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1. Základné údaje o organizácii  
 
1.1. Kontaktné údaje  
  
Názov: Ústav anorganickej chémie SAV  
Riaditeľ: doc. Ing. Miroslav Boča, PhD.  
Zástupca riaditeľa: doc. Ing. Miroslav Hnatko, PhD.  
Vedecký tajomník: doc. Ing. Zoltán Lenčéš, PhD.  
Predseda vedeckej rady: RNDr. Jana Madejová, DrSc.  
Členovia snemu SAV: doc. Ing. Miroslav Boča, PhD., doc. Ing. Miroslav Hnatko, PhD.  
Adresa: Dúbravská cesta 9, 845 36 Bratislava 45  
  
http://www.uach.sav.sk/  
  
Tel.: 02/59410401  
Fax: 02/59410444  
E-mail: uachmasa@savba.sk, uachsekr@savba.sk  
Názvy a adresy detašovaných pracovísk: 

• Vitrum Laugaricio - Centrum kompetencie skla, spoločné pracovisko ÚACH 
SAV, TnU AD, RONA, a.s. a FCHPT STU  
Študentská 2, 911 50 Trenčín  
 

Vedúci detašovaných pracovísk: 
• Vitrum Laugaricio - Centrum kompetencie skla, spoločné pracovisko ÚACH 

SAV, TnU AD, RONA, a.s. a FCHPT STU  
prof. Ing. Dušan Galusek, DrSc.  
 

Typ organizácie: Rozpočtová od roku 1953  
 
1.2. Údaje o zamestnancoch  
 
Tabuľka 1a Počet a štruktúra zamestnancov 

 Štruktúra zamestnancov   K 
K 

K  
do 35  
rokov F P T 

M Ž M Ž 

 Celkový počet zamestnancov 95 51 44 13 17 87 76,23 61,24 

 Vedeckí pracovníci 55 39 16 10 5 48 41,57 41,57 

 Odborní pracovníci VŠ 26 10 16 3 12 25 21,21 14,67 

 Odborní pracovníci ÚS 12 2 10 0 0 12 11,45 5 

 Ostatní pracovníci 2 0 2 0 0 2 2 0 

K – kmeňový stav zamestnancov v pracovnom pomere k 31.12.2014 (uvádzať zamestnancov v pracovnom pomere, vrátane 
riadnej materskej dovolenky, zamestnancov pôsobiacich v zahraničí, v štátnych funkciách, členov Predsedníctva SAV, 
zamestnancov pôsobiacich v zastupiteľských zboroch) 
F – fyzický stav zamestnancov k 31.12.2014 (bez riadnej materskej dovolenky, zamestnancov pôsobiacich v zahraničí v 
štátnych funkciách, členov Predsedníctva SAV, zamestnancov pôsobiacich v zastupiteľských zboroch) 
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P – celoročný priemerný prepočítaný počet zamestnancov 
T – celoročný priemerný prepočítaný počet riešiteľov projektov 
M, Ž – muži, ženy 
 
Tabuľka 1b Štruktúra vedeckých pracovníkov (kmeňový stav k 31.12.2014) 

 Rodová 
skladba   Pracovníci s hodnosťou   Vedeckí pracovníci v stupňoch  

  DrSc.  CSc./PhD.  prof.   doc.   I.   IIa.   IIb.  

 Muži  7 33 5 8 8 14 17 

 Ženy  2 17 0 0 2 4 10 
  
Tabuľka 1c Štruktúra pracovníkov podľa veku a rodu, ktorí sú riešiteľmi projektov 

 Veková štruktúra 
(roky)   < 31   31-35   36-40   41-45   46-50   51-55   56-60   61-65   > 65  

 Muži  5 7 4 5 3 0 9 8 0 

 Ženy  5 3 6 3 3 0 4 2 1 
  
Tabuľka 1d Priemerný vek zamestnancov organizácie k 31.12.2014 

  Kmeňoví zamestnanci   Vedeckí  pracovníci   Riešitelia projektov  

 Muži  46,5 45,1 46,7 

 Ženy  42,1 39,8 43,0 

 Spolu  44,5 43,5 45,2 
    
1.3. Iné dôležité informácie k základným údajom o organizácii a zmeny za posledné obdobie (v 
 zameraní, v organizačnej štruktúre a pod.) 
   
 Ústav v roku 2014 zaznamenal zmenu v zložení vedeckej rady. Za predsedníčku vedeckej rady bola 
na schôdzi akademickej obce ústavu dňa 6. 5. 2014 zvolená RNDr. J. Madejová, DrSc., vedeckým 
tajomníkom rady sa stal doc. Ing. Z. Lenčés, PhD. Zmeny nastali aj v zastúpení ústavu v Sneme SAV. 
Koncom roka bol na schôdzi akademickej obce zvolený za zástupcu ústavu na sneme doc. Ing. M. 
Hnatko, PhD. namiesto odstupujúceho doc. Ing. M. Boču, PhD. 
  
 Priemerný vek zamestnancov ÚACH SAV dlhodobo ostáva pod hranicou 45 rokov. V roku 2014 bol 
priemerný vek všetkých pracovníkov ústavu 44,5 roka a priemerný vek vedeckých pracovníkov 43,5. I 
napriek tomu, že zamestnávanie mladých schopných postdocov na ústave je jednou z hlavných priorít, 
nevieme ju v primeranej požadovanej miere naplniť. Ak sa podarí nejakého mladého vedeckého 
pracovníka po skončení PhD štúdia zamestnať, tak len cez projekty, a to znamená, že na dobu 2-3 
rokov, za tabuľkovú mzdu. Mnohí z mladých vedeckých pracovníkov takúto ponuku odmietnu. Z toho 
plynie aj pravdepodobné zvyšovanie priemerného veku zamestnancov v blízkej budúcnosti, keďže 
počet pracovníkov v dôchodkovom veku je minimálny. Takáto situácia kladie nároky na personálnu a 
predovšetkým mzdovú politiku vedenia ústavu. Motivácia mladých pracovníkov pre zotrvanie na 
ústave sa realizuje predovšetkým prostredníctvom poskytnutia možnosti zvyšovania ich kvalifikácie 
(stupeň IIb, IIa a Ia), pričom je to jediný prostriedok pre zvyšovanie vedeckej výkonnosti organizácie. 
Zvyšovanie kvalifikácie vedeckých pracovníkov má logicky za následok zvýšený tlak na mzdový 
fond. Tento fakt by mohlo pri tvorbe rozpočtu, hlavne mzdových fondov ústavov, zohľadniť aj 
vedenie SAV pri presadzovaní vlastnej mzdovej politiky v rámci SAV, čo sa na II. oddelení vied SAV 
zatiaľ realizuje iba v obmedzenej forme. 
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 Ústav sa výraznou mierou podieľa na realizácii projektov financovaných zo ŠF EÚ v pozícii 
partnera. V roku 2014 bol riešiteľom 6 projektov, z toho 5 projektov pokračuje z predošlých rokov. Z 
toho plynie aj naliehavá potreba rozšírenia administratívy ústavu. Zvýšený počet pracovníkov ústavu 
v posledných rokoch je spojený najmä s nárastom počtu administratívnych pracovníkov manažujúcich 
projekty ŠF, pričom výraznú časť administratívnych výkonov preberajú aj vedeckí pracovníci. 
Prepočítaný počet pracovníkov vzrástol z 59,6 FTE v roku 2008 na 76,2 FTE v roku 2014. Tento 
nárast je hradený z prostriedkov projektov ŠF, avšak pri problematickom prísune prostriedkov z 
Agentúry Ministerstva školstva, vedy, výskumu a športu SR pre ŠF EÚ (ASFEU) vznikajú veľmi 
napäté situácie v mzdovom fonde ústavu, z ktorého si musíme „požičiavať“ na financovanie hlavne 
administratívnych pracovníkov. Tento komplikovaný proces prináša ďalšiu zbytočnú administratívnu 
záťaž. Navyše, všetky neoprávnené výdavky na novoprijatých pracovníkov hradených zo ŠF znáša 
ústav, pričom tieto neoprávnené výdavky sú podľa nás agentúrou generované často neopodstatnene. 
 Celá vyššie opísaná situácia spôsobuje pre náš ústav nezvyčajne vysokú fluktuáciu pracovníkov, 
vedeckých a aj administratívnych. V roku 2014 predčasne ukončila doktorandské štúdium jedna 
doktorandka, ďalší doktorand prechádza v roku 2015 z dennej formy na externé formu štúdia z 
dôvodu získania výhodného pracovného miesta v súkromnej sfére a jedna mladá vedecká pracovníčka 
(obhajovala v roku 2013) ukončila pracovný pomer ku koncu roka 2014 z toho istého dôvodu, 
získania výhodného pracovného miesta v súkromnej sfére. V tomto roku odišli tiež traja 
administratívny pracovníci, ktorí sa starali o administratívu štrukturálnych fondov, tiež z dôvodu 
získania výhodného pracovného miesta v súkromnej sfére. Na ich miesto nastúpili dve novoprijaté 
pracovné sily.  
 Významnou udalosťou v roku 2014 bola kolaudácia novopostavenej budovy v rámci projektu 
Centrum aplikovaného výskumu nových materiálov a transferu technológií, kde ústav disponuje 
priestormi pre prístrojové vybavenie. 
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2. Vedecká činnosť  
 
2.1. Domáce projekty  
  
Tabuľka 2a Počet domácich projektov riešených v roku 2014 

ŠTRUKTÚRA PROJEKTOV 

Počet projektov Čerpané financie  
za rok 2014 (v €) 

A B 
A 

B 
spolu 

pre  
organi-  

  1. Vedecké projekty, ktoré boli  
 r. 2014 financované VEGA 11 2 122401 122401 3925 

 2. Projekty, ktoré boli r. 2014  
 financované APVV 6 5 254547 165564 78787 

 3. Projekty OP ŠF 0 6 - - 274480 

 4. Projekty centier excelentnosti SAV 0 1 - - 3947 

 5. Iné projekty (FM EHP, ŠPVV,  
 Vedecko-technické projekty, ESF,  
 na objednávku rezortov a pod.) 

0 0 - - - 

A - organizácia je nositeľom projektu 
B - organizácia sa zmluvne podieľa na riešení projektu 
 
Tabuľka 2b Počet návrhov domácich projektov podaných v roku 2014 
 Štruktúra projektov   Miesto podania   Organizácia je 

nositeľom 
projektu  

 Organizácia sa 
zmluvne podieľa 

na riešení 
projektu  

 1. Účasť na nových výzvach APVV 
 r. 2014   -  4 2 

 2. Projekty výziev OP ŠF 
 podané r. 2014  

 Bratislava          
 Regióny          

  
   
Názov projektu: Fyzikálno-chemická, spektrálna a difrakčná analýza vybraných fluoridových tavenín 
na báze prvkov definovaných ako kritické z pohľadu nezávislosti v Európskej únii 
Kód projektu: APVV-14-0853 
Podávateľ projektu: Ústav anorganickej chémie SAV, M. Boča 
Stav: podaný 
  
Názov projektu: Fotoluminescenčné keramické materiály na báze oxynitridov kremíka (Silicon 
oxynitride-based photoluminescent ceramic materials) 
Evidenčné č. projektu: APVV-14-0385 
Akronym projektu: LuminSion 
Podávateľ projektu: Ústav anorganickej chémie SAV, Z. Lenčéš 
Partner: Elektrotechnický ústav SAV Bratislava, Ústav materiálového výskumu SAV - Košice 
Stav: podaný 
  
Názov projektu: Nové sklené a sklokeramické fosfory na báze hlinitanov vzácnych zemín pre 
aplikáciu v pevnolátkových energiu šetriacich svetelných zdrojoch vyžarujúcich biele svetlo (pc – 
 

4 



 
Správa o činnosti ÚACH SAV          2014 

WLED diódy). 
Kód projektu: APVV-14-0395 
Podávateľ projektu: TnU AD, R. Klement 
Stav: podaný 
  
Názov projektu: Progresívne materiály na báze organo-fosfóniových derivátov vrstevnatých 
kremičitanov: syntéza, vlastnosti, využitie 
Kód projektu: APVV-14-0937 
Podávateľ projektu: Ústav anorganickej chémie SAV, P. Komadel 
Partner: Ústav polymérov SAV 
Stav: podaný 
  
Názov projektu: Vývoj pokročilých kompozitných vrstiev pre vysokoteplotnú protikoróznu ochranu 
kovov 
Kód projektu: APVV-14-0370 
Podávateľ projektu: TnUAD, D. Galusková 
Partner: Ústav anorganickej chémie SAV 
Stav: podaný 
  
Názov projektu: Zhodnotenie druhotných surovín pre materiály s využitím v extrémnych 
podmienkach 
Kód projektu: APVV-14-0845 
Podávateľ projektu: Ústav anorganickej chémie SAV, M Hnatko 
Partner: bez partnerov 
Stav: podaný 
  
  
2.2. Medzinárodné projekty  
 
2.2.1. Medzinárodné projekty riešené v roku 2014  
 
Tabuľka 2c Počet medzinárodných projektov riešených v roku 2014 

ŠTRUKTÚRA PROJEKTOV 

Počet projektov Čerpané financie  
za rok 2014 (v €) 

A B 
A 

B 
spolu pre  

organi-  
  1. Projekty 7. Rámcového  

 programu EÚ 0 2 - - 166698 

 2. Multilaterálne projekty v rámci  
 vedeckých programov COST,  
 ERANET, INTAS, EUREKA,  
 ESPRIT, PHARE, NATO, UNESCO,  
      
      

0 3 - - - 

 3. Projekty v rámci medzivládnych  
 dohôd o vedecko-technickej  
 spolupráci 

2 0 - - - 

 4. Bilaterálne projekty 3 0 - - - 

 5. Podpora medzinárodnej  
 spolupráce z národných zdrojov  
 (MVTS, APVV,...) 

2 4 48375 48375 24754 
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 6. Iné projekty financované alebo  
 spolufinancované zo zahraničných  
 zdrojov 

0 0 - - - 

A - organizácia je nositeľom projektu 
B - organizácia sa zmluvne podieľa na riešení projektu  
 
2.2.2. Medzinárodné projekty v 7. RP EÚ a Horizont 2020 podané v roku 2014 
  
Tabuľka 2d Počet projektov 7. RP EÚ a Horizont 2020 v roku 2014 
    A B 
 Počet podaných projektov 
 v 7. RP EÚ     

 Počet podaných projektov 
 Horizont 2020    1 

  
Názov projektu: New bone-mimicking all-ceramic scaffolds with biologically multifunctional 
properties by combining Additive Manufacturing and Freeze Foaming 
Kód projektu: H2020-PHC-2015-AdMaFoam 
Podávateľ projektu: Fraunhofer Institute for Ceramic Technologies and Systems, Nemecko 
Partner: Slovensko (ÚACH SAV), Česká republika (Vysoké učení technické v Brně), Maďarsko 
(ITM, University of Szeged, Nanocolltech Development & Exploitation Ltd., Adjuvatix, CroMed 
Research and Service Centers Ltd.), Srbsko (University of Novi Sad), Rakúsko (OFI Technology & 
Innovation GmbH, Lithoz GmbH, Lacerta Technologies GmbH), Slovinsko (Jožef Stefan Institute), 
Bulharsko (Nanotechlab Ltd.) 
Stav: podaný 
  
A - organizácia je nositeľom projektu 
B - organizácia sa zmluvne podieľa na riešení projektu 
  
Údaje k domácim a medzinárodným projektom sú uvedené v Prílohe B. 
  
2.2.3. Zámery na čerpanie štrukturálnych fondov EÚ v ďalších výzvach 
  
2.3. Najvýznamnejšie výsledky vedeckej práce (maximálne 1000 znakov + 1 obrázok) 
  
2.3.1. Základný výskum 
    
Názov: LBL filmy polykationových elektrolytov, organických farbív a vrstevnatých 
hlinitokremičitanov. 
Riešiteľ: J. Bujdák 
  
Filmy tzv. LBL typu (angl. layer-by-layer assemblies) predstavujú materiály s dobre kontrolovateľnou 
štruktúrou, ktoré vznikajú postupnou depozíciou monomolekulových vrstiev s alternujúcim nábojom. 
V tejto práci sa študovali spektrálne vlastnosti LBL filmov pripravených striedavou depozíciou vrstiev 
polykatiónového elektrolytu a silikátov s adsorbovanými laserovými farbivami. Komplexná 
chemometrická analýza spektier nameraných po každom kroku depozície pomohla odhaliť niektoré 
chemické a fotofyzikálne procesy. K týmto procesom patrili čiastočná desorpcia molekúl farbiva a 
molekulová agregácia farbív, ako dôsledok depozície vrstiev polyelektrolytu. Rezonančný prenos 
energie resp. vyhasínanie fluorescencie niektorých zložiek sa zaznamenal vo viaczložkovom filme 
obsahujúcom vrstvy silikátov s rôznym typom, resp. formami adsorbovaných farbív. Podrobná 
analýza týchto dejov pomohla pochopiť komplexný charakter mechanizmu vzniku, ale aj zmeny 
fotofyzikálnych vlastností počas tvorby vrstiev typu LBL. 
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Obr. 1. Periodický vývoj signálu flurescencie rôznych foriem farbív počas depozície vrstiev LBL filmu. 

  
Publikácia: 
BUJDÁK, J. Layer-by-layer assemblies composed of polycationic electrolyte, organic dyes, and layered 
silicates. In Journal of Physical Chemistry C, 2014, vol. 118, no. 13, p. 7152-7162. 
Projekt: 
Fotoaktívne hybridné nanomateriály s luminiscenčnými a antimikrobiálnymi vlastnosťami (APVV-0291-11) 
Hybridné materiály vrstevnatých kremičitanov s kyanínovými a porfyrínovými farbivami (VEGA 2/0107/13)  
Ocenenie: J. Bujdák získal v roku 2014 cenu Gerhard-Lagaly-Award of the DTTG za prínos vo vedách 
zameraných na výskum ílových minerálov. 
  
  
Názov: Nanokompozity Al2O3-SiC s výnimočnou odolnosťou voči vysokoteplotnej deformácii. 
Riešiteľský kolektív: M. Parchovianský, M. Michálek, P. Švančárek, M. Kašiarová, J. Dusza, M. 
Hnatko, D. Galusek 
 
Viacero autorov v minulosti upozornilo na možnosť zvýšenia odolnosti korundovej keramiky voči 
vysokoteplotnej deformácii (creep) prídavkom nanočastíc SiC. V našej práci sme sa zamerali na 
detailné skúmanie vplyvu objemovej frakcie a granulometrie pridaného SiC na odolnosť korundovej 
keramiky voči vysokoteplotnej deformácii. Optimalizáciou podmienok spekania ako aj objemovej 
frakcie SiC sa podarilo pripraviť materiál s obsahom 10 obj. % SiC častíc s priemernou veľkosťou 
200 nm homogénne distribuovaných v korundovej matrici a s extrémne vysokou odolnosťou voči 
creepu. Materiál ASC10 po 150 h izotermickej výdrže pri teplote 1350 °C a zaťažení 200 MPa 
vykázal deformáciu v ohybe na úrovni 0,08 % v porovnaní s monolitickým referenčným materiálom 
(Al2O3 bez prídavku SiC), u ktorého došlo už po 0,5 h pri zaťažení 75 MPa k deformácii na úrovni 1 
% nasledovanej katastrofickým lomom skúšobnej vzorky (Obr. 1).  

 
Obr. 1. Časová závislosť deformácie nanokompozitov Al2O3-SiC meraná pri zaťaženia 75, 150 a 200 MPa a teplote 

1350°C. Číslo v označení materiálu vyjadruje objemovú frakciu SiC vo vzorke 
 
Získané výsledky umožnili navrhnúť mechanizmus zvýšenia creepovej odolnosti pripravených 
nanokompozitov. Nanokompozity s vysokou odolnosťou voči creepovej odolnosti sú potenciálnymi 
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kandidátmi ako konštrukčné materiály pre použitie v extrémnych podmienkach a tlakoch. 
 

Publikácie: 
PARCHOVIANSKÝ, M. - GALUSEK D. - MICHÁLEK M. - ŠVANČÁREK P. - KAŠIAROVÁ M. - DUSZA 
J. - HNATKO M. Effect of the volume fraction of SiC on the microstructure and creep behavior of hot pressed 
Al2O3/SiC composites. In Ceramics International, 2014, vol. 40, p. 1807-1814. 
Projekt: Vývoj vodivej keramiky na báze SiC (APVV 0108-12) 
  
  
2.3.2. Aplikačný typ  
  
Názov: Vývoj nových luminofórov a inovácie uchovávania prebytkov tepla v tepelnom 
zásobníku 
Riešitelia: Z. Lenčéš, V. Pavlík 
  
Výskum nových systémov pre akumuláciu, prípadne pre prenos tepla a ich kompatibilita s 
konštrukčnými materiálmi je jedným z nosných bodov európskeho strategického plánu pre energie a 
technológie. Zahŕňa koncept vývoja efektívnejšieho získavania a uskladňovania energie z 
obnoviteľných zdrojov. Ústav anorganickej chémie sa zapojil do tohto druhu výskumu pomocou 
celoakademického projektu SMARTGRID, v ktorom sa vybudovala energetická sieť čerpajúca 
energiu zo slnka a zeme. Táto energia sa ďalej využíva na kúrenie, svietenie a napájanie účelových 
zariadení v budove, v ktorej je sieť nainštalovaná. Celý systém slúži ako demonštračný príklad 
nezávislej energetickej jednotky budúcnosti. Úlohou ÚACH bolo navrhnúť a zaviesť medzičlánok, 
tzv. zásobník prebytku tepla, z ktorého sa môže odčerpať toto teplo v prípade nedostatku slnečnej 
energie pre ohrev úžitkovej a vykurovacej vody. Zároveň sa hľadala vhodná náplň do zásobníka, ktorá 
umožní prijať väčšie množstvo tepla. To bolo splnené modifikáciou zmesí z komerčne dostupných, 
tzv. solárnych zmesí na báze dusičnanov a potvrdené meraniami ich fyzikálno-chemických vlastností. 
Ďalšia aktivita v projekte priniesla nové typy luminofórov na báze nitridov určené pre LED diódy. Ich 
výhoda spočíva v tom, že sú cenovo ešte výhodnejšie ako komerčne vyrábané typy LED diód.  
 
Projekt a partneri projektu boli ohodnotení cenou SAV za budovanie infraštruktúry pre vedu a 
za vybudovanie unikátneho testovacieho laboratória „Smartgrid“. 
   
Publikácie: 
IBRAHIM, Ismail - LENČÉŠ, Zoltán - BENCO, Ľubomír - HRABALOVÁ, Monika - ŠAJGALÍK, Pavol. 
Cerium-doped LaSi3N5: Computed electronic structure and band gaps. In Journal of the European Ceramic 
Society, 2014, vol. 34, no. 11, p. 2705-2712. 
IBRAHIM, Ismail - LENČÉŠ, Zoltán - BENCO, Ľubomír - HRABALOVÁ, Monika - ŠAJGALÍK, Pavol. 
Sm-doped LaSi3N5: Synthesis, computed electronic structure, and band gaps. In Journal of the American 
Ceramic Society, 2014, vol. 97, no. 8, p. 2546-2551. 
Projekty: 
Centrum aplikovaného výskumu nových materiálov a transferu technológií ITMS 26240220088 
Efektívne riadenie výroby a spotreby energie z obnoviteľných zdrojov ITMS 26240220028 
Centrum excelentnosti pre funkcionalizované viacfázové materiály 
  
 2.3.3. Medzinárodné vedecké projekty 
  
Názov: Správanie sa nečistôt v priemyselných kyslých elektrolytoch na výrobu hliníka 
Riešitelia: F. Šimko, M. Boča, J. Priščák 
  
Cieľom výskumu bolo objasniť procesy prebiehajúce pri rozpúšťaní tzv. nečistôt v elektrolytoch, 
ktorých zloženie sa približuje reálnym podmienkam v priemyselnej výrobe hliníka. Ide o tzv „kyslé“ 
elektrolyty s prebytkom AlF3. Sústavy 3NaF/AlF3–FeO, 3NaF/AlF3–FeF3/Fe2O3 a 
3NaF/AlF3–AlPO4–Al2O3 sa analyzovali pomocou vysokoteplotnej NMR a MAS (magic angle 
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spinnig) NMR spektroskopie. Výsledky analýz ukázali nové fakty. V prípade systémov s Fe v 
oxidačnom stupni III sa potvrdil vznik stabilných FeF6

3- častíc, ktoré pri reakčnej teplote ostávajú 
súčasťou taveniny. Pri systéme s dvojmocným Fe sa zistilo odlišné správanie. Nepotvrdili sa produkty 
reakcie rozpustné v tavenie, ktoré by vo svojej štruktúre obsahovali jadrá kyslíka a železa. Tie pri 
tavení unikali zo systému v podobe pár a následne kondenzovali nezávisle vo dvoch frakciách. V 
prvej z nich sa zistila prítomnosť zlúčenín Na3AlF6 a α-Al2O3. To znamená, že fáza FeO bola 
kompletne transformovaná na fázu, ktorá zo systému prchá a pri kondenzácii sa rozpadá na uvedené 
zlúčeniny. Za túto „medzifázu“ sa považujú oxofluorohlinitany (1), ktorých existencia je diskutovaná 
dlhé desaťročia. V prípade systému 3NaF/AlF3–AlPO4–Al2O3 výsledky ukázali, že pri rozpúšťaní 
AlPO4 v tavenine obsahujúcej Al2O3 prevláda tvorba Al–O–P väzieb v porovnaní so systémom bez 
prídavku Al2O3 (2, 3). 
  
Publikácie: 
ŠIMKO F. - RAKHMATULLIN A. - BESSADA C. - BOČA M. MAS NMR study of the solidified cryolite 
systems with FeO addition. In Journal of Fluorine Chemistry, 2014, vol. 165, p. 116-122. 
RAKHMATULLIN A. - KEPPERT M. - HAARBERG G.M. - ŠIMKO F. - BESSADA C. NMR study of melts 
in the system Na3AlF6-Al2O3-AlPO4. In Molten Salts Chemistry and Technology. Eds. Marcelle 
Gaune-Escard, Geir Martin Haarberg, United Kingdom: John Wiley & Sons, Ltd., 2014, p. 229-233. 
RAKHMATULLIN A. - KEPPERT M. - ŠIMKO F. - BESSADA C. In-situ high temperature NMR study of 
aluminium phosphate dissolution in cryolite-alumina melts, prijaté v Journal of Fluorine Chemistry. 
Projekt:  Potenciálny vplyv draslíka a rubídia na prípravu oxyfluorohlinitanových komplexov v tuhom stave 
APVV-K-FR-2013-NEWPROJECT-3026 
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2.4. Publikačná činnosť (úplný zoznam je uvedený v Prílohe C)  
 
Tabuľka 2e Štatistika vybraných kategórií publikácií    

 PUBLIKAČNÁ A EDIČNÁ ČINNOSŤ  

A  
Počet v r. 2014/ 

doplnky z r. 
2013 

B  
Počet v r. 2014/ 

doplnky z r. 
2013 

C  
Počet v r. 2014/ 

doplnky z r. 
2013 

1. Vedecké monografie vydané v domácich 
vydavateľstvách (AAB, ABB, CAB) 0 / 0 0 / 0 0 / 0 

2. Vedecké monografie vydané v 
zahraničných vydavateľstvách  
(AAA, ABA, CAA) 

0 / 0 0 / 0 0 / 0 

3. Odborné monografie, vysokoškolské 
učebnice a učebné texty vydané v domácich 
vydavateľstvách (BAB, ACB) 

0 / 0 0 / 0 0 / 0 

4. Odborné monografie a vysokoškolské 
učebnice a učebné texty vydané v 
zahraničných vydavateľstvách (BAA, ACA) 

0 / 0 0 / 0 0 / 0 

5. Kapitoly vo vedeckých monografiách 
vydaných v domácich vydavateľstvách 
(ABD, ACD) 

0 / 0 0 / 0 0 / 0 

6. Kapitoly vo vedeckých monografiách 
vydaných v zahraničných vydavateľstvách 
(ABC, ACC) 

1 / 0 0 / 0 0 / 0 

7. Kapitoly v odborných monografiách, 
vysokoškolských učebniciach a učebných 
textoch vydaných v domácich 
vydavateľstvách (BBB, ACD) 

0 / 0 0 / 0 0 / 0 

8. Kapitoly v odborných monografiách, 
vysokoškolských učebniciach a učebných 
textoch vydaných v zahraničných 
vydavateľstvách (BBA, ACC) 

0 / 0 0 / 0 0 / 0 

9. Vedecké a odborné práce v časopisoch 
evidovaných v Current Contents Connect 
(CCC) (ADC, ADCA, ADCB, ADD, ADDA, 
ADDB, CDC, CDCA, CDCB, CDD, CDDA, 
CDDB, BDC, BDCA, BDCB, BDD, BDDA, 
BDDB) 

45 / 0 0 / 0 0 / 0 

10. Vedecké a odborné práce v časopisoch 
neevidovaných v CCC  
(ADE, ADEA, ADEB, ADF, ADFA, ADFB, 
CDE, CDEA, CDEB, CDF, CDFA, CDFB, 
BDE, BDEA, BDEB, BDF, BDFA, BDFB) 

4 / 1 0 / 0 0 / 0 

11. Vedecké a odborné práce v zborníkoch 
vydaných tlačou alebo na CD 

 

a/ recenzované práce a publikované 
pozvané príspevky  
(AEC, AED, AFA, AFB, AFBA, AFBB, 
BEC, BED) 

8 / 1 0 / 0 0 / 0 

b/ nerecenzované práce  
(AEE, AEF, AFC, AFD, AFDA, AFDB, BEE, 
BEF, CEC, CED) 

20 / 0 0 / 0 0 / 0 
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12. Vydané periodiká evidované v CCC 0 0 0 
13. Ostatné vydané periodiká 0 0 0 
14. Vydané alebo editované zborníky z 
vedeckých podujatí  
(FAI) 

2/0 1/0 0/0 

15. Vedecké práce uverejnené na internete  
(GHG) 6 / 0 0 / 0 0 / 0 

16. Preklady vedeckých a odborných textov  
(EAJ) 0 / 0 0 / 0 0 / 0 

17. Heslá v Encyklopédii Beliana a iných 
encyklopédiách a terminologických 
slovníkoch  
(BDA, BDB) 

0 / 0 0 / 0 0 / 0 

A - pracovisko SAV je uvedené ako pracovisko (adresa) autora, alebo je súčasťou kolaborácie alebo iného združenia, 
ktoré je uvedené ako pracovisko (adresa) autora  
B - pracovisko SAV nie je na publikácii uvedené, pretože prameň údaj o pracovisku autora neobsahuje, práca ale vznikla 
na pracovisku SAV  
C - pracovisko SAV je uvedené ako materské pracovisko autora odlišné od pracoviska, na ktorom práca vznikla (napr. „on 
leave...“, „permanent address...“, „present address...“)  
 
Tabuľka 2f Ohlasy 
  
OHLASY 

A  
Počet v r. 2013/ 

doplnky z r. 2012 

B  
Počet v r. 2013/ 

doplnky z r. 2012 
 Citácie vo WoS (1.1, 2.1) 1262 / 2 54 / 0 
 Citácie v SCOPUS (1.2, 2.2) 110 / 1 1 / 0 
 Citácie v iných citačných indexoch a databázach (9, 10) 0 / 0 0 / 0 
 Citácie v publikáciách neregistrovaných v citačných  
 indexoch (3, 4) 0 / 0 0 / 0 

 Recenzie na práce autorov z organizácie (5, 6, 7, 8) 0 / 0 0 / 0 
A - pracovisko SAV je uvedené ako pracovisko (adresa) autora, alebo je súčasťou kolaborácie alebo iného združenia, 
ktoré je uvedené ako pracovisko (adresa) autora, alebo pracovisko SAV nie je na publikácii uvedené, pretože prameň údaj 
o pracovisku autora neobsahuje, práca ale vznikla na pracovisku SAV  
B - pracovisko SAV je uvedené ako materské pracovisko autora odlišné od pracoviska, na ktorom práca vznikla (napr. „on 
leave...“, „permanent address...“, „present address...“)  
  
 
2.5. Aktívna účasť na vedeckých podujatiach 
  
Tabuľka 2g Vedecké podujatia 
  Prednášky a vývesky na medzinárodných vedeckých podujatiach     92  
  Prednášky a vývesky na domácich vedeckých podujatiach     17  
  
2.6. Vyžiadané prednášky 
  
2.6.1. Vyžiadané prednášky na medzinárodných vedeckých podujatiach 
   
T. Bučko, S. Lebegue, J. G. Angyan, and J. Hafner: Density dependent correction for the description 
of London dispersion forces: improved Tkatchenko-Scheffler method and its applications, Solid State 
Chemistry 2014, Trenčianske Teplice, Slovensko, 8. 7. 2014. 
J. Bujdák: Hybrids based on organic dyes and smectites - fundamentals and potential applications, 
MECC 2014 - 7th Mid-european Clay Conference, Dresden, Nemecko, 18. 9. 2014. 
M. Liška, M. Chromčíková, J. Macháček, B. Hruška, V. Zemanová, T. Gavenda: Thermodymanic 
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modell of ZnO-MoO3-P2O5 glasses and its validation by MCR analysis of Raman spectra of 
ZnO-P2O5, International Days of Materials Science 2014, Pardubice, ČR, 16. - 17. 9. 2014. 
M. Liška, V. Soltesz, M. Chromčíková, J. Vokelová: Sklováknité izolácie a bezpečnosť prevádzky 
jadrových elektrární, Česká a slovenská konferencia o skle, Žďár nad Sázavou, ČR, 5.  - 7. 11. 2014. 
H. Pálková: InfraRed Spectroscopy – a versatile tool in a qualitative analysis of materials, Workshop 
Analytical methods in the service conservation and restoration work, VŠB, Centrum of 
Nanotechnology, ČR, 6. 11. 2014. 
Z Lenčéš, M. Hrabalová, I. Ibrahim, Ľ. Benco, P. Šajgalík, Influence of lanthanoid dopant and N/O 
substitution on the electronic structure and luminescent properties of silicon oxynitrid phosphors. 
ISNT 2014 8th International Symposium on Nitrides, 7th International Workshop on Spinel Nitrides 
and Related Materials, Marie Curie ITN 7th FP FUNEA, Wildbad Kreuth, Nemecko, 31. 8. – 5. 9 . 
2014. 
Z. Lenčéš, M. Hrabalová, I. Ibrahim, Ľ. Benco, P. Šajgalík, Theoretical and experimental approach to 
ternary silicon oxynitride-based phosphors. 5th International Congress on Ceramics (ICC-5), Beijing, 
Čína, 17. – 21. 8. 2014. 
P. Šajgalík, M. Hnatko, Z. Lenčéš, M. Gall, Z. Chloup: GB chemistry of silicon nitride based 
nanocomposites - implications to fracture behavior - experimental and theoretical study, ICACC 2014 
- 38th International Conference and Exposition on Advanced Ceramics and Composites, Daytona 
Beach, Florida, USA, 26. – 31. 1. 2014. 
P. Šajgalík, M. Hnatko, Z. Lenčéš, A. Kovalčíková: Easy machinable SiC ceramics with high 
electrical conductivity. ISSNOX4 4th international symposium on SiAlONs and non-oxides, Shiga, 
Japonsko, 25. – 28. 2014. 
P. Šajgalík, J. Sedláček, , Z. Lenčéš, J. Dusza, H.-T. Lin: Additive-free hot-pressed silicon carbide 
ceramics - a material with exceptional mechanical properties. ISNT 2014 8th International 
Symposium on Nitrides, 7th International Workshop on Spinel Nitrides and Related Materials, Marie 
Curie ITN 7th FP FUNEA, Wildbad Kreuth, Nemecko, 31. 8. – 5. 9. 2014. 
P. Šajgalík: From knowledge to product – Austrian industry – Slovak academia collaboration, 10. 04. 
2014; iconvienna 2014, The 10th European Business and Investment Forum, East – West Summit on 
Innovation and Smart Cities, Viedeň, Rakúsko, 9. – 11. 4. 2014 . 
P. Šajgalík: Science in education, education in science – necessity or contradiction? 15. 05. 2014; 
Medzinárodná vedecká konferencia Kvalita jazykového vzdelávania na univerzitách v Európe V, 
Univerzita Komenského, Fakulta managementu, Bratislava 15. – 16. 05. 2014. 
P. Šajgalík: Slovak Academy of Sciences – Promoting the excellence – the bottom-up perspective, 10 
years of the V4 in European research: experience and future, Permanent Representation of Hungary to 
the EU, Brussels, Belgicko, 1. 7. 2014. 
  
   
2.6.2. Vyžiadané prednášky na domácich vedeckých podujatiach 
  
2.6.3. Vyžiadané prednášky na významných vedeckých inštitúciách 
    
P. Boháč: Photoactive hybrid materials based on layered silicates and organic dyes, Nanotechnology 
project center, Shimane University, Matsue, Japonsko,18. 4. 2014. 
T. Bučko: and J. Hafner, Role of local environment in catalytic reactions: computational experiment, 
Universite de Lorraine, Francúzsko, 20. 6. 2014. 
J. Bujdák: Hybridné systémy organických farbív a ílových minerálov: Zaujímavé javy a možné 
aplikácie, Matematicko-fyzikální fakulta, Univerzita Karlova v Prahe, seminár Společnosti pro 
výskum a využití jílú, 27. 11. 2014. 
J. Madejová: Application studies of near infrared spectroscopy in organo-clays studies, CETMIC 
Gonnet, La Plata, Argentína, 11. 3. 2014 
J. Madejová: Infrared spectroscopy: a powerful tool in studies of acid-treated clay minerals, 

 

12 



 
Správa o činnosti ÚACH SAV          2014 

University San Martin, Buenos Aires, Argentína, 13. 3. 2014 
A. Prnová: Thermal behaviour and phase composition of glasses in the system Y2O3- Al2O3, 
Department of Inorganic and Physical Chemistry, Gent University, Gent, Belgicko, 22. 10. 2014. 
P. Šimurka: Al2O3 - ZrO2 - SiO2 refractory corrosion in barium soda lime silicate glass melt, Faculty 
of Materials Science and Ceramics, AGH University of Science and Technology, Krakov, Poľsko, 1. 
12. 2014. 
P. Šajgalík: Northwestern Polytechnical University, Xi An, Čína, séria 14-tich prednášok, 6. - 17. 10. 
2014 
  

• SiC-Si3N4 processing 1,  
• SiC-Si3N4 processing 2,  
• SiC-Si3N4 properties  
• Si3N4 corrosion,  
• Si3N4 corrosion 2,  
• Low cost SiAlONs corrosion  
• Grafite-Si3N4 wear resistant ceramics,  
• Si3N4 layered,  
• Si3N4 functionalisation,  
• LPS SiC,  
• SiC electrical conductivity,  
• SiC additive-free,  
• Ternary nitrides,  
• Low cost SiAlONs. 

  
   
Ak boli príspevky publikované, sú súčasťou Prílohy C, kategória (AFC, AFD, AFE, AFF, AFG, AFH) 
  
2.7. Patentová a licenčná činnosť na Slovensku a v zahraničí v roku 2014  
 
2.7.1. Vynálezy, na ktoré bol udelený patent  
 
2.7.2. Prihlásené vynálezy  
 
2.7.3. Predané licencie  
 
2.7.4. Realizované patenty  
 
Finančný prínos pre organizáciu SAV v roku 2014 a súčet za predošlé roky sa neuvádzajú, ak je zverejnenie v rozpore so 
zmluvou súvisiacou s realizáciou patentu.  
 
2.8. Účasť expertov na hodnotení národných projektov (APVV, VEGA a iných)  
 
Tabuľka 2h Experti hodnotiaci národné projekty 

Meno pracovníka Typ programu/projektu/výzvy 
Počet 

hodnotených 
projektov 

   Boča Miroslav     VEGA 3 
   Bujdák Juraj     VEGA 1 
   Drábik Milan     VEGA 2 
   Hnatko Miroslav     VEGA 1 
   Komadel Peter VEGA 2 
   Lenčéš Zoltán     VEGA 6 
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   Noga Jozef     APVV 1 
       SAIA 2 
       VEGA 1 
   Šimko František     VEGA 1 
  
2.9. Účasť na spracovaní hesiel do encyklopédie Beliana  
 
Počet autorov hesiel: 0  
 
2.10. Iné informácie k vedeckej činnosti 
  
 Počet karentovaných publikácií a kapitol v monografiách v tomto roku dosiahol číslo 45 CC + 1 
kapitola = 46, čo pri počte 41,57 vedeckých pracovníkov (prepočítaný stav, podľa Tabuľky 1a) 
znamená 1,1 karentovanej publikácie na vedeckého pracovníka. Tento parameter oproti vlaňajšku 
výrazne klesol (vlani 1,68). Takýto stav považujeme za neuspokojivý. Cieľom ostáva dosiahnuť dve 
publikácie na vedeckého pracovníka ročne, ktorý zodpovedá štandardu vyspelých vedeckých 
pracovísk s podobným zameraním. Priemerný impakt faktor časopisov, v ktorých boli práce 
uverejnené, bol 2,38, kým vlani bol 2,25. Citovanosť (vo všetkých dostupných databázach WOK – 
1259, SCOPUS – 111) na vedeckého pracovníka (prepočítaný stav) je 32,9 citácie. Niekoľkoročný 
rast v počte citácií a ich prepočtu na vedeckého pracovníka a ich získavanie pracovníkmi všetkých 
oddelení ústavu sa v roku 2014 zastavil a tento parameter mierne klesol (vlani 1322 WOS a priemerne 
32,9). 
 Relatívne vysoké renomé ústavu vo svetovej vedeckej komunite dokumentujú vyžiadané prednášky 
pracovníkov na medzinárodných vedeckých podujatiach, ktorých bolo 10, viaceré z nich odzneli na 
veľmi významných svetových konferenciách, ďalších päť prednášok bolo prednesených na 
zahraničných pracoviskách. 
 Ústav anorganickej chémie má rozsiahle skúsenosti s realizáciou projektov financovaných zo ŠF EÚ 
v pozícii hlavného partnera aj partnera. V roku 2014 bol riešiteľom 6 projektov, z toho 5 projektov 
pokračuje z predošlých rokov. Koncom roka 2013 začal ústav spolupracovať s prijímateľom 
DEKONTA, s.r.o. a nahradil tak partnera 1 Výskumný ústav vodného hospodárstva v Bratislave v 
rámci projektu "Aplikovaný výskum a overenie technológií katalytickej dehalogenácie 
kontaminovaných vôd z priemyselných ekologických záťaží na reaktívnych bariérach", ktorý bol 
schválený vo výzve s kódom OPVaV-2011/4.2/07-SORO. Realizácia projektu začala vo februári 
2014. 
 Z výzvy OPVaV-2013/2.2/09-RO bola v roku 2014 podpísaná zmluva pre projekt "Výskumné 
centrum ALLEGRO". 
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3. Doktorandské štúdium, iná pedagogická činnosť a budovanie ľudských zdrojov pre 
 vedu a techniku  
 
3.1. Údaje o doktorandskom štúdiu  
 
Tabuľka 3a Počet doktorandov v roku 2014 

Forma Počet k 31.12.2014 Počet ukončených doktorantúr v 
r. 2014 

 Doktorandi Ukončenie z dôvodov 

 

celkový 
počet 

z toho 
novoprijatí 

ukončenie 
úspešnou 

obhajobou 
predčasné 
ukončenie 

neúspešné 
ukončenie 

M Ž M Ž M Ž M Ž M Ž 

 Interná zo zdrojov SAV 7 2 1 0 2 1 1 1 0 0 

 Interná z iných zdrojov 2 1 0 0 0 2 0 0 0 0 

 Externá 0 1 0 0 0 0 0 0 0 0 

 Spolu 9 4 1 0 2 3 1 1 0 0 

 Súhrn 13 1 5 2 0 
  
  
3.2. Zmena formy doktorandského štúdia  
  
 
Tabuľka 3b Počty preradení 

Z formy 
Interná z 

prostriedkov 
SAV 

Interná z 
prostriedkov 

SAV 

Interná z 
iných 

zdrojov 

Interná z 
iných 

zdrojov 
Externá Externá 

Do formy 
Interná z 

iných 
zdrojov 

Externá 
Interná z 

prostriedkov 
SAV 

Externá 
Interná z 

prostriedkov 
SAV 

Interná z 
iných 

zdrojov 
Počet 0 0 0 0 0 0 

  
  
3.3. Zoznam doktorandov, ktorí ukončili doktorandské štúdium úspešnou obhajobou  
 
Tabuľka 3c Menný zoznam ukončených doktorandov v roku 2014 úspešnou obhajobou 

Meno 
doktoranda 

Forma 
DŠ 

Mesiac, 
rok 

nástupu 
na DŠ 

Mesiac, 
rok 

obhajoby 

Číslo a názov 
študijného 

odboru 

Meno a 
organizácia 

školiteľa 

Fakulta 
udeľujúca 
vedeckú 
hodnosť 

Mgr. Valéria 
Bizovská 

interné 
štúdium 
hradené 

z 
prostried
kov SAV 

9 / 2010 8 / 2014 
4.1.15 

anorganická 
chémia 

RNDr. Jana 
Madejová DrSc., 

Ústav 
anorganickej 
chémie SAV 

Prírodovedecká 
fakulta UK 
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Mgr. Roman 
Bystrický 

interné 
štúdium 
hradené 

z 
prostried
kov SAV 

9 / 2010 8 / 2014 
4.1.15 

anorganická 
chémia 

doc. Ing. Miroslav 
Hnatko PhD., 

Ústav 
anorganickej 
chémie SAV 

Prírodovedecká 
fakulta UK 

Ing. Ondrej 
Hanzel 

interné 
štúdium 
hradené 

z 
prostried
kov SAV 

9 / 2010 8 / 2014 

5.2.19 
anorganická 
technológia a 

materiály 

prof. RNDr. Pavol 
Šajgalík DrSc., 

Ústav 
anorganickej 
chémie SAV 

Fakulta chemickej 
a potravinárskej 
technológie STU 

Ing. Monika 
Hrabalová 

interné 
štúdium 
hradené 
z iných 
zdrojov 

9 / 2010 8 / 2014  prof. Ing. Zdeněk 
Jonšta CSc.,  

Vysoká škola 
báňská - TU 

Ostrava, Česká 
republika 

Ing. Vladana 
Šamajová 

interné 
štúdium 
hradené 
z iných 
zdrojov 

9 / 2010 8 / 2014  prof. Zdeněk 
Jonšta,  

Vysoká škola 
báňská - TU 

Ostrava, Česká 
republika 

Zoznam interných a externých doktorandov je uvedený v Prílohe A.  
 
 
3.4. Zoznam akreditovaných študijných programov s uvedením VŠ  
 
Tabuľka 3d Zoznam akreditovaných študijných programov s uvedením univerzity/vysokej školy a 
fakulty 

Názov študijného 
programu (ŠP) 

Názov študijného odboru 
(ŠO) Číslo ŠO Univerzita/vysoká škola a 

fakulta 

  chemická fyzika  4.1.11 Prírodovedecká fakulta UK 
  anorganická chémia  4.1.15 Prírodovedecká fakulta UK 

  anorganická technológia a 
materiály  5.2.19 

Fakulta chemickej a 
potravinárskej technológie 
STU 

     
  
Tabuľka 3e Účasť na pedagogickom procese  
 Menný prehľad pracovníkov,  
 ktorí boli menovaní  
 do odborových komisií  
 študijných programov  
 doktorandského štúdia 

 Menný prehľad pracovníkov,  
 ktorí pôsobili ako členovia  
 vedeckých rád univerzít,  
 správnych rád univerzít a fakúlt 

 Menný prehľad pracovníkov,  
 ktorí získali vyššiu vedeckú,  
 pedagogickú hodnosť  
 alebo vyšší kvalifikačný stupeň 

doc. Ing. Miroslav Boča, PhD. 
(anorganická chémia) 

prof. Ing. Dušan Galusek, DrSc. 
(Fakulta špeciálnej techniky 
TnUAD) 

Ing. Mária Chromčíková, PhD. 
(IIa) 

doc. Ing. Miroslav Boča, PhD. 
(anorganická technológia a 
materiály) 

prof. Ing. Dušan Galusek, DrSc. 
(Fakulta zdravotníctva TnUAD) Ing. František Šimko, PhD. (IIa) 

doc. RNDr. Juraj Bujdák, DrSc. 
(anorganická chémia) 

prof. Ing. Dušan Galusek, DrSc. 
(Trenčianska univerzita Alexandra 
Dubčeka v Trenčíne) 

prof. Ing. Pavel Mach, CSc. (prof., 
Prírodovedecká fakulta UK) 
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doc. RNDr. Milan Drábik, CSc. 
(anorganická chémia) 

prof. Ing. Marek Liška, DrSc. 
(Fakulta chemická, Vysoké učení 
technické v Brně, VUT Brno, 
Česko) 

   

prof. Ing. Dušan Galusek, DrSc. 
(anorganická technológia a 
materiály) 

prof. Ing. Marek Liška, DrSc. 
(Fakulta chemické technologie 
VŠCHT, Praha, ČR) 

   

doc. Ing. Miroslav Hnatko, PhD. 
(anorganická technológia a 
materiály) 

prof. Ing. Marek Liška, DrSc. 
(Fakulta priemyselných technológií 
TnUAD v Púchove) 

   

RNDr. Peter Komadel, DrSc. 
(anorganická chémia) 

prof. Ing. Marek Liška, DrSc. 
(Trenčianska univerzita Alexandra 
Dubčeka v Trenčíne) 

   

doc. Ing. Zoltán Lenčéš, PhD. 
(anorganická technológia a 
materiály) 

prof. RNDr. Jozef Noga, DrSc. 
(Prírodovedecká fakulta UK)    

doc. Ing. Zoltán Lenčéš, PhD. 
(anorganická chémia) 

prof. RNDr. Pavol Šajgalík, DrSc. 
(Fakulta metalurgie a materiálového 
inženírství, Vysoká škola báňská 
TU) 

   

doc. Ing. Zoltán Lenčéš, PhD. 
(odbor v zahraničí) 

prof. RNDr. Pavol Šajgalík, DrSc. 
(Hutnícka fakulta TUKE)    

prof. Ing. Marek Liška, DrSc. 
(anorganická technológia a 
materiály) 

prof. RNDr. Pavol Šajgalík, DrSc. 
(Slovenská technická univerzita v 
Bratislave) 

   

prof. Ing. Marek Liška, DrSc. 
(fyzika kondenzovaných látok a 
akustika) 

prof. RNDr. Pavol Šajgalík, DrSc. 
(Trenčianska univerzita Alexandra 
Dubčeka v Trenčíne) 

   

prof. Ing. Marek Liška, DrSc. 
(odbor v zahraničí) 

prof. RNDr. Pavol Šajgalík, DrSc. 
(Vysoké učení technické, Brno)    

RNDr. Jana Madejová, DrSc. 
(anorganická technológia a 
materiály) 

      

prof. RNDr. Jozef Noga, DrSc. 
(chemická fyzika)       

prof. RNDr. Jozef Noga, DrSc. 
(anorganická chémia)       

prof. RNDr. Jozef Noga, DrSc. 
(fyzika plazmy)       

prof. RNDr. Pavol Šajgalík, DrSc. 
(anorganická technológia a 
materiály) 

      

 
3.5. Údaje o pedagogickej činnosti  
Tabuľka 3f Prednášky a cvičenia vedené v roku 2014 

PEDAGOGICKÁ ČINNOSŤ 
Prednášky Cvičenia a semináre 

doma v zahraničí doma v zahraničí 

 Počet prednášateľov alebo vedúcich cvičení 2 0 6 0 

 Celkový počet hodín v r. 2014 13 0 310 0 
Prehľad prednášateľov predmetov a vedúcich cvičení, s uvedením názvu predmetu, úväzku, katedry, fakulty, 
univerzity/vysokej školy je uvedený v Prílohe D.  
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Tabuľka 3g Aktivity pracovníkov na VŠ 

1.  Počet pracovníkov, ktorí pôsobili ako vedúci alebo konzultanti  
 diplomových a bakalárskych prác 3 

2.  Počet vedených alebo konzultovaných diplomových a bakalárskych prác 3 

3.  Počet pracovníkov, ktorí pôsobili ako školitelia doktorandov (PhD.) 12 

4.  Počet školených doktorandov (aj pre iné inštitúcie) 29 

5.  Počet oponovaných dizertačných a habilitačných prác 18 

6.  Počet pracovníkov, ktorí oponovali dizertačné a habilitačné práce 7 

7.  Počet pracovníkov, ktorí pôsobili ako členovia komisií pre obhajoby DrSc.  
 prác 2 

8.  Počet pracovníkov, ktorí pôsobili ako členovia komisií pre obhajoby PhD.  
 prác 9 

9.  Počet pracovníkov, ktorí pôsobili ako členovia komisií, resp. oponenti  
 v inauguračnom alebo habilitačnom konaní na vysokých školách 5 

  
3.6. Iné dôležité informácie k pedagogickej činnosti 
  
 ÚACH SAV vypísal pre akademický rok 2014/2015 celkovo 9 tém pre doktorandské štúdium v troch 
rôznych študijných odboroch: 4.1.15 Anorganická chémia, 5.2.19 Anorganické technológie a 
materiály a 4.1.11 Chemická fyzika. Na akademický rok 2014/2015 bol prijatý jeden nový študent 
(Ing. Michal Slaný na študijný odbor 5.2.19). 
 V akademickom roku 2013/2014 obhájili dizertačné práce traja študenti: Mgr. Valéria Bizovská a 
Mgr. Roman Bystrický v študijnom odbore 4.1.15 Anorganická chémia a Ing. Ondrej Hanzel v 
študijnom odbore 5.2.19 Anorganická technológia a materiály. 
PhD študenti na ÚACH SAV sa pravidelne zúčastňujú na študentských vedeckých podujatiach a 
konferenciách, akými sú napríklad ŠVK 2014 Bratislava. 
 Dôležitou súčasťou pedagogického procesu na ÚACH SAV je aj organizovanie odbornej praxe pre 
študentov 4. a 5. ročníka (PriF UK v Bratislave v spolupráci s prof. G. Pleschom). V roku 2014 sa 
praxe zúčastnili traja študenti. 
 Dňa 22. októbra 2014 sa na ÚACH SAV konala Súťaž mladých vedeckých pracovníkov. Súťaže sa 
zúčastnilo 9 mladých pracovníkov do 35 rokov. Ich prezentácie posudzovala šesťčlenná komisia, 
ktorej predsedníčkou bola RNDr. Jana Madejová, DrSc. Súťaže sa zúčastnili aj PhD študenti z 
Univerzity Karlovy z Prahy. 
  
Výsledky súťaže: 
1. miesto: Mgr. Jiří Dolanský (Univerzita Karlova, Praha) 
2. miesto: Mgr. Peter Boháč (ÚACH SAV) 
3. miesto: Mgr. Magdaléna Precnerová (ÚACH SAV) 

 Na ÚACH naďalej pôsobí Snem mladých vedeckých pracovníkov, ktorý vznikol ako poradný orgán 
riaditeľa ústavu. Snem združuje doktorandov a pracovníkov s VŠ vzdelaním do 35 rokov. Ich 
zástupca, Ing. O. Hanzel, PhD., je členom širšieho vedenia ústavu. Jeho prostredníctvom majú 
členovia snemu možnosť aktívne sa podieľať na chode ústavu a zapájať sa aj do aktivít, ktoré priamo 
nesúvisia s doktorandským štúdiom. Výbor snemu spolu so svojimi členmi úspešne zorganizoval dňa 
12. 11. 2014 Deň otvorených dverí na ÚACH SAV, ktorý sa konal v rámci Týždňa vedy na 
Slovensku. Táto akcia mala mimoriadny ohlas a zúčastnilo sa jej 270 študentov z bratislavských i 
mimobratislavských stredných škôl ako aj niekoľko študentov z PríFUK. 
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4. Medzinárodná vedecká spolupráca  
 
4.1. Medzinárodné vedecké podujatia  
 
4.1.1. Medzinárodné vedecké podujatia, ktoré organizácia SAV organizovala v roku 2014 alebo 
sa na ich organizácii podieľala, s vyhodnotením vedeckého a spoločenského prínosu podujatia  
  
Training Workshop: Electronic and nuclear relaxation, and structure calculation  
Mariapfarr, Rakúsko, 38 účastníkov, 22.02.-24.02.2014 
38 účastníkov z rôznych krajín: Francúzsko, USA, Nemecko, Veľká Británia, Fínsko, Česká 
republika, Švédsko, Taliansko, Slovensko a Švajčiarsko  
 
7th Workshop on Modern Methods in Quantum Chemistry  
Mariapfarr, Rakúsko, 53 účastníkov, 23.02.-28.02.2014 
53 účastníkov z rôznych krajín: Francúzsko, USA, Nemecko, Veľká Británia, Fínsko, Česká 
republika, Švédsko, Taliansko, Slovensko a Švajčiarsko  
 
11th Conference on Solid State Chemistry 
Trenčianske Teplice, Slovensko, 169 účastníkov, 06.07.-11.07.2014 
Počas konferencie odznelo 71 prednášok, z toho 5 plenárnych, bolo prezentovaných 95 postrov. Na 
konferencii participovali účastníci z 29 krajín.   
 
11th International Conference on Relativistic Effects in Heavy-Element Chemistry and Physics 
(REHE-2014)  
Smolenice, 89 účastníkov, 20.09.-24.09.2014 
Účastníci z celého sveta: Európa, USA, Južná Amerika, Austrália, Nový Zéland, Japonsko, Čína  
 
5. odborný seminár s názvom Interakcia tavenín s progresívnymi anorganickými materiálmi 
Borinka, Slovensko, 35 účastníkov, 20.10.-20.10.2014 
Tradičné vedecké podujatie pracovníkov vedeckých inštitúcii a vysokých škôl zo Slovenska a Čiech: 
ÚACH SAV Bratislava, Vysoké školy báňské TUO v Ostrave, Hutníckej fakulty TU v Košiciach a 
Fakulty chemickej a potravinárskej technolóch STU v Bratislave. Cieľom odborného seminára bolo 
oboznámenie sa s aktuálnym vedeckým zameraním jednotlivých inštitúcii a upevniť pracovné ako aj 
osobné kontakty medzi účastníkmi odborného seminára. Seminára sa zúčastnilo 35 účastníkov, 
pričom odznelo celkom 20 zaujímavých príspevkov, ktoré sú zhrnuté v Zborníku príspevkov s 
názvom: Interakcia tavenín s progresívnymi anorganickými materiálmi.  
 
4.1.2. Medzinárodné vedecké podujatia, ktoré usporiada organizácia SAV v roku 2015 (anglický 
a slovenský názov podujatia, miesto a termín konania, meno, telefónne číslo a e-mail 
zodpovedného pracovníka)  
  
Engineering Ceramics 2015 – Materials for better life/Engineering Ceramics 2015 – Materials for 
better life 
Smolenice, Slovensko, 10.05.-14.05.2015, (Pavol Šajgalík, 02/59410429, uachsajg@savba.sk)  
 
6th Japan-Czech-Slovak (JCS) Symposium on Theoretical Chemistry/6th Japan-Czech-Slovak 
(JCS) Symposium on Theoretical Chemistry 
Smolenice, Slovensko, 11.10.-14.10.2015, (Vladimír Malkin, 02/59410469, uachmalk@savba.sk)  
 
4.1.3. Počet pracovníkov v programových a organizačných výboroch medzinárodných 
konferencií  
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Tabuľka 4a Programové a organizačné výbory medzinárodných konferencií 
Typ výboru Programový Organizačný Programový i organizačný 

Počet členstiev 7 12 6 
  
4.2. Členstvo a funkcie v medzinárodných orgánoch  
 
4.2.1. Členstvo a funkcie v medzinárodných vedeckých spoločnostiach, úniách a národných 
komitétoch SR  
 
doc. RNDr. Milan Drábik, CSc.  

European Association for Chemical and Molecular Sciences (EuCheMS) (funkcia: člen v divízii 
anorganická chémia a v divízii chémia tuhej fázy a materiálová chémia) 
Institute of Materials, Minerals and Mining, U.K.  (funkcia: doživotný člen) 
International Union of Pure and Applied Chemistry (IUPAC) (funkcia: titular member v divízii II 
anorganická chémia, associate member v medzidivíznej komisii pre terminológiu, symboly a 
nomenklatúru - Interdivisional Co) 
Slovenský národný komitét IUPAC (funkcia: predseda)  
 

prof. Ing. Dušan Galusek, DrSc.  
American Ceramic Society (funkcia: člen) 
European Society on Glass Science and Technology (funkcia: člen)  
 

RNDr. Peter Komadel, DrSc.  
European Clay Groups Association  (funkcia: predseda 2011-2015) 
The Clay Minerals Society (funkcia: Predseda 2012-2013, Minulý predseda 2013-2014)  
 

Ing. Michal Korenko, PhD.  
International Union of Pure and Applied Chemistry (IUPAC) (funkcia: National Representative 
(NR) of Division I)  
 

doc. Ing. Zoltán Lenčéš, PhD.  
American Ceramic Society (funkcia: člen) 
Ceramic Society of Japan (funkcia: člen) 
Council of the European Ceramic Society  (funkcia: člen) 
European Ceramic Society (funkcia: člen) 
Materials Research Society (funkcia: člen)  
 

RNDr. Jana Madejová, DrSc.  
The Clay Minerals Society  (funkcia: člen)  
 

Dr. Vladimír Malkin, DrSc.  
WATOC - World Association of Theoretical and Computational Chemists  (funkcia: člen)  
 

prof. RNDr. Jozef Noga, DrSc.  
International Academy of Quantum Molecular Sciences  (funkcia: volený člen) 
World Association of Theoretical and Computational Chemists (funkcia: člen)  
 

prof. RNDr. Pavol Šajgalík, DrSc.  
American Ceramic Society (funkcia: člen) 
Ceramic Society of Japan (funkcia: člen) 
Council of the European Ceramic Society (funkcia: člen) 
ECerS (funkcia: prezident) 
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International Ceramic Federation (funkcia: člen predstavenstva) 
Materials Research Society (funkcia: člen) 
Permanent Executive Committee ECerS  (funkcia: volený člen) 
World Academy of Ceramics (funkcia: volený člen) 
World Academy of Ceramics - Výberová komisia pre nových členov (funkcia:  volený člen)  
 

doc. Ing. Peter Šimurka, PhD.  
European Society on Glass Science and Technology (funkcia: člen) 
International Commission on Glass (funkcia: výkonný tajomník)  
 

4.3. Účasť expertov na hodnotení medzinárodných projektov (EÚ RP, ESF a iných)  
 
Tabuľka 4b Experti hodnotiaci medzinárodné projekty 

Meno pracovníka Typ programu/projektu/výzvy 
Počet 

hodnotených 
projektov 

   Noga Jozef     Agence nationale de la recherche (ANR) 1 
       DAAD - German Academic Exchange Service 1 
   Šajgalík Pavol     DFG 1 
  
 
4.4. Najvýznamnejšie prínosy MVTS ústavu vyplývajúce z mobility a riešenia medzinárodných 
 projektov a iné informácie k medzinárodnej vedeckej spolupráci 
  
Peter Boháč  

• Interdisciplinary Graduate School of Science and Engineering, Shimane University, Matsue, 
Japonsko, 1. 4. – 30. 6. 2014, v rámci Národného štipendijného programu na podporu mobilít 
študentov, doktorandov, vysokoškolských učiteľov, výskumných a umeleckých pracovníkov. 
Pobyt bol zameraný na štúdium fluorescenčného rezonančného prenosu energie medzi 
cyanínovými farbivami v štruktúre vrstevnatých kremičitanov. 

Juraj Bujdák  
• Laboratórium bioanorganickej chémie, Ústav anorganickej chémie, v.v.i., Akademie vied 

Českej republiky, Řež (19. 8. – 22. 8. 2014). Bilaterálna spolupráca a pracovný pobyt 
podporovaný MAD. Vyhodnotenie časovorozlíšenej spektroskopie niektorých typov 
hybridných materiálov vrstevnatých kremičitanov a organických farbív. Vyhodnotenie 
vzhľadom na fotoaktivitu materiálov a procesov fluorescenčného rezonančného prenosu 
energie medzi molekulami farbív interkalovanými vo vrstevnatom syntetickom saponite.   

• Laboratórium bioanorganickej chémie, Ústav anorganickej chémie, v.v.i., Akademie vied 
Českej republiky, Řež, a Matematicko-fyzikální fakulta Univerzita Karlova v Prahe (25. 11. 
–27. 11. 2014). Člen komisie pre obhajobu DrSc. (oponent). Pozvaná prednáška pri príležitosti 
semináru Společnosti pro výskum a využití jílú. Konzultácie výsledkov bilaterálnej spolupráce 
s vedeckými pracovníkmi na Ústave anorganickej chémie v Řeži. 

Dušan Galusek  
• Universität Bayreuth: pobyt sa uskutočnil v termíne od 14.-19. 7. 2014 v rámci projektu 

Alexander von Humboldt Institutional Cooperation „Ceramic coatings with glass fillers for 
high temperature corrosion protection of metals”. Náplňou stretnutia boli predbežbé 
experimenty zamerané na vývoj nových typov antikoróznych povlakov na vysokoteplotnú 
ochranu kovov, príprava plánu návštev a práce na rok 2014 a administratívne zabezpečenie 
projektu. 

Miroslav Hnatko  
• TÜBITAK Marmara Research Center, 3.11. – 4. 11. 2014, Gebze, kick-off meeting projektu 

SAV-TÜBITAK 
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Peter Cherry   
• University of Stockholm, Švédsko, (6. 10. 2014 – 7. 12. 2014) pobyt sa uskutočnil v rámci 

programu 7FP grant (pNMR-EU) - Quantum-chemical calculations of EPR parameters  of 
transition metal complexes. 

Vladimir Malkin   
• Garching Forschungszentrum, Technische Universität München, 6 – 9. 10. 2014, München, 

Nemecko, spolupráca na vývoji balíka ReSpect spojená s riešením projektu APVV-0483-10. 
Olga Malkin  

• Garching Forschungszentrum, Technische Universität München, 6 – 9. 10. 2014, München, 
Nemcko, spolupráca na vývoji balíku ReSpect spojená s riešením projektu APVV-0483-10. 

Helena Pálková  
• Jerzy Haber Institute of Catalysis and Surface Chemistry PAS, Krakow, Poľsko (17. – 29. 11. 

2014) Pobyt sa uskutočnil v rámci medziakademickej spolupráce (MAD) medzi Ústavom 
anorganickej chémie SAV a ústavu PAV v Krakowe. Náplňou práce bolo uskutočnenie 
experimentov zahrnutých v spoločnom projekte „Organo-clays as intermediates for the 
synthesis of functional hybrid materials”. 

Anna Prnová  
• University of Gent, Gent –Belgicko (15/10-29/10/2014) Príprava roztokov v systémoch: 

Al2O3-RE2O3 a následná príprava práškov pomocou spray-drying zariadenia. 
Charakterizáciapripravenýchsystémov pomocou DTA, vyžiadaná prednáška na tému: “Thermal 
behavior and phase compositions of glasses in the system Y2O3- Al2O3”, pobyt bol 
uskutočnený na základe MAD /UACH SAV- UG, Belgium/ a finančne podborený Royal 
Flemish Academy of Belgium for Science and Arts. 

Pavol Šajgalík  
• TÜBITAK Marmara Research Center, 3.11. – 4. 11. 2014, Gebze, kick-off meeting projektu 

SAV-TÜBITAK  
  
   
Dlhodobé pobyty pracovníkov ústavu realizované na základe získania štipendií na riešenie projektov 
  
Peter Hrobárik  
• Institut für Chemie, Technische Universität Berlin (10. 2010 – 12. 2015). Postdoktorandský 

výskumný pobyt v Nemecku podporovaný nadáciou Alexander von Humboldt a Berlínskym 
centrom excelentnosti "UniCat". Projekt je zameraný na vývoj a aplikáciu nových relativistických 
metód pre výpočet a interpretáciu NMR spektier zlúčenín prechodných kovov a aktinoidov, ako aj 
na štúdium štruktúry a reakčných mechanizmov významných priemyselných katalyzátorov. 

Michal Korenko  
• Engineering College, Valparaiso University, Valparaiso, Indiana, USA (1.4. 2014 - 31.12. 

2015). Postdoktorandský študíjny pobyt podporovaný projektom ARPA-E (US Department of 
Energy). Projekt je zameraný na vývoj a komercionalizáciu vysokoteplotnej solárnej 
elektrolýzy horčíka. Elektrolytická produkcia horčíka vychádza priamo z MgO rozpusteného 
vo fluoridovom elektrolyte. Časť energie potrebnej na vysokoteplotnú elektrolýzu je dotovaná 
solárnym teplom v parabolickom solárnom reaktore, pričom tento prístup umožňuje integrovať 
k primárnej elektrolýze aj in situ rafináciu horčíka. Definitívnym cieľom projektu je nová, 
ekonomicky kompetitívna technológia, ktorá by bola schopná zlomiť dominanciu ekologicky a 
energeticky necitlivého Pidgen procesu, ktorým v súčasnosti Čína vyrába takmer 90% svetovej 
produkcie horčíka. 

Marián Kucharík  
• Primary Metal Technology (PMT) - Technology development, Hydro Aluminium a.s. Årdal, 

Nórsko, projektový inžinier (01. 11. 2008 – 31. 12. 2015). Výskum a vývoj technológie výroby 
hliníka Hall-Heroultovým procesom. 
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Martin Pentrák  
• Department of Natural Resources and Environmental Sciences, University of Illinois at 

Urbana, USA, Postdoctoral Research Associate, 04. 2012 – 09. 2014, výskum a vývoj nových 
progresívnych nanokompozitov na báze organoílov dôležitých pri riešení environmentálnych a 
priemyselných problémov, štúdium optických a termických vlastností prírodných 
nanomateriálov na báze ílových minerálov. 

Linda Pentráková  
• Department of Natural Resources and Environmental Sciences, University of Illinois at 

Urbana, USA, Postdoctoral Research Associate, 06. 2012 – 09. 2014, výskum a vývoj nových 
progresívnych nanokompozitov na báze organoílov dôležitých pri riešení environmentálnych a 
priemyselných problémov, štúdium optických a termických vlastností prírodných 
nanomateriálov na báze ílových minerálov. 

Lukáš Petra  
• Sheffield Hallam University, Materials and Engineering Research Institute, United Kingdom. 

1. 10. 2014 – 30. 6. 2015, výskumný pobyt je podporovaný Národným štipendijným 
programom na podporu mobility študentov, doktorandov a vysokoškolských učiteľov. 
Spolupráca v rámci IN-CROWD projektu (Iodine Nanocomposite Controlled Release Open 
Wound Dressings), ktorý je zameraný na prípravu, charakterizáciu a použitie samovrstviacich 
filmov ako povrchových vrstiev obväzov, ktoré sú schopné ničiť baktérie rezistentné voči 
antibiotikám min 96 h. 

Michal Repiský 
• The Centre for Theoretical and Computational Chemistry, Department of Chemistry, 

University of Tromsø, Nórsko, postdoktorandský výskumný pobyt v rámci projektu 
"Norwegian Center of Excellence" , 01. 01. 2010 – 31. 12. 2014. 

  
Prednášky zahraničných pracovníkov, ktorí navštívili ÚACH SAV 
  
Andreas Fehervari, Monash University, Melbourne, Austrália 
Modification of geosynthetic clay liners for enhanced contaiment of calcic and hyper saline leachates. 
16. 12. 2014 

Zoltán Pászti, Research Centre for Natural Sciences, Hungarian Academy of Sciences, Budapešť, 
Maďarsko 
X-ray photoelectron spectroscopy: Principles and applications, 10. 12. 2014 
  
 
Prehľad údajov o medzinárodnej mobilite pracovníkov organizácie je uvedený v Prílohe E. 
Prehľad a údaje o medzinárodných projektoch sú uvedené v kapitole 2 a Prílohe B.  

 

23 



 
Správa o činnosti ÚACH SAV          2014 

5. Vedná politika  
 
 Vedná politika ústavu reflektuje dlhodobé zámery ako aj aktuálne trendy súvisiace so spoločenskou 
objednávkou na domácej a zahraničnej scéne. Je založená na inovatívnosti vedeckého smerovania, 
ambicióznosti vedeckých osobností, ako aj autonómnosti vedúcich vedeckých tímov. Správnosť tohto 
smerovania dokumentuje pozícia ústavu, ktorý je hodnotený na popredných priečkach vo všetkých 
procesoch hodnotenia v SAV. 
  
 Základnými a dominantnými cieľmi, ktorým sú podriadené všetky aspekty chodu ústavu, sú odborný 
rast, medzinárodná integrácia a spoločenské uplatnenie/úžitok výsledkov výskumu. Napĺňanie 
uvedených cieľov si vyžaduje komplexný prienik aspektov, ako sú: 
- aktívna účasť na domácich a zahraničných projektoch, 
- aktívna publikačná činnosť v medzinárodných časopisoch a prezentácia výsledkov výskumu na 
medzinárodných vedeckých fórach, 
- zachovanie vekovej a odbornej kontinuity, 
- vytvorenie podmienok pre vzdelávanie a odborný rast, PhD študentov aj mladých vedeckých 
pracovníkov, ale aj erudovaných vedeckých pracovníkov, 
- aktívna účasť na vzdelávacom procese s dôrazom na druhý a tretí stupeň vysokoškolského vzdelania, 
- technické zabezpečenie pre výskum, 
- finančné zabezpečenie výskumu, 
- personálna politika, 
- zabezpečenie kontinuity vo oblasti vedenia organizačných štruktúr ústavu, vytvorenie podmienok 
pre manažérsky rast pracovníkov, 
- diseminácia a popularizácia objektov a výsledkov výskumu v odbornej a laickej spoločnosti, 
- spolupráca a kooperácia s domácimi a zahraničnými partnermi akademickými, ako aj 
priemyselnými, 
- zabezpečenie fungovania administratívnych požiadaviek. 
  
Projektové tímy 
 Štruktúra ústavu v sebe inherentne zahŕňa flexibilné projektové tímy, ktoré sú vytvárané s ohľadom 
na objektové, resp. metodické možnosti a schopnosti jednotlivcov spájajúcich sa účelovo pri príprave 
a riešení projektov MŠ SR (štátne programy, projekty ŠF), VEGA, APVV, rámcových programov 
EÚ, NATO a v spolupráci s domácimi a zahraničnými partnermi z priemyslu. Táto flexibilná 
projektová štruktúra umožňuje pracovníkom resp. odborným skupinám podieľať sa na príprave 
vnútroústavných alebo aj nadústavných vedeckých zoskupení buď v rámci ústavu a SAV alebo aj 
mimo nich. Vedúci projektových tímov sú autonómni v rozhodovaní o spôsoboch riešenia projektu 
ako aj v nakladaní s finančnými prostriedkami v súlade s projektovými cieľmi a zmluvou. 
  
Personálna politika 
 V oblasti personálnej politiky sa ústavu dlhodobo darí udržať priemerný vek zamestnancov v rozpätí 
40 až 45 rokov. Podpora zamestnávania mladých vedeckých pracovníkov patrí medzi prioritné úlohy 
vedenia ústavu. Pre zvýšenie počtu a motivácie mladých absolventov doktorandského štúdia, aby 
neodchádzali z oblasti vedy do finančne lukratívnejších zamestnaní, boli prijaté nasledujúce zásady 
personálnej politiky: 

a/ Získavanie najlepších študentov na doktorandské štúdium vo vedných odboroch, ktoré má 
ústav akreditované ako externá vzdelávacia inštitúcia. 

b/ Získavanie zahraničných doktorandov prostredníctvom projektov Marie Curie Research 
Training Network alebo iných schém podpory zahraničných študentov (napr. DAAD), v 
ktorých je ústav zapojený. 

c/ Vysielanie čerstvých absolventov doktorandského štúdia na dlhodobé (najmenej 3 mesiace) 
pobyty do zahraničia, aby sa zoznámili s najmodernejšou prístrojovou technikou, 
laboratórnymi postupmi, ako aj metódami práce vo vyspelých pracoviskách v Európe a vo 
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svete (najčastejšie Japonsko a USA). 
d/ Organizovanie medzinárodných podujatí doma, ako aj vysielanie mladých vedeckých 

pracovníkov a aj doktorandov na renomované konferencie v zahraničí s cieľom získať 
skúsenosti s prezentovaním vedeckých výsledkov. 

e/ Pozývanie renomovaných odborníkov zo zahraničia na prednášky pre doktorandov a 
zamestnancov ústavu. 

  
Technická infraštruktúra 
 Neoddeliteľnou súčasťou vedenej politiky je aj rozvoj infraštruktúry. Ústav cielene buduje svoju 
infraštruktúru na rôznych úrovniach cez laboratóriá na prípravu vzoriek až po laboratória na 
charakterizáciu pripravených materiálov. Vyžaduje si to dlhodobú aktivitu postupnej rekonštrukcie 
priestorov, ktorá je pre svoje špecifické požiadavky náročná ako finančne tak aj časovo, pretože 
prebieha pri plnej prevádzke ostatných zariadení. Prístrojové vybavenie sleduje vzájomnú 
komplementaritu techník. Snahou je aj poskytovať voľné časové kapacity na merania pre partnerov na 
Slovensku, ako aj zapájanie ústavu prostredníctvom technickej infraštruktúry do medzinárodných 
zväzkov. Prostriedky na moderné zariadenia plynú predovšetkým z projektov štrukturálnych fondov. 
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6. Spolupráca s univerzitami/vysokými školami, štátnymi a neziskovými inštitúciami 
 okrem aktivít uvedených v kap. 2, 3, 4  

6.1. Spolupráca s univerzitami/VŠ (fakultami)  
     
Názov univerzity/vysokej školy a fakulty: Prírodovedecká fakulta UK     
Druh spolupráce (spoločné pracovisko alebo iné): Spoločná výchova doktorandov, spoločné 
riešenie projektov, spolupráca v pedagogickom procese     
Začiatok spolupráce: 1990     
Zameranie: vedecká spolupráca, účasť na Bc. a Mgr. výuke     
Zhodnotenie: V spolupráci s touto fakultou je ústav zapojený do vzdelávania na III. stupni 
vysokoškolského štúdia v študijných programoch anorganická chémia a chemická fyzika. Spoločne sa 
riešia projekty VEGA a APVV. Prof. RNDr. J. Noga, DrSc., doc. RNDr. J. Bujdák, DrSc. a doc. 
RNDr. M. Drábik, CSc. majú hlavný úväzok na fakulte a čiastkový na ÚACH SAV. Prof. RNDr. J. 
Noga, DrSc. je externým členom Vedeckej rady ÚACH SAV. Doc. RNDr. Milan Drábik, CSc. je 
členom Akademického senátu PríF UK. Pracovníci ÚACH viedli na PríFUK v roku 2014 desiatich 
doktorandov.      
       
Názov univerzity/vysokej školy a fakulty: Fakulta chemickej a potravinárskej technológie STU     
Druh spolupráce (spoločné pracovisko alebo iné): Spoločné pracovisko, spoločná výchova 
doktorandov     
Začiatok spolupráce: 1990     
Zameranie: vedecká spolupráca     
Zhodnotenie: Na základe dodatku k zmluve o zriadení spoločného pracoviska je FCHPT od roku 
2008 členom konzorcia a spoluzriaďovateľom spoločného pracoviska, Centra kompetencie skla 
Vitrum Laugaricio – VILA. FCHPT STU je partnerom projektu APVV 0218-11 - Mechanizmy 
korózie a mikromechanické vlastnosti dentálnych materiálov a hlavným riešiteľom APVV projektu 
Polyaplikovateľné heterocykly - návrh štruktúry, syntéza a vlastnosti, v ktorom ÚACH vystupuje ako 
partner. Pracovníci ÚACH viedli na FCHPT v roku 2014 piatich doktorandov.      
       
Názov univerzity/vysokej školy a fakulty: Hutnícka fakulta TUKE     
Druh spolupráce (spoločné pracovisko alebo iné): Spolupráca v pedagogickom procese     
Začiatok spolupráce: 2000     
Zameranie: vedecká spolupráca, účasť na Bc. a Mgr. výuke     
Zhodnotenie: V spolupráci s touto fakultou je ústav zapojený do pedagogického procesu. Prof. 
RNDr. P. Šajgalík, DrSc. je členom vedeckej rady fakulty.      
       
Názov univerzity/vysokej školy a fakulty: Fakulta priemyselných technológií TnUAD v Púchove     
Druh spolupráce (spoločné pracovisko alebo iné): Spolupráca v pedagogickom procese         
Začiatok spolupráce: 2011     
Zameranie: vedecká spolupráca, účasť na Bc. a Ing. výuke      
Zhodnotenie: V spolupráci s touto fakultou je ústav zapojený do vzdelávania na I. stupni štúdia v 
odbore Materiálová technológia 5.2.26, študijný program Materiály. Ing. Viliam Pavlík, PhD je 
vedený na čiastkový úväzok. Zamestnanci ÚACH za celé obdobie spolupráce viedli niekoľko 
oponentúr bakalárskych, diplomových a jednej dizertačnej práce, zúčastnili sa v komisiách pre 
záverečné obhajoby.      
       
Názov univerzity/vysokej školy a fakulty: Trenčianska univerzita Alexandra Dubčeka v Trenčíne     
Druh spolupráce (spoločné pracovisko alebo iné): Centrum kompetencie skla - Vitrum Laugaritio     
Začiatok spolupráce: 1997     
Zameranie: vedecká spolupráca     
Zhodnotenie: Okrem spoločného pracoviska s TnU AD (Centrum kompetencie skla Vitrum 
Laugaritio) riešil ÚACH SAV v roku 2014 v spolupráci s touto univerzitou dva spoločné projekty 
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VEGA a tri spoločné projekty APVV. V spolupráci s TnU AD sa v rámci Operačného programu VaV 
riešil projekt „Centrum excelentnosti pre keramiku, sklo a silikátové materiály” akronym CEKSIM, 
ITMS kód 26220120056. Výsledkom projektu financovaného v celkovej sume 3,9 milióna € je 
zriadenie výskumného Centra excelentnosti v priestoroch TnU AD a rozvíjanie a prehlbovanie 
spolupráce medzi oboma inštitúciami. Prof. Ing. P. Galusek, DrSc. prorektor pre vedu, výskum a 
medzinárodné vzťahy TnU AD je aj členom Vedeckej rady TnU AD a dvoch jej fakúlt (Fakulty 
zdravotníctva a Fakulty špeciálnej techniky), prof. Ing. M. Liška, DrSc. je externým členom Vedeckej 
rady ÚACH. Pracovníci centra, zamestnanci ÚACH, sa podieľajú na pedagogickej činnosti v rámci 
vysokoškolského štúdia v odbore "Chemické technológie" a doktorandského štúdia v odbore 
"Anorganická technológia a materiály" na TnU AD.      
       
Názov univerzity/vysokej školy a fakulty: Vysoké učení technické, Brno     
Druh spolupráce (spoločné pracovisko alebo iné): Spoločná výchova doktorandov, spoločné 
riešenie projektov, spolupráca v pedagogickom procese     
Začiatok spolupráce: 2000     
Zameranie: vedecká spolupráca, účasť na Bc. a Mgr. výuke     
Zhodnotenie: V spolupráci s touto fakultou nie je v súčasnosti ústav zapojený do pedagogického 
procesu. S FCH VUT Brno ústav plánuje zriadiť spoločné pracovisko pre výskum a vývoj 
nanomateriálov. Prof. RNDr. P. Šajgalík, DrSc. a prof. Ing. M. Liška, DrSc. sú členmi Vedeckej rady 
FCH VUT Brno.      
       
Názov univerzity/vysokej školy a fakulty: Vysoká škola báňská - TU Ostrava, Česká republika     
Druh spolupráce (spoločné pracovisko alebo iné): Spoločná výchova doktorandov, spoločné 
riešenie projektov     
Začiatok spolupráce: 2010     
Zameranie: vedecká spolupráca, výchova doktorandov     
Zhodnotenie: Spolupráca VŠB a ÚACH je zameraná na výchovu mladých pracovníkov. Na ÚACH 
pokračovali vo svojom štúdiu dve doktorandky z VŠB Ostrava. Doc. Ing. M. Hnatko, PhD. a doc. Ing. 
Lenčéš, PhD. boli a školiteľmi špecialistami dvoch doktorandiek, ktoré svoju PhD prácu úspešne 
obhájili v priebehu roku 2014. Prof. RNDr. P. Šajgalík, DrSc. je členom Vedeckej rady FMMI VŠB; 
doc. Ing. Z. Lenčéš, PhD. je členom odborovej rady doktorandského študijného programu Materiálové 
vědy a inženýrství.       
       
Názov univerzity/vysokej školy a fakulty: University of Ghent, Belgicko     
Druh spolupráce (spoločné pracovisko alebo iné): Department of Inorganic and Physical Chemistry     
Začiatok spolupráce: 2010     
Zameranie: vedecká spolupráca     
Zhodnotenie: Vedecká spolupráca pri príprave amorfných a polykryštalických materiálov sol-gel 
metódami v systémoch Al2O3-La2O3, Al2O3-La2O3-ZrO2, Al2O3-Y2O3. Skúmanie vlastností 
pripravených materiálov a spoločné publikácie.      
   
6.2. Významné aplikácie výsledkov výskumu v spoločenskej praxi alebo vyriešenie problému pre 
 štátnu alebo neziskovú inštitúciu  
 
6.3. Iná činnosť využiteľná pre potreby spoločenskej praxe  
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7. Spolupráca s aplikačnou a hospodárskou sférou okrem aktivít uvedených v kap. 2, 3, 4  
 
7.1. Spoločné pracoviská s aplikačnou sférou  
     
Názov pracoviska: Spoločné pracovisko Ústavu anorganickej chémie Slovenskej akadémie vied a 
RONA, a.s.     
Partner(i): Rona a.s., Lednické Rovne     
Zameranie: Stimulácia, rozvoj a realizácia základného a aplikovaného výskumu a vývoja v oblastiach 
súvisiacich s existujúcou priemyselnou základňou SR     
Rok založenia: 2011     
Zhodnotenie: V 05/2011 bola podpísaná partnerská zmluva a štatút Spoločného pracoviska medzi 
partnermi. ÚACH v spolupráci s RONA v rámci Operačného programu VaV rieši projekt s názvom 
“Priemyselný výskum pre potreby zefektívnenia unikátnej technológie tavenia a tvarovania 
úžitkového skla”, akronym PVTECHSKLO. Finančné prostriedky tohto projektu sú v celkovej výške 
1 400 281 €, z čoho pre ÚACH SAV pripadne 436 700 €.       
   
7.2. Kontraktový – zmluvný výskum (vrátane zahraničných kontraktov)  
     
Názov kontraktu: Silicon nitride sialons for refractory     
Partner(i): RHI AG, Technology Center, Standort Leoben, Austria; Montan Universität, Leoben, 
Austria      
Začiatok spolupráce (v súlade s podpísaným kontraktom): 2008     
Ukončenie spolupráce (ak ide o spoluprácu v krátkom období): 2014     
Objem získaných prostriedkov v bežnom roku (€): 12530     
Stručný opis výstupu/výsledku: Vývoj nových žiaruvzdorných materiálov na báze Al2O3-SiAlON a 
MgO-MgAlON.     
Zhodnotenie: Vzhľadom na dosiahnuté výsledky v minulom období partner RHI AG predĺžil 
kontrakt s ÚACH SAV aj na rok 2014.      
       
Názov kontraktu: Alternative Werkstoffe fur Pumpenkomponenten        
Partner(i): Materials Center Leoben, Austria; Andritz GmBH, Graz, Austria     
Začiatok spolupráce (v súlade s podpísaným kontraktom): 2011     
Ukončenie spolupráce (ak ide o spoluprácu v krátkom období): 2014     
Objem získaných prostriedkov v bežnom roku (€): 17020     
Stručný opis výstupu/výsledku: Testy využiteľnosti MDF materiálov a technológií pre inovatívne 
materiály v pumpách a ich komponentoch.     
Zhodnotenie: Partner Materials Center Leoben potvrdil aktualizáciu úloh a kontrakt do apríla 2014. 
Na základe získaných výsledkov je ÚACH SAV zaradený v databáze Materials Center Leoben ako 
potenciálny partner pre spoluprácu na nadväznom projekte.      
   
7.3. Iná činnosť využiteľná pre potreby hospodárskej praxe  
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8. Aktivity pre Národnú radu SR, vládu SR, ústredné orgány štátnej správy SR a iné 
 organizácie  

8.1. Členstvo v poradných zboroch vlády SR, Národnej rady SR, ministerstiev SR, orgánoch 
 EÚ, EP, NATO a pod.  
 
Tabuľka 8a Členstvo v poradných zboroch Národnej rady SR, vlády SR, ministerstiev SR, orgánoch 
EÚ, EP, NATO a pod. 

Meno pracovníka Názov orgánu Funkcia 
prof. Ing. Dušan Galusek, 
DrSc. 

Slovenský metrologický ústav  člen vedeckej rady  

Mgr. Stanislav Kedžuch, 
PhD. 

Slovenská komisia chemickej olympiády podpredseda 

Ing. Michal Korenko, PhD. Komisia pre námietky pri verejnom 
obstarávaní 

externý člen 

RNDr. Jana Madejová, 
DrSc. 

Agentúra na podporu výskumu a vývoja Člen rady pre prírodné 
vedy 

prof. RNDr. Jozef Noga, 
DrSc. 

Akreditačná komisia SR člen pracovnej skupiny pre 
oblasť výskumu Chémia, 
chemická technológia a 
biotechnológie 

prof. RNDr. Pavol Šajgalík, 
DrSc. 

Komisia ministra školstva pre 
udeľovanie Ceny ministra školstva 

člen 

 Slovenská komisia pre vedecké hodnosti 
(SKVH) 

predseda 

 Komisia MŠ na vyhodnocovanie žiadostí 
o stimuly na výskum a vývoj 

člen komisie 

 Komisia MŠ pre prioritné oblasti 
aplikovaného výskumu a 
experimentálneho vývoja v SR 

člen pracovnej skupiny 

 Rada predsedov pracovných skupín pre 
prioritné oblasti aplikovaného výskumu 
a experimentálneho vývoja 

predseda 

  
8.2. Expertízna činnosť a iné služby pre štátnu správu a samosprávy  
 
8.3. Členstvo v radách štátnych programov a podprogramov ŠPVV a ŠO  
 
Tabuľka 8b Členstvo v radách štátnych programov a podprogramov ŠPVV a ŠO 

Meno pracovníka Názov orgánu Funkcia 
prof. RNDr. Pavol Šajgalík, 
DrSc. 

Ministerstvo školstva, vedy, výskumu a 
športu SR 

predseda Rady predsedov pre 
priority výskumu 

  
8.4. Prehľad aktuálnych spoločenských problémov, ktoré riešilo pracovisko v spolupráci s 
 Kanceláriou prezidenta SR, s vládnymi a parlamentnými orgánmi alebo pre ich potrebu 
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9. Vedecko-organizačné a popularizačné aktivity  
 
9.1.Vedecko-popularizačná činnosť  
 
9.1.1. Najvýznamnejšia vedecko-popularizačná činnosť pracovníkov organizácie SAV  
 
Tabuľka 9a Vedecko-popularizačná činnosť pracovníkov organizácie SAV 

Meno Typ1 Názov Miesto zverejnenia Dátum alebo 
počet za rok 

Miroslav Boča TV Relácia Petržalských 13 (rozhovor)  TV Bratislava 18.4.2014 
Miroslav Boča PB Vedecká superškola - prednáška o 

experimentoch s plynmi 
 DK Zrkadlový háj, 

Bratislava - Petržalka 15.4.2014 

Peter Boháč RO 
relácia Boli sme pri tom - reportáž 
Noc výskumníkov - Deti spoznávajú 
zaujímavé vedecké poznatky  

 RTVS – Slovensko   26.9.2014 

Anna Brtáňová RO 
relácia Boli sme pri tom - reportáž 
Noc výskumníkov - Deti spoznávajú 
zaujímavé vedecké poznatky  

 RTVS – Slovensko   26.9.2014 

Milan Drábik PB  Materiálová chémia; od definície k 
sérii aktuálnych tém  Chemické horizonty 8.10.2014 

Peter Komadel PB 
Významné íly a ílové minerály. 
Bentonit a montmormorillonit, ich 
výskyt, vlastnosti, úpravy a použitie 

 Národné centrum pre 
popularizáciu vedy a techniky 

v spoločnosti 
15.4.2014 

Oľga Malkin PB From a woman in science to science 
as a family enterprise 

 University of Würzburg, 
Nemecko 4.7.2014 

Vladimír Malkin. PB Sustainable science: from a man in 
science to science for humankind 

 International sustainability 
week at the University of 

Würzburg, 4 - 13 July 2014, 
Würzburg, Germany 

4.7.2014 

Jozef Noga. PB Ako môžu dva elektróny ovplyvniť 
naše poznanie o vesmíre 

 popularizačná prednáška v 
rámci týždňa vedy a techniky, 

Univerzita J. Selyeho, 
Komárno 

11.11.2014 

Anna Prnová 
Robert Klement, 
Dušan Galusek 

PB Optické aplikácie hlinitanových 
skiel  Spojená škola Nová Dubnica 13.11.2014 

Pavol Šajgalík iné 
Festival vedy Európska noc 
výskumníkov 2014, člen Steering 
Committee 

 Bratislava 26.9.2014 

Pavol Šajgalík PB Prečo má raketoplán keramický 
plášť?  Spojená škola, Bratislava 9.12.2014 

Milan Drábik TL Mól – jednotka látkového množstva. 
Zmena jeho definície – áno či nie?  ChemZi, 10, 1, 30  1 

Stanislav Kedžuch PB 
Odborné sústredenie z chémie a 
biológie pre študentov stredných 
škôl 

 1.-6.6.2014 Bardejov 1 
1 PB - prednáška/beseda, TL - tlač, TV - televízia, RO - rozhlas, IN - internet, EX - exkurzia, PU - publikácia, MM - 
multimédiá, DO - dokumentárny film  
 
9.1.2. Súhrnné počty vedecko-popularizačných činností organizácie SAV  
Tabuľka 9b Súhrnné počty vedecko-popularizačných činností organizácie SAV 

Typ Počet Typ Počet Typ Počet 
prednášky/besedy 9 tlač 1 TV 1 

rozhlas 1 internet 0 exkurzie 1 
publikácie 0 multimediálne nosiče 0 dokumentárne filmy 0 

iné 1     
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9.2. Vedecko-organizačná činnosť  
 
Tabuľka 9c Vedecko-organizačná činnosť 

Názov podujatia Domáca/ 
medzinárodná Miesto Dátum konania Počet 

účastníkov 
Čo je nové v slovenskom 
výskume ílov a vybraných 
nerudných surovín 

domáca  Modra-Piesok, 
Slovensko 29.05.-30.05.2014 20 

Príprava a vlastnosti 
progresívnych keramických 
materiálov: Odborný seminár 

domáca Terchová-Biely 
Potok, Slovensko 26.11.-28.11.2014 - 

Training Workshop: 
Electronic and nuclear 
relaxation, and structure 
calculation 

medzinárodná Mariapfarr, 
Rakúsko 22.02.-24.02.2014 38 

7th Workshop on Modern 
Methods in Quantum 
Chemistry 

medzinárodná Mariapfarr, 
Rakúsko 23.02.-28.02.2014 53 

11th Conference on Solid 
State Chemistry  medzinárodná Trenčianske 

Teplice, Slovensko 06.07.-11.07.2014 169 

11th International Conference 
on Relativistic Effects in 
Heavy-Element Chemistry and 
Physics (REHE-2014) 

medzinárodná Smolenice 20.09.-24.09.2014 89 

5. odborný seminár s názvom 
Interakcia tavenín s 
progresívnymi anorganickými 
materiálmi 

medzinárodná Borinka, 
Slovensko 20.10.-20.10.2014 35 

  
9.3. Účasť na výstavách  
    
Názov výstavy: Noc výskumníkov 2014         
Miesto konania: Bratislava     
Dátum: 26.9.2014     
Zhodnotenie účasti: Prezentácia výskumu a výsledkov Oddelenia hydrosilikátov (P. Boháč, A. 
Brtáňová, V. Bizovská, M. Matejdes, M. Slaný, S. Sás)      
   
9.4. Účasť v programových a organizačných výboroch národných konferencií  
  
Tabuľka 9d Programové a organizačné výbory národných konferencií 

Typ výboru Programový Organizačný Programový i organizačný 
Počet členstiev 0 5 1 

  
9.5. Členstvo v redakčných radách časopisov  
 
doc. Ing. Miroslav Boča, PhD.  

Chemical Papers (funkcia: Editorial Advisory Board od 9/2013 )  
 

doc. RNDr. Milan Drábik, CSc.  
Ceramics-Silikáty  (funkcia: člen) 
ChemZi (funkcia: člen) 
Pure and Applied Chemistry  (funkcia: čconference editor – profilový výber SSC 2014)  
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prof. Ing. Dušan Galusek, DrSc.  
Ceramics-Silikáty (funkcia: člen) 
New Journal of Glass and Ceramics (funkcia: člen)  
 

RNDr. Peter Komadel, DrSc.  
Applied Clay Science (funkcia: člen) 
Clay Minerals (funkcia: člen) 
Geologica Carpathica (funkcia: člen)  
 

prof. Ing. Marek Liška, DrSc.  
Ceramics - Silikáty (funkcia: člen) 
European Journal of Glass Science and Technology (funkcia: regional editor) 
International Journal of Applied Glass Science (funkcia: člen) 
Sklář a keramik (funkcia: člen)  
 

RNDr. Jana Madejová, DrSc.  
Clays and Clay Minerals  (funkcia: associate editor)  
 

prof. RNDr. Pavol Šajgalík, DrSc.  
Ceramics-Silikáty (funkcia: člen) 
Journal of Asian Ceramic Society (funkcia: spolueditor) 
Journal of Ceramic Science and Technology  (funkcia: člen) 
Keramický Zpravodaj  (funkcia: člen) 
Processing and Application of Ceramics (funkcia: člen)  
 

9.6. Činnosť v domácich vedeckých spoločnostiach  
 
Mgr Valéria Bizovská, PhD.  

Slovenská chemická spoločnosť (funkcia: člen) 
Slovenská ílová spoločnosť (funkcia: člen)  
 

doc. Ing. Miroslav Boča, PhD.  
Humboldtov klub v SR  (funkcia: člen) 
Slovenská chemická spoločnosť (funkcia: člen)  
 

Mgr. Peter Boháč  
Slovenská chemická spoločnosť (funkcia: člen) 
Slovenská ílová spoločnosť (funkcia: člen)  
 

Mgr. Anna Brtáňová, PhD.  
Slovenská ílová spoločnosť (funkcia: člen)  
 

doc. RNDr. Juraj Bujdák, DrSc.  
Slovenská chemická spoločnosť  (funkcia: člen) 
Slovenská ílová spoločnosť (funkcia: člen)  
 

Mgr. Adriana Czímerová, PhD.  
Slovenská ílová spoločnosť (funkcia: člen)  
 

Mgr. Alexander Čeklovský, PhD.  
Slovenská ílová spoločnosť (funkcia: člen) 
Slovenská spektroskopická spoločnosť (funkcia: člen)  
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doc. RNDr. Milan Drábik, CSc.  
Slovenská chemická spoločnosť (funkcia: člen Predsedníctva SCHS (od r. 2009)) 
Slovenská silikátová vedecko-technická spoločnosť (funkcia: člen)  
 

prof. Ing. Dušan Galusek, DrSc.  
Humboldtov klub v SR  (funkcia: člen) 
Slovenská silikátová vedecko-technická spoločnosť (funkcia: člen) 
Slovenská sklárska spoločnosť (funkcia: člen predstavenstva, vedecký tajomník)  
 

Ing. Dagmar Galusková, PhD.  
Slovenská silikátová vedecko-technická spoločnosť (funkcia: člen) 
Slovenská Sklárska spoločnosť (funkcia: člen predstavenstva)  
 

Ing. Veronika Gurišová  
Slovenská chemická spoločnosť (funkcia: člen)  
 

doc. Ing. Miroslav Hnatko, PhD. 
Slovenská chemická spoločnosť (funkcia: člen) 
Slovenská silikátová vedecko-technická spoločnosť  (funkcia: člen)  
 

Ing. Mária Chromčíková, PhD.  
Česká sklárska spoločnosť (funkcia: člen) 
Slovenská sklárska spoločnosť (funkcia: člen)  
 

Mgr. Ľuboš Jankovič, PhD.  
Slovenská ílová spoločnosť (funkcia: člen)  
 

Mgr. Stanislav Kedžuch, PhD.  
Slovenská chemická spoločnosť (funkcia: člen predsedníctva)  
 

RNDr. Peter Komadel, DrSc.  
Slovenská chemická spoločnosť (funkcia: člen výboru Odbornej skupiny anorganická chémia) 
Slovenská chemická spoločnosť (funkcia: člen) 
Slovenská ílová spoločnosť (funkcia: podpredseda ) 
Učená spoločnosť SAV  (funkcia: člen)  
 

Ing. Michal Korenko, PhD.  
Slovenská chemická spoločnosť (funkcia: predseda revíznej komisie) 
Slovenská nukleárna spoločnosť (funkcia: člen) 
Slovenská silikátová vedecko-technická spoločnosť (funkcia: člen) 
Slovenská spoločnosť pre povrchové úpravy (funkcia: člen)  
 

Ing. Jozef Kraxner, PhD.  
Slovenská Sklárska spoločnosť (funkcia: člen)  
 

Ing. Blanka Kubíková, PhD.  
Slovenská chemická spoločnosť (funkcia: člen)  
 

Ing. Marián Kucharík, PhD. 
Slovenská chemická spoločnosť (funkcia: člen)  
 

doc. Ing. Zoltán Lenčéš, PhD.  
Humboldtov klub v SR  (funkcia: člen) 
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Slovenská silikátová vedecko-technická spoločnosť (funkcia: člen výboru)  
 

prof. Ing. Marek Liška, DrSc.  
Slovenská chemická spoločnosť (funkcia: člen) 
Slovenská sklárska spoločnosť (funkcia: člen)  
 

RNDr. Jana Madejová, DrSc.  
Slovenská chemická spoločnosť  (funkcia: člen) 
Slovenská ílová spoločnosť (funkcia: predseda) 
Učená spoločnosť SAV (funkcia: člen)  
 

Ing. Zuzana Netriová, PhD.  
Slovenská chemická spoločnosť (funkcia: člen)  
 

prof. RNDr. Jozef Noga, DrSc.  
Humboldtov klub v SR (funkcia: člen) 
Slovenská akademická spoločnosť (funkcia: podpredseda) 
Učená spoločnosť SAV (funkcia: vedecký tajomník, od 6.11. 2013 predseda spoločnosti)  
 

Ing. Helena Pálková, PhD.  
Slovenská ílová spoločnosť (funkcia: člen)  
 

Ing. Viliam Pavlík, PhD.  
Slovenská chemická spoločnosť (funkcia: člen)  
 

Ing. Martin Pentrák, PhD.  
Slovenská ílová spoločnosť (funkcia: člen)  
 

Mgr. Lukáš Petra  
Slovenská ílová spoločnosť (funkcia: člen)  
 

Ing. Anna Prnová, PhD.  
Slovenská silikátová vedecko-technická spoločnosť (funkcia: člen) 
Slovenská Sklárska spoločnosť (funkcia: člen)  
 

Ing. Samuel Sas  
Slovenská ílová spoločnosť (funkcia: člen)  
 

Ing. Jaroslav Sedláček, PhD.  
Slovenská silikátová vedecko-technická spoločnosť (funkcia: člen)  
 

Ing. Ľudmila Sekeráková  
Slovenská chemická spoločnosť (funkcia: člen) 
Slovenská ílová spoločnosť (funkcia: člen)  
 

Ing. Eva Scholtzová, CSc.  
Slovenská chemická spoločnosť (funkcia: člen) 
Slovenská ílová spoločnosť (funkcia: člen)  
 

prof. RNDr. Pavol Šajgalík, DrSc.  
Humboldtov klub v SR (funkcia: člen) 
Slovenská chemická spoločnosť  (funkcia: člen) 
Slovenská silikátová vedecko-technická spoločnosť (funkcia: predseda) 
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Slovenská sklárska spoločnosť (funkcia: člen predstavenstva) 
Učená spoločnosť SAV  (funkcia: člen)  
 

Ing. František Šimko, PhD.  
Slovenská chemická spoločnosť (funkcia: člen)  
 

doc. Ing. Peter Šimurka, PhD.  
Slovenská sklárska spoločnosť (funkcia: predseda) 
Zväz slovenských vedecko-technických spoločností (funkcia: člen rady)  
 

Mgr. Peter Švančárek, PhD.  
Slovenská sklárska spoločnosť (funkcia: člen)  
 

Ing. Jana Valúchová, PhD.  
Slovenská ílová spoločnosť (funkcia: člen)  
 

Ing. Zuzana Vasková, PhD. 
Slovenská chemická spoločnosť (funkcia: člen)  
 

9.7. Iné dôležité informácie o vedecko-organizačných a popularizačných aktivitách 
  
 ÚACH SAV v roku 2014 organizoval niekoľko vedeckých podujatí. Jedným z najväčších, čo sa týka 
počtu účastníkov, bola 11th Conference on Solid State Chemistry (SSC 20144), v ktorej ústav 
vystupoval ako hlavný organizátor. Konferencia patrí do série podujatí, ktoré sa každé dva roky 
organizujú striedavo v Prahe, Pardubiciach a Bratislave (3x). V roku 2014 sa konferencia prvý krát 
uskutočnila mimo Bratislavy. Hlavný organizátor vybral za miesto konania kúpeľné mesto 
Trenčianske Teplice. Ďalším podujatím so širokou medzinárodnou účasťou bola organizácia 11th 
International Conference on Relativistic Effects in Heavy-Element Chemistry and Physics 
(REHE-2014) v Smoleniciach. 

 Jednou z významných udalostí roku 2014 bola návšteva prezidenta Slovenskej republiky Andreja 
Kisku, ktorá sa uskutočnila 2. 12. 2014. Okrem oficiálnej časti, v ktorej zástupcovia akadémie 
predstavili najdôležitejšie výsledky a činnosť na SAV, prezident navštívil aj dva ústavy akadémie, 
Ústav anorganickej chémie a Elektrotechnický ústav SAV. Prezidenta na ústave sprevádzal riaditeľ 
ústavu M. Boča, jeho zástupca M. Hnatko a predsedníčka vedeckej rady J. Madejová. Vedúci 
jednotlivých oddelení ústavu oboznámili prezidenta s výskumnou činnosťou ako aj s najdôležitejšími 
dosiahnutými výsledkami. 

 Dňa 13.11.2014 už tradične zorganizoval Ústav anorganickej chémie SAV v rámci Týždňa vedy a 
techniky na Slovensku „Deň otvorených dverí ÚACH SAV“, na ktorý boli pozvaní študenti stredných 
ako aj vysokých škôl zo Slovenska. Pre mladých návštevníkov bola pripravená prezentácie s názvami 
„Využitie tavenín v praxi“ a „Super-rozlíšená fluorescenčná mikroskopia“. Prehliadka ústavu pre 
študentov potom pokračovala vo vybraných laboratóriách, kde im mladí vedeckí pracovníci ukazovali 
vedecké prístroje, rozprávali o ich praktickom využití, prípadne im názorne aj toto využitie 
prezentovali. Na mnohých stanovištiach im zároveň predvedli efektné a zaujímavé chemické 
experimenty. Návštevníkov zaujala prezentácia pripravená na skenovacom elektrónovom mikroskope 
pod názvom „Elektrónová streľba na živé organizmy“. Dňa otvorených dverí sa zúčastnil rekordný 
počet študentov z bratislavských aj mimobratislavských stredných škôl (270 osôb), ako aj niekoľko 
študentov z PríF UK Bratislava.   
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10. Činnosť knižnično-informačného pracoviska  
 
10.1. Knižničný fond 
  
Tabuľka 10a Knižničný fond 
Knižničné jednotky spolu 7554 

z toho 

knihy a zviazané periodiká 7554 
audiovizuálne dokumenty   
elektronické dokumenty (vrátane digitálnych)   
mikroformy   
iné špeciálne dokumenty - dizertácie, výskumné správy   

Počet titulov dochádzajúcich periodík 3 
  z toho zahraničné periodiká 3 

Ročný prírastok knižničných jednotiek 41 

v tom 

kúpou 41 
darom   
výmenou   
bezodplatným prevodom   

Úbytky knižničných jednotiek   

Knižničné jednotky spracované automatizovane   
  
10.2. Výpožičky a služby 
  
Tabuľka 10b Výpožičky a služby 
Výpožičky spolu 68 

z toho 
odborná literatúra pre dospelých 10 
výpožičky periodík 58 
prezenčné výpožičky   

MVS iným knižniciam   

MVS z iných knižníc 1 

MMVS iným knižniciam   

MMVS z iných knižníc 2 

Počet vypracovaných bibliografií   

Počet vypracovaných rešerší   
  
10.3. Používatelia  
  
Tabuľka 10c Užívatelia 
Registrovaní používatelia   
Návštevníci knižnice spolu (bez návštevníkov podujatí) 71 
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  10.4. Iné údaje 
  
Tabuľka 10d Iné údaje 
On-line katalóg knižnice na internete ( 1=áno, 0=nie) 0 
Náklady na nákup knižničného fondu v € 3761,12 

  
10.5. Iné informácie o knižničnej činnosti 
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11. Aktivity v orgánoch SAV  
 
11.1. Členstvo vo Výbore Snemu SAV  
 
 
11.2. Členstvo v Predsedníctve SAV a vo Vedeckej rade SAV  
 
prof. RNDr. Pavol Šajgalík, DrSc.  
- člen VR SAV 
- Podpredseda pre ekonomiku  
  
 
11.3. Členstvo vo vedeckých kolégiách SAV  
 
doc. Ing. Miroslav Boča, PhD. - VK SAV pre chemické vedy (člen)  
 
RNDr. Peter Komadel, DrSc. - VK SAV pre chemické vedy (člen)  
 
RNDr. Jana Madejová, DrSc. - VK SAV pre chemické vedy (člen)  
 
prof. RNDr. Jozef Noga, DrSc. - VK SAV pre chemické vedy (člen)  
 
prof. RNDr. Pavol Šajgalík, DrSc. - VK SAV pre chemické vedy (člen)   
 
 
11.4. Členstvo v komisiách SAV  
 
doc. Ing. Miroslav Boča, PhD. - Komisia SAV pre infraštruktúru a štrukturálne fondy (člen)  
 
prof. RNDr. Pavol Šajgalík, DrSc. - Komisia SAV pre ekonomické otázky (predseda)  
 
 
11.5. Členstvo v orgánoch VEGA  
 
doc. Ing. Miroslav Boča, PhD. - Komisia VEGA č. 3 pre chemické vedy, chemické inžinierstvo a 
biotechnológie (predseda)  
 
doc. Ing. Zoltán Lenčéš, PhD. - Komisia VEGA č. 7 pre strojárstvo a príbuzné odbory informačných a 
komunikačných technológií a materiálové inžinierstvo (člen)  
 
RNDr. Jana Madejová, DrSc. - Komisia VEGA č. 3 pre chemické vedy, chemické inžinierstvo a 
biotechnológie (člen)  
 
Dr. Oľga Malkin, DrSc. -Komisia VEGA č. 3 pre chemické vedy, chemické inžinierstvo a 
biotechnológie (člen)  
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12. Hospodárenie organizácie  
 
12.1. Výdavky RO SAV 
  
Tabuľka 12a Výdavky RO SAV (v €) 

V ý d a v k y  

Skutočnosť 
k 31.12.2014 
spolu 

v tom:  

zo ŠR  z toho:  z mimorozp. 
zdrojov 

z toho:  
 ŠF EÚ 
vr. 
spolufina
n.zo ŠR  

ŠF EÚ vr. 
spolufinan.z
o ŠR  

Výdavky spolu  2 263 957 1 333 448 177 568 930 509 315 480 

Bežné výdavky  1 876 989 1 174 543 102 264 702 446 191 615 

v tom:            

mzdy (610) 988 426 703 018 68 019 285 408 111 173 

poistné a príspevok do 
poisťovní (620) 340 223 244 446 24 102 95 777 37494 

tovary a služby (630) 548 340 227 079 10 143 321 261 42 948 

z toho: časopisy 4 345 3 664 0 681 218 

VEGA projekty 126 326 126 326 0 0 0 

MVTS projekty 71 754 71 754 0 0 0 

CE 0 0 0 0 0 

vedecká výchova 88 955 84 820 0 4 135 300 

bežné transfery (640) 192 857 92 875 9 274 99 982 0 

z toho: štipendiá 84 155 80 020 0 4 135 0 

transfery partnerom 
projektov 108 702 12 855 9 274 95 847 300 

 Kapitálové výdavky  194 111 66 030 66 030 128 081 123 865 

 v tom:            

obstarávanie kapitálových 
aktív 194 111 66 030 66 030 128 081 123 865 

kapitálové transfery 0 0 0 0 0 

z toho: transfery 
partnerom projektov 0 0 0 0 0 
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12.2. Príjmy RO SAV 
  
Tabuľka 12b Príjmy RO SAV (v €) 
P r í j m y  Skutočnosť 

k 31.12.2014 
spolu 

v tom:  
rozpočtové  z 

mimoroz
p. zdrojov 

Príjmy spolu  926 603  110  929 493  

Nedaňové príjmy  929 603  110  929 493 
 v tom:        
príjmy z prenájmu 0   0 0  
príjmy z predaja 
výrobkov a služieb 

0 0  0  

iné 929 603  110  929 493 

Granty a transfery 
(mimo zdroja 111) 

929 493  0  929 493 

 v tom:        

 tuzemské  729 122 0  729 122  
 z toho: APVV 339 391 0  339 391 

 iné 389 730 0  389 730  

zahraničné 200 372 0  200 372 

z toho: projekty 
rámcového programu EÚ 

166 078  0  166 078  

iné  34 294  0   34 294  
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13. Nadácie a fondy pri organizácii SAV  
 

14. Iné významné činnosti organizácie SAV  
 

15. Vyznamenania, ocenenia a ceny udelené pracovníkom organizácie v roku 2014  

15.1. Domáce ocenenia  

15.1.1. Ocenenia SAV        
 
Boča Miroslav       
Cena Slovenskej akadémie vied za budovanie infraštruktúry       
Oceňovateľ: Predsedníctvo SAV     
Opis: Konzorcium v zložení: Technologický inštitút SAV, Fyzikálny ústav SAV, Elektrotechnický ústav 
SAV, Ústav anorganickej chémie SAV, Ústav materiálov a mechaniky strojov SAV a Fakulta 
elektrotechniky a informatiky STU v Bratislave bolo ocenené za vybudovanie unikátneho testovacieho 
laboratória „SmartGrid“.  
 
15.1.2. Iné domáce ocenenia  
 
15.2. Medzinárodné ocenenia        
 
Bizovská Valéria       
Best poster award       
Oceňovateľ: Organizačný výbor IWLM 2014 (Francúzsko)     
Opis: Vth International Workshop on Layered Materials, Mulhouse, Francúzsko, 27. - 29. 8. 2014, 
podujatie organizovala spoločnosť La Société Chimique de France.        
 
Boháč Peter       
2. miesto v súťaži o najlepší poster študentov       
Oceňovateľ: Organizačný výbor MECC 2014 Mid-European Clay Conference (16.-19.9.2014, 
Nemecko)     
Opis: Ocenenie sa udelovalo študentom, v dvoch kategóriách – poster a prednáška. Hodnotenie 
postrov pozostávalo z bodovania členov komisie, pričom sa do úvahy brali obsah, forma a prezentácia 
postra.        
 
Bujdák Juraj       
Gerhard-Lagaly-Award of the DTTG       
Oceňovateľ: DTTG - German-Austrian-Swiss Clay Group     
Opis: Cena bola udelená za prínos vo vedách zameraných na výskum ílových minerálov. Podľa 
štatútu DTTG oceňuje medzinárodne významných vedcov s výnimočnými výsledkami vo vedných 
oblastiach ílovej mineralógie vo veku do 50 rokov. Táto cena bola v tomto roku udeľovaná prvýkrát 
počas MECC 2014 Mid-European Clay Conference (16.-19.9.2014, Nemecko).        
 
Noga Jozef       
Zvolenie za člena International Academy of Quantum Molecular Sciences        
Oceňovateľ: IAQMS     
Opis: www.iaqms.org        
 
Petra Lukáš       
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1. miesto v súťaži o najlepší poster študentov       
Oceňovateľ: Organizačný výbor MECC 2014 Mid-European Clay Conference (16.-19.9.2014, 
Nemecko)     
Opis: Ocenenie sa udelovalo študentom, v dvoch kategóriách – poster a prednáška. Hodnotenie 
postrov pozostávalo z bodovania členov komisie, pričom sa do úvahy brali obsah, forma a prezentácia 
postra.        
 
Šajgalík Pavol       
Short-Term Oversea Expert (2014-2016)       
Oceňovateľ: The Center for Advanced Materials and Forming Technology, Northwestern Polytecnical 
University, Xi´An, Čína      
 

16. Poskytovanie informácií v súlade so zákonom č. 211/2000 Z. z. o slobodnom prístupe 
 k informáciám v znení neskorších predpisov (Zákon o slobode informácií)   
 
 V priebehu roku 2014 sa na ÚACH obrátila so žiadosťou o poskytnutie informácií v súlade so 
zákonom č. 211/2000 Z. z. o slobodnom prístupe k informáciám v znení neskorších predpisov (Zákon 
o slobode informácií) jedna osoba, odpoveď jej bola zaslaná elektronickou poštou Ing. Jánom Piškom, 
ktorého poveril riaditeľ ÚACH. Informácie, ktoré boli požadované sa týkali: aktuálneho zoznamu 
nehnuteľností, v ktorých ústav vystupuje ako nájomca, vypožičiavateľ alebo užívateľ. 
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17. Problémy a podnety pre činnosť SAV  
 
 Zásadný problém, ktorý narastá niekoľko rokov a v roku 2014 sa prejavil bez náznakov zlepšenia, je 
absurdný nárast administratívnych nárokov na všetkých úrovniach. Dominuje im oblasť verejného 
obstarávania. Pre potreby naplnenia legislatívnych povinností ústavu v oblasti verejného obstarávania 
je jeden plný úväzok pre administratívneho pracovníka málo. 

 Navyše, mzdové prostriedky ústavu neumožňujú rozšírenie administratívy ani o toho jedného 
pracovníka. Výsledkom je, že potrebnú aktivitu vykonáva približne 5 vedeckých pracovníkov nad 
rámec alebo na úkor svojich odborných aktivít. Táto situácia je absolútne neúnosná. Namiesto 
podpory prichádza od štátu ďalší úder v podobe krátenia rozpočtu, čo znamená prepustenie 
pracovníka, respektíve nepredĺženie pracovnej zmluvy zamestnancovi, alebo dokonca dobrovoľný 
odchod pracovníkov, čo sa stalo skutočnosťou v šiestich prípadoch koncom roku 2014 a bude 
pokračovať aj v roku 2015. Deklarovaná snaha PSAV pomôcť ústavom v tejto situácii je vítaná, ale 
stále nie je naplnená. 

 Jednou z možností, ako by mohlo Predsedníctvo pomôcť ústavom s prebujnelou administratívou je 
zabezpečiť poistenie majetku (hlavne z dôvodu požiadavky ASFEU) pre všetky ústavy centrálne, čo 
by výrazne ústavy odbremenilo a pravdepodobne by sa podarilo vyrokovať nižšie ceny na poistné 
zmluvy od jedného dodávateľa pre väčšie množstvo prístrojov. Okrem toho chýbajú z pozície P SAV 
aj ďalšie aktivity v rovine všeobecných usmernení, napr. usmernenia a prípadne školenia ako 
postupovať pri aplikácií elektronického trhoviska. 

 Hlavnou pracovnou náplňou vedeckého pracovníka by mal byť výskum. Toto nie je možné naplniť 
minimálne z dvoch dôvodov. Prvým je už spomínaná abnormálna a nezmyselná administratívna záťaž 
vedeckých pracovníkov. Druhým je absencia skutočnej podpory vedy politickými špičkami.  V tomto 
sklamali všetky doterajšie vlády a parlamenty Slovenska. Fakty, ktoré hovoria o tom, že výzvy na 
podávanie projektov nie sú kryté, svedčia len o tom, že reči politikov o podpore vedy sú len prázdne 
slová. V tejto situácii nevieme navrhnúť žiadne aktivity ako s týmto úspešne bojovať. 

 Nutnosť transformácie SAV je síce nespochybniteľná, ale sprievodné javy k tomuto procesu 
(problém ESO ako aktivita štátu vs. spájanie ústavov ako aktivita SAV) vyvolávajú množstvo otázok 
a pochybností. V tejto neprehľadnej situácii sa netreba čudovať absencii akejkoľvek ochoty aktívne 
participovať na požadovaných zmenách. Ak je ústav oslovený, že sa má zapojiť do fúznych procesov, 
je potrebné k tejto výzve pripojiť aj veľmi konkrétne návrhy legislatívnych rámcov tejto zmeny. 
Doteraz používané argumenty napr. o náraste sily väčších celkov sa javia byť v rovine želaní a 
predpokladov. Nejasná situácia otvára priestor pre špekulácie, čo vedie následne k možno 
nepodloženým fámam a zneisťovaniu zamestnancov. 

 Celú situáciu dotvárajú udalosti za posledné tri mesiace roka 2014, protesty samotných 
zamestnancov ako krajný prejav nesúhlasu a možno aj sklamania s následným vyvrcholením v podobe 
odvolania predsedu SAV Snemom SAV. 
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Správu o činnosti organizácie SAV spracoval(i):  
 
RNDr. Jana Madejová, DrSc., 02/59410406 
Ing. Helena Pálková, PhD., 02/59410485 
  
  
Riaditeľ organizácie SAV:  
  
  
  
  
   

.......................................................... 
doc. Ing. Miroslav Boča, PhD. 
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Prílohy  

Príloha A - Zoznam zamestnancov a doktorandov organizácie k 31.12.2014  
 

Zoznam zamestnancov podľa štruktúry (nadväzne na údaje v Tabuľke 1a) 

 Meno s titulmi Úväzok   
(v %) 

Ročný prepočítaný 
úväzok 

 Vedúci vedeckí pracovníci DrSc. 

1.  doc. RNDr. Juraj Bujdák, DrSc. 50 0.50 

2.  prof. Ing. Dušan Galusek, DrSc. 55 0.55 

3.  RNDr. Peter Komadel, DrSc. 100 1.00 

4.  prof. Ing. Marek Liška, DrSc. 45 0.45 

5.  RNDr. Jana Madejová, DrSc. 100 1.00 

6.  Dr. Oľga Malkin, DrSc. 100 1.00 

7.  Dr. Vladimír Malkin, DrSc. 100 1.00 

8.  prof. RNDr. Jozef Noga, DrSc. 53 0.53 

9.  prof. RNDr. Pavol Šajgalík, DrSc. 55 0.55 

 Vedúci vedeckí pracovníci CSc., PhD. 

1.  doc. Ing. Miroslav Boča, PhD. 100 1.00 

 Samostatní vedeckí pracovníci 

1.  doc. Ing. Tomáš Bučko, PhD. 25 0.25 

2.  Mgr. Adriana Czímerová, PhD. 100 1.00 

3.  doc. RNDr. Milan Drábik, CSc. 50 0.50 

4.  doc. Ing. Miroslav Hnatko, PhD. 100 1.00 

5.  Ing. Mária Chromčíková, PhD. 100 1.00 

6.  Mgr. Ľuboš Jankovič, PhD. 100 1.00 

7.  Mgr. Stanislav Kedžuch, PhD. 100 1.00 

8.  Ing. Róbert Klement, PhD. 27 0.27 

9.  Ing. Michal Korenko, PhD. 100 0.41 

10.  doc. Ing. Zoltán Lenčéš, PhD. 100 1.00 

11.  prof. Ing. Pavel Mach, CSc. 25 0.25 

12.  Ing. Helena Pálková, PhD. 100 1.00 

13.  Ing. Jaroslav Sedláček, PhD. 100 1.00 

14.  Ing. Eva Scholtzová, CSc. 100 1.00 

15.  RNDr. Ľubomír Smrčok, CSc. 100 1.00 

16.  Ing. František Šimko, PhD. 100 1.00 
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17.  doc. Ing. Peter Šimurka, PhD. 50 0.50 

18.  Mgr. Peter Švančárek, PhD. 100 1.00 

 Vedeckí pracovníci 

1.  Mgr Valéria Bizovská, PhD. 100 0.66 

2.  Mgr. Anna Brtáňová, PhD. 100 1.00 

3.  Ing. Juraj Brtko, CSc. 100 0.91 

4.  Mgr. Roman Bystrický, PhD. 120 1.20 

5.  Mgr. Alexander Čeklovský, PhD. 100 1.00 

6.  Ing. Marián Gall, PhD. 80 0.80 

7.  Ing. Ondrej Hanzel, PhD. 100 0.60 

8.  RNDr. Miroslav Holubec, CSc 100 0.55 

9.  Mgr. Peter Hrobárik, PhD. 0 0.00 

10.  Ing. Branislav Hruška, PhD. 100 1.00 

11.  Ing. Jozef Kraxner, PhD. 100 1.00 

12.  Ing. Blanka Kubíková, PhD. 100 1.00 

13.  Ing. Marián Kucharík, PhD. 0 0.00 

14.  Mgr Marián Matejdes, PhD. 125 1.00 

15.  Ing. Monika Michálková, PhD. 70 0.23 

16.  Ing. Jarmila Mlynáriková, PhD. 100 1.00 

17.  Ing. Zuzana Netriová, PhD. 100 0.75 

18.  Ing. Viliam Pavlík, PhD. 100 1.00 

19.  Ing. Martin Pentrák, PhD. 0 0.00 

20.  Ing. Linda Pentráková, PhD. 0 0.00 

21.  doc. Ing. Alfonz Plško, CSc. 28 0.28 

22.  Ing. Anna Prnová, PhD. 100 1.00 

23.  Mgr. Michal Repiský, PhD. 0 0.00 

24.  Ing. Jana Valúchová, PhD. 100 1.00 

25.  Ing. Štefan Varga, CSc. 100 1.00 

26.  Ing. Zuzana Vasková, PhD. 100 1.00 

27.  Ing. Martin Vitkovič, PhD. 100 1.00 

 Odborní pracovníci s VŠ vzdelaním 

1.  Mgr. Martina Bukovská 100 1.00 

2.  Mgr. Lenka Dunčáková 50 0.16 

3.  Ing. Katarína Faturíková, PhD. 100 0.00 

4.  Ing. Veronika Gurišová 100 1.00 
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5.  Ing. Eva Hadzimová 100 1.00 

6.  Ing. Tomáš Hanulík 28 0.28 

7.  Ing Michal Hičák 100 0.60 

8.  Ing. Ingrid Hierwegová 57 0.57 

9.  RNDr. Klára Hrnčiarová 50 0.50 

10.  Mgr. Peter Cherry 100 1.00 

11.  MSc. Ismail Ibrahim 100 1.00 

12.  Mgr. Natália Jamrichová 57 0.28 

13.  Ing. Hana Kaňková, PhD. 50 0.60 

14.  Ing. Ľubomír Koleda 100 1.00 

15.  Ing. Magdaléna Lissová, PhD. 57 0.18 

16.  Ing. Svetozár Luther 100 0.91 

17.  Ing. Iveta Macková 100 1.00 

18.  Ing. Eva Mikšíková 125 1.25 

19.  Ing. Ján Piško 100 1.00 

20.  Ing. Jozef Priščák 100 1.00 

21.  Ing. Milan Rešetka 100 0.91 

22.  Ing. Jaroslav Rusnák, PhD. 33 0.33 

23.  Bc. Bc. Marica Satinová 100 1.00 

24.  Ing. Zuzana Slobodová 100 1.00 

25.  Mgr. Zuzana Strapatá 50 0.16 

26.  Ing. Katarína Zeleníková 30 0.30 

 Odborní pracovníci ÚSV 

1.  Miroslav Baďura 20 0.20 

2.  Iveta Bouadjenak 100 1.00 

3.  Jaromíra Dankovičová 125 1.25 

4.  Jarmila Heinleinová 100 1.00 

5.  Miriam Hnatková 100 1.00 

6.  Anna Jurová 100 1.00 

7.  Magdaléna Kňazovičová 100 1.00 

8.  Anna Kovárová 100 1.00 

9.  Zora Lukáčová 100 1.00 

10.  Jozef Sitár 100 1.00 

11.  Anna Škumátová 100 1.00 

12.  Alexandra Tonkovičová 100 1.00 
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 Ostatní pracovníci 

1.  Dana Matejkinová 100 1.00 

2.  Terézia Pírová 100 1.00 
  
Zoznam zamestnancov, ktorí odišli v priebehu roka 

 Meno s titulmi Dátum odchodu Ročný prepočítaný 
úväzok 

 Vedeckí pracovníci 

1.  James Richard Asher, PhD 31.10.2014 0.83 

2.  Mgr. Peter Hrobárik, PhD. 31.12.2014 - 

3.  Mgr. Michal Repiský, PhD. 31.12.2014 - 

 Odborní pracovníci s VŠ vzdelaním 

1.  Mgr. Martina Bukovská 31.12.2014 - 

2.  prom.farm. Ľubica Gáliková 30.6.2014 0.40 

3.  Ing. Katarína Hlavačková 30.9.2014 0.80 

4.  Ing. Monika Hrabalová 31.8.2014 0.66 

5.  Mgr. Štefan Omasta 30.9.2014 0.66 

6.  Ing. Jana Vokelová 31.8.2014 0.66 
  
Zoznam doktorandov 

 Meno s titulmi Škola/fakulta Študijný odbor 

 Interní doktorandi hradení z prostriedkov SAV 

 1.  Mgr. Peter Boháč  Prírodovedecká fakulta UK  4.1.15 anorganická chémia 

 2.  Mgr. Marcela Hrdá  Prírodovedecká fakulta UK  4.1.11 chemická fyzika 

 3.  Marius Kadek  Prírodovedecká fakulta UK  4.1.11 chemická fyzika 

 4.  Mgr. Martin Kontrík  Prírodovedecká fakulta UK  4.1.15 anorganická chémia 

 5.  Mgr. Lukáš Petra  Prírodovedecká fakulta UK  4.1.15 anorganická chémia 

 6.  Mgr. Magdaléna Precnerová  Prírodovedecká fakulta UK  4.1.15 anorganická chémia 

 7.  Ing. Samuel  Sas 
 Fakulta chemickej a 
potravinárskej technológie 
STU 

 5.2.19 anorganická 
technológia a materiály 

 8.  Ing. Michal Slaný 
 Fakulta chemickej a 
potravinárskej technológie 
STU 

 5.2.19 anorganická 
technológia a materiály 

 9.  Ing. Michal  Šimurda 
 Fakulta chemickej a 
potravinárskej technológie 
STU 

 5.2.19 anorganická 
technológia a materiály 

 Interní doktorandi hradení z iných zdrojov 

 1.  Ing.  Christina  Atzenhofer  Montanuniversitaet Leoben, 
Rakúsko    

 2.  Peter John Cherry  Prírodovedecká fakulta UK  4.1.11 chemická fyzika 
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 3.  Ismail  Ibrahim  Prírodovedecká fakulta UK  4.1.15 anorganická chémia 

 Externí doktorandi 

 1.  Ing. Katarína Müllerová 
 Fakulta chemickej a 
potravinárskej technológie 
STU 

 5.2.19 anorganická 
technológia a materiály 
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Príloha B -Projekty riešené v organizácii  
 
Medzinárodné projekty  
 
Programy: Medziakademická dohoda (MAD)  
 
1.) Organo-íly ako medzistupeň pre prípravu nových hybridných materiálov s funkčnými vlastnosťami 

(Organo-clays as intermediates for the synthesis of functional hybrid materials)  
 
Zodpovedný riešiteľ: Helena Pálková 
Trvanie projektu: 1.1.2013 / 31.12.2015 
Evidenčné číslo projektu: SAV-PAV 14 
Organizácia je koordinátorom projektu: áno 
Koordinátor: Ústav anorganickej chémie SAV 
Počet spoluriešiteľských inštitúcií: 1  - Poľsko: 1 
Čerpané financie:            
Dosiahnuté výsledky:  
Na vzorkách montmorillonitu sa realizovala príprava hybridných materiálov s použitím polymérneho poly-katiónu – 
poly-(diallyldimethylamónneho). Materiál sa následne použil ako nosič/stabilizátor nano-častíc striebra na vzorke. 
Aplikovali sa rôzne podmienky prípravy vzoriek s cieľom optimalizácie výsledných vlastností. Na vzorke montmorillonitu 
modifikovanom kvartérnym fosfóniovým katiónom sa skúmala stabilita v kyslom prostredí. Zmeny v štruktúre materiálu 
sa pozorovali použitím rôznych metód. Na sledovanie množstva organického katiónu sa využila termická analýza, 
elementárna analýza uhlíka ako ja 31P MAS NMR metóda.   
 
Výsledky prezentované na medzinárodných konferenciách:  
1. PÁLKOVÁ, Helena – JANKOVIČ, Ľuboš – ZIMOWSKA, Malgorzata – SERWICKA, Ewa M – MADEJOVÁ, Jana, 

Physico-chemical properties of the acid activated organo-modified clays, XLVI Ogolnopolskie Kolokwium 
Katalityczne, Krakow, Poland, 19. - 21.3.2014, p. 257.  

2. PÁLKOVÁ, Helena – JANKOVIČ, Ľuboš – ZIMOWSKA, Malgorzata – SULIKOWSKI, Bogdan - SERWICKA, Ewa 
M – MADEJOVÁ,Characterization of the acid treated clays modified with quaternary phosphonium and ammonium 
cations, In: IWLM Vth International Workshop on Layered Materials, 27-29 August 2014, Mulhouse, France  

 
Programy: Medzivládna dohoda  
 
2.) Nové anorganické fosfory bez obsahu prvkov vzácnych zemín pre energeticky úsporné osvetľovacie 
zdroje (New rare earth-free inorganic phosphors for energy-saving lighting applications)  
 
Zodpovedný riešiteľ: Dušan Galusek 
Trvanie projektu: 1.1.2013 / 31.12.2015 
Evidenčné číslo projektu: SAS-NSC JRP 2012/14 
Organizácia je koordinátorom projektu: áno 
Koordinátor: Ústav anorganickej chémie SAV 
Počet spoluriešiteľských inštitúcií: 2  - Taiwan: 2 
Čerpané financie:   

Podpora medzinárodnej spolupráce z národných zdrojov: 
22000 €           

Dosiahnuté výsledky:  
V rámci projektu sa pripravilo niekoľko hostiteľských sklených hlinitano-kerimičitanových matríc so zložením identickým 
so zložením kryštalického gelenitu a dopované prechodnými prvkami, resp. kodopované kombináciou prechodného prvku 
s malým množstvom oxidu vzácnej zeminy ako senzitizéra. Pripravili sa aj viaceré ytrito-hlinitanokremičitanové sklá 
dopované kovmi vzácnych zemín a určil sa kinetické parametre kryštalizácie týchto skiel a vplyv priebehu kryštalizácie a 
fázového zloženia na luminiscenčné vlastnosti.  
  
