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1. Základné údaje o organizácii  

 

1.1. Kontaktné údaje  
 

Názov: Ústav anorganickej chémie SAV  

Riaditeľ: prof. RNDr. Pavol Šajgalík, DrSc.  

Zástupca riaditeľa: doc. Ing. Miroslav Boča, PhD.  

Vedecký tajomník: RNDr. Jana Madejová, DrSc.  

Predseda vedeckej rady: RNDr. Peter Komadel, DrSc.  

Člen snemu SAV: prof. RNDr. Pavol Šajgalík, DrSc.  

Adresa: Dúbravská cesta 9, 845 36 Bratislava 45  

  

http://www.uach.sav.sk/  

  

Tel.: 02/59410401  

Fax: 02/59410444  

E-mail: uachzde@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  
doc. Ing. Dušan Galusek, PhD.  

 

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 Ţ M Ţ 

 Celkový počet zamestnancov 95 45 50 14 23 83 68,87 52,94 

 Vedeckí pracovníci 58 38 20 12 11 48 38,58 38,58 

 Odborní pracovníci VŠ 22 5 17 2 11 21 17,34 10,11 

 Odborní pracovníci ÚS 13 2 11 0 1 12 10,95 4,25 

 Ostatní pracovníci 2 0 2 0 0 2 2 0 

K – kmeňový stav zamestnancov v pracovnom pomere k 31.12.2011 (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 31.12.2011 (bez riadnej materskej dovolenky, zamestnancov pôsobiacich v zahraničí v 

http://www.sav.sk/index.php?lang=sk&charset=&doc=org-ins&institute_no=36
http://www.sav.sk/index.php?lang=sk&charset=&doc=org-user&user_no=1125
http://www.sav.sk/index.php?lang=sk&charset=&doc=org-user&user_no=3142
http://www.sav.sk/index.php?lang=sk&charset=&doc=org-user&user_no=1105
http://www.sav.sk/index.php?lang=sk&charset=&doc=org-user&user_no=1095
http://www.sav.sk/index.php?lang=sk&charset=&doc=org-user&user_no=
http://www.sav.sk/index.php?lang=sk&charset=&doc=org-ins&institute_no=88
http://www.sav.sk/index.php?lang=sk&charset=&doc=org-ins&institute_no=88
http://www.sav.sk/index.php?lang=sk&charset=&doc=org-ins&institute_no=88
http://www.sav.sk/index.php?lang=sk&charset=&doc=org-ins&institute_no=88
http://www.sav.sk/index.php?lang=sk&charset=&doc=org-user&user_no=1214
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štátnych funkciách, členov Predsedníctva SAV, zamestnancov pôsobiacich v zastupiteľských zboroch) 

P – celoročný priemerný prepočítaný počet zamestnancov 

T – celoročný priemerný prepočítaný počet riešiteľov projektov 

M, Ţ – muţi, ţeny 

 

Tabuľka 1b Štruktúra vedeckých pracovníkov (kmeňový stav k 31.12.2011) 

Rodová skladba 

 Pracovníci s hodnosťou   Vedeckí pracovníci v stupňoch  

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

Muţi 6 32 3 8 6 9 23 

Ţeny 2 18 0 0 2 2 16 

  

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  

Muţi 4 6 8 2 2 2 12 1 0 

Ţeny 7 4 4 3 1 4 2 1 1 

  

Tabuľka 1d Priemerný vek zamestnancov organizácie k 31.12.2011 

  Kmeňoví zamestnanci   Vedeckí  pracovníci   Riešitelia projektov  

 Muţi  44,1 42,8 44,6 

 Ţeny  40,7 36,8 41,6 

 Spolu  42,3 40,7 43,3 

    

 

1.3. Iné dôleţité informácie k základným údajom o organizácii a zmeny za posledné obdobie 

(v zameraní, v organizačnej štruktúre a pod.) 

  

Ústav bol aj v roku 2011 riešiteľom desiatich projektov financovaných z prostriedkov ŠF EÚ v 

objeme takmer 7 mil. € - sú to len prostriedky dedikované ústavu. Celkový objem prostriedkov 

administrovaných v projektoch ŠF EÚ je v súčasnosti cca 23,1 mil. €, čo predstavuje pribliţne 

dvadsaťnásobok beţného ročného rozpočtu ústavu a je reálny predpoklad, ţe sa ešte zvýši. V roku 

2011 sa ústav zúčastnil na výzve OP VaV OPVaV-2011/4.2/01-PN 4.2 Prenos poznatkov a 

technológií získaných výskumom a vývojom do praxe v Bratislavskom kraji v rámci projektu 

Centrum aplikovaného výskumu nových materiálov a transferu technológií, ktorý podáva SAV 

začiatkom roku 2012. Z toho vyplynula aj naliehavá potreba rozšírenia administratívy ústavu. 

Zvýšený počet pracovníkov ústavu v poslednom roku je spojený s nárastom počtu 

administratívnych pracovníkov manaţujúcich projekty ŠF. Prepočítaný počet pracovníkov vzrástol 

z 59,6 FTE v roku 2008 na 68,87 FTE v roku 2011. Tento nárast počtu pracovníkov ústavu je 

hradený z prostriedkov projektov ŠF, avšak pri problematickom prísune prostriedkov z Agentúry 

Ministerstva školstva, vedy, výskumu a športu SR pre ŠF EÚ (ASFEU) častokrát vznikajú veľmi 

napäté situácie v mzdovom fonde ústavu. 

Priemerný vek zamestnancov ÚACh SAV sa dlhodobo nemení a je pod hranicou 45 rokov. V roku 

2011 je priemerný vek všetkých pracovníkov ústavu 42,3 roku a priemerný vek vedeckých 

pracovníkov je 40,7. Oproti roku 2010 ústav zaznamenal mierny pokles priemerného veku v oboch 



 
Správa o činnosti ÚACH SAV         2011 

 

3 

kategóriách pracovníkov. Udrţanie tohto trendu kladie nároky na personálnu a predovšetkým 

mzdovú politiku vedenia ústavu. Motivácia mladých pracovníkov pre zotrvanie na ústave sa 

realizuje predovšetkým prostredníctvom poskytnutia moţnosti zvyšovania ich kvalifikácie (stupeň 

IIb, IIa, Ib a Ia), 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 uţ aj v obmedzenej forme realizuje. 

 



 
Správa o činnosti ÚACH SAV         2011 

 

4 

2. Vedecká činnosť         

 

2.1. Domáce projekty  

  

Tabuľka 2a Zoznam domácich projektov riešených v roku 2011 

ŠTRUKTÚRA PROJEKTOV 

Počet projektov 
Čerpané financie  

za rok 2011 (v €) 

A B 

A 

B 
spolu 

pre  

organi-  

záciu 

1. Vedecké projekty, ktoré boli r. 

2011 financované VEGA 
10 2 97351 97351 14880 

2. Projekty, ktoré boli r. 2011 

financované APVV 
13 2 356780 312746 30041 

3. Projekty OP ŠF 3 6 3110899 1983127 99373 

4. Projekty centier excelentnosti 

SAV 
0 1 - - 2200 

5. Iné projekty (FM EHP, ŠPVV, 

Vedecko-technické projekty, ESF, na 

objednávku rezortov a pod.) 

1 0 838 838 - 

A - organizácia je nositeľom projektu 

B - organizácia sa zmluvne podieľa na riešení projektu 
   

Tabuľka 2b Zoznam domácich projektov podaných v roku 2011 

 

Štruktúra projektov 

  

Miesto podania  
Organizácia je 

nositeľom 

projektu  

Organizácia sa 

zmluvne podieľa 

na riešení 

projektu  

 1. Účasť na nových výzvach APVV 

 r. 2011  
 -  6 6 

 2. Projekty výziev OP ŠF 

 podané r. 2011  

 Bratislava   1 

 Regióny    

 3. Projekty výziev FM EHP 

 podané r. 2011  
 -    

  

Názov projektu: Aplikovaný výskum a vývoj progresívnych diamantových nástrojov na báze sklo-

keramických prekurzorov 

Kód projektu: APVV-0890-11 

Podávateľ projektu: Ing. Martin Mach, DEEM s.r.o. Liptovský Hrádok (podnikateľský sektor) 

Koordinátor ÚACH: doc. Ing. Zoltán Lenčéš, PhD. 

Stav: podaný 

  

Názov projektu: Fotoaktívne nanomateriály s luminiscenčnými a antimikrobiálnymi vlastnosťami 

Kód projektu: APVV-0291-11 

Podávateľ projektu: RNDr. Juraj Bujdák, DrSc., ÚACH SAV 

Stav: podaný 

Názov projektu: Imobilizácia biologicky aktívnych látok v nanomateriáloch 

Kód projektu: SK-GR-0048-11 
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Podávateľ projektu: Mgr. Ľuboš Jankovič, PhD., ÚACH SAV 

Zahraničný partner: Dr. Nikolaos Kourkoumelis, Department of Medical Physics, University of 

Ioannina, Grécko 

Stav: podaný 

  

Názov projektu: Mechanizmy korózie a mikromechanické vlastnosti dentálnych materiálov 

Kód projektu: APVV-0218-11 

Podávateľ projektu: doc. Ing. Dušan Galusek, PhD., ÚACH SAV 

Stav: podaný 

  

Názov projektu: Nové sklené a sklokeramické fosfory na báze hlinitanov vzácnych zemín pre 

aplikácie v LED diódach vyţarujúcich biele svetlo 

Kód projektu: APVV-0761-11 

Podávateľ projektu: Ing. Róbert Klement, PhD., TnU AD 

Stav: podaný 

  

Názov projektu: Kvantovo-chemické výpočty magnetických vlastností rôznych chemických 

zlúčenín so zahrnutím relativistických efektov 

Kód projektu: SK-FR-0018-11 

Podávateľ projektu: Dr. Vladimír Malkin, DrSc., ÚACH SAV 

Zahraničný partner: Dr. Helene Bolvin, PhD., Francúzsko 

Stav: schválený 

  

Názov projektu: Nové sorbenty na báze organomodifikovaných vrstevnatých materiálov pre 

environmentálne aplikácie 

Kód projektu: SK-FR-0031-11 

Podávateľ projektu: Mgr. Ľuboš Jankovič, PhD., ÚACH SAV 

Zahraničný partner: Dr. Régis Guégan, Institut des Sciences de la Terre d`Orléans, Université 

d`Orléans, Francúzsko 

Stav: zamietnutý 

  

Názov projektu: Optimalizácia mechanických a elektrických vlastností vodivej keramiky pre 

aplikácie v energetike 

Kód projektu: APVV-0126-11 

Podávateľ projektu: RNDr. Pavol Hvizdoš CSc., ÚMV SAV, Košice 

Koordinátor ÚACH: doc. Ing. Miroslav Hnatko, PhD. 

Stav: podaný 

  

Názov projektu: Polyaplikovateľné heterocykly – návrh štruktúry, syntéza a vlastnosti 

Kód projektu: APVV-0038-11 

Podávateľ projektu: prof. Ing. Viktor Milata, DrSc., FCHPT STU, Bratislava 

Koordinátor ÚACH: RNDr. Ľubomír Smrčok, CSc. 

Stav: podaný 

  

Názov projektu: Štruktúra a vlastnosti oxidových skiel určených na aplikáciu v jadrovej energetike 

(Structure and properties of oxide glasses for application in nuclear power technology) 

Kód projektu: napr.APVV-0487-11 

Podávateľ projektu: Ing. Mária Chromčíková, PhD., VILA, ÚACH SAV 

Stav: podaný 

  

Názov projektu: Vývoj nitridu kremičitého s prídavkom multivrstiev grafénu 

Kód projektu: APVV-0161-11 
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Podávateľ projektu: Mgr. Monika Kašiarová, PhD., ÚMV SAV, Košice 

Koordinátor ÚACH: prof. RNDr. Pavol Šajgalík, DrSc. 

Stav: podaný 

  

Názov projektu: Zvýšenie efektívnosti vyuţívania vybraných nerudných surovín Slovenska 

Kód projektu: APVV-0159-11 

Podávateľ projektu: doc. Mgr. Peter Uhlík, PhD., PríFUK, Bratislava 

Koordinátor ÚACH: RNDr. Jana Madejová, DrSc. 

Stav: podaný 

   

Názov projektu: Aplikovaný výskum procesov a technológie generátora tepelnej plazmy pre 

plazmotermické rozrušovania hornín 

Kód projektu: NFP 26240220185 

Podávateľ projektu: Geothermal Anywhere, s.r.o. 

Koordinátor ÚACH: doc. Ing. Miroslav Boča, PhD. 

Stav: podaný 

  

 

2.2. Medzinárodné projekty  

 

2.2.1. Medzinárodné projekty riešené v roku 2011  

 

Tabuľka 2c Zoznam medzinárodných projektov riešených v roku 2011 

ŠTRUKTÚRA PROJEKTOV 

Počet projektov 
Čerpané financie  

za rok 2011 (v €) 

A B 

A 

B 
spolu 

pre  

organi-  

záciu 

1. Projekty 6. a 7. rámcového 

programu EÚ 
0 1 - - 14816 

2. Multilaterálne projekty v rámci 

vedeckých programov  

COST, ERANET, INTAS, EUREKA, 

PHARE, NATO, UNESCO, CERN, IAEA, 

ESF (European Science Foundation), ERDF, 

ESA a iné 

0 0 - - - 

3. Projekty v rámci medzivládnych 

dohôd o vedecko-technickej 

spolupráci 

0 0 - - - 

4. Bilaterálne projekty 9 0 3500 3500 - 

5. Podpora medzinárodnej spolupráce 

z národných zdrojov (MVTS, APVV, ...) 
3 1 42286 42286 10902 

 6. Iné projekty financované alebo  

 spolufinancované zo zahraničných  

 zdrojov 

0 0 - - - 

A - organizácia je nositeľom projektu 

B - organizácia sa zmluvne podieľa na riešení projektu 
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2.2.2. Medzinárodné projekty v 7. RP EÚ podané v roku 2011 
  

Tabuľka 2d Podané projekty 7. RP EÚ v roku 2011 

Počet podaných projektov v 7. RP EÚ   
A B 

0 2 

A - organizácia je nositeľom projektu 

B - organizácia sa zmluvne podieľa na riešení projektu 

   

Názov projektu: Pushing the Envelope of Nuclear Magnetic Resonance Spectroscopy for 

Paramagnetic Systems. A Combined Experimental and Theoretical Approach 

Podávateľ projektu: Dr. Guido Pintacuda, Centre Européen de RMN à Très Hauts Champs, CNRS 

(CNRS, Lyon), France. 

V rámci výzvy: FP7-PEOPLE-2011-ITN 5 

Partneri projektu: Nemecko (Technische Universität Berlin, Institut für Chemie; Karlsruhe, 

Bruker BioSpin,); Fínsko (University of Oulu, Department of Physics), Veľká Británia (University 

of Cambridge, Department of Chemistry), Slovensko (Ústav anorganickej chémie), Taliansko 

(University of Florence, CERM Magnetic Resonance Center; ProtEra,), Švédsko (Stockholm 

University, Department of Materials and Environmental Chemistry), Holandsko (Leiden University, 

Institute of Chemistry, section Protein Chemistry; ZoBio BV) 

Kordinátor ÚACH: Dr. Vladimír Malkin 

Stav: zamietnutý 

  

Názov projektu: Thermal rock transformations for efficient rock disintegration 

Podávateľ projektu: Dr. Ivan Kočiš, Geothermal Anywhere s.r.o. 

V rámci výzvy: FP7-NMP-2012-SME-6 

Partneri projektu: Veľká Británia (EGS Energy Ltd.), Rakúsko (Zoerkler GmbH.), Nemecko 

(Herrenknecht AG, Karlsruhe Institute of Technology, Universität Würzburg), Taliansko 

(University of Bari), Slovensko (Ústav anorganickej chémie SAV, Monoram Technologies s.r.o.) 

Kordinátor ÚACH: doc. Ing. Miroslav Boča, PhD. 

Stav: podaný  

Údaje k domácim a medzinárodným projektom sú uvedené v prílohe B. 

  

 

2.2.3. Zámery na čerpanie štrukturálnych fondov EÚ v ďalších výzvach 

  

Ústav sa v roku 2011 zapojil do dvoch výziev ŠF v operačnom programe Veda a výskum. Boli 

podané tri projekty: 

  

Názov projektu: Aplikovaný výskum procesov a technológie generátora tepelnej plazmy pre 

plazmotermické rozrušovania hornín 

Kód projektu: NFP 26240220185 

Podávateľ projektu: Geothermal Anywhere, s.r.o. 

  

Názov projektu: Centrum aplikovaného výskumu nových materiálov a transferu technológií 

Kód projektu: Výzva: OP VaV OPVaV-2011/4.2/01-PN 4.2 Prenos poznatkov a technológií 

získaných výskumom a vývojom do praxe v Bratislavskom kraji 

Podávateľ projektu: SAV 

  

Názov projektu: Vedecký park STU 

Kód projektu: Výzva: OP VaV OPVaV-2011/4.2/01-PN 4.2 Prenos poznatkov a technológií 

získaných výskumom a vývojom do praxe v Bratislavskom kraji 
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Podávateľ projektu: STU 

 

 

2.3.  Najvýznamnejšie výsledky vedeckej práce 

  

2.3.1.  Základný výskum 

  

Názov: Nové efektívne metódy na predikciu a interpretáciu NMR a EPR spektier látok 

obsahujúcich ťaţké kovy 

Autorský kolektív zo SAV: V. Malkin, O. Malkin, P. Hrobárik M. Repiský, S. Komorovský, A. 

Křístková 

  

Vyvinuli sa nové, plne relativistické kvantovo-chemické metódy zaloţené na riešení Diracovej 

rovnice pre predikciu a interpretáciu NMR a EPR spektier látok, ktoré obsahujú ťaţké prvky. 

Pouţitie týchto metód zvyšuje presnosť výpočtov NMR a EPR parametrov zlúčenín prechodných 

kovov - lantanoidov a aktinoidov. V súčasnosti je plne relativistický kvantovo-chemický balík 

ReSpect najúčinnejším programom na svete pre výpočty magnetických vlastností zlúčenín ťaţkých 

prvkov. Dovoľuje aplikovať najmodernejšie relativistické kvantovo-chemické prístupy i pri 

výskume látok obsahujúcich ťaţké prvky v oblasti jadrovej energetiky, čo doteraz nebolo moţné. 

Metódy sa uţ pouţili pre štúdium systémov, ktoré majú kľúčovú úlohu v katalýze. 

  

Výstupy: 
1. E. Malkin, M. Repiský, S. Komorovský, P. Mach, O.L. Malkina, V.G. Malkin: Effects of finite 

size nuclei in relativistic four-component calculations of hyperfine structure, J. Chem. Phys. 134 

(2011) 044111. 

2. P. Hrobárik, V. Hrobáriková, F. Meier, M. Repiský, S. Komorovský, M. Kaupp: Relativistic 

Four-Component DFT Calculations of 1H NMR Chemical Shifts in Transition-Metal Hydride 

Complexes: Unusual High-Field Shifts Beyond the BuckinghamStephens Model, J. Phys. Chem. 

A 115 (2011) 5654. 

3. P. Hrobárik, M. Repiský, S. Komorovský, V. Hrobáriková, M. Kaupp, ―Assessment of higher-

order spin–orbit effects on electronic g-tensors of d1 transition-metal complexes by relativistic 

two- and four-component methods‖, Theor Chem Acc 129 (2011) 715–725.  

  

  

2.3.2.  Aplikačný typ  

  

Názov: Mechanizmy korózie inţinierskej keramiky v podmienkach subkritických vodných 

roztokov 

Autorský kolektív zo SAV: D. Galusková, P. Šajgalík, D. Galusek, M. Hnatko 

  

V rámci projektu APVV-0171-06 kolektív zloţený z riešiteľov Centra kompetencie skla a 

Oddelenia keramiky ÚACH SAV navrhol a overil mechanizmy korózie pokročilej oxidovej (Al2O3) 

a neoxidovej (Si3N4, SiAlON) keramiky v podmienkach subkritických vodných roztokov pri 

teplotách do 290 °C a stanovil rýchlosti korózie týchto materiálov. Pri oxidovej keramike dochádza 

za týchto podmienok k prednostnému ataku korózneho média na sklenú fázu na hraniciach zŕn, 

pričom nastáva jej korózia. Korundová matrica je korózne vysoko odolná a za daných podmienok 

do reakcie s okolitým prostredím nevstupuje. Naproti tomu u neoxidovej keramiky je ytrito-

kremičitanová fáza na hraniciach zŕn vysoko odolná. Ku koróznemu poškodeniu dochádza najmä v 

dôsledku prednostného ataku korózneho média a kongruentného rozpúšťania neoxidovej 

keramickej matrice sprevádzaného tvorbou pasivujúcej vrstvy SiO2. Získané výsledky sú 

aplikovateľné pri vývoji a optimalizácii keramických materiálov pre hydrotermálne zdroje energie, 

pri likvidácii nebezpečného chemického odpadu oxidáciou v sub- alebo super-kritickej vode ako aj 
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v desalinačných jednotkách na získavanie pitnej vody. 

  

 

Výstupy: 
1. D. Galusková, M. Hnatko, D. Galusek, P. Šajgalík, Corrosion of Structural Ceramics Under Sub-

Critical Conditions in Aqueous Sodium Chloride Solution and in Deionized Water. Part I: 

Dissolution of Si3N4-Based Ceramics, J. Am. Ceram. Soc. 94 3035–3043 (2011) 

2. D. Galusková, M. Hnatko, D. Galusek, P. Šajgalík, Corrosion of Structural Ceramics Under Sub-

Critical Conditions in Aqueous Sodium Chloride Solution and in Deionized Water. Part II: 

Dissolution of Al2O3-Based Ceramics, J. Am. Ceram. Soc. 94 3044–3052 (2011) 

3. P. Šajgalík, D. Galusková, M. Hnatko, D. Galusek, Interactions of Si3N4-based ceramics in water 

environment under subcritical conditions, Proc. of the 35
th

 International Conference on 

Advanced Ceramics and Composites, 23. - 28. 01. 2011, Daytona Beach, USA, Ed. by S. 

Widjaja and D. Singh, American Ceramic Society, 2011, on CD-ROM. 

  

  

2.3.3. Medzinárodné vedecké projekty 

  

Názov: Príprava keramických kompozitov z polymérnych prekurzorov  

Autorský kolektív zo SAV: Z. Lenčéš, P. Šajgalík, T. Plachký, D. Galusek, D. Galusková 

  

V spolupráci s Technickou univerzitou Darmstadt v Nemecku (prof. Ralf Riedel) sa pripravili hutné 

keramické kompozity na báze Si3N4 a SiC s pouţitím nekonvenčných spekacích prísad SiOC, 

SiAlOC a SiHfOC. Prísady spekania sa pripravili zosieťovaním a pyrolýzou vhodných 

organometalických prekurzorov. Výhodou tohto postupu je moţnosť dizajnu zloţenia fáz na 

hraniciach zŕn keramických kompozitov uţ pri príprave polymérneho prekurzoru, teda na atomárnej 

úrovni. Tento netradičný a úplne nový prístup k syntéze prísad spekania umoţnil prípravu hutných 

keramických kompozitov pri niţších teplotách spekania, zvýšenie ich koróznej odolnosti pridaním 

Hf do systému a popritom zachovanie mechanických vlastností pôvodnej keramickej matrice. 

Modifikáciou prídavkov spekania pripravených z organometalických prekurzorov je moţná zmena 

konštrukčných keramických kompozitov na funkčné alebo hybridné. Napríklad dopovaním SiAlOC 

s európiom sa podarilo pripraviť luminiscenčný materiál, ktorý pri excitácii UV ţiarením emituje 

intenzívne zelené svetlo. 

  

Projekt 1: Projekt 6.RP EÚ: Contract No. MRTN-CT-2005-019601: Tailored Multifunctional 

Polymer Derived Nanoceramics, PolyCerNet (2006-2010) 

Projekt 2: DAAD projekt, project number 50725208: Hafnia- and Hafnium Nitride-Based Ceramic 

Nanocomposites with Improved High-Temperature Oxidation and Corrosion Resistance 

  

Výstupy: 
  

1. T. Plachký, Z. Lenčéš, Ľ. Hric, P. Šajgalík, P. Baláţ, R. Riedel, H.J. Kleebe: Processing and 

mechanical properties of Si3N4 composites employing polymer-derived SiAlOC as sintering aid. 

J. Eur. Ceram. Soc., 30 (2010) 759-767. 

2. Papendorf, C. Linck, E. Ionescu, D. Galusková, P. Šajgalík, R. Riedel: Corrosion behaviour of 

silicon oxycarbide-based ceramic nanocomposites under hydrothermal conditions. International 

Journal of Materials Research 103 (2012) 31-39. 

3. T. Plachký, Z. Lenčéš, R. Riedel, P. Šajgalík: Photoluminescent properties of Eu-doped polymer 

derived SiAlON ceramics. In Preparation of Ceramic Materials: 9
th

 International Conference. 

Herľany, 14.-16. 06. 2011, p. 160-161.  

  

V rámci projektu sa v roku 2011 zorganizovali dve sekcie na významných medzinárodných 
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podujatiach, ktoré sa venovali keramickým materiálom odvodeným z polymérnych prekurzorov: 

Konferencia: 7
th

 International Conference on High-performance Ceramics (CICC-7), 03. - 07. 11. 

2011, Xiamen, Čína – 750 účastníkov 

Sekcia: Structural and Functional Nitrides 

Organizátori: S. Bernard (Institut Européen des Membranes de Montpellier), E. Ionescu 

(Technische Universität Darmstadt), Z. Lenčéš (UACH SAV, Bratislava) – členovia riešiteľského 

kolektívu projektu PolyCerNet 

  

Konferencia: Engineering Ceramics 2011, 08. -12. 05. 2011, Kongresové centrum Smolenice, 

Slovensko – 90 účastníkov 

Sekcia: Polymer derived ceramics 

Organizátori: P. Šajgalík, Z. Lenčéš, R. Riedel (Technische Universität Darmstadt) M. J. Hoffmann 

(Karlsruhe Institute of Technology) – členovia riešiteľského kolektívu projektu PolyCerNet a 

projektu DAAD 
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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. 2011/ 

doplnky z r. 

2010 

B  

Počet v r. 2011/ 

doplnky z r. 

2010 

C  

Počet v r. 2011/ 

doplnky z r. 

2010 

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  
(ADC, ADCA, ADCB, ADD, ADDA, 

ADDB, CDC, CDCA, CDCB, CDD, CDDA, 

CDDB, BDC, BDCA, BDCB, BDD, BDDA, 

BDDB) 

54 / 2 0 / 0 0 / 0 

10. Vedecké a odborné práce v 

nekarentovaných časopisoch (ADE, ADEA, 

ADEB, ADF, ADFA, ADFB, CDE, CDEA, 

CDEB, CDF, CDFA, CDFB, BDE, BDEA, 

BDEB, BDF, BDFA, BDFB) 

15 / 0 0 / 0 0 / 0 

11. Vedecké a odborné práce v zborníkoch 

(konferenčných aj nekonferenčných, 

vydaných tlačou alebo na CD) 

 

a/ recenzovaných, editované (AEC, AED, 

AFA, AFB, AFBA, AFBB, BEC, BED, CEC, 

CED) 
20 / 0 0 / 0 0 / 0 

b/ nerecenzovaných (AEE, AEF, AFC, AFD, 

AFDA, AFDB, BEE, BEF) 
16 / 0 0 / 0 0 / 0 
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12. Vydané periodiká evidované v Current 

Contents 
0 0 0 

13. Ostatné vydané periodiká 0 0 0 

14. Vydané alebo editované zborníky z 

vedeckých podujatí (FAI) 
1/0 0/0 0/0 

15. Vedecké práce uverejnené na internete 
(GHG) 

0 / 0 0 / 0 0 / 0 

16. Preklady vedeckých a odborných textov  
(EAJ) 

0 / 0 0 / 0 0 / 0 

A - pracovisko SAV je uvedené ako pracovisko (adresa) autora, alebo je súčasťou kolaborácie alebo iného zdruţenia, 

ktoré je uvedené ako pracovisko (adresa) autora  

B - pracovisko SAV nie je na publikácii uvedené, pretoţe 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. 2010/ 

doplnky z r. 2009 

B  

Počet v r. 2010/ 

doplnky z r. 2009 

 Citácie vo WOS (1.1, 2.1) 1160 / 5 0 / 0 

 Citácie v SCOPUS (1.2, 2.2) 58 / 1 0 / 0 

 Citácie v iných citačných indexoch a databázach (9, 10) 0 / 0 0 / 0 

 Citácie v publikáciách neregistrovaných v citačných  

 indexoch (3, 4) 
4 / 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 zdruţenia, 

ktoré je uvedené ako pracovisko (adresa) autora, alebo pracovisko SAV nie je na publikácii uvedené, pretoţe 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     68  

 Prednášky a vývesky na domácich vedeckých podujatiach     15  

  

2.6.  Vyţiadané prednášky 

  

2.6.1. Vyţiadané prednášky na medzinárodných vedeckých podujatiach 
  

Demel O., Kedţuch S., Noga J., Pittner J.: Multireference F12 Coupled Cluster Theory, 7
th

 

Congress of the International Society for Theoretical Chemical Physics, Waseda University 

(Tokyo), Japonsko, 2. 9. - 9. 9. 2011 

  

Galusek D., Klement R., Prnová A.: Aluminate Glass Phosphors for Energy Saving Lighting 

Applications, 3
rd

 International Symposium on Advanced Ceramics and Technology for Sustainable 

Energy Applications, Kenting, Taiwan, 30. 10. – 2. 11. 2011 
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Komadel P., Pentrák M., Madejová J., Hronský V., Uhlík P.: Chemical modifications of 

dioctahedral smectites, European Clay Conference Euroclay 2011, Antalya, Turecko, 26. 6. – 1. 7. 

2011 

  

Komadel P., Pentrák M., Madejová J.: Čo vplýva na rozpúšťanie ílov v kyselinách, moţnosti 

porovnávania laboratórnych experimentov, 19. Jílová komference v České republice, Bystřice nad 

Pernštejnem, ČR, 28. 8. – 31. 8. 2011 

  

Lenčéš Z., Benco L., Šajgalík P., Zhou Y., Jáne E., Velič D.: Europium doped LaSi3N5: synthesis, 

spectroscopy and band gaps, 9
th

 International Meeting of Pacific Rim Ceramic Societies (PacRim 

9), Cairns, Austrália, 10. - 15.7. 2011 

  

Lenčéš Z., Benco L., Šajgalík P., Zhou Y., Jáne E., Velič D.: Eu-doped MgSiN2 and LaSi3N5-based 

phosphors - experimental and DFT studies, 3
rd 

International Symposium on Advanced Ceramics and 

Technology for Sustainable Energy Application (ACTSEA-2011), Howard Beach Resort Kenting, 

Hengchun Town, Taiwan, 30. 10. – 2. 11. 2011 

  

Malkin V.: Fully relativistic calculations of NMR and EPR parameters, Japan-Czech-Slovak (JCS) 

Symposium for Theoretical and Computational Chemistry, Liblice, Czech republic, 18. 05. 2011 – 

20. 05. 2011 

  

Malkin O.: Interpretation of spin-spin coupling: novel approaches, 2
nd

 Regional EAST NMR 

meeting, Bratislava, 8. - 9. 9. 2011 

  

Noga J., Šimunek J.: Orbital optimized MBPT(2) via non-unitary transformation, 4
th

 JCS 

Symposium on Theoretical Chemistry, Liblice, Česká republika, 18. - 20. 5. 2011 

  

Noga J., Šimunek J.: Alternative orbital optimization scheme based on non-unitary transformation, 

9
th

 Triennial Congress of the World Association of Theoretical and Computational Chemists, 

WATOC 2011, Santiago de Compostela, Španielsko, 16. 7. – 23. 7. 2011 

  

Noga J., Šimunek J.: Alternative orbital optimization scheme based on non-unitary transformation, 

Fukui International Symposium on Theoretical Chemistry FISTC, Kyoto, Japonsko 31. 8.- 1. 9. 

2011 

  

Smrčok Ľ.: Powder diffraction and Computational Methods. NATO Advanced Study Institute, Erice, 

Italy, 2. - 12. 6 2011 

  

Šajgalík P., Galusková D., Hnatko M., Galusek D.: Corrosion of silicon nitride ceramics under sub-

critical conditions in aqueous sodium chloride solution, 35
th

 International Conference and 

Exposition on Advanced Ceramics and Composites (ICACC),Daytona Beach, 23. - 28. 1. 2011, FL, 

USA. 

  

Šajgalík P., Galusková D., Hnatko M., Lenčéš, Z, Kašiarová M,: Corrosion of silicon nitride based 

ceramics in different molten systems., 9
th

 International Meeting of Pacific Rim Ceramic Societies 

(PacRim 9), Cairns, Austrália, 10. - 15. 7. 2011 

  

Šajgalík P., D., Lojanová Š., Hnatko M., Lenčéš Z. Tatarko P., Dusza J., Chlup Z.: Rare-earth 

oxides doped Si3N4 and Si3N4/SiC ceramics., 9
th

 International Meeting of Pacific Rim Ceramic 

Societies (PacRim 9), Cairns, Austrália, 10. - 15.7. 2011 
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Šajgalík P., Lenčéš Z., Plachký T., Riedel R.: Low temperature densification of non-oxide ceramic 

composites by using polymer derived Si(Al, Lu)OC as a sintering aid, 7
th

 International Conference 

on High-Performance Ceramics, Xiamen, China, 4. - 7. 2011 

  

Šajgalík P.: SiC/Si3N4 nano/micro-composites – phase and chemical composition - their 

implications to the RT and HT mechanical properties (plenary lecture), 7
th

 International Conference 

on High-Performance Ceramics, Xiamen, China, 4. – 7. 2011 

  

Šajgalík P., Lenčéš Z., Plachký T., Velič D., Zhou Y., Hirao K.: Silicon Nitride/Oxynitride-Based 

Phosphors – Synthesis and Characterization, 3
rd

 International Symposium on Advanced Ceramics 

and Technology for Sustainable Energy Applications, Kenting, Taiwan, 30. 10. – 2. 11. 2011. 

  

2.6.2.  Vyţiadané prednášky na domácich vedeckých podujatiach 
  

2.6.3.  Vyţiadané prednášky na významných vedeckých inštitúciách 
  

Korenko M.: IIC SAS, its scope and possible overlap to IMR CAC,  

 Institute of Metal Research, Chinese Academy of Sciences, Shenyang, China, 10.10. 2011 

 Northeastern University in Shenyang, China, 13.10. 2011 

  

Korenko M., Kucharík M., Vincenc Oboňa J., Janičkovič D., Cordoba R., de Tereza J.M., 

Klementová M.: Quadrate nanotubes made from deeply undercooled cryolite-alumina melts, 

Institute of Metal Research CAS, Shenyang, Čína, 15. 10. 2011 

  

Komadel P.: Chemical modifications of smectites seen by selected spectroscopic techniques, 

Institut für Bodenforschung, Department für Wald- und Bodenwissenschaften, Viedeň, Rakúsko, 29. 

11. 2011 

  

Kraxner J., Galusek D., Chovanec J., Galusková D., Šimurka P., Klement R., Prnová A., Šajgalík 

P.: Research and project activities in the Joint Laboratory of Glass Research, Vitrum Laugaricio-

VILA, Department of Inorganic and Physical Chemistry, University of Ghent, Belgicko, 22.2. 

2011. 

  

Madejová J., Pálková H., Righi D.: Clay reactivity: acid treatment of reduced-charge 

montmorillonites. University of Poitiers, Francúzsko, 18. 10. 2011 

  

Malkin V.: Fully relativistic calculations of NMR and EPR parameters, Boreskov Institute of 

Catalysis, Novosibirsk, Rusko, 6. 9. 2011 

  

Malkin O.: Recent progress in interpretation of NMR and EPR parameters, Boreskov Institute of 

Catalysis, Novosibirsk, Rusko, 6. 09. 2011 

  

Malkin V.: Fully relativistic calculations of NMR and EPR parameters, Institute of Solid State 

Chemistry of the Ural Branch of the Russian Academy of Sciences (ISSC UB RAS), Ekaterinburg, 

Rusko, 13.09.2011 

  

Noga J., Šimunek J.: Alternative exact and robust orbital optimization scheme in quantum 

chemistry suitable for linear scaling algorithms, Graduate School of System Informatics, Kobe 

University, Japonsko, 30. 8. 2011 

  

Prnová A., Piatriková A., Domanická A., Migát M., Hruška B., Kraxner J., Galusek D., Šajgalík P.: 

Preparation of the ceramics and glassceramics materials in the systems Re2O3 –Al2O3, Department 
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of Inorganic and Physical Chemistry, University of Ghent, Belgicko, 22.2. 2011 

  

Smrčok Ľ.:Can energy minimization in the solid state substitute Rietveld refinement? European 

Synchrotron Radiation Facility, Grenoble, Francúzsko, 1. 2. 2011 

  

 Šajgalík P.: Silicon Nitride/Oxynitride-Based Phosphors – Synthesis and Characterization, 

Fachbereich Anorganische Chemie und Materialwissenschaft, Fachhochschule Münster, Germany, 

8. 12. 2011 

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 2011  

 

2.7.1.  Vynálezy, na ktoré bol udelený patent  
 

2.7.2.  Prihlásené vynálezy  
 

Na Slovensku - počet patentov: 1  

     

Číslo PV: PCT/SK2011/000024     

Mená autorov: Šajgalík Pavol, Hnatko Miroslav, Pánek Zdeno     

Názov vynálezu: Laboratórny ţiarový lis     

Majiteľ / spolumajiteľ: ÚACH SAV    

 

2.7.3.  Predané licencie  
 

2.7.4.  Realizované patenty  
 

Finančný prínos pre organizáciu SAV v roku 2011 a súčet za predošlé roky sa neuvádzajú, ak je 

zverejnenie v rozpore so zmluvou súvisiacou s realizáciou patentu.  

 

2.8. Iné informácie k vedeckej činnosti 

  

 Počet karentovaných publikácií v tomto roku dosiahol číslo 54, čo pri počte 38,58 vedeckých 

pracovníkov (prepočítaný stav, podľa Tabuľky 1a) znamená 1,4 karentovanej publikácie na 

vedeckého pracovníka. Aj keď tento parameter oproti vlaňajšku mierne stúpol (vlani 1,2), stav 

nepovaţujeme za uspokojivý. Cieľom naďalej 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 2,14. 

Citovanosť (vo všetkých dostupných databázach WOK – 1165, SCOPUS – 59) na vedeckého 

pracovníka (prepočítaný stav) je 32,5 citácie. Potešiteľný je trvalý trend rastu počtu citácií a ich 

prepočtu na vedeckého pracovníka a ich získavanie pracovníkmi všetkých oddelení ústavu. 

 Relatívne vysoké renomé pracovníkov ústavu vo svetovej vedeckej komunite dokumentuje aj 

vysoký počet vyţiadaných prednášok pracovníkov ústavu na medzinárodných vedeckých 

podujatiach, ktorých bolo v roku 2011 18, viaceré z nich odzneli na veľmi významných svetových 

konferenciách. Pracovníci ústavu predniesli 12 prednášok na zahraničných pracoviskách. 
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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 2011 

Forma 

Počet k 31.12.2011 
Počet ukončených doktorantúr v 

r. 2011 

Doktorandi Ukončenie z dôvodov 

celkový počet 
z toho 

novoprijatí 

ukončenie 

úspešnou 

obhajobou 

predčasné 

ukončenie 
neúspešné 

ukončenie 

M Ţ M Ţ M Ţ M Ţ M Ţ 

 Interná zo zdrojov SAV 5 3 1 1 1 1 1 0 0 0 

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

 Externá 0 1 0 0 0 0 0 0 0 0 

 Spolu 6 5 1 1 1 1 1 0 0 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 2011 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 

Františka 

Frajkorová 

interné 

štúdium 

hradené z 

prostriedk

ov SAV 

10 / 2007 9 / 2011 

5.2.19 

anorganická 

technológia a 

materiály 

doc. Ing. 

Miroslav Hnatko 

PhD., Ústav 

anorganickej 

chémie SAV 

Fakulta 

chemickej a 

potravinárskej 

technológie STU 
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Jozef 

Chovanec 

interné 

štúdium 

hradené z 

prostriedk

ov SAV 

10 / 2007 9 / 2011 

5.2.19 

anorganická 

technológia a 

materiály 

doc. Ing. Dušan 

Galusek PhD., 

Ústav 

anorganickej 

chémie SAV 

Fakulta 

chemickej a 

potravinárskej 

technológie STU 

Zoznam interných a externých doktorandov je uvedený v Prílohe A.  

 

 

3.4.  Zoznam akreditovaných študijných odborov s uvedením VŠ  

 

Tabuľka 3d Zoznam akreditovaných študijných odborov s uvedením univerzity/vysokej školy a 

fakulty, kde sa doktorandský študijný program uskutočňuje 

Názov študijného odboru (ŠO) Číslo ŠO 

Doktorandské štúdium 

uskutočňované na:  
(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 spoločných odborových  

 komisií pre doktorandské  

 štúdium 

 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 technológia a 

materiály) 

prof. Ing. Marek Liška, DrSc. 

(Fakulta chemické technologie 

VŠCHT, Praha, ČR) 

RNDr. Juraj Bujdák, DrSc. (I) 

doc. Ing. Miroslav Boča, PhD. 

(anorganická chémia) 

prof. Ing. Marek Liška, DrSc. 

(Trenčianska univerzita 

Alexandra Dubčeka v Trenčíne) 

Mgr. Adriana Czímerová, PhD. 

(IIa) 

RNDr. Juraj Bujdák, DrSc. 

(anorganická chémia) 

prof. Ing. Marek Liška, DrSc. 

(Fakulta priemyselných 

technológií TnUAD v Púchove) 

RNDr. Juraj Bujdák, DrSc. 

(DrSc., Slovenská Akadémia 

Vied) 

doc. RNDr. Milan Drábik, CSc. 

(anorganická chémia) 

prof. RNDr. Jozef Noga, DrSc. 

(Prírodovedecká fakulta UK) 
   

doc. Ing. Dušan Galusek, PhD. 

(anorganická technológia a 

materiály) 

prof. RNDr. Pavol Šajgalík, 

DrSc. (Hutnícka fakulta TUKE) 
   

doc. Ing. Miroslav Hnatko, 

PhD. (anorganická technológia 

a materiály) 

prof. RNDr. Pavol Šajgalík, 

DrSc. (Trenčianska univerzita 

Alexandra Dubčeka v Trenčíne) 

   

RNDr. Peter Komadel, DrSc. 

(anorganická chémia) 

prof. RNDr. Pavol Šajgalík, 

DrSc. (Vysoké učení technické, 

Brno) 

   

doc. Ing. Zoltán Lenčéš, PhD. 

(odbor v zahraničí) 

prof. RNDr. Pavol Šajgalík, 

DrSc. (Fakulta metalurgie a 

materiálového inţenírství, 

Vysoká škola báňská TU) 
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doc. Ing. Zoltán Lenčéš, PhD. 

(anorganická technológia a 

materiály) 

prof. RNDr. Pavol Šajgalík, 

DrSc. (Slovenská technická 

univerzita v Bratislave) 

   

prof. Ing. Marek Liška, DrSc. 

(anorganická technológia a 

materiály) 

    

prof. Ing. Marek Liška, DrSc. 

(fyzika kondenzovaných látok a 

akustika) 

    

prof. Ing. Marek Liška, DrSc. 

(odbor v zahraničí) 
    

RNDr. Jana Madejová, DrSc. 

(anorganická technológia a 

materiály) 

    

prof. RNDr. Jozef Noga, DrSc. 

(chemická fyzika) 
    

prof. RNDr. Jozef Noga, DrSc. 

(fyzika plazmy) 
    

prof. RNDr. Jozef Noga, DrSc. 

(anorganická chémia) 
    

prof. RNDr. Pavol Šajgalík, 

DrSc. (anorganická technológia 

a materiály) 

    

 

 

3.5.  Údaje o pedagogickej činnosti  

 

Tabuľka 3f Prednášky a cvičenia vedené v roku 2011 

PEDAGOGICKÁ ČINNOSŤ 
Prednášky Cvičenia a semináre 

doma v zahraničí doma v zahraničí 

 Počet prednášateľov alebo vedúcich cvičení 4 0 11 0 

 Celkový počet hodín v r. 2011 92 0 611 0 

Prehľad prednášateľov predmetov a vedúcich cvičení, s uvedením názvu predmetu, úväzku, katedry, fakulty, 

univerzity/vysokej školy je uvedený v Prílohe D.  

 

Tabuľka 3g Aktivity pracovníkov na VŠ 

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

bakalárskych prác 
6 

2. Počet vedených alebo konzultovaných diplomových a bakalárskych prác 10 

3. Počet pracovníkov, ktorí pôsobili ako školitelia doktorandov (PhD.) 9 

4. Počet školených doktorandov (aj pre iné inštitúcie) 21 

5. Počet oponovaných dizertačných a habilitačných prác 12 

6. Počet pracovníkov, ktorí oponovali dizertačné a habilitačné práce 9 



 
Správa o činnosti ÚACH SAV         2011 

 

19 

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

prác 
4 

8. Počet pracovníkov, ktorí pôsobili ako členovia komisií pre obhajoby PhD. prác 11 

9. 
Počet pracovníkov, ktorí pôsobili ako členovia komisií, resp. oponenti v 

inauguračnom alebo habilitačnom konaní na vysokých školách 
1 

  

  

3.6. Iné dôleţité informácie k pedagogickej činnosti 

 

 Na ÚACH SAV bolo na akademický rok 2011/2012 vypísaných celkovo 14 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 tento akademický rok boli 

prijatí dvaja noví študenti (Mgr. Magdaléna Domanická na študijný odbor 5.2.19, Ing. Samuel Sas 

na študijný odbor 4.1.15). 

 V rámci doktorandského štúdia a v rámci spolupráce medzi ÚACH a Fakultou metalurgie a 

materiálového inţenýrství v Ostrave pracujú na ústave ďalší dvaja doktorandi (školiteľom 

špecialistom je doc. Zoltán Lenčéš, PhD. a doc. Miroslav Hnatko, PhD.). Opäť sa tým prehĺbila 

vzájomná spolupráca medzi obidvomi inštitúciami, čoho dôsledkom by v budúcnosti mohol byť 

vyšší záujem o PhD štúdium na našom pracovisku zo strany študentov VŠB TU Ostrava. 

Od novembra 2011 začala doktorandské štúdium ďalšia doktorandka z ČR, ktorá bola prijatá na 

tému „Príprava luminiscenčných materiálov z ternárnych nitridov― v rámci projektu 7. RP EÚ 

FUNEA, jej školiteľom je doc. Ing. Zoltán Lenčéš, PhD. V rámci tohto projektu je pripravené ešte 

jedno štipendium pre ďalšieho zahraničného doktoranda. 

 Vedenie ústavu spolu so školiteľmi ÚACH SAV kladú veľký dôraz na kvalitnú prípravu PhD 

študentov, ktorej súčasťou je aj účasť na študentských vedeckých podujatiach a konferenciách. Uţ 

pravidelne sa doktorandi zúčastňujú Študentskej Vedeckej Konferencie (ŠVK 2011 Bratislava) 

organizovanej Prírodovedeckou fakultou UK, ako aj zahraničného stretnutia mladých vedeckých 

pracovníkov a doktorandov v Srbsku (Department of Materials Engineering Faculty of Technology 

University of Novi Sad). 

 Dôleţitou 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 2011 

sa praxe zúčastnili traja študenti 4. ročníka. Jeden zo študentov (Petra Poláková) sa na základe 

dobrých skúseností, rozhodol vyuţiť moţnosť vypracovať si na ÚACH diplomovú prácu na tému 

„Príprava pórovitého Si3N4 pre bioaplikácie metódou RBSN―. Toto by mohlo napomôcť k získaniu 

kvalitných a zároveň v danej téme pripravených PhD študentov. 

  

 Dňa 4. októbra 2011 sa na ÚACH SAV konala SÚŤAŢ MLADÝCH VEDECKÝCH 

PRACOVNÍKOV. Súťaţe sa zúčastnilo 14 mladých pracovníkov do 35 rokov z troch rôznych 

inštitúcií (ÚACH SAV, TnU AD Trenčín, FCHPT STU, Karlova Univerzita Praha, ÚACH AV 

ČR). Ich prezentácie posudzovala šesťčlenná komisia, ktorej predsedom bol RNDr. Peter Komadel, 

DrSc. Vyjadrila spokojnosť s vedeckou aj formálnou kvalitou prezentácií. Výsledky súťaţe: 

1. miesto: Mgr. Alexander Čeklovský, PhD. (ÚACH SAV) 

2. miesto: Mgr. Jana Přecechtělová, PhD. (ÚACH SAV) 

3. miesto: Ing. Tomáš David  (Karlova univerzita, Praha) 

Komisia navrhla riaditeľovi ÚACH SAV udeliť čestné uznanie kvalitným, neoceneným prácam. 

Čestné uznanie získali práce Ing. Františky Frajkorovej, PhD., Mgr. Anny Brtáňovej a Mgr. 

Romana Bystrického. 

 

 Na ÚACH aj naďalej vyvíja činnosť Snem mladých vedeckých pracovníkov, ktorý bol 

kreovaný ako poradný orgán riaditeľa ústavu. Snem zdruţuje doktorandov a pracovníkov s VŠ 

vzdelaním do 35 rokov. Ich reprezentantka Ing. K. Ghillányová, PhD. je členkou širšieho vedenia 
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ústavu. Jej prostredníctvom majú členovia snemu moţnosť aktívne sa podieľať na chode ústavu a 

zapájať sa aj do aktivít, ktoré priamo nesúvisia iba s doktorandským štúdiom. Výbor snemu spolu 

so svojimi členmi úspešne zorganizoval dňa 10.11.2011 Deň otvorených dverí na ÚACH SAV, 

ktorý sa konal v rámci Týţdňa vedy na Slovensku. 
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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 2011 

alebo sa na ich organizácii podieľala, s vyhodnotením vedeckého a spoločenského prínosu 

podujatia  
 

Engineering Ceramics 2011 – from Materials to Components, Kongresové centrum Smolenice, 

Slovensko, 90 účastníkov, 08.05.-12.05.2011 

Prínos: špeciálne vydanie medzinárodného odborného časopisu Journal of the European Ceramic 

Society  

 

XXIII. International conference on coordination and bioinorganic chemistry, Smolenice, Slovakia, 

125 účastníkov, 05.06.-10.06.2011  

 

Slovenská a česká konferencia o skle, Trenčianske Teplice, 110 účastníkov, 30.11.-02.12.2011 

Konferencie sa zúčastnili vedeckí pracovníci z 8 krajín - 71 účastníkov zo zahraničia.  

Prezentované práce: 24 prednášok, 35 vývesok.  

 

4.1.2.  Medzinárodné vedecké podujatia, ktoré usporiada organizácia SAV v roku 2012 

(anglický a slovenský názov podujatia, miesto a termín konania, meno, telefónne číslo a e-mail 

zodpovedného pracovníka)  
  

 

4.1.3. Počet pracovníkov v programových a organizačných výboroch medzinárodných 

konferencií  
 

Tabuľka 4a Programové a organizačné výbory medzinárodných konferencií 

Typ výboru Programový Organizačný Programový i organizačný 

Počet členstiev 5 7 2 

  

 

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) 

Institute of Materials, Minerals and Mining, U.K.  (funkcia: doţivotný člen) 

International Union of Pure and Applied Chemistry (IUPAC) (funkcia: affiliate member v 

divízii II anorganická chémia) 

Slovenský národný komitét IUPAC (funkcia: podpredseda/predseda)  

 

doc. Ing. Dušan Galusek, PhD.  

American Ceramic Society (funkcia: člen) 

European Society on Glass Science and Technology (funkcia: člen)  
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RNDr. Peter Komadel, DrSc.  

Clay Mineral Society (funkcia: predseda od 2011-2015) 

European Clay Groups Association  (funkcia: predseda 2011-2015)  

 

doc. Ing. Zoltán Lenčéš, PhD.  

American Ceramic Society (funkcia: člen) 

Ceramic Society of Japan (funkcia: člen) 

European Ceramic Society (funkcia: člen) 

Materials Research Society (funkcia: člen)  

 

Dr. Vladimír Malkin, DrSc.  

WATOC - World Association of Theoretical and Computational Chemists  (funkcia: člen)  

 

prof. RNDr. Jozef Noga, DrSc.  

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) 

EuMat Technologická Platforma  (funkcia: volený člen steering committee) 

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 

Smrčok Ľubomír 
Člen komisie na posudzovanie projektov pri Institute 

Laue-Langevin, Grenoble, Francúzsko 
1 

Šajgalík Pavol 

Člen hodnotiaceho panelu DFG pre program SPP 1568 

„Design and Generic Principles of Self-Healing 

Materials, Jena, Nemecko 

23 
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4.4. Najvýznamnejšie prínosy MVTS ústavu vyplývajúce z mobility a riešenia 

medzinárodných projektov a iné informácie k medzinárodnej vedeckej spolupráci 

  

  

Krátkodobé pobyty pracovníkov ústavu zamerané na riešenie projektov 
  

Bujdák Juraj 
 Ústav anorganickej chémie, Česká akadémia vied, 05. - 08. 09. 2011. Práca na interpretácii 

výsledkov meraní fluorescencie hybridných materiálov na báze vrstevnatých kremičitanov 

pomocou rôznych fluorofórov a meraní FLIM, vyhodnotenie polčasov ţivota excitovaných 

stavov, práca na rukopise vedeckej publikácie ―Selective modification of layered silicate 

nanoparticle edges with fluorophores‖, plánovanie budúcej spolupráce a experimentov. 

  

Kedţuch Stanislav 
 Ústav fyzikální chemie J. Heyrovského AV ČR, 02. - 13. 05. 2011. Pobyt sa uskutočnil v rámci 

MAD medzi SAV a AV ČR. 

 Spolupráca na vývoji multireferenčných explicitne korelovaných metód v rámci beţiacich 

projektov LPP-0343-09 (Multireferenčná teória spriahnutých klastrov v R12 priblíţení) a 

GACR P208/11/2222 (Explicitně korelované multireferenční metody spřaţených klastrů). 

Dokončenie publikácie Kedţuch S., Demel O., Pittner J., Ten-no S., Noga J.: Chem. Phys. Lett. 

511, 418 (2011). Kompletizácia základnej implementácie explicitne korelovanej 

multireferencestate-specific Mukherjee metódy (Mk-MR-CCSD(F12)), testovacie výpočty, 

príprava teoretického odvodenia a príprava implementácie spomenutej metódy s pouţitím 

doplnkovej pomocnej bázy (CABS) pri aproximácii podmienky úplnosti. 

  

Komadel Peter 
 Institut für Bodenforschung, Department für Wald- und Bodenwissenschaften, Viedeň, 

Rakúsko, 29. - 30. 11. 2011. Rokovanie o riešení projektu SK-AT-0020-10 ‖Molekulové 

simulácie vybraných organoílov – charakterizácia štruktúry a vlastnosti‖ a prednáška 

‖Chemical modifications of smectites seen by selected spectroscopic techniques‖. 

  

Korenko Michal 
 Institute of Metal Research, Chinese Academy of Sciences, Shenyang, Čína, 5. - 19. 10. 2011. 

Počas pobytu bola nadviazaná spolupráca v oblasti taveninovej chémie. 

  

Kraxner Jozef 
 Solid State Chemistry and Superconductivity, Department of Inorganic and Physical 

Chemistry, University of Ghent. Pobyt sa uskutočnil v rámci medziakademickej spolupráce 

(FWO-Research Foundation-Flanders) medzi Ústavom anorganickej chémie SAV a Ústavom 

anorganickej a fyzikálnej chémie Belgickej akadémie vied v Gente. Náplňou práce bolo 

uskutočnenie experimentov ohľadom: prípravy Al2O3-La2O3 a Al2O3-La2O3-ZrO2 roztokov, ich 

stabilizácie a charakterizácie, prípravy tenkých vrstiev v systéme Al2O3-La2O3, Al2O3-La2O3-

ZrO2 metódou dip coating, charakterizácie tenkých vrstiev pomocou UV-VIS (pripravených na 

ÚACH SAV), DTA analýza Al2O3-La2O3 and La2O3-ZrO2 sklených mikroguličiek pomocou 

DTA. Prezentácia prednášky: Research and project activities in the Joint Laboratory of Glass 

Research, Vitrum Laugaricio-VILA.  

  

Kubíková Blanka 
 Institute of Engineering & Technology Open International, University of Human Development 

„Ukraine―, Ukrajina, 19. - 24. 09. 2011. Pobyt sa uskutočnil v rámci bilaterálneho projektu 

APVV-0039-09 medzi SAV a ukrajinskou univerzitou. Počas pobytu boli vyhodnotené 

experimentálne výsledky získané pri riešení projektu: Supertvrdé a tepelne odolné jemné 
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prášky a povlaky boridov nióbu a tantalu; príprava, vlastnosti a pouţitie.  

  

Madejová Jana 
 Jerzy Haber Institute of Catalysis and Surface Chemistry, Polish Academy of Sciences, 

Krakow, Poľsko, 06. - 10. 11. 2011. Pobyt sa uskutočnil v rámci MAD medzi SAV a PAV. 

Počas pobytu boli vyhodnotené experimentálne výsledky získané pri riešení projektu „Porous 

inorganic materials derived from layered silicates: synthesis, stability and functionality―. 

  

Pálková Helena 

 Jerzy Haber Institute of Catalysis and Surface Chemistry, Polish Academy of Sciences, 

Krakow, Poľsko, 07. - 17. 11. 2011. Pobyt sa uskutočnil v rámci medziakademickej spolupráce 

(MAD) medzi Ústavom anorganickej chémie SAV a Ústavom katalýzy a fyzikálnej chémie 

povrchov Poľskej akadémie vied v Krakowe. Náplňou práce bolo uskutočnenie experimentov 

zahrnutých v spoločnom projekte „Porous inorganic materials derived from layered silicates: 

synthesis, stability and functionality".   

  

Pavlík Viliam 
 Institute of Engineering & Technology Open International, University of Human Development 

„Ukraine―, Ukrajina, 19. - 24. 09. 2011. Pobyt sa uskutočnil v rámci bilaterálneho projektu 

APVV-0039-09 medzi SAV a ukrajinskou univerzitou. Počas pobytu boli vyhodnotené 

experimentálne výsledky získané pri riešení projektu: Supertvrdé a tepelne odolné jemné 

prášky a povlaky boridov nióbu a tantalu; príprava, vlastnosti a pouţitie. 

  

Prnová Anna 
 Solid State Chemistry and Superconductivity, Department of Inorganic and Physical 

Chemistry, University of Ghent. Pobyt sa uskutočnil v rámci medziakademickej spolupráce 

(FWO-Research Foundation-Flanders) medzi Ústavom anorganickej chémie SAV a Ústavom 

anorganickej a fyzikálnej chémie Belgickej akadémie vied v Gente. Náplňou práce bolo 

uskutočnenie experimentov ohľadom: charakterizácie Al2O3-Re2O3 sklených mikroguličiek 

(pripravených na ÚACH SAV) pomocou DTA analýzy, prípravy TiO2 roztokov ich stabilizácie 

a charakterizácie, prípravy TiO2 tenkých vrstiev metódou „dip coating― a následného spekania, 

sledovania fotokatalytickej aktivity pripravených TiO2 tenkých vrstiev pomocou UV 

spektroskopie. Prednáška: Preparation of the ceramics and glassceramics materials in the 

systems Re2O3-Al2O3. 

  

Scholtzová Eva 
 Universität fűr Bodenkultur Wien, Viedeň, Rakúsko, 22. - 26. 08. a 28. 11. - 09. 12. 2011. 

Pobyt sa uskutočnil v rámci riešenia úloh bilaterálneho projektu SK-AT-0020-10. Zhodnotili sa 

dosiahnuté výsledky, navrhli spôsoby prezentácie dosiahnutých výsledkov a stanovili sa ďalšie 

ciele a úlohy. Časť výsledkov bola prezentovaná na 63. zjazde chemikov, ktorý sa konal v 

Tatranských Matliaroch formou postra:  

Eva Scholtzová, Daniel Tunega, Ľubomír Benco a Helena Pálková: DFT Study of 

Montmorillonite Intercalated with TMA
+
. 

  

Dlhodobé pobyty pracovníkov ústavu realizované na základe získania štipendií na riešenie 

projektov  
  

Andrejkovičová Slávka  
 Department of Geosciences, University of Aveiro, Portugalsko, postdoktorandský výskumný 

pobyt (as assistant researcher in the area of Earth and Atmosphere sciences, subresearch field: 

Material science), 07. 2009 - 06. 2012. Skúmanie vplyvu pozolánovej aktivity rôznych typov 

metakaolínov na vlastnosti vápenných mált pre rekonštrukciu historických budov. Vplyv 
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ďalších aditív (sepiolit, palygorskit, zeolit) na zmenu mechanických vlastností pripravených 

mált. 

  

Čeklovský Alexander 
 Department of Applied Chemistry, Graduate Course of Urban Environmental Sciences, Tokyo 

Metropolitan University, Tokio, Japonsko, postdoktorandský výskumný pobyt, 07. 2010 - 03. 

2011. Štúdium hybridných systémov zloţených z ílových minerálov a metaloporfyrínov pre 

vývoj optických fosforescenčných senzorov kyslíka. 

  

Hrachová Jana 
 Department of Polymer Technology, Mechanical Engineering, Eindhoven University of 

Technology, Holandsko, postdoktorandský výskumný pobyt, 01. 04. 2010 - 31. 12. 2011. 

Názov projektu: Stanyl PA46 wear and friction. Projekt je zameraný na výskum rôznych 

druhov polyamidov, hlavne však polyamidu 4-6, pre holandského producenta DSM. Výskum 

zahŕňa testovanie mechanických vlastností, stanovenie odolnosti polyamidov voči poškrabaniu, 

treniu a opotrebovaniu vzhľadom na rozličné podmienky prostredia. 

  

Hrobárik Peter 
 Institut für Chemie, Technische Universität Berlin (10/2010-12/2011). Postdoktorandský 

výskumný pobyt v Nemecku podporovaný nadáciou Alexander von Humboldt. Projekt je 

zameraný na vývoj a aplikáciu nových relativistických metód pre výpočet a interpretáciu NMR 

spektier paramagnetických zlúčenín, ako aj štúdium štruktúry aktívnych centier rôznych 

metaloenzýmov a reakčných mechanizmov významných priemyselných katalyzátorov 

obsahujúcich prechodné kovy modernými metódami kvantovej chémie. 

  

Komorovský Stanislav 

 Laboratoire de Chimie et Physique Quantiques, Universite de Toulouse, Francúzsko, projekt je 

zameraný na teoretické štúdium narušenia parity v chirálnych molekulách. (01. 04. 2011 - 31. 

03. 2012) 

  

Korenko Michal 
 Department of fluorine chemistry, Nuclear Research Institute Plc., Řeţ u Prahy, Česká 

republika, postdoktorandský výskumný pobyt, 01. 2009 - 02. 2011. Pyrochemické a 

pyrometalurgické separačné metódy fluidného paliva na báze roztavených solí. 

Elektrochemická separácia aktinoidov a lantanoidov v prostredí roztavených fluoridov. 

  

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

Nórsko, projektový inţinier, 01. 11. 2008 - 31. 12. 2011. Vývoj (R&D) a inovácia technológie 

výroby hliníka Hall-Heroultovým procesom. 

  

Michálek Martin 
 Fachhochschule Münster - University of Applied Sciences, Nemecko, doktorandský výskumný 

pobyt (doktorand v oblasti konštrukčnej keramiky), 02. 2011 - 01. 2012. Funkcionalizácia 

uhlíkových nanorúrok (CNTs) s následnou homogénnou dispergáciou CNTs do keramickej 

matrice (Al2O3) s ohľadom na reologické vlastnosti suspenzií. 

  

Michálková Monika 
 Fachhochschule Münster - University of Applied Sciences, Nemecko, postdoktorandský 

výskumný pobyt (vedecký pracovník v oblasti fotochémie), 02. 2011 - 01. 2012. Postavenie 

LED fotoreaktora a skúmanie fotochemických reakcií v oblasti UV ţiarenia a modrého svetla. 

Vyuţitie rozkladných fotochemických reakcií na prípravu častíc z roztoku. 
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Plachký Tomáš 
 Department of Material Science, Technical University Darmstadt, Darmstadt, Nemecko, 01. 08. 

- 28. 10. 2011. Pobyt sa uskutočnil v rámci bilatelárného projektu DAAD medzi SAV a TUD. 

Náplňou pobytu bola príprava polymérov na bázi polysiloxánu, ich modifikácia acetylacetátom 

lutécia na zlepšenie vysokoteplotných vlastností, acetátom európia na prípravu 

luminiscenčných materiálov a alkoxidom hliníka na prípravu Si3N4 kompozitov. Takto 

pripravené polyméry boli zosieťované a prípadne aj pyrolyzované a boli vyhodnotené 

vlastnosti týchto materiálov. 

  

Repiský Michal 
 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. 2012. 

  

Prednášky zahraničných pracovníkov, ktorí navštívili ÚACH SAV 
 

Prof. Christopher BREEN, Materials and Engineering Research Institute, Sheffield Hallam 

University, UK, 

―Using Clays to Enhance the Properties of Polymers‖ (11. 05. 2011) 

  

Prof. Rajendra K. BORDIA, University of Washington, Department of Materials Science and 

Engineering, Seattle, USA, 

―Polymer Derived Ceramic Coatings: Processing, Mechanics, and Performance‖ (13. 05. 2011) 

  

Prof. I-Wei CHEN, Department of Materials Science and Engineering, University of Pennsylvania, 

Philadelphia, PA, USA, 

―Electric Field Induced Microstructure Instability: Ionomigration, Electrosintering and Grain 

Growth" (21. 11. 2011) 

  

Prof. James D. KUBICKI, Department of Geosciences, Pennsylvania State University 

―Computational Chemistry and Spectroscopy of Mineral - Water Interfaces‖ (25. 05. 2011) 

  

Dr. Victoria KRUPSKAYA, Laboratory of Crystal Chemistry of Minerals, Institute of Geology of 

Ore Deposits, Petrography, Mineralogy and Geochemistry, Russian Academy of Science, 

―Crystal Chemical Features of Kerolite-Stevensite Mixed-Layered Minerals‖ (6. 09. 2011) 

  

Dr. Günter MOTZ, University of Bayreuth, Ceramic Materials Engineering, Germany, 

―Development of PDC-Based Coatings― (22. 09. 2011) 

  

Prof. G.M. ZHIDOMIROV, Institute of Catalysis, Novosibirsk, Russia, 

"Molecular Models of Active Centres in Zeolite Catalysts" (19. 04. 2011)  

  

  

 

Prehľad údajov o medzinárodnej mobilite pracovníkov organizácie je uvedený v Prílohe E. 

 



 
Správa o činnosti ÚACH SAV         2011 

 

27 

5.  Vedná politika  

 

 

Ústav má rozpracovanú vednú politiku, ktorá je zaloţená na inovatívnosti vedeckého smerovania, 

ambicióznosti vedeckých osobností, ako aj autonómnosti vedúcich vedeckých tímov. Správnosť 

tohto smerovania dokumentuje aj vytipovanie špičkových a nadpriemerných tímov v SAV 

agentúrou ARRA, keď z ÚACH sa dva tímy umiestnili medzi špičkovými a jeden ako 

nadpriemerný. 

  

Projektové tímy 

Štruktúra ústavu v sebe inherentne zahŕňa flexibilné projektové tímy, ktoré sú vytvárané s 

ohľadom na objektové, resp. metodické moţnosti 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 umoţňuje 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 udrţať priemerný vek zamestnancov v 

rozpätí 40 aţ 45 rokov. Podpora zamestnávania mladých vedeckých pracovníkov je dlhodobou 

úlohou vedenia ústavu. Pre zvýšenie počtu a motivácie mladých absolventov doktorandského 

štúdia navyše, 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 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. 
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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. Ústav je 

tieţ zapojený do výskumnovzdelávacieho centra excelentnosti APVV (VVCE-0033-07). Spoločne 

sa riešia projekty VEGA a APVV. V spolupráci s touto fakultou sa intenzívne vyuţíva prístrojové 

vybavenie spoločných pracovísk (pozri 6.3.). Prof. RNDr. J. Noga, DrSc. má hlavný úväzok na 

fakulte. RNDr. J. Bujdák, DrSc. a doc. RNDr. M. Drábik, CSc. prešli v roku 2011 s hlavným 

úväzkom na fakultu, na ktorej vyučujú vybrané predmety Bc. a Mgr. štúdia. Doc. RNDr. M. Drábik, 

CSc. je členom Rigoróznej komisie na Katedre anorganickej chémie tejto fakulty. Prof. RNDr. J. 

Noga, DrSc. je externým členom Vedeckej rady ÚACH SAV. Pracovníci ÚACh viedli na PríFUK v 

roku 2011 šiestich doktorandov.      

       

Názov univerzity/vysokej školy a fakulty: Fakulta prírodných vied UMB     

Druh spolupráce (spoločné pracovisko alebo iné): Spolupráca v rámci projektu Rozvoj 

znalostných a pedagogických kompetencií pracovníkov vedy a výskumu a doktorandov na UMB     

Začiatok spolupráce: 2011     

Zameranie: spolupráca na pedagogickom procese     

Zhodnotenie: RNDr. P. Komadel, DrSc. mal dva dni prednášok pre zamestnancov a študentov 

UMB na témy ―Bentonity a smektity― a ―Chemicky spôsobené zmeny ílových minerálov―. 

Absolventky tejto fakulty Mgr. A. Brtáňová a Mgr. V. Bizovská sú internými doktorandkami 

ÚACH a Prírodovedeckej fakulty UK v odbore anorganická chémia. V tomto odbore nemá Fakulta 

prírodných vied UMB BB akreditované doktorandské štúdium, takţe je moţná spolupráca aj v 

budúcnosti s končiacimi študentami magisterského štúdia.      

       

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 sa FCHPT v roku 

2008 stala štvrtým členom konzorcia a spoluzriaďovateľom Centra kompetencie skla Vitrum 

Laugaricio – VILA. Doc. Ing. D. Galusek, PhD. je vedúcim Oddelenia keramiky, skla a cementu. 

Pracovníci ÚACh viedli na FCHPT v roku 2011 štyroch doktorandov. FCHPT je partnerom ÚACH 

SAV v projekte Centrum pre materiály, vrstvy a systémy pre aplikácie a chemické procesy v 

extrémnych podmienkach "MACHINA – Etapa I a MACHINA - Etapa II", financovaných zo ŠF, 

OP VaV.      
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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. Ing. 

Frajkorová, ktorá bola v r. 2011 internou doktorandkou ústavu, je absolventkou inţinierskeho štúdia 

Hutníckej fakulty TU. Prof. RNDr. P. Šajgalík, DrSc. je členom vedeckej rady fakulty.      

       

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) rieši ÚACH SAV v spolupráci s touto univerzitou spoločné projekty VEGA. V 

spolupráci s TnU AD pripravil ÚACH SAV dve ţiadosti o nenávratný finančný príspevok v rámci 

Operačného programu VaV, z ktorých jeden, projekt „Centrum excelentnosti pre keramiku, sklo a 

silikátové materiály‖ akronym CEKSIM, ITMS kód 26220120056, bol schválený na financovanie 

so začiatkom riešenia projektu od 09/2010. Projekt financovaný v celkovej sume 3,9 milióna € bude 

zameraný na vybudovanie a zriadenie centra v priestoroch TnU AD a na rozvíjanie ďalšej 

spolupráce medzi oboma inštitúciami. Prof. RNDr. P. Šajgalík, DrSc. je členom Vedeckej rady TnU 

AD. 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, Česká republika     

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. je členom 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 

sa školia 3 doktorandky z VŠB Ostrava. Doc. Ing. M. Hnatko, PhD. a doc. Ing. Lenčéš, PhD. sú 

menovaní školiteľmi špecialistami týchto doktorandov. 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 inţenýrství.      
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6.2. Významné aplikácie výsledkov výskumu v spoločenskej praxi alebo vyriešenie problému 

pre štátnu alebo neziskovú inštitúciu  

 

 

6.3. Iná činnosť vyuţiteľná pre potreby spoločenskej praxe  

     

Centrum kompetencie skla - VILA (Vitrum Laugaricio):  

V roku 2011 pokračovala činnosť Centra kompetencie skla (VILA), spoločného pracoviska ÚACH 

SAV, TnU AD, FCHPT STU a RONA, a.s. Úlohou centra je stimulácia a rozvoj základného a 

aplikovaného výskumu v oblastiach súvisiacich so sklom ako materiálom, jeho výrobou a 

zušľachťovaním, a základný a aplikovaný výskum v oblasti pokročilých oxidových keramických a 

sklokeramických materiálov.  

       

Pracovisko pre simultánnu TG-DTA analýzu:  

SDT 2960 T. A. Instruments. Prístroj sa vyuţíva pre termoanalytický výskum materiálov do teploty 

1 500 °C. Popri pracovníkoch ÚACH ho vyuţívajú na základe dohody pracovníci FCHPT STU, 

PríF UK a ÚSTARCH SAV pre riešenie úloh základného výskumu a pre pedagogické účely. 

Vedecké výsledky získané vyuţitím tohto prístroja boli v roku 2011 predmetom viacerých 

spoločných publikácií a prednášok na konferenciách.      

       

Pracovisko s vysokorozlišovacím rtg. práškovým difraktometrom:  

STOE STADI-P. Partneri dohody o vytvorení tohto pracoviska sú: FCHPT STU, PríF UK a ÚACH 

SAV. Prístroj sa vyuţíva hlavne na merania veľmi malých mnoţstiev vzoriek a na získavanie dát 

určených na stanovenie mrieţkových parametrov alebo spresňovanie kryštálových štruktúr.      

       

Spoločné pracovisko FTIR spektroskopie:  

FTIR spektrometer Nicolet Magna 750, vyuţívajú zamestnanci partnerských pracovísk ÚACH 

SAV, CHÚ SAV, FCHPT STU a PríF UK. Prístroj slúţi pre potreby základného výskumu a pre 

pedagogické účely jednotlivých uţívateľov, pričom kaţdý partner rieši svoje vlastné úlohy. V 

novembri 2008 bol z prostriedkov projektu APVV-VVCE (zod. riešiteľ RNDr. P. Komadel, DrSc.) 

zakúpený nový FTIR spektrometer Nicolet 6700 s príslušenstvom, na ktorý čiastočne prispel v roku 

2009 aj CHÚ SAV. Prístroj inštalovaný v priestoroch spoločného pracoviska FTIR spektroskopie 

výrazne zvýšil kapacitu pracoviska a vďaka vybaveniu spektrometra prídavnými zariadeniami z 

prostriedkov ŠF (projekt MACHINA, ITMS kód 26240120007) sa rozšírili moţnosti merania IČ 

spektier o nové techniky.      
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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: Centrum kompetencie skla - VITRUM LAUGARITIO     

Partner(i): RONA a.s., TnU AD, FCHPT STU     

Zameranie: Stimulácia a rozvoj základného a aplikovaného výskumu      

Rok zaloţenia: 2004     

Zhodnotenie: V roku 2011 pokračovala činnosť Centra kompetencie skla, spoločného pracoviska 

ÚACH SAV, TnU AD, FChPT STU a RONA, a.s. Úlohou centra je stimulácia a rozvoj základného 

a aplikovaného výskumu v oblastiach súvisiacich so sklom ako materiálom, jeho výrobou a 

zušľachťovaním, a základný a aplikovaný výskum v oblasti pokročilých oxidových keramických a 

sklokeramických materiálov. V rámci centra sa v roku 2011 začalo budovať Centrum excelentnosti 

pre keramiku, sklo a silikátové materiálov CEKSIM. Tento projekt je podporený čiastkou 3 976 900 

€. ÚACH v spolupráci s RONA v rámci Operačného programu VaV rieši projekt s názvom 

―Priemyselný výskum pre potreby zefektívnenia unikátnej technológie tavenia a tvarovania 

úţitkového skla‖, akronym PVTECHSKLO. Finančné prostriedky tohto projektu sú v celkovej 

výške 1 400 281 €, z čoho pre ÚACH SAV pripadne 436 700 €. V rámci tohto projektu bolo 

zriadené aj spoločné pracovisko.      

       

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 zaloţenia: 2011     

Zhodnotenie: V 05/2011 bola podpísaná partnerská zmluva a štatút Spoločného pracoviska medzi 

partnermi. Realizovalo sa hodnotenie úloh za prvých 12 mesiacov projektu a začala sa príprava 

programu pre ďalší rok projektu. Informácia o vzniku spoločného pracoviska ako aj výsledky jeho 

činnosti boli prezentované na tlačovej konferencii.      

   

 

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): 2013     

Objem získaných prostriedkov v beţnom roku (€): 12 530     

Stručný opis výstupu/výsledku: Vývoj nových ţiaruvzdorných materiálov na báze Al2O3-SiAlON 

a MgO-MgAlON.     

Zhodnotenie: Partner RHI AG predĺţil kontrakt s ÚACH SAV o ďalšie tri roky do roku 2013.      

       

Názov kontraktu: Analýza poškodeného povrchu skla budovy     

Partner(i): Vlastníci bytov a NP v bytovom dome prostredníctvom ETP Management budov, s.r.o.     

Začiatok spolupráce (v súlade s podpísaným kontraktom): 2011     

Ukončenie spolupráce (ak ide o spoluprácu v krátkom období): 2011     
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Objem získaných prostriedkov v beţnom roku (€): 1 985     

Stručný opis výstupu/výsledku: Jednoznačne sa preukázalo, ţe problematická je nielen farebná 

nestálosť, ale aj chemická nestabilita pouţitého materiálu na fasády objektov, ktoré sú zdrojom 

znečistenia sklených tabúľ.     

   

 

7.3. Iná činnosť vyuţiteľná pre potreby hospodárskej praxe  

     

Vypracovaný ―Technický audit na posúdenie výšky potrebných minimálnych kapitálových 

výdavkov, ktoré sú potrebné na podporu plánovaného rastu spoločnosti RONA a.s., Lednické 

Rovne, počas obdobia biznis plánu na r. 2012 – 2013‖.      
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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 

 

doc. Ing. Dušan Galusek, PhD. 

Ministerstvo obrany Slovenskej 

republiky 

národný expert SR v 

European Defense Agency 

Komisia pre námietky pri 

verejnom obstarávaní 

externý člen 

Mgr. Stanislav Kedţuch, PhD. 
Slovenská komisia chemickej 

olympiády 

člen 

Ing. Michal Korenko, PhD. 
Komisia pre námietky pri 

verejnom obstarávaní 

externý člen 

 

prof. RNDr. Jozef Noga, DrSc. 

Akreditačná komisia SR člen pracovnej skupiny pre 

oblasť výskumu Chémia, 

chemická technológia a 

biotechnológie 

 

 

 

prof. RNDr. Pavol Šajgalík, 

DrSc. 

Agentúra na podporu výskumu a 

vývoja - komisia pre nový spôsob 

hodnotenia projektov 

predseda 

Slovenská komisia pre vedecké 

hodnosti (SKVH) 

predseda 

Komisia ministra školstva pre 

udeľovanie Ceny ministra školstva 

člen 

Agentúra na podporu výskumu a 

vývoja - podpora prípravy 

projektov 7. Rámcového programu 

výskumu a vývoja  

člen komisie 

  

Ing. Daniel Tunega, CSc. 

 

Akreditačná komisia SR 

člen pracovnej skupiny pre 

oblasť výskumu Chémia, 

chemická technológia a 

biotechnológie 

  

8.2.  Expertízna činnosť a iné sluţby pre štátnu správu a samosprávy  

 

Názov expertízy: Spoluautor úloh Chemickej olympiády 

Adresát expertízy: MŠ SR 

Spracoval: Mgr. Stanislav Kedţuch, PhD.  

 

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 

  

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 Typ
1
 Názov Miesto zverejnenia Dátum 

RNDr. Juraj Bujdák, 

DrSc. 
RO 

Príspevok o fluorescenčnom 

spektrofotometri v relácii 

Mozaika regiónu 

 Rádio Regina 14.6.2011 

doc. RNDr. Milan 

Drábik, CSc. 

. 

PB 

Celosvetový chemický 

experiment pre ţiakov a 

študentov v SR 

konferencia „Quo vadis 

vyučovanie k vede a technike‖, 

Tyţdňa vedy a techniky 

7.11.2011 

TL 

Globálny chemický 

experiment pre 

Medzinárodný rok chémie 

2011 

ChemZi 6/12, 59-61 (2010, vyšlo 

v r. 2011) 
2011 

PB 
Voda – chemické riešenie 

alebo chemický roztok 

Vedecká cukráreň, na pozvanie 

CVTI SR a Mladí vedci s.r.o. 
18.10.2011 

TV Voda naša kaţdodenná 
TV Bratislava, regionálna 

televízia 
20.10.2011 

Mgr. Stanislav Kedţuch, 

PhD. 

PB 

3. Odborné sústredenie z 

chémie, biológie a 

prírodných vied pre 

študentov základných a 

stredných škôl 

Bardejov 28.5.2011 

TL 

Riešenie a hodnotenie úloh 

zo všeobecnej a fyzikálnej 

chémie (II) 

CHEMICKÉ ROZHĽADY, 1 / 

2011, ISSN 1335–8391 
2011 

TL 
Úlohy zo všeobecnej a 

fyzikálnej chémie (II) 

CHEMICKÉ ROZHĽADY, 1 / 

2011, ISSN 1335–8391 
2011 

RNDr. Peter Komadel, 

DrSc. 
TL 

Špičkovú vedu pod Tatrami 

robia Amerikánci 
Trend 1.12.2011 

Ing. Michal Korenko, 

PhD. TL 

"Marťan" Edward Teller 

Maďarská stopa pri vývoji 

jadrovej a vodíkovej bomby 

História 1-2/2011/ Človek a doba 2011 

TL Je ropa naozaj fosílne palivo? Quark 1.1.2011 

TL 
Zukunft slowakischer 

Kernkraftwerke 
Neue Wiener Online Zeitung 30.6.2011 

Dr. Vladimír Malkin, 

DrSc. 

Dr. Oľga Malkin 
PB 

Prednáška v ramci The Euro-

Indian week in Wuerzburg: 

Relativistic quantum-

mechanical simulations of 

NMR and EPR spectra and 

their impact on life around 

us. 

Wuerzburg, Germany 8.7.2011 

prof. RNDr. Jozef Noga, 

DrSc. 
TL Rozhovor pre rubriku Veda Denník SME 4.12.2011 

prof. RNDr. Pavol 

Šajgalík, DrSc. 
RO 

Analýza povrchu materiálov 

a metóda röntgenovej 

fotoelektrónovej 

spektroskopie v relácii 

Solaris 

Rádio Regina 21.1.2011 

 RO 
Desať minút s vedou - 

rozhovor 
Slovenský rohlas - rádio Devín 

 

24.10.2011 
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 RO Hodina s vedcom 

Slovenský rozhlas - Rádio 

Regina 

 

20.10.2011 

 TV 
Metamorfózy keramiky - 

rozhovor 
Televízia TA3 30.10.2011 

 PB 

Metamorfózy keramiky: od 

Vestonickej Venuše po 

nepriestrelné panciere 

Vedecká kaviareň 27.10.2011 

 TL 

Najlepšie v roku 2010: 

Supermateriál grafén 

skúmajú aj na Slovensku 

Denník SME 7.1.2011 

prof. RNDr. Pavol 

Šajgalík, DrSc. 
TL 

Našim predkom spadla hlina 

do ohňa asi náhodou 
Denník SME 25.9.2011 

 TL 

Nový prístroj 

bombardovaním určuje 

povrch materiálu 

Pravda 21.1.2011 

 TL 
Prečo má raketoplán 

keramický plášť? 
Denník SME 30.7.2011 

 PB 
Prečo má raketoplán 

keramický plášť? 

Detská univerzita Komenského, 

Divadlo Aréna 
20.7.2011 

 TL Vyvinuli pancier z keramiky Haló Bratislava, č.1, str. 20 2011 

 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 19  TV 2 

 rozhlas 8  internet 0  exkurzie 1 

 publikácie 0  multimediálne nosiče 0  dokumentárne filmy 0 

 

9.2.  Vedecko-organizačná činnosť  

 

Tabuľka 9c Vedecko-organizačná činnosť 

Názov podujatia 
Domáca/ 

medzinárodná 
Miesto Dátum konania 

Počet 

účastníkov 

Engineering Ceramics 2011  

from Materials to 

Components 
medzinárodná 

Kongresové 

centrum 

Smolenice, 

Slovensko 

08.05.-12.05.2011 90 

XXIII. International 

conference on coordination 

and bioinorganic chemistry 

medzinárodná 
Smolenice, 

Slovakia 
05.06.-10.06.2011 125 

Slovenská a česká 

konferencia o skle 
medzinárodná 

Trenčianske 

Teplice 
30.11.-02.12.2011 110 

  

 

9.3.  Účasť na výstavách  

     

Názov výstavy: CONECO, 32. medzinárodný veľtrh stavebníctva     

Miesto konania: Incheba Expo, Bratislava     

Dátum: 29. 3. 2011     
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Zhodnotenie účasti: V dňoch 29. 03. - 02. 04. 2011 sa v rámci stánku SAV prezentoval Ústav 

anorganickej chémie SAV. V rámci výskumno-vývojových aktivít ústavu bol prezentovaný prístroj 

na prípravu hutných konštrukčných keramických materiálov metódou horúceho lisovania. Tento 

prístroj bol vyvinutý a skonštruovaný pracovníkmi ústavu a svojou konštrukciou a technickými 

parametrami (pracovná teplota do 2 000°C, redukčná atmosféra, mechanický tlak do 40 MPa) patrí 

do skupiny výnimočných.       

 

Názov výstavy: Chemistry Slovakia 2011, veľtrh     

Miesto konania: Incheba Expo, Bratislava     

Dátum: 12. 4. 2011     

Zhodnotenie účasti: Ústav anorganickej chémie a Centrum excelentnosti CE MACHINA II boli v 

dňoch 12. - 14. 04. 2011 prezentované na veľtrhu Chemistry Slovakia 2011 v bratislavskej Inchebe. 

Návštevníci a záujemcovia získali informácie o projekte a zároveň im boli rozdávané propagačné 

materiály. Prof. RNDr. P. Šajgalík, DrSc. pre návštevníkov veľtrhu predniesol prednášku na tému: 

„Nezničiteľné materiály na kaţdý deň"      

       

Názov výstavy: Noc výskumníka     

Miesto konania: Nákupné centrum AVION, Bratislava     

Dátum: 23. 9. 2011     

Zhodnotenie účasti: V rámci Noci výskumníka prezentovalo oddelenie keramiky výsledky 

výskumu a vývoja syntetických luminofórov. Luminofóry sú látky, ktoré transformujú 

elektromagnetické vlnenie istej vlnovej dĺţky do oblasti viditeľného svetla. Keď takýmito látkami 

pokryjeme povrch LED diódy vyţarujúcej na jednej vlnovej dĺţke, môţeme ju pomocou nich 

transformovať do rôznych farieb viditeľného svetla tak, aby sme získali biele svetlo. Na 

jednoduchom príklade boli širokej verejnosti prezentované výhody pouţitia LED diód oproti 

wolfrámovej ţiarovke. Výmenou wolfrámovej ţiarovky za LED lampu dokáţeme pri tom istom 

svetelnom výkone ušetriť aţ 97 % energie. Prezentácia pritiahla mnoho záujemcov, ktorí mali veľa, 

prevaţne praktických otázok týkajúcich sa hlavne úspory elektrickej energie v domácnosti. Prof. 

RNDr. P. Šajgalík, DrSc. predniesol dva príspevky v rámci Noci výskumníkov: prednáška vo 

Vedeckej kaviarni „Inovačný trojuholník―; prednáška v SNM-PM „Nezničiteľné materiály na kaţdý 

deň―.      

 

 

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 1 0 0 

 

  

9.5.  Členstvo v redakčných radách časopisov  

 

doc. Ing. Miroslav Boča, PhD.  

Chemical Papers (funkcia: Associate editor pre anorganickú chémiu)  

 

doc. RNDr. Milan Drábik, CSc.  

Ceramics-Silikáty  (funkcia: člen) 

ChemZi (funkcia: člen)  

 

doc. Ing. Dušan Galusek, PhD.  

Ceramics-Silikáty (funkcia: člen)  
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RNDr. Peter Komadel, DrSc.  

Applied Clay Science (funkcia: člen) 

Clay Minerals (funkcia: člen) 

Clays and 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) 

Sklář a keramik (funkcia: člen)  

 

prof. RNDr. Pavol Šajgalík, DrSc.  

Ceramics-Silikáty (funkcia: člen) 

Journal of Ceramic Science and Technology  (funkcia: člen) 

Keramický Zpravodaj  (funkcia: člen) 

Key Engineering Materials (funkcia: člen International Advisory Board) 

Processing and Application of Ceramics (funkcia: člen)  

 

 

9.6.  Činnosť v domácich vedeckých spoločnostiach  

 

Mgr. Slávka Andrejkovičová, PhD.  

Slovenská ílová spoločnosť (funkcia: člen)  

 

Ing. Peter Barborík  

 

Slovenská chemická spoločnosť (funkcia: člen)  

 

Mgr Valéria Bizovská  

 

Slovenská ílová spoločnosť (funkcia: člen)  

 

doc. Ing. Miroslav Boča, PhD.  

 

Humboldtov klub v SR  (funkcia: člen) 

Slovenská chemická spoločnosť (funkcia: člen)  

 

Mgr. Anna Brtáňová  

 

Slovenská ílová spoločnosť (funkcia: člen)  

 

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) 
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Slovenská spektroskopická spoločnosť (funkcia: člen)  

 

doc. RNDr. Milan Drábik, CSc.  

Asociácia slovenských chemických a farmaceutických spoločností (ASCHFS) (funkcia: 

predseda) 

Slovenská chemická spoločnosť (funkcia: podpredseda Predsedníctva SCHS (od r. 2009)) 

Slovenská silikátová vedecko-technická spoločnosť (funkcia: člen)  

 

doc. Ing. Dušan Galusek, PhD.  

Humboldtov klub v SR  (funkcia: člen) 

Slovenská silikátová vedecko-technická spoločnosť (funkcia: člen) 

Slovenská sklárska spoločnosť (funkcia: člen predstavenstva, vedecký tajomník)  

 

Ing. Veronika Gurišová  

Slovenská chemická spoločnosť (funkcia: člen)  

 

RNDr. Jana Hrachová, PhD.  

Slovenská chemická spoločnosť (funkcia: člen) 

Slovenská ílová 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 Kedţuch, PhD.  

Slovenská chemická spoločnosť (funkcia: člen)  

 

RNDr. Peter Komadel, DrSc.  

Slovenská chemická spoločnosť (funkcia: člen výboru Odbornej skupiny anorganická chémia) 

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. 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) 



 
Správa o činnosti ÚACH SAV         2011 

 

39 

Slovenská silikátová vedecko-technická spoločnosť (funkcia: člen výboru)  

 

prof. Ing. Marek Liška, DrSc.  

Slovenská sklárska spoločnosť (funkcia: podpredseda)  

 

RNDr. Jana Madejová, DrSc.  

Slovenská chemická spoločnosť  (funkcia: člen) 

Slovenská ílová spoločnosť (funkcia: predseda)  

 

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)  

 

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)  

 

Ing. Jaroslav Sedláček, PhD.  

Slovenská silikátová vedecko-technická 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) 

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)  
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Ing. Jana Valúchová, PhD.  

Slovenská ílová spoločnosť (funkcia: člen)  

 

Ing. Zuzana Vasková, PhD.  

Slovenská chemická spoločnosť (funkcia: člen)  

 

 

9.7.  Iné dôleţité informácie o vedecko-organizačných a popularizačných aktivitách 

  

 Dňa 10. 11. 2011 pripravil Ústav anorganickej chémie SAV v rámci Týţdňa vedy a techniky na 

Slovensku 2011 „Deň otvorených dverí ÚACH SAV―. Celodenný program začal krátkym 

privítaním návštevníkov vo vestibule budovy, kde sa návštevníci mohli zoznámiť s programom, 

ktorý bol pre nich pripravený. Pre návštevníkov boli pripravené dve prezentácie. Jedna z oblasti 

keramiky – „Prečo má raketa keramický plášť?― a druhá o vyuţití výpočtovej techniky pri riešení 

problémov v chémii s názvom „Chémia v počítači―. Návštevníci si prezreli vybrané laboratóriá, kde 

im bol poskytnutý odborný výklad prezentujúci zameranie jednotlivých oddelení ÚACH SAV. 

Prezreli si taktieţ najnovšie prístrojové vybavenie pracoviska a pracovníci ústavu im predviedli 

praktické ukáţky niektorých chemických experimentov. Zaujímavá prezentácia bola pre 

návštevníkov pripravená na skenovacom elektrónovom mikroskope v spolupráci so Slovenskou 

silikátovou vedecko-technickou spoločnosťou. Návštevníci si mohli pozrieť aj výstavku finálnych 

produktov, ktoré vznikli na základe výskumu na ÚACH. Počas celého dňa bolo moţné sledovať 

vývesné tabule s tématikou výskumu ústavu. K dispozícii boli propagačné materiály, výtlačky 

vedeckých časopisov a powerpointová prezentácia o Ústave anorganickej chémie SAV, doplnená 

krátkymi videami z oblasti priemyslu. Jedna obrazová prezentácia bola venovaná aktuálnemu Roku 

chémie. Dňa otvorených dverí sa zúčastnilo okolo 80 študentov z bratislavských i 

mimobratislavských stredných i vysokých škôl. 
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10.  Činnosť kniţnično-informačného pracoviska  

 

 

10.1.  Kniţničný fond 

  

Tabuľka 10a Kniţničný fond 

Kniţničné jednotky spolu 7483 

z toho 

knihy a zviazané periodiká 7483 

audiovizuálne dokumenty   

elektronické dokumenty (vrátane digitálnych)   

mikroformy   

iné špeciálne dokumenty - dizertácie, výskumné správy   

Počet titulov dochádzajúcich periodík 8 

  z toho zahraničné periodiká 6 

Ročný prírastok kniţničných jednotiek 16 

v tom 

kúpou 16 

darom   

výmenou   

bezodplatným prevodom   

Úbytky kniţničných jednotiek   

Kniţničné jednotky spracované automatizovane   

  

 

 

10.2.  Výpoţičky a sluţby 

  

Tabuľka 10b Výpoţičky a sluţby 

Výpoţičky spolu 140 

z toho 

odborná literatúra pre dospelých   

výpoţičky periodík 60 

prezenčné výpoţičky   

MVS iným kniţniciam   

MVS z iných kniţníc   

MMVS iným kniţniciam   

MMVS z iných kniţníc 80 

Počet vypracovaných bibliografií   

Počet vypracovaných rešerší   
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10.3.  Pouţívatelia  

  

Tabuľka 10c Uţívatelia 

Registrovaní pouţívatelia   

Návštevníci kniţnice spolu (bez návštevníkov podujatí) 200 

  

10.4.  Iné údaje 

  

Tabuľka 10d Iné údaje 

On-line katalóg kniţnice na internete ( 1=áno, 0=nie)   

Náklady na nákup kniţničného fondu v € 2232,15 

  

10.5.  Iné informácie o kniţničnej 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.  

- Predseda rady riaditeľov 2. Oddelenia vied  

 

11.3.  Členstvo vo vedeckých kolégiách SAV  

 

RNDr. Peter Komadel, DrSc.  

- VK SAV pre chemické vedy (predseda)  

 

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  

 

prof. RNDr. Jozef Noga, DrSc.  

- Komisia SAV pre spoluprácu s vysokými školami (člen)  

 

prof. RNDr. Pavol Šajgalík, DrSc.  

- Komisia SAV pre vednú politiku a prognózy vývoja vedy a spoločnosti (člen)  

  

 

11.5.  Členstvo v orgánoch VEGA  

 

doc. Ing. Dušan Galusek, PhD.  

- VEGA č. 7 pre strojárstvo a príbuzné odbory informačných a komunikačných technológií a 

materiálové inţinierstvo (člen komisie)  

 

prof. Ing. Marek Liška, DrSc.  

- VEGA č. 3  pre chemické vedy chemické inţinierstvo a biotechnológie (člen komisie)  

 

RNDr. Jana Madejová, DrSc.  

- Komisia VEGA č. 3 pre chemické vedy, chemické inţinierstvo a biotechnológie (člen komisie)  

 

Dr. Vladimír Malkin, DrSc.  

- Komisia VEGA č. 3 pre chemické vedy, chemické inţinierstvo a biotechnológie (člen komisie)  
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12. Hospodárenie organizácie  
 

12.1. Výdavky RO SAV  

Tabuľka 12a Výdavky RO SAV (v €) 

 

Kategória 

Posledný 

upravený 

rozpočet r. 2011 

Čerpanie k 

31.12.2011 

celkom 

z toho: 

z rozpočtu z mimoroz. 

zdrojov 

 Výdavky spolu  4 278 054 4 676 915 4 136 050 540 865 

 z toho:         

 - kapitálové výdavky 2 898 389 2 824 608 2 756 389 68 219 

 - beţné výdavky 1 379 665 1 852 307 1 379 661 472 646 

z toho:         

- mzdové výdavky 720 483 836 491 720 483 116 008 

odvody do 

poisťovní a NÚP 

252 023 285 010 252 023 32 987 

- tovary a ďalšie 

sluţby 

407 157 730 806 407 155 323 651 

z toho:         

- výdavky na 

projekty (VEGA, 

APVV, ŠPVV, MVTP, 

ESF) 

402 917 726 566 402 915 323651 

- výdavky na 

periodickú tlač 

        

- transfery na 

vedeckú výchovu 

4 240 4 240 4 240 0 

  

12.2. Príjmy RO SAV 
  

Tabuľka 12b Príjmy RO SAV (v €) 

Kategória Posledný upravený 

rozpočet r. 2011 

Plnenie k 31.12.2011 

Príjmy spolu: 9 528 553 395 

z toho:     

rozpočtované príjmy (účet 19) 9 528 9 528 

z toho:     

- príjmy za nájomné     

mimorozpočtové príjmy (účet 780) 0 543 867 
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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 

2011  

 

15.1.  Domáce ocenenia  

 

 

15.1.1. Ocenenia SAV  
 

 

15.1.2. Iné domáce ocenenia        
 

 

Identifikácia špičkových vedeckých tímov a ich členov na SAV       

Oceňovateľ: Akademická rankingová a ratingová agentúra      

Opis:. Vedecké tímy SAV boli pouţitím kombinácie viacerých kvantitatívnych a kvalitatívnych 

kritérií porovnané so svetovou špičkou v danom odbore.  

Špičkový tím: Oddelenie hydrosilikátov (počet členov 10, vedúci - Komadel & Bujdák) 

   Oddelenie teoretickej chémie (počet členov 6, vedúci - O. Malkin & Noga) 

Nadpriemerný tím: Oddelenie keramiky (počet členov 14, vedúci - Šajgalík) 

 

 

Madejová Jana       

Prémia za trojročný vedecký ohlas za rok 2011 v kategórii technické vedy a geovedy (I. miesto )       

Oceňovateľ: Slovenský literárny fond            

 

 

15.2.  Medzinárodné ocenenia  
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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)  

  

 

17. Problémy a podnety pre činnosť SAV  

  

Ústav je zapojený do desiatich projektov ŠF EÚ v operačnom programe VaV. Problémy s 

neflexibilnosťou a prebyrokratizovanosťou ASFEU sú uţ notoricky známe a dokonca 

medializované aj najvyššími predstaviteľmi decíznej sféry. Napriek tomu k náprave v tejto oblasti 

nedošlo. Dokonca sa problémy s ASFEU vyvíjajú do ešte absurdnejších rozmerov. Ako modelový 

príklad by mohla slúţiť nasledovná skúsenosť ÚACH. 

Agentúra pozastavila Ţiadosť o platbu ústavu (v októbri roku 2011) vzhľadom na fakt, ţe pracovník 

ústavu Ing. F. Šimko, PhD. (100 % úväzok zo ŠF) v pracovnom výkaze uviedol sluţobnú cestu na 

vedecké podujatie do Brna, ktorá bola financovaná z prostriedkov VEGA. Agentúra argumentuje 

tým, ţe pracovník na 100 % úväzku zo ŠF nesmie vykonávať činnosť na iných projektoch a nesmie 

byť ani z nich financovaný. 

Absurdita tohto názoru spočíva v dvoch rovinách; tá prvá je logická, pretoţe základným cieľom 

projektov ŠF je zvýšenie konkurencieschopnosti vedy na Slovensku v získavaní prostriedkov na 

vedu a výskum. Druhej rovine chýba akákoľvek logika. Prostriedky VEGA sú interné prostriedky 

kapitoly SAV, len sú distribuované zásluhovým spôsobom a nie paušálnym rozpisom. Je to interná 

záleţitosť SAV. Teda, Ing. F. Šimko, PhD., prísne vzaté, pouţil na svoju cestu do Brna 

inštitucionálne prostriedky, také isté ako sú inštitucionálne prostriedky, ktorými ústav kryje náklady 

na teplo, elektrickú energiu, zariadenie kancelárie, výpočtovú techniku a náklady (a to nesmierne 

vysoké) na administratívne spracovanie poţiadaviek ASFEU, týkajúce sa F. Šimka. 

Vedenie SAV by mohlo váhou svojej autority pomôcť riešiteľom projektov ŠF vyriešiť aspoň 

problémy týkajúce sa prostriedkov VEGA vo vzťahu k ASFEU. 

 

 

 

 

 

 

Správu o činnosti organizácie SAV spracoval(i):   RNDr. Jana Madejová, DrSc. 

        Ing. Helena Pálková, PhD. 

 

 

 

 

 

 

  

  

Riaditeľ organizácie SAV:  
    

.................................................................. 

prof. RNDr. Pavol Šajgalík, DrSc. 
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Prílohy  

 

Príloha A - Zoznam zamestnancov a doktorandov organizácie k 31.12.2011  

 

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

 Meno s titulmi 
Úväzok   

(v %) 

Ročný prepočítaný 

úväzok 

 Vedúci vedeckí pracovníci DrSc. 

1.  RNDr. Juraj Bujdák, DrSc. 50 0.83 

2.  RNDr. Peter Komadel, DrSc. 100 1.00 

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

4.  RNDr. Jana Madejová, DrSc. 100 1.00 

5.  Dr. Oľga Malkin, DrSc. 100 1.00 

6.  Dr. Vladimír Malkin, DrSc. 100 1.00 

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

8.  prof. RNDr. Pavol Šajgalík, DrSc. 100 1.00 

 Samostatní vedeckí pracovníci 

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

2.  Mgr. Adriana Czímerová, PhD. 100 1.00 

3.  doc. RNDr. Milan Drábik, CSc. 50 0.83 

4.  doc. Ing. Dušan Galusek, PhD. 100 1.00 

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

6.  Ing. Štefan Kavecký, CSc. 33 0.33 

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

8.  doc. Ing. Pavel Mach, CSc. 25 0.25 

9.  Ing. Ivan Nerád, CSc. 100 1.00 

10.  Ing. Eva Scholtzová, CSc. 100 1.00 

11.  RNDr. Ľubomír Smrčok, CSc. 100 1.00 

 Vedeckí pracovníci 

1.  Mgr. Slávka Andrejkovičová, PhD. 0 0.00 

2.  James Richard Asher, PhD 100 0.30 

3.  Ing. Tomáš Bučko, PhD. 25 0.25 

4.  Mgr. Alexander Čeklovský, PhD. 100 0.50 

5.  Ing. Františka Frajkorová, PhD. 100 0.25 

6.  Ing. Dagmar Galusková, PhD. 13 0.13 

7.  Ing. Katarína Ghillányová, PhD. 100 1.00 

8.  RNDr. Jana Hrachová, PhD. 0 0.00 

http://www.sav.sk/index.php?lang=sk&charset=&doc=org-user&user_no=1203
http://www.sav.sk/index.php?lang=sk&charset=&doc=org-user&user_no=1095
http://www.sav.sk/index.php?lang=sk&charset=&doc=org-user&user_no=4697
http://www.sav.sk/index.php?lang=sk&charset=&doc=org-user&user_no=1105
http://www.sav.sk/index.php?lang=sk&charset=&doc=org-user&user_no=3744
http://www.sav.sk/index.php?lang=sk&charset=&doc=org-user&user_no=1107
http://www.sav.sk/index.php?lang=sk&charset=&doc=org-user&user_no=1115
http://www.sav.sk/index.php?lang=sk&charset=&doc=org-user&user_no=1125
http://www.sav.sk/index.php?lang=sk&charset=&doc=org-user&user_no=3142
http://www.sav.sk/index.php?lang=sk&charset=&doc=org-user&user_no=3157
http://www.sav.sk/index.php?lang=sk&charset=&doc=org-user&user_no=1207
http://www.sav.sk/index.php?lang=sk&charset=&doc=org-user&user_no=1214
http://www.sav.sk/index.php?lang=sk&charset=&doc=org-user&user_no=1084
http://www.sav.sk/index.php?lang=sk&charset=&doc=org-user&user_no=6425
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9.  Mgr. Peter Hrobárik, PhD. 0 0.00 

10.  Ing. Jozef Chovanec, PhD. 100 0.25 

11.  Ing. Mária Chromčíková, PhD. 100 1.00 

12.  Mgr. Ľuboš Jankovič, PhD. 100 1.00 

13.  Mgr. Stanislav Kedţuch, PhD. 100 1.00 

14.  Ing. Róbert Klement, PhD. 27 0.27 

15.  Mgr. Stanislav Komorovský, PhD. 100 0.00 

16.  Ing. Michal Korenko, PhD. 100 1.00 

17.  Ing. Jozef Kraxner, PhD. 100 0.45 

18.  Ing. Blanka Kubíková, PhD. 100 1.00 

19.  Ing. Marián Kucharík, PhD. 0 0.00 

20.  Ing. Monika Michálková, PhD. 0 0.00 

21.  Ing. Jarmila Mlynáriková, PhD. 0 0.00 

22.  Ing. Zuzana Netriová, PhD. 0 0.00 

23.  Ing. Helena Pálková, PhD. 100 1.00 

24.  Ing. Viliam Pavlík, PhD. 100 1.00 

25.  Ing. Martin Pentrák, PhD. 100 1.00 

26.  Ing. Linda Pentráková, PhD. 100 1.00 

27.  Ing. Tomáš Plachký, PhD. 100 1.00 

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

29.  Mgr. Jana Přecechtělová, PhD. 100 0.43 

30.  Ing. Anna Prnová, PhD. 100 1.00 

31.  Mgr. Michal Repiský, PhD. 0 0.00 

32.  Ing. Jaroslav Sedláček, PhD. 100 1.00 

33.  Ing. František Šimko, PhD. 100 1.00 

34.  doc. Ing. Peter Šimurka, PhD. 100 1.00 

35.  Mgr. Peter Švančárek, PhD. 100 1.00 

36.  Ing. Jana Valúchová, PhD. 0 0.00 

37.  Ing. Štefan Varga, CSc. 100 1.00 

38.  Ing. Zuzana Vasková, PhD. 100 1.00 

39.  Ing. Martin Vitkovič, PhD. 100 1.00 

 Odborní pracovníci s VŠ vzdelaním 

1.  Bc. Martina Bukovská 100 1.00 

2.  Ing. Katarína Faturíková 100 1.00 

3.  prom.farm. Ľubica Gáliková 100 1.00 
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4.  Ing. Veronika Gurišová 100 1.00 

5.  Ing. Tomáš Hanulík 28 0.28 

6.  Ing. Ingrid Hierwegová 94 0.94 

7.  Bc. Katarína Hlavačková 80 0.80 

8.  Ing. Monika Hrabalová 100 0.16 

9.  RNDr. Klára Hrnčiarová 40 0.40 

10.  Mgr. Natália Jamrichová 100 1.00 

11.  Ing. Petra Jeřábková 0 0.00 

12.  Ing. Hana Kaňková 100 1.00 

13.  Ing. Ľubomír Koleda 100 1.00 

14.  Ing. Judita Lilová 50 0.50 

15.  Ing. Iveta Macková 100 1.00 

16.  Mgr. Marián Matejdes 30 0.30 

17.  Ing. Eva Mikšíková 125 1.25 

18.  Ing. Ján Piško 100 1.00 

19.  Ing. Jozef Priščák 100 1.00 

20.  Ing. Zuzana Slobodová 100 1.00 

21.  Ing. Katarína Šovčíková 40 0.40 

22.  Ing. Eva Špyrková 100 1.00 

 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 0 0.00 

6.  Anna Jurová 100 1.00 

7.  Zdena Kapišinská 100 1.00 

8.  Magdaléna Kňazovičová 125 1.25 

9.  Anna Kovárová 100 1.00 

10.  Zora Lukáčová 100 1.00 

11.  Jozef Sitár 100 1.00 

12.  Anna Škumátová 100 0.25 

13.  Alexandra Tonkovičová 100 1.00 

 Ostatní pracovníci 

1.  Dana Matejkinová 100 1.00 
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2.  Terézia Pírová 100 1.00 

  

Zoznam zamestnancov, ktorí odišli v priebehu roka 

 Meno s titulmi Dátum odchodu 
Ročný prepočítaný 

úväzok 

 Vedeckí pracovníci 

1.  Mgr. Ľubomír Hric, PhD. 31.3.2011 0.25 

 Odborní pracovníci s VŠ vzdelaním 

1.  Ing. Katarína Podešlová 30.4.2011 0.31 

  

Zoznam doktorandov 

 Meno s titulmi Škola/fakulta Študijný odbor 

 Interní doktorandi hradení z prostriedkov SAV 

 1.  Mgr. Valéria Bizovská  Prírodovedecká fakulta UK  4.1.15 anorganická chémia 

 2.  Mgr. Anna Brtáňová  Prírodovedecká fakulta UK  4.1.15 anorganická chémia 

 3.  Mgr. Roman Bystrický  Prírodovedecká fakulta UK  4.1.15 anorganická chémia 

 4.  Mgr. Magdalena Domanická  Prírodovedecká fakulta UK  4.1.15 anorganická chémia 

 5.  Ing. Ondrej Hanzel 
 Fakulta chemickej a 

potravinárskej technológie 

STU 

 5.2.19 anorganická 

technológia a materiály 

 6.  Ing. Martin Michálek 
 Fakulta chemickej a 

potravinárskej technológie 

STU 

 5.2.19 anorganická 

technológia a materiály 

 7.  Ing. Samuel  Sas 
 Fakulta chemickej a 

potravinárskej technológie 

STU 

 5.2.19 anorganická 

technológia a materiály 

 8.  Mgr. Michal Vetrecin  Prírodovedecká fakulta UK  4.1.15 anorganická chémia 

 Interní doktorandi hradení z iných zdrojov 

 1.  Ing. Peter Barborík 
 Fakulta chemickej a 

potravinárskej technológie 

STU 

 5.2.19 anorganická 

technológia a materiály 

 2.  Mgr. Aneţka Křístková  Prírodovedecká fakulta UK  4.1.11 chemická fyzika 

 Externí doktorandi 

 1.  Ing. Jana Sabošová 
 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.) Fluorescenčné hybridné vrstevnaté materiály  (Hybrid layered materials with fluorescent 

properties.)  

