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76 αheoreticalI∞tudyIofItheItlectronicIPropertiesIofI∞iliconI—anocrystalsIPartiallyIPassivatedIwithIrlI
andIuYIJournalrofrPhysicalrChemistryrCWI2012WI]]eWIbhggXbhhc 3.8 26
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72 XanthonesIasIantioxidantsiIaItheoreticalIstudyIonItheIthermodynamicsIandIkineticsIofItheIsingleI
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∞tructuresIthroughItlectronIαransferI−eactionsYIJournalrofrPhysicalrChemistryrCWI2010WI]]cWIg]gcXg]h] 3.8 57
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60 tlectronicI∞tructureIofI∞iliconI—anocrystalsIPassivatedIwithI—itrogenIandIrhlorineYIJournalrofr
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58 tlectronIdonorâ��acceptorIpropertiesIofImetalIatomsIinteractingIwithIpterinsYINewrJournalrofr
ChemistryWI2010WIbcWIahgg 3.6 8

57 ∞ynthesisIandIcharacterizationIofIaIcoupledIbinuclearIruSxTZruSxxxTIcomplexYIJournalrofrtherAmericanr
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56 preIpterinsIableItoImodulateIoxidativeIstressnYITheoreticalrChemistryrAccountsWI2010WI]afWIcgdXcha 1.9 16
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carotenoidsYITheoreticalrChemistryrAccountsWI2010WI]afWIdhdXe[b 1.9 32
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53 −eactivityIofIaluminumIclusterIanionsIwithIammoniaiIselectiveIetchingIofIpl]]SXTIandIpl]aSXTYI
JournalrofrChemicalrPhysicsWI2009WI]b]WI]gcb[d 3.9 17

52 αheoreticalIstudyIonItheIseriesIofI[puSbTrlISbT–ISaT]IcomplexesWIwithI–IlI’iWI—aWIzWI−bWIrsYIJournalrofr
MolecularrModelingWI2009WI]dWI]]edXfb 2 9

51
αheoreticalIstudyIofIpuSxTâ��pgSxTImetallophilicIattractionsIandIluminescenceIofI
[puaScarbTapgS˛…XbWdXPhapzT]ISwithIPhIlIphenylWIpzIlIpyrazolateTIandI
[puSimTrwbSpzTpgaS˛…XbWdXwapzTa]ISwithIimIlIimidazoleTIcomplexesYIComputationalrandrTheoreticalr
ChemistryWI2009WIh[]WIabaXaca

8

50 sonatorXacceptorImapIandIworkIfunctionIforIlinearIpolyeneXconjugatedImoleculesYIpIdensityI
functionalIapproximationIstudyYIJournalrofrPhysicalrChemistryrBWI2009WI]]bWIba]aXf 3.4 25

49 sonatorIacceptorImapIofIpsittacofulvinsIandIanthocyaninsiIareItheyIgoodIantioxidantIsubstancesnYI
JournalrofrPhysicalrChemistryrBWI2009WI]]bWIch]dXa] 3.4 58

48 soIanionicIgoldIclustersImodifyIconventionalIhydrogenIbondsnIαheIinteractionIofIanionicIpuSnTISnIlI
aXcTIwithItheIadenineXuracilIbaseIpairYIJournalrofrPhysicalrChemistryrAWI2009WI]]bWI]]bcXc[ 2.8 31

47 WhatIisIimportantItoIpreventIoxidativeIstressnIpItheoreticalIstudyIonIelectronXtransferIreactionsI
betweenIcarotenoidsIandIfreeIradicalsYIJournalrofrPhysicalrChemistryrBWI2009WI]]bWI]a]]bXa[ 3.4 71

46 sonatorIacceptorImapIforIcarotenoidsWImelatoninIandIvitaminsYIJournalrofrPhysicalrChemistryrAWI
2008WI]]aWIh[bfXca 2.8 155

45 —onconventionalIhydrogenIbondsiIaItheoreticalIstudyIofI[uracilX’]SXTIS’IlIuWIrlWIqrWIxWIplWIvaWIxnTI
complexesYIJournalrofrPhysicalrChemistryrAWI2008WI]]aWI][bhhXc[c 2.8 16

44 αheoreticalIstudyIofIneutralWIanionicWIandIcationicIuracilXpgIandIuracilXpuIsystemsiInonconventionalI
hydrogenIbondsYIJournalrofrPhysicalrChemistryrAWI2008WI]]aWIac[gX]c 2.8 21

43 αheoreticalIstudyIofIcytosineXplWIcytosineXruIandIcytosineXpgISneutralWIanionicIandIcationicTYIJournalr
ofrPhysicalrChemistryrAWI2008WI]]aWI][bbXh 2.8 29

42 pntiradicalIpowerIofIcarotenoidsIandIvitaminItiItestingItheIhydrogenIatomItransferImechanismYI
JournalrofrPhysicalrChemistryrBWI2008WI]]aWI]ehcdXd] 3.4 33

41 −eplyItoIcommentIonIconstructionIofIsimplifiedImodelsItoIsimulateIestrogenicIdisruptionsIbyI
estersIofIcXhydroxyIbenzoicIacidISParabensTIbyIsYIvodfreyYIBiophysicalrChemistryWI2008WI]bgWIed 3.5

(2008-2010)

7



40 αheoreticalIstudyIofItheInovelIsandwichIcompoundI[pubrlbαrIa]aVYIJournalrofrMolecularrModelingWI
2008WI]cWIc]fXad 2 17

39 ronstructionIofIsimplifiedImodelsItoIsimulateIestrogenicIdisruptionsIbyIestersIofIcXhydroxyI
benzoicIacidISparabensTYIBiophysicalrChemistryWI2008WI]bfWI]Xe 3.5 12

38 raWIrdWIZnWIandItheirIionsIinteractingIwithIrytosineiIaItheoreticalIstudyYIJournalrofrPhysicalr
ChemistryrAWI2007WI]]]WIhhb]Xh 2.8 21

37 –etalX–oleculeIxnteractionsIαoIProduceIwydrogeniIIWhatIsoIαheyIwaveIinIrommonnYIJournalrofr
ChemicalrTheoryrandrComputationWI2007WIbWIf[eX]d 6.4

36 ∞equentialIadditionIofIwaOWIrwbOwWIandI—wbItoIplbObXiIaItheoreticalIstudyYIJournalrofrChemicalr
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24
ProductsIofItheIadditionIofIwaterImoleculesItoIplbObXIclustersiIstructureWIbondingWIandIelectronI
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12 tlectronicI∞tructureIofIplbOnIandIplbOnXISnIlI]â��bTIrlustersYIJournalrofrPhysicalrChemistryrAWI2001WI
][dWIgfgfXgfhb 2.8 45

11 ∞tructureWI−eactivityIandIsynamicsIofIptomicIandI–olecularIrlustersIλsingIsensityIuunctionalI
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