Publikácie:  
1. PRNOVÁ, Anna - BODIŠOVÁ, Katarína - KLEMENT, R. - MIGÁT, M. - VETEŠKA, P. - ŠKRÁTEK, Martin - 

BRUNEEL, E. - VAN DRIESSCHE, I. - GALUSEK, Dušan. Preparation and characterization of Yb2O3-Al2O3 
glasses by the Pechini sol-gel method combined with flame synthesis. In Ceramics International, 2014, vol. 40, p. 
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6179-6184.  
2. DOMANICKÁ, A. - KLEMENT, Róbert - PRNOVÁ, Anna - BODIŠOVÁ, Katarína - GALUSEK, Dušan. 

Luminescent rare-earth ions doped Al2O3-Y2O3-SiO2 glass microspheres prepared by flame synthesis. In Ceramics 
International, 2014, vol. 40, p. 6005-6012.  

3. BERNARDO, E. - FIOCCO, L. - PRNOVÁ, Anna - KLEMENT, Róbert - GALUSEK, Dušan. Gehlenite: Eu3+ 
phosphors from a silicone resin and nano-sized fillers. In Optical Materials, 2014, vol. 36, p. 1243-1249.  

4. LIN, S.H. - TZENG W.L. - TUAN W.H. - GALUSEK, Dušan - SHIH, S.J. Correlation of photoluminescense and 
cryatallinity for SrTiO3:Pr3+, Al3+ particles by spray pyrolysis, p. 155 In: Book of Abstracts, 11th Conference on 
Solid State Chemistry, 6-11 July 2014, Trenčianske Teplice, Slovak Republic, ISBN 978-80-971648-0-5  

 
3.) Vývoj kompozitných keramických materiálov pre bioaplikácie  (Development of ceramics composites 
materials for bio-applications.)  
 
Zodpovedný riešiteľ: Pavol Šajgalík 
Trvanie projektu: 1.9.2013 / 31.12.2016 
Evidenčné číslo projektu: SAS - TUBITAK  JRP 2013/02 
Organizácia je koordinátorom projektu: áno 
Koordinátor: Ústav anorganickej chémie SAV 
Počet spoluriešiteľských inštitúcií: 1  - Turecko: 1 
Čerpané financie:   

Podpora medzinárodnej spolupráce z národných zdrojov: 
25000 €           

Dosiahnuté výsledky:  
V rámci projektu bola pripravená pórovitá keramická matrica na báze nitridu kremičitého, na ktorú bol rôznymi metódami 
(spin coating, dip coating, infiltrácia) nanášaný hydroxyapatit za účelom zvýšenia, resp. dosiahnutia bioaktivity materiálu. 
Bioaktívne materiály umožňujú lepšiu fixáciu implantátu s okolitým tkanivom a teda zohrávajú dôležitú úlohu v procese 
prijatia implantátu.   
   
Publikácie:   
1. BODIŠOVÁ, Katarína - KAŠIAROVÁ, Monika - PRAMUKOVÁ, Zuzana - DOMANICKÁ, Magdaléna - LENČÉŠ, 

Zoltán - HNATKO, Miroslav - GROMOŠOVÁ, Silvia - ŠAJGALÍK, Pavol. Mechanical properties of macroporous 
silicon nitride-based ceramics designed for bone substitutes. In Ceramics-Silikáty, 2014, vol. 58, no. 2, p. 99-105.  

2. DOMANICKÁ, Magdaléna - HNATKO, Miroslav - LENČÉŠ, Zoltán - PRAMUKOVÁ, Zuzana - KAŠIAROVÁ, 
Monika - ŠAJGALÍK, Pavol. Preparation and characterization of Si3N4 - HA porous composites. In Príprava a 
vlastnosti progresívnych keramických materiálov: Odborný seminár. Zborník rozšírených abstraktov. Terchová-Biely 
Potok, 26.-28.11.2014. Ed. D. Galusková. - Bratislava: ÚACh SAV, 2014, s. 44-50.  

3. PRAMUKOVÁ, Zuzana - KAŠIAROVÁ, Monika - DOMANICKÁ, Magdaléna - HNATKO, Miroslav - ŠAJGALÍK, 
Pavol. Microstructure and mechanical properties of biomaterials based on silicon nitride. In Training school COST 
action NAMABIO MP1005: 3rd course. From nano- to macro- biomaterials (design, processing, characterization, 
modelling) and applications to STEM cells regenerative orthopaedic and dental medicine. Zagreb, 26.-29.4.2014. - 
B.V., 2014.   

4. PRAMUKOVÁ, Zuzana - KAŠIAROVÁ, Monika - DOMANICKÁ, Magdaléna - HNATKO, Miroslav - ŠAJGALÍK, 
Pavol. The mechanical properties of cellular silicon nitride. In CellMAT 2014: Cellular Materials. Dresden, 
22.-24.10.2014. - DGM, 2014.   

5. ŠAJGALÍK, Pavol. Porous silicon nitride ceramics designed for bone substitute applications. In 2nd V4-JST workshop 
on advanced materials, Warsaw, Poland, 17-18 september 2014. - Warsaw, Poland, 2014, p. 11.  

 
Programy: COST  
 
4.) Naša história z atrochémie (Our Astro-Chemical History)  
 
Zodpovedný riešiteľ: Jozef Noga 
Trvanie projektu: 26.11.2014 / 25.11.2018 
Evidenčné číslo projektu: CMST COST Action CM1401 
Organizácia je koordinátorom projektu: nie 
Koordinátor: Institut de Planétologie at dAstrophisique de Grenoble 
Počet spoluriešiteľských inštitúcií: 9 - Rakúsko: 1, Česko: 1, Nemecko: 1, Dánsko: 1, Fínsko: 1, 

Maďarsko: 1, Írsko: 1, Taliansko: 1, Holandsko: 1 
Čerpané financie:            
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5.) Nová generácia biomimetických implantátov pre náhradu kostí (New generation biomimetic and 
customized implants for bone engineering)  
 
Zodpovedný riešiteľ: Pavol Šajgalík 
Trvanie projektu: 1.2.2014 / 30.9.2017 
Evidenčné číslo projektu: MPNS COST Action MP1301 
Organizácia je 
koordinátorom projektu: 

nie 

Koordinátor: Belgium Ceramic Research Centre Mons 
Počet spoluriešiteľských 
inštitúcií: 

56  - Rakúsko: 0, Belgicko: 1, Kanada: 1, Nemecko: 3, Dánsko: 2, 
Španielsko: 5, Fínsko: 1, Francúzsko: 14, Veľká Británia: 6, Švajčiarsko: 1, 
Írsko: 2, Island: 1, Taliansko: 6, Litva: 1, Lotyšsko: 1, Holandsko: 2, 
Nórsko: 0, Portugalsko: 5, Slovinsko: 1, Švédsko: 2, USA: 1 

Čerpané financie:   
Podpora medzinárodnej spolupráce z národných zdrojov: 3667 €           

 
 
Programy: 7RP  
 
6.) Pokrok vo vývoji a aplikáciách balíka NMR spektroskopie pre paramagnetické systémy. Kominovaný 
experimentálno-teoretický prístup (pNMR) (Pushing the envelope of nuclear magnetic resonance 
spectroscopy for paramagnetic systems. A combined experimental a theoretical approach (pNMR))  
 
Zodpovedný riešiteľ: Vladimír Malkin 
Trvanie projektu: 1.1.2013 / 31.12.2016 
Evidenčné číslo projektu: PITN-GA-2012-317127 
Organizácia je 
koordinátorom projektu: 

nie 

Koordinátor: Centre Europeen de RMN a Tres Hauts Champs 
Počet spoluriešiteľských 
inštitúcií: 

10  - Nemecko: 2, Fínsko: 1, Francúzsko: 1, Veľká Británia: 1, Švajčiarsko: 
1, Taliansko: 2, Holandsko: 1, Švédsko: 1 

Čerpané financie: EU: 46222 €  
Podpora medzinárodnej spolupráce z národných zdrojov: 6393 €           

Dosiahnuté výsledky:  
Vyvinuli sme metódu na analýzu EPR g-tenzora pomocou vizualizácie hustoty g-tenzora a jej jednotlivých príspevkov na 
plne štvorkomponentnej úrovni teórie [1]. Ukázali sme, že vyvinutá metóda poskytuje zaujímavú možnosť hlbšie 
porozumieť faktorom, prispievajúcim ku g-tenzoru. Obzvlášť efekt vodíkových väzieb na orbitálny Zeemanov príspevok 
ku g-hustote sa ukázal byť veľmi poučný a priamočiary. Nový prístup rozširuje existujúce techniky analýzy aspektov, 
prispievajúcich k zmene g-tenzora. 
Publikácie 
1. ASHER J.R. – MALKIN V.G. – MALKINA O.L. Visualization of four-component g-tensor density as a 

three-dimensional function, Chem. Phys. Lett., 2014, submitted.   
 
7.) Nitridové materiály s funkčnými vlastnosťami pre aplikácie v energetike (Functional nitrides for 
energy applications)  
 
Zodpovedný riešiteľ: Pavol Šajgalík 
Trvanie projektu: 1.1.2011 / 31.1.2015 
Evidenčné číslo projektu: 264873 
Organizácia je 
koordinátorom projektu: 

nie 

Koordinátor: Technische Universtät Darmstadt 
Počet spoluriešiteľských 
inštitúcií: 

9  - Nemecko: 3, Francúzsko: 2, Taliansko: 2, Švédsko: 1, Turecko: 1 

Čerpané financie: EU: 120476 €  
Podpora medzinárodnej spolupráce z národných zdrojov: 11894 €           

  
Dosiahnuté výsledky:  

 

52 



 
Správa o činnosti ÚACH SAV          2014 

Nitridáciou zmesí Mg2Si (alebo LaSi), Si a Si3N4 boli pripravené svetlo emitujúce luminofory na báze MgSiN2 a 
LaSi3N5 dopovaných oxidmi kovov vzácnych zemín: Eu2O3, Sm2O3 a CeO2. Riešiteľský kolektív úspešne zvládol 
optimalizáciu prípravy luminofórov na báze ternárnych nitridov. Boli pripravené aj luminofóry na báze SiAlONu z 
polymérneho prekurzoru. Optimalizáciou teplotného a plynového režimu syntézy luminofórov ako aj reguláciou obsahu 
dopantov (Eu, Sm, Ce) sa podarilo pripraviť keramické luminiscenčné materiály emitujúce modré, zelené, oranžové a 
červené svetlo – v závislosti od typu nitridu/oxynitridu a dopantu. Kombináciou monochromatických luminofórom možno 
pripraviť biele svetlo emitujúce diódy (LED).   
Teoretickými výpočtami (metódou HSE06) boli stanovené šírky zakázaného pásu čistého ako aj dopovaného LaSi3N5, v 
dobrej zhode s experimentálnymi údajmi.   
 
Publikácie:   
1. IBRAHIM, Ismail - LENČÉŠ, Zoltán - BENCO, Ľubomír - HRABALOVÁ, Monika - ŠAJGALÍK, Pavol. 

Cerium-doped LaSi3N5: Computed electronic structure and band gaps. In Journal of the European Ceramic Society, 
2014, vol. 34, no. 11, p. 2705-2712.  

2. IBRAHIM, Ismail - LENČÉŠ, Zoltán - BENCO, Ľubomír - HRABALOVÁ, Monika - ŠAJGALÍK, Pavol. Sm-doped 
LaSi3N5: Synthesis, computed electronic structure, and band gaps. In Journal of the American Ceramic Society, 2014, 
vol. 97, no. 8, p. 2546-2551.   

3. IBRAHIM, Ismail - LENČÉŠ, Zoltán - ŠAJGALÍK, Pavol – BENCO Ľ – MARSMAN M. Electronic structure and 
energy level schemes of RE3+:LaSi3N5 and RE2+:LaSi3N5-xOx phosphors (RE= Ce, Pr, Nd, Pm, Sm, Eu) from first 
principles,” Journal of Physical Chemistry, Manuscript ID: jp-2014-10583z.   

4. IBRAHIM, Ismail - LENČÉŠ, Zoltán - – BENCO Ľ -ŠAJGALÍK, Pavol, Ab initio study of the electronic structure and 
band gaps of Eu-doped LaSi3N5 phosphors: a role of oxygen atom,” J. Eur. Ceram. Soc., submitted Oct. 2014, Ref. 
No.: JECS-D-14-01399.   

5. ŠAMAJOVÁ, Vladana - LENČÉŠ, Zoltán - JONŠTA, Zdeněk. Příprava a mechanické vlastnosti kompozitů 
Si3N4+MgSiN2. In Interakcie tavenín s progresívnymi anorganickými materiálmi. 5. odborný seminár, Borinka, 
Slovensko, 20. - 21. október 2014: zborník príspevkov. Editor Jana Valúchová, Bratislava, 2014, p. 127-132.   

6. LENČÉŠ, Zoltán – ŠAMAJOVÁ V – HANZEL Ondrej, Preparation and characterization of Si3N4-MgSiN2 
composites“, Zborník príspevkov – Odborný seminár Príprava a vlastnosti progresívnych keramických materiálov, 
Terchová – Biley Potok, 26.28.11.2014, ed. D. Galusková, s. 20-26  

7. LENČÉŠ, Zoltán - IBRAHIM, Ismail - HRABALOVÁ, Monika - BENCO, Ľubomír - ŠAJGALÍK, Pavol. Influence of 
dopant and N/O anion exchange on the electronic structure and luminescent properties of oxynitride based phosphors. 
In ICACC 2014. 38th international conference and exposition on advanced ceramics and composites, Daytona Beach, 
Florida, USA, january 26-31, 2014 : abstracts. - USA : The American Ceramic Society, 2014, p. 15-16.  

8. LENČÉŠ, Zoltán - HRABALOVÁ, Monika - IBRAHIM, Ismail - BENCO, Ľubomír - ŠAJGALÍK, Pavol. Theoretical 
and experimental approach to ternary silicon oxynitride-based phosphors. In ICC5. 5th international congress on 
ceramics, Beijing, China, august 17-21, 2014 : abstract. - China : The Chinese Ceramics Society, 2014, p. 161-162  

9. LENČÉŠ, Zoltán - HRABALOVÁ, Monika - IBRAHIM, Ismail - BENCO, Ľubomír - ŠAJGALÍK, Pavol. Influence of 
lanthanoid dopant and N/O substitution on the electronic structure and luminescent properties of silicon oxynitrid 
phosphors. In ISNT 2014. 8th international symposium on nitrides in conjunction with 7th international workshop on 
spinel nitrides and related materials and Marie Curie ITN 7th framework program FUNEA, Wildbad Kreuth, Germany, 
august 31st - september 5th, 2014: conference program with abstracts.Technische Universität Darmstadt, 2014, p. 53.  

10. IBRAHIM, Ismail - LENČÉŠ, Zoltán - BENCO, Ľubomír - ŠAJGALÍK, Pavol. Ab-initio study of electronic structure 
and band gap of rare earth-doped LaSi3N5 : FUNEA talk. In ISNT 2014. 8th international symposium on nitrides in 
conjunction with 7th international workshop on spinel nitrides and related materials and Marie Curie ITN 7th 
framework program FUNEA, Wildbad Kreuth, Germany, august 31st - september 5th, 2014 conference program with 
abstracts. Technische Universität Darmstadt, 2014, p. 82.   

11. LENČÉŠ, Zoltán - HRABALOVÁ, Monika - IBRAHIM, Ismail - BENCO, Ľubomír - ŠAJGALÍK, Pavol. Influence of 
rare earth dopant and N/O substitution on the electronic structure and luminescent properties of oxynitride phosphors. 
In ISSNOX4. 4th international symposium on SiAlONs and non-oxides, may 25-28, 2014, Nagahama Royal Hotel, 
Shiga, Japan: program & abstracts, p. 21.28, 2014.  

12. LENČÉŠ, Zoltán - HRABALOVÁ, Monika - IBRAHIM, Ismail - BENCO, Ľubomír - ŠAJGALÍK, Pavol. Influence of 
rare earth dopant and N/O substitution on the electronic structure and luminescent properties of silicon oxynitride 
phosphors. In SSC 2014. 11th conference on solid state chemistry, Trenčianske Teplice, Slovak Republic, 6-11 july 
2014: book of abstracts. 2014, p. 56.  

 
Programy: Bilaterálne - iné  
 
8.) Fyzikálno-chemická analýza fluoridových taveninových systémov pre elektrolytické vylučovanie 
kremíka pre fotovoltaické aplikácie (Physico-chemical analysis of molten fluoride systems for electrowining 
of solar grade silicon)  
 
Zodpovedný riešiteľ: Michal Korenko 
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Trvanie projektu: 1.6.2013 / 31.12.2014 
Evidenčné číslo projektu: SK-CN-0029-12 
Organizácia je 
koordinátorom projektu: 

áno 

Koordinátor: Ústav anorganickej chémie SAV 
Počet spoluriešiteľských 
inštitúcií: 

1  - Čína: 1 

Čerpané financie:            
Dosiahnuté výsledky:  
Namerala sa elektrická vodivosť roztavených binárnych a ternárnych zmesí v systéme NaF–AlF3–SiO2 ako aj viskozita 
binárneho podsystému Na3AlF6–SiO2. Zistilo sa, že ako vodivosť tak aj viskozita sa s teplotou mení lineárne pri všetkých 
meraných zmesiach. Určili sa dva koncentračné regióny s odlišným správaním oboch meraných veličín. Prvá 
reprezentovala koncentračnú oblasť do 10 mól% obsahu SiO2 v Na3AlF6 a druhá oblasť od 10 do 40 mól% obsahu SiO2. 
V prvej oblasti vodivosť s pridávajúcim množstvom SiO2 prekvapivo rástla, nad obsahom 10 mól% SiO2 bol trend opačný 
a vodivosť dosť značne klesala s narastajúcim obsahom SiO2. Pri viskozite už malý prídavok SiO2 nad jeho koncentráciou 
10 mol% v Na3AlF6 mal za následok jej prudké zvýšenie. Tieto javy sa dajú vysvetliť tvorbou amorfnej fázy v 
koncentračnej oblasti na 10 mol% obsahu SiO2 v tavenine.  
 
9.) Potenciálny vplyv draslíka a rubídia na prípravu oxyfluorohlinitanových komplexov v tuhom stave 
(Potential influence of potassium and rubidium on the formation of oxofluoroaluminates in solid state)  
 
Zodpovedný riešiteľ: František Šimko 
Trvanie projektu: 1.1.2014 / 31.12.2015 
Evidenčné číslo projektu: K-FR-2013-NEWPROJECT-3026 
Organizácia je 
koordinátorom projektu: 

áno 

Koordinátor: Ústav anorganickej chémie SAV 
Počet spoluriešiteľských 
inštitúcií: 

1  - Francúzsko: 1 

Čerpané financie: APVV: 1375 €           
Dosiahnuté výsledky:  
Projekt sa zaoberá prípravou a charakterizáciou oxofluorohlinitanových častíc na báze K a Rb. Ide o zlúčeniny so 
zaujímavými fyzikálno-chemickými vlastnosťami, využiteľnými pre priemyselné aplikácie. Zlúčeniny majú vysokú 
iónovú vodivosť a zaujímavé optické vlastnosti a ich ostatné zlúčeniny.    
Uskutočnil sa výskum materských systémov, KF–Al2O3 a RbF–Al2O3, v ktorých skúmané zlúčeniny vznikajú. Systémy 
doteraz študované neboli. Pomocou termickej analýzy sa určili teploty primárnych, sekundárnych a terciálnych 
kryštalizácií, z ktorých sa zostrojili časti fázových diagramov oboch systémov do koncentrácie 30 mól.% Al2O3. Pomocou 
Rtg difrakčnej analýzy a MAS NMR spektroskopie zatuhnutých vzoriek sa identifikovali zloženia jednotlivých fázových 
polí.    
Na lepšiu interpretáciu spektier týchto vzoriek sa pre oba systémy pripravili čisté referenčné látky, ktoré by mohli v danom 
systéme existovať, konkrétne ?-K3AlF6, KAlF4, KAlO2, K2Al22O34, KAl6O9.5, Rb3AlF6, RbAlF4, RbAlO2, ktoré boli 
následne charakterizované pomocou MQMAS, REDOR and D-HMQC NMR techník v tuhom stave. Vykonali sa aj 
výpočty NMR parametrov týchto zložiek použitím CASTEP DFT kódu. Vypočítané chemické posuny a kvadrupólové 
paramtere boli v dobrej zhode s experimentálne pozorovanými hodnotami pre všetky jednotlivé zlúčeniny.   
Zistila sa prítomnosť oxofluorohlinitanových častíc v oboch systémoch. Boli pripravené zlúčeniny K2Al2O3F2 a 
Rb2Al2O3F2 reakciou v tuhom stave, pričom zlúčenina Rb2Al2O3F2 doteraz nikdy syntetizovaná nebola.  85Rb-19F a 
27Al-19F 2D D-HMQC-HETCOR NMR experiment, uskutočnený na Rb2Al2O3F2, odhalil existenciu dvoch 
rozlíšiteľných Rb polôh.  
 
Programy: ERANET  
 
10.) Kompozity keramika-grafénové platničky pre využitie v tribologických systémoch pracujúcich vo 
vodnom prostredí   
 
Zodpovedný riešiteľ: Pavol Šajgalík 
Trvanie projektu: 1.9.2014 / 31.8.2017 
Evidenčné číslo projektu:  
Organizácia je 
koordinátorom projektu: 

nie 

 

54 



 
Správa o činnosti ÚACH SAV          2014 

Koordinátor:  
Počet spoluriešiteľských 
inštitúcií: 

0  

Čerpané financie:   
Podpora medzinárodnej spolupráce z národných zdrojov: 2800 €           

  
Projekty národných agentúr  
 
Programy: VEGA  
 
1.) Roztavené fluoridové systémy pre vysokoteplotné aplikácie s potenciálom využitia v energetickom 
sektore (Molten fluoride systems for high temperature applications with potential in energy sector application)  
 
Zodpovedný riešiteľ: Miroslav Boča 
Trvanie projektu: 1.1.2012 / 31.12.2015 
Evidenčné číslo projektu: 2/0095/12 
Organizácia je 
koordinátorom projektu: 

áno 

Koordinátor: Ústav anorganickej chémie SAV 
Počet spoluriešiteľských 
inštitúcií: 

0  

Čerpané financie: SAV: 22297 €           
  
Dosiahnuté výsledky:  
V rámci riešenia projektu boli študované rôzne systémy, ktoré majú potenciál uplatnenia v energetickom sektore.  
− Štruktúra kryolitového systému Na3AlF6-FeO bola študovaná MAS NMR metódou. Umožnila popísať priebeh 

procesov prebiehajúcich v systéme.  
− Elektrochemické správanie samária bolo študované v tavenine LiF-CaF2 metódou cyklickej voltametrie na inertnej 

wolfrámovej elektróde Výsledky ukázali, že čisté kovové samárium nemožno získať priamou katodickou redukciou.  
− Fázové rovnováhy a hustota systému LiCl-NaCl-ZnCl2 boli študované v úzkej koncentračnej oblasti, ale vhodnej na 

využitie systému pre elektrolytické vylučovanie zinku.  
− Štúdium fázových rovnováh systému K2TaF7-K2ZrF6 ukázalo prítomnosť tuhých roztokov v sledovanej sústave. Na 

základe výpočtov parametra kompresibility môžeme uvažovať o objemovej kontrakcii v systéme.  
− Pre sústavu (LiF-NaF-KF)eut-Na7Zr6F31 boli zmerané viaceré fyzikálno-chemické vlastnosti. Fázový diagram sústavy 

je tvorený viacerými kryštalizačnými poliami. Difrakčné záznamy z rtg. práškovej analýzy ukázali prítomnosť 
viacerých zlúčenín. Bola identifikovaná objemová expanzia v systéme a pre túto sústavu boli namerané hodnoty 
viskozity a povrchového napätia.   

 
Výsledky boli publikované v nasledovných prácach:   
1. BARBORÍK, Peter - VASKOVÁ, Zuzana - BOČA, Miroslav - PRIŠČÁK, Jozef. Physicochemical properties of the 

system (LiF + NaF + KF(eut) + Na7Zr6F31): Phase equilibria, density and volume properties, viscosity and surface 
tension. In Journal of Chemical Thermodynamics, 2014, vol. 76, p. 145-151.   

2. KORENKO, Michal - STULOV, Y.V. - KUZNETSOV, S.A. - AMBROVÁ, M. - KUBÍKOVÁ, Blanka. 
Electrochemical investigation of the redox couple Sm(III)/Sm(II) on a tungsten electrode in molten LiF-CaF2-SmF3. In 
Journal of radioanalytical and nuclear chemistry, 2014, vol. 301, no. 2, p. 589-595.   

3. KORENKO, Michal - STRAKA, Martin - UHLÍŘ, J. - SZATMÁRY, Lórant - AMBROVÁ, M. - ŠIMURDA, Michal. 
Phase analysis of the solidified KF-(LiF-NaF-UF4)-ZrF4 molten electrolytes for the electrowinning of uranium. In 
Journal of radioanalytical and nuclear chemistry, 2014, vol. 302, no. 1, p. 549-554.   

4. KUBÍKOVÁ, Blanka - MLYNÁRIKOVÁ, Jarmila - VASKOVÁ, Zuzana - JEŘÁBKOVÁ, Petra - BOČA, Miroslav. 
Phase analysis and density of the system K2ZrF6-K2TaF7. In Monatshefte für Chemie, 2014, vol. 145, p. 1247-1252.  

5. KUBÍKOVÁ, Blanka - DANIELIK, Vladimír - ROBERT, Eric - MLYNÁRIKOVÁ, Jarmila - BOČA, Miroslav. Phase 
equilibrium and density investigation of the molten LiCl plus NaCl + ZnCl2 system. In Journal of Chemical and 
Engineering Data, 2014, vol. 59, no. 8, p. 2408-2412.  

6. ŠIMKO, František - RAKHMATULLIN, Aydar - BESSADA, Catherine - BOČA, Miroslav. MAS NMR study of the 
solidified cryolite systems with FeO addition. In Journal of Fluorine Chemistry, 2014, vol. 165, p. 116-122.  

 
2.) Hybridné materiály vrstevnatých kremičitanov s kyanínovými a porfyrínovými farbivami (Hybrid 
materials based on layered silicates with cyanine and porphyrine dyes)  
 
Zodpovedný riešiteľ: Adriana Czímerová 
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Trvanie projektu: 1.1.2013 / 31.12.2016 
Evidenčné číslo projektu: 2/0107/13 
Organizácia je 
koordinátorom projektu: 

áno 

Koordinátor: Ústav anorganickej chémie SAV 
Počet spoluriešiteľských 
inštitúcií: 

0  

Čerpané financie: SAV: 11582 €           
 
Dosiahnuté výsledky:  
Na základe výsledkov z predchádzajúceho obdobia sme pokračovali v optimalizácii podmienok prípravy hybridných 
materiálov na báze vrstevnatý kremičitan a organické farbivo (v prevažnej miere porfyrínové) s vylepšenými 
fluorescenčnými vlastnosťami. Cenné výsledky boli dosiahnuté pri použití polyméru a alkylamónnych katiónov, ktoré 
potláčajú nežiaducu agregáciu farbív, čo má zásadný vplyv na výsledné fluorescenčné vlastnosti materiálov. Podarilo sa 
ireverzibilne naadsorbovať polymérne farbivo, na báze rhodamínu b a polyetylénglykolu do smektitov, pričom bola 
pozorovaná molekulová agregácia a spektrálne zhášanie pre pripravené hybridné materiály na báze montmorillonitu 
„Kunipia F“, vyššia aktivita bola pozorovaná pri filmoch na báze saponitu. Práce pokračujú na meraní kvantových 
výťažkov pripravených hybridných materiálov.  
 
3.) Keramické vrstvy pripravené z organokremičitých prekurzorov pre vysokoteplotnú protikoróznu 
ochranu kovov (Ceramic coatings with glass fillers for high temperature corrosion protection of metals)  
 
Zodpovedný riešiteľ: Dušan Galusek 
Trvanie projektu: 1.1.2014 / 31.12.2016 
Evidenčné číslo projektu: 2/0058/14 
Organizácia je 
koordinátorom projektu: 

áno 

Koordinátor: Ústav anorganickej chémie SAV 
Počet spoluriešiteľských 
inštitúcií: 

1  - Slovensko: 1 

Čerpané financie: SAV: 2758 €           
 
Dosiahnuté výsledky:  
V rámci projektu sa vyselektovali vhodné typy organokremičitých prekurzorov slúžiace na prípravu keramických 
povlakov na kovových substrátoch, ako aj ytrito-hlinito-kremičitanové sklá slúžiace ako pasívne plnivá pre zníženie 
zmraštenia polymérov počas ich konverzie na keramiku. Plameňovou syntézou sa pripravili 4 rôzne zloženia týchto skiel 
vo forme sklených mikroguličiek, ktoré sa použili ako plnivo do polymérnej matrice. Celkovo sa pripravilo 25 rôznych 
typov povlakov na kovových substrátoch, pričom sa optimalizovali podmienky prípravy a zloženie povlakov (teplota a čas 
pyrolýzy, objemová frakcia skleného plniva). Vrstvy sa charakterizovali z hľadiska ich mikroštruktúry a fázového 
zloženia, ako aj adhézie na kovových substrátoch. 
 
4.) Zlepšenie funkčných vlastností keramických materiálov prídavkom uhlíkových nanorúrok a grafénu 
(Improvement of functional properties of ceramic materials with the addition of carbon nano-tubes and 
graphene)  
 
Zodpovedný riešiteľ: Miroslav Hnatko 
Trvanie projektu: 1.1.2014 / 31.12.2017 
Evidenčné číslo projektu: 2/0065/14 
Organizácia je 
koordinátorom projektu: 

áno 

Koordinátor: Ústav anorganickej chémie SAV 
Počet spoluriešiteľských 
inštitúcií: 

0  

Čerpané financie: SAV: 10915 €           
Dosiahnuté výsledky:  
V rámci systému kompozitného SiC-CNT materiálu sa úspešne podarilo pripraviť práškový prekurzor. Ako katalyzátor pre 
tvorbu uhlíkových nanotrubiek bolo použité železo. Homogénnu distribúciu nanočastíc Fe na povrchu SiC sme dosiahli 
procesom mletia SiC prášku za použitia oceľových mlecích telies, vyzrážaním koloidných častíc z vodného roztoku vo 
forme hematitu (α-Fe2O3), alebo prídavkom dusičnanu železitého a jeho následnou kalcináciou. Podarilo sa stanoviť 
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optimálne podmienky chemickej depozície acetylénu a tvorby CNT (teplota, čas, prietok C2H2, druh a množstvo 
katalyzátora, atď.) na povrchu SiC prášku. Pripravený kompozitný SiC-CNT prášok sa podarilo zhutniť na úroveň od 85% 
do 95% v závislosti od prídavku CNT. TEM analýzou sme dokázali prítomnosť CNT v štruktúre kompozitu napriek 
vysokej teplote spekania. Do budúcna je potrebné verifikovať tieto výsledky Ramanovou spektroskopiou. Získali sme 
súbor zaujímavých výsledkov z oblasti prípravy CNT metódou CVD, ktoré vznikajú a rastú in situ priamo na povrchu SiC 
matrice. Máme ocharakterizovaný vplyv spôsobu aplikácie kovového katalyzátora na substrát ako aj vplyv jeho množstva, 
veľkosti a morfológie.   
 
Publikácie:   
1. KOVALČÍKOVÁ, Alexandra - KUREK, Pavol - BALKO, Ján - DUSZA, Ján - ŠAJGALÍK, Pavol - MIHALIKOVÁ, 

Mária, Ing., PhD. Effect of the counterpart material on wear characteristics of silicon carbide ceramics. In International 
Journal of Refractory Metals and Hard Materials, 2014, vol. 44, p. 12-18.   

2. MICHÁLKOVÁ, Monika - KAŠIAROVÁ, Monika - TATARKO, Peter - DUSZA, Ján - ŠAJGALÍK, Pavol. Effect of 
homogenization treatment on the fracture behaviour of silicon nitride/graphene nanoplatelets composites. In Journal of 
the European Ceramic Society, 2014, vol. 34, no. 14, p. 3291-3299.   

3. BYSTRICKÝ, Roman - HNATKO, Miroslav - LENČÉŠ, Zoltán - ŠAJGALÍK, Pavol. Štúdium procesu zhutňovania 
systému Si3N4-Y2O3-SiO2-C. In Interakcie tavenín s progresívnymi anorganickými materiálmi. 5. odborný seminár, 
Borinka, Slovensko, 20. - 21. október 2014 : zborník príspevkov. Editor Jana Valúchová. - Bratislava, 2014, p. 57-67.   

4. DOMANICKÁ, Magdaléna - HNATKO, Miroslav - LENČÉŠ, Zoltán - PRAMUKOVÁ, Zuzana - KAŠIAROVÁ, 
Monika - ŠAJGALÍK, Pavol. Preparation and characterization of Si3N4 - HA porous composites. In Príprava a 
vlastnosti progresívnych keramických materiálov : Odborný seminár. Zborník rozšírených abstraktov. Terchová-Biely 
Potok, 26.-28.11.2014. Ed. D. Galusková.  ÚACh SAV, 2014, s. 44-50.  

 
5.) Štruktúra a vlastnosti oxidových skiel – molekulová dynamika, termodynamické modely, 
kryštalizácia, vibračné a impedančné spektrá (Structure and properties of oxide glasses – molecular 
dynamics, thermodynamic models, crystallization, vibrational and impedance spectroscopy)  
 
Zodpovedný riešiteľ: Mária Chromčíková 
Trvanie projektu: 1.1.2012 / 31.12.2015 
Evidenčné číslo projektu: 1/0006/12 
Organizácia je 
koordinátorom projektu: 

nie 

Koordinátor: Trenčianska univerzita Alexandra Dubčeka 
Počet spoluriešiteľských 
inštitúcií: 

0  

Čerpané financie: SAV: 1111 €           
Dosiahnuté výsledky:  
Riešenie pokračovalo najmä v oblasti tvorby termodynamických modelov fosforečnanových a chalkogenidových skiel a 
interpretácie Ramanových spektier skúmaných skiel založenej na prepojení vyspelých štatistických metód (Multivariate 
Curve resolution) a navrhnutých termodynamických modelov.   
 
1. CHROMČÍKOVÁ, Mária - LIŠKA, Marek - HOLUBOVÁ, Jana - ČERNOŠEK, Zdeněk. Structure of As2S3-Sb4S4 

glasses by combined Raman spectroscopy and thermodynamic modeling approach. In Journal of Non-Crystalline 
Solids, 2014, vol. 401, p. 115-118.  

2. CHROMČÍKOVÁ, Mária - LIŠKA, Marek - MACHÁČEK, Jan - CHOVANEC, Jozef. Thermodynamic model and 
viscosity of Na2O-MgO-CaO-SiO2 glasses. In Journal of Non-Crystalline Solids, 2014, vol. 401, p. 237-240.  

3. LIŠKA, Marek - CHROMČÍKOVÁ, Mária - HOLUBOVÁ, Jana - ČERNOŠEK, Zdeněk. Thermodynamic model and 
structure of As2S3-As2Se3 glasses based on the MCR analysis of Raman spectra. In Ceramics-Silikáty, 2014, vol. 58, 
no. 2, p. 95-98.  

4. CHOVANEC, Jozef - CHROMČÍKOVÁ, Mária -, PILNÝ P – SHÁVĚLOVÁ J. – MÁLEK, J. - LIŠKA, Marek, 
Thermodynamic model and viscosity of Ge-S glasses. J. Thermal Analysis and Calorimetry 116, 581-588 (2014). 

5. CHROMČÍKOVÁ, Mária - LIŠKA, Marek - GAVENDA, Tadeáš - MACHÁČEK, Jan. Structure of 
Na2O-MgO-CaO-SiO2 glasses by combined Raman spectroscopy and thermodynamic modeling approach. In Journal 
of Thermal Analysis and Calorimetry, 2014, vol. 118, no. 2, p. 835-840.  

 
6.) Nové anorganické fosfory na báze hlinitanov vzácnych zemín pre aplikácie v LED diódach 
vyžarujúcich biele svetlo (New rare-earth aluminate-based inorganic phosphors for applications in white 
light emitting LEDs)  
 
Zodpovedný riešiteľ: Róbert Klement 
Trvanie projektu: 1.1.2014 / 31.12.2017 
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Evidenčné číslo projektu: 1/0631/14 
Organizácia je 
koordinátorom projektu: 

nie 

Koordinátor:  
Počet spoluriešiteľských 
inštitúcií: 

0  

Čerpané financie: SAV: 2814 €           
Dosiahnuté výsledky:  
V rámci projektu sa detailne skúmal vplyv chemického a fázového zloženia na luminiscenčné vlastnosti anorganických 
fosforov na báze hlinitanov vzácnych zemín, vrátane fosforov kodopovaných viacerými oxidmi kovov vzácnych zemín 
súčasti s cieľom dosiahnuť up-konverziu žiarenia a emisiu viditeľného žiarenia pri excitácii infračerveným zdrojom. 
  
1. BERNARDO, E. - FIOCCO, L. - PRNOVÁ, Anna - KLEMENT, Róbert - GALUSEK, Dušan. Gehlenite: Eu3+ 

phosphors from a silicone resin and nano-sized fillers. In Optical Materials, 2014, vol. 36, p. 1243-1249. 
2. GALUSEK, Dušan - PRNOVÁ Anna – KLEMENT, Robert - HALIAKOVÁ A. - MICHÁLKOVÁ Monika. 

Luminescence properties of aluminate and aluminosilicate glasses, p. 68 In: Book of Abstracts, 11th Conference on 
Solid State Chemistry, 6-11 July 2014, Trenčianske Teplice, Slovak Republic, ISBN 978-80-971648-0-5  

3. PRNOVÁ, Anna - BODIŠOVÁ, Katarína - KLEMENT, Róbert - BRUNEEL, E. - VAN DRIESSCHE, I. - GALUSEK, 
Dušan. Thermal behaviour and phase compositions of glasses and polycrystalline materials in the system 
Y2O3-Al2O3. In SSC 2014. 11th conference on solid state chemistry, Trenčianske Teplice, Slovak Republic, 6-11 july 
2014 : book of abstracts. - Slovak Republic, 2014, p. 88.  

4. HALIAKOVÁ, Anna - PRNOVÁ, Anna - KLEMENT, Róbert - BODIŠOVÁ, Katarína - PARCHOVIANSKÝ, Milan 
- PAVLÍK, Viliam - GALUSEK, Dušan. Crystallization and properties of glasses in the system La2O3-Al2O3. In SSC 
2014. 11th conference on solid state chemistry, Trenčianske Teplice, Slovak Republic, 6-11 july 2014 : book of 
abstracts. - Slovak Republic, 2014, p. 172.  

5. PRNOVÁ, Anna - HALIAKOVÁ, Anna - PAVLÍK, Viliam - BODIŠOVÁ, Katarína - KLEMENT, Róbert - 
BRUNEEL, E. - GALUSEK, Dušan. Thermal behaviour, phase development and viscous flow sintering of 
lanthanum-aluminate glasses. In 12th ESG conference, Parma, Italy, 21-24 september 2014 : book of abstracts. - Italy, 
2014, p. 139.  

6. PRNOVÁ, Anna - KLEMENT, Róbert - HALIAKOVÁ, Anna - MICHÁLKOVÁ, Monika - ŠKVARKOVÁ, Natália - 
GALUSEK, Dušan. Phase composition and luminescence of rare earth aluminate and aluminosilicate phosphors. In 
12th ESG conference, Parma, Italy, 21-24 september 2014 : book of abstracts. - Italy, 2014, p. 141.  

 
7.) Svetlo emitujúce luminofóry na báze ternárnych nitridov a oxynitridov kremíka (Ternary silicon 
nitride and oxynitride-based phosphors)  
 
Zodpovedný riešiteľ: Zoltán Lenčéš 
Trvanie projektu: 1.1.2014 / 31.12.2017 
Evidenčné číslo projektu: 2/0112/14 
Organizácia je 
koordinátorom projektu: 

áno 

Koordinátor: Ústav anorganickej chémie SAV 
Počet spoluriešiteľských 
inštitúcií: 

0  

Čerpané financie: SAV: 17794 €           
Dosiahnuté výsledky:  
Projekt je zameraný prípravou troch fotoluminiscenčných systémov na báze nitridov (MgSiN2, LaSi3N5) a oxynitridov 
(SiAlON)kremíka. Ternárne nitridy boli pripravené nitridáciou východiskovej zmesi práškov Si, Mg2Si alebo LaSi a 
Si3N4. SiAlONy boli pripravené z polymérneho prekurzoru na báze polysilsequioxánu a alumatránu. Samotná príprava 
pozostávala zo zosieťovania a pyrolýzy polyméru a následnej karbotermockej redukcie a nitridácie. Ako dopanty boli 
použité oxidy kovov vzácnych zemín: Eu2O3, Sm2O3 a CeO2. Optimalizáciou teplotného a plynového režimu syntézy 
luminofórov ako aj reguláciou obsahu dopantov (Eu, Sm, Ce) sa podarilo pripraviť keramické luminiscenčné materiály. 
Ukázalo sa, že dôležitým krokom je okrem samotnej prípravy aj následné žíhanie luminofórov. Optimálna doba žíhania 
pre všetky materiály sú 4 hodiny pri teplote 1650°C pre systémy na báze MgSiN2 a SiAlONov, pre luminofóry na báze 
LaSi3N5 je optimálna teplota žíhania1850°C. Merania fotoluminescenčných spektier ukázali že:   

− MgSiN2:Eu luminofor emituje žiarenie v červenej oblasti   
− MgSiN2:Ce luminofor emituje žiarenie v zelenej oblasti   
− LaSi3N5:Eu luminofor emituje žiarenie v zelenej oblasti   
− LaSi3N5:Sm luminofor emituje žiarenie v oranžovej oblasti  
− LaSi3N5:Ce luminofor emituje žiarenie vo fialovo-modrej oblasti  
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− SiAlON:Eu luminofor emituje v oranžovej oblasti viditeľného svetla  
− SiHfON:Eu luminofor emituje v zeleno-žltej oblasti viditeľného svetla   
− SiLuON:Eu luminofor emituje v zelenej oblasti viditeľného svetla   

 
Bolo optimalizované aj množstvo dopantu v rozmedzí 1 – 6 mol%.  
 
Publikácie:   
1. IBRAHIM, Ismail - LENČÉŠ, Zoltán - BENCO, Ľubomír - HRABALOVÁ, Monika - ŠAJGALÍK, Pavol. 

Cerium-doped LaSi3N5: Computed electronic structure and band gaps. In Journal of the European Ceramic Society, 
2014, vol. 34, no. 11, p. 2705-2712.  

2. IBRAHIM, Ismail - LENČÉŠ, Zoltán - BENCO, Ľubomír - HRABALOVÁ, Monika - ŠAJGALÍK, Pavol. Sm-doped 
LaSi3N5: Synthesis, computed electronic structure, and band gaps. In Journal of the American Ceramic Society, 
2014, vol. 97, no. 8, p. 2546-2551.  

3. IBRAHIM, Ismail - LENČÉŠ, Zoltán - ŠAJGALÍK, Pavol – BENCO Ľ – MARSMAN M. Electronic structure and 
energy level schemes of RE3+:LaSi3N5 and RE2+:LaSi3N5-xOx phosphors (RE= Ce, Pr, Nd, Pm, Sm, Eu) from 
first principles,” Journal of Physical Chemistry, Manuscript ID: jp-2014-10583z.  

4. IBRAHIM, Ismail - LENČÉŠ, Zoltán - – BENCO Ľ -ŠAJGALÍK, Pavol, Ab initio study of the electronic structure 
and band gaps of Eu-doped LaSi3N5 phosphors: a role of oxygen atom,” J. Eur. Ceram. Soc., submitted Oct. 2014, 
Ref. No.: JECS-D-14-01399.  

5. ŠAMAJOVÁ, Vladana - LENČÉŠ, Zoltán - JONŠTA, Zdeněk. Příprava a mechanické vlastnosti kompozitů 
Si3N4+MgSiN2. In Interakcie tavenín s progresívnymi anorganickými materiálmi. 5. odborný seminár, Borinka, 
Slovensko, 20. - 21. október 2014: zborník príspevkov. Editor Jana Valúchová, Bratislava, 2014, p. 127-132.  

6. LENČÉŠ, Zoltán – ŠAMAJOVÁ V – HANZEL Ondrej, Preparation and characterization of Si3N4-MgSiN2 
composites“, Zborník príspevkov – Odborný seminár Príprava a vlastnosti progresívnych keramických materiálov, 
Terchová – Biley Potok, 26.28.11.2014, ed. D. Galusková, s. 20-26 (ISBN 978-80-8075-667-3).  

7. LENČÉŠ, Zoltán - IBRAHIM, Ismail - HRABALOVÁ, Monika - BENCO, Ľubomír - ŠAJGALÍK, Pavol. Influence 
of dopant and N/O anion exchange on the electronic structure and luminescent properties of oxynitride based 
phosphors. In ICACC 2014. 38th international conference and exposition on advanced ceramics and composites, 
Daytona Beach, Florida, USA, january 26-31, 2014: abstracts. The American Ceramic Society, 2014, p. 15-16.  

8. LENČÉŠ, Zoltán - HRABALOVÁ, Monika - IBRAHIM, Ismail - BENCO, Ľubomír - ŠAJGALÍK, Pavol. 
Theoretical and experimental approach to ternary silicon oxynitride-based phosphors. In ICC5. 5th international 
congress on ceramics, Beijing, China, august 17-21, 2014 : abstract. The Chinese Ceramics Society, 2014, p. 161-162  

9. LENČÉŠ, Zoltán - HRABALOVÁ, Monika - IBRAHIM, Ismail - BENCO, Ľubomír - ŠAJGALÍK, Pavol. Influence 
of lanthanoid dopant and N/O substitution on the electronic structure and luminescent properties of silicon oxynitrid 
phosphors. In ISNT 2014. 8th international symposium on nitrides in conjunction with 7th international workshop on 
spinel nitrides and related materials and Marie Curie ITN 7th framework program FUNEA, Wildbad Kreuth, 
Germany, august 31st - september 5th, 2014: conference program with abstracts.Technische Universität Darmstadt, 
2014, p. 53. 

10. IBRAHIM, Ismail - LENČÉŠ, Zoltán - BENCO, Ľubomír - ŠAJGALÍK, Pavol. Ab-initio study of electronic 
structure and band gap of rare earth-doped LaSi3N5 : FUNEA talk. In ISNT 2014. 8th international symposium on 
nitrides in conjunction with 7th international workshop on spinel nitrides and related materials and Marie Curie ITN 
7th framework program FUNEA, Wildbad Kreuth, Germany, august 31st - september 5th, conference program with 
abstracts.Technische Universität Darmstadt, 2014, p. 82.   

11. LENČÉŠ, Zoltán - HRABALOVÁ, Monika - IBRAHIM, Ismail - BENCO, Ľubomír - ŠAJGALÍK, Pavol. Influence 
of rare earth dopant and N/O substitution on the electronic structure and luminescent properties of oxynitride 
phosphors. In ISSNOX4. 4th international symposium on SiAlONs and non-oxides, may 25-28, 2014, Nagahama 
Royal Hotel, Shiga, Japan : program & abstracts. Japan, 2014, p. 21.28, 2014,  

12. LENČÉŠ, Zoltán - HRABALOVÁ, Monika - IBRAHIM, Ismail - BENCO, Ľubomír - ŠAJGALÍK, Pavol. Influence 
of rare earth dopant and N/O substitution on the electronic structure and luminescent properties of silicon oxynitride 
phosphors. In SSC 2014. 11th conference on solid state chemistry, Trenčianske Teplice, Slovak Republic, 6-11 july 
2014: book of abstracts. 2014, p. 56.  

 
8.) Príprava a vlastnosti nových typov organoílov pre polymérne a environmentálne aplikácie 
(Preparation and properties of novel organoclays for polymer and environmental applications)  
 
Zodpovedný riešiteľ: Jana Madejová 
Trvanie projektu: 1.1.2013 / 31.12.2016 
Evidenčné číslo projektu: 2/0132/13 
Organizácia je koordinátorom projektu: áno 
Koordinátor: Ústav anorganickej chémie SAV 
Počet spoluriešiteľských inštitúcií: 0  
Čerpané financie: SAV: 19820 €           
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Dosiahnuté výsledky:  
Riešenie projektu prebiehalo v súlade so stanoveným harmonogramom. Dosiahnuté výsledky boli publikované a/alebo 
zaslané do CC časopisov a prezentované na medzinárodných konferenciách:   
 
1. BRTÁŇOVÁ, Anna - MADEJOVÁ, Jana - BIZOVSKÁ, Valéria - KOMADEL, Peter. Utilization of near infrared 

spectroscopy for studying solvation properties of Cu-montmorillonites. In Spectrochimica Acta Part A - Molecular 
and Biomolecular Spectroscopy, 2014, vol. 123, p. 385-391.   

2. HOLEŠOVÁ, Sylva - VALÁŠKOVÁ, Marta - HLAVÁČ, Dominik - MADEJOVÁ, Jana - SAMLÍKOVÁ, Magda - 
TOKARSKÝ, Jonáš - PAZDZIORA, Erich. Antibacterial kaolinite/urea/chlorhexidine nanocomposites: Experiment 
and molecular modelling. In Applied Surface Science, 2014, vol. 305, p. 783-791.    

3. MADEJOVÁ, Jana - PÁLKOVÁ, Helena - JANKOVIČ, Ľuboš. Near-infrared study of the interaction of pyridine 
with acid-treated montmorillonite. In Vibrational Spectroscopy, 2015, vol. 76, p. 22-30.  

4. PÁLKOVÁ, Helena - HRONSKÝ, Viktor - BIZOVSKÁ, Valéria - MADEJOVÁ, Jana. Spectroscopic study of water 
adsorption on Li+, TMA+ and HDTMA+-exchanged montmorillonite. Zaslané do Spectrochimica Acta Part A - 
Molecular and Biomolecular Spectroscopy.   

 
Vth International Workshop on Layered Materials, 27-29 August 2014, Mulhouse, France   
5. BIZOVSKÁ, Valéria – MADEJOVÁ, Jana – JANKOVIČ, Ľuboš – BRENDLÉ, Jocelyne. Hydration properties of 

montmorillonite saturated with dioctylammonium cation. In IWLM Vth International Workshop on Layered 
Materials, 27-29 August 2014, Mulhouse, France  

6. MADEJOVÁ, Jana – SEKERÁKOVÁ, Ľudmila – JANKOVIČ, Ľuboš. Near-infrared spectroscopy for organoclays 
characterization. IWLM Vth International Workshop on Layered Materials, 27-29 August 2014, Mulhouse, France   

7. PÁLKOVÁ, Helena – JANKOVIČ, Ľuboš – ZIMOWSKA, Malgorzata – SULIKOWSKI, Bogdan - SERWICKA, 
Ewa M – MADEJOVÁ,Characterization of the acid treated clays modified with quaternary phosphonium and 
ammonium cations, In: IWLM Vth International Workshop on Layered Materials, 27-29 August 2014, Mulhouse, 
France  

7th Mid-European Clay Conference, Dresden, Germany, 16-19 september 2014   
8. BIZOVSKÁ, Valéria - MADEJOVÁ, Jana - JANKOVIČ, Ľuboš. Hydration properties and interlayer structure of di- 

and tetraoctylammonium-montmorillonite. In MECC2014. 7th mid-european clay conference, Dresden, Germany, 
16-19 september 2014 : programme and abstractbook. - Dresden, Germany : Deutsche Ton- und Tonmineralgruppe 
e.V. (DTTG), 2014, p. 101.  

9. BRTÁŇOVÁ, Anna - VALKO, M. - KOMADEL, Peter. Interaction of selected organic molecules with immobilized 
Cu2+ cations in montmorillonite. In MECC2014. 7th mid-european clay conference, Dresden, Germany, 16-19 
september 2014 : programme and abstractbook. - Dresden, Germany : Deutsche Ton- und Tonmineralgruppe e.V. 
(DTTG), 2014, p. 104.  

10. MADEJOVÁ, Jana - PÁLKOVÁ, Helena - JANKOVIČ, Ľuboš. Near-infrared study of pyridine adsorption on 
acid-treated montmorillonite. In MECC2014. 7th mid-european clay conference, Dresden, Germany, 16-19 
september 2014 : programme and abstractbook. - Dresden, Germany : Deutsche Ton- und Tonmineralgruppe e.V. 
(DTTG), 2014, p. 97.  

11. PÁLKOVÁ, Helena - HRONSKÝ, Viktor - BIZOVSKÁ, Valéria - MADEJOVÁ, Jana. Adsorption of water to 
organo-montmorillonite - spectroscopic study. In MECC2014. 7th mid-european clay conference, Dresden, Germany, 
16-19 september 2014 : programme and abstractbook. - Dresden, Germany : Deutsche Ton- und Tonmineralgruppe 
e.V. (DTTG), 2014, p. 95.  

12. PETRA, Lukáš - BILLIK, Peter - KOMADEL, Peter. Adsorption of amino acids on ground montmorillonite. In 
MECC2014. 7th mid-european clay conference, Dresden, Germany, 16-19 september 2014 : programme and 
abstractbook. - Dresden, Germany : Deutsche Ton- und Tonmineralgruppe e.V. (DTTG), 2014, p. 99.  

11th conference on solid state chemistry, Trenčianske Teplice, Slovak Republic, 6-11 july 2014  
13. PETRA, Lukáš - BILLIK, Peter - KOMADEL, Peter. Effect of dry grinding on adsorption properties of 

montmorillonite. In SSC 2014. 11th conference on solid state chemistry, Trenčianske Teplice, Slovak Republic, 6-11 
july 2014 : book of abstracts. - Slovak Republic, 2014, p. 160. ISBN 978-80-971648-0-5.  

 
9.) ReSpect - praktický a účinný výpočtový nástroj pre štúdium zlúčenín ťažkých prvkov (ReSpect - a 
practical and efficient computational tool to study heavy element compounds)  
 
Zodpovedný riešiteľ: Oľga Malkin 
Trvanie projektu: 1.1.2013 / 31.12.2016 
Evidenčné číslo projektu: 2/0148/13 
Organizácia je koordinátorom projektu: áno 
Koordinátor: Ústav anorganickej chémie SAV 
Počet spoluriešiteľských inštitúcií: 0  
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Čerpané financie: SAV: 16178 €           
Dosiahnuté výsledky:  
HRDÁ, Marcela - KULICH, Tomáš - REPISKÝ, Michal - NOGA, Jozef - MALKINA, Oľga - MALKIN, Vladimír. 
Implementation of the diagonalization-free algorithm in the self-consistent field procedure within the four-component 
relativistic scheme. In Journal of Computational Chemistry, 2014, vol. 35, no. 23, p. 1725-1737.  
 
10.) Štúdium vplyvu obsahu vody v slinkových mineráloch na ich štruktúrne, fyzikálno-chemické a 
mechanické vlastnosti - modelový a experimentálny prístup (The influence of the water content in 
cementitious minerals on their structural, physical, chemical and mechanical properties – Model and 
experimental study)  
 
Zodpovedný riešiteľ: Eva Scholtzová 
Trvanie projektu: 1.1.2012 / 31.12.2014 
Evidenčné číslo projektu: 2/0083/12 
Organizácia je 
koordinátorom projektu: 

áno 

Koordinátor: Ústav anorganickej chémie SAV 
Počet spoluriešiteľských 
inštitúcií: 

0  

Čerpané financie: SAV: 3295 €           
Dosiahnuté výsledky:  
Štruktúra ettringitu, hydratovanej fázy slinkových minerálov, sa stanovila experimentálne a urobila sa detailná analýza 
vodíkových väzieb ako aj experimentálne nameraného IČ spektra pomocou DFT metódy. Okem toho sa merali 
termodynamické charakteristiky ettringitu a thaumazitu ako aj cementových vzoriek. DFT metóda sa použila aj pri 
modelovom štúdiu rozkladu thaumazitu. Za najvýznamnejší výsledok sa dá pokladať určenie elastických konštánt 
thaumazitu Brillouinovou metódou ako aj ich výpočet pomocou DFT metódy.  
 
11.) Štúdium štruktúry a dynamiky vodíkových väzieb v tuhých látkach difrakčnými metódami 
kvantovej chémie a neelastickým rozptylom neutrónov (Structure and dynamics of hydrogen bonds in solids 
by diffraction methods, quantum chemistry and inelastic neutron spectroscopy (INS))  
 
Zodpovedný riešiteľ: Ľubomír Smrčok 
Trvanie projektu: 1.1.2012 / 31.1.2015 
Evidenčné číslo projektu: 2/0131/12 
Organizácia je koordinátorom projektu: áno 
Koordinátor: Ústav anorganickej chémie SAV 
Počet spoluriešiteľských inštitúcií: 0  
Čerpané financie: SAV: 2044 €           
Dosiahnuté výsledky:  
Zistili sme, že niektoré fyzikálne vlastnosti borohydridov perovskitového typu možno ovplyvniť aj slabými interakciami 
H...H a nielen voľbou katiónov.   
Publikácia: 
SCHOUWINK, Pascal - LEY, Morten Brix - TISSOT, Antoine - HAGEMANN, Hans - JENSEN, Torben R. - SMRČOK, 
Ľubomír - ČERNÝ, Radovan. Structure and properties of complex hydride perovskite materials. In Nature 
Communications, 2014, vol. 5, p. 5706-1-5706-10.  
 
12.) Elektrolyty s nízkou teplotou topenia a zmáčané katódy s potenciálom pre zlepšenie procesu výroby 
hliníka (Low melting electrolytes and wetted cathodes with potential for electrolytic aluminium production)  
 
Zodpovedný riešiteľ: František Šimko 
Trvanie projektu: 1.1.2014 / 31.12.2017 
Evidenčné číslo projektu: 2/0116/14 
Organizácia je koordinátorom projektu: áno 
Koordinátor: Ústav anorganickej chémie SAV 
Počet spoluriešiteľských inštitúcií: 0  
Čerpané financie: SAV: 11582 €           
 
Dosiahnuté výsledky:  
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Výskum sa zaoberal fyzikálno-chemickou a termo-chemickou analýzou KF-AlF3 elektrolytov s nízkou teplotou topenia, 
použiteľných pri elektrochemickej výrobe hliníka. Zistilo sa , ktorých využitie v procese prípravy hliníka vzrástlo s 
vývojom aplikácie tzv. „inertných“ katód do procesu výroby. Uskutočnila sa fyzikálna (meranie hustoty) a štruktúrna 
analýza systémov KF-AlF3 s rôznym pomerom KF ku AlF3 a s rôznym prídavkom Al2O3, ako ďalšieho reakčného 
činidla. Analyzovali sa procesy, prebiehajúcich pri rozpúšťaní Al2O3 v týchto zmesiach s rôznym pomerom KF ku AlF3. 
Realizovalo sa to pomocou analýzy zatuhnutých vzoriek jednotlivých zmesí pomocou Rtg difrakčnej analýzy a MAS 
NMR spektroskopie. Zároveň sa komplexne charakterizoval aj podsystém danej ternárnej sústavy, a to KF-Al2O3. 
Uskutočnila sa termálna analýza, kde sa určili teploty primárnych, sekundárnych a terciálnych kryštalizácií, z ktorých sa 
zostrojili časti fázových diagramov oboch systémov do koncentrácie 30 mól.% Al2O3. Pomocou Rtg difrakčnej analýzy a 
MAS NMR spektroskopie zatuhnutých vzoriek sa identifikovali zloženia jednotlivých fázových polí.  
Tiež sa sledovali korózne vlastnosti katódového materiálu na báze TiB2 v elektrolyte 1.5KF/AlF3 s prídavkom 5 mól.% 
Al2O3 elektrolytoch. Materiál vynikajúco odolával koróznemu prostrediu. Po 100 hodinovom experimente nevykazoval 
významné vizuálne poškodenie, čo je zhodné s údajmi získanými z literatúry. Na vzorkách bola sledovaná zmena 
hmotnosti pred a po koróznych testoch. Pozoroval sa nárast hmotnosti, ktorý môže byť pripísaný reakcii materiálu s 
taveninou za vzniku koróznych produktov, usadených v póroch vzorky. Priemerný nárast hmotností na všetkých vzorkách 
bol približne 4%. Povrch vzoriek sa analyzoval skenovacím elektrónovým mikroskopom s využitím EDX analýzy. 
Výraznejšie korózne napadnutie sa pozorovalo až na vzorke po 100 hodinovej expozícii v časti vzorky ponorenej v 
tavenine. Korózia v tomto mieste mala škvrnitý charakter. Časti vzoriek v oblasti na rozhraní medzi hladinou taveniny a 
atmosférou, ako aj nad ňou neboli výraznejšie napadnuté.  
 
13.) Štúdium mechanizmu korózie materiálov používaných pri tavení priemyselne vyrábaných skiel 
(Study of the mechanism of corrosion of materials used in a melting of industrially produced glasses)  
 
Zodpovedný riešiteľ: Peter Šimurka 
Trvanie projektu: 1.1.2012 / 31.12.2015 
Evidenčné číslo projektu: 2/0165/12 
Organizácia je koordinátorom projektu: áno 
Koordinátor: Ústav anorganickej chémie SAV 
Počet spoluriešiteľských inštitúcií: 0  
Čerpané financie: SAV: 4136 €           
Dosiahnuté výsledky:  
V spolupráci s SSV Murano boli zrealizované laboratórne korózne testy žiarometeriálov typu Zirkosit a zmerané 
koncentračné profily sklenej fázy žiaromateriálu s obsahom 32 % ZrO2. Po doplnení databázy chemického zloženia šlír 
boli spracované výsledky prezentované na medzinárodných konferenciách vo forme prednášok a vývesok. 
 
Programy: APVV  
 
14.) Anorganické fluoridové taveniny - komplexné štúdium spektrálnych, difrakčných, 
fyzikálnochemických, termodynamických a štruktúrnych charakteristík (Inorganic fluoride melts - the 
complex study of spectral, diffraction, physicochemical, thermodynamical and structural characteristics)  
 
Zodpovedný riešiteľ: Miroslav Boča 
Trvanie projektu: 1.5.2011 / 31.10.2014 
Evidenčné číslo projektu: APVV-0460-10 
Organizácia je koordinátorom projektu: áno 
Koordinátor: Ústav anorganickej chémie SAV 
Počet spoluriešiteľských inštitúcií: 0  
Čerpané financie: APVV: 27777 €           
Dosiahnuté výsledky:  
− Realizovala sa rtg. fázová analýza rôznych zatuhnutých fluoridových zmesí s prídavkom fluoridu uraničitého pre jej 

potenciál využitia v procese prepracovania aktinoidov. Zistil sa dôležitý vplyv prítomnosti stôp kyslíka na tvorbu 
urániových častíc v procese topenia a následného chladenia.   

− Štruktúra kryolitového systému Na3AlF6-FeO sa študovala MAS NMR metódou, ktorá umožnila popísať priebeh 
procesov prebiehajúcich v systéme.   

− Elektrochemické správanie samária sa študovalo v tavenine LiF-CaF2 metódou cyklickej voltametrie na inertnej 
wolfrámovej elektróde Výsledky ukázali, že čisté kovové samárium nemožno získať priamou katodickou redukciou.  

− Fázové rovnováhy a hustota systému LiCl-NaCl-ZnCl2 sa študovali v úzkej koncentračnej oblasti, ale vhodnej na 
využitie systému pre elektrolytické vylučovanie zinku.   

− Štúdium fázových rovnováh systému K2TaF7-K2ZrF6 ukázalo prítomnosť tuhých roztokov v sledovanej sústave. Na 
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základe výpočtov parametra kompresibility môžeme uvažovať o objemovej kontrakcii v systéme.  
− Pre sústavu (LiF-NaF-KF)eut-Na7Zr6F31 boli zmerané viaceré fyzikálno-chemické vlastnosti. Fázový diagram sústavy 

je tvorený viacerými kryštalizačnými poliami. Difrakčné záznamy z rtg. práškovej analýzy ukázali prítomnosť 
viacerých zlúčenín. Bola identifikovaná objemová expanzia v systéme a pre túto sústavu boli namerané hodnoty 
viskozity a povrchového napätia. 

 
Výsledky boli publikované v nasledovných prácach:  
1. BARBORÍK, Peter - VASKOVÁ, Zuzana - BOČA, Miroslav - PRIŠČÁK, Jozef. Physicochemical properties of the 

system (LiF + NaF + KF(eut) + Na7Zr6F31): Phase equilibria, density and volume properties, viscosity and surface 
tension. In Journal of Chemical Thermodynamics, 2014, vol. 76, p. 145-151.  

2. KORENKO, Michal - STULOV, Y.V. - KUZNETSOV, S.A. - AMBROVÁ, M. - KUBÍKOVÁ, Blanka. 
Electrochemical investigation of the redox couple Sm(III)/Sm(II) on a tungsten electrode in molten LiF-CaF2-SmF3. In 
Journal of radioanalytical and nuclear chemistry, 2014, vol. 301, no. 2, p. 589-595.  

3. KORENKO, Michal - STRAKA, Martin - UHLÍŘ, J. - SZATMÁRY, Lórant - AMBROVÁ, M. - ŠIMURDA, Michal. 
Phase analysis of the solidified KF-(LiF-NaF-UF4)-ZrF4 molten electrolytes for the electrowinning of uranium. In 
Journal of radioanalytical and nuclear chemistry, 2014, vol. 302, no. 1, p. 549-554.  

4. KUBÍKOVÁ, Blanka - MLYNÁRIKOVÁ, Jarmila - VASKOVÁ, Zuzana - JEŘÁBKOVÁ, Petra - BOČA, Miroslav. 
Phase analysis and density of the system K2ZrF6-K2TaF7. In Monatshefte für Chemie, 2014, vol. 145, p. 1247-1252.  

5. KUBÍKOVÁ, Blanka - DANIELIK, Vladimír - ROBERT, Eric - MLYNÁRIKOVÁ, Jarmila - BOČA, Miroslav. Phase 
equilibrium and density investigation of the molten LiCl plus NaCl + ZnCl2 system. In Journal of Chemical and 
Engineering Data, 2014, vol. 59, no. 8, p. 2408-2412.  
ŠIMKO, František - RAKHMATULLIN, Aydar - BESSADA, Catherine - BOČA, Miroslav. MAS NMR study of the 
solidified cryolite systems with FeO addition. In Journal of Fluorine Chemistry, 2014, vol. 165, p. 116-122.  

 
15.) Fotoaktívne hybridné nanomateriály s luminiscenčnými a antimikrobiálnymi vlastnosťami. 
(Photoactive hybrid nanomaterials with luminescent and antimicrobial properties. )  
 
Zodpovedný riešiteľ: Juraj Bujdák 
Trvanie projektu: 1.7.2012 / 31.12.2015 
Evidenčné číslo projektu: APVV-0291-11 
Organizácia je 
koordinátorom projektu: 

áno 

Koordinátor: Ústav anorganickej chémie SAV 
Počet spoluriešiteľských 
inštitúcií: 

2  - Slovensko: 2 

Čerpané financie: APVV: 16970 €           
Dosiahnuté výsledky:  
Podarilo sa pripraviť nové typy hybridných nanomateriálov na báze nosičov vrstevnatých kremičitanov a molekúl 
organických farbív. Pomocou chemisorpcie reaktívneho farbiva sa pripravil hybrid kaolinitu s interkalovanými 
molekulami rodamínu s výraznými luminiscenčnými vlastnosťami. Realizovali sa syntézy a interkalácie fluorescenčných 
polymérov vo filmoch smektitov. Vypracovali sa metodiky chemometrie pre detailnú analýzu spektier farbív. Pomocou 
týchto metód sa podarilo identifikovať vplyv rôznych parametrov na vznik a premeny molekulových agregátov farbív, s 
nimi súvisiacej fotoaktivity a luminiscenčných vlastností. Chemometrické metódy sa využili pri analýze vzniku tenkých 
filmov typu „layer-by-layer assemblies“, molekulovej agregácie a fotofyzikálnych vlastností týchto filmov. Pripravili sa 
sústavy s perspektívnymi antimikrobiálnymi vlastnosťami.  
 
16.) Mechanizmy korózie a mikromechanické vlastnosti dentálnych materiálov (Mechanisms of corrosion 
and micromechanical properties of dental materials)  
 
Zodpovedný riešiteľ: Dušan Galusek 
Trvanie projektu: 1.7.2012 / 31.12.2015 
Evidenčné číslo projektu: APVV-0218-11 
Organizácia je koordinátorom projektu: áno 
Koordinátor: Ústav anorganickej chémie SAV 
Počet spoluriešiteľských inštitúcií: 3  - Slovensko: 3 
Čerpané financie: APVV: 17299 €           
Dosiahnuté výsledky:  
V rámci projektu sa skúmal vplyv kyslých médií na mikromechanické vlastnosti a odolnosť voči oteru ľudských zubov a 
sklokeramických dentálnych materiálov na báze leucitu a disilikátu lítneho. U ľudských zubov sa zistil zásadný vplyv 
expozície voči kyslým médiám (kyselina citrónová, bežné kyslé nápoje) na zníženie tvrdosti a odolnosti voči oteru. 
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Zhoršenie vlastností, ktorému je možné predchádzať, alebo následne do istej miery eliminovať aplikáciou fluoridačných 
prípravkov, ktoré zabezpečujú zabudovaní fluóru do štruktúry zubnej skloviny. Sklokeramické syntetické dentálne 
materiály sú o niečo odolnejšie, napriek tomu však pri expozícii rádovo niekoľko hodín voči bežným kyslým médiám 
(nápojom) pri teplotách simulujúcich podmienky v ústnej dutine dochádza k merateľnému zníženiu mikrotvrdosti a 
odolnosti voči šmykovému oteru. Navrhli sa tiež mechanizmy korózie dentálnych materiálov.  
 
Publikácie, konferencie:  

1. KAŠIAROVÁ, Monika - GALUSKOVÁ, Dagmar - PRAMUKOVÁ, Zuzana - TATARKO, Peter - GAALOVÁ, 
Petra - GALUSEK, Dušan. Corrosion behavior of human teeth measured by nanoindentation method. In Key 
Engineering Materials, 2014, vol. 606, p. 145-148.  

2. GALUSKOVÁ, Dagmar - KAŠIAROVÁ, Monika - HNATKO, Miroslav - GALUSEK, Dušan - DUSZA, Ján - 
ŠAJGALÍK, Pavol. Hydrothermal corrosion and flexural strength of Si3N4-based ceramics. In Corrosion Science, 
2014, vol. 85, p. 94-100.  

3. GALUSKOVÁ, Dagmar - GALUSEK, Dušan - ŠAJGALÍK, Pavol. Evaluation of corrosion of engineering 
ceramics by atomic emission spetrometry in inductively coupled plasma. In Ceramics-Silikáty, 2014, vol. 58, no. 
1, p. 39-45.  

4. GALUSKOVÁ, Dagmar - GAALOVÁ, Petra - GALUSEK, Dušan. Quantitative analysis of phosphorus with 
atomic emission spectroscopy for evaluation of chemical durability of biological apatite. In SSC 2014. 11th 
conference on solid state chemistry, Trenčianske Teplice, Slovak Republic, 6-11 july 2014 : book of abstracts. - 
Slovak Republic, 2014, p. 100.  

5. Galusková D., Gaalová P., Galusek D., Kováč J., Kováč D., Chemical stability and corrosion of dental 
glass-ceramics in citric acid, p. 140 in: Book of Abstracts, 12th ESG Conference, 21-24 September 2014, Parma, 
Italy  

6. GAALOVÁ, Petra - GALUSKOVÁ, Dagmar - ŠVANČÁRKOVÁ, Anna - BALKO, Ján - GALUSEK, Dušan. 
Vplyv korózie v kyslom prostredí na mikromechanické vlastnosti a odolnosti voči opotrebeniu ľudskej zubnej 
skloviny. In Príprava a vlastnosti progresívnych keramických materiálov : Odborný seminár. Zborník rozšírených 
abstraktov. Terchová-Biely Potok, 26.-28.11.2014. Ed. D. Galusková. Trenčín: Trenčianska univerzita A. 
Dubčeka, 2014, s. 6-7.   

7. ŠVANČÁRKOVÁ, Anna - GALUSKOVÁ, Dagmar - GAALOVÁ, Petra - BALKO, Ján - GALUSEK, Dušan. 
Vplyv korózie v kyslom prostredí na mikromechanické vlastnosti a odolnosti voči opotrebeniu leucitovej 
dentálnej keramiky. In Príprava a vlastnosti progresívnych keramických materiálov : Odborný seminár. Zborník 
rozšírených abstraktov. Terchová-Biely Potok, 26.-28.11.2014. Ed. D. Galusková. - Trenčín : Trenčianska 
univerzita A. Dubčeka, 2014, s. 66-68.  

 
17.) Vývoj vodivej keramiky na báze SiC (Development SiC based conductive ceramics)  
 
Zodpovedný riešiteľ: Pavol Hvizdoš 
Zodpovedný riešiteľ v organizácii SAV: Pavol Šajgalík 
Trvanie projektu: 1.10.2013 / 30.9.2017 
Evidenčné číslo projektu: APVV-0108-12 
Organizácia je koordinátorom projektu: nie 
Koordinátor:  
Počet spoluriešiteľských inštitúcií: 1  - Slovensko: 1 
Čerpané financie: APVV: 11928 €           
Dosiahnuté výsledky:  
V rámci tejto etapy sa pokračovalo v modelových experimentoch v systéme Y2O3 – SiO2 – Ti – NbC. Prvé výsledky v 
rámci prípravy hutných keramických telies na báze SiC s rôznym prídavkom vodivej fázy s označením N50 možno zhrnúť 
do nasledujúcich bodov:  
− Fázové zloženie vodivej fázy (s označením N50) sa pri teplote spekania kompozitu (1820°C) výrazne nemení. Vo 

vzorkách boli okrem nevodivých oxidických fáz (Y2SiO5, Y2O3 a YxTi1-xO1-0,5x) zastúpené aj vodivé fázy na báze 
silicidov (Ti5Si3, Nb5Si3) a karbidov (NbC, TiC), čo bolo predpokladom ich ďalšieho využitia pri príprave vodivého 
kompozitu.   
Vodivá fáza pri teplote spekania (1820°C) dostatočne zmáča povrch tuhej fázy (SiC) a zrná spekaného materiálu (SiC) 
sú v nej čiastočne rozpustné (dôkazom je fázová transformácia SiC).   

− S rastúcim obsahom vodivej fázy N50 dochádza k zvyšovaniu tvrdosti. Najvyššia tvrdosť v prípade kompozitov bola 
nameraná na vzorke SiC30 (17.83 GPa). V porovnaní s referenčným  SiCref1 je táto hodnota o 2.8GPa nižšia, čo je 
spôsobené hlavne vyššou pórovitosťou. Nezanedbateľný vplyv na celkovú tvrdosť kompozitu SiC30 má aj vznik 
karbidov titánu a nióbu, ktoré kryštalizujú na hraniciach SiC zŕn a charakter mikroštruktúry predovšetkým priemerná 
veľkosť SiC zŕn.    

− Opísaným procesom prípravy SiC kompozitov sa podarilo vytvoriť v objeme vzoriek SiC20 a SiC30 dostatočne spojitú 
vodivú sieť bohatú na titán a niób (výsledok rtg mikrotomografie). V prípade vzorky SiC30 došlo k dvadsaťnásobnému 
zvýšeniu elektrickej vodivosti v porovnaní s SiCref1.   
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Publikácie:    
1. BYSTRICKÝ, Roman - HNATKO, Miroslav - LENČÉŠ, Zoltán - ŠAJGALÍK, Pavol. Štúdium procesu zhutňovania 

systému Si3N4-Y2O3-SiO2-C. In Interakcie tavenín s progresívnymi anorganickými materiálmi. 5. odborný seminár, 
Borinka, Slovensko, 20. - 21. október 2014 : zborník príspevkov. Editor Jana Valúchová. - Bratislava, 2014, p. 57-67.  

2. ŠAJGALÍK, Pavol - HNATKO, Miroslav - LENČÉŠ, Zoltán - KOVALČÍKOVÁ, Alexandra. Easy machinable SiC 
ceramics with high electrical conductivity. In ISSNOX4. 4th international symposium on SiAlONs and non-oxides, 
May 25-28, 2014, Shiga, Japan: program & abstracts. 2014, p. 23.  

 
18.) Štruktúra a vlastnosti oxidových skiel určených na aplikácie v jadrovej energetike (Structure and 
properties of oxide glasses for application in nuclear power technology)  
 
Zodpovedný riešiteľ: Mária Chromčíková 
Trvanie projektu: 1.7.2012 / 31.12.2015 
Evidenčné číslo projektu: APVV-0487-11 
Organizácia je koordinátorom projektu: nie 
Koordinátor: Trenčianska univerzita Alexandra Dubčeka v Trenčíne 
Počet spoluriešiteľských inštitúcií: 0  
Čerpané financie: APVV: 18882 €           
Dosiahnuté výsledky:  
Riešenie pokračovalo skúmaním závislosti fyzikálnych vlastností modelových skiel a sklotvorných tavenín pre vitrifikáciu 
rádioaktívneho odpadu CHROMPIK. Navrhol sa termodynamicky model skúmaných skiel. Publikovali sa výsledky 
analýzy Ramanových spektier a kryštalizácie modelových skiel. Termogravimetricky sa preskúmala kinetika reakcie 
sklenej frity s koncentrátom chrompiku a nevrhol sa kineticky model.  
 
1. CHROMČÍKOVÁ, Mária - LIŠKA, Marek - HOLUBOVÁ, Jana - ČERNOŠEK, Zdeněk. Structure of As2S3-Sb4S4 

glasses by combined Raman spectroscopy and thermodynamic modeling approach. In Journal of Non-Crystalline 
Solids, 2014, vol. 401, p. 115-118.  

2. LIŠKA, Marek - CHROMČÍKOVÁ, Mária - HOLUBOVÁ, Jana - ČERNOŠEK, Zdeněk. Thermodynamic model and 
structure of As2S3-As2Se3 glasses based on the MCR analysis of Raman spectra. In Ceramics-Silikáty, 2014, vol. 58, 
no. 2, p. 95-98.  

3. CHROMČÍKOVÁ, Mária - LIŠKA, Marek - GAVENDA, Tadeáš - MACHÁČEK, Jan. Structure of 
Na2O-MgO-CaO-SiO2 glasses by combined Raman spectroscopy and thermodynamic modeling approach. In Journal 
of Thermal Analysis and Calorimetry, 2014, vol. 118, no. 2, p. 835-840.  

 
19.) Vývoj nitridu kremičitého s prídavkom multivrstiev grafénu. (Development of Si3N4 with addition of 
graphene platelets)  
 
Zodpovedný riešiteľ: Monika Kašiarová 
Zodpovedný riešiteľ v organizácii SAV: Pavol Šajgalík 
Trvanie projektu: 1.7.2012 / 31.12.2015 
Evidenčné číslo projektu: APVV-0161-11 
Organizácia je koordinátorom projektu: nie 
Koordinátor:  
Počet spoluriešiteľských inštitúcií: 0  
Čerpané financie: APVV: 35600 €           
Dosiahnuté výsledky:  
Predmetom doterajšieho výskumu bolo dosiahnutie homogénnej distribúcie multivrstiev grafénu v nitride kremičitom a 
taktiež ich delaminácia na grafénové multivrstvy s nižším počtom vrstiev. Na dosiahnutie delaminácie grafénových 
multivrstiev počas prípravy grafénových vrstiev boli použité v zásade dve metódy:   
− Použitie ultrazvukovej sondy na rozdispergovanie a oddelenie grafénových multivrstiev a následné použitie centrifúgy 

na oddelenie frakcie s nižším počtom grafénových multivrstiev. Po tomto procese nasledovala homogenizácia v 
planetárnom mlyne    

− Na rozdispergovanie a delamináciu grafénových multivrstiev bolo použité spoločné pôsobenie ultrazvukovej sondy a 
adsorpcie surfaktantu. Následne bola suspenzia miešaná, rozprašovaná do tekutého dusíka a lyofilizovaná.  

− Takto pripravené kompozitné prášky na báze Si3N4 s prídavkom multivrstiev grafénu boli spekané v žiarovom lise.    
 
Publikácie:  
1. KAŠIAROVÁ, Monika - TATARKO, Peter - BURIK, Peter - DUSZA, Ján - ŠAJGALÍK, Pavol. Thermal shock 

resistance of Si3N4 and Si3N4-SiC ceramics with rare-earth oxide sintering additives. In Journal of the European 
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Ceramic Society, 2014, vol. 34, no. 14, p. 3301-3308.  
2. MICHÁLKOVÁ, Monika - KAŠIAROVÁ, Monika - TATARKO, Peter - DUSZA, Ján - ŠAJGALÍK, Pavol. Effect of 

homogenization treatment on the fracture behaviour of silicon nitride/graphene nanoplatelets composites. In Journal of 
the European Ceramic Society, 2014, vol. 34, no. 14, p. 3291-3299.   

3. HANZEL, Ondrej - SEDLÁČEK, Jaroslav - ŠAJGALÍK, Pavol. Functional properties of Al2O3-MWCNT composites. 
In Príprava a vlastnosti progresívnych keramických materiálov : Odborný seminár. Zborník rozšírených abstraktov. 
Terchová-Biely Potok, 26.-28.11.2014. Ed. D. Galusková. - Bratislava : ÚACh SAV, 2014, s. 8-14.   

4. LENČÉŠ, Zoltán – ŠAMAJOVÁ, Lenčéš – HANZEL, Ondrej. Preparation and characterization of Si3N4+MgSiN2 
Composites, In Príprava a vlastnosti progresívnych keramických materiálov : Odborný seminár. Zborník rozšírených 
abstraktov. Terchová-Biely Potok, 26.-28.11.2014. Ed. D. Galusková. - Bratislava : ÚACh SAV, 2014, s.  

5. KAŠIAROVÁ, Monika - MICHÁLKOVÁ, Monika - DUSZA, Ján - ŠAJGALÍK, Pavol. Scratch resistance of the 
Si3N4-graphene nanoplatelets composites. In Local mechanical properties 2014. LMP 2014: 11th conference on Local 
Mechanical Properties. Book of abstracts. Stará Lesná, 12.-14.11.2014. Košice: Institute of Materials Research SAS, 
2014, p. 63.  

 
20.) Organoíly a ich kompozity s polymérmi (Organoclays and their composites with polymers)  
 
Zodpovedný riešiteľ: Peter Komadel 
Trvanie projektu: 1.5.2011 / 31.10.2014 
Evidenčné číslo projektu: APVV-0362-10 
Organizácia je koordinátorom projektu: áno 
Koordinátor: Ústav anorganickej chémie SAV 
Počet spoluriešiteľských inštitúcií: 1  - Slovensko: 1 
Čerpané financie: APVV: 33200 €           
Dosiahnuté výsledky:  
1. BRTÁŇOVÁ, Anna - MADEJOVÁ, Jana - BIZOVSKÁ, Valéria - KOMADEL, Peter. Utilization of near infrared 

spectroscopy for studying solvation properties of Cu-montmorillonites. In Spectrochimica Acta Part A - Molecular and 
Biomolecular Spectroscopy, 2014, vol. 123, p. 385-391.  

2. SCHOLTZOVÁ, Eva - MADEJOVÁ, Jana - TUNEGA, Daniel. Structural properties of montmorillonite intercalated 
with tetraalkylammonium cations - Computational and experimental study. In Vibrational Spectroscopy, 2014, vol. 74, 
p. 120-126.  

3. MADEJOVÁ, Jana - PÁLKOVÁ, Helena – JANKOVIČ, Ľuboš. Near-infrared study of the interaction of pyridine with 
acid-treated montmorillonite. In Vibrational Spectroscopy, 2015, vol. 76, p. 22-30  

 
21.) Genéza perlitu a inovatívne prístupy pri jeho ťažbe a spracovaní (Perlite genesis and innovative 
approaches to its exploitation and processing)  
 
Zodpovedný riešiteľ: Jana Madejová 
Trvanie projektu: 1.10.2013 / 30.9.2017 
Evidenčné číslo projektu: APVV-0339-12 
Organizácia je 
koordinátorom projektu: 

nie 

Koordinátor: Prírodovedecká fakulta UK 
Počet spoluriešiteľských 
inštitúcií: 

0  

Čerpané financie: APVV: 8615 €           
Dosiahnuté výsledky:  
Riešenie projektu prebiehalo v súlade so stanoveným harmonogramom. Vzorky perlitov boli podrobne charakterizované 
viacerými fyzikálno-chemickými metódami, predovšetkým pomocou RTG a termickej analýzy a IČ spektroskopie v 
strednej a blízkej oblasti. Prebehli aj experimentálne práce zamerané na stanovenie katiónovýmennej kapacity, získané 
údaje sa aktuálne vyhodnocujú. Predbežné výsledky boli a prezentované na medzinárodných konferenciách:   
 
1. PÁLKOVÁ, Helena - BIZOVSKÁ, Valéria - CZÍMEROVÁ, Adriana - MADEJOVÁ, Jana - KOMADEL, Peter - 

UHLÍK, Peter - LEXA, Jaroslav. Application of infrared spectroscopy for characterization of perlites. In SSC 2014. 
11th conference on solid state chemistry, Trenčianske Teplice, Slovak Republic, 6-11 july 2014: book of abstracts. - 
Slovak Republic, 2014, p. 158. ISBN 978-80-971648-0-5.   

2. UHLÍK, Peter - LEXA, Jaroslav - PÁLKOVÁ, Helena - MADEJOVÁ, Jana - BLIŠŤAN, P. - BIZOVSKÁ, Valéria. 
Basic characterization of perlite from Lehôtka pod Brehmi deposit and its surrounds (Slovakia). In MECC2014. 7th 
mid-european clay conference, Dresden, Germany, 16-19 september 2014: programme and abstractbook. Dresden, 
Germany: Deutsche Ton- und Tonmineralgruppe e.V. (DTTG), 2014, p. 268  
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22.) Relativistické výpočty parametrov NMR a EPR spektroskopie pre zlúčeniny obsahujúce ťažké 
prvky: pokračovanie metodologického vývoja a aplikácie (Relativistic calculations of parameters of NMR 
and EPR spectroscopy for compounds containing heavy elements: further methodological development and 
applications)  
 
Zodpovedný riešiteľ: Vladimír Malkin 
Trvanie projektu: 1.5.2011 / 30.4.2014 
Evidenčné číslo projektu: APVV-0483-10 
Organizácia je koordinátorom projektu: áno 
Koordinátor: Ústav anorganickej chémie SAV 
Počet spoluriešiteľských inštitúcií: 0  
Čerpané financie: APVV: 34318 €           
Dosiahnuté výsledky:  
1. REPISKÝ, Michal – KONEČNÝ, Lukáš – KÁDEK, Marius, KOMOROVSKÝ, Stanislav, MALKINA, Olga L. – 

MALKIN Vladimír G. – KENNETH, Ruud. Excitation energies from real-time propagation of the four-component 
Dirac–Kohn–Sham equation, submited to the Journal of Chemical Theory and Computation, 2014   

 
23.) Polyaplikovateľné heterocykly - návrh štruktúry, syntéza a vlastnosti (Polyaplicable heterocycles - 
design, synthesis and properties)  
 
Zodpovedný riešiteľ: Ľubomír Smrčok 
Trvanie projektu: 1.7.2012 / 31.12.2015 
Evidenčné číslo projektu:  
Organizácia je koordinátorom projektu: nie 
Koordinátor: Fakulta chemickej a potravinárskej technológie STU 
Počet spoluriešiteľských inštitúcií: 0  
Čerpané financie: APVV: 3762 €           
Dosiahnuté výsledky:  
Na základe štruktúrnych, spektroskopických dát v UV oblasti a presných kvantovochemických výpočtov bola analyzovaná 
dynamika molekúl v štruktúre selénového derivátu chinolónu. Pri hľadaní prekurzorov liečiv boli metódami štruktúrnej 
analýzy a kvantovej chémie (molekulové a aj výpočty v tuhej fáze) analyzované štruktúrne a väzbové podmienky v troch 
fluoroderivátoch substituovaného fluorochinolónu.  
 
24.) Vývoj kompozitných biomateriálov na báze nitridu kremičitého (Development of composite 
biomaterials based on silicon nitride)  
 
Zodpovedný riešiteľ: Pavol Šajgalík 
Trvanie projektu: 1.5.2011 / 31.10.2014 
Evidenčné číslo projektu: APVV-0500-10 
Organizácia je koordinátorom projektu: áno 
Koordinátor: Ústav anorganickej chémie SAV 
Počet spoluriešiteľských inštitúcií: 1  - Slovensko: 1 
Čerpané financie: APVV: 36000 €           
Dosiahnuté výsledky:  
Riešiteľskému kolektívu sa úspešne podarilo pripraviť kompozitný materiál na báze nitridu kremičitého s bioaktívnou 
zložkou vo forme hydroxyapatitu. Pripravená keramická matrica bola ocharakterizovaná z hľadiska mikroštruktúry, 
mechanických vlastností a pórovitosti, pričom tieto vlastnosti v plnej miere spadali do oblasti hodnôt nameraných pre 
trabekulárnu kosť, čo je hlavnou požiadavkou pri vývoji kostných náhrad. Na pripravenom kompozite bolo taktiež 
vykonané biologické testovanie, v rámci ktorého bola stanovená biokompatibilita a bioaktivita materiálu. Výsledkom tohto 
testovania je, že pripravený SN/HA kompozit je biokompatibilný, pričom vykazuje zvýšenú bioaktivitu v porovnaní s 
referenčnou Si3N4 matricou.    
 
Publikácie:   
2. BODIŠOVÁ, Katarína - KAŠIAROVÁ, Monika - PRAMUKOVÁ, Zuzana - DOMANICKÁ, Magdaléna - LENČÉŠ, 

Zoltán - HNATKO, Miroslav - GROMOŠOVÁ, Silvia - ŠAJGALÍK, Pavol. Mechanical properties of macroporous 
silicon nitride-based ceramics designed for bone substitutes. In Ceramics-Silikáty, 2014, vol. 58, no. 2, p. 99-105. 
(0.434 - IF2013). ISSN 0862-5468.   

3. GALUSKOVÁ, Dagmar - KAŠIAROVÁ, Monika - HNATKO, Miroslav - GALUSEK, Dušan - DUSZA, Ján - 
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ŠAJGALÍK, Pavol. Hydrothermal corrosion and flexural strength of Si3N4-based ceramics. In Corrosion Science, 
2014, vol. 85, p. 94-100. (3.686 - IF2013). ISSN 0010-938X.  

4. GALUSKOVÁ, Dagmar - GALUSEK, Dušan - ŠAJGALÍK, Pavol. Evaluation of corrosion of engineering ceramics 
by atomic emission spetrometry in inductively coupled plasma. In Ceramics-Silikáty, 2014, vol. 58, no. 1, p. 39-45.   

5. PRAMUKOVÁ, Zuzana - KAŠIAROVÁ, Monika - DOMANICKÁ, Magdaléna - HNATKO, Miroslav - ŠAJGALÍK, 
Pavol. Influence of the preparation of Si3N4 based foams on the compressive strength and processing flaws. In Powder 
Metallurgy Progress : Journal of Science and Technology of Particle Materials, 2013, vol. 13, no. 3-4, p. 139-146. 
ISSN 1335-8978.  

6. KOVALČÍKOVÁ, Alexandra - DUSZA, Ján - ŠAJGALÍK, Pavol. Influence of the microstructure on macro/micro 
versus nanohardness of SiC ceramics. In Key Engineering Materials, 2014, vol. 606, p. 197-200. ISSN 1013-9826.   

7. VILČEKOVÁ, Zuzana . KAŠIAROVÁ, Monika – DOMANICKÁ, Magdaléna – HNATKO, Miroslav – ŠAJGALÍK, 
Pavol.Determination of Local Mechanical Properties of Si3N4 Based Foams; Key Engineering Materials Vol. 606 
(2014) pp 213-216   

8. KAŠIAROVÁ, Monika - PRAMUKOVÁ, Zuzana - BODIŠOVÁ, Katarína - DOMANICKÁ, Magdaléna - HNATKO, 
Miroslav - DUSZA, Ján - ŠAJGALÍK, Pavol - GROMOŠOVÁ, Silvia. Mechanical properties of porous Si3N4 
ceramics. In Key Engineering Materials, 2014, vol. 586, p. 166-169. ISSN 1013-9826.  

 
Programy: Štrukturálne fondy EÚ Výskum a vývoj  
 
25.) Univerzitný vedecký park STU Bratislava (University Science Park of STU Bratislava)  
 
Zodpovedný riešiteľ: Miroslav Boča 
Trvanie projektu: 1.2.2013 / 31.1.2015 
Evidenčné číslo projektu: 26240220084 
Organizácia je koordinátorom projektu: nie 
Koordinátor: Slovenská technická univerzita v Bratislave 
Počet spoluriešiteľských inštitúcií: 2  - Slovensko: 2 
Čerpané financie: MŠ: 32427 €           
Dosiahnuté výsledky:  
V rámci riešenia aktivity projektu boli realizované nasledovné činnosti:  
− Termické analýzy a vyhodnocovanie fázových diagramov roztopených systémov solí LiF-CaF2 s prídavkami rôznych 

mólových množstiev LaF3.   
− Termické analýzy roztopených systémov solí LiF-CaF2 s prídavkami rôznych mólových množstiev NdF3.  
− RTG merania produktov korózie konštrukčného materiálu SS 304 po koróznych testoch v tavenine NaNO3 s 

prídavkom rôznej koncentrácie FeF3, FeF2, CrF3, NiF2, CoF2 pri teplotách 200, 300, 400 a 500?C.   
− Boli pripravené rôzne fluoridové zlúčeniny ako K2ZrF6.HF, KZrF5, NaNbOF4, na ktorých boli študované fázové 

prechody pomocou simultánnej termickej analýzy.  
 
26.) Kompetenčné centrum pre nové materiály, pokročilé technológie a energetiku (Competence center for 
new materials, advanced technologies and energy)  
 
Zodpovedný riešiteľ: Karol Fröhlich 
Zodpovedný riešiteľ v organizácii SAV: Miroslav Boča 
Trvanie projektu: 1.6.2011 / 30.9.2014 
Evidenčné číslo projektu: 26240220073          
Organizácia je koordinátorom projektu: nie 
Koordinátor:  
Počet spoluriešiteľských inštitúcií: 14  - Slovensko: 14 
Čerpané financie: MŠ: 11475 €           
Dosiahnuté výsledky:  
1. KUBÍKOVÁ, Blanka - DANIELIK, Vladimír - ROBERT, Eric - MLYNÁRIKOVÁ, Jarmila - BOČA, Miroslav. Phase 

equilibrium and density investigation of the molten LiCl plus NaCl + ZnCl2 system. In Journal of Chemical and 
Engineering Data, 2014, vol. 59, no. 8, p. 2408-2412.   

2. MICHÁLKOVÁ, Monika - KAŠIAROVÁ, Monika - TATARKO, Peter - DUSZA, Ján - ŠAJGALÍK, Pavol. Effect of 
homogenization treatment on the fracture behaviour of silicon nitride/graphene nanoplatelets composites. In Journal of 
the European Ceramic Society, 2014, vol. 34, no. 14, p. 3291-3299. 

 
27.) Centrum aplikovaného výskumu nových materiálov a transferu technológií (Center for applied 
research of new materials and technology transfer)  
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Zodpovedný riešiteľ: Jaromír Pastorek 
Zodpovedný riešiteľ v organizácii SAV: Miroslav Boča 
Trvanie projektu: 1.3.2013 / 31.3.2015 
Evidenčné číslo projektu: ITMS 26240220088 
Organizácia je koordinátorom projektu: nie 
Koordinátor:  
Počet spoluriešiteľských inštitúcií: 2  - Slovensko: 2 
Čerpané financie: MŠ: 83661 €           
Dosiahnuté výsledky:  
V rámci aktivity budovania centra bola koordinovaná činnosť dodávok a inštalácie zariadení v rámci projektu STA - 
simultánny termický analýzátor s FTIR spektrometrom, RTG difraktometer a taktiež boli dodané príslušenstvá ako: 
komponenty pre práškový difraktometer, komponenty elektronického systému atď.  
Činnosti realizované v rámci aktivity 2.1 sú zamerané na skúmania a využitia širšieho spektra keramických materiálov a 
ich kompozitov tak aby pokrývali celkový zámer budovaného Laboratória keramických materiálov.  
V rámci výskumných aktivít boli optimalizované zloženia vhodných keramických materiálov na báze oxidov, nitridov a 
karbidov s rôznymi prídavkami spekania za účelom zlepšenia mechanických a termodynamických vlastností pre ďalšie 
využitie v praxi. Súčasne boli skúmané materiály na báze korundu a na báze karbidu kremičitého s prídavkov uhlíkových 
nanorúrok (CNT), ktoré rozširuje aplikačný potenciál týchto materiálov do oblastí vyžadujúcich funkčné vlastnosti 
materiálov, ako napr. elektrická a tepelná vodivosť, odolnosť voči teplotným šokom, atď. Okrem toho bol skúmaný vplyv 
prídavku CNT na mechanické vlastnosti keramických kompozitov. V priebehu realizácie aktivity boli optimalizované 
postupy prípravy zmesí ako aj optimalizácia zhutňovania a bol sledovaný vývoj mikroštruktúry. V oblasti nitridov bola 
skúmaná možnosť prípravy keramických kompozitov s vynikajúcimi mechanickými vlastnosťami v systéme Si3N4/SiC. V 
súvislosti s charakterizáciou aplikačných vlastností boli vybrané druhy keramických materiálov, napr. karbid kremičitý s 
prídavkom do 15 hm. % kovového titánu, testované na odolnosť voči koróznemu pôsobeniu tavenín v sústave LiF-NaF-KF 
pri 600 až 900°C. Súčasne s experimentálnou činnosťou prebiehali modelové výpočty mechanického správania sa 
keramických materiálov a kompozitov pre účely optimalizácie zloženia a nastavenia parametrov procesu ich výroby.  
 
Publikácie:  
1. HANZEL, Ondrej - SEDLÁČEK, Jaroslav - ŠAJGALÍK, Pavol. Functional properties of Al2O3-MWCNT composites. 

In Príprava a vlastnosti progresívnych keramických materiálov : Odborný seminár. Zborník rozšírených abstraktov. 
Terchová-Biely Potok, 26.-28.11.2014. Ed. D. Galusková. Trenčín: Trenčianska univerzita A. Dubčeka, 2014, s. 8-14. 
ISBN 978-80-8075-667-3.  

2. LENČÉŠ, Zoltán - ŠAMAJOVÁ, Vladana - HANZEL, Ondrej. Príprava a charakterizácia kompozitov Si3N4 + 
MgSiN2. In Príprava a vlastnosti progresívnych keramických materiálov : Odborný seminár. Zborník rozšírených 
abstraktov. Terchová-Biely Potok, 26.-28.11.2014. Ed. D. Galusková. Trenčín: Trenčianska univerzita A. Dubčeka, 
2014, s. 20-26. ISBN 978-80-8075-667-3.  

 
28.) Priemyselný výskum pre potreby zefektívnenia unikátnej technológie tavenia a tvarovania 
úžitkového skla -  PVTECHSKLO (Industrial research for needs of the reengineering of the unique 
technology of the glass preparation and the forming work -  PVTECHSKLO)  
 
Zodpovedný riešiteľ: Peter Šimurka 
Trvanie projektu: 1.4.2010 / 31.3.2014 
Evidenčné číslo projektu: ITMS kód: 26220220072 
Organizácia je koordinátorom projektu: nie 
Koordinátor: RONA, a. s. 
Počet spoluriešiteľských inštitúcií: 1  - Slovensko: 1 
Čerpané financie: MŠ: 36402 €           
Dosiahnuté výsledky:  
Boli ukončené zmluvné výskumy v oblasti tavenia s firmami SSV Murano, Taliansko, Messer Tatragas Slovakia a Glass 
Service Vsetín, ČR (1.časť) a v oblasi tvarovania s TU Liberec, ČR.   
 
Získané výsledky boli prezentované vo forme prednášok a vývesok na medzinárodných konferenciách.   
1. KRAXNER, Jozef – ŠIMURKA, Peter - KLEMENT, Robert - PAUČO, T. - - VRÁBEL, P. Korózia Al2O3 - ZrO2 - 

SiO2 (AZS) materiálu používaného pri tavení úžitkového skla. VIII. Medzinárodná vedecká konferencia 
žiaromateriály, pece a tepelné izolácie, s. 128-134, Nový Smokovec, Apríl 2014, ISBN 978-80-553-1673-4 (prednáška)  

2. ŠIMURKA, Peter - KRAXNER, Jozef – KLEMENT, Robert - VRÁBEL, P. - PAUČO, T. Glass Defects in Tableware 
Glass Production Originating from AZS Refractories Šimurka P., Kraxner J. Klement R., Vrábel P., Paučo T. Book of 
abstracts 12th ESG Conference, s.92, 12 PM, September 2014, Parma, Taliansko (prednáška)  
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3. ŠIMURKA, Peter - KRAXNER, Jozef - VRÁBEL, P. - PAUČO, T. Knots in Tableware glass Products Originating 
from AZS Refractories. 7. Medzinárodná konferencia "STEKLOPROGRESS - XXI" Máj, 2014, Saratov, Rusko 
(prednáška)  

4. ŠIMURKA, Peter - KRAXNER, Jozef - VRÁBEL, P. - PAUČO, T. - SANCHETTI, S. - FALCONE, S. 
Al2O3-ZrO2-SiO2 refractory corrosion in barium soda lime silicate glass melt. In SSC 2014. 11th conference on solid 
state chemistry, Trenčianske Teplice, Slovak Republic, 6-11 july 2014 : book of abstracts. - Slovak Republic, 2014, p. 
143. 

5. ŠIMURKA, Peter - KRAXNER, Jozef - VRÁBEL, P. - PAUČO, T. - SANCHETTI, S. - FALCONE, S. Štúdium 
korózie AZS žiaromateriálov pri tavení úžitkového skla, Sborník abstraktu Česká a slovenská konferencia o skle, 5.-7. 
november 2014, Žďár nad Sázavou, Česká republika ISBN 978-80-7080-902-0 (poster)   

6. KRAXNER, Jozef – KLEMENT, Robert - ŠIMURKA, Peter - VRÁBEL, P. - PAUČO, T. – JURÁSEK I. Corrosion 
behavior of ZrO2-SiO2-Al2O3 refractories in barium soda lime silicate glass melt. In Book of Abstracts of the 12th 
ESG Conference, September 2014, Parma, Taliansko, p.184. 

 
29.) Znalostná databáza a expertný systém environmentálneho riešenia havárií straty chladiva v 
prevádzke jadrovej elektrárne - ZDESJE. (Knowledge database and expert system for environmental 
friendly solutions of loss of coolant accidents in atomic nuclear power plants - ZDESJE.)  
 
Zodpovedný riešiteľ: Peter Šimurka 
Trvanie projektu: 1.4.2010 / 31.3.2014 
Evidenčné číslo projektu: ITMS 26220220072 
Organizácia je koordinátorom projektu: nie 
Koordinátor: VÚEZ, a.s. 
Počet spoluriešiteľských inštitúcií: 1  - Slovensko: 1 
Čerpané financie: MŠ: 89743 €           
Dosiahnuté výsledky:  
Získali sa experimentálne dáta pre statické a prietokové lúžiace testy v sústavách sklovláknitá izolácia4 – chladivo4, 
sklovláknitá izolácia4 - destilovaná voda, sklená drvina4 – chladivo4 a sklená drvina4 - destilovaná voda. 
Špecializovaným softwarom PHREEQC (http://www.xs4all.nl/~appt/index.html) sa pokračovalo v modelovaní situácií 
skúmaných experimentálne. V prípade detailnejšieho rozboru sústavy sklovláknitá izolácia3 – chladivo3 sa na základe 
detailnej matematicko-štatistickej analýzy aplikácie termodynamického modelu na získané experimentálne dáta navrhol aj 
plauzibilný kinetický model založený na predpoklade kongruentného rozpúšťania sklovláknitej izolácie   
 
1. CHROMČÍKOVÁ, Mária - MICHÁLKOVÁ, J. - VLČKOVÁ, Patrícia - VOKELOVÁ, Jana - FATURÍKOVÁ, 

Katarína - LIŠKA, Marek. Kinetics of IZOMER TT glass grains leaching in corrosive media. In SSC 2014. 11th 
conference on solid state chemistry, Trenčianske Teplice, Slovak Republic, 6-11 july 2014 : book of abstracts. - Slovak 
Republic, 2014, p. 173.  

2. VLČKOVÁ, Patrícia - VOKELOVÁ, Jana - MICHÁLKOVÁ, J. - FATURÍKOVÁ, Katarína - CHROMČÍKOVÁ, 
Mária - LIŠKA, Marek. Kinetics of leaching of IZOMER TT glass fiber in corrosive media. In SSC 2014. 11th 
conference on solid state chemistry, Trenčianske Teplice, Slovak Republic, 6-11 july 2014 : book of abstracts. - Slovak 
Republic, 2014, p. 186.  

3. VOKELOVÁ, Jana - VLČKOVÁ, Patrícia - MICHÁLKOVÁ, J. - FATURÍKOVÁ, Katarína - CHROMČÍKOVÁ, 
Mária - LIŠKA, Marek. Kinetics of leaching of IZOMER TT glass grains under static conditions in distilled water and 
in borate coolant solution. In SSC 2014. 11th conference on solid state chemistry, Trenčianske Teplice, Slovak 
Republic, 6-11 july 2014 : book of abstracts. - Slovak Republic, 2014, p. 187.  

4. LIŠKA, Marek - CHROMČÍKOVÁ, Mária - MACHÁČEK, Jan - HRUŠKA, Branislav - ZEMANOVÁ, Vladimíra - 
GAVENDA, Tadeáš. Thermodynamic model of ZnO-MoO3-P2O5 glasses and its validation by MCR analysis of 
Raman spectra of ZnO-P2O5 glasses. In International days of materials science 2014, ReAdMat, Pardubice, september 
16-17, 2014 : book of abstracts. - Pardubice, Czech Republic : University of Pardubice, 2014, p. 10. prednaska 
pozvana.  

5. CHROMČÍKOVÁ, Mária - LIŠKA, Marek - MACHÁČEK, Jan - HRUŠKA, Branislav - ZEMANOVÁ, Vladimíra - 
GAVENDA, Tadeáš. Thermodynamic model and MCR analysis of Raman spectra of CaO-P2O5 glasses. In 
International days of materials science 2014, ReAdMat, Pardubice, september 16-17, 2014 : book of abstracts. - 
Pardubice, Czech Republic : University of Pardubice, 2014, p. 52.  

6. HRUŠKA, Branislav - TEPLANOVÁ, Magdaléna - CHROMČÍKOVÁ, Mária - ZEMANOVÁ, Vladimíra - LIŠKA, 
Marek. DTA a TG analýza vitrifikácie CHROMPIK-u. In Česká a slovenská konference o skle, Žďár nad Sázavou, 5. - 
7. 11. 2014 : sborník abstraktů. - Praha, Česká republika : Vysoká škola chemicko-technologická v Praze, 2014, s. 33.  
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Programy: Štrukturálne fondy EÚ Bratislavský kraj  
 
30.) Aplikovaný výskum a overenie technológií katalytickej dehalogenácie kontaminovaných vôd z 
priemyselných ekologických záťaží na reaktívnych bariérach (Investigation and verification of catalytic 
dehalogenation on reactive barriers technologies - treatment of contaminated water from polluted industrial 
sites)  
 
Zodpovedný riešiteľ: Adriana Czímerová 
Trvanie projektu: 1.2.2014 / 30.06.2015 
Evidenčné číslo projektu: ITMS 26240220078 
Organizácia je koordinátorom projektu: nie 
Koordinátor: Dekonta s. r. o. 
Počet spoluriešiteľských inštitúcií: 0  
Čerpané financie: MŠ: 20772 €           
Dosiahnuté výsledky:  
V rámci riešenia projektu sa navrhol a sprevádzkoval vsádzkový a prietokový reaktor pre modelovanie procesu anaeróbnej 
redukcie znečistenia podzemných vôd. Doteraz získané výsledky výskumu poskytli informácie a potrebné vstupné údaje 
pre projektovanie a realizáciu výstavby bariéry. Pre návrh a prevádzku sa definovali limitujúce parametre prevádzky – 
zrnitosť inertného materiálu v bariére, vhodné pomery granulovaného železa v bariére, vplyv zloženia granulovaného 
železa na proces kryštalizácie oxidačných produktov železa a následnej adsorpcie znečistenia na ich povrchu, inhibičný a 
katalytický vplyv vybraných anorganických ukazovateľov kvality podzemnej vody, ako aj  požadovaný rozsah pH a ORP 
pre priebeh redukčných procesov v horninovom prostredí. Dôležitým poznaním, ktoré vyplynulo z riešenia je 
zdokumentovanie migrácie oxidačných produktov granulovaného železa z bariéry do okolitého horninového prostredia. 
Skutočnosť výrazne posúva poznanie využitia granulovaného železa ako redukčného prostriedku  pre sanáciu najmä 
starých environmentálnych záťaží na Slovensku.  
 
Výsledky boli prezentované na konferenciách:  
1. HOLUBEC, Miroslav - KOMADEL, Peter. Possibilities for removal of chlorinated hydrocarbons from soil matrix 

using zero valent iron. In SSC 2014. 11th conference on solid state chemistry, Trenčianske Teplice, Slovak Republic, 
6-11 july 2014 : book of abstracts. - Slovak Republic, 2014, p. 140.  

2. HOLUBEC, Miroslav - MATEJDES, Marián - CZÍMEROVÁ, Adriana. Influence of bentonite on sorption of organic 
compounds in groundwater aquifer. In MECC2014. 7th mid-european clay conference, Dresden, Germany, 16-19 
september 2014: programme and abstractbook. - Dresden, Germany : Deutsche Ton- und Tonmineralgruppe e.V. 
(DTTG), 2014, p. 307.  

 
Programy: Centrá excelentnosti SAV  
 
31.) Centrum excelentnosti pre funkcionalizované viacfázové materiály (Center of Excellence for 
Functionalized Multiphase Materials )  
 
Zodpovedný riešiteľ: Marián Krajčí 
Zodpovedný riešiteľ v organizácii SAV: Pavol Šajgalík 
Trvanie projektu: 1.8.2011 / 31.12.2014 
Evidenčné číslo projektu:  
Organizácia je koordinátorom projektu: nie 
Koordinátor:  
Počet spoluriešiteľských inštitúcií: 5  - Slovensko: 5 
Čerpané financie: SAV: 3947 €           
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Príloha C - Publikačná činnosť organizácie (generovaná z ARL)  
 
ABC Kapitoly vo vedeckých monografiách vydané v zahraničných vydavateľstvách  
 
ABC01 GALUSEK, Dušan - SEDLÁČEK, Jaroslav - KLEMENT, Róbert - ŠVANČÁREK, Peter. 

Silicon carbide-containing alumina nanocomposites: processing and properties. In Advances 
in ceramic matrix composites. - UK : Woodhead Publishing Limited, 2014, p. 43-78. ISBN 
978-0-85709-120-8. 

  
ADCA Vedecké práce v zahraničných karentovaných časopisoch impaktovaných  
 
ADCA01 ANTAL, Peter - SCHWENDT, Peter - TATIERSKY, Jozef - GYEPES, Róbert - DRÁBIK, 

Milan. Interaction between chiral ions: synthesis and characterization of tartratovanadates(V) 
with tris(2,2'-bipyridine) complexes of iron(II) and nickel(II) as cations. In Transition Metal 
Chemistry : An International Journal, 2014, vol. 39, p. 893-900. (1.402 - IF2013). (2014 - 
Current Contents). ISSN 0340-4285. 

ADCA02 BARBIERIKOVÁ, Zuzana - DVORANOVÁ, Dana - BELLA, Maroš - MILATA, Viktor - 
CZÍMEROVÁ, Adriana - BREZOVÁ, Vlasta. Fused-ring derivatives of quinoxalines: 
spectroscopic characterization and photoinduced processes investigated by EPR spin trapping 
technique. In Molecules, 2014, vol. 19, no. 8, p. 12078-12098. (2.095 - IF2013). (2014 - Current 
Contents). ISSN 1420-3049. 

ADCA03 BARBORÍK, Peter - VASKOVÁ, Zuzana - BOČA, Miroslav - PRIŠČÁK, Jozef. 
Physicochemical properties of the system (LiF + NaF + KF(eut) + Na7Zr6F31): Phase 
equilibria, density and volume properties, viscosity and surface tension. In Journal of Chemical 
Thermodynamics, 2014, vol. 76, p. 145-151. (2.423 - IF2013). (2014 - Current Contents). ISSN 
0021-9614. 

ADCA04 BERNARDO, E. - FIOCCO, L. - PRNOVÁ, Anna - KLEMENT, Róbert - GALUSEK, Dušan. 
Gehlenite: Eu3+ phosphors from a silicone resin and nano-sized fillers. In Optical Materials, 
2014, vol. 36, p. 1243-1249. (2.075 - IF2013). (2014 - Current Contents). ISSN 0925-3467. 

ADCA05 BODIŠOVÁ, Katarína - KAŠIAROVÁ, Monika - PRAMUKOVÁ, Zuzana - DOMANICKÁ, 
Magdaléna - LENČÉŠ, Zoltán - HNATKO, Miroslav - GROMOŠOVÁ, Silvia - ŠAJGALÍK, 
Pavol. Mechanical properties of macroporous silicon nitride-based ceramics designed for bone 
substitutes. In Ceramics-Silikáty, 2014, vol. 58, no. 2, p. 99-105. (0.434 - IF2013). (2014 - 
Current Contents). ISSN 0862-5468. 

ADCA06 BRTÁŇOVÁ, Anna - MADEJOVÁ, Jana - BIZOVSKÁ, Valéria - KOMADEL, Peter. 
Utilization of near infrared spectroscopy for studying solvation properties of 
Cu-montmorillonites. In Spectrochimica Acta Part A - Molecular and Biomolecular 
Spectroscopy, 2014, vol. 123, p. 385-391. (2.129 - IF2013). (2014 - Current Contents). ISSN 
1386-1425. 

ADCA07 BUČKO, Tomáš - LEBèGUE, Sébastien - ÁNGYÁN, János G. - HAFNER, Jürgen. Extending 
the applicability of the Tkatchenko-Scheffler dispersion correction via iterative Hirshfeld 
partitioning. In Journal of Chemical Physics, 2014, vol. 141, p. 034114-1-034114-17. (3.122 - 
IF2013). (2014 - Current Contents). ISSN 0021-9606. 

ADCA08 BUJDÁK, Juraj. Layer-by-layer assemblies composed of polycationic electrolyte, organic dyes, 
and layered silicates. In Journal of Physical Chemistry C, 2014, vol. 118, no. 13, p. 7152-7162. 
(4.835 - IF2013). (2014 - Current Contents, WOS, SCOPUS). ISSN 1932-7447. 

ADCA09 BUTVINOVÁ, Beata - BUTVIN, Pavol - MAŤKO, Igor - ŠVEC, Peter - CHROMČÍKOVÁ, 
Mária - SITEK, J. - DEKAN, J. Magnetic and surface properties of high-induction 
nanocrystalline Fe-Nb-Cu-B/P-Si ribbons. In IEEE Transactions on Magnetics, 2014, vol. 50, 
no. 4, 2002904. (1.213 - IF2013). (2014 - Current Contents, WOS, SCOPUS). ISSN 0018-9464. 

ADCA10 DOMANICKÁ, A. - KLEMENT, Róbert - PRNOVÁ, Anna - BODIŠOVÁ, Katarína - 
GALUSEK, Dušan. Luminescent rare-earth ions doped Al2O3-Y2O3-SiO2 glass microspheres 
prepared by flame synthesis. In Ceramics International, 2014, vol. 40, p. 6005-6012. (2.086 - 
IF2013). (2014 - Current Contents). ISSN 0272-8842. 

ADCA11 GALUSKOVÁ, Dagmar - KAŠIAROVÁ, Monika - HNATKO, Miroslav - GALUSEK, Dušan - 
DUSZA, Ján - ŠAJGALÍK, Pavol. Hydrothermal corrosion and flexural strength of 
Si3N4-based ceramics. In Corrosion Science, 2014, vol. 85, p. 94-100. (3.686 - IF2013). (2014 - 

 

72 



 
Správa o činnosti ÚACH SAV          2014 

Current Contents). ISSN 0010-938X. 
ADCA12 GALUSKOVÁ, Dagmar - GALUSEK, Dušan - ŠAJGALÍK, Pavol. Evaluation of corrosion of 

engineering ceramics by atomic emission spetrometry in inductively coupled plasma. In 
Ceramics-Silikáty, 2014, vol. 58, no. 1, p. 39-45. (0.434 - IF2013). (2014 - Current Contents). 
ISSN 0862-5468. 

ADCA13 HANZEL, Ondrej - SEDLÁČEK, Jaroslav - ŠAJGALÍK, Pavol. New approach for distribution 
of carbon nanotubes in alumina matrix. In Journal of the European Ceramic Society, 2014, vol. 
34, p. 1845-1851. (2.307 - IF2013). (2014 - Current Contents, WOS, SCOPUS). ISSN 
0955-2219. 

ADCA14 HOLEŠOVÁ, Sylva - VALÁŠKOVÁ, Marta - HLAVÁČ, Dominik - MADEJOVÁ, Jana - 
SAMLÍKOVÁ, Magda - TOKARSKÝ, Jonáš - PAZDZIORA, Erich. Antibacterial 
kaolinite/urea/chlorhexidine nanocomposites: Experiment and molecular modelling. In Applied 
Surface Science, 2014, vol. 305, p. 783-791. (2.538 - IF2013). (2014 - Current Contents). ISSN 
0169-4332. 

ADCA15 HRDÁ, Marcela - KULICH, Tomáš - REPISKÝ, Michal - NOGA, Jozef - MALKINA, Oľga - 
MALKIN, Vladimír. Implementation of the diagonalization-free algorithm in the self-consistent 
field procedure within the four-component relativistic scheme. In Journal of Computational 
Chemistry, 2014, vol. 35, no. 23, p. 1725-1737. (3.601 - IF2013). (2014 - Current Contents). 
ISSN 0192-8651. 

ADCA16 HRICOVÍNI, Miloš - DRIGUEZ, Pierre-Alexandre - MALKINA, Oľga. NMR and DFT 
analysis of trisaccharide from heparin repeating sequence. In Journal of Physical Chemistry B, 
2014, vol. 118, no. 41, p. 11931-11942. (3.377 - IF2013). (2014 - Current Contents, WOS, 
SCOPUS). ISSN 1520-6106. 

ADCA17 HUANG, Yu Li - WRUSS, Elisabeth - EGGER, David A. - KERA, Satoshi - UENO, Nobuo - 
SAIDI, Wissam A. - BUČKO, Tomáš - WEE, Andrew T.S. - ZOJER, Egbert. Understanding 
the adsorption of CuPc and ZnPc on noble metal surfaces by combining quantum-mechanical 
modelling and photoelectron spectroscopy. In Molecules, 2014, vol. 19, p. 2969-2992. (2.095 - 
IF2013). (2014 - Current Contents). ISSN 1420-3049. 

ADCA18 CHROMČÍKOVÁ, Mária - LIŠKA, Marek - HOLUBOVÁ, Jana - ČERNOŠEK, Zdeněk. 
Structure of As2S3-Sb4S4 glasses by combined Raman spectroscopy and thermodynamic 
modeling approach. In Journal of Non-Crystalline Solids, 2014, vol. 401, p. 115-118. (1.716 - 
IF2013). (2014 - Current Contents). ISSN 0022-3093. 

ADCA19 CHROMČÍKOVÁ, Mária - LIŠKA, Marek - MACHÁČEK, Jan - CHOVANEC, Jozef. 
Thermodynamic model and viscosity of Na2O-MgO-CaO-SiO2 glasses. In Journal of 
Non-Crystalline Solids, 2014, vol. 401, p. 237-240. (1.716 - IF2013). (2014 - Current Contents). 
ISSN 0022-3093. 

ADCA20 CHROMČÍKOVÁ, Mária - LIŠKA, Marek - GAVENDA, Tadeáš - MACHÁČEK, Jan. 
Structure of Na2O-MgO-CaO-SiO2 glasses by combined Raman spectroscopy and 
thermodynamic modeling approach. In Journal of Thermal Analysis and Calorimetry, 2014, vol. 
118, no. 2, p. 835-840. (2.206 - IF2013). (2014 - Current Contents). ISSN 1388-6150. 

ADCA21 IBRAHIM, Ismail - LENČÉŠ, Zoltán - BENCO, Ľubomír - HRABALOVÁ, Monika - 
ŠAJGALÍK, Pavol. Cerium-doped LaSi3N5: Computed electronic structure and band gaps. In 
Journal of the European Ceramic Society, 2014, vol. 34, no. 11, p. 2705-2712. (2.307 - IF2013). 
(2014 - Current Contents, WOS, SCOPUS). ISSN 0955-2219. 

ADCA22 IBRAHIM, Ismail - LENČÉŠ, Zoltán - BENCO, Ľubomír - HRABALOVÁ, Monika - 
ŠAJGALÍK, Pavol. Sm-doped LaSi3N5: Synthesis, computed electronic structure, and band 
gaps. In Journal of the American Ceramic Society, 2014, vol. 97, no. 8, p. 2546-2551. (2.428 - 
IF2013). (2014 - Current Contents). ISSN 0002-7820. 

ADCA23 KAŠIAROVÁ, Monika - TATARKO, Peter - BURIK, Peter - DUSZA, Ján - ŠAJGALÍK, 
Pavol. Thermal shock resistance of Si3N4 and Si3N4-SiC ceramics with rare-earth oxide 
sintering additives. In Journal of the European Ceramic Society, 2014, vol. 34, no. 14, p. 
3301-3308. (2.307 - IF2013). (2014 - Current Contents, WOS, SCOPUS). ISSN 0955-2219. 

ADCA24 KORENKO, Michal - STULOV, Y.V. - KUZNETSOV, S.A. - AMBROVÁ, M. - KUBÍKOVÁ, 
Blanka. Electrochemical investigation of the redox couple Sm(III)/Sm(II) on a tungsten 
electrode in molten LiF-CaF2-SmF3. In Journal of radioanalytical and nuclear chemistry, 2014, 
vol. 301, no. 2, p. 589-595. (1.415 - IF2013). (2014 - Current Contents). ISSN 0236-5731. 

ADCA25 KORENKO, Michal - STRAKA, Martin - UHLÍŘ, J. - SZATMÁRY, Lórant - AMBROVÁ, M. 
- ŠIMURDA, Michal. Phase analysis of the solidified KF-(LiF-NaF-UF4)-ZrF4 molten 
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electrolytes for the electrowinning of uranium. In Journal of radioanalytical and nuclear 
chemistry, 2014, vol. 302, no. 1, p. 549-554. (1.415 - IF2013). (2014 - Current Contents). ISSN 
0236-5731. 

ADCA26 KOVALČÍKOVÁ, Alexandra - KUREK, Pavol - BALKO, Ján - DUSZA, Ján - ŠAJGALÍK, 
Pavol - MIHALIKOVÁ, Mária, Ing., PhD. Effect of the counterpart material on wear 
characteristics of silicon carbide ceramics. In International Journal of Refractory Metals and 
Hard Materials, 2014, vol. 44, p. 12-18. (1.764 - IF2013). (2014 - Current Contents). ISSN 
0263-4368. 

ADCA27 KUBÍKOVÁ, Blanka - DANIELIK, Vladimír - ROBERT, Eric - MLYNÁRIKOVÁ, Jarmila - 
BOČA, Miroslav. Phase equilibrium and density investigation of the molten LiCl plus NaCl + 
ZnCl2 system. In Journal of Chemical and Engineering Data, 2014, vol. 59, no. 8, p. 2408-2412. 
(2.045 - IF2013). 

ADCA28 KUBÍKOVÁ, Blanka - MLYNÁRIKOVÁ, Jarmila - VASKOVÁ, Zuzana - JEŘÁBKOVÁ, 
Petra - BOČA, Miroslav. Phase analysis and density of the system K2ZrF6-K2TaF7. In 
Monatshefte für Chemie, 2014, vol. 145, p. 1247-1252. (1.347 - IF2013). (2014 - Current 
Contents). ISSN 0026-9247. 

ADCA29 LIŠKA, Marek - CHROMČÍKOVÁ, Mária - HOLUBOVÁ, Jana - ČERNOŠEK, Zdeněk. 
Thermodynamic model and structure of As2S3-As2Se3 glasses based on the MCR analysis of 
Raman spectra. In Ceramics-Silikáty, 2014, vol. 58, no. 2, p. 95-98. (0.434 - IF2013). (2014 - 
Current Contents). ISSN 0862-5468. 

ADCA30 MACA, Karel - POUCHLÝ, Václav - BODIŠOVÁ, Katarína - ŠVANČÁREK, Peter - 
GALUSEK, Dušan. Densification of fine-grained alumina ceramics doped by magnesia, yttria 
and zirconia evaluated by two different sintering models. In Journal of the European Ceramic 
Society, 2014, vol. 34, p. 4363-4372. (2.307 - IF2013). (2014 - Current Contents, WOS, 
SCOPUS). ISSN 0955-2219. 

ADCA31 MICHÁLEK, Martin - KAŠIAROVÁ, Monika - MICHÁLKOVÁ, Monika - GALUSEK, 
Dušan. Mechanical and functional properties of Al2O3-ZrO2-MWCNTs nanocomposites. In 
Journal of the European Ceramic Society, 2014, vol. 34, p. 3329-3337. (2.307 - IF2013). (2014 - 
Current Contents, WOS, SCOPUS). ISSN 0955-2219. 

ADCA32 MICHÁLEK, Martin - SEDLÁČEK, Jaroslav - PARCHOVIANSKÝ, Milan - MICHÁLKOVÁ, 
Monika - GALUSEK, Dušan. Mechanical properties and electrical conductivity of 
alumina/MWCNT and alumina/zirconia/MWCNT composites. In Ceramics International, 2014, 
vol. 40, p. 1289-1295. (2.086 - IF2013). (2014 - Current Contents). ISSN 0272-8842. 

ADCA33 MICHÁLKOVÁ, Monika - KAŠIAROVÁ, Monika - TATARKO, Peter - DUSZA, Ján - 
ŠAJGALÍK, Pavol. Effect of homogenization treatment on the fracture behaviour of silicon 
nitride/graphene nanoplatelets composites. In Journal of the European Ceramic Society, 2014, 
vol. 34, no. 14, p. 3291-3299. (2.307 - IF2013). (2014 - Current Contents, WOS, SCOPUS). 
ISSN 0955-2219. 

ADCA34 PARCIANELLO, G. - BERNARDO, E. - COLOMBO, P. - LENČÉŠ, Zoltán - VETRECIN, 
Michal - ŠAJGALÍK, Pavol - KAŠIAROVÁ, Monika. Preceramic polymer-derived SiAlON as 
sintering aid for silicon nitride. In Journal of the American Ceramic Society, 2014, vol. 97, no. 
11, p. 3407-3412. (2.428 - IF2013). (2014 - Current Contents). ISSN 0002-7820. 

ADCA35 PARCHOVIANSKÝ, Milan - GALUSEK, D. - MICHÁLEK, M. - ŠVANČÁREK, P. - 
KAŠIAROVÁ, Monika - DUSZA, Ján - HNATKO, Miroslav. Effect of the volume fraction of 
SiC on the microstructure and creep behavior of hot pressed Al2O3/SiC composites. In 
Ceramics International, 2014, vol. 40, p. 1807-1814. (2.086 - IF2013). (2014 - Current 
Contents). ISSN 0272-8842. 

ADCA36 PARCHOVIANSKÝ, Milan - GALUSEK, Dušan - ŠVANČÁREK, Peter - SEDLÁČEK, 
Jaroslav - ŠAJGALÍK, Pavol. Thermal behavior, electrical conductivity and microstructure of 
hot pressed Al2O3/SiC nanocomposites. In Ceramics International, 2014, vol. 40, p. 
14421-14429. (2.086 - IF2013). (2014 - Current Contents). ISSN 0272-8842. 

ADCA37 PRNOVÁ, Anna - BODIŠOVÁ, Katarína - KLEMENT, R. - MIGÁT, M. - VETEŠKA, P. - 
ŠKRÁTEK, Martin - BRUNEEL, E. - VAN DRIESSCHE, I. - GALUSEK, Dušan. Preparation 
and characterization of Yb2O3-Al2O3 glasses by the Pechini sol-gel method combined with 
flame synthesis. In Ceramics International, 2014, vol. 40, p. 6179-6184. (2.086 - IF2013). (2014 
- Current Contents). ISSN 0272-8842. 

ADCA38 SCHOLTZOVÁ, Eva - KUCKOVÁ, Lenka - KOŽÍŠEK, Jozef - PÁLKOVÁ, Helena - 
TUNEGA, Daniel. Experimental and computational study of thaumasite structure. In Cement 
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and Concrete Research, 2014, vol. 59, p. 66-72. (3.848 - IF2013). (2014 - Current Contents). 
ISSN 0008-8846. 

ADCA39 SCHOLTZOVÁ, Eva - MADEJOVÁ, Jana - TUNEGA, Daniel. Structural properties of 
montmorillonite intercalated with tetraalkylammonium cations - Computational and 
experimental study. In Vibrational Spectroscopy, 2014, vol. 74, p. 120-126. (1.547 - IF2013). 
(2014 - Current Contents). ISSN 0924-2031. 

ADCA40 SCHOUWINK, Pascal - LEY, Morten Brix - JENSEN, Torben R. - SMRČOK, Ľubomír - 
ČERNÝ, Radovan. Borohydrides: from sheet to framework topologies. In Dalton Transactions, 
2014, vol. 43, no. 21, p. 7726-7733. (4.097 - IF2013). (2014 - Current Contents). ISSN 
1477-9226. 

ADCA41 SCHOUWINK, Pascal - SMRČOK, Ľubomír - ČERNÝ, Radovan. Role of the Li+ node in the 
Li-BH4 substructure of double-cation tetrahydroborates. In Acta Crystallographica Section B, 
2014, vol. 70, p. 871-878. (2.095 - IF2013). (2014 - Current Contents). ISSN 0108-7681. 

ADCA42 SCHOUWINK, Pascal - LEY, Morten Brix - TISSOT, Antoine - HAGEMANN, Hans - 
JENSEN, Torben R. - SMRČOK, Ľubomír - ČERNÝ, Radovan. Structure and properties of 
complex hydride perovskite materials. In Nature Communications, 2014, vol. 5, p. 
5706-1-5706-10. (10.742 - IF2013). (2014 - Current Contents). ISSN 2041-1723. 

ADCA43 SZALAY, Zsolt - BODIŠOVÁ, Katarína - PÁLKOVÁ, Helena - ŠVANČÁREK, Peter - 
ĎURINA, P. - RÁHEĽ, Jozef - ZAHORANOVÁ, Anna - GALUSEK, Dušan. Atmospheric 
pressure air plasma treated alumina powder for ceramic sintering. In Ceramics International, 
2014, vol. 40, p. 12737-12743. (2.086 - IF2013). (2014 - Current Contents). ISSN 0272-8842. 

ADCA44 ŠIMKO, František - RAKHMATULLIN, Aydar - BESSADA, Catherine - BOČA, Miroslav. 
MAS NMR study of the solidified cryolite systems with FeO addition. In Journal of Fluorine 
Chemistry, 2014, vol. 165, p. 116-122. (1.952 - IF2013). (2014 - Current Contents). ISSN 
0022-1139. 

ADCA45 VASKOVÁ, Zuzana - KITANOVSKI, Nives - JAGLIČIĆ, Zvonko - STRAUCH, Peter - 
RŮŽIČKOVÁ, Zdeňka - VALIGURA, D. - KOMAN, M. - KOZLEVČAR, Bojan - MONCOĽ, 
J. Synthesis and magneto-structural characterization of copper(II) nitrobenzoate complexes 
containing nicotinamide or methylnicotinamide ligands. In Polyhedron, 2014, vol. 81, p. 
555-563. (2.047 - IF2013). (2014 - Current Contents). ISSN 0277-5387. 

  
ADEB Vedecké práce v zahraničných nekarentovaných časopisoch neimpaktovaných  
 
ADEB01 KAŠIAROVÁ, Monika - GALUSKOVÁ, Dagmar - PRAMUKOVÁ, Zuzana - TATARKO, 

Peter - GAALOVÁ, Petra - GALUSEK, Dušan. Corrosion behavior of human teeth measured 
by nanoindentation method. In Key Engineering Materials, 2014, vol. 606, p. 145-148. (2014 - 
SCOPUS). ISSN 1013-9826. 

ADEB02 KAŠIAROVÁ, Monika - PRAMUKOVÁ, Zuzana - BODIŠOVÁ, Katarína - DOMANICKÁ, 
Magdaléna - HNATKO, Miroslav - DUSZA, Ján - ŠAJGALÍK, Pavol - GROMOŠOVÁ, Silvia. 
Mechanical properties of porous Si3N4 ceramics. In Key Engineering Materials, 2014, vol. 586, 
p. 166-169. (2014 - SCOPUS). ISSN 1013-9826. 

ADEB03 KOVALČÍKOVÁ, Alexandra - DUSZA, Ján - ŠAJGALÍK, Pavol. Influence of the 
microstructure on macro/micro versus nanohardness of SiC ceramics. In Key Engineering 
Materials, 2014, vol. 606, p. 197-200. (2014 - SCOPUS). ISSN 1013-9826. 

ADEB04 PRAMUKOVÁ, Zuzana - KAŠIAROVÁ, Monika - DOMANICKÁ, Magdaléna - HNATKO, 
Miroslav - ŠAJGALÍK, Pavol. Determination of local mechanical properties of Si3N4 based 
foams. In Key Engineering Materials, 2014, vol. 606, p. 213-216. (2014 - SCOPUS). ISSN 
1013-9826. 

  
ADFB Vedecké práce v domácich nekarentovaných časopisoch neimpaktovaných  
 
ADFB01 PRAMUKOVÁ, Zuzana - KAŠIAROVÁ, Monika - DOMANICKÁ, Magdaléna - HNATKO, 

Miroslav - ŠAJGALÍK, Pavol. Influence of the preparation of Si3N4 based foams on the 
compressive strength and processing flaws. In Powder Metallurgy Progress : Journal of Science 
and Technology of Particle Materials, 2013, vol. 13, no. 3-4, p. 139-146. ISSN 1335-8978. 

  
AEC Vedecké práce v zahraničných recenzovaných vedeckých zborníkoch (aj konferenčných), 
monografiách  
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AEC01 BOČA, Miroslav - KUBÍKOVÁ, Blanka - ŠIMKO, František - GEMBICKÝ, Milan - 

MONCOĽ, J. - JOMOVÁ, K. Different phases of fluorido-tantalates. In Molten Salts Chemistry 
and Technology. Eds. Marcelle Gaune-Escard, Geir Martin Haarberg. - United Kingdom : John 
Wiley & Sons, Ltd., 2014, p. 163-170. ISBN 978-1-118-44873-1. 