Zodpovedný riešiteľ: Juraj Bujdák 

Trvanie projektu: 1.1.2009 / 31.12.2011 

Evidenčné číslo projektu:  

Organizácia je koordinátorom projektu: áno 

Koordinátor: Ústav anorganickej chémie SAV 

Počet spoluriešiteľských inštitúcií: 1  - Česko: 1 

Čerpané financie:             

Dosiahnuté výsledky:  
Dokončili sa práce na charakterizácii hybridných materiálov pripravených kondenzáciou reaktívnych silánov na 

hranách častíc smektitu. Pomocou spektrálnych metód sa zistilo zachovanie fotofyzikálnych vlastnosti fluorofórov v 

týchto materiáloch. Fluorescenčná spektroskopia potvrdila heterogénne rozloţenie fluorofórov v niektorých vzorkách. 

Spísala sa publikácia a zaslala do časopisu Applied Clay Science. Naplánovali sa témy budúcej vedeckej spolupráce.   

 

 

2.) Uhlíkovými vláknami a nanotrubkami spevnené a zhúţevnatené keramické materiály 

určené pre aplikácie pri extrémne vysokých teplotách  (High strength and toughness ultra 

high temperature ceramics reinforced by fibers and carbon nanotubes)  

 

Zodpovedný riešiteľ: Zoltán Lenčéš 

Trvanie projektu: 1.1.2010 / 31.12.2012 

Evidenčné číslo projektu: MAD CNR-SAV-č. 12 

Organizácia je koordinátorom projektu: áno 

Koordinátor: Ústav anorganickej chémie SAV 

Počet spoluriešiteľských inštitúcií: 1  - Taliansko: 1 

Čerpané financie:             

Dosiahnuté výsledky:  
Projekt je zameraný na prípravu keramického kompozitu na báze ZrB2 spevneného SiC vláknami a predĺţenými časticami (whiskrami). 

Boli pripravené referenčné materiály ZrB2 s 5% prídavkom nepovlakovaných SiC vlákien a whiskrov. Aby sa dosiahlo zhúţevnatenia 

krehkej ZrB2 matrice, na vláknach a whiskroch SiC bola pripravená inertná BN vrstva z roztokov 0,3 M a 0,1 M H3BO3 karbotermickou 

redukciou a následnou nitridáciou. Lepšie výsledky (tzn. hrúbka a priľnavosť BN vrstvy) boli dosiahnuté z 0,1 M H3BO3 roztoku. 

Povlakované vlákna a whiskre boli pridané k ZrB2 matrici a zhutňované ţiarovým lisovaním pri teplote 1850 C v atmosfére argónu. 

Hustota keramických kompozitov po spekaní bola na úrovni 92-95%. V ďalších experimentoch bude nutné optimalizovať reţim 

spekania. 

Experimenty na vytvorenie povlakov na SiC vláknach a whiskroch z prekurzoru Zr-Ti-B-(O) ukázali na nedostatok bóru v produkte po 

karbotermickej redukcii a nitridácii. Ďalšia činnosť bude zameraná na zvýšenie bóru v Zr-Ti-B-(O) prekurzore pridaním boránov. 

 

Doterajšie výsledky sú zhrnuté v prácach: 

Bača Ľ., Lenčéš Z., Stelzer N.: Phase, microstructure evolution and sintering of Sr-doped TiB2 precursors. In Journal of European 

Ceramic Society 31 (2011) 1465-1471. 

Šajgalík P., Lenčéš Z., Plachký T., Riedel R.: Low temperature densification of non-oxide ceramic composites by using polymer derived 

Si(Al, Lu)OC as a sintering aid. 7
th
 International Conference on High-Performance Ceramics 2011, Xiamen, China, Book of Abstracts 

p. 205. 

Bača Ľ., Vitkovič M., Jogl C., Neubauer E., Merstallinger A., Šajgalík P.: Microstructure evolution and tribological properties of TiB2-

based cermets. In Engineering Ceramics 2011, Smolenice, Book of Abstracts and Programme p. 63. 
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3.) Pórovité anorganické materiály pripravené z vrstevnatých silikátov – syntéza, stabilita a 

funkčnosť (Porous inorganic materials based on layered silicates – synthesis, stability, and 

functionality)  

 

Zodpovedný riešiteľ: Jana Madejová 

Trvanie projektu: 1.1.2010 / 31.12.2012 

Evidenčné číslo projektu: MAD 19/2010 

Organizácia je koordinátorom projektu: áno 

Koordinátor: Ústav anorganickej chémie SAV 

Počet spoluriešiteľských inštitúcií: 1  - Poľsko: 1 

Čerpané financie:  

Dosiahnuté výsledky:  
Testovali sa dva spôsoby aluminácie pórových materiálov pripravených z organo-ílov (PCH - porous clay 

heterostructures), aluminácia priamo počas syntézy PCH a post-syntézová aluminácia. Výsledky ukázali, ţe 

perspektívnejším spôsobom prípravy je aluminácia priamom počas syntézy PCH. Týmto spôsobom je moţné pripraviť 

materiály s lepšou pórovitosťou a s vyšším merným povrch. Výsledky projektu, súvisiace s charakterizáciou vlastností 

organo-ílov boli publikované v práci:   

H. Pálková, Ľ. Jankovič, M. Zimowska, J. Madejová, Alterations of the surface and morphology of tetraalkyl-

ammonium modified montmorillonites upon acid treatment. In Journal of Colloid and Interface Science 2011 363, 213-

222.  

 

 

4.) Príprava a charakterizácia nanokompozitných keramických materiálov na báze Al2O3 a 

Si3N4 pre rezanie ťaţko obrábateľných materiálov (Preparation and characterization of 

alumina and silicon nitride-based nanocomposites for cutting of hard-to machine materials)  

 

Zodpovedný riešiteľ: Pavol Šajgalík 

Trvanie projektu: 1.1.2010 / 31.12.2012 

Evidenčné číslo projektu: SAS-NSC-2010-02 

Organizácia je koordinátorom projektu: áno 

Koordinátor: Ústav anorganickej chémie SAV 

Počet spoluriešiteľských inštitúcií: 1  - Taiwan: 1 

Čerpané financie: 

Podpora medzinárodnej spolupráce z národných 

zdrojov: 

 

 

40000 €           

Dosiahnuté výsledky:  
Výsledky, ktoré sme získali v prvej etape riešenia projektu dávali predpoklad k jeho ďalšiemu úspešnému pokračovaniu. 

Pochopenie mechanizmu tvorby SiC fázy cestou karbotermickej redukcie SiO2 in situ v procese spekania nám umoţnilo horúcim 

lisovaním pripraviť hutné Si3N4/SiC mikro/nano kompozity s rôznym zloţením fázy na hraniciach zŕn (Lu2O3, Yb2O3, Y2O3, Sm2O3, 

Nd2O3, La2O3). Kompozity boli charakterizované z hľadiska ich mechanických vlastností, ktoré sú predpokladom na ich vyuţitie 

v oblasti obrábania tvrdých, ťaţko obrábateľných kovových zliatin. Mechanické vlastnosti (tvrdosť, lómová húţevnatosť, pevnosť) 

sa zvyšujú so zniţovaním iónového polomeru Re
3+

 katiónu pouţitej prísady spekania. Dodatočne sa vykonali rezné testy Si3N4/SiC 

kompozitu s prídavkom  Y2O3. Výsledky rezných testov potvrdzujú predpoklad  o výnimočných rezných vlastnostiach, ktorý bol 

vyslovený na základe nameraných mechanických vlastností pripravených kompozitov. Z výsledku vyplýva, ţe v porovnaní 

s komerčne dostupnými keramickými nástrojmi (SN300®, KY3500®) má nami pripravený kompozit tri-krát výššiu ţivotnosť.  

V druhej etape projektu bola snaha pripraviť rovnako kvalitný materiál technikou GPS (gass pressure sintering), ktorá je 

z hľadiska komerčného vyuţitia výhodnejšia v porovnaní s horúcim lisovaním. Podľa predpokladu, ak sme pouţili rovnaké zloţenie 

východiskovej zmesi, ako pri horúcom lisovaní a mierne modifikovaný reţim spekania (T=1850°C, 2 hod. N2 atmosféra 40MPa), 

získali sme pórovitý materiál (30-40% pórovitosť – nevhodné pre poţadované aplikácie). V takto pripravenom materiály nebola 

detegovaná SiC fáza. Je teda potrebné optimalizovať chemické zloţenie východiskových zmesí, ktoré by vyhovovali novej technike 

zhutňovania z hľadiska prípravy hutného Si3N4/SiC mikro/nano kompozitného materiálu s dobrými reznými vlastnosťami. Celý 

proces prípravy kompozitu touto technológiou je moţné rozdeliť do dvoch častí. V prvej časti (do teploty 1550°C) je dôleţitým 

predpokladom získať v systéme karbotermickou redukciou SiO2 (resp. Si3N4) čo naväčší podiel SiC fázy (do 5 hm%). Je potrebné 

termodynamicky a kineticky zvládnuť priebeh moţných reakcii vzniku SiC v danom systéme: 
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SiO2(s) + 3C(s) = SiC(s) + 2CO(g) K(1540°C) = 2.3,  G°(1540°C) = -12.3 kJ/mol 

a 

Si3N4(s) + 3C(s) = 3SiC(s) + 2N2(g) K(1540°C) = 2.2,  G°(1540°C) = -32.5 kJ/mol 

V druhej časti procesu (v teplotnom intervale 1800 – 1950°C) je potrebné celý systém zhutniť.  

Z modelových experimentov v systémoch SiO2–C, SiO2-Y2O3-C, Si3N4-C a Si3N4-SiO2-C, ktoré boli zahrievané v teplotnom 

intervale do 1550°C vo vákuu, prípadne v atmosphere argónu, boli získané prvé dôleţité výsledky pre optimalizáciu chemického 

zloţenia východiskových zmesí ako aj reţimu spekania metódou GPS. Z doterajších výsledkov vyplýva, ţe ide o úplne odlišné 

podmienky v porovnaní s podmienkami pri horúcom lisovaní a to z termodynamického, aj z kinetického hľadiska. Výsledky druhej 

etapy projektu sú v štádiu vyhodnocovania a ich publikovanie plánujeme v krátkej budúcnosti. Doterajšie výsledky boli 

prezentované na významných medzinárodných podujatiach a sú zhrnuté v niekoľkých príspevkoch. 

1. Šajgalík P., Lojanová Š., Hnatko M., Lenčéš Z., Gall M., Chlup Z.: GB chemistry of SiC/Si3N4 nano/micro-composites - 

implications to fracture behavior. ECerS XII, 12
th
 Conference of the European Ceramic Society 2011, Stockholm, Sweden, p. 

517. 

2. Šajgalík P.: SiC/Si3N4 nano/micro-composites – phase and chemical composition - their implications to the RT and HT 

mechanical properties. The 7
th
 International Conference on High-Performance Ceramics 2011, Xiamen, China, Abstracts - part 

Plenary lectures, p. 4. 

3. Tatarko P., Kašiarová M., Lojanová Š., Dusza J., Šajgalík P.: Characterization of Si3N4-SiC micro-nano composites sintered with 

rare-earth oxides additives. In Preparation of Ceramic Materials: 9
th
 International Conference 2011, Herľany, p. 62-66.  

4. Tatarko P., Kašiarová M., Dusza J., Šajgalík P.: Effect of different sintering, additives on the room temperature tribological 

behaviour of Si3N4 micro/nano composites. In Chemické listy  105 (2011) s491-s493.  

5. Tatarko P., Lojanová Š., Chlup Z., Dusza J., Šajgalík P., Microstructure and mechanical properties of rare-earth doped Si3N4 and 

Si3N4/SiC ceramics, In Advances in Science and Technology 65 (2010) p. 78-85. 

 

 

5.) Keramické nanokompozity na báze oxidu a nitridu hafničitého so zlepšenou 

vysokoteplotnou oxidačnou a koróznou odolnosťou (Hafnia- and Hafnium Nitride-Based 

Ceramic Nanocomposites with Improved High-Temperature Oxidation and Corrosion 

Resistance)  

 

Zodpovedný riešiteľ: Pavol Šajgalík 

Trvanie projektu: 1.1.2010 / 31.12.2012 

Evidenčné číslo projektu: PPP DAAD-SAV-2010-11 

Organizácia je koordinátorom projektu: áno 

Koordinátor: Ústav anorganickej chémie SAV 

Počet spoluriešiteľských inštitúcií: 2  - Nemecko: 2 

Čerpané financie:          

Dosiahnuté výsledky:  
V rámci riešenia projektu bola úspešne zvládnutý process prípravy hutných keramických materiálov pre vysokoteplotné aplikácie z 

prekurzorov na báze SiOC/HfO2 a SiCN/HfO2. Nové systémy boli úspešne charakterizované z hľadiska získanej mikroštruktúry, 

mechanických ako aj funkčných vlastností, chemického a fázového zloţenia. Výsledky projektu sú v štádiu vyhodnocovania a 

ich publikovanie plánujeme v krátkej budúcnosti.   

 

 

Programy: 7RP  

 

6.) Nitridové materiály s funkčnými vlastnosťami pre aplikácie v energetike (Functional 

nitrides for energy applications)  

 

Zodpovedný riešiteľ: Pavol Šajgalík 

Trvanie projektu: 1.1.2011 / 31.12.2014 

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 
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Čerpané financie: 

 

EU: 14816 €  

Podpora medzinárodnej spolupráce z 

národných zdrojov: 10902 €           

Dosiahnuté výsledky:  
V súvislosti s riešením projektu 7. RP EU, ktorého MVTS podporný projekt je súčasťou boli v úvodnej fáze riešenia 

projektu pripravené materiály na báze ternárnych nitridov dopovaných európiom. Optimalizáciou procesu prípravy bol 

sledovaný efekt oxidačného stupňa dopujúceho prvku na luminiscenčné vlastnosti pripravených materiálov. Na základe 

predbeţných výsledkov získaných meraním emisných spektier boli získané predbeţné údaje o oblasti emitujúceho 

ţiarenia po excitácii rôznymi zdrojmi ţiarenia ako aj ich kvantových výťaţkov. Súčasne prebiehala selekcia iných 

vhodných dopujúcich prvkov za účelom zvýšenia kvantového výťaţku emitovaného ţiarenia ako aj posunu vlnovej 

dĺţky, resp. zúţenia emisného pásu. V súvislosti s optimalizáciou zloţenia pripravovaných nitridových luminofórov sa 

v tejto fáze projektu začal výpočet elektrónovej štruktúry pomocou DFT GGA metódy.  
 

 

Programy: Bilaterálne - iné  

 

7.) Super tvrdé a tepelne odolné jemné prášky a povlaky boridov nióbu a tantalu: príprava, 

vlastnosti, pouţitie (Superhard and heat-resistant fine powders and coatings of niobium and 

tantalum borides: obtaining, properties, application)  

 

Zodpovedný riešiteľ: Miroslav Boča 

Trvanie projektu: 4.1.2010 / 31.12.2011 

Evidenčné číslo projektu: APVV Sk-UA-0039-09 

Organizácia je koordinátorom projektu: áno 

Koordinátor: Ústav anorganickej chémie SAV 

Počet spoluriešiteľských inštitúcií: 1  - Ukrajina: 1 

Čerpané financie: Podpora medzinárodnej spolupráce z 

národných zdrojov: 1663 €           

Dosiahnuté výsledky:  
Bol vytvorený návrh moţnej elektrochemickej syntézy jemných práškových boridov na báze Nb a Ta z tavenín a boli 

popísané konkrétne postupy. Zmerali sa fyzikálnomechanické a operačné charakteristiky získaných materiálov 

pomocou gravimetrie, rtg. a metalografických metód.   
 

 

8.) Atomárne aspekty pokročilých materiálov na báze cementu  (Atomic level aspects of 

advanced cementitious materials)  

 

Zodpovedný riešiteľ: Milan Drábik 

Trvanie projektu: 1.1.2008 / 31.12.2012 

Evidenčné číslo projektu:  

Organizácia je koordinátorom projektu: áno 

Koordinátor: Ústav anorganickej chémie SAV 

Počet spoluriešiteľských inštitúcií: 1  - Veľká Británia: 1 

Čerpané financie:           

Dosiahnuté výsledky:  
Získali sa unikátne výsledky o účinku mechanochemickej predúpravy surovín na priebeh sieťovacích interakcií 

funkčných skupín polymérov s povrchom zŕn cementu.   

Časť výsledkov bola publikovaná v:   

Drábik M., Gáliková Ľ., Billík P.: The chemistry & challenge of MDF materials, 14. Osterreichische Chemitage 2011, 

Linz, Rakúsko 
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9.) Alternatívne materiály a zariadenia pre komponenty do púmp (Alternative Werkstoffe fur 

Pumpenkomponenten)  

 

Zodpovedný riešiteľ: Milan Drábik 

Trvanie projektu: 1.2.2011 / 31.12.2013 

Evidenčné číslo projektu:  

Organizácia je koordinátorom projektu: áno 

Koordinátor: Ústav anorganickej chémie SAV 

Počet spoluriešiteľských inštitúcií: 3  - Rakúsko: 3 

Čerpané financie: Iné zdroje: 3500 €           

Dosiahnuté výsledky:  
Pre vybrané systémy relevantné v tomto projekte boli kriticky posúdené moţnosti aktualizovať poznatky o 

mechanochemickej predúprave MDF surovín, viď v publikácii (Drábik M., Gáliková Ľ., Billík P.: The chemistry & 

challenge of MDF materials, 14. Osterreichische Chemitage 2011, Linz, Rakúsko, oP-39). Nadväzne, získané výsledky 

boli odovzdané partnerským pracoviskám – Materials Center Leoben a Andritz GmbH Graz, vzhľadom na charakter 

projektu, tieto nemôţu byť obsahom verejne dostupných publikácií.  

Drábik M., Balkovic S., Peteja M.: Long-termi investigation of autoclaved aerated concrete produced from fluidized fly 

ash. In XII ICCC International Congress on the Chemistry of Cement 2011, Madrid, Spain, p. 446.  

 

 

10.) Molekulové simulácie vybraných organoílov - charakterizácia štruktúry a vlastností 
(Molecular simulations of selected organoclays - characterization of structure and properties)  

 

Zodpovedný riešiteľ: Eva Scholtzová 

Trvanie projektu: 1.1.2011 / 31.12.2012 

Evidenčné číslo projektu: SK-AT-0020-10 

Organizácia je koordinátorom projektu: áno 

Koordinátor: Ústav anorganickej chémie SAV 

Počet spoluriešiteľských inštitúcií: 0  

Čerpané financie: Podpora medzinárodnej spolupráce z 

národných zdrojov: 623 €           

Dosiahnuté výsledky:  
V prvom roku riešenia projektu boli navrhnuté modely interkalovaného montmorilonitu. Ako interkalovaný katión bol 

pouţitý TMA
+
 katión, ktorý slúţi ako dôleţitý prekurzor pri príprave zloţitejších interkalátov. Okrem toho sa navrhli 

modely komplexu kaolinit-metanol. Kvantovochemickým prístupom boli skúmané interakcie v medzivrství a boli 

vypočítané vibračné módy, ktoré pomohli analyzovať experimentálne namerané IČ spektrá týchto modelov ílových 

minerálov veľmi detailne. Čiastkové výsledky boli prezentované na 63. zjazde chemikov vo Vysokých Tatrách formou 

postra a v súčasnosti sú výsledky spracovávané pre publikovanie v zahraničných karentovaných časopisoch.      

Scholtzová E., Tunega D., Benco Ľ. and Pálková H.: DFT study of montmorillonite intercalated with TMA. In ChemZi: 

63. Zjazd chemikov - Tatranské Matliare 2011, roč. 13, s. 196.   

 

Projekty národných agentúr  
 

Programy: VEGA  
 

1.) Fluoridové taveniny pre vysokoteplotné aplikácie (Fluoride melts for high temperature 

applications)  

 

Zodpovedný riešiteľ: Miroslav Boča 

Trvanie projektu: 1.1.2009 / 31.12.2011 

Evidenčné číslo projektu: 2/0058/09 

Organizácia je koordinátorom projektu: áno 

Koordinátor: Ústav anorganickej chémie SAV 
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Počet spoluriešiteľských inštitúcií: 0  

Čerpané financie: SAV: 9754 €           

Dosiahnuté výsledky:  
Zameraním projektu bolo štúdium fyzikálno-chemických a termodynamických vlastností, spektrálnych a difrakčných charakteristík 

fluoridových taveninových sústav uvaţovaných z hľadiska chladiacich a teplotransportných systémov ako aj pre iné vysokoteplotné 

aplikácie. Bol nameraný fázový diagram, hustota, povrchové napätie a viskozita sústavy FLiNaK-K2ZrF6. Okrem toho bola 

študovaná aj odolnosť rôznych konštrukčných materiálov v skúmanom systéme. Spektrálne a difrakčné charakteristiky boli 

študované na fluoridových systémoch na báze tantalu, nióbu a hliníka. 

 

Boča M., Moncol J., Netriová Z., Velič D., Jerigová M., Nunney T. S., Baily C. J., Kubíková B., Šimko F., Janderka P.: Variation of 

oxygen content in selected potassium fluorido-oxido-tantalate phases. In Solid State Sciences 13 (2011) 2190-2195. 

Kubíková B., Macková I., Boča M.: Phase analysis and volume properties of the (FLiNaK)eut-K2ZrF6 system. In Journal of Solid 

State Chemistry – zaslané 

 

 

2.) Fluorescenčné hybridné materiály organických farbív interkalovaných v anorganických 

nosičoch s vrstevnatou štruktúrou (Fluorescent hybrid materials based on organic dyes 

intercalated in layered inorganic carriers)  

 

Zodpovedný riešiteľ: Juraj Bujdák 

Trvanie projektu: 1.1.2009 / 31.12.2012 

Evidenčné číslo projektu: 2/0089/09 

Organizácia je koordinátorom projektu: áno 

Koordinátor: Ústav anorganickej chémie SAV 

Počet spoluriešiteľských inštitúcií: 0  

Čerpané financie: SAV: 9181 €          

Dosiahnuté výsledky:  
Organicky modifikované vrstevnaté kremičitanu preukázali optimálne vlastnosti ako východiskové materiály pre prípravu hybridov 

s fluorescenčnými farbivami. Napriek tomu, istý stupeň fotoaktivity moţno dosiahnuť aj bez chemickej modifikácie organickými 

katiónmi. Toto sa potvrdilo pri príprave a charakterizácii systémov pre dvojstupňový rezonančný prenos fluorescenčnej energie, pri 

príprave hybridov na báze niektorých porfyrínových farbív tvoriacich aktívne J-agregáty a v sústavách smektitov s rôznymi typmi 

anorganických katiónov.  

 

1. Bujdák J., Czímerová A., Arbeola F.L.: Two-step resonance energy transfer between dyes in layered silicate films. In Journal 

of Colloid and Interface Science 364 (2011) 497-504.  

2. Čeklovský A., Takagi S., Bujdák J.: Study of spectral behaviour and optical properties of cis/trans-bis (N-menthylpyridinium-

4-yl)diphenyl porphyrin adsorbed on layered silicates. In Journal of Colloid and Interface Science 360 (2011) 26-30. 

3. Czímerová A., Jankovič Ľ., Bujdák J.: Spectral properties of Rhodamine 6G in smectite dispersions: Effect of the monovalent 

cations. In Journal of Colloid and Interface Science 357 (2011) 322-330.  

4. Bujdák J., Iyi N.: Energy transfer between dye molecules at the surface of clay minerals. In EUROCLAY 2011: European Clay 

Conference, Antalya, p. 202.  

5. Bujdák J.: Supramolecular systems based on organic dyes and clay minerals: interpretations of phenomena and potential 

applications. In EUROCLAY 2011: European Clay Conference, Antalya, p. 201.  

6. Czímerová A., Bujdák J.: Resonance energy transfer in thin films prepared using layer-by-layer assembly. In EUROCLAY 

2011: European Clay Conference, Antalya, p. 435  

7. Czímerová A., Bujdák J.: Resonance energy transfer in thin films prepared using layer-by-layer assembly. In ChemZi: 63. 

Zjazd chemikov 2011, Tatranské Matliare, č. 13, s. 95. 

 

 

3.) Chémia ako „pridaná hodnota“ v poznávaní a vývoji i) pórobetónov novej generácie a ii) 

materiálov bez makrodefektov (MDF materiálov). (The added value of chemistry for the 

knowledge and development of i) novel autoclavel aerated concrete and ii) macrodefectfree 

(MDF) materials.)  

 

Zodpovedný riešiteľ: Milan Drábik 

Trvanie projektu: 1.1.2011 / 31.12.2013 

file:///G:/Users/admin/AppData/Local/Microsoft/Windows/Temporary%20Internet%20Files/Content.MSO/publikacie%202011/SSSCIE4287.pdf
file:///G:/Users/admin/AppData/Local/Microsoft/Windows/Temporary%20Internet%20Files/Content.MSO/publikacie%202011/SSSCIE4287.pdf
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Evidenčné číslo projektu: 2/0020/11 

Organizácia je koordinátorom projektu: áno 

Koordinátor: Ústav anorganickej chémie SAV 

Počet spoluriešiteľských inštitúcií: 0  

Čerpané financie: SAV: 3902 €           

Dosiahnuté výsledky:  
Overoval sa rozsah fázových premien v pórobetónoch novej generácie, so špeciálnym dôrazom na kritické posúdenie 

hypotézy, podľa ktorej sa pri zmene surovinového zloţenia časť spojivovej C-S-H fázy a tobermoritu podobných fáz 

môţu premieňať na neväzbový taumazit. Taktieţ sa získali unikátne výsledky o účinku mechanochemickej predúpravy 

na priebeh sieťovacích interakcií v MDF surovinách. Výsledky sú publikované v:  

Ţivica V., Balkovic S., Drábik M.: Properties of metakaolin geopolymer hardened paste prepared by high-pressure 

compaction. In Construction and Building Materials 25 (2011) 2206-2213.   
 

 

4.) Sklené a sklokeramické materiály na báze aluminátov vzácnych zemín s výnimočnými 

mechanickými a optickými vlastnosťami (Glass and glass-ceramic rare-earth aluminate 

materials with exceptional mechanical and optical properties)  

 

Zodpovedný riešiteľ: Dušan Galusek 

Trvanie projektu: 1.1.2009 / 31.12.2011 

Evidenčné číslo projektu: 1/0603/09 

Organizácia je koordinátorom projektu: nie 

Koordinátor: Trenčianska Univerzita Alexandra Dubčeka 

Počet spoluriešiteľských inštitúcií: 1  - Slovensko: 1 

Čerpané financie: SAV: 7557 €            

Dosiahnuté výsledky:  
1. Prnová A., Lichvár P., Galusek D., Galusková D., Hnatko M.: Flame synthesis of aluminate glass microspheres. In Glass 

Technology: European Journal of Glass Science and Technology A 51 (2010) 248-252. 

2. Prnová A. Domanická A., Klement R., Kraxner J., Polovka M., Pentrák M., Galusek D., Šimurka P., Kozánková J.: Er- and Nd-

doped yttrium aluminosilicate glasses: Preparation and characterization. In Optical Materials 33 (2011) 1872-1878.  

3. Prnová A., Galusek D., Hnatko M., Kozánková J., Vávra I.: Composites with eutectic microstructure by hot pressing of Al2O3–

Y2O3 glass microspheres. In Ceramics-Silikáty 55 (2011) 208-213. 

4. Domanická A., Prnová A., Ghillányová K., Klement R., Galusek D.: Fabrication and properties of yttrium aluminosilicate 

glasses doped with Nd and Er. In Sklář a keramik 61 (2011) 194-198. 

5. Migát M., Sedláček J., Ghillányová K., Galusek D.: The influence of processing parameters on morphology and size distrubution 

of SiO2 microspheres prepared by Stöber method. In Sklář a keramik 61 (2011) 199-202. 

6. Hruška B., Ghillányová K., Klement R., Prnová A., Galusek D.: Preparation and properties of glasses in the system 

Al2O3–Y2O3–ZrO2: A preliminary study: In Sklář a keramik 61 (2011) 203-207. 

7. Prnová A., Klement R., Migát M., Galusek D., Ghillányová K., Polovka M.: Synthesis and spectroscopic properties 

of Nd – and Er-doped Al2O3–Y2O3 glass microspheres. In Sklář a keramik 61 (2011) 208-212. 

8. Piatriková A., Prnová A., Ghillányová K., Migát M., Klement R., Galusek D.: Er
3+

, Nd
3+

-doped lanthanum-

aluminate glasses: Preparation and properties. In Sklář a keramik 61 (2011) 213-216. 

9. Prnová A., Galusek D., Škrátek M., Karell R., Klement R., Kraxner J.: Preparation and Characterization of Yb2O3 – 

Al2O3 Glass Microspheres with High Alumina Content. In MEASUREMENT 2011: Proceedings of the 8
th

 

International Conference on Measurement, p. 269-273. 

10. Migát M., Sedláček J., Ghillányová K., Galusek D.: The size dependence of SiO2 spheres prepared by 

polycondensation reactions on concentration of reactants in starting mixture. In Proceedings of IX
th

 International 

Conference: Preparation of Ceramics Materials 2011, Herľany, s. 49-52. 

11. Domanická A., Prnová A., Migát M., Klement R., Galusek D.: Fabrication and properties of aluminosilicate glasses. 

In Proceedings of IX
th

 International Conference: Preparation of Ceramics Materials 2011, Herľany, s. 114-117. 

12. Piatriková A., Prnová A., Klement R., Galusek D.: Er
3+

, Nd
3+

-doped lanthanum-aluminate glasses: preparation and 

properties. In Proceedings of IX
th

 International Conference: Preparation of Ceramics Materials 2011, Herľany, s. 

118-122. 

13. Klement R., Prnová A., Galusek D., Ghillányová K.: Yttrium aluminate and aluminosilicate glasses doped with Nd
3+

 

and Er
3+

 ions. In Proceedings of IX
th

 International Conference : Preparation of Ceramics Materials 2011, Herľany, 

s. 176-177. 
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14. Prnová A., Klement R., Galusek D., Ghillányová K.: Preparation and properties of Nd- and Er-doped Al2O3-Y2O3 

glasses. In Proceedings of IX
th

 International Conference : Preparation of Ceramics Materials 2011, Herľany, s. 

180-181. 

15. Prnová A., Klement R., Galusek D.: Yttrium aluminate and low silica ytrium aluminosilicate glass hosts doped with 

optically active rare-earth ions: Preparation and characterization. In New trends in coordination, bioinorganic, and 

applied inorganic chemistry, Monograph series of the International conference on coordination and bioinorganic 

chemistry, Vol. 10 (2011) 219-226.  

 

 

5.) Štruktúra a vlastnosti oxidových skiel - termodynamické modely, vibračná spektroskopia 

a molekulová dynamika (Structure and properties of oxide glasses - thermodynamic models, 

vibrational spectroscopy and molecular dynamics)  

 

Zodpovedný riešiteľ: Mária Chromčíková 

Trvanie projektu: 1.1.2009 / 31.12.2011 

Evidenčné číslo projektu: 1/0330/09 

Organizácia je koordinátorom projektu: nie 

Koordinátor: Trenčianska univerzita Alexandra Dubčeka 

Počet spoluriešiteľských inštitúcií: 1  - Slovensko: 1 

Čerpané financie: SAV: 7323 €            

Dosiahnuté výsledky:  
Kombináciou metód molekulovej dynamiky, termodynamického modelovania a Ramanovej spektroskopie sa získali 

významné výsledky pri interpretácii vzťahu medzi zloţením, štruktúrou a vlastnosťami oxidových skiel.  

 

 

6.) Luminiscenčné vlastnosti ternárnych nitridov a oxynitridov kremíka dopovaných 

lantanoidmi (Luminescence of lanthanoid-doped silicon-based ternary nitrides and 

oxynitrides)  

 

Zodpovedný riešiteľ: Zoltán Lenčéš 

Trvanie projektu: 1.1.2010 / 31.12.2013 

Evidenčné číslo projektu: 2/0178/10 

Organizácia je koordinátorom projektu: áno 

Koordinátor: Ústav anorganickej chémie SAV 

Počet spoluriešiteľských inštitúcií: 0  

Čerpané financie: SAV: 12874 €            

Dosiahnuté výsledky:  
Boli pripravené luminofóry na báze MgSiN2 a LaSi3N5 dopované európiom v koncentračnom rozsahu 1-6 mol.%. Po 

optimalizácii podmienok nitridácie východiskových zmesí na báze silicidov (LaSi, Mg2Si), kremíka a Si3N4 a 

následného ţíhania v pretlakovej peci v atmosfére dusíka boli pripravené luminofóry na báze LaSi3N5:Eu emitujúce 

zelené svetlo a na báze MgSiN2:Eu emitujúce červené svetlo po excitácii UV ţiarením. Najvyššiu intenzitu 

emitovaného ţiarenia mali vzorky MgSiN2 dopované 4 mol.% Eu.  

Vypočítala sa aj elektrónová štruktúra a šírka zakázaného pásu LaSi3N5 dopovaného európiom klasickou DFT GGA 

metódou a hybridnou HSE06 metódou. Hybridnou metódou bola vypočítaná šírka zakázaného pásu 3,23 eV, hodnota 

blízka experimentálne stanovenej hodnote 3,5 eV.  

1. Zhou Y., Yoshizawa Y., Hirao K., Lenčéš Z., Šajgalík P.: Combustion synthesis of LaSi3N5:Eu
2+

 phosphor powders. 

In Journal of the European Ceramic Society 31 (2011) 151-157. 

2. Lenčéš Z., Pentráková L., Hrabalová M., Hirao K., Šajgalík P.: Decomposition of MgSiN2 in nitrogen atmosphere, 

In Journal of the European Ceramic Society 31 (2011) 1473-1480. 

3. Benco Ľ., Lenčéš Z., Šajgalík P., Jáné E., Velič D.: Europium-doped LaSi3N5 ternary nitride: synthesis, 

spectroscopy, computed electronic structure and band gaps. In Journal of the American Ceramic Society 94 (2011) 

4345-4351.  

4. Bača Ľ., Lenčéš Z., Stelzer N.: Phase, microstructure evolution and sintering of Sr-doped TiB2 precursors. In 

Journal of the European Ceramic Society 31 (2011) 1465-1471.  

5. Lenčéš Z., Benco Ľ., Šajgalík P., Jáné E., Velič D.: Europium –doped ternary silicon nitrides: Synthesis, 
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spectroscopy and calculated band-gaps. In Preparation of Ceramic Materials: 9
th

 International Conference 2011, 

Herľany, p. 20-21.  

6. Plachký T., Lenčéš Z., Riedel R., Šajgalík P.: Photoluminescent properties of Eu doped polymer derived SiAlON 

ceramics. In Preparation of Ceramic Materials : 9
th

 International Conference 2011, Herľany, p. 160-161.  

7. Lenčéš Z., Benco Ľ., Šajgalík P., E. Jáné, D. Velič: Europium-doped ternary silicon nitrides: synthesis, spectroscopy 

and calculated band-gaps. In Engineering Ceramics 2011: Advanced Research Workshop Engineering Ceramics 

2011 from Materials to Components, Smolenice, Book of Abstracts and Programme p. 32.  
 

 

7.) Chemické modifikácie povrchov prírodných nanomateriálov (Chemical modifications of 

the natural nanomaterials surfaces)  

 

Zodpovedný riešiteľ: Jana Madejová 

Trvanie projektu: 1.1.2009 / 31.12.2012 

Evidenčné číslo projektu: 2/0183/09 

Organizácia je koordinátorom projektu: áno 

Koordinátor: Ústav anorganickej chémie SAV 

Počet spoluriešiteľských inštitúcií: 0  

Čerpané financie: SAV: 15867 €            

Dosiahnuté výsledky:  

Riešenie projektu pokračovalo podľa naplánovaných cieľov. Výsledky sú, resp. budú publikované v nasledujúcich 

prácach:  

1. Jankovič Ľ., Madejová J., Komadel P., Jochec-Mošková D., Chodák I.: Characterization of systematically selected 

organo-montmorillonites for polymer nanocomposites. In Applied Clay Science 51 (2011) 438 - 444.   

2. Madejová J., Jankovič Ľ., Pentrák M., Komadel P.: Benefits of near-infrared spectroscopy for characterization of 

selected organo-montmorillonites. In Vibrational Spectroscopy 57 (2011) 8-14.   

3. Pálková H. Jankovič Ľ., Zimowska M., Madejová J.: Alterations of the surface and morphology of tetraalkyl-

ammonium modified montmorillonites upon acid treatment. In Journal of Colloid and Interface Science 363 

(2011) 213-222.   

4. Pentrák M., Czímerová A., Madejová J., Komadel P.: Changes in layer charge of clay minerals upon acid 

treatment as obtained from their interactions with methylene blue. In Applied Clay Science, 

doi:10.1016/j.clay.2011.10.012   

5. Pentrák M., Madejová J., Andrejkovičová S., Uhlík P., Komadel P.: Stability of kaolin sand from Vyšný Petrovec 

deposit (south Slovakia) in acid environment. Geologica Carpathica, zaslané   

6. Brtáňová A., Melichová Z., Komadel P.: Removal of Cu
2+

 from aqueous solutions by Slovak bentonites. In 

Ceramics-Silikáty, v tlači  

7. Madejová J., Pálková H., Jankovič Ľ.: Degradation of surfactant-modified montmorillonites in HCl. Zaslané do 

Materials Chemistry and Physics.  

 

 

8.) Od detailného poznania elektrónovej štruktúry molekúl k návrhu nových materiálov 
(From detailed knowledge of the electron structure of molecules to the design of new materials)  

 

Zodpovedný riešiteľ: Oľga Malkin 

Trvanie projektu: 1.1.2009 / 31.12.2012 

Evidenčné číslo projektu: 2/0079/09 

Organizácia je koordinátorom projektu: áno 

Koordinátor: Ústav anorganickej chémie SAV 

Počet spoluriešiteľských inštitúcií: 1  - Slovensko: 1 

Čerpané financie: SAV: 14987 €           

Dosiahnuté výsledky:  

1. Kahn K., Kirtman B., Hagen A., Noga J.: Communication: Convergence of anharmonic infrared intensities of 

hydrogen fluoride in traditional and explicitly correlated coupled cluster calculations. In Journal of Chemical 

Physics 135 (2011) p. 131103-1-131103-4. 

2. Kedţuch S., Demel O., Pittner J., Ten-no S., Noga J.: Multireference F12 coupled cluster theory: The Brillouin-

Wigner approach with single and double excitations. In Chemical Physics Letters 511 (2011) 418-423.  
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3. ., Noga J., Urban M.: 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 76 (2011) 713-742. 

4. Malkina O.L., Komorovský S., Visscher L., Malkin V.G.: 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 134 (2011) p. 086101-1-086101-2.   

5. Malkin E., Repiský M., Komorovský S., Mach P., Malkina O.L., Malkin V.G.: Effects of finite size nuclei in 

relativistic four-component calculations of hyperfine structure. In Journal of Chemical Physics 134 (2011) p. 

044111-1-044111-8. 
 

 

9.) Skelné a keramické materiály s priestorovo usporiadanou štruktúrou (Glasses and 

ceramics with 3D ordered structure.) 

 

Zodpovedný riešiteľ: Jaroslav Sedláček 

Trvanie projektu: 1.1.2010 / 31.12.2012 

Evidenčné číslo projektu: 2/0076/10  

Organizácia je koordinátorom projektu: áno 

Koordinátor: Ústav anorganickej chémie SAV 

Počet spoluriešiteľských inštitúcií: 2  - Slovensko: 2 

Čerpané financie: SAV: 4337 €  

Dosiahnuté výsledky:  
Sledoval sa vplyv parametrov prípravy guľovitých častíc SiO2 pomocou polykondenzačných reakcií organokovového 

prekurzoru s ohľadom najmä na veľkosť pripravených častíc a jej distribučné rozdelenie. Pripravené častice boli 

charakterizované aj z pohľadu morfológie pomocou elektrónovej mikroskopie. Na pripravených časticiach boli 

skúmaneé moţnosti ich vyuţitia pri príprave vrstiev ako aj priestorových materiálov rôznymi postupmi.  

1. Migát M., Sedláček J., Ghillányová K., Galusek D.: The influence of processing parameters on morphology and 

size distrubution of SiO2 microspheres prepared by Stöber method. In Sklář a keramik 61 (2011) 199-202. 

2. Migát M., Sedláček J., Ghillányová K., Galusek D., The size dependence od SiO2 spheres prepared by 

polycondensation reactions on concentration of reactants in starting mixture. In Preparation of Ceramic Materials: 

9
th

 International Conference 2011, Herľany, p. 49-52.  
 

 

10.) Štúdium štruktúry a dynamiky vodíkových väzieb v tuhých látkach difrakčnými 

metódami, metódami kvantovej chémie a neelastickou neutrónovou spektroskopiou /INS/ 
(Structure and dynamics of hydrogen bonds in solids by diffraction methods, quantum 

chemistry and inelastic neutron spectroscopy (INS))  

 

Zodpovedný riešiteľ: Ľubomír Smrčok 

Trvanie projektu: 1.1.2009 / 31.12.2011 

Evidenčné číslo projektu: 2/0150/09 

Organizácia je koordinátorom projektu: áno 

Koordinátor: Ústav anorganickej chémie SAV 

Počet spoluriešiteľských inštitúcií: 0  

Čerpané financie: SAV: 2966 €  

Dosiahnuté výsledky:  

Metódou molekulovej dynamiky v tuhej fáze boli interpretované vodíkové vibračné spektrá protónového vodiča 

(dihydrogénfosforečnanu fenylamónia) a prírodného minerálu, trioktaédrického flogopitu. Spektrá boli získané metódou 

neelastického rozptylu neutrónov. V prvom prípade sme analyzovali dynamiky kooperujúcich funkčných skupín a ich 

vplyv na tvorbu a dynamiku vodíkový väzieb. V prípade flogopitu sme objasnili dynamiku vodíkového atómu vo 2:1 

vrstve silikátu v prípade obsadenia všetkých troch pozícií oktaédrických katiónov.  
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11.) Výskum keramických kompozitných materiálov pripravených z polymérnych 

prekurzorov SiOC pre vysoko korozívne prostredie (Research of ceramic composite 

materials prepared from polymer precursor SiOC for high corrosive environments)  

 

Zodpovedný riešiteľ: Pavol Šajgalík 

Trvanie projektu: 1.1.2010 / 31.12.2013 

Evidenčné číslo projektu: 2/0036/10 

Organizácia je koordinátorom projektu: áno 

Koordinátor: Ústav anorganickej chémie SAV 

Počet spoluriešiteľských inštitúcií: 0  

Čerpané financie: SAV: 15680 €  

Dosiahnuté výsledky:  
Boli ocharakterizované mechanické vlastnosti a oteruvzdornosť referenčných materiálov na báze Si3N4/SiC 

s konvenčnými spekacími prísadami (Al2O3, La2O3, Yb2O3 a Lu2O3). Bola zvládnutá príprava materiálu na báze Si3N4 

s nekonvenčnou prísadou spekania SiAlOC, pripraveného z polymérnych prekurzorov. Materiál mal porovnateľné 

mechanické vlastnosti s referenčným materiálom, ale lepšiu oxidačnú odolnosť a odolnosť voči vysokoteplotnému 

tečeniu pri 1300 C.  

V spolupráci s TU Darmstadt, Nemecko boli pripravené prekurzori SiHfOC, SiZrOC a SiLuOC. Po optimalizácii 

podmienok zhutňovania (teplota, tlak, zloţenie plynnej atmosféry v peci) sa podarilo pripraviť hutné materiály z 

polymérnych prekurzorov v teplotnom intervale 1550 – 1650 C. Tieto materiály budú pouţité na prípravu hutných 

kompozitov na báze Si3N4.   

V spolupráci s University of Padova, Taliansko boli vyvinuté prísady na báze polymérnych prekurzorov a nanopráškov 

obsahujúcich Si-Al-O-C. Zloţenie prekurzorov a ich tepelné spracovanie bolo zvolené s cieľom pripraviť kompozit s 

matricou Si3N4 spojenou fázami -SiAlONu a O -SiAlONu. Oba materiály boli úspešne zhutnené ţiarovým lisovaním 

pri teplote 1700 C, tzn. o 50 C niţšie, ako v prípade materiálov s klasickými prísadami spekania.  
Doterajšie výsledky sú zhrnuté v prácach:  

1. Šajgalík P., Galusková D., Hnatko M., Galusek D.: Interactions of Si3N4-based ceramics in water environment 

under subcritical conditions. In Proceedings of the 35
th

 International Conference on Advanced Ceramics and 

Composites 2011, Daytona Beach, Florida. 

2. Frajkorová F., Hnatko M., Lenčéš Z., Šajgalík P.: Additive system Y2O3-SiO2-Ti-NbC for preparation of 

electrically conductive SiC. In Preparation of Ceramic Materials: 9
th

 International Conference 2011, Herľany, p. 

184.  

3. Ghillányová K., Hnatko M., Šajgalík P.: Sol-Gel derived hydroxyapatite infiltration for enhancing the bioactivity 

of new silicon nitride – based biomaterial. In Preparation of Ceramic Materials: 9
th

 International Conference 

2011, Herľany, p. 172-173.  

4. Hnatko M., Šajgalík P., Lofaj F., Vojtaššák J.: Porous silicon nitride ceramics for bioapplications. In Engineering 

Ceramics 2011: Advanced Research Workshop Engineering Ceramics from Materials to Components, Smolenice,. 

Book of Abstracts and Programme p. 83.  

5. Galusek D., Ghillányová K., Sedláček J.: The influence of additives on two-stage sintering of submicrometre 

alumina. In Engineering Ceramics 2011: Advanced Research Workshop Engineering Ceramics 2011 from 

Materials to Components, Smolenice, Book of Abstracts and Programme p. 37.  

6. Bača Ľ., Vitkovič M., Jogl C., Neubauer E., Merstallinger A., Šajgalík P.: Microstructure evolution and 

tribological properties of TiB2-based cermets. In Engineering Ceramics 2011: Advanced Research Workshop 

Engineering Ceramics 2011 from Materials to Components, Smolenice, Book of Abstracts and Programme p. 63. 

 

 

12.) Fluoridové elektrolyty s nízkou teplotou topenia s potenciálom pre elektrolytickú výrobu 

hliníka (Low temperature melting fluoride systems with potential for electrolytic aluminium 

production)  

 

Zodpovedný riešiteľ: František Šimko 

Trvanie projektu: 1.1.2010 / 31.12.2013 

Evidenčné číslo projektu: 2/0179/10 

Organizácia je koordinátorom projektu: áno 

Koordinátor: Ústav anorganickej chémie SAV 

Počet spoluriešiteľských inštitúcií: 0  

Čerpané financie: SAV: 7803 € 



 
Správa o činnosti ÚACH SAV         2011 

 

62 

Dosiahnuté výsledky:  
Uskutočnila sa fyzikálno-chemická analýza nízko topiacich sa fluoridových systémov KF-AlF3 s prídavkom zloţiek 

Al2O3 a AlPO4. Analyzovali sa oba trojzloţkové systémy pomocou metód merania termickej analýzy a hustoty 

príslušných systémov. Namerali sa teploty primárnych a sekundárnych kryštalizácií oboch systémov pri rôznych 

―kryolitových‖ pomeroch (rôzny pomer KF ku AlF3 v systéme, označenie - CR), a to pri CR = 3.0, 2.5, 2.0 a 1.5. 

Z nameraných údajov sa zostrojili príslušné fázové diagramy. Namerala sa aj hustota oboch systémov pri príslušných 

uvedených kryolitových pomeroch. Popri uvedených meraniach sa vykonala aj chemická analýza spomenutých 

systémov pomocou rôznych analytických metód. Cieľom bolo identifikovať moţné produkty reakcií, prebiehajúcich v 

meraných systémoch a určiť moţný rozdiel v správaní sa systémov s rozdielnym obsahom AlF3 v systéme.  

 

 

Programy: APVV  

 

13.) Moderné vyuţitie fluoridových tavenín (Modern application of fluoride molten salts)  

 

Zodpovedný riešiteľ: Miroslav Boča 

Trvanie projektu: 1.9.2009 / 31.8.2012 

Evidenčné číslo projektu: LPP-0345-09 

Organizácia je koordinátorom projektu: áno 

Koordinátor: Ústav anorganickej chémie SAV 

Počet spoluriešiteľských inštitúcií: 0  

Čerpané financie: APVV: 16600 € 

Dosiahnuté výsledky:  
Predmetom štúdia bol taveninový systém na báze zirkónia, ako potenciálnej sústavy pre jej vyuţitie v jadrovej 

energetike. Boli vyhodnotené výsledky z merania fázových rovnováh sústavy (FLiNaK)eut-K2ZrF6, ako aj objemových a 

transportných vlastností študovaného system, akými sú hustota, molárne objemy, viskozita a povrchové napätie. Pre 

potenciálne vyuţitie študovanej sústavy sa realizovali korózne testy odolnosti vybraných konštrukčných materiálov s 

obsahom zirkóniav roztavenom systéme (FLiNaK)eut-K2ZrF6.  

 

 

14.) Štúdium potenciálu fluoridových tavenín pre vysokoteplotné aplikácie (A study of the 

potential of fluoride molten salts for high temperature applications)  

 

Zodpovedný riešiteľ: Miroslav Boča 

Trvanie projektu: 1.9.2009 / 31.8.2013 

Evidenčné číslo projektu: LPP-0344-09 

Organizácia je koordinátorom projektu: áno 

Koordinátor: Ústav anorganickej chémie SAV 

Počet spoluriešiteľských inštitúcií: 0  

Čerpané financie: APVV: 20750 €  

Dosiahnuté výsledky:  
Sledovala sa korózna odolnosť zirkóniových materiálov v koróznom prostredí eutektickej taveniny (LiF-NaF-KF)eut s 

prídavkom K2ZrF6 pri teplotách 600 °C a 900 °C v inertnej atmosfére argónu. Korózna odolnosť sa určovala pomocou 

hmotnostného úbytku na materiály po koróznom teste. Na základe spracovania vedeckých článkov a patentov sa 

navrhla príprava fluorozirkoničitanu sodného. Syntézou z vodných roztokov sa pripravila zlúčenina Na7Zr6F31. Daná 

zlúčenina sa identifikovala simultánnou termickou analýzou, RTG práškovou štruktúrnou analýzou a RTG 

fotoelektrónovou spektroskopiou. 

Konferencie:  

1. Barborík P., Boča M., Šimko F.: Štúdium korózie vo fluorozirkoničitých taveninách. In Jaderná energetika, 

transmutační a vodíkové technologie v pracích mladé generace: 10. Mikulášské setkání Mladé generace ČNS, 

Brno, Sborník referátů ze semináře p. 87-90. 

2. Barborík P., Boča M.: A study of the corrosion of the zirconium alloys. In ENYGF 2011: European Nuclear 

Young Generation Forum, Praha, ČNS, p. 48. 

3. Barborík P., Boča M.: Odolnosť zirkóniových zliatin v roztavených fluoridových soliach. In ChemZi: ChemZi: 63. 

Zjazd chemikov 2011, Tatranské Matliare, č. 13, s. 86.  



 
Správa o činnosti ÚACH SAV         2011 

 

63 

 

15.) 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 / 30.4.2014 

Evidenčné číslo projektu: APVV-0460-10 

Organizácia je koordinátorom projektu: áno 

Koordinátor: Ústav anorganickej chémie SAV 

Počet spoluriešiteľských inštitúcií: 0  

Čerpané financie: APVV: 55557 €  

Dosiahnuté výsledky:  
V prvom roku riešenia projektu sa vykonali merania vybraných fyzikálno-chemických vlastností (viskozita a objemové 

vlastnosti) vysokoteplotného taveninového systému na báze FLiNaK-K2ZrF6. V rámci meraní fyzikálno-chemických 

vlastností sa skonštruovala cela na báze pyrolitického nitridu bóru pre vysokoteplotné meranie elektrickej vodivosti 

roztavených systémov a zmerala elektrická vodivosť systému na báze Na3AlF6 – SiO2. Východisková tavenina FLiNaK 

sa pouţila aj ako základné korózne médium pri testoch vybraných konštrukčných materiálov na báze Ni (INCALLOY 

800 H/HT, HASTELLOY) a Zr (ZRYLO).  
 

 

16.) Keramické kompozity s perkolujúcimi fázami pripravené infiltráciou organokovového 

prekurzoru (Ceramic composites with percolated phases prepared by infiltration with 

organometallic precursors)  

 

Zodpovedný riešiteľ: Dušan Galusek 

Trvanie projektu: 1.9.2009 / 31.8.2012 

Evidenčné číslo projektu: LPP-0297-09 

Organizácia je koordinátorom projektu: áno 

Koordinátor: Ústav anorganickej chémie SAV 

Počet spoluriešiteľských inštitúcií: 0  

Čerpané financie: APVV: 21102 € 

Dosiahnuté výsledky:  

Boli skúmané moţnosti prípravy kompozitných materiálov v systéme Al2O3-SiC, ktoré sa vyznačujú perkolujúcimi 

fázami jednoltivých zloţiek. Príprava týchto materiálov spočívala v infiltrácii pórovitého matrixu Al2O3 polymérnym 

prekurzorom pri zvýšenom tlaku. Na pripravených vzorkách bol optimalizovaný proces zhutnenia a sledované 

mechanické vlastnosti pri izbových a vysokých teplotách. Pre porovnanie výsledkov vlastností boli pripravené 

kompozitné materiály konvenčným spôsobom z keramických práškov. 

1. Galusek D., Klement R., Sedláček J., Balog M., Fasel, Zhang J., Crimp M.A., Riedel R.: Al2O3-SiC composites 

prepared by infiltration of pre-sintered alumina with a poly(allyl)carbosilane. In Journal of the European Ceramic 

Society 31 (2011) 111-119. 
2. Švančárek P., Lendvayová S., Galusek D., Hnatko M., Vávra I., Wang X.: Abrasive wear resistance of SiO2-doped 

polycrystalline alumina. In Wear: an international journal on the science and technology of friction, lubrication 

and wear 271 (2011) 760-769. 
3. Sedláček J., Galusek D., Riedel R., Hoffmann M.J.: Sinter-HIP of polymer-derived Al2O3–SiC composites with 

high SiC contents. In Materials Letters 65 (2011) 2462-2465. 

4. Parchovianský M., Sedláček J., Švančárek P., Galusek D.: Microstructure and mechanical properties of Al2O3/SiC 

nanocomposites. In Proceedings of IX
th

 International Conference: Preparation of Ceramics Materials 2011, 

Herľany, s. 13-16. 

5. Sedláček J., Galusek D., Hoffmann M.J., Riedel R.: Preparation of dense polymer derived Al2O3-SiC ceramic 

composites. In Proceedings of IX
th

 International Conference: Preparation of Ceramics Materials 2011, Herľany, 

s. 162-163. 
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6. Galusek D., Švančárek P., Hnatko M.: The influence of silica on abrasive wear resistance of polycrystalline 

alumina. In ECerS XII. Proceedings of the 12
th

 Conference of the European Ceramic Society 2011, Stockholm, CD 

ROM. 

7. Sedláček J., Galusek D., Riedel R., Hoffmann M.J.: Preparation of fully dense polymer-derived Al2O3-SiC 

composites by using sinter-HIP technique. In Engineering Ceramics 2011: Advanced Research Workshop 

Engineering Ceramics from Materials to Components, Book of Abstracts and Programme, Smolenice, p. 97.  
 

 

17.) Sklené a sklokeramické materiály na báze aluminátov vzácnych zemín (Glasses and glass 

ceramics based on rare earth aluminates)  

 

Zodpovedný riešiteľ: Dušan Galusek 

Trvanie projektu: 1.9.2009 / 31.8.2012 

Evidenčné číslo projektu: LPP-0133-09 

Organizácia je koordinátorom projektu: áno 

Koordinátor: Ústav anorganickej chémie SAV 

Počet spoluriešiteľských inštitúcií: 0  

Čerpané financie: APVV: 16281 €  

Dosiahnuté výsledky:  

1. Prnová A., Lichvár P., Galusek D., Galusková D., Hnatko M.: Flame synthesis of aluminate glass microspheres. In 

Glass Technology: European Journal of Glass Science and Technology A 51 (2010) 248-252. 
2. Prnová A. Domanická A., Klement R., Kraxner J., Polovka M., Pentrák M., Galusek D., Šimurka P., Kozánková 

J.: Er- and Nd-doped yttrium aluminosilicate glasses: Preparation and characterization. In Optical Materials 33 

(2011) 1872-1878. 
3. Prnová A., Galusek D., Hnatko M., Kozánková J., Vávra I.: Composites with eutectic microstructure by hot 

pressing of Al2O3–Y2O3 glass microspheres. In Ceramics-Silikáty 55 (2011) 208-213. 

4. Domanická A., Prnová A., Ghillányová K., Klement R., Galusek D.: Fabrication and properties of yttrium 

aluminosilicate glasses doped with Nd and Er. In Sklář a keramik 61 (2011) 194-198. 

5. Migát M., Sedláček J., Ghillányová K., Galusek D.: The influence of processing parameters on morphology and 

size distrubution of SiO2 microspheres prepared by Stöber method. In Sklář a keramik 61 (2011) 199-202. 

6. Hruška B., Ghillányová K., Klement R., Prnová A., Galusek D.: Preparation and properties of glasses in the 

system Al2O3–Y2O3–ZrO2: A preliminary study, In Sklář a keramik 61 (2011) 203-207. 
7. Prnová A., Klement R., Migát M., Galusek D., Ghillányová K., Polovka M.: Synthesis and spectroscopic 

properties of Nd – and Er-doped Al2O3–Y2O3 glass microspheres. In Sklář a keramik 61 (2011) 208-212. 

8. Piatriková A., Prnová A., Ghillányová K., Migát M., Klement R., Galusek D.: Er
3+

, Nd
3+

-doped lanthanum-

aluminate glasses: Preparation and properties. In Sklář a keramik 61 (2011) 213-216. 
9. Prnová A., Galusek D., Škrátek M., Karell R., Klement R., Kraxner J.: Preparation and Characterization of Yb2O3 

– Al2O3 Glass Microspheres with High Alumina Content. In MEASUREMENT 2011: Proceedings of the 8
th
 

International Conference on Measurement, p. 269-273. 

10. Migát M., Sedláček J., Ghillányová K., Galusek D.: The size dependence of SiO2 spheres prepared by 

polycondensation reactions on concentration of reactants in starting mixture. In Proceedings of IX
th

 International 

Conference: Preparation of Ceramics Materials 2011, Herľany, s. 49-52. 

11. Domanická A., Prnová A., Migát M., Klement R., Galusek D.: Fabrication and properties of aluminosilicate 

glasses, In Proceedings of IX
th

 International Conference: Preparation of Ceramics Materials 2011, Herľany, s. 

114-117. 

12. Piatriková A., Prnová A., Klement R., Galusek D.: Er
3+

, Nd
3+

-doped lanthanum-aluminate glasses: preparation and 

properties. In Proceedings of IX
th

 International Conference: Preparation of Ceramics Materials 2011, Herľany, s. 

118-122. 

13. Klement R., Prnová A., Galusek D., Ghillányová K.: Yttrium aluminate and aluminosilicate glasses doped with 

Nd
3+

 and Er
3+

 ions. In Proceedings of IX
th

 International Conference : Preparation of Ceramics Materials 2011, 

Herľany, s. 176-177. 

14. Prnová A., Klement R., Galusek D., Ghillányová K.: Preparation and properties of Nd- and Er-doped Al2O3-Y2O3 

glasses. In Proceedings of IX
th

 International Conference: Preparation of Ceramics Materials 2011, Herľany, s. 

180-181. 

15. Prnová A., Klement R., Galusek D.: Yttrium aluminate and low silica ytrium aluminosilicate glass hosts doped 

with optically active rare-earth ions: Preparation and characterization. In New trends in coordination, 

bioinorganic, and applied inorganic chemistry, Monograph series of the International conference on coordination 

and bioinorganic chemistry 10 (2011) 219-226. 
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18.) Korešpondenčné semináre z chémie a biológie pre stredné školy a seminár z prírodných 

vied pre základné školy (Correspondence seminars from chemistry and biology for secondary 

schools and seminar of natural sciences for elementary schools) 

 

Zodpovedný riešiteľ: Stanislav Kedţuch 

Trvanie projektu: 1.9.2009 / 31.8.2013 

Evidenčné číslo projektu: LPP-0277-09 

Organizácia je koordinátorom projektu: áno 

Koordinátor: Ústav anorganickej chémie SAV 

Počet spoluriešiteľských inštitúcií: 1  - Slovensko: 1 

Čerpané financie: APVV: 23148 €  

Dosiahnuté výsledky:  
V školskom roku 2010/2011 bolo zapojených 7940 študentov základných a stredných škôl. V júni boli zorganizované 3 

odborné sústredenia pre najlepších riešiteľov, ktorých sa zúčastnilo 110 študentov. Bolo vydaných 9 zborníkov 

súťaţných úloh a učebný text pre odborné sústredenie. V tomto školskom roku 2011/2012 je do súťaţe zapojených 

5533 študentov.  

 

19.) Výskumno-vzdelávacie centrum excelentnosti pre výskum pevnej fázy so zameraním na 

nanomateriály, environmentálnu mineralógiu a materiálovú technológiu (Research and 

education centre of excellence for solid phase research focused on nanomaterials, 

environmental mineralogy and material science)  

 

Zodpovedný riešiteľ: Peter Komadel 

Trvanie projektu: 1.7.2008 / 31.12.2011 

Evidenčné číslo projektu: VVCE-0033-07 

Organizácia je koordinátorom projektu: nie 

Koordinátor: Prírodovedecká fakulta UK Bratislava 

Počet spoluriešiteľských inštitúcií: 2  - Slovensko: 2 

Čerpané financie: APVV: 13444 €   

Dosiahnuté výsledky:  
Riešenie projektu pokračovalo podľa plánu projektu, získali sa nové informácie o materiáloch významných pre 

environmentálnu mineralógiu a materiálovú technológiu, najmä na rtg. difraktometri Bruker D8 Advance na PRÍF UK 

a na FTIR spektrometri Nicolet 6700 na ÚACH SAV, ktoré sa zakúpili v minulosti z prostriedkov tohto projektu. 

 

1. Madejová J., Balan E., Petit S., Application of vibrational spectroscopy to the characterization of phyllosilicates 

and other industrial minerals. In Advances in the characterization of Industrial Minerals: EMU Notes in 

Mineralogy, 2011, vol. 9, ch. 6, p. 171-226. 

2. Pálková H., Jankovič Ľ., Zimowska M., Madejová J.: Alterations of the surface and morphology of tetraalkyl-

ammonium modified montmorillonites upon acid treatment. In Journal of Colloid and Interface Science 363 

(2011) 213-222.   

3. Bačík P., Ozdín D., Miglierini M., Kardošová P., Pentrák M., Haloda J.: Crystallochemical effects of heat 

treatment on Fe-dominant tourmalines from Dolní Bory (Czech Republic) and Vlachovo (Slovakia). In Physic and 

Chemistry of Minerals 38 (2011) 599-611.   

4. Pentrák M., Madejová J., Andrejkovičová S., Uhlík P., Komadel P.: Stability of kaolin sand from Vyšný Petrovec 

deposit (south Slovakia) in acid environment. Geologica Carpathica - zaslané  

5. Brtáňová A., Melichová Z., Komadel P.: Removal of Cu
2+

 from aqueous solutions by Slovak bentonites. 

Ceramics-Silikáty – zaslané 

 

20.) Príprava a vlastnosti montmorillonitov modifikovaných organickými látkami a ich 

aplikácie v íl-polymérnych nanokompozitoch (Preparation and properties of 

montmorillonites modified with organic substances and their applications in clay-polymer 

nanocomposites)  

 

Zodpovedný riešiteľ: Peter Komadel 

Trvanie projektu: 1.9.2009 / 28.12.2011 
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Evidenčné číslo projektu: LPP-0372-09 

Organizácia je koordinátorom projektu: áno 

Koordinátor: Ústav anorganickej chémie SAV 

Počet spoluriešiteľských inštitúcií: 0  

Čerpané financie: APVV: 0 € 

Dosiahnuté výsledky:  
Riešenie projektu bolo v roku 2011 prerušené pre zahraničný pobyt riešiteľky RNDr. J. Hrachovej, PhD., a na riešenie 

projektu neboli poskytnuté nijaké finančné prostriedky. 28. 12. 2011 bolo riešenie predčasne ukončené pre rozhodnutie 

riešiteľky zatiaľ sa nevrátiť do SR. Boli napísané dve publikácie:  

1. Hrachová J., Komadel P., Janigová I., Šlouf M., Chodák I.: Properties of rubber filled with montmorillonite with 

various surface modifications. Polymers Advanced Technologies, prijaté. 

2. Hrachová J., Komadel P., Jochec-Mošková D., Janigová I., Šlouf M., Chodák I.: Properties of organo-clay/natural 

rubber nanocomposites. Journal of Applied Polymer Science, zaslané. 
 

 

21.) 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: 30500 €  

Dosiahnuté výsledky:  

Na prvé experimenty sa vybrala Na-forma bentonitu Jelšový Potok, pripravila a charakterizovala sa jej frakcia <2 µm a 

z amóniových surfaktantov s rôznym počtom a dĺţkou alifatických reťazcov sa pripravili organomontmorillonity a určili 

sa niektoré ich dôleţité vlastnosti. Pouţili sa na testy ako plnivá v prírodnom kaučuku. Zistilo sa, ţe malé organokatióny 

majú iba malý vplyv na mechanické vlatnosti polymérnych kompozitov, ktoré sa zlepšujú pri pouţití organoílov s 

väčšou vzdialenosťou vrstiev. Pri porovnaní organokatiónov s rovnalým počtom atómov uhlíka v organických 

reťazcoch sa dosiahli lepšie výsledky pre katióny s viacerými kratšími reťazcami. Jedna práca bola odoslaná do tlače.  

Hrachová J., Komadel P., Jochec-Mošková D., Janigová I., Šlouf M., Chodák I.: Properties of organo-clay/natural 

rubber nanocomposites. Journal of Applied Polymer Science, zaslané.  

 

22.) Magnetoativita, elektroaktivita a fotoaktivita koordinačných zlúčenín (Magnetoactivity, 

electroactivity and photoactivity of coordination compounds) 

 

Zodpovedný riešiteľ: Oľga Malkin 

Trvanie projektu: 1.7.2008 / 30.6.2011 

Evidenčné číslo projektu: VVCE-0004-07  

Organizácia je koordinátorom projektu: nie 

Koordinátor: Fakulta chemickej a potravinárskej 

technológie STU 

Počet spoluriešiteľských inštitúcií: 2  - Slovensko: 2 

Čerpané financie: APVV: 16597 €  

Dosiahnuté výsledky:  

Dvojkomponentné nekolineárne DFT metódy implementované do kvantovochemického balíku ReSpect boli pouţité na 

výpočty g-tenzorov skupiny komplexov prechodných kovov, ako V, Cr, Mo, W, Tc a Re. Originálny prístup so 

škálovacím faktorom pre SO operátor povolil odhadnúť príspevky SO efektov vyšších poriadkov a ukázal prečo 

štandartné metódy zaloţené na poruchovej teórie nemôţu byt pouţité na výpočty g-tenzorov týchto komplexov. [Theor. 

Chem. Acc. 129 (2011) 715-725]  
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23.) Relativistické výpočty NMR a EPR parametrov: od čísel k pochopeniu podstaty 
(Relativistic calculations of NMR and EPR parameters: from numbers to insight)  

 

Zodpovedný riešiteľ: Oľga Malkin 

Trvanie projektu: 1.9.2009 / 31.8.2013 

Evidenčné číslo projektu: LPP-0326-09 

Organizácia je koordinátorom projektu: áno 

Koordinátor: Ústav anorganickej chémie SAV 

Počet spoluriešiteľských inštitúcií: 0  

Čerpané financie: APVV: 20750 €  

Dosiahnuté výsledky:  
Boli vyvinuté nove originálne prístupy pre interpretáciu jadrovej spin-spinovej interakcie. Pouţitím týchto prístupov 

bola vysvetlená korelácia medzi fosfor-fosfor spin-spinovymi interakciami ―cez priestor‖ a prekryvom elektronových 

hustôt fosforových voľných elektronových párov. [ Phys. Chem. Chem. Phys. 13 (2011) 16015]  

 

 

24.) Relativistické výpočty parametrov NMR a EPR spektroskopie pre zlúčeniny obsahujúce 

ťaţké 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: 29837 €  

Dosiahnuté výsledky:  
Efektivita implementácie metódy mDKS-RMB – základnej SCF procedúry a spriahnutých-poruchových výpočtov 

NMR tenzorov bola značne vylepšená. To umoţnilo nám a iným pouţívateľom ReSpect kódu posunúť sa od 

kalibračných výpočtov malých systémov k aplikáciám nášho programu na reálne chemicky zaujímavé systémy.  

 

 

25.) Multireferenčná teória spriahnutých klastrov v R12 priblíţení (Multireference explicitly 

correlated coupled cluster theory within the R12)  

 

Zodpovedný riešiteľ: Jozef Noga 

Trvanie projektu: 1.9.2009 / 31.8.2012 

Evidenčné číslo projektu: LPP-0343-09 

Organizácia je koordinátorom projektu: áno 

Koordinátor: Ústav anorganickej chémie SAV 

Počet spoluriešiteľských inštitúcií: 0  

Čerpané financie: APVV: 16600 €  

Dosiahnuté výsledky: 
Kompletizácia explicitne korelovanej multireferenčnej Brillouin-Wigner metódy na úrovni spriahnutých klastrov 

(CCSD) a kompletizácia základnej implementácie explicitne korelovanej multireferenčnej state-specific Mukherjee 

metódy (Mk-CCSD(F12)).  

1. Kedţuch S., Demel O., Pittner J. Ten-no S., Noga J.: Multireference F12 coupled cluster theory: The Brillouin-

Wigner approach with single and double excitations. In Chemical Physics Letters 511 (2011) 418-423. 

2. Demel O., Kedţuch S., Šváňa M., Pittner J., Ten-no S., Noga J.: Explicitly correlated Mukherjee’s state specific 

coupled cluster method: Development and pilot applications. Phys. Chem. Chem. Phys. – prijaté do tlače 
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26.) Luminiscenčné vlastnosti oxynitridov a nitridov kremíka pripravených z organokovových 

prekurzorov (Luminescence of silicon oxynitrides and nitrides prepared via organometallic 

precursors)  

 

Zodpovedný riešiteľ: Pavol Šajgalík 

Trvanie projektu: 1.9.2009 / 31.8.2012 

Evidenčné číslo projektu: LPP-0394_09 

Organizácia je koordinátorom projektu: áno 

Koordinátor: Ústav anorganickej chémie SAV 

Počet spoluriešiteľských inštitúcií: 0  

Čerpané financie: APVV: 15959 €  

Dosiahnuté výsledky:  
Boli študované systémy luminoforov, systém s označením SNEu (zmes Si3N4, SiOC a Eu2O3) a systém na báze 

ternárnych nitridov (MgSiN2 a LaSi3N5 dopovaných európiom). Príprava systému SNEu bola zaloţená na ţíhaní zmesi 

práškov Si3N4, SiOC a Eu2O3, alternatívnou metódou bola modifikácia polymérneho prekurzoru acetátom europia 

(SiEuOC). Táto metóda je výhodná z hľadiska homogenity práškov a očakávame zlepšenie luminiscenčných vlastností. 

V prípade druhého systému (ternárne nitridy), boli pomocou počítačovej simulácie vypočítané optimálne obsahy 

dopantu Eu a to v rozsahu 1-6 mol.%. Následné experimenty ukázali, ţe zásadným faktorom pre výsledné 

luminiscenčné vlastnosti je valenčný stav Eu katiónov. Pre katióny Eu
2+

 je typický poţadovaný spojitý emisný pás v 

oblasti 500-620 nm, oproti tomu prítomnosť Eu
3+

 iónov v materiáli má za následok neţiaduce diskrétne (pásové) 

emisie.  

Doterajšie výsledky sú zhrnuté v prácach: 

1. Plachký T., Lenčéš Z., Riedel R., Šajgalík P.: Photoluminescent properties of Eu doped polymer derived SiAlON 

ceramics. In Preparation of Ceramic Materials: 9
th

 International Conference 2011, Herľany, 160-161.  

2. Šajgalík P., Lenčéš Z., Plachký T.,
 
Velič D., Zhou Y., Hirao K.: Silicon Nitride/Oxynitride-Based Phosphors – 

Synthesis and Characterization. In 3
rd

 International Symposium on Advanced Ceramics and Technology for 

Sustainable Energy Applications 2011, Kenting, Taiwan, Program and Abstracts pp 38-39. 

3. Lenčéš Z., Benco Ľ., Šajgalík P., Jáné E., Velič D.: Europium-doped ternary silicon nitrides: synthesis, 

spectroscopy and calculated band-gaps. In Engineering Ceramics 2011: Advanced Research Workshop 

Engineering Ceramics from Materials to Components, Smolenice, Book of Abstracts and Programme p. 32. 

 

27.) 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: 45662 €   

Dosiahnuté výsledky:  
V rámci prvej etapy projektu sa podarilo úspešne zvládnuť prípravu pórovitej Si3N4 matrice a prípravu bioaktívnej 

zloţky vo forme hydroxyapatitu metódou sól-gel. Oba materiály boli charakterizované z hľadiska mechanických 

vlastností, chemického a fázového zloţenia. Na perspektívnych materiáloch boli realizované biologické testy s cieľom 

overiť vhodnosť (čistota, prítomnosť neţiaducich prvkov, ktoré by mohli spôsobovať toxicitu) pouţitých 

východiskových materiálov pri príprave vzoriek. 

 

1. Hnatko M., Šajgalík P., Lofaj F., Vojtaššák J.: Porous silicon nitride ceramics for bioapplications. In Engineering 

Ceramics 2011: Advanced Research Workshop Engineering Ceramics from Materials to Components 2011, Book 

of Abstracts and Programme, Smolenice, p. 83.  

2. Ghillányová K., Hnatko M., Šajgalík P.: Sol-Gel derived hydroxyapatite infiltration for enhancing the bioactivity 

of new silicon nitride – based biomaterial. In Preparation of Ceramic Materials: 9
th

 International Conference 

2011, Herľany, p. 172-173.  

3. Kašiarová M., Tatarko P., Dusza J., Hnatko M.: Oxidation resistance of Si3N4-based composites. In Preparation of 

Ceramic Materials: 9
th

 International Conference 2011, Herľany, p. 67-70.  

4. Tatarko P., Kašiarová M., Lojanová Š., Dusza J., Šajgalík P.: Characterization of Si3N4-SiC micro-nano 
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composites sintered with rare-earth oxides additives. In Preparation of Ceramic Materials: 9
th

 International 

Conference 2011, Herľany, p. 62-66.  

5. Hnatko M., Šajgalík P., Lofaj F., Vojtaššák J.: Processing and properties of porous Si3N4 ceramics for 

bioapplications. In Preparation of Ceramic Materials: 9
th

 International Conference 2011, Herľany, p. 170-171.  

6. Kašiarová M., Tatarko P., Hnatko M., Dusza J.: Oxidation characteristics of Si3N4 based ceramics. In Advanced 

Materials and Technologies: International Workshop 2011, Budapest.  

 

 

Programy: Štrukturálne fondy EÚ Výskum a vývoj  
 

28.) Centrum pre materiály, vrstvy a systémy pre aplikácie a chemické procesy v extrémnych 

podmienkach (Centre for Materials, Layers and Systems for the Applications and Chemical 

Processes in the Extreme Environments )  

 

Zodpovedný riešiteľ: Miroslav Boča 

Trvanie projektu: 14.5.2009 / 30.4.2011 

Evidenčné číslo projektu: ITMS kód: 26240120007 

Organizácia je koordinátorom projektu: áno 

Koordinátor: Ústav anorganickej chémie SAV 

Počet spoluriešiteľských inštitúcií: 3  - Slovensko: 3 

Čerpané financie: MŠ: 46189 €   

Dosiahnuté výsledky:  
V zmysle zámeru projektu boli obstarané špičkové zariadenia potrebné na zvýšenie kvality odborných výstupov. Tieto 

prístroje boli aj nainštalované a uvedené do prevádzky a v súčasnosti sú k dispozícii pre vyuţitie aj v širšej vedeckej 

komunite. 

Konferencie:  

Barborík P., Boča M., Šimko F.: Štúdium korózie vo fluorozirkoničitých taveninách. In Jaderná energetika, 

transmutační a vodíkové technologie v pracích mladé generace: 10. Mikulášské setkání Mladé generace ČNS, Brno, 

Sborník referátů ze semináře p. 87-90.  
 

29.) Centrum pre materiály, vrstvy a systémy pre aplikácie a chemické procesy v extrémnych 

podmienkach - Etapa II (Centre for Materials, Layers and Systems for the Applications and 

Chemical Processes in the Extreme Environments - Stage II )  

 

Zodpovedný riešiteľ: Miroslav Boča 

Trvanie projektu: 1.4.2010 / 31.3.2012 

Evidenčné číslo projektu: ITMS kód: 26240120021 

Organizácia je koordinátorom projektu: áno 

Koordinátor: Ústav anorganickej chémie SAV 

Počet spoluriešiteľských inštitúcií: 3  - Slovensko: 3 

Čerpané financie: MŠ: 1101964 €  

Dosiahnuté výsledky:  
V zmysle zámeru projektu boli obstarané špičkové zariadenia potrebné na zvýšenie kvality odborných výstupov. Tieto 

prístroje boli aj nainštalované a uvedené do prevádzky a v súčasnosti sú k dispozícii pre vyuţitie aj v širšej vedeckej 

komunite. Výsledkom pouţívania prístrojov sú aj vedecké výstupy. 

1. Pálková H., Jankovič Ľ., Zimowska M., Madejová J.: Dissolution of the surfactants-modified montmorillonite in 

HCl – stability studies. In EUROCLAY 2011: European Clay Conference, Antalya, p 348. 

2. Boča M., Kubíková B., Šimko F., Gembický M., Moncoľ J.: Different phases of fluorotantales. In 9
th

 International 

Symposium on Molten Salts Chemistry and Technology 2011, Trondheim, Norway, Abstracts 

3. Kubíková B., Macková I., Pavlík V., Boča M.: Physico-chemicial analysis of molten (FliNaK)eut-K2ZrF6 system. 

In 9
th

 International Symposium on Molten Salts Chemistry and Technology 2011, Trondheim, Norway, Abstracts 

4. Šimko F., Pritula O., Smrčok L., Rakhmatullin A., Bessada C.: The study of the system Na3AlF6-FeF3, In 9
th

 

International Symposium on Molten Salts Chemistry and Technology 2011, Trondheim, Norway, Abstracts 

5. Barborík P., Boča M.: A study of the corrosion of the zirconium alloys. In ENYGF 2011: European Nuclear 

Young Generation Forum 2011, Praha, p. 48. 



 
Správa o činnosti ÚACH SAV         2011 

 

70 

6. Plachký T., Lenčéš Z., Riedel R., Šajgalík P.: Photoluminescent properties of Eu doped polymer derived SiAlON 

ceramics. In Preparation of Ceramic Materials: 9
th

 International Conference 2011, Herľany, p. 160-161. 

7. Sedláček J., Galusek D., Hoffmann M. J., Riedel R.: Preparation of dense polymer derived Al2O3-SiC ceramic 

composites. In Proceedings of IX
th

 International Conference: Preparation of Ceramics Materials 2011, Herľany, 

s. 162-163. 

8. Hnatko M., Šajgalík P., Lofaj F., Vojtaššák J.: Processing and properties of porous Si3N4 ceramics for 

bioapplications. In Preparation of Ceramic Materials: 9
th

 International Conference 2011, Herľany, p. 170-171. 

9. Ghillányová K., Hnatko M., Šajgalík P.: Sol-gel derived hydroxyapatite infiltration for enhancing the bioactivity 

of a new silicon nitride-based biomaterial. In Proceedings of IX
th

 International Conference: Preparation of 

Ceramics Materials 2011, Herľany, p. 172-173. 

10. Frajkorová F., Hnatko M., Lenčéš Z., Šajgalík P.: Additive system Y2O3-SiO2-Ti-NbC for preparation of 

electrically conductive SiC. In Proceedings of IX
th

 International Conference: Preparation of Ceramics Materials 

2011, Herľany, p. 184. 

11. Tatarko P., Dusza J., Šajgalík P.: Tribological characteristics of Si3N4-SiC micro/nano composites. In Engineering 

Ceramics 2011: Advanced Research Workshop Engineering Ceramics from Materials to Components, Smolenice, 

Book of Abstracts and Programme, p. 48. 

12. Bača Ľ., Vitkovič M., Jogl Ch., Neubauer E., Merstallinger A., Šajgalík P.: Microstructure evolution and 

tribological properties of TiB2-based cermets. In Engineering Ceramics 2011: Advanced Research Workshop 

Engineering Ceramics from Materials to Components, Smolenice, Book of Abstracts and Programme, p. 63 

13. Hnatko M., Šajgalík P., Lofaj F., Vojtaššák J.: Porous silicon nitride ceramics for bioapplications. In Engineering 

Ceramics 2011: Advanced Research Workshop Engineering Ceramics from Materials to Components, Smolenice, 

Book of Abstracts and Programme, p. 83 

14. Ghillányová K., Hnatko M., Šajgalík P.: Sol-gel derived hydroxyapatite infiltration with the aim of enhancing the 

bioactivity of a new silicon nitride-based biomaterial. In Engineering Ceramics 2011: Advanced Research 

Workshop Engineering Ceramics from Materials to Components, Smolenice, Book of Abstracts and Programme, 

p. 85. 

15. Kašiarová M., Tatarko P., Dusza J., Šajgalík P.: Indentation thermal shock resistance of Si3N4-SiC micro-

nanocomposites. In Engineering Ceramics 2011: Advanced Research Workshop Engineering Ceramics from 

Materials to Components, Smolenice, Book of Abstracts and Programme, p. 87 

16. Sedláček J., Galusek D., Riedel R., Hoffmann M. J.: Preparation of fully dense polymer-derived Al2O3-SiC 

composites by using sinter-HIP technique. In Engineering Ceramics 2011: Advanced Research Workshop 

Engineering Ceramics from Materials to Components, Smolenice, Book of Abstracts and Programme, p. 97. 

17. Tatarko P., Kašiarová M., Dusza J., Šajgalík P.: Influence of rare-earth oxide additives on the high-temperature 

mechanical properties of Si3N4-based ceramics. In Engineering Ceramics 2011: Advanced Research Workshop 

Engineering Ceramics from Materials to Components, Smolenice, Book of Abstracts and Programme, p. 98 

18. Barborík P., Boča M.: Odolnosť zirkóniových zliatin v roztavených fluoridových soliach. In ChemZi: 63. Zjazd 

chemikov 2011, Tatranské Matliare, č. 13, s. 86.   
 

 

30.) Aplikovaný výskum technológie plazmotermických procesov (Applied Research of 

Technology of Plasma-thermical processes)  

 

Zodpovedný riešiteľ: Miroslav Boča 

Trvanie projektu: 1.1.2011 / 31.12.2013 

Evidenčné číslo projektu:  

Organizácia je koordinátorom projektu: nie 

Koordinátor: Geothermal Anywhere, s.r.o. 

Počet spoluriešiteľských inštitúcií: 0  

Čerpané financie: MŠ: 10866 €  

Dosiahnuté výsledky:  

Projekt je riešený prvým rokom a prebiehajú procesy verejného obstarávania.  

V prvej etape bola pozornosť sústredená na štúdium odbornej literatúry, ktorej cieľom bolo vyselektovať na základe 

dostupných informácii najvhodnejšie systémy ako pre keramické materiály, tak pre materiály vhodné pre taveninové 

elektródy. Bola vytvorená databáza z relevantných informácií o mechanicko-fyzikálnych vlastnostiach ako aj o 

koróznej odolnosti týchto materiálov. V nasledujúcej etape sa budeme sústrediť na prípravu rôznych typov keramických 

kompozitov a ich podrobnú charakterizáciu, s cieľom rozšíriť moţnosti ich vyuţitia v plánovanej aplikácii. 
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31.) Centrum excelentnosti pre keramiku, sklo a silikátové materiály   
 

Zodpovedný riešiteľ: Dušan Galusek 

Trvanie projektu: 1.6.2010 / 31.5.2013 

Evidenčné číslo projektu: ITMS 262 201 20056 

Organizácia je koordinátorom projektu: áno 

Koordinátor: Ústav anorganickej chémie SAV 

Počet spoluriešiteľských inštitúcií: 2  - Slovensko: 2 

Čerpané financie: MŠ: 834974 €  

Dosiahnuté výsledky:  
Vyhlásené alebo ukončené výberové konanie na prístrojové vybavenie obstarávané v rámci projektu. 

Zakúpené experimentálne vybavenie: reometer/viskozimeter, zariadenie na simultánnu termickú analýzu a na 

termomechanickú analýzu, klimatická komora, vysokoteplotná sušiareň, laboratórne digestory. 

Uverejnené vedecké práce: 

1. Galusek D., Klement R., Sedláček J., Balog M., Fasel C., Zhang J., Crimp M.A., Riedel R.: Al2O3-SiC composites 

prepared by infiltration of pre-sintered alumina with a poly(allyl)carbosilane. In Journal of the European Ceramic 

Society 31 (2011) 111–119.  

2. Švančárek P., Lendvayová S., Galusek D., Hnatko M., Vávra I., Wang X.: Abrasive wear resistance of SiO2-doped 

polycrystalline alumina. In Wear: an international journal on the science and technology of friction, lubrication 

and wear 271 (2011) 760-769. 

3. Sedláček J., Galusek D., Riedel R., Hoffmann M.J.: Sinter-HIP of polymer-derived Al2O3–SiC composites with 

high SiC contents. In Materials Letters 65 (2011) 2462-2465.  

4. Prnová A., Domanická A., Klement R., Kraxner J., Polovka M., Pentrák M., Galusek D., Šimurka P., Kozánková 

J.: Er- and Nd-doped yttrium aluminosilicate glasses: Preparation and characterization. In Optical Materials 33 

(2011) 1872-1878. 

5. Ghillányová K., Galusek D., Pentrák M., Madejová J., Bertóti I., Szépvölgyi J., Šajgalík P.: The influence of 

ageing on consolidation and sinterability of a sub-micron alumina powder, In Powder Technology 214 (2011) 313-

321. 

6. Galusková D., Hnatko M., Galusek D., Šajgalík P.: Corrosion of Structural Ceramics Under Sub-Critical 

Conditions in Aqueous Sodium Chloride Solution and in Deionized Water. Part II: Dissolution of Si3N4-Based 

Ceramics. In Journal of the American Ceramic Society 94 (2011) 3035-3043. 

7. Galusková D., Hnatko M., Galusek D., Šajgalík P.: 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 94 (2011) 3044-3052  

 

 

32.) Centrum komercializácie poznatkov a ochrany duševného vlastníctva Slovenskej 

akadémie vied (Centre for knowledge marketing and intellectual property rights of SAS)  

 

Zodpovedný riešiteľ: Marián Janek 

Zodpovedný riešiteľ v organizácii SAV: Peter Šimurka 

Trvanie projektu: 1.9.2009 / 28.2.2012 

Evidenčné číslo projektu: ITMS kód:26240220006 

Organizácia je koordinátorom projektu: nie 

Koordinátor: Technologický inštitút SAV  

Počet spoluriešiteľských inštitúcií: 4  - Slovensko: 4 

Čerpané financie: MŠ: 654 €  

Dosiahnuté výsledky:  
Bola vypracovaná smernica ―Uplatnenie, ochrana a vyuţívanie práv k priemyselnému vlastníctvu organizácií SAV‖.  

 

33.) Efektívne riadenie výroby a spotreby energie z obnoviteľných zdrojov   
 

Zodpovedný riešiteľ: Marián Janek 

Zodpovedný riešiteľ v organizácii SAV: Peter Šimurka 

Trvanie projektu: 1.4.2010 / 31.3.2013 

Evidenčné číslo projektu: ITMS kód: 26240220028 
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Organizácia je koordinátorom projektu: nie 

Koordinátor: Technologický inštitút SAV 

Počet spoluriešiteľských inštitúcií: 5  - Slovensko: 5 

Čerpané financie: MŠ: 37303 €  

Dosiahnuté výsledky:  
Boli pripravené zmesi na báze LaSi3N5 a MgSiN2 s prídavkom 1, 2, 4 a 6 mol% európia. Po optimalizácii reţimu 

nitridácie a následného vysokoteplotného ţíhania (1500 - 1650 °C) boli pripravené luminofory LaSi3N5:Eu emitujúce 

zelené svetlo a MgSiN2:Eu emitujúce červené svetlo. Najvyššiu intezitu emisie mali v oboch prípadoch luminofory 

s prídavkom 4 mol% Eu.  

Bola vypracovaná predbeţná rešerš pre koncentrátorovú časť Smartgridu, na základe ktorej  sa vypracoval zoznam 

hlavných konštrukčných častí koncentrátorového výmenníka, pričom sa navrhli rozmery výmenníka pre potreby ohrevu 

vody a umiestenia výmenníka. Vypracovala sa jeho predbeţná schéma, ako aj schéma zapojenia do systému 

Smartgridu. Uskutočnilo sa verejné obstarávanie na pece špeciálnej konštrukcie pre štúdium fyzikálnochemických 

vlastností a vysokotlakej pece špeciálnej konštrukcie pre štúdium interakcie chladiaceho média a konštrukčného 

materiálu. 
 

 

34.) Generátor vysokoprúdovej plazmy na báze kompozitných materiálov pre účely 

gazifikácie pevných uhlovodíkov   
 

Zodpovedný riešiteľ: Jaroslav Sedláček 

Trvanie projektu: 1.10.2010 / 31.3.2013 

Evidenčné číslo projektu:  

Organizácia je koordinátorom projektu: nie 

Koordinátor: CELIM Slovakia 

Počet spoluriešiteľských inštitúcií: 1  - Slovensko: 1 

Čerpané financie: MŠ: 1900 €  

Dosiahnuté výsledky:  
V úvodnej fáze projektu boli získavané informácie z publikácií v danej tématike. Bol vypracovaný návrh vhodných 

materiálov pouţiteľných v konštrukcii generatora, ako z oblasti oxidovej tak aj neoxidovaj keramiky. Pre konštrukciu 

generátora boli ako potenciálne vhodné vybraté materiály na báze Al2O3, TiB2 a ZrB2, z ktorých boli pripravené vzorky 

pre jednotlivé experimentálne testy pre zariadenie vysokoprúdovej plazmy.   
 

 

35.) Znalostná databáza a expertný systém environmentálneho riešenia havárií straty chladiva 

v prevádzke jadrovej elektrárne   
 

Zodpovedný riešiteľ: Peter Šimurka 

Trvanie projektu: 1.4.2010 / 31.3.2014 

Evidenčné číslo projektu:  

Organizácia je koordinátorom projektu: nie 

Koordinátor: VÚEZ, a.s. 

Počet spoluriešiteľských inštitúcií: 1  - Slovensko: 1 

Čerpané financie: MŠ: 10571 €  

Dosiahnuté výsledky:  
Experimentálne sa sledovala kinetika korózie sklovláknitých izolačných materiálov roztokom chladiva. Získané 

výsledky sa interpretovali pomocou empirického kinetického modelu Helebranta. Termodynamickým modelovaním sa 

skúmalo rovnováţne zloţenie korózneho média a zloţenie precipitovanej tuhej fázy. 

Prezentácia výsledkov na 9. Medzinárodnej konferencii Preparation of Ceramic Materials v Herľanoch v dňoch 14.-

16.6.2011. Príspevok v  zborníku konferencie: 

Vlčková P., Chromčíková M., Kaňková H., Faturíková K., Liška M.: Kinetics of zirconia-silicate glasses leaching in 

distilled water. In Proceedings of IX
th

 International Conference: Preparation of Ceramics Materials 2011, Herľany, p. 

123-126. 
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Prezentácia výsledkov projektu na medzinárodnej konferencii Chemistry of Glasses and Glass-Forming Melts, ktorá sa 

konala v dňoch 4.-8. septembra 2011 v Oxforde. Konferencie sa osobne zúčastnili Ing. Mária Chromčíková, PhD., Doc. 

Ing. Alfonz Plško, PhD., Ing. Vojtech Soltesz (VUEZ) a Prof. Ing. Marek Liška, DrSc. Príspevky budú po recenznom 

pokračovaní publikované v European Journal of Glass Science and Technology.  

Príspevky s poďakovaním projektu ZDESJE: 

1. Soltész V., Vicena I., Liška M., Galusková D., Mattei. J-M.: Corrosion of Bourre glass fibres in borate water 

solution. In International Conference on the Chemistry of Glasses and Glass-Forming Melts 2011, Oxford, 

Abstracts p. 86. 

2. Príspevky v  zborníku konferencie Slovenská a česká konferencia o skle, konanej v dňoch 30. 11 - 2. 12. 2011 

v Trenčianskych Tepliciach. Zborník bol vydaný ako špeciálne číslo zahraničného recenzovaného časopisu Sklář a 

keramik: 

3. Kaňková H., Vlčková P., Faturíková K., Chromčíková M., Soltész V., Liška M.: Termodynamický model skel 

soustavy K2O-CaO- ZnO-ZrO2-SiO2 loužených v destilované vodě. In Sklář a keramik 61 (2011) 180-184. 

4. Soltész V., Liška M., Chromčíkova M., Faturíkova K., Vlčková P., Kaňková H.: Kinetics of static leaching tests of 

glass fiber insulation – coolant system. In Sklář a keramik, 61 (2011) 172-175. 

5. Vlčková P., Faturíková K., Kaňková H., Chromčíková M., Soltész V., Liška M.: Statické testy lúhovania sklenej 

drviny sústavy K2O-CaO-ZnO-ZrO2-SiO2 v destilovanej vode. In Sklář a keramik 61 (2011) 185-189. 
 

 

36.) Priemyselný výskum pre potreby zefektívnenia unikátnej technológie tavenia a 

tvarovania úţitkového skla   
 

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: 38079 €   

Dosiahnuté výsledky:  
Vytvorenie „Spoločného pracoviska Ústavu anorganickej chémie Slovenskej akadémie vied a RONA, a.s.― so sídlom v 

Lednických Rovniach. 

Spoluorganizácia Slovenskej a českej konferencie o skle v Trenčianskych Tepliciach v dňoch 30.11.-2.12.2011. 110 

účastníkov z ôsmich krajín, 24 prednášok, 35 postrov. 

Zakúpenie pracovnej stanice, softwaru na modelovanie tvarovania a 5 notebookov. 

Realizácia verejnej súťaţe na rotačný viskozimeter a poistenie majetku. 

Publikovanie prác s poďakovaním projektu: 

1. Hodoň J., Liška M., Krečmer N.: Theoretical computation of a stress field in a cylindrical glass specimen. 

Ceramics-Silikáty 55 (2011) 55-63.  

2. Gašpáreková E., Chromčíková M., Karell R., Vlčková P., Liška M.: Physical properties and chemical durability of 

selected zirconia containing silicate glasses. In Ceramics-Silikáty 55 (2011) 312-318.  

3. Chromčíková M., Liška M., Karell R., Gašpáreková E., Vlčková P.: Thermodynamic model and physical 

properties of selected zirconia containing silicate glasses. In Journal of Thermal Analysis and Calorimetry - DOI 

10.1007/ s10973-011-1740-1 

4. Vrábel P., Šimurka P.: Improvement strategy of technological processes in automatic tableware production. In 

Sklář a keramik 61 (2011) 58-65. 

5. Práce publikované v zborníkoch konferencií s poďakovaním projektu: 

6. Liška M., Šulcová J., Chromčíková M., Gedeon O., Macháček J.: Molekulová dynamika a termodynamický model 

skiel sústavy ZnO-MoO3-P2O5. In Mezinárodní slovenský a český kalorimetrický seminář 2011, Srní na Šumavě, s. 

157-160. 

7. Lissová M., Koudelka L., Mošner P., Liška M., Šulcová J., Chromčíková M.: Vybrané vlastnosti skiel sústavy 

PbO-WO3-P2O5. Mezinárodní slovenský a český kalorimetrický seminář, Srní na Šumavě, s. 161-164. 

8. Chromčíková M., Lissová M., Liška M., Mošner P., Koudelka L.: Termomechanické vlastnosti skiel systému 

PbO-WO3-P2O5. Mezinárodní slovenský a český kalorimetrický seminář 2011, Srní na Šumavě, s. 165-168. 

Prezentovaný poster spolu s poďakovaním projektu v publikovanom abstrakte v zborníku: 

Paučo T., Jurásek I., Barošová P., Vrábel P., Krečmer N., Kraxner J.: Statistical evaluation of effects of glass melting 

parameters on glass quality. In Sklář a keramik 61 (2011) 228. 

Prezentácia obsahu a dosiahnutých výsledkov projektu na medzinárodných konferenciách: 

―Bringing together Academia & Glass Industries‖ Zandvoort, Holandsko, 3.-6. 06. 2011 
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‖Slovenská a česká konferencia o skle‖, Trenčianske Teplice, 30. 11. - 2. 12. 2011. 

Realizácia a obhájenie diplomových prác: 

Fujak S. - Štúdium redoxných rovnováh polyvalentných prvkov v priemyselne vyrábaných kremičitanových 

sklách a sklotvorných taveninách. 

Gaalová P. - Príčiny vzniku nehomogenít pri taviacom procese úţitkového skla. 

V rámci projektu boli vypracované literárne rešerše ku kyslíkovému taveniu skla, k elektrochémii elektrického príhrevu 

a literárny prehľad k pouţívaniu vysokého obsahu črepov pri tavení skla.  
 

 

Programy: Centrá excelentnosti SAV  

 

37.) Centrum excelentnosti pre funkcionalizované viacfázové materiály   
 

Zodpovedný riešiteľ: Marián Krajčí 

Zodpovedný riešiteľ v organizácii SAV: Pavol Šajgalík 

Trvanie projektu: 1.8.2011 / 1.8.2015 

Evidenčné číslo projektu:  

Organizácia je koordinátorom projektu: nie 

Koordinátor:  

Počet spoluriešiteľských inštitúcií: 0  

Čerpané financie: SAV: 2200 €  

Dosiahnuté výsledky:  
Testovali sa dva organokovové polymérne prekurzory na báze polysiloxánov so zloţením O-sialonu (Si2-xAlxO1+xN2-x) a 

β-sialonu (Si6-zAlzOzN8-z) ako prísady spekania Si3N4 keramiky. Optimalizáciou podmienok zosieťovania, pyrolýzy a 

samotného spekania sa podarilo pripraviť hutný keramický materiál s 15 hm.% prídavkom polymérnych prekurzorov.  

  

 

Programy: Iné projekty  
 

38.) Vykonanie externého auditu na posúdenie výšky potrebných minimálnych kapitálových 

výdavkov, ktoré sú potrebné na podporu plánovaného rastu spoločnosti RONA,  a.s. 

Lednické Rovne    
 

Zodpovedný riešiteľ: Peter Šimurka 

Trvanie projektu: 1.10.2011 / 30.10.2011 

Evidenčné číslo projektu:  

Organizácia je koordinátorom projektu: áno 

Koordinátor: Ústav anorganickej chémie SAV 

Počet spoluriešiteľských inštitúcií: 2  - Slovensko: 2 

Čerpané financie: Iné zdroje: 838 €  

  

Dosiahnuté výsledky:  
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Príloha C - Publikačná činnosť organizácie (zoradená podľa kategórií) 
 

ABC Kapitoly vo vedeckých monografiách vydané v zahraničných vydavateľstvách  
 

ABC01 MADEJOVÁ, Jana - BALAN, E. - PETIT, S. Application of vibrational 

spectroscopy to the characterization of phyllosilicates and other industrial minerals. 

In Advances in the characterization of Industrial Minerals: EMU Notes in 

Mineralogy, 2011, vol. 9, ch. 6, p. 171-226. ISBN 978-0-903056-28-1. 

  

ADCA Vedecké práce v zahraničných karentovaných časopisoch impaktovaných  
 

ADCA01 ANDREJKOVIČOVÁ, Slávka - FERRAZ, E. - VELOSA, A.L. - SILVA, A.S. - 

ROCHA, F. Fine sepiolite addition to air lime-metakaolin mortars. In Clay Minerals, 

2011, vol. 46, p. 621-635. (1.341 - IF2010). (2011 - Current Contents). ISSN 0009-

8558. 

ADCA02 BAČA, Ľ. - LENČÉŠ, Zoltán - STELZER, N. Phase, microstructure evolution and 

sintering of Sr-doped TiB2 precursors. In Journal of the European Ceramic Society, 

2011, vol. 31, p. 1465-1471. (2.574 - IF2010). (2011 - Current Contents). ISSN 

0955-2219. 

ADCA03 BAČÍK, P. - OZDÍN, D. - MIGLIERINI, M. - KARDOŠOVÁ, P. - PENTRÁK, 

Martin - HALODA, J. Crystallochemical effects of heat treatment on Fe-dominant 

tourmalines from Dolní Bory (Czech Republic) and Vlachovo (Slovakia). In Physic 

and Chemistry of Minerals, 2011, vol. 38, p. 599-611. (1.876 - IF2010). 

ADCA04 BALDES, A. - KLOPPER, W. - ŠIMUNEK, J. - NOGA, Jozef - WEIGEND, F. 

Acceleration of self-consistent-field convergence by combining conventional 

diagonalization and a diagonalization-free procedure. In Journal of Computational 

Chemistry, 2011, vol. 32, p. 3129-3134. (4.050 - IF2010). (2011 - Current Contents). 

ISSN 0192-8651. 

ADCA05 BENCO, Ľubomír - LENČÉŠ, Zoltán - ŠAJGALÍK, Pavol - JÁNÉ, E. - VELIČ, D. 

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. (2.167 - IF2010). (2011 - Current Contents). 

ISSN 0002-7820. 

ADCA06 BLUGAN, G. - MICHÁLKOVÁ, Monika - HNATKO, Miroslav - ŠAJGALÍK, 

Pavol - MINGHETTI, T. - SCHELLE, Ch. - GRAULE, T. - KUEBLER, J. 

Processing and properties of alumina-carbon nano fibre ceramic composites using 

standard ceramic technology. In Ceramics International, 2011, vol. 37, p. 3371-3379. 

(1.471 - IF2010). (2011 - Current Contents). ISSN 0272-8842. 

ADCA07 BOČA, Miroslav - MONCOĽ, J. - NETRIOVÁ, Zuzana - VELIČ, D. - JERIGOVÁ, 

M. - NUNNEY, T.S. - BAILY, Ch.J. - KUBÍKOVÁ, Blanka - ŠIMKO, František - 

JANDERKA, P. Variation of oxygen content in selected potassium fluorido-oxido-

tantalate phases. In Solid State Sciences, 2011, vol. 13, p. 2190-2195. (1.828 - 

IF2010). (2011 - Current Contents). ISSN 1293-2558. 

ADCA08 BOČA, Miroslav - JAMESON, R.F. - LINERT, W. 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, p. 290-317. (10.018 - IF2010). (2011 - Current Contents). 

ISSN 0010-8545. 

ADCA09 BUČKO, Tomáš - TUNEGA, Daniel - ÁNGYÁN, J.G. - HAFNER, J. Ab initio 

study of structure and interconversion of native cellulose phases. In Journal of 

physical chemistry A, 2011, vol. 115, p. 10097-10105 (2.732 - IF2010) (2011 - 

Current Contents) ISSN 1089-5639. 



 
Správa o činnosti ÚACH SAV         2011 

 

76 

ADCA10 BUČKO, T. - BENCO, Ľubomír - HAFNER, J. - ÁNGYÁN, J.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, p. 220-228. 

(5.415 - IF2010) (2011 - Current Contents) ISSN 0021-9517. 

ADCA11 BUJDÁK, Juraj - CZÍMEROVÁ, Adriana - ARBEOLA, F.L. Two-step resonance 

energy transfer between dyes in layered silicate films. In Journal of Colloid and 

Interface Science, 2011, vol. 364, p. 497-504. (3.066 - IF2010) (2011 - Current 

Contents) ISSN 0021-9797 

ADCA12 CSEHOVÁ, Erika - DUSZOVÁ, Annamária - HVIZDOŠ, Pavol - LOFAJ, František 

- DUSZA, Ján - ŠAJGALÍK, Pavol. Indentation size effect in basal and prismatic 

planes of Si3N4 crystals. In Chemické listy, 2011, roč. 105, s. s783-s784 (0.620 - 

IF2010). (2011 - Current Contents) ISSN 0009-2770 

ADCA13 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, p. 322-330 (3.066 - IF2010) 

(2011 - Current Contents) ISSN 0021-9797 

ADCA14 ČEKLOVSKÝ, Alexander - TAKAGI, S. - BUJDÁK, Juraj. Study of spectral 

behaviour and optical properties of cis/trans-bis (N-menthylpyridinium-4-

yl)diphenyl porphyrin adsorbed on layered silicates. In Journal of Colloid and 

Interface Science, 2011, vol. 360, p. 26-30 (3.066 - IF2010) (2011 - Current 

Contents) ISSN 0021-9797 

ADCA15 DRÁBIK, Milan - BALKOVIC, Svetozár - PETEJA, M. Durability of autoclaved 

aerated concrete produced from fluidized fly ash. In Cement Wapno Beton, 2011, 

special issue, p. 29-33 (0.143 - IF2010) ISSN 1425-8129 

ADCA16 GALUSEK, Dušan - KLEMENT, R. - SEDLÁČEK, Jaroslav - BALOG, M. - 

FASEL, C. - ZHANG, J. - CRIMP, M.A. - RIEDEL, R. Al2O3-SiC composites 

prepared by infiltration of pre-sintered alumina with a poly(allyl)carbosilane. In 

Journal of the European Ceramic Society, 2011, vol. 31, p. 111-119 (2.574 - IF2010) 

(2011 - Current Contents) ISSN 0955-2219 

ADCA17 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 (2.167 - IF2010) (2011 - Current Contents) ISSN 0002-7820 

ADCA18 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 (2.167 - IF2010) (2011 - Current Contents) ISSN 0002-7820 

ADCA19 GHILLÁNYOVÁ, Katarína - GALUSEK, Dušan - PENTRÁK, Martin - 

MADEJOVÁ, Jana - BERTÓTI, I. - SZEPVOLGYI, J. - ŠAJGALÍK, Pavol. The 

influence of ageing on consolidation and sinterability of a sub-micron alumina 

powder. In Powder Technology, 2011, vol. 214, p. 313-321 (1.887 - IF2010) ISSN 

0032-5910 

ADCA20 HROBÁRIK, Peter - HROBÁRIKOVÁ, V. - SIGMUNDOVÁ, I. - ZAHRADNÍK, 

P. - FAKIS, M. - POLYZOS, I. - PERSEPHONIS, P. 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, p. 8726-8736 (4.002 - IF2010) (2011 - Current Contents). 

ISSN 0022-3263 

ADCA21 HROBÁRIK, Peter - HROBÁRIKOVÁ, V. - MEIER, F. - REPISKÝ, Michal - 

KOMOROVSKÝ, Stanislav - KAUPP, M. Relativistic four-component DFT 



 
Správa o činnosti ÚACH SAV         2011 

 

77 

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, p. 5654-5659 (2.732 - IF2010) (2011 - 

Current Contents) ISSN 1089-5639 

ADCA22 HROBÁRIK, Peter - REPISKÝ, Michal - KOMOROVSKÝ, Stanislav - 

HROBÁRIKOVÁ, V. - KAUPP, M. 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 Chemsitry Accounts, 2011, vol. 129, p. 

715-725 (2.903 - IF2010) (2011 - Current Contents) ISSN 1432-881X 

ADCA23 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 

ADCA24 JORÍK, V. - SCHOLTZOVÁ, Eva - REPICKÁ, Z. - VALIGURA, D. Powder 

diffraction and solid state DFT study of the trans-bis(5-methylsalicylato)-bis(N,N-

diethylnicotinamide)-diaquacopper(II) complex structure. In Zeitschrift für 

Kristallographie, 2011, vol. 226, p. 756-761 (1.155 - IF2010) (2011 - Current 

Contents) ISSN 0044-2968 

ADCA25 KAHN, K. - KIRTMAN, B. - HAGEN, A. - 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, p. 131103-1-131103-4 (2.920 - IF2010) (2011 - Current 

Contents) ISSN 0021-9606 

ADCA26 KAMAN, O. - SMRČOK, Ľubomír - CÍSAŘOVÁ, I. - HAVLÍČEK, D. Dihydrogen 

phosphate and hydrogen suphate of 1,4-Dimethyl-1,4-diazabicyclo[2.2.2]octane-1,4-

diium: crystal structures, hydrogen bonding and infrared spectra. In Journal of 

Chemical Crystallography, 2011, vol. 41, no. 10, p. 1539-1546 (0.666 - IF2010) 

(2011 - Current Contents) ISSN 1074-1542 

ADCA27 KEDŢUCH, Stanislav - DEMEL, O. - PITTNER, J. - TEN-NO, S. - NOGA, Jozef. 

Multireference F12 coupled cluster theory: The Brillouin-Wigner approach with 

single and double excitations. In Chemical Physics Letters, 2011, vol. 511, p. 418-

423 (2.280 - IF2010) (2011 - Current Contents) ISSN 0009-2614 

ADCA28 KORENKO, Michal - ŠIMKO, František. Measurement of interfacial tension in 

liquid-liquid high-temperature systems. In Journal of Chemical and Engineering 

Data, 2010, vol. 55, no. 11, p. 4561-4573 (1.695 - IF2009) 

ADCA29 KOSA, L. - MACKOVÁ, Iveta. Determination of the enthalpy of fusion of 

K3NbO2F4. In Chemical papers, 2011, vol. 65, no. 1, p. 93-96 (0.754 - IF2010) (2011 

- Current Contents) ISSN 0366-6352 

ADCA30 ĽALÍKOVÁ, S. - PAJTÁŠOVÁ, M. - CHROMČÍKOVÁ, Mária - LIŠKA, Marek - 

ŠUTINSKÁ, V. - OLŠOVSKÝ, M. - ONDRUŠOVÁ, D. - MOJUMDAR, S.C. 

Investigation of natural rubber composites with addition of montmorillonite fillers 

using thermal analysis. In Journal of Thermal Analysis and Calorimetry, 2011, vol. 

104, p. 969-973 (1.752 - IF2010) ISSN 1418-2874 

ADCA31 LANGER, V. - MACH, P. - SMRČOK, Ľubomír - PLEVOVÁ, K. - MILATA, V. 

Ethyl 1-ethyl-7-fluoro-4-oxo-1,4-dihydrofquinoline-3-carboxylate: X-ray and DFT 

studies. In Acta Crystallographica Section C.Crystal Structure Communications, 

2011, vol. 67, p. 421-424 (0.745 - IF2010) (2011 - Current Contents) ISSN 0108-

2701. 

ADCA32 LE BAIL, A. - SMRČOK, Ľubomír. Ab initio structure determination of 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 



 
Správa o činnosti ÚACH SAV         2011 

 

78 

ADCA33 LENČÉŠ, Zoltán - PENTRÁKOVÁ, Linda - HRABALOVÁ, Monika - ŠAJGALÍK, 

Pavol - HIRAO, K. Decomposition of MgSiN2 in nitrogen atmosphere. In Journal of 

the European Ceramic Society, 2011, vol. 31, p. 1473-1480 (2.574 - IF2010) (2011 - 

Current Contents) ISSN 0955-2219 

ADCA34 LIŠKA, Marek - HOLUBOVÁ, J. - CHROMČÍKOVÁ, Mária - ČERNOŠKOVÁ, E. 

- JAKUBÍKOVÁ, Z. - ČERNOŠEK, Z. Raman spectra, structure and 

thermodynamic model of As2S3–As2Se3 glasses. In Physics and Chemical of Glasses 

B, 2011, vol. 52, no. 1, p. 1-6 (0.500 - IF2010) (2011 - Current Contents) ISSN 

1753-3562 

ADCA35 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, p. 8-14 (2.083 - 

IF2010) (2011 - Current Contents) ISSN 0924-2031 

ADCA36 MALKIN, E. - REPISKÝ, Michal - KOMOROVSKÝ, Stanislav - MACH, P. - 

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, p. 044111-1-044111-8 (2.920 - IF2010) (2011 - Current Contents) 

ISSN 0021-9606 

ADCA37 MALKINA, Oľga - KŘÍSTKOVÁ, Aneţka - MALKIN, E. - 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, p. 16015-16021 (3.453 - IF2010) (2011 - Current 

Contents) ISSN 1463-9076 

ADCA38 MALKINA, Oľga - KOMOROVSKÝ, Stanislav - VISSCHER, L. - 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, p. 086101-1-086101-2 (2.920 - 

IF2010) (2011 - Current Contents) ISSN 0021-9606 

ADCA39 PÁLKOVÁ, Helena - JANKOVIČ, Ľuboš - ZIMOWSKA, M. - 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, p. 213-222 (3.066 - IF2010) (2011 - Current Contents) ISSN 0021-

9797 

ADCA40 PITOŇÁK, M. - AQUILANTE, F. - HOBZA, P. - NEOGRÁDY, P. - NOGA, Jozef 

- URBAN, M. 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 

ADCA41 PRNOVÁ, Anna - GALUSEK, Dušan - HNATKO, Miroslav - KOZÁNKOVÁ, Jana 

- VÁVRA, Ivo. Composites with eutectic microstructure by hot pressing of Al2O3 – 

Y2O3 glass microspheres. In Ceramics-Silikáty, 2011, vol. 55, no. 3, p. 208-213. 

(0.297 - IF2010) (2011 - Current Contents) ISSN 0862-5468 

ADCA42 PRNOVÁ, Anna - LICHVÁR, P. - GALUSEK, Dušan - GALUSKOVÁ, Dagmar - 

HNATKO, Miroslav. Flame synthesis of aluminate glass microspheres. In Glass 

Technology: European Journal of Glass Science and Technology A, 2010, vol. 51, 

no. 6, p. 248-252 (0.457 - IF2009) 

ADCA43 PRNOVÁ, A. - DOMANICKÁ, A. - KLEMENT, R. - KRAXNER, Jozef - 

POLOVKA, M. - PENTRÁK, Martin - GALUSEK, Dušan - ŠIMURKA, Peter - 

KOZÁNKOVÁ, J. Er- and Nd-doped yttrium aluminosilicate glasses: Preparation 

and characterization. In Optical Materials, 2011, vol. 33, p. 1872-1878. (1.678 - 

IF2010) (2011 - Current Contents) ISSN 0925-3467 

ADCA44 SEDLÁČEK, Jaroslav - GALUSEK, Dušan - RIEDEL, R. - HOFFMANN, M.J. 



 
Správa o činnosti ÚACH SAV         2011 

 

79 

Sinter-HIP of polymer-derived Al2O3-SiC composites with high SiC contents. In 

Materials Letters, 2011, vol. 65, p. 2462-2465 (2.117 - IF2010) (2011 - Current 

Contents) ISSN 0167-577X 

ADCA45 SCHOLTZOVÁ, Eva. DFT study of Rb-TFA structure after high-pressure action. In 

Physic and Chemistry of Minerals, 2011, vol. 38, p. 819-824 (1.876 - IF2010) 

ADCA46 SCHOLTZOVÁ, Eva - LANGER, V. - SMRČOK, Ľubomír - KOÓŠ, Miroslav - 

SASINKOVÁ, Vlasta - HIRSCH, Ján. Crystal structure, infrared spectra and DFT 

study of benzyl 2,3-Anhydro-ß-D-ribopyranoside. In Journal of Chemical 

Crystallography, 2011, vol. 41, p. 167-174 (0.666 - IF2010) (2011 - Current 

Contents) ISSN 1074-1542 

ADCA47 SMRČOK, Ľubomír - RIEDER, M. - KOLESNIKOV, A.I. - GRANROTH, G.E. 

Combined inelastic neutron scattering and solid-state density functional theory study 

of dynamics of hydrogen atoms in muscovite 2M1. In American Mineralogist, 2011, 

vol. 96, p. 301-307 (2.026 - IF2010) (2011 - Current Contents) ISSN 0003-004X 

ADCA48 STACH, Marek - KRONEKOVÁ, Zuzana - KASÁK, Peter - KOLLÁR, Jozef - 

PENTRÁK, Martin - MIČUŠÍK, Matej - CHORVÁT, D. - NUNNEY, T.S. - 

LACÍK, Igor. Polysulfobetaine films prepared by electrografting technique for 

reduction of biofouling on electroconductive surfaces. In Applied Surface Science, 

2011, vol. 257, p. 10795-10801 (1.793 - IF2010) (2011 - Current Contents) ISSN 

0169-4332 

ADCA49 STRAKA, M. - KORENKO, Michal - LISÝ, F. - SZATMÁRY, L. Electrochemistry 

of samarium in lithium-beryllium fluoride salt mixture. In Journal of Rare Earths, 

2011, vol. 29, no. 8, p. 798-803 (1.086 - IF2010) ISSN 1002-0721 

ADCA50 STRAKA, M. - KORENKO, Michal - SZATMÁRY, L. 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 

ADCA51 SZATMÁRY, L. - BAKARDJIEVA, S. - ŠUBRT, J. - BEZDIČKA, P. - 

JIRKOVSKÝ, J. - BASTL, Z. - BREZOVÁ, V. - KORENKO, Michal. 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 

ADCA52 ŠIMKO, František - MACKOVÁ, Iveta - NETRIOVÁ, Zuzana. Density of the 

systems (NaF/AlF3)–AlPO4 and (NaF/AlF3)–NaVO3. In Chemical papers, 2011, vol. 

65, no. 1, p. 85-89. (0.754 - IF2010) (2011 - Current Contents) ISSN 0366-6352 

ADCA53 ŠVANČÁREK, Peter - LENDVAYOVÁ, S. - GALUSEK, Dušan - HNATKO, 

Miroslav - VÁVRA, Ivo - WANG, X. Abrasive wear resistance of SiO2-doped 

polycrystalline alumina. In Wear: an international journal on the science and 

technology of friction, lubrication and wear, 2011, vol. 271, p. 760-769 (1.635 - 

IF2010) (2011 - Current Contents) ISSN 0043-1648 

ADCA54 TATARKO, Peter - KAŠIAROVÁ, Monika - DUSZA, Ján - ŠAJGALÍK, Pavol. 

Effect of various grain boundary phases and SiC addition on the fracture 

characteristics of Si3N4 based ceramics. In Chemické listy, 2011, roč. 105, s. s850-

s851. (0.620 - IF2010) (2011 - Current Contents) ISSN 0009-2770 

ADCA55 VARGA, Štefan. On robust density fitting in molecules and extended systems. In 

Journal of Mathematical Chemistry, 2011, vol. 49, p. 1-5 (1.259 - IF2010) (2011 - 

Current Contents) ISSN 0259-9791 

ADCA56 ZHOU, Y. - YOSHIZAWA, Y. - HIRAO, Kyoshi - LENČÉŠ, Zoltán - ŠAJGALÍK, 

Pavol. Combustion synthesis of LaSi3N5:Eu
2+

 phosphor powders. In Journal of the 

European Ceramic Society, 2011, vol. 31, p. 151-157 (2.574 - IF2010) (2011 - 

Current Contents) ISSN 0955-2219 

  

 



 
Správa o činnosti ÚACH SAV         2011 

 

80 

 

  

ADEA Vedecké práce v zahraničných nekarentovaných časopisoch impaktovaných  
 

ADEA01 ŢIVICA, Vladimír - BALKOVIC, Svetozár - DRÁBIK, Milan. Properties of 

metakaolin geopolymer hardened paste prepared by high-pressure compaction. In 

Construction and Building Materials, 2011, vol. 25, p. 2206-2213 (1.366 - IF2010) 

ISSN 0950-0618 

  

ADEB Vedecké práce v zahraničných nekarentovaných  časopisoch neimpaktovaných  
 

ADEB01 DOMANICKÁ, A. - PRNOVÁ, Anna - GHILLÁNYOVÁ, Katarína - KLEMENT, 

Robert - GALUSEK, Dušan. Fabrication and properties of yttrium aluminosilicate 

glasses doped with Nd and Er. In Sklář a keramik, 2011, roč. 61, s. 194-198. 

ADEB02 GALUSKOVÁ, Dagmar - HNATKO, Miroslav - KRAXNER, Jozef - GALUSEK, 

Dušan - ŠAJGALÍK, Pavol. The influence of calcia content on chemical durability 

of model calcium aluminosilicate glasses for alumina ceramics. In Sklář a keramik, 

2011, roč. 61, s. 222-226. 

ADEB03 HRUŠKA, B. - GHILLÁNYOVÁ, Katarína - KLEMENT, Robert - PRNOVÁ, Anna 

- GALUSEK, Dušan. Preparation and properties of glasses in the system Al2O3-

Y2O3-ZrO2: preliminary study. In Sklář a keramik, 2011, roč. 61, s. 203-207. 

ADEB04 KAŇKOVÁ, Hana - VLČKOVÁ, P. - FATURÍKOVÁ, Katarína - 

CHROMČÍKOVÁ, Mária - SOLTÉSZ, V. - LIŠKA, Marek. Termodynamický 

model skel soustavy K2O-CaO-ZnO-ZrO2-SiO2 louţených v destilované vodě. In 

Sklář a keramik, 2011, roč. 61, s. 180-184. 

ADEB05 LENDVAYOVÁ, S. - MORICOVÁ, K. - JÓNA, E. - KRAXNER, Jozef - 

LODUHOVÁ, M. - PAVLÍK, Viliam - PAGÁČOVÁ, J. A study of the thermal 

stability of oxide glasses by means of the induction period of crystallization. In Sklář 

a keramik, 2011, roč. 61, s. 190-193. 

ADEB06 LISSOVÁ, M. - CHROMČÍKOVÁ, Mária - KOUDELKA, L. - MOŠNER, P. - 

ROSSLEROVÁ, I. - LIŠKA, Marek - PLŠKO, Alfonz - CHOCHOLOUŠEK, J. 

Povrchové napätie sklotvorných tavenín v sústave PbO-WO3-P2O5. In Sklář a 

keramik, 2011, roč. 61, s. 176-179. 

ADEB07 MACHÁČEK, J. - GEDEON, O. - LIŠKA, Marek - KOSTKA, P. Analýza 

vibračních spekter oxidových skel pomocí molekulových simulací. In Sklář a 

keramik, 2011, roč. 61, s. 32-38. 

ADEB08 MIGÁT, M. - SEDLÁČEK, Jaroslav - GHILLÁNYOVÁ, Katarína - GALUSEK, 

Dušan. The influence of processing parameters on morphology and size distribution 

of SiO2 microspheres prepared by Stober method. In Sklář a keramik, 2011, roč. 61, 

s. 199-202. 

ADEB09 PIATRIKOVÁ, A. - PRNOVÁ, Anna - GHILLÁNYOVÁ, Katarína - MIGÁT, M. - 

KLEMENT, Robert - GALUSEK, Dušan. Er
3+

, Nd
3+

-doped lanthanum-aluminate 

glasses: preparation and properties. In Sklář a keramik, 2011, roč. 61, s. 213-216. 

ADEB10 PRNOVÁ, Anna - KLEMENT, Robert - MIGÁT, M. - GALUSEK, Dušan - 

GHILLÁNYOVÁ, Katarína - POLOVKA, M. Synthesis and spectroscopic 

properties of Nd- and Er-doped Al2O3-Y2O3 glass microspheres. In Sklář a keramik, 

2011, roč. 61, s. 208-212. 

ADEB11 SOLTÉZS, V. - LIŠKA, Marek - CHROMČÍKOVÁ, Mária - FATURÍKOVÁ, 

Katarína - VLČKOVÁ, P. - KAŇKOVÁ, Hana. Kinetics of static leaching tests of 

glass fiber insulation - coolant system. In Sklář a keramik, 2011, roč. 61, s. 172-175. 

ADEB12 TATARKO, Peter - LOJANOVÁ, Š. - CHLUP, Zdeněk - DUSZA, Ján - 

ŠAJGALÍK, Pavol. Microstructure and mechanical properties of rare-earth doped 



 
Správa o činnosti ÚACH SAV         2011 

 

81 

Si3N4 and Si3N4/SiC ceramics. In Advances in Science and Technology, Vol. 65 

(2010), p. 78-85. 

ADEB13 VLČKOVÁ, P. - FATURÍKOVÁ, Katarína - KAŇKOVÁ, Hana - 

CHROMČÍKOVÁ, Mária - SOLTÉZS, V. - LIŠKA, Marek. Statické testy lúhovania 

sklenej drviny sústavy K2O-CaO-ZnO-ZrO2-SiO2 v destilovanej vode. In Sklář a 

keramik, 2011, roč. 61, s. 185-189. 

  

AEC Vedecké práce v zahraničných recenzovaných vedeckých zborníkoch (aj 

konferenčných), monografiách  
 

AEC01 GALUSEK, Dušan - ŠVANČÁREK, Peter - HNATKO, Miroslav. The influence of 

silica on abrasive wear resistance of polycrystalline alumina. In ECerS XII.: 

Proceedings of the 12
th

 Conference of the European Ceramic Society. - Stockholm, 

19.6. - 23.6. 2011, cD ROM. 

AEC02 GALUSKOVÁ, Dagmar - HNATKO, Miroslav - GALUSEK, Dušan - ŠAJGALÍK, 

Pavol. Corrosion of alumina ceramics: static versus quasi-dynamic conditions. In 

ECerS XII. Proceedings of the 12
th

 Conference of the European Ceramic Society - 

Stockholm, 19.6. - 23.6. 2011, cD ROM. 

AEC03 CHROMČÍKOVÁ, Mária - LISSOVÁ, M. - LIŠKA, Marek - MOŠNER, P. - 

KOUDELKA, L. Termomechanické vlastnosti skiel systému PbO - WO3 – P2O5 In 

33. Mezinárodný český a slovenský kalorimetrický seminář: sborník příspěvků. 

Zodp. redak. Zdeněk Černošek, Jana Holubová, Eva Černošková, s. 165-168. ISBN 

978-80-7395-398-0 

AEC04 JAKUBÍKOVÁ, Z. - LIŠKA, Marek - SKALKOVÁ, P. - CHROMČÍKOVÁ, Mária. 

Termické vlastnosti vybraných polymérnych zmesí. In 33. Mezinárodný český a 

slovenský kalorimetrický seminář: sborník příspěvků. Zodp. redak. Zdeněk 

Černošek, Jana Holubová, Eva Černošková, s. 53-56. ISBN 978-80-7395-398-0. 

AEC05 LISSOVÁ, M. - KOUDELKA, L. - MOŠNER, P. - CHROMČÍKOVÁ, Mária - 

LIŠKA, Marek. Vybrané vlastnosti skiel sústavy PbO - WO3 - P2O5. In 33. 

Mezinárodný český a slovenský kalorimetrický seminář : sborník příspěvků. Zodp. 

redak. Zdeněk Černošek, Jana Holubová, Eva Černošková, s. 161-164. ISBN 978-

80-7395-398-0. 

AEC06 LIŠKA, Marek - ŠULCOVÁ, J. - CHROMČÍKOVÁ, Mária - GEDEON, O. - 

MACHÁČEK, J. Molekulová dynamika a termodinamický model skiel sústavy 

ZnO-MoO3-P2O5. In 33. Mezinárodný český a slovenský kalorimetrický seminář : 

sborník příspěvků. Zodp. redak. Zdeněk Černošek, Jana Holubová, Eva Černošková, 

s. 157-160. ISBN 978-80-7395-398-0. 

AEC07 ŠAJGALÍK, Pavol - GALUSKOVÁ, Dagmar - HNATKO, Miroslav - GALUSEK, 

Dušan. Interactions of Si3N4-based ceramics in water environment under subcritical 

conditions. In Proceedings of the 35
th

 International Conference on Advanced 

Ceramics and Composites. - Florida, 23.1. - 28.1. 2011, cD ROM ISBN 978-1-118-

15582-0 

  

AED Vedecké práce v domácich recenzovaných vedeckých zborníkoch (aj konferenčných), 

monografiách  
 

AED01 CASTRO, E.A.B. - JONŠTA, Z. - HNATKO, Miroslav - KAVECKÝ, Štefan - 

ŠAJGALÍK, Pavol. Processing and properties of SiC-CNT ceramics. In Preparation 

of Ceramic Materials: 9
th

 International Conference, Herľany, 14.-16.6.2011. Editors 

T. Kuffa et al. - Košice: Technical University, 2011, p. 8-12. ISBN 978-80-553-

0678-0. 

AED02 DOMANICKÁ, A. - PRNOVÁ, Anna - MIGÁT, M. - KLEMENT, R. - GALUSEK, 



 
Správa o činnosti ÚACH SAV         2011 

 

82 

Dušan. Fabrication and properties of aluminosilicate glasses. In Proceedings of IX
th

 

International Conference: Preparation of Ceramics Materials. - Herľany : Technical 

University of Košice, 14.6. - 16.6. 2011, s. 114-117. ISBN 978-80-553-0678-0. 

AED03 DRÁBIK, Milan - GÁLIKOVÁ, Ľubica - BILLÍK, P. The chemistry driven research 

& knowledge of MDF materials. In New Trends in Coordination, Bioinorganic, and 

Applied Inorganic Chemistry: Monograph Series of the International Conferences on 

Coordination and Bioinorganic Chemistry held periodically at Smolenice in 

Slovakia. XXIII. International Conference on Coordination and Bioinorganic 

Chemistry, Smolenice Castle, Slovakia, June 5 - 10, 2011. - Bratislava : Slovak 

University of Technology Press, 2011, 2011, vol. 10, p. 53-61. ISBN 978-80-227-

3509-4. ISSN 1335-308X. 

AED04 FATURÍKOVÁ, Katarína - PLŠKO, A. - PAGÁČOVÁ, J. - PAPUČOVÁ, I. - 

ŠULCOVÁ, J. Senzorické vlastnosti SiO2 - TiO2 - Al2O3 tenkých vrstiev 

pripravených metódou sól-gél. In Proceedings of IX
t
h International Conference : 

Preparation of Ceramics Materials - Herľany: Technical University of Košice, 14.6. - 

16.6. 2011, s. 30-34. ISBN 978-80-553-0678-0. 

AED05 HNATKO, Miroslav - ŠAJGALÍK, Pavol - LOFAJ, František - VOJTAŠŠÁK, Ján. 

Processing and properties of porous Si3N4 ceramics for bioapplications. In 

Preparation of Ceramic Materials: 9
th

 International Conference Herľany, 14.-

16.6.2011. Editors T. Kuffa, B. Plešingerová, J. Trpčevská. - Košice : Technical 

University, 2011, p. 170-171. ISBN 978-80-553-0678-0. 

AED06 KAŠIAROVÁ, Monika - TATARKO, Peter - DUSZA, Ján - HNATKO, Miroslav. 

Oxidation resistance of Si3N4-based composites. In Preparation of Ceramic 

Materials: 9
th

 International Conference. Herľany, 14.-16.6.2011. Editors T. Kuffa, B. 

Plešingerová, J. Trpčevská - Košice: Technical University, 2011, p. 67-70. ISBN 

978-80-553-0678-0. 

AED07 MIGÁT, M. - SEDLÁČEK, Jaroslav - GHILLÁNYOVÁ, Katarína - GALUSEK, 

Dušan. The size dependence of SiO2 spheres prepared by polycondensation reactions 

on concentration of reactants in starting mixture. In Proceedings of 9
th

 International 

Conference: Preparation of Ceramics Materials - Herľany: Technical University of 

Košice, 14.6. - 16.6. 2011, s. 49-52. ISBN 978-80-553-0678-0. 

AED08 PARCHOVIANSKÝ, M. - SEDLÁČEK, Jaroslav - ŠVANČÁREK, Peter - 

GALUSEK, Dušan. Microstructure and mechanical properties of Al2O3/SiC 

nanocomposites. In Proceedings of 9
th

 International Conference: Preparation of 

Ceramics Materials - Herľany: Technical University of Košice, 14.6. - 16.6. 2011, s. 

13-16. ISBN 978-80-553-0678-0. 

AED09 PIATRIKOVÁ, A. - PRNOVÁ, Anna - KLEMENT, R. - GALUSEK, Dušan. Er
3+

, 

Nd
3+

 - doped lanthanum-aluminate glasses: Preparation and properties. In 

Proceedings of 9
th

 International Conference: Preparation of Ceramics Materials. - 

Herľany Technical University of Košice, 14.6. - 16.6. 2011, s. 118-122. ISBN 978-

80-553-0678-0. 

AED10 PRNOVÁ, Anna - KLEMENT, Robert - GALUSEK, Dušan. Yttrium aluminate and 

low silica yttrium aluminosilicate glass hosts doped with optically active rare-earth 

ions: preparation and characterization. In New Trends in Coordination, Bioinorganic, 

and Applied Inorganic Chemistry: Monograph Series of the International 

Conferences on Coordination and Bioinorganic Chemistry held periodically at 

Smolenice in Slovakia. XXIII. International Conference on Coordination and 

Bioinorganic Chemistry, Smolenice Castle, Slovakia, June 5 - 10, 2011. - Bratislava 

: Slovak University of Technology Press, 2011, 2011, vol. 10, p. 219-226. ISBN 

978-80-227-3509-4. ISSN 1335-308X. 

AED11 PRNOVÁ, Anna - GALUSEK, Dušan - ŠKRÁTEK, Martin - KARELL, R. - 

KLEMENT, R. - KRAXNER, Jozef. Preparation and characterization of Yb2O3 – 



 
Správa o činnosti ÚACH SAV         2011 

 

83 

Al2O3 glass microspheres with high alumina content. In MEASUREMENT 2011 : 

Proceedings of the 8
th

 International Conference on Measurement. Editors J. Maňka, 

V. Witkovský, M. Tyšler, I. Frollo - Bratislava: Institute of Measurement Science 

SAS, 2011, p. 269-273. ISBN 978-80-969-672-4-7. 

AED12 TATARKO, Peter - KAŠIAROVÁ, Monika - LOJANOVÁ, Š. - DUSZA, Ján - 

ŠAJGALÍK, Pavol. Characterization of Si3N4-SiC micro-nano composites sintered 

with rare-earth oxides additives. In Preparation of Ceramic Materials : 9th 

International Conference. Herľany, 14.-16.6.2011. Editors T. Kuffa, B. Plešingerová, 

J. Trpčevská - Košice: Technical University, 2011, p. 62-66. ISBN 978-80-553-

0678-0. 

AED13 VLČKOVÁ, P. - CHROMČÍKOVÁ, Mária - KANKOVÁ, H. - FATURÍKOVÁ, 

Katarína - LIŠKA, Marek. Kinetika lúhovania zirkoničitanovo-kremičitanových 

skiel v destilovanej vode. In Proceedings of 9
th

 International Conference : 

Preparation of Ceramics Materials - Herľany: Technical University of Košice, 14.6. - 

16.6. 2011, s. 123-126. ISBN 978-80-553-0678-0. 

  

AEE Vedecké práce v zahraničných nerecenzovaných vedeckých zborníkoch (aj 

konferenčných), monografiách  
 

AEE01 BALKOVIC, S. - PETEJA, M. - DRÁBIK, Milan. Karbonatácia pórobetónu : 

Carbonation of auroclaved aerated concrete. In XV. mezinárodní konference 

Ekologie a nové stavební hmoty a ekologie, Telč, Česká republika, 7.6. - 9.6. 2011 : 

XV
th

 International Conference Ecology and New Building materials and products. - 

Telč, Česká republika: Výskumný ústav stavebních hmot, a.s., 2011, p. 163-166. 

ISBN 978-80-87397-06-0. 

AEE02 BOČA, Miroslav - KORENKO, Michal - KUBÍKOVÁ, Blanka - ŠIMKO, František 

- GEMBICKÝ, J. - MONCOĽ, J. - JOMOVÁ, K. Different phases of 

fluorotantalates. In 9
th

 International symposium on Molten Salts Chemistry and 

Technology (MS 9), Trondheim, Norway, June 5 - June 9, 2011: Proceedings. - 

Trondheim, 2011, cD ROM. 

AEE03 DRÁBIK, Milan - BALKOVIC, S. - PETEJA, M. Long-term investigating of 

autoclaved aerated concrete produced from fuidized fly ash. In XII ICCC 

International Congress on the Chemistry of Cement, Madrid, Spain, 3-8 July, 2011, 

Cementing a sustainable future - Madrid, Spain: Instituto de Ciencias de la 

Construcción "Eduardo Torroja", June 13, 2011. ISBN 978-84-7292-400-0. CD 

ROM. 

AEE04 JANEK, L. - SROKOVÁ, I. - KEBÍSKOVÁ, J. - CHROMČÍKOVÁ, Mária. 

Polymeric rubber blends with polysaccharide and inorganic fillers: preparation, 

characterization and properties. In Advances in Plastics Technology (APT'11), 9th 

International Conference, Katowice, Poland, 15-17 November, 2011. - Katowice, 

Poland : Instytut Inţynierii Polimerowych i Barwników, 2011, p. 516-524. ISBN 

978-83-930513-8-0. 

AEE05 JANÍČKOVÁ, J. - SROKOVÁ, I. - CSOMOROVÁ, Katarína - CHROMČÍKOVÁ, 

Mária - PAGACZ, J. - PIELICHOWSKI, K. Preparation, characterization and 

properties of rubber/CMS-esters blends. In APT ´11: Advances in Plastics 

Technology: 9
th

 International Conference : Katowice, Poland, 15 - 17 November, 

2011: conference papers. - Katowice, Poland: Instytut Inţynierii Materialów 

Polimerowych i Barwników, 2011, p. 526 - 533. ISBN 978-83-930513-8-0. 

AEE06 KAŠIAROVÁ, Monika - TATARKO, Peter - DUSZA, Ján - HNATKO, Miroslav. 

Oxidation resistance of Si3N4-SiC micro-nanocomposites. In ECerS XII. : 

Proceedings of the 12
th

 Conference of the European Ceramic Society - Stockholm, 

19.6. - 23.6. 2011. 



 
Správa o činnosti ÚACH SAV         2011 

 

84 

AEE07 TATARKO, Peter - KAŠIAROVÁ, Monika - LOJANOVÁ, Š. - DUSZA, Ján - 

ŠAJGALÍK, Pavol. Mechanical properties of rare-earth doped Si3N4 and Si3N4-SiC 

micro/nanoceramics. In ECerS XII.: Proceedings of the 12
th

 Conference of the 

European Ceramic Society - Stockholm, 19.6. - 23.6. 2011. 

  

AEGA Stručné oznámenia, abstrakty vedeckých prác v zahraničných karentovaných 

časopisoch impaktovaných  
 

AEGA01 BUJDÁK, Juraj. Supramolekulové systémy organických farbív v systémoch s 

vrstevnými kremičitanmi. In Chemické listy, 2010, vol. 104, s. 475 (0.717 - IF2009). 

(2010 - Current Contents) ISSN 0009-2770 

AEGA02 KEDŢUCH, Stanislav - DEMEL, O. - PITTNER, J. - NOGA, Jozef. Multireference 

R12 coupled cluster theory. In Chemické listy, 2010, vol. 104, s. 489. (0.717 - 

IF2009) (2010 - Current Contents) ISSN 0009-2770 

  

AFC Publikované príspevky na zahraničných vedeckých konferenciách  
 

AFC01 BARBORÍK, Peter - BOČA, Miroslav - ŠIMKO, František. Štúdium korózie vo 

fluorozirkoničitých taveninách. In Jaderná energetika, transmutační a vodíkové 

technologie v pracích mladé generace: 10. Mikulášské setkání Mladé generace ČNS. 

Sborník referátů ze semináře - Brno, 8. - 10.12. 2010 : FSI VUT, Odbor 

energetického inţenýrstvý, Česká nukleární společnost, p. 87-90. ISBN 978-80-02-

02288-6 

  

AFDA Publikované príspevky na medzinárodných vedeckých konferenciách poriadaných v 

SR  
 

AFDA01 CSEHOVÁ, Erika - DUSZA, Ján - HVIZDOŠ, Pavol - SEDLÁČEK, Jaroslav. Wear 

properties of Al2O3/SiCp composites. In Chemické listy, 2011, roč. 105, s. s448-

s451. (0.620 - IF2010) (2011 - Current Contents) ISSN 0009-2770. 

AFDA02 ĎURFINOVÁ, J. - CAPEK, Ignác - CHODÁK, Ivan - LIŠKA, Marek - KOŠTIAL, 

P. - CHROMČÍKOVÁ, Mária - POČAROVSKÝ, P. - JURČIOVÁ, J. - 

ŠARLAJOVÁ, M. - RUŢIAK, I. - JANČÍKOVÁ, Z. - ŠVEC, P. - LACKO, M. 

Plasticizers influence on physical-mechanical properties and DMTA of rubber 

mixtures - Part B. In Chemické listy, 2011, vol. 105, p. 327-329 (0.620 - IF2010). 

(2011 - Current Contents) ISSN 0009-2770 

AFDA03 ĎURFINOVÁ, J. - CAPEK, Ignác - CHODÁK, Ivan - LIŠKA, Marek - KOŠTIAL, 

P. - CHROMČÍKOVÁ, Mária - POČAROVSKÝ, P. - JURČIOVÁ, J. - 

ŠARLAJOVÁ, M. - RUŢIAK, I. - JANČÍKOVÁ, Z. - GAJTANSKÁ, M. - LACKO, 

M. Plasticizers influence on physical-mechanical properties and DMTA of rubber 

mixtures - Part A. In Chemické listy, 2011, vol. 105, p. 325-327 (0.620 - IF2010) 

(2011 - Current Contents) ISSN 0009-2770 

AFDA04 KAŠIAROVÁ, Monika - TATARKO, Peter - DUSZA, Ján - HNATKO, Miroslav. 

Thermal shock resistance of Si3N4-SiC measured by indentation technique. In 

Chemické listy, 2011, roč. 105, s. s580-s582. (0.620 - IF2010) (2011 - Current 

Contents) ISSN 0009-2770 

AFDA05 KLEMENT, R. - PRNOVÁ, Anna - GALUSEK, Dušan - GHILLÁNYOVÁ, 

Katarína. Yttrium aluminate and aluminosilicate glasses doped with Nd
3+

 and Er
3+

 

ions. In Proceedings of IX
th

 International Conference: Preparation of Ceramics 

Materials. - Herľany: Technical University of Košice, 14.6. - 16.6. 2011, s. 176-177. 

ISBN 978-80-553-0678-0. 

AFDA06 KOVALČÍKOVÁ, Alexandra - DUSZA, Ján - ŠAJGALÍK, Pavol. Influence of heat 



 
Správa o činnosti ÚACH SAV         2011 

 

85 

treatment on wear resistance of SiC based ceramics. In Chemické listy, 2011, roč. 

105, s. s529-s531. (0.620 - IF2010) (2011 - Current Contents) ISSN 0009-2770 

AFDA07 PRNOVÁ, Anna - KLEMENT, R. - GALUSEK, Dušan - GHILLÁNYOVÁ, 

Katarína. Preparation and properties of Nd- and Er-doped Al2O3-Y2O3 glasses. In 

Proceedings of IX
th

 International Conference: Preparation of Ceramics Materials. - 

Herľany: Technical University of Košice, 14. - 16. 6. 2011, s. 180-181. ISBN 978-

80-553-0678-0 

AFDA08 TATARKO, Peter - KAŠIAROVÁ, Monika - DUSZA, Ján - ŠAJGALÍK, Pavol. 

Effect of different sintering, additives on the room temperature tribological 

behaviour of Si3N4 micro/nano composites. In Chemické listy, 2011, roč. 105, s. 

s491-s493 (0.620 - IF2010) (2011 - Current Contents) ISSN 0009-2770 

  

AFE Abstrakty pozvaných príspevkov zo zahraničných konferencií   
 

AFE01 DEMEL, O. - KEDŢUCH, Stanislav - NOGA, Jozef - PITTNER, J. Multireference 

F12 coupled cluster theory. In 7
th

 Congress of the International Society for 

Theoretical Chemical Physics (ISTCP-VII), Waseda University, Tokyo, Japan, 

September 2-8, 2011: Book of Abstracts and Program, p. 191. 

AFE02 GALUSEK, Dušan - KLEMENT, R. - PRNOVÁ, Anna. Aluminate glass phorsphors 

for energy saving lighting applications. In 3
rd

 International Symposium on Advanced 

Ceramics and Technology for Sustainable Energy Applications (ACTSEA 2011), 

October 30 - November 2, 2011, Kenting, Taiwan: Abstracts. - 2011, p. 77-78. 

AFE03 NOGA, Jozef - ŠIMUNEK, J. Orbital optimized MBPT(2) via non-unitary 

transformation. In JCS Symposium on Theoretical Chemistry 2011, Liblice, Czech 

Republic, May 18-20, 2011: Conference book - 2011. 

AFE04 NOGA, Jozef - ŠIMUNEK, J. Alternative orbital optimization scheme based on non-

unitary transformation. In 9
th

 Triennial Congress of the World Association of 

Theoretical and Computational Chemists (WATOC-2011), Santiago de Compostela, 

Spain, July 17 - 22, 2011: Book of abstracts - 2011, p. IL127. 

AFE05 ŠAJGALÍK, Pavol - LENČÉŠ, Zoltán - PLACHKÝ, Tomáš - VELIČ, D. - ZHOU, 

Y. - HIRAO, K. Silicon nitride/oxynitride-based phosphors - synthesis and 

characterization. In 3
rd

 International Symposium on Advanced Ceramics and 

Technology for Sustainable Energy Applications (ACTSEA 2011), October 30 - 

November 2, 2011, Kenting, Taiwan: Abstracts - 2011, p. 38-39. 

AFE06 ŠAJGALÍK, Pavol. SiC/Si3N4 nano/micro-composites - phase and chemical 

composition - their implications to the RT and HT mechanical properties. In The 7
th

 

International Conference on High-Performance Ceramics, November 4-7, 2011, 

Xiamen, China: Abstracts, part Plenary lectures - Xiamen, 2011, p. 4. 

AFE07 ŠAJGALÍK, Pavol - LENČÉŠ, Zoltán - PLACHKÝ, Tomáš - RIEDEL, R. Low 

temperature densification of non-oxide ceramic composites by using polymer 

derived Si(Al, Lu)OC as a sintering aid. In The 7
th

  International Conference on 

High-Performance Ceramics, November 4-7, 2011, Xiamen, China: Abstracts, part 

Workshop B: Structural and Functional Nitrides: from Nanoscale to Application. - 

Xiamen, 2011, p. 205. 

AFE08 TATARKO, Peter - DUSZA, Ján - ŠAJGALÍK, Pavol. Rare-earth oxides doped 

Si3N4 and Si3N4/SiC ceramics. In PAC RIM 9: The 9
th

 international meeting of 

Pacific Rim ceramic societies. Cairns, Australia, 10.-14.7.2011. - B.V., 2011. 

  

AFG Abstrakty príspevkov zo zahraničných konferencií   
 

AFG01 BARBORÍK, Peter - BOČA, Miroslav. A study of the corrosion of the zirconium 

alloys. In ENYGF 2011: European Nuclear Young Generation Forum - Praha, 17.5. - 



 
Správa o činnosti ÚACH SAV         2011 

 

86 

22.5. 2011: ČNS, p. 48. ISBN 978-80-02-02320-3. 

AFG02 BOČA, Miroslav - KUBÍKOVÁ, Blanka - ŠIMKO, František - GEMBICKÝ, M. - 

MONCOĽ, J. Different phases of fluorotantalates. In 9
th

 International symposium on 

Molten Salts Chemistry and Technology (MS 9), Trondheim, Norway, June 5 - June 

9, 2011: Abstracts - Trondheim, 2011. 

AFG03 BUJDÁK, Juraj - IYI, N. Energy transfer between dye molecules at the surface of 

clay minerals. In EUROCLAY 2011: European Clay Conference - Antalya, 26.6. - 

1.7. 2011: European Clay Groups Association, p. 202. 

AFG04 BUJDÁK, Juraj. Supramolecular systems based on organic dyes and clay minerals: 

interpretations of phenomena and potential applications. In EUROCLAY 2011: 

European Clay Conference - Antalya, 26.6. - 1.7. 2011: European Clay Groups 

Association, p. 201. 

AFG05 CSEHOVÁ, Erika - DUSZA, Ján - LIMPICHAIPANIT, Apichart - SEDLÁČEK, 

Jaroslav. Microstructure and mechanical properties of Al2O3/SiCp composites. In 

Advanced Materials and Technologies: International Workshop Budapest, 23.-

25.3.2011 - Budapest: MTA-MFA, 2011. 

AFG06 CZÍMEROVÁ, Adriana - BUJDÁK, Juraj. Resonance energy transfer in thin films 

prepared using layer-by-layer assembly. In EUROCLAY 2011: European Clay 

Conference - Antalya, 26.6. - 1.7. 2011: European Clay Groups Association, p. 435. 

AFG07 ČAVAJDA, V. - UHLÍK, P. - MADEJOVÁ, Jana - PUŠKELOVÁ, Ľubica - 

ČAPLOVIČOVÁ, M. Study of talc and accompanying phyllosilicates from the 

Western Carpathians. In EUROCLAY 2011: European Clay Conference - Antalya, 

26.6. - 1.7. 2011: European Clay Groups Association, p. 299. 

AFG08 DEMEL, O. - KEDŢUCH, Stanislav - PITTNER, J. - TEN-NO, S. - NOGA, Jozef. 

Explicitly correlated Mukherjee's state-specific multireference coupled cluster 

method. In Ninth Triennial Congress of the World Association of Theoretical and 

Computational Chemists (WATOC-2011), Santiago de Compostela, Spain, July 17 - 

22, 2011: Book of abstracts - 2011, p. PII 274. 

AFG09 DEMEL, O. - KEDŢUCH, Stanislav - PITTNER, J. - NOGA, Jozef. Explicitly 

correlated Mukherjee's multireference coupled cluster method. In 10th Central 

European Symposium on Theoretical Chemistry (CESTC 2011), September 25-28, 

2011, Toruń, Poland: Book of abstracts - Toruń, 2011, p. 29. 

AFG10 DRÁBIK, Milan - GÁLIKOVÁ, Ľubica - BILLÍK, P. The chemistry & challenge of 

MDF materials. In 14. Oesterreichische Chemietage (Austrian Chemistry Days), 

Johannes Kepler University Linz, Austria, September 26-29, 2011. - 2011, oP-39. 

AFG11 GALUSKOVÁ, Dagmar - KRAXNER, Jozef - HNATKO, Miroslav - GALUSEK, 

Dušan - ŠAJGALÍK, Pavol. Hydrothermal corrosion of alumina ceramics for 

geothermal energy harvesting. In 3
rd

 International Symposium on Advanced 

Ceramics and Technology for Sustainable Energy Applications (ACTSEA 2011), 

October 30 - November 2, 2011, Kenting, Taiwan: Abstracts - 2011, p. 137-138. 

AFG12 GALUSKOVÁ, Dagmar - HNATKO, Miroslav - GALUSEK, Dušan - ŠAJGALÍK, 

Pavol. Influence of calcium addition on the chemical durability of the model 

alumino-silicate glasses in aqueous solutions. In 7
th

 International Conference on 

High-Performance Ceramics, November 4-7, 2011, Xiamen, China: Abstracts - 

Xiamen, 2011, p. 88. 

AFG13 GALUSKOVÁ, Dagmar - HNATKO, Miroslav - GALUSEK, Dušan - ŠAJGALÍK, 

Pavol. Hydrothermal corrosion of alumina ceramics under static and quasi-dynamic 

conditions. In 7
th

 International Conference on High-Performance Ceramics, 

November 4-7, 2011, Xiamen, China: Abstracts - Xiamen, 2011, p. 88. 

AFG14 GEDEON, O. - MACHACEK, J. - LIŠKA, Marek. Rings and configuration entropy 

in glass prepared by MD. In International Conference on the Chemistry of Glasses 

and Glass-Forming Melts, Lady Margaret Hall, University of Oxford, 4-8 



 
Správa o činnosti ÚACH SAV         2011 

 

87 

September, 2011: In celebration of the 300
th

 Anniversary of the birth of Mikhail 

Vasilievich Lomonosov, Abstracts - 2011, p. 11. 

AFG15 HOLUBOVÁ, J. - LIŠKA, Marek - CHROMČÍKOVÁ, Mária - ČERNOŠKOVÁ, E. 

- JAKUBÍKOVÁ, Z. - ČERNOŠEK, Z. Raman spectra, structure and 

thermodynamic model of As2S3-Sb2S3 glasses. In International Conference on the 

Chemistry of Glasses and Glass-Forming Melts, Lady Margaret Hall, University of 

Oxford, 4-8 September, 2011: In celebration of the 300
th

 Anniversary of the birth of 

Mikhail Vasilievich Lomonosov, Abstracts - 2011, p. 84. 

AFG16 CHROMČÍKOVÁ, Mária - LISSOVÁ, M. - MOŠNER, P. - VOSEJPKOVÁ, K. - 

LIŠKA, Marek. Viscosity and viscous flow activation energy of PbO-WO3-P2O5 

glasses. In International Conference on the Chemistry of Glasses and Glass-Forming 

Melts, Lady Margaret Hall, University of Oxford, 4-8 September, 2011: In 

celebration of the 300th Anniversary of the birth of Mikhail Vasilievich Lomonosov, 

Abstracts - 2011, p. 83. 

AFG17 KAŠIAROVÁ, Monika - DUSZA, Ján - HNATKO, Miroslav - ŠAJGALÍK, Pavol. 

Influence of SiC nanoparticles on the mechanical properties of Si3N4-SiC 

composites. In YUCOMAT 2011: 13
th

 annual conference. Programme and book of 

abstracts. Herceg Novi, Montenegro, 5.-9.9.2011 - Belgrade: Materials Research 

Society of Serbia, 2011, p. 87. 

AFG18 KAŠIAROVÁ, Monika - TATARKO, Peter - HNATKO, Miroslav - DUSZA, Ján. 

Oxidation characteristics of Si3N4 based ceramics. In Advanced Materials and 

Technologies: International Workshop. Budapest, 23.-25.3.2011 - Budapest: MTA-

MFA, 2011. 

AFG19 KAŠIAROVÁ, Monika - DUSZA, Ján - HNATKO, Miroslav - ŠAJGALÍK, Pavol. 

High temperature mechanical properties of Si3N4 nanocomposites. In RP 

DEMATEN. Programme and Book of Abstracts of the Final Workshop of FP7-

REGPOT-2007-3 DEMATEN Project: Processing of Nanostructured Ceramics and 

Nanocomposites. Brno, 3.-5.3.2011 - Novi Sad, Serbia: Faculty of Technology, 

University of Novi Sad, 2011, p. 30. 

AFG20 KEDŢUCH, Stanislav - DEMEL, O. - PITTNER, J. - NOGA, Jozef. Multirefernce 

F12 coupled cluster theory. In 10
th

 Central European Symposium on Theoretical 

Chemistry (CESTC 2011), September 25-28, 2011, Toruń, Poland: Book of abstracts 

- Toruń, 2011, p. 76. 

AFG21 KOMADEL, Peter - PENTRÁK, Martin - MADEJOVÁ, Jana - HRONSKÝ, V. - 

UHLÍK, P. Chemical modifications of dioctahedral smectites. In EUROCLAY   

2011: European Clay Conference - Antalya, 26.6. - 1.7. 2011: European Clay Groups 

Association, p. 16. 

AFG22 KOMADEL, Peter - PENTRÁK, Martin - MADEJOVÁ, Jana - HRONSKÝ, V. - 

UHLÍK, P. Structural changes of montmorillonite from Kopernica (Slovakia) upon 

acid treatment. In 48
th

 Annual Meeting of the Clay Minerals Society, Stateline, 

Nevada, USA, September 24-29, 2011: Lake Tahoe Clays. - 2011, p. 69. 

AFG23 KOMADEL, Peter - PENTRÁK, Martin - MADEJOVÁ, Jana. Čo vplýva na 

rozpúšťanie ílov v kyselinách, moţnosti porovnávania laboratórnych experimentov. 

In Informátor: 19. jílová konference v ČR, srpen 2011 - Praha: Česká společnost pro 

výzkum a vyuţití jílu, č. 46, s. 9. ISSN 1802-2480. 

AFG24 KOUDELKA, L. - ROSSLEROVÁ, I. - MOŠNER, P. - ČERNOŠEK, Z. - 

LISSOVÁ, M. - LIŠKA, Marek - MONTAGNE, L. - DELEVOYE, L. Lead 

tungstate-phosphate glasses: structural study, properties and crystallisation. In 

International Conference on the Chemistry of Glasses and Glass-Forming Melts, 

Lady Margaret Hall, University of Oxford, 4-8 September, 2011: In celebration of 

the 300
th

 Anniversary of the birth of Mikhail Vasilievich Lomonosov, Abstracts - 

2011, p. 30. 



 
Správa o činnosti ÚACH SAV         2011 

 

88 

AFG25 KOVALČÍKOVÁ, Alexandra - DUSZA, Ján - ŠAJGALÍK, Pavol. Indentation 

thermal shock resistance of liquid-phase-sintered SiC based ceramics. In RP 

DEMATEN. Programme and Book of Abstracts of the Final Workshop of FP7-

REGPOT-2007-3 DEMATEN Project: Processing of Nanostructured Ceramics and 

Nanocomposites. Brno, 3.-5.3.2011. - Novi Sad, Serbia: Faculty of Technology, 

University of Novi Sad, 2011, p. 53. 

AFG26 KUBÍKOVÁ, Blanka - MACKOVÁ, Iveta - PAVLÍK, Viliam - BOČA, Miroslav. 

Physico-chemical analysis of molten (FLinaK)eut-K2ZrF6 system. In 9
th

 International 

symposium on Molten Salts Chemistry and Technology (MS 9) Trondheim, Norway, 

June 5 - June 9, 2011: Abstracts - Trondheim, 2011. 

AFG27 LENČÉŠ, Zoltán - BENCO, Ľubomír - ŠAJGALÍK, Pavol - JÁNÉ, E. - VELIČ, D. 

Europium-doped LaSi3N5 ternary nitride: synthesis, spectroscopy, electronic 

structure and band-gaps. In PAC RIM 9: The 9
th

 international meeting of Pacific 

Rim ceramic societies. Cairns, Australia, 10.-14.7.2011 - B.V., 2011. 

AFG28 LENČÉŠ, Zoltán - BENCO, Ľubomír - ŠAJGALÍK, Pavol - JÁNÉ, E. - VELIČ, D. 

Experimental and DFT study of LaSi3N5-based phosphors. In ECerS XII. : 

Proceedings of the 12
th

 Conference of the European Ceramic Society - Stockholm, 

19.6. - 23.6. 2011, p. 522. 

AFG29 LIŠKA, Marek - HOLUBOVÁ, J. - ČERNOŠKOVÁ, E. - ČERNOŠEK, Z. - 

CHROMČÍKOVÁ, Mária - PLŠKO, Alfonz. Nucleation and crystallisation of 

As2Se3 undercooled melt. In International Conference on the Chemistry of Glasses 

and Glass-Forming Melts, Lady Margaret Hall, University of Oxford, 4-8 

September, 2011: In celebration of the 300
th

 Anniversary of the birth of Mikhail 

Vasilievich Lomonosov, Abstracts - 2011, p. 49. 

AFG30 MADEJOVÁ, Jana - PÁLKOVÁ, Helena - JANKOVIČ, Ľuboš. Intercalation of 

alkylammonium cations into montmorillonite: MIR and NIR study. In EUROCLAY   

2011: European Clay Conference - Antalya, 26.6. - 1.7. 2011: European Clay Groups 

Association, p. 110. 

AFG31 OREŠKOVÁ, G. - ŠIMUNEK, J. - SCHWENDT, P. - NOGA, Jozef. Dinuclear and 

tetranuclear vanadium(V) tartrato complexes: quantum-chemical calculations of 

structural and spectroscopic parameters. In 10
th

 Central European Symposium on 

Theoretical Chemistry (CESTC 2011), September 25-28, 2011, Toruń, Poland: Book 

of abstracts. 2011, p. 90. 

AFG32 PÁLKOVÁ, Helena - JANKOVIČ, Ľuboš - ZIMOWSKA, M. - MADEJOVÁ, Jana. 

Dissolution of the surfactants-modified montmorillonite in HCl - stability studies. In 

EUROCLAY 2011: European Clay Conference - Antalya, 26.6. - 1.7. 2011: 

European Clay Groups Association, p. 348. 

AFG33 PENTRÁK, Martin - KOMADEL, Peter - MADEJOVA, Jana. Acid activation of 

bentonite from Kopernica (Slovakia): sorption properties. In EUROCLAY 2011: 

European Clay Conference - Antalya, 26.6. - 1.7. 2011: European Clay Groups 

Association, p. 349. 

AFG34 PENTRÁK, Martin. Infračervená spektroskopia pri výskume ílových minerálov. In 

Informátor: 19. jílová konference v ČR, srpen 2011 - Praha: Česká společnost pro 

výzkum a vyuţití jílu, 2011, č. 46, s. 15. ISSN 1802-2480. 

AFG35 PLŠKO, Alfonz - FATURÍKOVÁ, Katarína - LIŠKA, Marek - PAGÁČOVÁ, J. - 

PAPUČOVÁ, I. - ŠULCOVÁ, J. Dielectric properties of SiO2-TiO2-Al2O3 thin films 

prepared by sol-gel method for humidity sensors. In International Conference on the 

Chemistry of Glasses and Glass-Forming Melts, Lady Margaret Hall, University of 

Oxford, 4-8 September, 2011: In celebration of the 300
th

 Anniversary of the birth of 

Mikhail Vasilievich Lomonosov, Abstracts. - 2011, p. 71. 

AFG36 RAKHMATULLIN, A. - KEPPERT, M. - HAARBERG, G.M. - ŠIMKO, František 

- BESSADA, C. The NMR structure study of melts in System Na3AlF6-Al2O3-



 
Správa o činnosti ÚACH SAV         2011 

 

89 

AlPO4. In 9
th

 International symposium on Molten Salts Chemistry and Technology 

(MS 9), Trondheim, Norway, June 5 - 9, 2011 Abstracts - Trondheim, 2011. 

AFG37 SCHOLTZOVÁ, Eva. Interactions in the interlayer space of intercalated 

vermiculites-computational study. In EUROCLAY 2011: European Clay Conference 

- Antalya, 26.6. - 1.7. 2011: European Clay Groups Association, p. 440. 

AFG38 SOLTÉSZ, V. - VICENA, I. - LIŠKA, Marek - GALUSKOVÁ, Dagmar - MATTEI, 

J.-M. Corrosion of Bourre glass fibres in borate water solution. In International 

Conference on the Chemistry of Glasses and Glass-Forming Melts, Lady Margaret 

Hall, University of Oxford, 4-8 September, 2011: In celebration of the 300
th

 

Anniversary of the birth of Mikhail Vasilievich Lomonosov, Abstracts. - 2011, p. 86. 

AFG39 STACH, Marek - KRONEKOVÁ, Zuzana - KASÁK, Peter - KOLLÁR, Jozef - 

PENTRÁK, Martin - MIČUŠÍK, Matej - CHORVÁT, Dušan Jr. - NUNNEY, T. S. - 

LACÍK, Igor. Electrografting of zwitterionic polymer films on conducting surfaces 

for reduction of biofouling. In Polymers on the Odra river : Opole, Poland, 6 - 7 July 

2011: book of abstracts - Zabrze, Poland: Centre of Polymer and Carbon Materials, 

PAS Zabrze & Opole University, 2011, p. 62. 

AFG40 ŠAJGALÍK, Pavol - GALUSKOVÁ, Dagmar - HNATKO, Miroslav - LENČÉŠ, 

Zoltán - KAŠIAROVÁ, Monika. Corrosion of silicon nitride based ceramics in 

different molten systems. In PAC RIM 9: The 9th international meeting of Pacific 

Rim ceramic societies. Cairns, Australia, 10.-14.7.2011. - B.V., 2011. 

AFG41 ŠAJGALÍK, Pavol - LOJANOVÁ, Š. - HNATKO, Miroslav - LENČÉŠ, Zoltán - 

GALL, M. - CHLUP, Z. GB chemistry of SiC/Si3N4 nano/micro-composites - 

implications to fracture behaviour. In ECerS XII: Proceedings of the 12
th

 Conference 

of the European Ceramic Society - Stockholm 19.6. - 23.6. 2011, p. 517. 

AFG42 ŠIMKO, František - PRITULA, O. - SMRČOK, Ľubomír - RAKHMATULLIN, A. - 

BESSADA, C. The study of the system NA3AlF6-FeF3. In 9
th

 International 

symposium on Molten Salts Chemistry and Technology (MS 9), Trondheim, 

Norway, June 5 - June 9, 2011: Abstracts - Trondheim, 2011. 

AFG43 ŠIMUNEK, J. - NOGA, Jozef. Testing orbital optimized MBPT(2) for interaction 

energies of S22 set. In 10
th

 Central European Symposium on Theoretical Chemistry 

(CESTC 2011), September 25-28, 2011, Toruń, Poland: Book of abstracts - Toruń, 

2011, p. 111. 

AFG44 ŠIMUNEK, J. - OREŠKOVÁ, G. - SCHWENDT, P. - NOGA, Jozef. Calculation of 

the geometry and spectral properties of tartrato complexes of vanadium (V). In 3
rd

 

Quantum Bioinorganic Chemistry Conference (QBIC-3), June 25-28, 2011, Český 

Krumlov, Czech Republic: Program and Abstracts - 2011, p. 80. 

AFG45 TATARKO, Peter - DUSZA, Ján - ŠAJGALÍK, Pavol. Mechanical properties of 

rare-earth doped Si3N4 and Si3N4/SiC ceramics. In YUCOMAT 2011: 13
th

 annual 

conference. Programme and book of abstracts. Herceg Novi, Montenegro, 5.-

9.9.2011. - Belgrade: Materials Research Society of Serbia, 2011, p. 

AFG46 TATARKO, Peter - DUSZA, Ján - ŠAJGALÍK, Pavol. Mechanical properties of 

Si3N4-SiC nanocomposites. In Advanced Materials and Technologies: International 

Workshop. Budapest, 23.-25.3.2011 - Budapest: MTA-MFA, 2011. 

AFG47 TATARKO, Peter - KAŠIAROVÁ, Monika - DUSZA, Ján - ŠAJGALÍK, Pavol. 

Wear resistance of rare-earth doped Si3N4-based ceramics. In RP DEMATEN. 

Programme and Book of Abstracts of the Final Workshop of FP7-REGPOT-2007-3 

DEMATEN Project: Processing of Nanostructured Ceramics and Nanocomposites. 

Brno, 3.-5.3.2011 - Novi Sad, Serbia: Faculty of Technology, University of Novi 

Sad, 2011, p. 51. 

  

AFHA Abstrakty príspevkov z medzinárodných vedeckých konferenciách poriadaných v SR  
 



 
Správa o činnosti ÚACH SAV         2011 

 

90 

AFHA01 BAČA, Ľ. - VITKOVIČ, Martin - JOGL, Ch. - NEUBAUER, E. - 

MERSTALLINGER, A. - ŠAJGALÍK, Pavol. Microstructure evolution and 

tribological properties of TiB2-based cermets. In Engineering Ceramics 2011: 

Advanced Research Workshop Engineering Ceramics 2011 from Materials to 

Components. Book of Abstracts and Programme. Smolenice, 8.-12.5.2011. - 

Bratislava: Institute of Inorganic Chemistry SAS, 2011, p. 63. ISBN 978-80-970657-

4-4. 

AFHA02 FRAJKOROVÁ, Františka - HNATKO, Miroslav. Additive system Y2O3-SiO2-Ti-

NbC for the preparation of electrically conductive SiC. In Engineering Ceramics 

2011: Advanced Research Workshop Engineering Ceramics 2011 from Materials to 

Components. Book of Abstracts and Programme. Smolenice, 8.-12.5.2011. - 

Bratislava: Institute of Inorganic Chemistry SAS, 2011, p. 81. ISBN 978-80-970657-

4-4. 

AFHA03 GALUSEK, Dušan - GHILLÁNYOVÁ, Katarína - SEDLÁČEK, Jaroslav - 

KOZÁNKOVÁ, J. - ŠAJGALÍK, Pavol. The influence of additives on two-stage 

sintering of submicrometre alumina. In Engineering Ceramics 2011: Advanced 

Research Workshop Engineering Ceramics 2011 from Materials to Components. 

Book of Abstracts and Programme. Smolenice, 8.-12.5.2011 - Bratislava: Institute of 

Inorganic Chemistry SAS, 2011, p. 37. ISBN 978-80-970657-4-4. 

AFHA04 GHILLÁNYOVÁ, Katarína - HNATKO, Miroslav - ŠAJGALÍK, Pavol. Sol-gel 

derived hydroxyapatite infiltration with the aim of enhancing the bioactivity of new 

silicon nitride-based biomaterial. In Engineering Ceramics 2011: Advanced 

Research Workshop Engineering Ceramics 2011 from Materials to Components. 

Book of Abstracts and Programme. Smolenice, 8.-12.5.2011 - Bratislava: Institute of 

Inorganic Chemistry SAS, 2011, p. 85. ISBN 978-80-970657-4-4. 

AFHA05 HNATKO, Miroslav - ŠAJGALÍK, Pavol - LOFAJ, František - VOJTAŠŠÁK, Ján. 

Porous silicon nitride ceramics for bioapplications. In Engineering Ceramics 2011: 

Advanced Research Workshop Engineering Ceramics 2011 from Materials to 

Components. Book of Abstracts and Programme. Smolenice, 8.-12.5.2011. - 

Bratislava: Institute of Inorganic Chemistry SAS, 2011, p. 83. ISBN 978-80-970657-

4-4. 

AFHA06 KAŠIAROVÁ, Monika - TATARKO, Peter - DUSZA, Ján - ŠAJGALÍK, Pavol. 

Indentation thermal shock resistance of Si3N4-SiC micro-nanocomposites. In 

Engineering Ceramics 2011: Advanced Research Workshop Engineering Ceramics 

2011 from Materials to Components. Book of Abstracts and Programme. Smolenice, 

8.-12.5.2011. - Bratislava: Institute of Inorganic Chemistry SAS, 2011, p. 87. ISBN 

978-80-970657-4-4. 

AFHA07 LENČÉŠ, Zoltán - BENCO, Ľubomír - ŠAJGALÍK, Pavol - JÁNÉ, E. - VELIČ, D. 

Europium-doped ternary silicon nitrides: synthesis, spectroscopy and calculated 

band-gaps. In Engineering Ceramics 2011: Advanced Research Workshop 

Engineering Ceramics 2011 from Materials to Components. Book of Abstracts and 

Programme. Smolenice, 8.-12.5.2011. - Bratislava: Institute of Inorganic Chemistry 

SAS, 2011, p. 32. ISBN 978-80-970657-4-4. 

AFHA08 PAPENDORF, B. - LINCK, C. - IONESCU, E. - FASEL, C. - RIEDEL, R. - 

GALUSEK, Dušan. Oxidation and corrosion behavior of hot pressed SiOC / HfO2 

ceramic nanocomposites. In Engineering Ceramics 2011: Advanced Research 

Workshop Engineering Ceramics 2011 from Materials to Components. Book of 

Abstracts and Programme. Smolenice, 8.-12.5.2011. - Bratislava: Institute of 

Inorganic Chemistry SAS, 2011, p. 57. ISBN 978-80-970657-4-4. 

AFHA09 PICHLBAUER, S. - HARMUTH, H. - LENČÉŠ, Zoltán - ŠAJGALÍK, Pavol. 

Preliminary investigations of the production of MgAlON bonded refractories. In 

Engineering Ceramics 2011: Advanced Research Workshop Engineering Ceramics 



 
Správa o činnosti ÚACH SAV         2011 

 

91 

2011 from Materials to Components. Book of Abstracts and Programme. Smolenice, 

8.-12.5.2011. - Bratislava: Institute of Inorganic Chemistry SAS, 2011, p. 39. ISBN 

978-80-970657-4-4. 

AFHA10 SEDLÁČEK, Jaroslav - GALUSEK, Dušan - RIEDEL, R. - HOFFMANN, M. 

Preparation of fully dense polymer-derived Al2O3-SiC composites by using sinter-

HIP technique. In Engineering Ceramics 2011: Advanced Research Workshop 

Engineering Ceramics 2011 from Materials to Components. Book of Abstracts and 

Programme. Smolenice, 8.-12.5.2011 - Bratislava: Institute of Inorganic Chemistry 

SAS, 2011, p. 97. ISBN 978-80-970657-4-4. 

AFHA11 STACH, Marek - KRONEKOVÁ, Zuzana - KASÁK, Peter - KOLLÁR, Jozef - 

PENTRÁK, Martin - MIČUŠÍK, Matej - CHORVÁT, Dušan Jr. - NUNNEY, T.S. - 

LACÍK, Igor. Reduction of biofouling on electroconducting surfaces. In ChemZi: 

slovenský časopis o chémii pre chemické vzdelávanie, výskum a priemysel: 63. 

zjazd chemikov: Tatranské Matliare: 5. - 9. septembra 2011, roč. 7, č. 13, s. 240. 

ISSN 1336-7242. 

AFHA12 TATARKO, Peter - DUSZA, Ján - ŠAJGALÍK, Pavol. Tribological characteristics 

of Si3N4-SiC micro/nano composites. In Engineering Ceramics 2011: Advanced 

Research Workshop Engineering Ceramics 2011 from Materials to Components. 

Book of Abstracts and Programme. Smolenice, 8.-12.5.2011 - Bratislava: Institute of 

Inorganic Chemistry SAS, 2011, p. 48. ISBN 978-80-970657-4-4. 

AFHA13 TATARKO, Peter - KAŠIAROVÁ, Monika - DUSZA, Ján - ŠAJGALÍK, Pavol. 

Influence of rare-earth oxide additives on the high-temperature mechanical 

properties of Si3N4-based ceramics. In Engineering Ceramics 2011: Advanced 

Research Workshop Engineering Ceramics 2011 from Materials to Components. 

Book of Abstracts and Programme. Smolenice, 8.-12.5.2011 - Bratislava: Institute of 

Inorganic Chemistry SAS, 2011, p. 98. ISBN 978-80-970657-4-4. 

  

AFHB Abstrakty príspevkov z domácich konferencií  
 

AFHB01 BARBORÍK, Peter - BOČA, Miroslav. Odolnosť zirkóniových zliatin v roztavených 

fluoridových soliach. In ChemZi: Medzinárodný rok chémie: Slovenský časopis o 

chémii pre chemické vzdelávanie, výskum a priemysel: 63. Zjazd chemikov. - 

Tatranské Matliare, 5.9. - 9.9. 2011, roč. 7, č. 13, s. 86. ISSN 1336-7242. 

AFHB02 BOČA, Miroslav - KUBÍKOVÁ, Blanka - ŠIMKO, František - MACKOVÁ, Iveta - 

MONCOL, J. Phases of K2TaF7 and K3TaF8. In ChemZi: Medzinárodný rok chémie: 

Slovenský časopis o chémii pre chemické vzdelávanie, výskum a priemysel: 63. 

Zjazd chemikov - Tatranské Matliare, 5.9. - 9.9. 2011, roč. 7, č. 13, s. 85-86. ISSN 

1336-7242. 

AFHB03 CZÍMEROVÁ, Adriana - BUJDÁK, Juraj. Resonance energy transfer in thin films 

prepared using layer-by-layer assembly. In ChemZi: Medzinárodný rok chémie: 

Slovenský časopis o chémii pre chemické vzdelávanie, výskum a priemysel: 63. 

Zjazd chemikov - Tatranské Matliare, 5.9. - 9.9. 2011, roč. 7, č. 13, s. 95. ISSN 

1336-7242. 

AFHB04 FRAJKOROVÁ, Františka - HNATKO, Miroslav - LENČÉŠ, Zoltán - ŠAJGALÍK, 

Pavol. Additive system Y2O3-SiO2-Ti-NbC for preparation of electrically conductive 

SiC. In Preparation of Ceramic Materials: 9
th

 International Conference. Herľany, 14.-

16.6.2011 – Košice: Technical University, 2011, p. 184. ISBN 978-80-553-0678-0. 

AFHB05 GHILLÁNYOVÁ, Katarína - HNATKO, Miroslav - ŠAJGALÍK, Pavol. Sol-gel 

derived hydroxyapatite infiltration for enhancing the bioactivity of new silicon 

nitride-based biomaterial. In Preparation of Ceramic Materials: 9
th

 International 

Conference. Herľany, 14.-16.6.2011 - Košice: Technical University, 2011, p. 172-

173. ISBN 978-80-553-0678-0. 



 
Správa o činnosti ÚACH SAV         2011 

 

92 

AFHB06 HNATKO, Miroslav - BOLAŇOŠ, E.A.C. - KAVECKÝ, Štefan - JONŠTA, Z. - 

ŠAJGALÍK, Pavol. Príprava a vlastnosti kompozitnej SiC - CNT keramiky. In 

ChemZi: Medzinárodný rok chémie: Slovenský časopis o chémii pre chemické 

vzdelávanie, výskum a priemysel: 63. Zjazd chemikov - Tatranské Matliare, 5.9. - 

9.9. 2011, roč. 7, č. 13, s. 96. ISSN 1336-7242. 

AFHB07 CHOVANEC, J. - GHILLÁNYOVÁ, Katarína - RÁHEĽ, J. - GALUSEK, Dušan. 

The influence of dopants on loss tangent of polycrystalline alumina ceramics. In 

Proceedings of IX
th

 International Conference: Preparation of Ceramics Materials - 

Herľany: Technical University of Košice, 14.6. - 16.6. 2011, s. 19. ISBN 978-80-

553-0678-0. 

AFHB08 KUBÍKOVÁ, Blanka - PAVLÍK, Viliam - MACKOVÁ, Iveta - GURIŠOVÁ, 

Veronika - BOČA, Miroslav. Fyzikálnochemická analýza systému (FLiNaK)eut-

K2ZrF6. In ChemZi : Medzinárodný rok chémie: Slovenský časopis o chémii pre 

chemické vzdelávanie, výskum a priemysel: 63. Zjazd chemikov. - Tatranské 

Matliare, 5.9. - 9.9. 2011, 2011, roč. 7, č. 13, s. ISSN 1336-7242. 

AFHB09 LENČÉŠ, Zoltán - BENCO, Ľubomír - ŠAJGALÍK, Pavol - JÁNÉ, E. - VELIČ, D. 

Europium-doped ternary silicon nitrides: synthesis, spectroscopy and calculated 

band-gaps. In Preparation of Ceramic Materials : 9th International Conference. 

Herľany, 14.-16.6.2011. - Košice : Technical University, 2011, p. 20-21. ISBN 978-

80-553-0678-0. 

AFHB10 MADEJOVÁ, Jana - JANKOVIČ, Ľuboš - KOMADEL, Peter. Characterization of 

organo-montmorillonites by near-infrared spectroscopy. In ChemZi : Medzinárodný 

rok chémie: Slovenský časopis o chémii pre chemické vzdelávanie, výskum a 

priemysel: 63. Zjazd chemikov. - Tatranské Matliare, 5.9. - 9.9. 2011, 2011, roč. 7, 

č. 13, s. 96. ISSN 1336-7242. 

AFHB11 PAVLÍK, Viliam - KOLEDA, Ľubomír - JUROVÁ, Anna. Korózia zliatiny Incoloy 

800H/HT. In ChemZi : Medzinárodný rok chémie: Slovenský časopis o chémii pre 

chemické vzdelávanie, výskum a priemysel: 63. Zjazd chemikov - Tatranské 

Matliare, 5.9. - 9.9. 2011, 2011, roč. 7, č. 13, s. 193. ISSN 1336-7242. 

AFHB12 PLACHKÝ, Tomáš - LENČÉŠ, Zoltán - RIEDEL, R. - ŠAJGALÍK, Pavol. 

Photoluminescent properties of Eu doped polymer derived SiAlON ceramics. In 

Preparation of Ceramic Materials: 9
th

 International Conference Herľany, 14.-

16.6.2011 - Košice: Technical University, 2011, p. 160-161. ISBN 978-80-553-

0678-0. 

AFHB13 SEDLÁČEK, Jaroslav - GALUSEK, Dušan - HOFFMANN, M.J. - RIEDEL, R. 

Preparation of dense polymer derived Al2O3-SiC ceramic composites. In 

Proceedings of IX
th

 International Conference: Preparation of Ceramics Materials - 

Herľany: Technical University of Kosice, 14.6. - 16.6. 2011, s. 162-163. ISBN 978-

80-553-0678-0. 

AFHB14 SCHOLTZOVÁ, Eva - TUNEGA, Daniel - BENCO, Ľubomír - PÁLKOVÁ, 

Helena. DFT study of montmorillonite intercalated with TMA. In ChemZi: 

Medinárodný rok chémie: Slovenský časopis o chémii pre chemické vzdelávanie, 

výskum a priemysel: 63. Zjazd chemikov - Tatranské Matliare, 5.9. - 9.9. 2011, roč. 

7, č. 13, s. 196. ISSN 1336-7242. 

AFHB15 ŠIMKO, František - RAKHMATULLIN, A. - BESSADA, C. Štúdium štruktúry 

fluoridových sústav pomocou NMR spektroskopie. In ChemZi: Medzinárodný rok 

chémie: Slovenský časopis o chémii pre chemické vzdelávanie, výskum a priemysel: 

63. Zjazd chemikov - Tatranské Matliare, 5.9. - 9.9. 2011, roč. 7, č. 13, s. 87. ISSN 

1336-7242. 

 

 

  



 
Správa o činnosti ÚACH SAV         2011 

 

93 

BDEB Odborné práce v zahraničných nekarentovaných časopisoch neimpaktovaných  
 

BDEB01 DRÁBIK, Milan. Thaumasite: Its relevance to sulphate corrosion in concrete. In 

Nachrichten aus der Chemie, no. 59, May 2011, VIII. 

  

FAI Redakčné a zostavovateľské práce kniţného charakteru (bibliografie, encyklopédie, 

katalógy, slovníky, zborníky...)  
 

FAI01 Engineering Ceramics 2011: Advanced Research Workshop Engineering Ceramics 

2011 from Materials to Components. Book of Abstracts and Programme. Smolenice, 

8.-12.5.2011. Bratislava: Institute of Inorganic Chemistry SAS, 2011. ISBN 978-80-

970657-4-4. 

  

GII Rôzne publikácie a dokumenty, ktoré nemoţno zaradiť do ţiadnej z predchádzajúcich 

kategórií  
 

GII01 BUJDÁK, Juraj. Úlohy zo všeobecnej a anorganickej chémie : Chemická olympiáda 

- kategória B - 48. ročník - školský rok 2011/2012. In Chemické rozhľady: Časopis 

pre skvalitňovanie vyučovania chémie, 2011, ročník 12, č. 2, s. 93-97. ISSN 1335-

8391. 

GII02 KEDŢUCH, Stanislav. Úlohy zo všeobecnej a fyzikálnej chémie (II). In Chemické 

rozhľady: Časopis pre skvalitňovanie vyučovania chémie, 2011, ročník 12, č. 1, s. 

61-62. ISSN 1335-8391. 

GII03 KEDŢUCH, Stanislav. Riešenie a hodnotenie úloh zo všeobecnej a fyzikálnej 

chémie (II). In Chemické rozhľady: Časopis pre skvalitňovanie vyučovania chémie, 

2011, ročník 12, č. 1, s. 63-66. ISSN 1335-8391. 

 



 
Správa o činnosti ÚACH SAV         2011 

 

94 

Ohlasy (citácie):  

 

 

ABC Kapitoly vo vedeckých monografiách vydané v zahraničných vydavateľstvách  
 

ABC01 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] ALTHEIDE, T.S. - CHEVRIER, V.F. - DOBREA, E.N. Mineralogical characterization of acid weathered 

phyllosilicates with implications for secondary martian deposits. In GEOCHIMICA ET COSMOCHIMICA ACTA. 

ISSN 0016-7037, NOV 1 2010, vol. 74, no. 21, p. 6232-6248., WOS 

2. [1.1] AMARI, A. - CHLENDI, M. - GANNOUNI, A. - BELLAGI, A. Experimental and Theoretical Studies of VOC 

Adsorption on Acid-Activated Bentonite in a Fixed-Bed Adsorber. In INDUSTRIAL & ENGINEERING 

CHEMISTRY RESEARCH. ISSN 0888-5885, NOV 17 2010, vol. 49, no. 22, p. 11587-11593., WOS 

3. [1.1] AMARI, A. - CHLENDI, M. - GANNOUNI, A. - BELLAGI, A. Optimised activation of bentonite for toluene 

adsorption. In APPLIED CLAY SCIENCE. ISSN 0169-1317, FEB 2010, vol. 47, no. 3-4, p. 457-461., WOS 

4. [1.1] BORAH, B.J. - DUTTA, D. - DUTTA, D.K. Controlled nanopore formation and stabilization of gold 

nanocrystals in acid-activated montmorillonite. In APPLIED CLAY SCIENCE. ISSN 0169-1317, JUL 2010, vol. 49, 

no. 3, p. 317-323., WOS 

5. [1.1] CHMIELARZ, L. - KOWALCZYK, A. - MICHALIK, M. - DUDEK, B. - PIWOWARSKA, Z. - 

MATUSIEWICZ, A. Acid-activated vermiculites and phlogophites as catalysts for the DeNOx process. In APPLIED 

CLAY SCIENCE. ISSN 0169-1317, JUL 2010, vol. 49, no. 3, p. 156-162., WOS 

6. [1.1] EMMERICH, K. - STEUDEL, A. - SCHUHMANN, R. - WEIDLER, P.G. - RUF, F. - SOHLING, U. 

Mineralogical and physicochemical characterization of a natural bleaching earth containing sepiolite suitable for 

fast filtration and bioseparation. In CLAY MINERALS. ISSN 0009-8558, DEC 2010, vol. 45, no. 4, p. 477-488., 

WOS 

7. [1.1] GUNAWAN, N.S. - INDRASWATI, N. - JU, Y.H. - SOETAREDJO, F.E. - AYUCITRA, A. - ISMADJI, S. 

Bentonites modified with anionic and cationic surfactants for bleaching of crude palm oil. In APPLIED CLAY 

SCIENCE. ISSN 0169-1317, FEB 2010, vol. 47, no. 3-4, p. 462-464., WOS 

8. [1.1] VIMONSES, V. - CHONG, M.N. - JIN, B. Evaluation of the physical properties and photodegradation 

ability of titania nanocrystalline impregnated onto modified kaolin. In MICROPOROUS AND MESOPOROUS 

MATERIALS. ISSN 1387-1811, JUL 2010, vol. 132, no. 1-2, p. 201-209., WOS 

9. [1.1] WALLIS, P.J. - CHAFFEE, A.L. - GATES, W.P. - PATTI, A.F. - SCOTT, J.L. Partial Exchange of Fe(III) 

Montmorillonite with Hexadecyltrimethylammonium Cation Increases Catalytic Activity for Hydrophobic 

Substrates. In LANGMUIR. ISSN 0743-7463, MAR 16 2010, vol. 26, no. 6, p. 4258-4265., WOS 

ABC02 KOMADEL, Peter. Structure and chemical characteristics of modified clays. In 

MISAELIDES, P. et al. Natural Micropouros Materials in Environmental Technology 

: Series E: Applied Sciences-Vol. 362. - Dordrecht : Kluwer Academic Publishers, 

1999, p. 3-18. ISBN 0-7923-5889-9. 
Citácie: 

1. [1.1] ALTHEIDE, T.S. - CHEVRIER, V.F. - DOBREA, E.N. Mineralogical characterization of acid weathered 

phyllosilicates with implications for secondary martian deposits. In GEOCHIMICA ET COSMOCHIMICA ACTA. 

ISSN 0016-7037, NOV 1 2010, vol. 74, no. 21, p. 6232-6248., WOS 
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. - Aurora CO, 2005, Vol. 13, p. 65-98. 
Citácie: 

1. [1.1] HIDALGO, C. - ETCHEVERS, J.D. - MARTINEZ-RICHA, A. - YEE-MADEIRA, H. - CALDERON, H.A. - 

VERA-GRAZIANO, R. - MATUS, F. Mineralogical characterization of the fine fraction (< 2 mu m) of degraded 

volcanic soils and tepetates in Mexico. In APPLIED CLAY SCIENCE. ISSN 0169-1317, AUG 2010, vol. 49, no. 4, 

SI, p. 348-358., WOS 

ABC04 MALKIN, Vladimír - MALKINA, Oľga - ERIKSSON, L.A. - SALAHUB, D.R. The 

calculation of NMR and ESR spectroscopy parameters using density functional theory. 

L.A. Eriksson, D.R. Salahub. In Modern Density Functional Theory: Theoretical and 

Computational Chemistry. Vol. 2. - Amsterdam : Elsevier, 1995, p. 273-347. 
Citácie: 

1. [1.1] BOLSHAKOV, V. - ROSSIKHIN, V. - VORONKOV, E. - OKOVYTYY, S. - LESZCZYNSKI, J. Accurate 

calculations of second-order electric and magnetic properties: Two ways of physically justified modifications of 

basis sets. In CHEMICAL PHYSICS. ISSN 0301-0104, JUN 16 2010 2010, vol. 372, no. 1-3, p. 67-71., WOS 



 
Správa o činnosti ÚACH SAV         2011 

 

95 

2. [1.1] JAWORSKA, M. - HRYNCZYSZYN, P.B. - WELNIAK, M. - WOJTCZAK, A. - NOWICKA, K. - KRASINSKI, 

G. - KASSASSIR, H. - CIESIELSKI, W. - POTRZEBOWSKI, M.J. Solid State NMR Spectroscopy as a Precise Tool 

for Assigning the Tautomeric Form and Proton Position in the Intramolecular Bridges of o-Hydroxy Schiff Bases. In 

JOURNAL OF PHYSICAL CHEMISTRY A. ISSN 1089-5639, DEC 2 2010, vol. 114, no. 47, p. 12522-12530., WOS 

3. [1.1] KOSSMANN, S.i.m.o.n.e. - NEESE, F.r.a.n.k. Correlated ab Initio Spin Densities for Larger Molecules: 

Orbital-Optimized Spin-Component-Scaled MP2 Method. In JOURNAL OF PHYSICAL CHEMISTRY A. ISSN 1089-

5639, NOV 4 2010 2010, vol. 114, no. 43, p. 11768-11781., WOS 

4. [1.1] SADLEJ, J. - DOBROWOLSKI, J.C. - RODE, J.E. VCD spectroscopy as a novel probe for chirality transfer 

in molecular interactions. In CHEMICAL SOCIETY REVIEWS. ISSN 0306-0012, 2010, vol. 39, no. 5, p. 1478-

1488., WOS 

ABC05 NOGA, Jozef - KLOPPER, W. - KUTZELNIGG, W. CC-R12: An explicitly 

correlated coupled-cluster theory. In Recent Advances in Computational Chemistry 

Vol. 3. - Londyn : World Scientific, 1997, p. 1-49. 
Citácie: 

1. [1.1] BOKHAN, D. - TEN-NO, S. Communications: Explicitly correlated equation-of-motion coupled cluster 

method for ionized states. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, JAN 14 2010, vol. 132, no. 2., 

WOS 

2. [1.1] BOKHAN, D. - TEN-NO, S. Explicitly correlated equation-of-motion coupled-cluster methods for excited 

and electron-attached states (Retracted Article. See vol 134, ARTN 109901, 2011). In JOURNAL OF CHEMICAL 

PHYSICS. ISSN 0021-9606, NOV 28 2010, vol. 133, no. 20., WOS 

3. [1.1] VARANDAS, A.J.C. Extrapolation to the Complete Basis Set Limit without Counterpoise. The Pair Potential 

of Helium Revisited. In JOURNAL OF PHYSICAL CHEMISTRY A. ISSN 1089-5639, AUG 26 2010, vol. 114, no. 

33, p. 8505-8516., WOS  
 

ADC Vedecké práce v zahr. karent. časopisoch a recenzovaných zborníkoch  
 

ADC01 KOÓŠ, M. - STEINER, B. - MIČOVÁ, J. - LANGER, V. - ĎURÍK, M. - 

GYEPESOVÁ, D. Synthesis and structure determination of some sugar amino acids 

related to alanine and 6-deoxymannojirimycin. In Carbohydrate Research, 2001, vol. 

332, p. 351-361. (1.606 - IF2000). (2001 - Current Contents). ISSN 0008-6215. 
Citácie: 

1. [1.1] NENCKA, R; HREBABECKY, H; DRACINSKY, M Title: MODEL SYNTHESIS OF SIX-MEMBERED 

CARBOCYCLIC SPIRONUCLEOSIDES Source: COLLECTION OF CZECHOSLOVAK CHEMICAL 

COMMUNICATIONS  Volume: 75  Y 2010 Issue: 12  Pages: 1259-1272, WOS  
 

ADCA Vedecké práce v zahraničných karentovaných časopisoch impaktovaných  
 

ADCA01 AARSET, K. - CSÁSZÁR, A.G. - SIBERT, E.L. - ALLEN, W.D. - SCHAEFER, H.F. 

- KLOPPER, W. - 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] FILIPPOU, A.C. - CHERNOV, O. - BLOM, B. - STUMPF, K.W. - SCHNAKENBURG, G. Stable N-

Heterocyclic Carbene Adducts of Arylchlorosilylenes and Their Germanium Homologues. In CHEMISTRY-A 

EUROPEAN JOURNAL. ISSN 0947-6539, 2010, vol. 16, no. 9, p. 2866-2872., WOS 

2. [1.1] RASTOLTSEVA, E.V. - BATAEV, V.A. - ABRAMENKOV, A.V. - PUPYSHEV, V.I. - GODUNOV, I.A. 

Structure and conformational dynamics of the dicyclopropyl ketone in the ground electronic state. In JOURNAL OF 

MOLECULAR STRUCTURE-THEOCHEM. ISSN 0166-1280, JAN 15 2010, vol. 939, no. 1-3, p. 14-21., WOS 

3. [1.1] RASTOLTSEVA, E.V. - BATAEV, V.A. - GODUNOV, I.A. Structure and conformational dynamics of 

oxiranecarboxaldehyde in the ground and excited electronic states. In JOURNAL OF MOLECULAR STRUCTURE. 

ISSN 0022-2860, AUG 20 2010, vol. 978, no. 1-3, SI, p. 269-278., WOS 
ADCA02 AFRICH, C. - KOHLER, L. - ESCH, F. - CORSO, M. - DRI, C. - BUČKO, T. - 

KRESSE, G. - COMELLI, G. Effects of lattice expansion on the reactivity of a one-

dimensional oxide. In Journal of the American Chemical Society, 2009, vol. 131, no. 

9, p. 3253-3259. (8.091 - IF2008). ISSN 0002-7863. 
Citácie: 

1. [1.1] LI, F. - ALLEGRETTI, F. - SURNEV, S. - NETZER, F.P. Oxide-Metal Nanowires by Oxidation of a One-

Dimensional Mn-Pd Alloy: Stability and Reactivity. In LANGMUIR. ISSN 0743-7463, NOV 2 2010 2010, vol. 26, 

no. 21, p. 16474-16480., WOS 



 
Správa o činnosti ÚACH SAV         2011 

 

96 

2. [1.1] MCEWEN, J.-S. - GASPARD, P. - DE BOCARME, T.V. - KRUSE, N. Electric field induced oscillations in 

the catalytic water production on rhodium: A theoretical analysis. In SURFACE SCIENCE. ISSN 0039-6028, AUG 

30 2010 2010, vol. 604, no. 17-18, p. 1353-1368., WOS 

3. [1.1] MITTENDORFER, F. Low-dimensional surface oxides in the oxidation of Rh particles. In JOURNAL OF 

PHYSICS-CONDENSED MATTER. ISSN 0953-8984, OCT 6 2010 2010, vol. 22, no. 39., WOS 
ADCA03 ANDREJKOVIČOVÁ, Slávka - ROCHA, F. - JANOTKA, Ivan - KOMADEL, Peter. 

An investigation into the use of blends of two bentonites for geosynthetic clay liners. 

In Geotextiles and Geomembranes, 2008, vol. 26, p. 436-445. 
Citácie: 

1. [1.1] BEDDOE, R.A. - TAKE, W.A. - ROWE, R.K. Development of suction measurement techniques to quantify 

the water retention behaviour of GCLs. In GEOSYNTHETICS INTERNATIONAL. ISSN 1072-6349, OCT 2010, 

vol. 17, no. 5, p. 301-312., WOS 

2. [1.1] BOSTWICK, L. - ROWE, R.K. - TAKE, W.A. - BRACHMAN, R.W.I. Anisotropy and directional shrinkage 

of geosynthetic clay liners. In GEOSYNTHETICS INTERNATIONAL. ISSN 1072-6349, JUN 2010, vol. 17, no. 3, 

p. 157-170., WOS 

3. [1.1] GALAMBOS, M. - KUFCAKOVA, J. - ROSSKOPFOVA, O. - RAJEC, P. Adsorption of cesium and 

strontium on natrified bentonites. In JOURNAL OF RADIOANALYTICAL AND NUCLEAR CHEMISTRY. ISSN 

0236-5731, MAR 2010, vol. 283, no. 3, p. 803-813., WOS 

4. [1.1] GALAMBOS, M. - PAUCOVA, V. - KUFCAKOVA, J. - ROSSKOPFOVA, O. - RAJEC, P. - ADAMCOVA, 

R. Cesium sorption on bentonites and montmorillonite K10. In JOURNAL OF RADIOANALYTICAL AND 

NUCLEAR CHEMISTRY. ISSN 0236-5731, APR 2010, vol. 284, no. 1, p. 55-64., WOS 
ADCA04 ANDREJKOVIČOVÁ, S. - JANOTKA, I. - KOMADEL, P. Evaluation of 

geotechnical properties of bentonite from Lieskovec deposit, Slovakia. In Applied 

Clay Science, 2008, vol. 38, p. 297-303. 
Citácie: 

1. [1.1] GALAMBOS, M. - KUFCAKOVA, J. - ROSSKOPFOVA, O. - RAJEC, P. Adsorption of cesium and 

strontium on natrified bentonites. In JOURNAL OF RADIOANALYTICAL AND NUCLEAR CHEMISTRY. ISSN 

0236-5731, MAR 2010, vol. 283, no. 3, p. 803-813., WOS 

2. [1.1] GALAMBOS, M. - PAUCOVA, V. - KUFCAKOVA, J. - ROSSKOPFOVA, O. - RAJEC, P. - ADAMCOVA, R. 

Cesium sorption on bentonites and montmorillonite K10. In JOURNAL OF RADIOANALYTICAL AND NUCLEAR 

CHEMISTRY. ISSN 0236-5731, APR 2010, vol. 284, no. 1, p. 55-64., WOS 

3. [1.1] GAUTIER, M. - MULLER, F. - LE FORESTIER, L. - BENY, J.M. - GUEGAN, R. NH(4)-smectite: 

Characterization, hydration properties and hydro mechanical behaviour. In APPLIED CLAY SCIENCE. ISSN 0169-

1317, JUL 2010, vol. 49, no. 3, p. 247-254., WOS 
ADCA05 AQUINO, A.J.A. - TUNEGA, D. - HABERHAUER, G. - GERZABEK, M.H. - 

LISCHKA, H. Quantum chemical adsorption studies on the (110) surface of the 

mineral goethite. In Journal of Physical Chemistry C, 2007, vol.111, no. 2, p. 877-885. 

(2007 - Current Contents, SCOPUS). ISSN 1932-7447. 
Citácie: 

1. [1.1] RUSTAD, J.R. - BOILY, J.F. Density functional calculation of the infrared spectrum of surface hydroxyl 

groups on goethite (alpha-FeOOH). In AMERICAN MINERALOGIST. ISSN 0003-004X, FEB-MAR 2010 2010, vol. 

95, no. 2-3, p. 414-417., WOS 
ADCA06 AQUINO, A. - TUNEGA, D. - HABERHAUER, G. - GERZABEK, M.H. - 

LISCHKA, H. Interaction of the 2.4-dichlorophenoxyacetic acid herbicide with soil 

organic matter moieties: a theoretical study. In European Journal of Soil Science, 

2007, vol. 58, no. 4, p. 889-899. ISSN 1351-0754. 
Citácie: 

1. [1.1] ARISTILDE, L. - SPOSITO, G. BINDING OF CIPROFLOXACIN BY HUMIC SUBSTANCES: A 

MOLECULAR DYNAMICS STUDY. In ENVIRONMENTAL TOXICOLOGY AND CHEMISTRY. ISSN 0730-7268, 

JAN 2010 2010, vol. 29, no. 1, p. 90-98., WOS 

ADCA07 AQUINO, A.J.A. - TUNEGA, D. - HABERHAUER, G. - GERZABEK, M.H. - 

LISCHKA, H. Acid-base properties of a goethite surface model: A theoretical view. 

In Geochimica et Cosmochimica Acta, 2008, vol. 72, no. 15, p. 3587-3602. ISSN 

0016-7037. 
Citácie: 

1. [1.1] RUSTAD, J.R. - BOILY, J.F. Density functional calculation of the infrared spectrum of surface hydroxyl 

groups on goethite (alpha-FeOOH). In AMERICAN MINERALOGIST. ISSN 0003-004X, FEB-MAR 2010 2010, vol. 

95, no. 2-3, p. 414-417., WOS 

2. [1.1] YUE, J. - JIANG, X. - YU, A. Theoretical Study of Growth Mechanism of Goethite in the Presence of 



 
Správa o činnosti ÚACH SAV         2011 

 

97 

Surfactants. In PRICM 7, PTS 1-3. ISSN 0255-5476, 2010 2010, vol. 654-656, Part 1-3, p. 1658-1661., WOS 

3. [1.1] YUE, J. - JIANG, X. - ZENG, Q. - YU, A. Experimental and numerical study of cetyltrimethylammonium 

bromide (CTAB)-directed synthesis of goethite nanorods. In SOLID STATE SCIENCES. ISSN 1293-2558, JUL 2010 

2010, vol. 12, no. 7, p. 1152-1159., WOS 

ADCA08 AQUINO, A.J.A. - TUNEGA, D. - PASALIC, H. - HABERHAUER, G. - 

GERZABEK, M.H. - LISCHKA, H. The thermodynamic stability of hydrogen 

bonded and cation bridged complexes of humic acid models - A theoretical study. In 

Chemical Physics, 2008, vol. 349, no. 1-3, p. 69-76. (2008 - Current Contents). 
Citácie: 

1. [1.1] ISKRENOVA-TCHOUKOVA, E. - KALINICHEV, A.G. - KIRKPATRICK, R.J. Metal Cation Complexation 

with Natural Organic Matter in Aqueous Solutions: Molecular Dynamics Simulations and Potentials of Mean 

Force. In LANGMUIR. ISSN 0743-7463, OCT 19 2010 2010, vol. 26, no. 20, p. 15909-15919., WOS 

2. [1.1] LI, M. - HUANG, C.P. Stability of oxidized single-walled carbon nanotubes in the presence of simple 

electrolytes and humic acid. In CARBON. ISSN 0008-6223, DEC 2010 2010, vol. 48, no. 15, p. 4527-4534., WOS 
ADCA09 AQUINO, A.J.A. - TUNEGA, D. - SCHAUMANN, G.E. - HABERHAUER, G. - 

GERZABEK, M.H. - LISCHKA, H. Stabilizing capacity of water bridges in 

nanopore segments of humic substances: A theoretical investigation. In Journal of 

Physical Chemistry C, 2009, vol. 113, no. 37, p. 16468-16475. (3.396 - IF2008). 

(2009 - Current Contents, SCOPUS). ISSN 1932-7447. 
Citácie: 

1. [1.1] ISKRENOVA-TCHOUKOVA, E. - KALINICHEV, A.G. - KIRKPATRICK, R.J. Metal Cation Complexation 

with Natural Organic Matter in Aqueous Solutions: Molecular Dynamics Simulations and Potentials of Mean 

Force. In LANGMUIR. ISSN 0743-7463, OCT 19 2010 2010, vol. 26, no. 20, p. 15909-15919., WOS 

ADCA10 AQUINO, A.J.A. - TUNEGA, D. - HABERHAUER, G. - GERZABEK, M.H. - 

LISCHKA, H. Adsorption of organic substances on broken clay surfaces: A quantum 

chemical study. G. Haberhauer, M.H. Gerzabek, H. Lischka. In Journal of 

Computational Chemistry, 2003, vol. 24, no. 15, p. 1853-1863. 
Citácie: 

1. [1.1] RALLA, K. - SOHLING, U. - RIECHERS, D. - KASPER, C. - RUF, F. - SCHEPER, T. Adsorption and 

separation of proteins by a smectitic clay mineral. In BIOPROCESS AND BIOSYSTEMS ENGINEERING. ISSN 

1615-7591, SEP 2010 2010, vol. 33, no. 7, p. 847-861., WOS 

2. [1.1] RIMOLA, A. - CIVALLERI, B. - UGLIENGO, P. Physisorption of aromatic organic contaminants at the 

surface of hydrophobic/hydrophilic silica geosorbents: a B3LYP-D modeling study. In PHYSICAL CHEMISTRY 

CHEMICAL PHYSICS. ISSN 1463-9076, 2010 2010, vol. 12, no. 24, p. 6357-6366., WOS 
ADCA11 AQUINO, A.J.A. - TUNEGA, Daniel - HABERHAUER, G. - GERZABEK, M.H. - 

LISCHKA, H. Solvent effects on hydrogen bonds - A theoretical study. G. 

Haberhauer, M.H. Gerzabek, H. Lischka. In Journal of Physical Chemistry A, 2002, 

vol. 106, no. 9, p. 1862-1871. 
Citácie: 

1. [1.1] BALABIN, R.M. Boryl Substitution of Acetaldehyde Makes It an Enol: Inconsistency between Gn/CBS and 

Ab Initio/DFT Data. In JOURNAL OF PHYSICAL CHEMISTRY A. ISSN 1089-5639, MAR 18 2010 2010, vol. 

114, no. 10, p. 3698-3702., WOS 

2. [1.1] CHERMAHINI, A.N. - MAHDAVIAN, M. - TEIMOURI, A. Theoretical Studies of Hydrogen Bond 

Interactions in Fluoroacetic Acid Dimer. In BULLETIN OF THE KOREAN CHEMICAL SOCIETY. ISSN 0253-

2964, APR 20 2010 2010, vol. 31, no. 4, p. 941-948., WOS 

3. [1.1] LAURENCE, C. - GRATON, J. - BERTHELOT, M. - BESSEAU, F. - LE QUESTEL, J.Y. - LUCON, M. - 

OUVRARD, C. - PLANCHAT, A. - RENAULT, E. An Enthalpic Scale of Hydrogen-Bond Basicity. 4. Carbon pi 

Bases, Oxygen Bases, and Miscellaneous Second-Row, Third-Row, and Fourth-Row Bases and a Survey of the 4-

Fluorophenol Affinity Scale. In JOURNAL OF ORGANIC CHEMISTRY. ISSN 0022-3263, JUN 18 2010 2010, vol. 

75, no. 12, p. 4105-4123., WOS 

4. [1.1] PU, L. - SUN, Y. - ZHANG, Z. Hydrogen Bonding in Hydrates with one Acetic Acid Molecule. In 

JOURNAL OF PHYSICAL CHEMISTRY A. ISSN 1089-5639, OCT 14 2010 2010, vol. 114, no. 40, p. 10842-

10849., WOS 

5. [1.1] PU, L. - SUN, Y. - ZHANG, Z.. Hydrogen bonding in the side-on rings of the hydrates with one acetic acid 

molecule. In JOURNAL OF MOLECULAR LIQUIDS. ISSN 0167-7322, JUL 31 2010 2010, vol. 154, no. 2-3, p. 

124-130., WOS 

6. [1.1] THOMAS, L.K. - KUEHNLE, A. - RODE, S. - BEGINN, U. - REICHLING, M. Monolayer Structure of 

Arachidic Acid on Graphite. In JOURNAL OF PHYSICAL CHEMISTRY C. ISSN 1932-7447, NOV 11 2010 2010, 

vol. 114, no. 44, p. 18919-18924., WOS 



 
Správa o činnosti ÚACH SAV         2011 

 

98 

7. [1.1] XU, W. - YANG, J. A Computer Simulation Study on Self- and Cross-Aggregation of Multiple Polar 

Species in Supercritical Carbon Dioxide. In JOURNAL OF PHYSICAL CHEMISTRY A. ISSN 1089-5639, APR 29 

2010 2010, vol. 114, no. 16, p. 5414-5428., WOS 
ADCA12 AQUINO, A.J.A. - TUNEGA, D. - HABERHAUER, G. - GERZABEK, M. - 

LISCHKA, H. A density functional theoretical study on solvated Al3+ - oxalate 

complexes: structures and thermodynamic properties. G. Haberhauer, M. Gerzabek, 

H. Lischka. In Physical Chemistry Chemical Physics, 2000, vol. 2, no. 13, p. 2845-

2850. 
Citácie: 

1. [1.1] HAY, M.B. - MYNENI, S.C.B. X-ray Absorption Spectroscopy of Aqueous Aluminum-Organic Complexes. In 

JOURNAL OF PHYSICAL CHEMISTRY A. ISSN 1089-5639, MAY 27 2010 2010, vol. 114, no. 20, p. 6138-6148., 

WOS 
ADCA13 ARBUZNIKOV, A.V. - KAUPP, M. - MALKIN, V. - REVIAKINE, R. - 

MALKINA, O. Validation study of meta-GGA funtionals and of model exchange-

correlation potential in density funtional calculations of EPR parameters. In Physical 

Chemistry Chemical Physics, 2002, vol. 4, p. 5467-5474. 
Citácie: 

1. [1.1] CIMINO, P. - PEDONE, A. - STENDARDO, E. - BARONE, V. Interplay of stereo-electronic, environmental, 

and dynamical effects in determining the EPR parameters of aromatic spin-probes: INDCO as a test case. In 

PHYSICAL CHEMISTRY CHEMICAL PHYSICS. ISSN 1463-9076, 2010, vol. 12, no. 15, p. 3741-3746., WOS 

2. [1.1] PEDONE, A. - BICZYSKO, M. - BARONE, V. Environmental Effects in Computational Spectroscopy: 

Accuracy and Interpretation. In CHEMPHYSCHEM. ISSN 1439-4235, JUN 21 2010, vol. 11, no. 9, p. 1812-1832., 

WOS 
ADCA14 BALOG, M. - ŠAJGALÍK, P. - HNATKO, M. - LENČÉŠ, Z. - MONTEVERDE, E. 

- KEČKÉŠ, J. - 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. 
Citácie: 

1. [1.1] CHEN, Y.H. - WU, L.E. - JIANG, Y. - LU, Y.J. - HUANG, Z.K. Liquid phase sintered alpha-silicon carbide 

with AlN-Re(2)O(3) as sintering additive. In CERAMIC MATERIALS AND COMPONENTS FOR ENERGY AND 

ENVIRONMENTAL APPLICATIONS. ISSN 1042-1122, 2010, vol. 210, p. 337-344., WOS 

2. [1.1] XIE, M.L. - LUO, D.L. - XIAN, X.B. - LENG, B.Y. - CHEN, C.A. - LU, W.Y. Densification of nano-SiC by 

ultra-high pressure effects of time, temperature and pressure. In FUSION ENGINEERING AND DESIGN. ISSN 

0920-3796, DEC 2010, vol. 85, no. 7-9, p. 964-968., WOS 

3. [1.2] WANG, J. - GIULIANI, F. - VANDEPERRE, L.J. The effect of load and temperature on hardness of ZrB2 

composites. In CERAMIC ENGINEERING AND SCIENCE PROCEEDINGS, 2010, vol. 31, no. 2, p. 59-68., 

SCOPUS 
ADCA15 BALOG, M. - KEČKÉŠ, J. - SCHÖBERL, T. - GALUSEK, D. - HÖFER, F. - 

KŘESŤAN, J. - LENČÉŠ, Z. - HUANG, J.L. - ŠAJGALÍK, P. 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, p . 2145-2152. 
Citácie: 

1. [1.1] COLOMBO, P. - MERA, G. - RIEDEL, R. - SORARU, G.D. Polymer-Derived Ceramics: 40 Years of 

Research and Innovation in Advanced Ceramics. In JOURNAL OF THE AMERICAN CERAMIC SOCIETY. ISSN 

0002-7820, JUL 2010, vol. 93, no. 7, p. 1805-1837., WOS 
ADCA16 BARAN, P. - BOČA, M. - BOČA, R. - KRUTOŠÍKOVÁ, A. - MIKLOVIČ, J. - 

PELIKÁN, J. - TITIŠ, J. Structural characterization, spectral and magnetic properties 

of isothiocyanate nickel(II) complexes with furopyridine derivatives. In Polyhedron, 

2005, vol. 24, p. 1510-1516. 
Citácie: 

1. [1.1] OKEKE, E.B. - SOLDATOV, D.V. Coordination and inclusion compounds formed by addition of quinoline 

(Q) or isoquinoline (Iq) to a metal(II) dibenzoylmethanate (Co, Ni, Zn, Cd). In JOURNAL OF THERMAL 

ANALYSIS AND CALORIMETRY. ISSN 1388-6150, JUN 2010, vol. 100, no. 3, p. 801-810., WOS 
ADCA17 BARTLETT, R.J. - NOGA, J. 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] COOPER, B. - KNOWLES, P.J. Benchmark studies of variational, unitary and extended coupled cluster 

methods. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, DEC 21 2010, vol. 133, no. 23., WOS 



 
Správa o činnosti ÚACH SAV         2011 

 

99 

2. [1.1] KNOWLES, P.J. - COOPER, B. A linked electron pair functional. In JOURNAL OF CHEMICAL PHYSICS. 

ISSN 0021-9606, DEC 14 2010, vol. 133, no. 22., WOS 

3. [1.1] PAL, S. Fock space multi-reference coupled-cluster method for energies and energy derivatives. In 

MOLECULAR PHYSICS. ISSN 0026-8976, 2010, vol. 108, no. 21-23, SI, p. 3033-3042., WOS 

4. [1.1] PIECUCH, P. Active-space coupled-cluster methods. In MOLECULAR PHYSICS. ISSN 0026-8976, 2010, 

vol. 108, no. 21-23, SI, p. 2987-3015., WOS 

5. [1.1] RAVICHANDRAN, L. - JOSHI, S. - VAVAL, N. Chemical shielding of closed-shell molecules using Extended 

Coupled-cluster theory. In RECENT ADVANCES IN SPECTROSCOPY: THEORETICAL, ASTROPHYSICAL AND 

EXPERIMENTAL PERSPECTIVES. ISSN 1570-6591, 2010, p. 111-121., WOS 
ADCA18 BARTLETT, R.J. - WATTS, J.D. - KUCHARSKI, S.A. - NOGA, J. 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] BHASKARAN-NAIR, K. - DEMEL, O. - PITTNER, J. Multireference Mukherjee's coupled cluster method 

with triexcitations in the linked formulation: Efficient implementation and applications. In JOURNAL OF 

CHEMICAL PHYSICS. ISSN 0021-9606, APR 21 2010 2010, vol. 132, no. 15., WOS 

2. [1.1] DAWES, R. - WANG, X.-G. - JASPER, A.W. - CARRINGTON, T., J.r. Nitrous oxide dimer: A new potential 

energy surface and rovibrational spectrum of the nonpolar isomer. In JOURNAL OF CHEMICAL PHYSICS. ISSN 

0021-9606, OCT 7 2010 2010, vol. 133, no. 13., WOS 

3. [1.1] DENIS, P.A. On the enthalpy of formation of thiophene. In THEORETICAL CHEMISTRY ACCOUNTS. 

ISSN 1432-881X, NOV 2010 2010, vol. 127, no. 5-6, p. 621-626., WOS 

4. [1.1] DENIS, P.A. Theoretical characterisation of the SSO, cyclic SOS and SOS isomers. In MOLECULAR 

PHYSICS. ISSN 0026-8976, 2010 2010, vol. 108, no. 2, p. 171-179., WOS 

5. [1.1] DENIS, P.a.b.l.o. .A... Theoretical investigation of ionized HSO and SOH. In MOLECULAR PHYSICS. 

ISSN 0026-8976, 2010 2010, vol. 108, no. 13, p. 1739-1747., WOS 

6. [1.1] FENG, H. - ALLEN, W.D. The problematic C(2)H(4)+F(2) reaction barrier. In JOURNAL OF CHEMICAL 

PHYSICS. ISSN 0021-9606, MAR 7 2010 2010, vol. 132, no. 9., WOS 

7. [1.1] JAEGER, H.M. - SCHAEFER, H.F. - DEMAISON, J. - CSASZAR, A .G. - ALLEN, W.D. Lowest-Lying 

Conformers of Alanine: Pushing Theory to Ascertain Precise Energetics and Semiexperimental R(e) Structures. In 

JOURNAL OF CHEMICAL THEORY AND COMPUTATION. ISSN 1549-9618, OCT 2010 2010, vol. 6, no. 10, p. 

3066-3078., WOS 

8. [1.1] KALEMOS, A. - KAPLAN, I.G. - MAVRIDIS, A. The Sc(2) dimer revisited. In JOURNAL OF CHEMICAL 

PHYSICS. ISSN 0021-9606, JAN 14 2010 2010, vol. 132, no. 2., WOS 

9. [1.1] KLEIN, S. - TONNER, R. - FRENKING, G. Carbodicarbenes and Related Divalent Carbon(0) Compounds. 

In CHEMISTRY-A EUROPEAN JOURNAL. ISSN 0947-6539, SEP 3 2010 2010, vol. 16, no. 33, p. 10160-10170., 

WOS 

10. [1.1] LU, T. - HAO, Q. - SIMMONETT, A.C. - EVANGELISTA, F.A.- YAMAGUCHI, Y. - FANG, D.-C. - 

SCHAEFER, H.F. Low-Lying Triplet States of Diphosphene and Diphosphinylidene. In JOURNAL OF PHYSICAL 

CHEMISTRY A. ISSN 1089-5639, OCT 14 2010 2010, vol. 114, no. 40, p. 10850-10856., WOS 

11. [1.1] MINTZ, B. - CRAWFORD, T.D. Symmetry breaking in the cyclic C(3)C(2)H radical. In PHYSICAL 

CHEMISTRY CHEMICAL PHYSICS. ISSN 1463-9076, DEC 2010 2010, vol. 12, no. 47, p. 15459-15467., WOS 

12. [1.1] MOHAN, N. - VIJAYALAKSHMI, K.P. - KOGA, N. - SURESH, C.H. Comparison of Aromatic NH center 

dot center dot center dot pi, OH center dot center dot center dot pi, and CH center dot center dot center dot pi 

Interactions of Alanine Using MP2, CCSD, and DFT Methods. In JOURNAL OF COMPUTATIONAL CHEMISTRY. 