AEC02 BOHÁČ, Peter - MELICHOVÁ, Zuzana - NAGYOVÁ, Iveta. Stanovenie vybraných toxických 
kovov v zložkách životného prostredia v lokalite Špania Dolina. In Staré báňské zátěže 
opuštěných Cu-ložisek. Peter Andráš, Vojtech Dirner, Ingrid Turisová, Hana Vojtková. 1. vyd. - 
Ostrava : Mendelej, 2013, p. 370-385. ISBN 978-80-86832-75-3. 

AEC03 CHROMČÍKOVÁ, Mária - LIŠKA, Marek - ZEMANOVÁ, Vladimíra - VOKELOVÁ, Jana. 
Vplyv gama žiarenia na termické vlastnosti sklovláknitej izolácie. In 36. Mezinárodní slovenský 
a český kalorimetrický seminář : sborník příspěvků. Zodp. redak. Zdeněk Černošek, Jana 
Holubová, Eva Černošková. - Pardubice : Univerzita Pardubice, 2014, s. 57-60. ISBN 
9788073957841. 

AEC04 PLŠKO, Alfonz - ZEMANOVÁ, Vladimíra - CHROMČÍKOVÁ, Mária - LISSOVÁ, 
Magdaléna - LIŠKA, Marek. Vplyv spôsobu prípravy 0,5CaO-0,5P2O5 skla na jeho 
kryštalizáciu. In 36. Mezinárodní slovenský a český kalorimetrický seminář : sborník příspěvků. 
Zodp. redak. Zdeněk Černošek, Jana Holubová, Eva Černošková. - Pardubice : Univerzita 
Pardubice, 2014, s. 61-64. ISBN 9788073957841. 

AEC05 RAKHMATULLIN, Aydar - KEPPERT, M. - HAARBERG, G.M. - ŠIMKO, František - 
BESSADA, Catherine. NMR study of melts in the system Na3AlF6-Al2O3-AlPO4. In Molten 
Salts Chemistry and Technology. Eds. Marcelle Gaune-Escard, Geir Martin Haarberg. - United 
Kingdom : John Wiley & Sons, Ltd., 2014, p. 229-233. ISBN 978-1-118-44873-1. 

AEC06 TEPLANOVÁ, Magdaléna - LIŠKA, Marek - CHROMČÍKOVÁ, Mária - ZEMANOVÁ, 
Vladimíra - LISSOVÁ, Magdaléna. Termické vlastnosti skiel pre vitrifikáciu rádioaktívneho 
odpadu. In 36. Mezinárodní slovenský a český kalorimetrický seminář : sborník příspěvků. 
Zodp. redak. Zdeněk Černošek, Jana Holubová, Eva Černošková. - Pardubice : Univerzita 
Pardubice, 2014, s. 165-168. ISBN 9788073957841. 

AEC07 ZEMANOVÁ, Vladimíra - PLŠKO, Alfonz - LISSOVÁ, Magdaléna - CHROMČÍKOVÁ, 
Mária - LIŠKA, Marek. Termické vlastnosti 50CaO-50P2O5. In 36. Mezinárodní slovenský a 
český kalorimetrický seminář : sborník příspěvků. Zodp. redak. Zdeněk Černošek, Jana 
Holubová, Eva Černošková. - Pardubice : Univerzita Pardubice, 2014, s. 77-80. ISBN 
9788073957841. 

  
AED Vedecké práce v domácich recenzovaných vedeckých zborníkoch (aj konferenčných), 
monografiách  
 
AED01 BELUŠÁKOVÁ, Silvia - BUJDÁK, Juraj. Viacstupňový rezonančný prenos energie v 

hybridných sústavách na báze organických farbív a ílového minerálu. In Študentská vedecká 
konferencia PriF UK 2014 : zborník recenzovaných príspevkov. Editori Michal Galamboš, 
Vladimíra Džugasová, Andrea Ševčovičová. - Bratislava : Univerzita Komenského v Bratislave 
vo Vydavateľstve UK, 2014, s. 895-900. ISBN 978-80-223-3592-8. 

AED02 DOMANICKÁ, Magdaléna - PRAMUKOVÁ, Zuzana - KAŠIAROVÁ, Monika - HNATKO, 
Miroslav - ŠAJGALÍK, Pavol. Porous silicon nitride based ceramics for bioapplication. In 
Študentská vedecká konferencia PriF UK 2014 : zborník recenzovaných príspevkov. Editori 
Michal Galamboš, Vladimíra Džugasová, Andrea Ševčovičová. - Bratislava : Univerzita 
Komenského v Bratislave vo Vydavateľstve UK, 2014, s. 927-930. ISBN 978-80-223-3592-8. 

  
AFC Publikované príspevky na zahraničných vedeckých konferenciách  
 
AFC01 PAVLÍK, Viliam - KONTRÍK, Martin - ŠIMKO, František. Korózna charakteristika zliatiny 

Incoloy 800H/HT v tavenine (LiF-NaF-KF)eut. In Jaderná energetika v pracích mladé generace 
- 2013. Mikulášské setkání Mladé generace ČNS, 4. až 6. prosince 2013 : sborník referátů ze 
semináře. - Praha, Česká republika : Česká nukleární společnost, o. s., 2014, p. 167-175. ISBN 
978-80-02-02513-9. 

AFC02 ŠIMURKA, Peter - KRAXNER, Jozef - KLEMENT, Róbert - VRÁBEL, Peter - PAUČO, T. 
Glass defects in tableware glass production originating from AZS refractories. In 12th ESG 
conference. - Italy, 2014, 6 p. 
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AFDA Publikované príspevky na medzinárodných vedeckých konferenciách poriadaných v SR  
 
AFDA01 KRAXNER, Jozef - ŠIMURKA, Peter - KLEMENT, Róbert - PAUČO, T. - VRÁBEL, Peter. 

Korózia Al2O3-ZrO2-SiO2 (AZS) materiálu používaného pri tavení úžitkového skla. In 
Zborník referátov z medzinárodnej vedeckej konferencie Žiaromateriály, pece a tepelné 
izolácie. - Košice : Technická univerzita Košice, 2014, p. 128-134. ISBN 978-80-553-1673-4. 

  
AFDB Publikované príspevky na domácich vedeckých konferenciách  
 
AFDB01 BYSTRICKÝ, Roman - HNATKO, Miroslav - LENČÉŠ, Zoltán - ŠAJGALÍK, Pavol. Štúdium 

procesu zhutňovania systému Si3N4-Y2O3-SiO2-C. In Interakcie tavenín s progresívnymi 
anorganickými materiálmi. 5. odborný seminár, Borinka, Slovensko, 20. - 21. október 2014 : 
zborník príspevkov. Editor Jana Valúchová. - Bratislava, 2014, p. 57-67. ISBN 
978-80-971648-2-9. 

AFDB02 DOMANICKÁ, Magdaléna - HNATKO, Miroslav - LENČÉŠ, Zoltán - PRAMUKOVÁ, 
Zuzana - KAŠIAROVÁ, Monika - ŠAJGALÍK, Pavol. Preparation and characterization of 
Si3N4 - HA porous composites. In Príprava a vlastnosti progresívnych keramických materiálov 
: Odborný seminár. Zborník rozšírených abstraktov. Terchová-Biely Potok, 26.-28.11.2014. Ed. 
D. Galusková. - Trenčín : Trenčianska univerzita A. Dubčeka, 2014, s. 44-50. ISBN 
978-80-8075-667-3. 

AFDB03 GAALOVÁ, Petra - GALUSKOVÁ, Dagmar - ŠVANČÁRKOVÁ, Anna - BALKO, Ján - 
GALUSEK, Dušan. Vplyv korózie v kyslom prostredí na mikromechanické vlastnosti a 
odolnosti voči opotrebeniu ľudskej zubnej skloviny. In Príprava a vlastnosti progresívnych 
keramických materiálov : Odborný seminár. Zborník rozšírených abstraktov. Terchová-Biely 
Potok, 26.-28.11.2014. Ed. D. Galusková. - Trenčín : Trenčianska univerzita A. Dubčeka, 2014, 
s. 6-7. ISBN 978-80-8075-667-3. 

AFDB04 HANZEL, Ondrej - SEDLÁČEK, Jaroslav - ŠAJGALÍK, Pavol. Functional properties of 
Al2O3-MWCNT composites. In Príprava a vlastnosti progresívnych keramických materiálov : 
Odborný seminár. Zborník rozšírených abstraktov. Terchová-Biely Potok, 26.-28.11.2014. Ed. 
D. Galusková. - Trenčín : Trenčianska univerzita A. Dubčeka, 2014, s. 8-14. ISBN 
978-80-8075-667-3. 

AFDB05 JANEK, Marián - VINCZE, A. - MATEJDES, Marián - ZACHER, Tomáš - DARMO, Juraj - 
KAVECKÝ, Štefan - ŠATKA, A. - HAŠKO, D. - DANIELIK, Vladimír - UHEREK, F. - 
MATUŠKA, J. Vhodnosť pBN na štúdium taveninových sústav v infračervenej a ďalekej 
infračervenej oblasti pomocou THz-TDS. In Interakcie tavenín s progresívnymi anorganickými 
materiálmi. 5. odborný seminár, Borinka, Slovensko, 20. - 21. október 2014 : zborník 
príspevkov. Editor Jana Valúchová. - Bratislava, 2014, p. 68-74. ISBN 978-80-971648-2-9. 

AFDB06 KONTRÍK, Martin - ŠIMKO, František - GALUSKOVÁ, Dagmar - GALUSEK, Dušan. 
Korózna odolnosť kermických materiálov potenciálne využiteľných pre nízkoteplotnú výrobu 
hliníka. In Interakcie tavenín s progresívnymi anorganickými materiálmi. 5. odborný seminár, 
Borinka, Slovensko, 20. - 21. október 2014 : zborník príspevkov. Editor Jana Valúchová. - 
Bratislava, 2014, p. 108-114. ISBN 978-80-971648-2-9. 

AFDB07 LENČÉŠ, Zoltán - ŠAMAJOVÁ, Vladana - HANZEL, Ondrej. Príprava a charakterizácia 
kompozitov Si3N4 + MgSiN2. In Príprava a vlastnosti progresívnych keramických materiálov : 
Odborný seminár. Zborník rozšírených abstraktov. Terchová-Biely Potok, 26.-28.11.2014. Ed. 
D. Galusková. - Trenčín : Trenčianska univerzita A. Dubčeka, 2014, s. 20-26. ISBN 
978-80-8075-667-3. 

AFDB08 PAVLÍK, Viliam - BARBORÍK, Peter - BOČA, Miroslav. Korózne správanie zirkónia v 
tavenine (LiF-NaF-KF)eut. s rôznymi prídavkami K2ZrF6 a Na7Zr6F31. In Interakcie tavenín s 
progresívnymi anorganickými materiálmi. 5. odborný seminár, Borinka, Slovensko, 20. - 21. 
október 2014 : zborník príspevkov. Editor Jana Valúchová. - Bratislava, 2014, p. 29-33. ISBN 
978-80-971648-2-9. 

AFDB09 PRAMUKOVÁ, Zuzana - KAŠIAROVÁ, Monika - DOMANICKÁ, Magdaléna - HNATKO, 
Miroslav - ŠAJGALÍK, Pavol. Mechanické vlastnosti vysoko pórovitých Si3N4 materiálov. In 
Príprava a vlastnosti progresívnych keramických materiálov : Odborný seminár. Zborník 
rozšírených abstraktov. Terchová-Biely Potok, 26.-28.11.2014. Ed. D. Galusková. - Trenčín : 
Trenčianska univerzita A. Dubčeka, 2014, s. 41-43. ISBN 978-80-8075-667-3. 
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AFDB10 PRNOVÁ, Anna - KLEMENT, Róbert - BODIŠOVÁ, Katarína - ŠKVARKOVÁ, Natália - 
GALUSEK, Dušan - BRUNEEL, E. - VAN DRIESSCHE, I. Príprava kusových vzoriek 
hlinitanových skiel žiarovým lisovaním sklených mikroguličiek. In Príprava a vlastnosti 
progresívnych keramických materiálov : Odborný seminár. Zborník rozšírených abstraktov. 
Terchová-Biely Potok, 26.-28.11.2014. Ed. D. Galusková. - Trenčín : Trenčianska univerzita A. 
Dubčeka, 2014, s. 51-54. ISBN 978-80-8075-667-3. 

AFDB11 ŠAMAJOVÁ, Vladana - LENČÉŠ, Zoltán - JONŠTA, Zdeněk. Příprava a mechanické 
vlastnosti kompozitů Si3N4+MgSiN2. In Interakcie tavenín s progresívnymi anorganickými 
materiálmi. 5. odborný seminár, Borinka, Slovensko, 20. - 21. október 2014 : zborník 
príspevkov. Editor Jana Valúchová. - Bratislava, 2014, p. 127-132. ISBN 978-80-971648-2-9. 

AFDB12 ŠIMURDA, Michal - KORENKO, Michal - BOČA, Miroslav. Analýza sústavy (LiF-CaF2)eut 
+ LaF3 pripravenej pomocou metódy rýchleho chladenia. In Interakcie tavenín s progresívnymi 
anorganickými materiálmi. 5. odborný seminár, Borinka, Slovensko, 20. - 21. október 2014 : 
zborník príspevkov. Editor Jana Valúchová. - Bratislava, 2014, p. 99-107. ISBN 
978-80-971648-2-9. 

AFDB13 ŠKVARKOVÁ, Natália - PRNOVÁ, Anna - KLEMENT, Róbert - DVORSKÁ, Lívia - 
GALUSEK, Dušan. Štúdium kryštalizácie skla v systéme Al2O3-SiO2-Y2O3: Er, Nd v 
izotermických podmienkach. In Príprava a vlastnosti progresívnych keramických materiálov : 
Odborný seminár. Zborník rozšírených abstraktov. Terchová-Biely Potok, 26.-28.11.2014. Ed. 
D. Galusková. - Trenčín : Trenčianska univerzita A. Dubčeka, 2014, s. 58-60. ISBN 
978-80-8075-667-3. 

AFDB14 ŠVANČÁREK, Peter - KLEMENT, Róbert - GALUSEK, Dušan. Willemite based phosphors. 
In Príprava a vlastnosti progresívnych keramických materiálov : Odborný seminár. Zborník 
rozšírených abstraktov. Terchová-Biely Potok, 26.-28.11.2014. Ed. D. Galusková. - Trenčín : 
Trenčianska univerzita A. Dubčeka, 2014, s. 61-65. ISBN 978-80-8075-667-3. 

AFDB15 ŠVANČÁRKOVÁ, Anna - GALUSKOVÁ, Dagmar - GAALOVÁ, Petra - BALKO, Ján - 
GALUSEK, Dušan. Vplyv korózie v kyslom prostredí na mikromechanické vlastnosti a 
odolnosti voči opotrebeniu leucitovej dentálnej keramiky. In Príprava a vlastnosti progresívnych 
keramických materiálov : Odborný seminár. Zborník rozšírených abstraktov. Terchová-Biely 
Potok, 26.-28.11.2014. Ed. D. Galusková. - Trenčín : Trenčianska univerzita A. Dubčeka, 2014, 
s. 66-68. ISBN 978-80-8075-667-3. 

AFDB16 ZEMANOVÁ, Matilda - KRIVDOVÁ, Patricia - MADEJOVÁ, Jana. Korózna odolnosť 
selektívnych vrstiev hodnotená IČ spektroskopiou. In Interakcie tavenín s progresívnymi 
anorganickými materiálmi. 5. odborný seminár, Borinka, Slovensko, 20. - 21. október 2014 : 
zborník príspevkov. Editor Jana Valúchová. - Bratislava, 2014, p. 75-80. ISBN 
978-80-971648-2-9. 

AFDB17 ZEMANOVÁ, Vladimíra - PLŠKO, Alfonz - LISSOVÁ, Magdaléna - CHROMČÍKOVÁ, 
Mária - LIŠKA, Marek. Kryštalizácia 50ZnO-50P2O5 skla. In Príprava a vlastnosti 
progresívnych keramických materiálov : Odborný seminár. Zborník rozšírených abstraktov. 
Terchová-Biely Potok, 26.-28.11.2014. Ed. D. Galusková. - Trenčín : Trenčianska univerzita A. 
Dubčeka, 2014, s. 69-70. ISBN 978-80-8075-667-3. 

  
AFE Abstrakty pozvaných príspevkov zo zahraničných konferencií   
 
AFE01 BUJDÁK, Juraj. Hybrids based on organic dyes and smectites - fundamentals and potential 

applications. In MECC2014. 7th mid-european clay conference, Dresden, Germany, 16-19 
september 2014 : programme and abstractbook. - Dresden, Germany : Deutsche Ton- und 
Tonmineralgruppe e.V. (DTTG), 2014, p. 77. 

AFE02 LENČÉŠ, Zoltán - HRABALOVÁ, Monika - IBRAHIM, Ismail - BENCO, Ľubomír - 
ŠAJGALÍK, Pavol. Influence of lanthanoid dopant and N/O substitution on the electronic 
structure and luminescent properties of silicon oxynitrid phosphors. In ISNT 2014. 8th 
international symposium on nitrides in conjunction with 7th international workshop on spinel 
nitrides and related materials and Marie Curie ITN 7th framework program FUNEA, Wildbad 
Kreuth, Germany, august 31st - september 5th, 2014 : conference program with abstracts. - 
Germany : Technische Universität Darmstadt, 2014, p. 53. 

AFE03 LENČÉŠ, Zoltán - HRABALOVÁ, Monika - IBRAHIM, Ismail - BENCO, Ľubomír - 
ŠAJGALÍK, Pavol. Theoretical and experimental approach to ternary silicon oxynitride-based 
phosphors. In ICC5. 5th international congress on ceramics, Beijing, China, august 17-21, 2014 
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: abstract. - China : The Chinese Ceramics Society, 2014, p. 161-162. 
AFE04 ŠAJGALÍK, Pavol - HNATKO, Miroslav - LENČÉŠ, Zoltán - GALL, Marián - CHLUP, 

Zdeněk. GB chemistry of silicon nitride based nanocomposites - implications to fracture 
behavior - experimental and theoretical study. In ICACC 2014. 38th international conference 
and exposition on advanced ceramics and composites, Daytona Beach, Florida, USA, january 
26-31, 2014 : abstracts. - USA : The American Ceramic Society, 2014, p. 52. 

AFE05 ŠAJGALÍK, Pavol - HNATKO, Miroslav - LENČÉŠ, Zoltán - KOVALČÍKOVÁ, Alexandra. 
Easy machinable SiC ceramics with high electrical conductivity. In ISSNOX4. 4th international 
symposium on SiAlONs and non-oxides, may 25-28, 2014, Nagahama Royal Hotel, Shiga, 
Japan : program & abstracts. - Japan, 2014, p. 23. 

AFE06 ŠAJGALÍK, Pavol - SEDLÁČEK, Jaroslav - LENČÉŠ, Zoltán - DUSZA, Ján - LIN, Hua-Tay. 
Additive-free hot-pressed silicon carbide ceramics - a material with exceptional mechanical 
properties. In ISNT 2014. 8th international symposium on nitrides in conjunction with 7th 
international workshop on spinel nitrides and related materials and Marie Curie ITN 7th 
framework program FUNEA, Wildbad Kreuth, Germany, august 31st - september 5th, 2014 : 
conference program with abstracts. - Germany : Technische Universität Darmstadt, 2014, p. 39. 

  
AFFA Abstrakty pozvaných príspevkov z medzinárodných vedeckých konferenciách poriadaných v SR  
 
AFFA01 BUČKO, Tomáš - LEBèGUE, Sébastien - HAFNER, Jürgen - ÁNGYÁN, János G. Density 

dependent correction for the description of London dispersion forces: improved 
Tkachenko-Scheffler method and its applications. In SSC 2014. 11th conference on solid state 
chemistry, Trenčianske Teplice, Slovak Republic, 6-11 july 2014 : book of abstracts. - Slovak 
Republic, 2014, p. 92. ISBN 978-80-971648-0-5. 

  
AFG Abstrakty príspevkov zo zahraničných konferencií   
 
AFG01 ANDREJKOVIČOVÁ, Slávka - PENTRÁK, Martin - MADEJOVÁ, Jana - KOMADEL, Peter. 

Long-term laboratory experiments of artificial weathering to examine hydration properties of 
montmorillonite. In Everything is big: from nanopatricles to planets : program and abstracts of 
the 51st annual meeting of the Clay minerals society, Texas A&M University, College Station, 
Texas, USA, may 17-21, 2014. - USA : The Clay Minerals Society and Agrilife, 2014, p. 34-35. 

AFG02 BIZOVSKÁ, Valéria - MADEJOVÁ, Jana - JANKOVIČ, Ľuboš. Hydration properties and 
interlayer structure of di- and tetraoctylammonium-montmorillonite. In MECC2014. 7th 
mid-european clay conference, Dresden, Germany, 16-19 september 2014 : programme and 
abstractbook. - Dresden, Germany : Deutsche Ton- und Tonmineralgruppe e.V. (DTTG), 2014, 
p. 101. 

AFG03 BIZOVSKÁ, Valéria - MADEJOVÁ, Jana - JANKOVIČ, Ľuboš - BRENDLÉ, Jocelyne. 
Hydration properties of montmorillonite saturated with dioctylammonium cation. In Vth 
international workshop on layered materials: from the bulk to nanosheets, University of 
Haute-Alsace, Mulhouse, France, 27th - 29th august 2014. - France, 2014, p. 17. 

AFG04 BOHÁČ, Peter - CZÍMEROVÁ, Adriana - BUJDÁK, Juraj. Study of FRET in hybrid thin films 
based on saponite and cyanine dyes. In MECC2014. 7th mid-european clay conference, 
Dresden, Germany, 16-19 september 2014 : programme and abstractbook. - Dresden, Germany : 
Deutsche Ton- und Tonmineralgruppe e.V. (DTTG), 2014, p. 270. 

AFG05 BRTÁŇOVÁ, Anna - VALKO, M. - KOMADEL, Peter. Interaction of selected organic 
molecules with immobilized Cu2+ cations in montmorillonite. In MECC2014. 7th 
mid-european clay conference, Dresden, Germany, 16-19 september 2014 : programme and 
abstractbook. - Dresden, Germany : Deutsche Ton- und Tonmineralgruppe e.V. (DTTG), 2014, 
p. 104. 

AFG06 BRTÁŇOVÁ, Anna - BIZOVSKÁ, Valéria - MADEJOVÁ, Jana - KOMADEL, Peter. Is 
fixation of Li+ and Cu2+ in montmorillonite upon heating similar? In Vth international 
workshop on layered materials: from the bulk to nanosheets, University of Haute-Alsace, 
Mulhouse, France, 27th - 29th august 2014. - France, 2014, p. 18. 

AFG07 BUČKO, Tomáš. Role of local environment in catalytic reactions: ab initio molecular dynamics 
study. In 6th FEZA. Porous systems: from novel materials to sustainable solutions, Universität 
Leipzig, Germany, 8 - 11 september 2014 : book of abstracts. - Leipzig, Germany, 2014, p. 518. 

AFG08 BUJDÁK, Juraj. Layer-by-layer assemblies composed from layered silicate nanoparticles, 
 

79 



 
Správa o činnosti ÚACH SAV          2014 

organic dyes and polyelectrolyte. In XXV IUPAC. Symposium on photochemistry, Bordeaux, 
France, 13 - 18 july 2014 : abstracts. - France, 2014. 

AFG09 CZÍMEROVÁ, Adriana - ČEKLOVSKÝ, Alexander - BUJDÁK, Juraj. Resonance energy 
transfer between laser dyes embedded in the structure of layered silicates. In XXV IUPAC. 
Symposium on photochemistry, Bordeaux, France, 13 - 18 july 2014 : abstracts. - France, 2014. 

AFG10 ČEKLOVSKÝ, Alexander - SAS, Samuel - CZÍMEROVÁ, Adriana - BUJDÁK, Juraj. A 
comprehensive insight into photophysical and photochemical aspects of hybrid dye/silicate 
systems. In XXV IUPAC. Symposium on photochemistry, Bordeaux, France, 13 - 18 july 2014 
: abstracts. - France, 2014. 

AFG11 HOLUBEC, Miroslav - MATEJDES, Marián - CZÍMEROVÁ, Adriana. Influence of bentonite 
on sorption of organic compounds in groundwater aquifer. In MECC2014. 7th mid-european 
clay conference, Dresden, Germany, 16-19 september 2014 : programme and abstractbook. - 
Dresden, Germany : Deutsche Ton- und Tonmineralgruppe e.V. (DTTG), 2014, p. 307. 

AFG12 HRUŠKA, Branislav - CHROMČÍKOVÁ, Mária - LISSOVÁ, Magdaléna - HOLUBOVÁ, Jana 
- LIŠKA, Marek. High temperature Raman spectra of PbO-WO3-P2O5 glasses. In BORATE 
PHOSPHATE 2014. The 8th international conference on borate glasses, crystals and melts & 
The international conference on phosphate glasses, Pardubice, Czech republic, june 30-july 4, 
2014 : programme & book of abstracts. - Praha, Czech Republic : ICARIS Ltd., 2014, p. 223. 

AFG13 HRUŠKA, Branislav - TEPLANOVÁ, Magdaléna - CHROMČÍKOVÁ, Mária - ZEMANOVÁ, 
Vladimíra - LIŠKA, Marek. DTA a TG analýza vitrifikácie CHROMPIK-u. In Česká a 
slovenská konference o skle, Žďár nad Sázavou, 5. - 7. 11. 2014 : sborník abstraktů. - Praha, 
Česká republika : Vysoká škola chemicko-technologická v Praze, 2014, s. 33. ISBN 
978-80-7080-902-0. 

AFG14 CHROMČÍKOVÁ, Mária - LIŠKA, Marek - HRUŠKA, Branislav - TEPLANOVÁ, Magdaléna 
- GAVENDA, Tadeáš. UV-VIS-NIR and Raman spectra of glasses for chrompic nuclear waste 
vitrification. In ESAS 2014. European symposium on atomic spectrometry & 15th 
Czech-Slovak spectroscopic conference, march 16-21, 2014 : book of abstracts. - Praha, Česká 
republika : Ioannes Marcus Marci Spectroscopic Society, 2014, p. 150. ISBN 
978-80-905704-1-2. 

AFG15 CHROMČÍKOVÁ, Mária - TEPLANOVÁ, Magdaléna - PLŠKO, Alfonz - LISSOVÁ, 
Magdaléna - LIŠKA, Marek. Crystallization kinetics of borosilicate glasses for CHROMPIC 
nuclear waste vitrification. In BORATE PHOSPHATE 2014. The 8th international conference 
on borate glasses, crystals and melts & The international conference on phosphate glasses, 
Pardubice, Czech republic, june 30-july 4, 2014 : programme & book of abstracts. - Praha, 
Czech Republic : ICARIS Ltd., 2014, p. 185. 

AFG16 CHROMČÍKOVÁ, Mária - LIŠKA, Marek - LISSOVÁ, Magdaléna - PLŠKO, Alfonz - 
HRUŠKA, Branislav - GAVENDA, Tadeáš. Thermodynamic model and Raman spectra of 
CaO-P2O5 glasses. In ESTAC11. The 11th European symposium on thermal analysis and 
calorimetry, Espoo, Finland, august 17-21, 2014 : abstracts. - Jyväskylä, Finland, 2014, p. 43. 

AFG17 CHROMČÍKOVÁ, Mária - LIŠKA, Marek - MACHÁČEK, Jan - HRUŠKA, Branislav - 
ZEMANOVÁ, Vladimíra - GAVENDA, Tadeáš. Thermodynamic model and MCR analysis of 
Raman spectra of CaO-P2O5 glasses. In International days of materials science 2014, 
ReAdMat, Pardubice, september 16-17, 2014 : book of abstracts. - Pardubice, Czech Republic : 
University of Pardubice, 2014, p. 52. ISBN 978-80-7395-820-6. 

AFG18 CHROMČÍKOVÁ, Mária - MALÁ, Zuzana - LIŠKA, Marek - TEPLANOVÁ, Magdaléna. 
Kinetický model vitrifikácie CHROMPIK-u. In Česká a slovenská konference o skle, Žďár nad 
Sázavou, 5. - 7. 11. 2014 : sborník abstraktů. - Praha, Česká republika : Vysoká škola 
chemicko-technologická v Praze, 2014, s. 34. ISBN 978-80-7080-902-0. 

AFG19 IBRAHIM, Ismail - LENČÉŠ, Zoltán - BENCO, Ľubomír - ŠAJGALÍK, Pavol. Ab-initio study 
of electronic structure and band gap of rare earth-doped LaSi3N5 : FUNEA talk. In ISNT 2014. 
8th international symposium on nitrides in conjunction with 7th international workshop on 
spinel nitrides and related materials and Marie Curie ITN 7th framework program FUNEA, 
Wildbad Kreuth, Germany, august 31st - september 5th, 2014 : conference program with 
abstracts. - Germany : Technische Universität Darmstadt, 2014, p. 82. 

AFG20 JANKOVIČ, Ľuboš - JOCHEC  MOŠKOVÁ, Daniela - MADEJOVÁ, Jana - CHODÁK, Ivan 
- KOMADEL, Peter. Effect of two organophilic modifiers on properties of organoclay-polymer 
nanocomposites. In MECC2014. 7th mid-european clay conference, Dresden, Germany, 16-19 
september 2014 : programme and abstractbook. - Dresden, Germany : Deutsche Ton- und 

 

80 



 
Správa o činnosti ÚACH SAV          2014 

Tonmineralgruppe e.V. (DTTG), 2014, p. 252. 
AFG21 KONTRÍK, Martin - ŠIMKO, František - GALUSKOVÁ, Dagmar - GALUSEK, Dušan. 

Korózia TiB2 v tavenine KF-AlF3 s prídavkom Al2O3. In Chemické listy, 2014, vol. 108, s. 
749-750. (0.196 - IF2013). (2014 - Current Contents, WOS, SCOPUS). ISSN 0009-2770. 

AFG22 KRAXNER, Jozef - KLEMENT, Róbert - ŠIMURKA, Peter - VRÁBEL, Peter - PAUČO, T. - 
JURÁSEK, I. Corrosion behavior of ZrO2-SiO2-Al2O3 refractories in barium soda lime silicate 
glass melt. In 12th ESG conference, Parma, Italy, 21-24 september 2014 : book of abstracts. - 
Italy, 2014, p. 184. 

AFG23 LENČÉŠ, Zoltán - IBRAHIM, Ismail - HRABALOVÁ, Monika - BENCO, Ľubomír - 
ŠAJGALÍK, Pavol. Influence of dopant and N/O anion exchange on the electronic structure and 
luminescent properties of oxynitride based phosphors. In ICACC 2014. 38th international 
conference and exposition on advanced ceramics and composites, Daytona Beach, Florida, 
USA, january 26-31, 2014 : abstracts. - USA : The American Ceramic Society, 2014, p. 15-16. 

AFG24 LENČÉŠ, Zoltán - HRABALOVÁ, Monika - IBRAHIM, Ismail - BENCO, Ľubomír - 
ŠAJGALÍK, Pavol. Influence of rare earth dopant and N/O substitution on the electronic 
structure and luminescent properties of oxynitride phosphors. In ISSNOX4. 4th international 
symposium on SiAlONs and non-oxides, may 25-28, 2014, Nagahama Royal Hotel, Shiga, 
Japan : program & abstracts. - Japan, 2014, p. 21. 

AFG25 LENČÉŠ, Zoltán. Polymer derived ceramic composites for applications in extreme conditions. 
In 2nd V4-JST workshop on advanced materials, Warsaw, Poland, 17-18 september 2014. - 
Warsaw, Poland, 2014, p. 43. 

AFG26 LISSOVÁ, Magdaléna - PLŠKO, Alfonz - ZEMANOVÁ, Vladimíra - LIŠKA, Marek - 
CHROMČÍKOVÁ, Mária. Vybrané vlastnosti CaO-P2O5 systému. In Česká a slovenská 
konference o skle, Žďár nad Sázavou, 5. - 7. 11. 2014 : sborník abstraktů. - Praha, Česká 
republika : Vysoká škola chemicko-technologická v Praze, 2014, s. 37. ISBN 
978-80-7080-902-0. 

AFG27 LIŠKA, Marek - CHROMČÍKOVÁ, Mária - HRUŠKA, Branislav - TEPLANOVÁ, Magdaléna 
- GAVENDA, Tadeáš. Thermodynamic model and Raman spectra of glasses from chrompic 
nuclear waste vitrification. In ESAS 2014. European symposium on atomic spectrometry & 15th 
Czech-Slovak spectroscopic conference, march 16-21, 2014 : book of abstracts. - Praha, Česká 
republika : Ioannes Marcus Marci Spectroscopic Society, 2014, p. 105. ISBN 
978-80-905704-1-2. 

AFG28 LIŠKA, Marek - MACHÁČEK, Jan - CHROMČÍKOVÁ, Mária - GEDEON, Ondrej. 
Thermodynamic model and structure of ZnO-MoO3-P2O5 glasses. In BORATE PHOSPHATE 
2014. The 8th international conference on borate glasses, crystals and melts & The international 
conference on phosphate glasses, Pardubice, Czech republic, june 30-july 4, 2014 : programme 
& book of abstracts. - Praha, Czech Republic : ICARIS Ltd., 2014, p. 140. 

AFG29 LIŠKA, Marek - ZEMANOVÁ, Vladimíra - LISSOVÁ, Magdaléna - PLŠKO, Alfonz - 
CHROMČÍKOVÁ, Mária - GAVENDA, Tadeáš - MACHÁČEK, Jan. Thermodynamic model 
and Raman spectra of ZnO-P2O5 glasses. In ESTAC11. The 11th European symposium on 
thermal analysis and calorimetry, Espoo, Finland, august 17-21, 2014 : abstracts. - Jyväskylä, 
Finland, 2014, p. 130. 

AFG30 LIŠKA, Marek - CHROMČÍKOVÁ, Mária - MACHÁČEK, Jan - HRUŠKA, Branislav - 
ZEMANOVÁ, Vladimíra - GAVENDA, Tadeáš. Thermodynamic model of ZnO-MoO3-P2O5 
glasses and its validation by MCR analysis of Raman spectra of ZnO-P2O5 glasses. In 
International days of materials science 2014, ReAdMat, Pardubice, september 16-17, 2014 : 
book of abstracts. - Pardubice, Czech Republic : University of Pardubice, 2014, p. 10. ISBN 
978-80-7395-820-6. 

AFG31 LIŠKA, Marek - SOLTÉSZ, Vojtech - CHROMČÍKOVÁ, Mária - VOKELOVÁ, Jana. 
Sklovláknité izolácie a bezpečnosť prevádzky jadrových elektrární - alebo - kruh sa uzatvoril. In 
Česká a slovenská konference o skle, Žďár nad Sázavou, 5. - 7. 11. 2014 : sborník abstraktů. - 
Praha, Česká republika : Vysoká škola chemicko-technologická v Praze, 2014, s. 21. ISBN 
978-80-7080-902-0. 

AFG32 MADEJOVÁ, Jana - PÁLKOVÁ, Helena - JANKOVIČ, Ľuboš. Near-infrared study of pyridine 
adsorption on acid-treated montmorillonite. In MECC2014. 7th mid-european clay conference, 
Dresden, Germany, 16-19 september 2014 : programme and abstractbook. - Dresden, Germany : 
Deutsche Ton- und Tonmineralgruppe e.V. (DTTG), 2014, p. 97. 

AFG33 MADEJOVÁ, Jana - SEKERÁKOVÁ, Ľudmila - JANKOVIČ, Ľuboš. Near-infrared 
 

81 



 
Správa o činnosti ÚACH SAV          2014 

spectroscopy for organoclays characterization. In Vth international workshop on layered 
materials: from the bulk to nanosheets, University of Haute-Alsace, Mulhouse, France, 27th - 
29th august 2014. - France, 2014, p. 11. 

AFG34 MATEJDES, Marián - CZÍMEROVÁ, Adriana - JANEK, Marián. Preparation of 2D optically 
active layers using beta-cyclodextrine/dyes supramolecular complexes. In MECC2014. 7th 
mid-european clay conference, Dresden, Germany, 16-19 september 2014 : programme and 
abstractbook. - Dresden, Germany : Deutsche Ton- und Tonmineralgruppe e.V. (DTTG), 2014, 
p. 269. 

AFG35 PÁLKOVÁ, Helena - HRONSKÝ, Viktor - BIZOVSKÁ, Valéria - MADEJOVÁ, Jana. 
Adsorption of water to organo-montmorillonite - spectroscopic study. In MECC2014. 7th 
mid-european clay conference, Dresden, Germany, 16-19 september 2014 : programme and 
abstractbook. - Dresden, Germany : Deutsche Ton- und Tonmineralgruppe e.V. (DTTG), 2014, 
p. 95. 

AFG36 PÁLKOVÁ, Helena - JANKOVIČ, Ľuboš - ZIMOWSKA, Malgorzata - SULIKOWSKI, B. - 
SERWICKA, Ewa M. - MADEJOVÁ, Jana. Characterization of the acid treated clays modified 
with quaternary phosphonium and ammonium cations. In Vth international workshop on layered 
materials: from the bulk to nanosheets, University of Haute-Alsace, Mulhouse, France, 27th - 
29th august 2014. - France, 2014, p. 28. 

AFG37 PÁLKOVÁ, Helena - JANKOVIČ, Ľuboš - ZIMOWSKA, Malgorzata - SERWICKA, Ewa M. - 
MADEJOVÁ, Jana. Physico-chemical properties of the acid activated organo-modified clays. In 
XLVI Ogólnopolskie kolokwium katalityczne, Kraków, Poland, 19.-21.3.2014. - Kraków, 
Poland : Instytut Katalizy i Fizykochemii Powierzchni im. Jerzego Habera PAN, 2014, p. 
257-258. ISBN 978-83-60514-19-1. 

AFG38 PAVLÍK, Viliam - KONTRÍK, Martin - ŠIMKO, František - BOČA, Miroslav. Simulácia 
korózneho chovania zliatiny Incoloy 800H/HT vo fluoridovom prostredí. In Chemické listy, 
2014, vol. 108, s. 751. (0.196 - IF2013). (2014 - Current Contents, WOS, SCOPUS). ISSN 
0009-2770. 

AFG39 PETRA, Lukáš - BILLIK, Peter - KOMADEL, Peter. Adsorption of amino acids on ground 
montmorillonite. In MECC2014. 7th mid-european clay conference, Dresden, Germany, 16-19 
september 2014 : programme and abstractbook. - Dresden, Germany : Deutsche Ton- und 
Tonmineralgruppe e.V. (DTTG), 2014, p. 99. 

AFG40 PRAMUKOVÁ, Zuzana - KAŠIAROVÁ, Monika - DOMANICKÁ, Magdaléna - HNATKO, 
Miroslav - ŠAJGALÍK, Pavol. Microstructure and mechanical properties of biomaterials based 
on silicon nitride. In Training school COST action NAMABIO MP1005 : 3rd course. From 
nano- to macro- biomaterials (design, processing, characterization, modelling) and applications 
to STEM cells regenerative orthopaedic and dental medicine. Zagreb, 26.-29.4.2014. - B.V., 
2014. 

AFG41 PRAMUKOVÁ, Zuzana - KAŠIAROVÁ, Monika - DOMANICKÁ, Magdaléna - HNATKO, 
Miroslav - ŠAJGALÍK, Pavol. The mechanical properties of cellular silicon nitride. In 
CellMAT 2014 : Cellular Materials. Dresden, 22.-24.10.2014. - DGM, 2014. 

AFG42 PRNOVÁ, Anna - HALIAKOVÁ, Anna - PAVLÍK, Viliam - BODIŠOVÁ, Katarína - 
KLEMENT, Róbert - BRUNEEL, E. - GALUSEK, Dušan. Thermal behaviour, phase 
development and viscous flow sintering of lanthanum-aluminate glasses. In 12th ESG 
conference, Parma, Italy, 21-24 september 2014 : book of abstracts. - Italy, 2014, p. 139. 

AFG43 PRNOVÁ, Anna - KLEMENT, Róbert - HALIAKOVÁ, Anna - MICHÁLKOVÁ, Monika - 
ŠKVARKOVÁ, Natália - GALUSEK, Dušan. Phase composition and luminescence of rare 
earth aluminate and aluminosilicate phosphors. In 12th ESG conference, Parma, Italy, 21-24 
september 2014 : book of abstracts. - Italy, 2014, p. 141. 

AFG44 SAS, Samuel - DANKO, Martin - BUJDÁK, Juraj. Hybrid material based of kaolinite and 
rhodamine B. In MECC2014. 7th mid-european clay conference, Dresden, Germany, 16-19 
september 2014 : programme and abstractbook. - Dresden, Germany : Deutsche Ton- und 
Tonmineralgruppe e.V. (DTTG), 2014, p. 296. 

AFG45 SAS, Samuel - BUJDÁK, Juraj - DANKO, Martin - LANG, Kamil. Hybrid materials based on 
layered silicates modified with reactive fluorescence dyes. In XXV IUPAC. Symposium on 
photochemistry, Bordeaux, France, 13 - 18 july 2014 : abstracts. - France, 2014. 

AFG46 SCHOLTZOVÁ, Eva - PÁLKOVÁ, Helena - MADEJOVÁ, Jana - TUNEGA, Daniel. 
Montmorillonite intercalated with tetraethylammonium cation - DFT and IR study. In 
MECC2014. 7th mid-european clay conference, Dresden, Germany, 16-19 september 2014 : 

 

82 



 
Správa o činnosti ÚACH SAV          2014 

programme and abstractbook. - Dresden, Germany : Deutsche Ton- und Tonmineralgruppe e.V. 
(DTTG), 2014, p. 223. 

AFG47 SCHOLTZOVÁ, Eva. Computational method-useful tool at characterization of IR spectrum. In 
BIT's 3rd annual conference and expo of analytix-2014, Dalian, China, april 25-28, 2014 : 
conference abstract book. - China, 2014, p. 175. 

AFG48 ŠAJGALÍK, Pavol. Porous silicon nitride ceramics designed for bone substitute applications. In 
2nd V4-JST workshop on advanced materials, Warsaw, Poland, 17-18 september 2014. - 
Warsaw, Poland, 2014, p. 11. 

AFG49 ŠIMURKA, Peter - KRAXNER, Jozef - KLEMENT, Róbert - VRÁBEL, Peter - PAUČO, T. - 
SANCHETTI, S. - FALCONE, S. Štúdium korózie AZS žiaromateriálov pri tavení úžitkového 
skla. In Česká a slovenská konference o skle, Žďár nad Sázavou, 5. - 7. 11. 2014 : sborník 
abstraktů. - Praha, Česká republika : Vysoká škola chemicko-technologická v Praze, 2014, s. 42. 
ISBN 978-80-7080-902-0. 

AFG50 UHLÍK, Peter - LEXA, Jaroslav - PÁLKOVÁ, Helena - MADEJOVÁ, Jana - BLIŠŤAN, P. - 
BIZOVSKÁ, Valéria. Basic characterization of perlite from Lehôtka pod Brehmi deposit and its 
surrounds (Slovakia). In MECC2014. 7th mid-european clay conference, Dresden, Germany, 
16-19 september 2014 : programme and abstractbook. - Dresden, Germany : Deutsche Ton- und 
Tonmineralgruppe e.V. (DTTG), 2014, p. 268. 

AFG51 ZEMANOVÁ, Vladimíra - PLŠKO, Alfonz - LISSOVÁ, Magdaléna - CHROMČÍKOVÁ, 
Mária - LIŠKA, Marek. Termické vlastnosti v systéme ZnO-P2O5 skla. In Česká a slovenská 
konference o skle, Žďár nad Sázavou, 5. - 7. 11. 2014 : sborník abstraktů. - Praha, Česká 
republika : Vysoká škola chemicko-technologická v Praze, 2014, s. 45. ISBN 
978-80-7080-902-0. 

  
AFHA Abstrakty príspevkov z medzinárodných vedeckých konferenciách poriadaných v SR  
 
AFHA01 ASHER, James Richard - MALKIN, Vladimír - MALKINA, Oľga. Visual analysis of 

relativistic effects in 4-component g-tensors. In REHE-2014 : book of abstracts of the 11th 
international conference on relativistic effects in heavy-element chemistry and physics, 
Smolenice castle, Slovakia, september 20-24, 2014. - Bratislava : Institute of Inorganic 
Chemistry, Slovak Academy of Sciences, 2014. ISBN 978-80-971648-1-2. 

AFHA02 BARBORÍK, Peter - VASKOVÁ, Zuzana - KUBÍKOVÁ, Blanka - BOČA, Miroslav. 
Physicochemical properties of the system LiF-NaF-KF(eut.) - Na7Zr6F31: density and volume 
properties, viscosity and surface tension. In SSC 2014. 11th conference on solid state chemistry, 
Trenčianske Teplice, Slovak Republic, 6-11 july 2014 : book of abstracts. - Slovak Republic, 
2014, p. 113. ISBN 978-80-971648-0-5. 

AFHA03 DRÁBIK, Milan - VAĽKO, M. - KALISKÁ, Z. Thermoanalytical characterisation of dental 
restoration/filling materials. In SSC 2014. 11th conference on solid state chemistry, Trenčianske 
Teplice, Slovak Republic, 6-11 july 2014 : book of abstracts. - Slovak Republic, 2014, p. 81. 
ISBN 978-80-971648-0-5. 

AFHA04 GALUSEK, Dušan - PRNOVÁ, Anna - KLEMENT, Róbert - HALIAKOVÁ, Anna - 
MICHÁLKOVÁ, Monika. Luminescence properties of aluminate and aluminosilicate glasses. 
In SSC 2014. 11th conference on solid state chemistry, Trenčianske Teplice, Slovak Republic, 
6-11 july 2014 : book of abstracts. - Slovak Republic, 2014, p. 68. ISBN 978-80-971648-0-5. 

AFHA05 GALUSKOVÁ, Dagmar - GAALOVÁ, Petra - GALUSEK, Dušan. Quantitative analysis of 
phosphorus with atomic emission spectroscopy for evaluation of chemical durability of 
biological apatite. In SSC 2014. 11th conference on solid state chemistry, Trenčianske Teplice, 
Slovak Republic, 6-11 july 2014 : book of abstracts. - Slovak Republic, 2014, p. 100. ISBN 
978-80-971648-0-5. 

AFHA06 HALIAKOVÁ, Anna - PRNOVÁ, Anna - KLEMENT, Róbert - BODIŠOVÁ, Katarína - 
PARCHOVIANSKÝ, Milan - PAVLÍK, Viliam - GALUSEK, Dušan. Crystallization and 
properties of glasses in the system La2O3-Al2O3. In SSC 2014. 11th conference on solid state 
chemistry, Trenčianske Teplice, Slovak Republic, 6-11 july 2014 : book of abstracts. - Slovak 
Republic, 2014, p. 172. ISBN 978-80-971648-0-5. 

AFHA07 HNATKO, Miroslav - KAŠIAROVÁ, Monika - GALUSKOVÁ, Dagmar - BYSTRICKÝ, 
Roman - LENČÉŠ, Zoltán - ŠAJGALÍK, Pavol. Corrosion of engineering ceramic materials 
(silicon nitride and SiAlON) by molten iron. In SSC 2014. 11th conference on solid state 
chemistry, Trenčianske Teplice, Slovak Republic, 6-11 july 2014 : book of abstracts. - Slovak 

 

83 



 
Správa o činnosti ÚACH SAV          2014 

Republic, 2014, p. 138. ISBN 978-80-971648-0-5. 
AFHA08 HOLUBEC, Miroslav - KOMADEL, Peter. Possibilities for removal of chlorinated 

hydrocarbons from soil matrix using zero valent iron. In SSC 2014. 11th conference on solid 
state chemistry, Trenčianske Teplice, Slovak Republic, 6-11 july 2014 : book of abstracts. - 
Slovak Republic, 2014, p. 140. ISBN 978-80-971648-0-5. 

AFHA09 HRDÁ, Marcela - KULICH, Tomáš - REPISKÝ, Michal - NOGA, Jozef - MALKINA, Oľga - 
MALKIN, Vladimír. Implementation of diagonalization-free algorithm in ReSpect at one- and 
four-component level. In REHE-2014 : book of abstracts of the 11th international conference on 
relativistic effects in heavy-element chemistry and physics, Smolenice castle, Slovakia, 
september 20-24, 2014. - Bratislava : Institute of Inorganic Chemistry, Slovak Academy of 
Sciences, 2014. ISBN 978-80-971648-1-2. 

AFHA10 CHERRY, Peter - KOMOROVSKÝ, Stanislav - MALKINA, Oľga - MALKIN, Vladimír. 
Calculation of EPR g-tensor in the framework of 2- and 4-component unrestricted HF and DFT 
approaches. In REHE-2014 : book of abstracts of the 11th international conference on 
relativistic effects in heavy-element chemistry and physics, Smolenice castle, Slovakia, 
september 20-24, 2014. - Bratislava : Institute of Inorganic Chemistry, Slovak Academy of 
Sciences, 2014. ISBN 978-80-971648-1-2. 

AFHA11 CHROMČÍKOVÁ, Mária - MICHÁLKOVÁ, J. - VLČKOVÁ, Patrícia - VOKELOVÁ, Jana - 
FATURÍKOVÁ, Katarína - LIŠKA, Marek. Kinetics of IZOMER TT glass grains leaching in 
corrosive media. In SSC 2014. 11th conference on solid state chemistry, Trenčianske Teplice, 
Slovak Republic, 6-11 july 2014 : book of abstracts. - Slovak Republic, 2014, p. 173. ISBN 
978-80-971648-0-5. 

AFHA12 JOCHEC  MOŠKOVÁ, Daniela - JANIGOVÁ, Ivica - NÓGELLOVÁ, Zuzana - 
HLOUŠKOVÁ, Zuzana - JANKOVIČ, Ľuboš - KOMADEL, Peter. Design of optimal surface 
modification of clays for a particular polymer. In ISE ´14 : 14th International Seminar on 
Elastomers : Bratislava, Slovakia, August 24th - 28th, 2014 : book of abstracts. - Bratislava, 
Slovakia : Polymer Institute of SAS, 2014, p. 162-163. ISBN 978-80-970923-6-8. 

AFHA13 KAŠIAROVÁ, Monika - MICHÁLKOVÁ, Monika - DUSZA, Ján - ŠAJGALÍK, Pavol. 
Scratch resistance of the Si3N4-graphene nanoplatelets composites. In Local mechanical 
properties 2014. LMP 2014 : 11th conference on Local mechanical properties. Book of 
abstracts. Stará Lesná, 12.-14.11.2014. - Košice : Institute of Materials Research SAS, 2014, p. 
63. ISBN 978-80-970964-9-6. 

AFHA14 KOMOROVSKÝ, Stanislav - REPISKÝ, Michal - MALKINA, Oľga - MALKIN, Vladimír - 
RUUD, Kenneth. Relativistic four-component calculations of indirect nuclear spin-spin 
coupling using hybrid functionals. In REHE-2014 : book of abstracts of the 11th international 
conference on relativistic effects in heavy-element chemistry and physics, Smolenice castle, 
Slovakia, september 20-24, 2014. - Bratislava : Institute of Inorganic Chemistry, Slovak 
Academy of Sciences, 2014. ISBN 978-80-971648-1-2. 

AFHA15 KONEČNÝ, Lukáš - KÁDEK, Marius - REPISKÝ, Michal - MALKINA, Oľga - MALKIN, 
Vladimír. Electronic absorption spectra from 4-component real-time time-dependent DFT. In 
REHE-2014 : book of abstracts of the 11th international conference on relativistic effects in 
heavy-element chemistry and physics, Smolenice castle, Slovakia, september 20-24, 2014. - 
Bratislava : Institute of Inorganic Chemistry, Slovak Academy of Sciences, 2014. ISBN 
978-80-971648-1-2. 

AFHA16 KORENKO, Michal - STRAKA, Martin - ŠIMURDA, Michal - UHLÍŘ, J. - SZATMÁRY, 
Lórant - AMBROVÁ, M. Phase analysis of the solidified KF-(LiF-NaF-UF4)-ZrF4 molten 
electrolytes for the electrowinning of uranium. In SSC 2014. 11th conference on solid state 
chemistry, Trenčianske Teplice, Slovak Republic, 6-11 july 2014 : book of abstracts. - Slovak 
Republic, 2014, p. 167. ISBN 978-80-971648-0-5. 

AFHA17 LENČÉŠ, Zoltán - HRABALOVÁ, Monika - IBRAHIM, Ismail - BENCO, Ľubomír - 
ŠAJGALÍK, Pavol. Influence of rare earth dopant and N/O substitution on the electronic 
structure and luminescent properties of silicon oxynitride phosphors. In SSC 2014. 11th 
conference on solid state chemistry, Trenčianske Teplice, Slovak Republic, 6-11 july 2014 : 
book of abstracts. - Slovak Republic, 2014, p. 56. ISBN 978-80-971648-0-5. 

AFHA18 LISSOVÁ, Magdaléna - ZEMANOVÁ, Vladimíra - PLŠKO, Alfonz - LIŠKA, Marek - 
CHROMČÍKOVÁ, Mária - HRUŠKA, Branislav. Properties of glasses in ZnO-P2O5 system. In 
SSC 2014. 11th conference on solid state chemistry, Trenčianske Teplice, Slovak Republic, 
6-11 july 2014 : book of abstracts. - Slovak Republic, 2014, p. 176. ISBN 978-80-971648-0-5. 

 

84 



 
Správa o činnosti ÚACH SAV          2014 

AFHA19 LIŠKA, Marek - MACHÁČEK, Jan - CHROMČÍKOVÁ, Mária - GEDEON, Ondrej. 
Configurons and viscosity of 15(Na2O, K2O).10(CaO, ZnO).75(ZrO2, SiO2) glasses. In SSC 
2014. 11th conference on solid state chemistry, Trenčianske Teplice, Slovak Republic, 6-11 july 
2014 : book of abstracts. - Slovak Republic, 2014, p. 83. ISBN 978-80-971648-0-5. 

AFHA20 MICHÁLKOVÁ, J. - VLČKOVÁ, Patrícia - VOKELOVÁ, Jana - FATURÍKOVÁ, Katarína - 
CHROMČÍKOVÁ, Mária - LIŠKA, Marek. Kinetic model of IZOMER TT glass fiber leaching 
in corrosive media under flow-through condition. In SSC 2014. 11th conference on solid state 
chemistry, Trenčianske Teplice, Slovak Republic, 6-11 july 2014 : book of abstracts. - Slovak 
Republic, 2014, p. 179. ISBN 978-80-971648-0-5. 

AFHA21 MOLOTOVSKA, L.A. - PODYMAN, A.S. - SHAKHNIN, D. B. - GAB, A.I. - MALYSHEV, 
V.V. - SCHUSTER, J. - PAVLÍK, Viliam. Disilicide coatings formation at chromium, 
molybdenum and tungsten surfaces from chloride-fluoride silicon containing melts. In SSC 
2014. 11th conference on solid state chemistry, Trenčianske Teplice, Slovak Republic, 6-11 july 
2014 : book of abstracts. - Slovak Republic, 2014, p. 180. ISBN 978-80-971648-0-5. 

AFHA22 PÁLKOVÁ, Helena - BIZOVSKÁ, Valéria - CZÍMEROVÁ, Adriana - MADEJOVÁ, Jana - 
KOMADEL, Peter - UHLÍK, Peter - LEXA, Jaroslav. Application of infrared spectroscopy for 
characterization of perlites. In SSC 2014. 11th conference on solid state chemistry, Trenčianske 
Teplice, Slovak Republic, 6-11 july 2014 : book of abstracts. - Slovak Republic, 2014, p. 158. 
ISBN 978-80-971648-0-5. 

AFHA23 PAVLÍK, Viliam - KONTRÍK, Martin - BOČA, Miroslav. Influence of molten fluorides on 
corrosion behavior of alloy Incoloy 800 H/HT. In SSC 2014. 11th conference on solid state 
chemistry, Trenčianske Teplice, Slovak Republic, 6-11 july 2014 : book of abstracts. - Slovak 
Republic, 2014, p. 108. ISBN 978-80-971648-0-5. 

AFHA24 PETRA, Lukáš - BILLIK, Peter - KOMADEL, Peter. Effect of dry grinding on adsorption 
properties of montmorillonite. In SSC 2014. 11th conference on solid state chemistry, 
Trenčianske Teplice, Slovak Republic, 6-11 july 2014 : book of abstracts. - Slovak Republic, 
2014, p. 160. ISBN 978-80-971648-0-5. 

AFHA25 PRAMUKOVÁ, Zuzana - KAŠIAROVÁ, Monika - DOMANICKÁ, Magdaléna - HNATKO, 
Miroslav - ŠAJGALÍK, Pavol. Preparation and properties of silicon nitride cellular biomaterials 
for bone replacement. In SSC 2014. 11th conference on solid state chemistry, Trenčianske 
Teplice, Slovak Republic, 6-11 july 2014 : book of abstracts. - Slovak Republic, 2014, p. 147. 
ISBN 978-80-971648-0-5. 

AFHA26 PRAMUKOVÁ, Zuzana - KAŠIAROVÁ, Monika - DOMANICKÁ, Magdaléna - HNATKO, 
Miroslav - ŠAJGALÍK, Pavol. Local mechanical properties of highly porous Si3N4 for 
trabecular bone replacement. In Local mechanical properties 2014. LMP 2014 : 11th conference 
on Local mechanical properties. Book of abstracts. Stará Lesná, 12.-14.11.2014. - Košice : 
Institute of Materials Research SAS, 2014, p. 61. ISBN 978-80-970964-9-6. 

AFHA27 PRNOVÁ, Anna - BODIŠOVÁ, Katarína - KLEMENT, Róbert - BRUNEEL, E. - VAN 
DRIESSCHE, I. - GALUSEK, Dušan. Thermal behaviour and phase compositions of glasses 
and polycrystalline materials in the system Y2O3-Al2O3. In SSC 2014. 11th conference on 
solid state chemistry, Trenčianske Teplice, Slovak Republic, 6-11 july 2014 : book of abstracts. 
- Slovak Republic, 2014, p. 88. ISBN 978-80-971648-0-5. 

AFHA28 SCHOLTZOVÁ, Eva - TUNEGA, Daniel. Vibrational dynamics in ettringite - DFT and 
experimental study. In SSC 2014. 11th conference on solid state chemistry, Trenčianske 
Teplice, Slovak Republic, 6-11 july 2014 : book of abstracts. - Slovak Republic, 2014, p. 192. 
ISBN 978-80-971648-0-5. 

AFHA29 ŠIMKO, František - RAKHMATULLIN, Aydar - KONTRÍK, Martin - BESSADA, Catherine. 
Formation of oxofluoroaluminates in (K, Rb)F-Al2O3 systems. In SSC 2014. 11th conference 
on solid state chemistry, Trenčianske Teplice, Slovak Republic, 6-11 july 2014 : book of 
abstracts. - Slovak Republic, 2014, p. 166. ISBN 978-80-971648-0-5. 

AFHA30 ŠIMURKA, Peter - KRAXNER, Jozef - VRÁBEL, Peter - PAUČO, T. - SANCHETTI, S. - 
FALCONE, S. Al2O3-ZrO2-SiO2 refractory corrosion in barium soda lime silicate glass melt. 
In SSC 2014. 11th conference on solid state chemistry, Trenčianske Teplice, Slovak Republic, 
6-11 july 2014 : book of abstracts. - Slovak Republic, 2014, p. 143. ISBN 978-80-971648-0-5. 

AFHA31 VLČKOVÁ, Patrícia - VOKELOVÁ, Jana - MICHÁLKOVÁ, J. - FATURÍKOVÁ, Katarína - 
CHROMČÍKOVÁ, Mária - LIŠKA, Marek. Kinetics of leaching of IZOMER TT glass fiber in 
corrosive media. In SSC 2014. 11th conference on solid state chemistry, Trenčianske Teplice, 
Slovak Republic, 6-11 july 2014 : book of abstracts. - Slovak Republic, 2014, p. 186. ISBN 

 

85 



 
Správa o činnosti ÚACH SAV          2014 

978-80-971648-0-5. 
AFHA32 VOKELOVÁ, Jana - VLČKOVÁ, Patrícia - MICHÁLKOVÁ, J. - FATURÍKOVÁ, Katarína - 

CHROMČÍKOVÁ, Mária - LIŠKA, Marek. Kinetics of leaching of IZOMER TT glass grains 
under static conditions in distilled water and in borate coolant solution. In SSC 2014. 11th 
conference on solid state chemistry, Trenčianske Teplice, Slovak Republic, 6-11 july 2014 : 
book of abstracts. - Slovak Republic, 2014, p. 187. ISBN 978-80-971648-0-5. 

AFHA33 WODYŃSKI, Artur - MALKINA, Oľga - PECUL, Magdalena. The calculations of the 
carbon-carbon coupling constants mediated by a heavy atom. In REHE-2014 : book of abstracts 
of the 11th international conference on relativistic effects in heavy-element chemistry and 
physics, Smolenice castle, Slovakia, september 20-24, 2014. - Bratislava : Institute of Inorganic 
Chemistry, Slovak Academy of Sciences, 2014. ISBN 978-80-971648-1-2. 

AFHA34 ZEMANOVÁ, Vladimíra - PLŠKO, Alfonz - LISSOVÁ, Magdaléna - CHROMČÍKOVÁ, 
Mária - LIŠKA, Marek. Thermal properties of 50CaO-50P2O5 glasses. In SSC 2014. 11th 
conference on solid state chemistry, Trenčianske Teplice, Slovak Republic, 6-11 july 2014 : 
book of abstracts. - Slovak Republic, 2014, p. 188. ISBN 978-80-971648-0-5. 

  
FAI Redakčné a zostavovateľské práce knižného charakteru (bibliografie, encyklopédie, katalógy, 
slovníky, zborníky...)  
 
FAI01 SSC 2014. 11th conference on solid state chemistry, Trenčianske Teplice, Slovak Republic, 

6-11 july 2014 : book of abstracts. Ed. Jana Valúchová. Slovak Republic, 2014. 210 p. ISBN 
978-80-971648-0-5. 

FAI02 Interakcie tavenín s progresívnymi anorganickými materiálmi. 5. odborný seminár, Borinka, 
Slovensko, 20. - 21. október 2014 : zborník príspevkov. Editor Jana Valúchová. Bratislava, 
2014. 1 CD-ROM. ISBN 978-80-971648-2-9. 

FAI03 REHE-2014 : book of abstracts of the 11th international conference on relativistic effects in 
heavy-element chemistry and physics, Smolenice castle, Slovakia, september 20-24, 2014. 
Bratislava : Institute of Inorganic Chemistry, Slovak Academy of Sciences, 2014. ISBN 
978-80-971648-1-2. 

  
GHG Práce zverejnené na internete  
 
GHG01 BUJDÁK, Juraj - MÁJEK, Pavel - WALKO, Martin. Chemická olympiáda : 50. ročník, školský 

rok 2013/2014, kategória B, študijné (domáce) kolo [elektronický zdroj]. Riešenie a hodnotenie 
teoretických a praktických úloh. Recenzenti Milan Hutta, Martin Putala, Peter Schwendt. 
Bratislava : IUVENTA, Slovenský inštitút mládeže, 2013. 10 s. Názov z obrazovky. 

GHG02 BUJDÁK, Juraj - MÁJEK, Pavel - WALKO, Martin. Chemická olympiáda : 50. ročník, školský 
rok 2013/2014, kategória B, krajské kolo [elektronický zdroj]. Teoretické a praktické úlohy. 
Recenzenti Milan Hutta, Martin Putala, Peter Schwendt. Bratislava : IUVENTA, Slovenský 
inštitút mládeže, 2013. 8 s. Názov z obrazovky. 

GHG03 BUJDÁK, Juraj - WALKO, Martin. Chemická olympiáda : 50. ročník, školský rok 2013/2014, 
kategória B, školské kolo [elektronický zdroj]. Súťažné úlohy. Recenzenti Martin Putala, Peter 
Schwendt. Bratislava : IUVENTA, Slovenský inštitút mládeže, 2013. 4 s. Názov z obrazovky. 

GHG04 BUJDÁK, Juraj - MÁJEK, Pavel - WALKO, Martin. Chemická olympiáda : 50. ročník, školský 
rok 2013/2014, kategória B, študijné (domáce) kolo [elektronický zdroj]. Teoretické a praktické 
úlohy. Recenzenti Milan Hutta, Martin Putala, Peter Schwendt. Bratislava : IUVENTA, 
Slovenský inštitút mládeže, 2013. 14 s. Názov z obrazovky. 

GHG05 BUJDÁK, Juraj - MÁJEK, Pavel - WALKO, Martin. Chemická olympiáda : 50. ročník, školský 
rok 2013/2014, kategória B, krajské kolo [elektronický zdroj]. Riešenie a hodnotenie 
teoretických a praktických úloh. Recenzenti Milan Hutta, Martin Putala, Peter Schwendt. 
Bratislava : IUVENTA, Slovenský inštitút mládeže, 2013. 8 s. Názov z obrazovky. 

GHG06 BUJDÁK, Juraj - WALKO, Martin. Chemická olympiáda : 50. ročník, školský rok 2013/2014, 
kategória B, školské kolo [elektronický zdroj]. Riečenie a hodnotenie súťažných úloh. 
Recenzenti Martin Putala, Peter Schwendt. Bratislava : IUVENTA, Slovenský institút mládeže, 
2013. 4 s. Názov z obrazovky. 

 
 
 
 

86 



 
Správa o činnosti ÚACH SAV          2014 

Ohlasy (citácie):   
 
ABC Kapitoly vo vedeckých monografiách vydané v zahraničných vydavateľstvách  
 
ABC01 ČÍČEL, Blahoslav - KOMADEL, Peter. Structural formulae of layer silicates. In Quantitative 

Methods in Soil Mineralogy. - USA, 1994, p. 114-136. ISBN 0-89118-806-1. 
Citácie: 
1. [1.1] FAGHIHIAN, Hossein - MOHAMMADI, Mohammad Hadi. Surface properties of pillared acid-activated 
bentonite as catalyst for selective production of linear alkylbenzene. In APPLIED SURFACE SCIENCE. ISSN 
0169-4332, 2013, vol. 264, no., pp. 492., WOS 
2. [1.1] OSACKY, Marek - SUCHA, Vladimir - CZIMEROVA, Adriana - PENTRAK, Martin - MADEJOVA, Jana. 
Reaction of smectites with iron in aerobic conditions at 75 degrees C. In APPLIED CLAY SCIENCE. ISSN 0169-1317, 
2013, vol. 72, no., pp. 26., WOS 

ABC02 KOMADEL, Peter - MADEJOVÁ, Jana. Acid activation of clay minerals. In Handbook of Clay 
Science. Vol. 1. - Elsevier, 2006, p. 263-287. 

Citácie: 
1. [1.1] KOOLI, Fethi - YAN, Liu. Chemical and thermal properties of organoclays derived from highly stable 
bentonite in sulfuric acid. In APPLIED CLAY SCIENCE. ISSN 0169-1317, 2013, vol. 83-84, no., pp. 349., WOS 
2. [1.1] LIU, Dong - YUAN, Peng - LIU, Hongmei - CAI, Jingong - TAN, Daoyong - HE, Hongping - ZHU, Jianxi - 
CHEN, Tianhu. Quantitative characterization of the solid acidity of montmorillonite using combined FTIR and TPD 
based on the NH3 adsorption system. In APPLIED CLAY SCIENCE. ISSN 0169-1317, 2013, vol. 80-81, no., pp. 407., 
WOS 
3. [1.1] LIU, Yang - GATES, Will P. - BOUAZZA, Abdelmalek. Acid induced degradation of the bentonite 
component used in geosynthetic clay liners. In GEOTEXTILES AND GEOMEMBRANES. ISSN 0266-1144, 2013, 
vol. 36, no., pp. 71., WOS 
4. [1.1] NAFEES, Muhammad - WASEEM, Amir - KHAN, Abdur Rehman. Comparative Study of Laterite and 
Bentonite Based Organoclays: Implications of Hydrophobic Compounds Remediation from Aqueous Solutions. In 
SCIENTIFIC WORLD JOURNAL. ISSN 1537-744X, 2013, vol., no., pp., WOS 
5. [1.1] ZUNIC, M. - MILUTINOVIC-NIKOLIC, A. - NASTASOVIC, A. - VUKOVIC, Z. - LONCAREVIC, D. - 
VUKOVIC, I. - LOOS, K. - TEN BRINKE, G. - JOVANOVIC, D. Textural properties of poly(glycidyl methacrylate): 
acid-modified bentonite nanocomposites. In POLYMER BULLETIN. ISSN 0170-0839, 2013, vol. 70, no. 6, pp. 1805., 
WOS 
6. [1.2] ALVER, Özgür - ALVER, Burcu Erdoǧan. Fourier transform infrared, solid-state nuclear magnetic resonance, 
and X-ray diffraction studies of natural and acid-treated bentonites from Turkey. In Spectroscopy Letters. ISSN 
00387010, 2013-02-01, 46, 2, pp. 128-132., SCOPUS 
7. [1.2] JENTOFT, Friederike C. Solid Acids and Bases. In Comprehensive Inorganic Chemistry II (Second Edition): 
From Elements to Applications, 2013-08-01, 7, pp. 205-230., SCOPUS 
8. [1.2] PEREIRA, Paula M. - LEMOS, Vanda Porpino - RODRIGUES, Eliseu C. - FAIAL, Kelson C F. Adsorption of 
MoO4 2- in clay natural minerals and modifi ed with sulfuric acid, humic acid and urea | Adsorção de molibdato em 
minerais de argilas naturais e modifi cadas com ácido sulfúrico, ácido húmico e uréia. In Ceramica. ISSN 03666913, 
2013-01-01, 59, 349, pp. 170-180., SCOPUS 

ABC03 MADEJOVÁ, Jana - KOMADEL, Peter. Information available from infrared spectra 
of the fine fractions of bentonites. In The Application of Vibrational Spectroscopy to 
Clay Minerals and Layered double Hydroxides. Vol. 13. - Aurora CO, 2005, p. 
65-98. 

Citácie: 
1. [1.1] LESSOVAIA, Sofia N. - GORYACHKIN, Sergey V. - DESYATKIN, Roman V. - OKONESHNIKOVA, 
Matrena V. PEDOWEATHERING AND MINERALOGICAL CHANGE IN CRYOSOLS IN AN 
ULTRA-CONTINENTAL CLIMATE (CENTRAL YAKUTIA, RUSSIA). In ACTA GEODYNAMICA ET 
GEOMATERIALIA. ISSN 1214-9705, 2013, vol. 10, no. 4, pp. 465., WOS 
2. [1.1] SKOUBRIS, Evangelos N. - CHRYSSIKOS, Georgios D. - CHRISTIDIS, George E. - GIONIS, Vassilis. 
STRUCTURAL CHARACTERIZATION OF REDUCED-CHARGE MONTMORILLONITES. EVIDENCE BASED 
ON FTIR SPECTROSCOPY, THERMAL BEHAVIOR, AND LAYER-CHARGE SYSTEMATICS. In CLAYS AND 
CLAY MINERALS. ISSN 0009-8604, 2013, vol. 61, no. 1-2, pp. 83., WOS 

ABC04 MADEJOVÁ, Jana - BALAN, Etienne - PETIT, Sabine. Application of vibrational 
spectroscopy to the characterization of phyllosilicates and other industrial minerals. 
In Advances in the Characterization of Industrial Minerals. - London : The 
Mineralogical Society of Great Britains and Ireland, 2011, p. 171-226. ISBN 
978-0-903056-28-1. 

 

87 



 
Správa o činnosti ÚACH SAV          2014 

Citácie: 
1. [1.1] VALTER, M. - PLOETZE, M. Characteristics of variably saturated granular bentonite after long-term storage 
at near-field relevant temperatures. In CLAY MINERALS. ISSN 0009-8558, 2013, vol. 48, no. 2, pp. 343., WOS  
 

ADC Vedecké práce v zahr. karent. časopisoch a recenzovaných zborníkoch  
 
ADC01 JANKOVIČ, Ľuboš - KOMADEL, Peter. Catalytic properties of a heated ammonium-saturated 

dioctahedral smectite. In Collection of Czechoslovak Chemical Communications, 2000, vol. 65, 
no. 9, p. 1527-1536. (2000 - Current Contents). ISSN 0010-0765. 

Citácie: 
1. [1.1] SHI, Jing - LIU, Houbin - MENG, Yingfeng - LOU, Zhaoyang - ZENG, Qun - YANG, Mingli. First-principles 
study of ammonium ions and their hydration in montmorillonites. In JOURNAL OF MOLECULAR MODELING. 
ISSN 1610-2940, 2013, vol. 19, no. 4, pp. 1875., WOS 

ADC02 KOMADEL, Peter - STUCKI, Joseph W. - MADEJOVÁ, Jana. Partial stabilization of Fe(II) in 
reduced ferruginous smectite by Li fixation. In Clays and Clay Minerals, 1999, vol. 47, no. 4, p. 
458-465. (1.010 - IF1998). 

Citácie: 
1. [1.1] NEUMANN, Anke - OLSON, Tyler L. - SCHERER, Michelle M. Spectroscopic Evidence for Fe(II)-Fe(III) 
Electron Transfer at Clay Mineral Edge and Basal Sites. In ENVIRONMENTAL SCIENCE & TECHNOLOGY. ISSN 
0013-936X, 2013, vol. 47, no. 13, pp. 6969., WOS 

ADC03 LIŠKA, Marek - CHROMČÍKOVÁ, Mária. Simultaneous volume and enthalpy relaxation: 
The effect of experimental conditions. In Journal of Thermal Analysis and Calorimetry, 
2005, vol. 81, no. 1, p. 125-129. ISSN 1388-6150. 

Citácie: 
1. [1.1] CANGIALOSI, Daniele - BOUCHER, Virginie M. - ALEGRIA, Angel - COLMENERO, Juan. Physical aging 
in polymers and polymer nanocomposites: recent results and open questions. In SOFT MATTER. ISSN 1744-683X, 
2013, vol. 9, no. 36, pp. 8619., WOS 

ADC04 NERÁD, Ivan - KOSA, Ladislav - ADAMKOVIČOVÁ, K. - PROKS, Ivo. Thermodynamic 
properties of liquids in the system KF-KBF4. In Thermochimica Acta, 1999, vol. 327, no. 
1-2, p. 33-37. (0.770 - IF1998). (1999 - Current Contents). 

Citácie: 
1. [1.1] CHEN, Gong - SHI, ZhongNing - LIU, AiMin - YU, JiangYu - WANG, ZhaoWen - GAO, BingLiang - HU, 
XianWei. Electrochemical Fluorination of Graphite Anode in KF-KBF4 Molten Salt. In ELECTROCHEMISTRY. 
ISSN 1344-3542, 2013, vol. 81, no. 7, pp. 538., WOS 

ADC05 NICOLICH, J.P. - LENČÉŠ, Zoltán - DRESSLER, W. - RIEDEL, Ralf. Phase quantification 
of beta-Si3N4/beta-SiC mixtures by X-ray powder diffraction analysis. In Journal of 
Materials Science, 2000, vol. 35, p. 1427-1432. (0.786 - IF1999). (2000 - Current Contents, 
WOS, SCOPUS). ISSN 0022-2461. 

Citácie: 
1. [1.1] XUE, Jimei - YIN, Xiaowei - YE, Fang - ZHANG, Litong - CHENG, Laifei. Thermodynamic Analysis on the 
Codeposition of SiC-Si3N4 Composite Ceramics by Chemical Vapor Deposition using SiCl4-NH3-CH4-H-2-Ar 
Mixture Gases. In JOURNAL OF THE AMERICAN CERAMIC SOCIETY. ISSN 0002-7820, 2013, vol. 96, no. 3, pp. 
979., WOS  
 

ADCA Vedecké práce v zahraničných karentovaných časopisoch impaktovaných  
 
ADCA01 AARSET, Kirsten - CSÁSZÁR, Attila G. - SIBERT, Edwin L. - ALLEN, Wesley D. - 

SCHAEFER, Henry F. - KLOPPER, Wim - NOGA, Jozef. Anharmonic force field, 
vibrational energies, and barrier to inversion of SiH3. In Journal of Chemical Physics, 2000, 
vol. 112, no. 9, p. 4053-4063. ISSN 0021-9606. 

Citácie: 
1. [1.1] FORTENBERRY, Ryan C. - HUANG, Xinchuan - YACHMENEV, Andrey - THIEL, Walter - LEE, Timothy 
J. On the use of quartic force fields in variational calculations. In CHEMICAL PHYSICS LETTERS. ISSN 0009-2614, 
2013, vol. 574, no., pp. 1., WOS 

ADCA02 ANDREJKOVIČOVÁ, Slávka - JANOTKA, Ivan - KOMADEL, Peter. Evaluation of 
geotechnical properties of bentonite from Lieskovec deposit, Slovakia. In Applied Clay 
Science, 2008, vol. 38, no. 3-4, p. 297-303. ISSN 0169-1317. 

Citácie: 

 

88 



 
Správa o činnosti ÚACH SAV          2014 

1. [1.1] MELICHOVA, Z. - HROMADA, L. Adsorption of Pb2+ and Cu2+ Ions from Aqueous Solutions on Natural 
Bentonite. In POLISH JOURNAL OF ENVIRONMENTAL STUDIES. ISSN 1230-1485, 2013, vol. 22, no. 2, p. 457., 
WOS 

ADCA03 ARBUZNIKOV, Alexei V. - KAUPP, Martin - MALKIN, Vladimír - REVIAKINE, Roman 
- MALKINA, Oľga. Validation study of meta-GGA funtionals and of a model 
exchange-correlation potential in density funtional calculations of EPR parameters. In 
Physical Chemistry Chemical Physics, 2002, vol. 4, no. 22, p. 5467-5474. 

Citácie: 
1. [1.1] CHEN, X. - RINKEVICIUS, Z. - RUUD, K. - AGREN, H. Role of zero-point vibrational corrections to carbon 
hyperfine coupling constants in organic pi radicals. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, 2013, 
vol. 138, no. 5, pp., WOS 
2. [1.1] ELGABARTY, Hossam - WOLFF, Milian - GLAUBITZ, Adrian - HINDERBERGER, Dariush - 
SEBASTIANI, Daniel. First principles calculation of inhomogeneous broadening in solid-state cw-EPR spectroscopy. 
In PHYSICAL CHEMISTRY CHEMICAL PHYSICS. ISSN 1463-9076, 2013, vol. 15, no. 38, pp. 16082., WOS 
3. [1.1] KANANENKA, Alexei A. - KOHUT, Sviataslau V. - GAIDUK, Alex P. - RYABINKIN, Ilya G. - 
STAROVEROV, Viktor N. Efficient construction of exchange and correlation potentials by inverting the Kohn-Sham 
equations. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, 2013, vol. 139, no. 7, pp., WOS 

ADCA04 ATANASOV, M. - BARRAS, J.L. - BENCO, Ľubomír - DAUL, C. Electronic structure, 
chemical bonding, and vibronic coupling in Mn IV/Mn III mixed valent LixMn2O4 spinels 
and their effect on the dynamics of intercalated Li: A cluster study using DFT. In Journal of 
the American Chemical Society, 2000, vol. 122, no. 19, p. 4718-4728. ISSN 0002-7863. 

Citácie: 
1. [1.1] ZHANG, Tianran - LI, Daixin - TAO, Zhanliang - CHEN, Jun. Understanding electrode materials of 
rechargeable lithium batteries via DFT calculations. In PROGRESS IN NATURAL SCIENCE-MATERIALS 
INTERNATIONAL. ISSN 1002-0071, 2013, vol. 23, no. 3, pp. 256., WOS 

ADCA05 BAČA, Ľuboš - LENČÉŠ, Zoltán - JOGL, Christian - NEUBAUER, Erich - VITKOVIČ, 
Martin - MERSTALLINGER, Andreas - ŠAJGALÍK, Pavol. Microstructure evolution and 
tribological properties of TiB2/Ni-Ta cermets. In Journal of the European Ceramic Society, 
2012, vol. 32, no. 9, p. 1941-1948. (2.353 - IF2011). (2012 - Current Contents, WOS, 
SCOPUS). ISSN 0955-2219. 

Citácie: 
1. [1.1] HUANG, Fei - YAN, Aihua - FU, Zhengyi - YIN, Shibin - ZHANG, Fan - QIANG, Yinghuai. Self-assembled 
synthesis of TiO2/TiB2 nanowall and its photocatalytic properties. In JOURNAL OF ALLOYS AND COMPOUNDS. 
ISSN 0925-8388, 2013, vol. 574, no., pp. 49., WOS 

ADCA06 BAČÍK, Peter - OZDÍN, Daniel - MIGLIERINI, M. - KARDOŠOVÁ, P. - PENTRÁK, 
Martin - HALODA, Jakub. Crystallochemical effects of heat treatment on Fe-dominant 
tourmalines from Dolní Bory (Czech Republic) and Vlachovo (Slovakia). In Physics and 
Chemistry of Minerals, 2011, vol. 38, no. 8, p. 599-611. (1.876 - IF2010). 

Citácie: 
1. [1.1] HOFSTRA, Albert H. - LANDIS, Gary P. ORE GENESIS CONSTRAINTS ON THE IDAHO COBALT 
BELT FROM FLUID INCLUSION GAS, NOBLE GAS ISOTOPE, AND ION RATIO ANALYSES-A REPLY. In 
ECONOMIC GEOLOGY. ISSN 0361-0128, 2013, vol. 108, no. 5, pp. 1213., WOS 

ADCA07 BALOG, Miroslav - ŠAJGALÍK, Pavol - HNATKO, Miroslav - LENČÉŠ, Zoltán - 
MONTEVERDE, E. - KEČKÉŠ, Jozef - HUANG, J.-L. Nano- versus macro-hardness of 
liquid phase sintered SiC. In Journal of the European Ceramic Society, 2005, vol. 25, no. 4, 
p. 529-534. ISSN 0955-2219. 

Citácie: 
1. [1.1] SYDOW, U. - SEMPF, K. - HERRMANN, M. - SCHNEIDER, M. - KLEEBE, H.J. - MICHAELIS, A. 
Electrochemical corrosion of liquid phase sintered silicon carbide ceramics. In MATERIALS AND 
CORROSION-WERKSTOFFE UND KORROSION. ISSN 0947-5117, 2013, vol. 64, no. 3, pp. 218., WOS 

ADCA08 BALOG, Miroslav - KEČKÉŠ, Jozef - SCHÖBERL, T. - GALUSEK, Dušan - HÖFER, F. - 
KŘESŤAN, Jan - LENČÉŠ, Zoltán - HUANG, J.-L. - ŠAJGALÍK, Pavol. 
Nano/macro-hardness and fracture resistance of Si3N4/SiC composites with up to 13 wt.% 
of SiC nano-particles. In Journal of the European Ceramic Society, 2007, vol. 27, no. 5, p. 
2145-2152. (1.567 - IF2006). (2007 - Current Contents, WOS, SCOPUS). ISSN 0955-2219. 

Citácie: 
1. [1.1] WU ZHANWEN - CHEN JI - PIAO NAN - YANG MINGCHUAN. SYNTHESIS AND PASSIVE 
PROPERTY OF NANOCOMPOSITE Ni-WC COATING. In ACTA METALLURGICA SINICA. ISSN 0412-1961, 
2013, vol. 49, no. 10, pp. 1185., WOS 

 

89 



 
Správa o činnosti ÚACH SAV          2014 

ADCA09 BALOG, Miroslav - ŠAJGALÍK, Pavol - HOFER, F. - WARBICHLER, P. - FRÖHLICH, 
Karol - VÁVRA, Ondrej - JANEK, Jozef - HUANG, J.-L. Electrically conductive SiC-(Nb, 
Ti)ss-(Nb, Ti)Css cermet. In Journal of the European Ceramic Society. - Essex : Elsevier 
Science Publishers, 2006, vol. 26, p. 1259-1266. (2006 - Current Contents, WOS, 
SCOPUS). ISSN 0955-2219. 

Citácie: 
1. [1.1] KIM, K.J. - LIM, K.Y. - KIM, Y.W. - KIM, H.C. In JOURNAL OF THE AMERICAN CERAMIC SOCIETY. 
AUG 2013, vol. 96, no. 8, p. 2525-2530., WOS 
2. [1.1] KIM, K.J. - LIM, K.Y. - KIM, Y.W. In JOURNAL OF THE AMERICAN CERAMIC SOCIETY. NOV 2013, 
vol. 96, no. 11, p. 3463-3469., WOS 

ADCA10 BARTLETT, Rodney J. - WATTS, J. D. - KUCHARSKI, Stanislaw A. - NOGA, Jozef. 
Non-iterative fifth-order triple and quadruple excitation energy corrections in correlated 
methods. In Chemical Physics Letters, 1990, vol. 165, no. 6, p. 513-522. 

Citácie: 
1. [1.1] ARMENTROUT, P. B. - LI, Feng-Xia. Bond Energy of IrO+: Guided Ion-Beam and Theoretical Studies of the 
Reaction of Ir+ (F-5) with O-2. In JOURNAL OF PHYSICAL CHEMISTRY A. ISSN 1089-5639, 2013, vol. 117, no. 
33, pp. 7754., WOS 
2. [1.1] ARMENTROUT, P. B. The bond energy of ReO+: Guided ion-beam and theoretical studies of the reaction of 
Re+ (S-7) with O-2. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, 2013, vol. 139, no. 8, pp., WOS 
3. [1.1] BAGHERZADEH, R. - EBRAHIMI, Sattar - GOODARZI, Moein. Ab initio study on the paths of oxygen 
abstraction of hydrogen trioxide (HO3) molecule in the HO3 + SO2 reaction. In JOURNAL OF CHEMICAL 
SCIENCES. ISSN 0974-3626, 2013, vol. 125, no. 4, pp. 927., WOS 
4. [1.1] BROWN, Alex - WASYLISHEN, Roderick E. Hyperfine constants for aluminum hydride and aluminum 
deuteride. In JOURNAL OF MOLECULAR SPECTROSCOPY. ISSN 0022-2852, 2013, vol. 292, no., pp. 8., WOS 
5. [1.1] CHENG, Lan - GAUSS, Juergen - STANTON, John F. Treatment of scalar-relativistic effects on nuclear 
magnetic shieldings using a spin-free exact-two-component approach. In JOURNAL OF CHEMICAL PHYSICS. 
ISSN 0021-9606, 2013, vol. 139, no. 5, pp., WOS 
6. [1.1] CHENG, Lan - STOPKOWICZ, Stella - GAUSS, Juergen. Spin-free Dirac-Coulomb calculations augmented 
with a perturbative treatment of spin-orbit effects at the Hartree-Fock level. In JOURNAL OF CHEMICAL PHYSICS. 
ISSN 0021-9606, 2013, vol. 139, no. 21, pp., WOS 
7. [1.1] CHOI, Heechol - PARK, Young Choon - LEE, Yoon Sup - AN, Heesun - BAECK, Kyoung Koo. Theoretical 
study of the extremely small torsional barriers of thiophenol in the ground and the first excited electronic states. In 
CHEMICAL PHYSICS LETTERS. ISSN 0009-2614, 2013, vol. 580, no., pp. 32., WOS 
8. [1.1] DATTA, Dipayan - GAUSS, Juergen. A Non-antisymmetric Tensor Contraction Engine for the Automated 
Implementation of Spin-Adapted Coupled Cluster Approaches. In JOURNAL OF CHEMICAL THEORY AND 
COMPUTATION. ISSN 1549-9618, 2013, vol. 9, no. 6, pp. 2639., WOS 
9. [1.1] DELEUZE, Michael S. - HUZAK, Matija - HAJGATO, Balazs. Half-metallicity of graphene nanoribbons and 
related systems: a new quantum mechanical El Dorado for nanotechnologies aEuro broken vertical bar or a hype for 
materials scientists? In JOURNAL OF MOLECULAR MODELING. ISSN 1610-2940, 2013, vol. 19, no. 7, pp. 2699., 
WOS 
10. [1.1] DENIS, Pablo A. - IRIBARNE, Federico. C-2V or C-6V: Which is the most stable structure of the 
benzene-lithium complex? In CHEMICAL PHYSICS LETTERS. ISSN 0009-2614, 2013, vol. 573, no., pp. 15., WOS 
11. [1.1] DENIS, Pablo A. Coupled cluster investigation of the axial and equatorial isomers of pyrrolidine. In 
MOLECULAR PHYSICS. ISSN 0026-8976, 2013, vol. 111, no. 1, pp. 9., WOS 
12. [1.1] DENIS, Pablo A. Theoretical characterization of hydrogen pentoxide, H2O5. In INTERNATIONAL 
JOURNAL OF QUANTUM CHEMISTRY. ISSN 0020-7608, 2013, vol. 113, no. 19, pp. 2206., WOS 
13. [1.1] DING, Li-Ping - KUANG, Xiao-Yu - SHAO, Peng - ZHONG, Ming-Min - ZHAO, Ya-Ru. Theoretical search 
for potential candidates as building blocks of hyperhalogens: BS2 and CrO4 molecules. In RSC ADVANCES. ISSN 
2046-2069, 2013, vol. 3, no. 35, pp. 15449., WOS 
14. [1.1] DUBECKY, Matus - JURECKA, Petr - DERIAN, Rene - HOBZA, Pavel - OTYEPKA, Michal - MITAS, 
Lubos. Quantum Monte Carlo Methods Describe Noncovalent Interactions with Subchemical Accuracy. In JOURNAL 
OF CHEMICAL THEORY AND COMPUTATION. ISSN 1549-9618, 2013, vol. 9, no. 10, pp. 4287., WOS 
15. [1.1] DUTTA, Achintya Kumar - VAVAL, Nayana - PAL, Sourav. Performance of the EOMIP-CCSD(2) Method 
for Determining the Structure and Properties of Doublet Radicals: A Benchmark Investigation. In JOURNAL OF 
CHEMICAL THEORY AND COMPUTATION. ISSN 1549-9618, 2013, vol. 9, no. 10, pp. 4313., WOS 
16. [1.1] FAN, Qunchao - LI, Huidong - FENG, Hao - SUN, Weiguo - LU, Tongxiang - SIMMONETT, Andrew C. - 
XIE, Yaoming - SCHAEFER, Henry F. New Potential Energy Surface Features for the Li plus HF&gt; LiF plus H 
Reaction. In JOURNAL OF PHYSICAL CHEMISTRY A. ISSN 1089-5639, 2013, vol. 117, no. 39, pp. 10027., WOS 
17. [1.1] HINTON, Christopher S. - CITIR, Murat - ARMENTROUT, P. B. Guided ion-beam and theoretical studies 
of the reaction of Os+ (D-6) with O-2: Adiabatic and nonadiabatic behavior. In INTERNATIONAL JOURNAL OF 
MASS SPECTROMETRY. ISSN 1387-3806, 2013, vol. 354, no., pp. 87., WOS 
18. [1.1] JOHNSON, Timothy J. - SAMS, Robert L. - PROFETA, Luisa T. M. - AKAGI, Sheryl K. - BURLING, Ian 

 

90 



 
Správa o činnosti ÚACH SAV          2014 

R. - YOKELSON, Robert J. - WILLIAMS, Stephen D. Quantitative IR Spectrum and Vibrational Assignments for 
Glycolaldehyde Vapor: Glycolaldehyde Measurements in Biomass Burning Plumes. In JOURNAL OF PHYSICAL 
CHEMISTRY A. ISSN 1089-5639, 2013, vol. 117, no. 20, pp. 4096., WOS 
19. [1.1] LE, Anh - STEIMLE, Timothy C. - MORSE, Michael D. - GARCIA, Maria A. - CHENG, Lan - STANTON, 
John F. Hyperfine Interactions and Electric Dipole Moments in the [16.0]1.5(v=6), [16.0)3.5(v=7), and X-2 Delta(512) 
States of Iridium Monosilicide, IrSi. In JOURNAL OF PHYSICAL CHEMISTRY A. ISSN 1089-5639, 2013, vol. 117, 
no. 50, pp. 13292., WOS 
20. [1.1] LEY, David - GERBIG, Dennis - SCHREINER, Peter R. Tunneling control of chemical reactions: C-H 
insertion versus H-tunneling in tert-butylhydroxycarbene. In CHEMICAL SCIENCE. ISSN 2041-6520, 2013, vol. 4, 
no. 2, pp. 677., WOS 
21. [1.1] LI, Huidong - FENG, Hao - SUN, Weiguo - XIE, Yaoming - SCHAEFER, Henry F. Diatomic Silylynes, 
Germylynes, Stannylynes, and Plumbylynes: Structures, Dipole Moments, Dissociation Energies, and Quartet-Doublet 
Gaps of EH and EX (E = Si, Ge, Sn, Pb; X = F, Cl, Br, I). In INORGANIC CHEMISTRY. ISSN 0020-1669, 2013, vol. 
52, no. 12, pp. 6849., WOS 
22. [1.1] RAMABHADRAN, Raghunath O. - RAGHAVACHARI, Krishnan. Extrapolation to the Gold-Standard in 
Quantum Chemistry: Computationally Efficient and Accurate CCSD(T) Energies for Large Molecules Using an 
Automated Thermochemical Hierarchy. In JOURNAL OF CHEMICAL THEORY AND COMPUTATION. ISSN 
1549-9618, 2013, vol. 9, no. 9, pp. 3986., WOS 
23. [1.1] SZALAY, Peter G. Can coupled-cluster methods be used to describe excited states of the building blocks of 
DNA? In INTERNATIONAL JOURNAL OF QUANTUM CHEMISTRY. ISSN 0020-7608, 2013, vol. 113, no. 14, 
pp. 1821., WOS 
24. [1.1] VERMA, Prakash - PERERA, Ajith - MORALES, Jorge A. Massively parallel implementations of 
coupled-cluster methods for electron spin resonance spectra. I. Isotropic hyperfine coupling tensors in large radicals. In 
JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, 2013, vol. 139, no. 17, pp., WOS 
25. [1.1] WANG, Fang - STEIMLE, Timothy C. - ADAM, Allan G. - CHENG, Lan - STANTON, John F. The pure 
rotational spectrum of ruthenium monocarbide, RuC, and relativistic ab initio predictions. In JOURNAL OF 
CHEMICAL PHYSICS. ISSN 0021-9606, 2013, vol. 139, no. 17, pp., WOS 

ADCA11 BARTLETT, Rodney J. - NOGA, Jozef. The expectation value coupled-cluster method and 
analytical energy derivatives. In Chemical Physics Letters, 1988, vol. 150, no. 1-2, p. 29-36. 

Citácie: 
1. [1.1] BOZKAYA, Ugur - SHERRILL, C. David. Orbital-optimized coupled-electron pair theory and its analytic 
gradients: Accurate equilibrium geometries, harmonic vibrational frequencies, and hydrogen transfer reactions. In 
JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, 2013, vol. 139, no. 5, pp., WOS 
2. [1.1] GUPTA, Jitendra - MANOHAR, P. U. - GHOSH, Aryya - VAVAL, Nayana - PAL, Sourav. Extended coupled 
cluster through nth perturbation order for molecular response properties: A comparative study. In CHEMICAL 
PHYSICS. ISSN 0301-0104, 2013, vol. 417, no., pp. 45., WOS 
3. [1.1] HEIDARI, Ideh - VAVAL, Nayana - PAL, Sourav - KANHERE, D. G. Polarizability of few electron quantum 
dots: Extended coupled-cluster response approach. In CHEMICAL PHYSICS LETTERS. ISSN 0009-2614, 2013, vol. 
555, no., pp. 263., WOS 
4. [1.1] KVAAL, Simen. Variational formulations of the coupled-cluster method in quantum chemistry. In 
MOLECULAR PHYSICS. ISSN 0026-8976, 2013, vol. 111, no. 9-11, pp. 1100., WOS 
5. [1.1] MASUR, Oliver - USVYAT, Denis - SCHUETZ, Martin. Efficient and accurate treatment of weak pairs in 
local CCSD(T) calculations. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, 2013, vol. 139, no. 16, pp., 
WOS 
6. [1.1] MATTHEWS, Devin A. - GAUSS, Juergen - STANTON, John F. Revisitation of Nonorthogonal Spin 
Adaptation in Coupled Cluster Theory. In JOURNAL OF CHEMICAL THEORY AND COMPUTATION. ISSN 
1549-9618, 2013, vol. 9, no. 6, pp. 2567., WOS 
7. [1.1] ROBINSON, James B. - KNOWLES, Peter J. Rigorously extensive orbital-invariant renormalized perturbative 
triples corrections from quasi-variational coupled cluster theory. In JOURNAL OF CHEMICAL PHYSICS. ISSN 
0021-9606, 2013, vol. 138, no. 7, pp., WOS 

ADCA12 BARTLETT, Rodney J. - KUCHARSKI, Stanislaw A. - NOGA, Jozef. Alternative 
coupled-cluster ansätze II. The unitary coupled-cluster method. In Chemical Physics Letters, 
1989, vol. 155, no. 1, p. 133-140. 

Citácie: 
1. [1.1] GUPTA, Jitendra - MANOHAR, P. U. - GHOSH, Aryya - VAVAL, Nayana - PAL, Sourav. Extended coupled 
cluster through nth perturbation order for molecular response properties: A comparative study. In CHEMICAL 
PHYSICS. ISSN 0301-0104, 2013, vol. 417, no., pp. 45., WOS 
2. [1.1] KLEIN, Douglas J. Mathematical Chemistry! Is It? And if so, What Is It? In HYLE. ISSN 1433-5158, 2013, 
vol. 19, no. 1, pp. 35., WOS 
3. [1.1] MATTHEWS, Devin A. - GAUSS, Juergen - STANTON, John F. Revisitation of Nonorthogonal Spin 
Adaptation in Coupled Cluster Theory. In JOURNAL OF CHEMICAL THEORY AND COMPUTATION. ISSN 
1549-9618, 2013, vol. 9, no. 6, pp. 2567., WOS 

 

91 



 
Správa o činnosti ÚACH SAV          2014 

ADCA13 BENCO, Ľubomír - DEMUTH, Th. - HAFNER, Jürgen - HUTSCHKA, F. Ab initio 
molecular dynamics simulation of hydration and ion-exchange processes in low Al-zeolites. 
In Microporous and Mesoporous Materials, 2001, vol. 42, no. 1, p. 1-19. 

Citácie: 
1. [1.1] NAKAMURA, Hiroki - OKUMURA, Masahiko - MACHIDA, Masahiko. First-Principles Calculation Study of 
Mechanism of Cation Adsorption Selectivity of Zeolites: A Guideline for Effective Removal of Radioactive Cesium. In 
JOURNAL OF THE PHYSICAL SOCIETY OF JAPAN. ISSN 0031-9015, 2013, vol. 82, no. 2, pp., WOS 

ADCA14 BENCO, Ľubomír - TUNEGA, Daniel - HAFNER, Jürgen - LISCHKA, H. Ab initio density 
functional theory applied to the structure and proton dynamics of clays. In Chemical Physics 
Letters, 2001, vol. 333, no. 6, p. 479-484. 

Citácie: 
1. [1.1] ALLAIRE, Gregoire - BRIZZI, Robert - DUFRECHE, Jean-Francois - MIKELIC, Andro - PIATNITSKI, 
Andrey. Ion transport in porous media: derivation of the macroscopic equations using upscaling and properties of the 
effective coefficients. In COMPUTATIONAL GEOSCIENCES. ISSN 1420-0597, 2013, vol. 17, no. 3, pp. 479., WOS 

ADCA15 BENCO, Ľubomír - TUNEGA, Daniel - HAFNER, Jürgen - LISCHKA, H. Orientation of 
OH groups in kaolinite and dickite: Ab initio molecular dynamics study. In American 
Mineralogist. - Richmond, 2001, vol. 86, no. 9, p. 1057-1065. (1.862 - IF2000). (2001 - 
Current Contents). ISSN 0003-004X. 

Citácie: 
1. [1.1] CUADROS, Javier - MICHALSKI, Joseph R. Investigation of Al-rich clays on Mars: Evidence for 
kaolinite-smectite mixed-layer versus mixture of end-member phases. In ICARUS. ISSN 0019-1035, 2013, vol. 222, 
no. 1, pp. 296., WOS 
2. [1.1] WHITE, Claire E. - KEARLEY, Gordon J. - PROVIS, John L. - RILEY, Daniel P. Structure of kaolinite and 
influence of stacking faults: Reconciling theory and experiment using inelastic neutron scattering analysis. In 
JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, 2013, vol. 138, no. 19, pp., WOS 

ADCA16 BENCO, Ľubomír - TUNEGA, Daniel - HAFNER, Jürgen - LISCHKA, H. Upper limit of 
the O-H...O hydrogen bond. Ab initio study of the kaolinite structure. In Journal of physical 
chemistry. B.Materials, surfaces, interfaces, and biophysical, 2001, vol. 105, no. 44, p. 
10812-10817. (2001 - Current Contents). ISSN 1520-6106. 

Citácie: 
1. [1.1] LEE, Seung Geol - CHOI, Ji Il - KOH, Wonsang - JANG, Seung Soon. Adsorption of beta-D-glucose and 
cellobiose on kaolinite surfaces: Density functional theory (DFT) approach. In APPLIED CLAY SCIENCE. ISSN 
0169-1317, 2013, vol. 71, no., pp. 73., WOS 
2. [1.1] ZHAO, Yanying. C-Cl Activation by Group IV Metal Oxides in Solid Argon Matrixes: Matrix Isolation 
Infrared Spectroscopy and Theoretical Investigations of the Reactions of MOx (M = Ti, Zr; x=1, 2) with CH3Cl. In 
JOURNAL OF PHYSICAL CHEMISTRY A. ISSN 1089-5639, 2013, vol. 117, no. 27, pp. 5664., WOS 

ADCA17 BENCO, Ľubomír. Crystal orbital schemes for solids. Titanium and vanadium monocarbides 
and mononitrides. In Solid State Communications : an international journal, 1995, vol. 94, 
no. 10, p. 861-866. (1.450 - IF1994). (1995 - Current Contents). ISSN 0038-1098. 

Citácie: 
1. [1.1] MAKINO, Yukio - YOSHIMURA, Kazuyoshi. Diagrammatic description of superconductivity in elements and 
A(n)B (n=1,2,3) compounds based on pseudopotential radii. In PHYSICA C-SUPERCONDUCTIVITY AND ITS 
APPLICATIONS. ISSN 0921-4534, 2013, vol. 485, no., pp. 115., WOS 

ADCA18 BENCO, Ľubomír - DEMUTH, Th. - HUTSCHKA, F. Catalytic conversion of hydrocarbons 
over zeolites from first principles. In Computational Materials Science, 2003, vol. 27, no. 
1-2, p. 87-95. (2003 - Current Contents). ISSN 0927-0256. 

Citácie: 
1. [1.1] KLING, Diego P. - MACHADO, Erick S. A. - CHAGAS, Henrique C. - DOS SANTOS, Alex P. A. - 
ROSENBACH, Nilton - CARNEIRO, Jose Walkimar - MOTA, Claudio J. A. Dynamic behaviour of carbocations on 
zeolites: mobility and rearrangement of the C4H7+ system. In CHEMICAL COMMUNICATIONS. ISSN 1359-7345, 
2013, vol. 49, no. 40, pp. 4480., WOS 

ADCA19 BENCO, Ľubomír - HAFNER, Jürgen - HUTSCHKA, F. - TOULHOAT, H. Physisorption 
and chemisorption of some n-hydrocarbons at he Bronsted acid site in zeolites 12-membered 
ring main channel: Ab initio study of the gmelinite structure. In Journal of Physical 
Chemistry B, 2003, vol. 107, no. 36, p. 9756-9762. ISSN 1520-6106. 

Citácie: 
1. [1.1] GUO, Yu-Hua - PU, Min - CHEN, Biao-Hua - CAO, Feng. Theoretical study on the cracking reaction 
catalyzed by a solid acid with zeolitic structure: The catalytic cracking of 1-hexene on the surface of H-ZSM-5. In 
APPLIED CATALYSIS A-GENERAL. ISSN 0926-860X, 2013, vol. 455, no., pp. 65., WOS 

 

92 



 
Správa o činnosti ÚACH SAV          2014 

ADCA20 BENCO, Ľubomír - BUČKO, Tomáš - HAFNER, Jürgen - TOULHOAT, H. Periodic DFT 
calculations of the stability of Al/Si substitutions and extraframework Zn2+ cations in 
mordenite and reaction pathway for the dissociation of H2 and CH4. In Journal of Physical 
Chemistry B, 2005, vol. 109, no. 43, p. 20361-20369. (2005 - Current Contents, SCOPUS). 
ISSN 1520-6106. 

Citácie: 
1. [1.1] SHEN, Yongli - MENG, Qingsen - HUANG, Shouying - GONG, Jinlong - MA, Xinbin. DFT investigations 
for the reaction mechanism of dimethyl carbonate synthesis on Pd(II)/beta zeolites. In PHYSICAL CHEMISTRY 
CHEMICAL PHYSICS. ISSN 1463-9076, 2013, vol. 15, no. 31, pp. 13116., WOS 

ADCA21 BENCO, Ľubomír - LENČÉŠ, Zoltán - ŠAJGALÍK, Pavol - JÁNÉ, Eduard - VELIČ, 
Dušan. Europium-doped LaSi3N5 ternary nitride: synthesis, spectroscopy, computed 
electronic structure and band gaps. In Journal of the American Ceramic Society, 2011, vol. 
94, no. 12, p. 4345-4351. (2.169 - IF2010). (2011 - Current Contents). ISSN 0002-7820. 

Citácie: 
1. [1.1] MIKAMIZ, Masayoshi. Computational Chemistry Approach for White LED (Oxy)Nitride Phosphors. In ECS 
JOURNAL OF SOLID STATE SCIENCE AND TECHNOLOGY. ISSN 2162-8769, 2013, vol. 2, no. 2, pp. R3048., 
WOS 

ADCA22 BENCO, Ľubomír - BUČKO, Tomáš - HAFNER, Jürgen. Dehydrogenation of propane over 
Zn-MOR. Static and dynamic reaction energy diagram. In Journal of Catalysis, 2011, vol. 
277, no. 1, p. 104-116. (5.415 - IF2010). (2011 - Current Contents). ISSN 0021-9517. 

Citácie: 
1. [1.1] HEMELSOET, Karen - VAN DER MYNSBRUGGE, Jeroen - DE WISPELAERE, Kristof - WAROQUIER, 
Michel - VAN SPEYBROECK, Veronique. Unraveling the Reaction Mechanisms Governing Methanol-to-Olefins 
Catalysis by Theory and Experiment. In CHEMPHYSCHEM. ISSN 1439-4235, 2013, vol. 14, no. 8, pp. 1526., WOS 
2. [1.1] KLING, Diego P. - MACHADO, Erick S. A. - CHAGAS, Henrique C. - DOS SANTOS, Alex P. A. - 
ROSENBACH, Nilton - CARNEIRO, Jose Walkimar - MOTA, Claudio J. A. Dynamic behaviour of carbocations on 
zeolites: mobility and rearrangement of the C4H7+ system. In CHEMICAL COMMUNICATIONS. ISSN 1359-7345, 
2013, vol. 49, no. 40, pp. 4480., WOS 
3. [1.1] MOORS, Samuel L. C. - DE WISPELAERE, Kristof - VAN DER MYNSBRUGGE, Jeroen - WAROQUIER, 
Michel - VAN SPEYBROECK, Veronique. Molecular Dynamics Kinetic Study on the Zeolite-Catalyzed Benzene 
Methylation in ZSM-5. In ACS CATALYSIS. ISSN 2155-5435, 2013, vol. 3, no. 11, pp. 2556., WOS 
4. [1.1] ODA, Akira - TORIGOE, Hiroe - ITADANI, Atsushi - OHKUBO, Takahiro - YUMURA, Takashi - 
KOBAYASHI, Hisayoshi - KURODA, Yasushige. Mechanism of CH4 Activation on a Monomeric Zn2+-Ion 
Exchanged in MFI-Type Zeolite with a Specific Al Arrangement: Similarity to the Activation Site for H-2. In 
JOURNAL OF PHYSICAL CHEMISTRY C. ISSN 1932-7447, 2013, vol. 117, no. 38, pp. 19525., WOS 
5. [1.1] PATRYLAK, K. I. - PATRYLAK, L. K. - REPETSKYI, I. A. Mechanisms of alkylation of isobutane by 
butenes and H/D exchange in isobutane molecules on acid zeolites. In THEORETICAL AND EXPERIMENTAL 
CHEMISTRY. ISSN 0040-5760, 2013, vol. 49, no. 3, pp. 143., WOS 
6. [1.1] WANG CHEN - WEI ZI-ZHANG - LU YONG-KANG - XING BIN - WANG GUI-CHANG. Theoretical 
Investigation of Structure-Sensitivity of Styrene Epoxidation on Ag(111) and Ag(110) Surfaces. In ACTA 
PHYSICO-CHIMICA SINICA. ISSN 1000-6818, 2013, vol. 29, no. 4, pp. 723., WOS 

ADCA23 BENEDEK, R. - THACKERAY, M. M. - LOW, J. - BUČKO, Tomáš. Simulation of 
aqueous dissolution of lithium manganate spinel from first principles. In Journal of Physical 
Chemistry C, 2012, vol. 116, no. 6, p. 4050-4059. (4.805 - IF2011). (2012 - Current 
Contents). ISSN 1932-7447. 

Citácie: 
1. [1.1] CHEMELEWSKI, Katharine R. - LI, Wei - GUTIERREZ, Arturo - MANTHIRAM, Arumugam. High-voltage 
spinel cathodes for lithium-ion batteries: controlling the growth of preferred crystallographic planes through cation 
doping. In JOURNAL OF MATERIALS CHEMISTRY A. ISSN 2050-7488, 2013, vol. 1, no. 48, pp. 15334., WOS 
2. [1.1] CHEMELEWSKI, Katharine R. - SHIN, Dong Wook - LI, Wei - MANTHIRAM, Arumugam. Octahedral and 
truncated high-voltage spinel cathodes: the role of morphology and surface planes in electrochemical properties. In 
JOURNAL OF MATERIALS CHEMISTRY A. ISSN 2050-7488, 2013, vol. 1, no. 10, pp. 3347., WOS 
3. [1.1] JIANG, Jianbing - DU, Ke - CAO, Yanbing - PENG, Zhongdong - HU, Guorong - DUAN, Jianguo. Synthesis 
of micro-spherical Mn3O4 by controlled crystallization method. In POWDER TECHNOLOGY. ISSN 0032-5910, 
2013, vol. 246, no., pp. 723., WOS 
4. [1.1] LEUNG, Kevin. Electronic Structure Modeling of Electrochemical Reactions at Electrode/Electrolyte 
Interfaces in Lithium Ion Batteries. In JOURNAL OF PHYSICAL CHEMISTRY C. ISSN 1932-7447, 2013, vol. 117, 
no. 4, pp. 1539., WOS 
5. [1.1] WANG, Y. J. - HU, P. - MA, X. L. Mn ion dissolution from MnS: a density functional theory study. In 
PHYSICAL CHEMISTRY CHEMICAL PHYSICS. ISSN 1463-9076, 2013, vol. 15, no. 40, pp. 17112., WOS 

ADCA24 BENEDICT, Hans - SHENDEROVICH, Ilja G. - MALKINA, Oľga - MALKIN, Vladimír - 
 

93 



 
Správa o činnosti ÚACH SAV          2014 

DENISOV, Gleb S. - GOLUBEV, Nikolai S. - LIMBACH, Hans-Heinrich. Nuclear scalar 
spin-spin couplings and geometries of hydrogen bonds. In Journal of the American 
Chemical Society, 2000, vol. 122, no. 9, p. 1979-1988. ISSN 0002-7863. 

Citácie: 
1. [1.1] AUCAR, Gustavo A. - RUIZ DE AZUA, Martin C. - GIRIBET, Claudia G. - CONTRERAS, RH. The 
Polarization Propagator Approach as a Tool to Study Electronic Molecular Structures from High-Resolution NMR 
Parameters. In HIGH RESOLUTION NMR SPECTROSCOPY: UNDERSTANDING MOLECULES AND THEIR 
ELECTRONIC STRUCTURES. ISSN 1875-4023, 2013, vol., no., pp. 119., WOS 
2. [1.1] BAGHERI, Sotoodeh - MASOODI, Hamid Reza - MOHAMMADI, Marziyeh - ZAKARIANEZHAD, 
Mohammad - MAKIABADI, Batoul. The influence of number of nitrogen atoms on the NMR data in aromatic azine 
center dot center dot center dot HF complexes. In CHEMICAL PHYSICS LETTERS. ISSN 0009-2614, 2013, vol. 
572, no., pp. 26., WOS 
3. [1.1] HIERSO, Jean-Cyrille - CONTRERAS, RH. Nonbonded Indirect Nuclear Spin-Spin Couplings (J Couplings 
"Through-Space") for Structural Determination in Small Organic and Organometallic Species. In HIGH 
RESOLUTION NMR SPECTROSCOPY: UNDERSTANDING MOLECULES AND THEIR ELECTRONIC 
STRUCTURES. ISSN 1875-4023, 2013, vol., no., pp. 285., WOS 
4. [1.1] KOEPPE, Benjamin - NIBBERING, Erik T. J. - TOLSTOY, Peter M. NMR and FT-IR Studies on the 
Association of Derivatives of Thymidine, Adenosine, and 6-N-Methyl-Adenosine in Aprotic Solvents. In 
ZEITSCHRIFT FUR PHYSIKALISCHE CHEMIE-INTERNATIONAL JOURNAL OF RESEARCH IN PHYSICAL 
CHEMISTRY &amp; CHEMICAL PHYSICS. ISSN 0942-9352, 2013, vol. 227, no. 6, pp. 723., WOS 
5. [1.1] MASOODI, Hamid Reza - BAGHERI, Sotoodeh - MOHAMMADI, Marziyeh - ZAKARIANEZHAD, 
Mohammad - MAKIABADI, Batoul. The influence of cation-pi and anion-pi interactions on some NMR data of 
s-triazine center dot center dot center dot HF hydrogen bonding: A theoretical study. In CHEMICAL PHYSICS 
LETTERS. ISSN 0009-2614, 2013, vol. 588, no., pp. 31., WOS 
6. [1.1] TRUJILLO, Cristina - SANCHEZ-SANZ, Goar - ALKORTA, Ibon - ELGUERO, Jose - MO, Otilia - YANEZ, 
Manuel. Resonance assisted hydrogen bonds in open-chain and cyclic structures of malonaldehyde enol: A theoretical 
study. In JOURNAL OF MOLECULAR STRUCTURE. ISSN 0022-2860, 2013, vol. 1048, no., pp. 138., WOS 

ADCA25 BISHOP, J.L. - MADEJOVÁ, Jana - KOMADEL, Peter - FRÖSCHL, H. The influence of 
structural Fe, Al and Mg on the infrared OH bands in spectra of dioctahedral smectites. In 
Clay Minerals, 2002, vol. 37, no. 4, p. 607-616. (0.610 - IF2001). (2002 - Current Contents). 
ISSN 0009-8558. 

Citácie: 
1. [1.1] BONAL, L. - ALEXANDER, C. M. O'D. - HUSS, G. R. - NAGASHIMA, K. - QUIRICO, E. - BECK, P. 
Hydrogen isotopic composition of the water in CR chondrites. In GEOCHIMICA ET COSMOCHIMICA ACTA. ISSN 
0016-7037, 2013, vol. 106, no., pp. 111., WOS 
2. [1.1] CUADROS, Javier - MICHALSKI, Joseph R. Investigation of Al-rich clays on Mars: Evidence for 
kaolinite-smectite mixed-layer versus mixture of end-member phases. In ICARUS. ISSN 0019-1035, 2013, vol. 222, 
no. 1, pp. 296., WOS 
3. [1.1] SKOUBRIS, Evangelos N. - CHRYSSIKOS, Georgios D. - CHRISTIDIS, George E. - GIONIS, Vassilis. 
STRUCTURAL CHARACTERIZATION OF REDUCED-CHARGE MONTMORILLONITES. EVIDENCE BASED 
ON FTIR SPECTROSCOPY, THERMAL BEHAVIOR, AND LAYER-CHARGE SYSTEMATICS. In CLAYS AND 
CLAY MINERALS. ISSN 0009-8604, 2013, vol. 61, no. 1-2, pp. 83., WOS 
4. [1.1] VIVIANO, Christina E. - MOERSCH, Jeffrey E. - MCSWEEN, Harry Y. Implications for early hydrothermal 
environments on Mars through the spectral evidence for carbonation and chloritization reactions in the Nili Fossae 
region. In JOURNAL OF GEOPHYSICAL RESEARCH-PLANETS. ISSN 2169-9097, 2013, vol. 118, no. 9, pp. 
1858., WOS 
5. [1.1] WILSON, J. H. - MUSTARD, J. F. Exposures of olivine-rich rocks in the vicinity of Ares Vallis: Implications 
for Noachian and Hesperian volcanism. In JOURNAL OF GEOPHYSICAL RESEARCH-PLANETS. ISSN 
2169-9097, 2013, vol. 118, no. 5, pp. 916., WOS 
6. [1.2] CARTER, John O. - POULET, François - BIBRING, Jean Pierre - MANGOLD, Nicolas - MURCHIE, Scott L. 
Hydrous minerals on Mars as seen by the CRISM and OMEGA imaging spectrometers: Updated global view. In 
Journal of Geophysical Research E: Planets. ISSN 01480227, 2013-05-28, 118, 4, pp. 831-858., SCOPUS 
7. [1.2] STUCKI, Joseph W. Properties and behaviour of iron in clay minerals. In Developments in Clay Science. ISSN 
15724352, 2013-05-10, 5, pp. 559-611., SCOPUS 

ADCA26 BLUGAN, Gurdial - MICHÁLKOVÁ, Monika - HNATKO, Miroslav - ŠAJGALÍK, Pavol - 
MINGHETTI, Tiziano - SCHELLE, Christian - GRAULE, Thomas - KUEBLER, Jakob. 
Processing and properties of alumina-carbon nano fibre ceramic composites using standard 
ceramic technology. In Ceramics International, 2011, vol. 37, no. 8, p. 3371-3379. (1.471 - 
IF2010). (2011 - Current Contents). ISSN 0272-8842. 

Citácie: 
1. [1.1] SHI, Zhongqi - YANG, Wanli - WANG, Jiping - LIU, Guiwu - QIAO, Guanjun - JIN, Zhihao. Effect of 
interfacial structure on the thermal conductivity of carbon nanofibers reinforced aluminum nitride composites. In 

 

94 



 
Správa o činnosti ÚACH SAV          2014 

CERAMICS INTERNATIONAL. ISSN 0272-8842, 2013, vol. 39, no. 3, pp. 3365., WOS 

ADCA27 BOČA, Miroslav - BOČA, Roman - KICKELBICK, Guido - LINERT, Wolfgang - 
SVOBODA, Ingrid - FUESS, H. Novel complexes of 2,6-bis(benzthiazol-2-yl)pyridine. In 
Inorganica Chimica Acta, 2002, vol. 338, p. 36-50. ISSN 0020-1693. 

Citácie: 
1. [1.1] GARZA-ORTIZ, Ariadna - MARTINEZ, Pablo A. - DUARTE-HERNANDEZ, Angelica M. - MIJANGOS, 
Edgar - FLORES-ALAMO, Marcos - PEREZ-CASAS, Carol - CAMACHO-CAMACHO, Carlos - CONTRERAS, 
Rosalinda - FLORES-PARRA, Angelina - REEDIJK, Jan - BARBA-BEHRENS, Norah. Cobalt(II)-mediated synthesis 
of 2,6-bis[5,7-di-tert-butyl-1,3-benzoxazol-2-yl]-pyridine: Structural analysis and coordination behavior. In JOURNAL 
OF MOLECULAR STRUCTURE. ISSN 0022-2860, 2013, vol. 1032, no., pp. 265., WOS 
2. [1.1] KARMAKAR, Tapan - KUANG, Yuting - NEAMATI, Nouri - BARUAH, Jubaraj B. Cadmium complexes 
and cocrystals of indium complexes of benzothiazole derivatives and anticancer activities of the cadmium complexes. 
In POLYHEDRON. ISSN 0277-5387, 2013, vol. 54, no., pp. 285., WOS 

ADCA28 BOČA, Miroslav - IZAKOVIČ, Mário - KICKELBICK, Guido - VALKO, M. - RENZ, 
Franz - FUESS, H. - MATUZSNÁ, Katarína. Structure of the copper(II) perchlorate 
complex with Schiff base ligand containing pyridine N-oxide fragments and propylene 
bridges: Solvatochromic effect. In Polyhedron, 2005, vol. 24, no. 15, p. 1913-1921. ISSN 
0277-5387. 

Citácie: 
1. [1.1] XU, Jing - CHEN, Min-Dong. Preparation, crystal structure and luminescence of lanthanide coordination 
polymers with 2,2 &apos;-dimethyl-4,4 &apos;-bipyridine-N,N &apos;-dioxide. In JOURNAL OF COORDINATION 
CHEMISTRY. ISSN 0095-8972, 2013, vol. 66, no. 3, pp. 509., WOS 

ADCA29 BOČA, Miroslav - BARAN, Peter - BOČA, Roman - FUESS, H. - KICKELBICK, Guido - 
LINERT, Wolfgang - RENZ, Franz - SVOBODA, Ingrid. Selective imidazolidine 
ring-opening during complex formation of iron(III), copper(II), and zinc(II) with a 
multidentate ligand obtained from 2-pyridinecarboxaldehyde N-oxide and 
triethylenetetramine. In Inorganic Chemistry, 2000, vol. 39, no. 15, p. 3205-3212. ISSN 
0020-1669. 

Citácie: 
1. [1.1] SANMARTIN-MATALOBOS, Jesus - PORTELA-GARCIA, Cristina - GARCIA-DEIBE, Ana M. - FONDO, 
Matilde - BRIONES-MIGUENS, Lucia. Tuning the ring-chain tautomerism of a tetrahydroquinazoline/Schiff base 
system with unexpected methanol oxidation. In POLYHEDRON. ISSN 0277-5387, 2013, vol. 65, no., pp. 181., WOS 

ADCA30 BOČA, Miroslav - JAMESON, Reginald F. - LINERT, Wolfgang. Fascinating variability in 
the chemistry and properties of 2,6-bis-(benzimidazol-2-yl)-pyridine and 
2,6-bis-(benzthiazol-2-yl)-pyridine and their complexes. In Coordination Chemistry 
Reviews, 2011, vol. 255, n. 1-2, p. 290-317. (10.018 - IF2010). (2011 - Current Contents). 
ISSN 0010-8545. 

Citácie: 
1. [1.1] ANGEL HARVEY, Miguel - SUAREZ, Sebastian - DOCTOROVICH, Fabio - BAGGIO, Ricardo. A new 
polymorph of bis[2,6-bis(1H-benzimidazol-2-yl-N3)pyridinido-N]zinc(II). In ACTA CRYSTALLOGRAPHICA 
SECTION C-CRYSTAL STRUCTURE COMMUNICATIONS. ISSN 0108-2701, 2013, vol. 69, no., pp. 47., WOS 
2. [1.1] COOK, Laurence J. Kershaw - TUNA, Floriana - HALCROW, Malcolm A. Iron(II) and cobalt(II) complexes 
of tris-azinyl analogues of 2,2 &apos;:6 &apos;,2 &apos;&apos;-terpyridine. In DALTON TRANSACTIONS. ISSN 
1477-9226, 2013, vol. 42, no. 6, pp. 2254., WOS 
3. [1.1] DU, Wangming - WU, Ping - WANG, Qingfu - YU, Zhengkun. Ruthenium(II) Complex Catalysts Bearing a 
Pyridyl-Based Benzimidazolyl-Benzotriazolyl Ligand for Transfer Hydrogenation of Ketones. In 
ORGANOMETALLICS. ISSN 0276-7333, 2013, vol. 32, no. 10, pp. 3083., WOS 
4. [1.1] GARZA-ORTIZ, Ariadna - MARTINEZ, Pablo A. - DUARTE-HERNANDEZ, Angelica M. - MIJANGOS, 
Edgar - FLORES-ALAMO, Marcos - PEREZ-CASAS, Carol - CAMACHO-CAMACHO, Carlos - CONTRERAS, 
Rosalinda - FLORES-PARRA, Angelina - REEDIJK, Jan - BARBA-BEHRENS, Norah. Cobalt(II)-mediated synthesis 
of 2,6-bis[5,7-di-tert-butyl-1,3-benzoxazol-2-yl]-pyridine: Structural analysis and coordination behavior. In JOURNAL 
OF MOLECULAR STRUCTURE. ISSN 0022-2860, 2013, vol. 1032, no., pp. 265., WOS 
5. [1.1] HARVEY, Miguel A. - BAGGIO, Sergio - SUAREZ, Sebastian A. - DOCTOROVICH, Fabio. A recurrent 
Motive in the Supramolecular Assembly of Coordination Compounds with 2,6-bis(Benzimidazol-2-yl)piridine 
(Bzimpy) and Two Identical H-bond Acceptor Co-ligands: [Cd(Ac)(2)(Bzimpy)], [Zn(Ac)(2)(Bzimpy)]center dot H2O 
(Ac:acetato) and Related Compounds. In JOURNAL OF CHEMICAL CRYSTALLOGRAPHY. ISSN 1074-1542, 
2013, vol. 43, no. 5, pp. 275., WOS 
6. [1.1] HOLLO, Berta - RODIC, Marko V. - BERA, Oskar - JOVICIC, Mirjana - LEOVAC, Vukadin M. - TOMIC, 
Zoran D. - SZECSENYI, Katalin Meszaros. Cation- and/or anion-directed reaction routes. Could the desolvation 
pattern of isostructural coordination compounds be related to their molecular structure? In STRUCTURAL 

 

95 



 
Správa o činnosti ÚACH SAV          2014 

CHEMISTRY. ISSN 1040-0400, 2013, vol. 24, no. 6, pp. 2193., WOS 
7. [1.1] LIU SHENG-GUI - CHEN ZI-LU - SU WEN-YI - PAN RONG-KAI - SHI XIAO-BO. Synthesis, Crystal 
Structure and Luminescent Properties of Iridium(III) Complex Based on 2,6-Bis(1-phenylbenzimidazol-2-yl)pyridine. 
In CHINESE JOURNAL OF INORGANIC CHEMISTRY. ISSN 1001-4861, 2013, vol. 29, no. 2, pp. 403., WOS 
8. [1.1] MAL, Dasarath - SEN, Rupam - BRANDAO, Paula - LIN, Zhi. Control formation of rigid linear and flexible 
zig-zig complexes based on Zn(II) and hydroxyquinoline carboxylate ligand system. In INORGANIC CHEMISTRY 
COMMUNICATIONS. ISSN 1387-7003, 2013, vol. 30, no., pp. 111., WOS 
9. [1.1] TELLEZ, Fabiola - RAMIREZ-TREJO, Raul - VIETO-PENA, Rebeca - SUAREZ-MORENO, Galdina V. - 
COLORADO-PERALTA, Raul - FLORES-PARRA, Angelina - CONTRERAS, Rosalinda - BARBA-BEHRENS, 
Norah. Structural Analysis and Coordination Compounds of 
[(1,3-Benzoxazol-2-yl)-(5-chloro-1,3-benzoxazol-2-yl)]amine. In ZEITSCHRIFT FUR ANORGANISCHE UND 
ALLGEMEINE CHEMIE. ISSN 0044-2313, 2013, vol. 639, no. 8-9, pp. 1438., WOS 
10. [1.1] THOMPSON, John R. - ROBERTS, Ryan J. - WILLIAMS, Vance E. - LEZNOFF, Daniel B. Birefringent, 
emissive coordination polymers incorporating bis(benzimidazole) pyridine as an anisotropic building block. In 
CRYSTENGCOMM. ISSN 1466-8033, 2013, vol. 15, no. 45, pp. 9387., WOS 
11. [1.1] WANNARIT, Nanthawat - ROUBEAU, Olivier - YOUNGME, Sujittra - GAMEZ, Patrick. Subtlety of the 
Spin-Crossover Phenomenon Observed with Dipyridylamino-Substituted Triazine Ligands. In EUROPEAN 
JOURNAL OF INORGANIC CHEMISTRY. ISSN 1434-1948, 2013, vol., no. 5-6, pp. 730., WOS 
12. [1.1] WANNARIT, Nanthawat - ROUBEAU, Olivier - YOUNGME, Sujittra - TEAT, Simon J. - GAMEZ, Patrick. 
Influence of supramolecular bonding contacts on the spin crossover behaviour of iron(II) complexes from 2,2 
&apos;-dipyridylamino/s-triazine ligands. In DALTON TRANSACTIONS. ISSN 1477-9226, 2013, vol. 42, no. 19, pp. 
7120., WOS 

ADCA31 BOČA, Roman - BARAN, Peter - BOČA, Miroslav - DLHÁŇ, L. - FUESS, H. - HAASE, 
Wolfgang - LINERT, Wolfgang - PAPÁNKOVÁ, B. - WERNER, Rüdiger. Spin crossover 
in bis(2,6-bis(benzimidazol-2yl)pyridine)iron(II) tetraphenylborate. In Inorganica Chimica 
Acta, 1998, vol. 278, no. 2, p. 190-196. (1.202 - IF1997). (1998 - Current Contents, WOS, 
SCOPUS). ISSN 0020-1693. 

Citácie: 
1. [1.1] KING, Paul - HENKELIS, James J. - KILNER, Colin A. - HALCROW, Malcolm A. Four new spin-crossover 
salts of [Fe(3-bpp)(2)](2+) (3-bpp=2,6-bis[1H-pyrazol-3-yl]pyridine). In POLYHEDRON. ISSN 0277-5387, 2013, vol. 
52, no., pp. 1449., WOS 

ADCA32 BOČA, Roman - BOČA, Miroslav - EHRENBERG, H. - FUESS, H. - LINERT, Wolfgang - 
RENZ, Franz - SVOBODA, I. Spin crossover in iron(II) tris(2-(2/-pyridyl)benzimidazole) 
complex monitored by variable temperature methods: synchrotron powder diffraction, DSC, 
IR spectra, Mossbauer spectra, and magnetic susceptibility. In Chemical Physics, 2003, vol. 
293, no. 3, p. 375-395. 

Citácie: 
1. [1.1] PAPAI, Matyas - VANKO, Gyorgy - DE GRAAF, Coen - ROZGONYI, Tamas. Theoretical Investigation of 
the Electronic Structure of Fe(II) Complexes at Spin-State Transitions. In JOURNAL OF CHEMICAL THEORY 
AND COMPUTATION. ISSN 1549-9618, 2013, vol. 9, no. 1, pp. 509., WOS 

ADCA33 BOČA, Roman - BOČA, Miroslav - GEMBICKÝ, Milan - JÄGER, Lothar - WAGNER, 
Christoph - FUESS, H. Versatile coordination mode of dicyanamide in nickel(II) complexes 
containing polyamines as blocking ligands. In Polyhedron, 2004, vol. 23, no. 15, p. 
2337-2348. ISSN 0277-5387. 

Citácie: 
1. [1.1] BISWAS, Rituparna - DIAZ, Carmen - GHOSH, Ashutosh. Three nickel(II) complexes derived from a 
tridentate NNO donor Schiff base ligand: Syntheses, crystal structures and magnetic properties. In POLYHEDRON. 
ISSN 0277-5387, 2013, vol. 56, no., pp. 172., WOS 
2. [1.1] MATELKOVA, Kristina - MONCOL, Jan - HERCHEL, Radovan - DLHAN, Lubor - IVANIKOVA, 
Radoslava - SVOBODA, Ingrid - PADELKOVA, Zdenka - MASLEJOVA, Anna. Nickel(II) complexes with bridged 
polyamines. In POLYHEDRON. ISSN 0277-5387, 2013, vol. 56, no., pp. 1., WOS 

ADCA34 BOČA, Roman - RENZ, Franz - BOČA, Miroslav - FUESS, H. - HAASE, Wolfgang - 
KICKELBICK, Guido - LINERT, Wolfgang - VRBOVÁ-SCHIKORA, Martina. Tuning the 
spin crossover above room temperature: iron(II) complexes of substituted and deprotonated 
2,6-bis(benzimidazol-2-yl)pyridine. In Inorganic Chemistry Communications, 2005, vol. 8, 
no. 2, p. 227-230. 

Citácie: 
1. [1.1] DAVIDSON, Ross J. - AINSCOUGH, Eric W. - BRODIE, Andrew M. - JAMESON, Geoffrey B. - 
WATERLAND, Mark R. - MOUBARAKI, Boujemaa - MURRAY, Keith S. - GORDON, Keith C. - HORVATH, 
Raphael - JAMESON, Guy N. L. An iron(II) spin crossover grafted cyclotriphosphazene. In POLYHEDRON. ISSN 

 

96 



 
Správa o činnosti ÚACH SAV          2014 

0277-5387, 2013, vol. 55, no., pp. 37., WOS 

ADCA35 BOČA, Roman - BOČA, Miroslav - DLHÁŇ, L. - FALK, K. - FUESS, H. - HAASE, 
Wolfgang - JAROŠČIAK, R. - PAPÁNKOVÁ, B. - RENZ, Franz - VRBOVÁ, M. - 
WERNER, Rüdiger. Strong cooperativeness in the mononuclear iron(II) derivative 
exhibiting an abrupt spin transition above 400 K. In Inorganic Chemistry, 2001, vol. 40, no. 
13, p. 3025-3033. ISSN 0020-1669. 

Citácie: 
1. [1.1] DAVIDSON, Ross J. - AINSCOUGH, Eric W. - BRODIE, Andrew M. - JAMESON, Geoffrey B. - 
WATERLAND, Mark R. - MOUBARAKI, Boujemaa - MURRAY, Keith S. - GORDON, Keith C. - HORVATH, 
Raphael - JAMESON, Guy N. L. An iron(II) spin crossover grafted cyclotriphosphazene. In POLYHEDRON. ISSN 
0277-5387, 2013, vol. 55, no., pp. 37., WOS 
2. [1.1] LAVRENOVA, Ludmila G. - SHAKIROVA, Olga G. Spin Crossover and Thermochromism of Iron(II) 
Coordination Compounds with 1,2,4-Triazoles and Tris(pyrazol-1-yl)methanes. In EUROPEAN JOURNAL OF 
INORGANIC CHEMISTRY. ISSN 1434-1948, 2013, vol., no. 5-6, pp. 670., WOS 
3. [1.1] NICOLAZZI, W. - PAVLIK, J. - BEDOUI, S. - MOLNAR, G. - BOUSSEKSOU, A. Elastic Ising-like model 
for the nucleation and domain formation in spin crossover molecular solids. In EUROPEAN PHYSICAL 
JOURNAL-SPECIAL TOPICS. ISSN 1951-6355, 2013, vol. 222, no. 5, pp. 1137., WOS 
4. [1.1] SCOTT, Hayley S. - ROSS, Tamsyn M. - CHILTON, Nicholas F. - GASS, Ian A. - MOUBARAKI, Boujemaa 
- CHASTANET, Guillaume - PARADIS, Nicolas - LETARD, Jean-Francois - VIGNESH, Kuduva R. - 
RAJARAMAN, Gopalan - BATTENA, Stuart R. - MURRAY, Keith S. Crown-linked dipyridylamino-triazine ligands 
and their spin-crossover iron(II) derivatives: magnetism, photomagnetism and cooperativity. In DALTON 
TRANSACTIONS. ISSN 1477-9226, 2013, vol. 42, no. 47, pp. 16494., WOS 

ADCA36 BODIŠOVÁ, Katarína - KAŠIAROVÁ, Monika - DOMANICKÁ, Magdaléna - HNATKO, 
Miroslav - LENČÉŠ, Zoltán - VARCHULOVÁ NOVÁKOVÁ, Zuzana - VOJTAŠŠÁK, Ján 
- GROMOŠOVÁ, Silvia - ŠAJGALÍK, Pavol. Porous silicon nitride ceramics designed for 
bone substitute applications. In Ceramics International, 2013, vol. 39, p. 8355-8362. (1.789 - 
IF2012). (2013 - Current Contents, WOS, SCOPUS). ISSN 0272-8842. 