ISSN 0192-8651, DEC 2010 2010, vol. 31, no. 16, p. 2874-2882., WOS 

13. [1.1] PABST, M. - KOEHN, A. - GAUSS, J. - STANTON, J.F. A worrisome failure of the CC2 coupled-cluster 

method when applied to ozone. In CHEMICAL PHYSICS LETTERS. ISSN 0009-2614, JUL 29 2010 2010, vol. 495, 

no. 1-3, p. 135-140., WOS 

14. [1.1] PAL, S. Fock space multi-reference coupled-cluster method for energies and energy derivatives. In 

MOLECULAR PHYSICS. ISSN 0026-8976, 2010 2010, vol. 108, no. 21-23, SI, p. 3033-3042., WOS 

15. [1.1] PIECUCH, P. Active-space coupled-cluster methods. In MOLECULAR PHYSICS. ISSN 0026-8976, 2010 

2010, vol. 108, no. 21-23, SI, p. 2987-3015., WOS 

16. [1.1] PUZZARINI, C. - STANTON, J.F. - GAUSS, J. Quantum-chemical calculation of spectroscopic parameters 

for rotational spectroscopy. In INTERNATIONAL REVIEWS IN PHYSICAL CHEMISTRY. ISSN 0144-235X, 2010 

2010, vol. 29, no. 2, p. 273-367., WOS 

17. [1.1] SAUER, S.P.A. Communication: Rotational g-factor and spin-rotation constant of CH(+). In JOURNAL 

OF CHEMICAL PHYSICS. ISSN 0021-9606, NOV 7 2010 2010, vol. 133, no. 17., WOS 

18. [1.1] SHEN, J. - KOU, Z. - XU, E. - LI, S. A coupled cluster approach with a hybrid treatment of connected 

triple excitations: Implementation and applications for open-shell systems. In JOURNAL OF CHEMICAL 

PHYSICS. ISSN 0021-9606, DEC 21 2010 2010, vol. 133, no. 23., WOS 

19. [1.1] SHEN, J. - XU, E. - KOU, Z. - LI, S. A coupled cluster approach with a hybrid treatment of connected 

triple excitations for bond-breaking potential energy surfaces. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-



 
Správa o činnosti ÚACH SAV         2011 

 

100 

9606, MAR 21 2010 2010, vol. 132, no. 11., WOS 

20. [1.1] XU, E. - SHEN, J. - KOU, Z. - LI, S. Coupled cluster with singles, doubles, and partial higher-order 

excitations based on the corresponding orbitals: The formulation and test applications for bond breaking processes. 

In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, APR 7 2010 2010, vol. 132, no. 13., WOS 

21. [1.2] SCHAEFER III, H.F. - LU, T. - HAO, Q. - SIMMONETT, A.C. - EVANGELISTA, F.A. - YAMAGUCHI, Y. - 

FANG, D.-C. Low-lying triplet states of diphosphene and diphosphinylidene. In JOURNAL OF PHYSICAL 

CHEMISTRY A, 2010, vol. 114, no. 40, p. 10850-10856., SCOPUS 
ADCA19 BARTLETT, R.J. - KUCHARSKI, S.A. - NOGA, J. Alternative coupled-cluster 

ansätz II. The unitary coupled-cluster method. In Chemical Physics Letters, 1989, 

vol. 155, no. 1, p. 133-140. 
Citácie: 

1. [1.1] COOPER, B. - KNOWLES, P.J. Benchmark studies of variational, unitary and extended coupled cluster 

methods. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, DEC 21 2010, vol. 133, no. 23., WOS 

2. [1.1] NEUSCAMMAN, E. - YANAI, T. - CHAN, G.K.L. A review of canonical transformation theory. In 

INTERNATIONAL REVIEWS IN PHYSICAL CHEMISTRY. ISSN 0144-235X, 2010, vol. 29, no. 2, p. 231-271., WOS 

3. [1.1] NEUSCAMMAN, E. - YANAI, T. - CHAN, G.K.L. Strongly contracted canonical transformation theory. In 

JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, JAN 14 2010, vol. 132, no. 2., WOS 

4. [1.1] PAL, S. Fock space multi-reference coupled-cluster method for energies and energy derivatives. In 

MOLECULAR PHYSICS. ISSN 0026-8976, 2010, vol. 108, no. 21-23, SI, p. 3033-3042., WOS 

5. [1.1] PIECUCH, P. Active-space coupled-cluster methods. In MOLECULAR PHYSICS. ISSN 0026-8976, 2010, 

vol. 108, no. 21-23, SI, p. 2987-3015., WOS 
ADCA20 BENCO, Ľ. - HAFNER, J. - LENČÉŠ, Z. - ŠAJGALÍK, P. Electronic structure and 

bulk properties of ß-SiAlONs. In Journal of the American Ceramic Society, 2003, 

vol. 86, no. 7, p. 1162-1167. ISSN 0002-7820. 
Citácie: 

1. [1.1] SHAHIEN, M. - RADWAN, M. - KIRIHARA, S. - MIYAMOTO, Y. - SAKURAI, T. Combustion synthesis of 

single-phase beta-sialons (z=2-4). In JOURNAL OF THE EUROPEAN CERAMIC SOCIETY. ISSN 0955-2219, JUL 

2010, vol. 30, no. 9, p. 1925-1930., WOS 

ADCA21 BENCO, Ľ. - DEMUTH, T. - HAFNER, J. - HUTSCHKA, F. - TOULHOAT, H. 

Adsorption of linear hydrocarbons in zeolites: A density-functional investigation. In 

Journal of Chemical Physics, 2001, vol. 114, no. 14, p. 6327-6334. 
Citácie: 

1. [1.1] LAN, J.H. - CAO, D.P. - WANG, W.C. - SMIT, B. Doping of Alkali, Alkaline-Earth, and Transition Metals 

in Covalent-Organic Frameworks for Enhancing CO(2) Capture by First-Principles Calculations and Molecular 

Simulations. In ACS NANO. ISSN 1936-0851, JUL 2010, vol. 4, no. 7, p. 4225-4237., WOS 

2. [1.1] MULDER, F.M. - ASSFOUR, B. - HUOT, J. - DINGEMANS, T.J. - WAGEMAKER, M. - RAMIREZ-

CUESTA, A.J. Hydrogen in the Metal-Organic Framework Cr MIL-53. In JOURNAL OF PHYSICAL CHEMISTRY 

C. ISSN 1932-7447, JUN 17 2010, vol. 114, no. 23, p. 10648-10655., WOS 

ADCA22 BENCO, Ľubomír - BUČKO, T. - HAFNER, J. - TOULHOAT, H. A DFT study of 

adsorption and chemisorption of H2 on Lewis sites in mordenite. In Journal of 

Physical Chemistry B, 2005, vol. 109, no. 47, p. 22491-22501. 
Citácie: 

1. [1.1] GABRIENKO, A.A. - ARZUMANOV, S.S. - TOKTAREV, A.V. - DANILOVA, I.G. - FREUDE, D. - 

STEPANOV, A.G. H/D exchange of molecular hydrogen with Bronsted acid sites of Zn- and Ga-modified zeolite 

BEA. In PHYSICAL CHEMISTRY CHEMICAL PHYSICS. ISSN 1463-9076, 2010, vol. 12, no. 19, p. 5149-5155., 

WOS 

2. [1.1] SOLANS-MONFORT, X. - SODUPE, M. - ECKERT, J. Origin of the Enhanced Interaction of Molecular 

Hydrogen with Extraframework Cu(+) and FeO(+) Cations in Zeolite Hosts. A Periodic DFT Study. In JOURNAL 

OF PHYSICAL CHEMISTRY C. ISSN 1932-7447, AUG 19 2010, vol. 114, no. 32, p. 13926-13934., WOS 

ADCA23 BENCO, Ľ. - BUČKO, T. - HAFNER, J. - 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. J. Hafner, H. 

Toulhoat. In Journal of Physical Chemistry B, 2005, vol. 109, no. 43, p. 20361-

20369. 
Citácie: 

1. [1.1] ALEKSANDROV, H.A. - VAYSSILOV, G.N. Theoretical investigation of ethane dehydrogenation on cationic 

Zn species in ZSM-5 zeolites-The second Al center in vicinity of the cation is essential for the accomplishment of the 

complete catalytic cycle. In CATALYSIS TODAY. ISSN 0920-5861, JUL 1 2010, vol. 152, no. 1-4, SI, p. 78-87., 



 
Správa o činnosti ÚACH SAV         2011 

 

101 

WOS 
ADCA24 BENCO, Ľ. - BUČKO, T. - HAFNER, J. - TOULHOAT, H. Ab initio simulation of 

Lewis sites in mordenite and comparative study of the strength of active sites via CO 

adsorption. In Journal of Physical Chemistry B, 2004, vol. 108, no. 36, p. 13656-

13666. 
Citácie: 

1. [1.1] FANG, H.J. - ZHENG, A.M. - CHU, Y.Y. - DENG, F. (13)C Chemical Shift of Adsorbed Acetone for 

Measuring the Acid Strength of Solid Acids: A Theoretical Calculation Study. In JOURNAL OF PHYSICAL 

CHEMISTRY C. ISSN 1932-7447, JUL 29 2010, vol. 114, no. 29, p. 12711-12718., WOS 

2. [1.1] LIU, D.H. - ZHONG, C.L. Characterization of Lewis Acid Sites in Metal-Organic Frameworks Using 

Density Functional Theory. In JOURNAL OF PHYSICAL CHEMISTRY LETTERS. ISSN 1948-7185, JAN 2010, vol. 

1, no. 1, p. 97-101., WOS 

ADCA25 BENCO, Ľ. - HAFNER, J. - HUTSCHKA, F. - TOULHOAT, H. Physisorption and 

chemisorption of n-olefins in the zeolite main channel. Ab initio study of the 

gmelinite structure. In Journal of Physical Chemistry B, 2003, vol. 107, no. 36, p. 

9756-9762. 
Citácie: 

1. [1.1] GUO, Y.H. - PU, M. - CHEN, B.H. Adsorption of Linear C(2)-C(5) Olefins on HY and H-ZSM-5 Zeolites. In 

ACTA PHYSICO-CHIMICA SINICA. ISSN 1000-6818, SEP 2010, vol. 26, no. 9, p. 2503-2509., WOS 

2. [1.1] MATHIEU, R. - VIEILLARD, P. A predictive model for the enthalpies of formation of zeolites. In 

MICROPOROUS AND MESOPOROUS MATERIALS. ISSN 1387-1811, AUG 2010, vol. 132, no. 3, p. 335-351., 

WOS 

3. [1.1] SUN, Y.X. - YANG, J. - ZHAO, L.F. - DAI, J.X. - SUN, H. A Two-Layer ONIOM Study on Initial Reactions 

of Catalytic Cracking of 1-Butene To Produce Propene and Ethene over HZSM-5 and HFAU Zeolites. In JOURNAL 

OF PHYSICAL CHEMISTRY C. ISSN 1932-7447, APR 8 2010, vol. 114, no. 13, p. 5975-5984., WOS 
ADCA26 BENCO, Ľ. - DEMUTH, T. - HUSCHKA, F. Catalytic conversion of hydrocarbons 

over zeolites from first principles. In Computational Materials Science, 2003, vol. 

27, no. 1-2, p. 87-95. 
Citácie: 

1. [1.2] LI, Z. - SUN, X. - PENG, C. Computer simulation of adsorption of small alkanes on TON zeolite. In 

SHIYOU XUEBAO, SHIYOU JIAGONG/ACTA PETROLEI SINICA (Petroleum Processing Section), 2010, vol. 26, 

no. 1, p. 147-152., SCOPUS 

ADCA27 BENCO, Ľ. - BARRAS, J.L. - DAUL, C.A. - DEISS, E. Theoretical study of the 

intercalation of Li into TiO2 structures. In Inorganic Chemistry, 1999, vol. 38, no. 1, 

p. 20-28. 
Citácie: 

1. [1.1] KERISIT, S. - ROSSO, K.M. - YANG, Z.G. - LIU, J. Computer Simulation of the Phase Stabilities 

of Lithiated TiO(2) Polymorphs. In JOURNAL OF PHYSICAL CHEMISTRY C. ISSN 1932-7447, NOV 11 

2010, vol. 114, no. 44, p. 19096-19107., WOS 

ADCA28 BENCO, Ľ. - BUČKO, T. - GRYBOS, R. - HAFNER, J. - SOBALÍK, Z. - 

DEDECEK, J. - SKLENÁK, S. - HRUŠÁK, J. Multiple adsorption of NO on Fe
2+

 

cations in the A-and B-positions of ferrierite: An experimental and density functional 

study. In Journal of Physical Chemsitry C, 2007, vol. 111, p. 9393-9402. 
Citácie: 

1. [1.1] BERLIER, G. - LAMBERTI, C. - RIVALLAN, M. - MUL, G. Characterization of Fe sites in Fe-zeolites by 

FTIR spectroscopy of adsorbed NO: are the spectra obtained in static vacuum and dynamic flow set-ups 

comparable?. In PHYSICAL CHEMISTRY CHEMICAL PHYSICS. ISSN 1463-9076, 2010, vol. 12, no. 2, p. 358-

364., WOS 

2. [1.1] CHU, Z.K. - FU, G. - GUO, W.P. - XU, X. Effect of high/level layer selection in oniom on Na(+) adsorption 

in ZSM-5 zeolite. In JOURNAL OF THEORETICAL & COMPUTATIONAL CHEMISTRY. ISSN 0219-6336, 2010, 

vol. 9, p. 39-47., WOS 

3. [1.1] DANILCZUK, M. - LUND, A. Adsorption of NO in Li-exchanged zeolite A. A density functional theory 

study. In CHEMICAL PHYSICS LETTERS. ISSN 0009-2614, APR 26 2010, vol. 490, no. 4-6, p. 205-209., WOS 

4. [1.1] HADJIIVANOV, K. - IVANOVA, E. - KEFIROV, R. - JANAS, J. - PLESNIAR, A. - DZWIGAJ, S. - CHE, M. 

Adsorption properties of Fe-containing dealuminated BEA zeolites as revealed by FTIR spectroscopy. In 

MICROPOROUS AND MESOPOROUS MATERIALS. ISSN 1387-1811, JUN 2010, vol. 131, no. 1-3, p. 1-12., WOS 

5. [1.1] IVANOVA, E. - MIHAYLOV, M. - HADJIIVANOV, K. - BLASIN-AUBE, V. - MARIE, O. - PLESNIAR, A. - 

DATURI, M. Evidencing three distinct Fe(II) sites in Fe-FER zeolites by using CO and NO as complementary IR 

probes. In APPLIED CATALYSIS B-ENVIRONMENTAL. ISSN 0926-3373, JAN 12 2010, vol. 93, no. 3-4, p. 325-



 
Správa o činnosti ÚACH SAV         2011 

 

102 

338., WOS 

6. [1.1] LAMBERTI, C. - ZECCHINA, A. - GROPPO, E. - BORDIGA, S. Probing the surfaces of heterogeneous 

catalysts by in situ IR spectroscopy. In CHEMICAL SOCIETY REVIEWS. ISSN 0306-0012, 2010, vol. 39, no. 12, p. 

4951-5001., WOS 

7. [1.1] MIHAYLOV, M. - IVANOVA, E. - DRENCHEV, N. - HADJIIVANOV, K. Coordination Chemistry of Fe(2+) 

Ions in Fe,H-ZSM-5 Zeolite as Revealed by the IR Spectra of Adsorbed CO and NO. In JOURNAL OF PHYSICAL 

CHEMISTRY C. ISSN 1932-7447, JAN 21 2010, vol. 114, no. 2, p. 1004-1014., WOS 
ADCA29 BENCO, Ľ. - BUČKO, T. - GRYBOS, R. - HAFNER, J. - SOBALÍK, Z. - 

DEDECEK, J. - HRUŠÁK, J. Adsorption of NO in Fe2+-exchanged ferrierite. A 

density functional theory study. In Journal of Physical Chemsitry C, 2007, vol. 111, 

p. 586-595. 
Citácie: 

1. [1.1] DANILCZUK, M. - LUND, A. Adsorption of NO in Li-exchanged zeolite A. A density functional theory 

study. In CHEMICAL PHYSICS LETTERS. ISSN 0009-2614, APR 26 2010, vol. 490, no. 4-6, p. 205-209., WOS 
ADCA30 BENCO, Ľ. - DEMUTH, Th. - HAFNER, J. - HUTSCHKA, F. - TOULHOAT, H. 

Linear hydrocarbons adsorbed in the acid zeolite gmelinite at 700 K ab initio 

molecular dynamics simulation of hexane and hexene. In Journal of Catalysis, 2002, 

vol. 205, p. 147-156. 
Citácie: 

1. [1.1] LI, Y.F. - HE, P. - ZHU, J.Q. - LIU, H. - SHAO, Q. - TIAN, H.P. Theoretical investigation of double-bond 

isomerization of 1-hexene to trans-2-hexene on H-ZSM-5 zeolite. In JOURNAL OF MOLECULAR STRUCTURE-

THEOCHEM. ISSN 0166-1280, JAN 30 2010, vol. 940, no. 1-3, p. 135-139., WOS 

ADCA31 BENCO, Ľ. - DEMUTH, Th. - HAFNER, J. - HUTSCHKA, F. - TOULHOAT, H. 

Extra-framework aluminum species in zeolites: Ab initio molecular dynamics 

simulation of gmelinite. In Journal of Catalysis, 2002, vol. 209, p. 480-488. 
Citácie: 

1. [1.1] LI, S.H. - ZHENG, A.M. - SU, Y.C. - FANG, H.J. - SHEN, W.L. - YU, Z.W. - CHEN, L. - DENG, F. Extra-

framework aluminium species in hydrated faujasite zeolite as investigated by two-dimensional solid-state NMR 

spectroscopy and theoretical calculations. In PHYSICAL CHEMISTRY CHEMICAL PHYSICS. ISSN 1463-9076, 

2010, vol. 12, no. 15, p. 3895-3903., WOS 
ADCA32 BENCO, Ľ. - TUNEGA, D. - HAFNER, J. - 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 1089-5647. 
Citácie: 

1. [1.1] LI, C.L. - CHOI, P. - WILLIAMS, M.C. Molecular Dynamics Study of the Melt Morphology of Polyethylene 

Chains with Different Branching Characteristics Adjacent to a Clay Surface. In LANGMUIR. ISSN 0743-7463, 

MAR 16 2010, vol. 26, no. 6, p. 4303-4310., WOS 

2. [1.1] MOYON, N.S. - CHANDRA, A.K. - MITRA, S. Effect of Solvent Hydrogen Bonding on Excited-State 

Properties of Luminol: A Combined Fluorescence and DFT Study. In JOURNAL OF PHYSICAL CHEMISTRY A. 

ISSN 1089-5639, JAN 14 2010, vol. 114, no. 1, p. 60-67., WOS 

3. [1.1] NEELA, Y.I. - MAHADEVI, A.S. - SASTRY, G.N. Hydrogen Bonding in Water Clusters and Their Ionized 

Counterparts. In JOURNAL OF PHYSICAL CHEMISTRY B. ISSN 1520-6106, DEC 30 2010, vol. 114, no. 51, p. 

17162-17171., WOS 

4. [1.1] SUN, D.W. - LI, Y.F. - ZHANG, B. - PAN, X.B. Preparation and characterization of novel nanocomposites 

based on polyacrylonitrile/kaolinite. In COMPOSITES SCIENCE AND TECHNOLOGY. ISSN 0266-3538, JUN 

2010, vol. 70, no. 6, p. 981-988., WOS 

ADCA33 BENCO, Ľ. - TUNEGA, D. - HAFNER, J. - LISCHKA, H. Orientation of OH 

groups in kaolinite and dickite: Ab initio molecular dynamics study. In American 

Mineralogist. - Richmond, 2001, vol. 86, p. 1057-1065. (1.862 - IF2000). (2001 - 

Current Contents). ISSN 0003-004X. 
Citácie: 

1. [1.1] MARTORELL, B. - KREMLEVA, A. - KRUGER, S. - ROSCH, N. Density Functional Model Study of Uranyl 

Adsorption on the Solvated (001) Surface of Kaolinite. In JOURNAL OF PHYSICAL CHEMISTRY C. ISSN 1932-

7447, AUG 12 2010, vol. 114, no. 31, p. 13287-13294., WOS 

2. [1.1] YAN, H. - WEI, M. - MA, J. - EVANS, D.G. - DUAN, X. Plane-Wave Density Functional Theory Study on 

the Structural and Energetic Properties of Cation-Disordered Mg-Al Layered Double Hydroxides. In JOURNAL OF 

PHYSICAL CHEMISTRY A. ISSN 1089-5639, JUL 15 2010, vol. 114, no. 27, p. 7369-7376., WOS 

ADCA34 BENCO, Ľ. - TUNEGA, D. - HAFNER, Jürgen - LISCHKA, H. Ab initio density 



 
Správa o činnosti ÚACH SAV         2011 

 

103 

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. [1.2] DUFRECHE, J.-F. - ROTENBERG, B. - MARRY, V. - TURQ, P. Bridging molecular and continuous 

descriptions: The case of dynamics in clays. In ANAIS DA ACADEMIA BRASILEIRA DE CIENCIAS, 2010, vol. 82, 

no. 1, p. 61-68., SCOPUS 

ADCA35 BENCO, Ľ. - DEMUTH, Th. - HAFNER, J. - HUTSCHKA, F. Ab initio molecular 

dynamics simulation of hydration and ionexchange processes in low Al-zeolites. In 

Microporous and Mesoporous Materials, 2001, vol. 42, p. 1-19. 
Citácie: 

1. [1.1] YUAN, J.S. - CHEN, J. - YE, H.B. - LI, S.Y. Molecular Dynamics Simulation of K(+)/NH(4)(+) Ion-

exchange Processes in Clinoptilolite. In CHEMICAL ENGINEERING. ISSN 2045-8339, 2010, vol. 3, p. 67-71., 

WOS 

ADCA36 BENCO, Ľ. - DEMUTH, Th. - HAFNER, J. - HUTSCHKA, F. Bronsted acid sites in 

gmelinite. In Journal of Chemical Physics, 1999, vol. 111, no. 16, p. 7537-7545. 

ISSN 0021-9606. 
Citácie: 

1. [1.1] HE, N. - XIE, H.B. - DING, Y.H. A theoretical study on the adsorption of an all-metal aromatic molecule 

Na(2)Al(4) on MCM-22 zeolite. In MICROPOROUS AND MESOPOROUS MATERIALS. ISSN 1387-1811, MAY 

2010, vol. 130, no. 1-3, p. 67-75., WOS 
ADCA37 BENEDICT, H. - SHENDEROVICH, I.G. - MALKINA, O. - MALKIN, V. - 

DENISOV, G.S. - GOLUBEV, N.S. - LIMBACH, H.H. 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] REDDY, G.N.M. - KUMAR, M.V.V. - ROW, T.N.G. - SURYAPRAKASH, N. N-H center dot center dot 

center dot F hydrogen bonds in fluorinated benzanilides: NMR and DFT study. In PHYSICAL CHEMISTRY 

CHEMICAL PHYSICS. ISSN 1463-9076, 2010, vol. 12, no. 40, p. 13232-13237., WOS 
ADCA38 BISHOP, J. - MADEJOVÁ, J.- KOMADEL, P. - 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. 
Citácie: 

1. [1.1] ALTHEIDE, T.S. - CHEVRIER, V.F. - DOBREA, E.N. Mineralogical characterization of acid weathered 

phyllosilicates with implications for secondary martian deposits. In GEOCHIMICA ET COSMOCHIMICA ACTA. 

ISSN 0016-7037, NOV 1 2010, vol. 74, no. 21, p. 6232-6248., WOS 

2. [1.1] BECK, P. - QUIRICO, E. - MONTES-HERNANDEZ, G. - BONAL, L. - BOLLARD, J. - ORTHOUS-

DAUNAY, F.R. - HOWARD, K.T. - SCHMITT, B. - BRISSAUD, O. - DESCHAMPS, F. - WUNDER, B. - 

GUILLOT, S. Hydrous mineralogy of CM and CI chondrites from infrared spectroscopy and their relationship 

with low albedo asteroids. In GEOCHIMICA ET COSMOCHIMICA ACTA. ISSN 0016-7037, AUG 15 2010, vol. 

74, no. 16, p. 4881-4892., WOS 

3. [1.1] BUCZKOWSKI, D.L. - MURCHIE, S. - CLARK, R. - SEELOS, K. - SEELOS, F. - MALARET, E. - HASH, 

C. Investigation of an Argyre basin ring structure using Mars Reconnaissance Orbiter/Compact Reconnaissance 

Imaging Spectrometer for Mars. In JOURNAL OF GEOPHYSICAL RESEARCH-PLANETS. ISSN 0148-0227, 

DEC 18 2010, vol. 115., WOS 

4. [1.1] GAVIN, P. - CHEVRIER, V. Thermal alteration of nontronite and montmorillonite: Implications for the 

martian surface. In ICARUS. ISSN 0019-1035, AUG 2010, vol. 208, no. 2, p. 721-734., WOS 

5. [1.1] LOIZEAU, D. - MANGOLD, N. - POULET, F. - ANSAN, V. - HAUBER, E. - BIBRING, J.P. - GONDET, 

B. - LANGEVIN, Y. - MASSON, P. - NEUKUM, G. Stratigraphy in the Mawrth Vallis region through OMEGA, 

HRSC color imagery and DTM. In ICARUS. ISSN 0019-1035, FEB 2010, vol. 205, no. 2, p. 396-418., WOS 
ADCA39 BLUDSKÝ, O. - SILHAN, M. - NACHTIGALL, P - BUČKO, T. - BENCO, Ľ. - 

HAFNER, J. Theoretical investigation of CO interaction with copper sites in 

zeolites: Periodic DFT and hybrid quantum mechanical/interatomic potential 

function study. P Nachtigall, T. Bučko, Ľubomír Benco, J. Hafner. In Journal of 

Physical Chemsitry B, 2005, vol. 109, no. 19, p. 9631-9638. 
Citácie: 

1. [1.1] REJMAK, P. - MITORAJ, M. - BROCLAWIK, E. Electronic view on ethene adsorption in Cu(I) exchanged 

zeolites. In PHYSICAL CHEMISTRY CHEMICAL PHYSICS. ISSN 1463-9076, 2010 2010, vol. 12, no. 10, p. 2321-

2330., WOS 

2. [1.1] TORIGOE, H. - MORI, T. - FUJIE, K. - OHKUBO, T. - ITADANI, A. - GOTOH, K. - ISHIDA, H. - 



 
Správa o činnosti ÚACH SAV         2011 

 

104 

YAMASHITA, H. - YUMURA, T. - KOBAYASHI, H. - KURODA, Y. Direct Information on Structure and Energetic 

Features of Cu(+)-Xe Species Formed in MFI-Type Zeolite at Room Temperature. In JOURNAL OF PHYSICAL 

CHEMISTRY LETTERS. ISSN 1948-7185, SEP 16 2010 2010, vol. 1, no. 18, p. 2642-2650., WOS 

3. [1.1] YUMURA, T. - YAMASHITA, H. - TORIGOE, H. - KOBAYASHI, H. - KURODA, Y. Site-specific Xe 

additions into Cu-ZSM-5 zeolite. In PHYSICAL CHEMISTRY CHEMICAL PHYSICS. ISSN 1463-9076, 2010 2010, 

vol. 12, no. 10, p. 2392-2400., WOS 

ADCA40 BOČA, M. - VALIGURA, D. - SVOBODA, I. - FUESS, H. - LINERT, W. 2-[6-

(1H-Benzimidazol-2-yl)-2-pyridyl]-1H-benzimidazol-3-ium perchlorate 

monohydrate. In Acta Crystallographica Section C.Crystal Structure 

Communications, 2000, vol. 56, p. 838-839. ISSN 0108-2701. 
Citácie: 

1. [1.1] XIAO, H.L. - WANG, G.X. - JIAN, F.F. Supramolecular interactions in the 2,6-bis(benzimidazol-2-

yl)pyridine-terephthalic acid-water (2/1/4) cocrystal. In ACTA CRYSTALLOGRAPHICA SECTION C-CRYSTAL 

STRUCTURE COMMUNICATIONS. ISSN 0108-2701, SEP 2010, vol. 66, Part 9, p. 446-448., WOS 
ADCA41 BOČA, M. - VALKO, M. - KICKELBICK, G. - ĎURÍK, M. - LINERT, W. CuII 

complexes with the new schiff base ligands as a mono-and bis-condensation 

products of 2-pyridinecarboxaldehyde-N-oxide with diethylenetriamine. In 

Inorganica Chimica Acta, 2003, vol. 369, p. 111-122. ISSN 0020-1693. 
Citácie: 

1. [1.1] MOHAMED, G.G. - OMAR, M.M. - IBRAHIM, A.A. Preparation, characterization and biological activity of 

novel metal-NNNN donor Schiff base complexes. In SPECTROCHIMICA ACTA PART A-MOLECULAR AND 

BIOMOLECULAR SPECTROSCOPY. ISSN 1386-1425, FEB 2010, vol. 75, no. 2, p. 678-685., WOS 
ADCA42 BOČA, M. - VALIGURA, D. - LINERT, W. NMR study of new ligands as products 

of condensation of 2-pyridinecarboxaldehyde-N-oxide with polyamines. In 

Tetrahedron, 2000, vol. 56, no. 3, p. 441-446. ISSN 004-4020. 
Citácie: 

1. [1.1] CONSTABLE, E.C. - ZHANG, G.Q. - HOUSECROFT, C.E. - ZAMPESE, J.A. Mix and match: templating 

chiral Schiff base ligands to suit the needs of the metal ion. In DALTON TRANSACTIONS. ISSN 1477-9226, 2010, 

vol. 39, no. 22, p. 5332-5340., WOS 

ADCA43 BOČA, M. - BARAN, P. - BOČA, R. - KICKELBICK, G. - RENZ, F. - LINERT, 

W. Imidazolidone ring-formation/cleavage due to intracomplex coordinative 

activation. In Inorganic Chemistry Communications, 1999, vol. 2, no. 5, p. 188-190. 
Citácie: 

1. [1.1] CONSTABLE, E.C. - ZHANG, G.Q. - HOUSECROFT, C.E. - ZAMPESE, J.A. Mix and match: templating 

chiral Schiff base ligands to suit the needs of the metal ion. In DALTON TRANSACTIONS. ISSN 1477-9226, 2010, 

vol. 39, no. 22, p. 5332-5340., WOS 

ADCA44 BOČA, M. - IZAKOVIČ, M. - KICKELBICK, G. - VALKO, M. - RENZ, F. - 

FUESS, H. - MATUZNÁ, K. Structure of the copper(II) perchlorate complex with 

Schiff base ligand containing pyridine N-oxide fragments and propylene bridges: 

Solvatochromic effect. G. Kickelbick, M. Valko, F. Renz, H. Fuess, K. Matuzná. In 

Polyhedron, 2005, vol. 24, no. 15, p. 1913-1921. 
Citácie: 

1. [1.1] CONSTABLE, E.C. - ZHANG, G.Q. - HOUSECROFT, C.E. - ZAMPESE, J.A. Mix and match: templating 

chiral Schiff base ligands to suit the needs of the metal ion. In DALTON TRANSACTIONS. ISSN 1477-9226, 2010, 

vol. 39, no. 22, p. 5332-5340., WOS 
ADCA45 BOČA, M. - BARAN, P. - BOČA, R. - FUESS, H. - KICKELBICK, G. - LINERT, 

W. - RENZ, F. - SVOBODA, I. 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. 
Citácie: 

1. [1.1] CONSTABLE, E.C. - ZHANG, G.Q. - HOUSECROFT, C.E. - ZAMPESE, J.A. Mix and match: templating 

chiral Schiff base ligands to suit the needs of the metal ion. In DALTON TRANSACTIONS. ISSN 1477-9226, 2010, 

vol. 39, no. 22, p. 5332-5340., WOS 

2. [1.1] MOHAMED, G.G. - OMAR, M.M. - IBRAHIM, A.A. Preparation, characterization and biological activity 

of novel metal-NNNN donor Schiff base complexes. In SPECTROCHIMICA ACTA PART A-MOLECULAR AND 

BIOMOLECULAR SPECTROSCOPY. ISSN 1386-1425, FEB 2010, vol. 75, no. 2, p. 678-685., WOS 



 
Správa o činnosti ÚACH SAV         2011 

 

105 

ADCA46 BOČA, M. - BOČA, R. - KICKELBICK, G. - LINERT, W. - SVOBODA, I. - 

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] WU, H.L. - WANG, K.T. - JIA, F. - LIU, B. - KOU, F. - YUAN, J.K. - KONG, J. Synthesis, characterization, 

and DNA band of a five-coordinate cadmium(II) complex with 1,3-bis(1-benzylbenzimidazol-2-yl)-2-thiapropane. In 

JOURNAL OF COORDINATION CHEMISTRY. ISSN 0095-8972, 2010, vol. 63, no. 23, p. 4113-4122., WOS 

2. [1.1] WU, H.L. - YUN, R.R. - WANG, K.T. - LI, K. - HUANG, X.C. - SUN, T. - WANG, Y.Y. Synthesis and 

characterization of a zinc(II) complex of 1,3-bis(1-benzylbenzimidazol-2-yl)-2-oxopropane. In JOURNAL OF 

COORDINATION CHEMISTRY. ISSN 0095-8972, 2010, vol. 63, no. 2, p. 243-249., WOS 

ADCA47 BOČA, R. - HAJKO, P. - BENCO, Ľ. Clusters and bulk beryllium: A molecular 

orbital versus crystal orbital study. In Czechoslovak Journal of Physics, 1994, vol. 

44, no. 10, p. 897-904. 
Citácie: 

1. [1.1] OVADYAHU, Z. - XIONG, X.M. - ADAMS, P.W. Intrinsic electron glassiness in strongly localized Be films. 

In PHYSICAL REVIEW B. ISSN 1098-0121, NOV 3 2010, vol. 82, no. 19., WOS 

ADCA48 BOČA, R. - RENZ, F. - BOČA, M. - FUESS, H. - HAASE, W. - KICKELBICK, G. 

- LINERT, W. - VRBOVÁ-SCHIKORA, M. 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] BROOKS, J.S. Organic crystals: properties, devices, functionalization and bridges to bio-molecules. In 

CHEMICAL SOCIETY REVIEWS. ISSN 0306-0012, 2010, vol. 39, no. 7, p. 2667-2694., WOS 
ADCA49 BOČA, R. - BOČA, M. - GEMBICKÝ, M. - JÄGER, L. - WAGNER, C. - FUESS, 

H. Versatile coordination mode of dicyanamide in nickel(II) complexes containing 

polyamines as blocking ligands. M. Gembický, L. Jäger, C. Wagner, H. Fuess. In 

Polyhedron, 2004, vol. 23, no. 15, p. 2337-2348. 
Citácie: 

1. [1.1] MAUTNER, F.A. - ALBERING, J.H. - MIKURIYA, M. - MASSOUD, S.S. Dicyanamido-metal(II) complexes. 

Part 5: First example for a unit cell containing dinuclear and 1-D polymeric Cu(II) complexes bridging by 

dicyanamide. In INORGANIC CHEMISTRY COMMUNICATIONS. ISSN 1387-7003, JUN 2010, vol. 13, no. 6, p. 

796-799., WOS 

2. [1.1] VAN ALBADA, G.A. - VAN DER HORST, M.G. - BIJVOETS, S.M. - MUTIKAINEN, I. - TURPEINEN, U. - 

REEDIJK, J. New Cu(II) compounds with ligands synthesized through nucleophilic addition of pyrazoles to 

dicyanamide. Synthesis, crystal structures and spectroscopy. In POLYHEDRON. ISSN 0277-5387, AUG 11 2010, 

vol. 29, no. 12, p. 2473-2480., WOS 
ADCA50 BOČA, R. - BOČA, M. - EHRENBERG, H. - FUESS, H. - LINERT, W. - RENZ, F. 

- 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] CHANDRASEKHAR, N. - CHANDRASEKAR, R. "Super hybrid tridentate ligands": 4-substituted-2-(1-

butyl-1H-1,2,3-triazol-4-yl)-6-(1H-pyrazol-1-yl)pyrid ine ligands coordinated to Fe(II) ions display above room 

temperature spin transitions. In DALTON TRANSACTIONS. ISSN 1477-9226, 2010, vol. 39, no. 41, p. 9872-

9878., WOS 

2. [1.1] MOKDAD, A. - LARSEN, R.W. Photothermal studies of the room temperature photo-induced spin state 

change in the Fe(III)(salten)(mepepy) complex. In INORGANICA CHIMICA ACTA. ISSN 0020-1693, OCT 25 

2010, vol. 363, no. 13, p. 3338-3344., WOS 

3. [1.1] RODRIGUEZ-VELAMAZAN, J.A. - CARBONERA, C. - CASTRO, M. - PALACIOS, E. - KITAZAWA, T. - 

LETARD, J.F. - BURRIEL, R. Two-Step Thermal Spin Transition and LIESST Relaxation of the Polymeric Spin-

Crossover Compounds Fe(X-py)(2)[Ag(CN)(2)](2) (X=H, 3-methyl, 4-methyl, 3,4-dimethyl, 3-Cl). In 

CHEMISTRY-A EUROPEAN JOURNAL. ISSN 0947-6539, 2010, vol. 16, no. 29, p. 8785-8796., WOS 
ADCA51 BOČA, R. - BOČA, M. - DLHÁŇ, L. - FALK, K. - FUESS, H. - HAASE, W. - 

JAROŠČIAK, R. - PAPÁNKOVÁ, B. - RENZ, F. - VRBOVÁ, M. - WERNER, R. 

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-



 
Správa o činnosti ÚACH SAV         2011 

 

106 

3033. 
Citácie: 

1. [1.1] KOUDRIAVTSEV, A.B. - LINERT, W. Spin crossover - An unusual chemical equilibrium. In JOURNAL 

OF STRUCTURAL CHEMISTRY. ISSN 0022-4766, APR 2010, vol. 51, no. 2, p. 335-365., WOS 

ADCA52 BOČA, R. - BARAN, P. - BOČA, M. - DLHÁŇ, L. - FUESS, H. - HASSE, W. - 

LINERT, W. - PAPÁNKOVÁ, B. - WERNER, R. 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. 
Citácie: 

1. [1.1] WU, H.L. - WANG, K.T. - JIA, F. - LIU, B. - KOU, F. - YUAN, J.K. - KONG, J. Synthesis, characterization, 

and DNA band of a five-coordinate cadmium(II) complex with 1,3-bis(1-benzylbenzimidazol-2-yl)-2-thiapropane. In 

JOURNAL OF COORDINATION CHEMISTRY. ISSN 0095-8972, 2010, vol. 63, no. 23, p. 4113-4122., WOS 

2. [1.1] WU, H.L. - YUN, R.R. - WANG, K.T. - LI, K. - HUANG, X.C. - SUN, T. - WANG, Y.Y. Synthesis and 

characterization of a zinc(II) complex of 1,3-bis(1-benzylbenzimidazol-2-yl)-2-oxopropane. In JOURNAL OF 

COORDINATION CHEMISTRY. ISSN 0095-8972, 2010, vol. 63, no. 2, p. 243-249., WOS 

ADCA53 BODIŠOVÁ, K. - ŠAJGALÍK, P. - GALUSEK, D. - ŠVANČÁREK, P. Two-stage 

sintering of alumina with submicrometer grain size. In Journal of the American 

Ceramic Society, 2007, vol. 90, no. 1, p. 330-332. 
Citácie: 

1. [1.1] LI, D. - CHEN, S.O. - SHAO, W.Q. - WANG, D.C. - LI, Y.H. - LONG, Y.Z. - LIU, Z.W. - RINGER, S.P. 

Preparation of dense nanostructured titania ceramic using two step sintering. In MATERIALS TECHNOLOGY. 

ISSN 1066-7857, MAR 2010, vol. 25, no. 1, p. 42-44., WOS 

2. [1.1] SERIVALSATIT, K. - BALLATO, J. Submicrometer Grain-Sized Transparent Erbium-Doped Scandia 

Ceramics. In JOURNAL OF THE AMERICAN CERAMIC SOCIETY. ISSN 0002-7820, NOV 2010, vol. 93, no. 11, 

p. 3657-3662., WOS 

3. [1.2] MACA, K. - POUCHLY, V. - ZALUD, P. Two-step sintering of oxide ceramics with various crystal 

structures. In JOURNAL OF THE EUROPEAN CERAMIC SOCIETY, 2010, vol. 30, no. 2, p. 583-589., SCOPUS 

4. [1.2] MANOSSO, M.K. - PALLONE, E.M.D.J.A. - CHINELATTO, A.S.A. Two-steps sintering of alumina-

zirconia ceramics. In MATERIALS SCIENCE FORUM, 2010, 660-661, p. 819-825., SCOPUS 

5. [1.2] MUCCILLO, E.N.S. - MUCCILLO, R. Effect of processing methodology on microstructure and ionic 

conductivity of yttria-stabilized zirconia. In ECS Transactions, 2010, vol. 28, no. 11, p. 325-331., SCOPUS 

6. [1.2] RAJESWARI, K. - RAJASEKHAR REDDY, A. - HAREESH, U.S. - SAHA, B.P. - JOHNSON, R. 

Microstructural control of stabilized zirconia ceramics (8YSZ) through modified conventional sintering 

methodologies. In SCIENCE OF SINTERING, 2010, vol. 42, no. 1, p. 91-97., SCOPUS 

7. [1.2] WANG, Y. - CHANG, Q. - ZHOU, J. Sintering of high-strength dense Al2O3 using rod-like submicron 

Al2O3 as sintering aid. In ADVANCED MATERIALS RESEARCH, 2010, vol. 105-106, no. 1, p. 20-22., SCOPUS 

ADCA54 BOKHAN, D. - TEN-NO, S. - NOGA, J. Implementation of the CCSD(T)-F12 

method using cusp conditions. In Physical Chemistry Chemical Physics, 2008, vol. 

10, p. 3320-3326. 
Citácie: 

1. [1.1] BISCHOFF, F.A. - VALEEV, E.F. - KLOPPER, W. - JANSSEN, C.L. Scalar relativistic explicitly 

correlated R12 methods. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, JUN 7 2010, vol. 132, no. 

21., WOS 

2. [1.1] FRIEDRICH, J. - TEW, D.P. - KLOPPER, W. - DOLG, M. Automated incremental scheme for explicitly 

correlated methods. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, APR 28 2010, vol. 132, no. 16., 

WOS 

3. [1.1] HOFENER, S. - HATTIG, C. - KLOPPER, W. Analytic Calculation of First-order Molecular Properties at 

the Explicitly-correlated Second-order Moller-Plesset Level. In ZEITSCHRIFT FUR PHYSIKALISCHE CHEMIE-

INTERNATIONAL JOURNAL OF RESEARCH IN PHYSICAL CHEMISTRY & CHEMICAL PHYSICS. ISSN 0942-

9352, 2010, vol. 224, no. 3-4, SI, p. 695-708., WOS 

4. [1.1] KLOPPER, W. - BACHORZ, R.A. - HATTIG, C. - TEW, D.P. Accurate computational thermochemistry 

from explicitly correlated coupled-cluster theory. In THEORETICAL CHEMISTRY ACCOUNTS. ISSN 1432-

881X, AUG 2010, vol. 126, no. 5-6, p. 289-304., WOS 

5. [1.1] KLOPPER, W. - BACHORZ, R.A. - TEW, D.P. - HATTIG, C. Sub-meV accuracy in first-principles 

computations of the ionization potentials and electron affinities of the atoms H to Ne. In PHYSICAL REVIEW A. 

ISSN 1050-2947, FEB 2010, vol. 81, no. 2., WOS 

6. [1.1] KOHN, A. - TEW, D.P. Explicitly correlated coupled-cluster theory using cusp conditions. I. Perturbation 

analysis of coupled-cluster singles and doubles (CCSD-F12). In JOURNAL OF CHEMICAL PHYSICS. ISSN 

0021-9606, NOV 7 2010, vol. 133, no. 17., WOS 

7. [1.1] KOHN, A. Explicitly correlated coupled-cluster theory using cusp conditions. II. Treatment of connected 

triple excitations. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, NOV 7 2010, vol. 133, no. 17., WOS 



 
Správa o činnosti ÚACH SAV         2011 

 

107 

8. [1.1] KONG, L.G. - VALEEV, E.F. Perturbative correction for the basis set incompleteness error of complete-

active-space self-consistent field. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, NOV 7 2010, vol. 

133, no. 17., WOS 

9. [1.1] LOOS, P.F. - GILL, P.M.W. Excited states of spherium. In MOLECULAR PHYSICS. ISSN 0026-8976, 

2010, vol. 108, no. 19-20, SI, p. 2527-2532., WOS 

10. [1.1] TEW, D.P. - KLOPPER, W. Open-shell explicitly correlated F12 methods. In MOLECULAR PHYSICS. 

ISSN 0026-8976, 2010, vol. 108, no. 3-4, SI, p. 315-325., WOS 
ADCA55 BREEN, C. - ZAHOOR, F.D. - MADEJOVÁ, J. - KOMADEL, P. Characterization 

and catalytic activity of acid-treated, size-fractionated smectites. In Journal of 

Physical Chemistry B, 1997, vol. 101, no. 27, p. 5324-5331. 
Citácie: 

1. [1.1] FOURDRIN, C. - ALLARD, T. - MONNET, I. - MENGUY, N. - BENEDETTI, M. - CALAS, G. Effect of 

Radiation-Induced Amorphization on Smectite Dissolution. In ENVIRONMENTAL SCIENCE & TECHNOLOGY. 

ISSN 0013-936X, APR 1 2010, vol. 44, no. 7, p. 2509-2514., WOS 

2. [1.1] MILONE, C. - DHANAGOPAL, M. - SANTANGELO, S. - LANZA, M. - GALVAGNO, S. - MESSINA, G. K10 

Montmorillonite Based Catalysts for the Growth of Multiwalled Carbon Nanotubes through Catalytic Chemical 

Vapor Deposition. In INDUSTRIAL & ENGINEERING CHEMISTRY RESEARCH. ISSN 0888-5885, APR 7 2010, 

vol. 49, no. 7, p. 3242-3249., WOS 

3. [1.1] STOCKER, M. - SEYFARTH, L. - HIRSEMANN, D. - SENKER, J. - BREU, J. Microporous PILCs - 

Synthesis, pillaring mechanism and selective cation exchange. In APPLIED CLAY SCIENCE. ISSN 0169-1317, 

MAR 2010, vol. 48, no. 1-2, SI, p. 146-153., WOS 
ADCA56 BREEN, C. - MADEJOVÁ, J. - KOMADEL, P. Characterization of moderately 

acid-treated, size-fractionationated montmorillonites using IR and MAS NMR-

spectroscopy and thermal analysis. In Journal of Materials Chemistry, 1995, vol. 5, 

no. 3, p. 469-474. 
Citácie: 

1. [1.1] ALTHEIDE, T.S. - CHEVRIER, V.F. - DOBREA, E.N. Mineralogical characterization of acid weathered 

phyllosilicates with implications for secondary martian deposits. In GEOCHIMICA ET COSMOCHIMICA ACTA. 

ISSN 0016-7037, NOV 1 2010, vol. 74, no. 21, p. 6232-6248., WOS 

2. [1.1] GRYBOS, M. - MICHOT, L.J. - SKIBA, M. - BILLARD, P. - MUSTIN, C. Dissolution of anisotropic 

colloidal mineral particles: Evidence for basal surface reactivity of nontronite. In JOURNAL OF COLLOID AND 

INTERFACE SCIENCE. ISSN 0021-9797, MAR 15 2010, vol. 343, no. 2, p. 433-438., WOS 

ADCA57 BREEN, C. - LAST, P.M. - TAYLOR, S. - KOMADEL, P. 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, p. 93-104. (0.880 - IF1999). (2000 - 

Current Contents). 
Citácie: 

1. [1.1] JAN, M.R. - SHAH, J. - GULAB, H. Catalytic degradation of waste high-density polyethylene into fuel 

products using BaCO(3) as a catalyst. In FUEL PROCESSING TECHNOLOGY. ISSN 0378-3820, NOV 2010, vol. 

91, no. 11, p. 1428-1437., WOS 

2. [1.1] MOCANU, A.M. - ODOCHIAN, L. - MOLDOVEANU, C. - CARJA, G. TG-FTIR study on thermal 

degradation in air of some new diazoaminoderivatives (II). In THERMOCHIMICA ACTA. ISSN 0040-6031, SEP 

20 2010, vol. 509, no. 1-2, p. 33-39., WOS 
ADCA58 BUČKO, T. Ab initio calculations of free-energy reaction barriers. In Journal of 

Physics-Condensed Matter, 2008, vol. 20, no. 6, p. 064211. 
Citácie: 

1. [1.1] WALKER, B. - MICHAELIDES, A. Direct assessment of quantum nuclear effects on hydrogen bond strength 

by constrained-centroid ab initio path integral molecular dynamics. In JOURNAL OF CHEMICAL PHYSICS. ISSN 

0021-9606, NOV 7 2010 2010, vol. 133, no. 17., WOS 

2. [1.1] WIMMER, E. - NAJAFABADI, R. - YOUNG, G.A. J.r. - BALLARD, J.D. - ANGELIU, T.M. - VOLLMER, J. - 

CHAMBERS, J.J. - NIIMI, H. - SHAW, J.B. - FREEMAN, C. - CHRISTENSEN, M. - WOLF, W. - SAXE, P. Ab initio 

calculations for industrial materials engineering: successes and challenges. In JOURNAL OF PHYSICS-

CONDENSED MATTER. ISSN 0953-8984, SEP 29 2010 2010, vol. 22, no. 38., WOS 

ADCA59 BUČKO, T. - HAFNER, J. - ANGYAN, J.G. Geometry optimization of periodic 

systems using internal coordinates. In Journal of Chemical Physics, 2005, vol. 122, 

no. 12, p. 124508. (3.105 - IF2004). (2005 - Current Contents). ISSN 0021-9606. 
Citácie: 

1. [1.1] AMSLER, M. - GOEDECKER, S. Crystal structure prediction using the minima hopping method. In 



 
Správa o činnosti ÚACH SAV         2011 

 

108 

JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, DEC 14 2010 2010, vol. 133, no. 22., WOS 

2. [1.1] DOLL, K. Analytical stress tensor and pressure calculations with the CRYSTAL code. In MOLECULAR 

PHYSICS. ISSN 0026-8976, 2010 2010, vol. 108, no. 3-4, SI, p. 223-227., WOS 

3. [1.1] DUBBELDAM, D. - OXFORD, G.A.E. - KRISHNA, R. - BROADBELT, L.J. - SNURR, R.Q... Distance and 

angular holonomic constraints in molecular simulations. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-

9606, JUL 21 2010 2010, vol. 133, no. 3., WOS 

4. [1.1] EGGER, D.A. - RISSNER, F. - RANGGER, G.M. - HOFMANN, O.T. - WITTWER, L. - HEIMEL, G. - 

ZOJER, E. Self-assembled monolayers of polar molecules on Au(111) surfaces: distributing the dipoles. In 

PHYSICAL CHEMISTRY CHEMICAL PHYSICS. ISSN 1463-9076, 2010 2010, vol. 12, no. 17, p. 4291-4294., 

WOS 

5. [1.1] NEMETH, K. - CHALLACOMBE, M. - VAN VEENENDAAL, M. The Choice of Internal Coordinates in 

Complex Chemical Systems. In JOURNAL OF COMPUTATIONAL CHEMISTRY. ISSN 0192-8651, JUL 30 2010 

2010, vol. 31, no. 10, p. 2078-2086., WOS 

6. [1.1] RISSNER, F. - EGGER, D.A. - ROMANER, L. - HEIMEL, G. - ZOJER, E. The Electronic Structure of 

Mixed Self-Assembled Monolayers. In ACS NANO. ISSN 1936-0851, NOV 2010 2010, vol. 4, no. 11, p. 6735-

6746., WOS 

7. [1.1] WANG, L.J. - RANGGER, G.M. - MA, Z.Y. - LI, Q.K. - SHUAI, Z. - ZOJER, E. - HEIMEL, G. Is there a 

Au-S bond dipole in self-assembled monolayers on gold?. In PHYSICAL CHEMISTRY CHEMICAL PHYSICS. 

ISSN 1463-9076, 2010 2010, vol. 12, no. 17, p. 4287-4290., WOS 

ADCA60 BUČKO, T. - BENCO, Ľ. - DEMUTH, T. - HAFNER, J. Ab initio density 

functional investigation of the (001) surface of mordenite. In Journal of Chemical 

Physics, 2002, vol. 117, no. 15, p. 7295-7305. (3.147 - IF2001). (2002 - Current 

Contents, SCOPUS). ISSN 0021-9606. 
Citácie: 

1. [1.1] GIL, B. - KOSOVA, G. - CEJKA, J. Acidity of MCM-58 and MCM-68 zeolites in comparison with some 

other 12-ring zeolites. In MICROPOROUS AND MESOPOROUS MATERIALS. ISSN 1387-1811, APR 1 2010 

2010, vol. 129, no. 1-2, p. 256-266., WOS 

2. [1.1] HANSEN, N. - KERBER, T. - SAUER, J. - BELL, A.T. - KEIL, F.J. Quantum Chemical Modeling of 

Benzene Ethylation over H-ZSM-5 Approaching Chemical Accuracy: A Hybrid MP2:DFT Study. In JOURNAL OF 

THE AMERICAN CHEMICAL SOCIETY. ISSN 0002-7863, AUG 25 2010 2010, vol. 132, no. 33, p. 11525-11538., 

WOS 
ADCA61 BUČKO, T. - HAFNER, J. - BENCO, Ľ. Adsorption and vibrational spectroscopy of 

CO on mordenite: Ab initio density-functional study. In Journal of physical 

chemistry B.Materials, surfaces, interfaces, and biophysical, 2005, vol. 109, no. 15, 

p. 7345-7357. (2005 - Current Contents, SCOPUS). ISSN 1520-6106. 
Citácie: 

1. [1.1] BLEKEN, F. - SVELLE, S. - LILLERUD, K.P. - OLSBYE, U. - ARSTAD, B. - SWANG, O. Thermochemistry 

of Organic Reactions in Microporous Oxides by Atomistic Simulations: Benchmarking against Periodic B3LYP. In 

JOURNAL OF PHYSICAL CHEMISTRY A. ISSN 1089-5639, JUL 15 2010 2010, vol. 114, no. 27, p. 7391-7397., 

WOS 

2. [1.1] CHIZALLET, C. - LAZARE, S. - BAZER-BACHI, D. - BONNIER, F. - LECOCQ, V. - SOYER, E. - 

QUOINEAUD, A..-A. - BATS, N. Catalysis of Transesterification by a Nonfunctionalized Metal-Organic 

Framework: Acido-Basicity at the External Surface of ZIF-8 Probed by FTIR and ab Initio Calculations. In 

JOURNAL OF THE AMERICAN CHEMICAL SOCIETY. ISSN 0002-7863, SEP 8 2010 2010, vol. 132, no. 35, p. 

12365-12377., WOS 

3. [1.1] CORNO, M. - RIMOLA, A. - BOLIS, V. - UGLIENGO, P. Hydroxyapatite as a key biomaterial: quantum-

mechanical simulation of its surfaces in interaction with biomolecules. In PHYSICAL CHEMISTRY CHEMICAL 

PHYSICS. ISSN 1463-9076, 2010 2010, vol. 12, no. 24, p. 6309-6329., WOS 

ADCA62 BUČKO, T. - BENCO, Ľ. - HAFNER, J. - ANGYAN, J.G. Proton exchange of small 

hydrocarbons over acidic chabazite: Ab initio study of entropic effects. In Journal of 

Catalysis, 2007, vol. 250, no. 1, p. 171-183. ISSN 0021-9517. 
Citácie: 

1. [1.1] GHORAI, P.K. Conformational Preferences of n-Butane Inside Zeolite NaY: Comparison of Other Related 

Properties with iso-Butane. In JOURNAL OF PHYSICAL CHEMISTRY B. ISSN 1520-6106, MAY 20 2010 2010, 

vol. 114, no. 19, p. 6492-6499., WOS 

2. [1.1] HAOUAS, M. - FINK, G. - TAULELLE, F. - SOMMER, J. Low-Temperature Alkane C-H Bond Activation 

by Zeolites: An In Situ Solid-State NMR H/D Exchange Study for a Carbenium Concerto. In CHEMISTRY-A 

EUROPEAN JOURNAL. ISSN 0947-6539, 2010 2010, vol. 16, no. 30, p. 9034-9039., WOS 

3. [1.1] SASTRE, G. - KATADA, N. - NIWA, M. Computational Study of Bronsted Acidity of Mordenite. Effect of the 

Electric Field on the Infrared OH Stretching Frequencies. In JOURNAL OF PHYSICAL CHEMISTRY C. ISSN 

1932-7447, SEP 16 2010 2010, vol. 114, no. 36, p. 15424-15431., WOS 



 
Správa o činnosti ÚACH SAV         2011 

 

109 

ADCA63 BUČKO, T. - BENCO, Ľ. - DUBAY, O. - DELLAGO, C. - HAFNER, J. 

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] HANSEN, N. - KERBER, T. - SAUER, J. - BELL, A.T. - KEIL, F.J. Quantum Chemical Modeling of Benzene 

Ethylation over H-ZSM-5 Approaching Chemical Accuracy: A Hybrid MP2:DFT Study. In JOURNAL OF THE 

AMERICAN CHEMICAL SOCIETY. ISSN 0002-7863, AUG 25 2010 2010, vol. 132, no. 33, p. 11525-11538., WOS 

ADCA64 BUČKO, T. - HAFNER, J. - BENCO, Ľ. Adsorption and vibrational spectroscopy of 

ammonia at mordenite: Ab initio study. In Journal of Chemical Physics, 2004, vol. 

120, no. 21, p. 10263-10277. 
Citácie: 

1. [1.1] CHIZALLET, C. - RAYBAUD, P. Acidity of Amorphous Silica-Alumina: From Coordination Promotion of 

Lewis Sites to Proton Transfer. In CHEMPHYSCHEM. ISSN 1439-4235, JAN 18 2010 2010, vol. 11, no. 1, p. 105-

108., WOS 

2. [1.1] SASTRE, G. - KATADA, N. - NIWA, M. Computational Study of Bronsted Acidity of Mordenite. Effect of 

the Electric Field on the Infrared OH Stretching Frequencies. In JOURNAL OF PHYSICAL CHEMISTRY C. ISSN 

1932-7447, SEP 16 2010 2010, vol. 114, no. 36, p. 15424-15431., WOS 
ADCA65 BUČKO, T. - HAFNER, J. - BENCO, Ľ. Active sites for the vapor phase Beckmann 

rearrangement over mordenite: An ab initio study. In Journal of Physical Chemistry 

A, 2004, vol. 108, no. 51, p. 11388-11397. 
Citácie: 

1. [1.1] CESANA, A. - PALMERY, S. - BUZZONI, R. - SPANO, G. - RIVETTI, F. - CARNELLI, L. Silicalite-1 

deactivation in vapour phase Beckmann rearrangement of cyclohexanone oxime to caprolactam. In CATALYSIS 

TODAY. ISSN 0920-5861, SEP 15 2010 2010, vol. 154, no. 3-4, p. 264-270., WOS 

2. [1.1] LEZCANO-GONZALEZ, I. - VIDAL-MOYA, A. - BORONAT, M. - BLASCO, T. - CORMA, A. Modelling 

active sites for the Beckmann rearrangement reaction in boron-containing zeolites and their interaction with 

probe molecules. In PHYSICAL CHEMISTRY CHEMICAL PHYSICS. ISSN 1463-9076, 2010 2010, vol. 12, no. 24, 

p. 6396-6403., WOS 
ADCA66 BÜHL, M. - KAUPP, M. - MALKINA, O. - MALKIN, V. The DFT route to NMR 

chemical shifts. In Journal of Computational Chemistry, 1999, vol. 20, no. 1, p. 91-

105. 
Citácie: 

1. [1.1] ALKORTA, I. - ELGUERO, J. Influence of the basis set on the calculation of the absolute (13)C shieldings 

of methyl derivatives (CH(3)X with X = CH(3), CN, NH(2), NO(2), OH, F) with special emphasis in the cases of X = 

Cl, Br, SH, SeH, and PH(2). In STRUCTURAL CHEMISTRY. ISSN 1040-0400, AUG 2010, vol. 21, no. 4, p. 755-

759., WOS 

2. [1.1] AMINI, S.K. - SHAGHAGHI, H. - BAIN, A.D. - CHABOK, A. - TAFAZZOLI, M. Magnetic resonance 

tensors in Uracil: Calculation of (13)C, (15)N, (17)O NMR chemical shifts, (17)O and (14)N electric field gradients 

and measurement of (13)C and (15)N chemical shifts. In SOLID STATE NUCLEAR MAGNETIC RESONANCE. 

ISSN 0926-2040, FEB-APR 2010, vol. 37, no. 1-2, p. 13-20., WOS 

3. [1.1] CASTRO, A.C. - OSORIO, E. - JIMENEZ-HALLA, J.O.C. - MATITO, E. - TIZNADO, W. - MERINO, G. 

Scalar and Spin-Orbit Relativistic Corrections to the NICS and the Induced Magnetic Field: The case of the 

E(12)(2-) Spherenes (E = Ge, Sn, Pb). In JOURNAL OF CHEMICAL THEORY AND COMPUTATION. ISSN 1549-

9618, SEP 2010, vol. 6, no. 9, p. 2701-2705., WOS 

4. [1.1] ILIAS, M. - KELLO, V. - URBAN, M. Relativistic effects in atomic and molecular properties. In ACTA 

PHYSICA SLOVACA. ISSN 0323-0465, 2010, vol. 60, no. 3, p. 259-391., WOS 

5. [1.1] PODEWITZ, M. - REIHER, M. Spin interactions in cluster chemistry. In ADVANCES IN INORGANIC 

CHEMISTRY: THEORETICAL AND COMPUTATIONAL INORGANIC CHEMISTRY, VOL 62. ISSN 0898-8838, 

2010, vol. 62, p. 177-230., WOS 

6. [1.1] STEPANEK, P. - BOUR, P. - STRAKA, M. Assignment of the He@C(84) isomers in experimental NMR 

spectra using density functional calculations. In CHEMICAL PHYSICS LETTERS. ISSN 0009-2614, NOV 10 2010, 

vol. 500, no. 1-3, p. 54-58., WOS 

ADCA67 BÜHL, M. - MALKINA, O. - MALKIN, V. Computations of  57Fe-NMR chemical 

shifts with the SOS-DFPT method. In Helvetica Chimica Acta, 1996, vol. 79, no. 3, 

p. 742-756. 
Citácie: 

1. [1.1] KAUPP, M. - ARBUZNIKOV, A. - BAHMANN, H. On Occupied-orbital Dependent Exchange-correlation 

Functionals: From Local Hybrids to Becke's B05 Model. In ZEITSCHRIFT FUR PHYSIKALISCHE CHEMIE-

INTERNATIONAL JOURNAL OF RESEARCH IN PHYSICAL CHEMISTRY & CHEMICAL PHYSICS. ISSN 0942-



 
Správa o činnosti ÚACH SAV         2011 

 

110 

9352, 2010, vol. 224, no. 3-4, SI, p. 545-567., WOS 

ADCA68 BUJDÁK, J. - CHORVÁT, D. - IYI, N. Resonance energy transfer between 

rhodamine molecules adsorbed on layered silicate particles. In Journal of Physical 

Chemistry C, 2010, vol. 114, p. 1246-1252. (4.224 - IF2009). (2010 - Current 

Contents). ISSN 1932-7447. 
Citácie: 

1. [1.1] GIRI, A. - MAKHAL, A. - GHOSH, B. - RAYCHAUDHURI, A.K. - PAL, S.K. Functionalization of 

manganite nanoparticles and their interaction with biologically relevant small ligands: Picosecond time-resolved 

FRET studies. In NANOSCALE. ISSN 2040-3364, NOV 2010, vol. 2, no. 12, p. 2704-2709., WOS 

ADCA69 BUJDÁK, J. - IYI, N. Spectral and structural characteristics of oxazine 

4/hexadecyltrimethylammonium montmorillonite films. In Chemistry of Materials, 

2006, vol. 18, no. 10, p. 2618-2624. 
Citácie: 

1. [1.1] SALLERES, S. - ARBELOA, F.L. - MARTINEZ, V.M. - ARBELOA, T. - ARBELOA, I.L. On the 

Arrangements of R6G Molecules in Organophilic C12TMA/Lap Clay Films for Low Dye Loadings. In LANGMUIR. 

ISSN 0743-7463, JAN 19 2010, vol. 26, no. 2, p. 930-937., WOS 

2. [1.1] SHI, W.Y. - SUN, Z.Y. - WEI, M. - EVANS, D.G. - DUAN, X. Tunable Photoluminescence Properties of 

Fluorescein in a Layered Double Hydroxide Matrix by Changing the Interlayer Microenvironment. In JOURNAL 

OF PHYSICAL CHEMISTRY C. ISSN 1932-7447, DEC 16 2010, vol. 114, no. 49, p. 21070-21076., WOS 

3. [1.1] YAN, D.P. - LU, J. - MA, J. - WEI, M. - QIN, S.H. - CHEN, L. - EVANS, D.G. - DUAN, X. Thin film of 

coumarin-3-carboxylate and surfactant co-intercalated layered double hydroxide with polarized 

photoluminescence: a joint experimental and molecular dynamics study. In JOURNAL OF MATERIALS 

CHEMISTRY. ISSN 0959-9428, 2010, vol. 20, no. 24, p. 5016-5024., WOS 

ADCA70 BUJDÁK, J. - JUREČEKOVÁ, J. - BUJDÁKOVÁ, H. - LANG, K. - ŠERŠEŇ, F. 

Clay mineral particles as efficient carries of methylene blue used for antimicrobical 

treatment. In Environmental Science and Technology, 2009, vol. 43, no. 16, p. 6202-

6207. (4.458 - IF2008). (2009 - Current Contents). 
Citácie: 

1. [1.1] KONG, H. - SONG, J. - JANG, J. Photocatalytic Antibacterial Capabilities of TiO(2)-Biocidal Polymer 

Nanocomposites Synthesized by a Surface-Initiated Photopolymerization. In ENVIRONMENTAL SCIENCE & 

TECHNOLOGY. ISSN 0013-936X, JUL 15 2010, vol. 44, no. 14, p. 5672-5676., WOS 

ADCA71 BUJDÁK, J. - REMKO, M. - RODE, B.M. Selective adsorption and reactivity of 

dipeptide stereoisomers in clay mineral suspension. In Journal of Colloid and 

Interface Science, 2006, vol. 294, no. 2, p. 304-308. 
Citácie: 

1. [1.1] ORAVEC, M. - SIMEK, Z. - HOLOUBEK, I. The effect of humic acid and ash on enantiomeric fraction 

change of chiral pollutants. In COLLOIDS AND SURFACES A-PHYSICOCHEMICAL AND ENGINEERING 

ASPECTS. ISSN 0927-7757, APR 20 2010, vol. 359, no. 1-3, p. 60-65., WOS 
ADCA72 BUJDÁK, J. - IYI, N. 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, 2180-2186. 
Citácie: 

1. [1.1] KAMINO, S. - HORIO, Y. - KOMEDA, S. - MINOURA, K. - ICHIKAWA, H. - HORIGOME, J. - TATSUMI, 

A. - KAJI, S. - YAMAGUCHI, T. - USAMI, Y. - HIROTA, S. - ENOMOTO, S. - FUJITA, Y. A new class of rhodamine 

luminophores: design, syntheses and aggregation-induced emission enhancement. In CHEMICAL 

COMMUNICATIONS. ISSN 1359-7345, 2010, vol. 46, no. 47, p. 9013-9015., WOS 

ADCA73 BUJDÁK, J. Effect of the layer charge of clay minerals on optical properties of 

organic dyes. A review. In Applied Clay Science, 2006, vol. 34, no. 4, p. 58-73. 
Citácie: 

1. [1.1] ESPOSITO, A. - RACCURT, O. - CHARMEAU, J.Y. - DUCHET-RUMEAU, J. Functionalization of 

Cloisite 30B with fluorescent dyes. In APPLIED CLAY SCIENCE. ISSN 0169-1317, DEC 2010, vol. 50, no. 4, p. 

525-532., WOS 

2. [1.1] FRANCA, A.S. - OLIVEIRA, L.S. - NUNES, A.A. - ALVES, C.C.O. Microwave assisted thermal treatment 

of defective coffee beans press cake for the production of adsorbents. In BIORESOURCE TECHNOLOGY. ISSN 

0960-8524, FEB 2010, vol. 101, no. 3, p. 1068-1074., WOS 

3. [1.1] HUSSAIN, S.A. - SCHOONHEYDT, R.A. Langmuir-Blodgett Monolayers of Cationic Dyes in the Presence 

and Absence of Clay Mineral Layers: N,N '-Dioctadecyl Thiacyanine, Octadecyl Rhodamine B and Laponite. In 

LANGMUIR. ISSN 0743-7463, JUL 20 2010, vol. 26, no. 14, p. 11870-11877., WOS 

4. [1.1] MONASH, P. - PUGAZHENTHI, G. Removal of Crystal Violet Dye from Aqueous Solution Using 



 
Správa o činnosti ÚACH SAV         2011 

 

111 

Calcined and Uncalcined Mixed Clay Adsorbents. In SEPARATION SCIENCE AND TECHNOLOGY. ISSN 0149-

6395, 2010, vol. 45, no. 1, p. 94-104., WOS 

5. [1.1] NAVALON, S. - ALVARO, M. - GARCIA, H. Heterogeneous Fenton catalysts based on clays, silicas and 

zeolites. In APPLIED CATALYSIS B-ENVIRONMENTAL. ISSN 0926-3373, AUG 31 2010, vol. 99, no. 1-2, p. 1-

26., WOS 

ADCA74 BUJDÁK, J. - IYI, N. Molecular orientation of rhodamine dyes on surfaces of 

layered silicates. In Journal of Physical Chemistry B, 2005, vol. 109, no. 10, p. 4608-

4615. 
Citácie: 

1. [1.1] LAMERE, J.-F. - SAFFON, N. - DOS SANTOS, I. - FERY-FORGUES, S. Aggregation-induced emission 

enhancement in organic ion pairs. In LANGMUIR, 2010, vol. 26, no. 12, p. 10210-10217., WOS 
ADCA75 BUJDÁK, J. - 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. 
Citácie: 

1. [1.1] DRUMMY, L.F. - JONES, S.E. - PANDEY, R.B. - FARMER, B.L. - VAIA, R.A. - NAIK, R.R. Bioassembled 

Layered Silicate-Metal Nanoparticle Hybrids. In ACS APPLIED MATERIALS & INTERFACES. ISSN 1944-8244, 

MAY 2010, vol. 2, no. 5, p. 1492-1498., WOS 
ADCA76 BUJDÁK, J. - RODE, B.M. Alumina catalyzed reactions of amino acids. In Journal 

of Thermal Analysis and Calorimetry, 2003, vol. 73, no. 3, p. 797-805. 
Citácie: 

1. [1.1] CIESLA, K. - VANSANT, E.F. Physico-chemical changes taking place in gamma irradiated bovine globulins 

studied by thermal analysis. In JOURNAL OF THERMAL ANALYSIS AND CALORIMETRY. ISSN 1388-6150, JAN 

2010, vol. 99, no. 1, p. 315-324., WOS 

2. [1.1] SHANINA, S.N. - GOLUBEV, E.A. Amino acids in the Karelian shungites. In GEOCHEMISTRY 

INTERNATIONAL. ISSN 0016-7029, SEP 2010, vol. 48, no. 9, p. 917-931., WOS 
ADCA77 BUJDÁK, J. - IYI, N. - KANEKO, Y. - SASAI, R. Molecular orientation of 

methylene blue cations adsorbed on clay surfaces. In Clay Minerals, 2003, vol. 38, 

no. 4, p. 561-572. 
Citácie: 

1. [1.1] FERRERO, F. Adsorption of Methylene Blue on magnesium silicate: Kinetics, equilibria and comparison 

with other adsorbents. In JOURNAL OF ENVIRONMENTAL SCIENCES-CHINA. ISSN 1001-0742, 2010, vol. 22, 

no. 3, p. 467-473., WOS 

2. [1.1] LI, Z.H. - WANG, C.J. - JIANG, W.T. Intercalation of Methylene Blue in a High-charge Calcium 

Montmorillonite - An Indication of Surface Charge Determination. In ADSORPTION SCIENCE & TECHNOLOGY. 

ISSN 0263-6174, 2010, vol. 28, no. 4, p. 297-312., WOS 

3. [1.1] MURUGAN, K. - RAO, T.N. - GANDHI, A.S. - MURTY, B.S. Effect of aggregation of methylene blue dye on 

TiO(2) surface in self-cleaning studies. In CATALYSIS COMMUNICATIONS. ISSN 1566-7367, FEB 20 2010, vol. 

11, no. 6, p. 518-521., WOS 

4. [1.1] TAKAGI, S. - SHIMADA, T. - MASUI, D. - TACHIBANA, H. - ISHIDA, Y. - TRYK, D.A. - INOUE, H. 

Unique Solvatochromism of a Membrane Composed of a Cationic Porphyrin-Clay Complex. In LANGMUIR. ISSN 

0743-7463, APR 6 2010, vol. 26, no. 7, p. 4639-4641., WOS 

ADCA78 BUJDÁK, J. - IYI, N. - KANEKO, Y. - CZÍMEROVÁ, A. - SASAI, R. 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. 
Citácie: 

1. [1.1] LI, R.H. - ZHANG, L. - REN, J.J. - DE QUEIROZ, T.B. - DE CAMARGO, A.S.S. - ECKERT, H. Fluorescent 

AlPO(4) gels and glasses doped with Rhodamine 6G: Preparation, structural and optical characterization. In 

JOURNAL OF NON-CRYSTALLINE SOLIDS. ISSN 0022-3093, SEP 1 2010, vol. 356, no. 41-42, p. 2089-2096., 

WOS 

2. [1.1] SALLERES, S. - ARBELOA, F.L. - MARTINEZ, V.M. - ARBELOA, T. - ARBELOA, I.L. On the 

Arrangements of R6G Molecules in Organophilic C12TMA/Lap Clay Films for Low Dye Loadings. In LANGMUIR. 

ISSN 0743-7463, JAN 19 2010, vol. 26, no. 2, p. 930-937., WOS 

ADCA79 BUJDÁK, J. - JANEK, M. - MADEJOVÁ, J. - KOMADEL, P. 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] BANERJEE, S. - JOSHI, M. - GHOSH, A.K. A Spectroscopic Approach for Structural Characterization of 

Polypropylene/Clay Nanocomposite. In POLYMER COMPOSITES. ISSN 0272-8397, DEC 2010, vol. 31, no. 12, p. 



 
Správa o činnosti ÚACH SAV         2011 

 

112 

2007-2016., WOS 

2. [1.1] LI, Z.H. - WANG, C.J. - JIANG, W.T. Intercalation of Methylene Blue in a High-charge Calcium 

Montmorillonite - An Indication of Surface Charge Determination. In ADSORPTION SCIENCE & TECHNOLOGY. 

ISSN 0263-6174, 2010, vol. 28, no. 4, p. 297-312., WOS 

3. [1.1] WEHR, J.B. - BLAMEY, F.P.C. - MENZIES, N.W. Comparison between Methods using Copper, Lanthanum, 

and Colorimetry for the Determination of the Cation Exchange Capacity of Plant Cell Walls. In JOURNAL OF 

AGRICULTURAL AND FOOD CHEMISTRY. ISSN 0021-8561, APR 28 2010, vol. 58, no. 8, p. 4554-4559., WOS 

ADCA80 BUJDÁK, J. - KOMADEL, P. Interaction of methylene blue with reduced charge 

montmorillonite. In Journal of Physical Chemsitry B, 1997, vol. 101, no. 44, p. 

9065-9068. 
Citácie: 

1. [1.1] ALANDIS, N.M. - ALDAYEL, O.A. - MEKHEMER, W.K. - HEFNE, J.A. - JOKHAB, H.A. Thermodynamic 

and Kinetic Studies for the Adsorption of Fe(III) and Ni(II) Ions From Aqueous Solution Using Natural Bentonite. In 

JOURNAL OF DISPERSION SCIENCE AND TECHNOLOGY. ISSN 0193-2691, 2010, vol. 31, no. 11, p. 1526-

1534., WOS 

2. [1.1] OSACKY, M. - SUCHA, V. - CZIMEROVA, A. - MADEJOVA, J. Reaction of smectites with iron in a 

nitrogen atmosphere at 75 degrees C. In APPLIED CLAY SCIENCE. ISSN 0169-1317, OCT 2010, vol. 50, no. 2, p. 

237-244., WOS 

ADCA81 BUJDÁK, J. - RODE, B.M. Glycine oligomerization on silica and alumina. In 

Reaction Kinetics and Catalysis Letters, 1997, vol. 62, no. 2, p. 281-286. 
Citácie: 

1. [1.1] MARSHALL-BOWMAN, K. - OHARA, S. - SVERJENSKY, D.A. - HAZEN, R.M. - CLEAVES, H.J. Catalytic 

peptide hydrolysis by mineral surface: Implications for prebiotic chemistry. In GEOCHIMICA ET 

COSMOCHIMICA ACTA. ISSN 0016-7037, OCT 15 2010, vol. 74, no. 20, p. 5852-5861., WOS 

ADCA82 BUJDÁK, J. - 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. 
Citácie: 

1. [1.1] RALLA, K. - SOHLING, U. - RIECHERS, D. - KASPER, C. - RUF, F. - SCHEPER, T. Adsorption and 

separation of proteins by a smectitic clay mineral. In BIOPROCESS AND BIOSYSTEMS ENGINEERING. ISSN 

1615-7591, SEP 2010, vol. 33, no. 7, p. 847-861., WOS 

ADCA83 BUJDÁK, J. - SLOSIARIKOVÁ, H. The reaction of montmorillonite with 

octadecylamine in solid and melted state. In Applied Clay Science, 1992, vol. 7, p. 

263-269. 
Citácie: 

1. [1.1] KHAORAPAPONG, N. - OGAWA, M. Formation of mono(8-hydroxyquinoline) lithium(I) complex in 

smectites by solid-solid reactions. In JOURNAL OF PHYSICS AND CHEMISTRY OF SOLIDS. ISSN 0022-3697, 

DEC 2010, vol. 71, no. 12, p. 1644-1650., WOS 

2. [1.1] KHAORAPAPONG, N. - ONTAM, A. - OGAWA, M. Formation of ZnS and CdS in the interlayer spaces of 

montmorillonite. In APPLIED CLAY SCIENCE. ISSN 0169-1317, SEP 2010, vol. 50, no. 1, p. 19-24., WOS 
ADCA84 BUJDÁK, J. - CZÍMEROVÁ, A. - IYI, N. Structure of cationic dyes assemblies 

intercalated in the films of montmorillonite. In Thin Solid Films, 2008, vol. 517, p. 

793-799. 

Citácie: 

1. [1.1] HAUBNER, K. - MURAWSKI, J. - OLK, P. - ENG, L.M. - ZIEGLER, C. - ADOLPHI, B. 

- JAEHNE, E. The Route to Functional Graphene Oxide. In CHEMPHYSCHEM. ISSN 1439-

4235, JUL 12 2010, vol. 11, no. 10, p. 2131-2139., WOS 

ADCA85 BUJDÁK, J. - MARTÍNEZ, V.M. - ARBELOA, F.L. - IYI, N. Spectral properties of 

rhodamine 3B adsorbed on the surface of montmorillonites with variable layer 

charge. In Langmuir, 2007, vol. 23, p. 1851-1859. 
Citácie: 

1. [1.1] OKADA, T. - MATSUTOMO, T. - OGAWA, M. Nanospace Engineering of Methylviologen Modified 

Hectorite-Like Layered Silicates with Varied Layer Charge Density for the Adsorbents Design. In JOURNAL OF 

PHYSICAL CHEMISTRY C. ISSN 1932-7447, JAN 14 2010, vol. 114, no. 1, p. 539-545., WOS 
ADCA86 BUJDÁK, J. - IYI, N. 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. 



 
Správa o činnosti ÚACH SAV         2011 

 

113 

Citácie: 

1. [1.1] BANERJEE, S. - JOSHI, M. - GHOSH, A.K. A Spectroscopic Approach for Structural Characterization of 

Polypropylene/Clay Nanocomposite. In POLYMER COMPOSITES. ISSN 0272-8397, DEC 2010, vol. 31, no. 12, p. 

2007-2016., WOS 

ADCA87 BUJDÁK, J. - RODE, B.M. Preferential amino acid sequences in alumina-catalyzed 

peptide bond formation. In Journal of Inorganic Biochemistry, 2002, vol. 90, p. 1-7. 
Citácie: 

1. [1.1] POLLACK, J.D. - PAN, X.L. - PEARL, D.K. Concentration of Specific Amino Acids at the Catalytic/Active 

Centers of Highly-Conserved "Housekeeping" Enzymes of Central Metabolism in Archaea, Bacteria and Eukaryota: 

Is There a Widely Conserved Chemical Signal of Prebiotic Assembly?. In ORIGINS OF LIFE AND EVOLUTION 

OF BIOSPHERES. ISSN 0169-6149, JUN 2010, vol. 40, no. 3, p. 273-302., WOS 

ADCA88 BUJDÁK, J. - IYI, N. - FUJITA, T. 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. 
Citácie: 

1. [1.1] POTARNICHE, C.G. - VULUGA, Z. - RADOVICI, C. - SERBAN, S. - VULUGA, D.M. - GHIUREA, M. - 

PURCAR, V. - TRANDAFIR, V. - IORDACHESCU, D. - ALBU, M.G. Nanocomposites Based on Collagen and Na-

Montmorillonite Modified with Bioactive Substances. In MATERIALE PLASTICE. ISSN 0025-5289, SEP 2010, vol. 

47, no. 3, p. 267-273., WOS 

ADCA89 BUJDÁK, J. - 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] SAKATA, K. - KITADAI, N. - YOKOYAMA, T. Effects of pH and temperature on dimerization rate of 

glycine: Evaluation of favorable environmental conditions for chemical evolution of life. In GEOCHIMICA ET 

COSMOCHIMICA ACTA. ISSN 0016-7037, DEC 1 2010, vol. 74, no. 23, p. 6841-6851., WOS 
ADCA90 BUJDÁK, J. - JANEK, M. - MADEJOVÁ, J. - KOMADEL, P. Methylene blue 

interactions with reduced-charge smectites. In Clays and Clay Minerals : Journal of 

the Clay Minerals Society, 2001, vol. 49, no. 3, p. 244-254. (2001 - Current 

Contents). ISSN 0009-8604. 
Citácie: 

1. [1.2] KAWAMATA, J. - SUZUKI, Y. - TENMA, Y. Fabrication of clay mineral-dye composites as nonlinear 

optical materials. In PHILOSOPHICAL MAGAZINE, 2010, vol. 90, no. 17-18, p. 2519-2527., SCOPUS 
ADCA91 BUJDÁK, J. - 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] ANDERSON, R.L. - GREENWELL, H.C. - SUTER, J.L. - JARVIS, R.M. - COVENEY, P.V. Towards the 

design of new and improved drilling fluid additives using molecular dynamics simulations. In ANAIS DA 

ACADEMIA BRASILEIRA DE CIENCIAS. ISSN 0001-3765, MAR 2010, vol. 82, no. 1, p. 43-60., WOS 

2. [1.1] KANEKO, M.L.Q.A. - ROMERO, R.B. - GONCALVES, M.D. - YOSHIDA, I.V.P. High molar mass silicone 

rubber reinforced with montmorillonite clay masterbatches: Morphology and mechanical properties. In 

EUROPEAN POLYMER JOURNAL. ISSN 0014-3057, MAY 2010, vol. 46, no. 5, p. 881-890., WOS 

3. [1.1] MORENO, M. - ANA, M.A.S. - GONZALEZ, G. - BENAVENTE, E. Poly(acrylonitrile)-montmorillonite 

nanocomposites Effects of the intercalation of the filler on the conductivity of composite polymer electrolytes. In 

ELECTROCHIMICA ACTA. ISSN 0013-4686, JAN 25 2010, vol. 55, no. 4, SI, p. 1323-1327., WOS 

4. [1.1] PAL, K. - RAJASEKAR, R. - PAL, S.K. - KIM, J.K. - DAS, C.K. Influence of Fillers on NR/SBR Blends 

Containing ENR-Organoclay Nanocomposites: Morphology and Wear. In JOURNAL OF NANOSCIENCE AND 

NANOTECHNOLOGY. ISSN 1533-4880, MAY 2010, vol. 10, no. 5, p. 3022-3033., WOS 

5. [1.1] SHIKINAKA, K. - AIZAWA, K. - FUJII, N. - OSADA, Y. - TOKITA, M. - WATANABE, J. - SHIGEHARA, K. 

Flexible, Transparent Nanocomposite Film with a Large Clay Component and Ordered Structure Obtained by a 

Simple Solution-Casting Method. In LANGMUIR. ISSN 0743-7463, AUG 3 2010, vol. 26, no. 15, p. 12493-12495., 

WOS 

6. [1.1] ZHA, W.B. - HAN, C.D. - MOON, H.C. - HAN, S.H. - LEE, D.H. - KIM, J.K. Exfoliation of organoclay 

nanocomposites based on polystyrene-block-polyisoprene-block-poly(2-vinylpyridine) copolymer: Solution blending 

versus melt blending. In POLYMER. ISSN 0032-3861, FEB 15 2010, vol. 51, no. 4, p. 936-952., WOS 

7. [1.1] ZHOU, H. - LAI, Z.L. - WU, P.Y. Conformation of Poly(ethylene oxide) Chains in Clay Galleries. In 

APPLIED SPECTROSCOPY. ISSN 0003-7028, AUG 2010, vol. 64, no. 8, p. 912-917., WOS 



 
Správa o činnosti ÚACH SAV         2011 

 

114 

ADCA92 BUJDÁK, J. - 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] SAKATA, K. - KITADAI, N. - YOKOYAMA, T. Effects of pH and temperature on dimerization rate of 

glycine: Evaluation of favorable environmental conditions for chemical evolution of life. In GEOCHIMICA ET 

COSMOCHIMICA ACTA. ISSN 0016-7037, DEC 1 2010, vol. 74, no. 23, p. 6841-6851., WOS 

2. [1.1] SHANINA, S.N. - GOLUBEV, E.A. Amino acids in the Karelian shungites. In GEOCHEMISTRY 

INTERNATIONAL. ISSN 0016-7029, SEP 2010, vol. 48, no. 9, p. 917-931., WOS 
ADCA93 BUJDÁK, J. - 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] CUI, S.X. The possible roles of water in the prebiotic chemical evolution of DNA. In PHYSICAL 

CHEMISTRY CHEMICAL PHYSICS. ISSN 1463-9076, 2010, vol. 12, no. 35, p. 10147-10153., WOS 

2. [1.1] SAKATA, K. - KITADAI, N. - YOKOYAMA, T. Effects of pH and temperature on dimerization rate of 

glycine: Evaluation of favorable environmental conditions for chemical evolution of life. In GEOCHIMICA ET 

COSMOCHIMICA ACTA. ISSN 0016-7037, DEC 1 2010, vol. 74, no. 23, p. 6841-6851., WOS 

ADCA94 BUTVIN, P. - BUTVINOVÁ, B. - SILVEYRA, J.M. - CHROMČÍKOVÁ, M. - 

JANIČKOVIČ, D. - SITEK, J. - ŠVEC, P. - VLASÁK, G. Effects of substitution of 

Mo for Nb on Less-commmon properties of Finemet alloys. In Journal of Magnetism 

and Magnetic Materials, 2010, vol. 322, p. 3035-3040. (1.204 - IF2009). (2010 - 

Current Contents, SCOPUS). ISSN 0304-8853. 
Citácie: 

1. [1.1] BRZOZKA, A. - SZUMIATA,T. - SOVAK,P. - GORKA,B. Finement thin films substituted by chromium. In 

ACTA PHYSICA POLONICA A, 2010, vol. 118, no. 5, p. 794-796., WOS 
ADCA95 CARRADO, K.A. - KOMADEL, P. Acid activation of bentonites and polymer-clay 

nanocomposites. In Elements, 2009, vol. 5, p. 111-116. (3.069 - IF2008). 
Citácie: 

1. [1.1] AMARI, A. - CHLENDI, M. - GANNOUNI, A. - BELLAGI, A. Optimised activation of bentonite for toluene 

adsorption. In APPLIED CLAY SCIENCE. ISSN 0169-1317, FEB 2010, vol. 47, no. 3-4, p. 457-461., WOS 

ADCA96 CÁRSKY, P. - BARTLETT, R.J. - FITZERALD, G. - NOGA, J. - 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. 
Citácie: 

1. [1.1] NAZARI, F. - DOROODI, Z. The Substitution Effect on Heavy Versions of Cyclobutadiene. In 

INTERNATIONAL JOURNAL OF QUANTUM CHEMISTRY. ISSN 0020-7608, JUL 2010 2010, vol. 110, no. 8, p. 

1514-1528., WOS 

ADCA97 CZAKÓ, G. - NAGY, B. - TASI, G. - SOMOGYI, A. - ŠIMUNEK, J. - NOGA, J. - 

BRAAMS, B.J. - BOWMAN, J.M. - CZÁSZÁR, A.G. Proton affinity and enthalpy 

of formation of formaldehyde. In International Journal of Quantum Chemistry, 2009, 

vol. 109, p. 2393-2409. (1.317 - IF2008). (2009 - Current Contents). ISSN 0020-

7608. 
Citácie: 

1. [1.1] KLOPPER, W. - BACHORZ, R.A. - HATTIG, C. - TEW, D.P. Accurate computational thermochemistry from 

explicitly correlated coupled-cluster theory. In THEORETICAL CHEMISTRY ACCOUNTS. ISSN 1432-881X, AUG 

2010, vol. 126, no. 5-6, p. 289-304., WOS 

ADCA98 CZÍMEROVÁ, A. - BUJDÁK, J. - IYI, N. Fluorescence resonance energy transfer 

between laser dyes in saponite dispersions. In Journal of Photochemistry and 

Photobiology A, 2007, vol. 187, p. 160-166. 
Citácie: 

1. [1.1] KURODA, T. - FUJII, K. - SAKODA, K. Ultrafast Energy Transfer in a Multichromophoric Layered 

Silicate. In JOURNAL OF PHYSICAL CHEMISTRY C. ISSN 1932-7447, JAN 21 2010, vol. 114, no. 2, p. 983-989., 

WOS 

ADCA99 CZÍMEROVÁ, A. - BUJDÁK, J. - DOHRMANN, R. Traditional and novel methods 

for estimating the layer charge of smectites. In Applied Clay Science, 2006, vol. 34, 

no. 1-4, p. 2-13. 



 
Správa o činnosti ÚACH SAV         2011 

 

115 

Citácie: 

1. [1.1] AFZALI, D. - MOSTAFAVI, A. - AFZALI, Z. Determination of trace amounts of Pd(II) ions in water and 

road dust samples by flame atomic absorption spectrometry after preconcentration on modified organo nanoclay. In 

JOURNAL OF AOAC IINTERNATIONAL, 2010, vol. 93, no. 6, p. 1952-1956., WOS 

2. [1.1] AFZALI, D. - MOSTAFAVI, A. - BEITOLLAH, H. Application of organo-nanoclay as a solid sorbent for 

rhodium complex separation and preconcentration. In MICROCHIMICA ACTA. ISSN 0026-3672, OCT 2010, vol. 

171, no. 1-2, p. 97-102., WOS 

3. [1.1] AFZALI, D. - MOSTAFAVI, A. - MIRZAEI, M. Preconcentration of gold ions from water samples by 

modified organo-nanoclay sorbent prior to flame atomic absorption spectrometry determination. In JOURNAL OF 

HAZARDOUS MATERIALS. ISSN 0304-3894, SEP 15 2010, vol. 181, no. 1-3, p. 957-961., WOS 

4. [1.1] LI, Z.H. - JIANG, W.T. - CHEN, C.J. - HONG, H.L. Influence of Chain Lengths and Loading Levels on 

Interlayer Configurations of Intercalated Alkylammonium and Their Transitions in Rectorite. In LANGMUIR. ISSN 

0743-7463, JUN 1 2010, vol. 26, no. 11, p. 8289-8294., WOS 

5. [1.1] PENTRÁK, M. - MADEJOVÁ, J. - KOMADEL, P. Effect of chemical composition and swelling on acid 

dissolution of 2: 111 clay minerals. In PHILOSOPHICAL MAGAZINE, 2010, vol. 90, no. 17-18, p. 2387-2397., 

WOS 

6. [1.1] VICENTE, I. - SALAGRE, P. - CESTEROS, Y. Preparation of pure hectorite using microwaves. In VI 

ENCUENTRO FRANCO-ESPANOL DE QUIMICA Y FISICA DEL ESTADO SOLIDO - VI RENCONTRE 

FRANCO-ESPAGNOLE SUR LA CHIMIE ET LA PHYSIQUE DE L ETAT SOLIDE. ISSN 1875-3892, 2010, vol. 8, 

p. 88-93., WOS 
ADCA100 CZÍMEROVÁ, A. - JANKOVIČ, Ľ. - BUJDÁK, J. 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. 
Citácie: 

1. [1.1] BOUNA, L. - RHOUTA, B. - AMJOUD, M. - JADA, A. - MAURY, F. - DAOUDI, L. - SENOCQ, F. 

Correlation between eletrokinetic mobility and ionic dyes adsorption of Moroccan stevensite. In APPLIED CLAY 

SCIENCE. ISSN 0169-1317, APR 2010, vol. 48, no. 3, p. 527-530., WOS 

2. [1.1] MALASH, G.F. - EL-KHAIARY, M.I. Methylene blue adsorption by the waste of Abu-Tartour phosphate 

rock. In JOURNAL OF COLLOID AND INTERFACE SCIENCE. ISSN 0021-9797, AUG 15 2010, vol. 348, no. 2, p. 

537-545., WOS 

3. [1.1] MUNOZ, J.F. - TEJEDOR, M.I. - ANDERSON, M.A. - CRAMER, S.M. Detection of Aggregate Clay 

Coatings and Impacts on Concrete. In ACI MATERIALS JOURNAL. ISSN 0889-325X, JUL-AUG 2010, vol. 107, no. 

4, p. 387-395., WOS 

4. [1.1] NAGASAKI, Y. Engineering of poly(ethylene glycol) chain-tethered surfaces to obtain high-performance 

bionanoparticles. In SCIENCE AND TECHNOLOGY OF ADVANCED MATERIALS. ISSN 1468-6996, OCT 2010, 

vol. 11, no. 5., WOS 

ADCA101 CZÍMEROVÁ, A. - IYI, N. - BUJDÁK, J. Fluorencence resonance energy transfer 

between two cationic laser dyes in presence of the series of reduced-charge 

montmorillonites: Effect of the layer charge. Juraj Bujdák. In Journal of Colloid and 

Interface Science, 2008, vol. 320, p. 140-151. 
Citácie: 

1. [1.1] FARAG, A.A.M. - TERRA, F.S. - MAHMOUD, G.M. Structure, DC and AC conductivity of oxazine thin 

films prepared by thermal evaporation technique. In SYNTHETIC METALS. ISSN 0379-6779, APR 2010, vol. 160, 

no. 7-8, p. 743-749., WOS 

2. [1.1] KURODA, T. - FUJII, K. - SAKODA, K. Ultrafast Energy Transfer in a Multichromophoric Layered 

Silicate. In JOURNAL OF PHYSICAL CHEMISTRY C. ISSN 1932-7447, JAN 21 2010, vol. 114, no. 2, p. 983-989., 

WOS 

ADCA102 ČEKLOVSKÝ, A. - CZÍMEROVÁ, A. - LANG, K. - BUJDÁK, J. Effect of the 

layer charge on the interaction of porphyrin dyes in layered silicates dispersions. In 

Journal of Luminescence, 2009, vol. 129, p. 912-918. (1.628 - IF2008). ISSN 0022-

2313. 
Citácie: 

1. [1.1] WOJCIK, A. - KAMAT, P.V. Reduced Graphene Oxide and Porphyrin. An Interactive Affair in 2-D. In ACS 

NANO. ISSN 1936-0851, NOV 2010, vol. 4, no. 11, p. 6697-6706., WOS 

ADCA103 ČERNOŠEK, Z. - HOLUBOVÁ, J. - ČERNOŠKOVÁ, E. - LIŠKA, M. 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] DEEPIKA - SAXENA, N.S. Thermodynamics of Glass/Crystal Transformation in Se(58)Ge(42-x)Pb(x) (9 

<= x <= 20) Glasses. In JOURNAL OF PHYSICAL CHEMISTRY B. ISSN 1520-6106, JAN 14 2010, vol. 114, no. 1, 



 
Správa o činnosti ÚACH SAV         2011 

 

116 

p. 28-35., WOS 

2. [1.1] GUJRATI, P.D. Nonequilibrium thermodynamics: Structural relaxation, fictive temperature, and Tool-

Narayanaswamy phenomenology in glasses. In PHYSICAL REVIEW E. ISSN 1539-3755, MAY 2010, vol. 81, no. 5, 

Part 1., WOS 

ADCA104 DANĚK, V. - SILNÝ, A. - BOČA, M. - 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. [1.2] GRANDFIELD, J. - TAYLOR, J.A. - The impact of rising Ni and V impurity levels in smelter grade 

aluminium and potential control strategies. In MATERIALS SCIENCE FORUM, 2010, vol. 630, p. 129-136., 

SCOPUS 

ADCA105 DEMUTH, T. - BENCO, Ľ. - HAFNER, J. - TOULHOAT, H. Adsorption of water 

in mordenite - An ab initio study. In International Journal of Quantum Chemistry, 

2001, vol. 84, no. 1, p. 110-116. ISSN 0020-7608. 
Citácie: 

1. [1.1] ALBERTI, A. - MARTUCCI, A. Proton Transfer Mediated by Water: Experimental Evidence by Neutron 

Diffraction. In JOURNAL OF PHYSICAL CHEMISTRY C. ISSN 1932-7447, MAY 6 2010 2010, vol. 114, no. 17, p. 

7767-7773., WOS 
ADCA106 DEMUTH, t. - ROZANSKA, X. - BENCO, Ľ. - HAFNER, J. - VAN SANTEN, 

R.A. - TOULHOAT, H. Catalytic isomerization of 2-pentene in H-ZSM-22 - A DFT 

investigation. In Journal of Catalytic, 2003, vol. 214, no. 1, p. 68-77. 
Citácie: 

1. [1.1] LAMPRECHT, D. - NEL, R. - LECKEL, D. Production of On-Specification Fuels in Coal-to-Liquid (CTL) 

Fischer-Tropsch Plants Based on Fixed-Bed Dry Bottom Coal Gasification. In ENERGY & FUELS. ISSN 0887-

0624, MAR 2010 2010, vol. 24, p. 1479-1486., WOS 

2. [1.1] VANDICHEL, M. - LESTHAEGHE, D. - VAN DER MYNSBRUGGE, J. - WAROQUIER, M. - VAN 

SPEYBROECK, V. Assembly of cyclic hydrocarbons from ethene and propene in acid zeolite catalysis to produce 

active catalytic sites for MTO conversion. In JOURNAL OF CATALYSIS. ISSN 0021-9517, APR 12 2010 2010, vol. 

271, no. 1, p. 67-78., WOS 

ADCA107 DEMUTH, T. - HAFNER, J. - BENCO, Ľ. - TOULHOAT, H.S. Structural and 

acidic properties of mordenite. An ab initio density-functional study. Journal of 

Physical Chemistry B, 2000, vol. 104, no. 19, p. 4593-4607. 
Citácie: 

1. [1.1] COBAN, C. - COLAKOGLU, K. - DELIGOZ, E. - CIFTCI, Y.O. The structural, electronic, elastic, phonon, 

and thermodynamical properties of the SmX (X = P, Sb, Bi) compounds. In COMPUTATIONAL MATERIALS 

SCIENCE. ISSN 0927-0256, JAN 2010 2010, vol. 47, no. 3, p. 758-768., WOS 

2. [1.1] COBAN, C. - COLAKOGLU, K. - CIFTCI, Y.O. The structural, electronic, elastic, vibrational, and 

thermodynamic properties of HoX (X=Sb, Bi). In PHYSICA B-CONDENSED MATTER. ISSN 0921-4526, SEP 15 

2010 2010, vol. 405, no. 18, p. 3977-3985., WOS 

3. [1.1] GRAJCIAR, L. - AREAN, C.O. - PULIDO, A. - NACHTIGALL, P. Periodic DFT investigation of the effect of 

aluminium content on the properties of the acid zeolite H-FER. In PHYSICAL CHEMISTRY CHEMICAL PHYSICS. 

ISSN 1463-9076, 2010 2010, vol. 12, no. 7, p. 1497-1506., WOS 

4. [1.1] HE, N. - XIE, H.-.B. - DING, Y.-H. A theoretical study on the adsorption of an all-metal aromatic molecule 

Na(2)Al(4) on MCM-22 zeolite. In MICROPOROUS AND MESOPOROUS MATERIALS. ISSN 1387-1811, MAY 

2010 2010, vol. 130, no. 1-3, p. 67-75., WOS 

5. [1.1] HUERTAS-MIRANDA, J.A. - MARTINEZ-INESTA, M.M. Si/Al and metal loading effects on the templated 

synthesis of Ni nanowires in CAN and MOR zeolite frameworks. In MOLECULAR SIMULATION. ISSN 0892-7022, 

2010 2010, vol. 36, no. 12, p. 1004-1012., WOS 

6. [1.1] KOROZLU, N. - COLAKOGLU, K. - DELIGOZ, E. - SURUCU, G. First-principles study of structural, 

elastic, lattice dynamical and thermodynamical properties of GdX (X = Bi, Sb). In PHILOSOPHICAL MAGAZINE. 

ISSN 1478-6435, 2010 2010, vol. 90, no. 14, p. 1833-1852., WOS 

7. [1.1] SASTRE, G. - KATADA, N. - NIWA, M. Computational Study of Bronsted Acidity of Mordenite. Effect of the 

Electric Field on the Infrared OH Stretching Frequencies. In JOURNAL OF PHYSICAL CHEMISTRY C. ISSN 

1932-7447, SEP 16 2010 2010, vol. 114, no. 36, p. 15424-15431., WOS 

ADCA108 DERKOWSKI, A. - FRANUS, W. - BERAN, E. - CZÍMEROVÁ, A. 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. 
Citácie: 

1. [1.1] PIMRAKSA, K. - CHINDAPRASIRT, P. - SETTHAYA, N. Synthesis of zeolite phases from combustion by-

products. In WASTE MANAGEMENT & RESEARCH. ISSN 0734-242X, DEC 2010, vol. 28, no. 12, p. 1122-1132., 



 
Správa o činnosti ÚACH SAV         2011 

 

117 

WOS 

2. [1.1] VDOVIC, N. - JURINA, I. - SKAPIN, S.D. - SONDI, I. The surface properties of clay minerals modified by 

intensive dry milling - revisited. In APPLIED CLAY SCIENCE. ISSN 0169-1317, MAY 2010, vol. 48, no. 4, p. 575-

580., WOS 

ADCA109 DERKOWSKI, A. - FRANUS, W. - WANIAK-NOWICKA, H. - CZÍMEROVÁ, A. 

Textural properties vs. CEC and EGME retention Na-X zeolite prepared from fly ash 

at room temperature. In International Journal of Mineral Processing, 2007, vol. 82, p. 

57-68. 
Citácie: 

1. [1.1] GROSS-LORGOUILLOUX, M. - SOULARD, M. - CAULLET, P. - PATARIN, J. - MOLEIRO, E. - SAUDE, 

I. Conversion of coal fly ashes into faujasite under soft temperature and pressure conditions: Influence of additional 

silica. In MICROPOROUS AND MESOPOROUS MATERIALS. ISSN 1387-1811, JAN 2010, vol. 127, no. 1-2, p. 41-

49., WOS 
ADCA110 DRÁBIK, M. - GÁLIKOVÁ, Ľ. - VARSHNEY, K.G. - QURAISHI, M.A. MDF 

cements - Synergy of the humidity and temperature effects. In Journal of Thermal 

Analysis and Calorimetry, 2004, vol. 76, no. 1, p. 91-96. 
Citácie: 

1. [1.1] ISHIDA, H. - MCCOY, M. - BANDO, T. - HATTA, H. Development of a Novel, Ultra-Performance Polymer 

Cement: In Situ Formation of Benzoxazine Monomer and Subsequent Formation of Polybenzoxazine/Cement 

Composites. In POLYMER COMPOSITES. ISSN 0272-8397, DEC 2010, vol. 31, no. 12, p. 1995-2006., WOS 
ADCA111 DUSZA, J. - ŠAJGALÍK, P. - STEEN, M. Fracture toughness of a silicon 

nitride/silicon carbide nanocomposite at 1350 C. In Journal of the American Ceramic 

Society, Vol. 82, no. 12 (1999), p. 3613-3615. ISSN 0002-7820. 
Citácie: 

1. [1.1] YANG, W. - GAO, F. - XU, C. - WEI, G. - AN, L. Fabrication of Si3N4/SiC nanocomposites toughened by 

in-situ formed low-dimensional nanostructures. In SOLID STATE SCIENCES, 2010, vol.12, no.9, 1692-1695., WOS 

ADCA112 ERIKSSON, L.A. - MALKINA, O. - MALKIN, V. - SALAHUB, D.R. Investigation 

of Mössebauer parameters for a set of iodine compounds using gradient-corrected 

density functional theory. In International Journal of Quantum Chemistry, 1997, vol. 

63, no. 2, p. 575-583. ISSN 0020-7608. 
Citácie: 

1. [1.2] WDOWIK, U.D. - LEGUT, D. - RUEBENBAUER, K. Calibration of the isomer shift for iodine resonant 

transitions by Ab initio calculations. In Journal of Physical Chemistry A, 2010, vol.114, no.26, 7146-7152., 

SCOPUS 
ADCA113 ERIKSSON, L.A. - MALKINA, O. - MALKINA, O. - SALAHUB, D.R. The 

hyperfine structures of small radicals from density functional calculations. In Journal 

of Chemical Physics, 1994, vol. 100, no. 7, p. 5066-5075. 
Citácie: 

1. [1.1] CAUET, E. - BOGATKO, S. - MUGENIWABAGARA, E. - FUSARO, L. - MESMAEKER, A.K.D. - 

LUHMER, M. - VAECK, N. Density Functional Theory Interpretation of the (1)H Photo-Chemically Induced 

Dynamic Nuclear Polarization Enhancements Characterizing Photoreduced Polyazaaromatic Ru(II) Coordination 

Complexes. In INORGANIC CHEMISTRY. ISSN 0020-1669, SEP 6 2010, vol. 49, no. 17, p. 7826-7831., WOS 

2. [1.1] DLUGOPOLSKA, K. - KISALA, J. - DANILCZUK, M. - POGOCKI, D. - RUMAN, T. The Analysis of 

Hyperfine Shifts of Mono-Ligand High-Spin Cobalt(II) Pyrazolylborate Complexes. In APPLIED MAGNETIC 

RESONANCE. ISSN 0937-9347, JUN 2010, vol. 38, no. 3, p. 321-335., WOS 
ADCA114 FABRICHNAYA, O. - NERÁD, I. Thermodynamic properties of liquid phase in the 

Cao.SiO2-CaO.Al2O3.2SiO2-2CaO.Al2O3.SiO2 system. In Journal of the European 

Ceramic Society, 2000, vol. 20, p. 505-515. ISSN 0955-2219. 
Citácie: 

1. [1.2] LI, X. - LIU, Z. - ZHOU, R. Slagging process simulation based on improved BP neural network. In 

APPLIED MECHANICS AND MATERIALS, 2010, vol. 26-28, p. 826-829., SCOPUS 

ADCA115 FAURE, A. - VALIRON, P. - WERNLI, M. - WIESENFELD, L. - RIST, C. - 

NOGA, J. - 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. 22102-1-22102-4. 
Citácie: 

1. [1.1] DANIEL, F. - DUBERNET, M.L. - PACAUD, F. - GROSJEAN, A. Rotational excitation of 20 levels of para-

H(2)O by ortho-H(2) (j(2)=1, 3, 5, 7) at high temperature. In ASTRONOMY & ASTROPHYSICS. ISSN 0004-6361, 



 
Správa o činnosti ÚACH SAV         2011 

 

118 

JUL 2010, vol. 517., WOS 

2. [1.1] HAMMAMI, K. - JAIDANE, N. - FEAUTRIER, N. - SPIELFIEDEL, A. - LIQUE, F. Tensor cross sections 

and collisional depolarization of MgH by He atoms. In CHEMICAL PHYSICS LETTERS. ISSN 0009-2614, JAN 7 

2010, vol. 484, no. 4-6, p. 148-153., WOS 

ADCA116 FELLNER, P. - KORENKO, M. - DANIELIK, V. - THONSTAD, J. The content of 

sodium in aluminium during electrolysis of the molten systems. In Electrochimica 

Acta, 2004, vol. 49, p. 1505-1511. ISSN 0013-4686. 
Citácie: 

1. [1.1] CASSAYRE, L. - PALAU, P. - CHAMELOT, P. - MASSOT, L. Properties of Low-Temperature Melting 

Electrolytes for the Aluminum Electrolysis Process: A Review. In JOURNAL OF CHEMICAL AND ENGINEERING 

DATA. ISSN 0021-9568, NOV 2010, vol. 55, no. 11, p. 4549-4560., WOS 

ADCA117 FRANKE, R. - MÜLLER, H. - NOGA, J. 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] GAISER, C. - FELLMUTH, B. Experimental benchmark value for the molar polarizability of neon. In EPL. 

ISSN 0295-5075, JUN 2010 2010, vol. 90, no. 6., WOS 

2. [1.1] MITROY, J. - SAFRONOVA, M.S. - CLARK, C.W. Theory and applications of atomic and ionic 

polarizabilities. In JOURNAL OF PHYSICS B-ATOMIC MOLECULAR AND OPTICAL PHYSICS. ISSN 0953-

4075, OCT 28 2010 2010, vol. 43, no. 20., WOS 

ADCA118 FRITSCHER, J. - HROBÁRIK, P. - KAUPP, M. Computational studies of EPR 

parameters for paramagnetic molybdenum complexes. II. larger MoV systems 

relevant to molybdenum enzymes. In Inorganic Chemistry, 2007, vol. 46, p. 8146-

8161. 
Citácie: 

1. [1.1] HERNANDEZ-MARIN, E. - SETH, M. - ZIEGLER, T. Density Functional Theory Study of the Electron 

Paramagnetic Resonance Parameters and the Magnetic Circular Dichroism Spectrum for Model Compounds of 

Dimethyl Sulfoxide Reductase. In INORGANIC CHEMISTRY. ISSN 0020-1669, FEB 15 2010, vol. 49, no. 4, p. 

1566-1576., WOS 

ADCA119 FRITSCHER, J. - HROBÁRIK, P. - KAUPP, M. Computational studies of 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, p. 4616-4629. 
Citácie: 

1. [1.1] HERNANDEZ-MARIN, E. - SETH, M. - ZIEGLER, T. Density Functional Theory Study of the Electron 

Paramagnetic Resonance Parameters and the Magnetic Circular Dichroism Spectrum for Model Compounds of 

Dimethyl Sulfoxide Reductase. In INORGANIC CHEMISTRY. ISSN 0020-1669, FEB 15 2010, vol. 49, no. 4, p. 

1566-1576., WOS 

2. [1.1] RASTRELLI, F. - BAGNO, A. Predicting the (1)H and (13)C NMR spectra of paramagnetic Ru(III) 

complexes by DFT. In MAGNETIC RESONANCE IN CHEMISTRY. ISSN 0749-1581, DEC 2010, vol. 48, 1, p. S132-

S141., WOS 
ADCA120 GALUSEK, D. - RILEY, F.L. - RIEDEL, R. Nanoindentation of a polymer-derived 

amorphous silicon carbonitride ceramic. In Journal of the American Ceramic 

Society, 2001, vol. 84, no. 5, p .1164-1166. 
Citácie: 

1. [1.1] JANAKIRAMAN, N. - ALDINGER, F. Indentation analysis of elastic and plastic deformation of precursor-

derived Si-C-N ceramics. In JOURNAL OF THE EUROPEAN CERAMIC SOCIETY. ISSN 0955-2219, FEB 2010, 

vol. 30, no. 3, p. 775-785., WOS 

2. [1.1] LEKISHVILI, N. - KEZHERASHVILI, M. - LEKISHVILI, G. Polyfunctional Si-N Containing Modifiers of 

Industrial Polymers: Synthesis, Properties and Use. In ASIAN JOURNAL OF CHEMISTRY. ISSN 0970-7077, JUN 

2010, vol. 22, no. 6, p. 4150-4208., WOS 

ADCA121 GALUSEK, D. - SEDLÁČEK, J. - ŠVANČÁREK, P. - RIEDEL, R. - SATET, R. - 

HOFFMANN, M. The influence of post-sintering HIP on the microstructure, 

hardness and indentation fracture toughness of polymer-derived Al2O3-SiC 

nanocomposites. In Journal of the European Ceramic Society, 2007, vol. 27, p. 1237-

1245. 
Citácie: 



 
Správa o činnosti ÚACH SAV         2011 

 

119 

1. [1.2] WANG, C.-S. - SHAO, S. - ZOU, Z.-G. - LONG, F. - YI, M.-Z. High temperature carbothermal reaction 

mechanism of kaolite/carbon system. In FENMO YEJIN CAILIAO KEXUE YU GONGCHENG/MATERIALS 

SCIENCE AND ENGINEERING OF POWDER METALLURGY, 2010, vol. 15, no. 4, p. 317-323., SCOPUS 

ADCA122 GALUSEK, D. - SEDLÁČEK, J. - RIEDEL, R. 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, p. 2385-2392. 
Citácie: 

1. [1.1] HASSANIN, H. - JIANG, K. Infiltration-processed, functionally graded materials for microceramic 

componenets. In MEMS 2010: 23RD IEEE INTERNATIONAL CONFERENCE ON MICRO ELECTRO 

MECHANICAL SYSTEMS, TECHNICAL DIGEST. ISSN 1084-6999, 2010, p. 368-371., WOS 

2. [1.1] RASOULI, S. - TAHERI-NASSAJ, E. In situ preparation of Al(2)O(3)-SiC nanocomposites via sol-gel 

method followed by pressureless sintering. In JOURNAL OF ALLOYS AND COMPOUNDS. ISSN 0925-8388, APR 

30 2010, vol. 496, no. 1-2, p. 678-682., WOS 

3. [1.1] YE, C.W. - CHEN, A. - COLOMBO, P. - MARTINEZ, C. Ceramic microparticles and capsules via 

microfluidic processing of a preceramic polymer. In JOURNAL OF THE ROYAL SOCIETY INTERFACE. ISSN 

1742-5689, AUG 6 2010, vol. 7, p. S461-S473., WOS 

4. [1.2] WANG, C.-S. - SHAO, S. - ZOU, Z.-G. - LONG, F. - YI, M.-Z. High temperature carbothermal reaction 

mechanism of kaolinite/carbon system. In FENMO YEJIN CAILIAO KEXUE YU GONGCHENG/MATERIALS 

SCIENCE AND ENGINEERING OF POWDER METALLURGY, 2010, vol. 15, no. 4, p. 317-323., SCOPUS 

ADCA123 GALUSEK, D. - RILEY, F.L. The influence of sintering additives on the indentation 

response of liquid-phase-sintered polycrystalline aluminasa. In Philosophical 

Magazine A, 2002, vol. 82, no. 10, p. 2041-2057. 
Citácie: 

1. [1.1] SUCHANEK, W.L. - GARCES, J.M. - FULVIO, P.F. - JARONIEC, M. Hydrothermal Synthesis and Surface 

Characteristics of Novel Alpha Alumina Nanosheets with Controlled Chemical Composition. In CHEMISTRY OF 

MATERIALS. ISSN 0897-4756, DEC 28 2010, vol. 22, no. 24, p. 6564-6574., WOS 

ADCA124 GALUSEK, D. - RESCHKE, S. - RIEDEL, R. - DRESSLER, W. - MAJLING, J. - 

ŠAJGALÍK, P. - LENČÉŠ, Z. In-situ carbon content adjustment in polysilazane 

derived amorphous SiCN bulk ceramics. In Journal of the European Ceramic 

Society, 1999, vol. 19, p. 1911-1921. 
Citácie: 

1. [1.1] LIANG, T.A. - LI, Y.L. - SU, D. - DU, H.B. Silicon oxycarbide ceramics with reduced carbon by pyrolysis of 

polysiloxanes in water vapor. In JOURNAL OF THE EUROPEAN CERAMIC SOCIETY. ISSN 0955-2219, SEP 

2010, vol. 30, no. 12, p. 2677-2682., WOS 

2. [1.2] TSETSGEE, O. - MULLER, K. Solid-state NMR studies on precursor-derived Sl-B-C-N ceramics. In 

CERAMIC TRANSACTIONS, 2010, vol. 213, p. 13-32., SCOPUS 

ADCA125 GATES, W.P. - KOMADEL, P. - MADEJOVÁ, J. - BUJDÁK, J. - STUCKI, J.W. - 

KIRKPATRICK, R.J. Electronic and structural properties of reduced-charge 

montmorillonites. In Applied Clay Science, 2000, vol. 16, no., p. 257-271. 
Citácie: 

1. [1.1] KHUNAWATTANAKUL, W. - PUTTIPIPATKHACHORN, S. - RADES, T. - PONGJANYAKUL, T. Chitosan-

magnesium aluminum silicate nanocomposite films: Physicochemical characterization and drug permeability. In 

INTERNATIONAL JOURNAL OF PHARMACEUTICS. ISSN 0378-5173, JUN 30 2010, vol. 393, no. 1-2, p. 219-

229., WOS 

2. [1.1] ROJTANATANYA, S. - PONGJANYAKUL, T. Propranolol-magnesium aluminum silicate complex 

dispersions and particles: Characterization and factors influencing drug release. In INTERNATIONAL JOURNAL 

OF PHARMACEUTICS. ISSN 0378-5173, JAN 4 2010, vol. 383, no. 1-2, p. 106-115., WOS 
ADCA126 GEDEON, O. - LIŠKA, M. 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). ISSN 0022-3093. 
Citácie: 

1. [1.1] NEUMAYR, G. - RUDAS, T. - STEINHAUSER, O. Global and local Voronoi analysis of solvation shells of 

proteins. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, AUG 28 2010, vol. 133, no. 8., WOS 

ADCA127 GEDEON, O. - LIŠKA, M. - MACHÁČEK, J. Connectivity of Q-species in binary 

sodium-silicate glasses. In Journal of Non-Crystalline Solids, 2008, vol. 354, p. 

1133-1136. 
Citácie: 

1. [1.1] MOESGAARD, M. - KEDING, R. - SKIBSTED, J. - YUE, Y.Z. Evidence of Intermediate-Range Order 

Heterogeneity in Calcium Aluminosilicate Glasses. In CHEMISTRY OF MATERIALS. ISSN 0897-4756, AUG 10 



 
Správa o činnosti ÚACH SAV         2011 

 

120 

2010, vol. 22, no. 15, p. 4471-4483., WOS 
ADCA128 GROßMANN, G. - POTRZEBOWSKI, M.J. - FLEISCHER, U. - KRÜGER, K. - 

CIESIELSKI, W. - MALKINA, O. Anisotropy of chemical shift and J coupling for 

31P and 77Se in trimethyl and triphenyl phosphine selenides. In Solid State Nuclear 

Magnetic Resonance, 1998, vol. 13, no. 1-2, p. 71-85. 
Citácie: 

1. [1.1] ROTAR, A. - COVACI, A. - POP, A. - SILVESTRU, A. New triarylphosphane chalcogenides. Crystal and 

molecular structure of [2(Me(2)NCH(2))C(6)H(4))](3)P=E (E = S, Se) and [2-

(Me(2)NCH(2))C(6)H(4))](2)PhP=S. In REVUE ROUMAINE DE CHIMIE. ISSN 0035-3930, NOV-DEC 2010, vol. 

55, no. 11-12, p. 823-829., WOS 
ADCA129 GROßMANN, G. - OHMS, G. - KRÜGER, K. - KARAGHIOSOFF, K. - 

ECKSTEIN, K. - HAHN, J. - HOPP, A. - MALKINA, O. - HROBÁRIK, P. 

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] KIM, E.J. - LOVE, D.C. - DAROUT, E. - ABDO, M. - REMPEL, B. - WITHERS, S.G. - RABLEN, P.R. - 

HANOVER, J.A. - KNAPP, S. OGA inhibition by GlcNAc-selenazoline. In BIOORGANIC & MEDICINAL 

CHEMISTRY. ISSN 0968-0896, OCT 1 2010, vol. 18, no. 19, p. 7058-7064., WOS 
ADCA130 GRYBOS, R. - BENCO, Ľ. - BUČKO, T. - HAFNER, J. Molecular adsorption and 

metal-support interaction for transition-metal clusters in zeolites: NO adsorption on 

Pd(n) (n=1-6) clusters in mordenite. In Journal of Chemical Physics, 2009, vol. 130, 

no. 10, p. 104503. (3.149 - IF2008). (2009 - Current Contents). ISSN 0021-9606. 
Citácie: 

1. [1.1] KALITA, B. - DEKA, R.C. Nature of CO and NO Interactions with Pd-H-ZSM-5 Catalyst: A Comparative 

Study of DFT-Based Cluster and ONIOM Methods. In CATALYSIS LETTERS. ISSN 1011-372X, DEC 2010 2010, 

vol. 140, no. 3-4, p. 205-211., WOS 

2. [1.1] KHEMTHONG, P. - KLYSUBUN, W. - PRAYOONPOKARACH, S. - WITTAYAKUN, J. Reducibility of 

cobalt species impregnated on NaY and HY zeolites. In MATERIALS CHEMISTRY AND PHYSICS. ISSN 0254-

0584, MAY 15 2010 2010, vol. 121, no. 1-2, p. 131-137., WOS 

3. [1.1] KOWAL, A.T. Computational study of the equilibrium geometry and anharmonic vibrational spectra of 

PbX2 center dot center dot center dot NO and PbX2 center dot center dot center dot ON (X = F, Cl, Br, I) 

complexes. In MOLECULAR PHYSICS. ISSN 0026-8976, 2010 2010, vol. 108, no. 12, p. 1665-1675., WOS 

4. [1.1] SOLIS-CALERO, C. - ORTEGA-CASTRO, J. - MUNOZ, F. Reactivity of a Phospholipid Monolayer Model 

under Periodic Boundary Conditions A Density Functional Theory Study of the Schiff Base Formation between 

Phosphatidylethanolamine and Acetaldehyde. In JOURNAL OF PHYSICAL CHEMISTRY B. ISSN 1520-6106, DEC 

9 2010 2010, vol. 114, no. 48, p. 15879-15885., WOS 
ADCA131 GRYBOS, R. - HAFNER, J. - BENCO, Ľ. - TOULHOAT, H. Structure of active 

sites in Pd-exchanged mordenite: A density functional investigation. In Journal of 

Physical Chemistry C, 2007, vol. 111, p. 6454-6464. 
Citácie: 

1. [1.1] DANILCZUK, M. - LUND, A. Adsorption of NO in Li-exchanged zeolite A. A density functional theory 

study. In CHEMICAL PHYSICS LETTERS. ISSN 0009-2614, APR 26 2010, vol. 490, no. 4-6, p. 205-209., WOS 
ADCA132 HABERHAUER, G. - PFEIFFER, L. - GERZABEK, M.H. - KIRCHMANN, H. - 

AQUINO, A.J.A. - TUNEGA, D. - LISCHKA, H. Response of sorption processes of 

MCPA to the amount and origin of organic matter in a long-term field experiment. 

M.H. Gerzabek, H. Kirchmann, A.J.A. Aquino, Daniel Tunega, H. Lischka. In 

European Journal of Soil Science, 2001, vol. 52, no. 2, p. 279-286. 
Citácie: 

1. [1.1] HILLER, E. - CERNANSKY, S. - ZEMANOVA, L. Sorption, Degradation and Leaching of the Phenoxyacid 

Herbicide MCPA in Two Agricultural Soils. In POLISH JOURNAL OF ENVIRONMENTAL STUDIES. ISSN 1230-

1485, 2010 2010, vol. 19, no. 2, p. 315-321., WOS 
ADCA133 HAFNER, J. - BENCO, Ľ. - BUČKO, T. Acid-based catalysis in zeolites 

investigated by density-functional methods. In Topics in Catalysis, 2006, vol. 37, no. 

1, p. 41-54. 

Citácie: 
1. [1.1] PIRNGRUBER, G.D. - RAYBAUD, P. - BELMABKHOUT, Y. - CEJKA, J. - ZUKAL, A. The role of the 



 
Správa o činnosti ÚACH SAV         2011 

 

121 

extra-framework cations in the adsorption of CO(2) on faujasite Y. In PHYSICAL CHEMISTRY CHEMICAL 

PHYSICS. ISSN 1463-9076, 2010 2010, vol. 12, no. 41, p. 13534-13546., WOS 

2. [1.1] TAFIPOLSKY, M. - AMIRJALAYER, S. - SCHMID, R. Atomistic theoretical models for nanoporous hybrid 

materials. In MICROPOROUS AND MESOPOROUS MATERIALS. ISSN 1387-1811, APR 15 2010 2010, vol. 129, 

no. 3, SI, p. 304-318., WOS 

ADCA134 HALAMKA, M. - KAVECKÝ, Š. - DOČEKAL, B. - MADEJOVÁ, J - ŠAJGALÍK, 

P. Synthesis of high purity Si3N4 and SiC powders by CVD method. In Ceramics, 

2003, vol. 47, no. 3, p. 88-93. ISSN 0862-5468. 
Citácie: 

1. [1.1] BAGCI, C. - ARIK, H.Investigation of direct pressureless sinterability of Si(3)N(4) produced from brown 

sepiolite and its characterisation. In SCIENTIFIC RESEARCH AND ESSAYS. ISSN 1992-2248, FEB 4 2010 2010, 

vol. 5, no. 3, p. 309-321., WOS 

ADCA135 HARTMANOVÁ, M. - HANIC, F. - PUTYERA, K. - TUNEGA, D. - 

GLUSHKOVA, V.B. Structure and physical-properties of stabilized hfo2-r2o3 (r=sc, 

yb, y, tb, gd, er). In Materials Chemistry and Physics, 1993, vol. 34, no. 2, p. 175-

180. ISSN 0254-0584. 
Citácie: 

1. [1.1] MANN, M. - KOLIS, J. Hydrothermal crystal growth of yttrium and rare earth stabilized hafnia. In 

JOURNAL OF CRYSTAL GROWTH, 2010, vol.312, no.3, 461-465., WOS 
ADCA136 HATALOVÁ, B. - LIŠKA, M. The bimodality in the Si-OSi bond angle distribution 

in simulated sodium silicate systems. In Journal of Non-Crystalline Solids, 1992, 

vol. 146, p. 218-224. (1.180 - IF1991). (1992 - Current Contents). ISSN 0022-3093. 
Citácie: 

1. [1.1] RADU, D. - DUMITRESCU, O. The structural characterization of alkali-silica glasses at the sub-

nanometric scale. In REVISTA ROMANA DE MATERIALE-ROMANIAN JOURNAL OF MATERIALS. ISSN 1583-

3186, 2010, vol. 40, no. 1, p. 50-59., WOS 

2. [1.1] ROTIU, E. - RADU, D. - MAZILU, C. - EFTIMIE, M. - STROIESCU, H. Li(2)O center dot 2SiO(2) glass 

structure simulation using molecular dynamics simulation. In JOURNAL OF OPTOELECTRONICS AND 

ADVANCED MATERIALS. ISSN 1454-4164, FEB 2010, vol. 12, no. 2, p. 375-379., WOS 

3. [1.2] DOREL, R. - OVIDIU, D. The structural characterization of alkali-silica glasses at the sub-nanometric 

scale. In REVISTA ROMANA DE MATERIALE/ROMANIAN JOURNAL OF MATERIALS, 2010, vol. 40, no. 1, p. 

50-59., SCOPUS 

ADCA137 HELGAKER, T. - KLOPPER, W. - KOCH, H. - NOGA, J. Basis-set convergence of 

correlated calculations on water. In Journal of Chemical Physics, 1997, vol. 106, no. 

23, p. 9639-9646. 
Citácie: 

1. [1.1] BACSKAY, G.B. Quantum Chemical Characterization of the (X)over-tilde((I)A '), (a)over-tilde((3)A '') and 

(A)over-tilde((1)A '') States of CHBr and CHI and Computed Heats of Formation for CHI and CI. In JOURNAL OF 

PHYSICAL CHEMISTRY A. ISSN 1089-5639, AUG 26 2010, vol. 114, no. 33, p. 8625-8630., WOS 

2. [1.1] BERAN, G.J.O. - NANDA, K. Predicting Organic Crystal Lattice Energies with Chemical Accuracy. In 

JOURNAL OF PHYSICAL CHEMISTRY LETTERS. ISSN 1948-7185, DEC 16 2010, vol. 1, no. 24, p. 3480-3487., 

WOS 

3. [1.1] BLAIR, S.A. - THAKKAR, A.J. How many intramolecular hydrogen bonds does the oxalic acid dimer have?. 

In CHEMICAL PHYSICS LETTERS. ISSN 0009-2614, AUG 10 2010, vol. 495, no. 4-6, p. 198-202., WOS 

4. [1.1] BOKHAN, D. - TEN-NO, S. Explicitly correlated equation-of-motion coupled-cluster methods for excited 

and electron-attached states (Retracted Article. See vol 134, ARTN 109901, 2011). In JOURNAL OF CHEMICAL 

PHYSICS. ISSN 0021-9606, NOV 28 2010, vol. 133, no. 20., WOS 

5. [1.1] BOZKAYA, U. - TURNEY, J.M. - YAMAGUCHI, Y. - SCHAEFER, H.F. The barrier height, unimolecular 

rate constant, and lifetime for the dissociation of HN(2). In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, 

FEB 14 2010, vol. 132, no. 6., WOS 

6. [1.1] BYRD, J.N. - MONTGOMERY, J.A. - COTE, R. Structure and thermochemistry of K(2)Rb, KRb(2), and 

K(2)Rb(2). In PHYSICAL REVIEW A. ISSN 1050-2947, JUL 30 2010, vol. 82, no. 1., WOS 

7. [1.1] CAMPOS, C.T. - JORGE, F.E. - SILVA, T.P. - COPPO, M.R. Basis set convergence on optical rotation 

DFT calculations. In CHEMICAL PHYSICS LETTERS. ISSN 0009-2614, JUL 19 2010, vol. 494, no. 4-6, p. 170-

173., WOS 

8. [1.1] CAZZOLI, G. - CLUDI, L. - PUZZARINI, C. - GAUSS, J. Rotational spectra of CF(+) and (13)CF(+): 

accurate rest frequencies and spectroscopic parameters. In ASTRONOMY & ASTROPHYSICS. ISSN 0004-6361, 

JAN 2010, vol. 509., WOS 

9. [1.1] CHARMET, A.P. - STOPPA, P. - TASINATO, N. - BALDAN, A. - GIORGIANNI, S. - GAMBI, A. 

Spectroscopic study of CHBrF(2) up to 9500 cm(-1): Vibrational analysis, integrated band intensities, and ab initio 



 
Správa o činnosti ÚACH SAV         2011 

 

122 

calculations. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, JUL 28 2010, vol. 133, no. 4., WOS 

10. [1.1] CIFTCIOGLU, G.A. - TRINDLE, C. - YAVUZ, I. Focal point analysis of torsional isomers of acrylic acid. 

In MOLECULAR PHYSICS. ISSN 0026-8976, 2010, vol. 108, no. 19-20, SI, p. 2601-2609., WOS 

11. [1.1] CSONTOS, J. - ROLIK, Z. - DAS, S. - KALLAY, M. High-Accuracy Thermochemistry of Atmospherically 

Important Fluorinated and Chlorinated Methane Derivatives. In JOURNAL OF PHYSICAL CHEMISTRY A. ISSN 

1089-5639, DEC 23 2010, vol. 114, no. 50, p. 13093-13103., WOS 

12. [1.1] CUESTA, I.G. - MARIN, J.S. - DE MERAS, A.S. - PAWLOWSKI, F. - LAZZERETTI, P. Assessment of the 

CTOCD-DZ method in a hierarchy of coupled cluster methods. In PHYSICAL CHEMISTRY CHEMICAL PHYSICS. 

ISSN 1463-9076, 2010, vol. 12, no. 23, p. 6163-6170., WOS 

13. [1.1] DONG, X.F. - REN, F.D. - CAO, D.L. - WANG, W.N. - ZHANG, F.Q. A MP2(full) theoretical investigation 

on the pi-halogen interaction between OCB BCO and X1X2 (X1, X2=F, Cl, Br). In JOURNAL OF MOLECULAR 

STRUCTURE-THEOCHEM. ISSN 0166-1280, DEC 15 2010, vol. 961, no. 1-3, p. 73-82., WOS 

14. [1.1] DYALL, K.G. - GOMES, A.S.P. Revised relativistic basis sets for the 5d elements Hf-Hg. In 

THEORETICAL CHEMISTRY ACCOUNTS. ISSN 1432-881X, JAN 2010, vol. 125, no. 1-2, p. 97-100., WOS 

15. [1.1] ESTARELLAS, C. - LUCAS, X. - FRONTERA, A. - QUINONERO, D. - DEYA, P.M. Erroneous behaviour 

of the widely used MP2(full)/aug-cc-pVXZ (X = D,T) level of theory for evaluating the BSSE in ion-pi complexes. In 

CHEMICAL PHYSICS LETTERS. ISSN 0009-2614, APR 9 2010, vol. 489, no. 4-6, p. 254-258., WOS 

16. [1.1] EVANGELISTA, F.A. - PROCHNOW, E. - GAUSS, J. - SCHAEFER, H.F. Perturbative triples corrections 

in state-specific multireference coupled cluster theory. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, 

FEB 21 2010, vol. 132, no. 7., WOS 

17. [1.1] FELLER, D. - PETERSON, K.A. - DIXON, D.A. Refined Theoretical Estimates of the Atomization Energies 

and Molecular Structures of Selected Small Oxygen Fluorides. In JOURNAL OF PHYSICAL CHEMISTRY A. ISSN 

1089-5639, JAN 14 2010, vol. 114, no. 1, p. 613-623., WOS 

18. [1.1] FELLER, D. - PETERSON, K.A. - HILL, J.G. Calibration study of the CCSD(T)-F12a/b methods for C(2) 

and small hydrocarbons. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, NOV 14 2010, vol. 133, no. 

18., WOS 

19. [1.1] FENG, H. - ALLEN, W.D. The problematic C(2)H(4)+F(2) reaction barrier. In JOURNAL OF 

CHEMICAL PHYSICS. ISSN 0021-9606, MAR 7 2010, vol. 132, no. 9., WOS 

20. [1.1] FLAD, H.J. - ROHWEDDER, T. - SCHNEIDER, R. Adaptive Methods in Quantum Chemistry. In 

ZEITSCHRIFT FUR PHYSIKALISCHE CHEMIE-INTERNATIONAL JOURNAL OF RESEARCH IN PHYSICAL 

CHEMISTRY & CHEMICAL PHYSICS. ISSN 0942-9352, 2010, vol. 224, no. 3-4, SI, p. 651-669., WOS 

21. [1.1] GERONIMO, I. - LEE, E.C. - SINGH, N.J. - KIM, K.S. How Different are Electron-Rich and Electron-

Deficient pi Interactions?. In JOURNAL OF CHEMICAL THEORY AND COMPUTATION. ISSN 1549-9618, JUL 

2010, vol. 6, no. 7, p. 1931-1934., WOS 

22. [1.1] GOMES, A.P. - DYALL, K.G. - VISSCHER, L. Relativistic double-zeta, triple-zeta, and quadruple-zeta 

basis sets for the lanthanides La-Lu. In THEORETICAL CHEMISTRY ACCOUNTS. ISSN 1432-881X, NOV 2010, 

vol. 127, no. 4, p. 369-381., WOS 

23. [1.1] GONZALEZ-GARCIA, N. - OLZMANN, M. Kinetics of the chemically activated HSO(5) radical under 

atmospheric conditions - a master-equation study. In PHYSICAL CHEMISTRY CHEMICAL PHYSICS. ISSN 1463-

9076, 2010, vol. 12, no. 38, p. 12290-12298., WOS 

24. [1.1] GOSLING, M.P. - PUGLIESI, I. - COCKETT, M.C.R. The role of the methyl group in stabilising the weak 

N-H ... pi hydrogen bond in the 4-fluorotoluene-ammonia complex. In PHYSICAL CHEMISTRY CHEMICAL 

PHYSICS. ISSN 1463-9076, 2010, vol. 12, no. 1, p. 132-142., WOS 

25. [1.1] GOUMANS, T.P.M. - KASTNER, J. Hydrogen-Atom Tunneling Could Contribute to H(2) Formation in 

Space. In ANGEWANDTE CHEMIE-INTERNATIONAL EDITION. ISSN 1433-7851, 2010, vol. 49, no. 40, p. 7350-

7352., WOS 

26. [1.1] GOUR, J.R. - PIECUCH, P. - WLOCH, M. Comparison of the completely renormalized equation-of-

motion coupled-cluster and Quantum Monte Carlo results for the low-lying electronic states of methylene. In 

MOLECULAR PHYSICS. ISSN 0026-8976, 2010, vol. 108, no. 19-20, SI, p. 2633-2646., WOS 

27. [1.1] GRAFOVA, L. - PITONAK, M. - REZAC, J. - HOBZA, P. Comparative Study of Selected Wave Function 

and Density Functional Methods for Noncovalent Interaction Energy Calculations Using the Extended S22 Data 

Set. In JOURNAL OF CHEMICAL THEORY AND COMPUTATION. ISSN 1549-9618, AUG 2010, vol. 6, no. 8, p. 

2365-2376., WOS 

28. [1.1] GRIMME, S. - KRUSE, H. - GOERIGK, L. - ERKER, G. The Mechanism of Dihydrogen Activation by 

Frustrated Lewis Pairs Revisited. In ANGEWANDTE CHEMIE-INTERNATIONAL EDITION. ISSN 1433-7851, 

2010, vol. 49, no. 8, p. 1402-1405., WOS 

29. [1.1] HENDERSON, T.M. - SCUSERIA, G.E. The connection between self-interaction and static correlation: a 

random phase approximation perspective. In MOLECULAR PHYSICS. ISSN 0026-8976, 2010, vol. 108, no. 19-20, 

SI, p. 2511-2517., WOS 

30. [1.1] HERMOSO, W. - ORNELLAS, F.R. Predicting and characterizing new molecular species at a high-level 

theoretical approach: HSeCl, HClSe, and SeCl. In CHEMICAL PHYSICS LETTERS. ISSN 0009-2614, OCT 29 

2010, vol. 499, no. 4-6, p. 213-218., WOS 

31. [1.1] HILL, J.G. - MAZUMDER, S. - PETERSON, K.A. Correlation consistent basis sets for molecular core-



 
Správa o činnosti ÚACH SAV         2011 

 

123 

valence effects with explicitly correlated wave functions: The atoms B-Ne and Al-Ar. In JOURNAL OF CHEMICAL 

PHYSICS. ISSN 0021-9606, FEB 7 2010, vol. 132, no. 5., WOS 

32. [1.1] HOLKA, F. - SZALAY, P.G. - MULLER, T. - TYUTEREV, V.G. Toward an Improved Ground State 

Potential Energy Surface of Ozone. In JOURNAL OF PHYSICAL CHEMISTRY A. ISSN 1089-5639, SEP 16 2010, 

vol. 114, no. 36, p. 9927-9935., WOS 

33. [1.1] HUANG, X.C. - VALEEV, E.F. - LEE, T.J. Comparison of one-particle basis set extrapolation to explicitly 

correlated methods for the calculation of accurate quartic force fields, vibrational frequencies, and spectroscopic 

constants: Application to H(2)O, N(2)H(+), NO(2)(+), and C(2)H(2). In JOURNAL OF CHEMICAL PHYSICS. 

ISSN 0021-9606, DEC 28 2010, vol. 133, no. 24., WOS 

34. [1.1] HUENERBEIN, R. - SCHIRMER, B. - MOELLMANN, J. - GRIMME, S. Effects of London dispersion on 

the isomerization reactions of large organic molecules: a density functional benchmark study. In PHYSICAL 

CHEMISTRY CHEMICAL PHYSICS. ISSN 1463-9076, 2010, vol. 12, no. 26, p. 6940-6948., WOS 

35. [1.1] IRIKURA, K.K. Thermochemistry of Ammonium Nitrate, NH(4)NO(3), in the Gas Phase. In JOURNAL OF 

PHYSICAL CHEMISTRY A. ISSN 1089-5639, NOV 4 2010, vol. 114, no. 43, p. 11651-11653., WOS 

36. [1.1] JAEGER, H.M. - SCHAEFER, H.F. - DEMAISON, J. - CSASZAR, A.G. - ALLEN, W.D. Lowest-Lying 

Conformers of Alanine: Pushing Theory to Ascertain Precise Energetics and Semiexperimental R(e) Structures. In 

JOURNAL OF CHEMICAL THEORY AND COMPUTATION. ISSN 1549-9618, OCT 2010, vol. 6, no. 10, p. 3066-

3078., WOS 

37. [1.1] JIAN, R.C. - TSAI, C. - HSU, L.C. - CHEN, H.L. Theoretical Study on Reaction Mechanisms and Kinetics 

of Cyanomidyl Radical with NO. In JOURNAL OF PHYSICAL CHEMISTRY A. ISSN 1089-5639, APR 8 2010, vol. 

114, no. 13, p. 4655-4663., WOS 

38. [1.1] KAMINSKY, J. - RAICH, I. - TOMCAKOVA, K. - BOUR, P. Conformational Behavior of Simple 

Furanosides Studied by Optical Rotation. In JOURNAL OF COMPUTATIONAL CHEMISTRY. ISSN 0192-8651, 

AUG 2010, vol. 31, no. 11, p. 2213-2224., WOS 

39. [1.1] KARTHIKEYAN, S. - LEE, H.M. - KIM, K.S. Structure, Stabilities, Thermodynamic Properties, and IR 

Spectra of Acetylene Clusters (C(2)H(2))(n=2-5). In JOURNAL OF CHEMICAL THEORY AND COMPUTATION. 

ISSN 1549-9618, OCT 2010, vol. 6, no. 10, p. 3190-3197., WOS 

40. [1.1] KOHN, A. - TEW, D.P. Explicitly correlated coupled-cluster theory using cusp conditions. I. Perturbation 

analysis of coupled-cluster singles and doubles (CCSD-F12). In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-

9606, NOV 7 2010, vol. 133, no. 17., WOS 

41. [1.1] KOHN, A. Explicitly correlated coupled-cluster theory using cusp conditions. II. Treatment of connected 

triple excitations. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, NOV 7 2010, vol. 133, no. 17., WOS 

42. [1.1] KRAUS, M. - SIMOVA, L. - NEOGRADY, P. - URBAN, M. Core-valence correlation effects in the ground 

and low-lying excited states of GaN. In MOLECULAR PHYSICS. ISSN 0026-8976, 2010, vol. 108, no. 3-4, SI, p. 

467-476., WOS 

43. [1.1] KUPKA, T. - LIN, H.M. - STOBINSKI, L. - CHEN, C.H. - LIOU, W.J. - WRZALIK, R. - FLISAK, Z. 

Experimental and theoretical studies on corals. I. Toward understanding the origin of color in precious red corals 

from Raman and IR spectroscopies and DFT calculations. In JOURNAL OF RAMAN SPECTROSCOPY. ISSN 

0377-0486, JUN 2010, vol. 41, no. 6, p. 651-658., WOS 

44. [1.1] KUPKA, T. - STACHOW, M. - NIERADKA, M. - KAMINSKY, J. - PLUTA, T. Convergence of Nuclear 

Magnetic Shieldings in the Kohn-Sham Limit for Several Small Molecules. In JOURNAL OF CHEMICAL THEORY 

AND COMPUTATION. ISSN 1549-9618, MAY 2010, vol. 6, no. 5, p. 1580-1589., WOS 

45. [1.1] LAU, K.C. - CHANG, Y.C. - SHI, X.Y. - NG, C.Y. High-level ab initio predictions for the ionization energy, 

bond dissociation energies, and heats of formation of nickel carbide (NiC) and its cation (NiC(+)). In JOURNAL 

OF CHEMICAL PHYSICS. ISSN 0021-9606, SEP 21 2010, vol. 133, no. 11., WOS 

46. [1.1] LI, A.H.T. - CHAO, S.D. - CHANG, C.C. Determination of a silane intermolecular force field potential 

model from an ab initio calculation. In PHYSICAL REVIEW A. ISSN 1050-2947, DEC 29 2010, vol. 82, no. 6., WOS 

47. [1.1] LI, A.H.T. - HUANG, S.C. - CHAO, S.D. Molecular dynamics simulation of liquid carbon tetrachloride 

using ab initio force field. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, JAN 14 2010, vol. 132, no. 2., 

WOS 

48. [1.1] LI, Y.Q. - VARANDAS, A.J.C. Accurate Potential Energy Surface for the 1(2)A ' State of NH(2): Scaling of 

External Correlation Versus Extrapolation to the Complete Basis Set Limit. In JOURNAL OF PHYSICAL 

CHEMISTRY A. ISSN 1089-5639, SEP 16 2010, vol. 114, no. 36, p. 9644-9654., WOS 

49. [1.1] LODI, L. - TENNYSON, J. Theoretical methods for small-molecule ro-vibrational spectroscopy. In 

JOURNAL OF PHYSICS B-ATOMIC MOLECULAR AND OPTICAL PHYSICS. ISSN 0953-4075, JUL 14 2010, vol. 

43, no. 13., WOS 

50. [1.1] LU, T.X. - HAO, Q.A. - SIMMONETT, A.C. - EVANGELISTA, F.A. - YAMAGUCHI, Y. - FANG, D.C. - 

SCHAEFER, H.F. Low-Lying Triplet States of Diphosphene and Diphosphinylidene. In JOURNAL OF PHYSICAL 

CHEMISTRY A. ISSN 1089-5639, OCT 14 2010, vol. 114, no. 40, p. 10850-10856., WOS 

51. [1.1] MAITY, S. - DEY, A. - PATWARI, G.N. - KARTHIKEYAN, S. - KIM, K.S. A Combined Spectroscopic and 

ab Initio Investigation of Phenylacetylene-Methylamine Complex. Observation of sigma and pi Type Hydrogen-

Bonded Configurations and Fluorescence Quenching by Weak C-H center dot center dot center dot N Hydrogen 

Bonding. In JOURNAL OF PHYSICAL CHEMISTRY A. ISSN 1089-5639, OCT 28 2010, vol. 114, no. 42, p. 11347-



 
Správa o činnosti ÚACH SAV         2011 

 

124 

11352., WOS 

52. [1.1] MAITY, S. - PATWARI, G.N. - KARTHIKEYAN, S. - KIM, K.S. Binary complexes of tertiary amines with 

phenylacetylene. Dispersion wins over electrostatics. In PHYSICAL CHEMISTRY CHEMICAL PHYSICS. ISSN 

1463-9076, 2010, vol. 12, no. 23, p. 6150-6156., WOS 

53. [1.1] MIN, S.K. - PARK, M. - SINGH, N.J. - LEE, H.M. - LEE, E.C. - KIM, K.S. - LAGUTSCHENKOV, A. - 

NIEDNER-SCHATTEBURG, G. Chiral Transformation in Protonated and Deprotonated Adipic Acids through 

Multistep Internal Proton Transfer. In CHEMISTRY-A EUROPEAN JOURNAL. ISSN 0947-6539, 2010, vol. 16, no. 

34, p. 10373-10379., WOS 

54. [1.1] MLADEK, A. - SPONER, J.E. - JURECKA, P. - BANAS, P. - OTYEPKA, M. - SVOZIL, D. - SPONER, J. 

Conformational Energies of DNA Sugar-Phosphate Backbone: Reference QM Calculations and a Comparison with 

Density Functional Theory and Molecular Mechanics. In JOURNAL OF CHEMICAL THEORY AND 

COMPUTATION. ISSN 1549-9618, DEC 2010, vol. 6, no. 12, p. 3817-3835., WOS 

55. [1.1] MOK, D.K.W. - LEE, E.P.F. - CHAU, F.T. - DYKE, J.M. Franck-Condon simulation of the photoelectron 

spectrum of AsF(2) and the photodetachment spectrum of AsF(2)(-) using ab initio calculations: Ionization energy 

and electron affinity of AsF(2). In PHYSICAL CHEMISTRY CHEMICAL PHYSICS. ISSN 1463-9076, 2010, vol. 12, 

no. 31, p. 9076-9088., WOS 

56. [1.1] MUTTER, S.T. - PLATTS, J.A. Modulation of Stacking Interactions by Transition-Metal Coordination: Ab 

Initio Benchmark Studies. In CHEMISTRY-A EUROPEAN JOURNAL. ISSN 0947-6539, 2010, vol. 16, no. 18, p. 

5391-5399., WOS 

57. [1.1] NAGY, B. - CSONTOS, J. - KALLAY, M. - TASI, G. High-Accuracy Theoretical Study on the 

Thermochemistry of Several Formaldehyde Derivatives. In JOURNAL OF PHYSICAL CHEMISTRY A. ISSN 1089-

5639, DEC 23 2010, vol. 114, no. 50, p. 13213-13221., WOS 

58. [1.1] NAGY, P.I. - ERHARDT, P.W. Theoretical Studies of Salt-Bridge Formation by Amino Acid Side Chains in 

Low and Medium Polarity Environments. In JOURNAL OF PHYSICAL CHEMISTRY B. ISSN 1520-6106, DEC 16 

2010, vol. 114, no. 49, p. 16436-16442., WOS 

59. [1.1] NAGY, P.I. - MAHESHWARI, A. - KIM, Y.W. - MESSER, W.S. Theoretical and Experimental Studies of the 

Isomeric Protonation in Solution for a Prototype Aliphatic Ring Containing Two Nitrogens. In JOURNAL OF 

PHYSICAL CHEMISTRY B. ISSN 1520-6106, JAN 14 2010, vol. 114, no. 1, p. 349-360., WOS 

60. [1.1] NIZOVTSEV, A.S. - BAKLANOV, A.V. Potential energy surface and rate constant of the inversion 

substitution reactions CH(3)X + O(2) -> CH(3)O(2)(center dot) + X(center dot) (X = SH, NO(2)). In MENDELEEV 

COMMUNICATIONS. ISSN 0959-9436, NOV-DEC 2010, vol. 20, no. 6, p. 340-342., WOS 

61. [1.1] NOLAN, S.J. - BYGRAVE, P.J. - ALLAN, N.L. - MANBY, F.R. Comparison of the incremental and 

hierarchical methods for crystalline neon. In JOURNAL OF PHYSICS-CONDENSED MATTER. ISSN 0953-8984, 

FEB 24 2010, vol. 22, no. 7., WOS 

62. [1.1] OHK, Y. - KIM, Y.H. - JUNG, Y. Comment on "Inaccuracy of Density Functional Theory Calculations for 

Dihydrogen Binding Energetics onto Ca Cation Centers". In PHYSICAL REVIEW LETTERS. ISSN 0031-9007, APR 

30 2010, vol. 104, no. 17., WOS 

63. [1.1] OLAH, J. - VESZPREMI, T. - WOOLLINS, J.D. - BLOCKHUYS, F. Combining the chemistries of silylene 

and sulfur-nitrogen compounds-SiS(2)N(2) and related systems. In DALTON TRANSACTIONS. ISSN 1477-9226, 

2010, vol. 39, no. 13, p. 3256-3263., WOS 

64. [1.1] OYEDEPO, G.A. - WILSON, A.K. Multireference Correlation Consistent Composite Approach [MR-

ccCA]: Toward Accurate Prediction of the Energetics of Excited and Transition State Chemistry. In JOURNAL OF 

PHYSICAL CHEMISTRY A. ISSN 1089-5639, AUG 26 2010, vol. 114, no. 33, p. 8806-8816., WOS 

65. [1.1] PAIER, J. - JANESKO, B.G. - HENDERSON, T.M. - SCUSERIA, G.E. - GRUNEIS, A. - KRESSE, G. 

Hybrid functionals including random phase approximation correlation and second-order screened exchange. In 

JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, MAR 7 2010, vol. 132, no. 9., WOS 

66. [1.1] PETERSON, K.A. - YOUSAF, K.E. Molecular core-valence correlation effects involving the post-d 

elements Ga-Rn: Benchmarks and new pseudopotential-based correlation consistent basis sets. In JOURNAL OF 

CHEMICAL PHYSICS. ISSN 0021-9606, NOV 7 2010, vol. 133, no. 17., WOS 

67. [1.1] PETERSON, K.A. A theoretical study of the low-lying electronic states of OIO and the ground states of 

IOO and OIO(-). In MOLECULAR PHYSICS. ISSN 0026-8976, 2010, vol. 108, no. 3-4, SI, p. 393-408., WOS 

68. [1.1] PITONAK, M. - HESSELMANN, A. Accurate Intermolecular Interaction Energies from a Combination of 

MP2 and TDDFT Response Theory. In JOURNAL OF CHEMICAL THEORY AND COMPUTATION. ISSN 1549-

9618, JAN 2010, vol. 6, no. 1, p. 168-178., WOS 

69. [1.1] PUZZARINI, C. - BARONE, V. Benchmark Calculations for Molecules in the Gas Phase: State-of-the-Art 

Coupled-Cluster Computations. In INTERNATIONAL JOURNAL OF QUANTUM CHEMISTRY. ISSN 0020-7608, 

MAR 5 2010, vol. 110, no. 3, p. 637-655., WOS 

70. [1.1] PUZZARINI, C. - BARONE, V. Toward spectroscopic accuracy for open-shell systems: Molecular 

structure and hyperfine coupling constants of H(2)CN, H(2)CP, NH(2), and PH(2) as test cases. In JOURNAL OF 

CHEMICAL PHYSICS. ISSN 0021-9606, NOV 14 2010, vol. 133, no. 18., WOS 

71. [1.1] PUZZARINI, C. - CAZZOLI, G. - GAUSS, J. Rotational spectra of isotopic species of silyl fluoride. Part II: 

Theoretical and semi-experimental equilibrium structure. In JOURNAL OF MOLECULAR SPECTROSCOPY. ISSN 

0022-2852, JUL 2010, vol. 262, no. 1, p. 37-41., WOS 



 
Správa o činnosti ÚACH SAV         2011 

 

125 

72. [1.1] PUZZARINI, C. - STANTON, J.F. - GAUSS, J. Quantum-chemical calculation of spectroscopic parameters 

for rotational spectroscopy. In INTERNATIONAL REVIEWS IN PHYSICAL CHEMISTRY. ISSN 0144-235X, 2010, 

vol. 29, no. 2, p. 273-367., WOS 

73. [1.1] PUZZARINI, C. A Theoretical Study of the CH(2)N Isomers: Molecular Structure and Energetics. In 

INTERNATIONAL JOURNAL OF QUANTUM CHEMISTRY. ISSN 0020-7608, NOV 5 2010, vol. 110, no. 13, p. 

2483-2494., WOS 

74. [1.1] RIBEIRO, A.J.M. - RAMOS, M.J. - FERNANDES, P.A. Benchmarking of DFT Functionals for the 

Hydrolysis of Phosphodiester Bonds. In JOURNAL OF CHEMICAL THEORY AND COMPUTATION. ISSN 1549-

9618, AUG 2010, vol. 6, no. 8, p. 2281-2292., WOS 

75. [1.1] RILEY, K.E. - PITONAK, M. - JURECKA, P. - HOBZA, P. Stabilization and Structure Calculations for 

Noncovalent Interactions in Extended Molecular Systems Based on Wave Function and Density Functional 

Theories. In CHEMICAL REVIEWS. ISSN 0009-2665, SEP 2010, vol. 110, no. 9, p. 5023-5063., WOS 

76. [1.1] SEARS, J.S. - CHANCE, R.R. - BREDAS, J.L. Torsion Potential in Polydiacetylene: Accurate 

Computations on Oligomers Extrapolated to the Polymer Limit. In JOURNAL OF THE AMERICAN CHEMICAL 

SOCIETY. ISSN 0002-7863, SEP 29 2010, vol. 132, no. 38, p. 13313-13319., WOS 

77. [1.1] SHIOZAKI, T. - WERNER, H.J. Communication: Second-order multireference perturbation theory with 

explicit correlation: CASPT2-F12. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, OCT 14 2010, vol. 

133, no. 14., WOS 

78. [1.1] SOHN, W.Y. - KIM, M. - KIM, S.S. - KANG, H. Computational Study of 3-Aminophenol center 

dot(CO(2))(1) Cluster: CO(2) Capture Ability of 3-Aminophenol. In BULLETIN OF THE KOREAN CHEMICAL 

SOCIETY. ISSN 0253-2964, OCT 20 2010, vol. 31, no. 10, p. 2806-2808., WOS 

79. [1.1] STEELE, R.P. - DISTASIO, R.A. - HEAD-GORDON, M. - LI, Y. - GALLI, G.L. The 1,4-

phenylenediisocyanide dimer: gas-phase properties and insights into organic self-assembled monolayers. In 

PHYSICAL CHEMISTRY CHEMICAL PHYSICS. ISSN 1463-9076, 2010, vol. 12, no. 1, p. 82-96., WOS 

80. [1.1] STEINMANN, S.N. - CORMINBOEUF, C. A System-Dependent Density-Based Dispersion Correction. In 

JOURNAL OF CHEMICAL THEORY AND COMPUTATION. ISSN 1549-9618, JUL 2010, vol. 6, no. 7, p. 1990-

2001., WOS 

81. [1.1] TAI, T.B. - GRANT, D.J. - NGUYEN, M.T. - DIXON, D.A. Thermochemistry and Electronic Structure of 

Small Boron Clusters (B(n), n=5-13) and Their Anions. In JOURNAL OF PHYSICAL CHEMISTRY A. ISSN 1089-

5639, JAN 21 2010, vol. 114, no. 2, p. 994-1007., WOS 

82. [1.1] TOSONI, S. - SAUER, J. Accurate quantum chemical energies for the interaction of hydrocarbons with 

oxide surfaces: CH(4)/MgO(001). In PHYSICAL CHEMISTRY CHEMICAL PHYSICS. ISSN 1463-9076, 2010, vol. 

12, no. 42, p. 14330-14340., WOS 

83. [1.1] TSUZUKI, S. - UCHIMARU, T. - MIKAMI, M. - KITAGAWA, H. - KOBAYASHI, K. Mechanism of 

Orientational Isomerism of Unsymmetrical Guests in a Heterodimeric Capsule: Analysis by Ab Initio Molecular 

Orbital Calculations. In JOURNAL OF PHYSICAL CHEMISTRY B. ISSN 1520-6106, APR 29 2010, vol. 114, no. 

16, p. 5335-5341., WOS 

84. [1.1] UTZAT, K.A. - BOHN, R.K. - MONTGOMERY, J.A. - MICHELS, H.H. - CAMINATI, W. Rotational 

Spectrum, Tunneling Motions, and Potential Barriers of Benzyl Alcohol. In JOURNAL OF PHYSICAL CHEMISTRY 

A. ISSN 1089-5639, JUL 1 2010, vol. 114, no. 25, p. 6913-6916., WOS 

85. [1.1] VAN DER KAMP, M.W. - ZUREK, J. - MANBY, F.R. - HARVEY, J.N. - MULHOLLAND, A.J. Testing 

High-Level QM/MM Methods for Modeling Enzyme Reactions: Acetyl-CoA Deprotonation in Citrate Synthase. In 

JOURNAL OF PHYSICAL CHEMISTRY B. ISSN 1520-6106, SEP 2 2010, vol. 114, no. 34, p. 11303-11314., WOS 

86. [1.1] VARANDAS, A.J.C. Spin-component-scaling second-order Moller-Plesset theory and its variants for 

economical correlation energies: Unified theoretical interpretation and use for quartet N(3). In JOURNAL OF 

CHEMICAL PHYSICS. ISSN 0021-9606, AUG 14 2010, vol. 133, no. 6., WOS 

87. [1.1] VASILIU, M. - FELLER, D. - GOLE, J.L. - DIXON, D.A. Structures and Heats of Formation of Simple 

Alkaline Earth Metal Compounds: Fluorides, Chlorides, Oxides, and Hydroxides for Be, Mg, and Ca. In JOURNAL 

OF PHYSICAL CHEMISTRY A. ISSN 1089-5639, SEP 2 2010, vol. 114, no. 34, p. 9349-9358., WOS 

88. [1.1] VASILIU, M. - LI, S.G. - PETERSON, K.A. - FELLER, D. - GOLE, J.L. - DIXON, D.A. Structures and 

Heats of Formation of Simple Alkali Metal Compounds: Hydrides, Chlorides, Fluorides, Hydroxides, and Oxides for 

Li, Na, and K. In JOURNAL OF PHYSICAL CHEMISTRY A. ISSN 1089-5639, APR 1 2010, vol. 114, no. 12, p. 

4272-4281., WOS 

89. [1.1] VIEGAS, L.P. - VARANDAS, A.J.C. HO(2) + O(3) Reaction: Ab Initio Study and Implications in 

Atmospheric Chemistry. In JOURNAL OF CHEMICAL THEORY AND COMPUTATION. ISSN 1549-9618, FEB 

2010, vol. 6, no. 2, p. 412-420., WOS 

90. [1.1] WALLEVIK, S.O. - BJORNSSON, R. - KVARAN, A. - JONSDOTTIR, S. - ARNASON, I. - BELYAKOV, A.V. 

- BASKAKOV, A.A. - HASSLER, K. - OBERHAMMER, H. Conformational Properties of 1-Silyl-1-Silacyclohexane, 

C(5)H(10)SiHSiH(3): Gas Electron Diffraction, Low-Temperature NMR, Temperature-Dependent Raman 

Spectroscopy, and Quantum Chemical Calculations. In JOURNAL OF PHYSICAL CHEMISTRY A. ISSN 1089-

5639, FEB 11 2010, vol. 114, no. 5, p. 2127-2135., WOS 

91. [1.1] WALLEVIK, S.O. - BJORNSSON, R. - KVARAN, A. - JONSDOTTIR, S. - GIRICHEV, G.V. - GIRICHEVA, 

N.I. - HASSLER, K. - ARNASON, I. Conformational properties of 1-fluoro-1-methyl-silacyclohexane and 1-methyl-



 
Správa o činnosti ÚACH SAV         2011 

 

126 

1-trifluoromethyl-1-silacyclohexane: Gas electron diffraction, low-temperature NMR, temperature-dependent 

Raman spectroscopy, and quantum chemical calculations. In JOURNAL OF MOLECULAR STRUCTURE. ISSN 

0022-2860, AUG 20 2010, vol. 978, no. 1-3, SI, p. 209-219., WOS 

92. [1.1] WU, Q.Y. - HAO, Q.A. - YAMAGUCHI, Y. - LI, Q.S. - FANG, D.C. - SCHAEFER, H.F. Unusual Isomers of 

Disilacyclopropenylidene (Si(2)CH(2)). In JOURNAL OF PHYSICAL CHEMISTRY A. ISSN 1089-5639, JUL 8 

2010, vol. 114, no. 26, p. 7102-7109., WOS 

93. [1.1] YANG, H. - MAHAPATRA, S. - CHEONG, P.H.Y. - CARTER, R.G. Highly Stereoselective and Scalable 

anti-Aldol Reactions Using N-(p-Dodecylphenylsulfonyl)-2-pyrrolidinecarboxamide: Scope and Origins of 

Stereoselectivities. In JOURNAL OF ORGANIC CHEMISTRY. ISSN 0022-3263, NOV 5 2010, vol. 75, no. 21, p. 

7279-7290., WOS 

94. [1.1] YANG, J. - HATTIG, C. Recent Advances in Explicitly Correlated Coupled-Cluster Response Theory for 

Excited States and Optical Properties. In ZEITSCHRIFT FUR PHYSIKALISCHE CHEMIE-INTERNATIONAL 

JOURNAL OF RESEARCH IN PHYSICAL CHEMISTRY & CHEMICAL PHYSICS. ISSN 0942-9352, 2010, vol. 

224, no. 3-4, SI, p. 383-395., WOS 

95. [1.2] ALAGONA, G. - GHIO, C. - NAGY, P.I. The catalytic effect of water on the keto-enol tautomerism. 

Pyruvate and acetylacetone: A computational challenge. In PHYSICAL CHEMISTRY CHEMICAL PHYSICS, 2010, 

vol. 12, no. 35, p. 10173-10188, SCOPUS 

96. [1.2] ALONGI, K.S. - SHIELDS, G.C. Theoretical calculations of acid dissociation constants. A review article. 

In ANNUAL REPORTS IN COMPUTATIONAL CHEMISTRY, 2010, vol. 6, no. C, p. 113-138., SCOPUS 

97. [1.2] BALABIN, R.M. Communications: Intramolecular basis set superposition error as a measure of basis set 

incompleteness: Can one reach the basis set without extrapolation? In JOURNAL OF CHEMICAL PHYSICS, 2010, 

vol. 132, no. 21., SCOPUS 

98. [1.2] SCHAEFER, H.F. - LU, T. - HAO, Q. - SIMMONETT, A.C. - EVANGELISTA, F.A. - YAMAGUCHI, Y. - 

FANG, D.-C. Low-lying triplet states of diphosphene and diphosphinylidene. In JOURNAL OF PHYSICAL 

CHEMISTRY A, 2010, vol. 114, no. 40, p. 10850-10856., SCOPUS 
ADCA138 HRACHOVÁ, J. BILLIK, P. - FAJNOR, V. 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 1418-2874. 
Citácie: 

1. [1.1] GŁADYSZ-PŁASKA, A. - MAJDAN, M. - STERNIK, D. - PIKUS, S. - ZIĘBA, E. Sorptive and thermal 

properties of red clay in relation to Cr(VI). In JOURNAL OF THERMAL ANALYSIS AND CALORIMETRY. ISSN 

1388-6150, 2010, vol. 101, no. 2, p. 775-778., WOS 

ADCA139 HRACHOVÁ, J. - KOMADEL, P. - CHODÁK, I. Effect of montmorillonite 

modification on mechanical properties of vulcanized natural rubber composites. I. 

Chodák. In Journal of Materials Science, 2008, vol. 43, p. 2012-2017. 
Citácie: 

1. [1.1] DIEZ, J. - BELLAS, R. - RAMIREZ, C. - RODRIGUEZ, A. Effect of Organoclay Reinforcement on the 

Curing Characteristics and Technological Properties of SBR Sulphur Vulcanizates. In JOURNAL OF APPLIED 

POLYMER SCIENCE. ISSN 0021-8995, OCT 5 2010, vol. 118, no. 1, p. 566-573., WOS 

2. [1.1] WANG, Q.L. - YANG, F.Y. - YANG, Q.A. - GUAN, H.Y. - CHEN, J.H. The Magnetism Properties and 

Surface Microstructure of NBR/Fe3O4 Composites. In INTERNATIONAL JOURNAL OF POLYMERIC 

MATERIALS. ISSN 0091-4037, 2010, vol. 59, no. 11, p. 902-910., WOS 

3. [1.1] ZHOU, L.Z. - LI, P.Y. - SONG, G.J. - GU, Z. - WANG, L. - GAO, Z.B. Study on a High Performance 

Packaging Material of HDPE/LLDPE/OMMT Nanocomposites. In POLYMERS & POLYMER COMPOSITES. ISSN 

0967-3911, 2010, vol. 18, no. 4, p. 181-188., WOS 

ADCA140 HRACHOVÁ, J. - KOMADEL, P. - FAJNOR, V.Š. The effect of mechanical 

treatment on the structure of montmorillonite. In Materials Letters, 2007, vol. 61, p. 

3361-3365. 
Citácie: 

1. [1.1] BOUDRICHE, L. - HAMDI, B. - KESSAISSIA, Z. - CALVET, R. - CHAMAYOU, A. - DODDS, J.A. - 

BALARD, H. An assessment of the surface properties of milled attapulgite using inverse gas chromatography. In 

CLAYS AND CLAY MINERALS. ISSN 0009-8604, APR 2010, vol. 58, no. 2, p. 143-153., WOS 

2. [1.1] GALAMBOS, M. - KUFCAKOVA, J. - ROSSKOPFOVA, O. - RAJEC, P. Adsorption of cesium and 

strontium on natrified bentonites. In JOURNAL OF RADIOANALYTICAL AND NUCLEAR CHEMISTRY. ISSN 

0236-5731, MAR 2010, vol. 283, no. 3, p. 803-813., WOS 

3. [1.1] MAURICIO-IGLESIAS, M. - PEYRON, S. - GUILLARD, V. - GONTARD, N. Wheat Gluten Nanocomposite 

Films as Food-Contact Materials: Migration Tests and Impact of a Novel Food Stabilization Technology (High 

Pressure). In JOURNAL OF APPLIED POLYMER SCIENCE. ISSN 0021-8995, JUN 5 2010, vol. 116, no. 5, p. 

2526-2535., WOS 

ADCA141 HRACHOVÁ, J. - MADEJOVÁ, J. - BILLIK, P. - KOMADEL, P. - FAJNOR, V.Š. 



 
Správa o činnosti ÚACH SAV         2011 

 

127 

Dry grinding of Ca and octadecyltrimethylammonium montmorillonite. In Journal of 

Colloid and Interface Science, 2007, vol. 316, p. 589-595. 
Citácie: 

1. [1.1] VDOVIC, N. - JURINA, I. - SKAPIN, S.D. - SONDI, I. The surface properties of clay minerals modified by 

intensive dry milling - revisited. In APPLIED CLAY SCIENCE. ISSN 0169-1317, MAY 2010, vol. 48, no. 4, p. 575-

580., WOS 

2. [1.1] XIA, M.S. - JIANG, Y.S. - ZHAO, L. - LI, F.F. - XUE, B. - SUN, M.M. - LIU, D.R. - ZHANG, X.G. Wet 

grinding of montmorillonite and its effect on the properties of mesoporous montmorillonite. In COLLOIDS AND 

SURFACES A-PHYSICOCHEMICAL AND ENGINEERING ASPECTS. ISSN 0927-7757, MAR 5 2010, vol. 356, no. 

1-3, p. 1-9., WOS 

ADCA142 HRICOVÍNI, M. - MALKINA, O. - BÍZIK, F. - TURI NAGY, L. - MALKIN, V. 

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] HRICOVINIOVA, Z. A new approach to Amadori ketoses via Mo(VI)-catalyzed stereospecific isomerization 

of 2-C-branched sugars bearing azido function in a microwave field. In TETRAHEDRON-ASYMMETRY. ISSN 

0957-4166, SEP 27 2010, vol. 21, no. 18, p. 2238-2243., WOS 
ADCA143 HRICOVÍNI, M. - SCHOLTZOVÁ, E. - BÍZIK, F. B3LYP/6-311++G study of 

structure and spin-spin coupling constant in heparin disaccharide. In Carbohydrate 

Research, 2007, vol. 342, p. 1350-1356. 
Citácie: 

1. [1.1] HOUNSELL, EF Title: NMR of carbohydrates, lipids and membranes Source: NUCLEAR MAGNETIC 

RESONANCE, VOL 38  Book Series: Nuclear Magnetic Resonance  Volume: 38 Y 2009 Pages: 346-369, WOS 

2. [1.1] REMKO, M. - VAN DUIJNEN, P.T. - BROER, R. Molecular structure of basic oligomeric building units of 

heparan-sulfate glycosaminoglycans. In STRUCTURAL CHEMISTRY. ISSN 1040-0400, OCT 2010, vol. 21, no. 5, 

p. 965-976., WOS 

3. [1.1] SAWEN, E. - ROSLUND, M.U. - CUMPSTEY, I. - WIDMALM, G. Synthesis and conformational analysis 

of carbasugar bioisosteres of alpha-L-iduronic acid and its methyl glycoside. In CARBOHYDRATE RESEARCH. 

ISSN 0008-6215, MAY 27 2010, vol. 345, no. 8, p. 984-993., WOS 

ADCA144 HROBÁRIK, P. - HORVÁTH, B. - SIGMUNDOVÁ, I. - ZAHRADNÍK, P. - 

MALKINA, O. The impact of the pí-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. 
Citácie: 

1. [1.1] BERIONNI, G. - PEGOT, B. - GOUMONT, R. Theoretical and experimental (1)H, (13)C and (15)N NMR 

studies of N-alkylation of substituted tetrazolo[1,5-a]pyridines. In MAGNETIC RESONANCE IN CHEMISTRY. 

ISSN 0749-1581, FEB 2010, vol. 48, no. 2, p. 101-110., WOS 

ADCA145 HROBÁRIK, P. - SIGMUNDOVÁ, I. - ZAHRADNÍK, P. Preparation of novel 

push-pull benzothiazole derivatives with reverse polarity: Compounds with potential 

non-linear optic application. In Synthesis-Stuttgard, 2005, no. 4, p. 600-604. 
Citácie: 

1. [1.1] LIU, Z.P. - ZHANG, C.L. - HE, W.J. - QIAN, F. - YANG, X.L. - GAO, X. - GUO, Z.J. A charge transfer type 

pH responsive fluorescent probe and its intracellular application. In NEW JOURNAL OF CHEMISTRY. ISSN 1144-

0546, 2010, vol. 34, no. 4, p. 656-660., WOS 

2. [1.1] ROTZLER, J. - VONLANTHEN, D. - BARSELLA, A. - BOEGLIN, A. - FORT, A. - MAYOR, M. Variation of 

the Backbone Conjugation in NLO Model Compounds: Torsion-Angle-Restricted, Biphenyl-Based Push-Pull-

Systems. In EUROPEAN JOURNAL OF ORGANIC CHEMISTRY. ISSN 1434-193X, FEB 2010, no. 6, p. 1096-

1110., WOS 

ADCA146 HROBÁRIK, P. - ZAHRADNÍK, P. - FABIÁN, W.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. 
Citácie: 

1. [1.1] ANDREU, R. - GALAN, E. - GARIN, J. - ORDUNA, J. - ALICANTE, R. - VILLACAMPA, B. 



 
Správa o činnosti ÚACH SAV         2011 

 

128 

Benzothiazolium-pi-thiazole-dicyanomethanides: new nonlinear optical chromophores. In TETRAHEDRON 

LETTERS. ISSN 0040-4039, DEC 29 2010, vol. 51, no. 52, p. 6863-6866., WOS 

2. [1.1] KUMAR, S. - NIGAMA, N. - GHOSH, T. - DUTTA, P.K. - SINGH, S.P. - DATTA, P.K. - AN, L.J. - SHI, T.F. 

Preparation, characterization and optical properties of a novel azo-based chitosan biopolymer. In MATERIALS 

CHEMISTRY AND PHYSICS. ISSN 0254-0584, APR 15 2010, vol. 120, no. 2-3, p. 361-370., WOS 

3. [1.1] PINA, J. - DE MELO, J.S.S. - BATISTA, R.M.F. - COSTA, S.P.G. - RAPOSO, M.M.M. The influence of the 

relative position of the thiophene and pyrrole rings in donor-acceptor thienylpyrrolyl-benzothiazole derivatives. A 

photophysical and theoretical investigation. In PHYSICAL CHEMISTRY CHEMICAL PHYSICS. ISSN 1463-9076, 

2010, vol. 12, no. 33, p. 9719-9725., WOS 

4. [1.1] SUN, S.L. - YANG, G.C. - QIN, C.S. - QIU, Y.Q. - YAN, L.K. - SU, Z.M. - WANG, R.S. The Influence of 

M...M Attraction on Nonlinear Optical Properties of (XMPH(3))(2) (X = F, Cl; and M = Au, Ag and Cu): A 

Theoretical Study. In INTERNATIONAL JOURNAL OF QUANTUM CHEMISTRY. ISSN 0020-7608, MAR 15 2010, 

vol. 110, no. 4, p. 865-873., WOS 

ADCA147 HROBÁRIK, P. - KAUPP, M. - RIEDEL, S. Is allred's [Hg(cyclam)]3+ a true 

mercury(III) complex? In Angewandte Chemie, 2008, vol. 47, p. 8631-8633. 
Citácie: 

1. [1.1] LIN, T.P. - WADE, C.R. - PEREZ, L.M. - GABBAI, F.P. A Mercury -> Antimony Interaction. In 

ANGEWANDTE CHEMIE-INTERNATIONAL EDITION. ISSN 1433-7851, 2010, vol. 49, no. 36, p. 6357-6360., 

WOS 

2. [1.1] MAHATO, P. - GHOSH, A. - SAHA, S. - MISHRA, S. - MISHRA, S.K. - DAS, A. Recognition of Hg(2+) 

Using Diametrically Disubstituted Cyclam Unit. In INORGANIC CHEMISTRY. ISSN 0020-1669, DEC 20 2010, vol. 

49, no. 24, p. 11485-11492., WOS 

ADCA148 HROBÁRIK, P. - REVIAKINE, R. - ARBUZNIKOV, A.V. - MALKINA, O. - 

MALKIN, V. - KÖHLER, F.H. - KAUPP, M. 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, p. 

024107-1-024107-19. 
Citácie: 

1. [1.1] LIPTAK, M.D. - WEN, X. - BREN, K.L. NMR and DFT Investigation of Heme Ruffling: Functional 

Implications for Cytochrome c. In JOURNAL OF THE AMERICAN CHEMICAL SOCIETY. ISSN 0002-7863, JUL 

21 2010, vol. 132, no. 28, p. 9753-9763., WOS 

2. [1.1] OLIVEIRA, J.P.C. - RIVELINO, R. The hyperfine structure of the lowest doublet states of the LiO(2) 

isomers: a density-functional-theory assessment. In JOURNAL OF PHYSICS B-ATOMIC MOLECULAR AND 

OPTICAL PHYSICS. ISSN 0953-4075, MAY 14 2010, vol. 43, no. 9., WOS 

3. [1.1] PENNANEN, T.O. - MACHACEK, J. - TAUBERT, S. - VAARA, J. - HNYK, D. Ferrocene-like iron 

bis(dicarbollide), [3-Fe(III)-(1,2-C(2)B(9)H(11))(2)](-). The first experimental and theoretical refinement of a 

paramagnetic (11)B NMR spectrum. In PHYSICAL CHEMISTRY CHEMICAL PHYSICS. ISSN 1463-9076, 2010, 

vol. 12, no. 26, p. 7018-7025., WOS 

4. [1.1] RASTRELLI, F. - BAGNO, A. Predicting the (1)H and (13)C NMR spectra of paramagnetic Ru(III) 

complexes by DFT. In MAGNETIC RESONANCE IN CHEMISTRY. ISSN 0749-1581, DEC 2010, vol. 48, 1, p. S132-

S141., WOS 

5. [1.1] TRTICA, S. - PROSENC, M.H. - SCHMIDT, M. - HECK, J. - ALBRECHT, O. - GORLITZ, D. - REUTER, F. 

- RENTSCHLER, E. Stacked Nickelocenes: Synthesis, Structural Characterization, and Magnetic Properties. In 

INORGANIC CHEMISTRY. ISSN 0020-1669, FEB 15 2010, vol. 49, no. 4, p. 1667-1673., WOS 

ADCA149 HROBÁRIKOVÁ, J. - MADEJOVÁ, J. - KOMADEL, P. Effect of heating 

temperature on Li-fixation, layer chage and properties of fine fractions of bentonites. 

In Journal of Materials Chemistry, 2001, vol. 11, p. 1452-1457. ISSN 0959-9428. 
Citácie: 

1. [1.1] PISKOVA, A. - BEZDICKA, P. - HRADIL, D. - KAFUNKOVA, E. - LANG, K. - VECERNIKOVA, E. - 

KOVANDA, F. - GRYGAR, T. High-temperature X-ray powder diffraction as a tool for characterization of 

smectites, layered double hydroxides, and their intercalates with porphyrins. In APPLIED CLAY SCIENCE. ISSN 

0169-1317, AUG 2010, vol. 49, no. 4, SI, p. 363-371., WOS 

ADCA150 HROBÁRIKOVÁ, V. - HROBÁRIK, P. - GAJDOS, P. - FITILIS, I. - FAKIS, M. - 

PERSEPHONIS, P. - ZAHRADNÍK, P. Benzothiazole-based fluorophores of donor-

pi-acceptor-pi-donor type displaying high two-photon absorption. In Journal of 

Organic Chemistry, 2010, vol. 75, p. 3053-3068. (4.219 - IF2009). ISSN 0022-3263. 
Citácie: 

1. [1.1] JI, L. - FANG, Q. - YUAN, M.S. - LIU, Z.Q. - SHEN, Y.X. - CHEN, H.F. Switching High Two-Photon 

Efficiency: From 3,8,13-Substituted Triindole Derivatives to Their 2,7,12-Isomers. In ORGANIC LETTERS. ISSN 

1523-7060, NOV 19 2010, vol. 12, no. 22, p. 5192-5195., WOS 



 
Správa o činnosti ÚACH SAV         2011 

 

129 

ADCA151 HUGHES, C.E. - OLEJNICZAK, S. - HELSINKI, J. - CIESIELSKI, W. - 

REPISKÝ, M. - ANDRONESI, O.C. - POTREBOWSKI, M.J. - BALDUS, M. 

Probing structure in the polymorphic domain of the L-enantiomer of N-benzynol-

phenylalanine by means of 2D solid- state NMR spectroscopy and DFT calculations. 

In Journal of Physical Chemistry B.Materials, surfaces, interfaces, and biophysical, 

2005, vol. 109, no. 49, p. 23175-23182. (2005 - Current Contents, SCOPUS). ISSN 

1089-5647. 
Citácie: 

1. [1.1] BRADLEY, J.P. - TRIPON, C. - FILIP, C. - BROWN, S.P. Determining relative proton-proton proximities 

from the build-up of two-dimensional correlation peaks in (1)H double-quantum MAS NMR: insight from multi-spin 

density-matrix simulations. In PHYSICAL CHEMISTRY CHEMICAL PHYSICS. ISSN 1463-9076, 2009, vol. 11, no. 

32, p. 6941-6952., WOS 

2. [1.1] BROWN, S.P. Recent Advances in Solid-State MAS NMR Methodology for Probing Structure and Dynamics 

in Polymeric and Supramolecular Systems. In MACROMOLECULAR RAPID COMMUNICATIONS. ISSN 1022-

1336, MAY 19 2009, vol. 30, no. 9-10, p. 688-716., WOS 

3. [1.1] SALAGER, E. - STEIN, R.S. - PICKARD, C.J. - ELENA, B. - EMSLEY, L. Powder NMR crystallography of 

thymol. In PHYSICAL CHEMISTRY CHEMICAL PHYSICS. ISSN 1463-9076, APR 21 2009, vol. 11, no. 15, p. 

2610-2621., WOS 

ADCA152 HYBLER, J. - PETRICEK, V. - ĎUROVIČ, S. - SMRČOK, Ľ. Refinement of the 

crystal structure of cronstedtite-1T. In Clays and Clay Minerals : Journal of the Clay 

Minerals Society, 2000, vol. 48, no. 3, p. 331-338. ISSN 0009-8604. 
Citácie: 

1. [1.1] ABRAHAMS, S.C. Inorganic structures in space group P31m; coordinate analysis and systematic prediction 

of new ferroelectrics. In ACTA CRYSTALLOGRAPHICA SECTION B-STRUCTURAL SCIENCE. ISSN 0108-7681, 

APR 2010, vol. 66, Part 2, p. 173-183., WOS 

2. [1.1] WAHLE, M.W. - BUJNOWSKI, T.J. - GUGGENHEIM, S. - KOGURE, T. Guidottiite the Mn-analogue of 

cronstedtite: A new serpentine-group mineral from South Africa. In CLAYS AND CLAY MINERALS. ISSN 0009-

8604, JUN 2010, vol. 58, no. 3, p. 364-376., WOS 

ADCA153 CHITU, Lívia - CHUSHKIN, Y. - LUBY, Štefan - MAJKOVÁ, Eva - ŠATKA, A. - 

IVAN, Jozef - SMRČOK, Ľ. - BUCHAL, A. - GIERSIG, M. - HILGENDORFF, M. 

Structure and self-assembling of Co nanoparticles. In Materials Science and 

Engineering C - Biomimetic and Supramolecular Systems, 2007, vol. 27, p. 23-28. 

(1.325 - IF2006). (2007 - Current Contents, SCOPUS). ISSN 0928-4931. 
Citácie: 

1. [1.2] SARGENTELLI, V. - FERREIRA, A.P. Magnetic nanoparticles: The cobalt [Nanopartículas magnéticas: O 

cobalto]. In ECLETICA QUIMICA, 2010, vol. 35, no. 4, p. 153-163., SCOPUS 

ADCA154 CHRAPPOVÁ, J. - SCHWENDT, P. - SIVÁK, M. - REPISKÝ, M. - MALKIN, V. - 

MAREK, M. Dinuclear fluoro-peroxovanadium(V), complexes with symmetric and 

asymetric peroxo bridges: syntheses, structuresa and DFT studies. In Dalton 

Transactions, 2009, vol., p. 465-473. (3.580 - IF2008). 
Citácie: 

1. [1.1] MUNOZ, M.A. - JOSEPH-NATHAN, P. DFT-GIAO(1)H NMR chemical shifts prediction for the spectral 

assignment and conformational analysis of the anticholinergic drugs (-)-scopolamine and (-)-hyoscyamine. In 

MAGNETIC RESONANCE IN CHEMISTRY. ISSN 0749-1581, JUN 2010, vol. 48, no. 6, p. 458-463., WOS 

2. [1.2] FULTON, J.R. Vanadium, niobium and tantalum. In Annual Reports on the Progress of Chemistry Section 

A, 2010, vol.106, 165-175., SCOPUS 

ADCA155 CHROMČÍKOVÁ, M. - RODOVÁ, M. - NITSCH, K. - LIŠKA, M. Structural 

relaxation of scintillating Ce-doped NaGd(PO3)4 glass. In Journal of Thermal 

Analysis and Calorimetry, 2010, vol. 102, p. 961-964. (1.587 - IF2009). (2010 - 

Current Contents). ISSN 1418-2874. 
Citácie: 

1. [1.1] PERNACH, M. - SRODA, M. - PIETRZYK, M. Finite-element simulation of temperature-dependent three-

point bending process of glass. In JOURNAL OF THERMAL ANALYSIS AND CALORIMETRY. ISSN 1388-6150, 

AUG 2010, vol. 101, no. 2, p. 651-656., WOS 

ADCA156 CHROMČÍKOVÁ, M. - LIŠKA, M. 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. 
Citácie: 



 
Správa o činnosti ÚACH SAV         2011 

 

130 

1. [1.1] HONCOVA, P. - SVOBODA, R. - MALEK, J. Influence of sample form and thermal history on relaxation 

response. In THERMOCHIMICA ACTA. ISSN 0040-6031, AUG 10 2010, vol. 507-08, p. 71-76., WOS 

2. [1.1] KOSTAL, P. - MALEK, J. Viscosity of selenium melt. In JOURNAL OF NON-CRYSTALLINE SOLIDS. ISSN 

0022-3093, NOV 2010, vol. 356, no. 50-51, p. 2803-2806., WOS 

3. [1.1] SVOBODA, R. - HONCOVA, P. - MALEK, J. Relaxation in Ge(2)Se(98) and As(2)Se(98) glasses. In 

JOURNAL OF NON-CRYSTALLINE SOLIDS. ISSN 0022-3093, MAR 15 2010, vol. 356, no. 9-10, p. 447-455., WOS 

ADCA157 CHROMČÍKOVÁ, M. - HOLUBOVÁ, J. - LIŠKA, M. - ČERNOŠEK, Z. - 

ČERNOŠKOVÁ, E. Modeling of the reversible part of stepscan DSC measurement 

of the glass transition. In Ceramics- Silikáty, 2005, vol. 49, no. 2, p. 91-96. 
Citácie: 

1. [1.1] LAPPALAINEN, M. - KARPPINEN, M. Techniques of differential scanning calorimetry for quantification of 

low contents of amorphous phases. In JOURNAL OF THERMAL ANALYSIS AND CALORIMETRY. ISSN 1388-

6150, OCT 2010, vol. 102, no. 1, p. 171-180., WOS 

ADCA158 JAMNICKÝ, M. - ZNÁŠIK, P. - TUNEGA, D. - INGRAM, M.D. Class formation 

and structure in the system Cu2O–P2O5–MoO3. In Journal of Non-Crystalline 

Solids, 1995, vol. 185, no. 1-2, p. 151-158. 
Citácie: 

1. [1.1] DAS, B.B. - AMBIKA, R. Structure-property studies in (0.8-x)MoO(3)-0.2B(2)O(3)-xK(2)O (0 <= x <= 

0.25) glasses by spectral and magnetic measurements. In INDIAN JOURNAL OF CHEMISTRY SECTION A-

INORGANIC BIO-INORGANIC PHYSICAL THEORETICAL & ANALYTICAL CHEMISTRY. ISSN 0376-4710, APR 

2010, vol. 49, no. 4, p. 425-430., WOS 

2. [1.1] ELBATAL, F.H. - MORSI, R.M. - OUIS, M.A. - MARZOUK, S.Y. UV-visible, Raman and ESR studies of 

gamma-irradiated NiO-doped sodium metaphosphate glasses. In SPECTROCHIMICA ACTA PART A-

MOLECULAR AND BIOMOLECULAR SPECTROSCOPY. ISSN 1386-1425, NOV 2010, vol. 77, no. 4, p. 717-726., 

WOS 

3. [1.1] SINGH, S.P. - CHAKRADHAR, R.P.S. - RAO, J.L. - KARMAKAR, B. EPR, FTIR, optical absorption and 

photoluminescence studies of Fe(2)O(3) and CeO(2) doped ZnO-Bi(2)O(3)-B(2)O(3) glasses. In JOURNAL OF 

ALLOYS AND COMPOUNDS. ISSN 0925-8388, MAR 18 2010, vol. 493, no. 1-2, p. 256-262., WOS 

ADCA159 JANEK, M. - KOMADEL, P. - LAGALY, G. Effect of atotransformation on the 

layer charge of smectites determined by the alkylammonium method. In Clay 

Minerals, 1997, vol. 32, no. 4, p. 623-632. 
Citácie: 

1. [1.1] STOCKER, M. - SEYFARTH, L. - HIRSEMANN, D. - SENKER, J. - BREU, J. Microporous PILCs - 

Synthesis, pillaring mechanism and selective cation exchange. In APPLIED CLAY SCIENCE. ISSN 0169-1317, 

MAR 2010, vol. 48, no. 1-2, SI, p. 146-153., WOS 

2. [1.2] MA, Y.-L. - YANG, B. Preparation and characterization of antibacterial Cu2+-ZnO/cetylpyridinium-

montmorillonite complexes. In GONGNENG CAILIAO/JOURNAL OF FUNCTIONAL MATERIALS, 2010, vol. 41, 

no. 3, p. 484-487., SCOPUS 

ADCA160 JANKOVIČ, Ľ. - KOMADEL, P. Metal cation-exchanged montmorillonite 

catalyzed protection of aromatic aldehydes with Ac2O. In Journal of Catalysis, 2003, 

vol. 218, no. 1, p. 227-233. 
Citácie: 

1. [1.1] BHORODWAJ, S.K. - DUTTA, D.K. Heteropoly acid supported modified Montmorillonite clay: An effective 

catalyst for the esterification of acetic acid with sec-butanol. In APPLIED CATALYSIS A-GENERAL. ISSN 0926-

860X, APR 30 2010, vol. 378, no. 2, p. 221-226., WOS 

2. [1.1] BI, Q.Y. - LU, J.Q. - XING, L.Q. - GUO, M. - LUO, M.F. Effect of Calcination Temperature on La-Modified 

Al(2)O(3) Catalysts for Vapor Phase Hydrofluorination of Acetylene to Vinyl Fluoride. In CHINESE JOURNAL OF 

CHEMICAL PHYSICS. ISSN 1674-0068, FEB 2010, vol. 23, no. 1, p. 89-94., WOS 

3. [1.1] CAGLAR, B. - AFSIN, B. - EREN, E. - TABAK, A. - CIRAK, C. - CUBUK, O. The Spectral, Structral and 

Thermal Characterizations of Dimethyl Sulphoxide, Pyridine, Ethanolamine and N-Methyl Formamide Intercalated 

Kaolinites. In ZEITSCHRIFT FUR NATURFORSCHUNG SECTION A-A JOURNAL OF PHYSICAL SCIENCES. 

ISSN 0932-0784, NOV 2010, vol. 65, no. 11, p. 1009-1019., WOS 

4. [1.1] CHERMAHINI, A.N. - TEIMOURI, A. - MOMENBEIK, F. - ZAREI, A. - DALIRNASAB, Z. - GHAEDI, A. - 

ROOSTA, M. Clay-Catalyzed Synthesis of 5-Substituent 1-H-Tetrazoles. In JOURNAL OF HETEROCYCLIC 

CHEMISTRY. ISSN 0022-152X, JUL 2010, vol. 47, no. 4, p. 913-922., WOS 

5. [1.1] JIN, L.Y. - TAO, L.P. - LIU, X.J. - XIE, G.Q. - LU, J.Q. - LUO, M.F. Chemoselective hydrogenation of 

crotonaldehyde to crotyl alcohol over Pt/Ce(x)Sm(1-x)O(2-delta) catalysts. In INDIAN JOURNAL OF CHEMISTRY 

SECTION A-INORGANIC BIO-INORGANIC PHYSICAL THEORETICAL & ANALYTICAL CHEMISTRY. ISSN 

0376-4710, JAN 2010, vol. 49, no. 1, p. 49-53., WOS 

6. [1.1] JUNG, M. - YOON, J. - KIM, H.S. - RYU, J.S. Mild and Chemoselective Synthesis and Deprotection of 



 
Správa o činnosti ÚACH SAV         2011 

 

131 

Geminal Diacetates Catalyzed by Titanium(IV) Halides. In SYNTHESIS-STUTTGART. ISSN 0039-7881, AUG 2010, 

no. 16, p. 2713-2720., WOS 

7. [1.1] LIU, Z. - XU, Q.L. - PENG, X.T. - LI, D. - WANG, X.Y. Confinement effect as a tool for selectivity 

orientation in heterogeneous synthesis of 4,4 '-diamino-3,3 '-dibutyl-diphenyl methane over montmorillonite 

catalysts. In JOURNAL OF MOLECULAR CATALYSIS A-CHEMICAL. ISSN 1381-1169, JUN 15 2010, vol. 325, 

no. 1-2, p. 55-59., WOS 

8. [1.1] PALKOVA, H. - MADEJOVA, J. - ZIMOWSKA, M. - SERWICKA, E.M. Laponite-derived porous clay 

heterostructures: II. FTIR study of the structure evolution. In MICROPOROUS AND MESOPOROUS MATERIALS. 

ISSN 1387-1811, FEB 2010, vol. 127, no. 3, p. 237-244., WOS 

9. [1.1] REDDY, C.R. - RAMESH, S. - BHAT, Y.S. - NAGENDRAPPA, G. - PRAKASH, B.S.J. Synthesis of p-

cresylpropionate over M (n+)-montmorillonite catalysts: aspect of catalyst solvent interactions by DRIFTS study. In 

REACTION KINETICS MECHANISMS AND CATALYSIS. ISSN 1878-5190, AUG 2010, vol. 100, no. 2, p. 289-300., 

WOS 

10. [1.1] WANG, X.X. - ZHENG, H.Y. - LIU, X.J. - XIE, G.Q. - LU, J.Q. - JIN, L.Y. - LUO, M.F. Effects of NaCl on 

Pt/ZrO(2) catalysts for selective hydrogenation of crotonaldehyde. In APPLIED CATALYSIS A-GENERAL. ISSN 

0926-860X, NOV 20 2010, vol. 388, no. 1-2, p. 134-140., WOS 

ADCA161 JANOTKA, I. - KRAJČI, Ľ. - RAY, A. - MOJUMDAR, S.C.. The hydration phase 

and pore structure formation in the blends of sulphoaluminate-belite cement with 

Portland cement. In Cement and Concrete Research, 2003, vol. 33, no. 4, p. 489-497. 

ISSN 0008-8846. 
Citácie: 

1. [1.1] ALONSO, M. C. – CALVO, J. L. G. – HIDALGO, A. – LUCO, L.F. Development and application of low-pH 

concretes for structural purposes in geological repository systems. In GEOLOGICAL REPOSITORY SYSTEMS 

FOR SAFE DISPOSAL OF SPENT NUCLEAR FUELS AND RADIOACTIVE WASTE  Book Series: Woodhead 

Publishing Series in Energy, 2010, Iss.  9, p. 286-322., WOS 

2. [1.1] WINNEFELD, F. - LOTHENBACH, B. Hydration of calcium sulfoaluminate cements Experimental findings 

and thermodynamic modelling. In CEMENT AND CONCRETE RESEARCH, 2010, vol. 40, no. 8, p. 239-1247., 

WOS 

ADCA162 JANOTKA, I. - MADEJOVÁ, J. - ŠTEVULA, L. - FRŤALOVÁ, D.M. Behaviour 

of Ca(OH)2 in the presence of the set styrene-acrylate dispersion. In Cement and 

Concrete Research, 1996, vol. 26, no. 11, p. 1727-1735. 
Citácie: 

1. [1.2] NAIR, P.S. - THACHIL, E.T. Microstructural studies of cement composites of thermoplastics. In 

POLYMERS AND POLYMER COMPOSITES, 2010, vol. 18, no. 2, p. 75-83., SCOPUS 

ADCA163 JASZUŇSKI, M. - KLOPPER, W. - NOGA, J. Explicitly correlated coupled cluster 

R12 calculations of the dipole polarizability of He2. In Journal of Chemical Physics, 

2000, vol. 113, no. 1, p. 71-72. ISSN 0021-9606. 
Citácie: 

1. [1.2] LI, X. - HARRISON, J.F. - GUSTAFSSON, M. - FROMMHOLD, L. - HUNT, K.L.C. The anisotropic 

polarizability of pairs of hydrogen molecules and the depolarized collision-induced roto-translational Raman light 

scattering spectra. In Journal of Computational Methods in Sciences and Engineering, 2010, vol.10, no.3-6, 353-

385., SCOPUS 

ADCA164 JORÍK, V. - SCHOLTZOVÁ, E. - SEGĽA, P. Combined powder diffraction and 

solid-state DFT study of [Cu(2,6-dimethoxynicotinate)2(µ-ronicol)2]n complex. In 

Zeitschrift fur Kristallographie, 2008, vol. 223, p. 524-529. 
Citácie: 

1. [1.1] KAVALIROVA, J. - VASKOVA, Z. - MAROSZOVA, J. - MONCOL, J. - KOMAN, M. - LIS, T. - MAZUR, M. - 

VALIGURA, D. One-Dimensional and Two-Dimensional Coordination Polymers of Copper(II) Nitrobenzoate with 

Bridging 3-Pyridylmethanol Ligand. In ZEITSCHRIFT FUR ANORGANISCHE UND ALLGEMEINE CHEMIE. 

ISSN 0044-2313, 2010, vol. 636, no. 3-4, p. 589-594., WOS 

ADCA165 KAHN, K. - GRANOVSKY, A.A. - NOGA, J. Convergence of third order 

correlation energy in atoms and molecules. In Journal of Computational Chemistry, 

2007, vol. 28, no. 2, p. 547-554. 
Citácie: 

1. [1.1] MOCHIZUKI, Y. - YAMASHITA, K. - FUKUZAWA, K. - TAKEMATSU, K. - WATANABE, H. - TAGUCHI, 

N. - OKIYAMA, Y. - TSUBOI, M. - NAKANO, T. - TANAKA, S. Large-scale FMO-MP3 calculations on the surface 

proteins of influenza virus, hemagglutinin (HA) and neuraminidase (NA). In CHEMICAL PHYSICS LETTERS. ISSN 

0009-2614, JUN 25 2010, vol. 493, no. 4-6, p. 346-352., WOS 

2. [1.2] ZAITSEVSKII, A. Padé-resummed fourth-order many-body perturbation theory: Applications to the 

description of Au-Au, Au-Hg, and Hg-Hg bonds. In Chemical Physics Letters, 2010, vol.495, no.1-3, 141-145., 



 
Správa o činnosti ÚACH SAV         2011 

 

132 

SCOPUS 

ADCA166 KANEKO, Y. - IYI, N. - BUJDÁK, Juraj - SASAI, R. - FUJITA, T. 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. 
Citácie: 

1. [1.1] ESPOSITO, A. - RACCURT, O. - CHARMEAU, J.Y. - DUCHET-RUMEAU, J. Functionalization of Cloisite 

30B with fluorescent dyes. In APPLIED CLAY SCIENCE. ISSN 0169-1317, DEC 2010, vol. 50, no. 4, p. 525-532., 

WOS 

2. [1.1] LI, Z.H. - WANG, C.J. - JIANG, W.T. Intercalation of Methylene Blue in a High-charge Calcium 

Montmorillonite - An Indication of Surface Charge Determination. In ADSORPTION SCIENCE & TECHNOLOGY. 

ISSN 0263-6174, 2010, vol. 28, no. 4, p. 297-312., WOS 

3. [1.1] OKADA, T. - MATSUTOMO, T. - OGAWA, M. Nanospace Engineering of Methylviologen Modified 

Hectorite-Like Layered Silicates with Varied Layer Charge Density for the Adsorbents Design. In JOURNAL OF 

PHYSICAL CHEMISTRY C. ISSN 1932-7447, JAN 14 2010, vol. 114, no. 1, p. 539-545., WOS 

4. [1.1] WANG, H.G. - YANG, Q.B. - SUN, L. - WANG, S.A. - WANG, W. - ZHANG, C.Q. - LI, Y.C. - XU, S.F. - LI, 

Y.X. Aggregation states of rhodamine 6G in electrospun nanofibrous films. In JOURNAL OF COLLOID AND 

INTERFACE SCIENCE. ISSN 0021-9797, JAN 15 2010, vol. 341, no. 2, p. 224-231., WOS 

ADCA167 KANEKO, Y. - IYI, N. - BUJDÁK, J. - SASAI, R. - FUJITA, T. Molecular 

orientation of methylene blue intercalated in layer-charge-controlled 

montmorillonites. In Journal of Materials Research, 2003, vol. 18, no. 11, p. 2639-

2643. 
Citácie: 

1. [1.1] LEE, C.H. - WENG, T.H. - LIU, K.Y. - LIN, K.J. - LIN, K.F. Two-Dimensional Electrolyte Nature of 

Exfoliated Montmorillonite Nanoplatelets Fabricated by Soap-Free Emulsion Polymerization and Their Affinity for 

Cations. In JOURNAL OF APPLIED POLYMER SCIENCE. ISSN 0021-8995, OCT 15 2010, vol. 118, no. 2, p. 652-

658., WOS 

2. [1.1] LI, Z.H. - WANG, C.J. - JIANG, W.T. Intercalation of Methylene Blue in a High-charge Calcium 

Montmorillonite - An Indication of Surface Charge Determination. In ADSORPTION SCIENCE & TECHNOLOGY. 

ISSN 0263-6174, 2010, vol. 28, no. 4, p. 297-312., WOS 

ADCA168 KARHANEK, D. - BUČKO, T. - HAFNER, J. A density functional study of the 

adsorption of methane-thiol on the (111) surfaces of the Ni-group metals: I. Molecular 

and dissociative adsorption. In Journal of Physics-Condensed Matter, 2010, vol. 22, 

no. 26, p. 265005. 
Citácie: 

1. [1.1] MARTIN, D.S. - LANE, P.D. - ISTED, G .E. - COLE, R.J. - BLANCHARD, N.P. Optical signatures of 

thiolate/Cu(110) and S/Cu(110) surface structures. In PHYSICAL REVIEW B. ISSN 1098-0121, AUG 27 2010 2010, 

vol. 82, no. 7., WOS 

ADCA169 KAŠIAROVÁ, M. - RUDNAYOVÁ, E. - DUSZA, J. - HNATKO, M. - ŠAJGALÍK, 

P. - MERSTALLINGER, A. - KUZSELLA, L. Some tribological properties of a 

carbon-derived Si3N4/SiC nanocomposite. In Journal of the European Ceramic 

Society, 2004, vol. 24, no. 12, p. 3431-3435. ISSN 0955-2219. 
Citácie: 

1. [1.1] TASLICUKUR, Z. - SAHIN, F.C. - GOLLER, G. - YUCEL, O. - KUSKONMAZ, N. Spark Plasma Sintering 

of Si3N4/C Composites. In MATERIALS TESTING-MATERIALS AND COMPONENTS TECHNOLOGY AND 

APPLICATION, 2010, vol.52, no.6, 374-378., WOS 

ADCA170 KAUPP, M. - PATRAKOV, A. - REVIAKINE, R. - MALKINA, O. Understanding 

the conformational dependence of spin-spin coupling constants: Through-bond and 

through-space J(31P, 31P) coupling in tetraphosphane-1,4-diides [M(L)x]2[P4R4]. 

In Chemistry-A European Journal, 2005, vol. 11, no. 9, p. 2773-2782. 
Citácie: 

1. [1.1] HERRERO, R. - GOMEZ-RUIZ, S. - DAVALOS, J.Z. - HEY-HAWKINS, E. [Li(tmeda)(2)][cyclo-

(P(5)Bu(4)(t))]: An unusual ion-separated lithium oligophosphanide. In COMPTES RENDUS CHIMIE. ISSN 1631-

0748, AUG-SEP 2010, vol. 13, no. 8-9, p. 1185-1190., WOS 

ADCA171 KAUPP, M. - AUBAUER, C. - ENGELHARDT, G. - KLAPOTKE, T.M. - 

MALKINA, O. 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 



 
Správa o činnosti ÚACH SAV         2011 

 

133 

spectroscopy. In Journal of Chemical Physics, 1999, vol. 110, no. 8, p. 3897-3902. 
Citácie: 

1. [1.1] ALKORTA, I. - ELGUERO, J. Influence of the basis set on the calculation of the absolute (13)C shieldings 

of methyl derivatives (CH(3)X with X = CH(3), CN, NH(2), NO(2), OH, F) with special emphasis in the cases of X = 

Cl, Br, SH, SeH, and PH(2). In STRUCTURAL CHEMISTRY. ISSN 1040-0400, AUG 2010, vol. 21, no. 4, p. 755-

759., WOS 
ADCA172 KAUPP, M. - MALKINA, O. Ab initio ECP/DFT analysis of 13C and 1H chemical 

shifts and bonding in mercurimethanes and organomercury hydrides: The role of 

scalar relativistic, spin-orbit, and substituent effects. In Journal of Chemical Physics, 

1998, vol. 108, no. 9, p. 3648-3659. 
Citácie: 

1. [1.1] ALKORTA, I. - ELGUERO, J. Influence of the basis set on the calculation of the absolute (13)C shieldings 

of methyl derivatives (CH(3)X with X = CH(3), CN, NH(2), NO(2), OH, F) with special emphasis in the cases of X = 

Cl, Br, SH, SeH, and PH(2). In STRUCTURAL CHEMISTRY. ISSN 1040-0400, AUG 2010, vol. 21, no. 4, p. 755-

759., WOS 

ADCA173 KAUPP, M. - MALKINA, O. - MALKIN, V. - PYKKÖ, P. 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. 
Citácie: 

1. [1.1] ALKORTA, I. - ELGUERO, J. Influence of the basis set on the calculation of the absolute (13)C shieldings 

of methyl derivatives (CH(3)X with X = CH(3), CN, NH(2), NO(2), OH, F) with special emphasis in the cases of X = 

Cl, Br, SH, SeH, and PH(2). In STRUCTURAL CHEMISTRY. ISSN 1040-0400, AUG 2010, vol. 21, no. 4, p. 755-

759., WOS 

2. [1.1] AUCAR, G.A. - ROMERO, R.H. - MALDONADO, A.F. Polarization propagators: A powerful theoretical 

tool for a deeper understanding of NMR spectroscopic parameters. In INTERNATIONAL REVIEWS IN PHYSICAL 

CHEMISTRY. ISSN 0144-235X, 2010, vol. 29, no. 1, p. 1-64., WOS 

3. [1.1] CASTRO, A.C. - OSORIO, E. - JIMENEZ-HALLA, J.O.C. - MATITO, E. - TIZNADO, W. - MERINO, G. 

Scalar and Spin-Orbit Relativistic Corrections to the NICS and the Induced Magnetic Field: The case of the 

E(12)(2-) Spherenes (E = Ge, Sn, Pb). In JOURNAL OF CHEMICAL THEORY AND COMPUTATION. ISSN 1549-

9618, SEP 2010, vol. 6, no. 9, p. 2701-2705., WOS 

4. [1.1] CHEN, F. - MA, G.B. - BERNARD, G.M. - CAVELL, R.G. - MCDONALD, R. - FERGUSON, M.J. - 

WASYLISHEN, R.E. Solid-State (115)In and (31)P NMR Studies of Triarylphosphine Indium Trihalide Adducts. In 

JOURNAL OF THE AMERICAN CHEMICAL SOCIETY. ISSN 0002-7863, APR 21 2010, vol. 132, no. 15, p. 5479-

5493., WOS 

5. [1.1] EFREMENKO, I. - POVERENOV, E. - MARTIN, J.M.L. - MILSTEIN, D. DFT Study of the Structure and 

Reactivity of the Terminal Pt(IV)-Oxo Complex Bearing No Electron-Withdrawing Ligands. In JOURNAL OF THE 

AMERICAN CHEMICAL SOCIETY. ISSN 0002-7863, OCT 27 2010, vol. 132, no. 42, p. 14886-14900., WOS 

6. [1.1] KANTOLA, A.M. - LANTTO, P. - VAARA, J. - JOKISAARI, J. Carbon and proton shielding tensors in 

methyl halides. In PHYSICAL CHEMISTRY CHEMICAL PHYSICS. ISSN 1463-9076, 2010, vol. 12, no. 11, p. 2679-

2692., WOS 

7. [1.1] MONCHO, S. - AUTSCHBACH, J. Molecular orbital analysis of the inverse halogen dependence of nuclear 

magnetic shielding in LaX(3), X = F, Cl, Br, I. In MAGNETIC RESONANCE IN CHEMISTRY. ISSN 0749-1581, 

DEC 2010, vol. 48, 1, p. S76-S85., WOS 

8. [1.1] PETROVIC, A.G. - NAVARRO-VAZQUEZ, A. - ALONSO-GOMEZ, J.L. From Relative to Absolute 

Configuration of Complex Natural Products: Interplay Between NMR, ECD, VCD, and ORD Assisted by ab initio 

Calculations. In CURRENT ORGANIC CHEMISTRY. ISSN 1385-2728, SEP 2010, vol. 14, no. 15, p. 1612-1628., 

WOS 

9. [1.2] BAGNO, A. Computing the NMR spectra of the sponge metabolite arsenicin A: When simple becomes 

difficult. In Journal of Physical Organic Chemistry, 2010, vol.23, no.11, 1016-1021., SCOPUS 

10. [1.2] STANDARA, S. - MALIÁKOVÁ, K. - MAREK, R. - MAREK, J. - HOCEK, M. - VAARA, J. - STRAKA, M. 

Understanding the NMR chemical shifts for 6-halopurines: Role of structure, solvent and relativistic effects. In 

Physical Chemistry Chemical Physics, 2010, vol.12, no.19, 5126-5139., SCOPUS 

ADCA174 KAUPP, M. - MALKINA, O. - MALKIN, V. 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] ALKORTA, I. - ELGUERO, J. Influence of the basis set on the calculation of the absolute (13)C shieldings 

of methyl derivatives (CH(3)X with X = CH(3), CN, NH(2), NO(2), OH, F) with special emphasis in the cases of X = 



 
Správa o činnosti ÚACH SAV         2011 

 

134 

Cl, Br, SH, SeH, and PH(2). In STRUCTURAL CHEMISTRY. ISSN 1040-0400, AUG 2010, vol. 21, no. 4, p. 755-

759., WOS 

2. [1.1] CHEN, F. - MA, G.B. - BERNARD, G.M. - CAVELL, R.G. - MCDONALD, R. - FERGUSON, M.J. - 

WASYLISHEN, R.E. Solid-State (115)In and (31)P NMR Studies of Triarylphosphine Indium Trihalide Adducts. In 

JOURNAL OF THE AMERICAN CHEMICAL SOCIETY. ISSN 0002-7863, APR 21 2010, vol. 132, no. 15, p. 5479-

5493., WOS 

3. [1.1] KANTOLA, A.M. - LANTTO, P. - VAARA, J. - JOKISAARI, J. Carbon and proton shielding tensors in 

methyl halides. In PHYSICAL CHEMISTRY CHEMICAL PHYSICS. ISSN 1463-9076, 2010, vol. 12, no. 11, p. 2679-

2692., WOS 

4. [1.1] MARTIN, A.S. - ROVIROSA, J. - CARRASCO, A. - OREJARENA, S. - SOTO-DELGADO, J. - CONTRERAS, 

R. - CHAMY, M.C. Microbial Transformation of Marine Halogenated Sesquiterpenes. In NATURAL PRODUCT 

COMMUNICATIONS. ISSN 1934-578X, DEC 2010, vol. 5, no. 12, p. 1859-1864., WOS 

5. [1.1] SMITH, S.G. - GOODMAN, J.M. Assigning Stereochemistry to Single Diastereoisomers by GIAO NMR 

Calculation: The DP4 Probability. In JOURNAL OF THE AMERICAN CHEMICAL SOCIETY. ISSN 0002-7863, 

SEP 22 2010, vol. 132, no. 37, p. 12946-12959., WOS 

6. [1.1] STANDARA, S. - MALINAKOVA, K. - MAREK, R. - MAREK, J. - HOCEK, M. - VAARA, J. - STRAKA, M. 

Understanding the NMR chemical shifts for 6-halopurines: role of structure, solvent and relativistic effects. In 

PHYSICAL CHEMISTRY CHEMICAL PHYSICS. ISSN 1463-9076, 2010, vol. 12, no. 19, p. 5126-5139., WOS 

ADCA175 KAUPP, M. - MALKINA, O. - MALKIN, V. 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] GEROTHANASSIS, I.P. Oxygen-17 NMR spectroscopy: Basic principles and applications (Part I). In 

PROGRESS IN NUCLEAR MAGNETIC RESONANCE SPECTROSCOPY. ISSN 0079-6565, MAR 2010 2010, vol. 

56, no. 2, p. 95-197., WOS 

2. [1.1] GEROTHANASSIS, I.P. Oxygen-17 NMR spectroscopy: Basic principles and applications (part II). In 

PROGRESS IN NUCLEAR MAGNETIC RESONANCE SPECTROSCOPY. ISSN 0079-6565, JUL 2010 2010, vol. 

57, no. 1, p. 1-110., WOS 

ADCA176 KAUPP, M. - MALKIN, V. - MALKINA, O. - SALAHUB, D.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] GEROTHANASSIS, I.P. Oxygen-17 NMR spectroscopy: Basic principles and applications (Part I). In 

PROGRESS IN NUCLEAR MAGNETIC RESONANCE SPECTROSCOPY. ISSN 0079-6565, MAR 2010, vol. 56, no. 

2, p. 95-197., WOS 

2. [1.1] GEROTHANASSIS, I.P. Oxygen-17 NMR spectroscopy: Basic principles and applications (part II). In 

PROGRESS IN NUCLEAR MAGNETIC RESONANCE SPECTROSCOPY. ISSN 0079-6565, JUL 2010, vol. 57, no. 

1, p. 1-110., WOS 

ADCA177 KAUPP, M. - MALKIN, V. - MALKINA, O. - SALAHUB, D.R. Scalar relativistic 

effects on 17O NMR chemical shifts in  transition-metal oxo complexes.  An ab 

initio ECP/DFT study. In Journal of the American Chemical Society, 1995, vol. 117, 

no. 6, p. 1851-1852. 
Citácie: 

1. [1.1] GEROTHANASSIS, I.P. Oxygen-17 NMR spectroscopy: Basic principles and applications (Part I). In 

PROGRESS IN NUCLEAR MAGNETIC RESONANCE SPECTROSCOPY. ISSN 0079-6565, MAR 2010 2010, vol. 

56, no. 2, p. 95-197., WOS 

2. [1.1] GEROTHANASSIS, I.P. Oxygen-17 NMR spectroscopy: Basic principles and applications (part II). In 

PROGRESS IN NUCLEAR MAGNETIC RESONANCE SPECTROSCOPY. ISSN 0079-6565, JUL 2010 2010, vol. 

57, no. 1, p. 1-110., WOS 

ADCA178 KAUPP, M. - REMENYI, Ch. - VAARA, J. - MALKINA, O. - MALKIN, V. 

Density funtional 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] BARONE, V. - CIMINO, P. - PEDONE, A. An integrated computational protocol for the accurate prediction 

of EPR and PNMR parameters of aminoxyl radicals in solution. In MAGNETIC RESONANCE IN CHEMISTRY. 



 
Správa o činnosti ÚACH SAV         2011 

 

135 

ISSN 0749-1581, DEC 2010, vol. 48, 1, p. S11-S22., WOS 

2. [1.1] MATTAR, S.M. - DURELLE, J. Calculation of the 4,5-dihydro-1,3,2-dithiazolyl radical g tensor components 

by the coupled-perturbed Kohn-Sham hybrid density functional and configuration interaction methods: A 

comparative study. In MAGNETIC RESONANCE IN CHEMISTRY. ISSN 0749-1581, DEC 2010, vol. 48, 1, p. S122-

S131., WOS 

3. [1.1] NEUGEBAUER, J. Chromophore-specific theoretical spectroscopy: From subsystem density functional 

theory to mode-specific vibrational spectroscopy. In PHYSICS REPORTS-REVIEW SECTION OF PHYSICS 

LETTERS. ISSN 0370-1573, APR 2010, vol. 489, no. 1-3, p. 1-87., WOS 

4. [1.1] WITWICKI, M. - JEZIERSKA, J. Protic and aprotic solvent effect on molecular properties and g-tensors of 

o-semiquinones with various aromacity and heteroatoms: A DFT study. In CHEMICAL PHYSICS LETTERS. ISSN 

0009-2614, JUN 25 2010, vol. 493, no. 4-6, p. 364-370., WOS 

5. [1.1] YAGO, T. - GOHDO, M. - WAKASA, M. Hydrogen Bonding Effects on the Reorganization Energy for 

Photoinduced Charge Separation Reaction between Porphyrin and Quinone Studied by Nanosecond Laser Flash 

Photolysis. In JOURNAL OF PHYSICAL CHEMISTRY B. ISSN 1520-6106, FEB 25 2010, vol. 114, no. 7, p. 2476-

2483., WOS 

6. [1.1] ZHU, X.Q. - WANG, C.H. Accurate Estimation of the One-Electron Reduction Potentials of Various 

Substituted Quinones in DMSO and CH(3)CN. In JOURNAL OF ORGANIC CHEMISTRY. ISSN 0022-3263, AUG 6 

2010, vol. 75, no. 15, p. 5037-5047., WOS 

ADCA179 KAUPP, M. - REVIAKINE, R. - MALKINA, O. - ARBUZNIKOV, A.V. - 

SCHMMELPFENNIG, B. - MALKIN, V. 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] AMES, W.M. - LARSEN, S.C. DFT Calculations of EPR Parameters for Copper(II)-Exchanged Zeolites 

Using Cluster Models. In JOURNAL OF PHYSICAL CHEMISTRY A. ISSN 1089-5639, JAN 14 2010, vol. 114, no. 

1, p. 589-594., WOS 

2. [1.1] TARCZAY, G. - SZALAY, P.G. - GAUSS, J. First-Principles Calculation of Electron Spin-Rotation Tensors. 

In JOURNAL OF PHYSICAL CHEMISTRY A. ISSN 1089-5639, SEP 2 2010, vol. 114, no. 34, p. 9246-9252., WOS 

ADCA180 KAVALIROVA, J. - VASKOVÁ, Z. - MAROSZOVA, J. - MONCOL, J. - 

KOMAN, M. - LIS, T. - MAZUR, M. - VALIGURA, D. One-dimensional and two-

dimensional coordination polymers of copper(II) nitrobenzoate with bridging 3-

pyridylmethanol ligand. In Zeitschrift für anorganische und allgemeine chemie, 

2010, vol. 636, no. 3-4, p. 589-594. ISSN 1521-3749. 
Citácie: 

1. [1.1] ABUHIJLEH, A.L. - KHALAF, J. Copper (II) complexes of the anti-inflammatory drug naproxen and 3-

pyridylmethanol as auxiliary ligand. Characterization, superoxide dismutase and catecholase - mimetic activities. In 

EUROPEAN JOURNAL OF MEDICINAL CHEMISTRY. ISSN 0223-5234, SEP 2010 2010, vol. 45, no. 9, p. 3811-

3817., WOS 

ADCA181 KEDŢUCH, S. - NOGA, J. - VALIRON, P. Universal R12 suited basis sets for 

atoms from lithium to fluorine. In Molecular Physics, 2005, vol. 103, no. 6-8, p. 999-

1005. 
Citácie: 

1. [1.1] LODI, L. - TENNYSON, J. Theoretical methods for small-molecule ro-vibrational spectroscopy. In 

JOURNAL OF PHYSICS B-ATOMIC MOLECULAR AND OPTICAL PHYSICS. ISSN 0953-4075, JUL 14 2010, vol. 