Citácie: 
1. [1.1] CALISKAN, Fatih - DEMIR, Adem - TATLI, Zafer. Fabrication of Si3N4 preforms from Si3N4 produced via 
CRN technique. In JOURNAL OF POROUS MATERIALS. ISSN 1380-2224, 2013, vol. 20, no. 6, pp. 1501., WOS 

ADCA37 BODIŠOVÁ, Katarína - ŠAJGALÍK, Pavol - GALUSEK, Dušan - ŠVANČÁREK, Peter. 
Two-stage sintering of alumina with submicrometer grain size. In Journal of the American 
Ceramic Society, 2007, vol. 90, no. 1, p. 330-332. (1.396 - IF2006). (2007 - Current 
Contents). ISSN 0002-7820. 

Citácie: 
1. [1.1] BISWAS, P. - KUMAR, M. Kiran - RAJESWARI, K. - JOHNSON, R. - HAREESH, U. S. Transparent 
sub-micrometre alumina from lanthanum oxide doped common grade alumina powder. In CERAMICS 
INTERNATIONAL. ISSN 0272-8842, 2013, vol. 39, no. 8, pp. 9415., WOS 
2. [1.1] POUCHLY, Vaclav - MACA, Karel - SHEN, Zhijian. Two-stage master sintering curve applied to two-step 
sintering of oxide ceramics. In JOURNAL OF THE EUROPEAN CERAMIC SOCIETY. ISSN 0955-2219, 2013, vol. 
33, no. 12, pp. 2275., WOS 
3. [1.1] QU, Haixia - ZHU, Shigen. Two step hot pressing sintering of dense fine grained WC-Al2O3 composites. In 
CERAMICS INTERNATIONAL. ISSN 0272-8842, 2013, vol. 39, no. 5, pp. 5415., WOS 
4. [1.1] TRUNEC, Martin - CASTKOVA, Klara - ROUPCOVA, Pavla. Effect of Phase Structure on Sintering 
Behavior of Zirconia Nanopowders. In JOURNAL OF THE AMERICAN CERAMIC SOCIETY. ISSN 0002-7820, 
2013, vol. 96, no. 12, pp. 3720., WOS 
5. [1.1] XIONG, Yan - HU, Jianfeng - SHEN, Zhijian. Dynamic pore coalescence in nanoceramic consolidated by 
two-step sintering procedure. In JOURNAL OF THE EUROPEAN CERAMIC SOCIETY. ISSN 0955-2219, 2013, 
vol. 33, no. 11, pp. 2087., WOS 
6. [1.1] ZHENG, Donghai - LI, Xiaoqiang - LI, Yuanyuan - QU, Shengguan - YANG, Chao. In-situ elongated 
beta-Si3N4 grains toughened WC composites prepared by one/two-step spark plasma sintering. In MATERIALS 
SCIENCE AND ENGINEERING A-STRUCTURAL MATERIALS PROPERTIES MICROSTRUCTURE AND 
PROCESSING. ISSN 0921-5093, 2013, vol. 561, no., pp. 445., WOS 
7. [1.2] MENG, Fancheng - ZHANG, Xiaolei - LIU, Cheng - REN, Haishen - HUANG, Weijiu. Study on the 
preparation of fine-grained CeO2-Al2O3 ceramics via two-step sintering method. In Fuhe Cailiao Xuebao/Acta 
Materiae Compositae Sinica. ISSN 10003851, 2013-12-01, 30, sUPPL., pp. 73-77., SCOPUS 
8. [1.2] PEI, Yang - SHIGEN, Shigen - QU, Haixia. Two-step hot-pressing sintering of composite WC-40%Al2O3 
compacts. In Fuhe Cailiao Xuebao/Acta Materiae Compositae Sinica. ISSN 10003851, 2013-12-01, 30, 6, pp. 
127-134., SCOPUS 

ADCA38 BOKHAN, Denis - TEN-NO, Seiichiro - NOGA, Jozef. Implementation of the 
CCSD(T)-F12 method using cusp conditions. In Physical Chemistry Chemical Physics, 

 

97 



 
Správa o činnosti ÚACH SAV          2014 

2008, vol. 10, no. 23, p. 3320-3326. (3.343 - IF2007). ISSN 1463-9076. 
Citácie: 
1. [1.1] HOLLMAN, David S. - WILKE, Jeremiah J. - SCHAEFER, Henry F. Explicitly correlated atomic orbital basis 
second order Moller-Plesset theory. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, 2013, vol. 138, no. 6, 
pp., WOS 
2. [1.1] USVYAT, Denis. Linear-scaling explicitly correlated treatment of solids: Periodic local MP2-F12 method. In 
JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, 2013, vol. 139, no. 19, pp., WOS 
3. [1.2] FRIEDRICH, Joachim - HÄNCHEN, Julia. Incremental CCSD(T)(F12*)|MP2: A black box method to obtain 
highly accurate reaction energies. In Journal of Chemical Theory and Computation. ISSN 15499618, 2013-12-10, 9, 
12, pp. 5381-5394., SCOPUS 
4. [1.2] FRIEDRICH, Joachim - WALCZAK, Katarzyna. Incremental CCSD(T)(F12)|MP2-F12 A method to obtain 
highly accurate CCSD(T) energies for large molecules. In Journal of Chemical Theory and Computation. ISSN 
15499618, 2013-01-08, 9, 1, pp. 408-417., SCOPUS 

ADCA39 BREEN, Christopher - LAST, P.M. - TAYLOR, S. - KOMADEL, Peter. Synergic chemical 
analysis-the coupling of TG with ftir, MS and GC-MS 2. Catatlytic transformation of the 
gases evolved during the thermal decomposition of HDPE using acidactivated clays. In 
Thermochimica Acta, 2000, vol. 363, no. 1-2, p. 93-104. (0.880 - IF1999). (2000 - Current 
Contents). 

Citácie: 
1. [1.1] CSUKAS, B. - VARGA, M. - MISKOLCZI, N. - BALOGH, S. - ANGYAL, A. - BARTHA, L. Simplified 
dynamic simulation model of plastic waste pyrolysis in laboratory and pilot scale tubular reactor. In FUEL 
PROCESSING TECHNOLOGY. ISSN 0378-3820, 2013, vol. 106, no., pp. 186., WOS 
2. [1.1] JAN, M. Rasul - SHAH, Jasmin - GULAB, Hussain. Catalytic conversion of waste high-density polyethylene 
into useful hydrocarbons. In FUEL. ISSN 0016-2361, 2013, vol. 105, no., pp. 595., WOS 
3. [1.1] TIETZE, Sabrina - FOREMAN, Mark R. St J. - EKBERG, Christian H. - VAN DONGEN, Bart E. 
Identification of the chemical inventory of different paint types applied in nuclear facilities. In JOURNAL OF 
RADIOANALYTICAL AND NUCLEAR CHEMISTRY. ISSN 0236-5731, 2013, vol. 295, no. 3, pp. 1981., WOS 

ADCA40 BREEN, Christopher - WATSON, R. - MADEJOVÁ, Jana - KOMADEL, Peter - 
KLAPYTA, Z. Acid-activated organoclays: Preparation, characterization and catalytic 
activity of acid-treated tetraalkylammonium-exchanged smectites. In Langmuir, 1997, vol. 
13, no. 24, p. 6473-6479. (1997 - Current Contents). ISSN 0743-7463. 

Citácie: 
1. [1.1] HE, Hongping - TAO, Qi - ZHU, Jianxi - YUAN, Peng - SHEN, Wei - YANG, Shuqin. Silylation of clay 
mineral surfaces. In APPLIED CLAY SCIENCE. ISSN 0169-1317, 2013, vol. 71, no., pp. 15., WOS 
2. [1.1] PRAMANIK, Sujata - DAS, Gautam - KARAK, Niranjan. Facile preparation of polyaniline nanofibers 
modified bentonite nanohybrid for gas sensor application. In RSC ADVANCES. ISSN 2046-2069, 2013, vol. 3, no. 14, 
pp. 4574., WOS 
3. [1.1] YILMAZ, Muge Sari - KALPAKLI, Yasemen - PISKIN, Sabriye. Thermal behavior and dehydroxylation 
kinetics of naturally occurring sepiolite and bentonite. In JOURNAL OF THERMAL ANALYSIS AND 
CALORIMETRY. ISSN 1388-6150, 2013, vol. 114, no. 3, pp. 1191., WOS 

ADCA41 BREEN, Christopher - MADEJOVÁ, Jana - KOMADEL, Peter. Correlation of catalytic 
activity with infrared, 29Si MAS NMR and acidity data for HCl-treated fine fractions of 
montmorillonites. In Applied Clay Science, 1995, vol. 10, no. 3, p. 219-230. ISSN 
0169-1317. 

Citácie: 
1. [1.1] KOOLI, Fethi - YAN, Liu. Chemical and thermal properties of organoclays derived from highly stable 
bentonite in sulfuric acid. In APPLIED CLAY SCIENCE. ISSN 0169-1317, 2013, vol. 83-84, no., pp. 349., WOS 
2. [1.1] LIU, Yang - GATES, Will P. - BOUAZZA, Abdelmalek. Acid induced degradation of the bentonite 
component used in geosynthetic clay liners. In GEOTEXTILES AND GEOMEMBRANES. ISSN 0266-1144, 2013, 
vol. 36, no., pp. 71., WOS 
3. [1.1] MONTES, Diana - TOCUYO, Edumaris - GONZALEZ, Eduardo - RODRIGUEZ, Douglas - SOLANO, Roger 
- ATENCIO, Reinaldo - RAMOS, Miguel A. - MORONTA, Alexander. Reactive H2S chemisorption on mesoporous 
silica molecular sieve-supported CuO or ZnO. In MICROPOROUS AND MESOPOROUS MATERIALS. ISSN 
1387-1811, 2013, vol. 168, no., pp. 111., WOS 
4. [1.1] PEREIRA, P.M. - LEMOS, V.P. - RODRIGUES, E. - FAIAL, K.C.F. Adsorption of MoO4(2-) in clay natural 
minerals and modified with sulfuric acid, humic acid and urea. In CERAMICA. ISSN 0366-6913, 2013, vol. 59, no. 
349, p. 170-180, WOS 
5. [1.1] PLATON, Nicoleta - SIMINICEANU, Ilie - NISTOR, Ileana Denisa - SILION, Mihaela - JINESCU, Cosmin - 
HARROUNA, Massai - AZZOUZ, Abdelkrim. Catalytic Wet Oxidation of Phenol with Hydrogen Peroxide over 
Modified Clay Minerals. In REVISTA DE CHIMIE. ISSN 0034-7752, 2013, vol. 64, no. 12, pp. 1459., WOS 
6. [1.1] ZHAO, Yong-Hua - HAO, Qing-Qing - SONG, Yong-Hong - FAN, Wei-Bin - LIU, Zhao-Tie - LIU, 

 

98 



 
Správa o činnosti ÚACH SAV          2014 

Zhong-Wen. Cobalt Supported on Alkaline-Activated Montmorillonite as an Efficient Catalyst for Fischer-Tropsch 
Synthesis. In ENERGY & FUELS. ISSN 0887-0624, 2013, vol. 27, no. 11, pp. 6362., WOS 

ADCA42 BREEN, Christopher - ZAHOOR, F.D. - MADEJOVÁ, Jana - KOMADEL, Peter. 
Characterization and catalytic activity of acid-treated, size-fractionated smectites. In Journal 
of Physical Chemistry B, 1997, vol. 101, no. 27, p. 5324-5331. ISSN 1520-6106. 

Citácie: 
1. [1.1] AJEMBA, Regina O. - ONUKWULI, Okechukwu D. ADSORPTIVE REMOVAL OF COLOUR PIGMENT 
FROM PALM OIL USING ACID ACTIVATED NTEJE CLAY. KINETICS, EQUILIBRIUM AND 
THERMODYNAMICS. In PHYSICOCHEMICAL PROBLEMS OF MINERAL PROCESSING. ISSN 1643-1049, 
2013, vol. 49, no. 1, pp. 369., WOS 
2. [1.1] BELVER, Carolina - ARANDA, Pilar - RUIZ-HITZKY, Eduardo. Silica-alumina/sepiolite nanoarchitectures. 
In JOURNAL OF MATERIALS CHEMISTRY A. ISSN 2050-7488, 2013, vol. 1, no. 25, pp. 7477., WOS 
3. [1.1] PLATON, Nicoleta - SIMINICEANU, Ilie - NISTOR, Ileana Denisa - SILION, Mihaela - JINESCU, Cosmin - 
HARROUNA, Massai - AZZOUZ, Abdelkrim. Catalytic Wet Oxidation of Phenol with Hydrogen Peroxide over 
Modified Clay Minerals. In REVISTA DE CHIMIE. ISSN 0034-7752, 2013, vol. 64, no. 12, pp. 1459., WOS 
4. [1.2] AJEMBA, Regina Obiageli. Alteration of bentonite from Ughelli by nitric acid activation: Kinetics and 
physicochemical properties. In Indian Journal of Science and Technology. ISSN 09746846, 2013-02-01, 6, 2, pp. 
102-109., SCOPUS 
5. [1.2] BENSAADA, N. - MEGHABARAND, R. - BELBACHIR, Mohammed Faouzi. Synthesis and characterization 
of linear poly (divinylbenzene-co- ethylvinylbenzene) via a cationic solid catalyst. In Oriental Journal of Chemistry. 
ISSN 0970020X, 2013-01-01, 29, 4, pp. 1631-1635., SCOPUS 

ADCA43 BREEN, Christopher - MADEJOVÁ, Jana - KOMADEL, Peter. Characterization of 
moderately acid-treated, size-fractionated montmorillonites using IR and MAS 
NMR-spectroscopy and thermal analysis. In Journal of Materials Chemistry, 1995, vol. 5, 
no. 3, p. 469-474. (1.520 - IF1994). (1995 - Current Contents). ISSN 0959-9428. 

Citácie: 
1. [1.1] ALVER, Ozgur - ALVER, Burcu Erdogan. Fourier Transform Infrared, Solid-State Nuclear Magnetic 
Resonance, and X-Ray Diffraction Studies of Natural and Acid-Treated Bentonites from Turkey. In SPECTROSCOPY 
LETTERS. ISSN 0038-7010, 2013, vol. 46, no. 2, pp. 128., WOS 
2. [1.1] HE, Hongping - TAO, Qi - ZHU, Jianxi - YUAN, Peng - SHEN, Wei - YANG, Shuqin. Silylation of clay 
mineral surfaces. In APPLIED CLAY SCIENCE. ISSN 0169-1317, 2013, vol. 71, no., pp. 15., WOS 
3. [1.1] PLATON, Nicoleta - SIMINICEANU, Ilie - NISTOR, Ileana Denisa - SILION, Mihaela - JINESCU, Cosmin - 
HARROUNA, Massai - AZZOUZ, Abdelkrim. Catalytic Wet Oxidation of Phenol with Hydrogen Peroxide over 
Modified Clay Minerals. In REVISTA DE CHIMIE. ISSN 0034-7752, 2013, vol. 64, no. 12, pp. 1459., WOS 
4. [1.2] AJEMBA, Regina Obiageli - ONUKWULI, Okechukwu Dominic. Nitric acid-activated nteje clay: Structural 
and bleaching properties. In International Journal of Engineering, Transactions B: Applications. ISSN 10252495, 
2013-05-01, 26, 5, pp. 495-500., SCOPUS 
5. [1.2] BENSAADA, N. - MEGHABARAND, R. - BELBACHIR, Mohammed Faouzi. Synthesis and characterization 
of linear poly (divinylbenzene-co- ethylvinylbenzene) via a cationic solid catalyst. In Oriental Journal of Chemistry. 
ISSN 0970020X, 2013-01-01, 29, 4, pp. 1631-1635., SCOPUS 
6. [1.2] KOOLI, Fethi Ben Hedi - YAN, Liu. Chemical and thermal properties of organoclays derived from highly 
stable bentonite in sulfuric acid. In Applied Clay Science. ISSN 01691317, 2013-10-01, 83-84, pp. 349-356., SCOPUS 
7. [1.2] LIU, Yang - GATES, Will P. - BOUAZZA, Abdelmalek. Acid induced degradation of the bentonite 
component used in geosynthetic clay liners. In Geotextiles and Geomembranes. ISSN 02661144, 2013-02-01, 36, pp. 
71-80., SCOPUS 

ADCA44 BRTÁŇOVÁ, Anna - MELICHOVÁ, Zuzana - KOMADEL, Peter. Sorption of Cu2+ from 
aqueous solutions by Slovak bentonites. In Ceramics-Silikáty, 2012, vol. 56, no. 1, p. 55-60. 
(0.382 - IF2011). (2012 - Current Contents). ISSN 0862-5468. 

Citácie: 
1. [1.1] GALAMBOS, M. - KRAJNAK, A. - ROSSKOPFOVA, O. - VIGLASOVA, E. - ADAMCOVA, R. - RAJEC, 
P. Adsorption equilibrium and kinetic studies of strontium on Mg-bentonite, Fe-bentonite and illite/smectite. In 
JOURNAL OF RADIOANALYTICAL AND NUCLEAR CHEMISTRY. ISSN 0236-5731, 2013, vol. 298, no. 2, pp. 
1031., WOS 

ADCA45 BUČKO, T. - TUNEGA, Daniel - ÁNGYÁN, János G. - HAFNER, Jürgen. Ab initio study 
of structure and interconversion of native cellulose phases. In Journal of Physical Chemistry 
A, 2011, vol. 115, no. 35, p. 10097-10105. (2.732 - IF2010). (2011 - Current Contents). 
ISSN 1089-5639. 

Citácie: 
1. [1.1] BOSTROM, Mathias - HUANG, Dan - YANG, Weihong - PERSSON, Clas - SERNELIUS, Bo E. Lithium 
atom storage in nanoporous cellulose via surface-induced Li-2 breakage. In EPL. ISSN 0295-5075, 2013, vol. 104, no. 
6, pp., WOS 

 

99 



 
Správa o činnosti ÚACH SAV          2014 

2. [1.1] DRI, Fernando L. - HECTOR, Louis G. - MOON, Robert J. - ZAVATTIERI, Pablo D. Anisotropy of the 
elastic properties of crystalline cellulose I-beta from first principles density functional theory with Van der Waals 
interactions. In CELLULOSE. ISSN 0969-0239, 2013, vol. 20, no. 6, pp. 2703., WOS 
3. [1.1] KUBICKI, James D. - MOHAMED, Mohamed Naseer-Ali - WATTS, Heath D. Quantum mechanical 
modeling of the structures, energetics and spectral properties of I alpha and I beta cellulose. In CELLULOSE. ISSN 
0969-0239, 2013, vol. 20, no. 1, pp. 9., WOS 
4. [1.1] LEE, Christopher M. - MOHAMED, Naseer M. A. - WATTS, Heath D. - KUBICKI, James D. - KIM, Seong 
H. Sum-Frequency-Generation Vibration Spectroscopy and Density Functional Theory Calculations with Dispersion 
Corrections (DFT-D2) for Cellulose I alpha and I beta. In JOURNAL OF PHYSICAL CHEMISTRY B. ISSN 
1520-6106, 2013, vol. 117, no. 22, pp. 6681., WOS 

ADCA46 BUČKO, Tomáš - BENCO, Ľubomír - DUBAY, O. - DELLAGO, Christoph - HAFNER, 
Jürgen. Mechanism of alkane dehydrogenation catalyzed by acidic zeolites: Ab initio 
transition path sampling. In Journal of Chemical Physics, 2009, vol. 131, no. 21, p. 
214508-1-214508-11. (3.149 - IF2008). (2009 - Current Contents). ISSN 0021-9606. 

Citácie: 
1. [1.1] BORGHESE, Sophie - HAOUAS, Mohamed - SOMMER, Jean - TAULELLE, Francis. Activation energy of 
hydride transfer between isobutane molecules on USY zeolite. First direct experimental measurement by in situ MAS 
NMR using mixtures of isotopomers. In JOURNAL OF CATALYSIS. ISSN 0021-9517, 2013, vol. 305, no., pp. 130., 
WOS 
2. [1.1] GOLDSMITH, Bryan R. - SANDERSON, Evan D. - BEAN, Daniel - PETERS, Baron. Isolated catalyst sites 
on amorphous supports: A systematic algorithm for understanding heterogeneities in structure and reactivity. In 
JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, 2013, vol. 138, no. 20, pp., WOS 
3. [1.1] HEMELSOET, Karen - VAN DER MYNSBRUGGE, Jeroen - DE WISPELAERE, Kristof - WAROQUIER, 
Michel - VAN SPEYBROECK, Veronique. Unraveling the Reaction Mechanisms Governing Methanol-to-Olefins 
Catalysis by Theory and Experiment. In CHEMPHYSCHEM. ISSN 1439-4235, 2013, vol. 14, no. 8, pp. 1526., WOS 
4. [1.1] PATRYLAK, K. I. - PATRYLAK, L. K. - REPETSKYI, I. A. Mechanisms of alkylation of isobutane by 
butenes and H/D exchange in isobutane molecules on acid zeolites. In THEORETICAL AND EXPERIMENTAL 
CHEMISTRY. ISSN 0040-5760, 2013, vol. 49, no. 3, pp. 143., WOS 
5. [1.1] SHARADA, Shaama Mallikarjun - ZIMMERMAN, Paul M. - BELL, Alexis T. - HEAD-GORDON, Martin. 
Insights into the Kinetics of Cracking and Dehydrogenation Reactions of Light Alkanes in H-MFI. In JOURNAL OF 
PHYSICAL CHEMISTRY C. ISSN 1932-7447, 2013, vol. 117, no. 24, pp. 12600., WOS 

ADCA47 BUČKO, Tomáš - LEBèGUE, Sébastien - HAFNER, Jürgen - ÁNGYÁN, János G. 
Improved density dependent correction for the description of London dispersion forces. In 
Journal of Chemical Theory and Computation, 2013, vol. 9, p. 4293-4299. (5.389 - IF2012). 
(2013 - Current Contents). ISSN 1549-9618. 

Citácie: 
1. [1.1] LING, Sanliang - WATKINS, Matthew B. - SHLUGER, Alexander L. Effects of atomic scale roughness at 
metal/insulator interfaces on metal work function. In PHYSICAL CHEMISTRY CHEMICAL PHYSICS. ISSN 
1463-9076, 2013, vol. 15, no. 45, pp. 19615., WOS 

ADCA48 BUČKO, Tomáš - BENCO, Ľubomír - HAFNER, Jürgen - ÁNGYÁN, János G. 
Monomolecular cracking of propane over acidic chabazite: An ab initio molecular dynamics 
and transition path sampling study. In Journal of Catalysis, 2011, vol. 279, no. 1, p. 220-228. 
(5.415 - IF2010). (2011 - Current Contents). ISSN 0021-9517. 

Citácie: 
1. [1.1] DEROUANE, E. G. - VEDRINE, J. C. - RAMOS PINTO, R. - BORGES, P. M. - COSTA, L. - LEMOS, M. A. 
N. D. A. - LEMOS, F. - RAMOA RIBEIRO, F. The Acidity of Zeolites: Concepts, Measurements and Relation to 
Catalysis: A Review on Experimental and Theoretical Methods for the Study of Zeolite Acidity. In CATALYSIS 
REVIEWS-SCIENCE AND ENGINEERING. ISSN 0161-4940, 2013, vol. 55, no. 4, pp. 454., WOS 
2. [1.1] FANG, Hanjun - KAMAKOTI, Preeti - RAVIKOVITCH, Peter I. - ARONSON, Matthew - PAUR, Charanjit - 
SHOLL, David S. First principles derived, transferable force fields for CO2 adsorption in Na-exchanged cationic 
zeolites. In PHYSICAL CHEMISTRY CHEMICAL PHYSICS. ISSN 1463-9076, 2013, vol. 15, no. 31, pp. 12882., 
WOS 
3. [1.1] HANSEN, Niels - KEIL, Frerich J. Multiscale Approaches for Modeling Hydrocarbon Conversion Reactions in 
Zeolites. In CHEMIE INGENIEUR TECHNIK. ISSN 0009-286X, 2013, vol. 85, no. 4, pp. 413., WOS 
4. [1.1] HEMELSOET, Karen - VAN DER MYNSBRUGGE, Jeroen - DE WISPELAERE, Kristof - WAROQUIER, 
Michel - VAN SPEYBROECK, Veronique. Unraveling the Reaction Mechanisms Governing Methanol-to-Olefins 
Catalysis by Theory and Experiment. In CHEMPHYSCHEM. ISSN 1439-4235, 2013, vol. 14, no. 8, pp. 1526., WOS 
5. [1.1] KLING, Diego P. - MACHADO, Erick S. A. - CHAGAS, Henrique C. - DOS SANTOS, Alex P. A. - 
ROSENBACH, Nilton - CARNEIRO, Jose Walkimar - MOTA, Claudio J. A. Dynamic behaviour of carbocations on 
zeolites: mobility and rearrangement of the C4H7+ system. In CHEMICAL COMMUNICATIONS. ISSN 1359-7345, 
2013, vol. 49, no. 40, pp. 4480., WOS 

 

100 



 
Správa o činnosti ÚACH SAV          2014 

6. [1.1] MOORS, Samuel L. C. - DE WISPELAERE, Kristof - VAN DER MYNSBRUGGE, Jeroen - WAROQUIER, 
Michel - VAN SPEYBROECK, Veronique. Molecular Dynamics Kinetic Study on the Zeolite-Catalyzed Benzene 
Methylation in ZSM-5. In ACS CATALYSIS. ISSN 2155-5435, 2013, vol. 3, no. 11, pp. 2556., WOS 
7. [1.1] MOSES, Poul Georg - NORSKOV, Jens K. Methanol to Dimethyl Ether over ZSM-22: A Periodic Density 
Functional Theory Study. In ACS CATALYSIS. ISSN 2155-5435, 2013, vol. 3, no. 4, pp. 735., WOS 
8. [1.1] PATRYLAK, K. I. - PATRYLAK, L. K. - REPETSKYI, I. A. Mechanisms of alkylation of isobutane by 
butenes and H/D exchange in isobutane molecules on acid zeolites. In THEORETICAL AND EXPERIMENTAL 
CHEMISTRY. ISSN 0040-5760, 2013, vol. 49, no. 3, pp. 143., WOS 
9. [1.1] SHARADA, Shaama Mallikarjun - ZIMMERMAN, Paul M. - BELL, Alexis T. - HEAD-GORDON, Martin. 
Insights into the Kinetics of Cracking and Dehydrogenation Reactions of Light Alkanes in H-MFI. In JOURNAL OF 
PHYSICAL CHEMISTRY C. ISSN 1932-7447, 2013, vol. 117, no. 24, pp. 12600., WOS 

ADCA49 BUČKO, Tomáš - HAFNER, Jürgen - LEBèGUE, Sébastien - ÁNGYÁN, János G. Spin 
crossover transition of Fe(phen)2(NCS)2: periodic dispersion-corrected density-functional 
study. In Physical Chemistry Chemical Physics, 2012, vol. 14, no. 16, p. 5389-5396. (3.573 - 
IF2011). (2012 - Current Contents). ISSN 1463-9076. 

Citácie: 
1. [1.1] BHATTACHARJEE, Ashis - ROY, Madhusudan - KSENOFONTOV, Vadim - KITCHEN, Jonathan A. - 
BROOKER, Sally - GUETLICH, Philipp. Pressure Effect Studies on the Spin-Transition Behavior of a Dinuclear 
Iron(II) Compound. In EUROPEAN JOURNAL OF INORGANIC CHEMISTRY. ISSN 1434-1948, 2013, vol., no. 
5-6, pp. 843., WOS 
2. [1.1] CHATTOPADHYAYA, Mausumi - ALAM, Md Mehboob - CHAKRABARTI, Swapan. Chemical control of a 
molecular spin switch in the presence of a gate. In RSC ADVANCES. ISSN 2046-2069, 2013, vol. 3, no. 43, pp. 
19894., WOS 
3. [1.1] CHIS, V. - DROGHETTI, A. - ISAI, R. - MORARI, C. - RUNGGER, I. - SANVITO, S. - LAZAR, MD - 
GARABAGIU, S. DFT structural investigation on Fe(1,10-phenanthroline)(2) (NCS)(2) spin crossover molecule. In 
PROCESSES IN ISOTOPES AND MOLECULES (PIM 2013). ISSN 0094-243X, 2013, vol. 1565, no., pp. 57., WOS 
4. [1.1] GERASIMOVA, Tatiana P. - KATSYUBA, Sergey A. Bipyridine and phenanthroline IR-spectral bands as 
indicators of metal spin state in hexacoordinated complexes of Fe(II), Ni(II) and Co(II). In DALTON 
TRANSACTIONS. ISSN 1477-9226, 2013, vol. 42, no. 5, pp. 1787., WOS 
5. [1.1] GUEDDIDA, S. - ALOUANI, M. Spin crossover in a single Fe(phen)(2)(NCS)(2) molecule adsorbed onto 
metallic substrates: An ab initio calculation. In PHYSICAL REVIEW B. ISSN 1098-0121, 2013, vol. 87, no. 14, pp., 
WOS 
6. [1.1] MALDONADO, Pablo - KANUNGO, Sudipta - SAHA-DASGUPTA, Tanusri - OPPENEER, Peter M. 
Two-step spin-switchable tetranuclear Fe(II) molecular solid: Ab initio theory and predictions. In PHYSICAL 
REVIEW B. ISSN 1098-0121, 2013, vol. 88, no. 2, pp., WOS 
7. [1.1] PAULSEN, Hauke - SCHUENEMANN, Volker - WOLNY, Juliusz A. Progress in Electronic Structure 
Calculations on Spin-Crossover Complexes. In EUROPEAN JOURNAL OF INORGANIC CHEMISTRY. ISSN 
1434-1948, 2013, vol., no. 5-6, pp. 628., WOS 
8. [1.1] RACKWITZ, Sergej - KLOPPER, Wim - SCHUENEMANN, Volker - WOLNY, Juliusz A. Quantification of 
intramolecular cooperativity in polynuclear spin crossover Fe(II) complexes by density functional theory calculations. 
In PHYSICAL CHEMISTRY CHEMICAL PHYSICS. ISSN 1463-9076, 2013, vol. 15, no. 37, pp. 15450., WOS 
9. [1.1] SUFFREN, Yan - ROLLET, Frederic-Guillaume - LEVASSEUR-GRENON, Olivier - REBER, Christian. 
Ligand-centered vibrational modes as a probe of molecular and electronic structure: Raman spectroscopy of 
cis-Fe(1,10-phenanthroline)(2)(NCS)(2) and trans-Fe(pyridine)(4)(NCS)(2) at variable temperature and pressure. In 
POLYHEDRON. ISSN 0277-5387, 2013, vol. 52, no., pp. 1081., WOS 

ADCA50 BUČKO, Tomáš - LEBèGUE, Sébastien - HAFNER, Jürgen - ÁNGYÁN, János G. 
Tkatchenko-Scheffler van der Waals correction method with and without self-consistent 
screening applied to solids. In Physical Review B, 2013, vol. 87, p. 064110-1-064110-15. 
(3.767 - IF2012). (2013 - Current Contents, WOS, SCOPUS). ISSN 1098-0121. 

Citácie: 
1. [1.1] AGRAWAL, Piyush - TKATCHENKO, Alexandre - KRONIK, Leeor. Pair-Wise and Many-Body Dispersive 
Interactions Coupled to an Optimally Tuned Range-Separated Hybrid Functional. In JOURNAL OF CHEMICAL 
THEORY AND COMPUTATION. ISSN 1549-9618, 2013, vol. 9, no. 8, pp. 3473., WOS 
2. [1.1] BAMIDELE, J. - BRNDIAR, J. - GULANS, A. - KANTOROVICH, L. - STICH, I. Critical Importance of van 
der Waals Stabilization in Strongly Chemically Bonded Surfaces: Cu(110):O. In JOURNAL OF CHEMICAL 
THEORY AND COMPUTATION. ISSN 1549-9618, 2013, vol. 9, no. 12, pp. 5578., WOS 
3. [1.1] CERNY, Radovan - SCHOUWINK, Pascal - SADIKIN, Yolanda - STARE, Katarina - SMRCOK, L'ubomir - 
RICHTER, Bo - JENSEN, Torben R. Trimetallic Borohydride Li3MZn5(BH4)(15) (M = Mg, Mn) Containing Two 
Weakly Interconnected Frameworks. In INORGANIC CHEMISTRY. ISSN 0020-1669, 2013, vol. 52, no. 17, pp. 
9941., WOS 
4. [1.1] DUDENKO, Dmytro V. - YATES, Jonathan R. - HARRIS, Kenneth D. M. - BROWN, Steven P. An NMR 
crystallography DFT-D approach to analyse the role of intermolecular hydrogen bonding and pi-pi interactions in 

 

101 



 
Správa o činnosti ÚACH SAV          2014 

driving cocrystallisation of indomethacin and nicotinamide. In CRYSTENGCOMM. ISSN 1466-8033, 2013, vol. 15, 
no. 43, pp. 8797., WOS 
5. [1.1] GAO, Wang - TKATCHENKO, Alexandre. Electronic Structure and van der Waals Interactions in the Stability 
and Mobility of Point Defects in Semiconductors. In PHYSICAL REVIEW LETTERS. ISSN 0031-9007, 2013, vol. 
111, no. 4, pp., WOS 
6. [1.1] GOBRE, Vivekanand V. - TKATCHENKO, Alexandre. Scaling laws for van der Waals interactions in 
nanostructured materials. In NATURE COMMUNICATIONS. ISSN 2041-1723, 2013, vol. 4, no., pp., WOS 
7. [1.1] LING, Sanliang - WATKINS, Matthew B. - SHLUGER, Alexander L. Effects of atomic scale roughness at 
metal/insulator interfaces on metal work function. In PHYSICAL CHEMISTRY CHEMICAL PHYSICS. ISSN 
1463-9076, 2013, vol. 15, no. 45, pp. 19615., WOS 
8. [1.1] REILLY, Anthony M. - TKATCHENKO, Alexandre. Understanding the role of vibrations, exact exchange, 
and many-body van der Waals interactions in the cohesive properties of molecular crystals. In JOURNAL OF 
CHEMICAL PHYSICS. ISSN 0021-9606, 2013, vol. 139, no. 2, pp., WOS 
9. [1.1] SILVESTRELLI, Pier Luigi. Van der Waals interactions in density functional theory by combining the 
quantum harmonic oscillator-model with localized Wannier functions. In JOURNAL OF CHEMICAL PHYSICS. 
ISSN 0021-9606, 2013, vol. 139, no. 5, pp., WOS 
10. [1.1] ZHOU, Jia - HUANG, Jingsong - SUMPTER, Bobby G. - KENT, Paul R. C. - TERRONES, Humberto - 
SMITH, Sean C. Structures, Energetics, and Electronic Properties of Layered Materials and Nanotubes of Cadmium 
Chalcogenides. In JOURNAL OF PHYSICAL CHEMISTRY C. ISSN 1932-7447, 2013, vol. 117, no. 48, pp. 25817., 
WOS 

ADCA51 BÜHL, Michael - KAUPP, Martin - MALKINA, Oľga - MALKIN, Vladimír. The DFT 
route to NMR chemical shifts. In Journal of Computational Chemistry, 1999, vol. 20, no. 1, 
p. 91-105. (2.860 - IF1998). (1999 - Current Contents). ISSN 0192-8651. 

Citácie: 
1. [1.1] DEMISSIE, Taye B. - REPISKY, Michal - KOMOROVSKY, Stanislav - ISAKSSON, Johan - SVENDSEN, 
John S. - DODZIUK, Helena - RUUD, Kenneth. Four-component relativistic chemical shift calculations of 
halogenated organic compounds. In JOURNAL OF PHYSICAL ORGANIC CHEMISTRY. ISSN 0894-3230, 2013, 
vol. 26, no. 8, pp. 679., WOS 
2. [1.1] SHENDEROVICH, Ilya G. Effect of Noncovalent Interactions on the P-31 Chemical Shift Tensor of 
Phosphine Oxides, Phosphinic, Phosphonic, and Phosphoric Acids, and Their Complexes with Lead(II). In JOURNAL 
OF PHYSICAL CHEMISTRY C. ISSN 1932-7447, 2013, vol. 117, no. 50, pp. 26689., WOS 
3. [1.1] TOUSEK, Jaromir - STRAKA, Michal - SKLENAR, Vladimir - MAREK, Radek. Origin of the 
Conformational Modulation of the C-13 NMR Chemical Shift of Methoxy Groups in Aromatic Natural Compounds. In 
JOURNAL OF PHYSICAL CHEMISTRY A. ISSN 1089-5639, 2013, vol. 117, no. 3, pp. 661., WOS 
4. [1.1] VICHA, Jan - PATZSCHKE, Michael - MAREK, Radek. A relativistic DFT methodology for calculating the 
structures and NMR chemical shifts of octahedral platinum and iridium complexes. In PHYSICAL CHEMISTRY 
CHEMICAL PHYSICS. ISSN 1463-9076, 2013, vol. 15, no. 20, pp. 7740., WOS 

ADCA52 BÜHL, Michael - IMHOF, P. - REPISKÝ, Michal. Rovibrational corrections to transition 
metal NMR shielding constants. In ChemPhysChem, 2004, vol. 5, no. 3, p. 410-414. ISSN 
1439-4235. 

Citácie: 
1. [1.1] LANTTO, Perttu - KANGASVIERI, Sanna - VAARA, Juha. Electron correlation and relativistic effects in the 
secondary NMR isotope shifts of CSe2. In PHYSICAL CHEMISTRY CHEMICAL PHYSICS. ISSN 1463-9076, 
2013, vol. 15, no. 40, pp. 17468., WOS 

ADCA53 BUJDÁK, Juraj - RODE, B.M. Activated alumina as an energy source for peptide bond 
formation:Consequences for mineral-mediated prebiotic processes. In Amino Acids, 2001, 
vol. 21, no. 3, p. 281-291. 

Citácie: 
1. [1.1] LAMBERT, Jean-Francois - JABER, Maguy - GEORGELIN, Thomas - STIEVANO, Lorenzo. A comparative 
study of the catalysis of peptide bond formation by oxide surfaces. In PHYSICAL CHEMISTRY CHEMICAL 
PHYSICS. ISSN 1463-9076, 2013, vol. 15, no. 32, pp. 13371., WOS 

ADCA54 BUJDÁK, Juraj - IYI, Nobuo. Visible spectroscopy of cationic dyes in dispersions with 
reduced-charge montmorillonites. In Clays and Clay Minerals : Journal of the Clay Minerals 
Society, 2002, vol. 50, no. 4, p. 446-454. (1.096 - IF2001). (2002 - Current Contents). ISSN 
0009-8604. 

Citácie: 
1. [1.2] SUCHITHRA, P.S. - SHADIYA, C.P. - MOHAMED, A.P. - VELUSAMY, P. - ANANTHAKUMAR, S. 
One-pot microwave mediated growth of heterostructured ZnO@AlSi as a potential dual-function eco-catalyst for 
treating hazardous pollutants in water resources. In Applied Catalysis B: Environmental, 2013, 130-131, pp. 44-53., 
SCOPUS 
2. [1.2] TSUKAMOTO, T. - SHIMADA, T. - TAKAGI, S. Photochemical properties of mono-, tri-, and penta-cationic 

 

102 



 
Správa o činnosti ÚACH SAV          2014 

antimony(V) metalloporphyrin derivatives on a clay layer surface. In Journal of Physical Chemistry A, 2013, 117, 33, 
pp. 7823-7832., SCOPUS 
3. [1.2] TSUKAMOTO, T. - SHIMADA, T. - TAKAGI, S. Unique photochemical properties of p-substituted cationic 
triphenylbenzene derivatives on a clay layer surface. In Journal of Physical Chemistry C, 2013, 117, 6, pp. 2774-2779., 
SCOPUS 

ADCA55 BUJDÁK, Juraj - RODE, B.M. The effect of clay structure on peptide bond formation 
catalysis. In Journal of Molecular Catalysis A : Chemical, 1999, vol. 144, no. 1, p. 129-136. 
(1.660 - IF1998). 

Citácie: 
1. [1.1] LAMBERT, Jean-Francois - JABER, Maguy - GEORGELIN, Thomas - STIEVANO, Lorenzo. A comparative 
study of the catalysis of peptide bond formation by oxide surfaces. In PHYSICAL CHEMISTRY CHEMICAL 
PHYSICS. ISSN 1463-9076, 2013, vol. 15, no. 32, pp. 13371., WOS 

ADCA56 BUJDÁK, Juraj - IYI, Nobuo. Spectral and structural characteristics of oxazine 
4/hexadecyltrimethylammonium montmorillonite films. In Chemistry of Materials, 2006, 
vol. 18, no. 10, p. 2618-2624. ISSN 0897-4756. 

Citácie: 
1. [1.1] LEONE, Giuseppe - GIOVANELLA, Umberto - BERTINI, Fabio - PORZIO, William - MEINARDI, 
Francesco - BOTTA, Chiara - RICCI, Giovanni. Poly(styrene)-graft-/rhodamine 6G-fluoromica hybrids: synthesis, 
characterization and photophysical properties. In JOURNAL OF MATERIALS CHEMISTRY C. ISSN 2050-7526, 
2013, vol. 1, no. 7, pp. 1450., WOS 

ADCA57 BUJDÁK, Juraj - IYI, Nobuo - SASAI, Ryo. Spectral properties, formation of dye molecular 
aggregates, and reactions in rhodamine 6G/layered silicate dispersions. In Journal of 
physical chemistry. B.Materials, surfaces, interfaces, and biophysical, 2004, vol. 108, no. 14, 
p. 4470-4477. ISSN 1520-6106. 

Citácie: 
1. [1.1] SINGH, Hemant Kr - AGGARWAL, Shruti - AGRAWAL, D. C. - KULRIA, Pawan - TRIPATHI, S. K. - 
AVASTHI, D. K. Study of swift heavy ion irradiation effect on Rhodamine 6G dye for dye sensitize solar cell 
application. In VACUUM. ISSN 0042-207X, 2013, vol. 87, no., pp. 21., WOS 

ADCA58 BUJDÁK, Juraj - SON, H.L. - YONGYAI, Y. - RODE, B.M. The effect of reaction 
conditions on montmorillonite-catalysed peptide formation. In Catalysis Letters, 1996, vol. 
37, no. 3-4, p. 267-272. ISSN 1011-372X. 

Citácie: 
1. [1.1] LAMBERT, Jean-Francois - JABER, Maguy - GEORGELIN, Thomas - STIEVANO, Lorenzo. A comparative 
study of the catalysis of peptide bond formation by oxide surfaces. In PHYSICAL CHEMISTRY CHEMICAL 
PHYSICS. ISSN 1463-9076, 2013, vol. 15, no. 32, pp. 13371., WOS 

ADCA59 BUJDÁK, Juraj - CHORVÁT, Dušan Jr. - IYI, Nobuo. Resonance energy transfer between 
rhodamine molecules adsorbed on layered silicate particles. In Journal of Physical 
Chemistry C, 2010, vol. 114, no. 2, p. 1246-1252. (4.224 - IF2009). (2010 - Current 
Contents). ISSN 1932-7447. 

Citácie: 
1. [1.1] DEY, Dibyendu - BHATTACHARJEE, D. - CHAKRABORTY, S. - HUSSAIN, Syed Arshad. Effect of 
nanoclay laponite and pH on the energy transfer between fluorescent dyes. In JOURNAL OF PHOTOCHEMISTRY 
AND PHOTOBIOLOGY A-CHEMISTRY. ISSN 1010-6030, 2013, vol. 252, no., pp. 174., WOS 
2. [1.1] LIU, Baoyu - ZENG, Fang - WU, Shuizhu - WANG, Jiasheng - TANG, Fangcheng. Ratiometric sensing of 
mercury(II) based on a FRET process on silica core-shell nanoparticles acting as vehicles. In MICROCHIMICA 
ACTA. ISSN 0026-3672, 2013, vol. 180, no. 9-10, pp. 845., WOS 

ADCA60 BUJDÁK, Juraj - IYI, Nobuo. Spectral properties and structure of the J-aggregates of 
pseudoisocyanine dye in layered silicate films. In Journal of Colloid and Interface Science, 
2008, vol. 326, no. 2, p. 426-432. ISSN 0021-9797. 

Citácie: 
1. [1.1] TOLBIN, Alexander Yu - PUSHKAREV, Victor E. - BALASHOVA, Irina O. - TOMILOVA, Larisa G. 
Synthesis of a stable J-type dimer based on the 2-hydroxy-9(10),16(17),23(24)-tri(tert-butyl)phthalocyanine zinc 
complex. In MENDELEEV COMMUNICATIONS. ISSN 0959-9436, 2013, vol. 23, no. 3, pp. 137., WOS 

ADCA61 BUJDÁK, Juraj - RODE, B.M. Preferential amino acid sequences in alumina-catalyzed 
peptide bond formation. In Journal of Inorganic Biochemistry, 2002, vol. 90, no. 1-2, p. 1-7. 

Citácie: 
1. [1.1] POLLACK, J. Dennis - GERARD, David - PEARL, Dennis K. Uniquely Localized Intra-Molecular Amino 
Acid Concentrations at the Glycolytic Enzyme Catalytic/Active Centers of Archaea, Bacteria and Eukaryota are 
Associated with Their Proposed Temporal Appearances on Earth. In ORIGINS OF LIFE AND EVOLUTION OF 

 

103 



 
Správa o činnosti ÚACH SAV          2014 

BIOSPHERES. ISSN 0169-6149, 2013, vol. 43, no. 2, pp. 161., WOS 

ADCA62 BUJDÁK, Juraj - IYI, Nobuo - FUJITA, Taketoshi. Aggregation and stability of 
1,1'-diethyl-4,4'-cyanine dye on the surface of layered silicates with different charge 
densities. In Colloids and Surfaces : A: Physicochemical and Engineering Aspects. - 
Elsevier B.V., 2002, vol. 207, no. 1-3, p. 207-214. ISSN 0927-7757. 

Citácie: 
1. [1.1] SAMUELS, Maya - MOR, Omer - RYTWO, Giora. Metachromasy as an indicator of photostabilization of 
methylene blue adsorbed to clays and minerals. In JOURNAL OF PHOTOCHEMISTRY AND PHOTOBIOLOGY 
B-BIOLOGY. ISSN 1011-1344, 2013, vol. 121, no., pp. 23., WOS 

ADCA63 BUJDÁK, Juraj - SLOSIARIKOVÁ, Hana - TEXLER, N. - SCHWENDINGER, M. - 
RODE, B.M. On the possible role of montmorillonites in prebiotic peptide formation. In 
Monatshefte für Chemie, 1994, vol. 125, no. 10, p. 1033-1039. ISSN 0026-9247. 

Citácie: 
1. [1.1] BLANCO, Celia - CRUSATS, Joaquim - EL-HACHEMI, Zoubir - MOYANO, Albert - HOCHBERG, David - 
RIBO, Josep M. Spontaneous Emergence of Chirality in the Limited Enantioselectivity Model: Autocatalytic Cycle 
Driven by an External Reagent. In CHEMPHYSCHEM. ISSN 1439-4235, 2013, vol. 14, no. 11, pp. 2432., WOS 
2. [1.1] LAMBERT, Jean-Francois - JABER, Maguy - GEORGELIN, Thomas - STIEVANO, Lorenzo. A comparative 
study of the catalysis of peptide bond formation by oxide surfaces. In PHYSICAL CHEMISTRY CHEMICAL 
PHYSICS. ISSN 1463-9076, 2013, vol. 15, no. 32, pp. 13371., WOS 

ADCA64 BUJDÁK, Juraj - EDER, Artur - YONGYAI, Y. - FAYBÍKOVÁ, Katarína - RODE, B.M. 
Investigation on the mechanism of peptide chain prolongation on montmorillonite. In 
Journal of Inorganic Biochemistry, 1996, vol. 61, no. 1, p. 69-78. ISSN 0162-0134. 

Citácie: 
1. [1.1] LAMBERT, Jean-Francois - JABER, Maguy - GEORGELIN, Thomas - STIEVANO, Lorenzo. A comparative 
study of the catalysis of peptide bond formation by oxide surfaces. In PHYSICAL CHEMISTRY CHEMICAL 
PHYSICS. ISSN 1463-9076, 2013, vol. 15, no. 32, pp. 13371., WOS 

ADCA65 BUJDÁK, Juraj - RODE, B.M. Silica, alumina, and clay-catalyzed alanine peptide bond 
formation. In Journal of Molecular Evolution, 1997, vol. 45, no. 5, p. 457-466. ISSN 
0022-2844. 

Citácie: 
1. [1.1] KUMAR, Anand - KAMALUDDIN. Possible Role of Metal(II) Octacyanomolybdate(IV) in Chemical 
Evolution: Interaction with Ribose Nucleotides. In ORIGINS OF LIFE AND EVOLUTION OF BIOSPHERES. ISSN 
0169-6149, 2013, vol. 43, no. 1, pp. 1., WOS 

ADCA66 BUJDÁK, Juraj - RODE, B.M. Alumina catalyzed reactions of amino acids. In Journal of 
Thermal Analysis and Calorimetry, 2003, vol. 73, no. 3, p. 797-805. ISSN 1388-6150. 

Citácie: 
1. [1.1] LAMBERT, Jean-Francois - JABER, Maguy - GEORGELIN, Thomas - STIEVANO, Lorenzo. A comparative 
study of the catalysis of peptide bond formation by oxide surfaces. In PHYSICAL CHEMISTRY CHEMICAL 
PHYSICS. ISSN 1463-9076, 2013, vol. 15, no. 32, pp. 13371., WOS 
2. [1.2] DE ESCOBAR, C.C. - CAMPO, L.F. Synthesis of peptides in prebiotic environment: Implications for the 
chemical evolution | Síntese de peptídeos em ambiente pré-biótico: Implicações para a evolução química. In Revista 
Virtual de Quimica, 2013, 5, 2, pp. 179-187., SCOPUS 

ADCA67 BUJDÁK, Juraj - RODE, B.M. Peptide bond formation on the surface of activated alumina: 
peptide chain elongation. In Catalysis Letters, 2003, vol. 91, no. 3-4, p. 149-154. ISSN 
1011-372X. 

Citácie: 
1. [1.1] LAMBERT, Jean-Francois - JABER, Maguy - GEORGELIN, Thomas - STIEVANO, Lorenzo. A comparative 
study of the catalysis of peptide bond formation by oxide surfaces. In PHYSICAL CHEMISTRY CHEMICAL 
PHYSICS. ISSN 1463-9076, 2013, vol. 15, no. 32, pp. 13371., WOS 

ADCA68 BUJDÁK, Juraj - IYI, Nobuo. Molecular orientation of rhodamine dyes on surfaces of 
layered silicates. In Journal of Physical Chemistry B, 2005, vol. 109, no. 10, p. 4608-4615. 
(2005 - Current Contents, SCOPUS). ISSN 1520-6106. 

Citácie: 
1. [1.1] AGRAWAL, Saurabh - PASTORE, Mariachiara - MAROTTA, Gabriele - REDDY, Marri Anil - 
CHANDRASEKHARAM, Malapaka - DE ANGELIS, Filippo. Optical Properties and Aggregation of 
Phenothiazine-Based Dye-Sensitizers for Solar Cells Applications: A Combined Experimental and Computational 
Investigation. In JOURNAL OF PHYSICAL CHEMISTRY C. ISSN 1932-7447, 2013, vol. 117, no. 19, pp. 9613., 
WOS 
2. [1.1] MULHERN, Kacie R. - DETTY, Michael R. - WATSON, David F. Effects of surface-anchoring mode and 

 

104 



 
Správa o činnosti ÚACH SAV          2014 

aggregation state on electron injection from chalcogenorhodamine dyes to titanium dioxide. In JOURNAL OF 
PHOTOCHEMISTRY AND PHOTOBIOLOGY A-CHEMISTRY. ISSN 1010-6030, 2013, vol. 264, no., pp. 18., 
WOS 
3. [1.1] TONG, Bin - YANG, Huanfang - XIONG, Wenjuan - XIE, Fei - SHI, Jianbing - ZHI, Junge - CHAN, Wai Kin 
- DONG, Yuping. Controlled Fabrication and Optoelectrical Properties of Metallosupramolecular Films Based on 
Ruthenium(II) Phthalocyanines and 4,4 &apos;-Bipyridine Covalently Anchored on Inorganic Substrates. In 
JOURNAL OF PHYSICAL CHEMISTRY B. ISSN 1520-6106, 2013, vol. 117, no. 17, pp. 5338., WOS 
4. [1.1] ZHANG, Chaoli - MA, Xing - DU, Yuguo. Synthesis of Neu5Ac-alpha-C-galactopyranosyl-functionalized 
magnetic nanoparticles via click chemistry. In TETRAHEDRON. ISSN 0040-4020, 2013, vol. 69, no. 35, pp. 7300., 
WOS 

ADCA69 BUJDÁK, Juraj - MARTÍNEZ, Virginia Martínez - ARBELOA, Fernando López - IYI, 
Nobuo. Spectral properties of rhodamine 3B adsorbed on the surface of montmorillonites 
with variable layer charge. In Langmuir, 2007, vol. 23, no. 4, p. 1851-1859. ISSN 
0743-7463. 

Citácie: 
1. [1.1] LEONE, Giuseppe - GIOVANELLA, Umberto - BERTINI, Fabio - PORZIO, William - MEINARDI, 
Francesco - BOTTA, Chiara - RICCI, Giovanni. Poly(styrene)-graft-/rhodamine 6G-fluoromica hybrids: synthesis, 
characterization and photophysical properties. In JOURNAL OF MATERIALS CHEMISTRY C. ISSN 2050-7526, 
2013, vol. 1, no. 7, pp. 1450., WOS 

ADCA70 BUJDÁK, Juraj - CZÍMEROVÁ, Adriana - ARBELOA, Fernando López. Two-step 
resonance energy transfer between dyes in layered silicate films. In Journal of Colloid and 
Interface Science, 2011, vol. 364, no. 2, p. 497-504. (3.066 - IF2010). (2011 - Current 
Contents). ISSN 0021-9797. 

Citácie: 
1. [1.1] DEY, Dibyendu - BHATTACHARJEE, D. - CHAKRABORTY, S. - HUSSAIN, Syed Arshad. Effect of 
nanoclay laponite and pH on the energy transfer between fluorescent dyes. In JOURNAL OF PHOTOCHEMISTRY 
AND PHOTOBIOLOGY A-CHEMISTRY. ISSN 1010-6030, 2013, vol. 252, no., pp. 174., WOS 
2. [1.1] TAKAGI, Shinsuke - SHIMADA, Tetsuya - ISHIDA, Yohei - FUJIMURA, Takuya - MASUI, Dai - 
TACHIBANA, Hiroshi - EGUCHI, Miharu - INOUE, Haruo. Size-Matching Effect on Inorganic Nanosheets: Control 
of Distance, Alignment, and Orientation of Molecular Adsorption as a Bottom-Up Methodology for Nanomaterials. In 
LANGMUIR. ISSN 0743-7463, 2013, vol. 29, no. 7, pp. 2108., WOS 
3. [1.1] WANG, Xinzhan - LIU, Yumei - FENG, Huina - DAI, Wanlei - XU, Yanmei - YU, Wei - FU, Guangsheng. 
Evolution of photoluminescence life-times distribution in Si-QD/SiO2 multilayer films. In EUROPEAN PHYSICAL 
JOURNAL-APPLIED PHYSICS. ISSN 1286-0042, 2013, vol. 62, no. 3, pp., WOS 

ADCA71 BUJDÁK, Juraj - IYI, Nobuo. Optical properties of molecular aggregates of oxazine dyes in 
dispersions of clay minerals. In Colloid and Polymer Science, 2009, vol. 287, no. 2, p. 
157-165. (1.736 - IF2008). (2009 - Current Contents). ISSN 0303-402X. 

Citácie: 
1. [1.1] LEONE, Giuseppe - GIOVANELLA, Umberto - BERTINI, Fabio - HOSEINKHANI, Sajjad - PORZIO, 
William - RICCI, Giovanni - BOTTA, Chiara - GALEOTTI, Francesco. Hierarchically structured, blue-emitting 
polymer hybrids through surface-initiated nitroxide-mediated polymerization and water templated assembly. In 
JOURNAL OF MATERIALS CHEMISTRY C. ISSN 2050-7526, 2013, vol. 1, no. 40, pp. 6585., WOS 

ADCA72 BUJDÁK, Juraj - IYI, Nobuo. Molecular aggregation of rhodamine dyes in dispersions of 
layered silicates: Influence of dye molecular structure and silicate properties. In Journal of 
Physical Chemistry B, 2006, vol. 110, no. 5, p. 2180-2186. (4.033 - IF2005). (2006 - Current 
Contents, WOS, SCOPUS). ISSN 1520-6106. 

Citácie: 
1. [1.1] CERDAN, Luis - MARTINEZ-MARTINEZ, Virginia - GARCIA-MORENO, Inmaculada - COSTELA, Angel 
- PEREZ-OJEDA, Maria E. - LOPEZ ARBELOA, Inigo - WU, Liangxing - BURGESS, Kevin. Naturally Assembled 
Excimers in Xanthenes as Singular and Highly Efficient Laser Dyes in Liquid and Solid Media. In ADVANCED 
OPTICAL MATERIALS. ISSN 2195-1071, 2013, vol. 1, no. 12, pp. 984., WOS 
2. [1.1] MITRA, Piyali - CHAKRABORTY, Brotati - BHATTACHARYYA, Dhananjay - BASU, Samita. Excimer of 
9-Aminoacridine Hydrochloride Hydrate in Confined Medium: An Integrated Experimental and Theoretical Study. In 
JOURNAL OF PHYSICAL CHEMISTRY A. ISSN 1089-5639, 2013, vol. 117, no. 7, pp. 1428., WOS 

ADCA73 BUJDÁK, Juraj. Effect of the layer charge of clay minerals on optical properties of organic 
dyes. A review. In Applied Clay Science, 2006, vol. 34, no. 1-4, p. 58-73. ISSN 0169-1317. 

Citácie: 
1. [1.1] BHATTACHARJEE, J. - HUSSAIN, S. A. - BHATTACHARJEE, D. Control of H-dimer formation of 
acridine orange using nano clay platelets. In SPECTROCHIMICA ACTA PART A-MOLECULAR AND 
BIOMOLECULAR SPECTROSCOPY. ISSN 1386-1425, 2013, vol. 116, no., pp. 148., WOS 

 

105 



 
Správa o činnosti ÚACH SAV          2014 

2. [1.1] DE QUEIROZ, Thiago B. - BOTELHO, Moema B. S. - DE BONI, Leonardo - ECKERT, Hellmut - DE 
CAMARGO, Andrea S. S. Strategies for reducing dye aggregation in luminescent host-guest systems: Rhodamine 6G 
incorporated in new mesoporous sol-gel hosts. In JOURNAL OF APPLIED PHYSICS. ISSN 0021-8979, 2013, vol. 
113, no. 11, pp., WOS 
3. [1.1] FELBECK, Tom - BEHNKE, Thomas - HOFFMANN, Katrin - GRABOLLE, Markus - LEZHNINA, Marina 
M. - KYNAST, Ulrich H. - RESCH-GENGER, Ute. Nile-Red-Nanoclay Hybrids: Red Emissive Optical Probes for 
Use in Aqueous Dispersion. In LANGMUIR. ISSN 0743-7463, 2013, vol. 29, no. 36, pp. 11489., WOS 
4. [1.1] FERREIRA, Avelardo U. C. - POLI, Alessandra L. - GESSNER, Fergus - NEUMANN, Miguel G. - 
SCHMITT CAVALHEIRO, Carla C. Interaction of Auramine O with montmorillonite clays. In JOURNAL OF 
LUMINESCENCE. ISSN 0022-2313, 2013, vol. 136, no., pp. 63., WOS 
5. [1.1] FUJIMURA, Takuya - SHIMADA, Tetsuya - HAMATANI, Satoshi - ONODERA, Shingo - SASAI, Ryo - 
INOUE, Haruo - TAKAGI, Shinsuke. High Density Intercalation of Porphyrin into Transparent Clay Membrane 
without Aggregation. In LANGMUIR. ISSN 0743-7463, 2013, vol. 29, no. 16, pp. 5060., WOS 
6. [1.1] GASHTI, Mazeyar Parvinzadeh - RASHIDIAN, Rambod - ALMASIAN, Arash - ZOHOURI, Ali Badakhshan. 
A novel method for colouration of cotton using clay nano-adsorbent treatment. In PIGMENT &amp; RESIN 
TECHNOLOGY. ISSN 0369-9420, 2013, vol. 42, no. 3, pp. 175., WOS 
7. [1.1] GRANADOS-OLIVEROS, Gilma - GOMEZ-VIDALES, Virginia - NIETO-CAMACHO, Antonio - 
ANTONIO MORALES-SERNA, Jose - CARDENAS, Jorge - SALMON, Manuel. Photoproduction of H2O2 and 
hydroxyl radicals catalysed by natural and super acid-modified montmorillonite and its oxidative role in the 
peroxidation of lipids. In RSC ADVANCES. ISSN 2046-2069, 2013, vol. 3, no. 3, pp. 937., WOS 
8. [1.1] ISHIDA, Yohei - KULASEKHARAN, Revathy - SHIMADA, Tetsuya - TAKAGI, Shinsuke - 
RAMAMURTHY, V. Efficient Singlet-Singlet Energy Transfer in a Novel Host-Guest Assembly Composed of an 
Organic Cavitand, Aromatic Molecules, and a Clay Nanosheet. In LANGMUIR. ISSN 0743-7463, 2013, vol. 29, no. 6, 
pp. 1748., WOS 
9. [1.1] LEONE, Giuseppe - GIOVANELLA, Umberto - BERTINI, Fabio - PORZIO, William - MEINARDI, 
Francesco - BOTTA, Chiara - RICCI, Giovanni. Poly(styrene)-graft-/rhodamine 6G-fluoromica hybrids: synthesis, 
characterization and photophysical properties. In JOURNAL OF MATERIALS CHEMISTRY C. ISSN 2050-7526, 
2013, vol. 1, no. 7, pp. 1450., WOS 
10. [1.1] MITRA, Piyali - CHAKRABORTY, Brotati - BHATTACHARYYA, Dhananjay - BASU, Samita. Excimer of 
9-Aminoacridine Hydrochloride Hydrate in Confined Medium: An Integrated Experimental and Theoretical Study. In 
JOURNAL OF PHYSICAL CHEMISTRY A. ISSN 1089-5639, 2013, vol. 117, no. 7, pp. 1428., WOS 
11. [1.1] NUNES, S. C. - FERREIRA, C. B. - HUEMMER, J. - FERREIRA, R. A. S. - CARLOS, L. D. - ALMEIDA, 
P. - DE ZEA BERMUDEZ, V. Lamellar mono-amidosil hybrids incorporating monomethinecyanine dyes. In 
JOURNAL OF MATERIALS CHEMISTRY C. ISSN 2050-7526, 2013, vol. 1, no. 12, pp. 2290., WOS 
12. [1.1] OSACKY, Marek - SUCHA, Vladimir - CZIMEROVA, Adriana - PENTRAK, Martin - MADEJOVA, Jana. 
Reaction of smectites with iron in aerobic conditions at 75 degrees C. In APPLIED CLAY SCIENCE. ISSN 
0169-1317, 2013, vol. 72, no., pp. 26., WOS 
13. [1.1] PECINI, Eliana M. - AVENA, Marcelo J. Measuring the Isoelectric Point of the Edges of Clay Mineral 
Particles: The Case of Montmorillonite. In LANGMUIR. ISSN 0743-7463, 2013, vol. 29, no. 48, pp. 14926., WOS 
14. [1.1] TAKAGI, Shinsuke - SHIMADA, Tetsuya - ISHIDA, Yohei - FUJIMURA, Takuya - MASUI, Dai - 
TACHIBANA, Hiroshi - EGUCHI, Miharu - INOUE, Haruo. Size-Matching Effect on Inorganic Nanosheets: Control 
of Distance, Alignment, and Orientation of Molecular Adsorption as a Bottom-Up Methodology for Nanomaterials. In 
LANGMUIR. ISSN 0743-7463, 2013, vol. 29, no. 7, pp. 2108., WOS 
15. [1.1] TSUKAMOTO, Takamasa - SHIMADA, Tetsuya - TAKAGI, Shinsuke. Photochemical Properties of Mono-, 
Tr-, and Penta-Cationic Antimony(V) Metalloporphyrin Derivatives on a Clay Layer Surface. In JOURNAL OF 
PHYSICAL CHEMISTRY A. ISSN 1089-5639, 2013, vol. 117, no. 33, pp. 7823., WOS 
16. [1.1] TSUKAMOTO, Takamasa - SHIMADA, Tetsuya - TAKAGI, Shinsuke. Unique Photochemical Properties of 
p-Substituted Cationic Triphenylbenzene Derivatives on a Clay Layer Surface. In JOURNAL OF PHYSICAL 
CHEMISTRY C. ISSN 1932-7447, 2013, vol. 117, no. 6, pp. 2774., WOS 

ADCA74 BUJDÁK, Juraj - IYI, Nobuo - KANEKO, Yoshiro - SASAI, Ryo. Molecular orientation of 
methylene blue cations adsorbed on clay surfaces. In Clay Minerals, 2003, vol. 38, no. 4, p. 
561-572. (0.966 - IF2002). (2003 - Current Contents). ISSN 0009-8558. 

Citácie: 
1. [1.1] CEKLOVSKY, Alexander - TAKAGI, Shinsuke. Oxygen sensing materials based on clay/metalloporphyrin 
hybrid systems. In CENTRAL EUROPEAN JOURNAL OF CHEMISTRY. ISSN 1895-1066, 2013, vol. 11, no. 7, pp. 
1132., WOS 
2. [1.1] MURUGAN, K. - SUBASRI, R. - RAO, T. N. - GANDHI, Ashutosh S. - MURTY, B. S. Synthesis, 
characterization and demonstration of self-cleaning TiO2 coatings on glass and glazed ceramic tiles. In PROGRESS IN 
ORGANIC COATINGS. ISSN 0300-9440, 2013, vol. 76, no. 12, pp. 1756., WOS 

ADCA75 BUJDÁK, Juraj - IYI, Nobuo - FUJITA, Taketoshi. The aggregation of methylene blue in 
montmorillonite dispersions. In Clay Minerals, 2002, vol. 37, no. 1, p. 121-133. (0.610 - 
IF2001). (2002 - Current Contents). ISSN 0009-8558. 

 

106 



 
Správa o činnosti ÚACH SAV          2014 

Citácie: 
1. [1.1] CZIMEROVA, Adriana - JANKOVIC, Lubos - MADEJOVA, Jana - CEKLOVSKY, Alexander. Unique 
Photoactive Nanocomposites Based on Rhodamine 6G/Polymer/Montmorillonite Hybrid Systems. In JOURNAL OF 
POLYMER SCIENCE PART B-POLYMER PHYSICS. ISSN 0887-6266, 2013, vol. 51, no. 23, pp. 1672., WOS 
2. [1.1] EGUCHI, Miharu - SHIMADA, Tetsuya - TRYK, Donald A. - INOUE, Haruo - TAKAGI, Shinsuke. Role of 
Hydrophobic Interaction in Controlling the Orientation of Dicationic Porphyrins on Solid Surfaces. In JOURNAL OF 
PHYSICAL CHEMISTRY C. ISSN 1932-7447, 2013, vol. 117, no. 18, pp. 9245., WOS 
3. [1.1] FERREIRA, Avelardo U. C. - POLI, Alessandra L. - GESSNER, Fergus - NEUMANN, Miguel G. - 
SCHMITT CAVALHEIRO, Carla C. Interaction of Auramine O with montmorillonite clays. In JOURNAL OF 
LUMINESCENCE. ISSN 0022-2313, 2013, vol. 136, no., pp. 63., WOS 
4. [1.1] FUJIMURA, Takuya - SHIMADA, Tetsuya - HAMATANI, Satoshi - ONODERA, Shingo - SASAI, Ryo - 
INOUE, Haruo - TAKAGI, Shinsuke. High Density Intercalation of Porphyrin into Transparent Clay Membrane 
without Aggregation. In LANGMUIR. ISSN 0743-7463, 2013, vol. 29, no. 16, pp. 5060., WOS 
5. [1.1] ISHIDA, Yohei - KULASEKHARAN, Revathy - SHIMADA, Tetsuya - TAKAGI, Shinsuke - 
RAMAMURTHY, V. Efficient Singlet-Singlet Energy Transfer in a Novel Host-Guest Assembly Composed of an 
Organic Cavitand, Aromatic Molecules, and a Clay Nanosheet. In LANGMUIR. ISSN 0743-7463, 2013, vol. 29, no. 6, 
pp. 1748., WOS 
6. [1.1] ISHIDA, Yohei - SHIMADA, Tetsuya - TAKAGI, Shinsuke. Artificial Light-Harvesting Model in a 
Self-Assembly Composed of Cationic Dyes and Inorganic Nanosheet. In JOURNAL OF PHYSICAL CHEMISTRY C. 
ISSN 1932-7447, 2013, vol. 117, no. 18, pp. 9154., WOS 
7. [1.1] OSACKY, Marek - SUCHA, Vladimir - CZIMEROVA, Adriana - PENTRAK, Martin - MADEJOVA, Jana. 
Reaction of smectites with iron in aerobic conditions at 75 degrees C. In APPLIED CLAY SCIENCE. ISSN 
0169-1317, 2013, vol. 72, no., pp. 26., WOS 
8. [1.1] SARGIN, I. - UNLU, N. Insights into cationic methyl violet 6B dye-kaolinite interactions: kinetic, equilibrium 
and thermodynamic studies. In CLAY MINERALS. ISSN 0009-8558, 2013, vol. 48, no. 1, pp. 85., WOS 
9. [1.1] TAKAGI, Shinsuke - SHIMADA, Tetsuya - ISHIDA, Yohei - FUJIMURA, Takuya - MASUI, Dai - 
TACHIBANA, Hiroshi - EGUCHI, Miharu - INOUE, Haruo. Size-Matching Effect on Inorganic Nanosheets: Control 
of Distance, Alignment, and Orientation of Molecular Adsorption as a Bottom-Up Methodology for Nanomaterials. In 
LANGMUIR. ISSN 0743-7463, 2013, vol. 29, no. 7, pp. 2108., WOS 

ADCA76 BUJDÁK, Juraj - RODE, B.M. On the mechanisms of oligopeptide reactions in solution and 
clay dispersion. In Journal of Peptide Science, 2004, vol. 10, no. 12, p. 731-737. ISSN 
1075-2617. 

Citácie: 
1. [1.1] ANTONIO MORALES-SERNA, Jose - ANGEL JAIME-VASCONCELOS, Miguel - GARCIA-RIOS, 
Erendira - CRUZ, Alejandro - ANGELES-BELTRAN, Deyanira - LOMAS-ROMERO, Leticia - ENRIQUE 
NEGRON-SILVA, Guillermo - CARDENAS, Jorge. Efficient activity of magnesium-aluminium hydrotalcite in the 
synthesis of amides. In RSC ADVANCES. ISSN 2046-2069, 2013, vol. 3, no. 45, pp. 23046., WOS 

ADCA77 BUJDÁK, Juraj - RODE, B.M. The effect of smectite composition on the catalysis of 
peptide bond formation. In Journal of Molecular Evolution, 1996, vol. 43, no. 4, p. 326-333. 
ISSN 0022-2844. 

Citácie: 
1. [1.1] ELENA RAMOS, M. - JAVIER HUERTAS, F. Adsorption of glycine on montmorillonite in aqueous 
solutions. In APPLIED CLAY SCIENCE. ISSN 0169-1317, 2013, vol. 80-81, no., pp. 10., WOS 
2. [1.1] LAMBERT, Jean-Francois - JABER, Maguy - GEORGELIN, Thomas - STIEVANO, Lorenzo. A comparative 
study of the catalysis of peptide bond formation by oxide surfaces. In PHYSICAL CHEMISTRY CHEMICAL 
PHYSICS. ISSN 1463-9076, 2013, vol. 15, no. 32, pp. 13371., WOS 

ADCA78 BUJDÁK, Juraj - RODE, B.M. Glycine oligomerization on silica and alumina. In Reaction 
Kinetics and Catalysis Letters, 1997, vol. 62, no. 2, p. 281-286. ISSN 0133-1736. 

Citácie: 
1. [1.1] GEORGELIN, Thomas - JABER, Maguy - BAZZI, Houssein - LAMBERT, Jean-Francois. Formation of 
Activated Biomolecules by Condensation on Mineral Surfaces A Comparison of Peptide Bond Formation and 
Phosphate Condensation. In ORIGINS OF LIFE AND EVOLUTION OF BIOSPHERES. ISSN 0169-6149, 2013, vol. 
43, no. 4-5, pp. 429., WOS 
2. [1.1] KUMAR, Anand - KAMALUDDIN. Possible Role of Metal(II) Octacyanomolybdate(IV) in Chemical 
Evolution: Interaction with Ribose Nucleotides. In ORIGINS OF LIFE AND EVOLUTION OF BIOSPHERES. ISSN 
0169-6149, 2013, vol. 43, no. 1, pp. 1., WOS 
3. [1.1] LAMBERT, Jean-Francois - JABER, Maguy - GEORGELIN, Thomas - STIEVANO, Lorenzo. A comparative 
study of the catalysis of peptide bond formation by oxide surfaces. In PHYSICAL CHEMISTRY CHEMICAL 
PHYSICS. ISSN 1463-9076, 2013, vol. 15, no. 32, pp. 13371., WOS 
4. [1.1] RIMOLA, Albert - COSTA, Dominique - SODUPE, Mariona - LAMBERT, Jean-Francois - UGLIENGO, 
Piero. Silica Surface Features and Their Role in the Adsorption of Biomolecules: Computational Modeling and 
Experiments. In CHEMICAL REVIEWS. ISSN 0009-2665, 2013, vol. 113, no. 6, pp. 4216., WOS 

 

107 



 
Správa o činnosti ÚACH SAV          2014 

ADCA79 BUJDÁK, Juraj - SON, H.L. - RODE, B.M. Montmorillonite catalyzed peptide bond 
formation: The effect of exchangeable cations. In Journal of Inorganic Biochemistry, 1996, 
vol. 63, no. 2, p. 119-124. ISSN 0162-0134. 

Citácie: 
1. [1.1] CARNEIRO, Cristine E. A. - MACHADO, Carla F. C. - DE SOUZA, Ivan G. - PAESANO, Andrea - DI 
MAURO, Eduardo - DA COSTA, Antonio Carlos S. - DE SOUZA, Claudio M. D. - DE SANTANA, Henrique - 
ZAIA, Dimas A. M. Modification of montmorillonite with sodium sulfide for prebiotic chemistry studies: 
Characterization using spectroscopy methods and X-ray diffractometry. In APPLIED CLAY SCIENCE. ISSN 
0169-1317, 2013, vol. 86, no., pp. 18., WOS 
2. [1.1] LAMBERT, Jean-Francois - JABER, Maguy - GEORGELIN, Thomas - STIEVANO, Lorenzo. A comparative 
study of the catalysis of peptide bond formation by oxide surfaces. In PHYSICAL CHEMISTRY CHEMICAL 
PHYSICS. ISSN 1463-9076, 2013, vol. 15, no. 32, pp. 13371., WOS 

ADCA80 BUJDÁK, Juraj - HACKETT, E. - GIANNELIS, E.P. Effect of layer charge on the 
intercalation of poly(ethylene oxide) in layered silicates: Implications on nanocomposite 
polymer electrolytes. In Chemistry of Materials, 2000, vol. 12, no. 8, p. 2168-2174. 

Citácie: 
1. [1.1] BOUCHET, Renaud - MARIA, Sebastien - MEZIANE, Rachid - ABOULAICH, Abdelmaula - LIENAFA, 
Livie - BONNET, Jean-Pierre - PHAN, Trang N. T. - BERTIN, Denis - GIGMES, Didier - DEVAUX, Didier - 
DENOYEL, Renaud - ARMAND, Michel. Single-ion BAB triblock copolymers as highly efficient electrolytes for 
lithium-metal batteries. In NATURE MATERIALS. ISSN 1476-1122, 2013, vol. 12, no. 5, pp. 452., WOS 
2. [1.1] GAO, S. - GONG, J. - YAN, X. L. - XUE, G. B. - ZHONG, J. - WANG, B. - ALAM, A - COLEMAN, P - 
DUGDALE, S - ROUSSENOVA, M. Investigation of microstructure and conducting mechanism of nanocomposite 
polymeric electrolytes with rectorite clay by PALS. In 16TH INTERNATIONAL CONFERENCE ON POSITRON 
ANNIHILATION (ICPA-16). ISSN 1742-6588, 2013, vol. 443, no., pp., WOS 
3. [1.1] KRISHNAN, Marimuthu - SAHARAY, Moumita - KIRKPATRICK, R. James. Molecular Dynamics Modeling 
of CO2 and Poly(ethylene glycol) in Montmorillonite: The Structure of Clay-Polymer Composites and the 
Incorporation of CO2. In JOURNAL OF PHYSICAL CHEMISTRY C. ISSN 1932-7447, 2013, vol. 117, no. 40, pp. 
20592., WOS 
4. [1.1] ZHU, Shipeng - CHEN, Jinyao - LI, Huilin - CAO, Ya. Structure and conformation of poly(ethylene glycol) in 
confined space of montmorillonite. In APPLIED SURFACE SCIENCE. ISSN 0169-4332, 2013, vol. 264, no., pp. 
500., WOS 
5. [1.1] ZHU, Shipeng - PENG, Hongmei - CHEN, Jinyao - LI, Huilin - CAO, Ya - YANG, Yunhua - FENG, Zhihai. 
Intercalation behavior of poly(ethylene glycol) in organically modified montmorillonite. In APPLIED SURFACE 
SCIENCE. ISSN 0169-4332, 2013, vol. 276, no., pp. 502., WOS 

ADCA81 BUJDÁK, Juraj - RODE, B.M. Silica, alumina and clay catalyzed peptide bond formation: 
Enhanced efficiency of alumina catalyst. In Origins of Life and Evolution of the Biosphere, 
1999, vol. 29, no. 5, p. 451-461. (0.750 - IF1998). 

Citácie: 
1. [1.1] GEORGELIN, Thomas - JABER, Maguy - BAZZI, Houssein - LAMBERT, Jean-Francois. Formation of 
Activated Biomolecules by Condensation on Mineral Surfaces A Comparison of Peptide Bond Formation and 
Phosphate Condensation. In ORIGINS OF LIFE AND EVOLUTION OF BIOSPHERES. ISSN 0169-6149, 2013, vol. 
43, no. 4-5, pp. 429., WOS 
2. [1.1] LAMBERT, Jean-Francois - JABER, Maguy - GEORGELIN, Thomas - STIEVANO, Lorenzo. A comparative 
study of the catalysis of peptide bond formation by oxide surfaces. In PHYSICAL CHEMISTRY CHEMICAL 
PHYSICS. ISSN 1463-9076, 2013, vol. 15, no. 32, pp. 13371., WOS 
3. [1.1] RIMOLA, Albert - COSTA, Dominique - SODUPE, Mariona - LAMBERT, Jean-Francois - UGLIENGO, 
Piero. Silica Surface Features and Their Role in the Adsorption of Biomolecules: Computational Modeling and 
Experiments. In CHEMICAL REVIEWS. ISSN 0009-2665, 2013, vol. 113, no. 6, pp. 4216., WOS 

ADCA82 BUJDÁK, Juraj - FAYBÍKOVÁ, Katarína - EDER, Artur - YONGYAI, Y. - RODE, B.M. 
Peptide chain elongation: A possible role of montmorillonite in prebiotic synthesis of protein 
precursors. In Origins of Life and Evolution of the Biosphere, 1995, vol. 25, no. 5, p. 
431-441. 

Citácie: 
1. [1.1] GEORGELIN, Thomas - JABER, Maguy - BAZZI, Houssein - LAMBERT, Jean-Francois. Formation of 
Activated Biomolecules by Condensation on Mineral Surfaces A Comparison of Peptide Bond Formation and 
Phosphate Condensation. In ORIGINS OF LIFE AND EVOLUTION OF BIOSPHERES. ISSN 0169-6149, 2013, vol. 
43, no. 4-5, pp. 429., WOS 

ADCA83 BUJDÁK, Juraj - IYI, Nobuo - KANEKO, Yoshiro - CZÍMEROVÁ, Adriana - SASAI, 
Ryo. Molecular arrangement of rhodamine 6G cations in the films of layered silicates: the 
effect of the layer charge. In Physical Chemistry Chemical Physics, 2003, vol. 5, no. 20, p. 
4680-4685. ISSN 1463-9076. 

 

108 



 
Správa o činnosti ÚACH SAV          2014 

Citácie: 
1. [1.1] FAN, Youyu - LI, Rihong - ZHANG, Long. Preparation and optical properties of a Rhodamine 6G-doped 
sol-gel AlPO4-SiO2 film. In CHINESE OPTICS LETTERS. ISSN 1671-7694, 2013, vol. 11, no. 8, pp., WOS 
2. [1.1] LEONE, Giuseppe - GIOVANELLA, Umberto - BERTINI, Fabio - HOSEINKHANI, Sajjad - PORZIO, 
William - RICCI, Giovanni - BOTTA, Chiara - GALEOTTI, Francesco. Hierarchically structured, blue-emitting 
polymer hybrids through surface-initiated nitroxide-mediated polymerization and water templated assembly. In 
JOURNAL OF MATERIALS CHEMISTRY C. ISSN 2050-7526, 2013, vol. 1, no. 40, pp. 6585., WOS 
3. [1.1] LEONE, Giuseppe - GIOVANELLA, Umberto - BERTINI, Fabio - PORZIO, William - MEINARDI, 
Francesco - BOTTA, Chiara - RICCI, Giovanni. Poly(styrene)-graft-/rhodamine 6G-fluoromica hybrids: synthesis, 
characterization and photophysical properties. In JOURNAL OF MATERIALS CHEMISTRY C. ISSN 2050-7526, 
2013, vol. 1, no. 7, pp. 1450., WOS 

ADCA84 BUJDÁK, Juraj - JANEK, Marián - MADEJOVÁ, Jana - KOMADEL, Peter. Influence of 
the layer charge density of smectites on the interaction with methylene blue. In Journal of 
the Chemical Society-Faraday Transactions, 1998, vol. 94, no. 23, p. 3487-3492. 

Citácie: 
1. [1.1] GORSKI, Christopher A. - KLUEPFEL, Laura E. - VOEGELIN, Andreas - SANDER, Michael - 
HOFSTETTER, Thomas B. Redox Properties of Structural Fe in Clay Minerals: 3. Relationships between Smectite 
Redox and Structural Properties. In ENVIRONMENTAL SCIENCE &amp; TECHNOLOGY. ISSN 0013-936X, 2013, 
vol. 47, no. 23, pp. 13477., WOS 
2. [1.1] POLIZOS, Georgios - VAIA, Richard A. - KOERNER, Hilmar - MANIAS, Evangelos. Dynamics of 
Amphiphilic Surfactants Confined in Montmorillonite Slits with Different Cation Exchange Capacities. In JOURNAL 
OF PHYSICAL CHEMISTRY B. ISSN 1520-6106, 2013, vol. 117, no. 43, pp. 13667., WOS 
3. [1.2] LAGALY, G. - OGAWA, M. - DÉKÁNY, I. Clay mineral-organic interactions. In Developments in Clay 
Science, 2013, 5, pp. 435-505., SCOPUS 

ADCA85 BUJDÁK, Juraj - JANEK, Marián - MADEJOVÁ, Jana - KOMADEL, Peter. Methylene 
blue interactions with reduced-charge smectites. In Clays and Clay Minerals, 2001, vol. 49, 
no. 3, p. 244-254. (2001 - Current Contents). ISSN 0009-8604. 

Citácie: 
1. [1.1] SKOUBRIS, Evangelos N. - CHRYSSIKOS, Georgios D. - CHRISTIDIS, George E. - GIONIS, Vassilis. 
STRUCTURAL CHARACTERIZATION OF REDUCED-CHARGE MONTMORILLONITES. EVIDENCE BASED 
ON FTIR SPECTROSCOPY, THERMAL BEHAVIOR, AND LAYER-CHARGE SYSTEMATICS. In CLAYS AND 
CLAY MINERALS. ISSN 0009-8604, 2013, vol. 61, no. 1-2, pp. 83., WOS 
2. [1.2] HELLER-KALLAI, L. Thermally modified clay minerals. In Developments in Clay Science, 2013, 5, pp. 
411-433., SCOPUS 

ADCA86 BUJDÁK, Juraj - KOMADEL, Peter. Interaction of methylene blue with reduced charge 
montmorillonite. In Journal of Physical Chemistry B, 1997, vol. 101, no. 44, p. 9065-9068. 
ISSN 1520-6106. 

Citácie: 
1. [1.1] CHEN, Yunqiang - CHEN, Libin - BAI, Hua - LI, Lei. Graphene oxide-chitosan composite hydrogels as 
broad-spectrum adsorbents for water purification. In JOURNAL OF MATERIALS CHEMISTRY A. ISSN 2050-7488, 
2013, vol. 1, no. 6, pp. 1992., WOS 
2. [1.1] HAROUN, Ahmed A. - MASHALY, Hamada M. - EL-SAYED, Nabil H. Novel nanocomposites based on 
gelatin/HPET/chitosan with high performance acid red 150 dye adsorption. In CLEAN TECHNOLOGIES AND 
ENVIRONMENTAL POLICY. ISSN 1618-954X, 2013, vol. 15, no. 2, pp. 367., WOS 
3. [1.1] ISHIDA, Yohei - SHIMADA, Tetsuya - TAKAGI, Shinsuke. Artificial Light-Harvesting Model in a 
Self-Assembly Composed of Cationic Dyes and Inorganic Nanosheet. In JOURNAL OF PHYSICAL CHEMISTRY C. 
ISSN 1932-7447, 2013, vol. 117, no. 18, pp. 9154., WOS 
4. [1.1] KHALED, Lenouar - AZZEDINE, Lounis - KHALED, Osmane - KAMEL, Taibi - MOHAMMED, Azzaz - 
TANG - ZHONG, W - ZHUANG, D - LI, C - LIU, Y. Elaboration and characterization of an activated carbon from 
Diss and Esparto grass for the wastewater treatment. In PROGRESS IN ENVIRONMENTAL PROTECTION AND 
PROCESSING OF RESOURCE, PTS 1-4. ISSN 1660-9336, 2013, vol. 295-298, no., pp. 1508., WOS 
5. [1.1] LEONE, Giuseppe - GIOVANELLA, Umberto - BERTINI, Fabio - PORZIO, William - MEINARDI, 
Francesco - BOTTA, Chiara - RICCI, Giovanni. Poly(styrene)-graft-/rhodamine 6G-fluoromica hybrids: synthesis, 
characterization and photophysical properties. In JOURNAL OF MATERIALS CHEMISTRY C. ISSN 2050-7526, 
2013, vol. 1, no. 7, pp. 1450., WOS 
6. [1.1] OSACKY, Marek - SUCHA, Vladimir - CZIMEROVA, Adriana - PENTRAK, Martin - MADEJOVA, Jana. 
Reaction of smectites with iron in aerobic conditions at 75 degrees C. In APPLIED CLAY SCIENCE. ISSN 
0169-1317, 2013, vol. 72, no., pp. 26., WOS 
7. [1.1] TAKAGI, Shinsuke - SHIMADA, Tetsuya - ISHIDA, Yohei - FUJIMURA, Takuya - MASUI, Dai - 
TACHIBANA, Hiroshi - EGUCHI, Miharu - INOUE, Haruo. Size-Matching Effect on Inorganic Nanosheets: Control 
of Distance, Alignment, and Orientation of Molecular Adsorption as a Bottom-Up Methodology for Nanomaterials. In 
LANGMUIR. ISSN 0743-7463, 2013, vol. 29, no. 7, pp. 2108., WOS 

 

109 



 
Správa o činnosti ÚACH SAV          2014 

8. [1.1] TSUKAMOTO, Takamasa - SHIMADA, Tetsuya - TAKAGI, Shinsuke. Photochemical Properties of Mono-, 
Tr-, and Penta-Cationic Antimony(V) Metalloporphyrin Derivatives on a Clay Layer Surface. In JOURNAL OF 
PHYSICAL CHEMISTRY A. ISSN 1089-5639, 2013, vol. 117, no. 33, pp. 7823., WOS 
9. [1.1] TSUKAMOTO, Takamasa - SHIMADA, Tetsuya - TAKAGI, Shinsuke. Unique Photochemical Properties of 
p-Substituted Cationic Triphenylbenzene Derivatives on a Clay Layer Surface. In JOURNAL OF PHYSICAL 
CHEMISTRY C. ISSN 1932-7447, 2013, vol. 117, no. 6, pp. 2774., WOS 
10. [1.2] PUA, Fei Ling - SAJAB, Mohd Shaiful - CHIA, Chinhua - ZAKARIA, Sarani - RAHMAN, Irman Abdul - 
SAPUAN, S. M. Alkaline-treated cocoa pod husk as adsorbent for removing methylene blue from aqueous solutions. 
In Journal of Environmental Chemical Engineering, 2013-09-01, 1, 3, pp. 460-465., SCOPUS 

ADCA87 CAPEK, Peter - DRÁBIK, Milan - TURJAN, Jozef. Characterization of starch and its mono 
and hybrid derivatives by thermal analysis and FT-IR spectroscopy. In Journal of Thermal 
Analysis and Calorimetry, 2010, vol. 99, no. 2, p. 667-673. (1.587 - IF2009). (2010 - 
Current Contents). ISSN 1388-6150. 

Citácie: 
1. [1.1] CHO, Young-Min - LEE, Hyung-Jae - HEO, Yun - PARK, Shin-Hye - SEO, Si-Yoong - HAN, Jae-Hong - 
SON, Tae-Il. Enhancement of fibroblastic proliferation from photoreactive starch with immobilized epidermal growth 
factor. In JOURNAL OF APPLIED POLYMER SCIENCE. ISSN 0021-8995, 2013, vol. 129, no. 4, pp. 2161., WOS 
2. [1.1] CIOICA, Nicolae - FECHETE, Radu - COTA, C. - NAGY, E. M. - COZAR, O. - POP, C. V. - KOSUTIC, S. 
STRUCTURAL CHANGES OF THE CORN STARCH FROM ROMANIA USED TO MAKE BIODEGRADABLE 
PACKAGING. In ACTUAL TASKS ON AGRICULTURAL ENGINEERING. ISSN 1333-2651, 2013, vol. 41, no., 
pp. 398., WOS 
3. [1.1] NAWROCKA, A. - CIESLA, J. Influence of silver nanoparticles on food components in wheat. In 
INTERNATIONAL AGROPHYSICS. ISSN 0236-8722, 2013, vol. 27, no. 1, pp. 49., WOS 

ADCA88 CARRADO, Kathleen A. - KOMADEL, Peter. Acid activation of bentonites and 
polymer-clay nanocomposites. In Elements, 2009, vol. 5, no. 2, p. 111-116. (3.069 - 
IF2008). 

Citácie: 
1. [1.2] AJEMBA, Regina Obiageli. Alteration of bentonite from Ughelli by nitric acid activation: Kinetics and 
physicochemical properties. In Indian Journal of Science and Technology. ISSN 09746846, 2013-02-01, 6, 2, pp. 
102-109., SCOPUS 
2. [1.2] PRACHI - GAUTAM, Pranjali - MADATHIL, Deepa - BRIJESH NAIR, A. N. Nanotechnology in waste 
water treatment: A review. In International Journal of ChemTech Research. ISSN 09744290, 2013-09-09, 5, 5, pp. 
2303-2308., SCOPUS 

ADCA89 CROMP, Benoit - CARRINGTON, Tucker - SALAHUB, Dennis R. - MALKINA, Oľga - 
MALKIN, Vladimír. Effect of rotation and vibration on nuclear magnetic resonance 
chemical shifts: Density functional theory calculations. In Journal of Chemical Physics, 
1999, vol. 110, no. 15, p. 7153-7159. 

Citácie: 
1. [1.1] LANTTO, Perttu - KANGASVIERI, Sanna - VAARA, Juha. Electron correlation and relativistic effects in the 
secondary NMR isotope shifts of CSe2. In PHYSICAL CHEMISTRY CHEMICAL PHYSICS. ISSN 1463-9076, 
2013, vol. 15, no. 40, pp. 17468., WOS 
2. [1.1] SABOUNCHEI, Seyyed Javad - AHMADI, Mohsen - NASRI, Zahra - SHAMS, Esmaeil - SALEHZADEH, 
Sadegh - GHOLIEE, Yasin - KARAMIAN, Roya - ASADBEGY, Mostafa - SAMIEE, Sepideh. Synthesis, 
characterization, thermal, electrochemical, and DFT studies of mononuclear cyclopalladated complexes containing 
bidentate phosphine ligands and their biological evaluation as antioxidant and antibacterial agents. In COMPTES 
RENDUS CHIMIE. ISSN 1631-0748, 2013, vol. 16, no. 2, pp. 159., WOS 

ADCA90 CZAKÓ, Gábor - NAGY, Balazs - TASI, Gyula - SOMOGYI, Arpad - ŠIMUNEK, Ján - 
NOGA, Jozef - BRAAMS, Bastiaan J. - BOWMAN, Joel M. - CSÁSZÁR, Attila G. Proton 
affinity and enthalpy of formation of formaldehyde. In International Journal of Quantum 
Chemistry, 2009, vol. 109, no. 11, p. 2393-2409. (1.317 - IF2008). (2009 - Current 
Contents). ISSN 0020-7608. 

Citácie: 
1. [1.1] BLEDA, Erdi A. - YAVUZ, Ilhan - ALTUN, Zikri - TRINDLE, Carl. Computational thermochemistry of 
glycolaldehyde. In INTERNATIONAL JOURNAL OF QUANTUM CHEMISTRY. ISSN 0020-7608, 2013, vol. 113, 
no. 8, pp. 1147., WOS 
2. [1.1] BODI, Andras. Internal energy selection in vacuum ultraviolet photoionization of ethanol and ethanol dimers. 
In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, 2013, vol. 139, no. 14, pp., WOS 
3. [1.1] DOLGONOS, Grygoriy A. Which isomeric form of formaldehyde dimer is the most stable a high-level 
coupled-cluster study. In CHEMICAL PHYSICS LETTERS. ISSN 0009-2614, 2013, vol. 585, no., pp. 37., WOS 
4. [1.1] MANOUKIAN, A. - QUIVET, E. - TEMIME-ROUSSEL, B. - NICOLAS, M. - MAUPETIT, F. - 
WORTHAM, H. Emission characteristics of air pollutants from incense and candle burning in indoor atmospheres. In 

 

110 



 
Správa o činnosti ÚACH SAV          2014 

ENVIRONMENTAL SCIENCE AND POLLUTION RESEARCH. ISSN 0944-1344, 2013, vol. 20, no. 7, pp. 4659., 
WOS 
5. [1.1] PETERS, Phillip S. - DUFLOT, Denis - WIESENFELD, Laurent - TOUBIN, Celine. The H + CO reversible 
arrow HCO reaction studied by ab initio benchmark calculations. In JOURNAL OF CHEMICAL PHYSICS. ISSN 
0021-9606, 2013, vol. 139, no. 16, pp., WOS 

ADCA91 CZÍMEROVÁ, Adriana - IYI, Nobuo - BUJDÁK, Juraj. Energy transfer between rhodamine 
3B and oxazine 4 in synthetic-saponite dispersions and films. In Journal of Colloid and 
Interface Science, 2007, vol. 306, no. 2, p. 316-322. ISSN 0021-9797. 

Citácie: 
1. [1.1] DEY, Dibyendu - BHATTACHARJEE, D. - CHAKRABORTY, S. - HUSSAIN, Syed Arshad. Effect of 
nanoclay laponite and pH on the energy transfer between fluorescent dyes. In JOURNAL OF PHOTOCHEMISTRY 
AND PHOTOBIOLOGY A-CHEMISTRY. ISSN 1010-6030, 2013, vol. 252, no., pp. 174., WOS 
2. [1.1] TAKAGI, Shinsuke - SHIMADA, Tetsuya - ISHIDA, Yohei - FUJIMURA, Takuya - MASUI, Dai - 
TACHIBANA, Hiroshi - EGUCHI, Miharu - INOUE, Haruo. Size-Matching Effect on Inorganic Nanosheets: Control 
of Distance, Alignment, and Orientation of Molecular Adsorption as a Bottom-Up Methodology for Nanomaterials. In 
LANGMUIR. ISSN 0743-7463, 2013, vol. 29, no. 7, pp. 2108., WOS 

ADCA92 CZÍMEROVÁ, Adriana - IYI, Nobuo - BUJDÁK, Juraj. Fluorescence resonance energy 
transfer between two cationic laser dyes in presence of the series of reduced-charge 
montmorillonites: Effect of the layer charge. In Journal of Colloid and Interface Science, 
2008, vol. 320, no. 1, p. 140-151. ISSN 0021-9797. 

Citácie: 
1. [1.1] KAMINO, Shinichiro - MURANAKA, Atsuya - MURAKAMI, Miho - TATSUMI, Asana - NAGAOKA, 
Noriyuki - SHIRASAKI, Yoshinao - WATANABE, Keiko - YOSHIDA, Kengo - HORIGOME, Jun - KOMEDA, Seiji 
- UCHIYAMA, Masanobu - ENOMOTO, Shuichi. A red-emissive aminobenzopyrano-xanthene dye: elucidation of 
fluorescence emission mechanisms in solution and in the aggregate state. In PHYSICAL CHEMISTRY CHEMICAL 
PHYSICS. ISSN 1463-9076, 2013, vol. 15, no. 6, pp. 2131., WOS 
2. [1.1] TAKAGI, Shinsuke - SHIMADA, Tetsuya - ISHIDA, Yohei - FUJIMURA, Takuya - MASUI, Dai - 
TACHIBANA, Hiroshi - EGUCHI, Miharu - INOUE, Haruo. Size-Matching Effect on Inorganic Nanosheets: Control 
of Distance, Alignment, and Orientation of Molecular Adsorption as a Bottom-Up Methodology for Nanomaterials. In 
LANGMUIR. ISSN 0743-7463, 2013, vol. 29, no. 7, pp. 2108., WOS 

ADCA93 CZÍMEROVÁ, Adriana - BUJDÁK, Juraj - IYI, Nobuo. Fluorescence resonance energy 
transfer between laser dyes in saponite dispersions. In Journal of Photochemistry and 
Photobiology A : polymer chemistry, 2007, vol. 187, no. 2-3, p. 160-166. (2007 - Current 
Contents). ISSN 1010-6030. 

Citácie: 
1. [1.1] DEY, Dibyendu - BHATTACHARJEE, D. - CHAKRABORTY, S. - HUSSAIN, Syed Arshad. Effect of 
nanoclay laponite and pH on the energy transfer between fluorescent dyes. In JOURNAL OF PHOTOCHEMISTRY 
AND PHOTOBIOLOGY A-CHEMISTRY. ISSN 1010-6030, 2013, vol. 252, no., pp. 174., WOS 
2. [1.1] TAKAGI, Shinsuke - SHIMADA, Tetsuya - ISHIDA, Yohei - FUJIMURA, Takuya - MASUI, Dai - 
TACHIBANA, Hiroshi - EGUCHI, Miharu - INOUE, Haruo. Size-Matching Effect on Inorganic Nanosheets: Control 
of Distance, Alignment, and Orientation of Molecular Adsorption as a Bottom-Up Methodology for Nanomaterials. In 
LANGMUIR. ISSN 0743-7463, 2013, vol. 29, no. 7, pp. 2108., WOS 

ADCA94 CZÍMEROVÁ, Adriana - JANKOVIČ, Ľuboš - BUJDÁK, Juraj. Spectral properties of 
rhodamine 6G in smectite dispersions: Effect of the monovalent cations. In Journal of 
Colloid and Interface Science, 2011, vol. 357, no. 2, p. 322-330. (3.066 - IF2010). (2011 - 
Current Contents). ISSN 0021-9797. 

Citácie: 
1. [1.1] LEONE, Giuseppe - GIOVANELLA, Umberto - BERTINI, Fabio - PORZIO, William - MEINARDI, 
Francesco - BOTTA, Chiara - RICCI, Giovanni. Poly(styrene)-graft-/rhodamine 6G-fluoromica hybrids: synthesis, 
characterization and photophysical properties. In JOURNAL OF MATERIALS CHEMISTRY C. ISSN 2050-7526, 
2013, vol. 1, no. 7, pp. 1450., WOS 

ADCA95 CZÍMEROVÁ, Adriana - BUJDÁK, Juraj - DOHRMANN, Reiner. Traditional and novel 
methods for estimating the layer charge of smectites. In Applied Clay Science, 2006, vol. 34, 
no. 1-4, p. 2-13. ISSN 0169-1317. 

Citácie: 
1. [1.1] BERNAL, Miriam - ROMERO, Rubi - ROA, Gabriela - BARRERA-DIAZ, Carlos - TORRES-BLANCAS, 
Teresa - NATIVIDAD, Reyna. Ozonation of Indigo Carmine Catalyzed with Fe-Pillared Clay. In INTERNATIONAL 
JOURNAL OF PHOTOENERGY. ISSN 1110-662X, 2013, vol., no., pp., WOS 
2. [1.1] KHAJEH, Mostafa - LAURENT, Sophie - DASTAFKAN, Kamran. Nanoadsorbents: Classification, 
Preparation, and Applications (with Emphasis on Aqueous Media). In CHEMICAL REVIEWS. ISSN 0009-2665, 

 

111 



 
Správa o činnosti ÚACH SAV          2014 

2013, vol. 113, no. 10, pp. 7728., WOS 
3. [1.1] NOVAKOVA, Tereza - MATYS GRYGAR, Tomas - BABEK, Ondrej - FAMERA, Martin - MIHALJEVIC, 
Martin - STRNAD, Ladislav. Distinguishing regional and local sources of pollution by trace metals and magnetic 
particles in fluvial sediments of the Morava River, Czech Republic. In JOURNAL OF SOILS AND SEDIMENTS. 
ISSN 1439-0108, 2013, vol. 13, no. 2, pp. 460., WOS 
4. [1.1] PECINI, Eliana M. - AVENA, Marcelo J. Measuring the Isoelectric Point of the Edges of Clay Mineral 
Particles: The Case of Montmorillonite. In LANGMUIR. ISSN 0743-7463, 2013, vol. 29, no. 48, pp. 14926., WOS 

ADCA96 CZÍMEROVÁ, Adriana - JANKOVIČ, Ľuboš - BUJDÁK, Juraj. Effect of the exchangeable 
cations on the spectral properties of methylene blue in clay dispersions. In Journal of Colloid 
and Interface Science, 2004, vol. 274, no. 1, p. 126-132. ISSN 0021-9797. 

Citácie: 
1. [1.1] EGUCHI, Miharu - SHIMADA, Tetsuya - TRYK, Donald A. - INOUE, Haruo - TAKAGI, Shinsuke. Role of 
Hydrophobic Interaction in Controlling the Orientation of Dicationic Porphyrins on Solid Surfaces. In JOURNAL OF 
PHYSICAL CHEMISTRY C. ISSN 1932-7447, 2013, vol. 117, no. 18, pp. 9245., WOS 
2. [1.1] FERREIRA, V. C. - MONTEIRO, O. C. New hybrid titanate elongated nanostructures through organic dye 
molecules sensitization. In JOURNAL OF NANOPARTICLE RESEARCH. ISSN 1388-0764, 2013, vol. 15, no. 9, pp., 
WOS 
3. [1.1] RIDA, Kamel - CHEMMAL, Bilal - BOUKHEMKHEM, Ali. Removal of methylene blue from aqueous 
solution by natural phosphate. In JOURNAL OF OPTOELECTRONICS AND ADVANCED MATERIALS. ISSN 
1454-4164, 2013, vol. 15, no. 5-6, pp. 493., WOS 

ADCA97 CZÍMEROVÁ, Adriana - BUJDÁK, Juraj - GÁPLOVSKÝ, A. The aggregation of thionine 
and methylene blue dye in smectite dispersion. In Colloids and Surfaces.A: Physicochemical 
and Engineering Aspects, 2004, vol. 243, no. 1-3, p. 89-96. ISSN 0927-7757. 

Citácie: 
1. [1.1] EGUCHI, Miharu - SHIMADA, Tetsuya - TRYK, Donald A. - INOUE, Haruo - TAKAGI, Shinsuke. Role of 
Hydrophobic Interaction in Controlling the Orientation of Dicationic Porphyrins on Solid Surfaces. In JOURNAL OF 
PHYSICAL CHEMISTRY C. ISSN 1932-7447, 2013, vol. 117, no. 18, pp. 9245., WOS 
2. [1.1] GILANI, A. Ghanadzadeh - GHORBANPOUR, T. - SALMANPOUR, M. Additive effect on the dimer 
formation of thiazine dyes. In JOURNAL OF MOLECULAR LIQUIDS. ISSN 0167-7322, 2013, vol. 177, no., pp. 
273., WOS 
3. [1.1] GILANI, A. Ghanadzadeh - SALMANPOUR, M. - GHORBANPOUR, T. Solvatochromism, dichroism and 
excited state dipole moment of azure A and methylene blue. In JOURNAL OF MOLECULAR LIQUIDS. ISSN 
0167-7322, 2013, vol. 179, no., pp. 118., WOS 
4. [1.1] PECINI, Eliana M. - AVENA, Marcelo J. Measuring the Isoelectric Point of the Edges of Clay Mineral 
Particles: The Case of Montmorillonite. In LANGMUIR. ISSN 0743-7463, 2013, vol. 29, no. 48, pp. 14926., WOS 
5. [1.1] TAKAGI, Shinsuke - SHIMADA, Tetsuya - ISHIDA, Yohei - FUJIMURA, Takuya - MASUI, Dai - 
TACHIBANA, Hiroshi - EGUCHI, Miharu - INOUE, Haruo. Size-Matching Effect on Inorganic Nanosheets: Control 
of Distance, Alignment, and Orientation of Molecular Adsorption as a Bottom-Up Methodology for Nanomaterials. In 
LANGMUIR. ISSN 0743-7463, 2013, vol. 29, no. 7, pp. 2108., WOS 

ADCA98 CZÍMEROVÁ, Adriana - ČEKLOVSKÝ, Alexander - BUJDÁK, Juraj. Interaction of 
montmorillonite with phenothiazine dyes and pyronin in aqueous dispersions: A visible 
spectroscopy study. In Central European Journal of Chemistry, 2009, vol. 7, no. 3, p. 
343-353. (0.741 - IF2008). ISSN 1895-1066. 

Citácie: 
1. [1.1] SCHOLTZOVA, Eva - TUNEGA, Daniel - MADEJOVA, Jana - PALKOVA, Helena - KOMADEL, Peter. 
Theoretical and experimental study of montmorillonite intercalated with tetramethylammonium cation. In 
VIBRATIONAL SPECTROSCOPY. ISSN 0924-2031, 2013, vol. 66, no., pp. 123., WOS 

ADCA99 ČÁRSKY, P. - BARTLETT, Rodney J. - FITZGERALD, G. - NOGA, Jozef - SPIRKO, V. 
Ab initio calculations on the energy of activation and tunneling in the automerization of 
cyclobutadiene. In Journal of Chemical Physics, 1988, vol. 89, no. 5, p. 3008-3015. ISSN 
0021-9606. 

Citácie: 
1. [1.1] PATHAK, Shubhrodeep - BAST, Radovan - RUUD, Kenneth. Multiconfigurational Self-Consistent Field 
Calculations of the Magnetically Induced Current Density Using Gauge-Including Atomic Orbitals. In JOURNAL OF 
CHEMICAL THEORY AND COMPUTATION. ISSN 1549-9618, 2013, vol. 9, no. 5, pp. 2189., WOS 

ADCA100 ČEKLOVSKÝ, Alexander - CZÍMEROVÁ, Adriana - PENTRÁK, Martin - BUJDÁK, 
Juraj. Spectral properties of TMPyP intercalated in thin films of layered silicates. In Journal 
of Colloid and Interface Science, 2008, vol. 324, no. 1-2, p. 240-245. ISSN 0021-9797. 

Citácie: 
1. [1.1] HUANG, Hong-Xiang - LIU, Jiang - CAI, Ya-Qi. Spectroscopic properties of zinc porphyrin-functionalized 

 

112 



 
Správa o činnosti ÚACH SAV          2014 

poly(4-vinylporphine) derivatives in the solutions, solid powders and doped PMMA films. In JOURNAL OF 
LUMINESCENCE. ISSN 0022-2313, 2013, vol. 143, no., pp. 447., WOS 
2. [1.1] MACHADO, Guilherme Sippel - UCOSKI, Geani Maria - DE LIMA, Omar Jose - CIUFFI, Katia Jorge - 
WYPYCH, Fernando - NAKAGAKI, Shirley. Cationic and anionic metalloporphyrins simultaneously immobilized 
onto raw halloysite nanoscrolls catalyze oxidation reactions. In APPLIED CATALYSIS A-GENERAL. ISSN 
0926-860X, 2013, vol. 460, no., pp. 124., WOS 
3. [1.1] TAKAGI, Shinsuke - SHIMADA, Tetsuya - ISHIDA, Yohei - FUJIMURA, Takuya - MASUI, Dai - 
TACHIBANA, Hiroshi - EGUCHI, Miharu - INOUE, Haruo. Size-Matching Effect on Inorganic Nanosheets: Control 
of Distance, Alignment, and Orientation of Molecular Adsorption as a Bottom-Up Methodology for Nanomaterials. In 
LANGMUIR. ISSN 0743-7463, 2013, vol. 29, no. 7, pp. 2108., WOS 

ADCA101 ČEKLOVSKÝ, Alexander - CZÍMEROVÁ, Adriana - LANG, Kamil - BUJDÁK, Juraj. 
Layered silicate films with photochemically active porphyrin cations. In Pure and Applied 
Chemistry, 2009, vol. 81, no. 8, p. 1385-1396. (2.237 - IF2008). ISSN 0033-4545. 

Citácie: 
1. [1.1] TAKAGI, Shinsuke - SHIMADA, Tetsuya - ISHIDA, Yohei - FUJIMURA, Takuya - MASUI, Dai - 
TACHIBANA, Hiroshi - EGUCHI, Miharu - INOUE, Haruo. Size-Matching Effect on Inorganic Nanosheets: Control 
of Distance, Alignment, and Orientation of Molecular Adsorption as a Bottom-Up Methodology for Nanomaterials. In 
LANGMUIR. ISSN 0743-7463, 2013, vol. 29, no. 7, pp. 2108., WOS 

ADCA102 ČEKLOVSKÝ, Alexander - CZÍMEROVÁ, Adriana - LANG, Kamil - BUJDÁK, Juraj. 
Effect of the layer charge on the interaction of porphyrin dyes in layered silicates 
dispersions. In Journal of Luminescence, 2009, vol. 129, no. 9, p. 912-918. (1.628 - IF2008). 
ISSN 0022-2313. 

Citácie: 
1. [1.1] TAKAGI, Shinsuke - SHIMADA, Tetsuya - ISHIDA, Yohei - FUJIMURA, Takuya - MASUI, Dai - 
TACHIBANA, Hiroshi - EGUCHI, Miharu - INOUE, Haruo. Size-Matching Effect on Inorganic Nanosheets: Control 
of Distance, Alignment, and Orientation of Molecular Adsorption as a Bottom-Up Methodology for Nanomaterials. In 
LANGMUIR. ISSN 0743-7463, 2013, vol. 29, no. 7, pp. 2108., WOS 

ADCA103 ČERNOŠEK, Zdeněk - HOLUBOVÁ, Jana - ČERNOŠKOVÁ, Eva - LIŠKA, Marek. 
Enthalpic relaxation and the glass transition. In Journal of Optoelectronics and Advanced 
Materials, 2002, vol. 4, no. 3, p. 489-503. ISSN 1454-4164. 

Citácie: 
1. [1.1] CARDILLO, E. C. - TERNY, S. - FRECHERO, M. A. Enthalpy relaxation of the glassy matrix in 
vanadium-molybdenum-tellurite oxide glasses. In THERMOCHIMICA ACTA. ISSN 0040-6031, 2013, vol. 566, no., 
pp. 10., WOS 

ADCA104 ČERNÝ, Radovan - RAVNSBAEK, Dorthe B. - SCHOUWINK, Pascal - FILINCHUK, 
Yaroslav - PENIN, Nicolas - TEYSSIER, Jeremie - SMRČOK, Ľubomír - JENSEN, Torben 
R. Potassium zinc borohydrides containing triangular [Zn(BH4)3]− and tetrahedral 
[Zn(BH4)xCl4–x]2– anions. In Journal of Physical Chemistry C, 2012, vol. 116, no. 1, p. 
1563-1571. (4.805 - IF2011). (2012 - Current Contents). ISSN 1932-7447. 

Citácie: 
1. [1.1] TRAN DOAN HUAN - AMSLER, Maximilian - SABATINI, Riccardo - VU NGOC TUOC - NAM BA LE - 
WOODS, Lilia M. - MARZARI, Nicola - GOEDECKER, Stefan. Thermodynamic stability of alkali-metal-zinc 
double-cation borohydrides at low temperatures. In PHYSICAL REVIEW B. ISSN 1098-0121, 2013, vol. 88, no. 2, 
pp., WOS 

ADCA105 DANĚK, V. - SILNÝ, A. - BOČA, Miroslav - STAŠ, M. - KONIAR, M. Material 
balance of vanadium in aluminium redustion cells. In Industrial and Engineering 
Chemistry Research, 2004, vol. 43, p. 8239-8243. ISSN 0888-5885. 

Citácie: 
1. [1.1] RHAMDHANI, M. A. - DEWAN, M. A. - MITCHELL, J. - DAVIDSON, C. J. - BROOKS, G. A. - EASTON, 
M. - GRANDFIELD, J. F. - SUAREZ, CE. Study of Ni-Impurity Removal from Al Melt. In LIGHT METALS 2012. 
ISSN 0147-0809, 2012, vol., no., pp. 1091., WOS 

ADCA106 DEMEL, Ondřej - KEDŽUCH, Stanislav - ŠVAŇA, Matej - TEN-NO, Seiichiro - 
PITTNER, Jiří - NOGA, Jozef. An explicitly correlated Mukherjee's state specific coupled 
cluster method: development and pilot applications. In Physical Chemistry Chemical 
Physics, 2012, vol. 14, p. 4753-4762. (3.573 - IF2011). (2012 - Current Contents). ISSN 
1463-9076. 

Citácie: 
1. [1.1] BHASKARAN-NAIR, Kiran - MA, Wenjing - KRISHNAMOORTHY, Sriram - VILLA, Oreste - VAN DAM, 
Hubertus J. J. - APRA, Edoardo - KOWALSKI, Karol. Noniterative Multireference Coupled Cluster Methods on 

 

113 



 
Správa o činnosti ÚACH SAV          2014 

Heterogeneous CPU-GPU Systems. In JOURNAL OF CHEMICAL THEORY AND COMPUTATION. ISSN 
1549-9618, 2013, vol. 9, no. 4, pp. 1949., WOS 
2. [1.1] HAUNSCHILD, Robin - CHENG, Lan - MUKHERJEE, Debashis - KLOPPER, Wim. Communication: 
Extension of a universal explicit electron correlation correction to general complete active spaces. In JOURNAL OF 
CHEMICAL PHYSICS. ISSN 0021-9606, 2013, vol. 138, no. 21, pp., WOS 
3. [1.1] KOEHN, Andreas - HANAUER, Matthias - MUECK, Leonie Anna - JAGAU, Thomas-Christian - GAUSS, 
Juergen. State-specific multireference coupled-cluster theory. In WILEY INTERDISCIPLINARY 
REVIEWS-COMPUTATIONAL MOLECULAR SCIENCE. ISSN 1759-0876, 2013, vol. 3, no. 2, pp. 176., WOS 
4. [1.1] LIU, Wenlan - HANAUER, Matthias - KOEHN, Andreas. Explicitly correlated internally contracted 
multireference coupled-cluster singles and doubles theory: ic-MRCCSD(F12*). In CHEMICAL PHYSICS LETTERS. 
ISSN 0009-2614, 2013, vol. 565, no., pp. 122., WOS 
5. [1.1] NEUGEBAUER, Johannes - HANRATH, Michael - MITRIC, Roland. Theoretical Chemistry. In 
NACHRICHTEN AUS DER CHEMIE. ISSN 1439-9598, 2013, vol. 61, no. 3, pp. 320., WOS 

ADCA107 DERKOWSKI, Arkadiusz - FRANUS, Wojciech - BERAN, Elzbieta - CZÍMEROVÁ, 
Adriana. Properties and potential applications of zeolitic materials produced from fly ash 
using simple method of synthesis. In Powder Technology, 2006, vol. 166, no. 1, p. 47-54. 
ISSN 0032-5910. 

Citácie: 
1. [1.1] SHAO, Yan - SALIM, Chris - HINODE, Hirofumi - YU, L - GUO, WP - SUN, M - HE, J. Hydrothermal 
Synthesis of Zeolites from Lake Sludge. In CURRENT TRENDS IN THE DEVELOPMENT OF INDUSTRY, PTS 1 
AND 2. ISSN 1022-6680, 2013, vol. 785-786, no., pp. 1117., WOS 
2. [1.1] XI, Beidou - GUAN, Weixiong - ZHAO, Ying - WANG, Hongyu - XIA, Xunfeng - ZHANG, Lieyu - LI, 
Xiaoguang. CHARACTERIZATION AND PRETREATMENT OF CHINESE COAL FLY ASHES FOR 
UTILIZATION IN ZEOLITE SYNTHESIS. In FRESENIUS ENVIRONMENTAL BULLETIN. ISSN 1018-4619, 
2013, vol. 22, no. 10A, pp. 2997., WOS 

ADCA108 DIMOS, Konstantinos - JANKOVIČ, Ľuboš - KOUTSELAS, Ioannis - KARAKASSIDES, 
M.A. - ZBORIL, Radek - KOMADEL, Peter. Low-temperature synthesis and 
characterization of gallium nitride quantum dots in ordered mesoporous silica. In Journal of 
Physical Chemistry C, 2012, vol. 116, no. 1, p. 1185-1194. (4.805 - IF2011). (2012 - Current 
Contents). ISSN 1932-7447. 

Citácie: 
1. [1.1] KNEZEVIC, Nikola Z. - RUIZ-HERNANDEZ, Eduardo - HENNINK, Wim E. - VALLET-REGI, Maria. 
Magnetic mesoporous silica-based core/shell nanoparticles for biomedical applications. In RSC ADVANCES. ISSN 
2046-2069, 2013, vol. 3, no. 25, pp. 9584., WOS 
2. [1.1] MADAPU, Kishore K. - DHARA, S. - AMIRTHAPANDIAN, S. - POLAKI, S. - TYAGI, A. K. Raoult's 
Formalism in Understanding Low-Temperature Growth of GaN Nanowires Using Binary Precursor. In JOURNAL OF 
PHYSICAL CHEMISTRY C. ISSN 1932-7447, 2013, vol. 117, no. 42, pp. 21930., WOS 
3. [1.1] STENGL, Vaclav - BAKARDJIEVA, Snejana - HENYCH, Jiri - LANG, Kamil - KORMUNDA, Martin. Blue 
and green luminescence of reduced graphene oxide quantum dots. In CARBON. ISSN 0008-6223, 2013, vol. 63, no., 
pp. 537., WOS 
4. [1.1] ZHUANG, Naifeng - WEI, Lin - LI, Yinhua - ZHANG, Yongfan - HU, Xiaolin - CHEN, Jianzhong - LI, 
Junqian. Optical property theoretical study and mild-temperature synthesis of (Ga,Zn)N nanocrystals. In CHEMICAL 
PHYSICS LETTERS. ISSN 0009-2614, 2013, vol. 590, no., pp. 116., WOS 

ADCA109 DRÁBIK, Milan - GÁLIKOVÁ, Ľubica - BALKOVIC, Svetozár - SLADE, R.C.T. Potential 
of Portland cements for MDF materials. In Journal of Physics and Chemistry of Solids, 
2007, vol. 68, no. 5-6, p. 1057-1061. ISSN 0022-3697. 

Citácie: 
1. [1.1] PALOU, Martin T. - BAGEL, L&apos;ubomir - ZIVICA, Vladimir - KULIFFAYOVA, Marta - 
KOZANKOVA, Jana. Influence of hydrothermal curing regimes on the hydration of fiber-reinforced cement 
composites. In JOURNAL OF THERMAL ANALYSIS AND CALORIMETRY. ISSN 1388-6150, 2013, vol. 113, no. 
1, pp. 219., WOS 

ADCA110 DUSZA, Ján - ŠAJGALÍK, Pavol - STEEN, M. - SEMERAD, E. Dynamic fatigue of a 
Si3N4 + SiC nanocomposite at 1350° C. In Materials Science and Engineering A, 2000, vol. 
291, p. 250-255. ISSN 0921-5093. 

Citácie: 
1. [1.1] REN, Junjie - LI, Kezhi - ZHANG, Shouyang - YAO, Xiyuan. Dynamic fatigue of two-dimensional 
carbon/carbon composites. In MATERIALS SCIENCE AND ENGINEERING A-STRUCTURAL MATERIALS 
PROPERTIES MICROSTRUCTURE AND PROCESSING. ISSN 0921-5093, 2013, vol. 570, no., pp. 123., WOS 

ADCA111 DUSZA, Ján - KOVALČÍK, Jozef - HVIZDOŠ, Pavol - ŠAJGALÍK, Pavol - HNATKO, 
Miroslav - REECE, Michael J. Enhanced creep resistant silicon-nitride-based 

 

114 



 
Správa o činnosti ÚACH SAV          2014 

nanocomposite. In Journal of the American Ceramic Society, 2005, vol. 88, no. 6, p. 
1500-1503. (1.710 - IF2004). (2005 - Current Contents). ISSN 0002-7820. 

Citácie: 
1. [1.1] OHJI, Tatsuki - SOMIYA, S. Testing and Evaluation of Mechanical Properties. In HANDBOOK OF 
ADVANCED CERAMICS: MATERIALS, APPLICATIONS, PROCESSING, AND PROPERTIES, 2ND EDITION, 
2013, vol., no., pp. 633., WOS 

ADCA112 ERIKSSON, L.A. - MALKIN, Vladimír G. - MALKINA, Olga L. - SALAHUB, Dennis R. 
The effects of nonlocal gradient corrections in density-functional calculations of 
hydrocarbon radical hyperfine structures. In International Journal of Quantum Chemistry, 
1994, vol. 52, no. 4, p. 879-901. ISSN 0020-7608. 

Citácie: 
1. [1.1] VERMA, Prakash - AUTSCHBACH, Jochen. Relativistic Density Functional Calculations of Hyperfine 
Coupling with Variational versus Perturbational Treatment of Spin-Orbit Coupling. In JOURNAL OF CHEMICAL 
THEORY AND COMPUTATION. ISSN 1549-9618, 2013, vol. 9, no. 4, pp. 1932., WOS 

ADCA113 ERIKSSON, L.A. - MALKINA, Oľga - MALKINA, Oľga - SALAHUB, Dennis R. The 
hyperfine structures of small radicals from density functional calculations. In Journal of 
Chemical Physics, 1994, vol. 100, no. 7, p. 5066-5075. (3.615 - IF1993). (1994 - Current 
Contents). ISSN 0021-9606. 

Citácie: 
1. [1.1] VERMA, Prakash - AUTSCHBACH, Jochen. Relativistic Density Functional Calculations of Hyperfine 
Coupling with Variational versus Perturbational Treatment of Spin-Orbit Coupling. In JOURNAL OF CHEMICAL 
THEORY AND COMPUTATION. ISSN 1549-9618, 2013, vol. 9, no. 4, pp. 1932., WOS 

ADCA114 FAKIS, Mihalis - HROBÁRIK, Peter - STATHATOS, Elias - GIANNETAS, Vassilis - 
PERSEPHONIS, Peter. A time resolved fluorescence and quantum chemical study of the 
solar cell sensitizer D149. In Dyes and Pigments, 2013, vol. 96, no. 1, p. 304-312. (3.532 - 
IF2012). (2013 - Current Contents). ISSN 0143-7208. 

Citácie: 
1. [1.1] EL-ZOHRY, Ahmed M. - ZIETZ, Burkhard. Concentration and Solvent Effects on the Excited State Dynamics 
of the Solar Cell Dye D149: The Special Role of Protons. In JOURNAL OF PHYSICAL CHEMISTRY C. ISSN 
1932-7447, 2013, vol. 117, no. 13, pp. 6544., WOS 
2. [1.1] FUKUNISHI, Hiroaki - NAKAMURA, Shin - FUJIEDA, Shinji. Influence of conformation on the absorption 
spectra of flexible organic dyes used in dye-sensitized solar cells. In COMPUTATIONAL AND THEORETICAL 
CHEMISTRY. ISSN 2210-271X, 2013, vol. 1014, no., pp. 29., WOS 
3. [1.1] OOYAMA, Yousuke - ODA, Yuichiro - MIZUMO, Tomonobu - OHSHITA, Joji. Specific solvatochromism of 
D-pi-A type pyridinium dyes bearing various counter anions in halogenated solvents. In TETRAHEDRON. ISSN 
0040-4020, 2013, vol. 69, no. 6, pp. 1755., WOS 

ADCA115 FAURE, Alexandre - VALIRON, Pierre - WERNLI, Michael - WIESENFELD, Laurent - 
RIST, Claire - NOGA, Jozef - TENNYSON, J. A full nine-dimensional potential-energy 
surface for hydrogen molecule-water collisions. In Journal of Chemical Physics, 2005, vol. 
122, no. 22, p. 221102-1-221102-4. (3.105 - IF2004). (2005 - Current Contents, WOS, 
SCOPUS). ISSN 0021-9606. 

Citácie: 
1. [1.1] AJILI, Y. - HAMMAMI, K. Induced rotational excitation of the fluoromethylidynium (CF+)-C-12 and 
(CF+)-C-13 through collision with helium. In ASTRONOMY &amp; ASTROPHYSICS. ISSN 0004-6361, 2013, vol. 
556, no., pp., WOS 
2. [1.1] DAGDIGIAN, Paul J. Theoretical investigation of collisional energy transfer in polyatomic intermediates. In 
INTERNATIONAL REVIEWS IN PHYSICAL CHEMISTRY. ISSN 0144-235X, 2013, vol. 32, no. 2, pp. 229., WOS 
3. [1.1] YANG, Benhui - NAGAO, M. - SATOMI, W. - KIMURA, M. - STANCIL, P. C. ROTATIONAL 
QUENCHING OF ROTATIONALLY EXCITED H2O IN COLLISIONS WITH He. In ASTROPHYSICAL 
JOURNAL. ISSN 0004-637X, 2013, vol. 765, no. 2, pp., WOS 

ADCA116 FRANKE, Robert - MÜLLER, Hendrik - NOGA, Jozef. Static electrical response properties 
of F-, Ne, and HF using explicitly correlated R12 coupled cluster approach. In Journal of 
Chemical Physics, 2001, vol. 114, no. 18, p. 7746-7752. (2001 - Current Contents). ISSN 
0021-9606. 

Citácie: 
1. [1.1] SINGH, Yashpal - SAHOO, B. K. - DAS, B. P. Correlation trends in the ground-state static electric dipole 
polarizabilities of closed-shell atoms and ions. In PHYSICAL REVIEW A. ISSN 1050-2947, 2013, vol. 88, no. 6, pp., 
WOS 

ADCA117 FRITSCHER, Joerg - HROBÁRIK, Peter - KAUPP, Martin. Computational studies of 

 

115 



 
Správa o činnosti ÚACH SAV          2014 

electron paramagnetic resonance parameters for paramagnetic molybdenum complexes. 1. 
method validation on small and medium-sized systems. In Journal of Physical Chemistry B, 
2007, vol. 111, no. 17, p. 4616-4629. (4.115 - IF2006). (2007 - Current Contents). ISSN 
1520-6106. 

Citácie: 
1. [1.1] HEDEGARD, Erik D. - KONGSTED, Jacob - SAUER, Stephan P. A. Validating and Analyzing EPR 
Hyperfine Coupling Constants with Density Functional Theory. In JOURNAL OF CHEMICAL THEORY AND 
COMPUTATION. ISSN 1549-9618, 2013, vol. 9, no. 5, pp. 2380., WOS 
2. [1.1] PIETRZYK, Piotr - PODOLSKA, Katarzyna - SOJKA, Zbigniew - GILBERT, BC - CHECHIK - MURPHY, 
DM. Molecular interpretation of EPR parameters computational spectroscopy approaches. In ELECTRON 
PARAMAGNETIC RESONANCE, VOL 23. ISSN 1464-4622, 2013, vol. 23, no., pp. 264., WOS 

ADCA118 FRITSCHER, Joerg - HROBÁRIK, Peter - KAUPP, Martin. Computational studies of EPR 
parameters for paramagnetic molybdenum complexes. II. larger MoV systems relevant to 
molybdenum enzymes. In Inorganic Chemistry, 2007, vol. 46, no. 20, p. 8146-8161. ISSN 
0020-1669. 

Citácie: 
1. [1.1] HEDEGARD, Erik D. - KONGSTED, Jacob - SAUER, Stephan P. A. Validating and Analyzing EPR 
Hyperfine Coupling Constants with Density Functional Theory. In JOURNAL OF CHEMICAL THEORY AND 
COMPUTATION. ISSN 1549-9618, 2013, vol. 9, no. 5, pp. 2380., WOS 
2. [1.1] PIETRZYK, Piotr - PODOLSKA, Katarzyna - SOJKA, Zbigniew - GILBERT, BC - CHECHIK - MURPHY, 
DM. Molecular interpretation of EPR parameters computational spectroscopy approaches. In ELECTRON 
PARAMAGNETIC RESONANCE, VOL 23. ISSN 1464-4622, 2013, vol. 23, no., pp. 264., WOS 

ADCA119 GALUSEK, Dušan - RESCHKE, S. - RIEDEL, Ralf - DRESSLER, W. - MAJLING, J. - 
ŠAJGALÍK, Pavol - LENČÉŠ, Zoltán. In-situ carbon content adjustment in polysilazane 
derived amorphous SiCN bulk ceramics. In Journal of the European Ceramic Society, 1999, 
vol. 19, no. 10, p. 1911-1921. 

Citácie: 
1. [1.1] LEI, Yongpeng - WANG, Yingde - XUE, Jingen - SONG, Yongcai. Influence of pyrolysis conditions on 
fabrication of polymer-derived BN fiber for wave transparent application. In COMPOSITES PART 
B-ENGINEERING. ISSN 1359-8368, 2013, vol. 51, no., pp. 254., WOS 

ADCA120 GALUSEK, Dušan - TWIGG, P.C. - RILEY, F.L. Wet erosion of liquid phase sintered 
alumina. In Wear : an international journal on the science and technology of friction, 
lubrication and wear, 1999, vol. 233-235, p. 588-595. ISSN 0043-1648. 

Citácie: 
1. [1.1] LUO, Miaodi - LI, Zhihong - ZHU, Yumei. Effect of CuO-TiO2-SiO2 additions on the sintering behavior and 
mechanical properties of corundum abrasive synthesized through sol-gel method. In CERAMICS INTERNATIONAL. 
ISSN 0272-8842, 2013, vol. 39, no. 2, pp. 1827., WOS 

ADCA121 GALUSEK, Dušan - RILEY, F.L. The influence of sintering additives on the indentation 
response of liquid-phase-sintered polycrystalline aluminas. In Philosophical Magazine A, 
2002, vol. 82, no. 10, p. 2041-2057. 

Citácie: 
1. [1.1] SABER-SAMANDARI, Saeed - GROSS, Karlis A. Contact nanofatigue shows crack growth in amorphous 
calcium phosphate on Ti, Co-Cr and Stainless steel. In ACTA BIOMATERIALIA. ISSN 1742-7061, 2013, vol. 9, no. 
3, pp. 5788., WOS 

ADCA122 GALUSEK, Dušan - ZNÁŠIK, P. - MAJLING, J. The influence of cold isostatic pressing on 
compaction and properties of Mg-PSZ ceramics. In Journal of Materials Science Letters, 
1999, vol. 18, no. 16, p. 1347-1351. (0.349 - IF1998). (1999 - Current Contents). ISSN 
0261-8028. 

Citácie: 
1. [1.1] SCHERRER, S. S. - CATTANI-LORENTE, M. - YOON, S. - KARVONEN, L. - POKRANT, S. - 
ROTHBRUST, F. - KUEBLER, J. Post-hot isostatic pressing: A healing treatment for process related defects and 
laboratory grinding damage of dental zirconia? In DENTAL MATERIALS. ISSN 0109-5641, 2013, vol. 29, no. 9, pp. 
E180., WOS 

ADCA123 GALUSEK, Dušan - SEDLÁČEK, Jaroslav - RIEDEL, Ralf. Al2O3-SiC composites 
prepared by warm pressing and sintering of an organosilicon polymer-coated alumina 
powder. In Journal of the European Ceramic Society, 2007, vol. 27, no. 6, p. 2385-2392. 
(1.567 - IF2006). (2007 - Current Contents, WOS, SCOPUS). ISSN 0955-2219. 

Citácie: 
1. [1.1] COLOMBO, P. - BERNARDO, E. - PARCIANELLO, G. Multifunctional advanced ceramics from preceramic 

 

116 



 
Správa o činnosti ÚACH SAV          2014 

polymers and nano-sized active fillers. In JOURNAL OF THE EUROPEAN CERAMIC SOCIETY. ISSN 0955-2219, 
2013, vol. 33, no. 3, pp. 453., WOS 
2. [1.1] DECKERS, Jan - KRUTH, Jean-Pierre - CARDON, Ludwig - SHAHZAD, Khuram - VLEUGELS, Jef. 
Densification and Geometrical Assessments of Alumina Parts Produced Through Indirect Selective Laser Sintering of 
Alumina-Polystyrene Composite Powder. In STROJNISKI VESTNIK-JOURNAL OF MECHANICAL 
ENGINEERING. ISSN 0039-2480, 2013, vol. 59, no. 11, pp. 646., WOS 
3. [1.1] KONEGGER, Thomas - LIERSCH, Antje - GIERL, Christian - SCHEFFLER, Michael. Bulk Ceramic 
Composites Derived from a Preceramic Polysilazane with Alumina and Zirconia Fillers. In ADVANCED 
ENGINEERING MATERIALS. ISSN 1438-1656, 2013, vol. 15, no. 5, pp. 394., WOS 
4. [1.1] RASOULI, S. - TAHERI-NASSAJ, E. - HASSANZADEH-TABRIZI, S. A. In-situ fabrication of Al2O3-SiC 
nanocomposites using B2O3 as sintering aid. In CERAMICS INTERNATIONAL. ISSN 0272-8842, 2013, vol. 39, no. 
4, pp. 3931., WOS 
5. [1.1] SALEHI, Mehdi - PFAFF, Ewald M. - MORKIS JUNIOR, Roberto - BERGMANN, Carlos P. - DIETHELM, 
Stefan - NEURURER, Christoph - GRAULE, Thomas - GROBETY, Bernard - CLEMENS, Frank Joerg. 
Ba0.5Sr0.5Co0.8Fe0.2O3-delta (BSCF) feedstock development and optimization for thermoplastic forming of thin 
planar and tubular oxygen separation membranes. In JOURNAL OF MEMBRANE SCIENCE. ISSN 0376-7388, 2013, 
vol. 443, no., pp. 237., WOS 
6. [1.1] YU CHAO - YUAN WENJIE - ZHU HONGXI - DENG CHENGJI - DING JUN - HUANG YONGLIANG. 
Synthesis of Al2O3-SiC Composite by Carbothermal Reuction of Calcined Bauxite, Silica and Carbon Black. In 
RARE METAL MATERIALS AND ENGINEERING. ISSN 1002-185X, 2013, vol. 42, no., pp. 634., WOS 

ADCA124 GALUSEK, Dušan - RILEY, F.L. - RIEDEL, Ralf. Nanoindentation of a polymer-derived 
amorphous silicon carbonitride ceramic. In Journal of the American Ceramic Society, 2001, 
vol. 84, no. 5, p. 1164-1166. (2.017 - IF2000). (2001 - Current Contents). ISSN 0002-7820. 