43, no. 13., WOS 
ADCA182 KEDŢUCH, S. - MILKO, M. - NOGA, J. Alternative formulation of the matrix 

elements in MP2-R12 theory. In International Journal of Quantum Chemistry, 2005, 

vol. 105, no. 6, p. 929-936. 
Citácie: 

1. [1.1] BISCHOFF, F.A. - KLOPPER, W. Second-order electron-correlation and self-consistent spin-orbit 

treatment of heavy molecules at the basis-set limit. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, MAR 

7 2010, vol. 132, no. 9., WOS 

2. [1.1] BISCHOFF, F.A. - VALEEV, E.F. - KLOPPER, W. - JANSSEN, C.L. Scalar relativistic explicitly correlated 

R12 methods. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, JUN 7 2010, vol. 132, no. 21., WOS 

3. [1.1] HOFENER, S. - HATTIG, C. - KLOPPER, W. Analytic Calculation of First-order Molecular Properties at 

the Explicitly-correlated Second-order Moller-Plesset Level. In ZEITSCHRIFT FUR PHYSIKALISCHE CHEMIE-

INTERNATIONAL JOURNAL OF RESEARCH IN PHYSICAL CHEMISTRY & CHEMICAL PHYSICS. ISSN 0942-

9352, 2010, vol. 224, no. 3-4, SI, p. 695-708., WOS 

4. [1.1] HOFENER, S. - KLOPPER, W. Analytical nuclear gradients of the explicitly correlated Moller-Plesset 



 
Správa o činnosti ÚACH SAV         2011 

 

136 

second-order energy. In MOLECULAR PHYSICS. ISSN 0026-8976, 2010, vol. 108, no. 13, p. 1783-1796., WOS 

5. [1.1] KOHN, A. - TEW, D.P. Explicitly correlated coupled-cluster theory using cusp conditions. I. Perturbation 

analysis of coupled-cluster singles and doubles (CCSD-F12). In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-

9606, NOV 7 2010, vol. 133, no. 17., WOS 

6. [1.1] KOHN, A. Explicitly correlated coupled-cluster theory using cusp conditions. II. Treatment of connected 

triple excitations. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, NOV 7 2010, vol. 133, no. 17., WOS 

7. [1.1] SHIOZAKI, T. - HIRATA, S. Communications: Explicitly correlated second-order Moller-Plesset 

perturbation method for extended systems. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, APR 21 

2010, vol. 132, no. 15., WOS 

8. [1.1] SHIOZAKI, T. - WERNER, H.J. Communication: Second-order multireference perturbation theory with 

explicit correlation: CASPT2-F12. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, OCT 14 2010, vol. 

133, no. 14., WOS 

ADCA183 KEMPER, S. - HROBÁRIK, P. - KAUPP, M. - SCHLÖRER, N.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, p. 4172-4173. 

(8.091 - IF2008). (2009 - Current Contents). ISSN 0002-7863. 
Citácie: 

1. [1.1] HAAK, R.M. - WEZENBERG, S.J. - KLEIJ, A.W. Cooperative multimetallic catalysis using metallosalens. 

In CHEMICAL COMMUNICATIONS. ISSN 1359-7345, 2010, vol. 46, no. 16, p. 2713-2723., WOS 

2. [1.1] VINCK, E. - MURPHY, D.M. - FALLIS, I.A. - STREVENS, R.R. - VAN DOORSLAER, S. Formation of a 

Cobalt(III)-Phenoxyl Radical Complex by Acetic Acid Promoted Aerobic Oxidation of a Co(II)salen Complex. In 

INORGANIC CHEMISTRY. ISSN 0020-1669, MAR 1 2010, vol. 49, no. 5, p. 2083-2092., WOS 

3. [1.1] WEZENBERG, S.J. - KLEIJ, A.W. Cooperative Activation in the Hydrolytic Kinetic Resolution of Epoxides 

by a Bis-Cobalt(III)salen-Calix[4]arene Hybrid. In ADVANCED SYNTHESIS & CATALYSIS. ISSN 1615-4150, JAN 

2010, vol. 352, no. 1, p. 85-91., WOS 

4. [1.1] WIDGER, P.C.B. - AHMED, S.M. - HIRAHATA, W. - THOMAS, R.M. - LOBKOVSKY, E.B. - COATES, 

G.W. Isospecific polymerization of racemic epoxides: a catalyst system for the synthesis of highly isotactic 

polyethers. In CHEMICAL COMMUNICATIONS. ISSN 1359-7345, 2010, vol. 46, no. 17, p. 2935-2937., WOS 

5. [1.1] YOO, J. - NA, S.J. - PARK, H.C. - CYRIAC, A. - LEE, B.Y. Anion variation on a cobalt(III) complex of 

salen-type ligand tethered by four quaternary ammonium salts for CO(2)/epoxide copolymerization. In DALTON 

TRANSACTIONS. ISSN 1477-9226, 2010, vol. 39, no. 10, p. 2622-2630., WOS 

ADCA184 KEPPERT, M. - RAKHMATULLIN, A. - ŠIMKO, F. - DESCHAMPS, M. - 

HAARBERG, G.M. - BESSADA, C. Multinuclear magnetic resonance study of 

Na3AlF6 - AlPO4 molten and solidified mixtures. In Magnetic Resonance in 

Chemistry, 2008, vol. 46, p. 803-810. 
Citácie: 

1. [1.1] LE CAER, G. - BUREAU, B. - MASSIOT, D. An extension of the Czjzek model for the distributions of 

electric field gradients in disordered solids and an application to NMR spectra of (71)Ga in chalcogenide glasses. 

In JOURNAL OF PHYSICS-CONDENSED MATTER. ISSN 0953-8984, FEB 17 2010, vol. 22, no. 6., WOS 

2. [1.2] POTRZEBOWSKI, M.J. - KAZMIERSKI, S. - KASSASSIR, H. - MIKSA, B. Phosphorus-31 NMR 

spectroscopy of condensed matter. In ANNUAL REPORTS ON NMR SPECTROSCOPY, 2010, vol. 70, no. C, p. 

35-114., SCOPUS 

ADCA185 KLEMENT, R. - KRAXNER, J. - LIŠKA, M. Spectroscopic analysis of iron doped 

glasses with composition close to the E-glass: A preliminary study. In Ceramics-

Silikáty, 2009, vol. 53, no. 3, p. 180-183. (0.644 - IF2008). ISSN 0862-5468. 
Citácie: 

1. [1.2] HRMA, P. - SCHWEIGER, M.J. - HUMRICKHOUSE, C.J. - MOODY, J.A. - TATE, R.M. - RAINSDON, T.T. 

- TEGROTENHUIS, N.E. - ARRIGONI, B.M. - MARCIAL, J. - RODRIGUEZ, C.P. - TINCHER, B.H. Effect of glass-

batch makeup on the melting process. In CERAMICS-SILIKATY, 2010, vol. 54, no. 3, p. 193-211., SCOPUS 

ADCA186 KLOPPER, W. - NOGA, J. Accurate quantum-chemical prediction of enthalpies of 

formation of small molecules in the gas phase. In Chemphyschem, 2003, vol. 4, no. 

1, p. 32-48. 
Citácie: 

1. [1.1] BYTAUTAS, L. - RUEDENBERG, K. Accurate ab initio potential energy curve of O(2). I. Nonrelativistic 

full configuration interaction valence correlation by the correlation energy extrapolation by intrinsic scaling 

method. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, FEB 21 2010, vol. 132, no. 7., WOS 

ADCA187 KLOPPER, W. - NOGA, J. - KOCH, H. - HELGAKER, T. Multiple basis sets in 

calculations of triples corrections in coupled-cluster theory. In Theoretical Chemsitry 



 
Správa o činnosti ÚACH SAV         2011 

 

137 

Accounts, 1997, vol. 97, no. 1-4, p. 164-176. 
Citácie: 

1. [1.1] BYTAUTAS, L. - RUEDENBERG, K. The Range of Electron Correlation between Localized Molecular 

Orbitals. A Full Configuration Interaction Analysis for the NCCN Molecule. In JOURNAL OF PHYSICAL 

CHEMISTRY A. ISSN 1089-5639, AUG 26 2010, vol. 114, no. 33, p. 8601-8612., WOS 

2. [1.1] HOHENSTEIN, E.G. - SHERRILL, C.D. Efficient evaluation of triple excitations in symmetry-adapted 

perturbation theory via second-order Moller-Plesset perturbation theory natural orbitals. In JOURNAL OF 

CHEMICAL PHYSICS. ISSN 0021-9606, SEP 14 2010, vol. 133, no. 10., WOS 

ADCA188 KLOPPER, W. - NOGA, J. 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. 
Citácie: 

1. [1.1] CARGNONI, F. - RAIMONDI, M. Results and perspectives of the MO-VB method. Application examples on 

the He(2) and the LiH-He complexes. In PHYSICAL CHEMISTRY CHEMICAL PHYSICS. ISSN 1463-9076, 2010, 

vol. 12, no. 16, p. 4224-4232., WOS 

2. [1.1] VARANDAS, A.J.C. Extrapolation to the Complete Basis Set Limit without Counterpoise. The Pair Potential 

of Helium Revisited. In JOURNAL OF PHYSICAL CHEMISTRY A. ISSN 1089-5639, AUG 26 2010, vol. 114, no. 

33, p. 8505-8516., WOS 

3. [1.2] WU, X. - HU, X. - DAI, Y. - DU, C. - CHU, S. - HU, L. - DENG, J. - FENG, Y. Quantum monte Carlo 

calculated potential energy curve for the helium dimer. In JOURNAL OF CHEMICAL PHYSICS, 2010, vol. 132, no. 

20., SCOPUS 

ADCA189 KOMADEL, P. - MADEJOVÁ, J. - BUJDÁK, J. Preparation and properties of 

reduced-charge smectites - A review. In Clays and Clay Minerals, 2005, vol. 53, no. 

4, p. 313-334. 
Citácie: 

1. [1.1] CAMPOS, A.M. - MORENO, S. - MOLINA, R. Approach to a descriptive model of charge reduction in 

vermiculite by hydrothermal treatment. In CLAYS AND CLAY MINERALS. ISSN 0009-8604, FEB 2010, vol. 58, no. 

1, p. 97-109., WOS 

ADCA190 KOMADEL, P. Chemically modified smectites. In Clay Minerals, 2003, vol. 38, no. 

1, p. 127-138. 
Citácie: 

1. [1.1] AMARI, A. - CHLENDI, M. - GANNOUNI, A. - BELLAGI, A. Optimised activation of bentonite for toluene 

adsorption. In APPLIED CLAY SCIENCE. ISSN 0169-1317, FEB 2010, vol. 47, no. 3-4, p. 457-461., WOS 

2. [1.1] BAYRAM, H. - ONAL, M. - YILMAZ, H. - SARIKAYA, Y. Thermal analysis of a white calcium bentonite. In 

JOURNAL OF THERMAL ANALYSIS AND CALORIMETRY. ISSN 1388-6150, SEP 2010, vol. 101, no. 3, p. 873-

879., WOS 

3. [1.1] KHOURY, G.A. - GEHRIS, T.C. - TRIBE, L. - SANCHEZ, R.M.T. - AFONSO, M.D. Glyphosate adsorption 

on montmorillonite: An experimental and theoretical study of surface complexes. In APPLIED CLAY SCIENCE. 

ISSN 0169-1317, OCT 2010, vol. 50, no. 2, p. 167-175., WOS 

4. [1.1] LIANG, H.N. - LONG, Z. - ZHANG, H. - YANG, S.H. Rheological properties of acid-acitvated bentonite 

dispersions. In CLAYS AND CLAY MINERALS. ISSN 0009-8604, JUN 2010, vol. 58, no. 3, p. 311-317., WOS 

5. [1.1] OZGEN, S. - YILDIZ, A. Application of box-behnken design to modeling the effect of smectite content on 

swelling to hydrocyclone processing of bentonites with various geologic properties. In CLAYS AND CLAY 

MINERALS. ISSN 0009-8604, JUN 2010, vol. 58, no. 3, p. 431-448., WOS 

6. [1.1] PAUL, B. - YANG, D.J. - YANG, X.Z. - KE, X.B. - FROST, R. - ZHU, H.Y. Adsorption of the herbicide 

simazine on moderately acid-activated beidellite. In APPLIED CLAY SCIENCE. ISSN 0169-1317, JUN 2010, vol. 

49, no. 1-2, p. 80-83., WOS 

7. [1.1] VIMONSES, V. - JIN, B. - CHOW, C.W.K. Insight into removal kinetic and mechanisms of anionic dye by 

calcined clay materials and lime. In JOURNAL OF HAZARDOUS MATERIALS. ISSN 0304-3894, MAY 15 2010, 

vol. 177, no. 1-3, p. 420-427., WOS 

ADCA191 KOMADEL, P. - JANEK, M. - MADEJOVÁ, J. - WEEKES, A. - BREEN, C. 

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. [1.1] STOCKER, M. - SEYFARTH, L. - HIRSEMANN, D. - SENKER, J. - BREU, J. Microporous PILCs - 

Synthesis, pillaring mechanism and selective cation exchange. In APPLIED CLAY SCIENCE. ISSN 0169-1317, 

MAR 2010, vol. 48, no. 1-2, SI, p. 146-153., WOS 

ADCA192 KOMADEL, P. - MADEJOVÁ, J. - JANEK, M. - GATES, W.P. - KIRKPATRICK, 

R.J. - STUCKI, J.W. Dissolution of hectorite in inorganic acids. In Clays and Clay 



 
Správa o činnosti ÚACH SAV         2011 

 

138 

Minerals, 1996, vol. 44, no. 2, p. 228-236. 
Citácie: 

1. [1.1] CHMIELARZ, L. - KOWALCZYK, A. - MICHALIK, M. - DUDEK, B. - PIWOWARSKA, Z. - 

MATUSIEWICZ, A. Acid-activated vermiculites and phlogophites as catalysts for the DeNOx process. In APPLIED 

CLAY SCIENCE. ISSN 0169-1317, JUL 2010, vol. 49, no. 3, p. 156-162., WOS 

2. [1.1] FRINI-SRASRA, N. - SRASRA, E. Acid treatment of south Tunisian palygorskite: Removal of Cd(II) from 

aqueous and phosphoric acid solutions. In DESALINATION. ISSN 0011-9164, JAN 1 2010, vol. 250, no. 1, p. 26-

34., WOS 

3. [1.1] LIANG, H.N. - LONG, Z. - ZHANG, H. - YANG, S.H. Rheological properties of acid-activated bentonite 

dispersions. In CLAYS AND CLAY MINERALS. ISSN 0009-8604, JUN 2010, vol. 58, no. 3, p. 311-317., WOS 
ADCA193 KOMADEL, P. - BUJDÁK, J. - MADEJOVÁ, J. - ŠUCHA, V. - ELSASS, F. 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. 
Citácie: 

1. [1.1] BOYLU, F. - CINKU, K. - ESENLI, F. - CELIK, M.S. The separation efficiency of Na-bentonite by 

hydrocyclone and characterization of hydrocyclone products. In INTERNATIONAL JOURNAL OF MINERAL 

PROCESSING. ISSN 0301-7516, APR 28 2010, vol. 94, no. 3-4, p. 196-202., WOS 

2. [1.1] GRYBOS, M. - MICHOT, L.J. - SKIBA, M. - BILLARD, P. - MUSTIN, C. Dissolution of anisotropic 

colloidal mineral particles: Evidence for basal surface reactivity of nontronite. In JOURNAL OF COLLOID AND 

INTERFACE SCIENCE. ISSN 0021-9797, MAR 15 2010, vol. 343, no. 2, p. 433-438., WOS 

3. [1.1] OZGEN, S.  - YILDIZ, A. Application of box-behnken dedign to modeling the effect of smectite content on 

swelling to hydrocyclone precessing of bentonite with various geologic properties. In CLAYS AND CLAY 

MINERALS. ISSN 0009-8604, JUN 2010, vol. 58, no. 3, p. 431-448., WOS 
ADCA194 KOMADEL, P. - MADEJOVÁ, J. - STUCKI, J.W. Reduction and reoxidation of 

nontronite:  Questions of reversibility. In Clays and Clay Minerals, 1995, vol. 43, no. 

1, p. 105-110. 
Citácie: 

1. [1.1] BAKER, L.L. - STRAWN, D.G. - VAUGHAN, K.L. - McDANIEL, P.A. Xas study of Fe mineralogy in a 

chronosequence of soil clays formed in basaltic cinders. In CLAYS AND CLAY MINERALS. ISSN 0009-8604, DEC 

2010, vol. 58, no. 6, p. 772-782., WOS 

2. [1.1] FIALIPS, C.I. - COOPER, N.G.A. - JONES, D.M. - WHITE, M.L. - GRAY, N.D. Reductive degradation of 

p,p '-DDT BY Fe(II) in nontronite NAu-2. In CLAYS AND CLAY MINERALS. ISSN 0009-8604, DEC 2010, vol. 58, 

no. 6, p. 821-836., WOS 

3. [1.2] YOBOUE, K. E. - YAO-KOUAME, A. - ALUI, K.A. Evolution pedogeochimique et mineralogique au cours 

de l'alteration des formations du complexe volcano-sedimentaire d'Anikro et de Kahankro (Toumodi) dans le centre-

sud de la Cote d'Ivoire. In EUROPEAN JOURNAL OF SCIENTIFIC RESEARCH, 2010, vol. 40, no. 1, p. 60-72., 

SCOPUS 

ADCA195 KOMADEL, P. - LEAR, P.R. - STUCKI, J.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. 
Citácie: 

1. [1.1] FIALIPS, C.I. - COOPER, N.G.A. - JONES, D.M. - WHITE, M.L. - GRAY, N.D. Reductive degradation of 

p,p '-DDT BY Fe(II) in nontronite NAu-2. In CLAYS AND CLAY MINERALS. ISSN 0009-8604, DEC 2010, vol. 58, 

no. 6, p. 821-836., WOS 

2. [1.2] YOBOUE, K.E. - YAO-KOUAME, A. - ALUI, K.A. Evolution pedogeochimique et mineralogique au cours 

de l'alteration des formations du complexe volcano-sedimentaire d'Anikro et de Kahankro (Toumodi) dans le centre-

sud de la Cote d'Ivoire. In EUROPEAN JOURNAL OF SCIENTIFIC RESEARCH, 2010, vol. 40, no. 1, p. 60-72., 

SCOPUS 

ADCA196 KOMADEL, P. - SCHMIDT, D. - MADEJOVÁ, J. - ČÍČEL, B. Alteration of 

smectites by treatments with hydrochloric acid and sodium carbonate solutions. In 

Applied Clay Science, 1990, vol. 5, p. 113-122. 
Citácie: 

1. [1.1] GALAMBOS, M. - KUFCAKOVA, J. - ROSSKOPFOVA, O. - RAJEC, P. Adsorption of cesium and 

strontium on natrified bentonites. In JOURNAL OF RADIOANALYTICAL AND NUCLEAR CHEMISTRY. ISSN 

0236-5731, MAR 2010, vol. 283, no. 3, p. 803-813., WOS 

2. [1.1] ROZIC, L. - NOVAKOVIC, T. - PETROVIC, S. Modeling and optimization process parameters of acid 

activation of bentonite by response surface methodology. In APPLIED CLAY SCIENCE. ISSN 0169-1317, MAR 

2010, vol. 48, no. 1-2, SI, p. 154-158., WOS 

ADCA197 KOMADEL, P. - STUCKI, J.W. Quantitative assay of minerals for Fe2+ and Fe3+ 

using USING 1,10-phenanthroline. III. A rapid photochemical method. In Clays and 



 
Správa o činnosti ÚACH SAV         2011 

 

139 

Clay Minerals, 1988, vol. 36, no. 4, p. 379-381. 
Citácie: 

1. [1.1] FIALIPS, C.I. - COOPER, N.G.A. - JONES, D.M. - WHITE, M.L. - GRAY, N.D. Reductive degradation of 

p,p '-DDT BY Fe(II) in nontronite NAu-2. In CLAYS AND CLAY MINERALS. ISSN 0009-8604, DEC 2010, vol. 58, 

no. 6, p. 821-836., WOS 

2. [1.1] HAVIV, A.H. - GRENECHE, J.M. - LELLOUCHE, J.P. Aggregation Control of Hydrophilic Maghemite 

(gamma-Fe(2)O(3)) Nanoparticles by Surface Doping Using Cerium Atoms. In JOURNAL OF THE AMERICAN 

CHEMICAL SOCIETY. ISSN 0002-7863, SEP 15 2010, vol. 132, no. 36, p. 12519-12521., WOS 

3. [1.1] HESKETH, A.H. - BROADHURST, J.L. - BRYAN, C.G. - VAN HILLE, R.P. - HARRISON, S.T.L. Biokinetic 

test for the characterisation of AMD generation potential of sulfide mineral wastes. In HYDROMETALLURGY. 

ISSN 0304-386X, OCT 2010, vol. 104, no. 3-4, SI, p. 459-464., WOS 

4. [1.1] VAN HILLE, R.P. - VAN ZYL, A.W. - SPURR, N.R.L. - HARRISON, S.T.L. Investigating heap bioleaching: 

Effect of feed iron concentration on bioleaching performance. In MINERALS ENGINEERING. ISSN 0892-6875, 

MAY 2010, vol. 23, no. 6, SI, p. 518-525., WOS 

ADCA198 KOMADEL, P. - ANASTÁCIO, A.S. - ANDREJKOVIČOVÁ, S. - STUCKI, J.W. 

Iron phases identified in bentonite from the Lieskovec deposit (Slovakia) by 

variable-temperature mossbauer spectroscopy. In Clay Minerals, 2008, vol. 43, p. 

107-115. 
Citácie: 

1. [1.1] OSACKY, M. - SUCHA, V. - CZIMEROVA, A. - MADEJOVA, J. Reaction of smectites with iron in a 

nitrogen atmosphere at 75 degrees C. In APPLIED CLAY SCIENCE. ISSN 0169-1317, OCT 2010, vol. 50, no. 2, p. 

237-244., WOS 

ADCA199 KOMADEL, P. - MADEJOVÁ, J. - LAIRD, D.A. - XIA, Y. - STUCKI, J.W. 

Reduction of Fe(III) in griffithite. In Clay Minerals, 2000, vol. 35, p. 625-634. 

(1.090 - IF1999). ISSN 0009-8558. 
Citácie: 

1. [1.1] CHANGELA, H.G. - BRIDGES, J.C. Alteration assemblages in the nakhlites: Variation with depth on Mars. 

In METEORITICS & PLANETARY SCIENCE. ISSN 1086-9379, DEC 2010, vol. 45, no. 12, p. 1847-1867., WOS 

ADCA200 KOMOROVSKÝ, S. - REPISKÝ, M. - MALKINA, O. - MALKIN, V. Fully 

relativistic calculations of NMR shielding tesors using restricted magnetically 

balanced basis and gauge including atomic orbitals. In Journal of Chemical Physics, 

2010, vol. 132, p. 154101-1-154101-8. (3.093 - IF2009). (2010 - Current Contents). 

ISSN 0021-9606. 
Citácie: 

1. [1.1] ILIAS, M. - KELLO, V. - URBAN, M. Relativistic effects in atomic and molecular properties. In ACTA 

PHYSICA SLOVACA. ISSN 0323-0465, 2010, vol. 60, no. 3, p. 259-391., WOS 

ADCA201 KOMOROVSKÝ, S. - REPISKÝ, M. - MALKINA, O.L. - MALKIN, V.G. - 

MALKIN, I. - KAUPP, M. 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. 
Citácie: 

1. [1.1] ILIAS, M. - KELLO, V. - URBAN, M. Relativistic effects in atomic and molecular properties. In ACTA 

PHYSICA SLOVACA. ISSN 0323-0465, 2010, vol. 60, no. 3, p. 259-391., WOS 
ADCA202 KOMOROVSKÝ, S. - REPISKÝ, M. - MALKINA, O. - MALKIN, V. - MALKIN-

ONDÍK, I. - KAUPP, M. 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, p. 104101-1-104101-15. 
Citácie: 

1. [1.1] AUCAR, G.A. - ROMERO, R.H. - MALDONADO, A.F. Polarization propagators: A powerful theoretical 

tool for a deeper understanding of NMR spectroscopic parameters. In INTERNATIONAL REVIEWS IN PHYSICAL 

CHEMISTRY. ISSN 0144-235X, 2010, vol. 29, no. 1, p. 1-64., WOS 

2. [1.1] HAMAYA, S. - FUKUI, H. Dirac-Hartree-Fock Perturbation Calculation of Magnetic Shielding Using the 

External Field-Dependent Restricted Magnetic Balance Condition. In BULLETIN OF THE CHEMICAL SOCIETY 

OF JAPAN. ISSN 0009-2673, JUN 15 2010, vol. 83, no. 6, p. 635-642., WOS 

3. [1.1] ILIAS, M. - KELLO, V. - URBAN, M. Relativistic effect in a atomic and molecular properties. In ACTA 

PHYSICA SLOVACA. ISSN 0323-0465, 2010, vol. 60, no. 3, p. 259-391., WOS 

4. [1.1] LIU, W.J. Ideas of relativistic quantum chemistry. In MOLECULAR PHYSICS. ISSN 0026-8976, 2010, vol. 



 
Správa o činnosti ÚACH SAV         2011 

 

140 

108, no. 13, p. 1679-1706., WOS 

5. [1.1] SEINO, J. - HADA, M. Magnetic shielding constants calculated by the infinite-order Douglas-Kroll-Hess 

method with electron-electron relativistic corrections. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, 

MAY 7 2010, vol. 132, no. 17., WOS 

ADCA203 KONETSCHNY, C. - GALUSEK, D. - RESCHKE, S. - FASEL, C. - RIEDEL, R. 

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. 
Citácie: 

1. [1.1] KUMAR, B.V.M. - KIM, Y.W. Processing of polysiloxane-derived porous ceramics: a review. In SCIENCE 

AND TECHNOLOGY OF ADVANCED MATERIALS. ISSN 1468-6996, AUG 2010, vol. 11, no. 4., WOS 

2. [1.1] LI, J. - BERNARD, S. - SALLES, V. - GERVAIS, C. - MIELE, P. Preparation of Polyborazylene-Derived 

Bulk Boron Nitride with Tunable Properties by Warm-Pressing and Pressureless Pyrolysis. In CHEMISTRY OF 

MATERIALS. ISSN 0897-4756, MAR 23 2010, vol. 22, no. 6, p. 2010-2019., WOS 

ADCA204 KOVALČÍKOVÁ, A. - DUSZA, J. - ŠAJGALÍK, P. 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). ISSN 0955-2219. 
Citácie: 

1. [1.1] KAWASAKI, J. - TOKUDA, T. - HAYASHI, K. - KIDO, M. Evaluation of Thermal Shock Characteristic and 

Wettability of Melt Pb-Free Solder about Al2O3/Fe Composites. In JOURNAL OF THE JAPAN INSTITUTE OF 

METALS, 2010, vol.74, no.3, 184-190., WOS 

2. [1.1] MA, Jingmei - YE, Feng - LIU, Limeng - ZHANG, Haijiao. Processing and microstructure characterization 

of liquid-phase-sintered, alpha-SiC matrix composites. In JOURNAL OF ALLOYS AND COMPOUNDS, 2010, 

vol.493, no.1-2, l15-L18., WOS 

3. [1.1] MARTINOVIC, S. - MAJSTOROVIC, J. - VIDOJKOVIC, V. - VOLKOV-HUSOVIC, T. Influence of the 

Damage Level during Quenching on Thermal Shock Behavior of Low Cement Castable. In SCIENCE OF 

SINTERING, 2010, vol.42, no.2, 211-219., WOS 
ADCA205 KUCHARÍK, M. - ŠIMKO, F. - DANIELIK, V. - BOČA, M. - VASILJEV, R. 

Thermal analysis of the system Na3AlF6-NaVO3. In Monatshefte fur Chemie, 2007, 

vol. 138, p. 1211-1215. 
Citácie: 

1. [1.1] KUBIKOVA, B. - TOMASKOVA, Z. - PRISCAK, J. Surface Tension of the NaF + AlF(3) + AlPO(4) and 

NaF + AlF(3) + NaVO(3) Molten Systems. In JOURNAL OF CHEMICAL AND ENGINEERING DATA. ISSN 0021-

9568, SEP 2010, vol. 55, no. 9, p. 3174-3178., WOS 

ADCA206 KUCHARSKI, S.A. - NOGA, J. - BARTLETT, R.J. Fifth-order many body 

perturbation theory for molecular correlation energies. In Journal of Chemical 

Physics, 1989, vol. 92, p. 7282-7290. ISSN 0021-9606. 
Citácie: 

1. [1.1] PALDUS, J. QCI and related CC approaches: a retrospection. In MOLECULAR PHYSICS. ISSN 0026-

8976, 2010, vol. 108, no. 21-23, SI, p. 2941-2950., WOS 

2. [1.1] ZAITSEVSKII, A. Pade-resummed fourth-order many-body perturbation theory: Applications to the 

description of Au-Au, Au-Hg, and Hg-Hg bonds. In CHEMICAL PHYSICS LETTERS. ISSN 0009-2614, JUL 29 

2010, vol. 495, no. 1-3, p. 141-145., WOS 

ADCA207 LANG, K. - KUBÁT, P. - MOSINGER, J. - BUJDÁK, J. - HOF, M. - JANDA, P. - 

SÝKORA, J. - IYI, N. Photoactive oriented films of layered double hydroxides. In 

Physical Chemistry Chemical Physics, 2008, vol. 10, p. 4429-4434. 
Citácie: 

1. [1.1] GUO, X.X. - ZHANG, F.Z. - EVANS, D.G. - DUAN, X. Layered double hydroxide films: synthesis, 

properties and applications. In CHEMICAL COMMUNICATIONS. ISSN 1359-7345, 2010, vol. 46, no. 29, p. 5197-

5210., WOS 

2. [1.1] HUANG, Y.J. - TSAI, M.C. - CHIU, H.T. - SHEU, H.S. - LEE, C.Y. Artificial Synthesis of Platelet-Like 

Kassite and Its Transformation to CaTiO(3). In CRYSTAL GROWTH & DESIGN. ISSN 1528-7483, MAR 2010, vol. 

10, no. 3, p. 1221-1225., WOS 

3. [1.1] JAKUBIKOVA, B. - KOVANDA, F. Utilization of Layered Double Hydroxides in Medical Applications. In 

CHEMICKE LISTY. ISSN 0009-2770, 2010, vol. 104, no. 10, p. 906-912., WOS 

ADCA208 LANGER, V. - SCHOLTZOVÁ, E. - GYEPESOVÁ, D. - KOHÚTOVÁ, M. - 

ALADÁR, V. (1-Methylimidazole)(N-salicylidene-racglutamato) copper(II). In Acta 

Crystallographica Section E, 2003, vol. 59, p. 1181-1183. 



 
Správa o činnosti ÚACH SAV         2011 

 

141 

Citácie: 

1. [1.1] DRASKOVIC, B.M. - BOGDANOVIC, G.A. - NEELAKANTAN, M.A. - CHAMAYOU, A.C. - 

THALAMUTHU, S. - AVADHUT, Y.S. - GUNNE, J.S.A.D. - BANERJEE, S. - JANIAK, C. N-o-Vanillylidene-L-

histidine: Experimental Charge Density Analysis of a Double Zwitterionic Amino Acid Schiff-Base Compound. In 

CRYSTAL GROWTH & DESIGN. ISSN 1528-7483, APR 2010, vol. 10, no. 4, p. 1665-1676., WOS 
ADCA209 LANGER, V. - GYEPESOVÁ, D. - SCHOLTZOVÁ, E. - MACH, P. - 

KOHÚTOVÁ, M. - VALENT, I. - SMRČOK, Ľ. Crystal and electronic structure of 

aqua(N-salicylidene-methylester-L-glutamato)Cu(II) monohydrate. In Zeitschrift für 

Kristallographie, 2004, vol. 219, p. 112-116. ISSN 0044-2968. 
Citácie: 

1. [1.1] DRASKOVIC, B.M. - BOGDANOVIC, G.A. - NEELAKANTAN, M.A. - CHAMAYOU, A.C. - 

THALAMUTHU, S. - AVADHUT, Y.S. - GUNNE, J.S.A.D. - BANERJEE, S. - JANIAK, C. N-o-Vanillylidene-L-

histidine: Experimental Charge Density Analysis of a Double Zwitterionic Amino Acid Schiff-Base Compound. In 

CRYSTAL GROWTH & DESIGN. ISSN 1528-7483, APR 2010, vol. 10, no. 4, p. 1665-1676., WOS 

ADCA210 LENČÉŠ, Z. - PÁNEK, Z. Electroconductive beta-SiAlOn/TiN composites prepared 

by reaction sintering. In Ceramics-Silikáty, 1999, vol. 43, no. 3, p. 81-85. (0.150 - 

IF1998). (1999 - Current Contents). ISSN 0862-5468. 
Citácie: 

1. [1.1] MAGLICA, A. - KRNEL, K. - KOSMAC, T. Preparation of Si(3)N(4)-TiN ceramic composites. In 

MATERIALI IN TEHNOLOGIJE. ISSN 1580-2949, JAN-FEB 2010, vol. 44, no. 1, p. 31-35., WOS 

ADCA211 LENČÉŠ, Z. - GUICCIARDI, S. - MELADRI, C. - BELLOSI, A. Preparation, 

microstructure and mechanical property relationships in silicon nitride based 

ceramics. In British Ceramic Transactions, 1995, vol. 94, p. 138-145. 
Citácie: 

1. [1.1] BOCANEGRA-BERNAL, M.H. - MATOVIC, B. Mechanical properties of silicon nitride-based ceramics and 

its use in structural applications at high temperatures. In MATERIALS SCIENCE AND ENGINEERING A-

STRUCTURAL MATERIALS PROPERTIES MICROSTRUCTURE AND PROCESSING. ISSN 0921-5093, MAR 15 

2010, vol. 527, no. 6, p. 1314-1338., WOS 

ADCA212 LENČÉŠ, Z. - HIRAO, K. - KANZAKI, S. Reaction synthesis of magnesium silicon 

nitride powder. In Journal of the American Ceramic Society, 2003, vol. 86, no. 7, p. 

1088-1093. ISSN 0002-7820. 
Citácie: 

1. [1.1] LI, Y.J. - XU, L.Q. - WANG, L.C. - JU, Z.C. - YANG, L.S. - XING, Z. - QIAN, Y.T. Synthesis of MgSiN(2) 

Cuboids by a Solid-state Reaction. In CHEMISTRY LETTERS. ISSN 0366-7022, AUG 5 2010, vol. 39, no. 8, p. 888-

889., WOS 

2. [1.2] PENG, G. - LU, F. - LIANG, Z. - LIU, Q. - LI, W. Fabrication and reaction process of MgSiN2 powders by 

combustion synthesis. In FENMO YEJIN JISHU/POWDER METALLURGY TECHNOLOGY, 2010, vol. 28, no. 3, p. 

178-182., SCOPUS 

ADCA213 LICHVÁR, P. - LIŠKA, M. - GALUSEK, D. 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] KOLMAS, J. - KALINOWSKI, E. - WOJTOWICZ, A. - KOLODZIEJSKI, W. Mid-infrared reflectance 

microspectroscopy of human molars: Chemical comparison of the dentin-enamel junction with the adjacent tissues. 

In JOURNAL OF MOLECULAR STRUCTURE. ISSN 0022-2860, MAR 11 2010, vol. 966, no. 1-3, p. 113-121., WOS 

2. [1.1] MERZBACHER, C.I. - CHESS, D.L. - WHITE, W.B. Infrared optical properties of calcium lanthanum 

sulfide. In MATERIALS LETTERS. ISSN 0167-577X, FEB 15 2010, vol. 64, no. 3, p. 334-336., WOS 
ADCA214 LII, D.F. - HUANG, J.L. - JEN, I.J. - LIN, S.S. - ŠAJGALÍK, P. Effects of annealing 

on the properties of indium-tin oxide films prepared by ion beam sputtering. In 

Surface in Coating Technology, 2005, vol. 192, no. 1, p. 106-111. 
Citácie: 

1. [1.1] CHAKAROUN, M. - EL AMRANI, A. - LUCAS, B. - RATIER, B. - ALDISSI, M. Organic optoelectronic 

devices-flexibility versus performance. In EUROPEAN PHYSICAL JOURNAL-APPLIED PHYSICS. ISSN 1286-

0042, SEP 2010, vol. 51, no. 3., WOS 

2. [1.1] KIM, Y.J. - JIN, S.B. - KIM, S.I. - CHOI, Y.S. - CHOI, I.S. - HAN, J.G. Effect of oxygen flow rate on ITO 

thin films deposited by facing targets sputtering. In THIN SOLID FILMS. ISSN 0040-6090, SEP 1 2010, vol. 518, 

no. 22, SI, p. 6241-6244., WOS 

3. [1.1] VENKATACHALAM, S. - NANJO, H. - HASSAN, F.M.B. - KAWASAKI, K. - KANAKUBO, M. - AIZAWA, T. 



 
Správa o činnosti ÚACH SAV         2011 

 

142 

- AIDA, T. - EBINA, T. Characterization of nanocrystalline indium tin oxide thin films prepared by ion beam sputter 

deposition method. In THIN SOLID FILMS. ISSN 0040-6090, SEP 30 2010, vol. 518, no. 23, p. 6891-6896., WOS 

ADCA215 LIN, S.S. - HUANG, J.L. - ŠAJGALÍK, P. The properties of Ti-doped ZnO films 

deposited by simultaneous RF and DC magnetron sputtering. In Surface and Coating 

Technology, 2005, vol. 191, no. 2-3, p. 286-292. 
Citácie: 

1. [1.1] DING, J.J. - CHEN, H.X. - ZHAO, X.G. - MA, S.Y. Effect of substrate and annealing on the structural and 

optical properties of ZnO:Al films. In JOURNAL OF PHYSICS AND CHEMISTRY OF SOLIDS. ISSN 0022-3697, 

MAR 2010, vol. 71, no. 3, p. 346-350., WOS 

2. [1.1] EBRAHIMIASL, S. - YUNUS, W.M.Z.W. - KASSIM, A. - ZAINAL, Z. Prediction of grain size, thickness and 

absorbance of nanocrystalline tin oxide thin film by Taguchi robust design. In SOLID STATE SCIENCES. ISSN 

1293-2558, AUG 2010, vol. 12, no. 8, p. 1323-1327., WOS 

3. [1.1] LIN, S.S. - WU, D.K. The properties of Al-doped TiO(2) nanoceramic films deposited by simultaneous rf and 

dc magnetron sputtering. In CERAMICS INTERNATIONAL. ISSN 0272-8842, JAN 2010, vol. 36, no. 1, p. 87-91., 

WOS 

4. [1.1] LU, X.J. - HUANG, F.Q. - MOU, X.L. - WANG, Y.M. - XU, F.F. A General Preparation Strategy for Hybrid 

TiO(2) Hierarchical Spheres and Their Enhanced Solar Energy Utilization Efficiency. In ADVANCED 

MATERIALS. ISSN 0935-9648, SEP 1 2010, vol. 22, no. 33, p. 3719-+., WOS 

5. [1.1] PARK, J.B. - PARK, S.H. - SONG, P.K. Electrical and structural properties of In-doped ZnO films 

deposited by RF superimposed DC magnetron sputtering system. In JOURNAL OF PHYSICS AND CHEMISTRY 

OF SOLIDS. ISSN 0022-3697, APR 2010, vol. 71, no. 4, SI, p. 669-672., WOS 

6. [1.1] SONG, C.F. - QIU, T. - YUAN, H.F. - LI, X.Y. Enhanced green emission in ZnO/zinc titanate composite 

materials. In MATERIALS SCIENCE AND ENGINEERING B-ADVANCED FUNCTIONAL SOLID-STATE 

MATERIALS. ISSN 0921-5107, DEC 15 2010, vol. 175, no. 3, p. 243-247., WOS 

7. [1.1] XU, L.H. - SHEN, H. - LI, X.Y. - ZHU, R.H. Influence of annealing temperature on the photoluminescence 

property of ZnO thin film covered by TiO(2) nanoparticles. In JOURNAL OF LUMINESCENCE. ISSN 0022-2313, 

NOV 2010, vol. 130, no. 11, p. 2123-2127., WOS 

ADCA216 LIN, S.S. - HUANG, J.L. - ŠAJGALÍK, P. 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 Coating Technology, 2005, vol. 190, no. 1, p. 39-47. 
Citácie: 

1. [1.1] CHANG, H.P. - WANG, F.H. - WU, J.Y. - KUNG, C.Y. - LIU, H.W. Enhanced conductivity of aluminum 

doped ZnO films by hydrogen plasma treatment. In THIN SOLID FILMS. ISSN 0040-6090, OCT 1 2010, vol. 518, 

no. 24, SI, p. 7445-7449., WOS 

2. [1.1] CHUN, B.S. - WU, H.C. - ABID, M. - CHU, I.C. - SERRANO-GUISAN, S. - SHVETS, I.V. - CHOI, D.S. The 

effect of deposition power on the electrical properties of Al-doped zinc oxide thin films. In APPLIED PHYSICS 

LETTERS. ISSN 0003-6951, AUG 23 2010, vol. 97, no. 8., WOS 

3. [1.1] LAI, B.T. - LEE, C.T. - HONG, J.D. - YAO, S.L. - LIU, D.S. Zinc Oxide-Based Schottky Diode Prepared 

Using Radio-Frequency Magnetron Cosputtering System. In JAPANESE JOURNAL OF APPLIED PHYSICS. ISSN 

0021-4922, AUG 2010, vol. 49, no. 8, Part 1., WOS 

4. [1.1] MIAO, C.X. - ZHAO, Z.X. - MA, X.M. - MA, Z.Q. Studies on the properties of sputter-deposited Sc-doped 

ZnO thin film. In PHYSICA B-CONDENSED MATTER. ISSN 0921-4526, SEP 1 2010, vol. 405, no. 17, p. 3787-

3790., WOS 

5. [1.1] WANG, H. - XU, J.W. - REN, M.F. - YANG, L. Microstructure and properties of Al-doped ZnO thin films by 

nonreactive DC magnetron sputtering at room temperature following rapid thermal annealing. In JOURNAL OF 

MATERIALS SCIENCE-MATERIALS IN ELECTRONICS. ISSN 0957-4522, JAN 2010, vol. 21, no. 1, p. 33-37., 

WOS 

6. [1.1] WANG, H. - XU, J.W. - REN, M.F. - YANG, L. Study on Al-doped ZnO Films Prepared by Magnetron 

Sputtering with Rapid Thermal Annealing Process. In MANUFACTURING SCIENCE AND ENGINEERING, PTS 1-

5. ISSN 1022-6680, 2010, vol. 97-101, Part 1-5, p. 582-585., WOS 

7. [1.1] WANG, H. - XU, M.H. - XU, J.W. - REN, M.F. - YANG, L. Low temperature synthesis of sol-gel derived Al-

doped ZnO thin films with rapid thermal annealing process. In JOURNAL OF MATERIALS SCIENCE-MATERIALS 

IN ELECTRONICS. ISSN 0957-4522, JUN 2010, vol. 21, no. 6, p. 589-594., WOS 

8. [1.1] WANG, H. - XU, M.H. - XU, J.W. - YANG, L. - ZHOU, S.J. Effects of annealing temperature and thickness 

on microstructure and properties of sol-gel derived multilayer Al-doped ZnO films. In JOURNAL OF MATERIALS 

SCIENCE-MATERIALS IN ELECTRONICS. ISSN 0957-4522, FEB 2010, vol. 21, no. 2, p. 145-148., WOS 

9. [1.1] WANG, W.W. - LI, C.Z. - ZHANG, J.Y. - DIAO, X.G. Effects of atomic oxygen treatment on structures, 

morphologies and electrical properties of ZnO:Al films. In APPLIED SURFACE SCIENCE. ISSN 0169-4332, MAY 

1 2010, vol. 256, no. 14, p. 4527-4532., WOS 

10. [1.1] XU, J.W. - WANG, H. - YANG, L. - JIANG, M.H. - WEI, S.A. - ZHANG, T.T. Low temperature growth of 

highly crystallized ZnO:Al films by ultrasonic spray pyrolysis from acetylacetone salt. In MATERIALS SCIENCE 

AND ENGINEERING B-ADVANCED FUNCTIONAL SOLID-STATE MATERIALS. ISSN 0921-5107, MAR 25 2010, 



 
Správa o činnosti ÚACH SAV         2011 

 

143 

vol. 167, no. 3, p. 182-186., WOS 

11. [1.1] YEN, W.T. - LIN, Y.C. - YAO, P.C. - KE, J.H. - CHEN, Y.L. Effect of post-annealing on the optoelectronic 

properties of ZnO:Ga films prepared by pulsed direct current magnetron sputtering. In THIN SOLID FILMS. ISSN 

0040-6090, MAY 3 2010, vol. 518, no. 14, p. 3882-3885., WOS 
ADCA217 LIN, S.S. - HUANG, J.L. - ŠAJGALÍK, P. The properties of heavily Al-doped ZnO 

films before and after annealing in the different atmosphere. In Surface and Coating 

Technology, 2004, vol. 185, no. 2-3, p. 254-263. 
Citácie: 

1. [1.1] CHEN, P.H. - LAI, W.C. - PENG, L.C. - KUO, C.H. - YEH, C.L. - SHEU, J.K. - TUN, C.J. GaN-Based 

LEDs With AZO:Y Upper Contact. In IEEE TRANSACTIONS ON ELECTRON DEVICES. ISSN 0018-9383, JAN 

2010, vol. 57, no. 1, p. 134-139., WOS 

2. [1.1] GHOLIZADEH, A. - TAJABOR, N. Influence of N(2)- and Ar-ambient annealing on the physical properties 

of SnO(2):Co transparent conducting films. In MATERIALS SCIENCE IN SEMICONDUCTOR PROCESSING. 

ISSN 1369-8001, SEP 2010, vol. 13, no. 3, p. 162-166., WOS 

3. [1.1] GUILLEN, C. - HERRERO, J. Optical, electrical and structural characteristics of Al:ZnO thin films with 

various thicknesses deposited by DC sputtering at room temperature and annealed in air or vacuum. In VACUUM. 

ISSN 0042-207X, MAR 4 2010, vol. 84, no. 7, p. 924-929., WOS 

4. [1.1] KANG, D.W. - KUK, S.H. - CHOI, S.H. - MOON, T.H. - LEE, H.M. - HAN, M.K. EFFECT OF BORON-

DOPING ON TRANSPARENT CONDUCTING AL DOPED ZNO FILMS FOR THIN FILM SOLAR CELLS. In 

35TH IEEE PHOTOVOLTAIC SPECIALISTS CONFERENCE. ISSN 0160-8371, 2010., WOS 

5. [1.1] KIM, Y. - LEE, W. - JUNG, D.R. - KIM, J. - NAM, S. - KIM, H. - PARK, B. Optical and electronic 

properties of post-annealed ZnO:Al thin films. In APPLIED PHYSICS LETTERS. ISSN 0003-6951, APR 26 2010, 

vol. 96, no. 17., WOS 

6. [1.1] LEE, S.U. - HONG, B. - BOO, J.H. The effect of annealing atmospheres on structural, electricala and 

optical properties of the ATO films prepared by RF magnetron sputtering. In FUNCTIONAL MATERIALS 

LETTERS. ISSN 1793-6047, JUN 2010, vol. 3, no. 2, p. 119-123., WOS 

7. [1.1] YANG, W.F. - WU, Z.Y. - LIU, Z.G. - PANG, A.S. - TU, Y.L. - FENG, Z.C. Room temperature deposition of 

Al-doped ZnO films on quartz substrates by radio-frequency magnetron sputtering and effects of thermal annealing. 

In THIN SOLID FILMS. ISSN 0040-6090, OCT 29 2010, vol. 519, no. 1, p. 31-36., WOS 

8. [1.1] ZHANG, Y.D. - FA, W.J. - YANG, F.L. - ZHENG, Z. - ZHANG, P.Y. Effect of annealing temperature on the 

structural and optical properties of ZnO thin films prepared by sol-gel method. In IONICS. ISSN 0947-7047, DEC 

2010, vol. 16, no. 9, p. 815-820., WOS 

9. [1.2] XIAO-JING, W. - GANG-XIAN, L. - QING-SONG, L. - JUN-MING, Y. - WEI-LI, Z. - JUN, Y. The influence 

of H2/Ar flow ratio on the structure and optoelectronic properties of ZnO:Al films deposited on glass and polymer 

substrates. In JOURNAL OF OPTOELECTRONICS AND ADVANCED MATERIALS, 2010, vol. 12, no. 6, p. 1268-

1272., SCOPUS 

10. [1.2] ZHANG, H. - SHEN, H. - YIN, Y. - LI, B. Effects of substrate temperature and hydrogen annealing on 

properties of ZnO:Al films. In ZHENKONG KEXUE YU JISHU XUEBAO/JOURNAL OF VACUUM SCIENCE 

AND TECHNOLOGY, 2010, vol. 30, no. 1, p. 72-75., SCOPUS 

ADCA218 LIŠKA, M. - 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. [1.1] 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 sodium cryolite melts: Ionic 

composition in a wide range of cryolite ratios. In SPECTROCHIMICA ACTA PART A-MOLECULAR AND 

BIOMOLECULAR SPECTROSCOPY. ISSN 1386-1425, APR 2010, vol. 75, no. 4, p. 1244-1252., WOS 

ADCA219 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, p. 211-218. (1.810 - IF2008). (2009 - 

Current Contents). ISSN 0924-2031. 
Citácie: 

1. [1.1] ALTHEIDE, T.S. - CHEVRIER, V.F. - DOBREA, E.N. Mineralogical characterization of acid weathered 

phyllosilicates with implications for secondary martian deposits. In GEOCHIMICA ET COSMOCHIMICA ACTA. 

ISSN 0016-7037, NOV 1 2010, vol. 74, no. 21, p. 6232-6248., WOS 

2. [1.1] CHENG, H.F. - YANG, J. - LIU, Q.F. - ZHANG, J.S. - FROST, R.L. A spectroscopic comparison of selected 

Chinese kaolinite, coal bearing kaolinite and halloysite-A mid-infrared and near-infrared study. In 

SPECTROCHIMICA ACTA PART A-MOLECULAR AND BIOMOLECULAR SPECTROSCOPY. ISSN 1386-1425, 

NOV 2010, vol. 77, no. 4, p. 856-861., WOS 

3. [1.1] LANGFORD, H. - HODSON, A. - BANWART, S. - BOGGILD, C. The microstructure and biogeochemistry 

of Arctic cryoconite granules. In ANNALS OF GLACIOLOGY. ISSN 0260-3055, 2010, vol. 51, no. 56, p. 87-94., 



 
Správa o činnosti ÚACH SAV         2011 

 

144 

WOS 

4. [1.1] ROACH, L.H. - MUSTARD, J.F. - SWAYZE, G. - MILLIKEN, R.E. - BISHOP, J.L. - MURCHIE, S.L. - 

LICHTENBERG, K. Hydrated mineral stratigraphy of Ius Chasma, Valles Marineris. In ICARUS. ISSN 0019-1035, 

MAR 2010, vol. 206, no. 1, p. 253-268., WOS 

ADCA220 MADEJOVÁ, J. - PÁLKOVÁ, H. - PENTRÁK, M. - KOMADEL, P. Near-infrared 

spectroscopis analysis of acid-treated organo-clays. In Clays and Clay Minerals, 

2009, vol. 57, no. 3, p. 392-403. (1.171 - IF2008). ISSN 0009-8604. 
Citácie: 

1. [1.1] MORA, M. - LOPEZ, M.I. - CARMONA, M.A. - JIMENEZ-SANCHIDRIAN, C. - RUIZ, J.R. Study of the 

thermal decomposition of a sepiolite by mid- and near-infrared spectroscopies. In POLYHEDRON. ISSN 0277-

5387, OCT 29 2010, vol. 29, no. 16, p. 3046-3051., WOS 

ADCA221 MADEJOVÁ, J. - PÁLKOVÁ, H. - KOMADEL, P. Behaviour of Li
+
 and Cu

2+
 in 

heated montmorillonite: Evidence from far-, mid-, and near-IR regions. In 

Vibrational Spectroscopy, 2006, vol. 40, no. 1, p. 80-88. 
Citácie: 

1. [1.1] LU, L. - CAI, J. - FROST, R.L. Near infrared spectroscopy of benzoic acid adsorbed on montmorillonite. In 

SPECTROSCOPY LETTERS, 2010, vol. 43, no. 4, p. 266-274., WOS 

2. [1.1] LU, L.F. - CAI, J.G. - FROST, R.L. Near infrared spectroscopy of stearic acid adsorbed on montmorillonite. 

In SPECTROCHIMICA ACTA PART A-MOLECULAR AND BIOMOLECULAR SPECTROSCOPY. ISSN 1386-

1425, MAR 2010, vol. 75, no. 3, p. 960-963., WOS 

ADCA222 MADEJOVÁ, J. - BUJDÁK, J. - JANEK, M. - KOMADEL, P. Comparative FT-IR 

study of structural modifications during acid treatment of dioctahedral smectites and 

hectorite. In Spectrochimica Acta, 1998, vol. 54, no. 10, p. 1397-1406. 
Citácie: 

1. [1.1] ALTHEIDE, T.S. - CHEVRIER, V.F. - DOBREA, E.N. Mineralogical characterization of acid weathered 

phyllosilicates with implications for secondary martian deposits. In GEOCHIMICA ET COSMOCHIMICA ACTA. 

ISSN 0016-7037, NOV 1 2010, vol. 74, no. 21, p. 6232-6248., WOS 

2. [1.1] CAMPOS, A.M. - MORENO, S. - MOLINA, R. Approach to a descriptive model of charge reduction in 

vermiculite by hydrothermal treatment. In CLAYS AND CLAY MINERALS. ISSN 0009-8604, FEB 2010, vol. 58, no. 

1, p. 97-109., WOS 

3. [1.1] CHMIELARZ, L. - KOWALCZYK, A. - MICHALIK, M. - DUDEK, B. - PIWOWARSKA, Z. - 

MATUSIEWICZ, A. Acid-activated vermiculites and phlogophites as catalysts for the DeNOx process. In APPLIED 

CLAY SCIENCE. ISSN 0169-1317, JUL 2010, vol. 49, no. 3, p. 156-162., WOS 

4. [1.1] GALAMBOS, M. - KUFCAKOVA, J. - ROSSKOPFOVA, O. - RAJEC, P. Adsorption of cesium and 

strontium on natrified bentonites. In JOURNAL OF RADIOANALYTICAL AND NUCLEAR CHEMISTRY. ISSN 

0236-5731, MAR 2010, vol. 283, no. 3, p. 803-813., WOS 

5. [1.1] OLUWAFEMI, O.S. - REVAPRASADU, N. - ADEYEMI, O.O. A facile "green" synthesis of ascorbic acid-

capped ZnSe nanoparticles. In COLLOIDS AND SURFACES B-BIOINTERFACES. ISSN 0927-7765, AUG 1 2010, 

vol. 79, no. 1, p. 126-130., WOS 

6. [1.1] THIEN, B. - GODON, N. - HUBERT, F. - ANGELI, F. - GIN, S. - AYRAL, A. Structural identification of a 

trioctahedral smectite formed by the aqueous alteration of a nuclear glass. In APPLIED CLAY SCIENCE. ISSN 

0169-1317, JUL 2010, vol. 49, no. 3, p. 135-141., WOS 

ADCA223 MADEJOVÁ, J. - KOMADEL, P. - ČÍČEL, I. Infrared study of octahedral site 

populations in smectites. In Clay Minerals, 1994, vol. 29, no. 3, p. 319-326. 
Citácie: 

1. [1.1] BECK, P. - QUIRICO, E. - MONTES-HERNANDEZ, G. - BONAL, L. - BOLLARD, J. - ORTHOUS-

DAUNAY, F.R. - HOWARD, K.T. - SCHMITT, B. - BRISSAUD, O. - DESCHAMPS, F. - WUNDER, B. - GUILLOT, 

S. Hydrous mineralogy of CM and CI chondrites from infrared spectroscopy and their relationship with low albedo 

asteroids. In GEOCHIMICA ET COSMOCHIMICA ACTA. ISSN 0016-7037, AUG 15 2010, vol. 74, no. 16, p. 4881-

4892., WOS 

2. [1.1] GATES, W.P. - BOUAZZA, A. Bentonite transformations in strongly alkaline solutions. In GEOTEXTILES 

AND GEOMEMBRANES. ISSN 0266-1144, APR 2010, vol. 28, no. 2, p. 219-225., WOS 

3. [1.1] JOVIC-JOVICIC, N. - MILUTINOVIC-NIKOLIC, A. - BANKOVIC, P. - DOJCINOVIC, B. - NEDIC, B. - 

GRZETIC, I. - JOVANOVIC, D. Synthesis, Characterization and Adsorptive Properties of Organobentonites. In 

ACTA PHYSICA POLONICA A. ISSN 0587-4246, MAY 2010, vol. 117, no. 5, p. 849-854., WOS 

ADCA224 MADEJOVÁ, J. FTIR techniques in clay mineral studies. In Vibrational 

Spectroscopy, 2003, vol. 31, p. 1-10. 
Citácie: 

1. [1.1] AKYUZ, S. - AKYUZ, T. Adsorption of 3-and 4-aminopyridine on loughlinite-An IR spectroscopic study. In 

VIBRATIONAL SPECTROSCOPY. ISSN 0924-2031, MAY 26 2010, vol. 53, no. 1, SI, p. 136-139., WOS 



 
Správa o činnosti ÚACH SAV         2011 

 

145 

2. [1.1] AKYUZ, S. - AKYUZ, T. Vibrational Spectroscopic Investigation of 2,2 '-Bipyridine Adsorbed on 

Loughlinite from Aqueous Suspensions. In ASIAN JOURNAL OF CHEMISTRY. ISSN 0970-7077, JAN 2010, vol. 22, 

no. 1, p. 546-554., WOS 

3. [1.1] ANBALAGAN, G. - SIVAKUMAR, G. - PRABAKARAN, A.R. - GUNASEKARAN, S. Spectroscopic 

characterization of natural chrysotile. In VIBRATIONAL SPECTROSCOPY. ISSN 0924-2031, MAR 18 2010, vol. 

52, no. 2, p. 122-127., WOS 

4. [1.1] BEKESIENE, S. - KLEIZA, V. Theoretical Study on Molecular Structures and Vibrational Spectra of 

Trinitrotoluene. In INTELLIGENT TECHNOLOGIES IN LOGISTICS AND MECHATRONICS SYSTEMS (ITELMS 

2010). 2010, p. 77-85., WOS 

5. [1.1] BOCCHINI, S. - FUKUSHIMA, K. - DI BLASIO, A. - FINA, A. - FRACHE, A. - GEOBALDO, F. Polylactic 

Acid and Polylactic Acid-Based Nanocomposite Photooxidation. In BIOMACROMOLECULES. ISSN 1525-7797, 

NOV 2010, vol. 11, no. 11, p. 2919-2926., WOS 

6. [1.1] BORREGO, T. - ANDRADE, M. - PINTO, M.L. - SILVA, A.R. - CARVALHO, A.P. - ROCHA, J. - FREIRE, 

C. - PIRES, J. Physicochemical characterization of silylated functionalized materials. In JOURNAL OF COLLOID 

AND INTERFACE SCIENCE. ISSN 0021-9797, APR 15 2010, vol. 344, no. 2, p. 603-610., WOS 

7. [1.1] CAI, X.A. - TAN, S.Z. - LIAO, M.H. - WU, T. - LIU, R.F. - YU, B.A. Thermal stability and long-acting 

antibacterial activity of phosphonium montmorillonites. In JOURNAL OF CENTRAL SOUTH UNIVERSITY OF 

TECHNOLOGY. ISSN 1005-9784, JUN 2010, vol. 17, no. 3, p. 485-491., WOS 

8. [1.1] CASTELLANO, M. - TURTURRO, A. - RIANI, P. - MONTANARI, T. - FINOCCHIO, E. - RAMIS, G. - 

BUSCA, G. Bulk and surface properties of commercial kaolins. In APPLIED CLAY SCIENCE. ISSN 0169-1317, 

APR 2010, vol. 48, no. 3, p. 446-454., WOS 

9. [1.1] DARVISHI, Z. - MORSALI, A. Synthesis and characterization of nano-sepiolite by solvothermal method. In 

APPLIED SURFACE SCIENCE. ISSN 0169-4332, MAR 15 2010, vol. 256, no. 11, p. 3607-3611., WOS 

10. [1.1] DE LA ORDEN, M.U. - ARRANZ, J. - LORENZO, V. - PEREZ, E. - URREAGA, J.M. Study of the effects of 

the reaction conditions on the modification of clays with polyelectrolytes and silanes. In JOURNAL OF COLLOID 

AND INTERFACE SCIENCE. ISSN 0021-9797, FEB 1 2010, vol. 342, no. 1, p. 185-191., WOS 

11. [1.1] DU, M.L. - GUO, B.C. - LIU, M.X. - CAI, X.J. - JIA, D.M. Reinforcing thermoplastics with hydrogen 

bonding bridged inorganics. In PHYSICA B-CONDENSED MATTER. ISSN 0921-4526, JAN 15 2010, vol. 405, no. 

2, p. 655-662., WOS 

12. [1.1] DUBACQ, B. - VIDAL, O. - DE ANDRADE, V. Dehydration of dioctahedral aluminous phyllosilicates: 

thermodynamic modelling and implications for thermobarometric estimates. In CONTRIBUTIONS TO 

MINERALOGY AND PETROLOGY. ISSN 0010-7999, FEB 2010, vol. 159, no. 2, p. 159-174., WOS 

13. [1.1] FAGHIHIAN, H. - KABIRI-TADI, M. - AHMADI, S.J. Adsorption of (103)Ru from aqueous solutions by 

clinoptilolite. In JOURNAL OF RADIOANALYTICAL AND NUCLEAR CHEMISTRY. ISSN 0236-5731, SEP 2010, 

vol. 285, no. 3, p. 499-504., WOS 

14. [1.1] FERNANDEZ, A.M. - VILLAR, M.V. Geochemical behaviour of a bentonite barrier in the laboratory after 

up to 8 years of heating and hydration. In APPLIED GEOCHEMISTRY. ISSN 0883-2927, JUN 2010, vol. 25, no. 6, 

p. 809-824., WOS 

15. [1.1] FRIEDRICH, F. - WEIDLER, P.G. Contact Pressure Effects on Vibrational Bands of Kaolinite During 

Infrared Spectroscopic Measurements in a Diamond Attenuated Total Reflection Cell. In APPLIED 

SPECTROSCOPY. ISSN 0003-7028, MAY 2010, vol. 64, no. 5, p. 500-506., WOS 

16. [1.1] GANGULY, S. - DANA, K. - GHATAK, S. Thermogravimetric study of n-alkylammonium-intercalated 

montmorillonites of different cation exchange capacity. In JOURNAL OF THERMAL ANALYSIS AND 

CALORIMETRY. ISSN 1388-6150, APR 2010, vol. 100, no. 1, p. 71-78., WOS 

17. [1.1] GIACOBBE, C. - GUALTIERI, A.F. - QUARTIERI, S. - RINAUDO, C. - ALLEGRINA, M. - ANDREOZZI, 

G.B. Spectroscopic study of the product of thermal transformation of chrysotile-asbestos containing materials 

(ACM). In EUROPEAN JOURNAL OF MINERALOGY. ISSN 0935-1221, AUG 2010, vol. 22, no. 4, p. 535-546., 

WOS 

18. [1.1] GODE, F. - OZTURK, N. - SERT, Y. - BAHCELI, S. Adsorption of Cr(vi) from aqueous solutions onto raw 

and acid-activated resadiye and hancili clays. In SPECTROSCOPY LETTERS, 2010, vol. 43, no. 1, p. 68-78., WOS 

19. [1.1] HASSAN, S.A. - YEHIA, F.Z. - HASSAN, H.A. - SADEK, S.A. - DARWISH, A.S. Various characteristics 

and catalytic performance of iron (II) phthalocyanine immobilized onto titania- and vanadia-pillared bentonite clay 

in in situ polymerization of methyl methacrylate An attempt to synthesize novel polymer/iron 

phthalocyanine/pillared clay nanocomposites. In JOURNAL OF MOLECULAR CATALYSIS A-CHEMICAL. ISSN 

1381-1169, NOV 1 2010, vol. 332, no. 1-2, p. 93-105., WOS 

20. [1.1] HODSON, A. - CAMERON, K. - BOGGILD, C. - IRVINE-FYNN, T. - LANGFORD, H. - PEARCE, D. - 

BANWART, S. The structure, biological activity and biogeochemistry of cryoconite aggregates upon an Arctic valley 

glacier: Longyearbreen, Svalbard. In JOURNAL OF GLACIOLOGY. ISSN 0022-1430, 2010, vol. 56, no. 196, p. 

349-362., WOS 

21. [1.1] ISITMAN, N.A. - KAYNAK, C. Nanoclay and carbon nanotubes as potential synergists of an 

organophosphorus flame-retardant in poly(methyl methacrylate). In POLYMER DEGRADATION AND STABILITY. 

ISSN 0141-3910, SEP 2010, vol. 95, no. 9, p. 1523-1532., WOS 

22. [1.1] JUNG, H.J. - MALEK, M.A. - RYU, J. - KIM, B. - SONG, Y.C. - KIM, H. - RO, C.U. Speciation of 



 
Správa o činnosti ÚACH SAV         2011 

 

146 

Individual Mineral Particles of Micrometer Size by the Combined Use of Attenuated Total Reflectance-Fourier 

Transform-Infrared Imaging and Quantitative Energy-Dispersive Electron Probe X-ray Microanalysis Techniques. 

In ANALYTICAL CHEMISTRY. ISSN 0003-2700, JUL 15 2010, vol. 82, no. 14, p. 6193-6202., WOS 

23. [1.1] LANGFORD, H. - HODSON, A. - BANWART, S. - BOGGILD, C. The microstructure and biogeochemistry 

of Arctic cryoconite granules. In ANNALS OF GLACIOLOGY. ISSN 0260-3055, 2010, vol. 51, no. 56, p. 87-94., 

WOS 

24. [1.1] LEITE, I.F. - SOARES, A.P.S. - CARVALHO, L.H. - RAPOSO, C.M.O. - MALTA, O.M.L. - SILVA, S.M.L. 

Characterization of pristine and purified organobentonites. In JOURNAL OF THERMAL ANALYSIS AND 

CALORIMETRY. ISSN 1388-6150, MAY 2010, vol. 100, no. 2, p. 563-569., WOS 

25. [1.1] LEONARD, S.A. - ROY, A.D. - STEGEMANN, J.A. Stabilization/Solidification of Petroleum Drill Cuttings: 

Thermal and Microstructural Studies of Binder Hydration Products. In ENVIRONMENTAL ENGINEERING 

SCIENCE. ISSN 1092-8758, OCT 2010, vol. 27, no. 10, p. 889-903., WOS 

26. [1.1] LLUVERAS, A. - BOULARAND, S. - ANDREOTTI, A. - VENDRELL-SAZ, M. Degradation of azurite in 

mural paintings: distribution of copper carbonate, chlorides and oxalates by SRFTIR. In APPLIED PHYSICS A-

MATERIALS SCIENCE & PROCESSING. ISSN 0947-8396, MAY 2010, vol. 99, no. 2, SI, p. 363-375., WOS 

27. [1.1] LU, L. - CAI, J. - FROST, R.L. Near infrared spectroscopy of benzoic acid adsorbed on montmorillonite. 

In SPECTROSCOPY LETTERS, 2010, vol. 43, no. 4, p. 266-274., WOS 

28. [1.1] LU, L.F. - CAI, J.G. - FROST, R.L. Near infrared spectroscopy of stearic acid adsorbed on 

montmorillonite. In SPECTROCHIMICA ACTA PART A-MOLECULAR AND BIOMOLECULAR 

SPECTROSCOPY. ISSN 1386-1425, MAR 2010, vol. 75, no. 3, p. 960-963., WOS 

29. [1.1] MA, Y.H. - ZHU, J.X. - HE, H.P. - YUAN, P. - SHEN, W. - LIU, D. Infrared investigation of organo-

montmorillonites prepared from different surfactants. In SPECTROCHIMICA ACTA PART A-MOLECULAR AND 

BIOMOLECULAR SPECTROSCOPY. ISSN 1386-1425, JUL 2010, vol. 76, no. 2, p. 122-129., WOS 

30. [1.1] NOCENTINI, C. - CERTINI, G. - KNICKER, H. - FRANCIOSO, O. - RUMPEL, C. Nature and reactivity 

of charcoal produced and added to soil during wildfire are particle-size dependent. In ORGANIC 

GEOCHEMISTRY. ISSN 0146-6380, JUL 2010, vol. 41, no. 7, p. 682-689., WOS 

31. [1.1] OLU-OWOLABI, B.I. - POPOOLA, D.B. - UNUABONAH, E.I. Removal of Cu(2+) and Cd(2+) from 

Aqueous Solution by Bentonite Clay Modified with Binary Mixture of Goethite and Humic Acid. In WATER AIR 

AND SOIL POLLUTION. ISSN 0049-6979, SEP 2010, vol. 211, no. 1-4, p. 459-474., WOS 

32. [1.1] OLU-OWOLABI, B.I. - UNUABONAH, E.I. Kinetic and thermodynamics of the removal of Zn(2+) and 

Cu(2+) from aqueous solution by sulphate and phosphate-modified Bentonite clay. In JOURNAL OF HAZARDOUS 

MATERIALS. ISSN 0304-3894, DEC 15 2010, vol. 184, no. 1-3, p. 731-738., WOS 

33. [1.1] OUBAGARANADIN, J.U.K. - MURTHY, Z.V.P. Isotherm modeling and batch adsorber design for the 

adsorption of Cu(II) on a clay containing montmorillonite. In APPLIED CLAY SCIENCE. ISSN 0169-1317, NOV 

2010, vol. 50, no. 3, p. 409-413., WOS 

34. [1.1] OVEJERO, G. - ROMERO, M.D. - DIAZ, I. - MESTANZA, M. - DIEZ, E. Bentonite as an Alternative 

Adsorbent for the Purification of Styrene Monomer: Adsorption Kinetics, Equilibrium and Process Design. In 

ADSORPTION SCIENCE & TECHNOLOGY. ISSN 0263-6174, 2010, vol. 28, no. 2, p. 101-123., WOS 

35. [1.1] PANDA, A.K. - MISHRA, B.G. - MISHRA, D.K. - SINGH, R.K. Effect of sulphuric acid treatment on the 

physico-chemical characteristics of kaolin clay. In COLLOIDS AND SURFACES A-PHYSICOCHEMICAL AND 

ENGINEERING ASPECTS. ISSN 0927-7757, JUN 20 2010, vol. 363, no. 1-3, p. 98-104., WOS 

36. [1.1] PUMURE, I. - RENTON, J.J. - SMART, R.B. Ultrasonic extraction of arsenic and selenium from rocks 

associated with mountaintop removal/valley fills coal mining: Estimation of bioaccessible concentrations. In 

CHEMOSPHERE. ISSN 0045-6535, MAR 2010, vol. 78, no. 11, p. 1295-1300., WOS 

37. [1.1] QIN, Z.H. - YUAN, P. - ZHU, J.X. - HE, H.P. - LIU, D. - YANG, S.Q. Influences of thermal pretreatment 

temperature and solvent on the organosilane modification of Al(13)-intercalated/Al-pillared montmorillonite. In 

APPLIED CLAY SCIENCE. ISSN 0169-1317, DEC 2010, vol. 50, no. 4, p. 546-553., WOS 

38. [1.1] ROUX-MICHOLLET, D. - DUDAL, Y. - JOCTEUR-MONROZIER, L. - CZARNES, S. Steam treatment of 

surface soil: how does it affect water-soluble organic matter, C mineralization, and bacterial community 

composition?. In BIOLOGY AND FERTILITY OF SOILS. ISSN 0178-2762, AUG 2010, vol. 46, no. 6, p. 607-616., 

WOS 

39. [1.1] SAKIZCI, M. - ALVER, B.E. - ALVER, O. - YORUKOGULLARI, E. Spectroscopic and thermal studies of 

bentonites from Unye, Turkey. In JOURNAL OF MOLECULAR STRUCTURE. ISSN 0022-2860, APR 22 2010, vol. 

969, no. 1-3, p. 187-191., WOS 

40. [1.1] SDIRI, A. - HIGASHI, T. - HATTA, T. - JAMOUSSI, F. - TASE, N. Mineralogical and spectroscopic 

characterization, and potential environmental use of limestone from the Abiod formation, Tunisia. In 

ENVIRONMENTAL EARTH SCIENCES. ISSN 1866-6280, SEP 2010, vol. 61, no. 6, p. 1275-1287., WOS 

41. [1.1] THUC, C.N.H. - GRILLET, A.C. - REINERT, L. - OHASHI, F. - THUC, H.H. - DUCLAUX, L. Separation 

and purification of montmorillonite and polyethylene oxide modified montmorillonite from Vietnamese bentonites. 

In APPLIED CLAY SCIENCE. ISSN 0169-1317, JUL 2010, vol. 49, no. 3, p. 229-238., WOS 

42. [1.1] TRUJILLANO, R. - RICO, E. - VICENTE, M.A. - HERRERO, M. - RIVES, V. Microwave radiation and 

mechanical grinding as new ways for preparation of saponite-like materials. In APPLIED CLAY SCIENCE. ISSN 

0169-1317, MAR 2010, vol. 48, no. 1-2, SI, p. 32-38., WOS 



 
Správa o činnosti ÚACH SAV         2011 

 

147 

43. [1.1] UGURLU, M. - KARAOGLU, M.H. The photocatalytic degradation of TOC and organic acid from olive 

mill wastewater by using UV/H(2)O(2)/TiO(2)/sepiolite nanoparticles. In FRESENIUS ENVIRONMENTAL 

BULLETIN. ISSN 1018-4619, 2010, vol. 19, no. 12, p. 2883-2888., WOS 

44. [1.1] WU, B. - QI, S.H. - WANG, X. Thermal behaviour of poly(vinyl chloride) treated with montmorillonite-

silica-3-triethoxysilyl-1-propanamine (K-Si-MMT) nanocomposites. In POLYMER TESTING. ISSN 0142-9418, SEP 

2010, vol. 29, no. 6, p. 717-722., WOS 

45. [1.1] WU, H.Y. - ZHAO, Y. - CHEN, T. - WANG, H.T. - LU, W.J. Application of Fourier Transform Infrared 

Spectroscopy for Assessment of Degradation and Stabilization of Landfilled Municipal Solid Waste. In SELECTED 

PROCEEDINGS OF THE FIFTH INTERNATIONAL CONFERENCE ON WASTE MANAGEMENT AND 

TECHNOLOGY(ICWMT 5). 2010, p. 3-6., WOS 

46. [1.1] XUE, B. - JIANG, Y.S. - LI, F.F. - XIA, M.S. - SUN, M.M. - LIU, D.R. - ZHANG, X.G. - YU, L.X. 

Hydrophobic Modification of Dickite and Salt Spray Test Study on LLDPE/Modified Dickite Composite. In 

JOURNAL OF APPLIED POLYMER SCIENCE. ISSN 0021-8995, JUN 15 2010, vol. 116, no. 6, p. 3480-3488., 

WOS 

47. [1.1] ZHOU, J.B. - WU, P.X. - DANG, Z. - ZHU, N.W. - LI, P. - WU, J.H. - WANG, X.D. Polymeric Fe/Zr 

pillared montmorillonite for the removal of Cr(VI) from aqueous solutions. In CHEMICAL ENGINEERING 

JOURNAL. ISSN 1385-8947, SEP 1 2010, vol. 162, no. 3, p. 1035-1044., WOS 

ADCA225 MADEJOVÁ, J. - KEČKÉŠ, J. - PÁLKOVÁ, H. - KOMADEL, P. Identification of 

components in smectite/kaolinite mixtures. In Clay Minerals, 2002, vol. 37, p. 377-

388. (0.610 - IF2001). (2002 - Current Contents). ISSN 0009-8558. 
Citácie: 

1. [1.1] ANDRIEUX, P. - PETIT, S. Hydrothermal synthesis of dioctahedral smectites: The Al-Fe(3+) chemical 

series Part I: Influence of experimental conditions. In APPLIED CLAY SCIENCE. ISSN 0169-1317, MAR 2010, vol. 

48, no. 1-2, SI, p. 5-17., WOS 

2. [1.1] BORNEMANN, L. - WELP, G. - AMELUNG, W. Particulate Organic Matter at the Field Scale: Rapid 

Acquisition Using Mid-Infrared Spectroscopy. In SOIL SCIENCE SOCIETY OF AMERICA JOURNAL. ISSN 0361-

5995, JUL-AUG 2010, vol. 74, no. 4, p. 1147-1156., WOS 

3. [1.1] DILL, H.G. - KAUFHOLD, S. - WEBER, B. - GERDES, A. Clay mineralogy and LA-ICP-MS dating of 

supergene U-Cu nontronite-bearing mineralization at Nabburg-Wolsendorf, Southeastern Germany. In CANADIAN 

MINERALOGIST. ISSN 0008-4476, JUN 2010, vol. 48, no. 3, p. 497-511., WOS 

4. [1.1] FRANKOVSKA, J. - ANDREJKOVICOVA, S. - JANOTKA, I. Effect of NaCl on hydraulic properties of 

bentonite and bentonite-palygorskite mixture. In GEOSYNTHETICS INTERNATIONAL. ISSN 1072-6349, AUG 

2010, vol. 17, no. 4, p. 250-259., WOS 

ADCA226 MADEJOVÁ, J. - JANEK, M. - KOMADEL, P. - 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, p. 255-271. 
Citácie: 

1. [1.1] ANDERSON, R.L. - RATCLIFFE, I. - GREENWELL, H.C. - WILLIAMS, P.A. - CLIFFE, S. - COVENEY, 

P.V. Clay swelling - A challenge in the oilfield. In EARTH-SCIENCE REVIEWS. ISSN 0012-8252, FEB 2010, vol. 

98, no. 3-4, p. 201-216., WOS 

2. [1.1] FOURDRIN, C. - ALLARD, T. - MONNET, I. - MENGUY, N. - BENEDETTI, M. - CALAS, G. Effect of 

Radiation-Induced Amorphization on Smectite Dissolution. In ENVIRONMENTAL SCIENCE & TECHNOLOGY. 

ISSN 0013-936X, APR 1 2010, vol. 44, no. 7, p. 2509-2514., WOS 

3. [1.1] LAREDJ, N. - MISSOUM, H. - BENDANI, K. Modeling the effect of osmotic potential changes on 

deformation behavior of swelling clays. In JOURNAL OF POROUS MEDIA. ISSN 1091-028X, 2010, vol. 13, no. 8, 

p. 743-748., WOS 

4. [1.1] LUO, W. - FENG, Q.M. - OU, L.M. - ZHANG, G.F. - CHEN, Y. Kinetics of saprolitic laterite leaching by 

sulphuric acid at atmospheric pressure. In MINERALS ENGINEERING. ISSN 0892-6875, MAY 2010, vol. 23, no. 6, 

SI, p. 458-462., WOS 

5. [1.1] LUO, W. - WANG, D.Z. - FENG, Q.M. - WEN, J.K. Improved nickel and cobalt recovery from nickeliferous 

laterites in acidic fluoride media. In MINERALS & METALLURGICAL PROCESSING. ISSN 0747-9182, AUG 

2010, vol. 27, no. 3, p. 117-123., WOS 

6. [1.1] MA, Y.H. - ZHU, J.X. - HE, H.P. - YUAN, P. - SHEN, W. - LIU, D. Infrared investigation of organo-

montmorillonites prepared from different surfactants. In SPECTROCHIMICA ACTA PART A-MOLECULAR AND 

BIOMOLECULAR SPECTROSCOPY. ISSN 1386-1425, JUL 2010, vol. 76, no. 2, p. 122-129., WOS 

7. [1.1] MEKHAMER, W.K. The colloidal stability of raw bentonite deformed mechanically by ultrasound. In 

JOURNAL OF SAUDI CHEMICAL SOCIETY. ISSN 1319-6103, JUL 2010, vol. 14, no. 3, p. 301-306., WOS 

8. [1.1] MOSTAFA, B.A. - ASSAAD, F.F. - RASHAD, M.A. - EL-NIKLAWY, A.S. The Role of Temperature on the 

Egyptian Drilling Mud Performance in the Presence of Cationic Polyethylene Imine and Anionic Polyacrylamide. In 

JOURNAL OF APPLIED POLYMER SCIENCE. ISSN 0021-8995, SEP 5 2010, vol. 117, no. 5, p. 2958-2963., WOS 

9. [1.1] PERRIN, F.X. - BRUZAUD, S. - GROHENS, Y. Structure and thermal behaviour of polyhedral oligomeric 

silsesquioxane modified montmorillonite. In APPLIED CLAY SCIENCE. ISSN 0169-1317, JUL 2010, vol. 49, no. 3, 



 
Správa o činnosti ÚACH SAV         2011 

 

148 

p. 113-119., WOS 

10. [1.1] RAJAPAKSE, R.M.G. - MURAKAMI, K. - BANDARA, H.M.N. - RAJAPAKSE, R.M.M.Y. - 

VELAUTHAMURTI, K. - WIJERATNE, S. Preparation and characterization of electronically conducting 

polypyrrole-montmorillonite nanocomposite and its potential application as a cathode material for oxygen 

reduction. In ELECTROCHIMICA ACTA. ISSN 0013-4686, FEB 28 2010, vol. 55, no. 7, p. 2490-2497., WOS 

11. [1.1] RODRIGUES, S.C.G. - QUEIROZ, M.B. - PEREIRA, K.R.O. - RODRIGUES, M.G.F. - VALENZUELA-

DIAZ, F.R. Comparative study of organophilic clays to be used in the gas & petrol industry. In Materials Science 

Forum, 2010, vol. 660-661, p. 1037-1042., WOS 

12. [1.1] TAJEDDINE, L. - MOUNTACER, H. - SARRAKHA, M. Effect of iron and humic acid on photodegradation 

of some pesticides adsorbed on clay surfaces. In ARABIAN JOURNAL OF CHEMISTRY. ISSN 1878-5352, APR 

2010, vol. 3, no. 2, p. 73-78., WOS 

ADCA227 MADEJOVÁ, J. - KOMADEL, P. Baseline studies of the clay minerals society 

source clays: Infrared methods. In Clays and Clay Minerals : Journal of the Clay 

Minerals Society, 2001, vol. 49, no. 5, p. 410-432. (2001 - Current Contents). ISSN 

0009-8604. 
Citácie: 

1. [1.1] DO NASCIMENTO, G.M. - SESTREM, R.H. - TEMPERINI, M.L.A. Structural characterization of poly-

para-phenylenediamine-montmorillonite clay nanocomposites. In SYNTHETIC METALS. ISSN 0379-6779, DEC 

2010, vol. 160, no. 23-24, p. 2397-2403., WOS 

2. [1.1] EMREOL, M. - SOYCAN, N. - YAPAR, S. Adsorption properties of microwave synthesized inorgano-

organo montmorillonite. In ASIA-PACIFIC JOURNAL OF CHEMICAL ENGINEERING. ISSN 1932-2143, MAR-

APR 2010, vol. 5, no. 2, SI, p. 369-377., WOS 

3. [1.1] FRANKOVSKA, J. - ANDREJKOVICOVA, S. - JANOTKA, I. Effect of NaCl on hydraulic properties of 

bentonite and bentonite-palygorskite mixture. In GEOSYNTHETICS INTERNATIONAL. ISSN 1072-6349, AUG 

2010, vol. 17, no. 4, p. 250-259., WOS 

4. [1.1] FRIEDRICH, F. - WEIDLER, P.G. Contact Pressure Effects on Vibrational Bands of Kaolinite During 

Infrared Spectroscopic Measurements in a Diamond Attenuated Total Reflection Cell. In APPLIED 

SPECTROSCOPY. ISSN 0003-7028, MAY 2010, vol. 64, no. 5, p. 500-506., WOS 

5. [1.1] FROST, R.L. - XI, Y.F. - HE, H.P. Synthesis, characterization of palygorskite supported zero-valent iron 

and its application for methylene blue adsorption. In JOURNAL OF COLLOID AND INTERFACE SCIENCE. 

ISSN 0021-9797, JAN 1 2010, vol. 341, no. 1, p. 153-161., WOS 

6. [1.1] GAUTIER, M. - MULLER, F. - LE FORESTIER, L. - BENY, J.M. - GUEGAN, R. NH(4)-smectite: 

Characterization, hydration properties and hydro mechanical behaviour. In APPLIED CLAY SCIENCE. ISSN 

0169-1317, JUL 2010, vol. 49, no. 3, p. 247-254., WOS 

7. [1.1] HRADIL, D. - HRADILOVA, J. - BEZDICKA, P. New criteria for classification of and differentiation 

between clay and iron oxide pigments of various origins. In ACTA ARTIS ACADEMICA 2010: THE STORY OF 

ART - ARTWORK CHANGES IN TIME. 2010, p. 123-136., WOS 

8. [1.1] IRACI, L.T. - PHEBUS, B.D. - STONE, B.M. - COLAPRETE, A. Water ice cloud formation on Mars is 

more difficult than presumed: Laboratory studies of ice nucleation on surrogate materials. In ICARUS. ISSN 

0019-1035, DEC 2010, vol. 210, no. 2, p. 985-991., WOS 

9. [1.1] JOVIC-JOVICIC, N. - MILUTINOVIC-NIKOLIC, A. - BANKOVIC, P. - DOJCINOVIC, B. - NEDIC, B. - 

GRZETIC, I. - JOVANOVIC, D. Synthesis, Characterization and Adsorptive Properties of Organobentonites. In 

ACTA PHYSICA POLONICA A. ISSN 0587-4246, MAY 2010, vol. 117, no. 5, p. 849-854., WOS 

10. [1.1] JUNG, H.J. - MALEK, M.A. - RYU, J. - KIM, B. - SONG, Y.C. - KIM, H. - RO, C.U. Speciation of 

Individual Mineral Particles of Micrometer Size by the Combined Use of Attenuated Total Reflectance-Fourier 

Transform-Infrared Imaging and Quantitative Energy-Dispersive Electron Probe X-ray Microanalysis 

Techniques. In ANALYTICAL CHEMISTRY. ISSN 0003-2700, JUL 15 2010, vol. 82, no. 14, p. 6193-6202., WOS 

11. [1.1] KUMARA, C.K. - NG, W.J. - BANDARA, A. - WEERASOORIYA, R. Nanogibbsite Synthesis and 

characterization. In JOURNAL OF COLLOID AND INTERFACE SCIENCE. ISSN 0021-9797, DEC 15 2010, vol. 

352, no. 2, p. 252-258., WOS 

12. [1.1] LI, Z.H. - KOLB, V.M. - JIANG, W.T. - HONG, H.L. FTIR and XRD investigation of tetracycline 

intercalation in smectites. In CLAYS AND CLAY MINERALS. ISSN 0009-8604, AUG 2010, vol. 58, no. 4, p. 462-

474., WOS 

13. [1.1] LI, Z.H. - SCHULZ, L. - ACKLEY, C. - FENSKE, N. Adsorption of tetracycline on kaolinite with pH-

dependent surface charges. In JOURNAL OF COLLOID AND INTERFACE SCIENCE. ISSN 0021-9797, NOV 1 

2010, vol. 351, no. 1, p. 254-260., WOS 

14. [1.1] LI, Z.H. - WANG, C.J. - JIANG, W.T. Intercalation of Methylene Blue in a High-charge Calcium 

Montmorillonite - An Indication of Surface Charge Determination. In ADSORPTION SCIENCE & 

TECHNOLOGY. ISSN 0263-6174, 2010, vol. 28, no. 4, p. 297-312., WOS 

15. [1.1] LU, L. - CAI, J. - FROST, R.L. Near infrared spectroscopy of benzoic acid adsorbed on montmorillonite. 

In SPECTROSCOPY LETTERS, 2010, vol. 43, no. 4, p. 266-274., WOS 

16. [1.1] LU, L.F. - CAI, J.G. - FROST, R.L. Near infrared spectroscopy of stearic acid adsorbed on 



 
Správa o činnosti ÚACH SAV         2011 

 

149 

montmorillonite. In SPECTROCHIMICA ACTA PART A-MOLECULAR AND BIOMOLECULAR 

SPECTROSCOPY. ISSN 1386-1425, MAR 2010, vol. 75, no. 3, p. 960-963., WOS 

17. [1.1] MEKHAMER, W.K. The colloidal stability of raw bentonite deformed mechanically by ultrasound. In 

JOURNAL OF SAUDI CHEMICAL SOCIETY. ISSN 1319-6103, JUL 2010, vol. 14, no. 3, p. 301-306., WOS 

18. [1.1] MOSTAFA, B.A. - ASSAAD, F.F. - RASHAD, M.A. - EL-NIKLAWY, A.S. The Role of Temperature on the 

Egyptian Drilling Mud Performance in the Presence of Cationic Polyethylene Imine and Anionic Polyacrylamide. 

In JOURNAL OF APPLIED POLYMER SCIENCE. ISSN 0021-8995, SEP 5 2010, vol. 117, no. 5, p. 2958-2963., 

WOS 

19. [1.1] NAVEA, J.G. - CHEN, H.H. - HUANG, M. - CARMICHEL, G.R. - GRASSIAN, V.H. A comparative 

evaluation of water uptake on several mineral dust sources. In ENVIRONMENTAL CHEMISTRY. ISSN 1448-

2517, 2010, vol. 7, no. 2, p. 162-170., WOS 

20. [1.1] PAROLO, M.E. - AVENA, M.J. - PETTINARI, G. - ZAJONKOVSKY, I. - VALLES, J.M. - BASCHINI, 

M.T. Antimicrobial properties of tetracycline and minocycline-montmorillonites. In APPLIED CLAY SCIENCE. 

ISSN 0169-1317, JUL 2010, vol. 49, no. 3, p. 194-199., WOS 

21. [1.1] PESROVA, A. - ANDERTOVA, J. - GEDEON, O. Hydrothermal degradation of ceramic materials on the 

natural raw materials base. In CERAMICS-SILIKATY. ISSN 0862-5468, 2010, vol. 54, no. 2, p. 176-181., WOS 

22. [1.1] PLEVOVA, E. - KOZUSNIKOVA, A. - VACULIKOVA, L. - MARTYNKOVA, G.S. Thermal behavior of 

selected Czech marble samples. In JOURNAL OF THERMAL ANALYSIS AND CALORIMETRY. ISSN 1388-6150, 

AUG 2010, vol. 101, no. 2, p. 657-664., WOS 

23. [1.1] RITZ, M. - VACULIKOVA, L. - PLEVOVA, E. Identification of Clay Minerals by Infrared Spectroscopy 

and Discriminant Analysis. In APPLIED SPECTROSCOPY. ISSN 0003-7028, DEC 2010, vol. 64, no. 12, p. 1379-

1387., WOS 

24. [1.1] ROSSEL, R.A.V. - BEHRENS, T. Using data mining to model and interpret soil diffuse reflectance 

spectra. In GEODERMA. ISSN 0016-7061, AUG 15 2010, vol. 158, no. 1-2, SI, p. 46-54., WOS 

25. [1.1] SAKIZCI, M. - ALVER, B.E. - ALVER, O. - YORUKOGULLARI, E. Spectroscopic and thermal studies of 

bentonites from Unye, Turkey. In JOURNAL OF MOLECULAR STRUCTURE. ISSN 0022-2860, APR 22 2010, 

vol. 969, no. 1-3, p. 187-191., WOS 

26. [1.1] SHUKLA, N. - THAKUR, A.K. Ion transport model in exfoliated and intercalated polymer-clay 

nanocomposites. In SOLID STATE IONICS. ISSN 0167-2738, JUL 16 2010, vol. 181, no. 19-20, p. 921-932., WOS 

27. [1.1] SIVAIAH, M.V. - PETIT, S. - BRENDLE, J. - PATRIER, P. Rapid synthesis of aluminium polycations by 

microwave assisted hydrolysis of aluminium via decomposition of urea and preparation of Al-pillared 

montmorillonite. In APPLIED CLAY SCIENCE. ISSN 0169-1317, MAR 2010, vol. 48, no. 1-2, SI, p. 138-145., 

WOS 

28. [1.1] SON, Y.H. - LEE, J.K. - SOONG, Y. - MARTELLO, D. - CHYU, M. Structure-Property Correlation in 

Iron Oxide Nanoparticle-Clay Hybrid Materials. In CHEMISTRY OF MATERIALS. ISSN 0897-4756, APR 13 

2010, vol. 22, no. 7, p. 2226-2232., WOS 

29. [1.1] STENBERG, B. - ROSSEL, R.A.V. - MOUAZEN, A.M. - WETTERLIND, J. VISIBLE AND NEAR 

INFRARED SPECTROSCOPY IN SOIL SCIENCE. In ADVANCES IN AGRONOMY, VOL 107. ISSN 0065-2113, 

2010, vol. 107, p. 163-215., WOS 

30. [1.1] STENBERG, B. - ROSSEL, R.A.V. Diffuse Reflectance Spectroscopy for High-Resolution Soil Sensing. In 

PROXIMAL SOIL SENSING. 2010, p. 29-47., WOS 

31. [1.1] TAJEDDINE, L. - MOUNTACER, H. - SARRAKHA, M. Effect of iron and humic acid on 

photodegradation of some pesticides adsorbed on clay surfaces. In ARABIAN JOURNAL OF CHEMISTRY, 2010, 

vol. 3, no. 2, p. 73-78., WOS 

32. [1.1] TRAINER, M.G. - TOLBERT, M.A. - MCKAY, C.P. - TOON, O.B. Enhanced CO(2) trapping in water ice 

via atmospheric deposition with relevance to Mars. In ICARUS. ISSN 0019-1035, APR 2010, vol. 206, no. 2, p. 

707-715., WOS 

33. [1.1] VALASKOVA, M. - HUNDAKOVA, M. - KUTLAKOVA, K.M. - SEIDLEROVA, J. - CAPKOVA, P. - 

PAZDZIORA, E. - MATEJOVA, K. - HERMANEK, M. - KLEMM, V. - RAFAJA, D. Preparation and 

characterization of antibacterial silver/vermiculites and silver/montmorillonites. In GEOCHIMICA ET 

COSMOCHIMICA ACTA, 2010, vol. 74, no. 22, p. 6287-6300., WOS 

34. [1.1] WU, Q.F. - LI, Z.H. - HONG, H.L. - YIN, K. - TIE, L.Y. Adsorption and intercalation of ciprofloxacin on 

montmorillonite. In APPLIED CLAY SCIENCE. ISSN 0169-1317, OCT 2010, vol. 50, no. 2, p. 204-211., WOS 

35. [1.1] XUE, S.Q. - PINNAVAIA, T.J. Methylene-functionalized saponite: A new type of organoclay with CH(2) 

groups substituting for bridging oxygen centers in the tetrahedral sheet. In APPLIED CLAY SCIENCE. ISSN 

0169-1317, MAR 2010, vol. 48, no. 1-2, SI, p. 60-66., WOS 

36. [1.2] EISAZADEH, A. - KASSIM, K.A. - NUR, H. Molecular characteristics of phosphoric acid treated soils. 

In PROCEEDINGS OF WORLD ACADEMY OF SCIENCE, ENGINEERING AND TECHNOLOGY, 2010, vol. 63, 

p. 1-3., SCOPUS 

37. [1.2] EISAZADEH, A. - KASSIM, K.A. - NUR, H. Physicochemical characteristics of phosphoric acid 

stabilized bentonite. In ELECTRONIC JOURNAL OF GEOTECHNICAL ENGINEERING, 2010, vol. 15 D, p. 1-

10., SCOPUS 

38. [1.2] KRIAA, A. - HAMDI, N. - SRASRA, E. Removal of Cu (II) from water pollutant with Tunisian activated 



 
Správa o činnosti ÚACH SAV         2011 

 

150 

lignin prepared by phosphoric acid activation. In DESALINATION, 2010, vol. 250, no. 1, p. 179-187., SCOPUS 

ADCA228 MADEJOVÁ, J. - BUJDÁK, J. - PETIT, S. - KOMADEL, P. 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, p. 

739-751. (1.090 - IF1999). ISSN 0009-8558. 
Citácie: 

1. [1.1] CAMPOS, A.M. - MORENO, S. - MOLINA, R. Approach to a descriptive model of charge reduction in 

vermiculite by hydrothermal treatment. In CLAYS AND CLAY MINERALS. ISSN 0009-8604, FEB 2010, vol. 58, no. 

1, p. 97-109., WOS 

2. [1.1] GAVIN, P. - CHEVRIER, V. Thermal alteration of nontronite and montmorillonite: Implications for the 

martian surface. In ICARUS. ISSN 0019-1035, AUG 2010, vol. 208, no. 2, p. 721-734., WOS 

3. [1.1] VALASKOVA, M. - HUNDAKOVA, M. - KUTLAKOVA, K.M. - SEIDLEROVA, J. - CAPKOVA, P. - 

PAZDZIORA, E. - MATEJOVA, K. - HERMANEK, M. - KLEMM, V. - RAFAJA, D. Preparation and 

characterization of antibacterial silver/vermiculites and silver/montmorillonites. In GEOCHIMICA ET 

COSMOCHIMICA ACTA. ISSN 0016-7037, NOV 15 2010, vol. 74, no. 22, p. 6287-6300., WOS 

ADCA229 MADEJOVÁ, J. - ARVAIOVÁ, B. - KOMADEL, P. FTIR spectroscopic 

characterization of thermally treated Cu
2+

, Cd
2+

, and Li
+
 montmorillonites. In 

Spectrochimica Acta A, 1999, vol. 55, p. 2467-2476. (0.690 - IF1998). 
Citácie: 

1. [1.1] FRIEDRICH, F. - WEIDLER, P.G. Contact Pressure Effects on Vibrational Bands of Kaolinite During 

Infrared Spectroscopic Measurements in a Diamond Attenuated Total Reflection Cell. In APPLIED 

SPECTROSCOPY. ISSN 0003-7028, MAY 2010, vol. 64, no. 5, p. 500-506., WOS 

2. [1.1] KOZAK, O. - PRAUS, P. - KOCI, K. - KLEMENTOVA, M. Preparation and characterization of ZnS 

nanoparticles deposited on montmorillonite. In JOURNAL OF COLLOID AND INTERFACE SCIENCE. ISSN 0021-

9797, DEC 15 2010, vol. 352, no. 2, p. 244-251., WOS 

3. [1.1] KOZAK, O. - PRAUS, P. - MACHOVIC, V. - KLIKA, Z. Adsorption of zinc and copper ions on natural and 

ethylenediamine modified montmorillonite . In CERAMICS-SILIKATY. ISSN 0862-5468, 2010, vol. 54, no. 1, p. 78-

84., WOS 

4. [1.1] PRAUS, P. - TURICOVA, M. - MACHOVIC, V. - STUDENTOVA, S. - KLEMENTOVA, M. Characterization 

of silver nanoparticles deposited on montmorillonite. In APPLIED CLAY SCIENCE. ISSN 0169-1317, JUL 2010, 

vol. 49, no. 3, p. 341-345., WOS 

ADCA230 MAHMOUDKANI, A.H. - LANGER, V. - SMRČOK, Ľ. Layered strontium 

phenylphosphonate: synthesis, thermal properties and crystal structure from X-ray 

powder diffraction data. In Solid State Sciences, 2002, vol. 4, p. 873-878. 
Citácie: 

1. [1.1] BENES, L. - MELANOVA, K. - SVOBODA, J. - ZIMA, V. Intercalation behavior of barium 

phenylphosphonate. In JOURNAL OF PHYSICS AND CHEMISTRY OF SOLIDS. ISSN 0022-3697, APR 2010, vol. 

71, no. 4, SI, p. 530-533., WOS 

2. [1.1] BENES, L. - MELANOVA, K. - SVOBODA, J. - ZIMA, V. Intercalation behavior of calcium 

phenylphosphonate dihydrate CaC(6)H(5)PO(3)center dot 2H(2)O. In JOURNAL OF INCLUSION PHENOMENA 

AND MACROCYCLIC CHEMISTRY. ISSN 0923-0750, APR 2010, vol. 66, no. 3-4, p. 279-284., WOS 
ADCA231 MACHÁČEK, J. - GEDEON, O. - LIŠKA, M. Group connectivity in binary silicate 

glasses. In Journal of Non-Crystalline Solids, 2006, vol. 352, no. 21-22, p. 2173-

2179. 
Citácie: 

1. [1.1] POLYAKOV, V.B. - ARISKIN, A.A. - SHIL'DT, A.V. Analysis of Disproportionation of Q(n) Structons in the 

Simulation of the Structure of Melts in the Na(2)O-SiO(2) System. In GLASS PHYSICS AND CHEMISTRY. ISSN 

1087-6596, OCT 2010, vol. 36, no. 5, p. 579-588., WOS 

ADCA232 MALKIN, I. - MALKINA, O. - MALKIN, V. - KAUPP, M. 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). ISSN 0021-9606. 
Citácie: 

1. [1.1] KADANTSEV, E.S. - ZIEGLER, T. First-principles calculation of parameters of electron paramagnetic 

resonance spectroscopy in solids. In MAGNETIC RESONANCE IN CHEMISTRY. ISSN 0749-1581, DEC 2010, vol. 

48, 1, p. S2-S10., WOS 

2. [1.1] VAN WULLEN, C. A Quasirelativistic Two-component Density Functional and Hartree-Fock Program. In 

ZEITSCHRIFT FUR PHYSIKALISCHE CHEMIE-INTERNATIONAL JOURNAL OF RESEARCH IN PHYSICAL 

CHEMISTRY & CHEMICAL PHYSICS. ISSN 0942-9352, 2010, vol. 224, no. 3-4, SI, p. 413-426., WOS 



 
Správa o činnosti ÚACH SAV         2011 

 

151 

ADCA233 MALKIN, I. - MALKINA, Oľga - MALKIN, Vladimír - KAUPP, M. Scalar 

relativistic calculations of hyperfine coupling tensors using the Douglas-Kroll-Hess 

method. Vladimír G. Malkin, M. Kaupp. In Chemical Physics Letters, 2004, vol. 

396, no. 4-6, p. 268-276. 
Citácie: 

1. [1.1] BUCINSKY, L. - BISKUPIC, S. - JAYATILAKA, D. Picture change error correction of radon atom electron 

density. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, NOV 7 2010, vol. 133, no. 17., WOS 

2. [1.1] HUDAK, M. - JAYATILAKA, D. - PERASINOVA, L. - BISKUPIC, S. - KOZISEK, J. - BUCINSKY, L. X-ray 

constrained unrestricted Hartree-Fock and Douglas-Kroll-Hess wavefunctions. In ACTA CRYSTALLOGRAPHICA 

SECTION A. ISSN 0108-7673, JAN 2010, vol. 66, Part 1, p. 78-92., WOS 

ADCA234 MALKIN, I. - MALKINA, Oľga - MALKIN, Vladimír. Relativistic calculations of 

electric field gradients using the Douglas-Kroll methode. In Chemical Physics 

Letters, 2002, vol. 361, p. 231-236. 
Citácie: 

1. [1.1] AQUINO, F. - GOVIND, N. - AUTSCHBACH, J. Electric Field Gradients Calculated from Two-Component 

Hybrid Density Functional Theory Including Spin-Orbit Coupling. In JOURNAL OF CHEMICAL THEORY AND 

COMPUTATION. ISSN 1549-9618, SEP 2010, vol. 6, no. 9, p. 2669-2686., WOS 

2. [1.1] BUCINSKY, L. - BISKUPIC, S. - JAYATILAKA, D. Picture change error correction of radon atom electron 

density. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, NOV 7 2010, vol. 133, no. 17., WOS 

3. [1.1] HUDAK, M. - JAYATILAKA, D. - PERASINOVA, L. - BISKUPIC, S. - KOZISEK, J. - BUCINSKY, L. X-ray 

constrained unrestricted Hartree-Fock and Douglas-Kroll-Hess wavefunctions. In ACTA CRYSTALLOGRAPHICA 

SECTION A. ISSN 0108-7673, JAN 2010, vol. 66, Part 1, p. 78-92., WOS 

ADCA235 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. 
Citácie: 

1. [1.1] BILALBEGOVIC, G. Nuclear Magnetic Resonance Parameters of Water Hexamers. In JOURNAL OF 

PHYSICAL CHEMISTRY A. ISSN 1089-5639, JAN 21 2010, vol. 114, no. 2, p. 715-720., WOS 

2. [1.1] GEROTHANASSIS, I.P. Oxygen-17 NMR spectroscopy: Basic principles and applications (Part I). In 

PROGRESS IN NUCLEAR MAGNETIC RESONANCE SPECTROSCOPY. ISSN 0079-6565, MAR 2010, vol. 56, no. 

2, p. 95-197., WOS 

3. [1.1] GEROTHANASSIS, I.P. Oxygen-17 NMR spectroscopy: Basic principles and applications (part II). In 

PROGRESS IN NUCLEAR MAGNETIC RESONANCE SPECTROSCOPY. ISSN 0079-6565, JUL 2010, vol. 57, no. 

1, p. 1-110., WOS 
ADCA236 MALKIN, Vladimír - MALKINA, Oľga - SALAHUB, D.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] AUCAR, G.A. - ROMERO, R.H. - MALDONADO, A.F. Polarization propagators: A powerful theoretical 

tool for a deeper understanding of NMR spectroscopic parameters. In INTERNATIONAL REVIEWS IN PHYSICAL 

CHEMISTRY. ISSN 0144-235X, 2010, vol. 29, no. 1, p. 1-64., WOS 

2. [1.1] CASTRO, A.C. - OSORIO, E. - JIMENEZ-HALLA, J.O.C. - MATITO, E. - TIZNADO, W. - MERINO, G. 

Scalar and Spin-Orbit Relativistic Corrections to the NICS and the Induced Magnetic Field: The case of the 

E(12)(2-) Spherenes (E = Ge, Sn, Pb). In JOURNAL OF CHEMICAL THEORY AND COMPUTATION. ISSN 1549-

9618, SEP 2010, vol. 6, no. 9, p. 2701-2705., WOS 

3. [1.1] ILIAS, M. - KELLO, V. - URBAN, M. Relativistic effects in atomic and molecular properties. In ACTA 

PHYSICA SLOVACA. ISSN 0323-0465, 2010, vol. 60, no. 3, p. 259-391., WOS 

4. [1.1] KANTOLA, A.M. - LANTTO, P. - VAARA, J. - JOKISAARI, J. Carbon and proton shielding tensors in 

methyl halides. In PHYSICAL CHEMISTRY CHEMICAL PHYSICS. ISSN 1463-9076, 2010, vol. 12, no. 11, p. 2679-

2692., WOS 
ADCA237 MALKIN, Vladimír - MALKINA, Oľga - SALAHUB, D.R.  Influence of 

intermolecular interactions on the 13C NMR shielding tensor in solid ?-glycine. In 

Journal of the American Chemical Society, 1995, vol. 117, no. 11, p. 3294-3295. 
Citácie: 

1. [1.1] MALINAKOVA, K. - NOVOSADOVA, L. - LAHTINEN, M. - KOLEHMAINEN, E. - BRUS, J. - MAREK, R. 

(13)C Chemical Shift Tensors in Hypoxanthine and 6-Mercaptopurine: Effects of Substitution, Tautomerism, and 

Intermolecular Interactions. In JOURNAL OF PHYSICAL CHEMISTRY A. ISSN 1089-5639, FEB 4 2010, vol. 

114, no. 4, p. 1985-1995., WOS 



 
Správa o činnosti ÚACH SAV         2011 

 

152 

2. [1.1] STANDARA, S. - MALINAKOVA, K. - MAREK, R. - MAREK, J. - HOCEK, M. - VAARA, J. - STRAKA, M. 

Understanding the NMR chemical shifts for 6-halopurines: role of structure, solvent and relativistic effects. In 

PHYSICAL CHEMISTRY CHEMICAL PHYSICS. ISSN 1463-9076, 2010, vol. 12, no. 19, p. 5126-5139., WOS 

ADCA238 MALKIN, Vladimír - MALKINA, Oľga - SALAHUB, D.R. Calculation of spin-spin 

coupling constants using density functional theory. D.R. Salahub. In Chemical 

Physics Letters, 1994, vol. 221, no. 1-2, p. 91-99. 
Citácie: 

1. [1.1] GARCIA, P. - MARTIN-PASTOR, M. - DE LERA, A.R. - ALVAREZ, R. Determination of the geometry of 

acetoxyendiynes and acetoxyenynes by NMR heteronuclear (13)C-(1)H scalar couplings and (13)C NMR chemical 

shifts. Structural assignment of the oxylipin natural products peyssonenynes A and B. In MAGNETIC 

RESONANCE IN CHEMISTRY. ISSN 0749-1581, JUL 2010, vol. 48, no. 7, p. 543-549., WOS 

2. [1.1] GREGUSOVA, A. - PERERA, S.A. - BARTLETT, R.J. Accuracy of Computed (15)N Nuclear Magnetic 

Resonance Chemical Shifts. In JOURNAL OF CHEMICAL THEORY AND COMPUTATION. ISSN 1549-9618, 

APR 2010, vol. 6, no. 4, p. 1228-1239., WOS 

3. [1.1] HUANG, J. - MEUWLY, M. Explicit Hydrogen-Bond Potentials and Their Application to NMR Scalar 

Couplings in Proteins. In JOURNAL OF CHEMICAL THEORY AND COMPUTATION. ISSN 1549-9618, FEB 

2010, vol. 6, no. 2, p. 467-476., WOS 

4. [1.1] PROVASI, P.F. - SAUER, S.P.A. Optimized basis sets for the calculation of indirect nuclear spin-spin 

coupling constants involving the atoms B, Al, Si, P, and Cl. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-

9606, AUG 7 2010, vol. 133, no. 5., WOS 

ADCA239 MALKIN, Vladimír - MALKINA, Oľga - CASIDA, M.E. - SALAHUB, D.R. 

Nuclear magnetic resonance shielding tensors caculated with a sum-over-states 

density functional perturbation theory. In Journal of the American Chemical Society, 

1994, vol. 116, no. 13, p. 5898-5908. 
Citácie: 

1. [1.1] COSTA, F.L.P. - DE ALBUQUERQUE, A.C.F. - DOS SANTOS, F.M. - DE AMORIM, M.B. GIAO-HDFT 

scaling factor for (13)C NMR chemical shifts calculation. In JOURNAL OF PHYSICAL ORGANIC CHEMISTRY. 