Citácie: 
1. [1.1] SUJITH, Ravindran - KUMAR, Ravi. Experimental investigation on the indentation hardness of precursor 
derived Si-B-C-N ceramics. In JOURNAL OF THE EUROPEAN CERAMIC SOCIETY. ISSN 0955-2219, 2013, vol. 
33, no. 13-14, pp. 2399., WOS 
2. [1.1] SUJITH, Ravindran - SRINIVASAN, Nedunchezhian - KUMAR, Ravi. Small-Scale Deformation of Pulsed 
Electric Current Sintered Silicon Oxycarbide Polymer Derived Ceramics. In ADVANCED ENGINEERING 
MATERIALS. ISSN 1438-1656, 2013, vol. 15, no. 11, pp. 1040., WOS 

ADCA125 GALUSEK, Dušan - GHILLÁNYOVÁ, Katarína - SEDLÁČEK, Jaroslav - KOZÁNKOVÁ, 
Jana - ŠAJGALÍK, Pavol. The influence of additives on microstructure of sub-micron 
alumina ceramics prepared by two-stage sintering. In Journal of the European Ceramic 
Society, 2012, vol. 32, no. 9, p. 1965-1970. (2.353 - IF2011). (2012 - Current Contents, 
WOS, SCOPUS). ISSN 0955-2219. 

Citácie: 
1. [1.1] POUCHLY, Vaclav - MACA, Karel - SHEN, Zhijian. Two-stage master sintering curve applied to two-step 
sintering of oxide ceramics. In JOURNAL OF THE EUROPEAN CERAMIC SOCIETY. ISSN 0955-2219, 2013, vol. 
33, no. 12, pp. 2275., WOS 
2. [1.2] MENG, Fancheng - ZHANG, Xiaolei - LIU, Cheng - REN, Haishen - HUANG, Weijiu. Study on the 
preparation of fine-grained CeO2-Al2O3 ceramics via two-step sintering method. In Fuhe Cailiao Xuebao/Acta 
Materiae Compositae Sinica. ISSN 10003851, 2013-12-01, 30, sUPPL., pp. 73-77., SCOPUS 

ADCA126 GALUSKOVÁ, Dagmar - HNATKO, Miroslav - GALUSEK, Dušan - ŠAJGALÍK, Pavol. 
Corrosion of structural ceramics under sub-critical conditions in aqueous sodium chloride 
solution and in deionized water. Part II: Dissolution of Al2O3-based ceramics. In Journal of 
the American Ceramic Society, 2011, vol. 94, no. 9, p. 3044-3052. (2.169 - IF2010). (2011 - 
Current Contents). ISSN 0002-7820. 

Citácie: 
1. [1.1] ASHRAF, Ali - DASTGHEIB, Seyed A. - MENSING, Glennys - SHANNON, Mark A. Surface characteristics 
of selected carbon materials exposed to supercritical water. In JOURNAL OF SUPERCRITICAL FLUIDS. ISSN 
0896-8446, 2013, vol. 76, no., pp. 32., WOS 

ADCA127 GALUSKOVÁ, Dagmar - HNATKO, Miroslav - GALUSEK, Dušan - ŠAJGALÍK, Pavol. 
Corrosion of structural ceramics under subcritical conditions in aqueous sodium chloride 
solution and in deionized water. Part I: Dissolution of Si3N4-based ceramics. In Journal of 
the American Ceramic Society, 2011, vol. 94, no. 9, p. 3035-3043. (2.169 - IF2010). (2011 - 
Current Contents). ISSN 0002-7820. 

Citácie: 
1. [1.1] HERRMANN, M. Corrosion of Silicon Nitride Materials in Aqueous Solutions. In JOURNAL OF THE 
AMERICAN CERAMIC SOCIETY. ISSN 0002-7820, 2013, vol. 96, no. 10, pp. 3009., WOS 

ADCA128 GATES, W.P. - KOMADEL, Peter - MADEJOVÁ, Jana - BUJDÁK, Juraj - STUCKI, 

 

117 



 
Správa o činnosti ÚACH SAV          2014 

Joseph W. - KIRKPATRICK, R.J. Electronic and structural properties of reduced-charge 
montmorillonites. In Applied Clay Science, 2000, vol. 16, no. 5-6, p. 257-271. 

Citácie: 
1. [1.1] ELKHALIFAH, Ali. E. I. - MAITRA, Saikat - BUSTAM, M. Azmi - MURUGESAN, T. Effects of exchanged 
ammonium cations on structure characteristics and CO2 adsorption capacities of bentonite clay. In APPLIED CLAY 
SCIENCE. ISSN 0169-1317, 2013, vol. 83-84, no., pp. 391., WOS 
2. [1.1] PONGJANYAKUL, Thaned - KHUNAWATTANAKUL, Wanwisa - STRACHAN, Clare J. - GORDON, 
Keith C. - PUTTIPIPATKHACHORN, Satit - RADES, Thomas. Characterization of chitosan-magnesium aluminum 
silicate nanocomposite films for buccal delivery of nicotine. In INTERNATIONAL JOURNAL OF BIOLOGICAL 
MACROMOLECULES. ISSN 0141-8130, 2013, vol. 55, no., pp. 24., WOS 
3. [1.1] SKOUBRIS, Evangelos N. - CHRYSSIKOS, Georgios D. - CHRISTIDIS, George E. - GIONIS, Vassilis. 
STRUCTURAL CHARACTERIZATION OF REDUCED-CHARGE MONTMORILLONITES. EVIDENCE BASED 
ON FTIR SPECTROSCOPY, THERMAL BEHAVIOR, AND LAYER-CHARGE SYSTEMATICS. In CLAYS AND 
CLAY MINERALS. ISSN 0009-8604, 2013, vol. 61, no. 1-2, pp. 83., WOS 
4. [1.2] HUA, Rong - ZHANG, Zhibin - LIU, Shujuan - LUO, Mingbiao. Solidification of spent tributylphosphate by 
alkali-activated slag. In Yuanzineng Kexue Jishu/Atomic Energy Science and Technology. ISSN 10006931, 
2013-11-01, 47, 11, pp. 1956-1960., SCOPUS 

ADCA129 GEDEON, Ondrej - LIŠKA, Marek - MACHÁČEK, Jan. Connectivity of Q-species in 
binary sodium-silicate glasses. In Journal of Non-Crystalline Solids, 2008, vol. 354, no. 
12-13, p. 1133-1136. (1.319 - IF2007). (2008 - Current Contents, SCOPUS). ISSN 
0022-3093. 

Citácie: 
1. [1.1] OSIPOV, A. A. - OSIPOVA, L. M. New approach to modeling of a local structure of silicate glasses and melts. 
In IC-MSQUARE 2012: INTERNATIONAL CONFERENCE ON MATHEMATICAL MODELLING IN PHYSICAL 
SCIENCES. ISSN 1742-6588, 2013, vol. 410, no., pp., WOS 

ADCA130 GEDEON, Ondrej - LIŠKA, Marek. Voronoi polyhedra analysis of MD simulated silicate 
glasses. In Journal of Non-Crystalline Solids, 2002, vol. 303, no. 2, p. 246-252. (1.363 - 
IF2001). (2002 - Current Contents, SCOPUS). ISSN 0022-3093. 

Citácie: 
1. [1.1] ABASCAL, Jose L. F. - GONZALEZ, Miguel A. - ARAGONES, Juan L. - VALERIANI, C. Homogeneous 
bubble nucleation in water at negative pressure: A Voronoi polyhedra analysis. In JOURNAL OF CHEMICAL 
PHYSICS. ISSN 0021-9606, 2013, vol. 138, no. 8, pp., WOS 

ADCA131 GEDEON, Ondrej - LIŠKA, Marek - MACHÁČEK, Jan. Volume fluctuations in potassium 
silicate glass studied by molecular dynamics. In Journal of Non-Crystalline Solids, 2011, 
vol. 357, no. 6-7, p. 1574-1581. (1.492 - IF2010). (2011 - Current Contents, SCOPUS). 
ISSN 0022-3093. 

Citácie: 
1. [1.1] ABASCAL, Jose L. F. - GONZALEZ, Miguel A. - ARAGONES, Juan L. - VALERIANI, C. Homogeneous 
bubble nucleation in water at negative pressure: A Voronoi polyhedra analysis. In JOURNAL OF CHEMICAL 
PHYSICS. ISSN 0021-9606, 2013, vol. 138, no. 8, pp., WOS 

ADCA132 GEDEON, Ondrej - LIŠKA, Marek. Molecular dynamic modelling of potassium transport in 
a potassium-silicate glass irradiated by fast electrons. In Journal of Non-Crystalline Solids, 
2001, vol. 286, no. 3, p. 181-186. (1.269 - IF2000). (2001 - Current Contents, SCOPUS). 
ISSN 0022-3093. 

Citácie: 
1. [1.1] FLUDE, S. - SHERLOCK, S. C. - LEE, M. R. - KELLEY, S. P. Disturbance to the Ar-40/Ar-39 system in 
feldspars by electron and ion beam irradiation. In CHEMICAL GEOLOGY. ISSN 0009-2541, 2013, vol. 355, no., pp. 
1., WOS 

ADCA133 GHILLÁNYOVÁ, Katarína - GALUSEK, Dušan - PENTRÁK, Martin - MADEJOVÁ, Jana 
- BERTÓTI, I. - SZÉPVÖLGYI, János - ŠAJGALÍK, Pavol. The influence of ageing on 
consolidation and sinterability of a sub-micron alumina powder. In Powder Technology, 
2011, vol. 214, no. 3, p. 313-321. (1.887 - IF2010). (2011 - Current Contents). ISSN 
0032-5910. 

Citácie: 
1. [1.1] STERGIOUDI, F. - KARELIS, G. - PAULIDOU, E. - MICHAILIDIS, N. Production and structural 
characterization of tailored made open-cell alumina-vanadia foams. In CERAMICS INTERNATIONAL. ISSN 
0272-8842, 2013, vol. 39, no. 7, pp. 8065., WOS 

ADCA134 GÖLTL, Florian - GRÜNEIS, Andreas - BUČKO, Tomáš - HAFNER, Jürgen. Van der 
Waals interactions between hydrocarbon molecules and zeolites: Periodic calculations at 

 

118 



 
Správa o činnosti ÚACH SAV          2014 

different levels of theory, from density functional theory to the random phase approximation 
and Møller-Plesset perturbation theory. In Journal of Chemical Physics, 2012, vol. 137, p. 
114111-1-114111-17. (3.333 - IF2011). (2012 - Current Contents). ISSN 0021-9606. 

Citácie: 
1. [1.1] BOESE, A. Daniel - SAUER, Joachim. Accurate adsorption energies of small molecules on oxide surfaces: 
CO-MgO(001). In PHYSICAL CHEMISTRY CHEMICAL PHYSICS. ISSN 1463-9076, 2013, vol. 15, no. 39, pp. 
16481., WOS 
2. [1.1] DEL BEN, Mauro - SCHOENHERR, Mandes - HUTTER, Juerg - VANDEVONDELE, Joost. Bulk Liquid 
Water at Ambient Temperature and Pressure from MP2 Theory. In JOURNAL OF PHYSICAL CHEMISTRY 
LETTERS. ISSN 1948-7185, 2013, vol. 4, no. 21, pp. 3753., WOS 
3. [1.1] DEROUANE, E. G. - VEDRINE, J. C. - RAMOS PINTO, R. - BORGES, P. M. - COSTA, L. - LEMOS, M. A. 
N. D. A. - LEMOS, F. - RAMOA RIBEIRO, F. The Acidity of Zeolites: Concepts, Measurements and Relation to 
Catalysis: A Review on Experimental and Theoretical Methods for the Study of Zeolite Acidity. In CATALYSIS 
REVIEWS-SCIENCE AND ENGINEERING. ISSN 0161-4940, 2013, vol. 55, no. 4, pp. 454., WOS 
4. [1.1] LI, Kai - JIAO, Menggai - WANG, Ying - WU, Zhijian. CH4 dissociation on NiM(111) (M = Co, Rh, Ir) 
surface: A first-principles study. In SURFACE SCIENCE. ISSN 0039-6028, 2013, vol. 617, no., pp. 149., WOS 
5. [1.1] MOSES, Poul Georg - NORSKOV, Jens K. Methanol to Dimethyl Ether over ZSM-22: A Periodic Density 
Functional Theory Study. In ACS CATALYSIS. ISSN 2155-5435, 2013, vol. 3, no. 4, pp. 735., WOS 
6. [1.1] PAIER, Joachim - PENSCHKE, Christopher - SAUER, Joachim. Oxygen Defects and Surface Chemistry of 
Ceria: Quantum Chemical Studies Compared to Experiment. In CHEMICAL REVIEWS. ISSN 0009-2665, 2013, vol. 
113, no. 6, pp. 3949., WOS 
7. [1.1] PICCINI, GiovanniMaria - SAUER, Joachim. Quantum Chemical Free Energies: Structure Optimization and 
Vibrational Frequencies in Normal Modes. In JOURNAL OF CHEMICAL THEORY AND COMPUTATION. ISSN 
1549-9618, 2013, vol. 9, no. 11, pp. 5038., WOS 
8. [1.1] SHARADA, Shaama Mallikarjun - ZIMMERMAN, Paul M. - BELL, Alexis T. - HEAD-GORDON, Martin. 
Insights into the Kinetics of Cracking and Dehydrogenation Reactions of Light Alkanes in H-MFI. In JOURNAL OF 
PHYSICAL CHEMISTRY C. ISSN 1932-7447, 2013, vol. 117, no. 24, pp. 12600., WOS 

ADCA135 GROSSMANN, Gisbert - SCHELLER, D. - MALKINA, Olga L. - MALKIN, Vladimír G. - 
ZAHN, G. - SCHMITT, H. - HAEBERLEN, U. Experimental and theoretical 31P and 77Se 
nuclear magnetic shielding tensors for bis (dineopentoxyphosphorothioyl) diselenide. In 
Solid State Nuclear Magnetic Resonance, 2000, vol. 17, no. 1-4, p. 22-38. ISSN 0926-2040. 

Citácie: 
1. [1.1] SHENDEROVICH, Ilya G. Effect of Noncovalent Interactions on the P-31 Chemical Shift Tensor of 
Phosphine Oxides, Phosphinic, Phosphonic, and Phosphoric Acids, and Their Complexes with Lead(II). In JOURNAL 
OF PHYSICAL CHEMISTRY C. ISSN 1932-7447, 2013, vol. 117, no. 50, pp. 26689., WOS 

ADCA136 GROSSMANN, Gisbert - OHMS, Gisela - KRÜGER, Kerstin - KARAGHIOSOFF, 
Konstantin - ECKSTEIN, Klaus - HAHN, Josef - HOPP, Andreas - MALKINA, Oľga - 
HROBÁRIK, Peter. Diselenadiphosphetane diselenides and triselenadiphospholane 
diselenides - synthesis and characterization by 31P and 77Se solid-state NMR spectroscopy. 
In Zeitschrift für Anorganische und Allgemeine Chemie, 2001, vol. 627, no. 6, p. 
1269-1278. ISSN 0044-2313. 

Citácie: 
1. [1.1] ELDER, Philip J. W. - CHIVERS, Tristram. Chalcogenation of the 1,4-C2P4 Ring: Oxidation, Isomerization, 
Insertion, and Ring Contraction. In INORGANIC CHEMISTRY. ISSN 0020-1669, 2013, vol. 52, no. 13, pp. 7791., 
WOS 
2. [1.1] SHENDEROVICH, Ilya G. Effect of Noncovalent Interactions on the P-31 Chemical Shift Tensor of 
Phosphine Oxides, Phosphinic, Phosphonic, and Phosphoric Acids, and Their Complexes with Lead(II). In JOURNAL 
OF PHYSICAL CHEMISTRY C. ISSN 1932-7447, 2013, vol. 117, no. 50, pp. 26689., WOS 

ADCA137 HALIAKOVÁ, Anna - PRNOVÁ, Anna - KLEMENT, Róbert - GALUSEK, Dušan - 
TUAN, Wei-Hsing. Flame-spraying synthesis of aluminate glasses in the Al2O3-La2O3 
system. In Ceramics International, 2012, vol. 38, no. 7, p. 5543-5549. (1.751 - IF2011). 
(2012 - Current Contents). ISSN 0272-8842. 

Citácie: 
1. [1.1] FREDRICK, Daniela M. - GASH, Alexander E. - LANDINGHAM, Richard L. - SATCHER, Joe H. - MUNIR, 
Zuhair A. Sol gel synthesis and spark plasma sintering of lanthana-doped alumina glass. In JOURNAL OF 
NON-CRYSTALLINE SOLIDS. ISSN 0022-3093, 2013, vol. 363, no., pp. 64., WOS 

ADCA138 HARTMANOVÁ, Mária - POULSEN, F.W. - HANIC, F. - PUTYERA, K. - TUNEGA, 
Daniel - URUSOVSKAYA, A.A. - ORESHNIKOVA, T.V. Influence of copper-doping and 
iron-doping on cubic yttria-stabilized zirconia. In Journal of Materials Science, 1994, vol. 
29, no. 8, p. 2152-2158. (0.765 - IF1993). (1994 - Current Contents, SCOPUS). ISSN 

 

119 



 
Správa o činnosti ÚACH SAV          2014 

0022-2461. 
Citácie: 
1. [1.1] HUANG, Yen-Lin - LEE, Ying-Chieh - TSAI, Du-Cheng - CHIU, Jam-Da - SHIEU, Fuh-Sheng. Effects of 
manganese oxide addition and reductive atmosphere annealing on the phase stability and microstructure of yttria 
stabilized zirconia. In JOURNAL OF THE EUROPEAN CERAMIC SOCIETY. ISSN 0955-2219, 2013, vol. 33, no. 
13-14, pp. 2609., WOS 

ADCA139 HEGEDÜSOVÁ, Lucia - KAŠIAROVÁ, Monika - DUSZA, Ján - HNATKO, Miroslav - 
ŠAJGALÍK, Pavol. Mechanical properties of carbon-derived Si3N4+SiC 
micro/nano-composite. In International Journal of Refractory Metals and Hard Materials, 
2009, vol. 27, p. 438-442. (1.221 - IF2008). (2009 - Current Contents). ISSN 0263-4368. 

Citácie: 
1. [1.1] LI, J. - YUAN, W. - DENG, C. - ZHU, H. Effect of different sintering additives on the reaction-bonded 
Si3N4/SiC composite ceramics. In Advanced Materials Research, 2013, 634-638, 1, pp. 2349-2353., WOS 
2. [1.1] LI, J. - YUAN, W. J. - DENG, C. J. - ZHU, H. X. The Effect of Si contents on the reaction-bonded Si3N4/SiC 
composite ceramics. In 2ND INTERNATIONAL CONFERENCE ON COMPETITIVE MATERIALS AND 
TECHNOLOGICAL PROCESSES (IC-CMTP2). ISSN 1757-8981, 2013, vol. 47, no., pp., WOS 

ADCA140 HELGAKER, Trygve - KLOPPER, Wim - KOCH, Henrik - NOGA, Jozef. Basis-set 
convergence of correlated calculations on water. In Journal of Chemical Physics, 1997, vol. 
106, no. 23, p. 9639-9646. (3.516 - IF1996). (1997 - Current Contents, SCOPUS). ISSN 
0021-9606. 

Citácie: 
1. [1.1] ARMANGUE, Lluis - SOLA, Miquel - SWART, Marcel. Nuclear magnetic resonance shieldings of water 
clusters: is it possible to reach the complete basis set limit by extrapolation? In MOLECULAR PHYSICS. ISSN 
0026-8976, 2013, vol. 111, no. 9-11, pp. 1332., WOS 
2. [1.1] BAENSCH, Cornelie - KIECHERER, Johannes - SZOERI, Milan - OLZMANN, Matthias. Reaction of 
Dimethyl Ether with Hydroxyl Radicals: Kinetic Isotope Effect and Prereactive Complex Formation. In JOURNAL OF 
PHYSICAL CHEMISTRY A. ISSN 1089-5639, 2013, vol. 117, no. 35, pp. 8343., WOS 
3. [1.1] BARONE, Vincenzo - BICZYSKO, Malgorzata - BLOINO, Julien - EGIDI, Franco - PUZZARINI, Cristina. 
Accurate structure, thermodynamics, and spectroscopy of medium-sized radicals by hybrid coupled cluster/density 
functional theory approaches: The case of phenyl radical. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, 
2013, vol. 138, no. 23, pp., WOS 
4. [1.1] BARONE, Vincenzo - BICZYSKO, Malgorzata - BLOINO, Julien - PUZZARINI, Cristina. Accurate structure, 
thermodynamic and spectroscopic parameters from CC and CC/DFT schemes: the challenge of the conformational 
equilibrium in glycine. In PHYSICAL CHEMISTRY CHEMICAL PHYSICS. ISSN 1463-9076, 2013, vol. 15, no. 25, 
pp. 10094., WOS 
5. [1.1] BARONE, Vincenzo - BICZYSKO, Malgorzata - BLOINO, Julien - PUZZARINI, Cristina. Characterization 
of the Elusive Conformers of Glycine from State-of-the-Art Structural, Thermodynamic, and Spectroscopic 
Computations: Theory Complements Experiment. In JOURNAL OF CHEMICAL THEORY AND COMPUTATION. 
ISSN 1549-9618, 2013, vol. 9, no. 3, pp. 1533., WOS 
6. [1.1] BARUA, Shiblee R. - ALLEN, Wesley D. - KRAKA, Elfi - JERABEK, Paul - SURE, Rebecca - FRENKING, 
Gernot. Nearly Degenerate Isomers of C(BH)(2): Cumulene, Carbene, or Carbone? In CHEMISTRY-A EUROPEAN 
JOURNAL. ISSN 0947-6539, 2013, vol. 19, no. 47, pp. 15941., WOS 
7. [1.1] BHATTACHERJEE, Aditi - MATSUDA, Yoshiyuki - FUJII, Asuka - WATEGAONKAR, Sanjay. The 
Intermolecular S-H center dot center dot center dot Y (Y=S,O) Hydrogen Bond in the H2S Dimer and the H2S-MeOH 
Complex. In CHEMPHYSCHEM. ISSN 1439-4235, 2013, vol. 14, no. 5, pp. 905., WOS 
8. [1.1] BLEDA, Erdi A. - YAVUZ, Ilhan - ALTUN, Zikri - TRINDLE, Carl. Computational thermochemistry of 
glycolaldehyde. In INTERNATIONAL JOURNAL OF QUANTUM CHEMISTRY. ISSN 0020-7608, 2013, vol. 113, 
no. 8, pp. 1147., WOS 
9. [1.1] BOSCHEN, Jeffery S. - THEIS, Daniel - RUEDENBERG, Klaus - WINDUS, Theresa L. Accurate ab initio 
potential energy curves and spectroscopic properties of the four lowest singlet states of C-2. In THEORETICAL 
CHEMISTRY ACCOUNTS. ISSN 1432-881X, 2013, vol. 133, no. 2, pp., WOS 
10. [1.1] BOZKAYA, Ugur - SHERRILL, C. David. Analytic energy gradients for the orbital-optimized second-order 
Moller-Plesset perturbation theory. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, 2013, vol. 138, no. 
18, pp., WOS 
11. [1.1] BOZKAYA, Ugur - SHERRILL, C. David. Orbital-optimized coupled-electron pair theory and its analytic 
gradients: Accurate equilibrium geometries, harmonic vibrational frequencies, and hydrogen transfer reactions. In 
JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, 2013, vol. 139, no. 5, pp., WOS 
12. [1.1] BROSS, David H. - HILL, J. Grant - WERNER, H.J. - PETERSON, Kirk A. Explicitly correlated composite 
thermochemistry of transition metal species. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, 2013, vol. 
139, no. 9, pp., WOS 
13. [1.1] BYRD, Jason N. - MICHELS, H. Harvey - MONTGOMERY, John A. - COTE, Robin. Associative 
detachment of rubidium hydroxide. In PHYSICAL REVIEW A. ISSN 1050-2947, 2013, vol. 88, no. 3, pp., WOS 

 

120 



 
Správa o činnosti ÚACH SAV          2014 

14. [1.1] CHARMET, Andrea Pietropolli - STOPPA, Paolo - TASINATO, Nicola - GIORGIANNI, Santi - BARONE, 
Vincenzo - BICZYSKO, Malgorzata - BLOINO, Julien - CAPPELLI, Chiara - CARNIMEO, Ivan - PUZZARINI, 
Cristina. An integrated experimental and quantum-chemical investigation on the vibrational spectra of 
chlorofluoromethane. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, 2013, vol. 139, no. 16, pp., WOS 
15. [1.1] CHEN, Mingyang - DYER, Jason E. - LI, Keijing - DIXON, David A. Prediction of Structures and 
Atomization Energies of Small Silver Clusters, (Ag)(n), n &lt; 100. In JOURNAL OF PHYSICAL CHEMISTRY A. 
ISSN 1089-5639, 2013, vol. 117, no. 34, pp. 8298., WOS 
16. [1.1] CHEN, Yishan. Theoretical Study of Interactions between Halogen-Substituted s-Triazine and Halide Anions. 
In JOURNAL OF PHYSICAL CHEMISTRY A. ISSN 1089-5639, 2013, vol. 117, no. 33, pp. 8081., WOS 
17. [1.1] CHEN, Yu-De - LI, Arvin Huang-Te - WANG, Yi-Siang - CHAO, Sheng D. Molecular Dynamics 
Simulations of Liquid Water Structure and Diffusivity. In CHINESE JOURNAL OF PHYSICS. ISSN 0577-9073, 
2013, vol. 51, no. 6, pp. 1218., WOS 
18. [1.1] CHENG, Cheng - ZHANG, Min - SHENG, Li. AB INITIO AND DFT STUDY OF NON-COVALENT 
INTERACTIONS BETWEEN RARE GAS ATOMS AND AROMATIC RINGS. In JOURNAL OF THEORETICAL 
&amp; COMPUTATIONAL CHEMISTRY. ISSN 0219-6336, 2013, vol. 12, no. 3, pp., WOS 
19. [1.1] CHWEE, T. S. - LIM, G. S. - FAN, W. Y. - SULLIVAN, M. B. Computational study of molecular properties 
with dual basis sets. In PHYSICAL CHEMISTRY CHEMICAL PHYSICS. ISSN 1463-9076, 2013, vol. 15, no. 39, pp. 
16566., WOS 
20. [1.1] CICCIOLI, A. - GIGLI, G. The Uncertain Bond Energy of the NaAu Molecule: Experimental 
Redetermination and Coupled Cluster Calculations. In JOURNAL OF PHYSICAL CHEMISTRY A. ISSN 1089-5639, 
2013, vol. 117, no. 23, pp. 4956., WOS 
21. [1.1] COE, Jeremy P. - TAYLOR, Daniel J. - PATERSON, Martin J. Monte carlo configuration interaction applied 
to multipole moments, ionisation energies and electron affinities. In JOURNAL OF COMPUTATIONAL 
CHEMISTRY. ISSN 0192-8651, 2013, vol. 34, no. 13, pp. 1083., WOS 
22. [1.1] COMPAAN, Katherine R. - AGARWAL, Jay - DYE, Bryson E. - YAMAGUCHI, Yukio - SCHAEFER, 
Henry F. TOWARD DETECTION OF AlCH2 AND AlCH2+ IN THE INTERSTELLAR MEDIUM. In 
ASTROPHYSICAL JOURNAL. ISSN 0004-637X, 2013, vol. 778, no. 2, pp., WOS 
23. [1.1] CSONTOS, Botond - NAGY, Balazs - CSONTOS, Jozsef - KALLAY, Mihaly. Dissociation of the Fluorine 
Molecule. In JOURNAL OF PHYSICAL CHEMISTRY A. ISSN 1089-5639, 2013, vol. 117, no. 26, pp. 5518., WOS 
24. [1.1] CZAKO, Gabor. Accurate ab initio potential energy surface, thermochemistry, and dynamics of the Br(P-2, 
P-2(3/2)) + CH4&gt; HBr + CH3 reaction. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, 2013, vol. 
138, no. 13, pp., WOS 
25. [1.1] DAMES, Enoch E. - GOLDEN, David M. Master Equation Modeling of the Unimolecular Decompositions of 
Hydroxymethyl (CH2OH) and Methoxy (CH3O) Radicals to Formaldehyde (CH2O) + H. In JOURNAL OF 
PHYSICAL CHEMISTRY A. ISSN 1089-5639, 2013, vol. 117, no. 33, pp. 7686., WOS 
26. [1.1] DE OLIVEIRA-FILHO, Antonio G. S. - ORNELLAS, Fernando R. - PETERSON, Kirk A. - MIELKE, 
Steven L. Thermal Rate Constants for the O(P-3) + HBr and O(P-3) + DBr Reactions: Transition-State Theory and 
Quantum Mechanical Calculations. In JOURNAL OF PHYSICAL CHEMISTRY A. ISSN 1089-5639, 2013, vol. 117, 
no. 48, pp. 12703., WOS 
27. [1.1] DE SOUZA, Fabio A. L. - JORGE, Francisco E. Basis Set Convergence on Static Electric Dipole 
Polarizability Calculations of Alkali-Metal Clusters. In JOURNAL OF THE BRAZILIAN CHEMICAL SOCIETY. 
ISSN 0103-5053, 2013, vol. 24, no. 8, pp. 1357., WOS 
28. [1.1] DEMAISON, Jean - CSASZAR, Attila G. - GRONER, Peter - RUDOLPH, Heinz Dieter - CRAIG, Norman 
C. Semiexperimental Equilibrium Structures for cis,cis- and trans,trans-1,4-Difluorobutadiene by the Mixed Estimation 
Method and Definitive Relative Energies of the Isomers. In JOURNAL OF PHYSICAL CHEMISTRY A. ISSN 
1089-5639, 2013, vol. 117, no. 49, pp. 13166., WOS 
29. [1.1] DEY, Arghya - MONDAL, Sohidul Islam - PATWARI, G. Naresh. Binary Complexes of Ammonia with 
Phenylacetylenes: A Combined Experimental and Computational Approach to Explore Multiple Minima on 
Intermolecular Potentials. In CHEMPHYSCHEM. ISSN 1439-4235, 2013, vol. 14, no. 4, pp. 746., WOS 
30. [1.1] DRAGELJ, Jovan Lj. - JANJIC, Goran V. - VELJKOVIC, Dusan Z. - ZARIC, Snezana D. Crystallographic 
and ab initio study of pyridine CH-O interactions: linearity of the interactions and influence of pyridine classical 
hydrogen bonds. In CRYSTENGCOMM. ISSN 1466-8033, 2013, vol. 15, no. 48, pp. 10481., WOS 
31. [1.1] FELLER, David - PETERSON, Kirk A. An expanded calibration study of the explicitly correlated 
CCSD(T)-F12b method using large basis set standard CCSD(T) atomization energies. In JOURNAL OF CHEMICAL 
PHYSICS. ISSN 0021-9606, 2013, vol. 139, no. 8, pp., WOS 
32. [1.1] FELLER, David. Benchmarks of improved complete basis set extrapolation schemes designed for standard 
CCSD(T) atomization energies. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, 2013, vol. 138, no. 7, 
pp., WOS 
33. [1.1] FORTENBERRY, Ryan C. - CRAWFORD, T. Daniel - LEE, Timothy J. THE POSSIBLE INTERSTELLAR 
ANION CH2CN-: SPECTROSCOPIC CONSTANTS, VIBRATIONAL FREQUENCIES, AND OTHER 
CONSIDERATIONS. In ASTROPHYSICAL JOURNAL. ISSN 0004-637X, 2013, vol. 762, no. 2, pp., WOS 
34. [1.1] HELAL, Wissam - EVANGELISTI, Stefano - LEININGER, Thierry - MONARI, Antonio. A FCI benchmark 
on beryllium dimer: The lowest singlet and triplet states. In CHEMICAL PHYSICS LETTERS. ISSN 0009-2614, 
2013, vol. 568, no., pp. 49., WOS 

 

121 



 
Správa o činnosti ÚACH SAV          2014 

35. [1.1] HERMANN, Jan - BLUDSKY, Ota. A novel correction scheme for DFT: A combined vdW-DF/CCSD(T) 
approach. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, 2013, vol. 139, no. 3, pp., WOS 
36. [1.1] HERMOSO, Willian - JAUFEERALLY, Naziah B. - RAMASAMI, Ponnadurai - ORNELLAS, Fernando R. 
Exploring new species on the [H, S, Se, Cl] potential energy surface. In INTERNATIONAL JOURNAL OF 
QUANTUM CHEMISTRY. ISSN 0020-7608, 2013, vol. 113, no. 2, pp. 112., WOS 
37. [1.1] HILL, J. Grant. Auxiliary basis sets for density-fitting second-order MOller-Plesset perturbation theory: 
Weighted core-valence correlation consistent basis sets for the 4d elements Y-Pd. In JOURNAL OF 
COMPUTATIONAL CHEMISTRY. ISSN 0192-8651, 2013, vol. 34, no. 25, pp. 2168., WOS 
38. [1.1] HUANG, Yuanhang - SHAO, Yihan - BERAN, Gregory J. O. Accelerating MP2C dispersion corrections for 
dimers and molecular crystals. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, 2013, vol. 138, no. 22, 
pp., WOS 
39. [1.1] JONES, Gareth J. - ROBERTAZZI, Arutro - PLATTS, James A. Efficient and Accurate Theoretical Methods 
To Investigate Anion-pi Interactions in Protein Model Structures. In JOURNAL OF PHYSICAL CHEMISTRY B. 
ISSN 1520-6106, 2013, vol. 117, no. 12, pp. 3315., WOS 
40. [1.1] JORGENSEN, Kameron R. - RAMASESH, Vinay V. - HANNIBAL, Sonja - DEYONKER, Nathan J. - 
WILSON, Angela K. Complete basis set limits of local second-order MOller-Plesset perturbation theory. In 
MOLECULAR PHYSICS. ISSN 0026-8976, 2013, vol. 111, no. 9-11, pp. 1178., WOS 
41. [1.1] KARTHIKEYAN, S. - RAMANATHAN, V. - MISHRA, Brijesh Kumar. Influence of the Substituents on the 
CH...pi Interaction: Benzene-Methane Complex. In JOURNAL OF PHYSICAL CHEMISTRY A. ISSN 1089-5639, 
2013, vol. 117, no. 30, pp. 6687., WOS 
42. [1.1] KUPKA, Teobald - NIERADKA, Marzena - KAMINSKY, Jakub - STOBINSKI, Leszek. Modeling Ne-21 
NMR parameters for carbon nanosystems. In MAGNETIC RESONANCE IN CHEMISTRY. ISSN 0749-1581, 2013, 
vol. 51, no. 10, pp. 676., WOS 
43. [1.1] KUPKA, Teobald - STACHOW, Michal - CHELMECKA, Elzbieta - PASTERNY, Karol - STOBINSKA, 
Magdalena - STOBINSKI, Leszek - KAMINSKY, Jakub. Efficient Modeling of NMR Parameters in Carbon 
Nanosystems. In JOURNAL OF CHEMICAL THEORY AND COMPUTATION. ISSN 1549-9618, 2013, vol. 9, no. 
9, pp. 4275., WOS 
44. [1.1] KUPKA, Teobald - STACHOW, Michal - KAMINSKY, Jakub - SAUER, Stephan P. A. Estimation of 
isotropic nuclear magnetic shieldings in the CCSD(T) and MP2 complete basis set limit using affordable correlation 
calculations. In MAGNETIC RESONANCE IN CHEMISTRY. ISSN 0749-1581, 2013, vol. 51, no. 8, pp. 482., WOS 
45. [1.1] KUPKA, Teobald - STACHOW, Michal - STOBINSKI, Leszek - KAMINSKY, Jakub. He-3 NMR: from free 
gas to its encapsulation in fullerene. In MAGNETIC RESONANCE IN CHEMISTRY. ISSN 0749-1581, 2013, vol. 51, 
no. 8, pp. 463., WOS 
46. [1.1] LANE, Joseph R. CCSDTQ Optimized Geometry of Water Dimer. In JOURNAL OF CHEMICAL THEORY 
AND COMPUTATION. ISSN 1549-9618, 2013, vol. 9, no. 1, pp. 316., WOS 
47. [1.1] LAU, Kai-Chung - PAN, Yi - LAM, Chow-Shing - HUANG, Huang - CHANG, Yih-Chung - LUO, Zhihong 
- SHI, Xiaoyu - NG, C. Y. High-level ab initio predictions for the ionization energy, bond dissociation energies, and 
heats of formation of cobalt carbide (CoC) and its cation (CoC+). In JOURNAL OF CHEMICAL PHYSICS. ISSN 
0021-9606, 2013, vol. 138, no. 9, pp., WOS 
48. [1.1] LI SONG - CHEN SHAN-JUN - ZHU DE-SHENG - WEI JIAN-JUN. Structure and Potential Energy 
Function of ClF- Molecular Ion. In ACTA PHYSICO-CHIMICA SINICA. ISSN 1000-6818, 2013, vol. 29, no. 4, pp. 
737., WOS 
49. [1.1] LI SONG - HAN LI-BO - CHEN SHAN-JUN - DUAN CHUAN-XI. Potential energy function and 
spectroscopic parameters of SN- molecular ion. In ACTA PHYSICA SINICA. ISSN 1000-3290, 2013, vol. 62, no. 11, 
pp., WOS 
50. [1.1] LI, Huidong - FENG, Hao - SUN, Weiguo - XIE, Yaoming - SCHAEFER, Henry F. Diatomic Silylynes, 
Germylynes, Stannylynes, and Plumbylynes: Structures, Dipole Moments, Dissociation Energies, and Quartet-Doublet 
Gaps of EH and EX (E = Si, Ge, Sn, Pb; X = F, Cl, Br, I). In INORGANIC CHEMISTRY. ISSN 0020-1669, 2013, vol. 
52, no. 12, pp. 6849., WOS 
51. [1.1] LI, Huidong - FENG, Hao - SUN, Weiguo - ZHANG, Yi - FAN, Qunchao - PETERSON, Kirk A. - XIE, 
Yaoming - SCHAEFER, Henry F. The alkaline earth dimer cations (Be-2 (+), Mg-2 (+), Ca-2 (+), Sr-2 (+), and Ba-2 
(+)). Coupled cluster and full configuration interaction studies(dagger). In MOLECULAR PHYSICS. ISSN 
0026-8976, 2013, vol. 111, no. 14-15, pp. 2292., WOS 
52. [1.1] LI, Song - CHEN, Shan-Jun - ZHU, De-Sheng - FAN, Qun-Chao. Theoretical study on the ground electronic 
state of SCl+ and SCl-. In COMPUTATIONAL AND THEORETICAL CHEMISTRY. ISSN 2210-271X, 2013, vol. 
1017, no., pp. 136., WOS 
53. [1.1] LIAKOS, Dimitrios G. - IZSAK, Robert - VALEEV, Edward F. - NEESE, Frank. What is the most efficient 
way to reach the canonical MP2 basis set limit? In MOLECULAR PHYSICS. ISSN 0026-8976, 2013, vol. 111, no. 
16-17, pp. 2653., WOS 
54. [1.1] MAHLER, Andrew - WILSON, Angela K. Explicitly Correlated Methods within the ccCA Methodology. In 
JOURNAL OF CHEMICAL THEORY AND COMPUTATION. ISSN 1549-9618, 2013, vol. 9, no. 3, pp. 1402., WOS 
55. [1.1] MAJUMDER, Moumita - MISHRA, Brijesh Kumar - SATHYAMURTHY, N. CH center dot center dot 
center dot pi and pi center dot center dot center dot pi interaction in benzene-acetylene clusters. In CHEMICAL 
PHYSICS LETTERS. ISSN 0009-2614, 2013, vol. 557, no., pp. 59., WOS 

 

122 



 
Správa o činnosti ÚACH SAV          2014 

56. [1.1] MATITO, Eduard - SALVADOR, Pedro - STYSZYNSKI, Jacek. Benchmark calculations of metal carbonyl 
cations: relativistic vs. electron correlation effects. In PHYSICAL CHEMISTRY CHEMICAL PHYSICS. ISSN 
1463-9076, 2013, vol. 15, no. 46, pp. 20080., WOS 
57. [1.1] MLADENOVIC, Mirjana - LEWERENZ, Marius. Ab initio prediction of the rovibrational levels of the 
He-CO+ ionic complex. In MOLECULAR PHYSICS. ISSN 0026-8976, 2013, vol. 111, no. 14-15, pp. 2068., WOS 
58. [1.1] MONCHO, Salvador - BROTHERS, Edward N. - JANESKO, Benjamin G. A Benchmark Study of H-2 
Activation by Au-3 and Ag-3 Clusters. In JOURNAL OF PHYSICAL CHEMISTRY C. ISSN 1932-7447, 2013, vol. 
117, no. 15, pp. 7487., WOS 
59. [1.1] MULLINAX, J. Wayne - HOLLMAN, David S. - SCHAEFER, Henry F. Tetragermacyclobutadiene: 
Energetically Disfavored with Respect to Its Structural Isomers. In CHEMISTRY-A EUROPEAN JOURNAL. ISSN 
0947-6539, 2013, vol. 19, no. 23, pp. 7487., WOS 
60. [1.1] NAGY, Peter I. Are the Intramolecular O-H center dot center dot center dot F and O-H center dot center dot 
center dot Cl Hydrogen Bonds Maintained in Solution? A Theoretical Study. In JOURNAL OF PHYSICAL 
CHEMISTRY A. ISSN 1089-5639, 2013, vol. 117, no. 13, pp. 2812., WOS 
61. [1.1] NAGY, Peter I. The syn-anti equilibrium for theCOOH group reinvestigated. Theoretical conformation 
analysis for acetic acid in the gas phase and in solution. In COMPUTATIONAL AND THEORETICAL 
CHEMISTRY. ISSN 2210-271X, 2013, vol. 1022, no., pp. 59., WOS 
62. [1.1] NANDA, Kaushik D. - BERAN, Gregory J. O. What Governs the Proton Ordering in Ice XV? In JOURNAL 
OF PHYSICAL CHEMISTRY LETTERS. ISSN 1948-7185, 2013, vol. 4, no. 18, pp. 3165., WOS 
63. [1.1] NGUYEN MINH TAM - TRUONG BA TAI - VU THI NGAN - MINH THO NGUYEN. Structure, 
Thermochemical Properties, and Growth Sequence of Aluminum-Doped Silicon Clusters SinAlm (n=1-11, m=1-2) and 
Their Anions. In JOURNAL OF PHYSICAL CHEMISTRY A. ISSN 1089-5639, 2013, vol. 117, no. 31, pp. 6867., 
WOS 
64. [1.1] ONEL, L. - THONGER, L. - BLITZ, M. A. - SEAKINS, P. W. - BUNKAN, A. J. C. - SOLIMANNEJAD, M. 
- NIELSEN, C. J. Gas-Phase Reactions of OH with Methyl Amines in the Presence or Absence of Molecular Oxygen. 
An Experimental and Theoretical Study. In JOURNAL OF PHYSICAL CHEMISTRY A. ISSN 1089-5639, 2013, vol. 
117, no. 41, pp. 10736., WOS 
65. [1.1] PATKOWSKI, Konrad. Basis set converged weak interaction energies from conventional and explicitly 
correlated coupled-cluster approach. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, 2013, vol. 138, no. 
15, pp., WOS 
66. [1.1] PATWARI, G. Naresh - VENUVANALINGAM, P. - KOLASKI, Maciej. Phenylacetylene dimer: Ab initio 
and DFT study. In CHEMICAL PHYSICS. ISSN 0301-0104, 2013, vol. 415, no., pp. 150., WOS 
67. [1.1] PURWANTO, Wirawan - ZHANG, Shiwei - KRAKAUER, Henry. Frozen-Orbital and Downfolding 
Calculations with Auxiliary-Field Quantum Monte Carlo. In JOURNAL OF CHEMICAL THEORY AND 
COMPUTATION. ISSN 1549-9618, 2013, vol. 9, no. 11, pp. 4825., WOS 
68. [1.1] PUZZARINI, Cristina - BICZYSKO, Malgorzata - BARONE, Vincenzo - PENA, Isabel - CABEZAS, Carlos 
- ALONSO, Jose L. Accurate molecular structure and spectroscopic properties of nucleobases: a combined 
computational-microwave investigation of 2-thiouracil as a case study. In PHYSICAL CHEMISTRY CHEMICAL 
PHYSICS. ISSN 1463-9076, 2013, vol. 15, no. 39, pp. 16965., WOS 
69. [1.1] PUZZARINI, Cristina - GAUSS, Juergen. Quantum-chemical determination of Born-Oppenheimer 
breakdown parameters for rotational constants: the open-shell species CN, CO+ and BO. In MOLECULAR PHYSICS. 
ISSN 0026-8976, 2013, vol. 111, no. 14-15, pp. 2204., WOS 
70. [1.1] PUZZARINI, Cristina. Rotational spectroscopy meets theory. In PHYSICAL CHEMISTRY CHEMICAL 
PHYSICS. ISSN 1463-9076, 2013, vol. 15, no. 18, pp. 6595., WOS 
71. [1.1] QIU, Yudong - SOKOLOV, Alexander Yu. - YAMAGUCHI, Yukio - SCHAEFER, Henry F. BeCH2: The 
Simplest Metal Carbene. High Levels of Theory. In JOURNAL OF PHYSICAL CHEMISTRY A. ISSN 1089-5639, 
2013, vol. 117, no. 38, pp. 9266., WOS 
72. [1.1] REY-VILLAVERDE, Ringo - CYBULSKI, Hubert - FLORES, Jesus R. - FERNANDEZ, Berta. A 
High-Accuracy Theoretical Study of the CHnP Systems n=1-3. In JOURNAL OF COMPUTATIONAL CHEMISTRY. 
ISSN 0192-8651, 2013, vol. 34, no. 23, pp. 2020., WOS 
73. [1.1] REZABAL, Elixabete - SCHAEFER, Thomas. First Principle Approach to Solvation by 
Methylimidazolium-Based Ionic Liquids. In JOURNAL OF PHYSICAL CHEMISTRY B. ISSN 1520-6106, 2013, vol. 
117, no. 2, pp. 553., WOS 
74. [1.1] RICHARD, Ryan M. - LAO, Ka Un - HERBERT, John M. Approaching the complete-basis limit with a 
truncated many-body expansion. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, 2013, vol. 139, no. 22, 
pp., WOS 
75. [1.1] RUBES, Miroslav - WIERSUM, Andrew D. - LLEWELLYN, Philip L. - GRAJCIAR, Lukas - BLUDSKY, 
Ota - NACHTIGALL, Petr. Adsorption of Propane and Propylene on CuBTC Metal-Organic Framework: Combined 
Theoretical and Experimental Investigation. In JOURNAL OF PHYSICAL CHEMISTRY C. ISSN 1932-7447, 2013, 
vol. 117, no. 21, pp. 11159., WOS 
76. [1.1] SASANUMA, Yuji - WAGAI, Yusuke - SUZUKI, Nobuaki - ABE, Daisuke. Conformational characteristics 
and configurational properties of poly(butylene terephthalate) and structure-property relationships of aromatic 
polyesters. In POLYMER. ISSN 0032-3861, 2013, vol. 54, no. 15, pp. 3904., WOS 
77. [1.1] SCHAEFFER, Rainer - JANSEN, Georg. Single-determinant-based symmetry-adapted perturbation theory 

 

123 



 
Správa o činnosti ÚACH SAV          2014 

without single-exchange approximation. In MOLECULAR PHYSICS. ISSN 0026-8976, 2013, vol. 111, no. 16-17, pp. 
2570., WOS 
78. [1.1] SIMAKOV, Anton - MILLER, Glenn B. S. - BUNKAN, Arne J. C. - HOFFMANN, Mark R. - UGGERUD, 
Einar. The dissociation of glycolate-astrochemical and prebiotic relevance. In PHYSICAL CHEMISTRY CHEMICAL 
PHYSICS. ISSN 1463-9076, 2013, vol. 15, no. 39, pp. 16615., WOS 
79. [1.1] SOYDAS, Emine - BOZKAYA, Ugur. Accurate Open-Shell Noncovalent Interaction Energies from the 
Orbital-Optimized Moller-Plesset Perturbation Theory: Achieving CCSD Quality at the MP2 Level by Orbital 
Optimization. In JOURNAL OF CHEMICAL THEORY AND COMPUTATION. ISSN 1549-9618, 2013, vol. 9, no. 
11, pp. 4679., WOS 
80. [1.1] SUN, Meng - ZHANG, Igor Ying - WU, Anan - XU, Xin. Accurate prediction of nuclear magnetic resonance 
shielding constants: Towards the accuracy of CCSD(T) complete basis set limit. In JOURNAL OF CHEMICAL 
PHYSICS. ISSN 0021-9606, 2013, vol. 138, no. 12, pp., WOS 
81. [1.1] THANH LAM NGUYEN - XUE, Bert C. - ELLISON, G. Barney - STANTON, John F. Theoretical Study of 
Reaction of Ketene with Water in the Gas Phase: Formation of Acetic Acid? In JOURNAL OF PHYSICAL 
CHEMISTRY A. ISSN 1089-5639, 2013, vol. 117, no. 43, pp. 10997., WOS 
82. [1.1] TRINDLE, Carl - BLEDA, Erdi A. - ALTUN, Zikri. Structure and energetics of cyclopropane 
carboxaldehyde. In INTERNATIONAL JOURNAL OF QUANTUM CHEMISTRY. ISSN 0020-7608, 2013, vol. 113, 
no. 8, pp. 1155., WOS 
83. [1.1] TSUZUKI, Seiji - SATO, Naoki. Origin of Attraction in Chalgogen-Nitrogen Interaction of 
1,2,5-Chalcogenadiazole Dimers. In JOURNAL OF PHYSICAL CHEMISTRY B. ISSN 1520-6106, 2013, vol. 117, 
no. 22, pp. 6849., WOS 
84. [1.1] TSUZUKI, Seiji - UCHIMARU, Tadafumi - WAKISAKA, Akihiro - ONO, Taizo - SONODA, Takaaki. 
CCSD(T) level interaction energy for halogen bond between pyridine and substituted iodobenzenes: origin and 
additivity of substituent effects. In PHYSICAL CHEMISTRY CHEMICAL PHYSICS. ISSN 1463-9076, 2013, vol. 
15, no. 16, pp. 6088., WOS 
85. [1.1] TYUTEREV, Vladimir G. - KOCHANOV, Roman V. - TASHKUN, Sergey A. - HOLKA, Filip - SZALAY, 
Peter G. New analytical model for the ozone electronic ground state potential surface and accurate ab initio vibrational 
predictions at high energy range. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, 2013, vol. 139, no. 13, 
pp., WOS 
86. [1.1] VERDICCHIO, Marco - BENDAZZOLI, Gian Luigi - EVANGELISTI, Stefano - LEININGER, Thierry. 
Surprising Electronic Structure of the BeH- Dimer: a Full-Configuration-Interaction Study. In JOURNAL OF 
PHYSICAL CHEMISTRY A. ISSN 1089-5639, 2013, vol. 117, no. 1, pp. 192., WOS 
87. [1.1] VOGT, Natalja - KHAIKIN, Leonid S. - GRIKINA, Olga E. - RYKOV, Anatolii N. A benchmark study of 
molecular structure by experimental and theoretical methods: Equilibrium structure of uracil from gas-phase electron 
diffraction data and coupled-cluster calculations. In JOURNAL OF MOLECULAR STRUCTURE. ISSN 0022-2860, 
2013, vol. 1050, no., pp. 114., WOS 
88. [1.1] VOGT, Natalja - MAROCHKIN, Ilya I. - RYKOV, Anatolii N. - DOROFEEVA, Olga V. Interplay of 
Experiment and Theory: Determination of an Accurate Equilibrium Structure of 1-Methyluracil by the Gas Electron 
Diffraction Method and Coupled-Cluster Computations. In JOURNAL OF PHYSICAL CHEMISTRY A. ISSN 
1089-5639, 2013, vol. 117, no. 44, pp. 11374., WOS 
89. [1.1] VOGT-GEISSE, Stefan - SOKOLOV, Alexander Yu. - MCNEW, Shane R. - YAMAGUCHI, Yukio - 
SCHAEFER, Henry F. Structures and Transition States of Ge2CH2. In JOURNAL OF PHYSICAL CHEMISTRY A. 
ISSN 1089-5639, 2013, vol. 117, no. 28, pp. 5765., WOS 
90. [1.1] VOJISLAVLJEVIC, Dubravka Z. - JANJIC, Goran V. - NINKOVIC, Dragan B. - KAPOR, Agnes - ZARIC, 
Snezana D. The influence of water molecule coordination onto the water-aromatic interaction. Strong interactions of 
water coordinating to a metal ion. In CRYSTENGCOMM. ISSN 1466-8033, 2013, vol. 15, no. 11, pp. 2099., WOS 
91. [1.1] WANG, Fang-Fang - DEIBLE, Michael J. - JORDAN, Kenneth D. Benchmark Study of the Interaction 
Energy for an (H2O)(16) Cluster: Quantum Monte Carlo and Complete Basis Set Limit MP2 Results. In JOURNAL 
OF PHYSICAL CHEMISTRY A. ISSN 1089-5639, 2013, vol. 117, no. 32, pp. 7606., WOS 
92. [1.1] YANG, Jack - WALLER, Mark P. A Systematic Approach to Identify Cooperatively Bound Homotrimers. In 
JOURNAL OF PHYSICAL CHEMISTRY A. ISSN 1089-5639, 2013, vol. 117, no. 1, pp. 174., WOS 
93. [1.1] YIN, Chih-Chien - LI, Arvin Huang-Te - CHAO, Sheng D. Liquid chloroform structure from computer 
simulation with a full ab initio intermolecular interaction potential. In JOURNAL OF CHEMICAL PHYSICS. ISSN 
0021-9606, 2013, vol. 139, no. 19, pp., WOS 
94. [1.1] ZAITSEVSKII, Andrei - TITOV, Anatoly V. Interaction of copernicium with gold: Assessment of 
applicability of simple density functional theories. In INTERNATIONAL JOURNAL OF QUANTUM CHEMISTRY. 
ISSN 0020-7608, 2013, vol. 113, no. 13, pp. 1772., WOS 
95. [1.1] ZHANG, Igor Ying - REN, Xinguo - RINKE, Patrick - BLUM, Volker - SCHEFFLER, Matthias. Numeric 
atom-centered-orbital basis sets with valence-correlation consistency from H to Ar. In NEW JOURNAL OF PHYSICS. 
ISSN 1367-2630, 2013, vol. 15, no., pp., WOS 
96. [1.2] DANOVICH, David K. - SHAIK, Sason S. - CHEN, H. Theoretical Toolkits for Inorganic and Bioinorganic 
Complexes: Their Applications and Insights. In Comprehensive Inorganic Chemistry II (Second Edition): From 
Elements to Applications, 2013-08-01, 9, pp. 1-57., SCOPUS 
97. [1.2] FOLEY, Jonathan J. - MAZZIOTTI, David A. Cage versus prism: Electronic energies of the water hexamer. 

 

124 



 
Správa o činnosti ÚACH SAV          2014 

In Journal of Physical Chemistry A. ISSN 10895639, 2013-08-01, 117, 30, pp. 6712-6716., SCOPUS 
98. [1.2] KOBUS, Jacek. A finite difference Hartree-Fock program for atoms and diatomic molecules. In Computer 
Physics Communications. ISSN 00104655, 2013-03-01, 184, 3, pp. 799-811., SCOPUS 
99. [1.2] SOKOLOV, Alexander Yu - MAGERS, D. Brandon - WU, Judy I Chia - ALLEN, Wesley D. - SCHLEYER, 
P. V. R. - SCHAEFER, Henry Fritz. Free cyclooctatetraene dianion: Planarity, aromaticity, and theoretical challenges. 
In Journal of Chemical Theory and Computation. ISSN 15499618, 2013-10-08, 9, 10, pp. 4436-4443., SCOPUS 

ADCA141 HESABI, Z. Razavi - HAGHIGHATZADEH, M. - MAZAHERI, Mehdi - GALUSEK, 
Dušan - SADRNEZHAAD, S.K. Suppression of grain growth in sub-micrometer alumina 
via two-step sintering method. In Journal of the European Ceramic Society, 2009, vol. 29, 
no. 8, p. 1371-1377. (1.580 - IF2008). (2009 - Current Contents, WOS, SCOPUS). ISSN 
0955-2219. 

Citácie: 
1. [1.1] CHEN, Bo - XIA, Zhenbo - LU, Kathy. Understanding sintering characteristics of ZnO nanoparticles by 
FIB-SEM three-dimensional analysis. In JOURNAL OF THE EUROPEAN CERAMIC SOCIETY. ISSN 0955-2219, 
2013, vol. 33, no. 13-14, pp. 2499., WOS 
2. [1.1] GAO, Jianying - WANG, Lianjun - JIANG, Wan. Enhancement of Properties and Performance of 
MoSi(2-)based Heating Elements via Low Temperature Sintering. In INTERNATIONAL JOURNAL OF APPLIED 
CERAMIC TECHNOLOGY. ISSN 1546-542X, 2013, vol. 10, no., pp. E234., WOS 
3. [1.1] MOYA, J. S. - TORRECILLAS, R. - DIAZ, L. A. - RODRIGUEZ-SUAREZ, T. - GOYOS, L. - 
MONTES-MORAN, M. A. - PERFILOV, S. Strong pinning effect of alumina/nanodiamond composites obtained by 
pulsed electric current sintering. In JOURNAL OF THE EUROPEAN CERAMIC SOCIETY. ISSN 0955-2219, 2013, 
vol. 33, no. 10, pp. 2043., WOS 
4. [1.1] QU, Haixia - ZHU, Shigen. Two step hot pressing sintering of dense fine grained WC-Al2O3 composites. In 
CERAMICS INTERNATIONAL. ISSN 0272-8842, 2013, vol. 39, no. 5, pp. 5415., WOS 

ADCA142 HNATKO, Miroslav - ŠAJGALÍK, Pavol - LENČÉŠ, Zoltán - SALAMON, D. - 
MONTEVERDE, F. Carbon reduction reaction in the Y2O3-SiO2 glass system at high 
temperature. In Journal of the European Ceramic Society, 2001, vol. 21, no. 16, p. 
2797-2801. ISSN 0955-2219. 

Citácie: 
1. [1.1] BALLATO, John - DRAGIC, Peter. Rethinking Optical Fiber: New Demands, Old Glasses. In JOURNAL OF 
THE AMERICAN CERAMIC SOCIETY. ISSN 0002-7820, 2013, vol. 96, no. 9, pp. 2675., WOS 

ADCA143 HOFFMANN, R.W. - MULLER, M. - MENZEL, K. - GSCHWIND, R. - 
SCHWERDTFEGER, P. - MALKINA, Olga L. - MALKIN, Vladimír G.. Reaction of 
iodoform and isopropyl grignard reagent revisited. In Organometallics, 2001, vol. 20, no. 25, 
p. 5310-5313. ISSN 0276-7333. 

Citácie: 
1. [1.1] BERTOLOTTI, Federica - GERVASIO, Giuliana. Crystal structure of iodoform at 106 K and of the adduct 
CHI3 center dot 3(C9H7N). Iodoform as a building block of co-crystals. In JOURNAL OF MOLECULAR 
STRUCTURE. ISSN 0022-2860, 2013, vol. 1036, no., pp. 305., WOS 
2. [1.1] NISHIMURA, Rodolfo H. V. - TOLEDO, Fabiano T. - LOPES, Joao L. C. - CLOSOSKI, Giuliano C. Efficient 
synthesis of chlorohydrins using ClCH2MgCl center dot LiCl. In TETRAHEDRON LETTERS. ISSN 0040-4039, 
2013, vol. 54, no. 4, pp. 287., WOS 

ADCA144 HONTY, Miroslav - DE CRAEN, Mieke - WANG, Lian - MADEJOVÁ, Jana - 
CZÍMEROVÁ, Adriana - PENTRÁK, Martin - STRÍČEK, Igor - VAN GEET, Maarten. The 
effect of high pH alkaline solutions on the mineral stability of the Boom Clay - Batch 
experiments at 60 °C. In Applied Geochemistry, 2010, vol. 25, no. 6, p. 825-840. (1.961 - 
IF2009). (2010 - Current Contents). ISSN 0883-2927. 

Citácie: 
1. [1.1] OSACKY, M. - GERAMIAN, M. - DYAR, M. D. - SKLUTE, E. C. - VALTER, M. - IVEY, D. G. - LIU, Q. - 
ETSELL, T. H. Characterisation of petrologic end members of oil sands from the athabasca region, Alberta, Canada. In 
CANADIAN JOURNAL OF CHEMICAL ENGINEERING. ISSN 0008-4034, 2013, vol. 91, no. 8, pp. 1402., WOS 
2. [1.1] SOLER, Josep M. Reactive transport modeling of concrete-clay interaction during 15 years at the Tournemire 
Underground Rock Laboratory. In EUROPEAN JOURNAL OF MINERALOGY. ISSN 0935-1221, 2013, vol. 25, no. 
4, pp. 639., WOS 

ADCA145 HRACHOVÁ, Jana - MADEJOVÁ, Jana - BILLIK, Peter - KOMADEL, Peter - FAJNOR, 
Vladimír Štefan. Dry grinding of Ca and octadecyltrimethylammonium montmorillonite. In 
Journal of Colloid and Interface Science, 2007, vol. 316, no. 2, p. 589-595. ISSN 
0021-9797. 

Citácie: 
1. [1.1] DIF, Mehdi - BIEL, Walid - TASTAYRE, Gilles - LENDORMI, Thomas - SIRE, Olivier. Identification of 

 

125 



 
Správa o činnosti ÚACH SAV          2014 

transfer mechanisms involved in soiled CIP solutions regeneration at extreme pH and high temperature. In JOURNAL 
OF FOOD ENGINEERING. ISSN 0260-8774, 2013, vol. 114, no. 4, pp. 477., WOS 
2. [1.1] DJUKIC, Andjelka - JOVANOVIC, Uros - TUVIC, Tamara - ANDRIC, Velibor - NOVAKOVIC, Jasmina 
Grbovic - IVANOVIC, Nenad - MATOVIC, Ljiljana. The potential of ball-milled Serbian natural clay for removal of 
heavy metal contaminants from wastewaters: Simultaneous sorption of Ni, Cr, Cd and Pb ions. In CERAMICS 
INTERNATIONAL. ISSN 0272-8842, 2013, vol. 39, no. 6, pp. 7173., WOS 
3. [1.1] DONESCU, D. - IANCHIS, R. - PETCU, C. - PURCAR, V. - NISTOR, C. L. - RADOVICI, C. - SOMOGHI, 
R. - POP, S. F. - PERICHAUD, A. STUDY OF THE SOLVENTS INFLUENCE ON THE LAYERED SILICATES 
CATION POLYMER HYBRIDS PROPERTIES. In DIGEST JOURNAL OF NANOMATERIALS AND 
BIOSTRUCTURES. ISSN 1842-3582, 2013, vol. 8, no. 4, pp. 1751., WOS 
4. [1.1] KUMRIC, Ksenija R. - DUKIC, Andelka B. - TRTIC-PETROVIC, Tatjana M. - VUKELIC, Nikola S. - 
STOJANOVIC, Zoran - NOVAKOVIC, Jasmina D. Grbovic - MATOVIC, Ljiljana Lj. Simultaneous Removal of 
Divalent Heavy Metals from Aqueous Solutions Using Raw and Mechanochemically Treated Interstratified 
Montmorillonite/Kaolinite Clay. In INDUSTRIAL &amp; ENGINEERING CHEMISTRY RESEARCH. ISSN 
0888-5885, 2013, vol. 52, no. 23, pp. 7930., WOS 
5. [1.1] ONDER, Emel - SARIER, Nihal - UKUSER, Gokcen - OZTURK, Mehmet - ARAT, Refik. Ultrasound 
assisted solvent free intercalation of montmorillonite with PEG1000: A new type of organoclay with improved thermal 
properties. In THERMOCHIMICA ACTA. ISSN 0040-6031, 2013, vol. 566, no., pp. 24., WOS 
6. [1.1] PILLAI, S. Kesavan - RAY, S. Sinha - SCRIBA, M. - BANDYOPADHYAY, J. - ROUX-VAN DER 
MERWE, M. P. - BADENHORST, J. Microwave assisted green synthesis and characterization of 
silver/montmorillonite heterostructures with improved antimicrobial properties. In APPLIED CLAY SCIENCE. ISSN 
0169-1317, 2013, vol. 83-84, no., pp. 315., WOS 

ADCA146 HRACHOVÁ, Jana - KOMADEL, Peter - JOCHEC  MOŠKOVÁ, Daniela - KRAJČI, Juraj 
- JANIGOVÁ, Ivica - ŠLOUF, Miroslav - CHODÁK, Ivan. Properties of 
organo-clay/natural rubber nanocomposites: Effects of organophilic modifiers. In Journal of 
Applied Polymer Science, 2013, vol. 127, p. 3447 - 3455. (1.395 - IF2012). (2013 - Current 
Contents). ISSN 0021-8995. 

Citácie: 
1. [1.1] WILSON, R. - CHANDRAN, N. - THOMAS, S. Layered clay rubber composites. In LAYERED CLAY 
MATERIALS FOR FUNCTIONAL APPLICATIONS. ISSN 1013-9826, 2013, vol. 571, p. 197-213., WOS 
2. [1.2] RUANGUDOMSAKUL, W. – RUKSAKULPIWAT, C. – RUKSAKULPIWAT, Y. The study of using 
bio-filler from cassava pulp in natural rubber composites. (2013) Advanced Materials Research, vol. 747, p. 371-374., 
Scopus 

ADCA147 HRACHOVÁ, Jana - BILLIK, Peter - FAJNOR, Vladimír. Influence of organic surfactants 
on structural stability of mechanochemically treated bentonite. In Journal of Thermal 
Analysis and Calorimetry, 2010, vol. 101, p. 161-168. (1.587 - IF2009). (2010 - Current 
Contents). ISSN 1388-6150. 

Citácie: 
1. [1.2] CHEN, Y.-J. - LUO, Y.-F. - LI, B. - LÜ, W.-X. - JIA, Z.-X. - JIA, D.-M. - HE, Y.-L. - ZHANG, X.-Q. 
Amino-functionalized montmorillonite modified via mortar grinding. In HUANAN LIGONG DAXUE 
XUEBAO/JOURNAL OF SOUTH CHINA UNIVERSITY OF TECHNOLOGY (NATURAL SCIENCE). ISSN 
1000-565X, 2013, vol. 41, no. 6, p. 121-126., SCOPUS 

ADCA148 HRACHOVÁ, Jana - KOMADEL, Peter - CHODÁK, Ivan. Effect of montmorillonite 
modification on mechanical properties of vulcanized natural rubber composites. In Journal 
of Materials Science, 2008, vol. 43, no. 6, p. 2012-2017. (1.081 - IF2007). (2008 - Current 
Contents). ISSN 0022-2461. 

Citácie: 
1. [1.1] WANG, Lei - XIANG, Pu-Yu - ZHANG, Li-Qun - WU, You-Ping. Effect of epoxidized natural rubber on the 
properties of rectorite/carbon black/natural rubber nanocomposites. In JOURNAL OF APPLIED POLYMER 
SCIENCE. ISSN 0021-8995, 2013, vol. 128, no. 4, pp. 2578., WOS 
2. [1.2] MOVAHED, Saeed Ostad - ALIMARDANY, M. Reinforcement of rubber compounds by different fillers: 
Recent achievements. In Rubber: Types, Properties and Uses, 2013-01-01, pp. 1-82., SCOPUS 

ADCA149 HRACHOVÁ, Jana - KOMADEL, Peter - FAJNOR, Vladimír Štefan. The effect of 
mechanical treatment on the structure of montmorillonite. In Materials Letters, 2007, vol. 
61, no. 16, p. 3361-3365. ISSN 0167-577X. 

Citácie: 
1. [1.1] ANADAO, Priscila - MONTES, Rafael Rezende - LAROCCA, Nelson Marcos - PESSAN, Luiz Antonio. 
Influence of the clay content and the polysulfone molar mass on nanocomposite membrane properties. In APPLIED 
SURFACE SCIENCE. ISSN 0169-4332, 2013, vol. 275, no., pp. 110., WOS 
2. [1.1] DJUKIC, Andjelka - JOVANOVIC, Uros - TUVIC, Tamara - ANDRIC, Velibor - NOVAKOVIC, Jasmina 
Grbovic - IVANOVIC, Nenad - MATOVIC, Ljiljana. The potential of ball-milled Serbian natural clay for removal of 

 

126 



 
Správa o činnosti ÚACH SAV          2014 

heavy metal contaminants from wastewaters: Simultaneous sorption of Ni, Cr, Cd and Pb ions. In CERAMICS 
INTERNATIONAL. ISSN 0272-8842, 2013, vol. 39, no. 6, pp. 7173., WOS 
3. [1.1] FANG, Changqing - YU, Ruien - LI, Yan - ZHANG, Mengya - HU, Jingbo - ZHANG, Min. Preparation and 
characterization of an asphalt-modifying agent with waste packaging polyethylene and organic montmorillonite. In 
POLYMER TESTING. ISSN 0142-9418, 2013, vol. 32, no. 5, pp. 953., WOS 
4. [1.1] LIU, Yi - CHEN, Hong - ZHANG, Junping - WANG, Aiqin. Effect of number of grindings of attapulgite on 
enhanced swelling properties of the superabsorbent nanocomposites. In JOURNAL OF COMPOSITE MATERIALS. 
ISSN 0021-9983, 2013, vol. 47, no. 8, pp. 969., WOS 
5. [1.2] YAN, Jun - ZHANG, Jian - FANG, Wei - DONG, Nan - SHAO, JiaMing - SHENG, Jiawei. Microstructural 
alteration of pyrophyllite by dry grinding. In Gao Xiao Hua Xue Gong Cheng Xue Bao/Journal of Chemical 
Engineering of Chinese Universities. ISSN 10039015, 2013-04-01, 27, 2, pp. 344-347., SCOPUS 

ADCA150 HRACHOVÁ, Jana - KOMADEL, Peter - CHODÁK, Ivan. Effect of montmorillonite 
modification on mechanical properties of vulkanized natural rubber composites. In Journal 
of Materials Science, 2008, vol. 43, p. 2012 - 2017. (1.081 - IF2007). (2008 - Current 
Contents). ISSN 0022-2461. 

Citácie: 
1. [1.1] WANG, L. - XIANG, P.Y. - ZHANG, L.Q. - WU, Y.P. Effect of epoxidized natural rubber on the properties of 
rectorite/carbon black/natural rubber nanocomposites. In JOURNAL OF APPLIED POLYMER SCIENCE. ISSN 
0021-8995, MAY 15 2013, vol. 128, no. 4, SI, p. 2578-2584., WOS 

ADCA151 HRICOVÍNI, Miloš - MALKINA, Oľga - BÍZIK, F. - TURI NAGY, L. - MALKIN, 
Vladimír. Calculation of NMR chemical shifts and spin-spin coupling constants in the 
monosaccharide methyl-beta-D-xylopyranoside using a density functional theory approach. 
In Journal of physical chemistry. A.Molecules, spectroscopy, kinetics, environment, and 
general theory, 1997, vol. 101, no. 50, p. 9756-9762. ISSN 1089-5639. 

Citácie: 
1. [1.1] RUSAKOV, Yu Yu - KRIVDIN, L. B. Modern quantum chemical methods for calculating spin-spin coupling 
constants: theoretical basic and structural applications in chemistry. In RUSSIAN CHEMICAL REVIEWS. ISSN 
0036-021X, 2013, vol. 82, no. 2, pp. 90., WOS 

ADCA152 HRICOVÍNI, Miloš - SCHOLTZOVÁ, Eva - BÍZIK, F. B3LYP/6-311++G** study of 
structure and spin-spin coupling constant in heparin disaccharide. In Carbohydrate Research, 
2007, vol. 342, no. 10, p. 1350-1356. (1.703 - IF2006). (2007 - Current Contents). ISSN 
0008-6215. 

Citácie: 
1. [1.1] BESTAOUI-BERREKHCHI-BERRAHMA, Noreya - DERREUMAUX, Philippe - SEKKAL-RAHAL, Majda 
- SPRINGBORG, Michael - SAYEDE, Adlane - YOUSFI, Noureddine - KADOUN, Abd-Ed-Daim. Density functional 
conformational study of 2-O-sulfated 3,6 anhydro-alpha-D-galactose and of neo-kappa- and iota-carrabiose molecules 
in gas phase and water. In JOURNAL OF MOLECULAR MODELING. ISSN 1610-2940, 2013, vol. 19, no. 2, pp. 
893., WOS 
2. [1.1] MUNOZ-GARCIA, Juan C. - SOLERA, Cristina - CARRERO, Paula - DE PAZ, Jose L. - ANGULO, Jesus - 
NIETO, Pedro M. 3D structure of a heparin mimetic analogue of a FGF-1 activator. A NMR and molecular modelling 
study. In ORGANIC &amp; BIOMOLECULAR CHEMISTRY. ISSN 1477-0520, 2013, vol. 11, no. 47, pp. 8269., 
WOS 
3. [1.1] OBORSKY, Pavel - TVAROSKA, Igor - KRALOVA, Blanka - SPIWOK, Vojtech. Toward an Accurate 
Conformational Modeling of Iduronic Acid. In JOURNAL OF PHYSICAL CHEMISTRY B. ISSN 1520-6106, 2013, 
vol. 117, no. 4, pp. 1003., WOS 
4. [1.1] SAMSONOV, Sergey A. - PISABARRO, M. Teresa. Importance of IdoA and IdoA(2S) ring conformations in 
computational studies of glycosaminoglycan-protein interactions. In CARBOHYDRATE RESEARCH. ISSN 
0008-6215, 2013, vol. 381, no., pp. 133., WOS 

ADCA153 HROBÁRIKOVÁ, Jana - MADEJOVÁ, Jana - KOMADEL, Peter. Effect of heating 
temperature on Li-fixation, layer charge and properties of fine fractions of bentonites. In 
Journal of Materials Chemistry, 2001, vol. 11, no. 5, p. 1452-1457. ISSN 0959-9428. 

Citácie: 
1. [1.1] SKOUBRIS, Evangelos N. - CHRYSSIKOS, Georgios D. - CHRISTIDIS, George E. - GIONIS, Vassilis. 
STRUCTURAL CHARACTERIZATION OF REDUCED-CHARGE MONTMORILLONITES. EVIDENCE BASED 
ON FTIR SPECTROSCOPY, THERMAL BEHAVIOR, AND LAYER-CHARGE SYSTEMATICS. In CLAYS AND 
CLAY MINERALS. ISSN 0009-8604, 2013, vol. 61, no. 1-2, pp. 83., WOS 

ADCA154 HROBÁRIKOVÁ, Veronika - HROBÁRIK, Peter - GAJDOŠ, Peter - FITILIS, Ioannis - 
FAKIS, Mihalis - PERSEPHONIS, Peter - ZAHRADNÍK, Pavol. Benzothiazole-based 
fluorophores of donor-pi-acceptor-pi-donor type displaying high two-photon absorption. In 
Journal of Organic Chemistry, 2010, vol. 75, no. 9, p. 3053-3068. (4.219 - IF2009). ISSN 

 

127 



 
Správa o činnosti ÚACH SAV          2014 

0022-3263. 
Citácie: 
1. [1.1] GAO YUTING - ZHANG HAO - JIANG TAO - YANG JI - LI BO - LI ZHEN - HUA JIANLI. Synthesis, 
two-photon absorption and AIE properties of multibranched thiophene-based triphenylamine derivatives with triazine 
core. In SCIENCE CHINA-CHEMISTRY. ISSN 1674-7291, 2013, vol. 56, no. 9, pp. 1204., WOS 
2. [1.1] GAO, Shouqin - HAO, Liling - LI, Junfen - LIN, Peihua - LI, Duxin - SHUANG, Shaomin - DONG, Chuan. 
Photophysical processes of an intramolecular charge transfer fluorescent dye with carbazole units. In 
LUMINESCENCE. ISSN 1522-7235, 2013, vol. 28, no. 3, pp. 412., WOS 
3. [1.1] HUANG, Tian-Hao - YANG, Dan - KANG, Zhi-Hui - MIAO, Er-Long - LU, Ran - ZHOU, Hui-Peng - 
WANG, Fei - WANG, Gao-Wen - CHENG, Peng-Fei - WANG, Ying-Hui - ZHANG, Han-Zhuang. Linear and 
nonlinear optical properties of two novel D-pi-A-pi-D type conjugated oligomers with different donors. In OPTICAL 
MATERIALS. ISSN 0925-3467, 2013, vol. 35, no. 3, pp. 467., WOS 
4. [1.1] ISHI-I, Tsutomu - AMEMORI, Shogo - OKAMURA, Chie - YANAGA, Kaori - KUWAHARA, Rempei - 
MATAKA, Shuntaro - KAMADA, Kenji. Self-assembled triphenylamine-hexaazatriphenylene two-photon absorption 
dyes. In TETRAHEDRON. ISSN 0040-4020, 2013, vol. 69, no. 1, pp. 29., WOS 
5. [1.1] JIN, Ruifa - ZHANG, Jingping. Photophysical Properties of Derivatives of 
2-(2-Hydroxyphen-yl)-1,3,4-oxadiazole: A Theoretical Study. In JOURNAL OF PHYSICAL CHEMISTRY A. ISSN 
1089-5639, 2013, vol. 117, no. 34, pp. 8285., WOS 
6. [1.1] JINA, Ruifa - TANG, Shanshan. Theoretical study on optical and electronic properties of bipolar molecules 
with 1,8-naphthalimide and triphenylamine moieties as organic light-emitting materials. In JOURNAL OF 
MOLECULAR GRAPHICS &amp; MODELLING. ISSN 1093-3263, 2013, vol. 42, no., pp. 120., WOS 
7. [1.1] LI, Guocan - HU, Ke - YI, Chongyue - KNAPPENBERGER, Kenneth L. - MEYER, Gerald J. - GORELSKY, 
Serge I. - SHATRUK, Michael. Panchromatic Light Harvesting and Hot Electron Injection by Ru(II) Dipyrrinates on a 
TiO2 Surface. In JOURNAL OF PHYSICAL CHEMISTRY C. ISSN 1932-7447, 2013, vol. 117, no. 34, pp. 17399., 
WOS 
8. [1.1] MISRA, Rajneesh - GAUTAM, Prabhat - SHARMA, Rekha - MOBIN, Shaikh M. Donor-pi-acceptor-pi-donor 
ferrocenyl benzothiadiazoles: synthesis, structure, and properties. In TETRAHEDRON LETTERS. ISSN 0040-4039, 
2013, vol. 54, no. 5, pp. 381., WOS 
9. [1.1] SHI, Heping - YANG, Jinwei - DONG, Xiuqing - FANG, Li - DONG, Chuan - CHOI, Martin M. F. A novel 
asymmetric indolo[3,2-b]carbazole derivative containing benzothiazole and dimesitylboron units: Synthesis, 
photophysical and sensing properties. In SYNTHETIC METALS. ISSN 0379-6779, 2013, vol. 179, no., pp. 42., WOS 
10. [1.1] XU, Bingjia - XIE, Mingyuan - HE, Jiajun - XU, Bin - CHI, Zhenguo - TIAN, Wenjing - JIANG, Long - 
ZHAO, Fuli - LIU, Siwei - ZHANG, Yi - XU, Zhizhan - XU, Jiarui. An aggregation-induced emission luminophore 
with multi-stimuli single- and two-photon fluorescence switching and large two-photon absorption cross section. In 
CHEMICAL COMMUNICATIONS. ISSN 1359-7345, 2013, vol. 49, no. 3, pp. 273., WOS 
11. [1.1] ZENG JUAN - ZHANG TENGLONG - ZANG XUFENG - KUANG DAIBIN - MEIER, Herbert - CAO 
DERONG. D-A-pi-A organic sensitizers containing a benzothiazole moiety as an additional acceptor for use in solar 
cells. In SCIENCE CHINA-CHEMISTRY. ISSN 1674-7291, 2013, vol. 56, no. 4, pp. 505., WOS 

ADCA155 HROBÁRIK, Peter - HORVÁTH, Branislav - SIGMUNDOVÁ, Ivica - ZAHRADNÍK, 
Pavol - MALKINA, Oľga. The impact of the pi-electron conjugation on 15N, 13C and 1H 
NMR chemical shifts in push-pull benzothiazolium salts. Experimental and theoretical 
study. In Magnetic Resonance in Chemistry, 2007, vol. 45, no. 11, p. 942-953. (1.610 - 
IF2006). (2007 - Current Contents). 

Citácie: 
1. [1.1] OOYAMA, Yousuke - ODA, Yuichiro - MIZUMO, Tomonobu - OHSHITA, Joji. Specific solvatochromism of 
D-pi-A type pyridinium dyes bearing various counter anions in halogenated solvents. In TETRAHEDRON. ISSN 
0040-4020, 2013, vol. 69, no. 6, pp. 1755., WOS 

ADCA156 HROBÁRIK, Peter - REVIAKINE, Roman - ARBUZNIKOV, Alexei V. - MALKINA, 
Oľga - MALKIN, Vladimír - KÖHLER, Frank H. - KAUPP, Martin. Density functional 
calculations of NMR shielding tensors for paramagnetic systems with arbitrary spin 
multiplicity: Validation on 3d metallocenes. In Journal of Chemical Physics, 2007, vol. 126, 
no. 2, p. 024107-1-024107-19. (2007 - Current Contents). ISSN 0021-9606. 

Citácie: 
1. [1.1] DAMJANOVIC, Marko - KATOH, Keiichi - YAMASHITA, Masahiro - ENDERS, Markus. Combined NMR 
Analysis of Huge Residual Dipolar Couplings and Pseudocontact Shifts in Terbium(III)-Phthalocyaninato Single 
Molecule Magnets. In JOURNAL OF THE AMERICAN CHEMICAL SOCIETY. ISSN 0002-7863, 2013, vol. 135, 
no. 38, pp. 14349., WOS 
2. [1.1] FILIDOU, Vasileia - MAMONE, Salvatore - SIMMONS, Stephanie - KARLEN, Steven D. - ANDERSON, 
Harry L. - KAY, Christopher W. M. - BAGNO, Alessandro - RASTRELLI, Federico - MURATA, Yasujiro - 
KOMATSU, Koichi - LEI, Xuegong - LI, Yongjun - TURRO, Nicholas J. - LEVITT, Malcolm H. - MORTON, John J. 
L. Probing the C-60 triplet state coupling to nuclear spins inside and out. In PHILOSOPHICAL TRANSACTIONS OF 
THE ROYAL SOCIETY A-MATHEMATICAL PHYSICAL AND ENGINEERING SCIENCES. ISSN 1364-503X, 

 

128 



 
Správa o činnosti ÚACH SAV          2014 

2013, vol. 371, no. 1998, pp., WOS 
3. [1.1] PINTACUDA, Guido - KERVERN, Gwendal - HEISE, H - MATTHEWS, S. Paramagnetic Solid-State 
Magic-Angle Spinning NMR Spectroscopy. In MODERN NMR METHODOLOGY. ISSN 0340-1022, 2013, vol. 335, 
no., pp. 157., WOS 
4. [1.1] RASTRELLI, Federico - FREZZATO, Diego - LAWLER, Ronald G. - LI, Yongjun - TURRO, Nicholas J. - 
BAGNO, Alessandro. Predicting the paramagnet-enhanced NMR relaxation of H-2 encapsulated in endofullerene 
nitroxides by density-functional theory calculations. In PHILOSOPHICAL TRANSACTIONS OF THE ROYAL 
SOCIETY A-MATHEMATICAL PHYSICAL AND ENGINEERING SCIENCES. ISSN 1364-503X, 2013, vol. 371, 
no. 1998, pp., WOS 
5. [1.1] SAUER, Desiree C. - KRUCK, Matthias - WADEPOHL, Hubert - ENDERS, Markus - GADE, Lutz H. Spin 
Density Distribution in Iron(11) and Cobalt(II) Alkyl Complexes Containing 1,3-Bis(2-pyridylimino)isoindolate 
Ligands. In ORGANOMETALLICS. ISSN 0276-7333, 2013, vol. 32, no. 3, pp. 885., WOS 
6. [1.1] VAARA, Juha - CONTRERAS, RH. Chemical Shift in Paramagnetic Systems. In HIGH RESOLUTION NMR 
SPECTROSCOPY: UNDERSTANDING MOLECULES AND THEIR ELECTRONIC STRUCTURES. ISSN 
1875-4023, 2013, vol., no., pp. 41., WOS 
7. [1.1] VAN DEN HEUVEL, Willem - SONCINI, Alessandro. NMR chemical shift as analytical derivative of the 
Helmholtz free energy. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, 2013, vol. 138, no. 5, pp., WOS 

ADCA157 HROBÁRIK, Peter - HROBÁRIKOVÁ, Veronika - SIGMUNDOVÁ, Ivica - 
ZAHRADNÍK, Pavol - FAKIS, Mihalis - POLYZOS, Ioannis - PERSEPHONIS, Peter. 
Benzothiazoles with tunable electron-withdrawing strength and reverse polarity: a route to 
triphenylamine-based chromophores with enhanced two-photon absorption. In Journal of 
Organic Chemistry, 2011, vol. 76, no. 21, p. 8726-8736. (4.002 - IF2010). (2011 - Current 
Contents). ISSN 0022-3263. 

Citácie: 
1. [1.1] GAO YUTING - ZHANG HAO - JIANG TAO - YANG JI - LI BO - LI ZHEN - HUA JIANLI. Synthesis, 
two-photon absorption and AIE properties of multibranched thiophene-based triphenylamine derivatives with triazine 
core. In SCIENCE CHINA-CHEMISTRY. ISSN 1674-7291, 2013, vol. 56, no. 9, pp. 1204., WOS 
2. [1.1] ISHI-I, Tsutomu - AMEMORI, Shogo - OKAMURA, Chie - YANAGA, Kaori - KUWAHARA, Rempei - 
MATAKA, Shuntaro - KAMADA, Kenji. Self-assembled triphenylamine-hexaazatriphenylene two-photon absorption 
dyes. In TETRAHEDRON. ISSN 0040-4020, 2013, vol. 69, no. 1, pp. 29., WOS 
3. [1.1] JIN, Ruifa - ZHANG, Jingping. Photophysical Properties of Derivatives of 
2-(2-Hydroxyphen-yl)-1,3,4-oxadiazole: A Theoretical Study. In JOURNAL OF PHYSICAL CHEMISTRY A. ISSN 
1089-5639, 2013, vol. 117, no. 34, pp. 8285., WOS 
4. [1.1] JINA, Ruifa - TANG, Shanshan. Theoretical study on optical and electronic properties of bipolar molecules 
with 1,8-naphthalimide and triphenylamine moieties as organic light-emitting materials. In JOURNAL OF 
MOLECULAR GRAPHICS &amp; MODELLING. ISSN 1093-3263, 2013, vol. 42, no., pp. 120., WOS 
5. [1.1] KULHANEK, Jiri - BURES, Filip - OPRSAL, Jakub - KUZNIK, Wojciech - MIKYSEK, Tomas - RUZICKA, 
Ales. 1,4-Phenylene and 2,5-Thienylene pi-Linkers in Charge-Transfer Chromophores. In ASIAN JOURNAL OF 
ORGANIC CHEMISTRY. ISSN 2193-5807, 2013, vol. 2, no. 5, pp. 422., WOS 
6. [1.1] LE DROUMAGUET, Celine - SOURDON, Aude - GENIN, Emilie - MONGIN, Olivier - 
BLANCHARD-DESCE, Mireille. Two-Photon Polarity Probes Built from Octupolar Fluorophores: Synthesis, 
Structure-Properties Relationships, and Use in Cellular Imaging. In CHEMISTRY-AN ASIAN JOURNAL. ISSN 
1861-4728, 2013, vol. 8, no. 12, pp. 2984., WOS 
7. [1.1] LIU, Yan - YANG, Guochun - SUN, Shiling - SI, Yanling - SU, Zhongmin. Theoretical study on 
photophysical properties of Pt(II) triarylborons with a 2,2-bpy core derivatives. In JOURNAL OF MOLECULAR 
GRAPHICS &amp; MODELLING. ISSN 1093-3263, 2013, vol. 44, no., pp. 311., WOS 
8. [1.1] MISRA, Rajneesh - GAUTAM, Prabhat - JADHAV, Thaksen - MOBIN, Shaikh M. Donor-Acceptor 
Ferrocenyl-Substituted Benzothiadiazoles: Synthesis, Structure, and Properties. In JOURNAL OF ORGANIC 
CHEMISTRY. ISSN 0022-3263, 2013, vol. 78, no. 10, pp. 4940., WOS 
9. [1.1] NIAMNONT, Nakorn - KIMPITAK, Nattaporn - TUMCHARERN, Gamolwan - RASHATASAKHON, 
Paitoon - SUKWATTANASINITT, Mongkol. Highly sensitive salicylic fluorophore for visual detection of picomole 
amounts of Cu2+. In RSC ADVANCES. ISSN 2046-2069, 2013, vol. 3, no. 47, pp. 25215., WOS 
10. [1.1] OKUMURA, Sota - LIN, Chun-Hsuan - TAKEDA, Youhei - MINAKATA, Satoshi. Oxidative Dimerization 
of (Hetero)aromatic Amines Utilizing t-BuOI Leading to (Hetero)aromatic Azo Compounds: Scope and Mechanistic 
Studies. In JOURNAL OF ORGANIC CHEMISTRY. ISSN 0022-3263, 2013, vol. 78, no. 23, pp. 12090., WOS 
11. [1.1] OOYAMA, Yousuke - ODA, Yuichiro - MIZUMO, Tomonobu - OHSHITA, Joji. Specific solvatochromism 
of D-pi-A type pyridinium dyes bearing various counter anions in halogenated solvents. In TETRAHEDRON. ISSN 
0040-4020, 2013, vol. 69, no. 6, pp. 1755., WOS 
12. [1.1] PICARD, Sebastien - GENIN, Emilie - CLERMONT, Guillaume - HUGUES, Vincent - MONGIN, Olivier - 
BLANCHARD-DESCE, Mireille. Octupolar chimeric compounds built from quinoline caged acetate moieties: a novel 
approach for 2-photon uncaging of biomolecules. In NEW JOURNAL OF CHEMISTRY. ISSN 1144-0546, 2013, vol. 
37, no. 12, pp. 3899., WOS 
13. [1.1] RONG, Bin - DING, Lei - YU, Hailei - YANG, Qin - LIU, Xuliang - XU, Dongfang - LI, Guisheng - ZHAO, 

 

129 



 
Správa o činnosti ÚACH SAV          2014 

Baoguo. Pd-catalyzed allylic alkylation of thioamides. In TETRAHEDRON LETTERS. ISSN 0040-4039, 2013, vol. 
54, no. 48, pp. 6501., WOS 
14. [1.1] YOSHINO, Junro - NAKAMURA, Yuri - KUNITOMO, Shizuka - HAYASHI, Naoto - HIGUCHI, Hiroyuki. 
Synthesis of tris(4-amino-2,6-dimethylphenyl)borane and facile extension of its pi-conjugated system by utilizing the 
reactivity of the amino groups. In TETRAHEDRON LETTERS. ISSN 0040-4039, 2013, vol. 54, no. 22, pp. 2817., 
WOS 
15. [1.1] YU, Hailei - LIU, Xuliang - DING, Lei - YANG, Qin - RONG, Bin - GAO, Ang - ZHAO, Baoguo - YANG, 
Haifeng. Pd-catalyzed alpha-arylation of thioamides. In TETRAHEDRON LETTERS. ISSN 0040-4039, 2013, vol. 54, 
no. 24, pp. 3060., WOS 

ADCA158 HROBÁRIK, Peter - HROBÁRIKOVÁ, Veronika - MEIER, Florian - REPISKÝ, Michal - 
KOMOROVSKÝ, Stanislav - KAUPP, Martin. Relativistic four-component DFT 
calculations of 1H NMR chemical shifts in transition-metal hydride complexes: unusual 
high-field shifts beyond the Buckingham-Stephens model. In Journal of Physical Chemistry 
A, 2011, vol. 115, no. 22, p. 5654-5659. (2.732 - IF2010). (2011 - Current Contents). ISSN 
1089-5639. 

Citácie: 
1. [1.1] AUTSCHBACH, Jochen - CONTRERAS, RH. Relativistic Effects on NMR Parameters. In HIGH 
RESOLUTION NMR SPECTROSCOPY: UNDERSTANDING MOLECULES AND THEIR ELECTRONIC 
STRUCTURES. ISSN 1875-4023, 2013, vol., no., pp. 69., WOS 
2. [1.1] BARQUERA-LOZADA, Jose Enrique - OBENHUBER, Andreas - HAUF, Christoph - SCHERER, Wolfgang. 
On the Chemical Shifts of Agostic Protons. In JOURNAL OF PHYSICAL CHEMISTRY A. ISSN 1089-5639, 2013, 
vol. 117, no. 20, pp. 4304., WOS 
3. [1.1] KUROKI, Shigeki - KAMEDA, Tsunenori - YASUNAGA, Hidekazu - KAMIENSKATRELA, K - WOJCIK, 
J. Applications of nuclear shielding. In NUCLEAR MAGNETIC RESONANCE, VOL 42. ISSN 0305-9804, 2013, vol. 
42, no., pp. 78., WOS 
4. [1.1] VICHA, Jan - PATZSCHKE, Michael - MAREK, Radek. A relativistic DFT methodology for calculating the 
structures and NMR chemical shifts of octahedral platinum and iridium complexes. In PHYSICAL CHEMISTRY 
CHEMICAL PHYSICS. ISSN 1463-9076, 2013, vol. 15, no. 20, pp. 7740., WOS 
5. [1.1] YOSHIZAWA, Terutaka - HADA, Masahiko. The Douglas-Kroll-Hess method based on 
vector-potential-including Foldy-Wouthuysen transformation: Application to NMR shielding tensor. In CHEMICAL 
PHYSICS LETTERS. ISSN 0009-2614, 2013, vol. 580, no., pp. 145., WOS 

ADCA159 HROBÁRIK, Peter - ZAHRADNÍK, Pavol - FABIAN, Walter M.F. Computational design 
of benzothiazole-derived push-pull dyes with high molecular quadratic hyperpolarizabilities. 
In Physical Chemistry  Chemical Physics, 2004, vol. 6, no. 3, p. 495-502. ISSN 1463-9076. 

Citácie: 
1. [1.1] AWAD, Mohamed K. - EL-HENDAWY, Morad M. - FAYED, Tarek A. - ETAIWA, Safaa Eldin H. - 
ENGLISH, Niall J. Aromatic ring size effects on the photophysics and photochemistry of styrylbenzothiazole. In 
PHOTOCHEMICAL &amp; PHOTOBIOLOGICAL SCIENCES. ISSN 1474-905X, 2013, vol. 12, no. 7, pp. 1220., 
WOS 
2. [1.1] NEDOLYA, N. A. - TARASOVA, O. A. - ALBANOV, A. I. - TROFIMOV, B. A. Rearrangement of 
benzylsulfanyl-substituted 2-aza-1,3,5-triene into 5-phenyl-4,5-dihydro-1,3-thiazole in the t-BuOK-THF-DMSO 
system. In RUSSIAN JOURNAL OF ORGANIC CHEMISTRY. ISSN 1070-4280, 2013, vol. 49, no. 10, pp. 1491., 
WOS 

ADCA160 HROBÁRIK, Peter - SIGMUNDOVÁ, Ivica - ZAHRADNÍK, Pavol. Preparation of novel 
push-pull benzothiazole derivatives with reverse polarity: Compounds with potential 
non-linear optic application. In Synthesis, 2005, no. 4, p. 600-604. ISSN 0039-7881. 

Citácie: 
1. [1.1] CIUFFREDA, Pierangela - CASATI, Silvana - MERONI, Giuseppe - SANTANIELLO, Enzo. A new synthesis 
of dehydroluciferin [2-(6'-hydroxy-2'-benzothiazolyl)-thiazole-4-carboxylic acid] from 1,4-benzoquinone. In 
TETRAHEDRON. ISSN 0040-4020, 2013, vol. 69, no. 29, pp. 5893., WOS 
2. [1.1] SONI, Vatsala - SHARMA, Meenakshi - AGARWAL, Anshu - KISHORE, Dharma. Exploration of Newer 
Possibilities to the Synthesis of Diazepine and Quinoline Carboxylic Acid Derivatives. In JOURNAL OF 
CHEMISTRY. ISSN 2090-9063, 2013, vol., no., pp., WOS 
3. [1.1] YU, Tianzhi - ZHANG, Chengcheng - ZHAO, Yuling - CHAI, Haifang - FAN, Duowang - MA, Ying - YAO, 
Shanglei - LI, Wentao. A one-pot reaction to synthesize two types of fluorescent materials containing benzothiazolyl 
moiety. In SPECTROCHIMICA ACTA PART A-MOLECULAR AND BIOMOLECULAR SPECTROSCOPY. ISSN 
1386-1425, 2013, vol. 108, no., pp. 274., WOS 

ADCA161 HROBÁRIK, Peter - HROBÁRIKOVÁ, Veronika - GREIF, Anja H. - KAUPP, Martin. 
Giant spin-orbit effects on NMR shifts in diamagnetic actinide complexes: guiding the 
search of uranium(VI) hydride complexes in the correct spectral range. In Angewandte 
Chemie - International Edition, 2012, vol. 51, no. 43, p. 10884-10888. (13.455 - IF2011). 

 

130 



 
Správa o činnosti ÚACH SAV          2014 

(2012 - Current Contents). ISSN 1433-7851. 
Citácie: 
1. [1.1] AUTSCHBACH, Jochen. The role of the exchange-correlation response kernel and scaling corrections in 
relativistic density functional nuclear magnetic shielding calculations with the zeroth-order regular approximation. In 
MOLECULAR PHYSICS. ISSN 0026-8976, 2013, vol. 111, no. 16-17, pp. 2544., WOS 
2. [1.1] COOPER, Oliver J. - MILLS, David P. - MCMASTER, Jonathan - TUNA, Floriana - MCINNES, Eric. J. L. - 
LEWIS, William - BLAKE, Alexander J. - LIDDLE, Stephen T. The Nature of the UC Double Bond: Pushing the 
Stability of High-Oxidation-State Uranium Carbenes to the Limit. In CHEMISTRY-A EUROPEAN JOURNAL. ISSN 
0947-6539, 2013, vol. 19, no. 22, pp. 7071., WOS 
3. [1.1] COTTON, Simon A. - BERRY, FJ - HOPE, EG. The actinides. In ANNUAL REPORTS ON THE 
PROGRESS OF CHEMISTRY, SECTION A: INORGANIC CHEMISTRY, VOL 109. ISSN 0260-1818, 2013, vol. 
109, no., pp. 221., WOS 
4. [1.1] HAYTON, Trevor W. Recent developments in actinide-ligand multiple bonding. In CHEMICAL 
COMMUNICATIONS. ISSN 1359-7345, 2013, vol. 49, no. 29, pp. 2956., WOS 
5. [1.1] LEWIS, Andrew J. - CARROLL, Patrick J. - SCHELTER, Eric J. Stable Uranium(VI) Methyl and Acetylide 
Complexes and the Elucidation of an Inverse Trans Influence Ligand Series. In JOURNAL OF THE AMERICAN 
CHEMICAL SOCIETY. ISSN 0002-7863, 2013, vol. 135, no. 35, pp. 13185., WOS 
6. [1.1] SEAMAN, Lani A. - PEDRICK, Elizabeth A. - TSUCHIYA, Takashi - WU, Guang - JAKUBIKOVA, Elena - 
HAYTON, Trevor W. Comparison of the Reactivity of 2-Li-C6H4CH2NMe2 with MCl4 ( M = Th, U): Isolation of a 
Thorium Aryl Complex or a Uranium Benzyne Complex. In ANGEWANDTE CHEMIE-INTERNATIONAL 
EDITION. ISSN 1433-7851, 2013, vol. 52, no. 40, pp. 10589., WOS 

ADCA162 HROBÁRIK, Peter - REPISKÝ, Michal - KOMOROVSKÝ, Stanislav - HROBÁRIKOVÁ, 
Veronika - KAUPP, Martin. Assessment of higher-order spin-orbit effects on electronic 
g-tensors of d1 transition-metal complexes by relativistitc two- and four-component 
methods. In Theoretical Chemistry Accounts, 2011, vol. 129, no 3-5, p. 715-725. (2.903 - 
IF2010). (2011 - Current Contents). ISSN 1432-881X. 

Citácie: 
1. [1.1] PIETRZYK, Piotr - PODOLSKA, Katarzyna - SOJKA, Zbigniew - GILBERT, BC - CHECHIK - MURPHY, 
DM. Molecular interpretation of EPR parameters computational spectroscopy approaches. In ELECTRON 
PARAMAGNETIC RESONANCE, VOL 23. ISSN 1464-4622, 2013, vol. 23, no., pp. 264., WOS 
2. [1.1] VAD, Mads S. - PEDERSEN, Morten N. - NORAGER, Anette - JENSEN, Hans Jorgen Aa. Correlated 
four-component EPR g-tensors for doublet molecules. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, 
2013, vol. 138, no. 21, pp., WOS 
3. [1.1] VERMA, Prakash - AUTSCHBACH, Jochen. Relativistic Density Functional Calculations of Hyperfine 
Coupling with Variational versus Perturbational Treatment of Spin-Orbit Coupling. In JOURNAL OF CHEMICAL 
THEORY AND COMPUTATION. ISSN 1549-9618, 2013, vol. 9, no. 4, pp. 1932., WOS 
4. [1.1] VERMA, Prakash - AUTSCHBACH, Jochen. Variational versus Perturbational Treatment of Spin-Orbit 
Coupling in Relativistic Density Functional Calculations of Electronic g Factors: Effects from Spin-Polarization and 
Exact Exchange. In JOURNAL OF CHEMICAL THEORY AND COMPUTATION. ISSN 1549-9618, 2013, vol. 9, 
no. 2, pp. 1052., WOS 

ADCA163 HROBÁRIK, Peter - SIGMUNDOVÁ, Ivica - ZAHRADNÍK, Pavol - KASÁK, Peter - 
ARION, Vladimír - FRANZ, Edith - CLAYS, Koen. Molecular engineering of 
benzothiazolium salts with large quadratic hyperpolarizabilities: Can auxiliary 
electron-withdrawing groups enhance nonlinear optical responses? In Journal of Physical 
Chemistry C, 2010, vol. 114, no. 50, p. 22289-22302. (4.224 - IF2009). (2010 - Current 
Contents). ISSN 1932-7447. 

Citácie: 
1. [1.1] AFONIN, Andrei V. - USHAKOV, Igor A. - PAVLOV, Dmitry V. - SCHMIDT, Elena Yu - DVORKO, 
Marina Yu. Structural peculiarities of configurational isomers of 1-styrylpyrroles according to H-1, C-13 and N-15 
NMR spectroscopy and density functional theory calculations: electronic and steric hindrance for planar structure. In 
MAGNETIC RESONANCE IN CHEMISTRY. ISSN 0749-1581, 2013, vol. 51, no. 6, pp. 339., WOS 
2. [1.1] ASTHANA, Deepak - PANDEY, Ravindra - MUKHOPADHYAY, Pritam. Urea-based constructs readily 
amplify and attenuate nonlinear optical activity in response to H-bonding and anion recognition. In CHEMICAL 
COMMUNICATIONS. ISSN 1359-7345, 2013, vol. 49, no. 5, pp. 451., WOS 
3. [1.1] JIN, Ruifa - ZHANG, Jingping. Photophysical Properties of Derivatives of 
2-(2-Hydroxyphen-yl)-1,3,4-oxadiazole: A Theoretical Study. In JOURNAL OF PHYSICAL CHEMISTRY A. ISSN 
1089-5639, 2013, vol. 117, no. 34, pp. 8285., WOS 
4. [1.1] JINA, Ruifa - TANG, Shanshan. Theoretical study on optical and electronic properties of bipolar molecules 
with 1,8-naphthalimide and triphenylamine moieties as organic light-emitting materials. In JOURNAL OF 
MOLECULAR GRAPHICS &amp; MODELLING. ISSN 1093-3263, 2013, vol. 42, no., pp. 120., WOS 
5. [1.1] LI, Sipei - HAN, Jin - GAO, Chao. High-density and hetero-functional group engineering of segmented 
hyperbranched polymers via click chemistry. In POLYMER CHEMISTRY. ISSN 1759-9954, 2013, vol. 4, no. 6, pp. 

 

131 



 
Správa o činnosti ÚACH SAV          2014 

1774., WOS 
6. [1.1] LIU, Yan - YANG, Guochun - SUN, Shiling - SI, Yanling - SU, Zhongmin. Theoretical study on 
photophysical properties of Pt(II) triarylborons with a 2,2-bpy core derivatives. In JOURNAL OF MOLECULAR 
GRAPHICS &amp; MODELLING. ISSN 1093-3263, 2013, vol. 44, no., pp. 311., WOS 
7. [1.1] LIU, Zhen-Bo - LI, Yan-Chun - WANG, Jia-Jun - BAI, Yang - WU, Di - LI, Zhi-Ru. Effects of the Cage Unit 
Size and Number of Cage Units As Well As Bridge Unit on the Second Order Nonlinear Optical Response in 
Multicage Electride Molecules. In JOURNAL OF PHYSICAL CHEMISTRY A. ISSN 1089-5639, 2013, vol. 117, no. 
30, pp. 6678., WOS 
8. [1.1] MUTHU, S. - MAHESWARI, J. Uma - SRINIVASAN, S. - PAULRAJ, E. Isac. Spectroscopic studies, 
potential energy surface and molecular orbital calculations of pramipexole. In SPECTROCHIMICA ACTA PART 
A-MOLECULAR AND BIOMOLECULAR SPECTROSCOPY. ISSN 1386-1425, 2013, vol. 115, no., pp. 64., WOS 
9. [1.1] OOYAMA, Yousuke - ODA, Yuichiro - MIZUMO, Tomonobu - OHSHITA, Joji. Specific solvatochromism of 
D-pi-A type pyridinium dyes bearing various counter anions in halogenated solvents. In TETRAHEDRON. ISSN 
0040-4020, 2013, vol. 69, no. 6, pp. 1755., WOS 
10. [1.1] SCHMIDT, Elena Yu. - ZORINA, Nadezhda V. - IVANOVA, Elena V. - TATARINOVA, Irma V. - 
USHAKOV, Igor A. - MIKHALEVA, Albina I. - TROFIMOV, Boris A. One-pot synthesis of 3-(E)-styrylpyrroles 
from (E)-styrylmethyl ketoximes and acetylene. In MENDELEEV COMMUNICATIONS. ISSN 0959-9436, 2013, 
vol. 23, no. 6, pp. 340., WOS 
11. [1.1] STOLLE, Cornelia - IVANOVA, Bojidarka - SPITELLER, Michael. Physical properties and inclusion 
interactions of new stilbazolium salts: experimental versus theoretical study. In JOURNAL OF INCLUSION 
PHENOMENA AND MACROCYCLIC CHEMISTRY. ISSN 0923-0750, 2013, vol. 76, no. 1-2, pp. 75., WOS 
12. [1.1] YU, Chunghyeon - LEE, Kyungyub - YOU, Youngmin - CHO, Eun Jin. Synthesis of 2-Substituted 
Benzothiazoles by Visible Light-Driven Photoredox Catalysis. In ADVANCED SYNTHESIS &amp; CATALYSIS. 
ISSN 1615-4150, 2013, vol. 355, no. 8, pp. 1471., WOS 
13. [1.1] YU, Tianzhi - ZHANG, Chengcheng - ZHAO, Yuling - CHAI, Haifang - FAN, Duowang - MA, Ying - YAO, 
Shanglei - LI, Wentao. A one-pot reaction to synthesize two types of fluorescent materials containing benzothiazolyl 
moiety. In SPECTROCHIMICA ACTA PART A-MOLECULAR AND BIOMOLECULAR SPECTROSCOPY. ISSN 
1386-1425, 2013, vol. 108, no., pp. 274., WOS 

ADCA164 HROBÁRIK, Peter - MALKINA, Oľga - MALKIN, Vladimír - KAUPP, Martin. Relativistic 
two-component calculations of electronic g-tensor for oxo-molybdenum(V) and 
oxo-tungsten(V) complexes: The important role of higher-order spin-orbit contributions. In 
Chemical Physics, 2009, vol. 356, no. 1-3, p. 229-235. (1.961 - IF2008). 

Citácie: 
1. [1.1] PIETRZYK, Piotr - PODOLSKA, Katarzyna - SOJKA, Zbigniew - GILBERT, BC - CHECHIK - MURPHY, 
DM. Molecular interpretation of EPR parameters computational spectroscopy approaches. In ELECTRON 
PARAMAGNETIC RESONANCE, VOL 23. ISSN 1464-4622, 2013, vol. 23, no., pp. 264., WOS 
2. [1.1] VICHA, Jan - PATZSCHKE, Michael - MAREK, Radek. A relativistic DFT methodology for calculating the 
structures and NMR chemical shifts of octahedral platinum and iridium complexes. In PHYSICAL CHEMISTRY 
CHEMICAL PHYSICS. ISSN 1463-9076, 2013, vol. 15, no. 20, pp. 7740., WOS 
3. [1.2] MUNZAROVÁ, Markéta L. Electron Paramagnetic Resonance. In Comprehensive Inorganic Chemistry II 
(Second Edition): From Elements to Applications, 2013-08-01, 9, pp. 359-380., SCOPUS 

ADCA165 HUBAČ, Ivan - MACH, Pavel - WILSON, S. A posteriori Brillouin-Wigner correction of 
limited multireference configuration interaction: analysis for an (H2)4 cluster model. In 
Molecular Physics, 2003, vol. 101, no. 23-24, p. 3493-3511. ISSN 0026-8976. 

Citácie: 
1. [1.1] SZALAY, Peter G. - MUELLER, Thomas - GIDOFALVI, Gergely - LISCHKA, Hans - SHEPARD, Ron. 
Multiconfiguration Self-Consistent Field and Multireference Configuration Interaction Methods and Applications. In 
CHEMICAL REVIEWS. ISSN 0009-2665, 2012, vol. 112, no. 1, pp. 108., WOS 

ADCA166 CHITU, Lívia - CHUSHKIN, Jurij - LUBY, Štefan - MAJKOVÁ, Eva - ŠATKA, A. - 
IVAN, Jozef - SMRČOK, Ľubomír - BUCHAL, Antonín - GIERSIG, Michael - 
HILGENDORFF, M. Structure and self-assembling of Co nanoparticles. In Materials 
Science and Engineering C - Biomimetic and Supramolecular Systems, 2007, vol. 27, no. 1, 
p. 23-28. (1.325 - IF2006). (2007 - Current Contents, WOS, SCOPUS). ISSN 0928-4931. 

Citácie: 
1. [1.1] ALAGIRI, M. - MUTHAMIZHCHELVAN, C. - HAMID, Sharifah Bee Abdul. Synthesis of 
superparamagnetic cobalt nanoparticles through solvothermal process. In JOURNAL OF MATERIALS 
SCIENCE-MATERIALS IN ELECTRONICS. ISSN 0957-4522, 2013, vol. 24, no. 11, pp. 4157., WOS 
2. [1.1] DERAZ, N. M. - FOUDA, Moustafa M. G. Fabrication and Magnetic Properties of Cobalt-Copper 
Nano-Composite. In INTERNATIONAL JOURNAL OF ELECTROCHEMICAL SCIENCE. ISSN 1452-3981, 2013, 
vol. 8, no. 2, pp. 2682., WOS 
3. [1.1] MENG, Haining - ZHAO, Fangxia - ZHANG, Zhenzhong - QIU, Tai. Dispersive action of octane for cobalt 

 

132 



 
Správa o činnosti ÚACH SAV          2014 

nano-particles. In INTERNATIONAL JOURNAL OF REFRACTORY METALS &amp; HARD MATERIALS. ISSN 
0263-4368, 2013, vol. 36, no., pp. 254., WOS 

ADCA167 CHOVANEC, Jozef - CHROMČÍKOVÁ, Mária - PILNÝ, Petr - SHÁNĚLOVÁ, J. - 
MÁLEK, J. - LIŠKA, Marek. As2Se3 melt crystallization studied by quadratic 
approximation of nucleation and growth rate temperature dependence. In Journal of Thermal 
Analysis and Calorimetry, 2013, vol. 114, no. 3, p. 971-977. (1.982 - IF2012). (2013 - 
Current Contents). ISSN 1388-6150. 

Citácie: 
1. [1.1] HOLUBOVA, Jana - CERNOSEK, Zdenek - CERNOSKOVA, Eva. A detailed study of isothermal 
crystallization of As2Se3 undercooled liquid. In JOURNAL OF THERMAL ANALYSIS AND CALORIMETRY. 
ISSN 1388-6150, 2013, vol. 114, no. 3, pp. 997., WOS 

ADCA168 CHOVANEC, Jozef - GALUSEK, Dušan - RÁHEĽ, Jozef - ŠAJGALÍK, Pavol. Low loss 
alumina dielectrics by aqueous tape casting: The influence of composition on the loss 
tangent. In Ceramics International, 2012, vol. 38, no. 5, p. 3747-3755. (1.751 - IF2011). 
(2012 - Current Contents). ISSN 0272-8842. 

Citácie: 
1. [1.1] WANG, Huijun - LIN, Huixing - LI, Wei - SHI, Jianlin. Effect of La doping on microwave dielectric properties 
of translucent polycrystalline alumina ceramic. In CERAMICS INTERNATIONAL. ISSN 0272-8842, 2013, vol. 39, 
no. 5, pp. 4907., WOS 

ADCA169 CHOVANEC, Jozef - GHILLÁNYOVÁ, Katarína - RÁHEĽ, Jozef - ŠAJGALÍK, Pavol - 
GALUSEK, Dušan. The influence of dopants on loss tangent of polycrystalline alumina 
ceramics. In Ceramics International, 2012, vol. 38, no. 3, p. 2043-2049. (1.751 - IF2011). 
(2012 - Current Contents). ISSN 0272-8842. 

Citácie: 
1. [1.1] RAMESH, G. - MANGALARAJA, R. V. - ANANTHAKUMAR, S. - MANOHAR, P. Sintering, 
microstructure and dielectric properties of MgO doped alumina ceramics co-doped with Gd3O2, and Pr6O2. In 
OPTOELECTRONICS AND ADVANCED MATERIALS-RAPID COMMUNICATIONS. ISSN 1842-6573, 2013, 
vol. 7, no. 11-12, pp. 965., WOS 
2. [1.1] WANG, Huijun - LIN, Huixing - LI, Wei - SHI, Jianlin. Effect of La doping on microwave dielectric properties 
of translucent polycrystalline alumina ceramic. In CERAMICS INTERNATIONAL. ISSN 0272-8842, 2013, vol. 39, 
no. 5, pp. 4907., WOS 

ADCA170 CHRAPPOVÁ, Jana - SCHWENDT, Peter - SIVÁK, Michal - REPISKÝ, Michal - 
MALKIN, Vladimír - MAREK, Jaromír. Dinuclear fluoro-peroxovanadium(V) complexes 
with symmetric and asymmetric peroxo bridges: syntheses, structures and DFT studies. In 
Dalton Transactions, 2009, no. 3, p. 465-473. (3.580 - IF2008). ISSN 1477-9226. 

Citácie: 
1. [1.2] ESHTIAGH-HOSSEINI, Hossein - CHAHKANDI, Mohammad - HOUSAINDOKHT, Mohammad Reza - 
MIRZAEI, Masoud. Bromide oxidation mechanism by vanadium bromoperoxidase functional models with new 
tripodal amine ligands: A comprehensive theoretical calculations study. In Polyhedron. ISSN 02775387, 2013-06-10, 
60, pp. 93-101., SCOPUS 

ADCA171 CHROMČÍKOVÁ, Mária - DEJ, P. Structural relaxation of NBS711 glass - Reliability of 
the regression estimates of relaxation model. In Ceramics-Silikáty, 2006, vol. 50, no. 3, p. 
125-129. (0.463 - IF2005). (2006 - Current Contents). ISSN 0862-5468. 

Citácie: 
1. [1.1] CHOCHOLOUSEK, Jozef - HODON, Julius - LISKA, Marek. STRESS RELAXATION 
CHARACTERISTICS OF SELECTED COMMERCIALLY PRODUCED GLASSES. In CERAMICS-SILIKATY. 
ISSN 0862-5468, 2013, vol. 57, no. 2, pp. 100., WOS 

ADCA172 CHROMČÍKOVÁ, Mária - LIŠKA, Marek. Simple relaxation model of the reversible part 
of the StepScan ®DSC record of glass transition. In Journal of Thermal Analysis and 
Calorimetry, 2006, vol. 84, no. 3, p. 703-708. (2006 - Current Contents). ISSN 1388-6150. 

Citácie: 
1. [1.1] HOLUBOVA, Jana - CERNOSKOVA, Eva - CERNOSEK, Zdenek. StepScan DSC The useful tool for the 
study of the glass transition phenomenon. In JOURNAL OF THERMAL ANALYSIS AND CALORIMETRY. ISSN 
1388-6150, 2013, vol. 111, no. 2, pp. 1633., WOS 
2. [1.1] SVOBODA, Roman - MALEK, Jiri. Structural relaxation in Se-rich As-Se glasses. In JOURNAL OF 
NON-CRYSTALLINE SOLIDS. ISSN 0022-3093, 2013, vol. 363, no., pp. 89., WOS 

ADCA173 JANKOVIČ, Ľuboš - KOMADEL, Peter. Metal cation-exchanged montmorillonite 
catalyzed protection of aromatic aldehydes with Ac2O. In Journal of Catalysis, 2003, vol. 
218, no. 1, p. 227-233. ISSN 0021-9517. 

 

133 



 
Správa o činnosti ÚACH SAV          2014 

Citácie: 
1. [1.1] AKGUL, Murat - OZYAGCI, Bensu - KARABAKAN, Abdulkerim. Evaluation of Fe- and Cr-containing 
clinoptilolite catalysts for the production of camphene from alpha-pinene. In JOURNAL OF INDUSTRIAL AND 
ENGINEERING CHEMISTRY. ISSN 1226-086X, 2013, vol. 19, no. 1, pp. 240., WOS 
2. [1.1] EREN, E. - GUMUS, H. - EREN, B. - SARIHAN, A. Surface Acidity of H-Birnessite: Infrared Spectroscopic 
Study of Formic Acid Decomposition. In SPECTROSCOPY LETTERS. ISSN 0038-7010, 2013, vol. 46, no. 1, pp. 60., 
WOS 
3. [1.1] HAO, Qing-Qing - WANG, Guang-Wei - ZHAO, Yong-Hua - LIU, Zhao-Tie - LIU, Zhong-Wen. 
Fischer-Tropsch synthesis over cobalt/montmorillonite promoted with different interlayer cations. In FUEL. ISSN 
0016-2361, 2013, vol. 109, no., pp. 33., WOS 
4. [1.1] JHA, A. - GARADE, A. C. - SHIRAI, M. - RODE, C. V. Metal cation-exchanged montmorillonite clay as 
catalysts for hydroxyalkylation reaction. In APPLIED CLAY SCIENCE. ISSN 0169-1317, 2013, vol. 74, no., pp. 141., 
WOS 
5. [1.1] LIU, Hongmei - LIU, Dong - YUAN, Peng - TAN, Daoyong - CAI, Jingong - HE, Hongping - ZHU, Jianxi - 
SONG, Zhiguang. Studies on the solid acidity of heated and cation-exchanged montmorillonite using n-butylamine 
titration in non-aqueous system and diffuse reflectance Fourier transform infrared (DRIFT) spectroscopy. In PHYSICS 
AND CHEMISTRY OF MINERALS. ISSN 0342-1791, 2013, vol. 40, no. 6, pp. 479., WOS 
6. [1.1] MNASRI, S. - FRINI-SRASRA, N. Evolution of Bronsted and Lewis acidity of single and mixed pillared 
bentonite. In INFRARED PHYSICS &amp; TECHNOLOGY. ISSN 1350-4495, 2013, vol. 58, no., pp. 15., WOS 

ADCA174 JANKOVIČ, Ľuboš - DIMOS, Konstantinos - BUJDÁK, Juraj - KOUTSELAS, Ioannis - 
MADEJOVÁ, Jana - GOURNIS, Dimitrios - KARAKASSIDES, M.A. - KOMADEL, Peter. 
Synthesis and characterization of low dimensional ZnS- and PbS-semiconductor particles on 
a montmorillonite template. In Physical Chemistry Chemical Physics, 2010, vol. 12, no. 42, 
p. 14236-14244. (4.116 - IF2009). (2010 - Current Contents). ISSN 1463-9076. 

Citácie: 
1. [1.1] AZZOUZ, Abdelkrim - NOUSIR, Saadia - PLATON, Nicoleta - GHOMARI, Kamel - HERSANT, Gregory - 
BERGERON, Jean-Yves - SHIAO, Tze Chieh - REJ, Rabindra - ROY, Rene. Preparation and characterization of 
hydrophilic organo-montmorillonites through incorporation of non-ionic polyglycerol dendrimers derived from 
soybean oil. In MATERIALS RESEARCH BULLETIN. ISSN 0025-5408, 2013, vol. 48, no. 9, pp. 3466., WOS 
2. [1.1] FENG, Na - HU, Duokai - WANG, Peng - SUN, Xiaolei - LI, Xiuwan - HE, Deyan. Growth of nanostructured 
nickel sulfide films on Ni foam as high-performance cathodes for lithium ion batteries. In PHYSICAL CHEMISTRY 
CHEMICAL PHYSICS. ISSN 1463-9076, 2013, vol. 15, no. 24, pp. 9924., WOS 
3. [1.1] KERSHAW, Stephen V. - SUSHA, Andrei S. - ROGACH, Andrey L. Narrow bandgap colloidal metal 
chalcogenide quantum dots: synthetic methods, heterostructures, assemblies, electronic and infrared optical properties. 
In CHEMICAL SOCIETY REVIEWS. ISSN 0306-0012, 2013, vol. 42, no. 7, pp. 3033., WOS 

ADCA175 JANKOVIČ, Ľuboš - MADEJOVÁ, Jana - KOMADEL, Peter - JOCHEC  MOŠKOVÁ, 
Daniela - CHODÁK, Ivan. Characterization of systematically selected 
organo-montmorillonites for polymer nanocomposites. In Applied Clay Science, 2011, vol. 
51, p. 438 - 444. (2.303 - IF2010). (2011 - Current Contents). ISSN 0169-1317. 

Citácie: 
1. [1.1] AZZOUZ, A. - NOUSIR, S. - PLATON, N. - GHOMARI, K. - HERSANT, G. - BERGERON, J.Y. - SHIAO, 
T.C. - REJ, R. - ROY, R. Preparation and characterization of hydrophilic organo-montmorillonites through 
incorporation of non-ionic polyglycerol dendrimers derived from soybean oil. In MATERIALS RESEARCH 
BULLETIN. ISSN 0025-5408, SEP 2013, vol. 48, no. 9, p. 3466-3473., WOS 
2. [1.1] BELTRAN, M.I. - BENAVENTE, V. - MARCHANTE, V. - MARCILLA, A. The influence of surfactant 
loading level in a montmorillonite on the thermal, mechanical and rheological properties of EVA nanocomposites. In 
APPLIED CLAY SCIENCE. ISSN 0169-1317, OCT 2013, vol. 83-84, p. 153-161., WOS 
3. [1.1] MARCHANTE, V. - BENAVENTE, V. - MARCILLA, A. - MARTINEZ-VERDU, F.M. - BELTRAN, M.I. 
Ethylene vinyl acetate/nanoclay-based pigment composites: Morphology, rheology, and mechanical, thermal, and 
colorimetric properties. In JOURNAL OF APPLIED POLYMER SCIENCE. ISSN 0021-8995, NOV 15 2013, vol. 
130, no. 4, p. 2987-2994., WOS 
4. [1.1] MARCHANTE, V. - MARCILLA, A. - BENAVENTE, V. - MARTINEZ-VERDU, F.M. - BELTRAN, M.I. 
Linear low-density polyethylene colored with a nanoclay-based pigment: Morphology and mechanical, thermal, and 
colorimetric properties. In JOURNAL OF APPLIED POLYMER SCIENCE. ISSN 0021-8995, SEP 5 2013, vol. 129, 
no. 5, p. 2716-2726., WOS 
5. [1.1] TAMASAN, M. - RADU, T. - SIMON, V. Spectroscopic characterisation and in vitro behaviour of kaolinite 
polyvinyl alcohol nanocomposite. In APPLIED CLAY SCIENCE. ISSN 0169-1317, FEB 2013, vol. 72, p. 147-154., 
WOS 

ADCA176 KAHN, Kalju - KIRTMAN, Bernard - NOGA, Jozef - TEN-NO, Seiichiro. Anharmonic 
vibrational analysis of water with traditional and explicitly correlated coupled cluster 
methods. In Journal of Chemical Physics, 2010, vol. 133, no. 7, p. 074106-1-074106-12. 

 

134 



 
Správa o činnosti ÚACH SAV          2014 

(3.093 - IF2009). (2010 - Current Contents). ISSN 0021-9606. 
Citácie: 
1. [1.1] HOLLMAN, David S. - WILKE, Jeremiah J. - SCHAEFER, Henry F. Explicitly correlated atomic orbital basis 
second order Moller-Plesset theory. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, 2013, vol. 138, no. 6, 
pp., WOS 
2. [1.1] POLYANSKY, Oleg L. - OVSYANNIKOV, Roman I. - KYUBERIS, Aleksandra A. - LODI, Lorenzo - 
TENNYSON, Jonathan - ZOBOV, Nikolai F. Calculation of Rotation-Vibration Energy Levels of the Water Molecule 
with Near-Experimental Accuracy Based on an ab Initio Potential Energy Surface. In JOURNAL OF PHYSICAL 
CHEMISTRY A. ISSN 1089-5639, 2013, vol. 117, no. 39, pp. 9633., WOS 

ADCA177 KAHN, Kalju - GRANOVSKY, Alex A. - NOGA, Jozef. Convergence of third order 
correlation energy in atoms and molecules. In Journal of Computational Chemistry, 2007, 
vol. 28, no. 2, p. 547-554. ISSN 0192-8651. 

Citácie: 
1. [1.2] OHNISHI, Yuya - TEN-NO, Seiichiro. Alternative formulation of explicitly correlated third-order 
Møller-Plesset perturbation theory. In Molecular Physics. ISSN 00268976, 2013-09-01, 111, 16-17, pp. 2516-2522., 
SCOPUS 

ADCA178 KAHN, Kalju - KIRTMAN, Bernard - HAGEN, Alexander - NOGA, Jozef. 
Communication: Convergence of anharmonic infrared intensities of hydrogen fluoride in 
traditional and explicitly correlated coupled cluster calculations. In Journal of Chemical 
Physics, 2011, vol. 135, no. 13, p. 131103-1-131103-4. (2.921 - IF2010). (2011 - Current 
Contents). ISSN 0021-9606. 

Citácie: 
1. [1.2] LI, Gang - GORDON, Iouli E. - LE ROY, Robert J. - HAJIGEORGIOU, Photos G. - COXON, John A. - 
BERNATH, Peter F. - ROTHMAN, L. S. Reference spectroscopic data for hydrogen halides. Part I: Construction and 
validation of the ro-vibrational dipole moment functions. In Journal of Quantitative Spectroscopy and Radiative 
Transfer. ISSN 00224073, 2013-05-01, 121, pp. 78-90., SCOPUS 

ADCA179 KANEKO, Yoshiro - IYI, Nobuo - BUJDÁK, Juraj - SASAI, Ryo - FUJITA, Taketoshi. 
Effect of layer charge density on orientation and aggregation of a cationic laser dye 
incorporated in the interlayer space of montmorillonites. In Journal of Colloid and Interface 
Science, 2004, vol. 269, no. 1, p. 22-25. ISSN 0021-9797. 

Citácie: 
1. [1.1] EGUCHI, Miharu - SHIMADA, Tetsuya - TRYK, Donald A. - INOUE, Haruo - TAKAGI, Shinsuke. Role of 
Hydrophobic Interaction in Controlling the Orientation of Dicationic Porphyrins on Solid Surfaces. In JOURNAL OF 
PHYSICAL CHEMISTRY C. ISSN 1932-7447, 2013, vol. 117, no. 18, pp. 9245., WOS 
2. [1.1] LEONE, Giuseppe - GIOVANELLA, Umberto - BERTINI, Fabio - PORZIO, William - MEINARDI, 
Francesco - BOTTA, Chiara - RICCI, Giovanni. Poly(styrene)-graft-/rhodamine 6G-fluoromica hybrids: synthesis, 
characterization and photophysical properties. In JOURNAL OF MATERIALS CHEMISTRY C. ISSN 2050-7526, 
2013, vol. 1, no. 7, pp. 1450., WOS 

ADCA180 KARAKASSIDES, M.A. - MADEJOVÁ, Jana - ARVAIOVÁ, Beata - BOURLINOS, A. - 
PETRIDIS, D. - KOMADEL, Peter. Location of Li(I), Cu(II) and Cd(II) in heated 
montmorillonite: evidence from specular reflectance infrared and electron spin resonance 
spectroscopies. In Journal of Materials Chemistry, 1999, vol. 9, no. 7, p. 1553-1558. (1.890 - 
IF1998). (1999 - Current Contents). 

Citácie: 
1. [1.1] NEUMANN, Anke - OLSON, Tyler L. - SCHERER, Michelle M. Spectroscopic Evidence for Fe(II)-Fe(III) 
Electron Transfer at Clay Mineral Edge and Basal Sites. In ENVIRONMENTAL SCIENCE &amp; TECHNOLOGY. 
ISSN 0013-936X, 2013, vol. 47, no. 13, pp. 6969., WOS 
2. [1.1] SKOUBRIS, Evangelos N. - CHRYSSIKOS, Georgios D. - CHRISTIDIS, George E. - GIONIS, Vassilis. 
STRUCTURAL CHARACTERIZATION OF REDUCED-CHARGE MONTMORILLONITES. EVIDENCE BASED 
ON FTIR SPECTROSCOPY, THERMAL BEHAVIOR, AND LAYER-CHARGE SYSTEMATICS. In CLAYS AND 
CLAY MINERALS. ISSN 0009-8604, 2013, vol. 61, no. 1-2, pp. 83., WOS 
3. [1.1] STEUDEL, Annett - EMMERICH, Katja. Strategies for the successful preparation of homoionic smectites. In 
APPLIED CLAY SCIENCE. ISSN 0169-1317, 2013, vol. 75-76, no., pp. 13., WOS 

ADCA181 KAUPP, Martin - MALKIN, Vladimír G. - MALKINA, Olga L. - SALAHUB, Dennis R. 
Calculation of ligand NMR chemical shifts in transition-metal complexes using ab initio 
effective-core potentials and density functional theory. In Chemical Physics Letters, 1995, 
vol. 235, no. 3-4, p. 382-388. 

Citácie: 
1. [1.1] FRANCO, Federico - BARICCO, Marcello - CHIEROTTI, Michele R. - GOBETTO, Roberto - NERVI, Carlo. 
Coupling Solid-State NMR with GIPAW ab Initio Calculations in Metal Hydrides and Borohydrides. In JOURNAL 

 

135 



 
Správa o činnosti ÚACH SAV          2014 

OF PHYSICAL CHEMISTRY C. ISSN 1932-7447, 2013, vol. 117, no. 19, pp. 9991., WOS 
2. [1.1] WODYNSKI, Artur - GRYFF-KELLER, Adam - PECUL, Magdalena. The Influence of a Presence of a Heavy 
Atom on C-13 Shielding Constants in Organomercury Compounds and Halogen Derivatives. In JOURNAL OF 
CHEMICAL THEORY AND COMPUTATION. ISSN 1549-9618, 2013, vol. 9, no. 4, pp. 1909., WOS 

ADCA182 KAUPP, Martin - MALKIN, Vladimír - MALKINA, Oľga - SALAHUB, Dennis R. Ab 
initio ECP/DFT calculation and interpretation of carbon and oxygen NMR chemical shift 
tensors in transition-metal carbonyl complexes. In Chemistry -A European Journal, 1996, 
vol. 2, no. 1, p. 24-30. ISSN 0947-6539. 

Citácie: 
1. [1.1] ADENIYI, Adebayo A. - AJIBADE, Peter A. Theoretical study of the electronic and spectroscopic properties 
of some Ru(II) anticancer complexes. In SPECTROCHIMICA ACTA PART A-MOLECULAR AND 
BIOMOLECULAR SPECTROSCOPY. ISSN 1386-1425, 2013, vol. 105, no., pp. 456., WOS 

ADCA183 KAUPP, Martin - MALKINA, Oľga - MALKIN, Vladimír. Interpretation of 13C NMR 
chemical shifts in halomethyl cations. On the importance of spin-orbit coupling and electron 
correlation. In Chemical Physics Letters, 1997, vol. 265, no. 1-2, p. 55-59. 

Citácie: 
1. [1.1] HNYK, Drahomir - HOLUB, Josef - RUZICKA, Ales - PADELKOVA, Zdenka - BUEHL, Michael. 
Expanding the structural chemistry of the weakly coordinating closo-carborane CB11H12 (-): its monoiodo derivatives 
with and without C (5v) symmetry. In STRUCTURAL CHEMISTRY. ISSN 1040-0400, 2013, vol. 24, no. 3, pp. 927., 
WOS 

ADCA184 KAUPP, Martin - MALKIN, Vladimír - MALKINA, Oľga. The role of pi-type nonbonding 
orbitals for spin-orbit induced NMR chemical shifts: A DFT study of 13C and 19F shifts in 
the series CF3IFn (n=0,2,4,6). In Journal of Computational Chemistry, 1999, vol. 20, no. 12, 
p. 1304-1313. (2.860 - IF1998). (1999 - Current Contents). ISSN 0192-8651. 

Citácie: 
1. [1.1] AUTSCHBACH, Jochen - CONTRERAS, RH. Relativistic Effects on NMR Parameters. In HIGH 
RESOLUTION NMR SPECTROSCOPY: UNDERSTANDING MOLECULES AND THEIR ELECTRONIC 
STRUCTURES. ISSN 1875-4023, 2013, vol., no., pp. 69., WOS 
2. [1.1] BARBASIEWICZ, Micha - MALINSKA, Maura - BLOCKI, Krzysztof. Latent metathesis catalyst stabilized 
with NO2 center dot center dot center dot I interaction. In JOURNAL OF ORGANOMETALLIC CHEMISTRY. ISSN 
0022-328X, 2013, vol. 745, no., pp. 8., WOS 

ADCA185 KAUPP, Martin - MALKINA, Oľga - MALKIN, Vladimír. The calculation of 17O chemical 
shielding in transition metal oxo complexes. I. Comparison of DFT and ab initio approaches, 
and mechanisms of relativity-induced shielding. In Journal of Chemical Physics, 1997, vol. 
106, no. 22, p. 9201-9212. (3.516 - IF1996). (1997 - Current Contents, SCOPUS). ISSN 
0021-9606. 

Citácie: 
1. [1.1] CHENG, Lan - GAUSS, Juergen - STANTON, John F. Treatment of scalar-relativistic effects on nuclear 
magnetic shieldings using a spin-free exact-two-component approach. In JOURNAL OF CHEMICAL PHYSICS. 
ISSN 0021-9606, 2013, vol. 139, no. 5, pp., WOS 

ADCA186 KAUPP, Martin - MALKINA, Oľga - MALKIN, Vladimír - PYYKKÖ, Pekka. How do 
spin-orbit-induced heavy-atom effects on NMR chemical shifts function? Validation of a 
simple analogy to spin-spin coupling by density functional theory (DFT) calculations on 
some iodo compounds. In Chemistry - A European Journal, 1998, vol. 4, no. 1, p. 118-126. 
ISSN 0947-6539. 

Citácie: 
1. [1.1] ADAM, Christian - KADEN, Peter - BEELE, Bjoern B. - MUELLICH, Udo - TRUMM, Sascha - GEIST, 
Andreas - PANAK, Petra J. - DENECKE, Melissa A. Evidence for covalence in a N-donor complex of americium(III). 
In DALTON TRANSACTIONS. ISSN 1477-9226, 2013, vol. 42, no. 39, pp. 14068., WOS 
2. [1.1] AUTSCHBACH, Jochen - CONTRERAS, RH. Relativistic Effects on NMR Parameters. In HIGH 
RESOLUTION NMR SPECTROSCOPY: UNDERSTANDING MOLECULES AND THEIR ELECTRONIC 
STRUCTURES. ISSN 1875-4023, 2013, vol., no., pp. 69., WOS 
3. [1.1] DEMISSIE, Taye B. - REPISKY, Michal - KOMOROVSKY, Stanislav - ISAKSSON, Johan - SVENDSEN, 
John S. - DODZIUK, Helena - RUUD, Kenneth. Four-component relativistic chemical shift calculations of 
halogenated organic compounds. In JOURNAL OF PHYSICAL ORGANIC CHEMISTRY. ISSN 0894-3230, 2013, 
vol. 26, no. 8, pp. 679., WOS 
4. [1.1] HNYK, Drahomir - HOLUB, Josef - RUZICKA, Ales - PADELKOVA, Zdenka - BUEHL, Michael. 
Expanding the structural chemistry of the weakly coordinating closo-carborane CB11H12 (-): its monoiodo derivatives 
with and without C (5v) symmetry. In STRUCTURAL CHEMISTRY. ISSN 1040-0400, 2013, vol. 24, no. 3, pp. 927., 
WOS 

 

136 



 
Správa o činnosti ÚACH SAV          2014 

5. [1.1] LANTTO, Perttu - KANGASVIERI, Sanna - VAARA, Juha. Electron correlation and relativistic effects in the 
secondary NMR isotope shifts of CSe2. In PHYSICAL CHEMISTRY CHEMICAL PHYSICS. ISSN 1463-9076, 
2013, vol. 15, no. 40, pp. 17468., WOS 
6. [1.1] VICHA, Jan - PATZSCHKE, Michael - MAREK, Radek. A relativistic DFT methodology for calculating the 
structures and NMR chemical shifts of octahedral platinum and iridium complexes. In PHYSICAL CHEMISTRY 
CHEMICAL PHYSICS. ISSN 1463-9076, 2013, vol. 15, no. 20, pp. 7740., WOS 
7. [1.1] VIGER-GRAVEL, Jasmine - LECLERC, Sophie - KOROBKOV, Ilia - BRYCE, David L. Correlation between 
C-13 chemical shifts and the halogen bonding environment in a series of solid para-diiodotetrafluorobenzene 
complexes. In CRYSTENGCOMM. ISSN 1466-8033, 2013, vol. 15, no. 16, pp. 3168., WOS 
8. [1.1] WANG, Hsuan-Fu - WU, Shu-Pao. Highly selective fluorescent sensors for mercury(II) ions and their 
applications in living cell imaging. In TETRAHEDRON. ISSN 0040-4020, 2013, vol. 69, no. 8, pp. 1965., WOS 
9. [1.1] WODYNSKI, Artur - GRYFF-KELLER, Adam - PECUL, Magdalena. The Influence of a Presence of a Heavy 
Atom on C-13 Shielding Constants in Organomercury Compounds and Halogen Derivatives. In JOURNAL OF 
CHEMICAL THEORY AND COMPUTATION. ISSN 1549-9618, 2013, vol. 9, no. 4, pp. 1909., WOS 

ADCA187 KAUPP, Martin - GRESS, T. - REVIAKINE, Roman - MALKIN, Vladimír - MALKINA, 
Oľga. g-tensor and spin density of the modified tyrosyl radical in galactose oxidase: A 
density functional study. In Journal of Physical Chemistry B, 2003, vol. 107, no. 1, p. 
331-337. ISSN 1520-6106. 

Citácie: 
1. [1.1] QUINTANAR, Liliana - RIVILLAS-ACEVEDO, Lina - GRANDE-AZTATZI, Rafael - 
GOMEZ-CASTRO, Carlos Z. - ARCOS-LOPEZ, Trinidad - VELA, Alberto. Copper coordination to 
the prion protein: Insights from theoretical studies. In COORDINATION CHEMISTRY REVIEWS. 
ISSN 0010-8545, 2013, vol. 257, no. 2, pp. 429., WOS 

ADCA188 KAUPP, Martin - REVIAKINE, Roman - MALKINA, Oľga - ARBUZNIKOV, Alexei V. - 
SCHIMMELPFENNIG, Bernd - MALKIN, Vladimír. Calculation of electronic g-tensors for 
transition metal complexes using hybrid density funtionals and atomic meanfield spin-orbit 
operators. In Journal of Computational Chemistry, 2002, vol. 23, no. 8, p. 794-803. ISSN 
0192-8651. 

Citácie: 
1. [1.1] ANDREEV, Alexey S. - KUZNETSOV, Vyacheslav N. - CHIZHOV, Yuri V. DFT model cluster studies of O2 
adsorption on hydrogenated titania sub-nanoparticles. In JOURNAL OF MOLECULAR MODELING. ISSN 
1610-2940, 2013, vol. 19, no. 11, pp. 5063., WOS 
2. [1.1] DE COOMAN, Hendrik - KEYSABYL, Joke - KUSAKOVSKIJ, Jeygenij - VAN YPEREN-DE DEYNE, 
Andy - WAROQUIER, Michel - CALLENS, Freddy - VRIELINCK, Henk. Dominant Stable Radicals in Irradiated 
Sucrose: g Tensors and Contribution to the Powder Electron Paramagnetic Resonance Spectrum. In JOURNAL OF 
PHYSICAL CHEMISTRY B. ISSN 1520-6106, 2013, vol. 117, no. 24, pp. 7169., WOS 
3. [1.1] PRECECHTELOVA, Jana - MUNZAROVA, Marketa L. - VAARA, Juha - NOVOTNY, Jan - DRACINSKY, 
Martin - SKLENAR, Vladimir. Toward Reproducing Sequence Trends in Phosphorus Chemical Shifts for Nucleic 
Acids by MD/DFT Calculations. In JOURNAL OF CHEMICAL THEORY AND COMPUTATION. ISSN 1549-9618, 
2013, vol. 9, no. 3, pp. 1641., WOS 
4. [1.1] QUINTANAR, Liliana - RIVILLAS-ACEVEDO, Lina - GRANDE-AZTATZI, Rafael - GOMEZ-CASTRO, 
Carlos Z. - ARCOS-LOPEZ, Trinidad - VELA, Alberto. Copper coordination to the prion protein: Insights from 
theoretical studies. In COORDINATION CHEMISTRY REVIEWS. ISSN 0010-8545, 2013, vol. 257, no. 2, pp. 429., 
WOS 

ADCA189 KAUPP, Martin - REMENYI, Christian - VAARA, Juha - MALKINA, Oľga - MALKIN, 
Vladimír. Density functional calculations of electronic g-tensors for semiquinone radical 
anions. The role of hydrogen bonding and substituent effects. In Journal of American 
Chemical Society, 2002, vol. 124, no. 11, p. 2709-2722. 

Citácie: 
1. [1.1] COATES, Christopher S. - ZIEGLER, Jessica - MANZ, Katherine - GOOD, Jacob - KANG, Bernard - 
MILIKISIYANTS, Sergey - CHATTERJEE, Ruchira - HAO, Sijie - GOLBECK, John H. - LAKSHMI, K. V. The 
Structure and Function of Quinones in Biological Solar Energy Transduction: A Cyclic Voltammetry, EPR, and 
Hyperfine Sub-Level Correlation (HYSCORE) Spectroscopy Study of Model Naphthoquinones. In JOURNAL OF 
PHYSICAL CHEMISTRY B. ISSN 1520-6106, 2013, vol. 117, no. 24, pp. 7210., WOS 
2. [1.1] DE COOMAN, Hendrik - KEYSABYL, Joke - KUSAKOVSKIJ, Jeygenij - VAN YPEREN-DE DEYNE, 
Andy - WAROQUIER, Michel - CALLENS, Freddy - VRIELINCK, Henk. Dominant Stable Radicals in Irradiated 
Sucrose: g Tensors and Contribution to the Powder Electron Paramagnetic Resonance Spectrum. In JOURNAL OF 
PHYSICAL CHEMISTRY B. ISSN 1520-6106, 2013, vol. 117, no. 24, pp. 7169., WOS 
3. [1.1] PIETRZYK, Piotr - PODOLSKA, Katarzyna - SOJKA, Zbigniew - GILBERT, BC - CHECHIK - MURPHY, 
DM. Molecular interpretation of EPR parameters computational spectroscopy approaches. In ELECTRON 

 

137 



 
Správa o činnosti ÚACH SAV          2014 

PARAMAGNETIC RESONANCE, VOL 23. ISSN 1464-4622, 2013, vol. 23, no., pp. 264., WOS 
4. [1.1] WITWICKI, Maciej - JEZIERSKA, Julia. DFT insight into o-semiquinone radicals and Ca2+ ion interaction: 
structure, g tensor, and stability. In THEORETICAL CHEMISTRY ACCOUNTS. ISSN 1432-881X, 2013, vol. 132, 
no. 9, pp., WOS 

ADCA190 KAUPP, Martin - AUBAUER, Christoph - ENGELHARDT, Günter - KLAPÖTKE, 
Thomas M. - MALKINA, Oľga. The PI_4+ cation has an extremely large negative 31P 
nuclear magnetic resonance chemical shift, due to spin-orbit coupling: A quantum-chemical 
prediction and its confirmation by solid-state nuclear magnetic resonance spectroscopy. In 
Journal of Chemical Physics, 1999, vol. 110, no. 8, p. 3897-3902. ISSN 0021-9606. 

Citácie: 
1. [1.1] CHERNYSHEV, K. A. - KRIVDIN, L. B. - FEDOROV, S. V. - ARBUZOVA, S. N. - IVANOVA, N. I. 
Quantum chemical calculations of NMR chemical shifts of organic molecules: XI. Conformational and relativistic 
effects on the P-31 and Se-77 chemical shifts of phosphine selenides. In RUSSIAN JOURNAL OF ORGANIC 
CHEMISTRY. ISSN 1070-4280, 2013, vol. 49, no. 10, pp. 1420., WOS 

ADCA191 KAVECKÝ, Štefan - JANEKOVA, Beata - MADEJOVA, Jana - ŠAJGALÍK, Pavol. Silicon 
carbide powder synthesis by chemical vapour deposition from silane/acetylene reaction 
system. In Journal of the European Ceramic Society, 2000, vol. 20, no.12, p. 1939-1946. 

Citácie: 
1. [1.1] HU, Jilin - XIAO, Hanning - GAO, Pengzhao - LI, Qing - GUO, Wenming. Synthesis of SiC-TiC composite 
powders by carbothermal reduction and their sintering behavior. In JOURNAL OF CERAMIC PROCESSING 
RESEARCH. ISSN 1229-9162, 2013, vol. 14, no. 1, pp. 77., WOS 
2. [1.1] MORITO, Haruhiko - YAMANE, Hisanori. Synthesis of SiC via low-temperature heating of graphite and Si 
with Na flux. In JOURNAL OF THE CERAMIC SOCIETY OF JAPAN. ISSN 1882-0743, 2013, vol. 121, no. 1419, 
pp. 930., WOS 
3. [1.1] MUKASYAN, Alexander S. - LIN, Ya-Cheng - ROGACHEV, Alexander S. - MOSKOVSKIKH, Dmitry O. 
Direct Combustion Synthesis of Silicon Carbide Nanopowder from the Elements. In JOURNAL OF THE AMERICAN 
CERAMIC SOCIETY. ISSN 0002-7820, 2013, vol. 96, no. 1, pp. 111., WOS 
4. [1.1] WANG, Lihuan - PENG, Yan - HU, Xiaobo - XU, Xiangang. Combustion synthesis of high purity SiC powder 
by radio-frequency heating. In CERAMICS INTERNATIONAL. ISSN 0272-8842, 2013, vol. 39, no. 6, pp. 6867., 
WOS 
5. [1.2] YOUM, M.-R. - PARK, S.-W. - KIM, Y.-W. Effect of the C/Si molar ratio on the characteristics of ß-SiC 
powders synthesized from TEOS and phenol resin. In Journal of the Korean Ceramic Society, 2013, 50, 1, pp. 31-36., 
SCOPUS 

ADCA192 KEDŽUCH, Stanislav - DEMEL, Ondřej - PITTNER, Jiří - TEN-NO, Seiichiro - NOGA, 
Jozef. Multireference F12 coupled cluster theory: The Brillouin-Wigner approach with 
single and double excitations. In Chemical Physics Letters, 2011, vol. 511, no. 4-6, p. 
418-423. (2.282 - IF2010). (2011 - Current Contents). ISSN 0009-2614. 

Citácie: 
1. [1.1] GRUENEIS, Andreas - SHEPHERD, James J. - ALAVI, Ali - TEW, David P. - BOOTH, George H. Explicitly 
correlated plane waves: Accelerating convergence in periodic wavefunction expansions. In JOURNAL OF 
CHEMICAL PHYSICS. ISSN 0021-9606, 2013, vol. 139, no. 8, pp., WOS 
2. [1.1] HAUNSCHILD, Robin - CHENG, Lan - MUKHERJEE, Debashis - KLOPPER, Wim. Communication: 
Extension of a universal explicit electron correlation correction to general complete active spaces. In JOURNAL OF 
CHEMICAL PHYSICS. ISSN 0021-9606, 2013, vol. 138, no. 21, pp., WOS 
3. [1.1] KOEHN, Andreas - HANAUER, Matthias - MUECK, Leonie Anna - JAGAU, Thomas-Christian - GAUSS, 
Juergen. State-specific multireference coupled-cluster theory. In WILEY INTERDISCIPLINARY 
REVIEWS-COMPUTATIONAL MOLECULAR SCIENCE. ISSN 1759-0876, 2013, vol. 3, no. 2, pp. 176., WOS 
4. [1.1] LESIUK, Michal - JEZIORSKI, Bogumil - MOSZYNSKI, Robert. On the large interelectronic distance 
behavior of the correlation factor for explicitly correlated wave functions. In JOURNAL OF CHEMICAL PHYSICS. 
ISSN 0021-9606, 2013, vol. 139, no. 13, pp., WOS 
5. [1.1] PATKOWSKI, Konrad. Basis set converged weak interaction energies from conventional and explicitly 
correlated coupled-cluster approach. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, 2013, vol. 138, no. 
15, pp., WOS 
6. [1.1] SHIOZAKI, Toru - WERNER, Hans-Joachim. Multireference explicitly correlated F12 theories. In 
MOLECULAR PHYSICS. ISSN 0026-8976, 2013, vol. 111, no. 5, pp. 607., WOS 
7. [1.1] USVYAT, Denis. Linear-scaling explicitly correlated treatment of solids: Periodic local MP2-F12 method. In 
JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, 2013, vol. 139, no. 19, pp., WOS 

ADCA193 KEDŽUCH, Stanislav - MILKO, Matúš - NOGA, Jozef. Alternative formulation of the 
matrix elements in MP2-R12 theory. In International Journal of Quantum Chemistry, 2005, 
vol. 105, no. 6, p. 929-936. ISSN 0020-7608. 

Citácie: 

 

138 



 
Správa o činnosti ÚACH SAV          2014 

1. [1.1] GRUENEIS, Andreas - SHEPHERD, James J. - ALAVI, Ali - TEW, David P. - BOOTH, George H. Explicitly 
correlated plane waves: Accelerating convergence in periodic wavefunction expansions. In JOURNAL OF 
CHEMICAL PHYSICS. ISSN 0021-9606, 2013, vol. 139, no. 8, pp., WOS 
2. [1.1] HEHN, Anna-Sophia - KLOPPER, Wim. Communication: Explicitly-correlated second-order correction to the 
correlation energy in the random-phase approximation. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, 
2013, vol. 138, no. 18, pp., WOS 
3. [1.1] HOLLMAN, David S. - WILKE, Jeremiah J. - SCHAEFER, Henry F. Explicitly correlated atomic orbital basis 
second order Moller-Plesset theory. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, 2013, vol. 138, no. 6, 
pp., WOS 
4. [1.1] LANE, Joseph R. CCSDTQ Optimized Geometry of Water Dimer. In JOURNAL OF CHEMICAL THEORY 
AND COMPUTATION. ISSN 1549-9618, 2013, vol. 9, no. 1, pp. 316., WOS 
5. [1.1] SIRJOOSINGH, Andrew - PAK, Michael V. - SWALINA, Chet - HAMMES-SCHIFFER, Sharon. Reduced 
explicitly correlated Hartree-Fock approach within the nuclear-electronic orbital framework: Theoretical formulation. 
In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, 2013, vol. 139, no. 3, pp., WOS 
6. [1.1] USVYAT, Denis. Linear-scaling explicitly correlated treatment of solids: Periodic local MP2-F12 method. In 
JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, 2013, vol. 139, no. 19, pp., WOS 
7. [1.2] LIAKOS, Dimitrios G. - IZSÁK, Róbert - VALEEV, Edward F. - NEESE, Frank. What is the most efficient 
way to reach the canonical MP2 basis set limit? In Molecular Physics. ISSN 00268976, 2013-09-01, 111, 16-17, pp. 
2653-2662., SCOPUS 
8. [1.2] SHIOZAKI, T. - WERNER, H.-J. Multireference explicitly correlated F12 theories. In Molecular Physics, 
2013, 111, 5, pp. 607-630., SCOPUS 

ADCA194 KEMPER, Sebastian - HROBÁRIK, Peter - KAUPP, Martin - SCHLÖRER, Nils E. 
Jacobsen's catalyst for hydrolytic kinetic resolution: Structure elucidation of paramagnetic 
Co(III) salen complexes in solution via combined NMR and quantum chemical studies. In 
Journal of the American Chemical Society, 2009, vol. 131, no. 12, p. 4172-4173. (8.091 - 
IF2008). (2009 - Current Contents, WOS, SCOPUS). ISSN 0002-7863. 

Citácie: 
1. [1.1] AHMED, Syud M. - POATER, Albert - CHILDERS, M. Ian - WIDGER, Peter C. B. - LAPOINTE, Anne M. - 
LOBKOVSKY, Emil B. - COATES, Geoffrey W. - CAVALLO, Luigi. Enantioselective Polymerization of Epoxides 
Using Biaryl-Linked Bimetallic Cobalt Catalysts: A Mechanistic Study. In JOURNAL OF THE AMERICAN 
CHEMICAL SOCIETY. ISSN 0002-7863, 2013, vol. 135, no. 50, pp. 18901., WOS 
2. [1.1] FORD, David D. - NIELSEN, Lars P. C. - ZUEND, Stephan J. - MUSGRAVE, Charles B. - JACOBSEN, Eric 
N. Mechanistic Basis for High Stereoselectivity and Broad Substrate Scope in the (salen)Co(III)-Catalyzed Hydrolytic 
Kinetic Resolution. In JOURNAL OF THE AMERICAN CHEMICAL SOCIETY. ISSN 0002-7863, 2013, vol. 135, 
no. 41, pp. 15595., WOS 
3. [1.1] JEON, Jong Yeob - LEE, Jung Jae - VARGHESE, Jobi Kodiyan - NA, Sung Jae - SUJITH, S. - GO, Min Jeong 
- LEE, Junseong - OK, Myung-Ahn - LEE, Bun Yeoul. CO2/ethylene oxide copolymerization and ligand variation for 
a highly active salen-cobalt(III) complex tethering 4 quaternary ammonium salts. In DALTON TRANSACTIONS. 
ISSN 1477-9226, 2013, vol. 42, no. 25, pp. 9245., WOS 
4. [1.1] KALOW, Julia A. - DOYLE, Abigail G. Enantioselective fluoride ring opening of aziridines enabled by 
cooperative Lewis acid catalysis. In TETRAHEDRON. ISSN 0040-4020, 2013, vol. 69, no. 27-28, pp. 5702., WOS 
5. [1.1] KEY, Rebecca E. - VENKATASUBBAIAH, Krishnan - JONES, Christopher W. Evaluation of enantiopure 
and non-enantiopure Co(III)-salen catalysts and their counter-ion effects in the hydrolytic kinetic resolution (HKR) of 
racemic epichlorohydrin. In JOURNAL OF MOLECULAR CATALYSIS A-CHEMICAL. ISSN 1381-1169, 2013, 
vol. 366, no., pp. 1., WOS 
6. [1.1] KURAHASHI, Takuya - FUJII, Hiroshi. Unique Ligand-Radical Character of an Activated Cobalt Salen 
Catalyst That Is Generated by Aerobic Oxidation of a Cobalt(II) Salen Complex. In INORGANIC CHEMISTRY. 
ISSN 0020-1669, 2013, vol. 52, no. 7, pp. 3908., WOS 
7. [1.1] REN, Wei-Min - WANG, Yi-Ming - ZHANG, Rong - JIANG, Jing-Yang - LU, Xiao-Bing. Mechanistic 
Aspects of Metal Valence Change in SalenCo(III)OAc-Catalyzed Hydrolytic Kinetic Resolution of Racemic Epoxides. 
In JOURNAL OF ORGANIC CHEMISTRY. ISSN 0022-3263, 2013, vol. 78, no. 10, pp. 4801., WOS 
8. [1.1] SAUER, Desiree C. - KRUCK, Matthias - WADEPOHL, Hubert - ENDERS, Markus - GADE, Lutz H. Spin 
Density Distribution in Iron(11) and Cobalt(II) Alkyl Complexes Containing 1,3-Bis(2-pyridylimino)isoindolate 
Ligands. In ORGANOMETALLICS. ISSN 0276-7333, 2013, vol. 32, no. 3, pp. 885., WOS 
9. [1.1] VAARA, Juha - CONTRERAS, RH. Chemical Shift in Paramagnetic Systems. In HIGH RESOLUTION NMR 
SPECTROSCOPY: UNDERSTANDING MOLECULES AND THEIR ELECTRONIC STRUCTURES. ISSN 
1875-4023, 2013, vol., no., pp. 41., WOS 

ADCA195 KLOPPER, Wim - NOGA, Jozef - KOCH, Henrik - HELGAKER, Trygve. Multiple basis 
sets in calculations of triples corrections in coupled-cluster theory. In Theoretical Chemistry 
Accounts, 1997, vol. 97, no. 1-4, p. 164-176. 

Citácie: 
1. [1.1] DEPRINCE, A. Eugene - SHERRILL, C. David. Accuracy and Efficiency of Coupled-Cluster Theory Using 

 

139 



 
Správa o činnosti ÚACH SAV          2014 

Density Fitting/Cholesky Decomposition, Frozen Natural Orbitals, and a t(1)-Transformed Hamiltonian. In JOURNAL 
OF CHEMICAL THEORY AND COMPUTATION. ISSN 1549-9618, 2013, vol. 9, no. 6, pp. 2687., WOS 
2. [1.1] DEPRINCE, A. Eugene - SHERRILL, C. David. Accurate Noncovalent Interaction Energies Using Truncated 
Basis Sets Based on Frozen Natural Orbitals. In JOURNAL OF CHEMICAL THEORY AND COMPUTATION. ISSN 
1549-9618, 2013, vol. 9, no. 1, pp. 293., WOS 
3. [1.1] PARRISH, Robert M. - HOHENSTEIN, Edward G. - SHERRILL, C. David. Tractability gains in 
symmetry-adapted perturbation theory including coupled double excitations: CCD plus ST(CCD) dispersion with 
natural orbital truncations. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, 2013, vol. 139, no. 17, pp., 
WOS 
4. [1.1] RIPLINGER, Christoph - SANDHOEFER, Barbara - HANSEN, Andreas - NEESE, Frank. Natural triple 
excitations in local coupled cluster calculations with pair natural orbitals. In JOURNAL OF CHEMICAL PHYSICS. 
ISSN 0021-9606, 2013, vol. 139, no. 13, pp., WOS 

ADCA196 KLOPPER, Wim - NOGA, Jozef. An explicitly correlated coupled cluster calculation of the 
helium-helium interatomic potential. In Journal of Chemical Physics, 1995, vol. 103, no. 14, 
p. 6127-6132. (3.635 - IF1994). (1995 - Current Contents). ISSN 0021-9606. 

Citácie: 
1. [1.1] REN, Xinguo - RINKE, Patrick - SCUSERIA, Gustavo E. - SCHEFFLER, Matthias. Renormalized 
second-order perturbation theory for the electron correlation energy: Concept, implementation, and benchmarks. In 
PHYSICAL REVIEW B. ISSN 1098-0121, 2013, vol. 88, no. 3, pp., WOS 

ADCA197 KOMADEL, P. - HROBÁRIKOVÁ, Jana - SMRČOK, Ľubomír - 
KOPPELHUBER-BITSCHNAU, B. Hydration of reduced-charge montmorillonite. In Clay 
Minerals, 2002, vol. 37, no. 3, p. 543-550. (0.610 - IF2001). (2002 - Current Contents). 
ISSN 0009-8558. 

Citácie: 
1. [1.1] JORDAN, Guntram - EULENKAMP, Constanze - CALZADA, Elbio - SCHILLINGER, Burkhard - 
HOELZEL, Markus - GIGLER, Alexander - STANJEK, Helge - SCHMAHL, Wolfgang W. QUANTITATIVE IN 
SITU STUDY OF THE DEHYDRATION OF BENTONITE-BONDED MOLDING SANDS. In CLAYS AND CLAY 
MINERALS. ISSN 0009-8604, 2013, vol. 61, no. 1-2, pp. 133., WOS 
2. [1.1] POLIZOS, Georgios - VAIA, Richard A. - KOERNER, Hilmar - MANIAS, Evangelos. Dynamics of 
Amphiphilic Surfactants Confined in Montmorillonite Slits with Different Cation Exchange Capacities. In JOURNAL 
OF PHYSICAL CHEMISTRY B. ISSN 1520-6106, 2013, vol. 117, no. 43, pp. 13667., WOS 
3. [1.1] PUJALA, Ravi Kumar - BOHIDAR, H. B. Slow dynamics, hydration and heterogeneity in Laponite 
dispersions. In SOFT MATTER. ISSN 1744-683X, 2013, vol. 9, no. 6, pp. 2003., WOS 

ADCA198 KOMADEL, Peter - MADEJOVÁ, Jana - STUCKI, Joseph W. Structural Fe(III) reduction 
in smectites. In Applied Clay Science, 2006, vol. 34, no. 1-4, p. 88-94. ISSN 0169-1317. 

Citácie: 
1. [1.1] ALEXANDROV, Vitaly - ROSSO, Kevin M. Insights into the Mechanism of Fe(II) Adsorption and Oxidation 
at Fe-Clay Mineral Surfaces from First-Principles Calculations. In JOURNAL OF PHYSICAL CHEMISTRY C. ISSN 
1932-7447, 2013, vol. 117, no. 44, pp. 22880., WOS 
2. [1.1] HADI, Jebril - TOURNASSAT, Christophe - IGNATIADIS, Ioannis - GRENECHE, Jean Marc - CHARLET, 
Laurent. Modelling CEC variations versus structural iron reduction levels in dioctahedral smectites. Existing 
approaches, new data and model refinements. In JOURNAL OF COLLOID AND INTERFACE SCIENCE. ISSN 
0021-9797, 2013, vol. 407, no., pp. 397., WOS 
3. [1.1] MORRISON, Keith D. - BRISTOW, Thomas F. - KENNEDY, Martin J. The reduction of structural iron in 
ferruginous smectite via the amino acid cysteine: Implications for an electron shuttling compound. In GEOCHIMICA 
ET COSMOCHIMICA ACTA. ISSN 0016-7037, 2013, vol. 106, no., pp. 152., WOS 
4. [1.1] NEUMANN, Anke - OLSON, Tyler L. - SCHERER, Michelle M. Spectroscopic Evidence for Fe(II)-Fe(III) 
Electron Transfer at Clay Mineral Edge and Basal Sites. In ENVIRONMENTAL SCIENCE &amp; TECHNOLOGY. 
ISSN 0013-936X, 2013, vol. 47, no. 13, pp. 6969., WOS 

ADCA199 KOMADEL, Peter - MADEJOVÁ, Jana - BUJDÁK, Juraj. Preparation and properties of 
reduced-charge smectites - A review. In Clays and Clay Minerals, 2005, vol. 53, no. 4, p. 
313-334. (1.116 - IF2004). (2005 - Current Contents). ISSN 0009-8604. 

Citácie: 
1. [1.1] ALEXANDROV, Vitaly - NEUMANN, Anke - SCHERER, Michelle M. - ROSSO, Kevin M. 
Electron Exchange and Conduction in Nontronite from First-Principles. In JOURNAL OF 
PHYSICAL CHEMISTRY C. ISSN 1932-7447, 2013, vol. 117, no. 5, pp. 2032., WOS 
2. [1.1] POLIZOS, Georgios - VAIA, Richard A. - KOERNER, Hilmar - MANIAS, Evangelos. Dynamics of 
Amphiphilic Surfactants Confined in Montmorillonite Slits with Different Cation Exchange Capacities. In JOURNAL 
OF PHYSICAL CHEMISTRY B. ISSN 1520-6106, 2013, vol. 117, no. 43, pp. 13667., WOS 
3. [1.2] HELLER-KALLAI, L. Thermally modified clay minerals. In Developments in Clay Science, 2013, 5, pp. 

 

140 



 
Správa o činnosti ÚACH SAV          2014 

411-433., SCOPUS 

ADCA200 KOMADEL, Peter - MADEJOVÁ, Jana - STUCKI, Joseph W. Reduction and reoxidation of 
nontronite: Questions of reversibility. In Clays and Clay Minerals, 1995, vol. 43, no. 1, p. 
105-110. ISSN 0009-8604. 

Citácie: 
1. [1.1] GORSKI, Christopher A. - KLUEPFEL, Laura E. - VOEGELIN, Andreas - SANDER, Michael - 
HOFSTETTER, Thomas B. Redox Properties of Structural Fe in Clay Minerals: 3. Relationships between Smectite 
Redox and Structural Properties. In ENVIRONMENTAL SCIENCE &amp; TECHNOLOGY. ISSN 0013-936X, 2013, 
vol. 47, no. 23, pp. 13477., WOS 
2. [1.1] HADI, Jebril - TOURNASSAT, Christophe - IGNATIADIS, Ioannis - GRENECHE, Jean Marc - CHARLET, 
Laurent. Modelling CEC variations versus structural iron reduction levels in dioctahedral smectites. Existing 
approaches, new data and model refinements. In JOURNAL OF COLLOID AND INTERFACE SCIENCE. ISSN 
0021-9797, 2013, vol. 407, no., pp. 397., WOS 
3. [1.1] NEUMANN, Anke - OLSON, Tyler L. - SCHERER, Michelle M. Spectroscopic Evidence for Fe(II)-Fe(III) 
Electron Transfer at Clay Mineral Edge and Basal Sites. In ENVIRONMENTAL SCIENCE &amp; TECHNOLOGY. 
ISSN 0013-936X, 2013, vol. 47, no. 13, pp. 6969., WOS 

ADCA201 KOMADEL, Peter - LEAR, P.R. - STUCKI, Joseph W. Reduction and reoxidation of 
nontronite: Extent of reduction and reaction-rates. In Clays and Clay Minerals, 1990, vol. 
38, no. 2, p. 203-208. ISSN 0009-8604. 

Citácie: 
1. [1.1] ALEXANDROV, Vitaly - ROSSO, Kevin M. Insights into the Mechanism of Fe(II) Adsorption and Oxidation 
at Fe-Clay Mineral Surfaces from First-Principles Calculations. In JOURNAL OF PHYSICAL CHEMISTRY C. ISSN 
1932-7447, 2013, vol. 117, no. 44, pp. 22880., WOS 
2. [1.1] CARVALHO, Hudson W. P. - SANTILLI, Celso V. - BRIOIS, Valerie - PULCINELLI, Sandra H. 
Polymer-clay nanocomposites thermal stability: experimental evidence of the radical trapping effect. In RSC 
ADVANCES. ISSN 2046-2069, 2013, vol. 3, no. 45, pp. 22830., WOS 
3. [1.1] HADI, Jebril - TOURNASSAT, Christophe - IGNATIADIS, Ioannis - GRENECHE, Jean Marc - CHARLET, 
Laurent. Modelling CEC variations versus structural iron reduction levels in dioctahedral smectites. Existing 
approaches, new data and model refinements. In JOURNAL OF COLLOID AND INTERFACE SCIENCE. ISSN 
0021-9797, 2013, vol. 407, no., pp. 397., WOS 
4. [1.1] MORRISON, Keith D. - BRISTOW, Thomas F. - KENNEDY, Martin J. The reduction of structural iron in 
ferruginous smectite via the amino acid cysteine: Implications for an electron shuttling compound. In GEOCHIMICA 
ET COSMOCHIMICA ACTA. ISSN 0016-7037, 2013, vol. 106, no., pp. 152., WOS 
5. [1.1] NEUMANN, Anke - OLSON, Tyler L. - SCHERER, Michelle M. Spectroscopic Evidence for Fe(II)-Fe(III) 
Electron Transfer at Clay Mineral Edge and Basal Sites. In ENVIRONMENTAL SCIENCE &amp; TECHNOLOGY. 
ISSN 0013-936X, 2013, vol. 47, no. 13, pp. 6969., WOS 

ADCA202 KOMADEL, Peter - STUCKI, Joseph W. Quantitative assay of minerals for Fe2+ and Fe3+ 
using 1,10-phenanthroline. III. A rapid photochemical method. In Clays and Clay Minerals, 
1988, vol. 36, no. 4, p. 379-381. ISSN 0009-8604. 

Citácie: 
1. [1.1] ESNAULT, L. - LIBERT, M. - BILDSTEIN, O. - MUSTIN, C. - MARSAL, F. - JULLIEN, M. Impact of 
iron-reducing bacteria on the properties of argillites in the context of radioactive waste geological disposal. In 
APPLIED CLAY SCIENCE. ISSN 0169-1317, 2013, vol. 83-84, no., pp. 42., WOS 
2. [1.1] LIAO, Peng - YUAN, Songhu - CHEN, Mingjie - TONG, Man - XIE, Wenjing - ZHANG, Peng. Regulation of 
Electrochemically Generated Ferrous Ions from an Iron Cathode for Pd-Catalytic Transformation of MTBE in 
Groundwater. In ENVIRONMENTAL SCIENCE &amp; TECHNOLOGY. ISSN 0013-936X, 2013, vol. 47, no. 14, 
pp. 7918., WOS 
3. [1.1] MORRISON, Keith D. - BRISTOW, Thomas F. - KENNEDY, Martin J. The reduction of structural iron in 
ferruginous smectite via the amino acid cysteine: Implications for an electron shuttling compound. In GEOCHIMICA 
ET COSMOCHIMICA ACTA. ISSN 0016-7037, 2013, vol. 106, no., pp. 152., WOS 
4. [1.1] TARAFDER, Pranab K. - THAKUR, Raghbendra. An Optimised 1,10-Phenanthroline Method for the 
Determination of Ferrous and Ferric Oxides in Silicate Rocks, Soils and Minerals. In GEOSTANDARDS AND 
GEOANALYTICAL RESEARCH. ISSN 1639-4488, 2013, vol. 37, no. 2, pp. 155., WOS 
5. [1.1] TUPIKINA, O. V. - MINNAAR, S. H. - VAN HILLE, R. P. - VAN WYK, N. - RAUTENBACH, G. F. - 
DEW, D. - HARRISON, S. T. L. Determining the effect of acid stress on the persistence and growth of thermophilic 
microbial species after mesophilic colonisation of low grade ore in a heap leach environment. In MINERALS 
ENGINEERING. ISSN 0892-6875, 2013, vol. 53, no., pp. 152., WOS 
6. [1.1] XU, Xiaofeng - LIAO, Peng - YUAN, Songhu - TONG, Man - LUO, Mingsen - XIE, Wenjing. Cu-catalytic 
generation of reactive oxidizing species from H-2 and O-2 produced by water electrolysis for electro-fenton 
degradation of organic contaminants. In CHEMICAL ENGINEERING JOURNAL. ISSN 1385-8947, 2013, vol. 233, 
no., pp. 117., WOS 
7. [1.1] YUAN, Songhu - GOU, Na - ALSHAWABKEH, Akram N. - GU, April Z. Efficient degradation of 

 

141 



 
Správa o činnosti ÚACH SAV          2014 

contaminants of emerging concerns by a new electro-Fenton process with Ti/MMO cathode. In CHEMOSPHERE. 
ISSN 0045-6535, 2013, vol. 93, no. 11, pp. 2796., WOS 

ADCA203 KOMADEL, Peter - JANEK, Marián - MADEJOVÁ, Jana - WEEKES, A. - BREEN, 
Christopher. Acidity and catalytic activity of mildly acid-treated Mg-rich montmorillonite 
and hectorite. In Journal of the Chemical Society-Faraday Transactions, 1997, vol. 93, no. 
23, p. 4207-4210. 

Citácie: 
1. [1.2] LIANG, Hunan - LONG, Zhu - YANG, Shuhui. Effect of acid-activated bentonite on rheological properties of 
paper coatings. In Zhongguo Zaozhi Xuebao/Transactions of China Pulp and Paper. ISSN 10006842, 2013-12-01, 28, 
4, pp. 38-42., SCOPUS 

ADCA204 KOMADEL, Peter - BUJDÁK, Juraj - MADEJOVÁ, Jana - ŠUCHA, Vladimír - ELSASS, 
Francoise. Effect of non-swelling layers on the dissolution of reduced-charge 
montmorillonite in hydrochloric acid. In Clay Minerals, 1996, vol. 31, no. 3, p. 333-345. 
ISSN 0009-8558. 

Citácie: 
1. [1.1] LIU, Yang - GATES, Will P. - BOUAZZA, Abdelmalek. Acid induced degradation of the bentonite 
component used in geosynthetic clay liners. In GEOTEXTILES AND GEOMEMBRANES. ISSN 0266-1144, 2013, 
vol. 36, no., pp. 71., WOS 
2. [1.1] OH, Yeon-Ji - CHOI, Goeun - CHOY, Young Bin - PARK, Je Won - PARK, Jung Hyun - LEE, Hwa Jeong - 
YOON, Yeo Joon - CHANG, Hee Chul - CHOY, Jin-Ho. Aripiprazole-Montmorillonite: A New Organic-Inorganic 
Nanohybrid Material for Biomedical Applications. In CHEMISTRY-A EUROPEAN JOURNAL. ISSN 0947-6539, 
2013, vol. 19, no. 15, pp. 4869., WOS 
3. [1.1] SKOUBRIS, Evangelos N. - CHRYSSIKOS, Georgios D. - CHRISTIDIS, George E. - GIONIS, Vassilis. 
STRUCTURAL CHARACTERIZATION OF REDUCED-CHARGE MONTMORILLONITES. EVIDENCE BASED 
ON FTIR SPECTROSCOPY, THERMAL BEHAVIOR, AND LAYER-CHARGE SYSTEMATICS. In CLAYS AND 
CLAY MINERALS. ISSN 0009-8604, 2013, vol. 61, no. 1-2, pp. 83., WOS 
4. [1.2] HELLER-KALLAI, Lisa. Thermally modified clay minerals. In Developments in Clay Science. ISSN 
15724352, 2013-05-10, 5, pp. 411-433., SCOPUS 

ADCA205 KOMADEL, Peter - MADEJOVÁ, Jana - JANEK, Marián - GATES, W.P. - 
KIRKPATRICK, R.J. - STUCKI, Joseph W. Dissolution of hectorite in inorganic acids. In 
Clays and Clay Minerals, 1996, vol. 44, no. 2, p. 228-236. ISSN 0009-8604. 

Citácie: 
1. [1.1] REY, P. F. Opalisation of the Great Artesian Basin (central Australia): an Australian story with a Martian twist. 
In AUSTRALIAN JOURNAL OF EARTH SCIENCES. ISSN 0812-0099, 2013, vol. 60, no. 3, pp. 291., WOS 
2. [1.1] SOHN, Hiesang - CHEN, Zheng - JUNG, Yoon Seok - XIAO, Qiangfeng - CAI, Mei - WANG, Haiqiang - LU, 
Yunfeng. Robust lithium-ion anodes based on nanocomposites of iron oxide-carbon-silicate. In JOURNAL OF 
MATERIALS CHEMISTRY A. ISSN 2050-7488, 2013, vol. 1, no. 14, pp. 4539., WOS 
3. [1.2] AJEMBA, Regina Obiageli - ONUKWULI, Okechukwu Dominic. Nitric acid-activated nteje clay: Structural 
and bleaching properties. In International Journal of Engineering, Transactions B: Applications. ISSN 10252495, 
2013-05-01, 26, 5, pp. 495-500., SCOPUS 

ADCA206 KOMADEL, Peter - SCHMIDT, D. - MADEJOVÁ, Jana - ČÍČEL, Blahoslav. Alteration of 
smectites by treatments with hydrochloric acid and sodium carbonate solutions. In Applied 
Clay Science, 1990, vol. 5, no. 2, p. 113-122. ISSN 0169-1317. 

Citácie: 
1. [1.2] AJEMBA, Regina Obiageli - ONUKWULI, Okechukwu Dominic. Nitric acid-activated nteje clay: Structural 
and bleaching properties. In International Journal of Engineering, Transactions B: Applications. ISSN 10252495, 
2013-05-01, 26, 5, pp. 495-500., SCOPUS 
2. [1.2] AJEMBA, Regina Obiageli. Alteration of bentonite from Ughelli by nitric acid activation: Kinetics and 
physicochemical properties. In Indian Journal of Science and Technology. ISSN 09746846, 2013-02-01, 6, 2, pp. 
102-109., SCOPUS 
3. [1.2] LIU, Yang - GATES, Will P. - BOUAZZA, Abdelmalek. Acid induced degradation of the bentonite 
component used in geosynthetic clay liners. In Geotextiles and Geomembranes. ISSN 02661144, 2013-02-01, 36, pp. 
71-80., SCOPUS 
4. [1.2] VANDEVELDE, Justin H. - BOWEN, Gabriel J. Effects of chemical pretreatments on the hydrogen isotope 
composition of 2:1 clay minerals. In Rapid Communications in Mass Spectrometry. ISSN 09514198, 2013-05-30, 27, 
10, pp. 1143-1148., SCOPUS 

ADCA207 KOMADEL, Peter - GRYGAR, Tomáš - MEHNER, Hartmut. Reductive dissolution and 
Mössbauer spectroscopic study of Fe forms in the fine fractions of Slovak Fe-rich 
bentonites. In Clay Minerals, 1998, vol. 33, no. 4, p. 593-599. (0.640 - IF1997). (1998 - 
Current Contents). ISSN 0009-8558. 

 

142 



 
Správa o činnosti ÚACH SAV          2014 

Citácie: 
1. [1.2] STUCKI, Joseph W. Properties and behaviour of iron in clay minerals. In Developments in Clay Science. ISSN 
15724352, 2013-05-10, 5, pp. 559-611., SCOPUS 

ADCA208 KOMADEL, Peter - ANASTÁCIO, A.S. - ANDREJKOVIČOVÁ, Slávka - STUCKI, 
Joseph W. Iron phases identified in bentonite from the Lieskovec deposit (Slovakia) by 
variable-temperature Mossbauer spectroscopy. In Clay Minerals, 2008, vol. 43, no. 1, p. 
107-115. ISSN 0009-8558. 

Citácie: 
1. [1.2] MELICHOVÁ, Zuzana - HROMADA, Ladislav. Adsorption of Pb2+ and Cu2+ ions from aqueous solutions 
on natural bentonite. In Polish Journal of Environmental Studies. ISSN 12301485, 2013-05-29, 22, 2, pp. 457-464., 
SCOPUS 

ADCA209 KOMADEL, Peter. Chemically modified smectites. In Clay Minerals, 2003, vol. 38, no. 1, 
p. 127-138. (0.966 - IF2002). (2003 - Current Contents). ISSN 0009-8558. 

Citácie: 
1. [1.1] ALVER, Ozgur - ALVER, Burcu Erdogan. Fourier Transform Infrared, Solid-State Nuclear Magnetic 
Resonance, and X-Ray Diffraction Studies of Natural and Acid-Treated Bentonites from Turkey. In SPECTROSCOPY 
LETTERS. ISSN 0038-7010, 2013, vol. 46, no. 2, pp. 128., WOS 
2. [1.1] BIESEKI, Lindiane - BERTELLA, Francine - TREICHEL, Helen - PENHA, Fabio G. - PERGHER, Sibele B. 
C. Acid Treatments of Montmorillonite-rich Clay for Fe Removal Using a Factorial Design Method. In MATERIALS 
RESEARCH-IBERO-AMERICAN JOURNAL OF MATERIALS. ISSN 1516-1439, 2013, vol. 16, no. 5, pp. 1122., 
WOS 
3. [1.1] KUSHWAHA, S. - SONI, H. - AGEETHA, V. - PADMAJA, P. An Insight Into the Production, 
Characterization, and Mechanisms of Action of Low-Cost Adsorbents for Removal of Organics From Aqueous 
Solution. In CRITICAL REVIEWS IN ENVIRONMENTAL SCIENCE AND TECHNOLOGY. ISSN 1064-3389, 
2013, vol. 43, no. 5, pp. 443., WOS 
4. [1.1] LIU, Yang - GATES, Will P. - BOUAZZA, Abdelmalek. Acid induced degradation of the bentonite 
component used in geosynthetic clay liners. In GEOTEXTILES AND GEOMEMBRANES. ISSN 0266-1144, 2013, 
vol. 36, no., pp. 71., WOS 
5. [1.1] MAGNOLI, A. P. - ALONSO, V. A. - CAVAGLIERI, L. R. - DALCERO, A. M. - CHIACCHIERA, S. M. 
Effect of monogastric and ruminant gastrointestinal conditions on in vitro aflatoxin B-1 adsorption ability by a 
montmorillonite. In FOOD ADDITIVES AND CONTAMINANTS PART A-CHEMISTRY ANALYSIS CONTROL 
EXPOSURE &amp; RISK ASSESSMENT. ISSN 1944-0049, 2013, vol. 30, no. 4, pp. 743., WOS 
6. [1.1] MATUSIK, Jakub - KLAPYTA, Zenon. Characterization of kaolinite intercalation compounds with 
benzylalkylammonium chlorides using XRD, TGA/DTA and CHNS elemental analysis. In APPLIED CLAY 
SCIENCE. ISSN 0169-1317, 2013, vol. 83-84, no., pp. 433., WOS 
7. [1.1] MORRISON, Keith D. - BRISTOW, Thomas F. - KENNEDY, Martin J. The reduction of structural iron in 
ferruginous smectite via the amino acid cysteine: Implications for an electron shuttling compound. In GEOCHIMICA 
ET COSMOCHIMICA ACTA. ISSN 0016-7037, 2013, vol. 106, no., pp. 152., WOS 
8. [1.1] PALKOVA, Helena - HRONSKY, Viktor - JANKOVIC, Lubos - MADEJOVA, Jana. The effect of acid 
treatment on the structure and surface acidity of tetraalkylammonium-montmorillonites. In JOURNAL OF COLLOID 
AND INTERFACE SCIENCE. ISSN 0021-9797, 2013, vol. 395, no., pp. 166., WOS 
9. [1.1] SARIKAYA, Yuksel - BAYKAL, Mehmet - ONAL, Muserref - YENER, Nilgun. Adsorption from 
n-heptane/benzene liquid mixture on acid leached bentonite powders. In APPLIED SURFACE SCIENCE. ISSN 
0169-4332, 2013, vol. 283, no., pp. 678., WOS 
10. [1.1] SKOUBRIS, Evangelos N. - CHRYSSIKOS, Georgios D. - CHRISTIDIS, George E. - GIONIS, Vassilis. 
STRUCTURAL CHARACTERIZATION OF REDUCED-CHARGE MONTMORILLONITES. EVIDENCE BASED 
ON FTIR SPECTROSCOPY, THERMAL BEHAVIOR, AND LAYER-CHARGE SYSTEMATICS. In CLAYS AND 
CLAY MINERALS. ISSN 0009-8604, 2013, vol. 61, no. 1-2, pp. 83., WOS 
11. [1.1] UGOCHUKWU, Uzochukwu C. - HEAD, Ian M. - MANNING, David A. C. Effect of modified 
montmorillonites on the biodegradation and adsorption of biomarkers such as hopanes, steranes and diasteranes. In 
ENVIRONMENTAL SCIENCE AND POLLUTION RESEARCH. ISSN 0944-1344, 2013, vol. 20, no. 12, pp. 8881., 
WOS 
12. [1.1] UGOCHUKWU, Uzochukwu C. - JONES, Martin D. - HEAD, Ian M. - MANNING, David A. C. - FIALIPS, 
Claire I. Compositional changes of crude oil SARA fractions due to biodegradation and adsorption on colloidal support 
such as clays using Iatroscan. In ENVIRONMENTAL SCIENCE AND POLLUTION RESEARCH. ISSN 0944-1344, 
2013, vol. 20, no. 9, pp. 6445., WOS 
13. [1.1] YILMAZ, Muge Sari - KALPAKLI, Yasemen - PISKIN, Sabriye. Thermal behavior and dehydroxylation 
kinetics of naturally occurring sepiolite and bentonite. In JOURNAL OF THERMAL ANALYSIS AND 
CALORIMETRY. ISSN 1388-6150, 2013, vol. 114, no. 3, pp. 1191., WOS 
14. [1.2] AJEMBA, Regina Obiageli. Alteration of bentonite from Ughelli by nitric acid activation: Kinetics and 
physicochemical properties. In Indian Journal of Science and Technology. ISSN 09746846, 2013-02-01, 6, 2, pp. 
102-109., SCOPUS 

 

143 



 
Správa o činnosti ÚACH SAV          2014 

15. [1.2] RUSLAN - WIJAYA, Karna - TRIYONO. Study of physico-chemical properties of SiO2-Al2O3/bentonite 
nanocomposite: Thermal and acid stability. In International Journal of Applied Chemistry. ISSN 09731792, 
2013-01-01, 9, 1, pp. 15-35., SCOPUS 

ADCA210 KOMOROVSKÝ, Stanislav - REPISKÝ, Michal - MALKINA, Olga L. - MALKIN, 
Vladimír G. - MALKIN, Irina - KAUPP, Martin. Resolution of identity Dirac-Kohn-Sham 
method using the large component only: Calculations of g-tensor and hyperfine tensor. In 
Journal of Chemical Physics, 2006, vol. 124, no. 8, p. 084108-1-084108-8. (3.138 - IF2005). 
ISSN 0021-9606. 

Citácie: 
1. [1.1] MALCEK, Michal - BUCINSKY, Lukas - BISKUPIC, Stanislav - JAYATILAKA, Dylan. The quasirelativistic 
contact interaction and effective electron and spin densities at the nucleus: A model based on weighting the electron 
density with the finite Gaussian nucleus model. In CHEMICAL PHYSICS LETTERS. ISSN 0009-2614, 2013, vol. 
580, no., pp. 152., WOS 

ADCA211 KOMOROVSKÝ, Stanislav - REPISKÝ, Michal - MALKINA, Oľga - MALKIN, Vladimír. 
Fully relativistic calculations of NMR shielding tensors using restricted magnetically 
balanced basis and gauge including atomic orbitals. In Journal of Chemical Physics, 2010, 
vol. 132, no. 15, p. 154101-1-154101-8. (3.093 - IF2009). (2010 - Current Contents). ISSN 
0021-9606. 

Citácie: 
1. [1.1] AUTSCHBACH, Jochen. The role of the exchange-correlation response kernel and scaling corrections in 
relativistic density functional nuclear magnetic shielding calculations with the zeroth-order regular approximation. In 
MOLECULAR PHYSICS. ISSN 0026-8976, 2013, vol. 111, no. 16-17, pp. 2544., WOS 
2. [1.1] CHENG, Lan - GAUSS, Juergen - STANTON, John F. Treatment of scalar-relativistic effects on nuclear 
magnetic shieldings using a spin-free exact-two-component approach. In JOURNAL OF CHEMICAL PHYSICS. 
ISSN 0021-9606, 2013, vol. 139, no. 5, pp., WOS 
3. [1.1] JAMESON, Cynthia J. - DE DIOS, Angel C. - KAMIENSKATRELA, K - WOJCIK, J. Theoretical and 
physical aspects of nuclear shielding. In NUCLEAR MAGNETIC RESONANCE, VOL 42. ISSN 0305-9804, 2013, 
vol. 42, no., pp. 45., WOS 
4. [1.1] JASZUNSKI, Michal - OLEJNICZAK, Malgorzata. NMR shielding constants in SeH2 and TeH2. In 
MOLECULAR PHYSICS. ISSN 0026-8976, 2013, vol. 111, no. 9-11, pp. 1355., WOS 
5. [1.1] RADULA-JANIK, Klaudia - KUPKA, Teobald - EJSMONT, Krzysztof - DASZKIEWICZ, Zdzislaw - 
SAUER, Stephan P. A. Halogen effect on structure and C-13 NMR chemical shift of 3,6-disubstituted-N-alkyl 
carbazoles. In MAGNETIC RESONANCE IN CHEMISTRY. ISSN 0749-1581, 2013, vol. 51, no. 10, pp. 630., WOS 
6. [1.1] VAARA, Juha - CONTRERAS, RH. Chemical Shift in Paramagnetic Systems. In HIGH RESOLUTION NMR 
SPECTROSCOPY: UNDERSTANDING MOLECULES AND THEIR ELECTRONIC STRUCTURES. ISSN 
1875-4023, 2013, vol., no., pp. 41., WOS 
7. [1.1] VAARA, Juha - HANNI, Matti - JOKISAARI, Jukka. Nuclear spin-spin coupling in a van der Waals-bonded 
system: Xenon dimer. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, 2013, vol. 138, no. 10, pp., WOS 
8. [1.1] WODYNSKI, Artur - GRYFF-KELLER, Adam - PECUL, Magdalena. The Influence of a Presence of a Heavy 
Atom on C-13 Shielding Constants in Organomercury Compounds and Halogen Derivatives. In JOURNAL OF 
CHEMICAL THEORY AND COMPUTATION. ISSN 1549-9618, 2013, vol. 9, no. 4, pp. 1909., WOS 
9. [1.1] YOSHIZAWA, Terutaka - HADA, Masahiko. The Douglas-Kroll-Hess method based on 
vector-potential-including Foldy-Wouthuysen transformation: Application to NMR shielding tensor. In CHEMICAL 
PHYSICS LETTERS. ISSN 0009-2614, 2013, vol. 580, no., pp. 145., WOS 
10. [1.1] YOSHIZAWA, Terutaka - SAKAKI, Shigeyoshi. NMR shielding constants of CuX, AgX, and AuX (X = F, 
Cl, Br, and I) investigated by density functional theory based on the douglas-kroll-hess hamiltonian. In JOURNAL OF 
COMPUTATIONAL CHEMISTRY. ISSN 0192-8651, 2013, vol. 34, no. 12, pp. 1013., WOS 
11. [1.2] AUTSCHBACH, Jochen. Relativistic Effects on NMR Parameters. In Science and Technology of Atomic, 
Molecular, Condensed Matter and Biological Systems. ISSN 18754023, 2013-06-19, 3, 1, pp. 69-117., SCOPUS 
12. [1.2] TRUFLANDIER, Lionel A. NMR Spectroscopy in Inorganic Chemistry. In Comprehensive Inorganic 
Chemistry II (Second Edition): From Elements to Applications, 2013-08-01, 9, pp. 381-406., SCOPUS 

ADCA212 KOMOROVSKÝ, Stanislav - REPISKÝ, Michal - MALKINA, Oľga - MALKIN, Vladimír 
- MALKIN-ONDÍK, Irina - KAUPP, Martin. A fully relativistic method for calculation of 
nuclear magnetic shielding tensors with a restricted magnetically balanced basis in the 
framework of the matrix Dirac-Kohn-Sham equation. In Journal of Chemical Physics, 2008, 
vol. 128, no. 10, p. 104101-1-104101-15. (3.044 - IF2007). (2008 - Current Contents). ISSN 
0021-9606. 

Citácie: 
1. [1.1] AGUSTIN AUCAR, I. - GOMEZ, Sergio S. - GIRIBET, Claudia G. - RUIZ DE AZUA, Martin C. Breit 
interaction effects in relativistic theory of the nuclear spin-rotation tensor. In JOURNAL OF CHEMICAL PHYSICS. 
ISSN 0021-9606, 2013, vol. 139, no. 9, pp., WOS 

 

144 



 
Správa o činnosti ÚACH SAV          2014 

2. [1.1] CHENG, Lan - GAUSS, Juergen - STANTON, John F. Treatment of scalar-relativistic effects on nuclear 
magnetic shieldings using a spin-free exact-two-component approach. In JOURNAL OF CHEMICAL PHYSICS. 
ISSN 0021-9606, 2013, vol. 139, no. 5, pp., WOS 
3. [1.1] JAMESON, Cynthia J. - DE DIOS, Angel C. - KAMIENSKATRELA, K - WOJCIK, J. Theoretical and 
physical aspects of nuclear shielding. In NUCLEAR MAGNETIC RESONANCE, VOL 42. ISSN 0305-9804, 2013, 
vol. 42, no., pp. 45., WOS 
4. [1.1] JASZUNSKI, Michal - OLEJNICZAK, Malgorzata. NMR shielding constants in SeH2 and TeH2. In 
MOLECULAR PHYSICS. ISSN 0026-8976, 2013, vol. 111, no. 9-11, pp. 1355., WOS 
5. [1.1] NAKAJIMA, Yuya - SEINO, Junji - NAKAI, Hiromi. Analytical energy gradient based on spin-free 
infinite-order Douglas-Kroll-Hess method with local unitary transformation. In JOURNAL OF CHEMICAL 
PHYSICS. ISSN 0021-9606, 2013, vol. 139, no. 24, pp., WOS 
6. [1.1] STORCHI, Loriano - RAMPINO, Sergio - BELPASSI, Leonardo - TARANTELLI, Francesco - QUINEY, 
Harry M. Efficient Parallel All-Electron Four-Component Dirac-Kohn Sham Program Using a Distributed Matrix 
Approach II. In JOURNAL OF CHEMICAL THEORY AND COMPUTATION. ISSN 1549-9618, 2013, vol. 9, no. 
12, pp. 5356., WOS 
7. [1.1] WODYNSKI, Artur - GRYFF-KELLER, Adam - PECUL, Magdalena. The Influence of a Presence of a Heavy 
Atom on C-13 Shielding Constants in Organomercury Compounds and Halogen Derivatives. In JOURNAL OF 
CHEMICAL THEORY AND COMPUTATION. ISSN 1549-9618, 2013, vol. 9, no. 4, pp. 1909., WOS 
8. [1.1] YOSHIZAWA, Terutaka - HADA, Masahiko. The Douglas-Kroll-Hess method based on 
vector-potential-including Foldy-Wouthuysen transformation: Application to NMR shielding tensor. In CHEMICAL 
PHYSICS LETTERS. ISSN 0009-2614, 2013, vol. 580, no., pp. 145., WOS 
9. [1.1] YOSHIZAWA, Terutaka - SAKAKI, Shigeyoshi. NMR shielding constants of CuX, AgX, and AuX (X = F, 
Cl, Br, and I) investigated by density functional theory based on the douglas-kroll-hess hamiltonian. In JOURNAL OF 
COMPUTATIONAL CHEMISTRY. ISSN 0192-8651, 2013, vol. 34, no. 12, pp. 1013., WOS 
10. [1.2] TRUFLANDIER, Lionel A. NMR Spectroscopy in Inorganic Chemistry. In Comprehensive Inorganic 
Chemistry II (Second Edition): From Elements to Applications, 2013-08-01, 9, pp. 381-406., SCOPUS 

ADCA213 KONETSCHNY, Christoph - GALUSEK, Dušan - RESCHKE, S. - FASEL, Claudia - 
RIEDEL, Ralf. Dense silicon carbonitride ceramics by pyrolysis of cross-linked and warm 
pressed polysilazane powders. In Journal of the European Ceramic Society, 1999, vol. 19, 
no. 16, p. 2789-2796. ISSN 0955-2219. 

Citácie: 
1. [1.1] HASSAN, Mohammad Mahbubul - TAKAHASHI, Tatsuhiro - KOYAMA, Kyohito. Preparation and 
characterisation of Si-O-C ceramics made from a preceramic polymer and rice bran. In JOURNAL OF THE 
EUROPEAN CERAMIC SOCIETY. ISSN 0955-2219, 2013, vol. 33, no. 6, pp. 1207., WOS 
2. [1.1] KONEGGER, Thomas - LIERSCH, Antje - GIERL, Christian - SCHEFFLER, Michael. Bulk Ceramic 
Composites Derived from a Preceramic Polysilazane with Alumina and Zirconia Fillers. In ADVANCED 
ENGINEERING MATERIALS. ISSN 1438-1656, 2013, vol. 15, no. 5, pp. 394., WOS 

ADCA214 KOVALČÍKOVÁ, Alexandra - DUSZA, Ján - ŠAJGALÍK, Pavol. Thermal shock resistance 
and fracture toughness of liquid-phase-sintered SiC-based ceramics. In Journal of the 
European Ceramic Society, 2009, vol. 29, p. 2387-2394. (1.580 - IF2008). (2009 - Current 
Contents, WOS, SCOPUS). ISSN 0955-2219. 

Citácie: 
1. [1.1] HENNEBERG, Dimitri - RICOEUR, Andreas - JUDT, Paul. Multiscale modeling for the simulation of damage 
processes at refractory materials under thermal shock. In COMPUTATIONAL MATERIALS SCIENCE. ISSN 
0927-0256, 2013, vol. 70, no., pp. 187., WOS 
2. [1.1] LI, Yinsheng - WU, Haibo - YIN, Jie - LU, Ping - YAN, Yongjie - LIU, Xuejian - HUANG, Zhengren - 
JIANG, Dongliang. High electrical resistivity of pressureless sintered in situ SiC-BN composites. In SCRIPTA 
MATERIALIA. ISSN 1359-6462, 2013, vol. 69, no. 10, pp. 740., WOS 
3. [1.1] WANG, Jie - LI, Kezhi - LI, Hejun - LI, Wei - LI, Zhaoqian - GUO, Lingjun. Partial transient liquid phase 
bonding of carbon/carbon composites using Ti-Ni-Al2O3-Si compound as interlayer. In JOURNAL OF ALLOYS 
AND COMPOUNDS. ISSN 0925-8388, 2013, vol. 550, no., pp. 57., WOS 
4. [1.1] ZHANG, N. - ZHAO, X. J. - RU, H. Q. Y. - WANG, X. Y. - CHEN, D. L. Thermal shock behavior of 
nano-sized ZrN particulate reinforced AlON composites. In CERAMICS INTERNATIONAL. ISSN 0272-8842, 2013, 
vol. 39, no. 1, pp. 367., WOS 
5. [1.1] ZHAO, X. J. - RU, H. Q. - ZHANG, N. - WANG, X. Y. - CHEN, D. L. Corrosion of aluminum oxynitride 
based ceramics by molten steel. In CERAMICS INTERNATIONAL. ISSN 0272-8842, 2013, vol. 39, no. 3, pp. 3049., 
WOS 

ADCA215 KRAXNER, Jozef - LIŠKA, Marek - KLEMENT, Róbert - CHROMČÍKOVÁ, Mária. 
Surface tension of borosilicate melts with the composition close to the E-glass. In 
Ceramics-Silikáty, 2009, vol. 53, no. 2, p. 141-143. (0.644 - IF2008). ISSN 0862-5468. 

Citácie: 

 

145 



 
Správa o činnosti ÚACH SAV          2014 

1. [1.1] VASSEUR, Jeremie - WADSWORTH, Fabian B. - LAVALLEE, Yan - HESS, Kai-Uwe - DINGWELL, 
Donald B. Volcanic sintering: Timescales of viscous densification and strength recovery. In GEOPHYSICAL 
RESEARCH LETTERS. ISSN 0094-8276, 2013, vol. 40, no. 21, pp. 5658., WOS 

ADCA216 KŘESŤAN, Jan - PRITULA, Ondrej - SMRČOK, Ľubomír - ŠAJGALÍK, Pavol - LENČÉŠ, 
Zoltán - WANNBERG, Anders - MONTEVERDE, F. Corrosion of beta-sialon-based 
ceramics by molten steel. In Journal of the European Ceramic Society, 2007, vol. 27, no. 5, 
p. 2137-2143. (1.567 - IF2006). (2007 - Current Contents, WOS, SCOPUS). ISSN 
0955-2219. 

Citácie: 
1. [1.1] ZHAO, X. J. - RU, H. Q. - ZHANG, N. - WANG, X. Y. - CHEN, D. L. Corrosion of aluminum oxynitride 
based ceramics by molten steel. In CERAMICS INTERNATIONAL. ISSN 0272-8842, 2013, vol. 39, no. 3, pp. 3049., 
WOS 

ADCA217 KŘESŤAN, Jan - ŠAJGALÍK, Pavol - PÁNEK, Zdeněk. Carbothermal reduction and 
nitridation of powder pyrophyllite raw material. In Journal of the European Ceramic Society, 
2004, vol. 24, no. 5, p. 791-796. ISSN 0955-2219. 

Citácie: 
1. [1.1] JUN, Kukhyun - LEE, Kigang - KIM, Gunha - KIM, Young Jin. A new route for the synthesis of beta-sialon: 
Eu2+ phosphors using pyrophyllite powders. In CERAMICS INTERNATIONAL. ISSN 0272-8842, 2013, vol. 39, no., 
pp. S349., WOS 
2. [1.1] MA, B. - LI, B. - LI, Y. - DING, Y. - YAN, C. - SUN, Y. Effects of processing parameters on in situ synthesis 
of beta-Sialon/ZrN/ZrO2 from fly ash and zircon. In MATERIALS RESEARCH INNOVATIONS. ISSN 1432-8917, 
2013, vol. 17, no., pp. 136., WOS 
3. [1.1] MA, Bei-yue - SUN, Ming-gang - DING, Yu-shi - YAN, Chen - LI, Ying. Fabrication of 
beta-Sialon/ZrN/ZrON composites using fly ash and zircon. In TRANSACTIONS OF NONFERROUS METALS 
SOCIETY OF CHINA. ISSN 1003-6326, 2013, vol. 23, no. 9, pp. 2638., WOS 
4. [1.1] YANG, Tao - LIU, Yan-gai - YE, Dingyun - WANG, Qi - HUANG, Zhaohui - FANG, Minghao - HU, J - 
CHEN, NC - ZHANG, C. Phase Behavior Analysis of Low-grade Bauxite and Rutile by Carbothermal 
Reduction-nitridation. In CHINESE CERAMICS COMMUNICATIONS III. ISSN 1022-6680, 2013, vol. 624, no., pp. 
239., WOS 

ADCA218 KUBÍKOVÁ, Blanka - RYCERZ, L. - CHOJNACKA, I. - GAUNE-ESCARD, Marcelle. 
Phase diagram and thermodynamic and transport properties of the DyBr3-LiBr binary 
system. In Journal of Phase Equilibria and Diffusion : Section I: Basic and Applied 
Research, 2009, vol. 30, no. 5, p. 502-508. (0.457 - IF2008). 

Citácie: 
1. [1.1] SUNANDANA, C. S. Sublattice magic?!-Phase transitions in superionics. In INDIAN JOURNAL OF PURE 
&amp; APPLIED PHYSICS. ISSN 0019-5596, 2013, vol. 51, no. 5, pp. 296., WOS 

ADCA219 KUBÍKOVÁ, Blanka - KUCHARÍK, Marián - VASILJEV, Roman - BOČA, Miroslav. 
Phase equilibria, volume properties, surface tension and viscosity of the (FLiNak)eut + 
K2NbF7 melts. In Journal of Chemical and Engineering Data, 2009, vol. 54, no. 7, p. 
2081-2084. (2.063 - IF2008). (2009 - Current Contents). 

Citácie: 
1. [1.1] CHENG JIN-HUI - ZHANG PENG - AN XUE-HUI - WANG KUN - ZUO YONG - YAN HENG-WEI - LI 
ZHONG. A Device for Measuring the Density and Liquidus Temperature of Molten Fluorides for Heat Transfer and 
Storage. In CHINESE PHYSICS LETTERS. ISSN 0256-307X, 2013, vol. 30, no. 12, pp., WOS 

ADCA220 KUBÍKOVÁ, Blanka - PAVLÍK, Viliam - MACKOVÁ, Iveta - BOČA, Miroslav. Surface 
tension and viscosity of the molten (LiF-NaF-KF)eut-K2ZrF6 system. In Monatshefte für 
Chemie, 2012, vol. 143, no. 11, p. 1459-1462. (1.532 - IF2011). (2012 - Current Contents). 
ISSN 0026-9247. 

Citácie: 
1. [1.1] SERRANO-LOPEZ, R. - FRADERA, J. - CUESTA-LOPEZ, S. Molten salts database for energy applications. 
In CHEMICAL ENGINEERING AND PROCESSING. ISSN 0255-2701, 2013, vol. 73, no., pp. 87., WOS 

ADCA221 KUCHARSKI, Stanislaw A. - NOGA, Jozef - BARTLETT, Rodney J. Fifth-order many 
body perturbation theory for molecular correlation energies. In Journal of Chemical Physics, 
1989, vol. 90, no. 12, p. 7282-7290. ISSN 0021-9606. 

Citácie: 
1. [1.1] RAMABHADRAN, Raghunath O. - RAGHAVACHARI, Krishnan. Extrapolation to the Gold-Standard in 
Quantum Chemistry: Computationally Efficient and Accurate CCSD(T) Energies for Large Molecules Using an 
Automated Thermochemical Hierarchy. In JOURNAL OF CHEMICAL THEORY AND COMPUTATION. ISSN 
1549-9618, 2013, vol. 9, no. 9, pp. 3986., WOS 

 

146 



 
Správa o činnosti ÚACH SAV          2014 

ADCA222 ĽALÍKOVÁ, S. - PAJTÁŠOVÁ, M. - CHROMČÍKOVÁ, Mária - LIŠKA, Marek - 
ŠUTINSKÁ, V. - OLŠOVSKÝ, M. - ONDRUŠOVÁ, D. - MOJUMDAR, Subhash Chandra. 
Investigation of natural rubber composites with addition of montmorillonite fillers using 
thermal analysis. In Journal of Thermal Analysis and Calorimetry, 2011, vol. 104, no. 3, p. 
969-973. (1.752 - IF2010). (2011 - Current Contents). ISSN 1388-6150. 

Citácie: 
1. [1.1] WANG, Jihu - CHEN, Dajun. Mechanical Properties of Natural Rubber Nanocomposites Filled with Thermally 
Treated Attapulgite. In JOURNAL OF NANOMATERIALS. ISSN 1687-4110, 2013, vol., no., pp., WOS 
2. [1.1] WANG, Na - MI, Long - WU, Yuxian - WANG, Xiangzhou - FANG, Qinghong. Enhanced flame retardancy 
of natural rubber composite with addition of microencapsulated ammonium polyphosphate and MCM-41 fillers. In 
FIRE SAFETY JOURNAL. ISSN 0379-7112, 2013, vol. 62, no., pp. 281., WOS 

ADCA223 LANGER, Vratislav - GYEPESOVÁ, Dalma - SCHOLTZOVÁ, Eva - MACH, Pavel - 
KOHÚTOVÁ, Mária - VALENT, A. - SMRČOK, Ľubomír. Crystal and electronic structure 
of aqua(N-salicylidene-methylester-L-glutamato)Cu(II) monohydrate. In Zeitschrift für 
Kristallographie, 2004, vol. 219, no. 2, p. 112-116. ISSN 0044-2968. 

Citácie: 
1. [1.1] PUTEROVA-TOKAROVA, Z. - MRAZOVA, V. - BOCA, R. Magnetism of novel Schiff-base copper(II) 
complexes derived from aminoacids. In POLYHEDRON. ISSN 0277-5387, 2013, vol. 61, no., pp. 87., WOS 

ADCA224 LANGER, Vratislav - SMRČOK, Ľubomír - BOČA, Miroslav. Redetermination of 
Na3TaF8. In Acta Crystallographica Section C.Crystal Structure Communications, 2010, 
vol. 66, p. 85-86. (0.782 - IF2009). (2010 - Current Contents). ISSN 0108-2701. 

Citácie: 
1. [1.1] BAER, Sebastian A. - LOZINSEK, Matic - KRAUS, Florian. Synthesis and Crystal Structure of Triammine 
Pentafluorido Tantalum(V) [TaF5(NH3)(3)]. In ZEITSCHRIFT FUR ANORGANISCHE UND ALLGEMEINE 
CHEMIE. ISSN 0044-2313, 2013, vol. 639, no. 14, pp. 2586., WOS 

ADCA225 LANGER, Vratislav - KOÓŠ, Miroslav - GYEPESOVÁ, Dalma - SLÁDKOVIČOVÁ, 
Mariana - LUSTOŇ, Jozef - KRONEK, Juraj. Three isomeric forms of 
hydroxy-phenyl-2-oxazoline: 2-(2-hydroxy-phenyl)-2-oxazoline, 
2-(3-hydroxy-phenyl)-2-oxazoline and 2-(4-hydroxy-phenyl)-2-oxazoline. In Acta 
Crystallographica Section C.Crystal Structure Communications, 2005, vol. C61, no. 10, p. 
o602 - o606. (0.728 - IF2004). (2005 - Current Contents). ISSN 0108-2701. 

Citácie: 
1. [1.1] TAGHVAEE, M. - GOSSAGE, R.A. Coordination chemistry and applications of metal phenolates containing 
an oxazoline group. In REVIEWS IN INORGANIC CHEMISTRY. ISSN 0193-4929, AUG 2013, vol. 33, no. 2-3, p. 
119-128., WOS 

ADCA226 LANGER, Vratislav - GYEPESOVÁ, Dalma - SCHOLTZOVÁ, Eva - LUSTOŇ, Jozef - 
KRONEK, Juraj - KOÓŠ, Miroslav. 2-(4-hydroxyphenyl)-4,4-dimethyl-2-oxazoline: X-ray 
and density functional theory study. In Acta Crystallographica Section C.Crystal Structure 
Communications, 2006, vol. C62, no. 7, p. 416 - 418. (0.777 - IF2005). (2006 - Current 
Contents). ISSN 0108-2701. 

Citácie: 
1. [1.1] TAGHVAEE, M. - GOSSAGE, R.A. Coordination chemistry and applications of metal phenolates containing 
an oxazoline group. In REVIEWS IN INORGANIC CHEMISTRY. ISSN 0193-4929, AUG 2013, vol. 33, no. 2-3, p. 
119-128., WOS 
2. [1.1] TAGHVAEE, Mahroo - GOSSAGE, Robert A. Coordination chemistry and applications of metal phenolates 
containing an oxazoline group. In REVIEWS IN INORGANIC CHEMISTRY. ISSN 0193-4929, 2013, vol. 32, no. 
2-3, pp. 119., WOS 
3. [1.2] HEMALATHA, P. - KUMARESAN, S. - VEERAVAZHUTHI, V. - GUNASEKARAN, S. Synthesis, growth 
and spectral studies of S-benzyl isothiouronium nitrate by density functional methods. In Spectrochimica Acta Part A: 
Molecular and Biomolecular Spectroscopy, 2013, 109, pp. 1-7., SCOPUS 

ADCA227 LANG, Kamil - KUBÁT, Pavel - MOSINGER, Jiří - BUJDÁK, Juraj - HOF, Martin - 
JANDA, Pavel - SÝKORA, Jan - IYI, Nobuo. Photoactive oriented films of layered double 
hydroxides. In Physical Chemistry  Chemical Physics, 2008, vol. 10, no. 30, p. 4429-4434. 
ISSN 1463-9076. 

Citácie: 
1. [1.1] OESTREICHER, Victor - JOBBAGY, Matias. One Pot Synthesis of Mg2Al(OH)(6)Cl center dot 1.5H(2)O 
Layered Double Hydroxides: The Epoxide Route. In LANGMUIR. ISSN 0743-7463, 2013, vol. 29, no. 39, pp. 12104., 
WOS 

ADCA228 LE BAIL, Armel - SMRČOK, Ľubomír. Ab initio structure determination of 
 

147 



 
Správa o činnosti ÚACH SAV          2014 

3,4-diaminopyridin-1-ium dihydrogen phosphate. In Powder Diffraction, 2011, vol. 26, no. 
4, p. 321-325. (0.482 - IF2010). (2011 - Current Contents). ISSN 0885-7156. 

Citácie: 
1. [1.1] MAHE, Nathalie - NICOLAI, Beatrice - ALLOUCHI, Hassan - BARRIO, Maria - DO, Bernard - CEOLIN, 
Rene - TAMARIT, Josep-Lluis - RIETVELD, Ivo B. Crystal Structure and Solid-State Properties of 
3,4-Diaminopyridine Dihydrogen Phosphate and Their Comparison with Other Diaminopyridine Salts. In CRYSTAL 
GROWTH &amp; DESIGN. ISSN 1528-7483, 2013, vol. 13, no. 2, pp. 708., WOS 

ADCA229 LENČÉŠ, Zoltán - PENTRÁKOVÁ, Linda - HRABALOVÁ, Monika - ŠAJGALÍK, Pavol - 
HIRAO, Kiyoshi. Decomposition of MgSiN2 in nitrogen atmosphere. In Journal of the 
European Ceramic Society, 2011, vol. 31, no. 8, p. 1473-1480. (2.574 - IF2010). (2011 - 
Current Contents, WOS, SCOPUS). ISSN 0955-2219. 

Citácie: 
1. [1.1] LIANG, Zhen-hua - LI, Jun - GUI, Liu-cheng - PENG, Gui-hua - ZHANG, Zhao - JIANG, Guo-jian. The role 
of MgSiN2 during the sintering process of silicon nitride ceramic. In CERAMICS INTERNATIONAL. ISSN 
0272-8842, 2013, vol. 39, no. 4, pp. 3817., WOS 

ADCA230 LENČÉŠ, Zoltán - BENCO, Ľubomír - MADEJOVÁ, Jana - ZHOU, You - KIPSOVÁ, 
Linda - HIRAO, Kiyoshi. Reaction synthesis and characterisation of lanthanum silicon 
nitride. In Journal of the European Ceramic Society, 2008, vol. 28, no. 9, p.1917-1922. 
(1.562 - IF2007). (2008 - WOS, SCOPUS). ISSN 0955-2219. 

Citácie: 
1. [1.2] CHEN, Yanan - HUANG, Zhiliang - CHI, Ruan. Preparation of apatite-type nitrogen doping lanthanum silicate 
by gel combustion-plasma. In Bandaoti Guangdian/Semiconductor Optoelectronics. ISSN 10015868, 2013-08-01, 34, 
4, pp. 635-641., SCOPUS 

ADCA231 LICHVÁR, Peter - ŠAJGALÍK, Pavol - LIŠKA, Marek - GALUSEK, Dušan. 
CaO-SiO2-Al2O3-Y2O3 glasses as model grain boundary phases for Si3N4 ceramics. In 
Journal of the European Ceramic Society, 2007, vol. 27, no. 1, p. 429-436. (1.567 - IF2006). 
(2007 - Current Contents, WOS, SCOPUS). ISSN 0955-2219. 

Citácie: 
1. [1.1] LUO, Zhiwei - LU, Anxian - HU, Xiaolin - LIU, Weizhen. Effects of nitrogen on phase formation, 
microstructure and mechanical properties of Y-Ca-Si-Al-O-N oxynitride glass-ceramics. In JOURNAL OF 
NON-CRYSTALLINE SOLIDS. ISSN 0022-3093, 2013, vol. 368, no., pp. 79., WOS 

ADCA232 LICHVÁR, Peter - LIŠKA, M. - GALUSEK, Dušan. What is the true Kramers-Kronig 
transform? In Ceramics - Silikáty. - Praha : Institut of Chemical Technology : Institute of 
Inorganic Chemistry (Academy of Sciences ČR), 2002, vol. 46, no. 1, p. 25-27. (0.167 - 
IF2001). ISSN 0862-5468. 

Citácie: 
1. [1.1] EINOLLAHZADEH-SAMADI, M. - DARIANI, R. S. Effect of substrate temperature and deposition rate on 
the morphology and optical properties of Ti films. In APPLIED SURFACE SCIENCE. ISSN 0169-4332, 2013, vol. 
280, no., pp. 263., WOS 

ADCA233 LII, Ding-Fwu - HUANG, J.-L. - JEN, Iau-Jiue - LIN, Su-Shia - ŠAJGALÍK, Pavol. Effects 
of annealing on the properties of indium-tin oxide films prepared by ion beam sputtering. In 
Surface and coatings technology, 2005, vol.192, no. 1, p. 106-111. ISSN 0257-8972. 

Citácie: 
1. [1.1] KIM, Bong Seock - PARK, Ji Hyun - HONG, Nayeong - BAE, Joonwon - YANG, Cheol-Soo - SHIN, 
Kyusoon. Ultrathin carbon film from carbonization of spin-cast polyacrylonitrile film. In JOURNAL OF 
INDUSTRIAL AND ENGINEERING CHEMISTRY. ISSN 1226-086X, 2013, vol. 19, no. 5, pp. 1631., WOS 
2. [1.2] WORASUKHKHUNG, S. - PUDWAT, Sayan - EIAMCHAI, Pitak - HORPRATHUM, Mati - 
DUMRONGRATTANA, Supattanapong - AIEMPANAKIT, Kamon. Hydrophilic property of TiO2 films sputtered on 
glass/ITO for self cleaning glass and heat mirror application. In Procedia Engineering. ISSN 18777058, 2012-12-01, 
32, pp. 780-786., SCOPUS 

ADCA234 LIN, Su-Shia - HUANG, J.-L. - ŠAJGALÍK, Pavol. The properties of Ti-doped ZnO films 
deposited by simultaneous RF and DC magnetron sputtering. In Surface and coatings 
technology, 2005, vol. 191, no. 2-3, p. 286-292. ISSN 0257-8972. 

Citácie: 
1. [1.1] AHN, Kyung-Jun - PARK, Ji-Hyeon - SHIN, Beom-Ki - LEE, Woong - YEOM, Geun Young - MYOUNG, 
Jae-Min. Effect of sputtering power on the properties of ZnO:Ga transparent conductive oxide films deposited by 
pulsed DC magnetron sputtering with a rotating cylindrical target. In APPLIED SURFACE SCIENCE. ISSN 
0169-4332, 2013, vol. 271, no., pp. 216., WOS 
2. [1.1] CHEN, Haixia - DING, Jijun - GUO, Wenge - CHEN, Guoxiang - MA, Shuyi. Blue-green emission 

 

148 



 
Správa o činnosti ÚACH SAV          2014 

mechanism and spectral shift of Al-doped ZnO films related to defect levels. In RSC ADVANCES. ISSN 2046-2069, 
2013, vol. 3, no. 30, pp. 12327., WOS 
3. [1.1] HE, H.Y. - CHEN, P. - HE, Z. - SHEN, Q. Microstructural and Optical Properties of ZnO:S Films Deposited 
by Hydrothermal Process. In JOURNAL OF NANOELECTRONICS AND OPTOELECTRONICS. ISSN 1555-130X, 
2013, vol. 8, no. 4, pp. 355., WOS 
4. [1.1] HE, H.Y. - CHEN, P. - WANG, L.L. Enhancement in the Optical Properties of ZnO:Al Nanopowders by Sn 
Codoping. In JOM. ISSN 1047-4838, 2013, vol. 65, no. 6, pp. 690., WOS 
5. [1.1] LEE, Do-Joong - KIM, Ki-Ju - KIM, Soo-Hyun - KWON, Jang-Yeon - XU, Jimmy - KIM, Ki-Bum. Atomic 
layer deposition of Ti-doped ZnO films with enhanced electron mobility. In JOURNAL OF MATERIALS 
CHEMISTRY C. ISSN 2050-7526, 2013, vol. 1, no. 31, pp. 4761., WOS 
6. [1.1] LIN, Jing-Chie - WU, Jing-Nan - TSENG, Chun-An - PENG, Kun-Cheng. Effect of Direct Current Power to 
Ti-Target on the Composition, Structure and Characterization of the Ti (0-2.36 at. %), Al Codoped ZnO Sputtering 
Thin Films. In JAPANESE JOURNAL OF APPLIED PHYSICS. ISSN 0021-4922, 2013, vol. 52, no. 1, pp., WOS 
7. [1.1] LIN, Y. C. - HSU, C. Y. - HUNG, S. K. - WEN, D. C. Influence of TiO2 buffer layer and post-annealing on 
the quality of Ti-doped ZnO thin films. In CERAMICS INTERNATIONAL. ISSN 0272-8842, 2013, vol. 39, no. 5, pp. 
5795., WOS 
8. [1.1] YE, Zhi-Yuan - LU, Hong-Liang - GENG, Yang - GU, Yu-Zhu - XIE, Zhang-Yi - ZHANG, Yuan - SUN, 
Qing-Qing - DING, Shi-Jin - ZHANG, David Wei. Structural, electrical, and optical properties of Ti-doped ZnO films 
fabricated by atomic layer deposition. In NANOSCALE RESEARCH LETTERS. ISSN 1931-7573, 2013, vol. 8, no., 
pp. 1., WOS 

ADCA235 LIN, Su-Shia - HUANG, J.-L. - ŠAJGALÍK, Pavol. The properties of heavily Al-doped ZnO 
films before and after annealing in the different atmosphere. In Surface and coatings 
technology, 2004, vol. 185, no. 2-3, p. 254-263. ISSN 0257-8972. 

Citácie: 
1. [1.1] LV, Jianguo - ZHOU, Zhitao - WANG, Feng - LIU, Changlong - GONG, Wanbing - DAI, Jielin - CHEN, 
Xiaoshuang - HE, Gang - SHI, Shiwei - SONG, Xueping - SUN, Zhaoqi - LIU, Feng. Effect of annealing temperature 
and CuO on microstructure and optical band gap of CuxZn1-xO thin films. In SUPERLATTICES AND 
MICROSTRUCTURES. ISSN 0749-6036, 2013, vol. 61, no., pp. 115., WOS 
2. [1.1] NG, Zi-Neng - CHAN, Kah-Yoong - SIN, Yew-Keong - HOON, Jian-Wei - NG, Sha-Shiong. Influence of 
post-annealing condition on the properties of ZnO films. In CERAMICS INTERNATIONAL. ISSN 0272-8842, 2013, 
vol. 39, no., pp. S263., WOS 
3. [1.1] PODOBINSKI, D. - ZANIN, S. - PRUNA, A. - PULLINI, D. Effect of annealing and room temperature 
sputtering power on optoelectronic properties of pure and Al-doped ZnO thin films. In CERAMICS 
INTERNATIONAL. ISSN 0272-8842, 2013, vol. 39, no. 2, pp. 1021., WOS 
4. [1.1] ZUNKE, I. - HEFT, A. - SCHAEFER, P. - HAIDU, F. - LEHMANN, D. - GRUENLER, B. - SCHIMANSKI, 
A. - ZAHN, D. R. T. Conductive zinc oxide thin film coatings by combustion chemical vapour deposition at 
atmospheric pressure. In THIN SOLID FILMS. ISSN 0040-6090, 2013, vol. 532, no., pp. 50., WOS 
5. [1.2] AMARA, Saâd - BOUAFIA, Mohamed Tahar. Characterisation of TCO AZO/glass structures by spectroscopic 
ellipsometry. In International Journal of Nanoparticles. ISSN 17532507, 2013-01-01, 6, 2-3, pp. 122-131., SCOPUS 
6. [1.2] KIM, Deokkyu - KIM, Hongbae. The reason of degradation in electrical properties of ZnO:Al thin films 
annealed with various post-annealing temperature. In Current Applied Physics. ISSN 15671739, 2013-10-07, 13, 9, pp. 
2001-2004., SCOPUS 

ADCA236 LIN, Su-Shia - HUANG, J.-L. - ŠAJGALÍK, Pavol. Effects of substrate temperature on the 
properties of heavily Al-doped ZnO films by simultaneous r.f. and d.c. magnetron 
sputtering. In Surface and coatings technology, 2005, vol. 190, no. 1, p. 39-47. ISSN 
0257-8972. 

Citácie: 
1. [1.1] AVRIL, L. - GUAINO, Ph. - MASERI, F. - MUTHUKARUPPASAMY, K. - PIREAUX, J.J. Correlation 
between the electrical and structural properties of aluminium-doped ZnO thin films obtained by direct current 
magnetron sputtering. In 15TH INTERNATIONAL CONFERENCE ON THIN FILMS (ICTF-15). ISSN 1742-6588, 
2013, vol. 417, no., pp., WOS 
2. [1.1] BUONO-CORE, G. E. - KLAHN, A. H. - CABELLO, G. - LILLO, L. Characterization of amorphous Pt/ZnO 
films grown on silicon(100) substrates by a photochemical metal organic deposition and their potential use as gas 
sensors. In POLYHEDRON. ISSN 0277-5387, 2013, vol. 62, no., pp. 1., WOS 
3. [1.1] GENG, Yang - XIE, Zhang-Yi - YANG, Wen - XU, Sai-Sheng - SUN, Qing-Qing - DING, Shi-Jin - LU, 
Hong-Liang - ZHANG, David Wei. Structural, optical, and electrical properties of Hf-doped ZnO films deposited by 
atomic layer deposition. In SURFACE &amp; COATINGS TECHNOLOGY. ISSN 0257-8972, 2013, vol. 232, no., 
pp. 41., WOS 
4. [1.1] PARK, Yong Seob - SEO, Munsoo - YI, Junsin - LIM, Donggun - LEE, Jaehyeong. Characteristics of 
aluminum-doped zinc oxide films with oxygen plasma treatment for solar cell applications. In THIN SOLID FILMS. 
ISSN 0040-6090, 2013, vol. 547, no., pp. 47., WOS 
5. [1.1] TSENG, Chun-An - LIN, Jing-Chie - WENG, Wei-Heng - LIN, Chen-Chun. Photoelectron Spectroscopy and 

 

149 



 
Správa o činnosti ÚACH SAV          2014 

Optical Properties of Al-Doped ZnO Films Prepared by Sputtering with Radio Frequency Power Applied to Al Target. 
In JAPANESE JOURNAL OF APPLIED PHYSICS. ISSN 0021-4922, 2013, vol. 52, no. 2, pp., WOS 
6. [1.1] WANG YAN-FENG - ZHANG XIAO-DAN - HUANG QIAN - YANG FU - MENG XU-DONG - SONG 
QING-GONG - ZHAO YING. Experimental and theoretical investigation of transparent and conductive B doped ZnO 
film. In ACTA PHYSICA SINICA. ISSN 1000-3290, 2013, vol. 62, no. 24, pp., WOS 
7. [1.1] YAO, Pin-Chuan - HANG, Shih-Tse - WU, Menq-Jiun. GROWTH CHARACTERISTICS AND 
PROPERTIES OF AL-DOPED ZnO THIN FILMS BY DC MAGNETRON SPUTTERING FROM AZOY (R) 
TARGET. In TRANSACTIONS OF THE CANADIAN SOCIETY FOR MECHANICAL ENGINEERING. ISSN 
0315-8977, 2013, vol. 37, no. 3, pp. 303., WOS 
8. [1.2] YAO, Pinchuan - HANG, Shihtse - WU, Menqjiun. Effects of substrate temperature on the microstructure and 
properties of Al-doped ZnO thin films by DC magnetron sputtering from AZOY® target. In Applied Mechanics and 
Materials. ISSN 16609336, 2013-02-20, 284-287, pp. 108-112., SCOPUS 

ADCA237 LIŠKA, Marek - ČERNOŠEK, Zdeněk - CHROMČÍKOVÁ, Mária - HOLUBOVÁ, Jana - 
ČERNOŠKOVÁ, Eva - VOZÁR, Libor. New features of the glass transition revealed by the 
StepScan DSC. In Journal of Thermal Analysis and Calorimetry, 2010, vol. 101, no. 1, p. 
189-194. (1.587 - IF2009). (2010 - Current Contents). ISSN 1388-6150. 

Citácie: 
1. [1.1] MOUSAVISAFAVI, Seyed Mahmoud - GHARAGHEIZI, Farhad - MIRKHANI, Seyyed Alireza - AKBARI, 
Jafar. A predictive quantitative structure-property relationship for glass transition temperature of 1,3-dialkyl 
imidazolium ionic liquids. In JOURNAL OF THERMAL ANALYSIS AND CALORIMETRY. ISSN 1388-6150, 
2013, vol. 111, no. 2, pp. 1639., WOS 

ADCA238 LIŠKA, Marek - PERICHTA, P. - TURI NAGY, L.. The structure of MD simulated cryolite 
melt. In Journal of Non-Crystalline Solids, 1995, vol. 192-193, p. 309-311. (1.070 - IF1994). 
(1995 - Current Contents). ISSN 0022-3093. 

Citácie: 
1. [1.2] NAZMUTDINOV, R.R. - ZINKICHEVA, T.T. - VASSILIEV, S.Y. - GLUKHOV, D.V. - TSIRLINA, G.A. - 
PROBST, M. A spectroscopic and computational study of Al(III) complexes in cryolite melts: Effect of cation nature. 
In Chemical Physics, 2013, 412, pp. 22-29., SCOPUS 

ADCA239 LOJANOVÁ, Š. - TATARKO, Peter - CHLUP, Zdeněk - HNATKO, Miroslav - DUSZA, 
Ján - LENČÉŠ, Zoltán - ŠAJGALÍK, Pavol. Rare-earth element doped Si3N4/SiC 
micro/nano-composites-RT and HT mechanical properties. In Journal of the European 
Ceramic Society, 2010, vol. 30, p. 1931-1944. (2.090 - IF2009). (2010 - Current Contents, 
WOS, SCOPUS). ISSN 0955-2219. 

Citácie: 
1. [1.1] FERNÁNDEZ-CARRIÓN, A.J. - ALLIX, M. - BECERRO, A.I. Thermal expansion of rare-earth pyrosilicates. 
In Journal of the American Ceramic Society, 2013, 96, 7, pp. 2298-2305., WOS 
2. [1.1] NOVIYANTO, A. - HAN, S.-W. - YU, H.-W. - YOON, D.-H. Rare-earth nitrate additives for the sintering of 
silicon carbide. In Journal of the European Ceramic Society, 2013, 33, 15-16, pp. 2915-2923., WOS 
3. [1.1] NOVIYANTO, A. - YOON, D.-H. Rare-earth oxide additives for the sintering of silicon carbide. In Diamond 
and Related Materials, 2013, 38, pp. 124-130., WOS 
4. [1.2] YU, Hyunwoo - RAJU, Kati Vemasevana Narayana - PARK, Jiyeon - YOON, Danghyok. Effects of 
Al2O3-RE2O3 additive for the sintering of SiC and the Fabrication of SiCf/SiC composites. In Journal of the Korean 
Ceramic Society. ISSN 12297801, 2013-11-30, 50, 6, pp. 364-371., SCOPUS 

ADCA240 MADEJOVÁ, Jana - BUJDÁK, Juraj - PETIT, Sabine - KOMADEL, Peter. Effects of 
chemical composition and temperature of heating on the infrared spectra of Li-saturated 
dioctahedral smectites. (I) Mid-infrared region. In Clay Minerals, 2000, vol. 35, no 5, p. 
739-751. (1.090 - IF1999). ISSN 0009-8558. 

Citácie: 
1. [1.1] SKOUBRIS, Evangelos N. - CHRYSSIKOS, Georgios D. - CHRISTIDIS, George E. - GIONIS, Vassilis. 
STRUCTURAL CHARACTERIZATION OF REDUCED-CHARGE MONTMORILLONITES. EVIDENCE BASED 
ON FTIR SPECTROSCOPY, THERMAL BEHAVIOR, AND LAYER-CHARGE SYSTEMATICS. In CLAYS AND 
CLAY MINERALS. ISSN 0009-8604, 2013, vol. 61, no. 1-2, pp. 83., WOS 
2. [1.2] HELLER-KALLAI, L. Thermally modified clay minerals. In Developments in Clay Science, 2013, 5, pp. 
411-433., SCOPUS 

ADCA241 MADEJOVÁ, Jana - BUJDÁK, Juraj - PETIT, Sabine - KOMADEL, Peter. Effects of 
chemical composition and temperature of heating on the infrared spectra of Li-saturated 
dioctahedral smectites. (II) Near-infrared region. In Clay Minerals, 2000, vol. 35, no. 5, p. 
753-761. (1.090 - IF1999). ISSN 0009-8558. 

Citácie: 
1. [1.1] SKOUBRIS, Evangelos N. - CHRYSSIKOS, Georgios D. - CHRISTIDIS, George E. - GIONIS, Vassilis. 

 

150 



 
Správa o činnosti ÚACH SAV          2014 

STRUCTURAL CHARACTERIZATION OF REDUCED-CHARGE MONTMORILLONITES. EVIDENCE BASED 
ON FTIR SPECTROSCOPY, THERMAL BEHAVIOR, AND LAYER-CHARGE SYSTEMATICS. In CLAYS AND 
CLAY MINERALS. ISSN 0009-8604, 2013, vol. 61, no. 1-2, pp. 83., WOS 

ADCA242 MADEJOVÁ, Jana - PÁLKOVÁ, Helena - KOMADEL, Peter. Behaviour of Li+ and Cu2+ 
in heated montmorillonite: Evidence from far-, mid-, and near-IR regions. In Vibrational 
Spectroscopy, 2006, vol. 40, no. 1, p. 80-88. ISSN 0924-2031. 

Citácie: 
1. [1.1] SKOUBRIS, Evangelos N. - CHRYSSIKOS, Georgios D. - CHRISTIDIS, George E. - GIONIS, Vassilis. 
STRUCTURAL CHARACTERIZATION OF REDUCED-CHARGE MONTMORILLONITES. EVIDENCE BASED 
ON FTIR SPECTROSCOPY, THERMAL BEHAVIOR, AND LAYER-CHARGE SYSTEMATICS. In CLAYS AND 
CLAY MINERALS. ISSN 0009-8604, 2013, vol. 61, no. 1-2, pp. 83., WOS 

ADCA243 MADEJOVÁ, Jana - KEČKÉŠ, Jozef - PÁLKOVÁ, Helena - KOMADEL, Peter. 
Identification of components in smectite/kaolinite mixtures. In Clay Minerals, 2002, vol. 37, 
no. 2, p. 377-388. (0.610 - IF2001). (2002 - Current Contents). ISSN 0009-8558. 

Citácie: 
1. [1.1] ROZYNEK, Zbigniew - ZACHER, Tomas - JANEK, Marian - CAPLOVICOVA, Maria - FOSSUM, Jon Otto. 
Electric-field-induced structuring and rheological properties of kaolinite and halloysite. In APPLIED CLAY 
SCIENCE. ISSN 0169-1317, 2013, vol. 77-78, no., pp. 1., WOS 
2. [1.1] ZICH, D. - ZACHER, T. - DARMO, J. - SZOECS, V. - LORENC, D. - JANEK, M. Far-infrared investigation 
of kaolinite and halloysite intercalates using terahertz time-domain spectroscopy. In VIBRATIONAL 
SPECTROSCOPY. ISSN 0924-2031, 2013, vol. 69, no., pp. 1., WOS 

ADCA244 MADEJOVÁ, Jana - BUJDÁK, Juraj - GATES, W.P. - KOMADEL, Peter. Preparation and 
infrared spectroscopic characterization of reduced-charge montmorillonite with various Li 
contents. In Clay Minerals, 1996, vol. 31, no. 2, p. 233-241. ISSN 0009-8558. 

Citácie: 
1. [1.1] SKOUBRIS, Evangelos N. - CHRYSSIKOS, Georgios D. - CHRISTIDIS, George E. - GIONIS, Vassilis. 
STRUCTURAL CHARACTERIZATION OF REDUCED-CHARGE MONTMORILLONITES. EVIDENCE BASED 
ON FTIR SPECTROSCOPY, THERMAL BEHAVIOR, AND LAYER-CHARGE SYSTEMATICS. In CLAYS AND 
CLAY MINERALS. ISSN 0009-8604, 2013, vol. 61, no. 1-2, pp. 83., WOS 

ADCA245 MADEJOVÁ, Jana - JANKOVIČ, Ľuboš - PENTRÁK, Martin - KOMADEL, Peter. 
Benefits of near-infrared spectroscopy for characterization of selected 
organo-montmorillonites. In Vibrational Spectroscopy, 2011, vol. 57, no. 1, p. 8-14. (2.083 - 
IF2010). (2011 - Current Contents). ISSN 0924-2031. 

Citácie: 
1. [1.1] FINA, Alberto - FENG, Jie - CUTTICA, Fabio. In-depth radiative heat transmittance through 
polypropylene/nanoclay composites. In POLYMER DEGRADATION AND STABILITY. ISSN 0141-3910, 2013, 
vol. 98, no. 5, pp. 1030., WOS 

ADCA246 MADEJOVÁ, Jana - PENTRÁK, Martin - PÁLKOVÁ, Helena - KOMADEL, Peter. 
Near-infrared spectroscopy: A powerful tool in studies of acid-treated clay minerals. In 
Vibrational Spectroscopy, 2009, vol. 49, no. 2, p. 211-218. (1.810 - IF2008). (2009 - Current 
Contents). ISSN 0924-2031. 

Citácie: 
1. [1.1] BARBAS, Joana M. - MACHADO, Ana V. - COVAS, Jose A. In-line near-infrared spectroscopy: A tool to 
monitor the preparation of polymer-clay nanocomposites in extruders. In JOURNAL OF APPLIED POLYMER 
SCIENCE. ISSN 0021-8995, 2013, vol. 127, no. 6, pp. 4899., WOS 
2. [1.1] BISHOP, Janice L. - LOIZEAU, Damien - MCKEOWN, Nancy K. - SAPER, Lee - DYAR, M. Darby - DES 
MARAIS, David J. - PARENTE, Mario - MURCHIE, Scott L. What the ancient phyllosilicates at Mawrth Vallis can 
tell us about possible habitability on early Mars. In PLANETARY AND SPACE SCIENCE. ISSN 0032-0633, 2013, 
vol. 86, no., pp. 130., WOS 
3. [1.1] GRYGAR, Tomas Matys - MACH, Karel. Regional chemostratigraphic key horizons in the macrofossil-barren 
siliciclastic lower Miocene lacustrine sediments (Most Basin, Eger Graben, Czech Republic). In BULLETIN OF 
GEOSCIENCES. ISSN 1214-1119, 2013, vol. 88, no. 3, pp. 557., WOS 
4. [1.1] KAUFHOLD, S. - DOHRMANN, R. - SANDEN, T. - SELLIN, P. - SVENSSON, D. Mineralogical 
investigations of the first package of the alternative buffer material test I. Alteration of bentonites. In CLAY 
MINERALS. ISSN 0009-8558, 2013, vol. 48, no. 2, pp. 199., WOS 
5. [1.1] WENDT, Lorenz - BISHOP, Janice L. - NEUKUM, Gerhard. Knob fields in the Terra Cimmeria/Terra 
Sirenum region of Mars: Stratigraphy, mineralogy and morphology. In ICARUS. ISSN 0019-1035, 2013, vol. 225, no. 
1, pp. 200., WOS 
6. [1.2] TAVARES, L. C. - LEMOS, Vanda Porpino - PINHEIRO, Marta Helena Tavares - FILHO, Heronides 
Adonias Dantas - FERNANDES, Kelly G. Adsorption of nitrate on kaolinite from kaolin waste modified with urea | 

 

151 



 
Správa o činnosti ÚACH SAV          2014 

Adsorção de nitrato em caulinita a partir de rejeito de caulim modificado com uréia. In Ceramica. ISSN 03666913, 
2013-10-01, 59, 352, pp. 640-648., SCOPUS 

ADCA247 MADEJOVÁ, Jana - KOMADEL, Peter - ČÍČEL, Blahoslav. Infrared study of octahedral 
site populations in smectites. In Clay Minerals, 1994, vol. 29, no. 3, p. 319-326. ISSN 
0009-8558. 

Citácie: 
1. [1.1] FLEURY, M. - KOHLER, E. - NORRANT, F. - GAUTIER, S. - M'HAMDI, J. - BARRE, L. Characterization 
and Quantification of Water in Smectites with Low-Field NMR. In JOURNAL OF PHYSICAL CHEMISTRY C. ISSN 
1932-7447, 2013, vol. 117, no. 9, pp. 4551., WOS 
2. [1.1] JOVIC-JOVICIC, N. P. - MILUTINOVIC-NIKOLIC, A. D. - ZUNIC, M. J. - MOJOVIC, Z. D. - 
BANKOVIC, P. T. - GRZETIC, I. A. - JOVANOVIC, D. M. Synergic adsorption of Pb2+ and reactive dye-RB5 on 
two series of organomodified bentonites. In JOURNAL OF CONTAMINANT HYDROLOGY. ISSN 0169-7722, 
2013, vol. 150, no., pp. 1., WOS 
3. [1.1] MACHE, J. R. - SIGNING, P. - NJOYA, A. - KUNYUKUBUNDO, F. - MBEY, J. A. - NJOPWOUO, D. - 
FAGEL, N. Smectite clay from the Sabga deposit (Cameroon): mineralogical and physicochemical properties. In 
CLAY MINERALS. ISSN 0009-8558, 2013, vol. 48, no. 3, pp. 499., WOS 
4. [1.1] SKOUBRIS, Evangelos N. - CHRYSSIKOS, Georgios D. - CHRISTIDIS, George E. - GIONIS, Vassilis. 
STRUCTURAL CHARACTERIZATION OF REDUCED-CHARGE MONTMORILLONITES. EVIDENCE BASED 
ON FTIR SPECTROSCOPY, THERMAL BEHAVIOR, AND LAYER-CHARGE SYSTEMATICS. In CLAYS AND 
CLAY MINERALS. ISSN 0009-8604, 2013, vol. 61, no. 1-2, pp. 83., WOS 
5. [1.1] STOJILJKOVIC, S. - STAMENKOVIC, M. - KOSTIC, D. - MILJKOVIC, M. - ARSIC, B. - SAVIC, I. - 
SAVIC, I. - MILJKOVIC, V. The Influence of Organic Modification on the Structural and Adsorptive Properties of 
Bentonite Clay and Its Application for the Removal of Lead. In SCIENCE OF SINTERING. ISSN 0350-820X, 2013, 
vol. 45, no. 3, pp. 363., WOS 
6. [1.2] STUCKI, Joseph W. Properties and behaviour of iron in clay minerals. In Developments in Clay Science. ISSN 
15724352, 2013-05-10, 5, pp. 559-611., SCOPUS 

ADCA248 MADEJOVÁ, Jana - BUJDÁK, Juraj - JANEK, Marián - KOMADEL, Peter. Comparative 
FT-IR study of structural modifications during acid treatment of dioctahedral smectites and 
hectorite. In Spectrochimica Acta Part A - Molecular and Biomolecular Spectroscopy, 1988, 
vol. 54, no. 10, p. 1397-1406. ISSN 1386-1425. 

Citácie: 
1. [1.1] DJOWE, Antoine Tiya - LAMINSI, Samuel - NJOPWOUO, Daniel - ACAYANKA, Elie - GAIGNEAUX, 
Eric M. Surface Modification of Smectite Clay Induced by Non-thermal Gliding Arc Plasma at Atmospheric Pressure. 
In PLASMA CHEMISTRY AND PLASMA PROCESSING. ISSN 0272-4324, 2013, vol. 33, no. 4, pp. 707., WOS 
2. [1.1] FAGHIHIAN, Hossein - MOHAMMADI, Mohammad Hadi. Surface properties of pillared acid-activated 
bentonite as catalyst for selective production of linear alkylbenzene. In APPLIED SURFACE SCIENCE. ISSN 
0169-4332, 2013, vol. 264, no., pp. 492., WOS 
3. [1.1] ISLAM, Mohammad R. - GUO, Zhanhu - RUTMAN, Dan - BENSON, Tracy J. Immobilization of 
triazabicyclodecene in surfactant modified Mg/Al layered double hydroxides. In RSC ADVANCES. ISSN 2046-2069, 
2013, vol. 3, no. 46, pp. 24247., WOS 
4. [1.1] LIU, Yang - GATES, Will P. - BOUAZZA, Abdelmalek. Acid induced degradation of the bentonite 
component used in geosynthetic clay liners. In GEOTEXTILES AND GEOMEMBRANES. ISSN 0266-1144, 2013, 
vol. 36, no., pp. 71., WOS 
5. [1.1] MACHE, J. R. - SIGNING, P. - NJOYA, A. - KUNYUKUBUNDO, F. - MBEY, J. A. - NJOPWOUO, D. - 
FAGEL, N. Smectite clay from the Sabga deposit (Cameroon): mineralogical and physicochemical properties. In 
CLAY MINERALS. ISSN 0009-8558, 2013, vol. 48, no. 3, pp. 499., WOS 
6. [1.1] SEREZLI, Ramazan - TABAK, Ahmet. Adsorption of Ammonium (NH4+) From Aqueous Solution by Unye 
Bentonite. In EKOLOJI. ISSN 1300-1361, 2013, vol. 22, no. 87, pp. 35., WOS 
7. [1.1] SIDHOUM, D. Ait - SOCIAS-VICIANA, M. M. - URENA-AMATE, M. D. - DERDOUR, A. - 
GONZALEZ-PRADAS, E. - DEBBAGH-BOUTARBOUCH, N. Removal of paraquat from water by an Algerian 
bentonite. In APPLIED CLAY SCIENCE. ISSN 0169-1317, 2013, vol. 83-84, no., pp. 441., WOS 
8. [1.1] STEUDEL, Annett - EMMERICH, Katja. Strategies for the successful preparation of homoionic smectites. In 
APPLIED CLAY SCIENCE. ISSN 0169-1317, 2013, vol. 75-76, no., pp. 13., WOS 
9. [1.1] STOJILJKOVIC, S. - STAMENKOVIC, M. - KOSTIC, D. - MILJKOVIC, M. - ARSIC, B. - SAVIC, I. - 
SAVIC, I. - MILJKOVIC, V. The Influence of Organic Modification on the Structural and Adsorptive Properties of 
Bentonite Clay and Its Application for the Removal of Lead. In SCIENCE OF SINTERING. ISSN 0350-820X, 2013, 
vol. 45, no. 3, pp. 363., WOS 
10. [1.1] WU, Yue - ZHOU, Ninglin - LI, Wenhao - GU, Hao - FAN, Yunting - YUAN, Jiang. Long-term and 
controlled release of chlorhexidine-copper(II) from organically modified. montmorillonite (OMMT) nanocomposites. 
In MATERIALS SCIENCE &amp; ENGINEERING C-MATERIALS FOR BIOLOGICAL APPLICATIONS. ISSN 
0928-4931, 2013, vol. 33, no. 2, pp. 752., WOS 
11. [1.1] ZHAO, Yong-Hua - HAO, Qing-Qing - SONG, Yong-Hong - FAN, Wei-Bin - LIU, Zhao-Tie - LIU, 

 

152 



 
Správa o činnosti ÚACH SAV          2014 

Zhong-Wen. Cobalt Supported on Alkaline-Activated Montmorillonite as an Efficient Catalyst for Fischer-Tropsch 
Synthesis. In ENERGY &amp; FUELS. ISSN 0887-0624, 2013, vol. 27, no. 11, pp. 6362., WOS 
12. [1.2] AJEMBA, Regina Obiageli. Alteration of bentonite from Ughelli by nitric acid activation: Kinetics and 
physicochemical properties. In Indian Journal of Science and Technology. ISSN 09746846, 2013-02-01, 6, 2, pp. 
102-109., SCOPUS 
13. [1.2] STUCKI, Joseph W. Properties and behaviour of iron in clay minerals. In Developments in Clay Science. 
ISSN 15724352, 2013-05-10, 5, pp. 559-611., SCOPUS 
14. [1.2] YIN, Yanshan - WANG, Zezhong - TIAN, Hong - ZHANG, Wei - XU, Huifang - YAN, Xiaozhong - CHEN, 
Donglin. Fourier transform infrared spectroscopic study of coal and ash. In International Conference on Power 
Engineering 2013, ICOPE 2013, 2013-01-01, pp., SCOPUS 

ADCA249 MADEJOVÁ, Jana - ARVAIOVÁ, Beata - KOMADEL, Peter. FTIR spectroscopic 
characterization of thermally treated Cu2+, Cd2+, and Li+ montmorillonites. In 
Spectrochimica Acta A, 1999, vol. 55, no. 12, p. 2467-2476. (0.690 - IF1998). 

Citácie: 
1. [1.2] GÜNEY, Güldem - YAPAR, Saadet. Removal of Cu2+ by adsorption-flocculation. In Gazi University Journal 
of Science. ISSN 13039709, 2013-12-01, 26, 4, pp. 579-590., SCOPUS 

ADCA250 MADEJOVÁ, Jana. FTIR techniques in clay mineral studies. In Vibrational Spectroscopy, 
2003, vol. 31, p. 1-10. 

Citácie: 
1. [1.1] ACAR, Handan - KARAKISLA, Meral - SACAK, Mehmet. Preparation and characterization of conductive 
polypyrrole/kaolinite composites. In MATERIALS SCIENCE IN SEMICONDUCTOR PROCESSING. ISSN 
1369-8001, 2013, vol. 16, no. 3, pp. 845., WOS 
2. [1.1] AHMAD, Fisal - DAUD, Wan Mohd Ashri Wan - AHMAD, Mohd Azmier - RADZI, Rosinah. The effects of 
acid leaching on porosity and surface functional groups of cocoa (Theobroma cacao)-shell based activated carbon. In 
CHEMICAL ENGINEERING RESEARCH &amp; DESIGN. ISSN 0263-8762, 2013, vol. 91, no. 6, pp. 1028., WOS 
3. [1.1] AYODELE, O. B. - HAMEED, B. H. Synthesis of copper pillared bentonite ferrioxalate catalyst for 
degradation of 4-nitrophenol in visible light assisted Fenton process. In JOURNAL OF INDUSTRIAL AND 
ENGINEERING CHEMISTRY. ISSN 1226-086X, 2013, vol. 19, no. 3, pp. 966., WOS 
4. [1.1] BOURLIVA, A. - MICHAILIDIS, K. - SIKALIDIS, C. - FILIPPIDIS, A. - BETSIOU, M. Lead removal from 
aqueous solutions by natural Greek bentonites. In CLAY MINERALS. ISSN 0009-8558, 2013, vol. 48, no. 5, pp. 771., 
WOS 
5. [1.1] BUKAS, Vanessa Jane - TSAMPODIMOU, Maria - GIONIS, Vassilis - CHRYSSIKOS, Georgios D. 
Synchronous ATR infrared and NIR-spectroscopy investigation of sepiolite upon drying. In VIBRATIONAL 
SPECTROSCOPY. ISSN 0924-2031, 2013, vol. 68, no., pp. 51., WOS 
6. [1.1] CASAS, L. M. - POZO, M. - GOMEZ, C. P. - POZO, E. - BESSIERES, L. D. - PLANTIER, F. - LEGIDO, J. 
L. Thermal behavior of mixtures of bentonitic clay and saline solutions. In APPLIED CLAY SCIENCE. ISSN 
0169-1317, 2013, vol. 72, no., pp. 18., WOS 
7. [1.1] CHARFI, Alya - SAHNOUN, Rym Dhouib - BOUAZIZ, Jamel. Characterization and mechanical properties of 
phosphate-kaolin clay. In POWDER TECHNOLOGY. ISSN 0032-5910, 2013, vol. 235, no., pp. 633., WOS 
8. [1.1] CHEN, Wenting - WANG, Xinling - TAO, Qingsheng - WANG, Jinfang - ZHENG, Zhen - WANG, Xiaoliang. 
Lotus-like paper/paperboard packaging prepared with nano-modified overprint varnish. In APPLIED SURFACE 
SCIENCE. ISSN 0169-4332, 2013, vol. 266, no., pp. 319., WOS 
9. [1.1] CHUNG, Johnson Hsiang-Yu - SIMMONS, Anne - ZENG, Qinghua - POOLE-WARREN, Laura Anne. 
Effects of drug chemistry on the dispersion and release behaviour of polyurethane organosilicate nanocomposites. In 
EUROPEAN POLYMER JOURNAL. ISSN 0014-3057, 2013, vol. 49, no. 3, pp. 652., WOS 
10. [1.1] DA PAZ, Rene Anisio - DAMIAO LEITE, Amanda Melissa - ARAUJO, Edcleide Maria - ALVES DE 
MELO, Tomas Jeferson - PESSAN, Luiz Antonio - PASSADOR, Fabio Roberto. Mechanical and Rheological 
Properties of Nanocomposites of Polyamide 6 with National Organoclay. In POLIMEROS-CIENCIA E 
TECNOLOGIA. ISSN 0104-1428, 2013, vol. 23, no. 5, pp. 682., WOS 
11. [1.1] EL-YAMIN, Ahmed Abo - MAHMOUD, Hussein Marey - BRANIA, Atef. Analytical study of Coptic wall 
paintings in Egypt, El-Bagawat necropolis, Kharga Oasis: a case study. In PERIODICO DI MINERALOGIA. ISSN 
0369-8963, 2013, vol. 82, no. 1, pp. 25., WOS 
12. [1.1] ELKHALIFAH, Ali. E. I. - MAITRA, Saikat - BUSTAM, M. Azmi - MURUGESAN, T. Effects of 
exchanged ammonium cations on structure characteristics and CO2 adsorption capacities of bentonite clay. In 
APPLIED CLAY SCIENCE. ISSN 0169-1317, 2013, vol. 83-84, no., pp. 391., WOS 
13. [1.1] GAONA GALINDO, Luz Stella - DE ALMEIDA NETO, Ambrosio Florencio - CARLOS DA SILVA, 
Meuris Gurgel - ADEODATO VIEIRA, Melissa Gurgel. Removal of Cadmium(II) and Lead(II) Ions from Aqueous 
Phase on Sodic Bentonite. In MATERIALS RESEARCH-IBERO-AMERICAN JOURNAL OF MATERIALS. ISSN 
1516-1439, 2013, vol. 16, no. 2, pp. 515., WOS 
14. [1.1] GEIST, Matthias F. - BOUSSOIS, Kevin - SMITH, Agnes - PEYRATOUT, Claire S. - KURTH, Dirk G. 
Nanocomposites Derived from Montmorillonite and Metallosupramolecular Polyelectrolytes: Modular Compounds for 
Electrorheological Fluids. In LANGMUIR. ISSN 0743-7463, 2013, vol. 29, no. 6, pp. 1743., WOS 

 

153 



 
Správa o činnosti ÚACH SAV          2014 

15. [1.1] GULOTTA, Davide - GOIDANICH, Sara - TEDESCHI, Cristina - NIJLAND, Timo G. - TONIOLO, Lucia. 
Commercial NHL-containing mortars for the preservation of historical architecture. Part 1: Compositional and 
mechanical characterisation. In CONSTRUCTION AND BUILDING MATERIALS. ISSN 0950-0618, 2013, vol. 38, 
no., pp. 31., WOS 
16. [1.1] HUNDAKOVA, Marianna - VALASKOVA, Marta - TOMASEK, Vladimir - PAZDZIORA, Erich - 
MATEJOVA, Katerina. SILVER AND/OR COPPER VERMICULITES AND THEIR ANTIBACTERIAL EFFECT. 
In ACTA GEODYNAMICA ET GEOMATERIALIA. ISSN 1214-9705, 2013, vol. 10, no. 1, pp. 97., WOS 
17. [1.1] HUR, Tae-Bong - BALTRUS, John P. - HOWARD, Bret H. - HARBERT, William P. - ROMANOV, 
Vyacheslav N. Carbonate formation in Wyoming montmorillonite under high pressure carbon dioxide. In 
INTERNATIONAL JOURNAL OF GREENHOUSE GAS CONTROL. ISSN 1750-5836, 2013, vol. 13, no., pp. 149., 
WOS 
18. [1.1] JIANG, Wei-Teh - WANG, Chih-Jen - LI, Zhaohui. Intercalation of ciprofloxacin accompanied by 
dehydration in rectorite. In APPLIED CLAY SCIENCE. ISSN 0169-1317, 2013, vol. 74, no., pp. 74., WOS 
19. [1.1] KARIMAIAN, Kamal Aldin - AMRANE, Abdeltif - KAZEMIAN, Hossein - PANAHI, Reza - ZARRABI, 
Mansur. Retention of phosphorous ions on natural and engineered waste pumice: Characterization, equilibrium, 
competing ions, regeneration, kinetic, equilibrium and thermodynamic study. In APPLIED SURFACE SCIENCE. 
ISSN 0169-4332, 2013, vol. 284, no., pp. 419., WOS 
20. [1.1] KAYA, E. Mine Oncu - OZCAN, A. Safa - GOK, Ozer - OZCAN, Adnan. Adsorption kinetics and isotherm 
parameters of naphthalene onto natural- and chemically modified bentonite from aqueous solutions. In 
ADSORPTION-JOURNAL OF THE INTERNATIONAL ADSORPTION SOCIETY. ISSN 0929-5607, 2013, vol. 19, 
no. 2-4, pp. 879., WOS 
21. [1.1] KLOUZKOVA, Alexandra - ZEMENOVA, Petra - KOHOUTKOVA, Martina - KLOUZEK, Jaroslav. 
HYDROTHERMAL REHYDROXYLATION OF KAOLTNITE STUDIED BY THERMAL ANALYSIS. In 
CERAMICS-SILIKATY. ISSN 0862-5468, 2013, vol. 57, no. 4, pp. 342., WOS 
22. [1.1] KOOLI, Fethi - YAN, Liu. Chemical and thermal properties of organoclays derived from highly stable 
bentonite in sulfuric acid. In APPLIED CLAY SCIENCE. ISSN 0169-1317, 2013, vol. 83-84, no., pp. 349., WOS 
23. [1.1] KORICHE, Yamina - DARDER, Margarita - ARANDA, Pilar - SEMSARI, Saida - RUIZ-HITZKY, 
Eduardo. Efficient and Ecological Removal of Anionic Pollutants by Cationic Starch-Clay Bionanocomposites. In 
SCIENCE OF ADVANCED MATERIALS. ISSN 1947-2935, 2013, vol. 5, no. 8, pp. 994., WOS 
24. [1.1] LEGNAIOLI, S. - ANABITARTE GARCIA, F. - ANDREOTTI, A. - BRAMANTI, E. - DIAZ PACE, D. - 
FORMOLA, S. - LORENZETTI, G. - MARTINI, M. - PARDINI, L. - RIBECHINI, E. - SIBILIA, E. - SPINIELLO, 
R. - PALLESCHI, V. Multi-technique study of a ceramic archaeological artifact and its content. In 
SPECTROCHIMICA ACTA PART A-MOLECULAR AND BIOMOLECULAR SPECTROSCOPY. ISSN 
1386-1425, 2013, vol. 100, no., pp. 144., WOS 
25. [1.1] LI, Hongyu - MINOR, Elizabeth C. - ZIGAH, Prosper K. Diagenetic changes in Lake Superior sediments as 
seen from FTIR and 2D correlation spectroscopy. In ORGANIC GEOCHEMISTRY. ISSN 0146-6380, 2013, vol. 58, 
no., pp. 125., WOS 
26. [1.1] LIVI, Sebastien - DUFOUR, Christian - GAUMONT, Annie-Claude - LEVILLAIN, Jocelyne - THI-NHAN 
PHAM. Influence of the structure of the onium iodide salts on the properties of modified montmorillonite. In 
JOURNAL OF APPLIED POLYMER SCIENCE. ISSN 0021-8995, 2013, vol. 127, no. 5, pp. 4015., WOS 
27. [1.1] LONG, Hang - WU, Pingxiao - ZHU, Nengwu. Evaluation of Cs+ removal from aqueous solution by 
adsorption on ethylamine-modified montmorillonite. In CHEMICAL ENGINEERING JOURNAL. ISSN 1385-8947, 
2013, vol. 225, no., pp. 237., WOS 
28. [1.1] MACHE, J. R. - SIGNING, P. - NJOYA, A. - KUNYUKUBUNDO, F. - MBEY, J. A. - NJOPWOUO, D. - 
FAGEL, N. Smectite clay from the Sabga deposit (Cameroon): mineralogical and physicochemical properties. In 
CLAY MINERALS. ISSN 0009-8558, 2013, vol. 48, no. 3, pp. 499., WOS 
29. [1.1] MEKEWI, Mohamed A. - DARWISH, Atef S. - AMIN, Mohamed E. - BOURAZAN, Halla A. Sustainable 
removal of Cu2+, Ni2+ and Zn2+ ions from severe contaminated water using kaolin/poly(glycine) composites, 
characterization and uptake studies. In DESALINATION AND WATER TREATMENT. ISSN 1944-3994, 2013, vol. 
51, no. 40-42, pp. 7746., WOS 
30. [1.1] MEMON, Shazim Ali - LO, Tommy Yiu - SHI, Xian - BARBHUIYA, Salim - CUI, Hongzhi. Preparation, 
characterization and thermal properties of Lauryl alcohol/Kaolin as novel form-stable composite phase change material 
for thermal energy storage in buildings. In APPLIED THERMAL ENGINEERING. ISSN 1359-4311, 2013, vol. 59, 
no. 1-2, pp. 336., WOS 
31. [1.1] MENDEZ, A. - TARQUIS, A. M. - SAA-REQUEJO, A. - GUERRERO, F. - GASCO, G. Influence of 
pyrolysis temperature on composted sewage sludge biochar priming effect in a loamy soil. In CHEMOSPHERE. ISSN 
0045-6535, 2013, vol. 93, no. 4, pp. 668., WOS 
32. [1.1] MIDDEA, Antonieta - FERNANDES, Thais L. A. P. - NEUMANN, Reiner - GOMES, Otavio da F. M. - 
SPINELLI, Luciana S. Evaluation of Fe(III) adsorption onto palygorskite surfaces. In APPLIED SURFACE 
SCIENCE. ISSN 0169-4332, 2013, vol. 282, no., pp. 253., WOS 
33. [1.1] NAFEES, Muhammad - WASEEM, Amir - KHAN, Abdur Rehman. Comparative Study of Laterite and 
Bentonite Based Organoclays: Implications of Hydrophobic Compounds Remediation from Aqueous Solutions. In 
SCIENTIFIC WORLD JOURNAL. ISSN 1537-744X, 2013, vol., no., pp., WOS 
34. [1.1] NATKANSKI, Piotr - KUSTROWSKI, Piotr - BIALAS, Anna - PIWOWARSKA, Zofia - MICHALIK, 

 

154 



 
Správa o činnosti ÚACH SAV          2014 

Marek. Thermal stability of montmorillonite polyacrylamide and polyacrylate nanocomposites and adsorption of 
Fe(III) ions. In APPLIED CLAY SCIENCE. ISSN 0169-1317, 2013, vol. 75-76, no., pp. 153., WOS 
35. [1.1] NEWTON, Mark A. - FERNANDEZ-GARCIA, Marcos - RODRIGUEZ, JA - HANSON, JC - CHUPAS, PJ. 
COMBINING INFRARED SPECTROSCOPY WITH X-RAY TECHNIQUES FOR INTERROGATING 
HETEROGENEOUS CATALYSTS. In IN-SITU CHARACTERIZATION OF HETEROGENEOUS CATALYSTS, 
2013, vol., no., pp. 369., WOS 
36. [1.1] OIKONOMOPOULOS, Ioannis K. - PERRAKI, Maria - TOUGIANNIDIS, Nikolaos - PERRAKI, Theodora 
- FREY, Manfred J. - ANTONIADIS, Prodromos - RICKEN, Werner. A comparative study on structural differences of 
xylite and matrix lignite lithotypes by means of FT-IR, XRD, SEM and TGA analyses: An example from the Neogene 
Greek lignite deposits. In INTERNATIONAL JOURNAL OF COAL GEOLOGY. ISSN 0166-5162, 2013, vol. 115, 
no., pp. 1., WOS 
37. [1.1] OLLIER, Romina P. - PEREZ, Claudio J. - ALVAREZ, Vera A. Preparation and characterization of micro 
and nanocomposites based on poly(vinyl alcohol) for packaging applications. In JOURNAL OF MATERIALS 
SCIENCE. ISSN 0022-2461, 2013, vol. 48, no. 20, pp. 7088., WOS 
38. [1.1] OZCALIK, Onur - TIHMINLIOGLU, Funda. Barrier properties of corn zein nanocomposite coated 
polypropylene films for food packaging applications. In JOURNAL OF FOOD ENGINEERING. ISSN 0260-8774, 
2013, vol. 114, no. 4, pp. 505., WOS 
39. [1.1] PANDA, Lopamudra - BANERJEE, Pradip K. - BISWAL, Surendra Kumar - VENUGOPAL, R. - 
MANDRE, N. R. Performance evaluation for selectivity of the flocculant on hematite in selective flocculation. In 
INTERNATIONAL JOURNAL OF MINERALS METALLURGY AND MATERIALS. ISSN 1674-4799, 2013, vol. 
20, no. 12, pp. 1123., WOS 
40. [1.1] PRINSLOO, Linda C. - TOURNIE, Aurelie - COLOMBAN, Philippe - PARIS, Celine - BASSETT, Stephen 
T. In search of the optimum Raman/IR signatures of potential ingredients used in San/Bushman rock art paint. In 
JOURNAL OF ARCHAEOLOGICAL SCIENCE. ISSN 0305-4403, 2013, vol. 40, no. 7, pp. 2981., WOS 
41. [1.1] RAMIREZ-LOPEZ, Leonardo - BEHRENS, Thorsten - SCHMIDT, Karsten - STEVENS, Antoine - 
DEMATTE, Jose Alexandre M. - SCHOLTEN, Thomas. The spectrum-based learner: A new local approach for 
modeling soil vis-NIR spectra of complex datasets. In GEODERMA. ISSN 0016-7061, 2013, vol. 195, no., pp. 268., 
WOS 
42. [1.1] RAN SHI-YA - XU YUAN-YUAN - GUO ZHENG-HONG - FANG ZHENG-PING. Synergistic Flame 
Retardant of Acid or Alkali-treated Montmrillonite/Phosphate Flame Retardant in PC/ABS Blends. In CHEMICAL 
JOURNAL OF CHINESE UNIVERSITIES-CHINESE. ISSN 0251-0790, 2013, vol. 34, no. 2, pp. 467., WOS 
43. [1.1] SEREZLI, Ramazan - TABAK, Ahmet. Adsorption of Ammonium (NH4+) From Aqueous Solution by Unye 
Bentonite. In EKOLOJI. ISSN 1300-1361, 2013, vol. 22, no. 87, pp. 35., WOS 
44. [1.1] SESSA, Clarimma - BAGAN, Hector - FRANCISCO GARCIA, Jose. Evaluation of MidIR fibre optic 
reflectance: Detection limit, reproducibility and binary mixture discrimination. In SPECTROCHIMICA ACTA PART 
A-MOLECULAR AND BIOMOLECULAR SPECTROSCOPY. ISSN 1386-1425, 2013, vol. 115, no., pp. 617., WOS 
45. [1.1] SILVA, Eduardo M. - COUTINHO, M. Goretti F. - COSTA, Raquel B. - DE CARVALHO, Laura H. - 
CANEDO, Eduardo L. Effect of Loading Level and Clay Purification on the Structure and Water Vapor Permeability 
of LLDPE/Bentonite Nanocomposites. In POLIMEROS-CIENCIA E TECNOLOGIA. ISSN 0104-1428, 2013, vol. 23, 
no. 1, pp. 108., WOS 
46. [1.1] TAMASAN, M. - RADU, T. - SIMON, V. Spectroscopic characterisation and in vitro behaviour of kaolinite 
polyvinyl alcohol nanocomposite. In APPLIED CLAY SCIENCE. ISSN 0169-1317, 2013, vol. 72, no., pp. 147., WOS 
47. [1.1] TONG, Dong Shen - XIA, Xi - LUO, Xi Ping - WU, Lin Mei - LIN, Chun Xiang - YU, Wei Hua - ZHOU, 
Chun Hui - ZHONG, Zhe Ke. Catalytic hydrolysis of cellulose to reducing sugar over acid-activated montmorillonite 
catalysts. In APPLIED CLAY SCIENCE. ISSN 0169-1317, 2013, vol. 74, no., pp. 147., WOS 
48. [1.1] TURABIK, Meral - GOZMEN, Belgin. Removal of Basic Textile Dyes in Single and Multi-Dye Solutions by 
Adsorption: Statistical Optimization and Equilibrium Isotherm Studies. In CLEAN-SOIL AIR WATER. ISSN 
1863-0650, 2013, vol. 41, no. 11, pp. 1080., WOS 
49. [1.1] UNUABONAH, Emmanuel I. - GUENTER, Christina - WEBER, Jens - LUBAHN, Susanne - TAUBERT, 
Andreas. Hybrid Clay: A New Highly Efficient Adsorbent for Water Treatment. In ACS SUSTAINABLE 
CHEMISTRY &amp; ENGINEERING. ISSN 2168-0485, 2013, vol. 1, no. 8, pp. 966., WOS 
50. [1.1] VIRUTHAGIRI, G. - NIRMALA, G. Articulated Ceramic Bricks with Wastes from Ceramic Industries. In 
ASIAN JOURNAL OF CHEMISTRY. ISSN 0970-7077, 2013, vol. 25, no., pp. S467., WOS 
51. [1.1] WANG, Jihu - CHEN, Dajun. Mechanical Properties of Natural Rubber Nanocomposites Filled with 
Thermally Treated Attapulgite. In JOURNAL OF NANOMATERIALS. ISSN 1687-4110, 2013, vol., no., pp., WOS 
52. [1.1] WANG, Mian - YUAN, Du - FAN, Xiaoshan - SAHOO, Nanda Gopal - HE, Chaobin. Polymer 
Nanocomposite Hydrogels Exhibiting Both Dynamic Restructuring and Unusual Adhesive Properties. In LANGMUIR. 
ISSN 0743-7463, 2013, vol. 29, no. 23, pp. 7087., WOS 
53. [1.1] WEI, Zhi-Bo - BAI, Rui - ZHANG, Fa-Ai - ZHOU, Li - YU, Cai-Li. Effects of SBA-15 and its content on 
MMA solution polymerization and PMMA composites. In IRANIAN POLYMER JOURNAL. ISSN 1026-1265, 2013, 
vol. 22, no. 8, pp. 571., WOS 
54. [1.1] WU, Tongfei - O'KELLY, Kevin - CHEN, Biqiong. Poly(methacrylic acid)-grafted clay-thermoplastic 
elastomer composites with water-induced shape-memory effects. In JOURNAL OF POLYMER SCIENCE PART 
B-POLYMER PHYSICS. ISSN 0887-6266, 2013, vol. 51, no. 20, pp. 1513., WOS 

 

155 



 
Správa o činnosti ÚACH SAV          2014 

55. [1.1] YILMAZ, Muge Sari - KALPAKLI, Yasemen - PISKIN, Sabriye. Thermal behavior and dehydroxylation 
kinetics of naturally occurring sepiolite and bentonite. In JOURNAL OF THERMAL ANALYSIS AND 
CALORIMETRY. ISSN 1388-6150, 2013, vol. 114, no. 3, pp. 1191., WOS 
56. [1.1] ZENGIN, Gokhan. Effective removal of zinc from an aqueous solution using Turkish leonardite-clinoptilolite 
mixture as a sorbent. In ENVIRONMENTAL EARTH SCIENCES. ISSN 1866-6280, 2013, vol. 70, no. 7, pp. 3031., 
WOS 
57. [1.1] ZHANG, Hongxia - LIU, Zhi - HU, Peizhuo - LIU, Tonghuan - WU, Wangsuo. Adsorption of U(VI) onto 
kaolin studied by batch method. In JOURNAL OF RADIOANALYTICAL AND NUCLEAR CHEMISTRY. ISSN 
0236-5731, 2013, vol. 298, no. 1, pp. 611., WOS 
58. [1.1] ZICH, D. - ZACHER, T. - DARMO, J. - SZOECS, V. - LORENC, D. - JANEK, M. Far-infrared investigation 
of kaolinite and halloysite intercalates using terahertz time-domain spectroscopy. In VIBRATIONAL 
SPECTROSCOPY. ISSN 0924-2031, 2013, vol. 69, no., pp. 1., WOS 
59. [1.1] ZONG, Pengfei - WANG, Shoufang - HE, Chaohui. Synthesis of kaolinite/iron oxide magnetic composites 
and their use in the removal of Cd(II) from aqueous solutions. In WATER SCIENCE AND TECHNOLOGY. ISSN 
0273-1223, 2013, vol. 67, no. 7, pp. 1642., WOS 
60. [1.2] AYODELE, Olumide Bolarinwa. Effect of phosphoric acid treatment on kaolinite supported ferrioxalate 
catalyst for the degradation of amoxicillin in batch photo-Fenton process. In Applied Clay Science. ISSN 01691317, 
2013-02-01, 72, pp. 74-83., SCOPUS 
61. [1.2] CARMONA, Vitor Brait - OLIVEIRA, Ricardo M G - SILVA, Wilson Tadeu Lopes Da - MATTOSO, Luiz 
Henrique Capparelli - MARCONCINI, José Manoel. Nanosilica from rice husk: Extraction and characterization. In 
Industrial Crops and Products. ISSN 09266690, 2013-05-01, 43, 1, pp. 291-296., SCOPUS 
62. [1.2] TORRES, Juan A. - CARRIAZO, José G. - SANABRIA, Nancy R. Synthesis and characterization of 
modified-bentonite with TiO2 and Fe-TiO2 species obtained from ilmenite | Síntese e caracterização de bentonita 
modificada com espécies de TiO2 e Fe-TiO2 obtidas do mineral ilmenita | Síntesis y caracterización de bentonita 
modificada con especies de TiO2 y Fe-TiO2 obtenidas del mineral ilmenita. In Revista Colombiana de Quimica. ISSN 
01202804, 2013-01-01, 42, 1, pp., SCOPUS 
63. [1.2] XIE, Xianmei - DUAN, Lian - CUI, Xingyu - ZHANG, Jianming - XING, Jie. Hydrothermal synthesis and 
characterization of Cu-saponite. In Advanced Materials Research. ISSN 10226680, 2013-04-08, 669, pp. 124-130., 
SCOPUS 

ADCA251 MADEJOVÁ, Jana - JANEK, Marián - KOMADEL, Peter - HERBERT, H.-J. - MOOG, 
H.C. FTIR analyses of water in MX-80 bentonite compacted from high salinary salt solution 
systems. In Applied Clay Science, 2002, vol. 20, no. 6, p. 255-271. 