ISSN 0894-3230, OCT 2010, vol. 23, no. 10, SI, p. 972-977., WOS 

2. [1.1] FOROUTAN-NEJAD, C. - SHAHBAZIAN, S. - RASHIDI-RANJBAR, P. The electron density vs. NICS 

scan: a new approach to assess aromaticity in molecules with different ring sizes. In PHYSICAL CHEMISTRY 

CHEMICAL PHYSICS. ISSN 1463-9076, 2010, vol. 12, no. 39, p. 12630-12637., WOS 

3. [1.1] GEROTHANASSIS, I.P. Oxygen-17 NMR spectroscopy: Basic principles and applications (Part I). In 

PROGRESS IN NUCLEAR MAGNETIC RESONANCE SPECTROSCOPY. ISSN 0079-6565, MAR 2010, vol. 56, 

no. 2, p. 95-197., WOS 

4. [1.1] GEROTHANASSIS, I.P. Oxygen-17 NMR spectroscopy: Basic principles and applications (part II). In 

PROGRESS IN NUCLEAR MAGNETIC RESONANCE SPECTROSCOPY. ISSN 0079-6565, JUL 2010, vol. 57, 

no. 1, p. 1-110., WOS 

5. [1.1] GREGUSOVA, A. - PERERA, S.A. - BARTLETT, R.J. Accuracy of Computed (15)N Nuclear Magnetic 

Resonance Chemical Shifts. In JOURNAL OF CHEMICAL THEORY AND COMPUTATION. ISSN 1549-9618, 

APR 2010, vol. 6, no. 4, p. 1228-1239., WOS 

6. [1.1] JOHANSSON, M.P. - SWART, M. Magnetizabilities at Self-Interaction-Corrected Density Functional 

Theory Level. In JOURNAL OF CHEMICAL THEORY AND COMPUTATION. ISSN 1549-9618, NOV 2010, vol. 

6, no. 11, 3285, p. 3302-3311., WOS 

7. [1.1] MULDER, F.A.A. - FILATOV, M. NMR chemical shift data and ab initio shielding calculations: emerging 

tools for protein structure determination. In CHEMICAL SOCIETY REVIEWS. ISSN 0306-0012, 2010, vol. 39, no. 

2, p. 578-590., WOS 

8. [1.1] PRECECHTELOVA, J. - NOVAK, P. - MUNZAROVA, M.L. - KAUPP, M. - SKLENAR, V. Phosphorus 

Chemical Shifts in a Nucleic Acid Backbone from Combined Molecular Dynamics and Density Functional 

Calculations. In JOURNAL OF THE AMERICAN CHEMICAL SOCIETY. ISSN 0002-7863, DEC 8 2010, vol. 132, 

no. 48, p. 17139-17148., WOS 

9. [1.1] ZIENAU, J. - KUSSMANN, J. - OCHSENFELD, C. Quantum-chemical simulation of solid-state NMR 

spectra: the example of a molecular tweezer host-guest complex. In MOLECULAR PHYSICS. ISSN 0026-8976, 

2010, vol. 108, no. 3-4, SI, p. 333-342., WOS 

ADCA240 MALKIN, Vladimír - MALKINA, Oľga - SALAHUB, D.R. Calculations of NMR 

shielding constants beyond uncoupled density functional theory. IGLO Appoarch. In 

Chemical Physics Letters, 1993, vol. 204, no. 1-2, p. 87-95. 
Citácie: 

1. [1.1] BERNATOWICZ, P. A simple one-dimensional method of chemical shift anisotropy determination under 

MAS conditions. In JOURNAL OF MAGNETIC RESONANCE. ISSN 1090-7807, DEC 2010, vol. 207, no. 2, p. 

348-351., WOS 

2. [1.1] GEROTHANASSIS, I.P. Oxygen-17 NMR spectroscopy: Basic principles and applications (Part I). In 



 
Správa o činnosti ÚACH SAV         2011 

 

153 

PROGRESS IN NUCLEAR MAGNETIC RESONANCE SPECTROSCOPY. ISSN 0079-6565, MAR 2010, vol. 56, 

no. 2, p. 95-197., WOS 

3. [1.1] GEROTHANASSIS, I.P. Oxygen-17 NMR spectroscopy: Basic principles and applications (part II). In 

PROGRESS IN NUCLEAR MAGNETIC RESONANCE SPECTROSCOPY. ISSN 0079-6565, JUL 2010, vol. 57, 

no. 1, p. 1-110., WOS 
ADCA241 MALKIN, Vladimír - MALKINA, Oľga. Calculations of NMR shielding constants 

by uncoupled density functional theory. D.R. Salahub. In Chemical Physic Letters, 

1993, vol. 204, no. 1-2, p. 80-86. 
Citácie: 

1. [1.1] BERNATOWICZ, P. A simple one-dimensional method of chemical shift anisotropy determination under 

MAS conditions. In JOURNAL OF MAGNETIC RESONANCE. ISSN 1090-7807, DEC 2010, vol. 207, no. 2, p. 

348-351., WOS 

2. [1.1] ISLAS, R. - MARTINEZ-GUAJARDO, G. - JIMENEZ-HALLA, J.O.C. - SOLA, M. - MERINO, G. Not All 

That Has a Negative NICS Is Aromatic: The Case of the H-Bonded Cyclic Trimer of HF. In JOURNAL OF 

CHEMICAL THEORY AND COMPUTATION. ISSN 1549-9618, APR 2010, vol. 6, no. 4, p. 1131-1135., WOS 

3. [1.1] ZIENAU, J. - KUSSMANN, J. - OCHSENFELD, C. Quantum-chemical simulation of solid-state NMR 

spectra: the example of a molecular tweezer host-guest complex. In MOLECULAR PHYSICS. ISSN 0026-8976, 

2010, vol. 108, no. 3-4, SI, p. 333-342., WOS 
ADCA242 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. 
Citácie: 

1. [1.1] CONTRERAS, R.H. - DOS SANTOS, F.P. - DUCATI, L.C. - TORMENA, C.F. Difference between 

(2)J(C2H3) and (2)J(C3H2) spin-spin couplings in heterocyclic five- and six-membered rings as a probe for 

studying sigma-ring currents: a quantum chemical analysist. In MAGNETIC RESONANCE IN CHEMISTRY. ISSN 

0749-1581, DEC 2010, vol. 48, 1, p. S151-S158., WOS 

2. [1.1] CONTRERAS, R.H. - GOTELLI, G. - DUCATI, L.C. - BARBOSA, T.A. - TORMENA, C.F. Analysis of 

Canonical Molecular Orbitals to Identify Fermi Contact Coupling Pathways. 1. Through-Space Transmission by 

Overlap of (31)P Lone Pairs. In JOURNAL OF PHYSICAL CHEMISTRY A. ISSN 1089-5639, JAN 21 2010, vol. 

114, no. 2, p. 1044-1051., WOS 

ADCA243 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, 2001, vol. 105, no. 40, p. 9188-

9195. 
Citácie: 

1. [1.1] FUKUI, H. Theoretical aspects of spin-spin couplings. In NUCLEAR MAGNETIC RESONANCE, 2009, 

vol. 38, p. 166-193., SCIFINDER 

2. [1.1] RUSAKOV, Y.Y. - KRIVDIN, L.B. - SAUER, S.P.A. - LEVANOVA, E.P. - LEVKOVSKAYA, G.G. Structural 

trends of (77)Se-(1)H spin-spin coupling constants and conformational behavior of 2-substituted selenophenes. In 

MAGNETIC RESONANCE IN CHEMISTRY. ISSN 0749-1581, JAN 2010, vol. 48, no. 1, p. 44-52., WOS 

ADCA244 MALKINA, Oľga - SCHIMMELPFENNIG, B. - KAUPP, M. - 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? M. Kaupp, B.A. Hess, P. Chandra, U. Wahlgren, Vladimír G. 

Malkin. In Chemical Physics Letters, 1998, vol. 296, no. 1-2, p. 93-104. 
Citácie: 

1. [1.1] ALKORTA, I. - ELGUERO, J. Influence of the basis set on the calculation of the absolute (13)C shieldings 

of methyl derivatives (CH(3)X with X = CH(3), CN, NH(2), NO(2), OH, F) with special emphasis in the cases of X 

= Cl, Br, SH, SeH, and PH(2). In STRUCTURAL CHEMISTRY. ISSN 1040-0400, AUG 2010, vol. 21, no. 4, p. 

755-759., WOS 

2. [1.1] DUNLAP, B.I. - ROSCH, N. - TRICKEY, S.B. Variational fitting methods for electronic structure 

calculations. In MOLECULAR PHYSICS. ISSN 0026-8976, 2010, vol. 108, no. 21-23, SI, p. 3167-3180., WOS 

3. [1.1] KANTOLA, A.M. - LANTTO, P. - VAARA, J. - JOKISAARI, J. Carbon and proton shielding tensors in 

methyl halides. In PHYSICAL CHEMISTRY CHEMICAL PHYSICS. ISSN 1463-9076, 2010, vol. 12, no. 11, p. 

2679-2692., WOS 

4. [1.1] MARTIN, A.S. - ROVIROSA, J. - CARRASCO, A. - OREJARENA, S. - SOTO-DELGADO, J. - 

CONTRERAS, R. - CHAMY, M.C. Microbial Transformation of Marine Halogenated Sesquiterpenes. In 

NATURAL PRODUCT COMMUNICATIONS. ISSN 1934-578X, DEC 2010, vol. 5, no. 12, p. 1859-1864., WOS 

5. [1.1] SEINO, J. - HADA, M. Magnetic shielding constants calculated by the infinite-order Douglas-Kroll-Hess 

method with electron-electron relativistic corrections. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, 



 
Správa o činnosti ÚACH SAV         2011 

 

154 

MAY 7 2010, vol. 132, no. 17., WOS 

ADCA245 MALKINA, Oľga - SALAHUB, D.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. 
Citácie: 

1. [1.1] KJAER, H. - SAUER, S.P.A. - KONGSTED, J. Benchmarking NMR indirect nuclear spin-spin coupling 

constants: SOPPA, SOPPA(CC2), and SOPPA(CCSD) versus CCSD. In JOURNAL OF CHEMICAL PHYSICS. 

ISSN 0021-9606, OCT 14 2010, vol. 133, no. 14., WOS 

2. [1.1] SAFOUHI, H. Integrals of the paramagnetic contribution in the relativistic calculation of the shielding 

tensor. In JOURNAL OF MATHEMATICAL CHEMISTRY. ISSN 0259-9791, OCT 2010, vol. 48, no. 3, p. 601-

616., WOS 

3. [1.1] YACHMENEV, A. - YURCHENKO, S.N. - PAIDAROVA, I. - JENSEN, P. - THIEL, W. - SAUER, S.P.A. 

Thermal averaging of the indirect nuclear spin-spin coupling constants of ammonia: The importance of the large 

amplitude inversion mode. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, MAR 21 2010, vol. 132, no. 

11., WOS 

4. [1.2] SLEVINSKY, R.M. - TEMGA, T. - MOUATTAMID, M. - SAFOUHI, H. One- and two-center ETF-

integrals of first order in relativistic calculation of NMR parameters. In Journal of Physics A: Mathematical and 

Theoretical, 2010, vol.43, no.22., SCOPUS 

ADCA246 MALKINA, Oľga - VAARA, J. - SCHIMMELPFENNIG, B. - MUNZAROVÁ, M. - 

MALKIN, Vladimír - KAUPP, M. Density functional calculation of electronic   -

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] DUNLAP, B.I. - ROSCH, N. - TRICKEY, S.B. Variational fitting methods for electronic structure 

calculations. In MOLECULAR PHYSICS. ISSN 0026-8976, 2010, vol. 108, no. 21-23, SI, p. 3167-3180., WOS 

2. [1.1] MATTAR, S.M. - DURELLE, J. Calculation of the 4,5-dihydro-1,3,2-dithiazolyl radical g tensor 

components by the coupled-perturbed Kohn-Sham hybrid density functional and configuration interaction 

methods: A comparative study. In MAGNETIC RESONANCE IN CHEMISTRY. ISSN 0749-1581, DEC 2010, vol. 

48, 1, p. S122-S131., WOS 

3. [1.1] PAVONE, M. - BICZYSKO, M. - REGA, N. - BARONE, V. Magnetic Properties of Nitroxide Spin Probes: 

Reliable Account of Molecular Motions and Nonspecific Solvent Effects by Time-Dependent and Time-

Independent Approaches. In JOURNAL OF PHYSICAL CHEMISTRY B. ISSN 1520-6106, SEP 9 2010, vol. 114, 

no. 35, p. 11509-11514., WOS 

4. [1.1] TARCZAY, G. - SZALAY, P.G. - GAUSS, J. First-Principles Calculation of Electron Spin-Rotation 

Tensors. In JOURNAL OF PHYSICAL CHEMISTRY A. ISSN 1089-5639, SEP 2 2010, vol. 114, no. 34, p. 9246-

9252., WOS 

5. [1.1] VANCOILLIE, S. - CHALUPSKY, J. - RYDE, U. - SOLOMON, E.I. - PIERLOOT, K. - NEESE, F. - 

RULISCK, L. Multireference Ab Initio Calculations of g tensors for Trinuclear Copper Clusters in Multicopper 

Oxidases. In JOURNAL OF PHYSICAL CHEMISTRY B. ISSN 1520-6106, JUN 10 2010, vol. 114, no. 22, p. 7692-

7702., WOS 

6. [1.2] BARONE, V. - CIMINO, P. - PEDONE, A. An integrated computational protocol for the accurate 

prediction of EPR and PNMR parameters of aminoxyl radicals in solution. In Magnetic Resonance in Chemistry, 

2010, vol.48, no.SUPPL. 1, s11-S22., SCOPUS 

ADCA247 MAREK, R. - KŘÍSTKOVÁ, Aneţka - MALIŇÁKOVÁ, K. - TOUŠEK, J. - 

MAREK, J. - HOCEK, M. - 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, p. 6689-6700. (2.899 - IF2009). (2010 - Current 

Contents). ISSN 1089-5639. 
Citácie: 

1. [1.1] MALI, K.S. - LAVA, K. - BINNEMANS, K. - FEYTER, S. Hydrogen Bonding Versus van der Waals 

Interactions: Competitive Influence of Noncovalent Interactions on 2D Self-Assembly at the Liquid-Solid 

Interface. In CHEMISTRY-A EUROPEAN JOURNAL. ISSN 0947-6539, 2010, vol. 16, no. 48, p. 14447-14458., 

WOS 

ADCA248 MAROSZOVA, J. - STACHOVA, P. - VASKOVÁ, Zuzana - VALIGURA, D. - 

KOMAN, M. (3,5-Dinitrobenzoato-kappa O)bis[(2-pyridyl)-methanol-kappa N-2,O] 

copper(II) 3,5-dinitrobenzoate. In Acta Crystallographica Section E, 2006, vol. 62, p. 



 
Správa o činnosti ÚACH SAV         2011 

 

155 

M109-M110. 
Citácie: 

1. [1.1] BOYLE, T.i.m.o.t.h.y. .J... - OTTLEY, L.e.i.g.h.a.n.n.a. .M... - RAYMOND, R.e.b.e.c.c.a. Unusual 

structurally characterized pyridine carbinoxide copper(II) coordination compounds, isolated from organic 

solvents. In JOURNAL OF COORDINATION CHEMISTRY. ISSN 0095-8972, 2010 2010, vol. 63, no. 4, p. 545-

557., WOS 

2. [1.1] HUTCHINSON, D.a.n.i.e.l. .J... - HANTON, L.y.a.l.l. .R... - MORATTI, S.t.e.p.h.e.n. .C... Control of Self-

Assembly through the Influence of Terminal Hydroxymethyl Groups on the Metal Coordination of Pyrimidine-

Hydrazone Cu(II) Complexes. In INORGANIC CHEMISTRY. ISSN 0020-1669, JUL 5 2010 2010, vol. 49, no. 13, 

p. 5923-5934., WOS 

3. [1.1] LAH, N.i.n.a. - LEBAN, I.v.a.n. Three new copper(II) halides with simple pyridine alcohols. In 

STRUCTURAL CHEMISTRY. ISSN 1040-0400, FEB 2010 2010, vol. 21, no. 1, p. 263-267., WOS 

ADCA249 MEDVEĎ, M. - URBAN, M. - NOGA, Jozef. CCSD(T) expectation value 

calculations of first-order properties. In Theoretical Chemsitry Accounts, 1997, vol. 

98, no. 2-3, p. 75-84. 
Citácie: 

1. [1.1] LODI, L. - TENNYSON, J. Theoretical methods for small-molecule ro-vibrational spectroscopy. In 

JOURNAL OF PHYSICS B-ATOMIC MOLECULAR AND OPTICAL PHYSICS. ISSN 0953-4075, JUL 14 2010, 

vol. 43, no. 13., WOS 
ADCA250 MEDVEĎ, M. - NOGA, Jozef - JACQUEMIN, D. - ASSFELD, X. - PERPÉRE, 

E.A. NLO responses of small polymethineimine oligomers: A CCSD(T) study. In 

Journal of Molecular Structure: Theochem, 2007, vol. 821, p. 160-165. 
Citácie: 

1. [1.1] KRAWCZYK, P. DFT study of linear and nonlinear optical properties of donor-acceptor substituted 

stilbenes, azobenzenes and benzilideneanilines. In JOURNAL OF MOLECULAR MODELING. ISSN 1610-2940, 

APR 2010, vol. 16, no. 4, p. 659-668., WOS 

ADCA251 MIČOV, M. - TURI NAGY, L. - TUNEGA, Daniel - LIŠKA, Marek - PERICHTA, 

P. The structure and energetics of cryolite melts. In Theoretical Chemistry Accounts, 

1998, vol. 99, no. 6, p. 378-383. 
Citácie: 

1. [1.1] 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 sodium cryolite melts: Ionic 

composition in a wide range of cryolite ratios. In SPECTROCHIMICA ACTA PART A-MOLECULAR AND 

BIOMOLECULAR SPECTROSCOPY. ISSN 1386-1425, APR 2010, vol. 75, no. 4, p. 1244-1252., WOS 
ADCA252 MICHALKOVÁ, A. - TUNEGA, Daniel. Kaolinite : Dimethylsulfoxide IntercalateA 

theoretical study. In Journal of Physical Chemistry C, 2007, vol. 111, no. 30, p. 

11259-11266. (2007 - Current Contents, SCOPUS). ISSN 1932-7447. 
Citácie: 

1. [1.1] LI, C.L. - CHOI, P. - WILLIAMS, M.C. Molecular Dynamics Study of the Melt Morphology of 

Polyethylene Chains with Different Branching Characteristics Adjacent to a Clay Surface. In LANGMUIR. ISSN 

0743-7463, MAR 16 2010, vol. 26, no. 6, p. 4303-4310., WOS 

ADCA253 MICHALKOVÁ, A. - TUNEGA, Daniel - TURI NAGY, L. Theoretical study of 

interactions of dickite and kaolinite with small organic malecules. In Journal of 

Molecular Structure, 2002, vol. 581, p. 37-49. ISSN 0022-2860. 
Citácie: 

1. [1.1] CAGLAR, B. - AFSIN, B. - EREN, E. - TABAK, A. - CIRAK, C. - CUBUK, O. The Spectral, Structral and 

Thermal Characterizations of Dimethyl Sulphoxide, Pyridine, Ethanolamine and N-Methyl Formamide 

Intercalated Kaolinites. In ZEITSCHRIFT FUR NATURFORSCHUNG SECTION A-A JOURNAL OF PHYSICAL 

SCIENCES. ISSN 0932-0784, NOV 2010, vol. 65, no. 11, p. 1009-1019., WOS 

2. [1.1] SALADINO, R. - NERI, V. - CRESTINI, C. Role of clays in the prebiotic synthesis of sugar derivatives 

from formamide. In PHILOSOPHICAL MAGAZINE. ISSN 1478-6435, 2010, vol. 90, no. 17-18, p. 2329-2337., 

WOS 

3. [1.1] XUE, B. - JIANG, Y.S. - LI, F.F. - XIA, M.S. - SUN, M.M. - LIU, D.R. - ZHANG, X.G. - YU, L.X. 

Hydrophobic Modification of Dickite and Salt Spray Test Study on LLDPE/Modified Dickite Composite. In 

JOURNAL OF APPLIED POLYMER SCIENCE. ISSN 0021-8995, JUN 15 2010, vol. 116, no. 6, p. 3480-3488., 

WOS 

ADCA254 MIKLOŠ, D. - SMRČOK, Ľubomír - ĎUROVIČ, S. - GYEPESOVÁ, D. - 

HANDLOVIČ, M. Refinement of the structure of boroleucite, K(BSi2O6). In Acta 

Crystallographica Section C.Crystal Structure Communications, 1992, vol. 48, p. 



 
Správa o činnosti ÚACH SAV         2011 

 

156 

1831-1832. ISSN 0108-2701. 
Citácie: 

1. [1.1] BELOKONEVA, E.L. - DIMITROVA, O.V. - STEFANOVICH, S.Y. New Isoformula Potassium 

Borosilicates with Different Zeolite Frameworks: Monoclinic Centrosymmetric Boroleucite K(BSi(2))O(6) and 

Chiral KBSi(2)O(6). In CRYSTALLOGRAPHY REPORTS. ISSN 1063-7745, JUL 2010, vol. 55, no. 4, p. 575-582., 

WOS 

2. [1.1] BUBNOVA, R.S. - DERKACHEVA, E.S. - FILATOV, S.K. - UGOLKOV, V.L. Thermal Expansion and 

Phase Transitions in K(1-x)Cs(x)BSi(2)O(6) Borosilicate Solid Solutions. In GLASS PHYSICS AND CHEMISTRY. 

ISSN 1087-6596, FEB 2010, vol. 36, no. 1, p. 61-69., WOS 
ADCA255 MILKO, M. - NOGA, Jozef - VARGA, Štefan. Accuracy of density fitting in 

calculation of two-electron repulsion integrals in periodic systems. In International 

Journal of Quantum Chemistry, 2007, vol. 107, p. 2158-2168. 
Citácie: 

1. [1.1] KATOUDA, M. - NAGASE, S. Application of second-order Moller-Plesset perturbation theory with 

resolution-of-identity approximation to periodic systems. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-

9606, NOV 14 2010, vol. 133, no. 18., WOS 

ADCA256 MOJUMDAR, S.C. - DRÁBIK, Milan - CHOCHOLOUŠEK, J. - KOVÁR, V. - 

MAJLING, J. NaPO3 glass surface crystallization studies by the light transmittance 

thermal analysis. In Journal of Thermal Analysis and Calorimetry, 2006, vol. 83, no. 

1, p. 141-143. 
Citácie: 

1. [1.1] SINGH, P. - DEEPA, M. - SRIVASTAVA, A.K. - SOOD, K.N. - KAR, M. Nanostructural features and 

optical properties of Na(2)O-P(2)O(5)-AgCl thin films. In OPTICAL MATERIALS. ISSN 0925-3467, APR 2010, 

vol. 32, no. 6, p. 685-689., WOS 

ADCA257 MOJUMDAR, S.C. - JANOTKA, Ivan. Thermophysical properties of blends from 

Portland and sulfoaluminate-belite cements. In Acta Physica Slovaca : journal for 

experimental and theoretical physics, 2002, vol. 52, no. 5, p. 435-446. (0.461 - 

IF2001). (2002 - Current Contents). ISSN 0323-0465. 
Citácie: 

1. [1.1] JOZIC, D. - ZELIC, J. - JANJATOVIC, I. Influence of the coarse fly ash on the mechanical properties of 

the cement mortars. In CERAMICS-SILIKATY, 2010, vol. 54, no. 2, p. 144-151., WOS 
ADCA258 MÜLLER, H. - KUTZELNIGG, W. - NOGA, Jozef. CH+5: The story goes on. An 

explicitly correlated coupled cluster study. Jozef Noga. In Journal of Chemical 

Physics, 1997, vol. 106, no. 5, p. 1863-1869. 
Citácie: 

1. [1.1] IVANOV, S.D. - ASVANY, O. - WITT, A. - HUGO, E. - MATHIAS, G. - REDLICH, B. - MARX, D. - 

SCHLEMMER, S. Quantum-induced symmetry breaking explains infrared spectra of CH(5)(+) isotopologues. In 

NATURE CHEMISTRY. ISSN 1755-4330, APR 2010, vol. 2, no. 4, p. 298-302., WOS 

ADCA259 MÜLLER, H. - KUTZELNIGG, W. - NOGA, Jozef. A CCSD(T)-R12 study of the 

ten-electron systems Ne, F—1, HF, H2O, NH3, NH+4 and CH4. In Molecular 

Physics, 1997, vol. 92, no. 3, p. 535-546. 
Citácie: 

1. [1.1] KONG, L.G. - VALEEV, E.F. Perturbative correction for the basis set incompleteness error of complete-

active-space self-consistent field. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, NOV 7 2010, vol. 133, 

no. 17., WOS 

ADCA260 NERÁD, Ivan - MIKŠÍKOVÁ, Eva. Calorimetric study of melts in the system KF - 

K2NbF7. In Central European Journal of Chemistry, 2008, vol. 6, no. 2, p. 297-303. 
Citácie: 

1. [1.1] KLEBE, S. - BROWNLEE, N.A. - MAHAR, A. - BURCHETTE, J.L. - SPORN, T.A. - VOLLMER, R.T. - 

ROGGLI, V.L. Sarcomatoid mesothelioma: a clinical-pathologic correlation of 326 cases. In MODERN 

PATHOLOGY. ISSN 0893-3952, MAR 2010, vol. 23, no. 3, p. 470-479., WOS 

2. [1.1] LAURY, A.R. - HORNICK, J.L. - PERETS, R. - KRANE, J.F. - CORSON, J. - DRAPKIN, R. - HIRSCH, M.S. 

PAX8 Reliably Distinguishes Ovarian Serous Tumors From Malignant Mesothelioma. In AMERICAN JOURNAL 

OF SURGICAL PATHOLOGY. ISSN 0147-5185, MAY 2010, vol. 34, no. 5, p. 627-635., WOS 

ADCA261 NETRIOVÁ, Zuzana - BOČA, Miroslav - DANIELIK, V. - MIKŠÍKOVÁ, Eva. 

Phase diagram of the system KF-K2TaF7-Ta2O5. In Journal of Thermal Analysis 

and Calorimetry, 2009, vol. 95, no. 1, p. 111-115. (1.630 - IF2008). (2009 - Current 

Contents). ISSN 1418-2874. 



 
Správa o činnosti ÚACH SAV         2011 

 

157 

Citácie: 

1. [1.1] LUTSYK, V.I. - VOROB'EVA, V.P. Computer models of eutectic-type T-x-y diagrams with allotropy. In 

JOURNAL OF THERMAL ANALYSIS AND CALORIMETRY. ISSN 1388-6150, JUL 2010, vol. 101, no. 1, p. 25-31., 

WOS 

2. [1.1] WU, K.Z. - ZHANG, J.J. Subsolidus binary phase diagram of (n-C (n) H(2n+1)NH(3))(2)ZnCl(4) (n=14, 

16, 18). In JOURNAL OF THERMAL ANALYSIS AND CALORIMETRY. ISSN 1388-6150, SEP 2010, vol. 101, no. 

3, p. 913-917., WOS 

ADCA262 NOGA, Jozef - ŠIMUNEK, J. On the one-particle basis set relaxation in R12 based 

theories. In Chemical Physics, 2009, vol. 356, p. 1-6. (1.961 - IF2008). 
Citácie: 

1. [1.1] KOHN, A. - TEW, D.P. Explicitly correlated coupled-cluster theory using cusp conditions. I. Perturbation 

analysis of coupled-cluster singles and doubles (CCSD-F12). In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-

9606, NOV 7 2010, vol. 133, no. 17., WOS 

2. [1.1] KOHN, A. - TEW, D.P. Towards the Hartree-Fock and coupled-cluster singles and doubles basis set limit: 

A study of various models that employ single excitations into a complementary auxiliary basis set. In JOURNAL OF 

CHEMICAL PHYSICS. ISSN 0021-9606, JAN 14 2010, vol. 132, no. 2., WOS 

3. [1.1] KONG, L.G. - VALEEV, E.F. Perturbative correction for the basis set incompleteness error of complete-

active-space self-consistent field. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, NOV 7 2010, vol. 133, 

no. 17., WOS 

4. [1.1] TEW, D.P. - KLOPPER, W. Open-shell explicitly correlated F12 methods. In MOLECULAR PHYSICS. 

ISSN 0026-8976, 2010, vol. 108, no. 3-4, SI, p. 315-325., WOS 
ADCA263 NOGA, Jozef - KÁLLAY, M. - VALIRON, P. On the role of high excitations in the 

intermolecular potential of H2-CO. P. Valiron. In Molecular Physics, 2006, vol. 104, 

no. 13-14, p. 2337-2345. 
Citácie: 

1. [1.1] PIRIM, C. - KRIM, L. - LAFFON, C. - PARENT, P. - PAUZAT, F. - PILME, J. - ELLINGER, Y. Preliminary 

Study of the Influence of Environment Conditions on the Successive Hydrogenations of CO. In JOURNAL OF 

PHYSICAL CHEMISTRY A. ISSN 1089-5639, MAR 11 2010, vol. 114, no. 9, p. 3320-3328., WOS 

ADCA264 NOGA, Jozef - VALIRON, P. Towards universal R12 consistent basis sets. In 

Collection of Czechoslovak Chemical Communications, 2003, vol. 68, no. 2, p. 340-

356. 
Citácie: 

1. [1.1] LODI, L. - TENNYSON, J. Theoretical methods for small-molecule ro-vibrational spectroscopy. In 

JOURNAL OF PHYSICS B-ATOMIC MOLECULAR AND OPTICAL PHYSICS. ISSN 0953-4075, JUL 14 2010, vol. 

43, no. 13., WOS 
ADCA265 NOGA, Jozef - VALIRON, P. Improved algorithm for triple-excitation contributions 

within the coupled cluster approach. In Molecular Physics, 2005, vol. 103, no. 15-16, 

p. 2123-2130. 
Citácie: 

1. [1.1] AQUILANTE, F. - DE VICO, L. - FERRE, N. - GHIGO, G. - MALMQVIST, P.A. - NEOGRADY, P. - 

PEDERSEN, T.B. - PITONAK, M. - REIHER, M. - ROOS, B.O. - SERRANO-ANDRES, L. - URBAN, M. - 

VERYAZOV, V. - LINDH, R. Software News and Update MOLCAS 7: The Next Generation. In JOURNAL OF 

COMPUTATIONAL CHEMISTRY. ISSN 0192-8651, JAN 15 2010, vol. 31, no. 1, p. 224-247., WOS 

2. [1.1] RILEY, K.E. - PITONAK, M. - JURECKA, P. - HOBZA, P. Stabilization and Structure Calculations for 

Noncovalent Interactions in Extended Molecular Systems Based on Wave Function and Density Functional 

Theories. In CHEMICAL REVIEWS. ISSN 0009-2665, SEP 2010, vol. 110, no. 9, p. 5023-5063., WOS 
ADCA266 NOGA, Jozef - PLUTA, T. 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. 
Citácie: 

1. [1.1] LARBI, T. - KHADRI, F. - GHALILA, H. - LAHMAR, S. - HOCHLAF, M. Theoretical spectroscopy and 

metastability of BeS and its cation. In CHEMICAL PHYSICS. ISSN 0301-0104, AUG 3 2010 2010, vol. 373, no. 3, p. 

193-202., WOS 

2. [1.1] ZHU, X. - MACKERELL, A.D.Jr. Polarizable Empirical Force Field for Sulfur-Containing Compounds 

Based on the Classical Drude Oscillator Model. In JOURNAL OF COMPUTATIONAL CHEMISTRY. ISSN 0192-

8651, SEP 2010 2010, vol. 31, no. 12, p. 2330-2341., WOS 
ADCA267 NOGA, Jozef - TUNEGA, Daniel - KLOPPER, W. - KUTZELNIGG, W. The 

performance of the explicitly correlated coupled-cluster method .1. Four-electron 

systems Be, LiŻ and LiH. In Journal of Chemical Physics, 1995, vol. 103, no. 1, p. 



 
Správa o činnosti ÚACH SAV         2011 

 

158 

309-320. 
Citácie: 

1. [1.1] BARNES, E.C. - PETERSSON, G.A. MP2/CBS atomic and molecular benchmarks for H through Ar. In 

JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, MAR 21 2010, vol. 132, no. 11., WOS 

2. [1.1] DAS, S. - MUKHERJEE, D. - KALLAY, M. Full implementation and benchmark studies of Mukherjee's 

state-specific multireference coupled-cluster ansatz. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, 

FEB 21 2010, vol. 132, no. 7., WOS 
ADCA268 NOGA, Jozef - KUTZELNIGG, W. 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. 
Citácie: 

1. [1.1] AQUILANTE, F. - DE VICO, L. - FERRE, N. - GHIGO, G. - MALMQVIST, P.A. - NEOGRADY, P. - 

PEDERSEN, T.B. - PITONAK, M. - REIHER, M. - ROOS, B.O. - SERRANO-ANDRES, L. - URBAN, M. - 

VERYAZOV, V. - LINDH, R. Software News and Update MOLCAS 7: The Next Generation. In JOURNAL OF 

COMPUTATIONAL CHEMISTRY. ISSN 0192-8651, JAN 15 2010, vol. 31, no. 1, p. 224-247., WOS 

2. [1.1] BOKHAN, D. - TEN-NO, S. Communications: Explicitly correlated equation-of-motion coupled cluster 

method for ionized states. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, JAN 14 2010, vol. 132, no. 2., 

WOS 

3. [1.1] BOKHAN, D. - TEN-NO, S. Explicitly correlated equation-of-motion coupled-cluster methods for excited 

and electron-attached states (Retracted Article. See vol 134, ARTN 109901, 2011). In JOURNAL OF CHEMICAL 

PHYSICS. ISSN 0021-9606, NOV 28 2010, vol. 133, no. 20., WOS 

4. [1.1] FRIEDRICH, J. - TEW, D.P. - KLOPPER, W. - DOLG, M. Automated incremental scheme for explicitly 

correlated methods. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, APR 28 2010, vol. 132, no. 16., 

WOS 

5. [1.1] GAISER, C. - FELLMUTH, B. Experimental benchmark value for the molar polarizability of neon. In EPL. 

ISSN 0295-5075, JUN 2010, vol. 90, no. 6., WOS 

6. [1.1] HOFENER, S. - HATTIG, C. - KLOPPER, W. Analytic Calculation of First-order Molecular Properties at 

the Explicitly-correlated Second-order Moller-Plesset Level. In ZEITSCHRIFT FUR PHYSIKALISCHE CHEMIE-

INTERNATIONAL JOURNAL OF RESEARCH IN PHYSICAL CHEMISTRY & CHEMICAL PHYSICS. ISSN 0942-

9352, 2010, vol. 224, no. 3-4, SI, p. 695-708., WOS 

7. [1.1] ILIAS, M. - KELLO, V. - URBAN, M. Relativistic effects in atomic and molecular properties. In ACTA 

PHYSICA SLOVACA. ISSN 0323-0465, 2010, vol. 60, no. 3, p. 259-391., WOS 

8. [1.1] KLOPPER, W. - BACHORZ, R.A. - TEW, D.P. - HATTIG, C. Sub-meV accuracy in first-principles 

computations of the ionization potentials and electron affinities of the atoms H to Ne. In PHYSICAL REVIEW A. 

ISSN 1050-2947, FEB 2010, vol. 81, no. 2., WOS 

9. [1.1] KOHN, A. - TEW, D.P. Explicitly correlated coupled-cluster theory using cusp conditions. I. Perturbation 

analysis of coupled-cluster singles and doubles (CCSD-F12). In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-

9606, NOV 7 2010, vol. 133, no. 17., WOS 

10. [1.1] KOHN, A. Explicitly correlated coupled-cluster theory using cusp conditions. II. Treatment of connected 

triple excitations. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, NOV 7 2010, vol. 133, no. 17., WOS 

11. [1.1] KONG, L.G. - VALEEV, E.F. Perturbative correction for the basis set incompleteness error of complete-

active-space self-consistent field. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, NOV 7 2010, vol. 133, 

no. 17., WOS 

12. [1.1] RILEY, K.E. - PITONAK, M. - JURECKA, P. - HOBZA, P. Stabilization and Structure Calculations for 

Noncovalent Interactions in Extended Molecular Systems Based on Wave Function and Density Functional 

Theories. In CHEMICAL REVIEWS. ISSN 0009-2665, SEP 2010, vol. 110, no. 9, p. 5023-5063., WOS 

13. [1.1] SHERRILL, C.D. Frontiers in electronic structure theory. In JOURNAL OF CHEMICAL PHYSICS. ISSN 

0021-9606, MAR 21 2010, vol. 132, no. 11., WOS 

14. [1.1] SHIOZAKI, T. - HIRATA, S. Communications: Explicitly correlated second-order Moller-Plesset 

perturbation method for extended systems. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, APR 21 

2010, vol. 132, no. 15., WOS 

15. [1.1] WERNER, H.J. - KNIZIA, G. - ADLER, T.B. - MARCHETTI, O. Benchmark Studies for Explicitly 

Correlated Perturbation- and Coupled Cluster Theories. In ZEITSCHRIFT FUR PHYSIKALISCHE CHEMIE-

INTERNATIONAL JOURNAL OF RESEARCH IN PHYSICAL CHEMISTRY & CHEMICAL PHYSICS. ISSN 0942-

9352, 2010, vol. 224, no. 3-4, SI, p. 493-511., WOS 

ADCA269 NOGA, Jozef - KUTZELNIGG, W. - KLOPPER, M. 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] BARNES, E.C. - PETERSSON, G.A. MP2/CBS atomic and molecular benchmarks for H through Ar. In 

JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, MAR 21 2010, vol. 132, no. 11., WOS 



 
Správa o činnosti ÚACH SAV         2011 

 

159 

2. [1.1] BYTAUTAS, L. - RUEDENBERG, K. The Range of Electron Correlation between Localized Molecular 

Orbitals. A Full Configuration Interaction Analysis for the NCCN Molecule. In JOURNAL OF PHYSICAL 

CHEMISTRY A. ISSN 1089-5639, AUG 26 2010, vol. 114, no. 33, p. 8601-8612., WOS 

3. [1.1] KOHN, A. - TEW, D.P. Explicitly correlated coupled-cluster theory using cusp conditions. I. Perturbation 

analysis of coupled-cluster singles and doubles (CCSD-F12). In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-

9606, NOV 7 2010, vol. 133, no. 17., WOS 

4. [1.1] KONG, L.G. - VALEEV, E.F. Perturbative correction for the basis set incompleteness error of complete-

active-space self-consistent field. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, NOV 7 2010, vol. 133, 

no. 17., WOS 

5. [1.1] SCHMIDT, M.W. - IVANIC, J. - RUEDENBERG, K. Electronic Structure Analysis of the Ground-State 

Potential Energy Curve of Be(2). In JOURNAL OF PHYSICAL CHEMISTRY A. ISSN 1089-5639, AUG 26 2010, 

vol. 114, no. 33, p. 8687-8696., WOS 

6. [1.1] SHERRILL, C.D. Frontiers in electronic structure theory. In JOURNAL OF CHEMICAL PHYSICS. ISSN 

0021-9606, MAR 21 2010, vol. 132, no. 11., WOS 

7. [1.1] SZALEWICZ, K. - JEZIORSKI, B. Explicitly-correlated Gaussian geminals in electronic structure 

calculations. In MOLECULAR PHYSICS. ISSN 0026-8976, 2010, vol. 108, no. 21-23, SI, p. 3091-3103., WOS 

8. [1.1] WERNER, H.J. - KNIZIA, G. - ADLER, T.B. - MARCHETTI, O. Benchmark Studies for Explicitly 

Correlated Perturbation- and Coupled Cluster Theories. In ZEITSCHRIFT FUR PHYSIKALISCHE CHEMIE-

INTERNATIONAL JOURNAL OF RESEARCH IN PHYSICAL CHEMISTRY & CHEMICAL PHYSICS. ISSN 0942-

9352, 2010, vol. 224, no. 3-4, SI, p. 493-511., WOS 

ADCA270 NOGA, Jozef - URBAN, M. On expectation calculations of one-electron properties 

using the coupled cluster wave functions. In Theoretica Chimica Acta, 1988, vol. 73, 

no. 4, p. 291-306. 
Citácie: 

1. [1.1] BANIK, S. - PAL, S. - PRASAD, M.D. Calculation of Dipole Transition Matrix Elements and Expectation 

Values by Vibrational Coupled Cluster Method. In JOURNAL OF CHEMICAL THEORY AND COMPUTATION. 

ISSN 1549-9618, OCT 2010, vol. 6, no. 10, p. 3198-3204., WOS 

2. [1.1] BARTLETT, R.J. The coupled-cluster revolution. In MOLECULAR PHYSICS. ISSN 0026-8976, 2010, vol. 

108, no. 21-23, SI, p. 2905-2920., WOS 

3. [1.1] KORONA, T. Coupled cluster singles and doubles polarisation propagator accurate through the third order 

of Moller-Plesset theory. In MOLECULAR PHYSICS. ISSN 0026-8976, 2010, vol. 108, no. 3-4, SI, p. 343-357., 

WOS 

4. [1.1] PAL, S. Fock space multi-reference coupled-cluster method for energies and energy derivatives. In 

MOLECULAR PHYSICS. ISSN 0026-8976, 2010, vol. 108, no. 21-23, SI, p. 3033-3042., WOS 
ADCA271 NOGA, Jozef - BARTLETT, R.J. - URBAN, M. 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] HAGEN, G. - PAPENBROCK, T. - DEAN, D.J. - HJORTH-JENSEN, M. Ab initio coupled-cluster approach 

to nuclear structure with modern nucleon-nucleon interactions. In PHYSICAL REVIEW C. ISSN 0556-2813, SEP 30 

2010, vol. 82, no. 3., WOS 

2. [1.1] KUCHARSKI, S.A. - MUSIAL, M. Connected quadruple excitations in the coupled-cluster theory. In 

MOLECULAR PHYSICS. ISSN 0026-8976, 2010, vol. 108, no. 21-23, SI, p. 2975-2985., WOS 

3. [1.1] PIECUCH, P. Active-space coupled-cluster methods. In MOLECULAR PHYSICS. ISSN 0026-8976, 2010, 

vol. 108, no. 21-23, SI, p. 2987-3015., WOS 

4. [1.1] PROCHNOW, E. - HARDING, M.E. - GAUSS, J. Parallel Calculation of CCSDT and Mk-MRCCSDT 

Energies. In JOURNAL OF CHEMICAL THEORY AND COMPUTATION. ISSN 1549-9618, AUG 2010, vol. 6, no. 

8, p. 2339-2347., WOS 

5. [1.1] PUZZARINI, C. - STANTON, J.F. - GAUSS, J. Quantum-chemical calculation of spectroscopic parameters 

for rotational spectroscopy. In INTERNATIONAL REVIEWS IN PHYSICAL CHEMISTRY. ISSN 0144-235X, 2010, 

vol. 29, no. 2, p. 273-367., WOS 

6. [1.1] SHEN, J. - KOU, Z.F. - XU, E.H. - LI, S.H. A coupled cluster approach with a hybrid treatment of 

connected triple excitations: Implementation and applications for open-shell systems. In JOURNAL OF CHEMICAL 

PHYSICS. ISSN 0021-9606, DEC 21 2010, vol. 133, no. 23., WOS 

7. [1.1] SHEN, J. - XU, E.H. - KOU, Z.F. - LI, S.H. A coupled cluster approach with a hybrid treatment of 

connected triple excitations for bond-breaking potential energy surfaces. In JOURNAL OF CHEMICAL PHYSICS. 

ISSN 0021-9606, MAR 21 2010, vol. 132, no. 11., WOS 

ADCA272 NOGA, Jozef - BARTLETT, R.J. The full CCSDT model for molecular electronic 

structure. In Journal of Chemical Physics, 1987, vol. 86, no. 12, p. 7041-7050. 
Citácie: 

1. [1.1] AQUILANTE, F. - DE VICO, L. - FERRE, N. - GHIGO, G. - MALMQVIST, P.A. - NEOGRADY, P. - 



 
Správa o činnosti ÚACH SAV         2011 

 

160 

PEDERSEN, T.B. - PITONAK, M. - REIHER, M. - ROOS, B.O. - SERRANO-ANDRES, L. - URBAN, M. - 

VERYAZOV, V. - LINDH, R. Software News and Update MOLCAS 7: The Next Generation. In JOURNAL OF 

COMPUTATIONAL CHEMISTRY. ISSN 0192-8651, JAN 15 2010, vol. 31, no. 1, p. 224-247., WOS 

2. [1.1] BANERJEE, S. - BYRD, J.N. - COTE, R. - MICHELS, H.H. - MONTGOMERY, J.A. Ab initio potential 

curves for the X(2)Sigma(+)(u) and B(2)Sigma(+)(g) states of Be(2)(+): Existence of a double minimum. In 

CHEMICAL PHYSICS LETTERS. ISSN 0009-2614, AUG 20 2010, vol. 496, no. 1-3, p. 208-211., WOS 

3. [1.1] CANCHAYA, J.G.S. - WANG, Y. - ALCAMI, M. - MARTIN, F. - BUSNENGO, H.F. Study of the interaction 

between short alkanethiols from ab initio calculations. In PHYSICAL CHEMISTRY CHEMICAL PHYSICS. ISSN 

1463-9076, 2010, vol. 12, no. 27, p. 7555-7565., WOS 

4. [1.1] CAZZOLI, G. - CLUDI, L. - PUZZARINI, C. - GAUSS, J. Rotational spectra of CF(+) and (13)CF(+): 

accurate rest frequencies and spectroscopic parameters. In ASTRONOMY & ASTROPHYSICS. ISSN 0004-6361, 

JAN 2010, vol. 509., WOS 

5. [1.1] COOPER, B. - KNOWLES, P.J. Benchmark studies of variational, unitary and extended coupled cluster 

methods. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, DEC 21 2010, vol. 133, no. 23., WOS 

6. [1.1] DE JONG, W.A. - BYLASKA, E. - GOVIND, N. - JANSSEN, C.L. - KOWALSKI, K. - MULLER, T. - 

NIELSEN, I.M.B. - VAN DAM, H.J.J. - VERYAZOV, V. - LINDH, R. Utilizing high performance computing for 

chemistry: parallel computational chemistry. In PHYSICAL CHEMISTRY CHEMICAL PHYSICS. ISSN 1463-9076, 

2010, vol. 12, no. 26, p. 6896-6920., WOS 

7. [1.1] GAO, X.F. .G.a.o.,. .X.F. - JANG, J. - NAGASE, S. Hydrazine and Thermal Reduction of Graphene Oxide: 

Reaction Mechanisms, Product Structures, and Reaction Design. In JOURNAL OF PHYSICAL CHEMISTRY C. 

ISSN 1932-7447, JAN 21 2010, vol. 114, no. 2, p. 832-842., WOS 

8. [1.1] GAUSS, J. - PUZZARINI, C. Quantum-chemical calculation of Born-Oppenheimer breakdown parameters 

to rotational constants. In MOLECULAR PHYSICS. ISSN 0026-8976, 2010, vol. 108, no. 3-4, SI, p. 269-277., WOS 

9. [1.1] HANRATH, M. - ENGELS-PUTZKA, A. An efficient matrix-matrix multiplication based antisymmetric 

tensor contraction engine for general order coupled cluster. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-

9606, AUG 14 2010, vol. 133, no. 6., WOS 

10. [1.1] HUNTINGTON, L.M.J. - NOOIJEN, M. pCCSD: Parameterized coupled-cluster theory with single and 

double excitations. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, NOV 14 2010, vol. 133, no. 18., 

WOS 

11. [1.1] ILIAS, M. - KELLO, V. - URBAN, M. Relativistic effects in atomic and molecular properties. In ACTA 

PHYSICA SLOVACA. ISSN 0323-0465, 2010, vol. 60, no. 3, p. 259-391., WOS 

12. [1.1] KUCHARSKI, S.A. - MUSIAL, M. Connected quadruple excitations in the coupled-cluster theory. In 

MOLECULAR PHYSICS. ISSN 0026-8976, 2010, vol. 108, no. 21-23, SI, p. 2975-2985., WOS 

13. [1.1] LI, W. - PIECUCH, P. Improved Design of Orbital Domains within the Cluster-in-Molecule Local 

Correlation Framework: Single-Environment Cluster-in-Molecule Ansatz and Its Application to Local Coupled-

Cluster Approach with Singles and Doubles. In JOURNAL OF PHYSICAL CHEMISTRY A. ISSN 1089-5639, AUG 

26 2010, vol. 114, no. 33, p. 8644-8657., WOS 

14. [1.1] LI, X.Z. - PALDUS, J. Multireference Coupled-Cluster Methods for Ground and Low-Lying Excited States. 

A Benchmark Illustration on CH(+) Potentials. In INTERNATIONAL JOURNAL OF QUANTUM CHEMISTRY. 

ISSN 0020-7608, DEC 2010, vol. 110, no. 15, SI, p. 2734-2743., WOS 

15. [1.1] LIU, C.X. - WANG, H.X. - LI, Z.R. - ZHOU, C.W. - RAO, H.B. - LI, X.Y. Accurate Prediction of Enthalpies 

of Formation for a Large Set of Organic Compounds. In JOURNAL OF COMPUTATIONAL CHEMISTRY. ISSN 

0192-8651, NOV 15 2010, vol. 31, no. 14, p. 2585-2592., WOS 

16. [1.1] LU, T.X. - HAO, Q.A. - SIMMONETT, A.C. - EVANGELISTA, F.A. - YAMAGUCHI, Y. - FANG, D.C. - 

SCHAEFER, H.F. Low-Lying Triplet States of Diphosphene and Diphosphinylidene. In JOURNAL OF PHYSICAL 

CHEMISTRY A. ISSN 1089-5639, OCT 14 2010, vol. 114, no. 40, p. 10850-10856., WOS 

17. [1.1] MEISSNER, L. Multi-reference many-body perturbation theory and coupled cluster developments. In 

MOLECULAR PHYSICS. ISSN 0026-8976, 2010, vol. 108, no. 21-23, SI, p. 2961-2974., WOS 

18. [1.1] MINTZ, B. - CRAWFORD, T.D. Symmetry breaking in the cyclic C(3)C(2)H radical. In PHYSICAL 

CHEMISTRY CHEMICAL PHYSICS. ISSN 1463-9076, DEC 2010, vol. 12, no. 47, p. 15459-15467., WOS 

19. [1.1] MUSIAL, M. The excited, ionized and electron attached states within the EOM-CC approach with full 

inclusion of connected triple excitations. In MOLECULAR PHYSICS. ISSN 0026-8976, 2010, vol. 108, no. 21-23, 

SI, p. 2921-2931., WOS 

20. [1.1] NAGY, B. - CSONTOS, J. - KALLAY, M. - TASI, G. High-Accuracy Theoretical Study on the 

Thermochemistry of Several Formaldehyde Derivatives. In JOURNAL OF PHYSICAL CHEMISTRY A. ISSN 1089-

5639, DEC 23 2010, vol. 114, no. 50, p. 13213-13221., WOS 

21. [1.1] PAL, S. Fock space multi-reference coupled-cluster method for energies and energy derivatives. In 

MOLECULAR PHYSICS. ISSN 0026-8976, 2010, vol. 108, no. 21-23, SI, p. 3033-3042., WOS 

22. [1.1] PARKHILL, J.A. - HEAD-GORDON, M. A sparse framework for the derivation and implementation of 

fermion algebra. In MOLECULAR PHYSICS. ISSN 0026-8976, 2010, vol. 108, no. 3-4, SI, p. 513-522., WOS 

23. [1.1] PIECUCH, P. Active-space coupled-cluster methods. In MOLECULAR PHYSICS. ISSN 0026-8976, 2010, 

vol. 108, no. 21-23, SI, p. 2987-3015., WOS 

24. [1.1] PROCHNOW, E. - HARDING, M.E. - GAUSS, J. Parallel Calculation of CCSDT and Mk-MRCCSDT 



 
Správa o činnosti ÚACH SAV         2011 

 

161 

Energies. In JOURNAL OF CHEMICAL THEORY AND COMPUTATION. ISSN 1549-9618, AUG 2010, vol. 6, no. 

8, p. 2339-2347., WOS 

25. [1.1] PUZZARINI, C. - BARONE, V. Toward spectroscopic accuracy for open-shell systems: Molecular 

structure and hyperfine coupling constants of H(2)CN, H(2)CP, NH(2), and PH(2) as test cases. In JOURNAL OF 

CHEMICAL PHYSICS. ISSN 0021-9606, NOV 14 2010, vol. 133, no. 18., WOS 

26. [1.1] PUZZARINI, C. - CAZZOLI, G. - GAUSS, J. Rotational spectra of isotopic species of silyl fluoride. Part II: 

Theoretical and semi-experimental equilibrium structure. In JOURNAL OF MOLECULAR SPECTROSCOPY. ISSN 

0022-2852, JUL 2010, vol. 262, no. 1, p. 37-41., WOS 

27. [1.1] PUZZARINI, C. A Theoretical Study of the CH(2)N Isomers: Molecular Structure and Energetics. In 

INTERNATIONAL JOURNAL OF QUANTUM CHEMISTRY. ISSN 0020-7608, NOV 5 2010, vol. 110, no. 13, p. 

2483-2494., WOS 

28. [1.1] RANGEL, F.C. - DE OLIVEIRA, H.C.B. - MONTEL, A.L.B. - MUNDIM, K.C. Calculation of DFT 

molecular properties using the q-Integral method. In PHYSICA A-STATISTICAL MECHANICS AND ITS 

APPLICATIONS. ISSN 0378-4371, NOV 15 2010, vol. 389, no. 22, p. 5208-5215., WOS 

29. [1.1] SCHMIDT, M.W. - IVANIC, J. - RUEDENBERG, K. Electronic Structure Analysis of the Ground-State 

Potential Energy Curve of Be(2). In JOURNAL OF PHYSICAL CHEMISTRY A. ISSN 1089-5639, AUG 26 2010, 

vol. 114, no. 33, p. 8687-8696., WOS 

30. [1.1] SHEN, J. - KOU, Z.F. - XU, E.H. - LI, S.H. A coupled cluster approach with a hybrid treatment of 

connected triple excitations: Implementation and applications for open-shell systems. In JOURNAL OF CHEMICAL 

PHYSICS. ISSN 0021-9606, DEC 21 2010, vol. 133, no. 23., WOS 

31. [1.1] SHEN, J. - XU, E.H. - KOU, Z.F. - LI, S.H. A coupled cluster approach with a hybrid treatment of 

connected triple excitations for bond-breaking potential energy surfaces. In JOURNAL OF CHEMICAL PHYSICS. 

ISSN 0021-9606, MAR 21 2010, vol. 132, no. 11., WOS 

32. [1.1] STOLARCZYK, L.Z. - MONKHORST, H.J. Quasiparticle Fock-space coupled-cluster theory. In 

MOLECULAR PHYSICS. ISSN 0026-8976, 2010, vol. 108, no. 21-23, SI, p. 3067-3089., WOS 

33. [1.1] SUN, Z. - LIU, Y.D. - ZHONG, R.G. Theoretical Investigation of N-Nitrosodimethylamine Formation from 

Nitrosation of Trimethylamine. In JOURNAL OF PHYSICAL CHEMISTRY A. ISSN 1089-5639, JAN 14 2010, vol. 

114, no. 1, p. 455-465., WOS 

34. [1.1] TARCZAY, G. - SZALAY, P.G. - GAUSS, J. First-Principles Calculation of Electron Spin-Rotation 

Tensors. In JOURNAL OF PHYSICAL CHEMISTRY A. ISSN 1089-5639, SEP 2 2010, vol. 114, no. 34, p. 9246-

9252., WOS 

35. [1.1] TAUBE, A.G. Alternative perturbation theories for triple excitations in coupled-cluster theory. In 

MOLECULAR PHYSICS. ISSN 0026-8976, 2010, vol. 108, no. 21-23, SI, p. 2951-2960., WOS 

36. [1.1] VALIEV, M. - BYLASKA, E.J. - GOVIND, N. - KOWALSKI, K. - STRAATSMA, T.P. - VAN DAM, H.J.J. - 

WANG, D. - NIEPLOCHA, J. - APRA, E. - WINDUS, T.L. - DE JONG, W. NWChem: A comprehensive and scalable 

open-source solution for large scale molecular simulations. In COMPUTER PHYSICS COMMUNICATIONS. ISSN 

0010-4655, SEP 2010, vol. 181, no. 9, p. 1477-1489., WOS 

37. [1.1] VASILIU, M. - FELLER, D. - GOLE, J.L. - DIXON, D.A. Structures and Heats of Formation of Simple 

Alkaline Earth Metal Compounds: Fluorides, Chlorides, Oxides, and Hydroxides for Be, Mg, and Ca. In JOURNAL 

OF PHYSICAL CHEMISTRY A. ISSN 1089-5639, SEP 2 2010, vol. 114, no. 34, p. 9349-9358., WOS 

38. [1.1] VASILIU, M. - LI, S.G. - PETERSON, K.A. - FELLER, D. - GOLE, J.L. - DIXON, D.A. Structures and 

Heats of Formation of Simple Alkali Metal Compounds: Hydrides, Chlorides, Fluorides, Hydroxides, and Oxides for 

Li, Na, and K. In JOURNAL OF PHYSICAL CHEMISTRY A. ISSN 1089-5639, APR 1 2010, vol. 114, no. 12, p. 

4272-4281., WOS 

39. [1.1] XU, E.H. - SHEN, J. - KOU, Z.F. - LI, S.H. Coupled cluster with singles, doubles, and partial higher-order 

excitations based on the corresponding orbitals: The formulation and test applications for bond breaking processes. 

In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, APR 7 2010, vol. 132, no. 13., WOS 
ADCA273 NOGA, Jozef - KEDŢUCH, Stanislav - ŠIMUNEK, J. - TEN-NO, S. Explicitly 

correlated coupled cluster F12 theory with single and douple excitations. In Journal 

of Chemical Physics, 2008, vol. 128, no. 17, p. 174103-1-174103-10. 
Citácie: 

1. [1.1] HATTIG, C. - TEW, D.P. - KOHN, A. Communications: Accurate and efficient approximations to explicitly 

correlated coupled-cluster singles and doubles, CCSD-F12. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-

9606, JUN 21 2010, vol. 132, no. 23., WOS 

2. [1.1] HOFENER, S. - HATTIG, C. - KLOPPER, W. Analytic Calculation of First-order Molecular Properties at 

the Explicitly-correlated Second-order Moller-Plesset Level. In ZEITSCHRIFT FUR PHYSIKALISCHE CHEMIE-

INTERNATIONAL JOURNAL OF RESEARCH IN PHYSICAL CHEMISTRY AND CHEMICAL PHYSICS. ISSN 

0942-9352, 2010, vol. 224, no. 3-4, SI, p. 695-708., WOS 

3. [1.1] KLOPPER, W. - BACHORZ, R.A. - HAETTIG, Ch. - TEW, D.P. Accurate computational thermochemistry 

from explicitly correlated coupled-cluster theory. In THEORETICAL CHEMISTRY ACCOUNTS. ISSN 1432-881X, 

AUG 2010 2010, vol. 126, no. 5-6, p. 289-304., WOS 

4. [1.1] KOEHN, A. - TEW, D.P.Explicitly correlated coupled-cluster theory using cusp conditions. I. Perturbation 



 
Správa o činnosti ÚACH SAV         2011 

 

162 

analysis of coupled-cluster singles and doubles (CCSD-F12). In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-

9606, NOV 7 2010 2010, vol. 133, no. 17., WOS 

5. [1.1] PUZZARINI, C. - STANTON, J.F. - GAUSS, J. Quantum-chemical calculation of spectroscopic parameters 

for rotational spectroscopy. In INTERNATIONAL REVIEWS IN PHYSICAL CHEMISTRY. ISSN 0144-235X, 2010 

2010, vol. 29, no. 2, p. 273-367., WOS 

6. [1.1] RILEY, K.E. - PITONAK, M. - JURECKA, P. - HOBZA, P. Stabilization and Structure Calculations for 

Noncovalent Interactions in Extended Molecular Systems Based on Wave Function and Density Functional 

Theories. In CHEMICAL REVIEWS. ISSN 0009-2665, SEP 2010 2010, vol. 110, no. 9, p. 5023-5063., WOS 

7. [1.1] SHIOZAKI, T. - HIRATA, S.O. Communications: Explicitly correlated second-order Moller-Plesset 

perturbation method for extended systems. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, APR 21 2010 

2010, vol. 132, no. 15., WOS 

8. [1.1] SZALEWICZ, K. - JEZIORSKI, B. Explicitly-correlated Gaussian geminals in electronic structure 

calculations. In MOLECULAR PHYSICS. ISSN 0026-8976, 2010 2010, vol. 108, no. 21-23, SI, p. 3091-3103., WOS 

9. [1.1] WERNER, H.J. - KNIZIA, G. - ADLER, T.B. - MARCHETTI, O. Benchmark Studies for Explicitly 

Correlated Perturbation- and Coupled Cluster Theories. In ZEITSCHRIFT FUR PHYSIKALISCHE CHEMIE-

INTERNATIONAL JOURNAL OF RESEARCH IN PHYSICAL CHEMISTRY & CHEMICAL PHYSICS. ISSN 0942-

9352, 2010 2010, vol. 224, no. 3-4, SI, p. 493-511., WOS 

ADCA274 NOGA, Jozef - KEDŢUCH, Stanislav - ŠIMUNEK, J. 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, p. 

034106-1-034106-11. 
Citácie: 

1. [1.1] KOHN, A. - TEW, D.P. Towards the Hartree-Fock and coupled-cluster singles and doubles basis set limit: 

A study of various models that employ single excitations into a complementary auxiliary basis set. In JOURNAL OF 

CHEMICAL PHYSICS. ISSN 0021-9606, JAN 14 2010, vol. 132, no. 2., WOS 

2. [1.1] KONG, L.G. - VALEEV, E.F. Perturbative correction for the basis set incompleteness error of complete-

active-space self-consistent field. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, NOV 7 2010, vol. 133, 

no. 17., WOS 

3. [1.1] RILEY, K.E. - PITONAK, M. - JURECKA, P. - HOBZA, P. Stabilization and Structure Calculations for 

Noncovalent Interactions in Extended Molecular Systems Based on Wave Function and Density Functional 

Theories. In CHEMICAL REVIEWS. ISSN 0009-2665, SEP 2010, vol. 110, no. 9, p. 5023-5063., WOS 

4. [1.1] TEW, D.P. - KLOPPER, W. Open-shell explicitly correlated F12 methods. In MOLECULAR PHYSICS. 

ISSN 0026-8976, 2010, vol. 108, no. 3-4, SI, p. 315-325., WOS 

5. [1.1] WERNER, H.J. - KNIZIA, G. - ADLER, T.B. - MARCHETTI, O. Benchmark Studies for Explicitly 

Correlated Perturbation- and Coupled Cluster Theories. In ZEITSCHRIFT FUR PHYSIKALISCHE CHEMIE-

INTERNATIONAL JOURNAL OF RESEARCH IN PHYSICAL CHEMISTRY & CHEMICAL PHYSICS. ISSN 0942-

9352, 2010, vol. 224, no. 3-4, SI, p. 493-511., WOS 

ADCA275 NOGA, Jozef - VALIRON, P. - KLOPPER, W. The accurary 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] BARNES, E.C. - PETERSSON, G.A. MP2/CBS atomic and molecular benchmarks for H through Ar. In 

JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, MAR 21 2010, vol. 132, no. 11., WOS 

2. [1.1] BOKHAN, D. - TEN-NO, S. Explicitly correlated equation-of-motion coupled-cluster methods for excited 

and electron-attached states (Retracted Article. See vol 134, ARTN 109901, 2011). In JOURNAL OF CHEMICAL 

PHYSICS. ISSN 0021-9606, NOV 28 2010, vol. 133, no. 20., WOS 

ADCA276 NOGA, Jozef - VALIRON, P. Explicity correlated R12 coupled cluster calculation 

for open shell systems. In Chemical Physics Letters, 2000, vol. 324, p. 166-174. 

(2.270 - IF1999). 
Citácie: 

1. [1.1] BOKHAN, D. - TEN-NO, S. Explicitly correlated equation-of-motion coupled-cluster methods for excited 

and electron-attached states (Retracted Article. See vol 134, ARTN 109901, 2011). In JOURNAL OF CHEMICAL 

PHYSICS. ISSN 0021-9606, NOV 28 2010, vol. 133, no. 20., WOS 

2. [1.1] KOHN, A. - TEW, D.P. Explicitly correlated coupled-cluster theory using cusp conditions. I. Perturbation 

analysis of coupled-cluster singles and doubles (CCSD-F12). In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-

9606, NOV 7 2010, vol. 133, no. 17., WOS 

3. [1.1] RILEY, K.E. - PITONAK, M. - JURECKA, P. - HOBZA, P. Stabilization and Structure Calculations for 

Noncovalent Interactions in Extended Molecular Systems Based on Wave Function and Density Functional 

Theories. In CHEMICAL REVIEWS. ISSN 0009-2665, SEP 2010, vol. 110, no. 9, p. 5023-5063., WOS 

4. [1.1] SHERRILL, C.D. Frontiers in electronic structure theory. In JOURNAL OF CHEMICAL PHYSICS. ISSN 



 
Správa o činnosti ÚACH SAV         2011 

 

163 

0021-9606, MAR 21 2010, vol. 132, no. 11., WOS 

5. [1.1] WERNER, H.J. - KNIZIA, G. - ADLER, T.B. - MARCHETTI, O. Benchmark Studies for Explicitly 

Correlated Perturbation- and Coupled Cluster Theories. In ZEITSCHRIFT FUR PHYSIKALISCHE CHEMIE-

INTERNATIONAL JOURNAL OF RESEARCH IN PHYSICAL CHEMISTRY & CHEMICAL PHYSICS. ISSN 0942-

9352, 2010, vol. 224, no. 3-4, SI, p. 493-511., WOS 

ADCA277 NOVOSZAD, M. - GERZABEK, M.H. - HABERHAUER, G. - JAKUSCH, M. - 

LISCHKA, H. - TUNEGA, Daniel - KIRCHMANN, H. Sorption of naphthalene 

derivatives to soils from a long-term field experiment. G. Haberhauer, M. Jakusch, 

H. Lischka, Daniel Tunega, H. Kirchmann. In Chemosphere, 2005, vol. 59, no. 5, p. 

639-647. 
Citácie: 

1. [1.1] BANDOWE, B.e.n.j.a.m.i.n. .A... .M.u.s.a. - SHUKUROV, N.o.s.i.r. - KERSTEN, M.i.c.h.a.e.l. - WILCKE, 

W.o.l.f.g.a.n.g. Polycyclic aromatic hydrocarbons (PAHs) and their oxygen-containing derivatives (OPAHs) in soils 

from the Angren industrial area, Uzbekistan. In ENVIRONMENTAL POLLUTION. ISSN 0269-7491, SEP 2010 

2010, vol. 158, no. 9, p. 2888-2899., WOS 

2. [1.1] HANNA, K... - BOILY, J... .-.F... Sorption of Two Naphthoic Acids to Goethite Surface under Flow through 

Conditions. In ENVIRONMENTAL SCIENCE & TECHNOLOGY. ISSN 0013-936X, DEC 1 2010 2010, vol. 44, no. 

23, p. 8863-8869., WOS 

3. [1.1] SENER, S.a.v.a.s. - OZYILMAZ, A.z.a.t. Adsorption of naphthalene onto sonicated talc from aqueous 

solutions. In ULTRASONICS SONOCHEMISTRY. ISSN 1350-4177, JUN 2010 2010, vol. 17, no. 5, p. 932-938., 

WOS 
ADCA278 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] WANG, T. - ZHU, J.X. - ZHU, R.L. - GE, F. - YUAN, P. - HE, H.P. Enhancing the sorption capacity of 

CTMA-bentonite by simultaneous intercalation of cationic polyacrylamide. In JOURNAL OF HAZARDOUS 

MATERIALS. ISSN 0304-3894, JUN 15 2010, vol. 178, no. 1-3, p. 1078-1084., WOS 

2. [1.1] ZHU, R. - WANG, T. - ZHU, J. - GE, F. - YUAN, P. - HE, H. Structural and sorptive characteristics of the 

cetyltrimethylammonium and polyacrylamide modified bentonite. In CHEMICAL ENGINEERING JOURNAL, 2010, 

vol. 160, no. 1, p. 220-225., WOS 
ADCA279 PALOU, M. - MAJLING, J. - DRÁBIK, Milan - AYADI, A. Ettringite & its 

chromate analogue, structure and thermal stability. In Solid State Phenomena, 2003, 

vol. 90-91, p. 395-400. (2003 - Current Contents). ISSN 1012-0394. 
Citácie: 

1. [1.1] ENGELSEN, C.J. - VAN DER SLOOT, H.A. - WIBETOE, G. - JUSTNES, H. - LUND, W. - STOLTENBERG-

HANSSON, E. Leaching characterisation and geochemical modelling of minor and trace elements released from 

recycled concrete aggregates. In CEMENT AND CONCRETE RESEARCH. ISSN 0008-8846, DEC 2010, vol. 40, 

no. 12, p. 1639-1649., WOS 
ADCA280 PELIKÁN, P. - NOGA, Jozef - BISKUPIČ, S. On the structural and electronic 

properties of poly(dicarbon monofluoride): solid-state semi-empirical INDO study. 

In Journal of Solid State Chemistry, 2003, vol. 174, p. 233-240. ISSN 0022-4596. 
Citácie: 

1. [1.1] HAN, S.S. - YU, T.H. - MERINOV, B.V. - VAN DUIN, A.C.T. - YAZAMI, R. - GODDARD, W.A. Unraveling 

Structural Models of Graphite Fluorides by Density Functional Theory Calculations. In CHEMISTRY OF 

MATERIALS. ISSN 0897-4756, MAR 23 2010, vol. 22, no. 6, p. 2142-2154., WOS 
ADCA281 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] VALDRE, G. Layer silicate materials and clays. In PHILOSOPHICAL MAGAZINE. ISSN 1478-6435, 2010, 

vol. 90, no. 17-18, p. 2289-2291., WOS 
ADCA282 PETIT, S. - RIGHI, D. - MADEJOVÁ, Jana - DECARREAU, A. Layer charge 

estimation of smectites using infrared spectroscopy. In Clay Minerals, 1998, vol. 33, 

p. 579-591. (0.640 - IF1997). (1998 - Current Contents). ISSN 0009-8558. 
Citácie: 



 
Správa o činnosti ÚACH SAV         2011 

 

164 

1. [1.1] GAUTIER, M. - MULLER, F. - LE FORESTIER, L. - BENY, J.M. - GUEGAN, R. NH(4)-smectite: 

Characterization, hydration properties and hydro mechanical behaviour. In APPLIED CLAY SCIENCE. ISSN 0169-

1317, JUL 2010, vol. 49, no. 3, p. 247-254., WOS 

ADCA283 PETIT, S. - 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. 
Citácie: 

1. [1.1] GAUTIER, M. - MULLER, F. - LE FORESTIER, L. - BENY, J.M. - GUEGAN, R. NH(4)-smectite: 

Characterization, hydration properties and hydro mechanical behaviour. In APPLIED CLAY SCIENCE. ISSN 0169-

1317, JUL 2010, vol. 49, no. 3, p. 247-254., WOS 

2. [1.1] NOWICKI, A. - PRZYBYTNIAK, G. - STAROSTA, W. - SARTOWSKA, B. Montmorillonite modified by 

unsaturated compatibilizing agents and by ionizing radiation as a potential filler in polymeric composites. In 

NUKLEONIKA. ISSN 0029-5922, 2010, vol. 55, no. 3, p. 351-357., WOS 

3. [1.2] SUN, Z.-G. - CHEN, H.-W. - HU, G.-X. - ZHAO, Y. Preparation of adsorbent of sodium humate and its 

desulfurization properties. In SHANGHAI JIAOTONG DAXUE XUEBAO/JOURNAL OF SHANGHAI JIAOTONG 

UNIVERSITY, 2010, vol. 44, no. 4, p. 550-554., SCOPUS 
ADCA284 PETIT, S. - CAILLAUD, J. - RIGHI, D. - MADEJOVÁ, Jana - ELSASS, F. - 

KÖSTER, H.M. Characterization and crystal chemistry of an Fe-rich 

montmorillonite from Ölberg, Germany. In Clay Minerals, 2002, vol. 37, p. 283-297. 

(0.610 - IF2001). (2002 - Current Contents). ISSN 0009-8558. 
Citácie: 

1. [1.1] TOTH, E. - WEISZBURG, T.G. - JEFFRIES, T. - WILLIAMS, C.T. - BARTHA, A. - BERTALAN, E. - CORA, 

I. Submicroscopic accessory minerals overprinting clay mineral REE patterns (celadonite-glauconite group 

examples). In CHEMICAL GEOLOGY. ISSN 0009-2541, JAN 30 2010, vol. 269, no. 3-4, p. 312-328., WOS 
ADCA285 PETIT, S. - RIGHI, D. - MADEJOVÁ, Jana - DECARREAU, A. Interpretation of 

the infrared NH4+ -clays: application to the evaluation of the layer charge. In Clay 

Minerals, 1999, vol. 34, p. 543-550. (1.130 - IF1998). (1999 - Current Contents). 
Citácie: 

1. [1.1] GAUTIER, M. - MULLER, F. - LE FORESTIER, L. - BENY, J.M. - GUEGAN, R. NH(4)-smectite: 

Characterization, hydration properties and hydro mechanical behaviour. In APPLIED CLAY SCIENCE. ISSN 0169-

1317, JUL 2010, vol. 49, no. 3, p. 247-254., WOS 

ADCA286 PETIT, S. - MADEJOVÁ, Jana - DECARREAU, A. - MARTIN, F. Characterization 

of octahedral substitutions in kaolinites using near infrared spectroscopy. In Clays 

and Clay Minerals : Journal of the Clay Minerals Society, 1999, vol. 47, no. 1, p. 

103-108. (1.010 - IF1998). 
Citácie: 

1. [1.1] ALTHEIDE, T.S. - CHEVRIER, V.F. - DOBREA, E.N. Mineralogical characterization of acid weathered 

phyllosilicates with implications for secondary martian deposits. In GEOCHIMICA ET COSMOCHIMICA ACTA. 

ISSN 0016-7037, NOV 1 2010, vol. 74, no. 21, p. 6232-6248., WOS 

2. [1.1] CASTELLANO, M. - TURTURRO, A. - RIANI, P. - MONTANARI, T. - FINOCCHIO, E. - RAMIS, G. - 

BUSCA, G. Bulk and surface properties of commercial kaolins. In APPLIED CLAY SCIENCE. ISSN 0169-1317, 

APR 2010, vol. 48, no. 3, p. 446-454., WOS 

3. [1.1] DOBREA, E.Z.N. - BISHOP, J.L. - MCKEOWN, N.K. - FU, R. - ROSSI, C.M. - MICHALSKI, J.R. - 

HEINLEIN, C. - HANUS, V. - POULET, F. - MUSTARD, R.J.F. - MURCHIE, S. - MCEWEN, A.S. - SWAYZE, G. - 

BIBRING, J.P. - MALARET, E. - HASH, C. Mineralogy and stratigraphy of phyllosilicate-bearing and dark 

mantling units in the greater Mawrth Vallis/west Arabia Terra area: Constraints on geological origin. In JOURNAL 

OF GEOPHYSICAL RESEARCH-PLANETS. ISSN 0148-0227, JUL 31 2010, vol. 115., WOS 

4. [1.1] STENBERG, B. Effects of soil sample pretreatments and standardised rewetting as interacted with sand 

classes on Vis-NIR predictions of clay and soil organic carbon. In GEODERMA. ISSN 0016-7061, AUG 15 2010, 

vol. 158, no. 1-2, SI, p. 15-22., WOS 

ADCA287 PLACHKÝ, Tomáš - LENČÉŠ, Zoltán - HRIC, Ľ. - ŠAJGALÍK, Pavol - BALÁŢ, 

Peter - RIEDEL, R. - 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, p. 759-767. (2.090 - IF2009). (2010 - 

Current Contents). ISSN 0955-2219. 
Citácie: 

1. [1.1] VAKIFAHMETOGLU, C. - COLOMBO, P. - CARTURAN, S.M. - PIPPEL, E. - WOLTERSDORF, J. Growth 

of One-Dimensional Nanostructures in Porous Polymer-Derived Ceramics by Catalyst-Assisted Pyrolysis. Part II: 

Cobalt Catalyst. In JOURNAL OF THE AMERICAN CERAMIC SOCIETY. ISSN 0002-7820, NOV 2010, vol. 93, no. 



 
Správa o činnosti ÚACH SAV         2011 

 

165 

11, p. 3709-3719., WOS 

ADCA288 PRITULA, Ondrej - SMRČOK, Ľubomír - TOBBENS, D.M. - LANGER, V. X-ray 

and neutron Rietveld quantitative phase analysis of industrial Portland cement 

clinkers. In Powder Diffraction, 2004, vol. 19, no. 3, p. 232-239. 
Citácie: 

1. [1.1] SNELLINGS, R. - MACHIELS, L. - MERTENS, G. - ELSEN, J. Rietveld refinement strategy for quantitative 

phase analysis of partially amorphous zeolitized tuffaceous rocks. In GEOLOGICA BELGICA. ISSN 1374-8505, 

JUL 2010, vol. 13, no. 3, p. 183-195., WOS 
ADCA289 RAJAMÄKI, T. - KÁLLAY, M. - NOGA, Jozef - VALIRON, P. - 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] TASSAING, T. - SOETENS, J.C. - VYALOV, I. - KISELEV, M. - IDRISSI, A. Supercritical ammonia: A 

molecular dynamics simulation and vibrational spectroscopic investigation. In JOURNAL OF CHEMICAL 

PHYSICS. ISSN 0021-9606, DEC 7 2010, vol. 133, no. 21., WOS 

2. [1.1] VYALOV, I. - KISELEV, M. - TASSAING, T. - SOETENS, J.C. - IDRISSI, A. Investigation of the Local 

Structure in Sub and Supercritical Ammonia Using the Nearest Neighbor Approach: A Molecular Dynamics 

Analysis. In JOURNAL OF PHYSICAL CHEMISTRY B. ISSN 1520-6106, NOV 25 2010, vol. 114, no. 46, p. 15003-

15010., WOS 

ADCA290 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] ALKORTA, I. - ELGUERO, J. Influence of the basis set on the calculation of the absolute (13)C shieldings 

of methyl derivatives (CH(3)X with X = CH(3), CN, NH(2), NO(2), OH, F) with special emphasis in the cases of X = 

Cl, Br, SH, SeH, and PH(2). In STRUCTURAL CHEMISTRY. ISSN 1040-0400, AUG 2010, vol. 21, no. 4, p. 755-

759., WOS 

2. [1.1] SARWAR, M.G. - DRAGISIC, B. - SALSBERG, L.J. - GOULIARAS, C. - TAYLOR, M.S. Thermodynamics of 

Halogen Bonding in Solution: Substituent, Structural, and Solvent Effects. In JOURNAL OF THE AMERICAN 

CHEMICAL SOCIETY. ISSN 0002-7863, FEB 10 2010, vol. 132, no. 5, p. 1646-1653., WOS 

ADCA291 REPISKÝ, Michal - KOMOROVSKÝ, Stanislav - MALKIN, E. - 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, p. 94-97. (2.291 - IF2009). (2010 - Current Contents). ISSN 0009-

2614. 
Citácie: 

1. [1.1] ILIAS, M. - KELLO, V. - URBAN, M. Relativistic effects in atomic and molecular properties. In ACTA 

PHYSICA SLOVACA. ISSN 0323-0465, 2010, vol. 60, no. 3, p. 259-391., WOS 

ADCA292 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, p. 236-242. (1.961 - IF2008). 
Citácie: 

1. [1.1] AUCAR, G.A. - ROMERO, R.H. - MALDONADO, A.F. Polarization propagators: A powerful theoretical 

tool for a deeper understanding of NMR spectroscopic parameters. In INTERNATIONAL REVIEWS IN PHYSICAL 

CHEMISTRY. ISSN 0144-235X, 2010, vol. 29, no. 1, p. 1-64., WOS 

2. [1.1] HAMAYA, S. - FUKUI, H. Dirac-Hartree-Fock Perturbation Calculation of Magnetic Shielding Using the 

External Field-Dependent Restricted Magnetic Balance Condition. In BULLETIN OF THE CHEMICAL SOCIETY 

OF JAPAN. ISSN 0009-2673, JUN 15 2010, vol. 83, no. 6, p. 635-642., WOS 

3. [1.1] RUSAKOV, Y.Y. - KRIVDIN, L.B. - SAUER, S.P.A. - LEVANOVA, E.P. - LEVKOVSKAYA, G.G. Structural 

trends of (77)Se-(1)H spin-spin coupling constants and conformational behavior of 2-substituted selenophenes. In 

MAGNETIC RESONANCE IN CHEMISTRY. ISSN 0749-1581, JAN 2010, vol. 48, no. 1, p. 44-52., WOS 
ADCA293 REVIAKINE, R. - ARBUZNIKOV, A.V. - TREMBLAY, J.C. - REMENYI, C. - 

MALKINA, Olga L. - MALKIN, Vladimír G.. 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. 
Citácie: 



 
Správa o činnosti ÚACH SAV         2011 

 

166 

1. [1.1] DUBOC, C. - COLLOMB, M.N. - NEESE, F. Understanding the Zero-Field Splitting of Mononuclear 

Manganese(II) Complexes from Combined EPR Spectroscopy and Quantum Chemistry. In APPLIED MAGNETIC 

RESONANCE. ISSN 0937-9347, JAN 2010, vol. 37, no. 1-4, p. 229-245., WOS 

2. [1.1] DUBOC, C. - GANYUSHIN, D. - SIVALINGAM, K. - COLLOMB, M.N. - NEESE, F. Systematic Theoretical 

Study of the Zero-Field Splitting in Coordination Complexes of Mn(III). Density Functional Theory versus 

Multireference Wave Function Approaches. In JOURNAL OF PHYSICAL CHEMISTRY A. ISSN 1089-5639, OCT 7 

2010, vol. 114, no. 39, p. 10750-10758., WOS 

3. [1.1] MISOCHKO, E.Y. - KORCHAGIN, D.V. - BOZHENKO, K.V. - CHAPYSHEV, S.V. - ALDOSHIN, S.M. A 

density functional theory study of the zero-field splitting in high-spin nitrenes. In JOURNAL OF CHEMICAL 

PHYSICS. ISSN 0021-9606, AUG 14 2010, vol. 133, no. 6., WOS 

4. [1.1] VAN GASTEL, M. Zero-Field Splitting of the Lowest Excited Triplet States of C(60) and C(70) and Benzene. 

In JOURNAL OF PHYSICAL CHEMISTRY A. ISSN 1089-5639, OCT 14 2010, vol. 114, no. 40, p. 10864-10870., 

WOS 
ADCA294 RIBEIRO, F.R. - FABRIS, J.D. - KOSTKA, J.E. - KOMADEL, Peter - STUCKI, 

J.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] BISHOP, M.E.  - JAISI, D.P. - DONG, H.L. - KUKKADAPU, R.K. - JI, J.F. Bioavailability of Fe(III) in 

loess sediments: An important source of electron acceptors. In CLAYS AND CLAY MINERALS. ISSN 0009-8604, 

AUG 2010, vol. 58, no. 4, p. 542-557., WOS 
ADCA295 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, p. 273-286. (0.750 - IF1998). 
Citácie: 

1. [1.1] MARSHALL-BOWMAN, K. - OHARA, S. - SVERJENSKY, D.A. - HAZEN, R.M. - CLEAVES, H.J. Catalytic 

peptide hydrolysis by mineral surface: Implications for prebiotic chemistry. In GEOCHIMICA ET 

COSMOCHIMICA ACTA. ISSN 0016-7037, OCT 15 2010, vol. 74, no. 20, p. 5852-5861., WOS 

ADCA296 SAHU, S. - KAVECKÝ, Štefan - ILLÉSOVÁ, Ľ. - MADEJOVÁ, Jana - BERTÓTI, 

I. - SZÉPVÖLGYI, J. Formation of boron nitrid 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] WANG, W.L. - BI, J.Q. - SUN, W.X. - ZHU, H.L. - XU, J.J. - ZHAO, M.T. - BAI, Y.J. Facile synthesis of 

boron nitride coating on carbon nanotubes. In MATERIALS CHEMISTRY AND PHYSICS. ISSN 0254-0584, JUL 1 

2010, vol. 122, no. 1, p. 129-132., WOS 

2. [1.1] ZHANG, B.Y. - YAO, B. - LI, Y.F. - ZHANG, Z.Z. - LI, B.H. - SHAN, C.X. - ZHAO, D.X. - SHEN, D.Z. 

Investigation on the formation mechanism of p-type Li-N dual-doped ZnO. In APPLIED PHYSICS LETTERS. ISSN 

0003-6951, NOV 29 2010, vol. 97, no. 22., WOS 

3. [1.2] ZHAO, L. - ZHANG, Y.- GONG, H.- ZHAO, D. Influence of calcining and decarbonization temperature on 

boron nitride whiskers. In Rengong Jingti Xuebao/Journal of Synthetic Crystals. ISSN 1000985X, 2010, vol. 39, no. 

4, pp. 922-925., SCOPUS 
ADCA297 SALAMON, D. - ŠAJGALÍK, Pavol - LIŠKA, Marek. Mechanical properties and 

microstructure of alpha-sialon based cutting tools. In Key Engineering Materials, 

2005, vol. 290, p. 250-253. ISSN 1013-9826. 
Citácie: 

1. [1.1] YE, F. - HOU, Z.P. - ZHANG, H.J. - LIU, L.M. - ZHOU, Y. Spark plasma sintering of cBN/beta-SiAlON 

composites. In MATERIALS SCIENCE AND ENGINEERING A-STRUCTURAL MATERIALS PROPERTIES 

MICROSTRUCTURE AND PROCESSING. ISSN 0921-5093, JUL 15 2010, vol. 527, no. 18-19, p. 4723-4726., WOS 

ADCA298 SALAMON, D. - SHEN, Z. - ŠAJGALÍK, Pavol. Rapid formation of A-sialon 

during spark plasma sintering: Its origin and implications. In Journal of the European 

Ceramic Society, 2007, vol. 27, p. 2541-2547. 
Citácie: 

1. [1.1] BELMONTE, M. - GONZALEZ-JULIAN, J. - MIRANZO, P. - OSENDI, M.I. Spark plasma sintering: A 

powerful tool to develop new silicon nitride-based materials. In JOURNAL OF THE EUROPEAN CERAMIC 

SOCIETY. ISSN 0955-2219, OCT 2010, vol. 30, no. 14, SI, p. 2937-2946., WOS 

2. [1.1] LEE, S.H. - KIM, B.N. - TANAKA, H. Low temperature sintering of nano-SiC using a novel Al(8)B(4)C(7) 



 
Správa o činnosti ÚACH SAV         2011 

 

167 

additive. In JOURNAL OF MATERIALS RESEARCH. ISSN 0884-2914, MAR 2010, vol. 25, no. 3, p. 471-475., WOS 

3. [1.1] YE, F. - ZHANG, L. - LIU, C.F. - LIU, I.M. - ZHANG, H.J. Thermal shock resistance of in situ toughened 

alpha-SiAlONs with barium aluminosilicate as an additive sintered by SPS. In MATERIALS SCIENCE AND 

ENGINEERING A-STRUCTURAL MATERIALS PROPERTIES MICROSTRUCTURE AND PROCESSING. ISSN 

0921-5093, SEP 15 2010, vol. 527, no. 23, p. 6368-6371., WOS 

4. [1.1] ZALITE, I. - ZILINSKA, N. - KRASTINS, J. - STEINS, I. Fine-grained Si(3)N(4)-Containing Ceramics from 

Nanopowders. In ADVANCED MATERIALS FORUM V, PT 1 AND 2. ISSN 0255-5476, 2010, vol. 636-637, Part 1-

2, p. 130-135., WOS 

ADCA299 SEDLÁČEK, Jaroslav - GALUSEK, Dušan - ŠVANČÁREK, Peter - RIEDEL, R. - 

ATKINSON, A. - WANG, X. Abrasive wear of Al2O3-SiC and Al2O3-(SiC)-C 

composites with micrometer -and submicrometer-sized alumina matrix grains. In 

Journal of the European Ceramic Society, 2008, vol. 28, p. 2983-2993. 
Citácie: 

1. [1.1] ESTEVEZ, M. - FONSECA, G. - VARGAS, S. - RODRIGUEZ, R. Hybrid Porous Materials for Dental 

Applications. In JOURNAL OF COMPOSITE MATERIALS. ISSN 0021-9983, NOV 2010, vol. 44, no. 23, p. 2667-

2678., WOS 

2. [1.1] KIM, S.W. - CHUNG, W.S. - SOHN, K.S. - SON, C.Y. - LEE, S. Improvement of Wear Resistance in Alumina 

Matrix Composites Reinforced with Carbon Nanotubes. In METALLURGICAL AND MATERIALS TRANSACTIONS 

A-PHYSICAL METALLURGY AND MATERIALS SCIENCE. ISSN 1073-5623, FEB 2010, vol. 41A, no. 2, p. 380-

388., WOS 
ADCA300 SEVERINO, J.F. - GOODMAN, B.A. - KAY, C.W.M. - STOLZE, K. - TUNEGA, 

Daniel - REICHENAUER, T.G. - PIRKER, K.F. Free radicals generated during 

oxidation of green tea polyphenols: Electron paramagnetic resonance spectroscopy 

combined with density functional theory calculations. In Free Radical Biology and 

Medicine, 2009, vol. 46, no. 8, p. 1076-1088. (5.399 - IF2008). (2009 - Current 

Contents). ISSN 0891-5849. 
Citácie: 

1. [1.1] CHEN, Y. - LEE, Y.D. - VEDALA, H. - ALLEN, B.L. - STAR, A. Exploring the Chemical Sensitivity of a 

Carbon Nanotube/Green Tea Composite. In ACS NANO. ISSN 1936-0851, NOV 2010 2010, vol. 4, no. 11, p. 6854-

6862., WOS 

2. [1.1] ESLAMI, A.C. - PASANPHAN, W. - WAGNER, B.A. - BUETTNER, G.R. Free radicals produced by the 

oxidation of gallic acid: An electron paramagnetic resonance study. In CHEMISTRY CENTRAL JOURNAL. ISSN 

1752-153X, AUG 5 2010 2010, vol. 4., WOS 

3. [1.1] LI, D.-C. - JIANG, J.-G. Optimization of the microwave-assisted extraction conditions of tea polyphenols 

from green tea. In INTERNATIONAL JOURNAL OF FOOD SCIENCES AND NUTRITION. ISSN 0963-7486, DEC 

2010 2010, vol. 61, no. 8, p. 837-845., WOS 

4. [1.1] LI, F.-Y. - YANG, Q.-F. - HONG, C.-H. - ZHONG, Z.-L. Color Analysis on Natural Polyphenolic Dyed 

Cotton Cellulose Fibers. In TEXTILE BIOENGINEERING AND INFORMATICS SYMPOSIUM PROCEEDINGS, 

VOLS 1-3. 2010 2010, p. 1067-1072., WOS 

5. [1.1] LI, Y.-F. - LIU, Z.-Q. - LUO, X.-Y. Properties of Synthetic Homoisoflavonoids To Reduce Oxidants and To 

Protect Linoleic Acid and DNA against Oxidation. In JOURNAL OF AGRICULTURAL AND FOOD CHEMISTRY. 

ISSN 0021-8561, APR 14 2010 2010, vol. 58, no. 7, p. 4126-4131., WOS 

6. [1.1] NESHCHADIN, D. - LEVINN, R. - GESCHEIDT, G. - BATCHELOR, S.N. Probing the Antioxidant Activity 

of Polyphenols by CIDNP: From Model Compounds to Green Tea and Red Wine. In CHEMISTRY-A EUROPEAN 

JOURNAL. ISSN 0947-6539, 2010 2010, vol. 16, no. 23, p. 7008-7016., WOS 

7. [1.1] SEDEJ, I. - MANDIC, A. - SAKAC, M. - MISAN, A. - TUMBAS, V. Comparison of Antioxidant Components 

and Activity of Buckwheat and Wheat Flours. In CEREAL CHEMISTRY. ISSN 0009-0352, SEP-OCT 2010 2010, 

vol. 87, no. 5, p. 387-392., WOS 

ADCA301 SHENDEROVICH, I.G. - SMIRNOV, S.N. - DENISOV, G.S. - GINDIN, V.A. - 

GOLUBEV, N.S. - DUNGER, A. - REIBKE, R. - KIRPEKAR, S. - MALKINA, 

Oľga - LIMBACH, H.H. Nuclear magnetic resonance of hydrogen bonded clusters 

between F- and (HF)_(n): Experiment and theory. G.S. Denisov, V.A. Gindin, N.S. 

Golubev, A. Dunger, R. Reibke, S. Kirpekar, Olga L. Malkina, H.H. Limbach. In 

Berichte der Bunsen-Gesellschaft Physical Chemistry Chemcal Physics, 1998, vol. 

102, no. 3, p. 422-428. 
Citácie: 

1. [1.1] AFONIN, A.V. - USHAKOV, I.A. - PAVLOV, D.V. - IVANOV, A.V. - MIKHALEVA, A.I. Study of 

conformations and hydrogen bonds in the configurational isomers of pyrrole-2-carbaldehyde oxime by (1)H, (13)C 

and (15)N NMR spectroscopy combined with MP2 and DFT calculations and NBO analysis. In MAGNETIC 



 
Správa o činnosti ÚACH SAV         2011 

 

168 

RESONANCE IN CHEMISTRY. ISSN 0749-1581, SEP 2010, vol. 48, no. 9, p. 685-692., WOS 

2. [1.1] AFONIN, A.V. - VASHCHENKO, A.V. Theoretical study of bifurcated hydrogen bonding effects on the 

(1)J(N,H), (1h)J(N,H), (2h)J(N,N) couplings and (1)H, (15)N shieldings in model pyrroles. In MAGNETIC 

RESONANCE IN CHEMISTRY. ISSN 0749-1581, APR 2010, vol. 48, no. 4, p. 309-317., WOS 

3. [1.1] FREZA, S. - SKURSKI, P. Enormously large (approaching 14 eV!) electron binding energies of 

[H(n)F(n+1)](-) (n=1-5, 7, 9, 12) anions. In CHEMICAL PHYSICS LETTERS. ISSN 0009-2614, FEB 25 2010, vol. 

487, no. 1-3, p. 19-23., WOS 

4. [1.1] PERERA, A. What made possible the accurate calculations of NMR spin-spin coupling constants?. In 

MOLECULAR PHYSICS. ISSN 0026-8976, 2010, vol. 108, no. 21-23, SI, p. 3017-3025., WOS 

5. [1.1] REDDY, G.N.M. - KUMAR, M.V.V. - ROW, T.N.G. - SURYAPRAKASH, N. N-H center dot center dot center 

dot F hydrogen bonds in fluorinated benzanilides: NMR and DFT study. In PHYSICAL CHEMISTRY CHEMICAL 

PHYSICS. ISSN 1463-9076, 2010, vol. 12, no. 40, p. 13232-13237., WOS 

6. [1.1] YUKHNEVICH, G.V. - TARAKANOVA, E.G. - BYKOV, I.V. Composition of Heteroassociates Formed in an 

HF-Diethyl Ketone Liquid Binary System. In RUSSIAN JOURNAL OF INORGANIC CHEMISTRY. ISSN 0036-

0236, APR 2010, vol. 55, no. 4, p. 568-576., WOS 

ADCA302 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. 
Citácie: 

1. [1.1] ALMEIDA, A.R.R.P. - MATOS, M.A.R. - MORAIS, V.M.F. - MONTE, M.J.S. A Calorimetric and 

Computational Study of Aminomethoxybenzoic Acids. In JOURNAL OF PHYSICAL CHEMISTRY B. ISSN 1520-

6106, SEP 9 2010, vol. 114, no. 35, p. 11570-11575., WOS 

2. [1.1] ALONSO, M. - HERRADON, B. Substituent effects on the aromaticity of carbocyclic five-membered rings. 

In PHYSICAL CHEMISTRY CHEMICAL PHYSICS. ISSN 1463-9076, 2010, vol. 12, no. 6, p. 1305-1317., WOS 

3. [1.1] ALZOUBI, B.M. - PUCHTA, R. - VAN ELDIK, R. Ligand-Exchange Processes on Solvated Zinc Cations: 

Water Exchange on [Zn(H(2)O)(4)(L)](2+)center dot 2H(2)O (L = Heterocyclic Ligand). In CHEMISTRY-A 

EUROPEAN JOURNAL. ISSN 0947-6539, 2010, vol. 16, no. 24, p. 7300-7308., WOS 

4. [1.1] BALABAN, A.T. Monocyclic Hetarenes with pi-Electron Aromatic Sextet. In ADVANCES IN 

HETEROCYCLIC CHEMISTRY, VOL 99. ISSN 0065-2725, 2010, vol. 99, p. 61-105., WOS 

5. [1.1] CARION, R. - LIEGEOIS, V. - CHAMPAGNE, B. - BONIFAZI, D. - PELLONI, S. - LAZZERETTI, P. On the 

Aromatic Character of 1,2-Dihydro-1,2-azaborine According to Magnetic Criteria. In JOURNAL OF PHYSICAL 

CHEMISTRY LETTERS. ISSN 1948-7185, MAY 20 2010, vol. 1, no. 10, p. 1563-1568., WOS 

6. [1.1] CHIVERS, T. - HILTS, R.W. - JIN, P. - CHEN, Z.F. - LIU, X. Synthesis, Properties, and Bishomoaromaticity 

of the First Tetrahalogenated Derivative of a 1, 5-Diphosphadithiatetrazocine: A Combined Experimental and 

Computational Investigation. In INORGANIC CHEMISTRY. ISSN 0020-1669, APR 19 2010, vol. 49, no. 8, p. 3810-

3815., WOS 

7. [1.1] FIAS, S. - VAN DAMME, S. - BULTINCK, P. Multidimensionality of Delocalization Indices and Nucleus-

Independent Chemical Shifts in Polycyclic Aromatic Hydrocarbons II: Proof of Further Nonlocality. In JOURNAL 

OF COMPUTATIONAL CHEMISTRY. ISSN 0192-8651, SEP 2010, vol. 31, no. 12, p. 2286-2293., WOS 

8. [1.1] FOROUTAN-NEJAD, C. - SHAHBAZIAN, S. - RASHIDI-RANJBAR, P. The electron density vs. NICS scan: 

a new approach to assess aromaticity in molecules with different ring sizes. In PHYSICAL CHEMISTRY 

CHEMICAL PHYSICS. ISSN 1463-9076, 2010, vol. 12, no. 39, p. 12630-12637., WOS 

9. [1.1] FOWLER, P.W. - BEAN, D.E. - SEED, M. Investigating the Threshold of Aromaticity and Antiaromaticity 

by Variation of Nuclear Charge. In JOURNAL OF PHYSICAL CHEMISTRY A. ISSN 1089-5639, OCT 7 2010, vol. 

114, no. 39, p. 10742-10749., WOS 

10. [1.1] GAO, C.H. - ZHANG, X.R. Geometries and Physical Properties of W(n)N(m) (n + m <= 7) Clusters. In 

JOURNAL OF COMPUTATIONAL AND THEORETICAL NANOSCIENCE. ISSN 1546-1955, MAR 2010, vol. 7, no. 

3, p. 612-618., WOS 

11. [1.1] GAO, P. - YU, Y.Y. - NI, Z.Q. - TENG, Q.W. Theoretical studies on the electronic structures and spectra of 

single silicon-doped SWCNTs. In CENTRAL EUROPEAN JOURNAL OF CHEMISTRY. ISSN 1895-1066, JUN 

2010, vol. 8, no. 3, p. 587-593., WOS 

12. [1.1] GUO, J.C. - LI, J.G. [C(5)Li(5)]Zn(n)[C(5)Li(5)] (n=2-8): Novel sandwich complexes containing -Zn-Zn- 

chain. In JOURNAL OF MOLECULAR STRUCTURE-THEOCHEM. ISSN 0166-1280, FEB 28 2010, vol. 942, no. 

1-3, p. 43-46., WOS 

13. [1.1] GUO, J.C. - LI, S.D. Planar Tetracoordinate Carbon Atoms in M(4)C Square Sheets (M = Ni, Pd, and Pt) 

Sandwiched between the Large pi-Coordinating Ligands [C(8)H(8)](2-) and [C(9)H(9)](-). In EUROPEAN 

JOURNAL OF INORGANIC CHEMISTRY. ISSN 1434-1948, NOV 2010, no. 32, p. 5156-5160., WOS 

14. [1.1] HAN, J.S. - SASAMORI, T. - MIZUHATA, Y. - TOKITOH, N. Reactivity of an aryl-substituted silicon-

silicon triple bond: 1,2-disilabenzenes from the reactions of a 1,2-diaryldisilyne with alkynes. In DALTON 

TRANSACTIONS. ISSN 1477-9226, 2010, vol. 39, no. 39, p. 9238-9240., WOS 

15. [1.1] HOLTZL, T. - NGUYEN, M.T. - VESZPREMI, T. Formation of Phosphaalkyne Trimers: A Mechanistic 



 
Správa o činnosti ÚACH SAV         2011 

 

169 

Study. In ORGANOMETALLICS. ISSN 0276-7333, MAR 8 2010, vol. 29, no. 5, p. 1107-1116., WOS 

16. [1.1] KASSAEE, M.Z. - RAD, H.A. - AMIRI, S.S. Carbon-nitrogen nanorings and nanoribbons: a theoretical 

approach for altering the ground states of cyclacenes and polyacenes. In MONATSHEFTE FUR CHEMIE. ISSN 

0026-9247, DEC 2010, vol. 141, no. 12, p. 1313-1319., WOS 

17. [1.1] KASSAEE, M.Z. - RAD, H.A. Silicon-carbon vs. carbon nanotubes at DFT: Aromaticity, polarizability, and 

structural network(s) at various lengths and widths. In COMPUTATIONAL MATERIALS SCIENCE. ISSN 0927-

0256, MAR 2010, vol. 48, no. 1, p. 144-149., WOS 

18. [1.1] KORICH, A.L. - IOVINE, P.M. Boroxine chemistry and applications: A perspective. In DALTON 

TRANSACTIONS. ISSN 1477-9226, 2010, vol. 39, no. 6, p. 1423-1431., WOS 

19. [1.1] LISOVENKO, A.S. - TIMOSHKIN, A.Y. Donor-Acceptor Complexes of Borazines. In INORGANIC 

CHEMISTRY. ISSN 0020-1669, NOV 15 2010, vol. 49, no. 22, p. 10357-10369., WOS 

20. [1.1] LIU, S.N. - CAO, D.L. - REN, F.D. - REN, J. Theoretical Investigations on the Structures and Properties of 

the Side-on Complexes B(2)(N(2))(2) and Monocyclic B(n)(N(2))(n)(m) (n=3 similar to 6, m =-1 similar to+2). In 

CHINESE JOURNAL OF STRUCTURAL CHEMISTRY. ISSN 0254-5861, 2010, vol. 29, no. 10, p. 1459-1466., WOS 

21. [1.1] MITSOPOULOU, C.A. Identifying of charge-transfer transitions and reactive centers in 

M(diimine)(dithiolate) complexes by DFT techniques. In COORDINATION CHEMISTRY REVIEWS. ISSN 0010-

8545, JUL 2010, vol. 254, no. 13-14, SI, p. 1448-1456., WOS 

22. [1.1] MONACO, G. - ZANASI, R. - PELLONI, S. - LAZZERETTI, P. Relative Weights of sigma and pi Ring 

Currents in a Few Simple Monocycles. In JOURNAL OF CHEMICAL THEORY AND COMPUTATION. ISSN 1549-

9618, NOV 2010, vol. 6, no. 11, 3285, p. 3343-3351., WOS 

23. [1.1] MORAIS, V.M.F. - SOUSA, C.C.S. - MATOS, M.A.R. Experimental and computational study of the 

energetics of methoxycoumarins. In JOURNAL OF MOLECULAR STRUCTURE-THEOCHEM. ISSN 0166-1280, 

APR 30 2010, vol. 946, no. 1-3, SI, p. 13-19., WOS 

24. [1.1] NAZARI, F. - DOROODI, Z. The Substitution Effect on Heavy Versions of Cyclobutadiene. In 

INTERNATIONAL JOURNAL OF QUANTUM CHEMISTRY. ISSN 0020-7608, JUL 2010, vol. 110, no. 8, p. 1514-

1528., WOS 

25. [1.1] OU, P.S. - SHEN, W. - XIE, X.H. - ZENG, C.L. - LI, M. Density functional theory investigation on the 

electronic structure of furo[3,4-b]pyridine-type heterocyclics: from monomer to polymer. In STRUCTURAL 

CHEMISTRY. ISSN 1040-0400, DEC 2010, vol. 21, no. 6, p. 1253-1261., WOS 

26. [1.1] PAMMER, F. - SUN, Y. - WEISMANN, D. - SITZMANN, H. - THIEL, W.R. Exploring the Concept of 

Aromaticity on Complexes of a Fourfold Benzannulated Cyclopentadienyl Ligand. In CHEMISTRY-A EUROPEAN 

JOURNAL. ISSN 0947-6539, 2010, vol. 16, no. 4, p. 1265-1270., WOS 

27. [1.1] PEREZ-JUSTE, I. - MANDADO, M. - CARBALLEIRA, L. Contributions from orbital-orbital interactions 

to nucleus-independent chemical shifts and their relation with aromaticity or antiaromaticity of conjugated 

molecules. In CHEMICAL PHYSICS LETTERS. ISSN 0009-2614, MAY 17 2010, vol. 491, no. 4-6, p. 224-229., WOS 

28. [1.1] PHUKAN, A.K. - GUHA, A.K. - SILVI, B. Is delocalization a prerequisite for stability of ring systems? A 

case study of some inorganic rings. In DALTON TRANSACTIONS. ISSN 1477-9226, 2010, vol. 39, no. 17, p. 4126-

4137., WOS 

29. [1.1] PU, Z.F. - GE, M.F. - LI, Q.S. MB(8)(2-) (M = Be, Mg, Ca, Sr, and Ba): Planar octacoordinate alkaline 

earth metal atoms enclosed by boron rings. In SCIENCE CHINA-CHEMISTRY. ISSN 1674-7291, AUG 2010, vol. 

53, no. 8, p. 1737-1745., WOS 

30. [1.1] PUCHTA, R. - SHABAN, S.Y. - MANSOUR, H. - ALZOUBI, B.M. Structural study of 2-pyridine-derived 

N(4)-p-tolyl thiosemicarbazone zinc(II) complexes - DFT analysis. In JOURNAL OF COORDINATION 

CHEMISTRY. ISSN 0095-8972, 2010, vol. 63, no. 14-16, p. 2879-2887., WOS 

31. [1.1] RAMSDEN, C.A. The influence of aza-substitution on azole aromaticity. In TETRAHEDRON. ISSN 0040-

4020, APR 3 2010, vol. 66, no. 14, p. 2695-2699., WOS 

32. [1.1] RUMAN, T. - JARMULA, A. - RODE, W. The aromaticity of 5,6-dihydroborauracil, borauracil and 

benzoborauracil systems. In BIOORGANIC CHEMISTRY. ISSN 0045-2068, AUG-DEC 2010, vol. 38, no. 4-6, p. 

242-245., WOS 

33. [1.1] SCHEER, M. - BALAZS, G. - SEITZ, A. P(4) Activation by Main Group Elements and Compounds. In 

CHEMICAL REVIEWS. ISSN 0009-2665, JUL 2010, vol. 110, no. 7, p. 4236-4256., WOS 

34. [1.1] SEN, S.S. - ROESKY, H.W. - MEINDL, K. - STERN, D. - HENN, J. - STUCKL, A.C. - STALKE, D. 

Synthesis, structure, and theoretical investigation of amidinato supported 1,4-disilabenzene. In CHEMICAL 

COMMUNICATIONS. ISSN 1359-7345, 2010, vol. 46, no. 32, p. 5873-5875., WOS 

35. [1.1] SHABAN, S.Y. - PUCHTA, R. - VAN ELDIK, R. Five-coordinate Zinc(II) Complexes Containing Sterically 

Demanding Bio-mimetic N(3)S(2) Ligands. Syntheses, Characterization and DFT Calculations. In ZEITSCHRIFT 

FUR NATURFORSCHUNG SECTION B-A JOURNAL OF CHEMICAL SCIENCES. ISSN 0932-0776, MAR 2010, 

vol. 65, no. 3, p. 251-257., WOS 

36. [1.1] SOUSA, C.C.S. - MORAIS, V.M.F. - MATOS, M.A.R. Energetics of the isomers: 3-and 4-hydroxycoumarin. 

In JOURNAL OF CHEMICAL THERMODYNAMICS. ISSN 0021-9614, NOV 2010, vol. 42, no. 11, p. 1372-1378., 

WOS 

37. [1.1] STANGER, A. Obtaining Relative Induced Ring Currents Quantitatively from NICS. In JOURNAL OF 

ORGANIC CHEMISTRY. ISSN 0022-3263, APR 2 2010, vol. 75, no. 7, p. 2281-2288., WOS 



 
Správa o činnosti ÚACH SAV         2011 

 

170 

38. [1.1] TAI, T.B. - NGUYEN, M.T. The high stability of boron-doped lithium clusters Li(5)B, Li(6)B(+/-) and 

Li(7)B: A case of the phenomenological shell model. In CHEMICAL PHYSICS LETTERS. ISSN 0009-2614, APR 1 

2010, vol. 489, no. 1-3, p. 75-80., WOS 

39. [1.1] TATE, C.W. - HITCHCOCK, P.B. - LAWLESS, G.A. - BENKO, Z. - NYULASZI, L. - NIXON, J.F. 