Citácie: 
1. [1.1] ALSHABANAT, Mashael - AL-ARRASH, Amal - MEKHAMER, Waffa. Polystyrene/Montmorillonite 
Nanocomposites: Study of the Morphology and Effects of Sonication Time on Thermal Stability. In JOURNAL OF 
NANOMATERIALS. ISSN 1687-4110, 2013, vol., no., pp., WOS 
2. [1.1] BUKAS, Vanessa Jane - TSAMPODIMOU, Maria - GIONIS, Vassilis - CHRYSSIKOS, Georgios D. 
Synchronous ATR infrared and NIR-spectroscopy investigation of sepiolite upon drying. In VIBRATIONAL 
SPECTROSCOPY. ISSN 0924-2031, 2013, vol. 68, no., pp. 51., WOS 
3. [1.1] JIA, Hanzhong - LI, Li - FAN, Xiaoyun - LIU, Mingdeng - DENG, Wenye - WANG, Chuanyi. Visible light 
photodegradation of phenanthrene catalyzed by Fe(III)-smectite: Role of soil organic matter. In JOURNAL OF 
HAZARDOUS MATERIALS. ISSN 0304-3894, 2013, vol. 256, no., pp. 16., WOS 
4. [1.1] NAKASON, Charoen - NAKARAMONTRI, Yeampon - KAESAMAN, Azizon - 
KANGWANSUKPAMONKON, Wiyong - KIATKAMJORNWONG, Suda. Synthesis and characterization of water 
swellable natural rubber vulcanizates. In EUROPEAN POLYMER JOURNAL. ISSN 0014-3057, 2013, vol. 49, no. 5, 
pp. 1098., WOS 
5. [1.2] PESSANHA, Natália F N - COELHO, Gerson Luiz Vieira. Study on the production of silver/modified clay 
nanocomposites. In Materials Research Society Symposium Proceedings. ISSN 02729172, 2013-12-13, 1547, pp. 
167-172., SCOPUS 

ADCA252 MADEJOVÁ, Jana - KOMADEL, Peter. Baseline studies of The Clay Minerals Society 
Source Clays: Infrared methods. In Clays and Clay Minerals, 2001, vol. 49, no. 5, p. 
410-432. (2001 - Current Contents). ISSN 0009-8604. 

Citácie: 
1. [1.1] ALSHABANAT, Mashael - AL-ARRASH, Amal - MEKHAMER, Waffa. Polystyrene/Montmorillonite 
Nanocomposites: Study of the Morphology and Effects of Sonication Time on Thermal Stability. In JOURNAL OF 
NANOMATERIALS. ISSN 1687-4110, 2013, vol., no., pp., WOS 
2. [1.1] AMUTHA, K. - SIVAKUMAR, G. Analytical analysis of synthesized biosilica from bioresidues. In 
SPECTROCHIMICA ACTA PART A-MOLECULAR AND BIOMOLECULAR SPECTROSCOPY. ISSN 
1386-1425, 2013, vol. 112, no., pp. 219., WOS 
3. [1.1] BANKOVIC, P. - MILUTINOVIC-NIKOLIC, A. - MOJOVIC, Z. - JOVIC-JOVICIC, N. - PEROVIC, M. - 
SPASOJEVIC, V. - JOVANOVIC, D. Synthesis and characterization of bentonites rich in beidellite with incorporated 
Al or Al-Fe oxide pillars. In MICROPOROUS AND MESOPOROUS MATERIALS. ISSN 1387-1811, 2013, vol. 165, 

 

156 



 
Správa o činnosti ÚACH SAV          2014 

no., pp. 247., WOS 
4. [1.1] CAGLAR, Bulent - AFSIN, Beytullah - KOKSAL, Engin - TABAK, Ahmet - EREN, Erdal. 
CHARACTERIZATION OF UNYE BENTONITE AFTER TREATMENT WITH SULFURIC ACID. In QUIMICA 
NOVA. ISSN 0100-4042, 2013, vol. 36, no. 7, pp. 955., WOS 
5. [1.1] CAGLAR, Bulent - CIRAK, Cagri - TABAK, Ahmet - AFSIN, Beytullah - EREN, Erdal. Covalent grafting of 
pyridine-2-methanol into kaolinite layers. In JOURNAL OF MOLECULAR STRUCTURE. ISSN 0022-2860, 2013, 
vol. 1032, no., pp. 12., WOS 
6. [1.1] CUADROS, Javier - MICHALSKI, Joseph R. Investigation of Al-rich clays on Mars: Evidence for 
kaolinite-smectite mixed-layer versus mixture of end-member phases. In ICARUS. ISSN 0019-1035, 2013, vol. 222, 
no. 1, pp. 296., WOS 
7. [1.1] DJOWE, Antoine Tiya - LAMINSI, Samuel - NJOPWOUO, Daniel - ACAYANKA, Elie - GAIGNEAUX, 
Eric M. Surface Modification of Smectite Clay Induced by Non-thermal Gliding Arc Plasma at Atmospheric Pressure. 
In PLASMA CHEMISTRY AND PLASMA PROCESSING. ISSN 0272-4324, 2013, vol. 33, no. 4, pp. 707., WOS 
8. [1.1] EISAZADEH, Amin - EISAZADEH, Hossein - KASSIM, Khairul Anuar. Removal of Pb(II) using polyaniline 
composites and iron oxide coated natural sand and clay from aqueous solution. In SYNTHETIC METALS. ISSN 
0379-6779, 2013, vol. 171, no., pp. 56., WOS 
9. [1.1] GIRARDELLO, F. - GUEGAN, R. - ESTEVES, V. I. - BAUMVOL, I. J. R. - SIERRA, M. M. D. - CRESPO, 
J. S. - FERNANDES, A. N. - GIOVANELA, M. Characterization of Brazilian Peat Samples by Applying a 
Multimethod Approach. In SPECTROSCOPY LETTERS. ISSN 0038-7010, 2013, vol. 46, no. 3, pp. 201., WOS 
10. [1.1] HOLESOVA, Sylva - SAMLIKOVA, Magda - PAZDZIORA, Erich - VALASKOVA, Marta. Antibacterial 
activity of organomontmorillonites and organovermiculites prepared using chlorhexidine diacetate. In APPLIED 
CLAY SCIENCE. ISSN 0169-1317, 2013, vol. 83-84, no., pp. 17., WOS 
11. [1.1] HUR, Tae-Bong - BALTRUS, John P. - HOWARD, Bret H. - HARBERT, William P. - ROMANOV, 
Vyacheslav N. Carbonate formation in Wyoming montmorillonite under high pressure carbon dioxide. In 
INTERNATIONAL JOURNAL OF GREENHOUSE GAS CONTROL. ISSN 1750-5836, 2013, vol. 13, no., pp. 149., 
WOS 
12. [1.1] JOSIEKOVA, Jana - RITZ, Michal. Determination of Major Minerals in Claystone and Clay Slates Using 
Infrared Spectoscopy and Chemometric Analysis. In CHEMICKE LISTY. ISSN 0009-2770, 2013, vol. 107, no. 9, pp. 
713., WOS 
13. [1.1] JOVIC-JOVICIC, N. P. - MILUTINOVIC-NIKOLIC, A. D. - ZUNIC, M. J. - MOJOVIC, Z. D. - 
BANKOVIC, P. T. - GRZETIC, I. A. - JOVANOVIC, D. M. Synergic adsorption of Pb2+ and reactive dye-RB5 on 
two series of organomodified bentonites. In JOURNAL OF CONTAMINANT HYDROLOGY. ISSN 0169-7722, 
2013, vol. 150, no., pp. 1., WOS 
14. [1.1] KASZOWSKA, Zofia - MALEK, Kamilla - PANCZYK, Magdalena - MIKOLAJSKA, Anna. A joint 
application of ATR-FTIR and SEM imaging with high spatial resolution: Identification and distribution of painting 
materials and their degradation products in paint cross sections. In VIBRATIONAL SPECTROSCOPY. ISSN 
0924-2031, 2013, vol. 65, no., pp. 1., WOS 
15. [1.1] KIROS, Alemayehu - LAZIC, Violeta - GIGANTE, Giovanni E. - GHOLAP, A. V. Analysis of rock samples 
collected from rock hewn churches of Lalibela, Ethiopia using laser-induced breakdown spectroscopy. In JOURNAL 
OF ARCHAEOLOGICAL SCIENCE. ISSN 0305-4403, 2013, vol. 40, no. 5, pp. 2570., WOS 
16. [1.1] LESSOVAIA, Sofia N. - GORYACHKIN, Sergey V. - DESYATKIN, Roman V. - OKONESHNIKOVA, 
Matrena V. PEDOWEATHERING AND MINERALOGICAL CHANGE IN CRYOSOLS IN AN 
ULTRA-CONTINENTAL CLIMATE (CENTRAL YAKUTIA, RUSSIA). In ACTA GEODYNAMICA ET 
GEOMATERIALIA. ISSN 1214-9705, 2013, vol. 10, no. 4, pp. 465., WOS 
17. [1.1] LI, Hongyu - MINOR, Elizabeth C. - ZIGAH, Prosper K. Diagenetic changes in Lake Superior sediments as 
seen from FTIR and 2D correlation spectroscopy. In ORGANIC GEOCHEMISTRY. ISSN 0146-6380, 2013, vol. 58, 
no., pp. 125., WOS 
18. [1.1] LIU, Dong - YUAN, Peng - LIU, Hongmei - CAI, Jingong - TAN, Daoyong - HE, Hongping - ZHU, Jianxi - 
CHEN, Tianhu. Quantitative characterization of the solid acidity of montmorillonite using combined FTIR and TPD 
based on the NH3 adsorption system. In APPLIED CLAY SCIENCE. ISSN 0169-1317, 2013, vol. 80-81, no., pp. 407., 
WOS 
19. [1.1] LIU, Hongmei - LIU, Dong - YUAN, Peng - TAN, Daoyong - CAI, Jingong - HE, Hongping - ZHU, Jianxi - 
SONG, Zhiguang. Studies on the solid acidity of heated and cation-exchanged montmorillonite using n-butylamine 
titration in non-aqueous system and diffuse reflectance Fourier transform infrared (DRIFT) spectroscopy. In PHYSICS 
AND CHEMISTRY OF MINERALS. ISSN 0342-1791, 2013, vol. 40, no. 6, pp. 479., WOS 
20. [1.1] NALLIS, Kry - KATSUMATA, Ken-ichi - ISOBE, Toshihiro - OKADA, Kiyoshi - BONE, Phat - 
OTHMAN, Radzali. Preparation and UV-shielding property of Zr0.7Ce0.3O2-kaolinite nanocomposites. In APPLIED 
CLAY SCIENCE. ISSN 0169-1317, 2013, vol. 80-81, no., pp. 147., WOS 
21. [1.1] OGORODOVA, L. P. - KISELEVA, I. A. - MEL&APOS;CHAKOVA, L. V. - VIGASINA, M. F. - 
VLADYKIN, N. V. Enthalpy of formation of Zn-bearing montmorillonite. In GEOCHEMISTRY INTERNATIONAL. 
ISSN 0016-7029, 2013, vol. 51, no. 8, pp. 677., WOS 
22. [1.1] OSACKY, M. - GERAMIAN, M. - DYAR, M. D. - SKLUTE, E. C. - VALTER, M. - IVEY, D. G. - LIU, Q. - 
ETSELL, T. H. Characterisation of petrologic end members of oil sands from the athabasca region, Alberta, Canada. In 
CANADIAN JOURNAL OF CHEMICAL ENGINEERING. ISSN 0008-4034, 2013, vol. 91, no. 8, pp. 1402., WOS 

 

157 



 
Správa o činnosti ÚACH SAV          2014 

23. [1.1] PARKIN, Simon J. - ADDERLEY, W. Paul - YOUNG, Maureen E. - KENNEDY, Craig J. Near infrared 
(NIR) spectroscopy: a potential new means of assessing multi-phase earth-built heritage. In ANALYTICAL 
METHODS. ISSN 1759-9660, 2013, vol. 5, no. 18, pp. 4574., WOS 
24. [1.1] RIOS, Xabier - MORIONES, Paula - ECHEVERRIA, Jesus C. - LUQUIN, Asuncion - LAGUNA, Mariano - 
GARRIDO, Julian J. Ethyl group as matrix modifier and inducer of ordered domains in hybrid xerogels synthesised in 
acidic media using ethyltriethoxysilane (ETEOS) and tetraethoxysilane (TEOS) as precursors. In MATERIALS 
CHEMISTRY AND PHYSICS. ISSN 0254-0584, 2013, vol. 141, no. 1, pp. 166., WOS 
25. [1.1] ROTHER, Gernot - ILTON, Eugene S. - WALLACHER, Dirk - HAUSS, Thomas - SCHAEF, Herbert T. - 
QAFOKU, Odeta - ROSSO, Kevin M. - FELMY, Andrew R. - KRUKOWSKI, Elizabeth G. - STACK, Andrew G. - 
GRIMM, Nico - BODNAR, Robert J. CO2 Sorption to Subsingle Hydration Layer Montmorillonite Clay Studied by 
Excess Sorption and Neutron Diffraction Measurements. In ENVIRONMENTAL SCIENCE &amp; TECHNOLOGY. 
ISSN 0013-936X, 2013, vol. 47, no. 1, pp. 205., WOS 
26. [1.1] RUBASINGHEGE, Gayan - OGDEN, Saralyn - BALTRUSAITIS, Jonas - GRASSIANT, Vicki H. 
Heterogeneous Uptake and Adsorption of Gas-Phase Formic Acid on Oxide and Clay Particle Surfaces: The Roles of 
Surface Hydroxyl Groups and Adsorbed Water in Formic Acid Adsorption and the Impact of Formic Acid Adsorption 
on Water Uptake. In JOURNAL OF PHYSICAL CHEMISTRY A. ISSN 1089-5639, 2013, vol. 117, no. 44, pp. 
11316., WOS 
27. [1.1] SONG, Yinxian - JI, Junfeng - MAO, Changping - AYOKO, Godwin A. - FROST, Ray L. - YANG, 
Zhongfang - YUAN, Xuyin. The use of reflectance visible-NIR spectroscopy to predict seasonal change of trace metals 
in suspended solids of Changjiang River. In CATENA. ISSN 0341-8162, 2013, vol. 109, no., pp. 217., WOS 
28. [1.1] TAMASAN, M. - RADU, T. - SIMON, V. Spectroscopic characterisation and in vitro behaviour of kaolinite 
polyvinyl alcohol nanocomposite. In APPLIED CLAY SCIENCE. ISSN 0169-1317, 2013, vol. 72, no., pp. 147., WOS 
29. [1.1] WAN, Miao - LI, Zhaohiu - HONG, Hanlie - WU, Qingfeng. Enrofloxacin uptake and retention on different 
types of clays. In JOURNAL OF ASIAN EARTH SCIENCES. ISSN 1367-9120, 2013, vol. 77, no., pp. 287., WOS 
30. [1.1] YUAN, Peng - LIU, Dong - TAN, Dao-Yong - LIU, Kang-Kang - YU, Hua-Guang - ZHONG, Yuan-Hong - 
YUAN, Ai-Hua - YU, Wen-Bin - HE, Hong-Ping. Surface silylation of mesoporous/macroporous diatomite 
(diatomaceous earth) and its function in Cu(II) adsorption: The effects of heating pretreatment. In MICROPOROUS 
AND MESOPOROUS MATERIALS. ISSN 1387-1811, 2013, vol. 170, no., pp. 9., WOS 
31. [1.1] YUAN, Peng - TAN, Daoyong - ANNABI-BERGAYA, Faiza - YAN, Wenchang - LIU, Dong - LIU, 
Zongwen. From platy kaolinite to aluminosilicate nanoroll via one-step delamination of kaolinite: Effect of the 
temperature of intercalation. In APPLIED CLAY SCIENCE. ISSN 0169-1317, 2013, vol. 83-84, no., pp. 68., WOS 
32. [1.1] ZATTA, Leandro - RAMOS, Luiz Pereira - WYPYCH, Fernando. Acid-activated montmorillonites as 
heterogeneous catalysts for the esterification of lauric acid acid with methanol. In APPLIED CLAY SCIENCE. ISSN 
0169-1317, 2013, vol. 80-81, no., pp. 236., WOS 
33. [1.1] ZHENG JUNPING - LI JIAN - HAO HUI - YAO KANGDE. Influence of charge density and chain length on 
the interaction between organic anion and montmorillonite. In JOURNAL OF WUHAN UNIVERSITY OF 
TECHNOLOGY-MATERIALS SCIENCE EDITION. ISSN 1000-2413, 2013, vol. 28, no. 1, pp. 6., WOS 
34. [1.1] ZUNIC, M. - MILUTINOVIC-NIKOLIC, A. - NASTASOVIC, A. - VUKOVIC, Z. - LONCAREVIC, D. - 
VUKOVIC, I. - LOOS, K. - TEN BRINKE, G. - JOVANOVIC, D. Textural properties of poly(glycidyl methacrylate): 
acid-modified bentonite nanocomposites. In POLYMER BULLETIN. ISSN 0170-0839, 2013, vol. 70, no. 6, pp. 1805., 
WOS 
35. [1.2] DANNER, Tobias - ØSTNOR, Tone Anita - JUSTNES, Harald. Thermally activated marl as a pozzolan for 
cementitious based products. In Proceedings of the Twin Covilha International Conferences on Civil Engineering 
Towards a Better Environment, CE 2013 and the Concrete Future, CF 2013, 2013-01-01, pp. cf75-cf84., SCOPUS 
36. [1.2] GUPTA, Arushi K. - AMITABH, Vats - KUMARI, Babita - MISHRA, Bivekanand K. FTIR and XRPD 
studies for the mineralogical composition of Jharkhand Bentonite. In Research Journal of Pharmaceutical, Biological 
and Chemical Sciences, 2013-07-01, 4, 3, pp. 360-369., SCOPUS 
37. [1.2] JIA, Hanzhong - LÌ, Lì - FAN, Xiaoyun - LIU, Mingdeng - DENG, Wenye - WANG, Chuanyi. Visible light 
photodegradation of phenanthrene catalyzed by Fe(III)-smectite: Role of soil organic matter. In Journal of Hazardous 
Materials. ISSN 03043894, 2013-07-05, 256-257, pp. 16-23., SCOPUS 
38. [1.2] OGORODOVA, Lyubov P. - KISELEVA, Irina A. - MELCHAKOVA, Lyubov V. - VIGASINA, Marina F. - 
KRUPSKAYA, Viktoria V. Thermochemical study of natural montmorillonite. In Geochemistry International. ISSN 
00167029, 2013-06-01, 51, 6, pp. 484-494., SCOPUS 
39. [1.2] TORRES, Juan A. - CARRIAZO, José G. - SANABRIA, Nancy R. Synthesis and characterization of 
modified-bentonite with TiO2 and Fe-TiO2 species obtained from ilmenite | Síntese e caracterização de bentonita 
modificada com espécies de TiO2 e Fe-TiO2 obtidas do mineral ilmenita | Síntesis y caracterización de bentonita 
modificada con especies de TiO2 y Fe-TiO2 obtenidas del mineral ilmenita. In Revista Colombiana de Quimica. ISSN 
01202804, 2013-01-01, 42, 1, pp., SCOPUS 
40. [1.2] YIN, Yanshan - WANG, Zezhong - TIAN, Hong - ZHANG, Wei - XU, Huifang - YAN, Xiaozhong - CHEN, 
Donglin. Fourier transform infrared spectroscopic study of coal and ash. In International Conference on Power 
Engineering 2013, ICOPE 2013, 2013-01-01, pp., SCOPUS 
41. [1.2] YUAN, Peng - TAN, Daoyong - ANNABI-BERGAYA, Faïza - YAN, Wenchang - FAN, Mingde - LIU, 
Dong - HE, HongPing. Changes in structure, morphology, porosity, and surface activity of mesoporous halloysite 
nanotubes under heating. In Respiratory Care. ISSN 00201324, 2013-03-01, 58, 3, pp. 561-573., SCOPUS 

 

158 



 
Správa o činnosti ÚACH SAV          2014 

ADCA253 MACHÁČEK, Jan - GEDEON, Ondrej - LIŠKA, Marek. Molecular approach to the 
5-coordinated silicon atoms in silicate glasses. In Physics and Chemistry of Glasses: 
European Journal of Glass Science and Technology Part B, 2007, vol. 48, no. 6, p. 345-353. 
ISSN 1753-3562. 

Citácie: 
1. [1.1] CHARPENTIER, Thibault - MENZIANI, Maria Cristina - PEDONE, Alfonso. Computational simulations of 
solid state NMR spectra: a new era in structure determination of oxide glasses. In RSC ADVANCES. ISSN 2046-2069, 
2013, vol. 3, no. 27, pp. 10550., WOS 

ADCA254 MACHÁČEK, Jan - KOSTKA, Petr - LIŠKA, Marek - ZAVADIL, Jiří - GEDEON, Ondrej. 
Calculation and analysis of vibrational spectra of PbCl2-Sb2O3-TeO2 glass from first 
principles. In Journal of Non-Crystalline Solids, 2011, vol. 357, no. 14, p. 2562-2570. (1.492 
- IF2010). (2011 - Current Contents, SCOPUS). ISSN 0022-3093. 

Citácie: 
1. [1.1] INOUE, Hiroyuki - MASUNO, Atsunobu - KOHARA, Shinji - WATANABE, Yasuhiro. The Local Structure 
and Vibrational Properties of BaTi2O5 Glass Revealed by Molecular Dynamics Simulation. In JOURNAL OF 
PHYSICAL CHEMISTRY B. ISSN 1520-6106, 2013, vol. 117, no. 22, pp. 6823., WOS 

ADCA255 MACHÁČEK, Jan - GEDEON, Ondrej - LIŠKA, Marek. Group connectivity in binary 
silicate glasses. In Journal of Non-Crystalline Solids, 2006, vol. 352, no. 21-22, p. 
2173-2179. (1.264 - IF2005). (2006 - Current Contents, SCOPUS). ISSN 0022-3093. 

Citácie: 
1. [1.1] CHARPENTIER, Thibault - MENZIANI, Maria Cristina - PEDONE, Alfonso. Computational simulations of 
solid state NMR spectra: a new era in structure determination of oxide glasses. In RSC ADVANCES. ISSN 2046-2069, 
2013, vol. 3, no. 27, pp. 10550., WOS 
2. [1.1] MENESES, Domingos De Sousa - ECKES, Myriam - DEL CAMPO, Leire - SANTOS, Cristiane N. - 
VAILLS, Yann - ECHEGUT, Patrick. Investigation of medium range order in silicate glasses by infrared spectroscopy. 
In VIBRATIONAL SPECTROSCOPY. ISSN 0924-2031, 2013, vol. 65, no., pp. 50., WOS 

ADCA256 MALKINA, Oľga - SALAHUB, Dennis R. - MALKIN, Vladimír. Nuclear magnetic 
resonance spin-spin coupling constants from density functional theory: Problems and results. 
In Journal of Chemical Physics, 1996, vol. 105, no. 19, p. 8793-8800. (3.610 - IF1995). 
(1996 - Current Contents). ISSN 0021-9606. 

Citácie: 
1. [1.1] RUSAKOV, Yu Yu - KRIVDIN, L. B. Modern quantum chemical methods for calculating spin-spin coupling 
constants: theoretical basic and structural applications in chemistry. In RUSSIAN CHEMICAL REVIEWS. ISSN 
0036-021X, 2013, vol. 82, no. 2, pp. 90., WOS 
2. [1.1] VAHAKANGAS, Jarkko - IKALAINEN, Suvi - LANTTO, Perttu - VAARA, Juha. Nuclear magnetic 
resonance predictions for graphenes: concentric finite models and extrapolation to large systems. In PHYSICAL 
CHEMISTRY CHEMICAL PHYSICS. ISSN 1463-9076, 2013, vol. 15, no. 13, pp. 4634., WOS 

ADCA257 MALKINA, Oľga - KOMOROVSKÝ, Stanislav - VISSCHER, Lucas - MALKIN, Vladimír. 
Note: Counterintuitive gauge-dependence of nuclear magnetic resonance shieldings for 
rare-gas dimers: Does a natural gauge-origin for spherical atoms exist? In Journal of 
Chemical Physics, 2011, vol. 134, no. 8, p. 086101-1-086101-2. (2.921 - IF2010). (2011 - 
Current Contents). ISSN 0021-9606. 

Citácie: 
1. [1.1] VAARA, Juha - HANNI, Matti - JOKISAARI, Jukka. Nuclear spin-spin coupling in a van der Waals-bonded 
system: Xenon dimer. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, 2013, vol. 138, no. 10, pp., WOS 

ADCA258 MALKINA, Oľga - KŘÍSTKOVÁ, Anežka - MALKIN, Elena - KOMOROVSKÝ, Stanislav 
- MALKIN, Vladimír. Illumination of the effect of the overlap of lone-pairs on indirect 
nuclear spin-spin coupling constants. In Physical Chemistry Chemical Physics, 2011, vol. 
13, no. 35, p. 16015-16021. (3.453 - IF2010). (2011 - Current Contents). ISSN 1463-9076. 

Citácie: 
1. [1.1] CONTRERAS, Ruben H. - TORMENA, Claudio F. - DUCATI, Lucas C. - CONTRERAS, RH. Transmission 
Mechanisms of the Fermi-Contact Term of Spin-Spin Couplings. In HIGH RESOLUTION NMR SPECTROSCOPY: 
UNDERSTANDING MOLECULES AND THEIR ELECTRONIC STRUCTURES. ISSN 1875-4023, 2013, vol., no., 
pp. 245., WOS 
2. [1.1] GARCIA DE LA VEGA, J. M. - SAN FABIAN, J. - CONTRERAS, RH. Analysis of Contributions to 
Spin-Spin Coupling Constants by the Natural J-Coupling Method. In HIGH RESOLUTION NMR SPECTROSCOPY: 
UNDERSTANDING MOLECULES AND THEIR ELECTRONIC STRUCTURES. ISSN 1875-4023, 2013, vol., no., 
pp. 161., WOS 
3. [1.1] JAZWINSKI, Jaroslaw - KAMIENSKATRELA, K - WOJCIK, J. Theoretical aspects of indirect spin-spin 

 

159 



 
Správa o činnosti ÚACH SAV          2014 

couplings. In NUCLEAR MAGNETIC RESONANCE, VOL 42. ISSN 0305-9804, 2013, vol. 42, no., pp. 152., WOS 
4. [1.1] KAMIENSKA-TRELA, Krystyna - WOJCIK, Jacek - KAMIENSKATRELA, K - WOJCIK, J. Applications of 
spin-spin couplings. In NUCLEAR MAGNETIC RESONANCE, VOL 42. ISSN 0305-9804, 2013, vol. 42, no., pp. 
181., WOS 

ADCA259 MALKINA, Oľga - SCHIMMELPFENNIG, Bernd - KAUPP, Martin - HESS, B.A. - 
CHANDRA, P. - WAHLGREN, U. - MALKIN, Vladimír. Spin-orbit corrections to NMR 
shielding constants from density functional theory. How important are the two-electron 
terms? In Chemical Physics Letters, 1998, vol. 296, no. 1-2, p. 93-104. 

Citácie: 
1. [1.1] RADULA-JANIK, Klaudia - KUPKA, Teobald - EJSMONT, Krzysztof - DASZKIEWICZ, Zdzislaw - 
SAUER, Stephan P. A. Halogen effect on structure and C-13 NMR chemical shift of 3,6-disubstituted-N-alkyl 
carbazoles. In MAGNETIC RESONANCE IN CHEMISTRY. ISSN 0749-1581, 2013, vol. 51, no. 10, pp. 630., WOS 

ADCA260 MALKINA, Oľga - MALKIN, Vladimír. Visualization of nuclear spin-spin coupling 
pathways by real-space functions. In Angewandte Chemie, 2003, vol. 42, no. 36, p. 
4335-4338. ISSN 1433-7851. 

Citácie: 
1. [1.1] BLANCHARD, John W. - LEDBETTER, Micah P. - THEIS, Thomas - BUTLER, Mark C. - BUDKER, 
Dmitry - PINES, Alexander. High-Resolution Zero-Field NMR J-Spectroscopy of Aromatic Compounds. In 
JOURNAL OF THE AMERICAN CHEMICAL SOCIETY. ISSN 0002-7863, 2013, vol. 135, no. 9, pp. 3607., WOS 
2. [1.1] CONTRERAS, Ruben H. - TORMENA, Claudio F. - DUCATI, Lucas C. - CONTRERAS, RH. Transmission 
Mechanisms of the Fermi-Contact Term of Spin-Spin Couplings. In HIGH RESOLUTION NMR SPECTROSCOPY: 
UNDERSTANDING MOLECULES AND THEIR ELECTRONIC STRUCTURES. ISSN 1875-4023, 2013, vol., no., 
pp. 245., WOS 
3. [1.1] GARCIA DE LA VEGA, J. M. - SAN FABIAN, J. - CONTRERAS, RH. Analysis of Contributions to 
Spin-Spin Coupling Constants by the Natural J-Coupling Method. In HIGH RESOLUTION NMR SPECTROSCOPY: 
UNDERSTANDING MOLECULES AND THEIR ELECTRONIC STRUCTURES. ISSN 1875-4023, 2013, vol., no., 
pp. 161., WOS 
4. [1.1] HIERSO, Jean-Cyrille - CONTRERAS, RH. Nonbonded Indirect Nuclear Spin-Spin Couplings (J Couplings 
"Through-Space") for Structural Determination in Small Organic and Organometallic Species. In HIGH 
RESOLUTION NMR SPECTROSCOPY: UNDERSTANDING MOLECULES AND THEIR ELECTRONIC 
STRUCTURES. ISSN 1875-4023, 2013, vol., no., pp. 285., WOS 

ADCA261 MALKINA, Oľga - VAARA, Juha - SCHIMMELPFENNIG, Bernd - MUNZAROVÁ, 
Markéta - MALKIN, Vladimír - KAUPP, Martin. Density functional calculations of 
electronic g-tensors using spin-orbit pseudopotentials and mean-field all-electron spin-orbit 
operators. In Journal of the American Chemical Society, 2000, vol. 122, no. 38, p. 
9206-9218. ISSN 0002-7863. 

Citácie: 
1. [1.1] CHALUPSKY, Jakub - YANAI, Takeshi. Flexible nuclear screening approximation to the two-electron 
spin-orbit coupling based on ab initio parameterization. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, 
2013, vol. 139, no. 20, pp., WOS 
2. [1.1] ELGABARTY, Hossam - WOLFF, Milian - GLAUBITZ, Adrian - HINDERBERGER, Dariush - 
SEBASTIANI, Daniel. First principles calculation of inhomogeneous broadening in solid-state cw-EPR spectroscopy. 
In PHYSICAL CHEMISTRY CHEMICAL PHYSICS. ISSN 1463-9076, 2013, vol. 15, no. 38, pp. 16082., WOS 
3. [1.1] PIETRZYK, Piotr - PODOLSKA, Katarzyna - SOJKA, Zbigniew - GILBERT, BC - CHECHIK - MURPHY, 
DM. Molecular interpretation of EPR parameters computational spectroscopy approaches. In ELECTRON 
PARAMAGNETIC RESONANCE, VOL 23. ISSN 1464-4622, 2013, vol. 23, no., pp. 264., WOS 
4. [1.1] QUINTANAR, Liliana - RIVILLAS-ACEVEDO, Lina - GRANDE-AZTATZI, Rafael - GOMEZ-CASTRO, 
Carlos Z. - ARCOS-LOPEZ, Trinidad - VELA, Alberto. Copper coordination to the prion protein: Insights from 
theoretical studies. In COORDINATION CHEMISTRY REVIEWS. ISSN 0010-8545, 2013, vol. 257, no. 2, pp. 429., 
WOS 
5. [1.1] VERMA, Prakash - AUTSCHBACH, Jochen. Variational versus Perturbational Treatment of Spin-Orbit 
Coupling in Relativistic Density Functional Calculations of Electronic g Factors: Effects from Spin-Polarization and 
Exact Exchange. In JOURNAL OF CHEMICAL THEORY AND COMPUTATION. ISSN 1549-9618, 2013, vol. 9, 
no. 2, pp. 1052., WOS 
6. [1.1] WITWICKI, Maciej - JEZIERSKA, Julia. DFT insight into o-semiquinone radicals and Ca2+ ion interaction: 
structure, g tensor, and stability. In THEORETICAL CHEMISTRY ACCOUNTS. ISSN 1432-881X, 2013, vol. 132, 
no. 9, pp., WOS 

ADCA262 MALKINA, Oľga - HRICOVÍNI, Miloš - BÍZIK, F. - MALKIN, Vladimír. Chemical shifts 
and spin-spin coupling constants in Me alpha-D-xylopyranoside: A DFT approach. In 
Journal of Physical Chemistry A.Molecules, spectroscopy, kinetics, environment, and 
general theory, 2001, vol. 105, no. 40, p. 9188-9195. ISSN 1089-5639. 

 

160 



 
Správa o činnosti ÚACH SAV          2014 

Citácie: 
1. [1.1] RUSAKOV, Yu Yu - KRIVDIN, L. B. Modern quantum chemical methods for calculating spin-spin coupling 
constants: theoretical basic and structural applications in chemistry. In RUSSIAN CHEMICAL REVIEWS. ISSN 
0036-021X, 2013, vol. 82, no. 2, pp. 90., WOS 
2. [1.1] TOUKACH, Filip V. - ANANIKOV, Valentine P. Recent advances in computational predictions of NMR 
parameters for the structure elucidation of carbohydrates: methods and limitations. In CHEMICAL SOCIETY 
REVIEWS. ISSN 0306-0012, 2013, vol. 42, no. 21, pp. 8376., WOS 

ADCA263 MALKIN, Elena - REPISKÝ, Michal - KOMOROVSKÝ, Stanislav - MACH, Pavel - 
MALKINA, Oľga - MALKIN, Vladimír. Effects of finite size nuclei in relativistic 
four-component calculations of hyperfine structure. In Journal of Chemical Physics, 2011, 
vol. 134, no. 4, p. 044111-1-044111-8. (2.921 - IF2010). (2011 - Current Contents). ISSN 
0021-9606. 

Citácie: 
1. [1.1] PIETRZYK, Piotr - PODOLSKA, Katarzyna - SOJKA, Zbigniew - GILBERT, BC - CHECHIK - MURPHY, 
DM. Molecular interpretation of EPR parameters computational spectroscopy approaches. In ELECTRON 
PARAMAGNETIC RESONANCE, VOL 23. ISSN 1464-4622, 2013, vol. 23, no., pp. 264., WOS 

ADCA264 MALKIN, Elena - MALKIN, Irina - MALKINA, Oľga - MALKIN, Vladimír - KAUPP, 
Martin. Scalar relativistic calculations of hyperfine coupling tensors using the 
Douglas-Kroll-Hess method with a finite-size nucleus model. In Physical Chemistry 
Chemical Physics, 2006, vol. 8, no. 35, p. 4079-4085. ISSN 1463-9076. 

Citácie: 
1. [1.1] PIETRZYK, Piotr - PODOLSKA, Katarzyna - SOJKA, Zbigniew - GILBERT, BC - CHECHIK - MURPHY, 
DM. Molecular interpretation of EPR parameters computational spectroscopy approaches. In ELECTRON 
PARAMAGNETIC RESONANCE, VOL 23. ISSN 1464-4622, 2013, vol. 23, no., pp. 264., WOS 
2. [1.1] SANDHOEFER, Barbara - KOSSMANN, Simone - NEESE, Frank. Derivation and assessment of relativistic 
hyperfine-coupling tensors on the basis of orbital-optimized second-order Moller-Plesset perturbation theory and the 
second-order Douglas-Kroll-Hess transformation. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, 2013, 
vol. 138, no. 10, pp., WOS 
3. [1.1] VERMA, Prakash - AUTSCHBACH, Jochen. Relativistic Density Functional Calculations of Hyperfine 
Coupling with Variational versus Perturbational Treatment of Spin-Orbit Coupling. In JOURNAL OF CHEMICAL 
THEORY AND COMPUTATION. ISSN 1549-9618, 2013, vol. 9, no. 4, pp. 1932., WOS 

ADCA265 MALKIN, Irina - MALKINA, Olga L. - MALKIN, Vladimír G. - KAUPP, Martin. Scalar 
relativistic calculations of hyperfine coupling tensors using the Douglas-Kroll-Hess method. 
In Chemical Physics Letters, 2004, vol. 396, no. 4-6, p. 268-276. 

Citácie: 
1. [1.1] SANDHOEFER, Barbara - KOSSMANN, Simone - NEESE, Frank. Derivation and assessment of relativistic 
hyperfine-coupling tensors on the basis of orbital-optimized second-order Moller-Plesset perturbation theory and the 
second-order Douglas-Kroll-Hess transformation. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, 2013, 
vol. 138, no. 10, pp., WOS 
2. [1.1] VAD, Mads S. - PEDERSEN, Morten N. - NORAGER, Anette - JENSEN, Hans Jorgen Aa. Correlated 
four-component EPR g-tensors for doublet molecules. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, 
2013, vol. 138, no. 21, pp., WOS 
3. [1.1] VERMA, Prakash - AUTSCHBACH, Jochen. Relativistic Density Functional Calculations of Hyperfine 
Coupling with Variational versus Perturbational Treatment of Spin-Orbit Coupling. In JOURNAL OF CHEMICAL 
THEORY AND COMPUTATION. ISSN 1549-9618, 2013, vol. 9, no. 4, pp. 1932., WOS 

ADCA266 MALKIN, Irina - MALKINA, Oľga - MALKIN, Vladimír - KAUPP, Martin. Relativistic 
two-component calculations of electronic g-tensors that include spin polarization. In Journal 
of Chemical Physics, 2005, vol. 123, no. 24, p. 244103-1-244103-16. (3.105 - IF2004). 
(2005 - Current Contents, WOS, SCOPUS). ISSN 0021-9606. 

Citácie: 
1. [1.1] VAD, Mads S. - PEDERSEN, Morten N. - NORAGER, Anette - JENSEN, Hans Jorgen Aa. Correlated 
four-component EPR g-tensors for doublet molecules. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, 
2013, vol. 138, no. 21, pp., WOS 
2. [1.1] YOSHIZAWA, Terutaka - HADA, Masahiko. The Douglas-Kroll-Hess method based on 
vector-potential-including Foldy-Wouthuysen transformation: Application to NMR shielding tensor. In CHEMICAL 
PHYSICS LETTERS. ISSN 0009-2614, 2013, vol. 580, no., pp. 145., WOS 
3. [1.1] YOSHIZAWA, Terutaka - SAKAKI, Shigeyoshi. NMR shielding constants of CuX, AgX, and AuX (X = F, 
Cl, Br, and I) investigated by density functional theory based on the douglas-kroll-hess hamiltonian. In JOURNAL OF 
COMPUTATIONAL CHEMISTRY. ISSN 0192-8651, 2013, vol. 34, no. 12, pp. 1013., WOS 

ADCA267 MALKIN, Irina - MALKINA, Oľga - MALKIN, Vladimír. Relativistic calculations of 

 

161 



 
Správa o činnosti ÚACH SAV          2014 

electric field gradients using the Douglas-Kroll method. In Chemical Physics Letters, 2002, 
vol. 361, no. 3-4, p. 231-236. 

Citácie: 
1. [1.1] NAKAJIMA, Yuya - SEINO, Junji - NAKAI, Hiromi. Analytical energy gradient based on spin-free 
infinite-order Douglas-Kroll-Hess method with local unitary transformation. In JOURNAL OF CHEMICAL 
PHYSICS. ISSN 0021-9606, 2013, vol. 139, no. 24, pp., WOS 
2. [1.1] STOPKOWICZ, Stella - CHENG, Lan - HARDING, Michael E. - PUZZARINI, Cristina - GAUSS, Juergen. 
The bromine nuclear quadrupole moment revisited. In MOLECULAR PHYSICS. ISSN 0026-8976, 2013, vol. 111, no. 
9-11, pp. 1382., WOS 
3. [1.1] WANG, Fang - STEIMLE, Timothy C. - ADAM, Allan G. - CHENG, Lan - STANTON, John F. The pure 
rotational spectrum of ruthenium monocarbide, RuC, and relativistic ab initio predictions. In JOURNAL OF 
CHEMICAL PHYSICS. ISSN 0021-9606, 2013, vol. 139, no. 17, pp., WOS 
4. [1.1] ZHANG LI - ZHU ZHENG-HE. Full relativistic calculations of the quadrupole and electric field gradients for 
C-2, N-2, and O-2. In CHINESE PHYSICS B. ISSN 1674-1056, 2013, vol. 22, no. 2, pp., WOS 

ADCA268 MALKIN, Vladimír G. - MALKINA, Olga L. - STEINEBRUNNER, G. - HUBER, H. 
Solvent effect on the NMR chemical shieldings in water calculated by a combination of 
molecular dynamics and density functional theory. In Chemistry - A European Journal, 
1996, vol. 2, no. 4, p. 452-457. ISSN 0947-6539. 

Citácie: 
1. [1.1] MINEVA, T. - TSONEVA, Y. - KEVORKYANTS, R. - GOURSOT, A. C-13 NMR chemical shift 
calculations of charged surfactants in water A combined density functional theory (DFT) and molecular dynamics 
(MD) methodological study. In CANADIAN JOURNAL OF CHEMISTRY-REVUE CANADIENNE DE CHIMIE. 
ISSN 0008-4042, 2013, vol. 91, no. 7, pp. 529., WOS 
2. [1.1] SISKOS, Michael G. - KONTOGIANNI, Vassiliki G. - TSIAFOULIS, Constantinos G. - TZAKOS, Andreas 
G. - GEROTHANASSIS, Ioannis P. Investigation of solute-solvent interactions in phenol compounds: accurate ab 
initio calculations of solvent effects on H-1 NMR chemical shifts. In ORGANIC &amp; BIOMOLECULAR 
CHEMISTRY. ISSN 1477-0520, 2013, vol. 11, no. 42, pp. 7400., WOS 

ADCA269 MALKIN, Vladimír - MALKINA, Oľga - SALAHUB, Dennis R. Spin-orbit correction to 
NMR shielding constants from density functional theory. In Chemical Physics Letters, 1996, 
vol. 261, no. 3, p. 335-345. 

Citácie: 
1. [1.1] CHENG, Lan - GAUSS, Juergen - STANTON, John F. Treatment of scalar-relativistic effects on nuclear 
magnetic shieldings using a spin-free exact-two-component approach. In JOURNAL OF CHEMICAL PHYSICS. 
ISSN 0021-9606, 2013, vol. 139, no. 5, pp., WOS 
2. [1.1] DEMISSIE, Taye B. - REPISKY, Michal - KOMOROVSKY, Stanislav - ISAKSSON, Johan - SVENDSEN, 
John S. - DODZIUK, Helena - RUUD, Kenneth. Four-component relativistic chemical shift calculations of 
halogenated organic compounds. In JOURNAL OF PHYSICAL ORGANIC CHEMISTRY. ISSN 0894-3230, 2013, 
vol. 26, no. 8, pp. 679., WOS 

ADCA270 MALKIN, Vladimír - MALKINA, Oľga - SALAHUB, Dennis R. Influence of 
intermolecular interactions on the 13C NMR shielding tensor in solid alpha-glycine. In 
Journal of the American Chemical Society, 1995, vol. 117, no. 11, p. 3294-3295. ISSN 
0002-7863. 

Citácie: 
1. [1.1] BOUZKOVA, Katerina - BABINSKY, Martin - NOVOSADOVA, Lucie - MAREK, Radek. Intermolecular 
Interactions in Crystalline Theobromine as Reflected in Electron Deformation Density and C-13 NMR Chemical Shift 
Tensors. In JOURNAL OF CHEMICAL THEORY AND COMPUTATION. ISSN 1549-9618, 2013, vol. 9, no. 6, pp. 
2629., WOS 
2. [1.1] SHENDEROVICH, Ilya G. Effect of Noncovalent Interactions on the P-31 Chemical Shift Tensor of 
Phosphine Oxides, Phosphinic, Phosphonic, and Phosphoric Acids, and Their Complexes with Lead(II). In JOURNAL 
OF PHYSICAL CHEMISTRY C. ISSN 1932-7447, 2013, vol. 117, no. 50, pp. 26689., WOS 

ADCA271 MAREK, Radek - KŘÍSTKOVÁ, Anežka - MALIŇÁKOVÁ, Kateřina - TOUŠEK, Jaromír 
- MAREK, Jaromír - HOCEK, Michal - MALKINA, Oľga - MALKIN, Vladimír. 
Interpretation of indirect nuclear spin-spin couplings in isomers of adenine: Novel approach 
to analyze coupling electron deformation density using localized molecular orbitals. In 
Journal of physical chemistry A.Molecules, spectroscopy, kinetics, environment, and general 
theory, 2010, vol. 114, no. 24, p. 6689-6700. (2.899 - IF2009). (2010 - Current Contents). 
ISSN 1089-5639. 

Citácie: 
1. [1.1] CONTRERAS, Ruben H. - TORMENA, Claudio F. - DUCATI, Lucas C. - CONTRERAS, RH. Transmission 
Mechanisms of the Fermi-Contact Term of Spin-Spin Couplings. In HIGH RESOLUTION NMR SPECTROSCOPY: 

 

162 



 
Správa o činnosti ÚACH SAV          2014 

UNDERSTANDING MOLECULES AND THEIR ELECTRONIC STRUCTURES. ISSN 1875-4023, 2013, vol., no., 
pp. 245., WOS 
2. [1.1] GARCIA DE LA VEGA, J. M. - SAN FABIAN, J. - CONTRERAS, RH. Analysis of Contributions to 
Spin-Spin Coupling Constants by the Natural J-Coupling Method. In HIGH RESOLUTION NMR SPECTROSCOPY: 
UNDERSTANDING MOLECULES AND THEIR ELECTRONIC STRUCTURES. ISSN 1875-4023, 2013, vol., no., 
pp. 161., WOS 
3. [1.1] HOYVIK, Ida-Marie - JANSIK, Branislav - JORGENSEN, Poul. Pipek-Mezey localization of occupied and 
virtual orbitals. In JOURNAL OF COMPUTATIONAL CHEMISTRY. ISSN 0192-8651, 2013, vol. 34, no. 17, pp. 
1456., WOS 

ADCA272 MÁŠIK, Jozef - HUBAČ, Ivan - MACH, Pavel. Single-root multireference 
Brillouin-Wigner coupled-cluster theory: Applicability to the F2 molecule. In Journal of 
Chemical Physics, 1998, vol. 108, no. 16, p. 6571-6579. (3.247 - IF1997). ISSN 0021-9606. 

Citácie: 
1. [1.1] AKSU, H. An alternative approximation to state-specific multireference second-order Brillouin-Wigner 
perturbation theory: size-extensivity correction. In THEORETICAL CHEMISTRY ACCOUNTS. ISSN 1432-881X, 
2013, vol. 132, no. 3, pp., WOS 
2. [1.1] MALRIEU, Jean-Paul. Proposal of multi-root multi-reference coupled cluster formalisms. In MOLECULAR 
PHYSICS. ISSN 0026-8976, 2013, vol. 111, no. 16-17, pp. 2451., WOS 

ADCA273 MATUSIK, Jakub - SCHOLTZOVÁ, Eva - TUNEGA, Daniel. Influence of synthesis 
conditions on the formation of a kaolinite-methanol complex and simulation of its 
vibrational spectra. In Clays and Clay Minerals, 2012, vol. 60, no. 3, p. 227-239. (1.162 - 
IF2011). (2012 - Current Contents). ISSN 0009-8604. 

Citácie: 
1. [1.1] CHAKRABORTY, Chanchal - SUKUL, Pradip K. - DANA, Kausik - MALIK, Sudip. Suppression of Keto 
Defects and Thermal Stabilities of Polyfluorene-Kaolinite Clay Nanocomposites. In INDUSTRIAL &amp; 
ENGINEERING CHEMISTRY RESEARCH. ISSN 0888-5885, 2013, vol. 52, no. 20, pp. 6722., WOS 

ADCA274 MEDVEĎ, Miroslav - URBAN, Miroslav - NOGA, Jozef. CCSD(T) expectation value 
calculations of first-order properties. In Theoretical Chemistry Accounts, 1997, vol. 98, no. 
2-3, p. 75-84. 

Citácie: 
1. [1.1] GUPTA, Jitendra - VAVAL, Nayana - PAL, Sourav. A Lagrange multiplier approach for excited state 
properties through intermediate Hamiltonian formulation of Fock space multireference coupled-cluster theory. In 
JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, 2013, vol. 139, no. 7, pp., WOS 

ADCA275 MEDVEĎ, Miroslav - NOGA, Jozef - JACQUEMIN, Denis - ASSFELD, Xavier - 
PERPèTE, Eric A. NLO responses of small polymethineimine oligomers: A CCSD(T) study. 
In Theochem : journal of molecular structure, 2007, vol. 821, no. 1-3, p. 160-165. ISSN 
0166-1280. 

Citácie: 
1. [1.1] AMALANATHAN, M. - XAVIER, T. S. - JOE, I. Hubert - RASTOGI, V. K. Normal coordinate analysis and 
Nonlinear Optical Response of cross-conjugated system 4,4-Dimethyl Benzophenone. In SPECTROCHIMICA ACTA 
PART A-MOLECULAR AND BIOMOLECULAR SPECTROSCOPY. ISSN 1386-1425, 2013, vol. 116, no., pp. 574., 
WOS 
2. [1.1] BULIK, Ireneusz W. - ZALESNY, Robert - BARTKOWIAK, Wojciech - LUIS, Josep M. - KIRTMAN, 
Bernard - SCUSERIA, Gustavo E. - AVRAMOPOULOS, Aggelos - REIS, Heribert - PAPADOPOULOS, Manthos G. 
Performance of density functional theory in computing nonresonant vibrational (hyper)polarizabilities. In JOURNAL 
OF COMPUTATIONAL CHEMISTRY. ISSN 0192-8651, 2013, vol. 34, no. 20, pp. 1775., WOS 

ADCA276 MICHÁLKOVÁ, Monika - GHILLÁNYOVÁ, Katarína - GALUSEK, Dušan. The influence 
of solid loading in suspensions of a submicrometric alumina powder on green and sintered 
pressure filtrated samples. In Ceramics International, 2010, vol. 36, no. 1, p. 385-390. (1.686 
- IF2009). (2010 - Current Contents). ISSN 0272-8842. 

Citácie: 
1. [1.2] LIU, H. - ZHAO, W. Influence of pH value and dispersants on the alumina suspension stability. In Advanced 
Materials Research, 2013, 610-613, pp. 56-59., SCOPUS 

ADCA277 MLYNÁRIKOVÁ, Jarmila - CHRENKOVÁ, Marta - DANIELIK, Vladimír - DANĚK, V. - 
MATAL, Oldřich. Revised phase diagram of the system NaF-NaBF4. In Monatshefte für 
Chemie, 2008, vol. 139, no. 2, p. 77-80. ISSN 0026-9247. 

Citácie: 
1. [1.1] SERRANO-LOPEZ, R. - FRADERA, J. - CUESTA-LOPEZ, S. Molten salts database for energy applications. 
In CHEMICAL ENGINEERING AND PROCESSING. ISSN 0255-2701, 2013, vol. 73, no., pp. 87., WOS 

 

163 



 
Správa o činnosti ÚACH SAV          2014 

ADCA278 MOJUMDAR, Subhash Chandra - MAZANEC, K. - DRÁBIK, Milan. Macro-defect-free 
(MDF) cements - Synthesis, thermal, chemical, SEM and magnetometric study and moisture 
resistance. In Journal of Thermal Analysis and Calorimetry, 2006, vol. 83, no. 1, p. 135-139. 
(2006 - Current Contents). ISSN 1388-6150. 

Citácie: 
1. [1.1] CUCCINIELLO, Raffaele - PROTO, Antonio - ROSSI, Federico - MOTTA, Oriana. Mayenite based supports 
for atmospheric NOx sampling. In ATMOSPHERIC ENVIRONMENT. ISSN 1352-2310, 2013, vol. 79, no., pp. 666., 
WOS 

ADCA279 MÜLLER, Hendrik - KUTZELNIGG, Werner - NOGA, Jozef. A CCSD(T)-R12 study of 
the ten-electron systems Ne, F-, HF, H2O, NH3, NH+4 and CH4. In Molecular Physics, 
1997, vol. 92, no. 3, p. 535-546. 

Citácie: 
1. [1.1] RIPLINGER, Christoph - SANDHOEFER, Barbara - HANSEN, Andreas - NEESE, Frank. Natural triple 
excitations in local coupled cluster calculations with pair natural orbitals. In JOURNAL OF CHEMICAL PHYSICS. 
ISSN 0021-9606, 2013, vol. 139, no. 13, pp., WOS 

ADCA280 MÜLLER, Hendrik - KUTZELNIGG, Werner - NOGA, Jozef - KLOPPER, Wim. CH+5: 
The story goes on. An explicitly correlated coupled cluster study. In Journal of Chemical 
Physics, 1997, vol. 106, no. 5, p. 1863-1869. (3.516 - IF1996). (1997 - Current Contents, 
SCOPUS). ISSN 0021-9606. 

Citácie: 
1. [1.1] ALI, A. - SITTLER, E. C. - CHOMAY, D. - ROWE, B. R. - PUZZARINI, C. Cyclopropenyl cation the 
simplest Huckel's aromatic molecule and its cyclic methyl derivatives in Titan's upper atmosphere. In PLANETARY 
AND SPACE SCIENCE. ISSN 0032-0633, 2013, vol. 87, no., pp. 96., WOS 
2. [1.1] IVANOV, Sergei D. - WITT, Alexander - MARX, Dominik. Theoretical spectroscopy using molecular 
dynamics: theory and application to CH5+ and its isotopologues. In PHYSICAL CHEMISTRY CHEMICAL 
PHYSICS. ISSN 1463-9076, 2013, vol. 15, no. 25, pp. 10270., WOS 
3. [1.1] RASUL, Golam - PRAKASH, G. K. Surya - OLAH, George A. Ab Initio/GIAO-CCSD(T) Calculated 
C-13-B-11 NMR Chemical Shift Relationships in Isoelectronic Hypercoordinate Carbonium and Boronium As Well 
As Carbenium and Borenium Ions. In JOURNAL OF PHYSICAL CHEMISTRY A. ISSN 1089-5639, 2013, vol. 117, 
no. 22, pp. 4664., WOS 

ADCA281 NOGA, Jozef - VALIRON, Pierre - KLOPPER, Wim. The accuracy of atomization energies 
from explicitly correlated coupled-cluster calculations. In Journal of Chemical Physics, 
2001, vol. 115, no. 5, p. 2022-2032. (2001 - Current Contents). ISSN 0021-9606. 

Citácie: 
1. [1.1] BUBIN, Sergiy - PAVANELO, Michele - TUNG, Wei-Cheng - SHARKEY, Keeper L. - ADAMOWICZ, 
Ludwik. Born-Oppenheimer and Non-Born-Oppenheimer, Atomic and Molecular Calculations with Explicitly 
Correlated Gaussians. In CHEMICAL REVIEWS. ISSN 0009-2665, 2013, vol. 113, no. 1, pp. 36., WOS 

ADCA282 NOGA, Jozef - TUNEGA, Daniel - KLOPPER, Wim - KUTZELNIGG, Werner. The 
performance of the explicitly correlated coupled-cluster method. 1. The 4-electron systems 
Be, Li- and LiH. In Journal of Chemical Physics, 1995, vol. 103, no. 1, p. 309-320. (3.635 - 
IF1994). (1995 - Current Contents). ISSN 0021-9606. 

Citácie: 
1. [1.1] BUBIN, Sergiy - PAVANELO, Michele - TUNG, Wei-Cheng - SHARKEY, Keeper L. - ADAMOWICZ, 
Ludwik. Born-Oppenheimer and Non-Born-Oppenheimer, Atomic and Molecular Calculations with Explicitly 
Correlated Gaussians. In CHEMICAL REVIEWS. ISSN 0009-2665, 2013, vol. 113, no. 1, pp. 36., WOS 
2. [1.1] MITROY, Jim - BUBIN, Sergiy - HORIUCHI, Wataru - SUZUKI, Yasuyuki - ADAMOWICZ, Ludwik - 
CENCEK, Wojciech - SZALEWICZ, Krzysztof - KOMASA, Jacek - BLUME, D. - VARGA, Kalman. Theory and 
application of explicitly correlated Gaussians. In REVIEWS OF MODERN PHYSICS. ISSN 0034-6861, 2013, vol. 85, 
no. 2, pp. 693., WOS 

ADCA283 NOGA, Jozef - PLUTA, Tadeusz. Coupled cluster calculations of the electric properties of 
BeS. An analysis of the fifth-order non-iterative corrections. In Chemical Physics Letters, 
1997, vol. 264, no. 1-2, p. 101-108. (1997 - Current Contents). ISSN 0009-2614. 

Citácie: 
1. [1.1] YU, Jin - GUO, Wanlin. Two-Dimensional Hexagonal Beryllium Sulfide Crystal. In JOURNAL OF 
PHYSICAL CHEMISTRY LETTERS. ISSN 1948-7185, 2013, vol. 4, no. 11, pp. 1856., WOS 

ADCA284 NOGA, Jozef - KUTZELNIGG, Werner. Coupled cluster theory that takes care of the 
correlation cusp by inclusion of linear terms in the interelectronic coordinates. In Journal of 
Chemical Physics, 1994, vol. 101, no. 9, p. 7738-7762. (3.615 - IF1993). (1994 - Current 
Contents). ISSN 0021-9606. 

 

164 



 
Správa o činnosti ÚACH SAV          2014 

Citácie: 
1. [1.1] DAGDIGIAN, Paul J. Theoretical investigation of collisional energy transfer in polyatomic intermediates. In 
INTERNATIONAL REVIEWS IN PHYSICAL CHEMISTRY. ISSN 0144-235X, 2013, vol. 32, no. 2, pp. 229., WOS 
2. [1.1] GRUENEIS, Andreas - SHEPHERD, James J. - ALAVI, Ali - TEW, David P. - BOOTH, George H. Explicitly 
correlated plane waves: Accelerating convergence in periodic wavefunction expansions. In JOURNAL OF 
CHEMICAL PHYSICS. ISSN 0021-9606, 2013, vol. 139, no. 8, pp., WOS 
3. [1.1] JALAN, Amrit - ALECU, Ionut M. - MEANA-PANEDA, Ruben - AGUILERA-IPARRAGUIRRE, Jorge - 
YANG, Ke R. - MERCHANT, Shamel S. - TRUHLAR, Donald G. - GREEN, William H. New Pathways for 
Formation of Acids and Carbonyl Products in Low-Temperature Oxidation: The Korcek Decomposition of 
gamma-Ketohydroperoxides. In JOURNAL OF THE AMERICAN CHEMICAL SOCIETY. ISSN 0002-7863, 2013, 
vol. 135, no. 30, pp. 11100., WOS 
4. [1.1] JALAN, Amrit - ALLEN, Joshua W. - GREEN, William H. Chemically activated formation of organic acids in 
reactions of the Criegee intermediate with aldehydes and ketones. In PHYSICAL CHEMISTRY CHEMICAL 
PHYSICS. ISSN 1463-9076, 2013, vol. 15, no. 39, pp. 16841., WOS 
5. [1.1] KOPUT, Jacek. Ab initio potential energy surface and vibration-rotation energy levels of lithium 
monohydroxide. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, 2013, vol. 138, no. 23, pp., WOS 
6. [1.1] LESIUK, Michal - JEZIORSKI, Bogumil - MOSZYNSKI, Robert. On the large interelectronic distance 
behavior of the correlation factor for explicitly correlated wave functions. In JOURNAL OF CHEMICAL PHYSICS. 
ISSN 0021-9606, 2013, vol. 139, no. 13, pp., WOS 
7. [1.1] MALYSZEK, Pawel - KOPUT, Jacek. Accurate Ab initio potential energy surface and vibration-rotation 
energy levels of hydrogen peroxide. In JOURNAL OF COMPUTATIONAL CHEMISTRY. ISSN 0192-8651, 2013, 
vol. 34, no. 5, pp. 337., WOS 
8. [1.1] OHNISHI, Yu-ya - TEN-NO, Seiichiro. Alternative formulation of explicitly correlated third-order 
Moller-Plesset perturbation theory. In MOLECULAR PHYSICS. ISSN 0026-8976, 2013, vol. 111, no. 16-17, pp. 
2516., WOS 
9. [1.1] POLYANSKY, Oleg L. - KOZIN, Igor N. - OVSYANNIKOV, Roman I. - MALYSZEK, Pawel - KOPUT, 
Jacek - TENNYSON, Jonathan - YURCHENKO, Sergei N. Variational Calculation of Highly Excited Rovibrational 
Energy Levels of H2O2. In JOURNAL OF PHYSICAL CHEMISTRY A. ISSN 1089-5639, 2013, vol. 117, no. 32, pp. 
7367., WOS 
10. [1.1] SHIOZAKI, Toru - WERNER, Hans-Joachim. Multireference explicitly correlated F12 theories. In 
MOLECULAR PHYSICS. ISSN 0026-8976, 2013, vol. 111, no. 5, pp. 607., WOS 

ADCA285 NOGA, Jozef - KUTZELNIGG, Werner - KLOPPER, Wim. CC-R12, a correlation cusp 
corrected coupled-cluster method with a pilot application t the Be2 potential curve. In 
Chemical Physics Letters, 1992, vol. 199, no. 5, p. 497-504. 

Citácie: 
1. [1.1] BUBIN, Sergiy - PAVANELO, Michele - TUNG, Wei-Cheng - SHARKEY, Keeper L. - ADAMOWICZ, 
Ludwik. Born-Oppenheimer and Non-Born-Oppenheimer, Atomic and Molecular Calculations with Explicitly 
Correlated Gaussians. In CHEMICAL REVIEWS. ISSN 0009-2665, 2013, vol. 113, no. 1, pp. 36., WOS 
2. [1.1] CHWEE, T. S. - LIM, G. S. - FAN, W. Y. - SULLIVAN, M. B. Computational study of molecular properties 
with dual basis sets. In PHYSICAL CHEMISTRY CHEMICAL PHYSICS. ISSN 1463-9076, 2013, vol. 15, no. 39, pp. 
16566., WOS 
3. [1.1] DAGDIGIAN, Paul J. Theoretical investigation of collisional energy transfer in polyatomic intermediates. In 
INTERNATIONAL REVIEWS IN PHYSICAL CHEMISTRY. ISSN 0144-235X, 2013, vol. 32, no. 2, pp. 229., WOS 
4. [1.1] KOPUT, Jacek. Ab initio potential energy surface and vibration-rotation energy levels of lithium 
monohydroxide. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, 2013, vol. 138, no. 23, pp., WOS 
5. [1.1] LESIUK, Michal - JEZIORSKI, Bogumil - MOSZYNSKI, Robert. On the large interelectronic distance 
behavior of the correlation factor for explicitly correlated wave functions. In JOURNAL OF CHEMICAL PHYSICS. 
ISSN 0021-9606, 2013, vol. 139, no. 13, pp., WOS 
6. [1.1] LIU, Wenlan - HANAUER, Matthias - KOEHN, Andreas. Explicitly correlated internally contracted 
multireference coupled-cluster singles and doubles theory: ic-MRCCSD(F12*). In CHEMICAL PHYSICS LETTERS. 
ISSN 0009-2614, 2013, vol. 565, no., pp. 122., WOS 
7. [1.1] MALYSZEK, Pawel - KOPUT, Jacek. Accurate Ab initio potential energy surface and vibration-rotation 
energy levels of hydrogen peroxide. In JOURNAL OF COMPUTATIONAL CHEMISTRY. ISSN 0192-8651, 2013, 
vol. 34, no. 5, pp. 337., WOS 
8. [1.1] ROEGGEN, Inge - GAO, Bin. Perturbed atoms in molecules and solids: The PATMOS model. In JOURNAL 
OF CHEMICAL PHYSICS. ISSN 0021-9606, 2013, vol. 139, no. 9, pp., WOS 
9. [1.1] ROZTOCZYNSKA, A. y - KACZMAREK-KEDZIERA, A. - GORA, R. W. - BARTKOWIAK, W. How does 
the Boys and Bernardi counterpoise correction scheme affects the calculated interaction-induced electric properties? 
Model hydrogen-bonded systems as a case study. In CHEMICAL PHYSICS LETTERS. ISSN 0009-2614, 2013, vol. 
571, no., pp. 28., WOS 
10. [1.1] SHIOZAKI, Toru - WERNER, Hans-Joachim. Multireference explicitly correlated F12 theories. In 
MOLECULAR PHYSICS. ISSN 0026-8976, 2013, vol. 111, no. 5, pp. 607., WOS 
11. [1.1] ZHANG, Igor Ying - REN, Xinguo - RINKE, Patrick - BLUM, Volker - SCHEFFLER, Matthias. Numeric 

 

165 



 
Správa o činnosti ÚACH SAV          2014 

atom-centered-orbital basis sets with valence-correlation consistency from H to Ar. In NEW JOURNAL OF PHYSICS. 
ISSN 1367-2630, 2013, vol. 15, no., pp., WOS 

ADCA286 NOGA, Jozef - BARTLETT, Rodney J. The full CCSDT model for molecular electronic 
structure. In Journal of Chemical Physics, 1987, vol. 86, no. 12, p. 7041-7050. ISSN 
0021-9606. 

Citácie: 
1. [1.1] ADHIKARI, Kalipada - CHATTOPADHYAY, Sudip - DE, Barin Kumar - SHARMA, Amitava - NATH, 
Ranendu Kumar - SINHA, Dhiman. Search of truncation of (N-1) electron basis containing full connected triple 
excitations in computing main and satellite ionization potentials via fock space coupled cluster approach. In 
JOURNAL OF COMPUTATIONAL CHEMISTRY. ISSN 0192-8651, 2013, vol. 34, no. 15, pp. 1291., WOS 
2. [1.1] BARONE, Vincenzo - BICZYSKO, Malgorzata - BLOINO, Julien - EGIDI, Franco - PUZZARINI, Cristina. 
Accurate structure, thermodynamics, and spectroscopy of medium-sized radicals by hybrid coupled cluster/density 
functional theory approaches: The case of phenyl radical. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, 
2013, vol. 138, no. 23, pp., WOS 
3. [1.1] BARONE, Vincenzo - BICZYSKO, Malgorzata - BLOINO, Julien - PUZZARINI, Cristina. Characterization 
of the Elusive Conformers of Glycine from State-of-the-Art Structural, Thermodynamic, and Spectroscopic 
Computations: Theory Complements Experiment. In JOURNAL OF CHEMICAL THEORY AND COMPUTATION. 
ISSN 1549-9618, 2013, vol. 9, no. 3, pp. 1533., WOS 
4. [1.1] BERARDO, Enrico - HU, Han-Shi - KOWALSKI, Karol - ZWIJNENBURG, Martijn A. Coupled cluster 
calculations on TiO2 nanoclusters. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, 2013, vol. 139, no. 6, 
pp., WOS 
5. [1.1] BROSS, David H. - HILL, J. Grant - WERNER, H.J. - PETERSON, Kirk A. Explicitly correlated composite 
thermochemistry of transition metal species. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, 2013, vol. 
139, no. 9, pp., WOS 
6. [1.1] CRITTENDEN, Deborah L. A Hierarchy of Static Correlation Models. In JOURNAL OF PHYSICAL 
CHEMISTRY A. ISSN 1089-5639, 2013, vol. 117, no. 18, pp. 3852., WOS 
7. [1.1] CSONTOS, Botond - NAGY, Balazs - CSONTOS, Jozsef - KALLAY, Mihaly. Dissociation of the Fluorine 
Molecule. In JOURNAL OF PHYSICAL CHEMISTRY A. ISSN 1089-5639, 2013, vol. 117, no. 26, pp. 5518., WOS 
8. [1.1] CZAKO, Gabor. Accurate ab initio potential energy surface, thermochemistry, and dynamics of the Br(P-2, 
P-2(3/2)) + CH4&gt; HBr + CH3 reaction. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, 2013, vol. 
138, no. 13, pp., WOS 
9. [1.1] DATTA, Dipayan - GAUSS, Juergen. A Non-antisymmetric Tensor Contraction Engine for the Automated 
Implementation of Spin-Adapted Coupled Cluster Approaches. In JOURNAL OF CHEMICAL THEORY AND 
COMPUTATION. ISSN 1549-9618, 2013, vol. 9, no. 6, pp. 2639., WOS 
10. [1.1] DUTTA, Achintya Kumar - VAVAL, Nayana - PAL, Sourav. Performance of the EOMIP-CCSD(2) Method 
for Determining the Structure and Properties of Doublet Radicals: A Benchmark Investigation. In JOURNAL OF 
CHEMICAL THEORY AND COMPUTATION. ISSN 1549-9618, 2013, vol. 9, no. 10, pp. 4313., WOS 
11. [1.1] FAN, Qunchao - LI, Huidong - FENG, Hao - SUN, Weiguo - LU, Tongxiang - SIMMONETT, Andrew C. - 
XIE, Yaoming - SCHAEFER, Henry F. New Potential Energy Surface Features for the Li plus HF&gt; LiF plus H 
Reaction. In JOURNAL OF PHYSICAL CHEMISTRY A. ISSN 1089-5639, 2013, vol. 117, no. 39, pp. 10027., WOS 
12. [1.1] GAMEZ, Jose A. - HERMANN, Markus - FRENKING, Gernot. Structures and Bonding Situation of the 
Allyl Systems and Cyclic Isomers [H2E-E(H)-EH2](-,center dot,+) (E = C, Si, Ge, Sn). In ZEITSCHRIFT FUR 
ANORGANISCHE UND ALLGEMEINE CHEMIE. ISSN 0044-2313, 2013, vol. 639, no. 14, pp. 2493., WOS 
13. [1.1] GERBIG, Dennis - LEY, David. Computational methods for contemporary carbene chemistry. In WILEY 
INTERDISCIPLINARY REVIEWS-COMPUTATIONAL MOLECULAR SCIENCE. ISSN 1759-0876, 2013, vol. 3, 
no. 3, pp. 242., WOS 
14. [1.1] GUPTA, Jitendra - MANOHAR, P. U. - GHOSH, Aryya - VAVAL, Nayana - PAL, Sourav. Extended 
coupled cluster through nth perturbation order for molecular response properties: A comparative study. In CHEMICAL 
PHYSICS. ISSN 0301-0104, 2013, vol. 417, no., pp. 45., WOS 
15. [1.1] HARDING, Michael E. - KLOPPER, Wim. Benchmarking the Lithium-Thiophene Complex. In 
CHEMPHYSCHEM. ISSN 1439-4235, 2013, vol. 14, no. 4, pp. 708., WOS 
16. [1.1] HELGAKER, Trygve - GAUSS, Juergen - CAZZOLI, Gabriele - PUZZARINI, Cristina. S-33 hyperfine 
interactions in H2S and SO2 and revision of the sulfur nuclear magnetic shielding scale. In JOURNAL OF 
CHEMICAL PHYSICS. ISSN 0021-9606, 2013, vol. 139, no. 24, pp., WOS 
17. [1.1] HILL, J. Grant - MITRUSHCHENKOV, Alexander O. - PETERSON, Kirk A. Ab initio ro-vibrational 
spectroscopy of the group 11 cyanides: CuCN, AgCN, and AuCN. In JOURNAL OF CHEMICAL PHYSICS. ISSN 
0021-9606, 2013, vol. 138, no. 13, pp., WOS 
18. [1.1] JANKOWSKI, Piotr - SURIN, L. A. - POTAPOV, A. - SCHLEMMER, S. - MCKELLAR, A. R. W. - 
SZALEWICZ, Krzysztof. A comprehensive experimental and theoretical study of H-2-CO spectra. In JOURNAL OF 
CHEMICAL PHYSICS. ISSN 0021-9606, 2013, vol. 138, no. 8, pp., WOS 
19. [1.1] KONG, Chui-Peng - ZHAO, Zeng-Xia - ZHANG, Hong-Xing. Theoretical computation of low-lying 
electronic states of HCNS: A CASPT2 study. In INTERNATIONAL JOURNAL OF QUANTUM CHEMISTRY. 
ISSN 0020-7608, 2013, vol. 113, no. 9, pp. 1416., WOS 

 

166 



 
Správa o činnosti ÚACH SAV          2014 

20. [1.1] KOU, Zhuangfei - SHEN, Jun - XU, Enhua - LI, Shuhua. Hybrid Coupled Cluster Methods Based on the Split 
Virtual Orbitals: Barrier Heights of Reactions and Spectroscopic Constants of Open-Shell Diatomic Molecules. In 
JOURNAL OF PHYSICAL CHEMISTRY A. ISSN 1089-5639, 2013, vol. 117, no. 3, pp. 626., WOS 
21. [1.1] KRISTENSEN, Kasper - KJAERGAARD, Thomas - HOYVIK, Ida-Marie - ETTENHUBER, Patrick - 
JORGENSEN, Poul - JANSIK, Branislav - REINE, Simen - JAKOWSKI, Jacek. The divide-expand-consolidate MP2 
scheme goes massively parallel. In MOLECULAR PHYSICS. ISSN 0026-8976, 2013, vol. 111, no. 9-11, pp. 1196., 
WOS 
22. [1.1] LE, Anh - STEIMLE, Timothy C. - MORSE, Michael D. - GARCIA, Maria A. - CHENG, Lan - STANTON, 
John F. Hyperfine Interactions and Electric Dipole Moments in the [16.0]1.5(v=6), [16.0)3.5(v=7), and X-2 Delta(512) 
States of Iridium Monosilicide, IrSi. In JOURNAL OF PHYSICAL CHEMISTRY A. ISSN 1089-5639, 2013, vol. 117, 
no. 50, pp. 13292., WOS 
23. [1.1] LI, Guoliang - LI, Qian-Shu - XIE, Yaoming - SCHAEFER, Henry F. F + (H2O)(2) Reaction: The Second 
Water Removes the Barrier. In JOURNAL OF PHYSICAL CHEMISTRY A. ISSN 1089-5639, 2013, vol. 117, no. 46, 
pp. 11979., WOS 
24. [1.1] LIANG, Yan-Ni - WANG, Fan - GUO, Jingwei. Theoretical study on low-lying electronic states of Kr-2(+), 
Xe-2(+), and Rn-2(+). In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, 2013, vol. 138, no. 9, pp., WOS 
25. [1.1] MAITY, Surajit - PARKER, Dorian S. N. - DANGI, Beni B. - KAISER, Ralf I. - FAU, Stefan - PERERA, 
Ajith - BARTLETT, Rodney J. A Crossed Molecular Beam and Ab-Initio Investigation of the Reaction of Boron 
Monoxide (BO; X-2 Sigma(+)) with Methylacetylene (CH3CCH; X(1)A(1)): Competing Atomic Hydrogen and 
Methyl Loss Pathways. In JOURNAL OF PHYSICAL CHEMISTRY A. ISSN 1089-5639, 2013, vol. 117, no. 46, pp. 
11794., WOS 
26. [1.1] MCCARTHY, Michael C. - CHENG, Lan - CRABTREE, Kyle N. - MARTINEZ, Oscar - NGUYEN, Thanh 
L. - WOMACK, Caroline C. - STANTON, John F. The Simplest Criegee Intermediate (H2C=O-O): Isotopic 
Spectroscopy, Equilibrium Structure, and Possible Formation from Atmospheric Lightning. In JOURNAL OF 
PHYSICAL CHEMISTRY LETTERS. ISSN 1948-7185, 2013, vol. 4, no. 23, pp. 4133., WOS 
27. [1.1] OZOG, David - HAMMOND, Jeff R. - DINAN, James - BALAJI, Pavan - SHENDE, Sameer - MALONY, 
Allen. Inspector-Executor Load Balancing Algorithms for Block-Sparse Tensor Contractions. In 2013 42ND 
ANNUAL INTERNATIONAL CONFERENCE ON PARALLEL PROCESSING (ICPP). ISSN 0190-3918, 2013, vol., 
no., pp. 30., WOS 
28. [1.1] PANDEY, Lila B. - AIKENS, Christine M. Theoretical Investigation of Surface Reactions of Lactic Acid on 
MgO Clusters. In JOURNAL OF PHYSICAL CHEMISTRY A. ISSN 1089-5639, 2013, vol. 117, no. 4, pp. 765., 
WOS 
29. [1.1] PUZZARINI, Cristina - GAUSS, Juergen. Quantum-chemical determination of Born-Oppenheimer 
breakdown parameters for rotational constants: the open-shell species CN, CO+ and BO. In MOLECULAR PHYSICS. 
ISSN 0026-8976, 2013, vol. 111, no. 14-15, pp. 2204., WOS 
30. [1.1] PUZZARINI, Cristina. Rotational spectroscopy meets theory. In PHYSICAL CHEMISTRY CHEMICAL 
PHYSICS. ISSN 1463-9076, 2013, vol. 15, no. 18, pp. 6595., WOS 
31. [1.1] RAGHAVACHARI, Krishnan - TRUCKS, Gary W. - POPLE, John A. - HEAD-GORDON, Martin. A 
fifth-order perturbation comparison of electron correlation theories (Reprinted from Chemical Physics Letters). In 
CHEMICAL PHYSICS LETTERS. ISSN 0009-2614, 2013, vol. 589, no., pp. 37., WOS 
32. [1.1] RAMABHADRAN, Raghunath O. - RAGHAVACHARI, Krishnan. Extrapolation to the Gold-Standard in 
Quantum Chemistry: Computationally Efficient and Accurate CCSD(T) Energies for Large Molecules Using an 
Automated Thermochemical Hierarchy. In JOURNAL OF CHEMICAL THEORY AND COMPUTATION. ISSN 
1549-9618, 2013, vol. 9, no. 9, pp. 3986., WOS 
33. [1.1] RUSAKOV, Yu Yu - KRIVDIN, L. B. Modern quantum chemical methods for calculating spin-spin coupling 
constants: theoretical basic and structural applications in chemistry. In RUSSIAN CHEMICAL REVIEWS. ISSN 
0036-021X, 2013, vol. 82, no. 2, pp. 90., WOS 
34. [1.1] SHEN, Jun - PIECUCH, Piotr. Doubly electron-attached and doubly ionized equation-of-motion 
coupled-cluster methods with 4-particle-2-hole and 4-hole-2-particle excitations and their active-space extensions. In 
JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, 2013, vol. 138, no. 19, pp., WOS 
35. [1.1] SIMOVA, Lucia - REZAC, Jan - HOBZA, Pavel. Convergence of the Interaction Energies in Noncovalent 
Complexes in the Coupled-Cluster Methods Up to Full Configuration Interaction. In JOURNAL OF CHEMICAL 
THEORY AND COMPUTATION. ISSN 1549-9618, 2013, vol. 9, no. 8, pp. 3420., WOS 
36. [1.1] SIVEY, John D. - AREY, J. Samuel - TENTSCHER, Peter R. - ROBERTS, A. Lynn. Reactivity of BrCl, 
Br-2, BrOCl, Br2O, and HOBr Toward Dimethenamid in Solutions of Bromide plus Aqueous Free Chlorine. In 
ENVIRONMENTAL SCIENCE &amp; TECHNOLOGY. ISSN 0013-936X, 2013, vol. 47, no. 3, pp. 1330., WOS 
37. [1.1] SOLOMONIK, Edgar - MATTHEWS, Devin - HAMMOND, Jeff R. - DEMMEL, James. Cyclops Tensor 
Framework: reducing communication and eliminating load imbalance in massively parallel contractions. In IEEE 
27TH INTERNATIONAL PARALLEL AND DISTRIBUTED PROCESSING SYMPOSIUM (IPDPS 2013). ISSN 
1530-2075, 2013, vol., no., pp. 813., WOS 
38. [1.1] STOPKOWICZ, Stella - CHENG, Lan - HARDING, Michael E. - PUZZARINI, Cristina - GAUSS, Juergen. 
The bromine nuclear quadrupole moment revisited. In MOLECULAR PHYSICS. ISSN 0026-8976, 2013, vol. 111, no. 
9-11, pp. 1382., WOS 
39. [1.1] TALIPOV, Marat R. - TIMERGHAZIN, Qadir K. - SAFIULLIN, Rustam L. - KHURSAN, Sergey L. No 

 

167 



 
Správa o činnosti ÚACH SAV          2014 

Longer a Complex, Not Yet a Molecule: A Challenging Case of Nitrosyl O-Hydroxide, HOON. In JOURNAL OF 
PHYSICAL CHEMISTRY A. ISSN 1089-5639, 2013, vol. 117, no. 3, pp. 679., WOS 
40. [1.1] XU, Enhua - LI, Shuhua. Block correlated second order perturbation theory with a generalized valence bond 
reference function. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, 2013, vol. 139, no. 17, pp., WOS 
41. [1.1] YANG, Ke R. - JALAN, Amrit - GREEN, William H. - TRUHLAR, Donald G. Which Ab Initio Wave 
Function Methods Are Adequate for Quantitative Calculations of the Energies of Biradicals? The Performance of 
Coupled-Cluster and Multi-Reference Methods Along a Single-Bond Dissociation Coordinate. In JOURNAL OF 
CHEMICAL THEORY AND COMPUTATION. ISSN 1549-9618, 2013, vol. 9, no. 1, pp. 418., WOS 
42. [1.1] ZOBOKI, Tamas - SZABADOS, Agnes - SURJAN, Peter R. Linearized Coupled Cluster Corrections to 
Antisymmetrized Product of Strongly Orthogonal Geminals: Role of Dispersive Interactions. In JOURNAL OF 
CHEMICAL THEORY AND COMPUTATION. ISSN 1549-9618, 2013, vol. 9, no. 6, pp. 2602., WOS 

ADCA287 NOGA, Jozef - ŠIMUNEK, Ján. Solving the independent-particle model via nonunitary 
transformation based on variational coupled cluster singles. In Journal of Chemical Theory 
and Computation, 2010, vol. 6, no. 9, p. 2706-2713. (4.804 - IF2009). (2010 - Current 
Contents). ISSN 1549-9618. 

Citácie: 
1. [1.1] JIMENEZ-HOYOS, Carlos A. - RODRIGUEZ-GUZMAN, R. - SCUSERIA, Gustavo E. Excited electronic 
states from a variational approach based on symmetry-projected Hartree-Fock configurations. In JOURNAL OF 
CHEMICAL PHYSICS. ISSN 0021-9606, 2013, vol. 139, no. 22, pp., WOS 
2. [1.1] WATSON, Thomas J. - BARTLETT, Rodney J. Infinite order relaxation effects for core ionization energies 
with a variational coupled cluster ansatz. In CHEMICAL PHYSICS LETTERS. ISSN 0009-2614, 2013, vol. 555, no., 
pp. 235., WOS 

ADCA288 NOGA, Jozef - KEDŽUCH, Stanislav - ŠIMUNEK, Ján. Second order explicitly correlated 
R12 theory revisited: A second quantization framework for treatment of the operators' 
partitionings. In Journal of Chemical Physics, 2007, vol. 127, no. 3, p. 034106-1-034106-11. 
(2007 - Current Contents). ISSN 0021-9606. 

Citácie: 
1. [1.1] HEHN, Anna-Sophia - KLOPPER, Wim. Communication: Explicitly-correlated second-order correction to the 
correlation energy in the random-phase approximation. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, 
2013, vol. 138, no. 18, pp., WOS 
2. [1.1] HOLLMAN, David S. - WILKE, Jeremiah J. - SCHAEFER, Henry F. Explicitly correlated atomic orbital basis 
second order Moller-Plesset theory. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, 2013, vol. 138, no. 6, 
pp., WOS 
3. [1.1] KARTON, A. - KETTNER, M. - WILD, D. A. Sneaking up on the Criegee intermediate from below: Predicted 
photoelectron spectrum of the CH2OO- anion and W3-F12 electron affinity of CH2OO. In CHEMICAL PHYSICS 
LETTERS. ISSN 0009-2614, 2013, vol. 585, no., pp. 15., WOS 

ADCA289 NOGA, Jozef - KEDŽUCH, Stanislav - ŠIMUNEK, Ján - TEN-NO, Seiichiro. Explicitly 
correlated coupled cluster F12 theory with single and double excitations. In Journal of 
Chemical Physics, 2008, vol. 128, no. 17, p. 174103-1-174103-10. (3.044 - IF2007). (2008 - 
Current Contents). ISSN 0021-9606. 

Citácie: 
1. [1.1] CRITTENDEN, Deborah L. A Hierarchy of Static Correlation Models. In JOURNAL OF PHYSICAL 
CHEMISTRY A. ISSN 1089-5639, 2013, vol. 117, no. 18, pp. 3852., WOS 
2. [1.1] GRUENEIS, Andreas - SHEPHERD, James J. - ALAVI, Ali - TEW, David P. - BOOTH, George H. Explicitly 
correlated plane waves: Accelerating convergence in periodic wavefunction expansions. In JOURNAL OF 
CHEMICAL PHYSICS. ISSN 0021-9606, 2013, vol. 139, no. 8, pp., WOS 
3. [1.1] LESIUK, Michal - JEZIORSKI, Bogumil - MOSZYNSKI, Robert. On the large interelectronic distance 
behavior of the correlation factor for explicitly correlated wave functions. In JOURNAL OF CHEMICAL PHYSICS. 
ISSN 0021-9606, 2013, vol. 139, no. 13, pp., WOS 
4. [1.1] PUZZARINI, Cristina. Rotational spectroscopy meets theory. In PHYSICAL CHEMISTRY CHEMICAL 
PHYSICS. ISSN 1463-9076, 2013, vol. 15, no. 18, pp. 6595., WOS 
5. [1.1] USVYAT, Denis. Linear-scaling explicitly correlated treatment of solids: Periodic local MP2-F12 method. In 
JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, 2013, vol. 139, no. 19, pp., WOS 

ADCA290 NOGA, Jozef - BARTLETT, Rodney J. - URBAN, Miroslav. Towards a full CCSDT model 
for electron correlation. CCSDT-n models. In Chemical Physics Letters, 1987, vol. 134, no. 
2, p. 126-132. 

Citácie: 
1. [1.1] ADHIKARI, Kalipada - CHATTOPADHYAY, Sudip - DE, Barin Kumar - SHARMA, Amitava - NATH, 
Ranendu Kumar - SINHA, Dhiman. Search of truncation of (N-1) electron basis containing full connected triple 
excitations in computing main and satellite ionization potentials via fock space coupled cluster approach. In 
JOURNAL OF COMPUTATIONAL CHEMISTRY. ISSN 0192-8651, 2013, vol. 34, no. 15, pp. 1291., WOS 

 

168 



 
Správa o činnosti ÚACH SAV          2014 

2. [1.1] MATTHEWS, Devin A. - GAUSS, Juergen - STANTON, John F. Revisitation of Nonorthogonal Spin 
Adaptation in Coupled Cluster Theory. In JOURNAL OF CHEMICAL THEORY AND COMPUTATION. ISSN 
1549-9618, 2013, vol. 9, no. 6, pp. 2567., WOS 
3. [1.1] RAGHAVACHARI, Krishnan - TRUCKS, Gary W. - POPLE, John A. - HEAD-GORDON, Martin. A 
fifth-order perturbation comparison of electron correlation theories (Reprinted from Chemical Physics Letters). In 
CHEMICAL PHYSICS LETTERS. ISSN 0009-2614, 2013, vol. 589, no., pp. 37., WOS 
4. [1.1] RAMABHADRAN, Raghunath O. - RAGHAVACHARI, Krishnan. Extrapolation to the Gold-Standard in 
Quantum Chemistry: Computationally Efficient and Accurate CCSD(T) Energies for Large Molecules Using an 
Automated Thermochemical Hierarchy. In JOURNAL OF CHEMICAL THEORY AND COMPUTATION. ISSN 
1549-9618, 2013, vol. 9, no. 9, pp. 3986., WOS 
5. [1.1] SIMOVA, Lucia - REZAC, Jan - HOBZA, Pavel. Convergence of the Interaction Energies in Noncovalent 
Complexes in the Coupled-Cluster Methods Up to Full Configuration Interaction. In JOURNAL OF CHEMICAL 
THEORY AND COMPUTATION. ISSN 1549-9618, 2013, vol. 9, no. 8, pp. 3420., WOS 
6. [1.2] LIANG, Yanni - WANG, Fan - LI, Xiangyuan. Theoretical study on low-lying states of Ga2X (X = P, As) with 
coupled-cluster approaches. In Physical Chemistry Chemical Physics. ISSN 14639076, 2013-11-07, 15, 41, pp. 
17929-17937., SCOPUS 

ADCA291 NOGA, Jozef - KÁLLAY, M. - VALIRON, Pierre. On the role of high excitations in the 
intermolecular potential of H2-CO. In Molecular Physics, 2006, vol. 104, no. 13-14, p. 
2337-2345. 

Citácie: 
1. [1.1] JANKOWSKI, Piotr - SURIN, L. A. - POTAPOV, A. - SCHLEMMER, S. - MCKELLAR, A. R. W. - 
SZALEWICZ, Krzysztof. A comprehensive experimental and theoretical study of H-2-CO spectra. In JOURNAL OF 
CHEMICAL PHYSICS. ISSN 0021-9606, 2013, vol. 138, no. 8, pp., WOS 
2. [1.1] LI, Hui - ZHANG, Xiao-Long - LE ROY, Robert J. - ROY, Pierre-Nicholas. Analytic Morse/long-range 
potential energy surfaces and predicted infrared spectra for CO-H-2 dimer and frequency shifts of CO in (para-H-2)(N) 
N=1-20 clusters. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, 2013, vol. 139, no. 16, pp., WOS 

ADCA292 OSACKÝ, Marek - ŠUCHA, Vladimír - CZÍMEROVÁ, Adriana - MADEJOVÁ, Jana. 
Reaction of smectites with iron in a nitrogen atmosphere at 75 °C. In Applied Clay Science, 
2010, vol. 50, no. 2, p. 237-244. (2.784 - IF2009). (2010 - Current Contents). ISSN 
0169-1317. 

Citácie: 
1. [1.1] RIVARD, Camille - PELLETIER, Manuel - MICHAU, Nicolas - RAZAFITIANAMAHARAVO, Angelina - 
BIHANNIC, Isabelle - ABDELMOULA, Mustapha - GHANBAJA, Jaafar - VILLIERAS, Frederic. Berthierine-like 
mineral formation and stability during the interaction of kaolinite with metallic iron at 90 degrees C under anoxic and 
oxic conditions. In AMERICAN MINERALOGIST. ISSN 0003-004X, 2013, vol. 98, no. 1, pp. 163., WOS 

ADCA293 PÁLKOVÁ, Helena - JANKOVIČ, Ľuboš - ZIMOWSKA, Malgorzata - MADEJOVÁ, Jana. 
Alterations of the surface and morphology of tetraalkyl-ammonium modified 
montmorillonites upon acid treatment. In Journal of Colloid and Interface Science, 2011, 
vol. 363, no. 1, p. 213-222. (3.066 - IF2010). (2011 - Current Contents). ISSN 0021-9797. 

Citácie: 
1. [1.1] KOOLI, Fethi - YAN, Liu. Chemical and thermal properties of organoclays derived from highly stable 
bentonite in sulfuric acid. In APPLIED CLAY SCIENCE. ISSN 0169-1317, 2013, vol. 83-84, no., pp. 349., WOS 
2. [1.1] SHI, Jing - LIU, Houbin - MENG, Yingfeng - LOU, Zhaoyang - ZENG, Qun - YANG, Mingli. First-principles 
study of ammonium ions and their hydration in montmorillonites. In JOURNAL OF MOLECULAR MODELING. 
ISSN 1610-2940, 2013, vol. 19, no. 4, pp. 1875., WOS 
3. [1.1] SUN, Zhiming - PARK, Yuri - ZHENG, Shuilin - AYOKO, Godwin A. - FROST, Ray L. Thermal stability 
and hot-stage Raman spectroscopic study of Ca-montmorillonite modified with different surfactants: A comparative 
study. In THERMOCHIMICA ACTA. ISSN 0040-6031, 2013, vol. 569, no., pp. 151., WOS 

ADCA294 PÁLKOVÁ, Helena - MADEJOVÁ, Jana - KOMADEL, Peter. The effect of layer charge 
and exchangeable cations on sorption of biphenyl on montmorillonites. In Central European 
Journal of Chemistry, 2009, vol. 7, no. 3, p. 494-504. (0.741 - IF2008). ISSN 1895-1066. 

Citácie: 
1. [1.1] ZHENG JUNPING - LI JIAN - HAO HUI - YAO KANGDE. Influence of charge density and chain length on 
the interaction between organic anion and montmorillonite. In JOURNAL OF WUHAN UNIVERSITY OF 
TECHNOLOGY-MATERIALS SCIENCE EDITION. ISSN 1000-2413, 2013, vol. 28, no. 1, pp. 6., WOS 

ADCA295 PÁLKOVÁ, Helena - MADEJOVÁ, Jana - ZIMOWSKA, Malgorzata - BIELAŃSKA, 
Elzbieta - OLEJNICZAK, Zbigniew - LITYŃSKA-DOBRZYŃSKA, Lidia - SERWICKA, 
Ewa M. Laponite-derived porous clay heterostructures: I. Synthesis and physicochemical 
characterization. In Microporous and Mesoporous Materials, 2010, vol. 127, no. 3, p. 
228-236. (2.652 - IF2009). 

 

169 



 
Správa o činnosti ÚACH SAV          2014 

Citácie: 
1. [1.1] MATUSIK, Jakub - KLAPYTA, Zenon. Characterization of kaolinite intercalation compounds with 
benzylalkylammonium chlorides using XRD, TGA/DTA and CHNS elemental analysis. In APPLIED CLAY 
SCIENCE. ISSN 0169-1317, 2013, vol. 83-84, no., pp. 433., WOS 
2. [1.2] DE OLIVEIRA, M.J.A. - PARRA, D.F. - AMATO, V.S. - LUGÃO, A.B. Hydrogel membranes of PVAl/ clay 
by gamma radiation. In Radiation Physics and Chemistry, 2013, 84, pp. 111-114., SCOPUS 

ADCA296 PÁLKOVÁ, Helena - MADEJOVÁ, Jana - ZIMOWSKA, Malgorzata - SERWICKA, Ewa 
M. Laponite-derived porous clay heterostructures: II. FTIR study of the structure evolution. 
In Microporous and Mesoporous Materials, 2010, vol. 127, no 3, p. 237-244. (2.652 - 
IF2009). 

Citácie: 
1. [1.1] DA SILVA FERNANDES, Marcus Venicio - DAMASCENO DA SILVA, Lindomar Roberto. Study of the 
Effects of Lanthanum and the Iron Ion on the Acidic Properties of Al-pillared Vermiculite. In MATERIALS 
RESEARCH-IBERO-AMERICAN JOURNAL OF MATERIALS. ISSN 1516-1439, 2013, vol. 16, no. 5, pp. 1190., 
WOS 
2. [1.1] GHADIRI, M. - CHRZANOWSKI, W. - LEE, W. H. - FATHI, A. - DEHGHANI, F. - ROHANIZADEH, R. 
Physico-chemical, mechanical and cytotoxicity characterizations of Laponite (R)/alginate nanocomposite. In APPLIED 
CLAY SCIENCE. ISSN 0169-1317, 2013, vol. 85, no., pp. 64., WOS 
3. [1.1] GHADIRI, Maliheh - HAU, Herman - CHRZANOWSKI, Wojciech - AGUS, Helen - ROHANIZADEH, 
Ramin. Laponite clay as a carrier for in situ delivery of tetracycline. In RSC ADVANCES. ISSN 2046-2069, 2013, vol. 
3, no. 43, pp. 20193., WOS 
4. [1.1] KINNINMONTH, Malcolm Allan - LIAUW, Christopher Mark - VERRAN, Joanna - TAYLOR, Rebecca - 
EDWARDS-JONES, Valerie - SHAW, David - WEBB, Maurice. Investigation into the suitability of layered silicates 
as adsorption media for essential oils using FTIR and GC-MS. In APPLIED CLAY SCIENCE. ISSN 0169-1317, 2013, 
vol. 83-84, no., pp. 415., WOS 
5. [1.1] LIU, Yunxin - SHI, Jianxin - PENG, Qing - LI, Yadong. CuO Quantum-Dot-Sensitized Mesoporous ZnO for 
Visible-Light Photocatalysis. In CHEMISTRY-A EUROPEAN JOURNAL. ISSN 0947-6539, 2013, vol. 19, no. 13, 
pp. 4319., WOS 
6. [1.1] MATUSIK, Jakub - KLAPYTA, Zenon. Characterization of kaolinite intercalation compounds with 
benzylalkylammonium chlorides using XRD, TGA/DTA and CHNS elemental analysis. In APPLIED CLAY 
SCIENCE. ISSN 0169-1317, 2013, vol. 83-84, no., pp. 433., WOS 
7. [1.1] QIAN, Kaifeng - LIU, Wenxia - ZHANG, Jie - LI, Haidong - WANG, Huili - WANG, Zhe. Using urea to 
improve stability, sizing performance and hydrolysis resistance of ASA emulsion stabilized by Laponite. In 
COLLOIDS AND SURFACES A-PHYSICOCHEMICAL AND ENGINEERING ASPECTS. ISSN 0927-7757, 2013, 
vol. 421, no., pp. 125., WOS 

ADCA297 PÁLKOVÁ, Helena - MADEJOVÁ, Jana - RIGHI, D. Acid dissolution of reduced-charge 
Li- and Ni-montmorillonites. In Clays and Clay Minerals, 2003, vol. 51, no. 2, p. 133-142. 
(1.594 - IF2002). (2003 - Current Contents). ISSN 0009-8604. 

Citácie: 
1. [1.1] STEUDEL, Annett - EMMERICH, Katja. Strategies for the successful preparation of homoionic smectites. In 
APPLIED CLAY SCIENCE. ISSN 0169-1317, 2013, vol. 75-76, no., pp. 13., WOS 

ADCA298 PENTRÁK, Martin - CZÍMEROVÁ, Adriana - MADEJOVÁ, Jana - KOMADEL, Peter. 
Changes in layer charge of clay minerals upon acid treatment as obtained from their 
interactions with methylene blue. In Applied Clay Science, 2012, vol. 55, p. 100-107. (2.474 
- IF2011). (2012 - Current Contents). ISSN 0169-1317. 

Citácie: 
1. [1.1] BIESEKI, Lindiane - BERTELLA, Francine - TREICHEL, Helen - PENHA, Fabio G. - PERGHER, Sibele B. 
C. Acid Treatments of Montmorillonite-rich Clay for Fe Removal Using a Factorial Design Method. In MATERIALS 
RESEARCH-IBERO-AMERICAN JOURNAL OF MATERIALS. ISSN 1516-1439, 2013, vol. 16, no. 5, pp. 1122., 
WOS 
2. [1.1] FIL, B. A. - KARAKAS, Karcioglu Z. - BONCUKCUOGLU, R. - YILMAZ, A. E. REMOVAL OF 
CATIONIC DYE (BASIC RED 18) FROM AQUEOUS SOLUTION USING NATURAL TURKISH CLAY. In 
GLOBAL NEST JOURNAL. ISSN 1790-7632, 2013, vol. 15, no. 4, pp. 529., WOS 
3. [1.1] TAKAGI, Shinsuke - SHIMADA, Tetsuya - ISHIDA, Yohei - FUJIMURA, Takuya - MASUI, Dai - 
TACHIBANA, Hiroshi - EGUCHI, Miharu - INOUE, Haruo. Size-Matching Effect on Inorganic Nanosheets: Control 
of Distance, Alignment, and Orientation of Molecular Adsorption as a Bottom-Up Methodology for Nanomaterials. In 
LANGMUIR. ISSN 0743-7463, 2013, vol. 29, no. 7, pp. 2108., WOS 

ADCA299 PENTRÁK, Martin - MADEJOVÁ, Jana - KOMADEL, Peter. Acid and alkali treatment of 
kaolins. In Clay Minerals, 2009, vol. 44, no. 4, p. 511-523. (0.500 - IF2008). ISSN 
0009-8558. 

Citácie: 

 

170 



 
Správa o činnosti ÚACH SAV          2014 

1. [1.1] LESSOVAIA, Sofia N. - GORYACHKIN, Sergey V. - DESYATKIN, Roman V. - OKONESHNIKOVA, 
Matrena V. PEDOWEATHERING AND MINERALOGICAL CHANGE IN CRYOSOLS IN AN 
ULTRA-CONTINENTAL CLIMATE (CENTRAL YAKUTIA, RUSSIA). In ACTA GEODYNAMICA ET 
GEOMATERIALIA. ISSN 1214-9705, 2013, vol. 10, no. 4, pp. 465., WOS 

ADCA300 PENTRÁK, Martin - MADEJOVÁ, Jana - KOMADEL, Peter. Effect of chemical 
composition and swelling on acid dissolution of 2:1 clay minerals. In Philosophical 
Magazine, 2010, vol. 90, no. 17-18, p. 2387-2397. (1.273 - IF2009). (2010 - Current 
Contents). ISSN 1478-6435. 

Citácie: 
1. [1.1] GRYGAR, Tomas Matys - MACH, Karel. Regional chemostratigraphic key horizons in the macrofossil-barren 
siliciclastic lower Miocene lacustrine sediments (Most Basin, Eger Graben, Czech Republic). In BULLETIN OF 
GEOSCIENCES. ISSN 1214-1119, 2013, vol. 88, no. 3, pp. 557., WOS 
2. [1.1] KOOLI, Fethi - YAN, Liu. Chemical and thermal properties of organoclays derived from highly stable 
bentonite in sulfuric acid. In APPLIED CLAY SCIENCE. ISSN 0169-1317, 2013, vol. 83-84, no., pp. 349., WOS 

ADCA301 PENTRÁK, Martin - BIZOVSKÁ, Valéria - MADEJOVÁ, Jana. Near-IR study of water 
adsorption on acid-treated montmorillonite. In Vibrational Spectroscopy, 2012, vol. 63, p. 
360-366. (1.650 - IF2011). (2012 - Current Contents). ISSN 0924-2031. 

Citácie: 
1. [1.1] BUKAS, Vanessa Jane - TSAMPODIMOU, Maria - GIONIS, Vassilis - CHRYSSIKOS, Georgios D. 
Synchronous ATR infrared and NIR-spectroscopy investigation of sepiolite upon drying. In VIBRATIONAL 
SPECTROSCOPY. ISSN 0924-2031, 2013, vol. 68, no., pp. 51., WOS 

ADCA302 PENTRÁKOVÁ, Linda - SU, K. - PENTRÁK, Martin - STUCKI, Joseph W. A review of 
microbial redox interactions with structural Fe in clay minerals. In Clay Minerals, 2013, vol. 
48, no. 3, p. 543-560. (1.069 - IF2012). (2013 - Current Contents). ISSN 0009-8558. 

Citácie: 
1. [1.1] ALEXANDROV, Vitaly - ROSSO, Kevin M. Insights into the Mechanism of Fe(II) Adsorption and Oxidation 
at Fe-Clay Mineral Surfaces from First-Principles Calculations. In JOURNAL OF PHYSICAL CHEMISTRY C. ISSN 
1932-7447, 2013, vol. 117, no. 44, pp. 22880., WOS 
2. [1.1] SVENSSON, Per Daniel - HANSEN, Staffan. REDOX CHEMISTRY IN TWO IRON-BENTONITE FIELD 
EXPERIMENTS AT ASPO HARD ROCK LABORATORY, SWEDEN: AN XRD AND Fe K-EDGE XANES 
STUDY. In CLAYS AND CLAY MINERALS. ISSN 0009-8604, 2013, vol. 61, no. 6, pp. 566., WOS 

ADCA303 PERICHTA, P. - LIŠKA, Marek - MACHÁČEK, Jan - GEDEON, Ondrej. MD structural 
study of 23Y2O3-77Al2O3 and 23Al2O3-77Al2O3 glasses. In Ceramics-Silikáty, 2009, vol. 
53, no. 1, p. 52-54. (0.644 - IF2008). ISSN 0862-5468. 

Citácie: 
1. [1.1] ANTIPAS, G. S. E. - TEMLEITNER, L. - KARALIS, K. - PUSZTAI, L. - XENIDIS, A. Atomic order and 
cluster energetics of a 17 wt% Si-based glass versus the liquid phase. In JOURNAL OF PHYSICS-CONDENSED 
MATTER. ISSN 0953-8984, 2013, vol. 25, no. 45, pp., WOS 

ADCA304 PETIT, Sabine - RIGHI, D. - MADEJOVÁ, Jana. Infrared spectroscopy of NH+4 -bearing 
and saturated clay minerals: A review of the study of layer charge. In Applied Clay Science, 
2006, vol. 34, no. 1-4, p. 22-30. ISSN 0169-1317. 

Citácie: 
1. [1.1] LIU, Dong - YUAN, Peng - LIU, Hongmei - CAI, Jingong - TAN, Daoyong - HE, Hongping - ZHU, Jianxi - 
CHEN, Tianhu. Quantitative characterization of the solid acidity of montmorillonite using combined FTIR and TPD 
based on the NH3 adsorption system. In APPLIED CLAY SCIENCE. ISSN 0169-1317, 2013, vol. 80-81, no., pp. 407., 
WOS 
2. [1.1] LOGANATHAN, Narasimhan - KALINICHEV, Andrey G. On the Hydrogen Bonding Structure at the 
Aqueous Interface of Ammonium-Substituted Mica: A Molecular Dynamics Simulation. In ZEITSCHRIFT FUR 
NATURFORSCHUNG SECTION A-A JOURNAL OF PHYSICAL SCIENCES. ISSN 0932-0784, 2013, vol. 68, no. 
1-2, pp. 91., WOS 

ADCA305 PETIT, Sabine - MADEJOVÁ, Jana - DECARREAU, Alain - MARTIN, F. Characterization 
of octahedral substitutions in kaolinites using near infrared spectroscopy. In Clays and Clay 
Minerals, 1999, vol. 47, no. 1, p. 103-108. (1.010 - IF1998). 

Citácie: 
1. [1.1] CUADROS, Javier - MICHALSKI, Joseph R. Investigation of Al-rich clays on Mars: Evidence for 
kaolinite-smectite mixed-layer versus mixture of end-member phases. In ICARUS. ISSN 0019-1035, 2013, vol. 222, 
no. 1, pp. 296., WOS 
2. [1.1] RIVARD, Camille - PELLETIER, Manuel - MICHAU, Nicolas - RAZAFITIANAMAHARAVO, Angelina - 
BIHANNIC, Isabelle - ABDELMOULA, Mustapha - GHANBAJA, Jaafar - VILLIERAS, Frederic. Berthierine-like 
mineral formation and stability during the interaction of kaolinite with metallic iron at 90 degrees C under anoxic and 

 

171 



 
Správa o činnosti ÚACH SAV          2014 

oxic conditions. In AMERICAN MINERALOGIST. ISSN 0003-004X, 2013, vol. 98, no. 1, pp. 163., WOS 
3. [1.2] STUCKI, Joseph W. Properties and behaviour of iron in clay minerals. In Developments in Clay Science. ISSN 
15724352, 2013-05-10, 5, pp. 559-611., SCOPUS 

ADCA306 PETIT, Sabine - CAILLAUD, J. - RIGHI, D. - MADEJOVÁ, Jana - ELSASS, Francoise - 
KÖSTER, H.M. Characterization and crystal chemistry of an Fe-rich montmorillonite from 
Ölberg, Germany. In Clay Minerals, 2002, vol. 37, no. 2, p. 283-297. (0.610 - IF2001). 
(2002 - Current Contents). ISSN 0009-8558. 

Citácie: 
1. [1.1] SKOUBRIS, Evangelos N. - CHRYSSIKOS, Georgios D. - CHRISTIDIS, George E. - GIONIS, Vassilis. 
STRUCTURAL CHARACTERIZATION OF REDUCED-CHARGE MONTMORILLONITES. EVIDENCE BASED 
ON FTIR SPECTROSCOPY, THERMAL BEHAVIOR, AND LAYER-CHARGE SYSTEMATICS. In CLAYS AND 
CLAY MINERALS. ISSN 0009-8604, 2013, vol. 61, no. 1-2, pp. 83., WOS 
2. [1.2] STUCKI, Joseph W. Properties and behaviour of iron in clay minerals. In Developments in Clay Science. ISSN 
15724352, 2013-05-10, 5, pp. 559-611., SCOPUS 

ADCA307 PITOŇÁK, Michal - AQUILANTE, Francesco - HOBZA, Pavel - NEOGRÁDY, Pavel - 
NOGA, Jozef - URBAN, Miroslav. Parallelized implementation of the CCSD(T) method in 
MOLCAS using optimized virtual orbitals space and Cholesky decomposed two-electron 
integrals. In Collection of Czechoslovak Chemical Communications, 2011, vol. 76, no. 6, p. 
713-742. (0.853 - IF2010). (2011 - Current Contents). ISSN 0010-0765. 

Citácie: 
1. [1.1] DEPRINCE, A. Eugene - SHERRILL, C. David. Accuracy and Efficiency of Coupled-Cluster Theory Using 
Density Fitting/Cholesky Decomposition, Frozen Natural Orbitals, and a t(1)-Transformed Hamiltonian. In JOURNAL 
OF CHEMICAL THEORY AND COMPUTATION. ISSN 1549-9618, 2013, vol. 9, no. 6, pp. 2687., WOS 
2. [1.1] VYSOTSKIY, Victor P. - BOSTROM, Jonas - VERYAZOV, Valera. A New Module for Constrained 
Multi-fragment Geometry Optimization in Internal Coordinates Implemented in the MOLCAS Package. In JOURNAL 
OF COMPUTATIONAL CHEMISTRY. ISSN 0192-8651, 2013, vol. 34, no. 30, pp. 2657., WOS 

ADCA308 PLACHKÝ, Tomáš - LENČÉŠ, Zoltán - HRIC, Ľ. - ŠAJGALÍK, Pavol - BALÁŽ, Peter - 
RIEDEL, Ralf - KLEEBE, J. H. Processing and mechanical properties of Si3N4 composites 
employing polymer-derived SiAlOC as sintering aid. In Journal of the European Ceramic 
Society, 2010, vol. 30, no. 3, p. 759-767. (2.090 - IF2009). (2010 - Current Contents, WOS, 
SCOPUS). ISSN 0955-2219. 

Citácie: 
1. [1.1] COLOMBO, P. - BERNARDO, E. - PARCIANELLO, G. Multifunctional advanced ceramics from preceramic 
polymers and nano-sized active fillers. In JOURNAL OF THE EUROPEAN CERAMIC SOCIETY. ISSN 0955-2219, 
2013, vol. 33, no. 3, pp. 453., WOS 
2. [1.1] WANG, Hao - CHEN, Xingbo - GAO, Bo - WANG, Jun - WANG, Yingde - CHEN, Shugang - GOU, Yanzi. 
Synthesis and characterization of a novel precursor-derived ZrC/ZrB2 ultra-high-temperature ceramic composite. In 
APPLIED ORGANOMETALLIC CHEMISTRY. ISSN 0268-2605, 2013, vol. 27, no. 2, pp. 79., WOS 

ADCA309 PLACHKÝ, Tomáš - KŘESŤAN, Jan - KORENKO, Michal - MEDRI, Valentina - 
LENČÉŠ, Zoltán - ŠAJGALÍK, Pavol. Corrosion and oxidation behaviour of beta-SiAlON 
ceramics via different processing route. In Journal of the Ceramic Society of Japan, 2009, 
vol. 117, no. 4, p. 482-488. (1.023 - IF2008). 

Citácie: 
1. [1.2] WANG, Yang - TANG, Zhongfeng - XIE, Leidong - YIN, Huiqin - HUANG, Shirong. The research progress 
of corrosion behavior of materials for molten salt reactors in high temperature molten fluorides. In Chemistry Bulletin / 
Huaxue Tongbao. ISSN 04413776, 2013-04-01, 76, 4, pp. 307-312., SCOPUS 

ADCA310 PRITULA, Ondrej - SMRČOK, Ľubomír - IVAN, Jozef - IŽDINSKÝ, Karol. X-Ray 
quantitative phase analysis of residues of the reference portland clinkers. In 
Ceramics-Silikáty, 2004, vol. 48, no. 1, p. 34-39. (2004 - Current Contents). ISSN 
0862-5468. 

Citácie: 
1. [1.1] ROBLEDO-GUTIERREZ, M. - BLANCO-VARELA, M.T. - CARMONA-QUIROGA, P.M. Mineralogical 
Composition of Clinker as an Indicator of Sulfate Resistance: A Rietveld XRD/Takashima Approach. In JOURNAL 
OF THE AMERICAN CERAMIC SOCIETY. ISSN 0002-7820, NOV 2013, vol. 96, no. 11, p. 3637-3642., WOS 
2. [1.2] AATIQ, Abderrahim - TIGHA, R. - ATTAOUI, A. - NADI, N. - EL BOUARI, Abdeslam. A Reitveld 
quantitative XRD phase-analysis of selected composition of the Sr(0.5+x)Sb(1-x)Fe(1+x)(PO4) 3(0 < x < 0.50) system. 
In MATEC Web of Conferences, 2013-01-01, 5, pp., SCOPUS 

ADCA311 PRNOVÁ, Anna - KARELL, Radovan - GALUSEK, Dušan. The preparation of binary 
Al2O3-Y2O3 glass microspheres by flame synthesis from powder oxide precursors. In 

 

172 



 
Správa o činnosti ÚACH SAV          2014 

Ceramics-Silikáty, 2008, vol. 52, no. 2, p. 109-114. (0.488 - IF2007). (2008 - Current 
Contents). ISSN 0862-5468. 

Citácie: 
1. [1.1] WANG, Li-Li - MEI, Lin - LIU, Guang-Hua - HE, Gang - LI, Jiang-Tao - XU, Li-Hua. Optical and mechanical 
properties of amorphous bulk and eutectic ceramics in the HfO2-Al2O3-Y2O3 system. In CERAMICS 
INTERNATIONAL. ISSN 0272-8842, 2013, vol. 39, no. 1, pp. 233., WOS 

ADCA312 PRNOVÁ, Anna - DOMANICKÁ, A. - KLEMENT, Róbert - KRAXNER, J. - POLOVKA, 
Martin - PENTRÁK, Martin - GALUSEK, Dušan - ŠIMURKA, Peter - KOZÁNKOVÁ, 
Jana. Er- and Nd-doped yttrium aluminosilicate glasses: Preparation and characterization. In 
Optical Materials, 2011, vol. 33, no. 12, p. 1872-1878. (1.678 - IF2010). (2011 - Current 
Contents). ISSN 0925-3467. 

Citácie: 
1. [1.1] LI, Y. H. - CHEN, B. J. - PUN, E. Y. B. - LIN, H. Multichannel transition emissions of Dy3+ in fiber-adaptive 
germanium tellurite glasses. In JOURNAL OF APPLIED PHYSICS. ISSN 0021-8979, 2013, vol. 113, no. 12, pp., 
WOS 

ADCA313 RAJAMÄKI, T. - KÁLLAY, M. - NOGA, Jozef - VALIRON, Pierre - HALONEN, L. High 
excitations in coupled-cluster series: vibrational energy levels of ammonia. In Molecular 
Physics, 2004, vol. 102, no. 21-22, p. 2297-2310. 

Citácie: 
1. [1.1] CANE, Elisabetta - DI LONARDO, Gianfranco - FUSINA, Luciano - NIVELLINI, Giandomenico - 
TAMASSIA, Filippo - VILLA, Mattia. Infrared spectroscopy of (ND3)-N-15: The v(2) and v(4) bending fundamental 
bands. In JOURNAL OF QUANTITATIVE SPECTROSCOPY &amp; RADIATIVE TRANSFER. ISSN 0022-4073, 
2013, vol. 119, no., pp. 1., WOS 
2. [1.1] DAI, Zu-yang - MO, Yu-xiang. Inversion Vibrational Energy Levels of 
PH3+((X)over-tilde(2)A(2)&apos;&apos;) Calculated by a New Two-dimension Variational Method. In CHINESE 
JOURNAL OF CHEMICAL PHYSICS. ISSN 1674-0068, 2013, vol. 26, no. 2, pp. 145., WOS 

ADCA314 RAJAN, K. - ŠAJGALÍK, Pavol. Microstructurally induced internal stresses in beta-Si3N4 
whisker-reinforced Si3N4 ceramics. In Journal of the European Ceramic Society, 1997, vol. 
17, no. 9, p. 1093-1097. ISSN 0955-2219. 

Citácie: 
1. [1.1] HU, Jianfeng - SHEN, Zhijian. Ordered coalescence of nanocrystallites contributing to the rapid anisotropic 
grain growth in silicon nitride ceramics. In SCRIPTA MATERIALIA. ISSN 1359-6462, 2013, vol. 69, no. 3, pp. 270., 
WOS 

ADCA315 REGE, Pankaj D. - MALKINA, Oľga - GOROFF, Nancy S. The effect of Lewis bases on 
the 13C NMR of lodoalkynes. In Journal of American Chemical Society, 2002, vol. 124, no. 
3, p. 370-371. 

Citácie: 
1. [1.1] AAKEROEY, Christer B. - BALDRIGHI, Michele - DESPER, John - METRANGOLO, Pierangelo - 
RESNATI, Giuseppe. Supramolecular Hierarchy among Halogen-Bond Donors. In CHEMISTRY-A EUROPEAN 
JOURNAL. ISSN 0947-6539, 2013, vol. 19, no. 48, pp. 16240., WOS 
2. [1.1] BALDRIGHI, Michele - CAVALLO, Gabriella - CHIEROTTI, Michele R. - GOBETTO, Roberto - 
METRANGOLO, Pierangelo - PILATI, Tullio - RESNATI, Giuseppe - TERRANEO, Giancarlo. Halogen Bonding 
and Pharmaceutical Cocrystals: The Case of a Widely Used Preservative. In MOLECULAR PHARMACEUTICS. 
ISSN 1543-8384, 2013, vol. 10, no. 5, pp. 1760., WOS 
3. [1.1] ROSOKHA, Sergiy V. - STERN, Charlotte L. - RITZERT, Jeremy T. Experimental and Computational Probes 
of the Nature of Halogen Bonding: Complexes of Bromine-Containing Molecules with Bromide Anions. In 
CHEMISTRY-A EUROPEAN JOURNAL. ISSN 0947-6539, 2013, vol. 19, no. 27, pp. 8774., WOS 
4. [1.1] VIGER-GRAVEL, Jasmine - LECLERC, Sophie - KOROBKOV, Ilia - BRYCE, David L. Correlation between 
C-13 chemical shifts and the halogen bonding environment in a series of solid para-diiodotetrafluorobenzene 
complexes. In CRYSTENGCOMM. ISSN 1466-8033, 2013, vol. 15, no. 16, pp. 3168., WOS 
5. [1.1] ZENG, Yuwen - ZHANG, Laijun - ZHAO, Yanchuan - NI, Chuanfa - ZHAO, Jingwei - HU, Jinbo. 
Silver-Mediated Trifluoromethylation-Iodination of Arynes. In JOURNAL OF THE AMERICAN CHEMICAL 
SOCIETY. ISSN 0002-7863, 2013, vol. 135, no. 8, pp. 2955., WOS 
6. [1.1] ZHAO, Xiao Ran - WANG, Hui - JIN, Wei Jun. The competition of C-Xa <-O=P halogen bond and pi-holea 
<-O=P bond between halopentafluorobenzenes C6F5X (X=F, Cl, Br, I) and triethylphosphine oxide. In JOURNAL OF 
MOLECULAR MODELING. ISSN 1610-2940, 2013, vol. 19, no. 11, pp. 5007., WOS 

ADCA316 REPISKÝ, Michal - KOMOROVSKÝ, Stanislav - MALKIN, Elena - MALKINA, Oľga - 
MALKIN, Vladimír. Relativistic four-component calculations of electronic g-tensors in the 
matrix Dirac-Kohn-Sham framework. In Chemical Physics Letters, 2010, vol. 488, no. 1-3, 
p. 94-97. (2.291 - IF2009). (2010 - Current Contents). ISSN 0009-2614. 

 

173 



 
Správa o činnosti ÚACH SAV          2014 

Citácie: 
1. [1.1] PIETRZYK, Piotr - PODOLSKA, Katarzyna - SOJKA, Zbigniew - GILBERT, BC - CHECHIK - MURPHY, 
DM. Molecular interpretation of EPR parameters computational spectroscopy approaches. In ELECTRON 
PARAMAGNETIC RESONANCE, VOL 23. ISSN 1464-4622, 2013, vol. 23, no., pp. 264., WOS 
2. [1.1] PINTACUDA, Guido - KERVERN, Gwendal - HEISE, H - MATTHEWS, S. Paramagnetic Solid-State 
Magic-Angle Spinning NMR Spectroscopy. In MODERN NMR METHODOLOGY. ISSN 0340-1022, 2013, vol. 335, 
no., pp. 157., WOS 
3. [1.1] STORCHI, Loriano - RAMPINO, Sergio - BELPASSI, Leonardo - TARANTELLI, Francesco - QUINEY, 
Harry M. Efficient Parallel All-Electron Four-Component Dirac-Kohn Sham Program Using a Distributed Matrix 
Approach II. In JOURNAL OF CHEMICAL THEORY AND COMPUTATION. ISSN 1549-9618, 2013, vol. 9, no. 
12, pp. 5356., WOS 
4. [1.1] VAD, Mads S. - PEDERSEN, Morten N. - NORAGER, Anette - JENSEN, Hans Jorgen Aa. Correlated 
four-component EPR g-tensors for doublet molecules. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, 
2013, vol. 138, no. 21, pp., WOS 

ADCA317 REPISKÝ, Michal - KOMOROVSKÝ, Stanislav - MALKINA, Oľga - MALKIN, Vladimír. 
Restricted magnetically balanced basis applied for relativistic calculations of indirect nuclear 
spin-spin coupling tensors in the matrix Dirac-Kohn-Sham framework. In Chemical Physics, 
2009, vol. 356, no. 1-3, p. 236-242. (1.961 - IF2008). 

Citácie: 
1. [1.1] STORCHI, Loriano - RAMPINO, Sergio - BELPASSI, Leonardo - TARANTELLI, Francesco - QUINEY, 
Harry M. Efficient Parallel All-Electron Four-Component Dirac-Kohn Sham Program Using a Distributed Matrix 
Approach II. In JOURNAL OF CHEMICAL THEORY AND COMPUTATION. ISSN 1549-9618, 2013, vol. 9, no. 
12, pp. 5356., WOS 

ADCA318 REVIAKINE, Roman - ARBUZNIKOV, Alexei V. - TREMBLAY, Jean-Christophe - 
REMENYI, Christian - MALKINA, Olga L. - MALKIN, Vladimír G. - KAUPP, Martin. 
Calculation of zero-field splitting parameters: Comparison of a two-component noncolinear 
spin-density-functional method and a one-component perturbational approach. In Journal of 
Chemical Physics, 2006, vol. 125, no. 5, p. 054110-1-054110-12. (3.138 - IF2005). ISSN 
0021-9606. 

Citácie: 
1. [1.1] RETEGAN, Marius - COLLOMB, Marie-Noelle - NEESE, Frank - DUBOC, Carole. A combined high-field 
EPR and quantum chemical study on a weakly ferromagnetically coupled dinuclear Mn(III) complex. A complete 
analysis of the EPR spectrum beyond the strong coupling limit. In PHYSICAL CHEMISTRY CHEMICAL PHYSICS. 
ISSN 1463-9076, 2013, vol. 15, no. 1, pp. 223., WOS 

ADCA319 RIBEIRO, Fabiana R. - FABRIS, José D. - KOSTKA, Joel E. - KOMADEL, Peter - 
STUCKI, Joseph W. Comparisons of structural iron reduction in smectites by bacteria and 
dithionite: II. A variable-temperature Mössbauer spectroscopic study of Garfield nontronite. 
In Pure and Applied Chemistry, 2009, vol. 81, no. 8, p. 1499-1509. (2.237 - IF2008). ISSN 
0033-4545. 

Citácie: 
1. [1.1] ALEXANDROV, Vitaly - ROSSO, Kevin M. Insights into the Mechanism of Fe(II) Adsorption and Oxidation 
at Fe-Clay Mineral Surfaces from First-Principles Calculations. In JOURNAL OF PHYSICAL CHEMISTRY C. ISSN 
1932-7447, 2013, vol. 117, no. 44, pp. 22880., WOS 
2. [1.1] FOX, Patricia M. - DAVIS, James A. - KUKKADAPU, Ravi - SINGER, David M. - BARGAR, John - 
WILLIAMS, Kenneth H. Abiotic U(VI) reduction by sorbed Fe(II) on natural sediments. In GEOCHIMICA ET 
COSMOCHIMICA ACTA. ISSN 0016-7037, 2013, vol. 117, no., pp. 266., WOS 
3. [1.1] GORSKI, Christopher A. - KLUEPFEL, Laura E. - VOEGELIN, Andreas - SANDER, Michael - 
HOFSTETTER, Thomas B. Redox Properties of Structural Fe in Clay Minerals: 3. Relationships between Smectite 
Redox and Structural Properties. In ENVIRONMENTAL SCIENCE &amp; TECHNOLOGY. ISSN 0013-936X, 2013, 
vol. 47, no. 23, pp. 13477., WOS 
4. [1.1] NEUMANN, Anke - OLSON, Tyler L. - SCHERER, Michelle M. Spectroscopic Evidence for Fe(II)-Fe(III) 
Electron Transfer at Clay Mineral Edge and Basal Sites. In ENVIRONMENTAL SCIENCE &amp; TECHNOLOGY. 
ISSN 0013-936X, 2013, vol. 47, no. 13, pp. 6969., WOS 

ADCA320 RIEDER, Milan - HYBLER, J. - SMRČOK, Ľubomír - WEISS, Z. Refinement of the crystal 
structure of zinnwaldite 2M. In European Journal of Mineralogy, 1996, vol. 8, no. 6, p. 
1241-1248. ISSN 0935-1221. 

Citácie: 
1. [1.1] RODRIGUEZ-LAZCANO, Y. - CORRECHER, V. - GARCIA-GUINEA, J. Thermo- and 
cathodoluminescence properties of lepidolite. In SPECTROCHIMICA ACTA PART A-MOLECULAR AND 
BIOMOLECULAR SPECTROSCOPY. ISSN 1386-1425, 2013, vol. 113, no., pp. 281., WOS 

 

174 



 
Správa o činnosti ÚACH SAV          2014 

2. [1.1] XIE, Lei - WANG, Rucheng - CHEN, Jun - ZHU, Jinchu - ZHANG, Wenlan - LU, Jianjun - ZHANG, 
Rongqing. A tin-mineralized topaz rhyolite dike with coeval topaz granite enclaves at Qiguling in the Qitianling tin 
district, southern China. In LITHOS. ISSN 0024-4937, 2013, vol. 170, no., pp. 252., WOS 

ADCA321 RODE, B.M. - SON, H.L. - SUWANNACHOT, Y. - BUJDÁK, Juraj. The combination of 
salt induced peptide formation reaction and clay catalysis: a way to higher peptides under 
primitive earth conditions. In Origins of Life and Evolution of the Biosphere, 1999, vol. 29, 
no. 3, p. 273-286. (0.750 - IF1998). 

Citácie: 
1. [1.1] BUHRMAN, Harry - VAN DER GULIK, Peter T. S. - KLAU, Gunnar W. - SCHAFFNER, Christian - 
SPEIJER, Dave - STOUGIE, Leen. A Realistic Model Under Which the Genetic Code is Optimal. In JOURNAL OF 
MOLECULAR EVOLUTION. ISSN 0022-2844, 2013, vol. 77, no. 4, pp. 170., WOS 
2. [1.1] DUBINA, Michael V. - VYAZMIN, Sergey Yu. - BOITSOV, Vitali M. - NIKOLAEV, Eugene N. - POPOV, 
Igor A. - KONONIKHIN, Alexey S. - ELISEEV, Igor E. - NATOCHIN, Yuri V. Potassium Ions are More Effective 
than Sodium Ions in Salt Induced Peptide Formation. In ORIGINS OF LIFE AND EVOLUTION OF BIOSPHERES. 
ISSN 0169-6149, 2013, vol. 43, no. 2, pp. 109., WOS 
3. [1.1] STUEEKEN, E. E. - ANDERSON, R. E. - BOWMAN, J. S. - BRAZELTON, W. J. - COLANGELO-LILLIS, 
J. - GOLDMAN, A. D. - SOM, S. M. - BAROSS, J. A. Did life originate from a global chemical reactor? In 
GEOBIOLOGY. ISSN 1472-4677, 2013, vol. 11, no. 2, pp. 101., WOS 

ADCA322 SAHU, Sadananda - KAVECKÝ, Štefan - ILLÉSOVÁ, Ľubica - MADEJOVÁ, Jana - 
BERTÓTI, I. - SZÉPVÖLGYI, János. Formation of boron nitride thin films on β-Si3N4 
whiskers and α-SiC platelets by dip-coating. In Journal of the European Ceramic Society, 
1998, vol. 18, no. 8, p.1037-1043. ISSN 0955-2219. 

Citácie: 
1. [1.1] LI, Juan - LIN, Hong - CHEN, Yongjun - SU, Qiaoqiao - BI, Xiaofan. Synthesis and anti-oxidation 
performance of nanoflake-decorated boron nitride hollow microspheres. In JOURNAL OF ALLOYS AND 
COMPOUNDS. ISSN 0925-8388, 2013, vol. 550, no., pp. 292., WOS 
2. [1.1] YUAN, Sheng - BENAYOUN, Stephane - BRIOUDE, Arnaud - DEZELLUS, Olivier - BEAUGIRAUD, 
Bernard - TOURY, Berangere. New potential for preparation of performing h-BN coatings via polymer pyrolysis in 
RTA furnace. In JOURNAL OF THE EUROPEAN CERAMIC SOCIETY. ISSN 0955-2219, 2013, vol. 33, no. 2, pp. 
393., WOS 

ADCA323 SALAMON, D. - SHEN, Zhijian - ŠAJGALÍK, Pavol. Rapid formation of alpha-sialon 
during spark plasma sintering: Its origin and implications. In Journal of the European 
Ceramic Society, 2007, vol. 27, no. 6, p. 2541-2547. (1.567 - IF2006). (2007 - Current 
Contents, WOS, SCOPUS). ISSN 0955-2219. 