Structural and bonding aspects of molybdenum tricarbonyl complexes of 2,4,6-tritertiarybutyl-1,3,5-

triphosphabenzene, P(3)C(3)Bu(3)(t) and some lambda(3),lambda(3),lambda(5)- and 

lambda(3),lambda(5),lambda(5)-alkylated derivatives. In COMPTES RENDUS CHIMIE. ISSN 1631-0748, AUG-

SEP 2010, vol. 13, no. 8-9, p. 1063-1072., WOS 

40. [1.1] TRUONG, B.T. - PHAM, V.N. - MINH, T.N. Structure and stability of aluminium doped lithium clusters 

(Li(n)Al(0/+), n=1-8): a case of the phenomenological shell model. In PHYSICAL CHEMISTRY CHEMICAL 

PHYSICS. ISSN 1463-9076, 2010, vol. 12, no. 37, p. 11477-11486., WOS 

41. [1.1] TSIPIS, C.A. Aromaticity/Antiaromaticity in "Bare" and "Ligand-Stabilized" Rings of Metal Atoms. In 

METAL-METAL BONDING. ISSN 0081-5993, 2010, vol. 136, p. 217-274., WOS 

42. [1.1] VIJAYALAKSHMI, K.P. - SURESH, C.H. Pictorial representation and validation of Clar's aromatic sextet 

theory using molecular electrostatic potentials. In NEW JOURNAL OF CHEMISTRY. ISSN 1144-0546, 2010, vol. 

34, no. 10, p. 2132-2138., WOS 

43. [1.1] WANG, Y.F. - CHEN, W. - YU, G.T. - LI, Z.R. - SUN, C.C. Novel Metal-[Metal Oxide]-Nonmetal 

Sandwich-Like Superalkali Compounds Li(3)OMC(5)H(5) (M = Be, Mg, and Ca): How to Increase the Aromaticity 

of Li(3)(+) Ring?. In INTERNATIONAL JOURNAL OF QUANTUM CHEMISTRY. ISSN 0020-7608, AUG 15 2010, 

vol. 110, no. 10, p. 1953-1963., WOS 

44. [1.1] WODRICH, M.D. - GONTHIER, J.F. - STEINMANN, S.N. - CORMINBOEUF, C. How Strained are 

Carbomeric-Cycloalkanes?. In JOURNAL OF PHYSICAL CHEMISTRY A. ISSN 1089-5639, JUN 24 2010, vol. 114, 

no. 24, p. 6705-6712., WOS 

45. [1.1] WU, Y.B. - JIANG, J.L. - ZHANG, R.W. - WANG, Z.X. Computationally Designed Families of Flat, 

Tubular, and Cage Molecules Assembled with "Starbenzene" Building Blocks through Hydrogen-Bridge Bonds. In 

CHEMISTRY-A EUROPEAN JOURNAL. ISSN 0947-6539, 2010, vol. 16, no. 4, p. 1271-1280., WOS 

46. [1.1] XIE, X.H. - SHEN, W. - FU, Y.W. - LI, M. DFT study of conductive properties of three polymers formed by 

bicyclic furans. In MOLECULAR SIMULATION. ISSN 0892-7022, 2010, vol. 36, no. 11, p. 836-846., WOS 

47. [1.1] ZENG, C.L. - SHEN, W. - XIE, X.H. - LI, M. Molecular Designing of Organic Conductor Based upon the 

Model of Polypyrrole. In POLYMER SCIENCE SERIES A. ISSN 0965-545X, DEC 2010, vol. 52, no. 12, p. 1355-

1360., WOS 

ADCA303 SCHOLTZOVÁ, Eva - BENCO, Ľubomír - TUNEGA, Daniel. A model study of 

dickite intercalated with formamide and N-mythylformamide. D. Tunega. In Physics 

and Chemsitry of Minerals, 2008, vol. 35, no. 6, p. 299-309. 
Citácie: 

1. [1.1] LEACH, S. - CHAMPION, N. - JOCHIMS, H.W. - BAUMGARTEL, H. Photoionization mass spectrometric 

studies of N-methyl formamide and N, N '-dimethyl formamide in the 7-18 eV photon energy range. In CHEMICAL 

PHYSICS. ISSN 0301-0104, NOV 10 2010, vol. 376, no. 1-3, p. 10-22., WOS 
ADCA304 SCHOLTZOVÁ, Eva - TUNEGA, Daniel - TURI NAGY, L. Theoretical study of 

cation substitution in trioctahedral sheet of phyllosilicates. An effect on inner OH 

group. In Journal of Molecular Structure. Theochem, 2003, vol. 620, no. 1, p. 1-8. 

ISSN 0166-1280. 
Citácie: 

1. [1.1] LIU, K. - CHEN, Q.Y. - HU, H.P. - YIN, Z.L. Characterization and leaching behaviour of lizardite in 

Yuanjiang laterite ore. In APPLIED CLAY SCIENCE. ISSN 0169-1317, FEB 2010, vol. 47, no. 3-4, p. 311-316., 

WOS 

2. [1.1] LUO, W. - FENG, Q.M. - OU, L.M. - ZHANG, G.F. - CHEN, Y. Kinetics of saprolitic laterite leaching by 

sulphuric acid at atmospheric pressure. In MINERALS ENGINEERING. ISSN 0892-6875, MAY 2010, vol. 23, no. 

6, SI, p. 458-462., WOS 

3. [1.1] LUO, W. - WANG, D.Z. - FENG, Q.M. - WEN, J.K. Improved nickel and cobalt recovery from 

nickeliferous laterites in acidic fluoride media. In MINERALS & METALLURGICAL PROCESSING. ISSN 0747-

9182, AUG 2010, vol. 27, no. 3, p. 117-123., WOS 

4. [1.1] YAN, H. - WEI, M. - MA, J. - EVANS, D.G. - DUAN, X. Plane-Wave Density Functional Theory Study on 

the Structural and Energetic Properties of Cation-Disordered Mg-Al Layered Double Hydroxides. In JOURNAL 

OF PHYSICAL CHEMISTRY A. ISSN 1089-5639, JUL 15 2010, vol. 114, no. 27, p. 7369-7376., WOS 
ADCA305 SCHWEIFER, J. - WEINBERGER, P. - BOČA, Miroslav - REICHL, C. - 

WIESINGER, G. - HILSCHER, G - VAN KONINGSBRUGGEN, P.J. - 

KOOIJINAN, H. - GRUNERT, M. - LINERT, W. - MEREITER, K. Catena-[µ-

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 



 
Správa o činnosti ÚACH SAV         2011 

 

171 

polymer spin-crossover compound. In Inorganica Chimica Acta, 2002, vol. 339, p. 

297-306. 
Citácie: 

1. [1.1] BIALONSKA, A. - BRONISZ, R. High Spin and Spin-Crossover Two-Dimensional Coordination Polymers 

Containing Fe(II)(tetrazol-2-yl)(4)(solv)(2) (solv = Ethanol, Acetonitrile) Cores Linked by Flexible/Elastic 

Spacers. In INORGANIC CHEMISTRY. ISSN 0020-1669, MAY 17 2010, vol. 49, no. 10, p. 4534-4542., WOS 

2. [1.1] FENG, W. - CHANG, R.N. - WANG, J.Y. - YANG, E.C. - ZHAO, X.J. Four 1,3-bis(1,2,4-triazol-1-

yl)propane-based metal complexes tuned by competitive coordination of mixed ligands: synthesis, solid structure, 

and fluorescence. In JOURNAL OF COORDINATION CHEMISTRY. ISSN 0095-8972, 2010, vol. 63, no. 2, p. 

250-262., WOS 

3. [1.1] KOVACEVIC, L.S. - KLAPOTKE, T.M. - SPROLL, S.M. Synthesis of a One-dimensional Coordination 

Polymer Based on Copper(II) Nitrate and 1,2-Bis(5-monomethylhydrazinyl-1H-tetrazolyl)ethane. In 

ZEITSCHRIFT FUR ANORGANISCHE UND ALLGEMEINE CHEMIE. ISSN 0044-2313, 2010, vol. 636, no. 6, p. 

1079-1084., WOS 

4. [1.1] VOROB'EV, A.N. - BARANOVSKII, A.V. - GAPONIC, P.N. - IVASHKEVICH, O.A. Features of the 

synthesis of 1,1'-Phenylenebis(1H-tetrazoles) and their transformations in basic environment. In RUSSIAN 

JOURNAL OF ORGANIC CHEMISTRY. ISSN 1070-4280, FEB 2010, vol. 46, no. 2, p. 291-297., WOS 

5. [1.1] YEH, C.W. - CHANG, K.H. - CHAO, A. - WANG, S.B. - WU, C.J. - CHEN, J.D. - WANG, J.C. Structural 

diversity in coordination polymers with angular ditetrazole ligands. In INORGANIC CHEMISTRY 

COMMUNICATIONS. ISSN 1387-7003, DEC 2010, vol. 13, no. 12, p. 1562-1565., WOS 
ADCA306 SLOSIARIKOVÁ, H. - 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. 113, 

no. 3, p. 267-272. 
Citácie: 

1. [1.1] DIB, S. - KHOUIDER, A. - BOUFATIT, M. Removal of Cu(2+) and Ni(2+) from Aqueous Solution by 

Algerian Clay Materials. In GLOBAL WARMING: ENGINEERING SOLUTIONS. ISSN 1865-3529, 2010, p. 621-

628., WOS 

2. [1.1] MA, Y.H. - ZHU, J.X. - HE, H.P. - YUAN, P. - SHEN, W. - LIU, D. Infrared investigation of organo-

montmorillonites prepared from different surfactants. In SPECTROCHIMICA ACTA PART A-MOLECULAR AND 

BIOMOLECULAR SPECTROSCOPY. ISSN 1386-1425, JUL 2010, vol. 76, no. 2, p. 122-129., WOS 
ADCA307 SMATANOVÁ, I. - MAREK, J. - ŠVANČÁREK, Peter - SCHWENDT, P. 

Bis(tetra-n-butylammonium)bis[(methyllactato)dioxovanadate(V)]dihydrate. In Acta 

Crystallographica Section C.Crystal Structure Communications, 1998, vol. 54, p. 

1249-1251. ISSN 0108-2701. 
Citácie: 

1. [1.1] YUN, G. - HWANG, Y. - YUN, H. - DO, J. - JACOBSON, A.J. A Vanadium Tellurate, 

(NH(4))(2)[VO(2)](2)[TeO(4)(OH)(2)], Containing Two Edge-Shared Square-Pyramidal VO(5) Groups. In 

INORGANIC CHEMISTRY. ISSN 0020-1669, JAN 1 2010, vol. 49, no. 1, p. 229-233., WOS 
ADCA308 SMATANOVÁ, I.K. - MAREK, J. - ŠVANČÁREK, Peter - SCHWENDT, P. 

Bis(tetra-n-butylammonium)bis[(mandelato)oxo(peroxo)vanadate(V)] mandelic acid 

solvate. In Acta Crystallographica C, 2000, vol. 56, p. 154-155. 
Citácie: 

1. [1.1] HALDER, P. - ZANGRANDO, E. - PAINE, T.K. Copper(II) alpha-hydroxycarboxylate complexes of bis(2-

pyridylcarbonyl)amine ligand: From mononuclear complex to one-dimensional coordination polymer. In 

POLYHEDRON. ISSN 0277-5387, JAN 13 2010, vol. 29, no. 1, SI, p. 434-440., WOS 
ADCA309 SMRČOK, Ľubomír - LANGER, V. - KŘESŤAN, J. 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] DABBAGH, H.A. - TABAN, K. - ZAMANI, M. Effects of vacuum and calcination temperature on the 

structure, texture, reactivity, and selectivity of alumina: Experimental and DFT studies. In JOURNAL OF 

MOLECULAR CATALYSIS A-CHEMICAL. ISSN 1381-1169, JUL 1 2010, vol. 326, no. 1-2, p. 55-68., WOS 

2. [1.1] DABBAGH, H.A. - ZAMANI, M. - DAVIS, B.H. Nanoscale surface study and reactions mechanism of 2-

butanol over the gamma-alumina (1 0 0) surface and nanochannel: A DFT study. In JOURNAL OF MOLECULAR 

CATALYSIS A-CHEMICAL. ISSN 1381-1169, DEC 1 2010, vol. 333, no. 1-2, p. 54-68., WOS 

3. [1.1] MATHIEU, R. - VIEILLARD, P. A predictive model for the enthalpies of formation of zeolites. In 

MICROPOROUS AND MESOPOROUS MATERIALS. ISSN 1387-1811, AUG 2010, vol. 132, no. 3, p. 335-351., 



 
Správa o činnosti ÚACH SAV         2011 

 

172 

WOS 

ADCA310 SMRČOK, Ľubomír - ČERNÝ, R. - BOČA, Miroslav - MACKOVÁ, Iveta - 

KUBÍKOVÁ, Blanka. K3TaF8 from laboratory X-ray powder data. In Acta 

Crystallographica Section C.Crystal Structure Communications, 2010, vol. 66, p. 16-

18. (0.782 - IF2009). (2010 - Current Contents). ISSN 0108-2701. 
Citácie: 

1. [1.1] CHERNYSHEV, V.V. - MONAKHOVA, N.S. Powder diffraction in structural characterization of 

dienediaminoketones of the indolin-3-one series. In JOURNAL OF CHEMICAL SCIENCES. ISSN 0253-4134, SEP 

2010, vol. 122, no. 5, SI, p. 721-729., WOS 

2. [1.1] NERAD, I. - MIKSIKOVA, E. Calorimetric study of melts in the system KCl-K(2)TaF(7). In 

THERMOCHIMICA ACTA. ISSN 0040-6031, OCT 20 2010, vol. 510, no. 1-2, p. 32-36., WOS 
ADCA311 SMRČOK, Ľubomír. Rietveld refinement of Y2O3 using the pearson VII profile 

shape function. In Crystal Research and Technology, 1989, vol. 24, no. 6, p. 607-

611. 
Citácie: 

1. [1.1] BEN FARHAT, L. - AMAMI, M. - HLIL, E.K. - BEN HASSEN, R. Synthesis, structure and magnetic 

properties of the Lu(2)O(3)-CoO mixed system. In MATERIALS CHEMISTRY AND PHYSICS. ISSN 0254-0584, 

OCT 1 2010, vol. 123, no. 2-3, p. 737-741., WOS 

2. [1.1] KODO, M. - SOGA, K. - YOSHIDA, H. - YAMAMOTO, T. Doping effect of divalent cations on sintering of 

polycrystalline yttria. In JOURNAL OF THE EUROPEAN CERAMIC SOCIETY. ISSN 0955-2219, OCT 2010, vol. 

30, no. 13, p. 2741-2747., WOS 

ADCA312 SMRČOK, Ľubomír - ĎUROVIČ, S. - PETRÍČEK, V. - WEISS, Z. Refinement of 

the crystal structure of cronstedtite-3T. In Clays and Clay Minerals, 1994, vol. 42, 

no. 5, p. 544-551. 
Citácie: 

1. [1.1] WAHLE, M.W. - BUJNOWSKI, T.J. - GUGGENHEIM, S. - KOGURE, T. Guidottiite the Mn-analogue of 

cronstedtite: A new serpentine-group mineral from South Africa. In CLAYS AND CLAY MINERALS. ISSN 0009-

8604, JUN 2010, vol. 58, no. 3, p. 364-376., WOS 

ADCA313 SMRČOK, Ľubomír - BRUNELLI, M. - BOČA, Miroslav - KUCHARÍK, Marián. 

Structure of K2TaF7 at 993 K: the combined use of synchrotron powder data and 

solid-state DFT calculations. In Journal of Applied Crystallography, 2008, vol. 41, p. 

634-636. 
Citácie: 

1. [1.1] VAN DE STREEK, J. - NEUMANN, M.A. Validation of experimental molecular crystal structures with 

dispersion-corrected density functional theory calculations. In ACTA CRYSTALLOGRAPHICA SECTION B-

STRUCTURAL SCIENCE. ISSN 0108-7681, OCT 2010, vol. 66, Part 5, p. 544-558., WOS 

ADCA314 SMRČOK, Ľubomír - LANGER, V. - HALVORSON, M. - RUPPI, S. A new 

rietveld refinement of k-Al2O3. In Zeitschrift für Kristallographie, 2001, vol. 216, p. 

409-412. ISSN 0044-2968. 
Citácie: 

1. [1.1] MIAO, M.S. - WEBER, J.R. - VAN DE WALLE, C.G. Oxidation and the origin of the two-dimensional 

electron gas in AlGaN/GaN heterostructures. In JOURNAL OF APPLIED PHYSICS. ISSN 0021-8979, JUN 15 

2010, vol. 107, no. 12., WOS 

ADCA315 SMRČOK, Ľubomír - KOPPELHUBER-BITSCHNAU, B. - SHANKLAND, K. - 

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, A. - CUOCCI, C. - GIACOVAZZO, C. - MOLITERNI, A. - RIZZI, R. The main strategies and 

tools in EXPO2009. In APPLIED CRYSTALLOGRAPHY XXI. ISSN 1012-0394, 2010, vol. 163, p. 1-8., WOS 

ADCA316 STRAKA, M. - KORENKO, Michal - LISY, F. Electrochemistry of uranium in LiF-

BeF(2) melt. In JOURNAL OF RADIOANALYTICAL AND NUCLEAR 

CHEMISTRY, 2010, vol. 284, no. 1, p. 245-252. ISSN 0236-5731. 
Citácie: 

1. [3] AFONICHKIN V. - BOVET, A. - SHISHKIN, V. Saltas purification and redox potential measurement for the 

molten LiF-ThF4-UF4. In PROCEEDINGS OF THE FIRST ACSEPT WORKSHOP, Lisbon, Portugal, 31 March - 2 

April 2010. 

ADCA317 STRAKA, M. - HROBÁRIK, Peter - KAUPP, M. Understanding structure and 



 
Správa o činnosti ÚACH SAV         2011 

 

173 

bonding in early actinide 6d05f0 MX6q (M = ThŤNp; X = H, F) complexes in 

comparison with their transition metal 5d0 analogues. M. Kaupp. In Journal of the 

American Chemical Society, 2005, vol. 127, no. 8, p. 2591-2599. 
Citácie: 

1. [1.1] BUZ'KO, V.Y. - KUSHKHOV, K.B. - BUZ'KO, M.B. Ab initio study of the structure and stability of ThF (n) 

((4-n)+) complexes (n=1-8). In RUSSIAN JOURNAL OF INORGANIC CHEMISTRY. ISSN 0036-0236, MAR 2010, 

vol. 55, no. 3, p. 395-400., WOS 

2. [1.1] SHARMA, M. - BOTOSHANSKII, M. - BANNENBERG, T. - TAMM, M. - EISEN, M.S. Synthesis and 

structure determination of a stable organometallic uranium(v) imine complex and its isolobal anionic U(IV)-ate 

complex. In COMPTES RENDUS CHIMIE. ISSN 1631-0748, JUN-JUL 2010, vol. 13, no. 6-7, SI, p. 767-774., WOS 

3. [1.2] RABINOVICH, E. - AHARONOVICH, S. - BOTOSHANSKY, M. - EISEN, M.S. Thorium 2-

pyridylamidinates: Synthesis, structure and catalytic activity towards the cyclo-oligomerization of epsilon-

caprolactone. In DALTON TRANSACTIONS, 2010, vol. 39, no. 29, p. 6667-6676., SCOPUS 

ADCA318 STUCKI, J.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] GUERRA, D.L. - FERRREIRA, J.N. - PEREIRA, M.J. - VIANA, R.R. - AIROLDI, C. Use of natural and 

modified magadiite as adsorbents to remove Th(IV), U(VI), and Eu(III) from aqueous media - thermodynamic and 

equilibrium study. In CLAYS AND CLAY MINERALS. ISSN 0009-8604, JUN 2010, vol. 58, no. 3, p. 327-339., WOS 

2. [1.1] MARCOS, C. - RODRIGUEZ, I. Expansion behaviour of commercial vermiculites at 1000 degrees C. In 

APPLIED CLAY SCIENCE. ISSN 0169-1317, APR 2010, vol. 48, no. 3, p. 492-498., WOS 

3. [1.1] SOBOLEV, O. - BUIVIN, F.F. - KEMNER, E. - RUSSINA, M. - BEUNEU, B. - CUELLO, G.J. - CHARLET, 

L. Water-clay surface interaction: A neutron scattering study. In CHEMICAL PHYSICS. ISSN 0301-0104, AUG 23 

2010, vol. 374, no. 1-3, p. 55-61., WOS 

ADCA319 ŠAJGALÍK, Pavol. Importance of chemistry in high tech ceramics design. In Pure 

and Applied Chemistry, 2002, vol. 74, p. 2137-2144. ISSN 0033-4545. 
Citácie: 

1. [1.1] SILVA, C.R.M. - NONO, M.C.A. - REIS, D.A.P. - HWANG, M.K. Compressive creep of hot pressed silicon 

carbide. In MATERIALS SCIENCE AND ENGINEERING A-STRUCTURAL MATERIALS PROPERTIES 

MICROSTRUCTURE AND PROCESSING. ISSN 0921-5093, JUL 15 2010, vol. 527, no. 18-19, p. 4891-4896., WOS 

ADCA320 ŠAJGALÍK, Pavol - LENČÉŠ, Zoltán - DUSZA, Ján. Layered Si3N4 composites 

with enhanced room temperature properties. In Journal of Materials Science, 1996, 

vol. 31, p. 4837-4842. (1996 - Current Contents). ISSN 0022-2461. 
Citácie: 

1. [1.1] KAKISAWA, Hideki - SUMITOMO, Taro - INOUE, Ryo - KAGAWA, Yutaka. Fabrication of nature-inspired 

bulk laminar composites by a powder processing. In COMPOSITES SCIENCE AND TECHNOLOGY, 2010, vol.70, 

no.1, 161-166., WOS 

2. [1.1] SARKAR, Swapan Kumar - LEE, Byong Taek. Co-Axially Laminated Continuously Porous Composites in 

Al2O3-(m-ZrO2)/t-ZrO2 System for High Mechanical Strength. In MATERIALS TRANSACTIONS, 2010, vol.51, 

no.12, 2168-2172., WOS 

ADCA321 ŠAJGALÍK, Pavol - HNATKO, Miroslav - ČOPAN, P. - LENČÉŠ, Zoltán - 

HUANG, J.L. Influence of graphite additives on wear properties of hot pressed 

Si3N4 ceramics. In Journal of the Ceramic Society of Japan, 2006, vol. 114, no. 11, 

p. 1061-1068. 
Citácie: 

1. [1.2] BALÁZSI, C. Development of multifunctional silicon nitride based nanocomposites. In MATERIALS 

SCIENCE FORUM, 2010, vol. 659, p. 121-126., SCOPUS 

ADCA322 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] TUYEN, D.V. - YOO, J.H. - KIM, H.D. - LEE, B.T. Fabrication of beta-Si(3)N(4) whiskers from a GPSed-

RBSN sponge using 6Y(2)O(3)-2MgO additives. In CERAMICS INTERNATIONAL. ISSN 0272-8842, DEC 2010, 

vol. 36, no. 8, p. 2427-2430., WOS 

ADCA323 ŠAJGALÍK, Pavol - LENČÉŠ, Zoltán - DUSZA, Ján. Layered composites with self-

diagnostic ability. In Composites B, 2006, vol. 37, no. 6, p. 515-523. 
Citácie: 



 
Správa o činnosti ÚACH SAV         2011 

 

174 

1. [1.2] BALÁZSI, C. Development of multifunctional silicon nitride based nanocomposites. In Materials Science 

Forum, 2010, vol.659, 121-126., SCOPUS 

ADCA324 ŠAJGALÍK, Pavol - LENČÉŠ, Zoltán - DUSZA, Ján. Composites with enhanced 

room temperature properties. Ján Dusza. In Journal of Materials Science, 1996, vol. 

31, no. 18, p. 4837-4842. 
Citácie: 

1. [1.1] KAKISAWA, H. - SUMITOMO, T. - INOUE, R. - KAGAWA, Y. Fabrication of nature-inspired bulk laminar 

composites by a powder processing. In COMPOSITES SCIENCE AND TECHNOLOGY. ISSN 0266-3538, JAN 

2010, vol. 70, no. 1, p. 161-166., WOS 

2. [1.1] SARKAR, S.K. - LEE, B.T. Co-Axially Laminated Continuously Porous Composites in Al(2)O(3)-(m-

ZrO(2))/t-ZrO(2) System for High Mechanical Strength. In MATERIALS TRANSACTIONS. ISSN 1345-9678, DEC 

2010, vol. 51, no. 12, p. 2168-2172., WOS 

ADCA325 ŠAJGALÍK, Pavol - DUSZA, Ján - HOFFMANN, M.J. Relationship between 

microstructure, toughening mechanisms and fracture tougness of reinforced silicon 

nitride ceramics. In Journal of the American Ceramic Society, 1995, vol. 78, no. 10, 

p. 2619-2624. 
Citácie: 

1. [1.1] BOCANEGRA-BERNAL, M. H. - MATOVIC, B. Mechanical properties of silicon nitride-based ceramics 

and its use in structural applications at high temperatures. In MATERIALS SCIENCE AND ENGINEERING A-

STRUCTURAL MATERIALS PROPERTIES MICROSTRUCTURE AND PROCESSING, 2010, vol.527, no.6, 1314-

1338., WOS 

2. [1.1] YIN, Xiaowei - LI, Xiangming - ZHANG, Litong - CHENG, Laifei - LIU, Yongsheng - PAN, Tianhao. 

Microstructure and Mechanical Properties of Lu2O3-Doped Porous Silicon Nitride Ceramics Using Phenolic Resin 

as Pore-Forming Agent. In INTERNATIONAL JOURNAL OF APPLIED CERAMIC TECHNOLOGY, 2010, vol.7, 

no.3., WOS 

3. [1.2] SILVA, C.R.M.D. - REIS, D.A.P. - DOS SANTOS, C. Creep of heat treated silicon nitride with neodymium 

and yttrium oxides additions. In Materials Science and Engineering A, 2010, vol.527, no.26, 6893-6898., SCOPUS 

ADCA326 ŠNIRCOVÁ, S. - JÓNA, E. - LAJDOVÁ, L. - JORIK, V. - DRÁBIK, Milan - 

PAJTÁŠOVÁ, M. - ONDRUŠOVÁ, D. - MOJUMDAR, S.C. 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 1418-2874. 
Citácie: 

1. [1.1] LOGVINENKO, V. - DYBTSEV, D. - FEDIN, V. - DREBUSHCHAK, V. - YUTKIN, M. The stability of 

inclusion compounds under heating. In JOURNAL OF THERMAL ANALYSIS AND CALORIMETRY. ISSN 1388-

6150, APR 2010, vol. 100, no. 1, p. 183-189., WOS 

ADCA327 ŠUCHA, V. - ELSASS, F. - EBERL, D.D. - KUCHTA, L. - MADEJOVÁ, Jana - 

GATES, W.P. - KOMADEL, Peter. Hydrothermal synthesis of ammonium illite. In 

American Mineralogist, 1998, vol. 83, no. 1-2, p. 58-67. 
Citácie: 

1. [1.1] CANET, C. - ARANA, L. - GONZALEZ-PARTIDA, E. - PI, T. - PROL-LEDESMA, R.M. - FRANCO, S.I. - 

VILLANUEVA-ESTRADA, R.E. - CAMPRUBI, A. - RAMIREZ-SILVA, G. - LOPEZ-HERNANDEZ, A. A statistics-

based method for the short-wave infrared spectral analysis of altered rocks: An example from the Acoculco 

Caldera, Eastern Trans-Mexican Volcanic Belt. In JOURNAL OF GEOCHEMICAL EXPLORATION. ISSN 0375-

6742, APR-MAY 2010, vol. 105, no. 1-2, p. 1-10., WOS 

2. [1.1] PLESSEN, B. - HARLOV, D.E. - HENRY, D. - GUIDOTTI, C.V. Ammonium loss and nitrogen isotopic 

fractionation in biotite as a function of metamorphic grade in metapelites from western Maine, USA. In 

GEOCHIMICA ET COSMOCHIMICA ACTA. ISSN 0016-7037, AUG 15 2010, vol. 74, no. 16, p. 4759-4771., WOS 

ADCA328 ŠUCHA, V. - KRAUS, I. - MADEJOVÁ, Jana. Ammonium illite from 

anchimetamorphic shales associated with antrhracite in the zemplinicum of the 

western carpathians. In Clay Minerals, 1994, vol. 29, no. 3, p. 369-377. 
Citácie: 

1. [1.1] BAULUZ, B. - SUBIAS, I. Coexistence of pyrophyllite, I-S, R1 and NH(4)(+)-rich illite in Silurian black 

shales (Sierra de Albarracin, NE Spain): metamorphic vs. hydrothermal origin. In CLAY MINERALS. ISSN 0009-

8558, SEP 2010, vol. 45, no. 3, p. 383-392., WOS 

2. [1.1] CANET, C. - ARANA, L. - GONZALEZ-PARTIDA, E. - PI, T. - PROL-LEDESMA, R.M. - FRANCO, S.I. - 

VILLANUEVA-ESTRADA, R.E. - CAMPRUBI, A. - RAMIREZ-SILVA, G. - LOPEZ-HERNANDEZ, A. A statistics-

based method for the short-wave infrared spectral analysis of altered rocks: An example from the Acoculco 

Caldera, Eastern Trans-Mexican Volcanic Belt. In JOURNAL OF GEOCHEMICAL EXPLORATION. ISSN 0375-



 
Správa o činnosti ÚACH SAV         2011 

 

175 

6742, APR-MAY 2010, vol. 105, no. 1-2, p. 1-10., WOS 

3. [1.1] CLAUER, N. - LIEWIG, N. - BOBOS, I. K-Ar, delta(18)O and REE constraints on the genesis of ammonium 

illite from the Harghita Bai hydrothermal system, Romania. In CLAY MINERALS. ISSN 0009-8558, SEP 2010, vol. 

45, no. 3, p. 393-411., WOS 

4. [1.1] SCHIMMELMANN, A. - LIS, G.P. Nitrogen isotopic exchange during maturation of organic matter. In 

ORGANIC GEOCHEMISTRY. ISSN 0146-6380, JAN 2010, vol. 41, no. 1, p. 63-70., WOS 

5. [1.1] SRODON, J. Evolution of boron and nitrogen content during illitization of bentonites. In CLAYS AND 

CLAY MINERALS. ISSN 0009-8604, DEC 2010, vol. 58, no. 6, p. 743-756., WOS 

6. [1.1] TOSCA, N.J. - JOHNSTON, D.T. - MUSHEGIAN, A. - ROTHMAN, D.H. - SUMMONS, R.E. - KNOLL, A.H. 

Clay mineralogy, organic carbon burial, and redox evolution in Proterozoic oceans. In GEOCHIMICA ET 

COSMOCHIMICA ACTA. ISSN 0016-7037, MAR 1 2010, vol. 74, no. 5, p. 1579-1592., WOS 

ADCA329 ŠVANČÁREK, Peter - GALUSEK, Dušan - LOUGHRAN, F. - BROWN, A. - 

BRYDSON, R. - ATKINSON, A. - RILEY, F. 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. 
Citácie: 

1. [1.1] DECARLO, K.J. - LAM, T.F. - CARTY, W.M. Dissolution of alumina in silicate glasses and the glass 

formation boundary. In ADVANCES IN SINTERING SCIENCE AND TECHNOLOGY. ISSN 1042-1122, 2010, vol. 

209, p. 61-69., WOS 

ADCA330 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. 
Citácie: 

1. [1.1] CARRETERO, M.I. - POZO, M. Clay and non-clay minerals in the pharmaceutical and cosmetic industries 

Part II. Active ingredients. In APPLIED CLAY SCIENCE. ISSN 0169-1317, FEB 2010, vol. 47, no. 3-4, p. 171-181., 

WOS 

2. [1.1] SARIOGLAN, S. - YUZER, H. - KORAL, M. Acid Activation and Bleaching Performance of Turkish (Somas) 

Bentonite in Crude Soybean Oil. In PARTICULATE SCIENCE AND TECHNOLOGY. ISSN 0272-6351, 2010, vol. 

28, no. 4, p. 298-308., WOS 

ADCA331 TRUCKS, G.W. - NOGA, Jozef - BARTLETT, R.J. Convergence of the coupled-

cluster singles, doubles and triples method. In Chemical Physics Letters, 1988, vol. 

145, p. 548-554. ISSN 0009-2614. 
Citácie: 

1. [1.1] PIECUCH, P. Active-space coupled-cluster methods. In MOLECULAR PHYSICS. ISSN 0026-8976, 2010, 

vol. 108, no. 21-23, SI, p. 2987-3015., WOS 

ADCA332 TRUCKS, G.W. - SALTER, E.A. - NOGA, Jozef - BARTLETT, R.J. Analytic 

MBPT response properties. In Chemical Physics Letters, 1988, vol. 150, no. 1-2, p. 

37-44. 
Citácie: 

1. [1.1] KOSSMANN, S. - NEESE, F. Correlated ab Initio Spin Densities for Larger Molecules: Orbital-Optimized 

Spin-Component-Scaled MP2 Method. In JOURNAL OF PHYSICAL CHEMISTRY A. ISSN 1089-5639, NOV 4 

2010, vol. 114, no. 43, p. 11768-11781., WOS 

ADCA333 TUNEGA, Daniel - LISCHKA, H. Effect of the Si/Al ordering on structural 

parameters and the energetic stabilization of vermiculites - a theoretical study. In 

Physics and chemistry of minerals, 2003, vol. 30, no. 9, p. 517-522. ISSN 0342-

1791. 
Citácie: 

1. [1.1] CAMPOS, A.M. - MORENO, S. - MOLINA, R. APPROACH TO A DESCRIPTIVE MODEL OF CHARGE 

REDUCTION IN VERMICULITE BY HYDROTHERMAL TREATMENT. In CLAYS AND CLAY MINERALS. ISSN 

0009-8604, FEB 2010 2010, vol. 58, no. 1, p. 97-109., WOS 

2. [1.1] HARRAZ, H.Z. - HAMDY, M.M. Interstratified vermiculite-mica in the gneiss-metapelite-serpentinite rocks 

at Hafafit area, Southern Eastern Desert, Egypt: From metasomatism to weathering. In JOURNAL OF AFRICAN 

EARTH SCIENCES. ISSN 1464-343X, SEP 2010 2010, vol. 58, no. 2, p. 305-320., WOS 

ADCA334 TUNEGA, Daniel - GERZABEK, M.H. - HABERHAUER, G. - TOTSCHE, K.U. - 

LISCHKA, H. Model study on sorption of polycyclic aromatic hydrocarbons to 

goethite. In Journal of Colloid and Interface Science, 2009, vol. 330, no. 1, p. 244-

249. (2.443 - IF2008). (2009 - Current Contents). ISSN 0021-9797. 
Citácie: 

1. [1.1] HE, M. - ZHANG, J. - WANG, Y. - JIN, L. Effect of Combined Bacillus subtilis on the Sorption of 

Phenanthrene and 1,2,3-Trichlorobenzene onto Mineral Surfaces. In JOURNAL OF ENVIRONMENTAL QUALITY. 



 
Správa o činnosti ÚACH SAV         2011 

 

176 

ISSN 0047-2425, JAN-FEB 2010 2010, vol. 39, no. 1, p. 236-244., WOS 

2. [1.1] IGNACIO SAINZ-DIAZ, C. - FRANCISCO-MARQUEZ, M. - VIVIER-BUNGE, A. Molecular structure and 

spectroscopic properties of polyaromatic heterocycles by first principle calculations: spectroscopic shifts with the 

adsorption of thiophene on phyllosilicate surface. In THEORETICAL CHEMISTRY ACCOUNTS. ISSN 1432-881X, 

JAN 2010 2010, vol. 125, no. 1-2, p. 83-95., WOS 

3. [1.1] WAINIPEE, W. - WEISS, D.J. - SEPHTON, M.A. - COLES, B.J. - UNSWORTH, C. - COURT, R. The effect 

of crude oil on arsenate adsorption on goethite. In WATER RESEARCH. ISSN 0043-1354, NOV 2010 2010, vol. 44, 

no. 19, SI, p. 5673-5683., WOS 

ADCA335 TUNEGA, Daniel - NOGA, Jozef - KLOPPER, W. Basis set limit value of the static 

dipole polarizability for Beryllium. In Chemical Physics Letters, 1997, vol. 269, p. 

435-447. (1997 - Current Contents). ISSN 0009-2614. 
Citácie: 

1. [1.1] LIU, C.H.- WANG, J.G.- JANEV, R.K. Elastic and related transport cross sections for singly charged ion-

atom scattering involving H, Be and C atoms and their ions. In JOURNAL OF PHYSICS B-ATOMIC MOLECULAR 

AND OPTICAL PHYSICS. ISSN 0953-4075, JUL 28 2010 2010, vol. 43, no. 14., WOS 

2. [1.1] MITROY, J. - SAFRONOVA, M.S. - CLARK, Ch.W. Theory and applications of atomic and ionic 

polarizabilities. In JOURNAL OF PHYSICS B-ATOMIC MOLECULAR AND OPTICAL PHYSICS. ISSN 0953-

4075, OCT 28 2010 2010, vol. 43, no. 20., WOS 

3. [1.1] MITROY, J. Polarizabilities of the beryllium clock transition. In PHYSICAL REVIEW A. ISSN 1050-2947, 

NOV 22 2010 2010, vol. 82, no. 5., WOS 
ADCA336 TUNEGA, Daniel - GERZABEK, M.H. - LISCHKA, H. Ab initio molecular 

dynamics study of a monomolecular water layer on octahedral and tetrahedral 

kaolinite surfaces. H. Lischka. In Journal of Physical Chemistry B, 2004, vol. 108, 

no. 19, p. 5930-5936. 
Citácie: 

1. [1.1] CROTEAU, T. - BERTRAM, A.K. - PATEY, G.N. Water Adsorption on Kaolinite Surfaces Containing 

Trenches. In JOURNAL OF PHYSICAL CHEMISTRY A. ISSN 1089-5639, FEB 11 2010 2010, vol. 114, no. 5, p. 

2171-2178., WOS 

2. [1.1] DUFRECHE, J.-F. - ROTENBERG, B. - MARRY, V. - TURQ, P. Bridging molecular and continuous 

descriptions: the case of dynamics in clays. In ANAIS DA ACADEMIA BRASILEIRA DE CIENCIAS. ISSN 0001-

3765, MAR 2010 2010, vol. 82, no. 1, p. 61-68., WOS 

3. [1.1] HU, X.L. - MICHAELIDES, A. The kaolinite (001) polar basal plane. In SURFACE SCIENCE. ISSN 0039-

6028, JAN 15 2010 2010, vol. 604, no. 2, p. 111-117., WOS 

4. [1.1] KREMLEVA, A. - KRUEGER, S. - ROESCH, N. Quantum chemical modeling of uranyl adsorption on 

mineral surfaces. In RADIOCHIMICA ACTA. ISSN 0033-8230, 2010 2010, vol. 98, no. 9-11, SI, p. 635-646., WOS 

5. [1.1] LI, Y.-C. - SCHULZ, J. - MANNEN, S. - DELHOM, C. - CONDON, B. - CHANG, S.C. - ZAMMARANO, M. 

- GRUNLAN, J.C. Flame Retardant Behavior of Polyelectrolyte-Clay Thin Film Assemblies on Cotton Fabric. In 

ACS NANO. ISSN 1936-0851, JUN 2010 2010, vol. 4, no. 6, p. 3325-3337., WOS 

6. [1.1] MARTORELL, B. - KREMLEVA, A. - KRUEGER, S. - ROESCH, N. Density Functional Model Study of 

Uranyl Adsorption on the Solvated (001) Surface of Kaolinite. In JOURNAL OF PHYSICAL CHEMISTRY C. ISSN 

1932-7447, AUG 12 2010 2010, vol. 114, no. 31, p. 13287-13294., WOS 

ADCA337 TUNEGA, Daniel - BENCO, Ľubomír - HABERHAUER, G. - GERZABEK, M.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. 
Citácie: 

1. [1.1] BOTAN, A. - ROTENBERG, B. - MARRY, V. - TURQ, P. - NOETINGER, B. Carbon Dioxide in 

Montmorillonite Clay Hydrates: Thermodynamics, Structure, and Transport from Molecular Simulation. In 

JOURNAL OF PHYSICAL CHEMISTRY C. ISSN 1932-7447, SEP 9 2010, vol. 114, no. 35, p. 14962-14969., WOS 

2. [1.1] CROTEAU, T. - BERTRAM, A.K. - PATEY, G.N. Water Adsorption on Kaolinite Surfaces Containing 

Trenches. In JOURNAL OF PHYSICAL CHEMISTRY A. ISSN 1089-5639, FEB 11 2010, vol. 114, no. 5, p. 2171-

2178., WOS 

3. [1.1] QIN, Z.H. - YUAN, P. - ZHU, J.X. - HE, H.P. - LIU, D. - YANG, S.Q. Influences of thermal pretreatment 

temperature and solvent on the organosilane modification of Al(13)-intercalated/Al-pillared montmorillonite. In 

APPLIED CLAY SCIENCE. ISSN 0169-1317, DEC 2010, vol. 50, no. 4, p. 546-553., WOS 

4. [1.1] WOODILL, L.A. - HINRICHS, R.Z. Heterogeneous reactions of surface-adsorbed catechol with nitrogen 

dioxide: substrate effects for tropospheric aerosol surrogates. In PHYSICAL CHEMISTRY CHEMICAL PHYSICS. 

ISSN 1463-9076, 2010, vol. 12, no. 36, p. 10766-10774., WOS 

5. [1.1] YAN, H. - WEI, M. - MA, J. - EVANS, D.G. - DUAN, X. Plane-Wave Density Functional Theory Study on 

the Structural and Energetic Properties of Cation-Disordered Mg-Al Layered Double Hydroxides. In JOURNAL 

OF PHYSICAL CHEMISTRY A. ISSN 1089-5639, JUL 15 2010, vol. 114, no. 27, p. 7369-7376., WOS 



 
Správa o činnosti ÚACH SAV         2011 

 

177 

ADCA338 TUNEGA, Daniel - HABERHAUER, G. - GERZABEK, M. - LISCHKA, H. 

Interaction of acetate anion with hydrated Al3+ cation: A theoretical study. In 

Journal of Physical Chemistry A, 2000, vol. 104, no. 29, p. 6824-6833. 
Citácie: 

1. [1.1] AMAT, A. - CLEMENTI, C. - MILIANI, C. - ROMANI, A. - SGAMELLOTTI, A. - FANTACCI, S. 

Complexation of apigenin and luteolin in weld lake: a DFT/TDDFT investigation. In PHYSICAL CHEMISTRY 

CHEMICAL PHYSICS. ISSN 1463-9076, 2010, vol. 12, no. 25, p. 6672-6684., WOS 
ADCA339 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. 
Citácie: 

1. [1.1] AKINDINOVA, E.V. - CHERNOV, V.E. - KRETININ, I.Y. - ZON, B.A. Molecular polarizability in quantum 

defect theory: polar molecules. In PHYSICAL REVIEW A. ISSN 1050-2947, APR 2010, vol. 81, no. 4., WOS 

2. [1.1] HOFENER, S. - HATTIG, C. - KLOPPER, W. Analytic Calculation of First-order Molecular Properties at 

the Explicitly-correlated Second-order Moller-Plesset Level. In ZEITSCHRIFT FUR PHYSIKALISCHE CHEMIE-

INTERNATIONAL JOURNAL OF RESEARCH IN PHYSICAL CHEMISTRY & CHEMICAL PHYSICS. ISSN 0942-

9352, 2010, vol. 224, no. 3-4, SI, p. 695-708., WOS 

ADCA340 TUNEGA, Daniel - HABERHAUER, G. - GERZABEK, M.H. - LISCHKA, H. 

Theoretical study of adsorption sites on the (001) surfaces of 1:1 clay minerals. In 

Langmuir : The ACS Journal of Surfaces and Colloids, 2002, vol. 18, no. 1, p. 139-

147. ISSN 0743-7463. 
Citácie: 

1. [1.1] CROTEAU, T. - BERTRAM, A.K. - PATEY, G.N. Water Adsorption on Kaolinite Surfaces Containing 

Trenches. In JOURNAL OF PHYSICAL CHEMISTRY A. ISSN 1089-5639, FEB 11 2010, vol. 114, no. 5, p. 2171-

2178., WOS 

ADCA341 URBAN, M. - HUBAČ, I. - KELLÖ, V - NOGA, Jozef. The fourth order 

diagrammatic MB-RSPT calculation of the correlation energy of ten electron 

systems. In Journal of Chemical Physics, 1980, vol. 72, p. 3378-3385. ISSN 0021-

9606. 
Citácie: 

1. [1.1] SZALAY, P.G. On our efforts constructing a proper multireference coupled-cluster method. In 

MOLECULAR PHYSICS. ISSN 0026-8976, 2010, vol. 108, no. 21-23, SI, p. 3055-3065., WOS 

ADCA342 URBAN, M. - NOGA, Jozef - COLE, S.J. - BARTLETT, R.J. Towards a full 

CCSDT model for electron correlation. In Journal of Chemical Physics, 1985, vol. 

83, no. 8, p. 4041-4046. 
Citácie: 

1. [1.1] DE MEIJERE, A. - SOKOLOV, V.V. - YUFIT, D.S. - PANCHENKO, Y.N. - DE MARE, G.R. - 

ABRAMENKOV, A.V. - LOKSHIN, B.V. - SENYAVIN, V.M. Vibrational spectra and ab initio analysis of tert-butyl, 

trimethylsilyl, trimethylgermyl, trimethylstannyl and trimethylplumbyl derivatives of 3,3-dimethylcyclopropene. XII. 

1,2-Di-tert-butyl-3,3-dimethylcyclopropene. In SPECTROCHIMICA ACTA PART A-MOLECULAR AND 

BIOMOLECULAR SPECTROSCOPY. ISSN 1386-1425, APR 2010, vol. 75, no. 4, p. 1253-1260., WOS 

2. [1.1] EVANGELISTA, F.A. - PROCHNOW, E. - GAUSS, J. - SCHAEFER, H.F. Perturbative triples corrections in 

state-specific multireference coupled cluster theory. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, 

FEB 21 2010, vol. 132, no. 7., WOS 

3. [1.1] GAISER, C. - FELLMUTH, B. Experimental benchmark value for the molar polarizability of neon. In EPL. 

ISSN 0295-5075, JUN 2010, vol. 90, no. 6., WOS 

4. [1.1] GRUBER, R. - KEPENEKIAN, M. - ROBERT, V. Suppression of the Peierls instability in 1D system: Semi-

local approach to Little's conjecture. In CHEMICAL PHYSICS LETTERS. ISSN 0009-2614, FEB 5 2010, vol. 486, 

no. 1-3, p. 40-43., WOS 

5. [1.1] HASEGAWA, J. - OBATA, A. - MATSUDA, K. Generalizing the bra state in the symmetry-adapted cluster 

singles and doubles method and the second-order perturbation correction. In CHEMICAL PHYSICS LETTERS. 

ISSN 0009-2614, FEB 5 2010, vol. 486, no. 1-3, p. 84-88., WOS 

6. [1.1] KOHN, A. Explicitly correlated coupled-cluster theory using cusp conditions. II. Treatment of connected 

triple excitations. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, NOV 7 2010, vol. 133, no. 17., WOS 

7. [1.1] KORONA, T. XCC2-a new coupled cluster model for the second-order polarization propagator. In 

PHYSICAL CHEMISTRY CHEMICAL PHYSICS. ISSN 1463-9076, 2010, vol. 12, no. 45, p. 14977-14984., WOS 

8. [1.1] KUCHARSKI, S.A. - MUSIAL, M. Connected quadruple excitations in the coupled-cluster theory. In 

MOLECULAR PHYSICS. ISSN 0026-8976, 2010, vol. 108, no. 21-23, SI, p. 2975-2985., WOS 

9. [1.1] MEISSNER, L. Multi-reference many-body perturbation theory and coupled cluster developments. In 



 
Správa o činnosti ÚACH SAV         2011 

 

178 

MOLECULAR PHYSICS. ISSN 0026-8976, 2010, vol. 108, no. 21-23, SI, p. 2961-2974., WOS 

10. [1.1] PAL, S. Fock space multi-reference coupled-cluster method for energies and energy derivatives. In 

MOLECULAR PHYSICS. ISSN 0026-8976, 2010, vol. 108, no. 21-23, SI, p. 3033-3042., WOS 

11. [1.1] PIECUCH, P. Active-space coupled-cluster methods. In MOLECULAR PHYSICS. ISSN 0026-8976, 2010, 

vol. 108, no. 21-23, SI, p. 2987-3015., WOS 

12. [1.1] PITONAK, M. - NEOGRADY, P. - HOBZA, P. Three- and four-body nonadditivities in nucleic acid 

tetramers: a CCSD(T) study. In PHYSICAL CHEMISTRY CHEMICAL PHYSICS. ISSN 1463-9076, 2010, vol. 12, 

no. 6, p. 1369-1378., WOS 

13. [1.1] PROCHNOW, E. - HARDING, M.E. - GAUSS, J. Parallel Calculation of CCSDT and Mk-MRCCSDT 

Energies. In JOURNAL OF CHEMICAL THEORY AND COMPUTATION. ISSN 1549-9618, AUG 2010, vol. 6, no. 

8, p. 2339-2347., WOS 

14. [1.1] PUZZARINI, C. - STANTON, J.F. - GAUSS, J. Quantum-chemical calculation of spectroscopic parameters 

for rotational spectroscopy. In INTERNATIONAL REVIEWS IN PHYSICAL CHEMISTRY. ISSN 0144-235X, 2010, 

vol. 29, no. 2, p. 273-367., WOS 

15. [1.1] RILEY, K.E. - PITONAK, M. - JURECKA, P. - HOBZA, P. Stabilization and Structure Calculations for 

Noncovalent Interactions in Extended Molecular Systems Based on Wave Function and Density Functional 

Theories. In CHEMICAL REVIEWS. ISSN 0009-2665, SEP 2010, vol. 110, no. 9, p. 5023-5063., WOS 

16. [1.1] SHEN, J. - KOU, Z.F. - XU, E.H. - LI, S.H. A coupled cluster approach with a hybrid treatment of 

connected triple excitations: Implementation and applications for open-shell systems. In JOURNAL OF CHEMICAL 

PHYSICS. ISSN 0021-9606, DEC 21 2010, vol. 133, no. 23., WOS 

17. [1.1] SHEN, J. - XU, E.H. - KOU, Z.F. - LI, S.H. A coupled cluster approach with a hybrid treatment of 

connected triple excitations for bond-breaking potential energy surfaces. In JOURNAL OF CHEMICAL PHYSICS. 

ISSN 0021-9606, MAR 21 2010, vol. 132, no. 11., WOS 

18. [1.1] XU, E.H. - SHEN, J. - KOU, Z.F. - LI, S.H. Coupled cluster with singles, doubles, and partial higher-order 

excitations based on the corresponding orbitals: The formulation and test applications for bond breaking processes. 

In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, APR 7 2010, vol. 132, no. 13., WOS 

19. [1.2] HORACEK, J. - MACH, P. - URBAN, J. Calculation of S-matrix poles by means of analytic continuation in 

the coupling constatnt: Application to the 2Píg state of N2-. In PHYSICAL REVIEW A - Atomic, Molecular, and 

Optical Physics, 2010, vol. 82, no. 3., SCOPUS 

20. [1.2] TAUBE, A.G. Alternative perturbation theories for triple excitations in coupled-cluster theory. In 

MOLECULAR PHYSICS, 2010, vol. 108, no. 21-23, p. 2951-2960., SCOPUS 

ADCA343 VAARA, J. - MALKINA, Oľga - STOLL, H. - MALKIN, Vladimír - KAUPP, M. 

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] ALKORTA, I. - ELGUERO, J. Influence of the basis set on the calculation of the absolute (13)C shieldings 

of methyl derivatives (CH(3)X with X = CH(3), CN, NH(2), NO(2), OH, F) with special emphasis in the cases of X = 

Cl, Br, SH, SeH, and PH(2). In STRUCTURAL CHEMISTRY. ISSN 1040-0400, AUG 2010, vol. 21, no. 4, p. 755-

759., WOS 
ADCA344 VALERIO, G. - GOURSOT, A. - VETRIVEL, R. - MALKINA, Oľga - MALKIN, 

Vladimír - SALAHUB, D.R. Calculation of 29Si and 27Al MAS NMR chemical 

shifts in zeolite-ß using density functional theory: Correlation with lattice structure. 

In Journal of the American Chemical Society, 1998, vol. 120, no. 44, p. 11426-

11431. ISSN 0002-7863. 
Citácie: 

1. [1.2] PARKER JR., W.O. - DE ANGELIS, A. - FLEGO, C. - MILLINI, R. - PEREGO, C. - ZANARDI, S. 

Unexpected destructive dealumination of zeolite beta by silylation. In Journal of Physical Chemistry C, 2010, 

vol.114, no.18, 8459-8468., SCOPUS 

ADCA345 VALIRON, P. - KEDŢUCH, Stanislav - NOGA, Jozef. Avoiding numerical 

instabilities in R12 calculations through universal R12 consistent basis sets. In 

Chemical Physics Letters, 2003, vol. 367, no. 5-6, p. 723-729. 
Citácie: 

1. [1.1] BOKHAN, D. - TEN-NO, S. Explicitly correlated equation-of-motion coupled-cluster methods for excited 

and electron-attached states (Retracted Article. See vol 134, ARTN 109901, 2011). In JOURNAL OF CHEMICAL 

PHYSICS. ISSN 0021-9606, NOV 28 2010, vol. 133, no. 20., WOS 

ADCA346 VARGA, Štefan - MILKO, M. - NOGA, Jozef. Density fitting of two-electron 

integrals in extended systems with translational periodicity: The coulomb problem. 

In Journal of Chemical Physics, 2006, vol. 124, no. 3, p. 034106-1-034106-7. 
Citácie: 



 
Správa o činnosti ÚACH SAV         2011 

 

179 

1. [1.1] KATOUDA, M. - NAGASE, S. Application of second-order Moller-Plesset perturbation theory with 

resolution-of-identity approximation to periodic systems. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, 

NOV 14 2010, vol. 133, no. 18., WOS 

2. [1.1] USVYAT, D. - MASCHIO, L. - PISANI, C. - SCHUTZ, M. Second Order Local Moller-Plesset Perturbation 

Theory for Periodic Systems: the CRYSCOR Code. In ZEITSCHRIFT FUR PHYSIKALISCHE CHEMIE-

INTERNATIONAL JOURNAL OF RESEARCH IN PHYSICAL CHEMISTRY & CHEMICAL PHYSICS. ISSN 0942-

9352, 2010, vol. 224, no. 3-4, SI, p. 441-454., WOS 

ADCA347 VARGA, Štefan. Density fiffting of coulomb integrals in electronic structure 

calculations of solids. In Physical Review B, 2005, vol. 71, p. 073103-1-073103-3. 
Citácie: 

1. [1.1] DUNLAP, B.I. - ROSCH, N. - TRICKEY, S.B. Variational fitting methods for electronic structure 

calculations. In MOLECULAR PHYSICS. ISSN 0026-8976, 2010, vol. 108, no. 21-23, SI, p. 3167-3180., WOS 

2. [1.1] KATOUDA, M. - NAGASE, S. Application of second-order Moller-Plesset perturbation theory with 

resolution-of-identity approximation to periodic systems. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, 

NOV 14 2010, vol. 133, no. 18., WOS 

ADCA348 VARGA, Štefan. Long-range analysis of density fitting in extended systems. In 

International Journal of Quantum Chemistry, 2008, vol. 108, p. 1518-1527. 
Citácie: 

1. [1.1] DUNLAP, B.I. - ROSCH, N. - TRICKEY, S.B. Variational fitting methods for electronic structure 

calculations. In MOLECULAR PHYSICS. ISSN 0026-8976, 2010, vol. 108, no. 21-23, SI, p. 3167-3180., WOS 

2. [1.1] KATOUDA, M. - NAGASE, S. Application of second-order Moller-Plesset perturbation theory with 

resolution-of-identity approximation to periodic systems. In JOURNAL OF CHEMICAL PHYSICS. ISSN 0021-9606, 

NOV 14 2010, vol. 133, no. 18., WOS 

3. [1.1] USVYAT, D. - MASCHIO, L. - PISANI, C. - SCHUTZ, M. Second Order Local Moller-Plesset Perturbation 

Theory for Periodic Systems: the CRYSCOR Code. In ZEITSCHRIFT FUR PHYSIKALISCHE CHEMIE-

INTERNATIONAL JOURNAL OF RESEARCH IN PHYSICAL CHEMISTRY & CHEMICAL PHYSICS. ISSN 0942-

9352, 2010, vol. 224, no. 3-4, SI, p. 441-454., WOS 

ADCA349 VARGA, Štefan. Grid-free density functional calculation on periodic systems. In 

Journal of Chemical Physics, 2007, vol. 127, p. 114108-1-114108-6. 
Citácie: 

1. [1.1] DUNLAP, B.I. - ROSCH, N. - TRICKEY, S.B. Variational fitting methods for electronic structure 

calculations. In MOLECULAR PHYSICS. ISSN 0026-8976, 2010, vol. 108, no. 21-23, SI, p. 3167-3180., WOS 

ADCA350 VARSHNEY, K.G. - TAYAL, N. - GUPTA, P. - AGRAWAL, A. - DRÁBIK, 

Milan. Synthesis, ion-exchange and physico-chemical studies on a polystyrene 

cerium(IV) phosphate hybrid fibrous ion exchanger. In Indian Journal of Chemistry 

A, 2004, vol. 43, no. 12, p. 2586-2589. 
Citácie: 

1. [1.1] IQBAL, N. - RAFIQUEE, M.Z.A. Synthesis and characterization of lead(II) selective sodium dodecyl 

benzene sulphonate-cerium(IV) phosphate ion exchanger. In COLLOIDS AND SURFACES A-

PHYSICOCHEMICAL AND ENGINEERING ASPECTS. ISSN 0927-7757, JUL 20 2010, vol. 364, no. 1-3, p. 67-71., 

WOS 

ADCA351 VRÁBEL, P. - ŠIMURKA, Peter - LIŠKA, Marek. Wall thickness estimation based 

on modelling nonstationary heat transfer in a glass furnace. In Glass Science and 

Technology, 2004, vol. 77, no. 1, p. 25-30. (2004 - Current Contents). ISSN 0946-

7475. 
Citácie: 

1. [1.1] GOLDSTEIN, R.J. - IBELE, W.E. - PATANKAR, S.V. - SIMON, T.W. - KUEHN, T.H. - STRYKOWSKI, P.J. 

- TAMMA, K.K. - HEBERLEIN, J.V.R. - DAVIDSON, J.H. - BISCHOF, J. - KULACKI, F.A. - KORTSHAGEN, U. - 

GARRICK, S. - SRINIVASAN, V. - GHOSH, K. - MITTAL, R. Heat transfer-A review of 2004 literature. In 

INTERNATIONAL JOURNAL OF HEAT AND MASS TRANSFER. ISSN 0017-9310, OCT 2010, vol. 53, no. 21-22, 

p. 4343-4396., WOS 

ADCA352 WATTS, J.D. - ČERNUŠÁK, I. - NOGA, Jozef - BARTLETT, R.J. - 

BAUSCHLICHER, Ch.V. - LEE, Jr.T.J. - RENDELL, A.P. - TAYLOR, P.R. Triple 

and quadruple excitations to the binding in Be clusters: Calibration calculations on 

Be3. In Journal of Chemical Physics, 1990, vol. 93, p. 8875-8880. ISSN 0021-9606. 
Citácie: 

1. [1.1] ZHANG, H.J. - MALRIEU, J.P. - REINHARDT, P. - MA, J. Improved version of a local contracted 

configuration interaction of singles and doubles with partial inclusion of triples and quadruples. In JOURNAL OF 

CHEMICAL PHYSICS. ISSN 0021-9606, JAN 21 2010, vol. 132, no. 3., WOS 



 
Správa o činnosti ÚACH SAV         2011 

 

180 

ADCA353 WOOLF, T.B. - MALKIN, Vladimír - MALKINA, Oľga - SALAHUB, D.R. - 

ROUX, B. 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] PRECECHTELOVA, J. - NOVAK, P. - MUNZAROVA, M.L. - KAUPP, M. - SKLENAR, V. Phosphorus 

Chemical Shifts in a Nucleic Acid Backbone from Combined Molecular Dynamics and Density Functional 

Calculations. In JOURNAL OF THE AMERICAN CHEMICAL SOCIETY. ISSN 0002-7863, DEC 8 2010, vol. 132, 

no. 48, p. 17139-17148., WOS 

ADCA354 YAU, B.S. - HUANG, J.L. - LU, H.H, - 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] BARSHILIA, H.C. - GHOSH, M. - SHASHIDHARA - RAMAKRISHNA, R. - RAJAM, K.S. Deposition and 

characterization of TiAlSiN nanocomposite coatings prepared by reactive pulsed direct current unbalanced 

magnetron sputtering. In APPLIED SURFACE SCIENCE. ISSN 0169-4332, AUG 15 2010, vol. 256, no. 21, p. 

6420-6426., WOS 

2. [1.1] CHANG, Y.Y. - CHANG, C.P. High Temperature Stability of Multicomponent TiAlSiN and CrAlSiN 

Coatings. In JOURNAL OF NANOSCIENCE AND NANOTECHNOLOGY. ISSN 1533-4880, JUL 2010, vol. 10, no. 

7, p. 4762-4766., WOS 

3. [1.1] FOX-RABINOVICH, G.S. - BEAKE, B.D. - YAMAMOTO, K. - AGUIRRE, M.H. - VELDHUIS, S.C. - 

DOSBAEVA, G. - ELFIZY, A. - BIKSA, A. - SHUSTER, L.S. Structure, properties and wear performance of nano-

multilayered TiAlCrSiYN/TiAlCrN coatings during machining of Ni-based aerospace superalloys. In SURFACE & 

COATINGS TECHNOLOGY. ISSN 0257-8972, AUG 15 2010, vol. 204, no. 21-22, p. 3698-3706., WOS 

4. [1.1] FOX-RABINOVICH, G.S. - YAMAMOTO, K. - BEAKE, B.D. - KOVALEV, A.I. - AGUIRRE, M.H. - 

VELDHUIS, S.C. - DOSBAEVA, G.K. - WAINSTEIN, D.L. - BIKSA, A. - RASHKOVSKIY, A. Emergent behavior of 

nano-multilayered coatings during dry high-speed machining of hardened tool steels. In SURFACE & COATINGS 

TECHNOLOGY. ISSN 0257-8972, AUG 15 2010, vol. 204, no. 21-22, p. 3425-3435., WOS 

5. [1.1] LIN, C.H. - TSAI, Y.Z. - DUH, J.G. Effect of grain size on mechanical properties in CrAlN/SiN(x) multilayer 

coatings. In THIN SOLID FILMS. ISSN 0040-6090, OCT 1 2010, vol. 518, no. 24, SI, p. 7312-7315., WOS 

6. [1.1] TSAI, S.H. - DUH, J.G. Microstructure and Corrosion Properties of Multilayered CrAlN/SiN(x) Coatings. 

In JOURNAL OF THE ELECTROCHEMICAL SOCIETY. ISSN 0013-4651, 2010, vol. 157, no. 5, p. K89-K95., WOS 

ADCA355 YAZEV, O.V. - HELM, L. - MALKIN, Vladimír - MALKINA, Oľga. Quantum 

chemical investigation of hyperfine coupling constants on first coordination sphere 

water molecule of gadolinium(III) aqua complexes. In Journal of Physical Chemistry 

A, 2005, vol. 109, no. 48, p. 10997-11005. 
Citácie: 

1. [1.1] PURGEL, M. - BARANYAI, Z. - DE BLAS, A. - RODRIGUEZ-BLAS, T. - BANYAI, I. - PLATAS-IGLESIAS, 

C. - TOTH, I. An NMR and DFT Investigation on the Conformational Properties of Lanthanide(III) 1,4,7,10-

Tetraazacyclododecane-1,4,7,10-tetraacetate Analogues Containing Methylenephosphonate Pendant Arms. In 

INORGANIC CHEMISTRY. ISSN 0020-1669, MAY 3 2010, vol. 49, no. 9, p. 4370-4382., WOS 

2. [1.1] RASTRELLI, F. - BAGNO, A. Predicting the (1)H and (13)C NMR spectra of paramagnetic Ru(III) 

complexes by DFT. In MAGNETIC RESONANCE IN CHEMISTRY. ISSN 0749-1581, DEC 2010, vol. 48, 1, p. S132-

S141., WOS 

3. [1.1] REGUEIRO-FIGUEROA, M. - ESTEBAN-GOMEZ, D. - DE BLAS, A. - RODRIGUEZ-BLAS, T. - PLATAS-

IGLESIAS, C. Structure and Dynamics of Lanthanide(III) Complexes with an N-Alkylated do3a Ligand 

(H(3)do3a=1,4,7,10-Tetraazacyclododecane-1,4,7-triacetic Acid): A Combined Experimental and DFT Study. In 

EUROPEAN JOURNAL OF INORGANIC CHEMISTRY. ISSN 1434-1948, AUG 2010, no. 23, p. 3586-3595., WOS 

ADCA356 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, p. 286-293. 
Citácie: 

1. [1.1] HAN, S.S. - YU, T.H. - MERINOV, B.V. - VAN DUIN, A.C.T. - YAZAMI, R. - GODDARD, W.A. Unraveling 

Structural Models of Graphite Fluorides by Density Functional Theory Calculations. In CHEMISTRY OF 

MATERIALS. ISSN 0897-4756, MAR 23 2010, vol. 22, no. 6, p. 2142-2154., WOS 

2. [1.1] ROBINSON, J.T. - BURGESS, J.S. - JUNKERMEIER, C.E. - BADESCU, S.C. - REINECKE, T.L. - 

PERKINS, F.K. - ZALALUTDNIOV, M.K. - BALDWIN, J.W. - CULBERTSON, J.C. - SHEEHAN, P.E. - SNOW, E.S. 

Properties of Fluorinated Graphene Films. In NANO LETTERS. ISSN 1530-6984, AUG 2010, vol. 10, no. 8, p. 

3001-3005., WOS 



 
Správa o činnosti ÚACH SAV         2011 

 

181 

ADCA357 ZAJAC, M. - HROBÁRIK, Peter - MAGDOLEN, P. - FOLTÍNOVÁ, P. - 

ZAHRADNÍK, P. Donor–pí-acceptor benzothiazole-derived dyes with an extented 

heteroaryl-containing conjugated system: synthesis, DFT study and antimicrobial 

activity. In Tetrahedron, 2008, vol. 64, p. 10605-10618. ISSN 004-4020. 
Citácie: 

1. [1.1] ANDREU, R. - GALAN, E. - GARIN, J. - ORDUNA, J. - ALICANTE, R. - VILLACAMPA, B. 

Benzothiazolium-pi-thiazole-dicyanomethanides: new nonlinear optical chromophores. In TETRAHEDRON 

LETTERS. ISSN 0040-4039, DEC 29 2010, vol. 51, no. 52, p. 6863-6866., WOS 

2. [1.1] BENCZE, L.C. - PAIZS, C. - TOSA, M.I. - TRIF, M. - IRIMIE, F.D. CaL-B a highly selective biocatalyst for 

the kinetic resolution of furylbenzthiazole-2-yl-ethanols and acetates. In TETRAHEDRON-ASYMMETRY. ISSN 

0957-4166, AUG 23 2010, vol. 21, no. 16, p. 1999-2004., WOS 

3. [1.1] DEALLY, A. - CLAFFEY, J. - GLEESON, B. - HOGAN, M. - MULLER-BUNZ, H. - PATIL, S. - O'SHEA, 

D.F. - TACKE, M. Synthesis and preliminary cytotoxicity studies of achiral pyrrolyl-substituted titanocenes. In 

POLYHEDRON. ISSN 0277-5387, AUG 11 2010, vol. 29, no. 12, p. 2445-2453., WOS 

4. [1.1] DELIGEORGIEV, T. - VASILEV, A. - KALOYANOVA, S. - VAQUERO, J.J. Styryl dyes - synthesis and 

applications during the last 15 years. In COLORATION TECHNOLOGY. ISSN 1472-3581, 2010, vol. 126, no. 2, p. 

55-80., WOS 

5. [1.1] FAN, X.S. - WANG, Y.Y. - HE, Y. - ZHANG, X.Y. - WANG, J.J. Ru(III)-catalyzed oxidative reaction in ionic 

liquid: an efficient and practical route to 2-substituted benzothiazoles and their hybrids with pyrimidine nucleoside. 

In TETRAHEDRON LETTERS. ISSN 0040-4039, JUL 7 2010, vol. 51, no. 27, p. 3493-3496., WOS 

6. [1.1] FARAHAT, A.A. - KUMAR, A. - BARGHASH, A.E.M. - GODA, F.E. - EISA, H.M. - BOYKIN, D.W. 

Bichalcophenes: A Concise Synthesis of Formyl Ester- and Cyano Ester-Substituted Bithiophenes, Bifurans, and 

Furanothiophenes. In JOURNAL OF HETEROCYCLIC CHEMISTRY. ISSN 0022-152X, JAN 2010, vol. 47, no. 1, p. 

167-170., WOS 

7. [1.1] KULHANEK, J. - BURES, F. - PYTELA, O. - MIKYSEK, T. - LUDVIK, J. - RUZICKA, A. Push-pull 

molecules with a systematically extended pi-conjugated system featuring 4,5-dicyanoimidazole. In DYES AND 

PIGMENTS. ISSN 0143-7208, APR 2010, vol. 85, no. 1-2, p. 57-65., WOS 

8. [1.1] MABROUK, A. - AZAZI, A. - ALIMI, K. On the properties of new benzothiazole derivatives for organic light 

emitting diodes (OLEDs): A comprehensive theoretical study. In JOURNAL OF PHYSICS AND CHEMISTRY OF 

SOLIDS. ISSN 0022-3697, SEP 2010, vol. 71, no. 9, p. 1225-1235., WOS 
ADCA358 ZEMANOVÁ, Magdaléna - LECOMTE, E. - ŠAJGALÍK, Pavol - RIEDEL, R. 

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] YANG, W.Y. - GAO, F.M. - XU, C.Y. - WEI, G.D. - AN, L.N. Fabrication of Si(3)N(4)/SiC nanocomposites 

toughened by in-situ formed low-dimensional nanostructures. In SOLID STATE SCIENCES. ISSN 1293-2558, SEP 

2010, vol. 12, no. 9, p. 1692-1695., WOS 

ADCA359 ZHOU, Y. - ZHU, X. - HIRAO, K. - LENČÉŠ, Zoltán. Sintered reaction-bonded 

silicon nitride with high thermal conductivity and high strength. K. Hirao, Zoltán 

Lenčéš. In International Journal of Applied Ceramic Technology, 2008, vol. 5, no. 2, 

p. 119-126. 
Citácie: 

1. [1.2] MUELLER, L. - FREY, T. - ROOSEN, A. - SCHULZ-HARDER, J. Magnesia and yttria based coatings for 

direct-cooper-bonding of silicon nitride ceramics. In CERAMIC ENGINEERING AND SCIENCE PROCEEDINGS, 

2010, vol. 30, no. 3, p. 21-32., SCOPUS 

2. [1.2] YUE, J. - WANG, H. Effect of Sm2O3 additives on the rod-like beta-Si3N4 crystal of porous silicon nitride 

fabricated by reaction-bonded. In ADVANCED MATERIALS RESEARCH, 2010, vol. 105-106, no. 1, p. 42-45., 

SCOPUS 

ADCA360 ZHOU, Y. - YOSHIZAWA, Y. - HIRAO, K. - 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. 
Citácie: 

1. [1.1] LI, Y.F. - LI, J. - YANG, J.L. Synthesis and Photoluminescence of beta-SiAlON: Eu(2+) Blue Phosphor. In 

CHEMICAL JOURNAL OF CHINESE UNIVERSITIES-CHINESE. ISSN 0251-0790, DEC 10 2010, vol. 31, no. 12, 

p. 2334-2338., WOS 

2. [1.1] ZHU, X.W. - MASUBUCHI, Y. - MOTOHASHI, T. - KIKKAWA, S. The z value dependence of 

photoluminescence in Eu(2+)-doped beta-SiAlON (Si(6-z)Al(z)O(z)N(8-z)) with 1 <= z <= 4. In JOURNAL OF 

ALLOYS AND COMPOUNDS. ISSN 0925-8388, JAN 7 2010, vol. 489, no. 1, p. 157-161., WOS 

3. [1.2] CHOI, S.W. - HONG, S.H. Luminescence properties of Eu2+-doped beta-SiAlON phosphors synthetized by 

spark plasma sintering. In IDW'10 - Proceedings of the 17th International Display Workshops, 2010, 2, p. 993-



 
Správa o činnosti ÚACH SAV         2011 

 

182 

995.,, SCOPUS 

ADCA361 ZHU, X.W. - ZHOU, Y. - HIRAO, K. - 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. 

3331-3339. ISSN 0002-7820. 
Citácie: 

1. [1.2] MULLER, M. - BAUER, W. - KNITTER, R. - ROGNER, J. Processing of complex-shaped micro parts by 

reaction-bonding and sintering of silicon nitride. In CERAMIC ENGINEERING AND SCIENCE PROCEEDINGS, 

2010, vol. 31, no. 8, p. 213-222., SCOPUS 

ADCA362 ZHU, X.W. - ZHOU, Y. - HIRAO, K. - 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. 
Citácie: 

1. [1.2] PENG, G.-H. - LIANG, Z.-H. - LU, F.-Q. - LIU, Q. - Li, W.-L. Fabrication of high thermal conductivity 

beta-Si3N4 ceramics at relatively low temperature using MgSiN2 as additives. In KEY ENGINEERING 

MATERIALS, 2010, vol. 434-435, p. 783-786., SCOPUS  
 

ADDA Vedecké práce v domácich karentovaných časopisoch impaktovaných  
 

ADDA01 ANDREJKOVIČOVÁ, Slávka - MADEJOVÁ, Jana - CZÍMEROVÁ, Adriana - 

GALKO, I. - DOHRMANN, R. - KOMADEL, Peter. Mineralogy and chemistry of 

Fe-rich bentonite from the Lieskovec deposit. In Geologica Carpathica clays.Series 

clays, 2006, vol. 57, no. 5, p. 371-378. ISSN 1210-2695. 
Citácie: 

1. [1.1] GALAMBOS, M. - KUFCAKOVA, J. - ROSSKOPFOVA, O. - RAJEC, P. Adsorption of cesium and 

strontium on natrified bentonites. In JOURNAL OF RADIOANALYTICAL AND NUCLEAR CHEMISTRY. ISSN 

0236-5731, MAR 2010, vol. 283, no. 3, p. 803-813., WOS 

2. [1.1] GALAMBOS, M. - PAUCOVA, V. - KUFCAKOVA, J. - ROSSKOPFOVA, O. - RAJEC, P. - ADAMCOVA, R. 

Cesium sorption on bentonites and montmorillonite K10. In JOURNAL OF RADIOANALYTICAL AND NUCLEAR 

CHEMISTRY. ISSN 0236-5731, APR 2010, vol. 284, no. 1, p. 55-64., WOS 

ADDA02 BOČA, Miroslav - VASILJEV, R. - KUCHARÍK, Marián - DANĚK, V. Viscosity 

of melts of the system KF—K2MoO4—SiO2. In Chemical Papers, 2003, vol. 57, no. 

4, p. 240-244. (2003 - Current Contents). ISSN 0366-6352. 
Citácie: 

1. [1.1] WANG, S.M. - LI, Y.W. - FENG, X.J. - LI, Y.G. - WANG, E.B. New synthetic route of polyoxometalate-based 

hybrids in choline chloride/urea eutectic media. In INORGANICA CHIMICA ACTA. ISSN 0020-1693, APR 20 2010, 

vol. 363, no. 7, p. 1556-1560., WOS 

ADDA03 BUBANEC, J. - ČERNÁK, J. - DRÁBIK, Milan - LIPKOWSKI, J. Preparation, 

spectral and thermal properties of two tetracyanopalladates(II) and the crystal 

structere of [Ni(en)3][Pd(CN)4]?H2O. In Chemical papers, 2004, vol. 58, no. 4, p. 

224-231. ISSN 0366-6352. 
Citácie: 

1. [1.1] CHEN, Z.L. - ZENG, M.L. - ZHANG, Y.Z. - ZHANG, Z. - LIANG, F.P. Preparation and structures of a 

series of phosphorus-free Nickel(II) diamine complexes and their applications in hydrogenation of acetophenone. In 

APPLIED ORGANOMETALLIC CHEMISTRY. ISSN 0268-2605, SEP 2010, vol. 24, no. 9, p. 625-630., WOS 

ADDA04 DANĚK, V. - NERÁD, Ivan. Phase diagram and structure of melts of the system 

CaO-TiO2-SiO2. In Chemical papers, 2002, vol. 56, no. 4, p. 241-246. ISSN 0366-

6352. 
Citácie: 

1. [1.1] HAJJAJI, W. - ZANELLI, C. - SEABRA, M.P. - DONDI, M. - LABRINCHA, J.A. Cr-doped titanite pigment 

based on industrial rejects. In CHEMICAL ENGINEERING JOURNAL. ISSN 1385-8947, APR 1 2010, vol. 158, no. 

2, p. 167-172., WOS 

ADDA05 DRÁBIK, Milan - GÁLIKOVÁ, Ľubica - HANIC, F. - SHARP, J.H. MDF-related 

compositions based on novel low-energy clinkers. In Chemical Papers-Chemické 

zvesti, 1997, vol. 51, no. 6A, p. 363-366. 
Citácie: 



 
Správa o činnosti ÚACH SAV         2011 

 

183 

1. [1.1] KRAJCI, L. - MOUJMDAR, S.C. - KULIFFAYOVA, M. - JANOTKA, I. Microstructure of Portland cement 

mortar amended by burnt kaolin sand. In JOURNAL OF THERMAL ANALYSIS AND CALORIMETRY. ISSN 1388-

6150, JUN 2010, vol. 100, no. 3, p. 779-787., WOS 

ADDA06 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. [1.1] L'ALIKOVA, S. - PAJTASOVA, M. - ONDRUSOVA, D. - BAZYLAKOVA, T. - OLSOVSKY, M. - JONA, E. - 

MOJUMDAR, S.C. Thermal and spectral properties of natural bentonites and their applications as reinforced 

nanofillers in polymeric materials. In JOURNAL OF THERMAL ANALYSIS AND CALORIMETRY. ISSN 1388-

6150, JUN 2010, vol. 100, no. 3, p. 745-749., WOS 

2. [1.2] MALLAKPOUR, S. Chiral bio-nanoclays: Synthesis and applications. In INTERNATIONAL 

CONFERENCE ON ENABLING SCIENCE AND NANOTECHNOLOGY, ESciNano 2010 - PROCEEDINGS, 2010., 

SCOPUS 

ADDA07 MADEJOVÁ, Jana - KRAUS, I. - TUNEGA, Daniel - ŠAMAJOVÁ, E. Fourier 

transform infrared spectroscopic characterization of kaolinite group minerals from 

the main Slovak deposits. In Geologica Carpathica C, 1997, no. 6, p. 3-10. 
Citácie: 

1. [1.1] EKOSSE, E.G.I. - JUMBAM, N.D. Geophagic clays: Their mineralogy, chemistry and possible human 

health effects. In AFRICAN JOURNAL OF BIOTECHNOLOGY. ISSN 1684-5315, OCT 2010, vol. 9, no. 40, p. 

6755-6767., WOS 

ADDA08 NERÁD, Ivan - PROKS, I. - ŠAUŠOVÁ, S. Determination of equilibrium quantities 

of the systems formed by the thermal decomposition according to the reaction 

A(cond) = B(cond) + C(g). II. Divariant equilibrium states at thermal dehydration of 

CaC2O4.H2O. In Chemical papers, 1991, vol. 45, no. 6, p. 721-730. ISSN 0366-

6352. 
Citácie: 

1. [1.1] PERYSHKOV, D.V. - POPOV, A.A. - STRAUSS, S.H. Latent Porosity in Potassium Dodecafluoro-closo-

dodecaborate(2-). Structures and Rapid Room Temperature Interconversions of Crystalline K(2)B(12)F(12), 

K(2)(H(2)O)(2)B(12)F(12), and K(2)(H(2)O)(4)B(12)F(12) in the Presence of Water Vapor. In JOURNAL OF THE 

AMERICAN CHEMICAL SOCIETY. ISSN 0002-7863, OCT 6 2010, vol. 132, no. 39, p. 13902-13913., WOS 

ADDA09 OSACKÝ, M. - HONTY, M. - MADEJOVÁ, Jana - BAKAS, T. - ŠUCHA, V. 

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). ISSN 1335-0552. 
Citácie: 

1. [1.1] ANDREJKOVICOVA, S. - PENTRAK, M. - JANKOVIC, L. - KOMADEL, P. Sorption of heavy metal cations 

on rhyolitic and andesitic bentonites from Central Slovakia. In GEOLOGICA CARPATHICA. ISSN 1335-0552, APR 

2010, vol. 61, no. 2, p. 163-171., WOS 

2. [1.1] GALAMBOS, M. - KUFCAKOVA, J. - ROSSKOPFOVA, O. - RAJEC, P. Adsorption of cesium and 

strontium on natrified bentonites. In JOURNAL OF RADIOANALYTICAL AND NUCLEAR CHEMISTRY. ISSN 

0236-5731, MAR 2010, vol. 283, no. 3, p. 803-813., WOS 

3. [1.1] GALAMBOS, M. - PAUCOVA, V. - KUFCAKOVA, J. - ROSSKOPFOVA, O. - RAJEC, P. - ADAMCOVA, R. 

Cesium sorption on bentonites and montmorillonite K10. In JOURNAL OF RADIOANALYTICAL AND NUCLEAR 

CHEMISTRY. ISSN 0236-5731, APR 2010, vol. 284, no. 1, p. 55-64., WOS 

ADDA10 STRÍČEK, I. - ŠUCHA, V. - UHLÍK, P. - MADEJOVÁ, Jana - GALKO, I. Mineral 

stability of Fe-rich bentonite in the Mock-Up-CZ experiment. In Geologica 

Carpathica, 2009, vol. 60, no. 6, p. 431-436. (1.081 - IF2008). (2009 - Current 

Contents). ISSN 1335-0552. 
Citácie: 

1. [1.1] ANDREJKOVICOVA, S. - PENTRAK, M. - JANKOVIC, L. - KOMADEL, P. Sorption of heavy metal cations 

on rhyolitic and andesitic bentonites from Central Slovakia. In GEOLOGICA CARPATHICA. ISSN 1335-0552, APR 

2010, vol. 61, no. 2, p. 163-171., WOS 

2. [1.1] GALAMBOS, M. - KUFCAKOVA, J. - ROSSKOPFOVA, O. - RAJEC, P. Adsorption of cesium and 

strontium on natrified bentonites. In JOURNAL OF RADIOANALYTICAL AND NUCLEAR CHEMISTRY. ISSN 

0236-5731, MAR 2010, vol. 283, no. 3, p. 803-813., WOS 

3. [1.1] GALAMBOS, M. - PAUCOVA, V. - KUFCAKOVA, J. - ROSSKOPFOVA, O. - RAJEC, P. - ADAMCOVA, R. 

Cesium sorption on bentonites and montmorillonite K10. In JOURNAL OF RADIOANALYTICAL AND NUCLEAR 
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CHEMISTRY. ISSN 0236-5731, APR 2010, vol. 284, no. 1, p. 55-64., WOS  
 

ADEB Vedecké práce v zahraničných nekarentovaných  časopisoch neimpaktovaných  
 

ADEB01 BUJDÁK, Juraj - RODE, B.M. Clays and catalysis of prebiotic peptide bond 

formation. In Acta Universitatis Carolinae Geologica, 1994, vol. 38, p. 139-143. 
Citácie: 

1. [1.1] MARSHALL-BOWMAN, K. - OHARA, S. - SVERJENSKY, D.A. - HAZEN, R.M. - CLEAVES, H.J. Catalytic 

peptide hydrolysis by mineral surface: Implications for prebiotic chemistry. In GEOCHIMICA ET 

COSMOCHIMICA ACTA. ISSN 0016-7037, OCT 15 2010, vol. 74, no. 20, p. 5852-5861., WOS 

ADEB02 GALLO, Jiří - STEWART, Todd - NOVOTNÝ, Radek - DUSZA, Ján - GALUSEK, 

Dušan. Early fracture of a plasma cup ceramic liner: a case report and surface 

analysis. In Biomedical Papers, 2007, vol. 151, no. 2, p. 341-346. ISSN 1213-8118. 
Citácie: 

1. [1.2] REGIS, D. - SANDRI, A. - BARTOLOZZI, P. Delayed diagnosis of low-symptomatic ceramic acetabular 

liner fracture in ceramic-on-ceramic total hip arthroplasty. In Orthopedics, 2008, vol.31, no.10, 1041-., SCOPUS 

ADEB03 GALUSEK, Dušan - LENČÉŠ, Zoltán - ŠAJGALÍK, Pavol - RIEDEL, R. Thermal 

analysis study of polymer-to-ceramic conversion of organosilicon precursors. In 

Journal of Mining and Metallurgy B, 2008, vol. 44, p. 35-38. 
Citácie: 

1. [1.1] CHENG, H.F. - LIU, Q.F. - YANG, J. - FROST, R.L. Thermogravimetric analysis of selected coal-bearing 

strata kaolinite. In THERMOCHIMICA ACTA. ISSN 0040-6031, AUG 10 2010, vol. 507-08, p. 84-90., WOS 

2. [1.1] CHENG, H.F. - YANG, J. - LIU, Q.F. - HE, J.K. - FROST, R.L. Thermogravimetric analysis-mass 

spectrometry (TG-MS) of selected Chinese kaolinites. In THERMOCHIMICA ACTA. ISSN 0040-6031, AUG 10 

2010, vol. 507-08, p. 106-114., WOS 

ADEB04 LENČÉŠ, Zoltán - HIRAO, K. - ŠAJGALÍK, Pavol - HOFFMANN, M.J. 

Thermodynamic and dielectric properties of MgSiN2 ceramics. In Key Engineering 

Materials, 2006, vol. 317-318, p . 857-860. 
Citácie: 

1. [1.1] LI, Y.J. - XU, L.Q. - WANG, L.C. - JU, Z.C. - YANG, L.S. - XING, Z. - QIAN, Y.T. Synthesis of MgSiN(2) 

Cuboids by a Solid-state Reaction. In CHEMISTRY LETTERS. ISSN 0366-7022, AUG 5 2010, vol. 39, no. 8, p. 888-

889., WOS 

ADEB05 ŠAJGALÍK, Pavol - RAJAN, K. - WARBICHLER, P. - HOFFER, F. - DUSZA, Ján.  

Silicon nitride based nano- and micro-composites with enhanced mechanical 

properties. In Key Engineering Materials, 1999, vol. 159-160, p. 405-410. 
Citácie: 

1. [1.1] BOCANEGRA-BERNAL, M. H. - MATOVIC, B. Mechanical properties of silicon nitride-based ceramics 

and its use in structural applications at high temperatures. In MATERIALS SCIENCE AND ENGINEERING A-

STRUCTURAL MATERIALS PROPERTIES MICROSTRUCTURE AND PROCESSING, 2010, vol.527, no.6, 1314-

1338., WOS 

2. [1.2] BOCANEGRA-BERNAL, M.H. - MATOVIC, B. Mechanical properties of silicon-based ceramics and its use 

in structural applications at high temperatures. In MATERIALS SCIENCE AND ENGINEERING A, 2010, vol. 527, 

no. 6, p. 1314-1338., SCOPUS  
 

ADF Vedecké práce v dom. nekarent. časopisoch a ostatných zborníkoch  
 

ADF01 TRTÍKOVÁ, Stanislava - MADEJOVÁ, Jana - KUŠNIEROVÁ, Mária - CHOVAN, 

Martin. Precipitation and chemical composition of iron ochres in the pyrite and 

stibnite deposits in the Malé Karpaty Mts. In Slovak Geological Magazine, 1999, 

roč. 5, č. 3, s. 179-186. ISSN 1335-096X. 
Citácie: 

1. [4] JAŠOVÁ, I. - FĽAKOVÁ, R. - ŢENIŠOVÁ, Z. - JURKOVIČ, Ľ. - ŠOTTNÍK, P. - KRČMÁŘ, D. - BODÁCZ, B. 

Kontaminácia vôd, pôd a riečnych sedimentov arzénom a antimónom na opustenom loţisku Pernek-Kríţnica. In 

Podzemná voda, 2010, roč. 16, č. 1, s. 33-51. 

2. [4] JURKOVIČ, Ľ. - ŠOTTNÍK, P. - FĽAKOVÁ, R. - JANKULÁR, M. - ŢENIŠOVÁ, Z. - VACULÍK, M. Opustené 

Sb loţisko Poproč - zdroj kontaminácie prírodných zloţiek v povodí Olšavy. In Mineralia Slovaca, 2010, roč. 42, s. 

109-120.  
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AEC Vedecké práce v zahraničných recenzovaných vedeckých zborníkoch (aj 

konferenčných), monografiách  
 

AEC01 JANOTKA, Ivan - KRAJČI, Ľudovít - MOJUMDAR, S.C.. Performance of  

sulphoaluminate-belite cement with high C4A3 content. In Ceramics-Silikáty, 2007, 

vol. 51, no. 2, p. 74-81. (0.597 - IF2006). (2007 - Current Contents). ISSN 0862-

5468. 
Citácie: 

1. [1.1] CARMEN MARTIN-SEDENO, M. - CUBEROS, Antonio J. M. - DE LA TORRE, Angeles G. - ALVAREZ-

PINAZO, Gema - ORDONEZ, Luis M. - GATESHKI, Milen - ARANDA, Miguel A. G. Aluminum-rich belite 

sulfoaluminate cements: Clinkering and early age hydration. In CEMENT AND CONCRETE RESEARCH, 2010, 

vol. 40, no. 3, p. 359-369., WOS 

2. [1.1] CUBEROS, Antonio J. M. - DE LA TORRE, Angeles G. - ALVAREZ-PINAZO, G. - CARMEN MARTIN-

SEDENO, M. - SCHOLLBACH, Katrin - POELLMANN, Herbert - ARANDA, Miguel A. G. Active Iron-Rich Belite 

Sulfoaluminate Cements: Clinkering and Hydration. In ENVIRONMENTAL SCIENCE & TECHNOLOGY, 2010, 

vol. 44, no. 17, p. 6855-6862., WOS 

3. [1.1] SELCUK, N. - SONER, I. - SELCUK, E. Synthesis of special cement with fluidised bed combustion ashes. In 

ADVANCES IN CEMENT RESEARCH, 2010, vol. 22, no. 2, p. 107-113., WOS  
 

AEF Vedecké práce v domácich nerecenzovaných vedeckých zborníkoch, monografiách  
 

AEF01 ŢIVICA, Vladimír - DRÁBIK, Milan - BALKOVIC, Svetozár. Betón a oheň. In 

Sanácia betónových konštrukcií : zborník príspevkov zo 6. seminára. - Bratislava : 

Zdruţenie pre sanáciu betónových konštrukcií pri SZSI : Stavebná fakulta STU, 

Katedra betónových konštrukcií a mostov, 2009, p. 23-29. ISBN 978-80-227-3215-

4. 
Citácie: 

1. [4] Transportbetón, základné materialy, vlastnosti, výroba a spracovanie, kontrola kvality, dodávatelia. Editor 

M. Rosová. In TRANSPORTBETÓN, Bratislava, 2010.  

 

AFC Publikované príspevky na zahraničných vedeckých konferenciách  
 

AFC01 ŠAJGALÍK, Pavol - HNATKO, Miroslav - LENČÉŠ, Zoltán. Properties of silicon 

nitride/carbide nano/microcomposites-role of SiC nanoinclusions and grain boundary 

chemistry. In Ceramic Materials and Componets for Engines. - Weinheim : Wiley-

VCH, 2001, p. 559-564. 
Citácie: 

1. [1.1] BALOG, M. - KOVAC, J. - SATKA, S. - HASKO, D. - ZHANG, J. - CRIMP, M.A. - VAVRA, O. - VAVRA, I. 

SiC-based cermet with electrically conductive grain boundaries. In MATERIALS CHARACTERIZATION. ISSN 

1044-5803, APR 2010, vol. 61, no. 4, p. 420-426., WOS  
 

GII Rôzne publikácie a dokumenty, ktoré nemoţno zaradiť do ţiadnej z predchádzajúcich 

kategórií  
 

GII01 MALKIN, Vladimír - MALKINA, Oľga - REVIAKINE, R. - ARBUZNIKOV, A.V. 

- KAUPP, M. - SCHIMMELPFENNIG, B. - MALKIN, I. - RUDD, K. MAG-

reSpect (a property block of respect) - molecular electronic structure program. In 

Software: Magnetic ReSpect program, 2003. 
Citácie: 

1. [1.1] TOBISCH, S. Mechanistic Exploration of Intramolecular Aminodiene Hydroamination/Cyclisation 

Mediated by Constrained Geometry Organoactinide Complexes: A DFT Study. In CHEMISTRY-A EUROPEAN 

JOURNAL. ISSN 0947-6539, 2010, vol. 16, no. 11, p. 3441-3458., WOS 

2. [1.1] TOBISCH, S. Mechanistic Investigation of Organolanthanide-Mediated Hydroamination of Conjugated 

Aminodienes: A Comprehensive Computational Assessment of Various Routes for Diene Activation. In 

CHEMISTRY-A EUROPEAN JOURNAL. ISSN 0947-6539, DEC 2010, vol. 16, no. 46, p. 13814-13823., WOS 
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Príloha D - Údaje o pedagogickej činnosti organizácie  

   

 

Semestrálne prednášky:  

 

RNDr. Juraj Bujdák, DrSc. 

Názov semestr. predmetu: Reakčné mechanizmy 

Počet hodín za semester: 18 

Názov katedry a vysokej školy: Prírodovedecká fakulta UK, Katedra fyzikálnej a  teoretickej 

chémie  

 

doc. RNDr. Milan Drábik, CSc. 

Názov semestr. predmetu: Nové trendy v anorganickej a materiálovej chémii 

Počet hodín za semester: 20 

Názov katedry a vysokej školy: Prírodovedecká fakulta UK, Katedra anorganickej chémie  

 

doc. RNDr. Milan Drábik, CSc. 

Názov semestr. predmetu: Termická analýza 

Počet hodín za semester: 24 

Názov katedry a vysokej školy: Prírodovedecká fakulta UK, Katedra anorganickej chémie  

 

doc. Ing. Dušan Galusek, PhD. 

Názov semestr. predmetu: Technológia špeciálnych anorganických materiálov 

Počet hodín za semester: 26 

Názov katedry a vysokej školy: Fakulta chemickej a potravinárskej technológie STU, Oddelenie 

keramiky, skla a cementu  

  

 

Semestrálne cvičenia:  

 

Ing. Peter Barborík 

Názov semestr. predmetu: Laboratórne cvičenie z anorganickej chémie 

Počet hodín za semester: 11 

Názov katedry a vysokej školy: Fakulta chemickej a potravinárskej technológie STU, Ústav 

anorganickej chémie, technológie a matriálov  

 

Mgr Valéria Bizovská 

Názov semestr. predmetu: Všeobecná a anorganická chémia 

Počet hodín za semester: 52 

Názov katedry a vysokej školy: Prírodovedecká fakulta UK, Katedra anorganickej chémie  

 

Mgr. Anna Brtáňová 

Názov semestr. predmetu: Všeobecná a anorganická chémia 

Počet hodín za semester: 52 

Názov katedry a vysokej školy: Prírodovedecká fakulta UK, Katedra anorganickej chémie  

 

RNDr. Juraj Bujdák, DrSc. 

Názov semestr. predmetu: Pokročilé cvičenie z fyzikálnej chémie 

Počet hodín za semester: 72 

Názov katedry a vysokej školy: Prírodovedecká fakulta UK, Katedra fyzikálnej a  teoretickej 

chémie  
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RNDr. Juraj Bujdák, DrSc. 

Názov semestr. predmetu: Výpočtový seminár z fyzikálnej chémie 

Počet hodín za semester: 24 

Názov katedry a vysokej školy: Prírodovedecká fakulta UK, Katedra fyzikálnej a teoretickej chémie  

 

Mgr. Roman Bystrický 

Názov semestr. predmetu: Cvičenia zo všeobecnej a anorganickej chémie 

Počet hodín za semester: 48 

Názov katedry a vysokej školy: Prírodovedecká fakulta UK, Katedra anorganickej chémie  

 

Mgr. Magdaléna Domanická 

Názov semestr. predmetu: Cvičenia zo všeobecnej a anorganickej chémie 

Počet hodín za semester: 48 

Názov katedry a vysokej školy: Prírodovedecká fakulta UK, Katedra anorganickej chémie  

 

doc. RNDr. Milan Drábik, CSc. 

Názov semestr. predmetu: Termická analýza 

Počet hodín za semester: 12 

Názov katedry a vysokej školy: Prírodovedecká fakulta UK, Katedra anorganickej chémie  

 

Ing. Ondrej Hanzel 

Názov semestr. predmetu: Laboratórne cvičenia z anorganickej chémie 

Počet hodín za semester: 26 

Názov katedry a vysokej školy: Fakulta chemickej a potravinárskej technológie STU, Oddelenie 

anorganickej chémie  

 

Mgr. Michal Vetrecin 

Názov semestr. predmetu: Cvičenia zo všeobecnej a anorganickej chémie  

Počet hodín za semester: 48 

Názov katedry a vysokej školy: Prírodovedecká fakulta UK, Katedra anorganickej chémie  

  

 

Semináre:  

 

RNDr. Juraj Bujdák, DrSc. 

Názov semestr. predmetu: Fyzikálna chémia 

Počet hodín za semester: 24 

Názov katedry a vysokej školy: Prírodovedecká fakulta UK, Katedra fyzikálnej a teoretickej chémie  

 

RNDr. Juraj Bujdák, DrSc. 

Názov semestr. predmetu: Seminár k bakalárskej práci z fyzikálnej chémie 

Počet hodín za semester: 48 

Názov katedry a vysokej školy: Prírodovedecká fakulta UK, Katedra fyzikálnej a teoretickej chémie  

 

RNDr. Juraj Bujdák, DrSc. 

Názov semestr. predmetu: Výberový seminár z fyzikálnej chémie 

Počet hodín za semester: 24 

Názov katedry a vysokej školy: Prírodovedecká fakulta UK, Katedra fyzikálnej a teoretickej chémie  

 

doc. RNDr. Milan Drábik, CSc. 

Názov semestr. predmetu: Seminár z anorganickej chémie 1 

Počet hodín za semester: 12 
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Názov katedry a vysokej školy: Prírodovedecká fakulta UK, Katedra anorganickej chémie  

 

doc. RNDr. Milan Drábik, CSc. 

Názov semestr. predmetu: Seminár z anorganickej chémie 2 

Počet hodín za semester: 12 

Názov katedry a vysokej školy: Prírodovedecká fakulta UK, Katedra anorganickej chémie  

 

doc. RNDr. Milan Drábik, CSc. 

Názov semestr. predmetu: Seminár zo všeobecnej chémie 

Počet hodín za semester: 24 

Názov katedry a vysokej školy: Prírodovedecká fakulta UK, Katedra anorganickej chémie  

 

doc. RNDr. Milan Drábik, CSc. 

Názov semestr. predmetu: Systematická anorganická chémia 1 

Počet hodín za semester: 12 

Názov katedry a vysokej školy: Prírodovedecká fakulta UK, Katedra anorganickej chémie  

 

doc. RNDr. Milan Drábik, CSc. 

Názov semestr. predmetu: Systematická anorganická chémia 2 

Počet hodín za semester: 12 

Názov katedry a vysokej školy: Prírodovedecká fakulta UK, Katedra anorganickej chémie  

 

Mgr. Stanislav Kedţuch, PhD. 

Názov semestr. predmetu: Výpočtový seminár I 

Počet hodín za semester: 24 

Názov katedry a vysokej školy: Prírodovedecká fakulta UK, Výpočtový seminár I  

 

Ing. Samuel Sas 

Názov semestr. predmetu: Proseminár z anorganickej chémie 

Počet hodín za semester: 26 

Názov katedry a vysokej školy: Fakulta chemickej a potravinárskej technológie STU, Ústav 

anorganickej chémie  

  

 

Terénne cvičenia:  

  

 

Individuálne prednášky:  

 

doc. RNDr. Milan Drábik, CSc. 

Názov semestr. predmetu: Anorganické materiály, vybrané kapitoly 

Počet hodín za semester: 2 

Názov katedry a vysokej školy: Fakulta chemickej a potravinárskej technológie STU, Ústav 

anorganickej chémie a technológie  

 

doc. Ing. Zoltán Lenčéš, PhD. 

Názov semestr. predmetu: Pokročilé anorganické materiály 

Počet hodín za semester: 2 

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 Anna Prnová 21   Jozef Kraxner 19 

     Pavol Šajgalík 2 

Česko Juraj Bujdák 4   Valéria Bizovská 2 

 Stanislav Kedţuch 12   Dagmar Galusková 4 

     Veronika Gurišová 8 

     Mária Chromčíková 4 

     Mária Chromčíková 4 

     Mária Chromčíková 4 

     Peter Komadel 2 

     Peter Komadel 2 

     Zoltán Lenčéš 1 

     Zoltán Lenčéš 2 

     Jana Madejová 3 

     Helena Pálková 3 

     Pavol Šajgalík 2 

     Pavol Šajgalík 2 

     Pavol Šajgalík 1 

Čína Michal Korenko 15     

Francúzsko     Miroslav Boča 5 

     Milan Drábik 5 

     Martin Pentrák 3 

     Ľubomír Smrčok 5 

     Ľubomír Smrčok 3 

     Ľubomír Smrčok 5 

Holandsko     Vladimír Malkin 3 

Nemecko Tomáš Plachký 28   Zoltán Lenčéš 3 

     Oľga Malkin 31 

     Vladimír Malkin 31 

     Jaroslav Sedláček 3 

     Ľubomír Smrčok 5 

     Pavol Šajgalík 2 

     Pavol Šajgalík 3 

     Pavol Šajgalík 3 

     Pavol Šajgalík 3 

     Pavol Šajgalík 3 

Nórsko     Michal Korenko 4 

Poľsko Jana Madejová 4     

 Helena Pálková 10     

Rakúsko     Milan Drábik 2 

     Milan Drábik 2 

     Peter Komadel 2 

     Zoltán Lenčéš 1 

     Vladimír Malkin 1 

     Vladimír Malkin 1 
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     Eva Scholtzová 5 

     Eva Scholtzová 12 

     Pavol Šajgalík 1 

Rusko     Oľga Malkin 13 

     Vladimír Malkin 13 

Švédsko     Ľubomír Smrčok 9 

Taliansko     Dušan Galusek 3 

     Ľubomír Smrčok 10 

     Peter Šimurka 5 

Turecko     Zoltán Lenčéš 3 

     Pavol Šajgalík 2 

     Pavol Šajgalík 3 

Ukrajina Blanka Kubíková 6     

 Viliam Pavlík 6     

Veľká 

Británia 

 
 

 
 

Dušan Galusek 
5 

     Ľubomír Smrčok 4 

Počet 

vyslaní spolu 
9 106   55 282 

                  

      (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 Peter Brázda 1 Evelyn Bolanos 3 

 Ondřej Demel 11 Richard Lojka 1 Monika Hrabalová 5 

   Tomáš David 1 Vladana Šamajová 5 

   Tomáš Grygar 1   

Nemecko     Günter Motz 2 

     Michael Hoffmann 2 

Poľsko     Malgorzata Kauch 9 

     Marcin T. Oszajca 104 

Rakúsko     Harald Harmuth 3 

     Sabine Pichlbauer 33 

Rusko G. M. Zhidomirov 1     

 Viktoria Krupskaja 14     

Švédsko     Vratislav Langer 4 

Ukrajina   Anatolii Kiienko 5   

   Irina Talanchuk 5   

   Petro Talanchuk 5   

  
 

Valentyna 

Zhuravlova 
5 

 
 

   Viktor Malyshev 5   

USA     I-Wei Chen 2 

     Ivan Tkáč 2 

     James D. Kubicki 1 

     Rajendra K. Bordia 2 

Veľká 

Británia 

 
 

 
 

Christopher Breen 
3 

Počet prijatí 4 33 9 29 15 180 
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spolu 

                

  (C) Účasť pracovníkov pracoviska na konferenciách v zahraničí (nezahrnutých v "A"):   

Krajina Názov konferencie Meno pracovníka Počet dní 

Austrália 9th IMPRCS Zoltán Lenčéš 11 

  Pavol Šajgalík 11 

Česko 13 Th AER Working 

Group F 

Michal Korenko 4 

 13Th AER Working 

Group F 

František Šimko 4 

 19. Jílová konferencia Peter Komadel 4 

  Martin Pentrák 4 

 33.MČSKS Mária Chromčíková 5 

 BSVVVZ Mária Chromčíková 2 

 ENYGF Peter Barborík 6 

  Michal Korenko 7 

 JCS-Conference Aneţka Křístková 3 

  Oľga Malkin 3 

  Vladimír Malkin 3 

  Jozef Noga 3 

 Konf. Trendy v AT 2011 Michal Korenko 3 

 TAVENINY Miroslav Boča 2 

  Veronika Gurišová 2 

  Miroslav Hnatko 2 

  Blanka Kubíková 2 

  Zoltán Lenčéš 2 

  Pavol Šajgalík 2 

  František Šimko 2 

Čína CICC 2011 Dušan Galusek 7 

  Zoltán Lenčéš 6 

  Pavol Šajgalík 6 

 ICG 2011 Peter Šimurka 8 

Francúzsko SDDR Peter Komadel 3 

  Jana Madejová 3 

Holandsko BAGI Dušan Galusek 5 

  Peter Šimurka 5 

Japonsko FISTC, ISTCP-VII Jozef Noga 15 

Nemecko The Euro-Indian Week Vladimír Malkin 10 

Nórsko MS9 2011 Michal Korenko 6 

  Blanka Kubíková 6 

  František Šimko 6 

Poľsko 5th AACC Milan Drábik 4 

 5th IAACC Milan Drábik 3 

 CESTC Stanislav Kedţuch 4 

 CESTC 2011 Jozef Noga 4 

Rakúsko 14th OC Milan Drábik 4 

 WMMQC Stanislav Komorovský 7 

  Aneţka Křístková 7 

  Oľga Malkin 7 

  Vladimír Malkin 7 

 WTC Stanislav Kedţuch 5 
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Srbsko 9th SM Roman Bystrický 5 

 9th SM  Ondrej Hanzel 5 

Španielsko 13th ICCC Milan Drábik 7 

Švédsko 12th CECS Dušan Galusek 6 

  Zoltán Lenčéš 7 

  Pavol Šajgalík 7 

Taiwan ACTSEA 2011 Dušan Galusek 6 

  Zoltán Lenčéš 5 

 ACTSEA-2011 Pavol Šajgalík 5 

Turecko EUROCLAY 2011 Juraj Bujdák 7 

  Adriana Czímerová 7 

  Ľuboš Jankovič 7 

  Peter Komadel 7 

  Jana Madejová 7 

  Helena Pálková 7 

  Martin Pentrák 7 

  Eva Scholtzová 7 

USA 35th ICEACC Pavol Šajgalík 7 

 The 48th CMS  Peter Komadel 11 

Veľká Británia ICCGGM Mária Chromčíková 7 

Spolu 34 66 359 

  
Vysvetlivky: MAD - medziakademické dohody, KD - kultúrne dohody, VTS - vedecko-technická spolupráca v rámci 

vládnych dohôd  

 

Skratky pouţité v tabuľke C:  

   
12th CECS - 12th Conference of the European Ceramic Society 
13 Th AER Working Group F - 13 TH session of the AER Working Group F 
13Th AER Working Group F - 13 TH session of the AER Working Group F 
13th ICCC - 13th ICCC 
14th OC - 14th Osterreichische Chemitage 
19. Jílová konferencia - 19. Jílová konferencia 
33.MČSKS - 33. Medzinárodný český a slovenský kalorimetrický seminár 
35th ICEACC - 35th International Conference and Exposition on Advanced Ceramics and Composites 
5th AACC - 5th International Aerated Autoclaved Concrete Conference 
5th IAACC - 5 th International Aerated Autoclaved Concrete Conference 
9th IMPRCS - 9th International Meeting of Pacific Rim Ceramic Societies 
9th SM  - The Ninth Students Meeting, Procesing and Application of Ceramics 
ACTSEA 2011 - ACTSEA 2011 
ACTSEA-2011 - ACTSEA-2011 
BAGI - Bringing together Acqademia and Glass Industries 
BSVVVZ - Bielokarpatská sklárska výskumno-vývojová a vzdelávacia základňa 
CESTC - Central European Symposium on Theoretical Chemistry 
CESTC 2011 - CESTC 2011 
CICC 2011 -  China International conference on highperformance ceramics 
CICC 2011 - International conference on highperformance ceramics 
ENYGF - European Nuclear Young Generation Forum (ENYGF) in 2011 in Prague 
ENYGF -  European Nuclear Young Generation Forum  in 2011 
EUROCLAY 2011 - EUROCLAY 2011 Conference 
FISTC, ISTCP-VII - FISTC, ISTCP-VII 
ICCGGM - International Conference on the Chemistry of Glasses and Glass-Forming Melts 
ICG 2011 - The ICG 2011 Annual Meeting and 1st High-tech International Forum on Glass 
JCS-Conference - JCS-Conference Center of AS CR  
Konf. Trendy v AT 2011 - Konferencia Trendy v anorganické technológii 2011 
MS9 2011 - Molten Salts Chemisty and Technology, MS9 2011 Trondheim, - OTS  
MS9 2011 - Molten Salts Chemisty and Technology, MS9 2011 Trondheim - OTS  
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SDDR - Scientific day in honnour of Dominique Righi 
TAVENINY - Interakcia tavenín s progresivnými anorganickými materiálmi 
The 48th CMS  - The 48th Annual Meeting of the Clay Minerals Society 
The Euro-Indian Week - The Euro-Indian Week 
WMMQC - Workshop on  Modern Methods in Quantum Chemistry-"Relativistic paramagnetic NMR" 
WMMQC - Workshop on  Modern Methods in Quantum Chemistry "Relativistic paramagnetic NMR" 
WTC - "Workshop on Theoretical Chemistry" 