Citácie: 
1. [1.1] HOU, Zhaoping - YE, Feng - LIU, Limeng - LIU, Qiang - ZHANG, Haijiao. Effects of solid content on the 
phase assemblages, mechanical and dielectric properties of porous alpha-SiAlON ceramics fabricated by freeze casting. 
In CERAMICS INTERNATIONAL. ISSN 0272-8842, 2013, vol. 39, no. 2, pp. 1075., WOS 
2. [1.1] LIU, Bernard Haochih - SU, Po-Jui - LEE, Ching-Huan - HUANG, Jow-Lay. Linking microstructure evolution 
and impedance behaviors in spark plasma sintered Si3N4/TiC and Si3N4/TiN ceramic nanocomposites. In 
CERAMICS INTERNATIONAL. ISSN 0272-8842, 2013, vol. 39, no. 4, pp. 4205., WOS 
3. [1.1] ZHOU, Manyuan - RODRIGO, Don - CHENG, Yi-Bing. Effects of the electric current on conductive 
Si3N4/TiN composites in spark plasma sintering. In JOURNAL OF ALLOYS AND COMPOUNDS. ISSN 0925-8388, 
2013, vol. 547, no., pp. 51., WOS 
4. [1.1] ZHOU, Manyuan - ZHONG, Jie - ZHAO, Juan - RODRIGO, Don - CHENG, Yi-Bing. Microstructures and 
properties of Si3N4/TiN composites sintered by hot pressing and spark plasma sintering. In MATERIALS 
RESEARCH BULLETIN. ISSN 0025-5408, 2013, vol. 48, no. 5, pp. 1927., WOS 
5. [1.2] HUANG, Jowlay - NAYAK, Pramoda Kumar. Microstructure evolution and mechanical properties of silicon 
nitride based ceramics sintered by spark plasma sintering (SPS). In Recent Advances in Ceramic Materials Research, 
2013-12-01, pp. 177-214., SCOPUS 

ADCA324 SEAMAN, Lani A. - HROBÁRIK, Peter - SCHETTINI, Michael F. - FORTIER, Skye - 
KAUPP, Martin - HAYTON, Trevor W. A rare uranyl(VI)-alkyl ate complex 
[Li(DME)(1.5)](2)[UO2(CH2SiMe3)(4)] and its comparison with a homoleptic 
uranium(VI)-hexaalkyl. In Angewandte Chemie - International Edition, 2013, vol. 52, no. 
11, p. 3259-3263. (13.734 - IF2012). (2013 - Current Contents). ISSN 1433-7851. 

Citácie: 
1. [1.1] LEWIS, Andrew J. - CARROLL, Patrick J. - SCHELTER, Eric J. Stable Uranium(VI) Methyl and Acetylide 
Complexes and the Elucidation of an Inverse Trans Influence Ligand Series. In JOURNAL OF THE AMERICAN 
CHEMICAL SOCIETY. ISSN 0002-7863, 2013, vol. 135, no. 35, pp. 13185., WOS 

ADCA325 SHENDEROVICH, Ilja G. - SMIRNOV, S.N. - DENISOV, Gleb S. - GINDIN, V.A. - 

 

175 



 
Správa o činnosti ÚACH SAV          2014 

GOLUBEV, Nikolai S. - DUNGER, A. - REIBKE, R. - KIRPEKAR, S. - MALKINA, Olga 
L. - LIMBACH, Hans-Heinrich. Nuclear magnetic resonance of hydrogen bonded clusters 
between F- and (HF)_(n): Experiment and theory. In Berichte der Bunsen-Gesellschaft 
Physical Chemistry Chemical Physics, 1998, vol. 102, no. 3, p. 422-428. 

Citácie: 
1. [1.1] BAGHERI, Sotoodeh - MASOODI, Hamid Reza - MOHAMMADI, Marziyeh - ZAKARIANEZHAD, 
Mohammad - MAKIABADI, Batoul. The influence of number of nitrogen atoms on the NMR data in aromatic azine 
center dot center dot center dot HF complexes. In CHEMICAL PHYSICS LETTERS. ISSN 0009-2614, 2013, vol. 
572, no., pp. 26., WOS 
2. [1.1] HIERSO, Jean-Cyrille - CONTRERAS, RH. Nonbonded Indirect Nuclear Spin-Spin Couplings (J Couplings 
"Through-Space") for Structural Determination in Small Organic and Organometallic Species. In HIGH 
RESOLUTION NMR SPECTROSCOPY: UNDERSTANDING MOLECULES AND THEIR ELECTRONIC 
STRUCTURES. ISSN 1875-4023, 2013, vol., no., pp. 285., WOS 

ADCA326 SCHLEYER, P.V. - JIAO, H.J. - HOMMES, N.J.R.V. - MALKIN, Vladimír G. - 
MALKINA, Olga L.. An evaluation of the aromaticity of inorganic rings: Refined evidence 
from magnetic properties. In Journal of the American Chemical Society, 1997, vol. 119, no. 
51, p. 12669-12670. ISSN 0002-7863. 

Citácie: 
1. [1.1] AGHAMOHAMMADI, Mohammad - SHAHDOUSTI, Parvin - GHAFOURI, Reza - ANAFCHEH, Maryam. 
Exploring magnetic properties and Curved pi-Conjugation of BxNyCz nanotubes using density functional theory. In 
SUPERLATTICES AND MICROSTRUCTURES. ISSN 0749-6036, 2013, vol. 57, no., pp. 66., WOS 
2. [1.1] BAI, Hongcun - JI, Wenxin - LIU, Xiangyu - WANG, Liqiong - YUAN, Nini - JI, Yongqiang. Doping the 
Buckminsterfullerene by Substitution: Density Functional Theory Studies of C59X (X = B, N, Al, Si, P, Ga, Ge, and 
As). In JOURNAL OF CHEMISTRY. ISSN 2090-9063, 2013, vol., no., pp., WOS 
3. [1.1] BARANAC-STOJANOVIC, Marija - STOJANOVIC, Milovan. Substituent effects on cyclic electron 
delocalization in symmetric B- and N- trisubstituted borazine derivatives. In RSC ADVANCES. ISSN 2046-2069, 
2013, vol. 3, no. 46, pp. 24108., WOS 
4. [1.1] BARANAC-STOJANOVIC, Marija. Cyclic pi Electron De localization in Fluoroborazines. In JOURNAL OF 
PHYSICAL CHEMISTRY A. ISSN 1089-5639, 2013, vol. 117, no. 45, pp. 11540., WOS 
5. [1.1] BARYSHNIKOV, Gleb V. - MINAEV, Boris F. - PITTELKOW, Michael - NIELSEN, Christian B. - 
SALCEDO, Roberto. Nucleus-independent chemical shift criterion for aromaticity in pi-extended 
tetraoxa[8]circulenes. In JOURNAL OF MOLECULAR MODELING. ISSN 1610-2940, 2013, vol. 19, no. 2, pp. 847., 
WOS 
6. [1.1] DRAL, Pavlo O. - KIVALA, Milan - CLARK, Timothy. Doped Polycyclic Aromatic Hydrocarbons as 
Building Blocks for Nanoelectronics: A Theoretical Study. In JOURNAL OF ORGANIC CHEMISTRY. ISSN 
0022-3263, 2013, vol. 78, no. 5, pp. 1894., WOS 
7. [1.1] FOWLER, P. W. - GIBSON, C. M. - NIGHTINGALE, E. L. Aromaticity of Benzenoid-Borazinoid Hybrids: 
Current Maps for Hetero-Graphenes. In POLYCYCLIC AROMATIC COMPOUNDS. ISSN 1040-6638, 2013, vol. 33, 
no. 1, pp. 72., WOS 
8. [1.1] GALABOV, Boris - NIKOLOVA, Valia - ILIEVA, Sonia. Does the Molecular Electrostatic Potential Reflect 
the Effects of Substituents in Aromatic Systems? In CHEMISTRY-A EUROPEAN JOURNAL. ISSN 0947-6539, 
2013, vol. 19, no. 16, pp. 5149., WOS 
9. [1.1] GALVAO, Tiago L. P. - RIBEIRO DA SILVA, Maria D. M. C. - RIBEIRO DA SILVA, Manuel A. V. 
Energetics of aminomethylpyrimidines: An examination of the aromaticity of nitrogen heteromonocyclic derivatives. 
In JOURNAL OF CHEMICAL THERMODYNAMICS. ISSN 0021-9614, 2013, vol. 62, no., pp. 186., WOS 
10. [1.1] GALVAO, Tiago L. P. - ROCHA, Ines M. - RIBEIRO DA SILVA, Maria D. M. C. - RIBEIRO DA SILVA, 
Manuel A. V. From 2-Hydroxypyridine to 4(3H)-Pyrimidinone: Computational Study on the Control of the Tautomeric 
Equilibrium. In JOURNAL OF PHYSICAL CHEMISTRY A. ISSN 1089-5639, 2013, vol. 117, no. 47, pp. 12668., 
WOS 
11. [1.1] GALVAO, Tiago L. P. - ROCHA, Ines M. - RIBEIRO DA SILVA, Maria D. M. C. - RIBEIRO DA SILVA, 
Manuel A. V. Is Uracil Aromatic? The Enthalpies of Hydrogenation in the Gaseous and Crystalline Phases, and in 
Aqueous Solution, as Tools to Obtain an Answer. In JOURNAL OF PHYSICAL CHEMISTRY A. ISSN 1089-5639, 
2013, vol. 117, no. 28, pp. 5826., WOS 
12. [1.1] GUO, Jin-Chang - LU, Hai-Gang - LI, Si-Dian. M(C6X6Li6)(2) (M = Cr, Mo, W; X = O, S): 
Transition-metal sandwich complexes with pi-aromatic C6X6Li6 ligands. In COMPUTATIONAL AND 
THEORETICAL CHEMISTRY. ISSN 2210-271X, 2013, vol. 1018, no., pp. 95., WOS 
13. [1.1] HAEHNEL, Martin - HANSEN, Sven - PRIEBE, Jacqueline B. - SPANNENBERG, Anke - ARNDT, Perdita 
- BRUECKNER, Angelika - ROSENTHAL, Uwe. Highly Strained Heterometallacycles of Group4 Metallocenes with 
Bis(diphenylphosphino)methanide Ligands. In CHEMISTRY-A EUROPEAN JOURNAL. ISSN 0947-6539, 2013, vol. 
19, no. 23, pp. 7568., WOS 
14. [1.1] HOMER, Kate E. - KARADAKOV, Peter B. Chemical Bonding and Aromaticity in Furan, Pyrrole, and 
Thiophene: A Magnetic Shielding Study. In JOURNAL OF ORGANIC CHEMISTRY. ISSN 0022-3263, 2013, vol. 

 

176 



 
Správa o činnosti ÚACH SAV          2014 

78, no. 16, pp. 8037., WOS 
15. [1.1] JIN, Biao - JIN, Qiao. Probing the multiple (delta- and pi-) aromaticity of [Hf3F3](-) anion, [Hf3F3X2](+) (X 
= Li, Na, and K), and [Hf3F3Y](+) (Y = Be and Mg) clusters. In COMPUTATIONAL AND THEORETICAL 
CHEMISTRY. ISSN 2210-271X, 2013, vol. 1013, no., pp. 130., WOS 
16. [1.1] KELEMEN, Zsolt - HOLLOCZKI, Oldamur - OLAH, Julianna - NYULASZI, Laszlo. Oxazol-2-ylidenes. A 
new class of stable carbenes? In RSC ADVANCES. ISSN 2046-2069, 2013, vol. 3, no. 21, pp. 7970., WOS 
17. [1.1] LI HUIXUE - WANG XIAOFENG - LI ZHIFENG - PAN SUJUAN. Theoretical Study on the Structure and 
Properties of Graphdiyne. In ACTA CHIMICA SINICA. ISSN 0567-7351, 2013, vol. 71, no. 1, pp. 75., WOS 
18. [1.1] LI, Da-Zhi - BAI, Hui - CHEN, Qiang - LU, Haigang - ZHAI, Hua-Jin - LI, Si-Dian. Perfectly planar boronyl 
boroxine D-3h B6O6: A boron oxide analog of boroxine and benzene. In JOURNAL OF CHEMICAL PHYSICS. 
ISSN 0021-9606, 2013, vol. 138, no. 24, pp., WOS 
19. [1.1] LIN, Shu-Juan - ZHANG, Xian-Hui - XU, Lei - WANG, Bin - ZHANG, Yong-Fan - HUANG, Xin. Probing 
the Electronic Properties of W3Ox-/0 (x=0-2) and W-3(2-) Clusters: The Aromaticity of W-3 and W-3(2-). In 
JOURNAL OF PHYSICAL CHEMISTRY A. ISSN 1089-5639, 2013, vol. 117, no. 14, pp. 3093., WOS 
20. [1.1] MAIRYCHOVA, Barbora - SVOBODA, Tomas - STEPNICKA, Petr - RUZICKA, Ales - HAVENITH, 
Remco W. A. - ALONSO, Mercedes - DE PROFT, Frank - JAMBOR, Roman - DOSTAL, Libor. Synthesis and 
Structural Characterization of Heteroboroxines with MB2O3 Core (M = Sb, Bi, Sn). In INORGANIC CHEMISTRY. 
ISSN 0020-1669, 2013, vol. 52, no. 3, pp. 1424., WOS 
21. [1.1] MAJHI, Paresh K. - SCHNAKENBURG, Gregor - KELEMEN, Zsolt - NYULASZI, Laszlo - GATES, Derek 
P. - STREUBEL, Rainer. Synthesis of an Imidazolium Phosphanide Zwitterion and Its Conversion into Anionic 
Imidazol-2-ylidene Derivatives. In ANGEWANDTE CHEMIE-INTERNATIONAL EDITION. ISSN 1433-7851, 
2013, vol. 52, no. 38, pp. 10080., WOS 
22. [1.1] MAKIABADI, Batoul - ZAKARIANEJAD, Mohammad - BAGHERI, Sotoodeh - MASOODI, Hamid Reza - 
AGHAIE, Raziyeh Sadaat. Intermolecular Interactions in Uracil-Nitrous Acid Complexes: Structures, Binding Energy, 
Topological Properties, and Nuclear Magnetic Resonance Study. In INTERNATIONAL JOURNAL OF QUANTUM 
CHEMISTRY. ISSN 0020-7608, 2013, vol. 113, no. 21, pp. 2361., WOS 
23. [1.1] MOHAMED, Mahmoud M. A. - WEBER, Immo - PUCHTA, Ralph - SHOUKRY, Mohamed M. - VAN 
ELDIK, Rudi. Amine-bridged binuclear palladium(II) complexes with inosine. Equilibrium studies and DFT 
calculations. In JOURNAL OF COORDINATION CHEMISTRY. ISSN 0095-8972, 2013, vol. 66, no. 19, pp. 3469., 
WOS 
24. [1.1] MUELLER, Matthias - MAICHLE-MOESSMER, Caecilia - SIRSCH, Peter - BETTINGER, Holger F. Is 
There B-N Bond-Length Alternation in 1,2:3,4:5,6-Tris(biphenylylene)borazines? In CHEMPLUSCHEM. ISSN 
2192-6506, 2013, vol. 78, no. 9, pp. 988., WOS 
25. [1.1] MUYA, Jules Tshishimbi - LIJNEN, Erwin - MINH THO NGUYEN - CEULEMANS, Arnout. The Boron 
Conundrum: Which Principles Underlie the Formation of Large Hollow Boron Cages? In CHEMPHYSCHEM. ISSN 
1439-4235, 2013, vol. 14, no. 2, pp. 346., WOS 
26. [1.1] PAUL, Satadal - GOSWAMI, Tamal - MISRA, Anirban - CHATTARAJ, Pratim K. Concurrent loss of 
aromaticity and onset of superexchange in Mg3Na2 with an increasing Na-Mg-3 distance. In THEORETICAL 
CHEMISTRY ACCOUNTS. ISSN 1432-881X, 2013, vol. 132, no. 10, pp., WOS 
27. [1.1] PELLONI, Stefano - LAZZERETTI, Paolo. Polygonal Current Model: An Effective Quantifier of 
Aromaticity on the Magnetic Criterion. In JOURNAL OF PHYSICAL CHEMISTRY A. ISSN 1089-5639, 2013, vol. 
117, no. 37, pp. 9083., WOS 
28. [1.1] QIN, Xiao-Fang - WANG, Feng - WU, Hai-Shun. Density functional studies of the stepwise substitution of 
pyrrole, furan, and thiophene with BCO. In JOURNAL OF MOLECULAR MODELING. ISSN 1610-2940, 2013, vol. 
19, no. 6, pp. 2309., WOS 
29. [1.1] TANG, Yupeng - LI, Nan. STRUCTURE AND STABILITY OF CLOSO-BnHn-1N2- (n=5-12). In 
JOURNAL OF THEORETICAL &amp; COMPUTATIONAL CHEMISTRY. ISSN 0219-6336, 2013, vol. 12, no. 4, 
pp., WOS 
30. [1.1] TIAN, Wen-Juan - BAI, Hui - LU, Hai-Gang - WU, Yan-Bo - LI, Si-Dian. Planar D (2h) B26H8, D (2h) 
B26H8 (2+), and C (2h) B26H6: Building Blocks of Stable Boron Sheets with Twin-Hexagonal Holes. In JOURNAL 
OF CLUSTER SCIENCE. ISSN 1040-7278, 2013, vol. 24, no. 4, pp. 1127., WOS 
31. [1.1] TOKUNAGA, Yuji. BOROXINE CHEMISTRY: FROM FUNDAMENTAL STUDIES TO APPLICATIONS 
IN SUPRAMOLECULAR AND SYNTHETIC ORGANIC CHEMISTRY. In HETEROCYCLES. ISSN 0385-5414, 
2013, vol. 87, no. 5, pp. 991., WOS 
32. [1.1] TRUONG BA TAI - MINH THO NGUYEN. Boron-Boron Multiple Bond in [B(NHC)](2): Towards Stable 
and Aromatic [B(NHC)](n) Rings. In ANGEWANDTE CHEMIE-INTERNATIONAL EDITION. ISSN 1433-7851, 
2013, vol. 52, no. 17, pp. 4554., WOS 
33. [1.1] TRUONG BA TAI - VU THI THU HUONG - MINH THO NGUYEN. Design of aromatic heteropolycyclics 
containing borole frameworks. In CHEMICAL COMMUNICATIONS. ISSN 1359-7345, 2013, vol. 49, no. 98, pp. 
11548., WOS 
34. [1.1] VU THI THU HUONG - HUYEN THI NGUYEN - TRUONG BA TAI - MINH THO NGUYEN. 
pi-Conjugated Molecules Containing Naphtho[2,3-b]thiophene and Their Derivatives: Theoretical Design for Organic 
Semiconductors. In JOURNAL OF PHYSICAL CHEMISTRY C. ISSN 1932-7447, 2013, vol. 117, no. 19, pp. 10175., 
WOS 

 

177 



 
Správa o činnosti ÚACH SAV          2014 

35. [1.1] WANG, Cheng - CUI, Wenwen - SHAO, Jingling - ZHU, Xiaolei - LU, Xiaohua. Exploration on stability, 
aromaticity, and potential energy surface of planar BnC2 (n=3-8). In COMPUTATIONAL AND THEORETICAL 
CHEMISTRY. ISSN 2210-271X, 2013, vol. 1006, no., pp. 19., WOS 
36. [1.1] WANG, Cheng - CUI, Wenwen - SHAO, Jingling - ZHU, Xiaolei - LU, Xiaohua. Exploration on the 
Structure, Stability, and Isomerization of Planar CnB5 (n=1-7) Clusters. In INTERNATIONAL JOURNAL OF 
QUANTUM CHEMISTRY. ISSN 0020-7608, 2013, vol. 113, no. 23, pp. 2514., WOS 
37. [1.1] XIE, Xiao-Hua - SHEN, Wei - HE, Rong-Xing - LI, Ming. A Density Functional Study of Furofuran 
Polymers as Potential Materials for Polymer Solar Cells. In BULLETIN OF THE KOREAN CHEMICAL SOCIETY. 
ISSN 0253-2964, 2013, vol. 34, no. 10, pp. 2995., WOS 
38. [1.1] XU, Hanying - PITTMAN, Charles U. - SAEBO, Svein. A coupled-cluster study of linear and rhombic boron 
nitride dimers: a revisit. In STRUCTURAL CHEMISTRY. ISSN 1040-0400, 2013, vol. 24, no. 4, pp. 1383., WOS 
39. [1.1] ZBOROWSKI, Krzysztof K. - ALKORTA, Ibon - ELGUERO, Jose - PRONIEWICZ, Leonard M. HOMA 
parameters for the boron-boron bond: How the introduction of a BB bond influences the aromaticity of selected 
hydrocarbons. In STRUCTURAL CHEMISTRY. ISSN 1040-0400, 2013, vol. 24, no. 2, pp. 543., WOS 
40. [1.1] ZBOROWSKI, Krzysztof K. - SOLA, Miquel - POATER, Jordi - PRONIEWICZ, Leonard M. Aromatic 
properties of 8-hydroxyquinoline and its metal complexes. In CENTRAL EUROPEAN JOURNAL OF CHEMISTRY. 
ISSN 1895-1066, 2013, vol. 11, no. 5, pp. 655., WOS 
41. [1.1] ZHANG, Dongxiang - LI, Jie - DONG, Xiao - ZHOU, Xing - YANG, Zhi - ROESKY, Herbert W. 
N-Heterocyclic Carbene-facilated Condensation of 3-Methylphenylboronic Acid to the Boroxine. In ZEITSCHRIFT 
FUR NATURFORSCHUNG SECTION B-A JOURNAL OF CHEMICAL SCIENCES. ISSN 0932-0776, 2013, vol. 
68, no. 5-6, pp. 453., WOS 
42. [1.1] ZHANG, Xiu-Rong - ZHANG, Fu-Xing - YANG, Xing - YUAN, Ai-Hua. Theoretical Studies of the 
Electronic Structures and Spectrum Properties of Pt (n) Ni (m) (n plus m=7, n, m not equal 0) Clusters. In JOURNAL 
OF CLUSTER SCIENCE. ISSN 1040-7278, 2013, vol. 24, no. 4, pp. 945., WOS 

ADCA327 SCHOLTZOVÁ, Eva - SMRČOK, Ľubomír. Hydrogen bonding and vibrational spectra in 
kaolinite-dimethylsulfoxide and -dimethylselenoxide intercalates – a solid-state 
computational study. In Clays and Clay Minerals, 2009, vol. 57, no. 1, p. 54-71. (1.171 - 
IF2008). ISSN 0009-8604. 

Citácie: 
1. [1.1] MATUSIK, Jakub - BAJDA, Tomasz. Immobilization and reduction of hexavalent chromium in the interlayer 
space of positively charged kaolinites. In JOURNAL OF COLLOID AND INTERFACE SCIENCE. ISSN 0021-9797, 
2013, vol. 398, no., pp. 74., WOS 
2. [1.1] MATUSIK, Jakub - KLAPYTA, Zenon - OLEJNICZAK, Zbigniew. NMR and IR study of kaolinite 
intercalation compounds with benzylalkylammonium chlorides. In APPLIED CLAY SCIENCE. ISSN 0169-1317, 
2013, vol. 83-84, no., pp. 426., WOS 

ADCA328 SCHOLTZOVÁ, Eva - BENCO, Ľubomír - TUNEGA, Daniel. A model study of dickite 
intercalated with formamide and N-methylformamide. In Physics and chemistry of minerals, 
2008, vol. 35, no. 6, p. 299-309. (2008 - Current Contents). ISSN 0342-1791. 

Citácie: 
1. [1.1] SONG, Kai-hui - WANG, Xing - QIAN, Ping - ZHANG, Chao - ZHANG, Qiang. Theoretical study of 
interaction of formamide with kaolinite. In COMPUTATIONAL AND THEORETICAL CHEMISTRY. ISSN 
2210-271X, 2013, vol. 1020, no., pp. 72., WOS 

ADCA329 SCHWEIFER, J. - WEINBERGER, P. - MEREITER, K. - BOČA, Miroslav - REICHL, C. - 
WIESINGER, G. - HILSCHER, G. - VAN KONINGSBRUGGEN, P.J. - KOOIJINAN, H. - 
GRUNERT, M. - LINERT, Wolfgang. Catena-[mu-Tris(1,2-bis(tetrazol-1-yl)ethane-N4,N4 
')iron(II)] bis(tetrafluoroborate): synthesis, structure, spectroscopic and magnetic 
characterization of a chain-type coordination polymer spin-crossover compound. In 
Inorganica Chimica Acta, 2002, vol. 339, p. 297-306. ISSN 0020-1693. 

Citácie: 
1. [1.1] BIALONSKA, Agata - BRONISZ, Robert - BARANOWSKI, Lukasz. 1D Spin-Crossover Networks 
Containing a Fe-II(1,2,3-triazol-1-yl)(4)(CH3CN)(2)-Type Core. In EUROPEAN JOURNAL OF INORGANIC 
CHEMISTRY. ISSN 1434-1948, 2013, vol., no. 5-6, pp. 720., WOS 
2. [1.1] BIALONSKA, Agata - BRONISZ, Robert - KUSZ, Joachim - WESELSKI, Marek - ZUBKO, Maciej. How 
Nonequivalency of the Flexibility of the Ligand Bridges Leads to Anisotropy of Perturbation Transmission in a 3D 
Spin-Crossover Coordination Network. In EUROPEAN JOURNAL OF INORGANIC CHEMISTRY. ISSN 
1434-1948, 2013, vol., no. 5-6, pp. 875., WOS 
3. [1.1] BIALONSKA, Agata - BRONISZ, Robert - KUSZ, Joachim - ZUBKO, Maciej. Two-Step Spin Transition in 
an Iron(II) Coordination Network Based on Flexible Bitopic Ligand 1-(Tetrazol-1-yl)-3-(1,2,3-triazol-1-yl)propane. In 
EUROPEAN JOURNAL OF INORGANIC CHEMISTRY. ISSN 1434-1948, 2013, vol., no. 5-6, pp. 884., WOS 
4. [1.1] BOLAND, Yves - SAFIN, Damir A. - TINANT, Bernard - BABASHKINA, Maria G. - 
MARCHAND-BRYNAERT, Jacqueline - GARCIA, Yann. Routes to novel mono- and bis-tetrazole compounds: 

 

178 



 
Správa o činnosti ÚACH SAV          2014 

synthesis, spectroscopic and structural characterization. In NEW JOURNAL OF CHEMISTRY. ISSN 1144-0546, 
2013, vol. 37, no. 4, pp. 1174., WOS 
5. [1.1] GARCIA, Yann - ADARSH, N. N. - NAIK, Anil D. Crystal Engineering of Fe-II Spin Crossover Coordination 
Polymers Derived from Triazole or Tetrazole Ligands. In CHIMIA. ISSN 0009-4293, 2013, vol. 67, no. 6, pp. 411., 
WOS 
6. [1.1] GUETLICH, Philipp - GASPAR, Ana B. - GARCIA, Yann. Spin state switching in iron coordination 
compounds. In BEILSTEIN JOURNAL OF ORGANIC CHEMISTRY. ISSN 1860-5397, 2013, vol. 9, no., pp. 342., 
WOS 
7. [1.1] RACKWITZ, Sergej - KLOPPER, Wim - SCHUENEMANN, Volker - WOLNY, Juliusz A. Quantification of 
intramolecular cooperativity in polynuclear spin crossover Fe(II) complexes by density functional theory calculations. 
In PHYSICAL CHEMISTRY CHEMICAL PHYSICS. ISSN 1463-9076, 2013, vol. 15, no. 37, pp. 15450., WOS 
8. [1.1] REN, Yuan-hang - HU, Yi-chen - KONG, Zu-ping - GU, Min - YUE, Bin - HE, He-yong. Three Polymeric 
Polyoxometalate Compounds Based on Twisted Poly-Keggin Chains. In EUROPEAN JOURNAL OF INORGANIC 
CHEMISTRY. ISSN 1434-1948, 2013, vol., no. 10-11, pp. 1821., WOS 

ADCA330 SLÁDKOVIČOVÁ, Mariana - MACH, Pavel - SMRČOK, Ľubomír - RUNDLÖF, Hakan. 
DFT and neutron diffraction study of 1,6-anhydro-beta-D-glucopyranose (levoglucosan). In 
Central European Journal of Chemistry, 2007, vol. 5, no. 1, p. 55-70. ISSN 1895-1066. 

Citácie: 
1. [1.1] ROCHA, Ines M. - GALVAO, Tiago L. P. - SAPEI, Erlin - RIBEIRO DA SILVA, Maria D. M. C. - RIBEIRO 
DA SILVA, Manuel A. V. Levoglucosan: A Calorimetric, Thermodynamic, Spectroscopic, and Computational 
Investigation. In JOURNAL OF CHEMICAL AND ENGINEERING DATA. ISSN 0021-9568, 2013, vol. 58, no. 6, 
pp. 1813., WOS 

ADCA331 SLÁDKOVIČOVÁ, Mariana - SMRČOK, Ľubomír - MACH, Pavel - TUNEGA, Daniel - 
RAMIREZ-CUESTA, Anibal Javier. Inelastic neutron scattering and DFT study of 
1,6-anhydro-beta-d-glucopyranose (levoglucosan). In Journal of Molecular Structure, 2008, 
vol. 874, no. 1-3, p. 108-120. (1.486 - IF2007). ISSN 0022-2860. 

Citácie: 
1. [1.1] ROCHA, Ines M. - GALVAO, Tiago L. P. - SAPEI, Erlin - RIBEIRO DA SILVA, Maria D. M. C. - RIBEIRO 
DA SILVA, Manuel A. V. Levoglucosan: A Calorimetric, Thermodynamic, Spectroscopic, and Computational 
Investigation. In JOURNAL OF CHEMICAL AND ENGINEERING DATA. ISSN 0021-9568, 2013, vol. 58, no. 6, 
pp. 1813., WOS 

ADCA332 SLOSIARIKOVÁ, Hana - BUJDÁK, Juraj - HLAVATÝ, V. IR-spectra of 
octadecylammonium-montmorillonite in the range of the Si-O vibrations. In Journal of 
Inclusion Phenomena and Molecular Recognition in Chemistry, 1992, vol. 13, no. 3, p. 
267-272. 

Citácie: 
1. [1.1] DAOUDI, El Mehdi - BOUGHALEB, Yahia - EL GAINI, Layla - MEGHEA, Irina - BAKASSE, Mina. 
Modeling of alkyl quaternary ammonium cations intercalated into montmorillonite lattice. In MATERIALS 
RESEARCH BULLETIN. ISSN 0025-5408, 2013, vol. 48, no. 5, pp. 1824., WOS 
2. [1.1] MOHAMMED-AZIZI, F. - DIB, S. - BOUFATIT, M. Removal of heavy metals from aqueous solutions by 
Algerian bentonite. In DESALINATION AND WATER TREATMENT. ISSN 1944-3994, 2013, vol. 51, no. 22-24, 
pp. 4447., WOS 

ADCA333 SMRČOK, Ľubomír - KOPPELHUBER-BITSCHNAU, B. - SHANKLAND, Kenneth - 
DAVID, W.I.F. - TUNEGA, Daniel - RESEL, R. Decafluoroquarterphenyl - crystal and 
molecular structure solved from X-ray powder data. In Zeitschrift für Kristallographie, 2001, 
vol. 216, no. 1, p. 63-66. ISSN 0044-2968. 

Citácie: 
1. [1.1] ALTOMARE, Angela - CUOCCI, Corrado - MOLITERNI, Anna - RIZZI, Rosanna. RAMM: a new 
random-model-based method for solving ab initio crystal structure using the EXPO package. In JOURNAL OF 
APPLIED CRYSTALLOGRAPHY. ISSN 0021-8898, 2013, vol. 46, no., pp. 476., WOS 

ADCA334 SMRČOK, Ľubomír - LANGER, Vratislav - HALVARSSON, M. - RUPPI, S. A new 
Rietveld refinement of kappa-Al2O3. In Zeitschrift für Kristallographie, 2001, vol. 216, no. 
7, p. 409-412. ISSN 0044-2968. 

Citácie: 
1. [1.1] WESSEL, C. - DRONSKOWSKI, R. A first-principles study on chromium sesquioxide, Cr2O3. In JOURNAL 
OF SOLID STATE CHEMISTRY. ISSN 0022-4596, 2013, vol. 199, no., pp. 149., WOS 

ADCA335 SMRČOK, Ľubomír - WEISS, Z. DIFK91 – program for modeling of powder diffraction 
patterns on a PC. In Journal of Applied Crystallography, 1993, vol. 26, p. 140-141. (1.510 - 
IF1992). (1993 - Current Contents). ISSN 0021-8898. 

 

179 



 
Správa o činnosti ÚACH SAV          2014 

Citácie: 
1. [1.1] VALASKOVA, M. - TOKARSKY, J. - HUNDAKOVA, M. - ZDRALKOVA, J. - SMETANA, B. Role of 
vermiculite and zirconium-vermiculite on the formation of zircon-cordierite nanocomposites. In APPLIED CLAY 
SCIENCE. ISSN 0169-1317, 2013, vol. 75-76, no., pp. 100., WOS 

ADCA336 SMRČOK, Ľubomír - SLÁDKOVIČOVÁ, Mariana - LANGER, Vratislav - WILSON, 
Chick C. - KOÓŠ, Miroslav. On hydrogen bonding in 1,6-anhydro-beta-D-glucopyranose 
(levoglucosan): X-ray and neutron diffraction and DFT study. Ľubomír Smrčok, Mariana 
Sládkovičová, Vratislav Langer, Chick C. Wilson, Miroslav Koóš. In Acta Crystallographica 
Section B, 2006, vol. 62, p. 912-918. ISSN 0108-7681. 

Citácie: 
1. [1.1] ROCHA, Ines M. - GALVAO, Tiago L. P. - SAPEI, Erlin - RIBEIRO DA SILVA, Maria D. M. C. - RIBEIRO 
DA SILVA, Manuel A. V. Levoglucosan: A Calorimetric, Thermodynamic, Spectroscopic, and Computational 
Investigation. In JOURNAL OF CHEMICAL AND ENGINEERING DATA. ISSN 0021-9568, 2013, vol. 58, no. 6, 
pp. 1813., WOS 

ADCA337 SMRČOK, Ľubomír - LANGER, Vratislav - KŘESŤAN, Jan. gamma-Alumina: a 
single-crystal X-ray diffraction study. In Acta Crystallographica Section C.Crystal Structure 
Communications, 2006, vol. 62, p. 83-84. (0.777 - IF2005). (2006 - Current Contents). ISSN 
0108-2701. 

Citácie: 
1. [1.1] BAKER, A. H. - KAMPE, S. L. The Use of Passive Initiation Aids in Self-Propagating High-Temperature 
Synthesis. In METALLURGICAL AND MATERIALS TRANSACTIONS A-PHYSICAL METALLURGY AND 
MATERIALS SCIENCE. ISSN 1073-5623, 2013, vol. 44A, no. 10, pp. 4725., WOS 
2. [1.1] DABBAGH, Hossein A. - ZAMANI, Mehdi. Density functional theory study of structure and bonding of water 
on alumina nanotube. In COMPUTATIONAL MATERIALS SCIENCE. ISSN 0927-0256, 2013, vol. 79, no., pp. 781., 
WOS 
3. [1.1] NGUYEN, Chuong L. - METSON, James B. Differential sputtering and the formation of repeating fragments 
in ToF-SIMS spectra of light metal alloy surfaces. In SURFACE AND INTERFACE ANALYSIS. ISSN 0142-2421, 
2013, vol. 45, no. 1, pp. 449., WOS 
4. [1.1] PLAYFORD, Helen Y. - HANNON, Alex C. - TUCKER, Matthew G. - LEES, Martin R. - WALTON, Richard 
I. Total neutron scattering investigation of the structure of a cobalt gallium oxide spinel prepared by solvothermal 
oxidation of gallium metal. In JOURNAL OF PHYSICS-CONDENSED MATTER. ISSN 0953-8984, 2013, vol. 25, 
no. 45, pp., WOS 
5. [1.1] ROZITA, Yahaya - BRYDSON, Rik - COMYN, Tim P. - SCOTT, Andrew J. - HAMMOND, Chris - 
BROWN, Andy - CHAURUKA, Sandra - HASSANPOUR, Ali - YOUNG, Neil P. - KIRKLAND, Angus I. - 
SAWADA, Hidetaka - SMITH, Ron I. A Study of Commercial NanoparticulateAl2O3 Catalyst Supports. In 
CHEMCATCHEM. ISSN 1867-3880, 2013, vol. 5, no. 9, pp. 2695., WOS 
6. [1.1] SCHMIDT, Michael W. - GORDON, Mark S. The Decomposition of Hydrazine in the Gas Phase and over an 
Iridium Catalyst. In ZEITSCHRIFT FUR PHYSIKALISCHE CHEMIE-INTERNATIONAL JOURNAL OF 
RESEARCH IN PHYSICAL CHEMISTRY &amp; CHEMICAL PHYSICS. ISSN 0942-9352, 2013, vol. 227, no. 
9-11, pp. 1301., WOS 

ADCA338 SMRČOK, Ľubomír - TUNEGA, Daniel - RAMIREZ-CUESTA, Anibal Javier - 
SCHOLTZOVÁ, Eva. The combined inelastic neutron scattering and solid state DFT study 
of hydrogen atoms dynamics in a highly ordered kaolinite. In Physics and Chemistry of 
Minerals, 2010, vol. 37, no. 8, p. 571-579. (1.597 - IF2009). (2010 - Current Contents). 

Citácie: 
1. [1.1] WHITE, Claire E. - KEARLEY, Gordon J. - PROVIS, John L. - RILEY, Daniel P. Inelastic neutron scattering 
analysis of the thermal decomposition of kaolinite to metakaolin. In CHEMICAL PHYSICS. ISSN 0301-0104, 2013, 
vol. 427, no., pp. 82., WOS 
2. [1.1] WHITE, Claire E. - KEARLEY, Gordon J. - PROVIS, John L. - RILEY, Daniel P. Structure of kaolinite and 
influence of stacking faults: Reconciling theory and experiment using inelastic neutron scattering analysis. In 
JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, 2013, vol. 138, no. 19, pp., WOS 

ADCA339 SON, H.L. - SUWANNACHOT, Y. - BUJDÁK, Juraj - RODE, B.M. Salt-induced peptide 
formation from amino acids in the presence of clays and related catalysts. Hoang Le Son, 
Yuttana Suwannachot, Juraj Bujdák, Bernd M. Rode. In Inorganica Chimica Acta, 1998, 
vol. 272, no. 1-2, p. 89-94. (1.202 - IF1997). (1998 - Current Contents, WOS, SCOPUS). 
ISSN 0020-1693. 

Citácie: 
1. [1.2] RIBÓ, J.M. - CRUSATS, J. - EL-HACHEMI, Z. - MOYANO, A. - BLANCO, C. - HOCHBERG, D. 
Spontaneous mirror symmetry breaking in the limited enantioselective autocatalysis model: Abyssal hydrothermal 
vents as scenario for the emergence of chirality in prebiotic chemistry. In Astrobiology, 2013, 13, 2, pp. 132-142., 

 

180 



 
Správa o činnosti ÚACH SAV          2014 

SCOPUS 

ADCA340 STRAKA, Martin - KORENKO, Michal - SZATMÁRY, Lórant. Electrochemistry of 
praseodymium in LiF-CaF2. In Journal of Radioanalytical and Nuclear Chemistry-Articles, 
2011, vol. 289, no. 2, p. 591-593. (0.777 - IF2010). (2011 - Current Contents). ISSN 
0236-5731. 

Citácie: 
1. [1.1] TANG, Hao - YAN, Yong-De - ZHANG, Mi-Lin - LI, Xing - HUANG, Ying - XU, Yan-Lu - XUE, Yun - 
HAN, Wei - ZHANG, Zhi-Jian. AlCl3-aided extraction of praseodymium from Pr6O11 in LiCl-KCl eutectic melts. In 
ELECTROCHIMICA ACTA. ISSN 0013-4686, 2013, vol. 88, no., pp. 457., WOS 

ADCA341 STRAKA, Martin - SZATMÁRY, Lórant - MAREČEK, Martin - KORENKO, Michal. 
Uranium recovery from LiF-CaF2-UF4-GdF3 system on Ni electrode. In Journal of 
radioanalytical and nuclear chemistry, 2013, vol. 298, no. 1, p. 393-397. (1.467 - IF2012). 
(2013 - Current Contents). ISSN 0236-5731. 

Citácie: 
1. [1.1] KIM, Joon-Soo - KIM, Sung-Don - LEE, Hoo-In - LEE, Jin-Young - KUMAR, Jyothi Rajesh. Process 
development for uranium and vanadium recovery from Korean Okcheon black shale ore leach liquor. In 
MONATSHEFTE FUR CHEMIE. ISSN 0026-9247, 2013, vol. 144, no. 11, pp. 1589., WOS 

ADCA342 STRAKA, Michal - HROBÁRIK, Peter - KAUPP, Martin. Understanding structure and 
bonding in early actinide 6d05f0 MX6q (M = Th-Np; X = H, F) complexes in comparison 
with their transition metal 5d0 analogues. In Journal of the American Chemical Society, 
2005, vol. 127, no. 8, p. 2591-2599. ISSN 0002-7863. 

Citácie: 
1. [1.1] KOVACS, Attila - INFANTE, Ivan - GAGLIARDI, Laura. Theoretic study of the electronic spectra of neutral 
and cationic PaO and PaO2. In STRUCTURAL CHEMISTRY. ISSN 1040-0400, 2013, vol. 24, no. 3, pp. 917., WOS 
2. [1.1] SEAMAN, Lani A. - WALENSKY, Justin R. - WU, Guang - HAYTON, Trevor W. In Pursuit of Homoleptic 
Actinide Alkyl Complexes. In INORGANIC CHEMISTRY. ISSN 0020-1669, 2013, vol. 52, no. 7, pp. 3556., WOS 
3. [1.1] ZAITSEVSKII, A. V. - TITOV, A. V. - MAL'KOV, S. S. - TANANAEV, I. G. - KISELEV, Yu. M. On the 
existence of oxide molecules of plutonium in highest oxidation states. In DOKLADY CHEMISTRY. ISSN 0012-5008, 
2013, vol. 448, no., pp. 1., WOS 

ADCA343 STUCKI, Joseph W. - WU, Jun - GAN, Huamin - KOMADEL, Peter - BANIN, Amos. 
Effects of iron oxidation state and organic cations on dioctahedral smectite hydration. In 
Clays and Clay Minerals : Journal of the Clay Minerals Society, 2000, vol. 48, no. 2, p. 
290-298. ISSN 0009-8604. 

Citácie: 
1. [1.1] NEUMANN, Anke - OLSON, Tyler L. - SCHERER, Michelle M. Spectroscopic Evidence for Fe(II)-Fe(III) 
Electron Transfer at Clay Mineral Edge and Basal Sites. In ENVIRONMENTAL SCIENCE &amp; TECHNOLOGY. 
ISSN 0013-936X, 2013, vol. 47, no. 13, pp. 6969., WOS 

ADCA344 STUCKI, Joseph W. - KOMADEL, Peter - WILKINSON, H.T. Microbial reduction of 
structural iron(III) in smectites. In Soil Science Society of America Journal, 1987, vol. 51, 
no. 6, p. 1663-1665. ISSN 0361-5995. 

Citácie: 
1. [1.1] BISHOP, Janice L. - LOIZEAU, Damien - MCKEOWN, Nancy K. - SAPER, Lee - DYAR, M. Darby - DES 
MARAIS, David J. - PARENTE, Mario - MURCHIE, Scott L. What the ancient phyllosilicates at Mawrth Vallis can 
tell us about possible habitability on early Mars. In PLANETARY AND SPACE SCIENCE. ISSN 0032-0633, 2013, 
vol. 86, no., pp. 130., WOS 
2. [1.1] CARVALHO, Hudson W. P. - SANTILLI, Celso V. - BRIOIS, Valerie - PULCINELLI, Sandra H. 
Polymer-clay nanocomposites thermal stability: experimental evidence of the radical trapping effect. In RSC 
ADVANCES. ISSN 2046-2069, 2013, vol. 3, no. 45, pp. 22830., WOS 
3. [1.1] ESNAULT, L. - LIBERT, M. - BILDSTEIN, O. - MUSTIN, C. - MARSAL, F. - JULLIEN, M. Impact of 
iron-reducing bacteria on the properties of argillites in the context of radioactive waste geological disposal. In 
APPLIED CLAY SCIENCE. ISSN 0169-1317, 2013, vol. 83-84, no., pp. 42., WOS 
4. [1.1] NEUMANN, Anke - OLSON, Tyler L. - SCHERER, Michelle M. Spectroscopic Evidence for Fe(II)-Fe(III) 
Electron Transfer at Clay Mineral Edge and Basal Sites. In ENVIRONMENTAL SCIENCE &amp; TECHNOLOGY. 
ISSN 0013-936X, 2013, vol. 47, no. 13, pp. 6969., WOS 
5. [1.1] ZHANG, Jing - DONG, Hailiang - LIU, Deng - AGRAWAL, Abinash. Microbial reduction of Fe(III) in 
smectite minerals by thermophilic methanogen Methanothermobacter thermautotrophicus. In GEOCHIMICA ET 
COSMOCHIMICA ACTA. ISSN 0016-7037, 2013, vol. 106, no., pp. 203., WOS 

ADCA345 SZATMÁRY, Lórant - BAKARDJIEVA, Snejana - ŠUBRT, Jan - BEZDIČKA, P. - 
JIRKOVSKÝ, Jaromír - BASTL, Zdeněk - BREZOVÁ, Vlasta - KORENKO, Michal. 

 

181 



 
Správa o činnosti ÚACH SAV          2014 

Sulphur doped nanoparticles of TiO2. In Catalysis Today, 2011, vol. 161, no. 1, p. 23-28. 
(2.993 - IF2010). (2011 - Current Contents). ISSN 0920-5861. 

Citácie: 
1. [1.1] DEVI, L. Gomathi - KAVITHA, R. A review on non metal ion doped titania for the photocatalytic degradation 
of organic pollutants under UV/solar light: Role of photogenerated charge carrier dynamics in enhancing the activity. 
In APPLIED CATALYSIS B-ENVIRONMENTAL. ISSN 0926-3373, 2013, vol. 140, no., pp. 559., WOS 
2. [1.1] ESQUIVEL, K. - NAVA, R. - ZAMUDIO-MENDEZ, A. - VEGA GONZALEZ, M. - JAIME-ACUNA, O. E. - 
ESCOBAR-ALARCON, L. - PERALTA-HERNANDEZ, J. M. - PAWELEC, B. - FIERRO, J. L. G. 
Microwave-assisted synthesis of (S)Fe/TiO2 systems: Effects of synthesis conditions and dopant concentration on 
photoactivity. In APPLIED CATALYSIS B-ENVIRONMENTAL. ISSN 0926-3373, 2013, vol. 140, no., pp. 213., 
WOS 
3. [1.1] HARB, M. - SAUTET, P. - RAYBAUD, P. Anionic or Cationic S-Doping in Bulk Anatase TiO2: Insights on 
Optical Absorption from First Principles Calculations. In JOURNAL OF PHYSICAL CHEMISTRY C. ISSN 
1932-7447, 2013, vol. 117, no. 17, pp. 8892., WOS 
4. [1.1] JO, Wan-Kuen. Adsorption backup following light-emitting diode-irradiated photocatalytic unit for control of 
low-degraded toxic gaseous compounds. In KOREAN JOURNAL OF CHEMICAL ENGINEERING. ISSN 
0256-1115, 2013, vol. 30, no. 3, pp. 658., WOS 
5. [1.1] MA, Peichang - JIANG, Wei - WANG, Fenghe - LI, Fengsheng - SHEN, Ping - CHEN, Mudan - WANG, 
Yujiao - LIU, Jie - LI, Pingyun. Synthesis and photocatalytic property of Fe3O4@TiO2 core/shell nanoparticles 
supported by reduced graphene oxide sheets. In JOURNAL OF ALLOYS AND COMPOUNDS. ISSN 0925-8388, 
2013, vol. 578, no., pp. 501., WOS 
6. [1.1] PATHAKOTI, Kavitha - MORROW, Shavonda - HAN, Changseok - PELAEZ, Miguel - HE, Xiaojia - 
DIONYSIOU, Dionysios D. - HWANG, Huey-Min. Photoinactivation of Escherichia coli by Sulfur-Doped and 
Nitrogen-Fluorine-Codoped TiO2 Nanoparticles under Solar Simulated Light and Visible Light Irradiation. In 
ENVIRONMENTAL SCIENCE &amp; TECHNOLOGY. ISSN 0013-936X, 2013, vol. 47, no. 17, pp. 9988., WOS 
7. [1.1] RIAZ, Nadia - CHONG, Fai Kait - MAN, Zakaria B. - KHAN, M. Saqib - DUTTA, Binay K. 
Photodegradation of Orange II under Visible Light Using Cu-Ni/TiO2: Influence of Cu:Ni Mass Composition, 
Preparation, and Calcination Temperature. In INDUSTRIAL &amp; ENGINEERING CHEMISTRY RESEARCH. 
ISSN 0888-5885, 2013, vol. 52, no. 12, pp. 4491., WOS 
8. [1.1] WU, Chung-Hsin - KUO, Chao-Yin - CHEN, Shih-Ting. Synergistic effects between TiO2 and carbon 
nanotubes (CNTs) in a TiO2/CNTs system under visible light irradiation. In ENVIRONMENTAL TECHNOLOGY. 
ISSN 0959-3330, 2013, vol. 34, no. 17, pp. 2513., WOS 
9. [1.1] WU, Chung-Hsin - KUO, Chao-Yin - LIN, Chin-Jung - CHIU, Peng-Ke. Preparation of N-TiO2 Using a 
Microwave/Sol-Gel Method and Its Photocatalytic Activity for Bisphenol A under Visible-Light and Sunlight 
Irradiation. In INTERNATIONAL JOURNAL OF PHOTOENERGY. ISSN 1110-662X, 2013, vol., no., pp., WOS 

ADCA346 ŠAJGALÍK, Pavol - DUSZA, Ján. Reinforcement of silicon nitride ceramics by beta-Si3N4 
whiskers. In Journal of the European Ceramic Society, 1989, vol. 5, p. 321-326. ISSN 
0955-2219. 

Citácie: 
1. [1.1]  Liang, ZH. - Zhang, HL. - Gui, LC. - Li, J. - Peng, GH. - Jiang, GJ.: CERAMICS INTERNATIONAL, Vol. 
39, 2013, Iss. 3, p. 2743-2751, WOS 

ADCA347 ŠAJGALÍK, Pavol - HAVIAR, Miroslav. Pressureless sintering of Si3N4 with Y2O3  and 
Al2O3 additives compatibility of powder beds. In Ceramics International, 1992, vol. 18, no. 
4, p. 279-283. ISSN 0272-8842. 

Citácie: 
1. [1.1] ALEM, Ali - PUGH, Martin D. The Influence of Chromium Oxide on the Sintering Behavior of Silicon 
Nitride. In INTERNATIONAL JOURNAL OF APPLIED CERAMIC TECHNOLOGY. ISSN 1546-542X, 2013, vol. 
10, no., pp. E258., WOS 

ADCA348 ŠAJGALÍK, Pavol. Importance of chemistry in high-tech ceramics design. In Pure and 
Applied Chemistry, 2002, vol. 74, no. 11, p. 2137-2144. ISSN 0033-4545. 

Citácie: 
1. [1.1] MAJOULET, O. - SANDRA, F. - BECHELANY, M. C. - BONNEFONT, G. - FANTOZZI, G. - 
JOLY-POTTUZ, L. - MALCHERE, A. - BERNARD, S. - MIELE, P. Silicon-boron-carbon-nitrogen monoliths with 
high, interconnected and hierarchical porosity. In JOURNAL OF MATERIALS CHEMISTRY A. ISSN 2050-7488, 
2013, vol. 1, no. 36, pp. 10991., WOS 

ADCA349 ŠAJGALÍK, Pavol - HNATKO, Miroslav - LOFAJ, František - HVIZDOŠ, Pavol - DUSZA, 
Ján - WARBICHLER, P. - HOFFER, F. - RIEDEL, Ralf - LECOMTE, E. - HOFFMANN, 
M.J. SiC/Si3N4 nano/micro-composite - processing, RT and HT mechanical properties. In 
Journal of the European Ceramic Society, 2000, vol. 20, no. 4, p. 453-462. 

Citácie: 
1. [1.1] LI, J. - YUAN, W. J. - DENG, C. J. - ZHU, H. X. The Effect of Si contents on the reaction-bonded Si3N4/SiC 

 

182 



 
Správa o činnosti ÚACH SAV          2014 

composite ceramics. In 2ND INTERNATIONAL CONFERENCE ON COMPETITIVE MATERIALS AND 
TECHNOLOGICAL PROCESSES (IC-CMTP2). ISSN 1757-8981, 2013, vol. 47, no., pp., WOS 
2. [1.1] LI, Jun - YUAN, Wenjie - DENG, Chengji - ZHU, Hongxi - ZENG, JM - ZHU, HX - KONG, JY. Effect of 
different sintering additives on the reaction-bonded Si3N4/SiC composite ceramics. In ADVANCES IN CHEMICAL, 
MATERIAL AND METALLURGICAL ENGINEERING, PTS 1-5. ISSN 1022-6680, 2013, vol. 634-638, no., pp. 
2349., WOS 
3. [1.1] NOVIYANTO, Alfian - YOON, Dang-Hyok - HAN, Young-Hwan. Phase formation of Si-based ceramic 
composites from polyureasilazane prepared by hot pressing and EFAS. In SCRIPTA MATERIALIA. ISSN 1359-6462, 
2013, vol. 69, no. 2, pp. 127., WOS 
4. [1.1] NOVIYANTO, Alfian - YOON, Dang-Hyok - LEE, Kyungseok - KIM, Young Moon - KIM, Doo-In - 
JEONG, Young-Keun - KIM, Kwang Ho - KWON, Sehun - HAN, Young-Hwan. Effect of hexagonal-BN on phase 
transformation of additive-free Si3N4/SiC nanocomposites prepared from amorphous precursor. In TRANSACTIONS 
OF NONFERROUS METALS SOCIETY OF CHINA. ISSN 1003-6326, 2013, vol. 23, no. 2, pp. 420., WOS 
5. [1.1] RAMIREZ, Cristina - ISABEL OSENDI, M. Characterization of graphene nanoplatelets-Si3N4 composites by 
Raman spectroscopy. In JOURNAL OF THE EUROPEAN CERAMIC SOCIETY. ISSN 0955-2219, 2013, vol. 33, no. 
3, pp. 471., WOS 

ADCA350 ŠAJGALÍK, Pavol - DUSZA, Ján - HOFFMANN, M.J. Relationship between 
microstructure toughening mechanisms and fracture toughness of reinforced Si3N4 
ceramics. In Journal of the American Ceramic Society, 1995, vol. 78, no. 10, p. 2619-2624. 
ISSN 0002-7820. 

Citácie: 
1. [1.1] WANG, Dong - ZHAO, Jun - ZHOU, Yonghui - CHEN, Xiaoxiao - LI, Anhai - GONG, Zhaochao. Extended 
finite element modeling of crack propagation in ceramic tool materials by considering the microstructural features. In 
COMPUTATIONAL MATERIALS SCIENCE. ISSN 0927-0256, 2013, vol. 77, no., pp. 236., WOS 

ADCA351 ŠIMUNEK, Ján - NOGA, Jozef. Optimised Thouless expansion second-order Møller-Plesset 
theory. In Molecular Physics, 2013, vol. 111, no. 9-11, p. 1119-1128. (1.670 - IF2012). 
(2013 - Current Contents). 

Citácie: 
1. [1.1] STUECK, David - HEAD-GORDON, Martin. Regularized orbital-optimized second-order perturbation theory. 
In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, 2013, vol. 139, no. 24, pp., WOS 

ADCA352 ŠNIRCOVÁ, S. - JÓNA, Eugen - LAJDOVÁ, Ľ. - JORÍK, Vladimír - DRÁBIK, Milan - 
PAJTÁŠOVÁ, M. - ONDRUŠOVÁ, D. - MOJUMDAR, Subhash Chandra. Ni-exchanged 
montmorillonite with methyl-, dimethyl-and trimethylamine and their thermal properties. In 
Journal of Thermal Analysis and Calorimetry, 2009, vol. 96, no. 1, p. 63-66. (1.630 - 
IF2008). (2009 - Current Contents). ISSN 1388-6150. 

Citácie: 
1. [1.1] ELKHALIFAH, Ali E. I. - BUSTAM, M. Azmi - MURUGESAN, T. Thermal properties of different transition 
metal forms of montmorillonite intercalated with mono-, di-, and triethanolammonium compounds. In JOURNAL OF 
THERMAL ANALYSIS AND CALORIMETRY. ISSN 1388-6150, 2013, vol. 112, no. 2, pp. 929., WOS 
2. [1.1] GERASIN, V. A. - ANTIPOV, E. M. - KARBUSHEV, V. V. - KULICHIKHIN, V. G. - KARPACHEVA, G. 
P. - TALROZE, R. V. - KUDRYAVTSEV, Y. V. New approaches to the development of hybrid nanocomposites: from 
structural materials to high-tech applications. In RUSSIAN CHEMICAL REVIEWS. ISSN 0036-021X, 2013, vol. 82, 
no. 4, pp. 303., WOS 

ADCA353 ŠUCHA, Vladimír - KRAUS, Ivan - MADEJOVÁ, Jana. Ammonium illite from 
anchimetamorphic shales associated with anthracite in the zemplinicum of the Western 
Carpathians. In Clay Minerals, 1994, vol. 29, no. 3, p. 369-377. ISSN 0009-8558. 

Citácie: 
1. [1.1] KLEIN, T. - CRADDOCK, J. P. - ZULAUF, G. Constraints on the geodynamical evolution of Crete: insights 
from illite crystallinity, Raman spectroscopy and calcite twinning above and below the &apos;Cretan 
detachment&apos; In INTERNATIONAL JOURNAL OF EARTH SCIENCES. ISSN 1437-3254, 2013, vol. 102, no. 
1, pp. 139., WOS 
2. [1.1] PERMANA, Asep K. - WARD, Colin R. - LI, Zhongsheng - GURBA, Lila W. Distribution and origin of 
minerals in high-rank coals of the South Walker Creek area, Bowen Basin, Australia. In INTERNATIONAL 
JOURNAL OF COAL GEOLOGY. ISSN 0166-5162, 2013, vol. 116, no., pp. 185., WOS 
3. [1.2] BERGAYA, Faïza - LAGALY, Gerhard. General introduction: Clays, clay minerals, and clay science. In 
Developments in Clay Science. ISSN 15724352, 2013-05-10, 5, pp. 1-19., SCOPUS 
4. [1.2] XU, Zhanjie - LIU, Qinfu. Mineralogy of ammonium illite in the partings of coal No. 15 in Taiyuan Formation 
of Yangquan, Shanxi Province. In Meitan Xuebao/Journal of the China Coal Society. ISSN 02539993, 2013-09-01, 38, 
sUPPL.2, pp. 405-409., SCOPUS 

ADCA354 ŠUCHA, Vladimír - ELSASS, Francoise - EBERL, Dennis D. - KUCHTA, L. - 

 

183 



 
Správa o činnosti ÚACH SAV          2014 

MADEJOVÁ, Jana - GATES, W.P. - KOMADEL, Peter. Hydrothermal synthesis of 
ammonium illite. In American Mineralogist, 1998, vol. 83, no. 1-2, p. 58-67. ISSN 
0003-004X. 

Citácie: 
1. [1.1] WANG, Yun - LU, Xuchen - WANG, Tizhuang - PAN, Feng - YAN, Yan - ZHANG, Zhimin. Hydrothermal 
synthesis of flower-like ammonium illite constructed by nanosheets from coal series kaolin. In MATERIALS 
LETTERS. ISSN 0167-577X, 2013, vol. 96, no., pp. 233., WOS 
2. [1.2] XU, Zhanjie - LIU, Qinfu. Mineralogy of ammonium illite in the partings of coal No. 15 in Taiyuan Formation 
of Yangquan, Shanxi Province. In Meitan Xuebao/Journal of the China Coal Society. ISSN 02539993, 2013-09-01, 38, 
sUPPL.2, pp. 405-409., SCOPUS 

ADCA355 ŠUCHA, Vladimír - UHLÍK, Peter - MADEJOVÁ, Jana - PETIT, Sabine - KRAUS, Ivan - 
PUŠKELOVÁ, Ľubica. Particle properties of hydrothermal ammonium-bearing 
illite-smectite. In Clays and Clay Minerals, 2007, vol. 55, no. 1, p. 36-44. (1.423 - IF2006). 
ISSN 0009-8604. 

Citácie: 
1. [1.1] SLEEP, Norman H. - BIRD, Dennis K. - ROSING, Minik T. BIOLOGICAL EFFECTS ON THE SOURCE OF 
GEONEUTRINOS. In INTERNATIONAL JOURNAL OF MODERN PHYSICS A. ISSN 0217-751X, 2013, vol. 28, 
no. 30, pp., WOS 

ADCA356 ŠVANČÁREK, Peter - GALUSEK, Dušan - CALVERT, Clair - LOUGHRAN, Fiona - 
BROWN, Andy - BRYDSON, R. - RILEY, F.L. A comparison of the microstructure and 
mechanical properties of two liquid phase sintered aluminas containing different molar ratios 
of calcia-silica sintering additives. In Journal of the European Ceramic Society, 2004, vol. 
24, no. 12, p. 3453-3463. ISSN 0955-2219. 

Citácie: 
1. [1.1] LUO, Miaodi - LI, Zhihong - ZHU, Yumei. Effect of CuO-TiO2-SiO2 additions on the sintering behavior and 
mechanical properties of corundum abrasive synthesized through sol-gel method. In CERAMICS INTERNATIONAL. 
ISSN 0272-8842, 2013, vol. 39, no. 2, pp. 1827., WOS 

ADCA357 ŠVANČÁREK, Peter - GALUSEK, Dušan - LOUGHRAN, Fiona - BROWN, Andy - 
BRYDSON, R. - ATKINSON, A. - RILEY, F.L. Microstructure-stress relationships in 
liquid-phase sintered alumina modified by the addition of 5 wt.% of calcia-silica additives. 
In Acta Materialia, 2006, vol. 54, no. 18, p. 4853-4863. ISSN 1359-6454. 

Citácie: 
1. [1.1] STRAUMAL, B. B. - RODIN, A. O. - SHOTANOV, A. E. - STRAUMAL, A. B. - KOGTENKOVA, O. A. - 
BARETZKY, B. - OCHSNER, A - BELOVA - MURCH, G. Pseudopartial Grain Boundary Wetting: Key to the Thin 
Intergranular Layers. In RECENT ADVANCES IN MASS TRANSPORT IN ENGINEERING MATERIALS. ISSN 
1012-0386, 2013, vol. 333, no., pp. 175., WOS 

ADCA358 TATARKO, Peter - KAŠIAROVÁ, Monika - DUSZA, Ján - MORGIEL, Jerzy - 
ŠAJGALÍK, Pavol - HVIZDOŠ, Pavol. Wear resistance of hot-pressed Si3N4/SiC 
micro/nanocomposites sintered with rare-earth oxide additives. In Wear : an international 
journal on the science and technology of friction, lubrication and wear, 2010, vol. 269, p. 
867-874. (1.771 - IF2009). (2010 - Current Contents). ISSN 0043-1648. 

Citácie: 
1. [1.1] HERRMANN, Mathias - SOMIYA, S. Ceramic Bearings and Seals. In HANDBOOK OF ADVANCED 
CERAMICS: MATERIALS, APPLICATIONS, PROCESSING, AND PROPERTIES, 2ND EDITION, 2013, vol., no., 
pp. 301., WOS 

ADCA359 TATARKO, Peter - LOJANOVÁ, Š. - DUSZA, Ján - ŠAJGALÍK, Pavol. Influence of 
various rare-earth oxide additives on microstructure and mechanical properties of silicon 
nitride based nanocomposites. In Materials Science and Engineering A - Structural Materials 
Properties Microstructure and Processing, 2010, vol. 527, p. 4771-4778. (1.901 - IF2009). 
(2010 - Current Contents). ISSN 0921-5093. 

Citácie: 
1. [1.1] ALEM, Ali - PUGH, Martin D. The Influence of Chromium Oxide on the Sintering Behavior of Silicon 
Nitride. In INTERNATIONAL JOURNAL OF APPLIED CERAMIC TECHNOLOGY. ISSN 1546-542X, 2013, vol. 
10, no., pp. E258., WOS 
2. [1.1] CAO, W. - KUNDU, A. - YU, Z. - HARMER, M. P. - VINCI, R. P. Direct correlations between fracture 
toughness and grain boundary segregation behavior in ytterbium-doped magnesium aluminate spinel. In SCRIPTA 
MATERIALIA. ISSN 1359-6462, 2013, vol. 69, no. 1, pp. 81., WOS 

ADCA360 TKÁČ, I. - KOMADEL, Peter - MÜLLER, D. Acid-treated montmorillonites – a study by 
29Si and 27Al MAS NMR. In Clay Minerals, 1994, vol. 29, no. 1, p. 11-19. ISSN 

 

184 



 
Správa o činnosti ÚACH SAV          2014 

0009-8558. 
Citácie: 
1. [1.1] LIU, Yang - GATES, Will P. - BOUAZZA, Abdelmalek. Acid induced degradation of the bentonite 
component used in geosynthetic clay liners. In GEOTEXTILES AND GEOMEMBRANES. ISSN 0266-1144, 2013, 
vol. 36, no., pp. 71., WOS 
2. [1.1] VARADWAJ, G. Bishwa Bidita - RANA, Surjyakanta - PARIDA, Kulamani. Cs salt of Co substituted 
lacunary phosphotungstate supported K10 montmorillonite showing binary catalytic activity. In CHEMICAL 
ENGINEERING JOURNAL. ISSN 1385-8947, 2013, vol. 215, no., pp. 849., WOS 
3. [1.2] STUCKI, Joseph W. Properties and behaviour of iron in clay minerals. In Developments in Clay Science. ISSN 
15724352, 2013-05-10, 5, pp. 559-611., SCOPUS 

ADCA361 TUNEGA, Daniel - BENCO, Ľubomír - HABERHAUER, Georg - GERZABEK, Martin H. 
- LISCHKA, H. Ab initio molecular dynamics study of adsorption sites on the (001) surfaces 
of 1 : 1 dioctahedral clay minerals. In Journal of Physical Chemistry B, 2002, vol. 106, no. 
44, p. 11515-11525. (3.386 - IF2001). ISSN 1520-6106. 

Citácie: 
1. [1.1] DEMONTIS, Pierfranco - MASIA, Marco - SUFFRITTI, Giuseppe B. Water Nanoconfined in Clays: The 
Structure of Na Vermiculite Revisited by Ab Initio Simulations. In JOURNAL OF PHYSICAL CHEMISTRY C. ISSN 
1932-7447, 2013, vol. 117, no. 30, pp. 15583., WOS 
2. [1.1] HARIA, Neil R. - GREST, Gary S. - LORENZ, Christian D. Viscosity of Nanoconfined Water between 
Hydroxyl Basal Surfaces of Kaolinite: Classical Simulation Results. In JOURNAL OF PHYSICAL CHEMISTRY C. 
ISSN 1932-7447, 2013, vol. 117, no. 12, pp. 6096., WOS 
3. [1.1] LEE, Seung Geol - CHOI, Ji Il - KOH, Wonsang - JANG, Seung Soon. Adsorption of beta-D-glucose and 
cellobiose on kaolinite surfaces: Density functional theory (DFT) approach. In APPLIED CLAY SCIENCE. ISSN 
0169-1317, 2013, vol. 71, no., pp. 73., WOS 
4. [1.1] LIU, Xiandong - LU, Xiancai - SPRIK, Michiel - CHENG, Jun - MEIJER, Evert Jan - WANG, Rucheng. 
Acidity of edge surface sites of montmorillonite and kaolinite. In GEOCHIMICA ET COSMOCHIMICA ACTA. ISSN 
0016-7037, 2013, vol. 117, no., pp. 180., WOS 

ADCA362 TUNEGA, Daniel - NOGA, Jozef. Static electric properties of LiH: explicitly correlated 
coupled cluster calculations. In Theoretical Chemistry Accounts, 1998, vol. 100, no. 1-4, p. 
78-84. ISSN 1432-881X. 

Citácie: 
1. [1.1] ANGELI, Celestino - BENDAZZOLI, Gian Luigi - EVANGELISTI, Stefano. The localization tensor for the 
H-2 molecule: Closed formulae for the Heitler-London and related wavefunctions and comparison with full 
configuration interaction. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, 2013, vol. 138, no. 5, pp., 
WOS 
2. [1.1] LI, Hao - LI, Wenxue - FENG, Yahui - PAN, Haifeng - ZENG, Heping. Field-free molecular orientation by 
femtosecond dual-color and single-cycle THz fields. In PHYSICAL REVIEW A. ISSN 1050-2947, 2013, vol. 88, no. 
1, pp., WOS 

ADCA363 TUNEGA, Daniel - NOGA, Jozef - KLOPPER, Wim. Basis set limit value for the static 
dipole polarizability for beryllium. In Chemical Physics Letters, 1997, vol. 269, no. 5-6, p. 
435-447. (1997 - Current Contents). ISSN 0009-2614. 

Citácie: 
1. [1.1] SINGH, Yashpal - SAHOO, B. K. - DAS, B. P. Correlation trends in the ground-state static electric dipole 
polarizabilities of closed-shell atoms and ions. In PHYSICAL REVIEW A. ISSN 1050-2947, 2013, vol. 88, no. 6, pp., 
WOS 

ADCA364 TUNEGA, Daniel - BUČKO, Tomáš - ZAOUI, Ali. Assessment of ten DFT methods in 
predicting structures of sheet silicates: Importance of dispersion corrections. In Journal of 
Chemical Physics, 2012, vol. 137, no. 11, p. 114105-1-114105-9. (3.333 - IF2011). (2012 - 
Current Contents). ISSN 0021-9606. 

Citácie: 
1. [1.1] DEMICHELIS, Raffaella - RAITERI, Paolo - GALE, Julian D. - DOVESI, Roberto. Examining the Accuracy 
of Density Functional Theory for Predicting the Thermodynamics of Water Incorporation into Minerals: The Hydrates 
of Calcium Carbonate. In JOURNAL OF PHYSICAL CHEMISTRY C. ISSN 1932-7447, 2013, vol. 117, no. 34, pp. 
17814., WOS 
2. [1.1] DERINGER, Volker L. - DRONSKOWSKI, Richard. DFT Studies of Pristine Hexagonal Ge1Sb2Te4(0001), 
Ge2Sb2Te5(0001), and Ge1Sb4Te7(0001) Surfaces. In JOURNAL OF PHYSICAL CHEMISTRY C. ISSN 
1932-7447, 2013, vol. 117, no. 29, pp. 15075., WOS 
3. [1.1] IRRERA, Simona - ROLDAN, Alberto - PORTALONE, Gustavo - DE LEEUW, Nora H. The Role of 
Hydrogen Bonding and Proton Transfer in the Formation of Uracil Networks on the Gold (100) Surface: A Density 
Functional Theory Approach. In JOURNAL OF PHYSICAL CHEMISTRY C. ISSN 1932-7447, 2013, vol. 117, no. 8, 
pp. 3949., WOS 

 

185 



 
Správa o činnosti ÚACH SAV          2014 

4. [1.1] RAMOS-SANCHEZ, G. - BALBUENA, P. B. Interactions of platinum clusters with a graphite substrate. In 
PHYSICAL CHEMISTRY CHEMICAL PHYSICS. ISSN 1463-9076, 2013, vol. 15, no. 28, pp. 11950., WOS 
5. [1.1] SHAPLEY, Thomas V. - MOLINARI, Marco - ZHU, Runliang - PARKER, Stephen C. Atomistic Modeling of 
the Sorption Free Energy of Dioxins at Clay-Water Interfaces. In JOURNAL OF PHYSICAL CHEMISTRY C. ISSN 
1932-7447, 2013, vol. 117, no. 47, pp. 24975., WOS 
6. [1.1] SZALENIEC, Maciej - DRZEWIECKA-MATUSZEK, Agnieszka - WITKO, Malgorzata - HEJDUK, Pawel. 
Ammonium adsorption on Bronsted acidic centers on low-index vanadium pentoxide surfaces. In JOURNAL OF 
MOLECULAR MODELING. ISSN 1610-2940, 2013, vol. 19, no. 10, pp. 4487., WOS 
7. [1.1] ULIAN, Gianfranco - TOSONI, Sergio - VALDRE, Giovanni. Comparison between Gaussian-type orbitals and 
plane wave ab initio density functional theory modeling of layer silicates: Talc [Mg3Si4O10(OH)(2)] as model system. 
In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, 2013, vol. 139, no. 20, pp., WOS 

ADCA365 URBAN, Miroslav - NOGA, Jozef - COLE, S.J. - BARTLETT, Rodney J. Towards a full 
CCSDT model for electron correlation. In Journal of Chemical Physics, 1985, vol. 83, no. 8, 
p. 4041-4046. ISSN 0021-9606. 

Citácie: 
1. [1.1] ADHIKARI, Kalipada - CHATTOPADHYAY, Sudip - DE, Barin Kumar - SHARMA, Amitava - NATH, 
Ranendu Kumar - SINHA, Dhiman. Search of truncation of (N-1) electron basis containing full connected triple 
excitations in computing main and satellite ionization potentials via fock space coupled cluster approach. In 
JOURNAL OF COMPUTATIONAL CHEMISTRY. ISSN 0192-8651, 2013, vol. 34, no. 15, pp. 1291., WOS 
2. [1.1] BELL, Franziska - RUAN, Qiao N. - GOLAN, Amir - HORN, Paul R. - AHMED, Musahid - LEONE, Stephen 
R. - HEAD-GORDON, Martin. Dissociative Photoionization of Glycerol and its Dimer Occurs Predominantly via a 
Ternary Hydrogen-Bridged Ion-Molecule Complex. In JOURNAL OF THE AMERICAN CHEMICAL SOCIETY. 
ISSN 0002-7863, 2013, vol. 135, no. 38, pp. 14229., WOS 
3. [1.1] BINDER, Sven - PIECUCH, Piotr - CALCI, Angelo - LANGHAMMER, Joachim - NAVRATIL, Petr - 
ROTH, Robert. Extension of coupled-cluster theory with a noniterative treatment of connected triply excited clusters to 
three-body Hamiltonians. In PHYSICAL REVIEW C. ISSN 0556-2813, 2013, vol. 88, no. 5, pp., WOS 
4. [1.1] DATTA, Dipayan - GAUSS, Juergen. A Non-antisymmetric Tensor Contraction Engine for the Automated 
Implementation of Spin-Adapted Coupled Cluster Approaches. In JOURNAL OF CHEMICAL THEORY AND 
COMPUTATION. ISSN 1549-9618, 2013, vol. 9, no. 6, pp. 2639., WOS 
5. [1.1] MATTHEWS, Devin A. - GAUSS, Juergen - STANTON, John F. Revisitation of Nonorthogonal Spin 
Adaptation in Coupled Cluster Theory. In JOURNAL OF CHEMICAL THEORY AND COMPUTATION. ISSN 
1549-9618, 2013, vol. 9, no. 6, pp. 2567., WOS 
6. [1.1] MOUSAVIPOUR, S. Hosein - MORTAZAVI, Maryam - HEMATTI, Omid. Multichannel RRKM-TST and 
Direct-Dynamics CVT Study of the Reaction of Hydrogen Sulfide with Ozone. In JOURNAL OF PHYSICAL 
CHEMISTRY A. ISSN 1089-5639, 2013, vol. 117, no. 31, pp. 6744., WOS 
7. [1.1] OZOG, David - HAMMOND, Jeff R. - DINAN, James - BALAJI, Pavan - SHENDE, Sameer - MALONY, 
Allen. Inspector-Executor Load Balancing Algorithms for Block-Sparse Tensor Contractions. In 2013 42ND 
ANNUAL INTERNATIONAL CONFERENCE ON PARALLEL PROCESSING (ICPP). ISSN 0190-3918, 2013, vol., 
no., pp. 30., WOS 
8. [1.1] RAGHAVACHARI, Krishnan - TRUCKS, Gary W. - POPLE, John A. - HEAD-GORDON, Martin. A 
fifth-order perturbation comparison of electron correlation theories (Reprinted from Chemical Physics Letters). In 
CHEMICAL PHYSICS LETTERS. ISSN 0009-2614, 2013, vol. 589, no., pp. 37., WOS 
9. [1.1] RAGHAVACHARI, Krishnan. Historical perspective on: A fifth-order perturbation comparison of electron 
correlation theories [Volume 157, Issue 6, 26 May 1989, Pages 479-483]. In CHEMICAL PHYSICS LETTERS. ISSN 
0009-2614, 2013, vol. 589, no., pp. 35., WOS 
10. [1.1] REZAC, Jan - SIMOVA, Lucia - HOBZA, Pavel. CCSD[T] Describes Noncovalent Interactions Better than 
the CCSD(T), CCSD(TQ), and CCSDT Methods. In JOURNAL OF CHEMICAL THEORY AND COMPUTATION. 
ISSN 1549-9618, 2013, vol. 9, no. 1, pp. 364., WOS 
11. [1.1] ROBINSON, James B. - KNOWLES, Peter J. Rigorously extensive orbital-invariant renormalized 
perturbative triples corrections from quasi-variational coupled cluster theory. In JOURNAL OF CHEMICAL 
PHYSICS. ISSN 0021-9606, 2013, vol. 138, no. 7, pp., WOS 
12. [1.1] SCHUETZ, Martin - YANG, Jun - CHAN, Garnet Kin-Lic - MANBY, Frederick R. - WERNER, 
Hans-Joachim. The orbital-specific virtual local triples correction: OSV-L(T). In JOURNAL OF CHEMICAL 
PHYSICS. ISSN 0021-9606, 2013, vol. 138, no. 5, pp., WOS 
13. [1.1] SIMOVA, Lucia - REZAC, Jan - HOBZA, Pavel. Convergence of the Interaction Energies in Noncovalent 
Complexes in the Coupled-Cluster Methods Up to Full Configuration Interaction. In JOURNAL OF CHEMICAL 
THEORY AND COMPUTATION. ISSN 1549-9618, 2013, vol. 9, no. 8, pp. 3420., WOS 
14. [1.1] SMITH, Shelley A. - CHENG, Qianyi - HILL, Glake - MAGERS, David H. Conventional strain energies of 
1,2-dihydroazete, 2,3-dihydroazete, 1,2-dihydrophosphete, and 2,3-dihydrophosphete. In STRUCTURAL 
CHEMISTRY. ISSN 1040-0400, 2013, vol. 24, no. 5, pp. 1681., WOS 
15. [1.1] SMITH, Shelley A. - HAND, Karen E. - LOVE, Melissa L. - HILL, Glake - MAGERS, David H. 
Conventional strain energies of azetidine and phosphetane: Can density functional theory yield reliable results? In 
JOURNAL OF COMPUTATIONAL CHEMISTRY. ISSN 0192-8651, 2013, vol. 34, no. 7, pp. 558., WOS 

 

186 



 
Správa o činnosti ÚACH SAV          2014 

16. [1.1] SULKOVA, K. - FEDERIC, J. - LOUIS, F. - CANTREL, L. - DEMOVIC, L. - CERNUSAK, I. 
Thermochemistry of small iodine species. In PHYSICA SCRIPTA. ISSN 0031-8949, 2013, vol. 88, no. 5, pp., WOS 
17. [1.1] SUN, Xiangting - CHE, Xin - JUN, Gao - FENG, Dacheng - LIU, Chengbu. Theoretical investigation of the 
mechanism of forming a silicic bis-heterocyclic compound between dichlorosilylenesilylene [Cl2Si=Si:] and ethylene. 
In PROGRESS IN REACTION KINETICS AND MECHANISM. ISSN 1468-6783, 2013, vol. 38, no. 2, pp. 183., 
WOS 
18. [1.1] TAKANO, Y. - KITA, M. - NAKAMURA, H. Quantum chemical study of conformational preferences of 
intermediates and transition states in the alkaline hydrolysis of dimethyl phosphate. In 24TH IUPAP CONFERENCE 
ON COMPUTATIONAL PHYSICS (IUPAP-CCP 2012). ISSN 1742-6588, 2013, vol. 454, no., pp., WOS 
19. [1.1] YOSHIKAWA, Takeshi - KOBAYASHI, Masato - NAKAI, Hiromi. Divide-and-conquer-based symmetry 
adapted cluster method: Synergistic effect of subsystem fragmentation and configuration selection. In 
INTERNATIONAL JOURNAL OF QUANTUM CHEMISTRY. ISSN 0020-7608, 2013, vol. 113, no. 3, pp. 218., 
WOS 
20. [1.2] LIANG, Yanni - WANG, Fan - LI, Xiangyuan. Theoretical study on low-lying states of Ga2X (X = P, As) 
with coupled-cluster approaches. In Physical Chemistry Chemical Physics. ISSN 14639076, 2013-11-07, 15, 41, pp. 
17929-17937., SCOPUS 
21. [1.2] MÜLLER, Thomas Ernst - WEIDENDORFER, Josef - BLASZCZYK, Andreas. Expression tree evaluation 
by dynamic code generation Are accelerators up for the task? In Proceedings of the International Conference on 
Parallel Processing. ISSN 01903918, 2013-01-01, pp. 230-239., SCOPUS 

ADCA366 VAARA, Juha - MALKINA, Oľga - STOLL, H. - MALKIN, Vladimír - KAUPP, Martin. 
Study of relativistic effects on nuclear shieldings using density-functional theory and 
spin-orbit pseudopotentials. In Journal of Chemical Physics, 2001, vol. 114, no. 1, p. 61-71. 
(2001 - Current Contents). ISSN 0021-9606. 

Citácie: 
1. [1.1] WODYNSKI, Artur - GRYFF-KELLER, Adam - PECUL, Magdalena. The Influence of a Presence of a Heavy 
Atom on C-13 Shielding Constants in Organomercury Compounds and Halogen Derivatives. In JOURNAL OF 
CHEMICAL THEORY AND COMPUTATION. ISSN 1549-9618, 2013, vol. 9, no. 4, pp. 1909., WOS 

ADCA367 VALIRON, Pierre - WERNLI, Michael - FAURE, Alexandre - WIESENFELD, Laurent - 
RIST, Claire - KEDŽUCH, Stanislav - NOGA, Jozef. R12-calibrated H2O-H2 interaction: 
Full dimensional and vibrationally averaged potential energy surfaces. In Journal of 
Chemical Physics, 2008, vol. 129, no. 13, p. 134306-1-134306-14. (3.044 - IF2007). (2008 - 
Current Contents). ISSN 0021-9606. 

Citácie: 
1. [1.1] DAGDIGIAN, Paul J. Theoretical investigation of collisional energy transfer in polyatomic intermediates. In 
INTERNATIONAL REVIEWS IN PHYSICAL CHEMISTRY. ISSN 0144-235X, 2013, vol. 32, no. 2, pp. 229., WOS 
2. [1.1] DENIS-ALPIZAR, Otoniel - STOECKLIN, Thierry - HALVICK, Philippe - DUBERNET, Marie-Lise. The 
interaction of He with vibrating HCN: Potential energy surface, bound states, and rotationally inelastic cross sections. 
In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, 2013, vol. 139, no. 3, pp., WOS 
3. [1.1] MELLA, Massimo - CUROTTO, E. Quantum simulations of the hydrogen molecule on ammonia clusters. In 
JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, 2013, vol. 139, no. 12, pp., WOS 
4. [1.1] PIRANI, Fernando - CAPPELLETTI, David - BELPASSI, Leonardo - TARANTELLI, Francesco. 
Intermolecular Interaction in the NH3-H-2 and H2O-H-2 Complexes by Molecular Beam Scattering Experiments: The 
Role of Charge Transfer. In JOURNAL OF PHYSICAL CHEMISTRY A. ISSN 1089-5639, 2013, vol. 117, no. 47, pp. 
12601., WOS 
5. [1.1] ROUEFF, Evelyne - LIQUE, Francois. Molecular Excitation in the Interstellar Medium: Recent Advances in 
Collisional, Radiative, and Chemical Processes. In CHEMICAL REVIEWS. ISSN 0009-2665, 2013, vol. 113, no. 12, 
pp. 8906., WOS 
6. [1.1] VAN DISHOECK, Ewine F. - HERBST, Eric - NEUFELD, David A. Interstellar Water Chemistry: From 
Laboratory to Observations. In CHEMICAL REVIEWS. ISSN 0009-2665, 2013, vol. 113, no. 12, pp. 9043., WOS 
7. [1.1] YANG, Benhui - NAGAO, M. - SATOMI, W. - KIMURA, M. - STANCIL, P. C. ROTATIONAL 
QUENCHING OF ROTATIONALLY EXCITED H2O IN COLLISIONS WITH He. In ASTROPHYSICAL 
JOURNAL. ISSN 0004-637X, 2013, vol. 765, no. 2, pp., WOS 

ADCA368 VARSHNEY, K.G. - DRÁBIK, Milan - AGRAWAL, Arun. Cellulose acetate based 
thorium(IV) phosphate as a new and novel hybrid fibrous cation exchanger: Synthesis, 
characterization and thermal analysis. In Indian Journal of Chemistry - Section A: Inorganic, 
Physical, Theoretical and Analytical Chemistry, 2006, vol. 45, no. 9, p. 2045-2047. ISSN 
0376-4710. 

Citácie: 
1. [1.1] ALOTHMAN, Zeid A. - INAMUDDIN - NAUSHAD, Mu. Recent Developments in the Synthesis, 
Characterization and Applications of Zirconium(IV) Based Composite Ion Exchangers. In JOURNAL OF 
INORGANIC AND ORGANOMETALLIC POLYMERS AND MATERIALS. ISSN 1574-1443, 2013, vol. 23, no. 2, 

 

187 



 
Správa o činnosti ÚACH SAV          2014 

pp. 257., WOS 

ADCA369 VARSHNEY, K.G. - RAFIQUEE, M.Z.A. - SOMYA, Amita - DRÁBIK, Milan. Synthesis 
and characterization of a Hg(II) selective n-butyl acetate cerium(IV) phosphate as a new 
intercalated fibrous ion exchanger: Effect of surfactants on the adsorption behaviour. In 
Indian Journal of Chemistry - Section A: Inorganic, Physical, Theoretical and Analytical 
Chemistry, 2006, vol. 45, no. 8, p. 1856-1860. ISSN 0376-4710. 

Citácie: 
1. [1.1] ALOTHMAN, Zeid A. - INAMUDDIN - NAUSHAD, Mu. Recent Developments in the Synthesis, 
Characterization and Applications of Zirconium(IV) Based Composite Ion Exchangers. In JOURNAL OF 
INORGANIC AND ORGANOMETALLIC POLYMERS AND MATERIALS. ISSN 1574-1443, 2013, vol. 23, no. 2, 
pp. 257., WOS 
2. [1.1] SUHAIL-UL REHMAN - ISLAM, Nasarul - AHAD, Sozia - FATIMA, Syed Zeeshan - PANDITH, Altaf 
Hussain. Preparation and characterization of 5-sulphosalicylic acid doped tetraethoxysilane composite ion-exchange 
material by sol-gel method. In JOURNAL OF HAZARDOUS MATERIALS. ISSN 0304-3894, 2013, vol. 260, no., pp. 
313., WOS 

ADCA370 WEISS, Z. - RIEDER, Milan - SMRČOK, Ľubomír - PETRÍČEK, V. - BAILEY, S.W. 
Refinement of the crystal-structures of 2 protolithionites. In European Journal of 
Mineralogy, 1993, vol. 5, no. 3, p. 493-502. ISSN 0935-1221. 

Citácie: 
1. [1.1] SCHINGARO, Emanuela - LACALAMITA, Maria - SCORDARI, Fernando - MESTO, Ernesto. 
3T-phlogopite from Kasenyi kamafugite (SW Uganda): EPMA, XPS, FTIR, and SCXRD study. In AMERICAN 
MINERALOGIST. ISSN 0003-004X, 2013, vol. 98, no. 4, pp. 709., WOS 

ADCA371 WOOLF, Thomas B. - MALKIN, Vladimír - MALKINA, Oľga - SALAHUB, Dennis R. - 
ROUX, Benoit. The backbone N-15 chemical-shift tensor of the gramicidin channel - A 
molecular-dynamics and density-functional study. In Chemical Physics Letters, 1995, vol. 
239, no. 1-3, p. 186-194. ISSN 0009-2614. 

Citácie: 
1. [1.1] MINEVA, T. - TSONEVA, Y. - KEVORKYANTS, R. - GOURSOT, A. C-13 NMR chemical shift 
calculations of charged surfactants in water A combined density functional theory (DFT) and molecular dynamics 
(MD) methodological study. In CANADIAN JOURNAL OF CHEMISTRY-REVUE CANADIENNE DE CHIMIE. 
ISSN 0008-4042, 2013, vol. 91, no. 7, pp. 529., WOS 

ADCA372 YAO, Shenglai - HROBÁRIK, Peter - MEIER, Florian - RUDOLPH, Robert - BILL, 
Eckhard - IRRAN, Elisabeth - KAUPP, Martin - DRIESS, Matthias. A heterobimetallic 
approach to stabilize the elusive disulfur radical trianion ("subsulfide") S-2(.3-). In 
Chemistry - A European Journal, 2013, vol. 19, no. 4, p. 1246-1253. (5.831 - IF2012). (2013 
- Current Contents). ISSN 0947-6539. 

Citácie: 
1. [1.1] BADDOUR, Frederick G. - FIEDLER, Stephanie R. - SHORES, Matthew P. - BACON, Jeffrey W. - GOLEN, 
James A. - RHEINGOLD, Arnold L. - DOERRER, Linda H. Pt center dot center dot center dot Pt vs Pt center dot 
center dot center dot S Contacts Between Pt-Containing Heterobimetallic Lantern Complexes. In INORGANIC 
CHEMISTRY. ISSN 0020-1669, 2013, vol. 52, no. 23, pp. 13562., WOS 

ADCA373 YAU, Bao-Shun - HUANG, J.-L. - LU, Horng-Hwa - ŠAJGALÍK, Pavol. Investigation of 
nanocrystal-(Ti1-xAlx)N-y/amorphous-Si3N4 nanolaminate films. In Surface and coatings 
technology, 2005, vol. 194, no. 1, p. 119-127. ISSN 0257-8972. 

Citácie: 
1. [1.1] SOARES, T. P. - AGUZZOLI, C. - SOARES, G. V. - FIGUEROA, C. A. - BAUMVOL, I. J. R. 
Physicochemical and mechanical properties of crystalline/amorphous CrN/Si3N4 multilayers. In SURFACE &amp; 
COATINGS TECHNOLOGY. ISSN 0257-8972, 2013, vol. 237, no., pp. 170., WOS 
2. [1.1] ZHANG, Guojun - FAN, Tianxiang - WANG, Tao - CHEN, Hailin. Microstructure, mechanical and 
tribological behavior of MoNx/SiNx multilayer coatings prepared by magnetron sputtering. In APPLIED SURFACE 
SCIENCE. ISSN 0169-4332, 2013, vol. 274, no., pp. 231., WOS 

ADCA374 YAU, Bao-Shun - HUANG, J.-L. - LII, Ding-Fwu - ŠAJGALÍK, Pavol. Investigation of 
nanocrystal-(Ti,Al)Nx/amorphous-SiNy composite films by co-deposition process. In 
Surface and coatings technology, 2004, vol. 177-178, p. 209-214. ISSN 0257-8972. 

Citácie: 
1. [1.1] XU, Jiang - LI, Zhengyang - XIE, Zong-Han - MUNROE, Paul - LU, Xiao Lin - LAN, Xiu Feng. Novel high 
damage-tolerant, wear resistant MoSi2-based nanocomposite coatings. In APPLIED SURFACE SCIENCE. ISSN 
0169-4332, 2013, vol. 270, no., pp. 418., WOS 

ADCA375 YAZYEV, Oleg V. - HELM, Lothar - MALKIN, Vladimír G. - MALKINA, Olga L.. 
 

188 



 
Správa o činnosti ÚACH SAV          2014 

Quantum chemical investigation of hyperfine coupling constants on first coordination sphere 
water molecule of gadolinium(III) aqua complexes. In Journal of Physical Chemistry 
A.Molecules, spectroscopy, kinetics, environment, and general theory, 2005, vol. 109, no. 
48, p. 10997-11005. ISSN 1089-5639. 

Citácie: 
1. [1.1] CHANG, C. Allen - LEE, Hwa Yu - CHEN, Cheng-Lung. Simulated annealing and density functional 
theoretical prediction of macrocyclic ligand conformations, protonation sites and complex metal-ligand exchange 
reaction directions. In DALTON TRANSACTIONS. ISSN 1477-9226, 2013, vol. 42, no. 18, pp. 6397., WOS 
2. [1.1] FILIDOU, Vasileia - MAMONE, Salvatore - SIMMONS, Stephanie - KARLEN, Steven D. - ANDERSON, 
Harry L. - KAY, Christopher W. M. - BAGNO, Alessandro - RASTRELLI, Federico - MURATA, Yasujiro - 
KOMATSU, Koichi - LEI, Xuegong - LI, Yongjun - TURRO, Nicholas J. - LEVITT, Malcolm H. - MORTON, John J. 
L. Probing the C-60 triplet state coupling to nuclear spins inside and out. In PHILOSOPHICAL TRANSACTIONS OF 
THE ROYAL SOCIETY A-MATHEMATICAL PHYSICAL AND ENGINEERING SCIENCES. ISSN 1364-503X, 
2013, vol. 371, no. 1998, pp., WOS 
3. [1.1] LASOROSKI, Aurelie - VUILLEUMIER, Rodolphe - POLLET, Rodolphe. Hyperfine interactions in a 
gadolinium-based MRI contrast agent: High-frequency modulations from ab initio simulations. In JOURNAL OF 
CHEMICAL PHYSICS. ISSN 0021-9606, 2013, vol. 139, no. 10, pp., WOS 
4. [1.1] PATINEC, Veronique - ROLLA, Gabriele A. - BOTTA, Mauro - TRIPIER, Raphael - ESTEBAN-GOMEZ, 
David - PLATAS-IGLESIAS, Carlos. Hyperfine Coupling Constants on Inner-Sphere Water Molecules of a 
Triazacyclononane-based Mn(II) Complex and Related Systems Relevant as MRI Contrast Agents. In INORGANIC 
CHEMISTRY. ISSN 0020-1669, 2013, vol. 52, no. 19, pp. 11173., WOS 
5. [1.1] RASTRELLI, Federico - FREZZATO, Diego - LAWLER, Ronald G. - LI, Yongjun - TURRO, Nicholas J. - 
BAGNO, Alessandro. Predicting the paramagnet-enhanced NMR relaxation of H-2 encapsulated in endofullerene 
nitroxides by density-functional theory calculations. In PHILOSOPHICAL TRANSACTIONS OF THE ROYAL 
SOCIETY A-MATHEMATICAL PHYSICAL AND ENGINEERING SCIENCES. ISSN 1364-503X, 2013, vol. 371, 
no. 1998, pp., WOS 
6. [1.2] PETERS, Joop A. - DJANASHVILI, Kristina - GERALDES, Carlos Fgc G C - PLATAS-IGLESIAS, Carlos. 
Structure, Dynamics, and Computational Studies of Lanthanide-Based Contrast Agents. In The Chemistry of Contrast 
Agents in Medical Magnetic Resonance Imaging: Second Edition, 2013-02-18, pp. 209-276., SCOPUS 

ADCA376 ZAHN, G. - GROSMANN, G. - SCHELLER, D. - MALKINA, Olga L.. Polymorphie von 
Bis(dineopentoxyphosphorothioyl)diselenid - Korrelation von Röntgenstruktur und 
MAS-NMR-Daten. In Zeitschrift für anorganische und allgemeine chemie, 2000, vol. 626, 
no. 2, p. 524-528. 

Citácie: 
1. [1.1] ARTEM'EV, Alexander V. - OPARINA, Ludmila A. - GUSAROVA, Nina K. - KOLYVANOV, Nikita A. - 
VYSOTSKAYA, Oksana V. - BAGRYANSKAYA, Irina Yu. - TROFIMOV, Boris A. Chemoselective synthesis of 
first representatives of bis(diorganothiophosphinyl) selenides, (R2P = S)(2)Se, from secondary phosphine sulfides and 
elemental selenium. In INORGANIC CHEMISTRY COMMUNICATIONS. ISSN 1387-7003, 2013, vol. 30, no., pp. 
124., WOS 

ADCA377 ZAJAC, A. - PELIKÁN, P. - MINÁR, J. - NOGA, Jozef - STRAKA, M. - BAŇACKÝ, P. - 
BISKUPIČ, S. The structure and properties of graphite monofluoride using the 
three-dimensional cyclic cluster approach. In Journal of Solid State Chemistry, 2000, vol. 
150, no. 2, p. 286-293. 

Citácie: 
1. [1.1] HU, Chun-Hua - ZHANG, Peng - LIU, Hui-Ying - WU, Shun-Qing - YANG, Yong - ZHU, Zi-Zhong. 
Structural Stability and Electronic and Magnetic Properties of Fluorinated Bilayer Graphene. In JOURNAL OF 
PHYSICAL CHEMISTRY C. ISSN 1932-7447, 2013, vol. 117, no. 7, pp. 3572., WOS 
2. [1.1] TANG, Qing - ZHOU, Zhen - CHEN, Zhongfang. Graphene-related nanomaterials: tuning properties by 
functionalization. In NANOSCALE. ISSN 2040-3364, 2013, vol. 5, no. 11, pp. 4541., WOS 

ADCA378 ZAJAC, Marián - HROBÁRIK, Peter - MAGDOLEN, Peter - FOLTÍNOVÁ, Pavlína - 
ZAHRADNÍK, Pavol. Donor-pi-acceptor benzothiazole-derived dyes with an extented 
heteroaryl-containing conjugated system: synthesis, DFT study and antimicrobial activity. In 
Tetrahedron, 2008, vol. 64, no. 46, p. 10605-10618. ISSN 0040-4020. 

Citácie: 
1. [1.1] BREUKERS, R. D. - MIDDLETON, A. P. - JANSSENS, S. - RAYMOND, S. G. - CLARKE, D. J. - KAY, A. 
J. - SMITH, G. J. - EICH, M - NUNZI, JM - JAKUBIAK, R. Investigation of Third Order Nonlinear Optical Properties 
in s-Indacene-1,3,5,7(2H,6H)-tetraone Based D-pi-A-pi-D Chromophores by Z-scan. In OPTICAL PROCESSES IN 
ORGANIC MATERIALS AND NANOSTRUCTURES II. ISSN 0277-786X, 2013, vol. 8827, no., pp., WOS 
2. [1.1] GOREPATIL, Pratapsinha B. - MANE, Yogesh D. - INGLE, Vilas S. Samarium(III) Triflate as an Efficient 
and Reusable Catalyst for Facile Synthesis of Benzoxazoles and Benzothiazoles in Aqueous Medium. In SYNLETT. 
ISSN 0936-5214, 2013, vol. 24, no. 17, pp. 2241., WOS 

 

189 



 
Správa o činnosti ÚACH SAV          2014 

3. [1.1] PATEL, Amit B. - SAHOO, Suban K. - CHIKHALIA, Kishor H. - KUMARI, Premlata. Design, Synthesis and 
Computational Studies of New Benzothiazole Substituted Quinazolines as Potential Antimicrobial Agents. In 
LETTERS IN DRUG DESIGN &amp; DISCOVERY. ISSN 1570-1808, 2013, vol. 10, no. 10, pp. 957., WOS 

ADCA379 ZEMANOVÁ, Matilda - LECOMTE, E. - ŠAJGALÍK, Pavol - RIEDEL, Ralf. Polysilazane 
derived micro/nano Si3N4/SiC composites. In Journal of the European Ceramic Society, 
2002, vol. 22, no. 16, p. 2963-2968. ISSN 0955-2219. 

Citácie: 
1. [1.1] NOVIYANTO, Alfian - YOON, Dang-Hyok - LEE, Kyungseok - KIM, Young Moon - KIM, Doo-In - 
JEONG, Young-Keun - KIM, Kwang Ho - KWON, Sehun - HAN, Young-Hwan. Effect of hexagonal-BN on phase 
transformation of additive-free Si3N4/SiC nanocomposites prepared from amorphous precursor. In TRANSACTIONS 
OF NONFERROUS METALS SOCIETY OF CHINA. ISSN 1003-6326, 2013, vol. 23, no. 2, pp. 420., WOS 
2. [1.2] CHEN, Yuhong - LUO, Shaohua - ZHAI, Xiangle - GENG, Guihong - TENG, Fei - WANG, Yingling. 
Microstructure and mechanical properties of non-dense Si3N4/SiC ceramics for lift tube in low-pressure casting. In 
Rengong Jingti Xuebao/Journal of Synthetic Crystals. ISSN 1000985X, 2013-06-01, 42, 6, pp. 1225-1229., SCOPUS 
3. [1.2] NOVIYANTO, Alfian - YOON, Danghyok - HAN, Younghwan. Phase formation of Si-based ceramic 
composites from polyureasilazane prepared by hot pressing and EFAS. In Scripta Materialia. ISSN 13596462, 
2013-07-01, 69, 2, pp. 127-130., SCOPUS 

ADCA380 ZHOU, You - YOSHIZAWA, Yu-ichi - HIRAO, Kiyoshi - LENČÉŠ, Zoltán - ŠAJGALÍK, 
Pavol. Combustion synthesis of LaSi3N5:Eu2+ phosphor powders. In Journal of the 
European Ceramic Society, 2011, vol. 31, no. 1-2, p. 151-157. (2.574 - IF2010). (2011 - 
Current Contents, WOS, SCOPUS). ISSN 0955-2219. 

Citácie: 
1. [1.1] XU GUO-TANG - LIANG PEI - WANG LE - DUNG QIAN-MIN - LIU YANG - LI XIAO-YAN. Progress in 
the Research on Silicon-Nitrogen Based Phosphor for White LED. In SPECTROSCOPY AND SPECTRAL 
ANALYSIS. ISSN 1000-0593, 2013, vol. 33, no. 11, pp. 2907., WOS 

ADCA381 ZHOU, You - YOSHIZAWA, Yu-ichi - HIRAO, Kiyoshi - LENČÉŠ, Zoltán - ŠAJGALÍK, 
Pavol. Preparation of Eu-doped beta-SiAlON phosphors by combustion synthesis. In Journal 
of the American Ceramic Society, 2008, vol. 91, no. 9, p. 3082-3085. (1.792 - IF2007). 
(2008 - Current Contents). ISSN 0002-7820. 

Citácie: 
1. [1.1] GAN, Lin - MAO, Zhi-Yong - ZHANG, Yu-Qiang - XU, Fang-Fang - ZHU, Ying-Chun - LIU, Xue-Jian. 
Effect of composition variation on phases and photoluminescence properties of beta-SiAlON:Ce3+ phosphor. In 
CERAMICS INTERNATIONAL. ISSN 0272-8842, 2013, vol. 39, no. 4, pp. 4633., WOS 
2. [1.1] JUN, Kukhyun - LEE, Kigang - KIM, Gunha - KIM, Young Jin. A new route for the synthesis of beta-sialon: 
Eu2+ phosphors using pyrophyllite powders. In CERAMICS INTERNATIONAL. ISSN 0272-8842, 2013, vol. 39, no., 
pp. S349., WOS 
3. [1.1] LIU, Guanghua - CHEN, Kexin - LI, Jiangtao. Combustion Synthesis of SiAlON Ceramic Powders: A Review. 
In MATERIALS AND MANUFACTURING PROCESSES. ISSN 1042-6914, 2013, vol. 28, no. 2, pp. 113., WOS 
4. [1.1] NIU, Jing - SAITO, Genki - AKIYAMA, Tomohiro. A New Route to Synthesize beta-SiAlON:Eu2+ 
Phosphors for White Light-Emitting Diodes. In APPLIED PHYSICS EXPRESS. ISSN 1882-0778, 2013, vol. 6, no. 4, 
pp., WOS 
5. [1.1] NIU, Jing - YI, Xuemei - NAKATSUGAWA, Isao - AKIYAMA, Tomohiro. Salt-assisted combustion 
synthesis of beta-SiAlON fine powders. In INTERMETALLICS. ISSN 0966-9795, 2013, vol. 35, no., pp. 53., WOS 
6. [1.1] SONG, Suk-Hyun - CHUNG, Eun-Jun - SONG, Young-Hyun - JUNG, Mong-Kwon - YOON, Dae-Ho. 
Photoluminescence properties of Eu2+-doped Ba3Si6O9N4 phosphors synthesized by a gas reduction nitridation 
method for white light emitting diodes. In PHYSICA SCRIPTA. ISSN 0031-8949, 2013, vol. T157, no., pp., WOS 
7. [1.1] XU, Kunyuan - HE, Gang - LIU, Guanghua - HAN, Zhao - LI, Jiangtao. Combustion Synthesis of Eu2+ Doped 
beta-SiAlON Phosphors by Salt Assistance. In ECS JOURNAL OF SOLID STATE SCIENCE AND TECHNOLOGY. 
ISSN 2162-8769, 2013, vol. 2, no. 11, pp. R230., WOS 

ADCA382 ZHU, Xinwen - ZHOU, You - HIRAO, Kiyoshi - LENČÉŠ, Zoltán. Processing and thermal 
conductivity of sintered reaction-bonded silicon nitride: (II) Effects of magnesium 
compound and yttria additives. In Journal of the American Ceramic Society, 2007, vol. 90, 
no. 6, p. 1684-1692. (1.396 - IF2006). (2007 - Current Contents). ISSN 0002-7820. 

Citácie: 
1. [1.1] YAO, Dongxu - XIA, Yongfeng - ZUO, Kai-hui - JIANG, Dongliang - GUENSTER, Jens - ZENG, Yu-Ping - 
HEINRICH, Juergen G. Porous Si3N4 ceramics prepared via partial nitridation and SHS. In JOURNAL OF THE 
EUROPEAN CERAMIC SOCIETY. ISSN 0955-2219, 2013, vol. 33, no. 2, pp. 371., WOS 

ADCA383 ZHU, Xinwen - ZHOU, You - HIRAO, Kiyoshi - LENČÉŠ, Zoltán. Processing and thermal 
conductivity of sintered reaction-bonded silicon nitride: (I) Effects of Si powder 
characteristics. In Journal of the American Ceramic Society, 2006, vol. 89, no. 11, p. 

 

190 



 
Správa o činnosti ÚACH SAV          2014 

3331-3339. (1.586 - IF2005). (2006 - Current Contents). ISSN 0002-7820. 
Citácie: 
1. [1.1] PARK, Young-Jo - HA, Jae-Kyung - KIM, Jin-Myung - LEE, Jae-Wook - KIM, Jong-Soo - KIM, Byung-Nam. 
The effect of flux addition to Eu2+-doped Ca-alpha-SiAlON phosphor. In JOURNAL OF THE CERAMIC SOCIETY 
OF JAPAN. ISSN 1882-0743, 2013, vol. 121, no. 1414, pp. 498., WOS 
2. [1.1] YAO, Dongxu - XIA, Yongfeng - ZUO, Kai-hui - JIANG, Dongliang - GUENSTER, Jens - ZENG, Yu-Ping - 
HEINRICH, Juergen G. Porous Si3N4 ceramics prepared via partial nitridation and SHS. In JOURNAL OF THE 
EUROPEAN CERAMIC SOCIETY. ISSN 0955-2219, 2013, vol. 33, no. 2, pp. 371., WOS  
 

ADCB Vedecké práce v zahraničných karentovaných časopisoch neimpaktovaných  
 
ADCB01 FRAJKOROVÁ, Františka - LENČÉŠ, Zoltán - ŠAJGALÍK, Pavol. Electrically conductive 

silicon carbide without oxide sintering additives. In Journal of the Korean Ceramic Society, 
2012, vol. 49, no. 4, p. 342-346. (2012 - SCOPUS). ISSN 1229-7801. 

Citácie: 
1. [1.2] KIM, K.J. - LIM, K.-Y. - KIM, Y.-W. - KIM, H.C. Temperature dependence of electrical resistivity (4-300 K) 
in aluminum- and boron-doped SiC ceramics. In Journal of the American Ceramic Society, 2013, 96, 8, pp. 
2525-2530., SCOPUS 
2. [1.2] KIM, Kwangjoo - LIM, Kwangyoung - KIM, Young-Wook. Control of electrical resistivity in silicon carbide 
ceramics sintered with aluminum nitride and yttria. In Journal of the American Ceramic Society. ISSN 00027820, 
2013-11-01, 96, 11, pp. 3463-3469., SCOPUS 

ADCB02 TEN-NO, Seiichiro - NOGA, Jozef. Explicitly correlated electronic structure theory from 
R12/F12 ansätze. In Wiley Interdisciplinary Reviews-Computational Molecular Science, 
2012, vol. 2, no. 1, p. 114-125. (2012 - Current Contents). 

Citácie: 
1. [1.1] GRUENEIS, Andreas - SHEPHERD, James J. - ALAVI, Ali - TEW, David P. - BOOTH, George H. Explicitly 
correlated plane waves: Accelerating convergence in periodic wavefunction expansions. In JOURNAL OF 
CHEMICAL PHYSICS. ISSN 0021-9606, 2013, vol. 139, no. 8, pp., WOS 
2. [1.1] HEHN, Anna-Sophia - KLOPPER, Wim. Communication: Explicitly-correlated second-order correction to the 
correlation energy in the random-phase approximation. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, 
2013, vol. 138, no. 18, pp., WOS 
3. [1.1] LIAKOS, Dimitrios G. - IZSAK, Robert - VALEEV, Edward F. - NEESE, Frank. What is the most efficient 
way to reach the canonical MP2 basis set limit? In MOLECULAR PHYSICS. ISSN 0026-8976, 2013, vol. 111, no. 
16-17, pp. 2653., WOS 
4. [1.1] MEHINE, Mooses M. - LOSILLA, Sergio A. - SUNDHOLM, Dage. An efficient algorithm to calculate 
three-electron integrals for Gaussian-type orbitals using numerical integration. In MOLECULAR PHYSICS. ISSN 
0026-8976, 2013, vol. 111, no. 16-17, pp. 2536., WOS 
5. [1.1] TRAN NGUYEN LAN - YANAI, Takeshi. Correlated one-body potential from second-order Moller-Plesset 
perturbation theory: Alternative to orbital-optimized MP2 method. In JOURNAL OF CHEMICAL PHYSICS. ISSN 
0021-9606, 2013, vol. 138, no. 22, pp., WOS 
6. [1.1] WANG, Cong. Rates of convergence of the partial-wave expansion beyond the Kato cusp condition. In 
PHYSICAL REVIEW A. ISSN 1050-2947, 2013, vol. 88, no. 3, pp., WOS 
7. [1.2] KARTON, Amir - KETTNER, Marcus - WILD, Duncan A. Sneaking up on the Criegee intermediate from 
below: Predicted photoelectron spectrum of the CH2OO- anion and W3-F12 electron affinity of CH2OO. In Chemical 
Physics Letters. ISSN 00092614, 2013-09-12, 585, pp. 15-20., SCOPUS  
 

ADDA Vedecké práce v domácich karentovaných časopisoch impaktovaných  
 
ADDA01 ANDREJKOVIČOVÁ, Slávka - MADEJOVÁ, Jana - CZÍMEROVÁ, Adriana - GALKO, 

Igor - DOHRMANN, Reiner - KOMADEL, Peter. Mineralogy and chemistry of Fe-rich 
bentonite from the Lieskovec deposit (Central Slovakia). In Geologica Carpathica, 2006, 
vol. 57, no. 5, p. 371-378. (0.449 - IF2005). (2006 - Current Contents). ISSN 1335-0552. 

Citácie: 
1. [1.1] MELICHOVA, Zuzana - HROMADA, Ladislav. Adsorption of Pb2+ and Cu2+ Ions from Aqueous Solutions 
on Natural Bentonite. In POLISH JOURNAL OF ENVIRONMENTAL STUDIES. ISSN 1230-1485, 2013, vol. 22, no. 
2, pp. 457., WOS 

ADDA02 ANDREJKOVIČOVÁ, Slávka - PENTRÁK, Martin - JANKOVIČ, Ľuboš - KOMADEL, 
Peter. Sorption of heavy metal cations on rhyolitic and andesitic bentonites from Central 
Slovakia. In Geologica Carpathica, 2010, vol. 61, no. 2, p. 163-171. (0.963 - IF2009). (2010 
- Current Contents). ISSN 1335-0552. 

 

191 



 
Správa o činnosti ÚACH SAV          2014 

Citácie: 
1. [1.1] GALAMBOS, M. - KRAJNAK, A. - ROSSKOPFOVA, O. - VIGLASOVA, E. - ADAMCOVA, R. - RAJEC, 
P. Adsorption equilibrium and kinetic studies of strontium on Mg-bentonite, Fe-bentonite and illite/smectite. In 
JOURNAL OF RADIOANALYTICAL AND NUCLEAR CHEMISTRY. ISSN 0236-5731, 2013, vol. 298, no. 2, pp. 
1031., WOS 
2. [1.1] MELICHOVA, Zuzana - HROMADA, Ladislav. Adsorption of Pb2+ and Cu2+ Ions from Aqueous Solutions 
on Natural Bentonite. In POLISH JOURNAL OF ENVIRONMENTAL STUDIES. ISSN 1230-1485, 2013, vol. 22, no. 
2, pp. 457., WOS 

ADDA03 HRACHOVÁ, Jana - CHODÁK, Ivan - KOMADEL, Peter. Modification and 
characterization of montmorillonite fillers used in composites with vulcanized natural 
rubber. In Chemical papers, 2009, vol. 63, no. 1, p. 55-61. (0.758 - IF2008). (2009 - Current 
Contents). ISSN 0366-6352. 

Citácie: 
1. [1.2] MOVAHED, Saeed Ostad - ALIMARDANY, M. Reinforcement of rubber compounds by different fillers: 
Recent achievements. In Rubber: Types, Properties and Uses, 2013-01-01, pp. 1-82., SCOPUS 

ADDA04 HROBÁRIKOVÁ, Jana - KOMADEL, P.. Sorption properties of reduced-charge 
montmorillonites. In Geologica Carpathica : international clay journal, 2002, roč. 53, č. 2, s. 
93-98. ISSN 1210-2695. 

Citácie: 
1. [1.2] HELLER-KALLAI, Lisa. Thermally modified clay minerals. In Developments in Clay Science. ISSN 
15724352, 2013-05-10, 5, pp. 411-433., SCOPUS 

ADDA05 JANEK, Marián - KOMADEL, Peter. Acidity of proton saturated and autotransformed 
smectites characterized with proton affinity distribution. In Geologica Carpathica : 
International Geological Journal, 1999, vol. 50, no. 5, p. 373-378. (0.273 - IF1998). (1999 - 
Current Contents). ISSN 1335-0552. 

Citácie: 
1. [1.1] CATRINESCU, C. - FERNANDES, C. - CASTILHO, P. - BREEN, C. - RIBEIRO CARROTT, M. M. L. - 
CANSADO, I. P. P. Selective methoxylation of limonene over ion-exchanged and acid-activated clays. In APPLIED 
CATALYSIS A-GENERAL. ISSN 0926-860X, 2013, vol. 467, no., pp. 38., WOS 
2. [1.1] PALKOVA, Helena - HRONSKY, Viktor - JANKOVIC, Lubos - MADEJOVA, Jana. The effect of acid 
treatment on the structure and surface acidity of tetraalkylammonium-montmorillonites. In JOURNAL OF COLLOID 
AND INTERFACE SCIENCE. ISSN 0021-9797, 2013, vol. 395, no., pp. 166., WOS 

ADDA06 MADEJOVÁ, Jana - KOMADEL, Peter - ČÍČEL, Blahoslav. Infrared spectra of some 
Czech and Slovak smectites and their correlation with structural formulas. In Geologica 
Carpathica clays.Series clays, 1992, vol. 1, no. 1, p. 9-12. ISSN 1210-2695. 

Citácie: 
1. [1.2] STUCKI, Joseph W. Properties and behaviour of iron in clay minerals. In Developments in Clay Science. ISSN 
15724352, 2013-05-10, 5, pp. 559-611., SCOPUS 

ADDA07 MADEJOVÁ, Jana - KRAUS, Ivan - KOMADEL, Peter. Fourier transform infrared 
spectroscopic characterization of dioctahedral smectites and illites from the main Slovak 
deposits. Jana Madejová, Ivan Kraus, Peter Komadel. In Geologica Carpathica clays.Series 
clays, 1995, vol. 1, no. 1, p. 23-32. ISSN 1210-2695. 

Citácie: 
1. [1.2] STUCKI, Joseph W. Properties and behaviour of iron in clay minerals. In Developments in Clay Science. ISSN 
15724352, 2013-05-10, 5, pp. 559-611., SCOPUS 

ADDA08 MADEJOVÁ, Jana - KRAUS, Ivan - TUNEGA, Daniel - ŠAMAJOVÁ, Eva. Fourier 
transform infrared spectroscopic characterization of kaolinite group minerals from the main 
Slovak deposits. In Geologica Carpathica clays.Series clays, 1997, vol. 1, no. 1, p. 3-10. 
ISSN 1210-2695. 

Citácie: 
1. [1.2] ROZYNEK, Zbigniew - ZACHER, Tomáš - JANEK, Marián - ČAPLOVIČOVÁ, Mária - FOSSUM, Jon Otto. 
Electric-field-induced structuring and rheological properties of kaolinite and halloysite. In Applied Clay Science. ISSN 
01691317, 2013-06-01, 77-78, pp. 1-9., SCOPUS 
2. [1.2] ZICH, D. - ZACHER, Tomáš - DARMO, Jaraj - SZÖCS, Vojtech - LORENC, Dušan - JANEK, Marián. 
Far-infrared investigation of kaolinite and halloysite intercalates using terahertz time-domain spectroscopy. In 
Vibrational Spectroscopy. ISSN 09242031, 2013-10-14, 69, pp. 1-7., SCOPUS 

ADDA09 OSACKÝ, Marek - HONTY, Miroslav - MADEJOVÁ, Jana - BAKAS, Thomas - ŠUCHA, 
Vladimír. Experimental interactions of Slovak bentonites with metallic iron. In Geologica 
Carpathica, 2009, vol. 60, no. 6, p. 535-543. (1.081 - IF2008). (2009 - Current Contents). 

 

192 



 
Správa o činnosti ÚACH SAV          2014 

ISSN 1335-0552. 
Citácie: 
1. [1.1] GALAMBOS, M. - KRAJNAK, A. - ROSSKOPFOVA, O. - VIGLASOVA, E. - ADAMCOVA, R. - RAJEC, 
P. Adsorption equilibrium and kinetic studies of strontium on Mg-bentonite, Fe-bentonite and illite/smectite. In 
JOURNAL OF RADIOANALYTICAL AND NUCLEAR CHEMISTRY. ISSN 0236-5731, 2013, vol. 298, no. 2, pp. 
1031., WOS  
 

ADEA Vedecké práce v zahraničných nekarentovaných časopisoch impaktovaných  
 
ADEA01 DUSZA, Ján - ŠAJGALÍK, Pavol. Si3N4 and Al2O3 based ceramic nanocomposites. In 

International Journal of Materials and Product Technology, 2005, vol. 23, no. 1-2, p. 91-120. 
ISSN 0268-1900. 

Citácie: 
1. [1.1] HARRIS, Daniel C. - CAMBREA, Lee R. - JOHNSON, Linda F. - SEAVER, Robert T. - BARONOWSKI, 
Meghan - GENTILMAN, Richard - SCOTT NORDAHL, C. - GATTUSO, Todd - SILBERSTEIN, Stephanie - 
ROGAN, Patrick - HARTNETT, Thomas - ZELINSKI, Brian - SUNNE, Wayne - FEST, Eric - POISL, W. Howard - 
WILLINGHAM, Charles B. - TURRI, Giorgio - WARREN, Cori - BASS, Michael - ZELMON, David E. - 
GOODRICH, Steven M. Properties of an Infrared-Transparent MgO:Y2O3 Nanocomposite. In JOURNAL OF THE 
AMERICAN CERAMIC SOCIETY. ISSN 0002-7820, 2013, vol. 96, no. 12, pp. 3828., WOS  
 

ADEB Vedecké práce v zahraničných nekarentovaných časopisoch neimpaktovaných  
 
ADEB01 GALUSEK, Dušan - LENČÉŠ, Zoltán - ŠAJGALÍK, Pavol - RIEDEL, Ralf. Thermal 

analysis study of polymer-to-ceramic conversion of organosilicon precursors. In Journal of 
Mining and Metallurgy : Section B: Metallurgy, 2008, vol. 44, no. 1, p. 35-38. ISSN 
1450-5339. 

Citácie: 
1. [1.1] LAMONACA, F. - NASTRO, V. - NASTRO, A. A Novel Method for the Production and Characterization of 
Calcium Phosphate Biomaterials. In 2013 IEEE INTERNATIONAL SYMPOSIUM ON MEDICAL 
MEASUREMENTS AND APPLICATIONS PROCEEDINGS (MEMEA), 2013, vol., no., pp. 81., WOS 
2. [1.2] CARNÌ, Domenico Luca - LAMONACA, Francesco - NASTRO, Francesco - NASTRO, Alfonso - VASILE, 
Monica. Diagnostic metodology for the primary coxarthrosis based on objective measures. In Proceedings of the 2013 
IEEE 7th International Conference on Intelligent Data Acquisition and Advanced Computing Systems, IDAACS 2013, 
2013-12-01, 1, pp. 52-56., SCOPUS 

ADEB02 ŠAJGALÍK, Pavol - RAJAN, K. - RIEDEL, Ralf. Sub-grain boundary formation of Si3N4 
based ceramics. In Key Engineering Materials, 1999, vol. 161-163, p. 229-234. (1999 - 
SCOPUS). ISSN 1013-9826. 

Citácie: 
1. [1.2] HU, Jianfeng - SHEN, James Zhijian. Ordered coalescence of nanocrystallites contributing to the rapid 
anisotropic grain growth in silicon nitride ceramics. In Scripta Materialia. ISSN 13596462, 2013-08-01, 69, 3, pp. 
270-273., SCOPUS  
 

AEC Vedecké práce v zahraničných recenzovaných vedeckých zborníkoch (aj konferenčných), 
monografiách  
 
AEC01 GALUSEK, Dušan - RIEDEL, Ralf - BALOG, Miroslav. Polymer-derived Al2O3-SiC 

nanocomposites: preparation route vs. microstructure. In Trans Tech Publications. 
Fractography of Advanced Ceramics II. Vedec. red. J. Dusza, R. Danzer, R. Morrell. Vyd. 1. 
- Uetikon-Zuerich : Trans Tech Publications, 2005, p. 121-128. ISBN 0-87849-973-3. 

Citácie: 
1. [1.1] KONEGGER, Thomas - LIERSCH, Antje - GIERL, Christian - SCHEFFLER, Michael. Bulk Ceramic 
Composites Derived from a Preceramic Polysilazane with Alumina and Zirconia Fillers. In ADVANCED 
ENGINEERING MATERIALS. ISSN 1438-1656, 2013, vol. 15, no. 5, pp. 394., WOS 

AEC02 KŘESŤAN, Jan - ŠAJGALÍK, Pavol - PÁNEK, Zdeněk - SALAMON, D.. Low cost sialon 
from pyrophyllite with high hardness and good corrosion resistance. In Trans Tech 
Publications. Fractography of Advanced Ceramics II. Vedec. red. J. Dusza, R. Danzer, R. 
Morrell. Vyd. 1. - Uetikon-Zuerich : Trans Tech Publications, 2005, 2005, vol. 290, p. 
312-315. ISBN 0-87849-973-3. 

Citácie: 

 

193 



 
Správa o činnosti ÚACH SAV          2014 

1. [1.1] JUN, Kukhyun - LEE, Kigang - KIM, Gunha - KIM, Young Jin. A new route for the synthesis of beta-sialon: 
Eu2+ phosphors using pyrophyllite powders. In CERAMICS INTERNATIONAL. ISSN 0272-8842, 2013, vol. 39, no., 
pp. S349., WOS 

AEC03 SALAMON, D. - ŠAJGALÍK, Pavol - LIŠKA, Marek. Mechanical properties and 
microstructure of alpha-sialon based cutting tools. In Trans Tech Publications. Fractography 
of Advanced Ceramics II. Vedec. red. J. Dusza, R. Danzer, R. Morrell. Vyd. 1. - 
Uetikon-Zuerich : Trans Tech Publications, 2005, 2005, vol. 290, p. 250-253. ISBN 
0-87849-973-3. 

Citácie: 
1. [1.1] MANDAL, Hasan - ACIKBAS, Nurcan Calis. Processing, Characterization and Mechanical Properties of 
SiAlONs Produced from Low Cost beta-Si3N4 Powder. In KONA POWDER AND PARTICLE JOURNAL. ISSN 
0288-4534, 2013, vol., no. 30, pp. 22., WOS  
 

 

194 



 
Správa o činnosti ÚACH SAV          2014 

Príloha D -Údaje o pedagogickej činnosti organizácie  
   
Semestrálne prednášky:  
 
Ing. Viliam Pavlík, PhD. 
Názov semestr. predmetu: Anorganická priemyselná chémia 
Počet hodín za semester: 9 
Názov katedry a vysokej školy: Fakulta priemyselných technológií TnUAD v Púchove, katedra  
  
 
Semestrálne cvičenia:  
 
Mgr. Peter Boháč 
Názov semestr. predmetu: Laboratórne cvičenia zo všeobecnej a anorganickej chémie 
Počet hodín za semester: 48 
Názov katedry a vysokej školy: Prírodovedecká fakulta UK, Katedra anorganickej chémie  
 
Mgr. Anna Brtáňová, PhD. 
Názov semestr. predmetu: Anorganická chémia - časť laboratórne cvičenia  
Počet hodín za semester: 52 
Názov katedry a vysokej školy: Prírodovedecká fakulta UK, Katedra anorganickej chémie  
 
Ing. Martin Kontrík 
Názov semestr. predmetu: Všeobecná a anorganická chémia (Laboratórne cvičenia) 
Počet hodín za semester: 52 
Názov katedry a vysokej školy: Prírodovedecká fakulta UK, Katedra anorganickej chémie  
 
Mgr. Lukáš Petra 
Názov semestr. predmetu: Anorganická chémia - časť laboratórne cvičenia (študenti 1. ročníka, odbor 
Chémia) 
Počet hodín za semester: 52 
Názov katedry a vysokej školy: Prírodovedecká fakulta UK, Katedra anorganickej chémie  
  
 
Semináre:  
 
Mgr. Stanislav Kedžuch, PhD. 
Názov semestr. predmetu: Výpočtový seminár I 
Počet hodín za semester: 72 
Názov katedry a vysokej školy: Prírodovedecká fakulta UK, Katedra anorganickej chémie  
 
Mgr. Stanislav Kedžuch, PhD. 
Názov semestr. predmetu: Výpočtový seminár II 
Počet hodín za semester: 24 
Názov katedry a vysokej školy: Prírodovedecká fakulta UK, Katedra anorganickej chémie  
  
 
Terénne cvičenia:  
 
doc. Ing. Zoltán Lenčéš, PhD. 
Názov semestr. predmetu: Nové anorganické materiály  
Počet hodín za semester: 2 
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Názov katedry a vysokej školy: Prírodovedecká fakulta UK, Katedra anorganickej chémie  
  
 
Individuálne prednášky:  
 
doc. Ing. Zoltán Lenčéš, PhD. 
Názov semestr. predmetu: Nové anorganické materiály 
Počet hodín za semester: 4 
Názov katedry a vysokej školy: Prírodovedecká fakulta UK, Katedra anorganickej chémie  
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Príloha E - Medzinárodná mobilita organizácie        
       
(A) Vyslanie vedeckých pracovníkov do zahraničia na základe dohôd:       
Krajina D  r  u  h    d  o  h  o  d  y 
 MAD, KD, VTS Medziústavná Ostatné 
 Meno 

pracovníka 
Počet dní Meno 

pracovníka 
Počet dní Meno 

pracovníka 
Počet dní 

Belgicko Róbert 
Klement 16     

 Anna Prnová 15     
Česko Juraj Bujdák 4     
 Juraj Bujdák 3     
Poľsko Helena 

Pálková 12     

Počet vyslaní 
spolu 5 50     

                  
      (B) Prijatie vedeckých pracovníkov zo zahraničia na základe dohôd:       
Krajina D  r  u  h    d  o  h  o  d  y 
 MAD, KD, VTS Medziústavná Ostatné 
 Meno 

pracovníka 
Počet dní Meno 

pracovníka 
Počet dní Meno 

pracovníka 
Počet dní 

Česko Jiří Hybler 7     
 Ondřej Demel 11     
India     Niketan Patel 58 
Poľsko Małgorzata 

Zimowska 11   Artur 
Wodynski 60 

     Artur 
Wodynsky 60 

Rakúsko     Christina 
Atzenhofer  28 

     Sabine Gschiel 20 
Rusko  

 
 

 
Igor 
Petrushenko, 
PhD 

30 

Švédsko     Sheryar Khan 60 
USA     Shelly A. 

Arreguin 90 

Počet prijatí 
spolu 3 29   8 406 

                
  (C) Účasť pracovníkov pracoviska na konferenciách v zahraničí (nezahrnutých v "A"):   
Krajina Názov konferencie Meno pracovníka Počet dní 
Česko AMS Helena Pálková 3 
 Borate and Phosphate Branislav Hruška 5 
  Mária Chromčíková 5 
 ESAS Mária Chromčíková 7 
 IDMS Mária Chromčíková 4 
 Konferencia o skle Branislav Hruška 4 
  Mária Chromčíková 4 
  Peter Šimurka 3 
 REFRA and HITHERM Miroslav Hnatko 3 
 Rozhovory o krystalografii Ľubomír Smrčok 2 
 seminár Ondrej Hanzel 5 
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  Magdaléna Precnerová 5 
 Zjazd chemických 

spoločností 
Martin Kontrík 4 

  Viliam Pavlík 4 
  František Šimko 4 
  Michal Šimurda 4 
Čile WATOC Jozef Noga 15 
Čína Annual Conference Eva Scholtzová 11 
 ICC5 Zoltán Lenčéš 8 
Dánsko EPDIC Ľubomír Smrčok 4 
Francúzsko IUPAC Juraj Bujdák 8 
  Adriana Czímerová 8 
  Alexander Čeklovský 8 
  Samuel Sas 8 
 IWLM Valéria Bizovská 4 
  Peter Komadel 4 
  Jana Madejová 4 
  Helena Pálková 4 
Japonsko SiAlONs Zoltán Lenčéš 6 
  Pavol Šajgalík 6 
Maďarsko CESTC Stanislav Kedžuch 5 
Nemecko ARG Oľga Malkin 10 
  Vladimír Malkin 10 
 International Symposium Ismail Ibrahim 8 
 MECC Valéria Bizovská 5 
  Peter Boháč 5 
  Anna Brtáňová 5 
  Juraj Bujdák 5 
  Peter Komadel 5 
  Jana Madejová 5 
  Marián Matejdes 5 
  Helena Pálková 5 
  Lukáš Petra 5 
 Symposium on Nitrides Zoltán Lenčéš 6 
  Pavol Šajgalík 4 
Poľsko Workshop on „Advanced 

Materials 
Miroslav Boča 2 

  Zoltán Lenčéš 2 
 Workshop on „Advanced 

Materials" 
Pavol Šajgalík 2 

Rakúsko Modern Methods in 
Quantum Chemistry 

James Richard Asher 8 

  Oľga Malkin 8 
  Vladimír Malkin 8 
 Modern Methods in 

Quantum Chemsitry 
Peter Cherry 8 

Rusko Glass and modern 
technologies - XXI 

Peter Šimurka 3 

 Stekloprogress Peter Šimurka 5 
Srbsko DRC Dušan Galusek 3 
Taliansko ESG Dušan Galusek 13 
  Jozef Kraxner 6 
  Anna Prnová 6 
  Peter Šimurka 5 
USA CMS Peter Komadel 9 
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 ICEACC Zoltán Lenčéš 7 
  Pavol Šajgalík 7 
 Sanibel Symposium Jozef Noga 9 
Veľká Británia Inside Raman Mária Chromčíková 5 
  Marek Liška 5 
 pNMR Vladimír Malkin 3 
Spolu 34 66 376 
Vysvetlivky: MAD - medziakademické dohody, KD - kultúrne dohody, VTS - vedecko-technická spolupráca v rámci 
vládnych dohôd  
Skratky použité v tabuľke C:  
AMS - Účať na medzinárodnom vedeckom podujatí: "Analytical methods in the service conservation and resoration work" 
Annual Conference - Konferencia: "BIT s 3th Annual Conference and EXPO of Analytic 2014 
ARG - Alumni-Referentin und Geschäftsfuhrerin des Alumni-Vereins 
Borate and Phosphate - Konferencia: Borate and Phosphate conferences. 
CESTC - Účasť na konferencii: "Central European Symposium on Theoretical Chemistry" 
CMS - Medzinárodná konferencia: "51th Clay Minerals Society Annual meeting" 
DRC - Účasť na výročnej konferencii: "Danube Rector Conference" 
EPDIC - Konferencia: European Powder Diffraction Meeting XIV 
ESAS - ESAS 2014 and 15th Czech-Slovak Spectroscopic Conference 
ESG - 12th ESG Conference 2014 
Glass and modern technologies - XXI - Konferencia: "Glass and modern technologies - XXI" 
ICC5 - 5th International Congress on Ceramiscs  
ICEACC - 38th International Conference and Exposition on Advanced Ceramics and Composites 
IDMS - Účasť na konferencii: "International Days of Material Science" 
Inside Raman - Workshope: "Inside Raman 2014". 
International Symposium - 8 th International Symposium on Nitrdes in Conjunction with the 7th International Workshop 
on Spinel Nitrides and related Materials and the Marie Curie  
IUPAC - Medzinárodná konferencia: 25th IUPAC 2014 Symposium on Photochemistry 
IWLM - 5th International Workshop on Layered Materials Mulhouse 
Konferencia o skle - Česká a Slovenská konferencia o skle 
MECC - 7th Mid-European Clay Conference 
Modern Methods in Quantum Chemistry - Vll Workshop on Modern Methods in Quant. Chem. 
Modern Methods in Quantum Chemistry - Vll Workshop on Modern Methods in Quantum Chemistry 
Modern Methods in Quantum Chemsitry - Vll Workshop on Modern Methods in Quant. Chem. 
pNMR - pNMR FP7-PEOPLE-2012-ITN 
REFRA and HITHERM - Konferencia: REFRA and HITHERM  2014 
Rozhovory o krystalografii - 295. "Rozhovory o krystalografii" 
Sanibel Symposium - Sanibel Symposium 2014 
seminár - Seminár - Týden materiálových charakteritik 
SiAlONs - Konferencia: 4th International Symposium on SiAIONs and Non-oxides 
Stekloprogress - Medzinárodná  konferencia: "Stekloprogress - XXII" 
Symposium on Nitrides - 8th International Symposium on Nitrides 
WATOC - 10th Congress of the World Association of Theoretical and Computational Chemists 
Workshop on „Advanced Materials - Účasť na konferencii: "2nd V4-JST Workshop on „Advanced Materials" 
Workshop on „Advanced Materials" - Účasť na konferencii: "2nd V4-JST Workshop on „Advanced Materials" 
Zjazd chemických spoločností - 66 zjazd chemických spoločností 
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