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125 pIquantumIchemicalIapproachIrepresentingIaInewIperspectiveIconcerningIagonistIandIantagonistI
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123 pIquantumIchemicalIapproachIrepresentingIaInewIperspectiveIconcerningIagonistIandIantagonistI
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4.8 9
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76 αheoreticalI∞tudyIofItheItlectronicIPropertiesIofI∞iliconI—anocrystalsIPartiallyIPassivatedIwithIrlI
andIuYIJournalrofrPhysicalrChemistryrCWI2012WI]]eWIbhggXbhhc 3.8 26

75 rapsaicinWIaItastyIfreeIradicalIscavengeriImechanismIofIactionIandIkineticsYIJournalrofrPhysicalr
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72 XanthonesIasIantioxidantsiIaItheoreticalIstudyIonItheIthermodynamicsIandIkineticsIofItheIsingleI
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70 —onXconventionalIhydrogenIbondsiIpterinsXmetalIanionsYIPhysicalrChemistryrChemicalrPhysicsWI2011WI
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69 ureeIradicalIscavengerIpropertiesIofI˛–XmangostiniIthermodynamicsIandIkineticsIofIwpαIandI−puI
mechanismsYIJournalrofrPhysicalrChemistryrBWI2011WI]]dWI]adh]Xg 3.4 73

68 PhotoelectronIandIcomputationalIstudiesIofItheIcopperXnucleosideIanionicIcomplexesWI
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complexesYIJournalrofrChemicalrPhysicsWI2010WI]bbWI[gcb[b 3.9 1

65 ureeI−adicalI∞cavengingIpctivityIofIλltrashortI∞ingleXWalledIrarbonI—anotubesIwithIsifferentI
∞tructuresIthroughItlectronIαransferI−eactionsYIJournalrofrPhysicalrChemistryrCWI2010WI]]cWIg]gcXg]h] 3.8 57

64 ∞izeI–attersWIbutIxsIqeingIPlanarIofIpnyI−elevancenItlectronIsonorâ��pcceptorIPropertiesIofI—eutralI
voldIrlustersIupItoIa[IptomsYIJournalrofrPhysicalrChemistryrCWI2010WI]]cWIa]ac[Xa]ace 3.8 33

63 OnItheIureeI−adicalI∞cavengingIrapabilityIofIrarboxylatedI∞ingleXWalledIrarbonI—anotubesYI
JournalrofrPhysicalrChemistryrCWI2010WI]]cWIebebXebf[ 3.8 27

62 tffectIofIsifferentIuunctionalIvroupsIonItheIureeI−adicalI∞cavengingIrapabilityIofI∞ingleXWalledI
rarbonI—anotubesYIJournalrofrPhysicalrChemistryrCWI2010WI]]cWI]cfbcX]cfbh 3.8 25

61 rarotenoidsIcanIactIasIantioxidantsIbyIoxidizingItheIsuperoxideIradicalIanionYIPhysicalrChemistryr
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—anotubesYIJournalrofrPhysicalrChemistryrCWI2010WI]]cWIgb[aXgb[g 3.8 36
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58 tlectronIdonorâ��acceptorIpropertiesIofImetalIatomsIinteractingIwithIpterinsYINewrJournalrofr
ChemistryWI2010WIbcWIahgg 3.6 8

57 ∞ynthesisIandIcharacterizationIofIaIcoupledIbinuclearIruSxTZruSxxxTIcomplexYIJournalrofrtherAmericanr
ChemicalrSocietyWI2010WI]baWI][eedXf 16.4 16

56 preIpterinsIableItoImodulateIoxidativeIstressnYITheoreticalrChemistryrAccountsWI2010WI]afWIcgdXcha 1.9 16

55 αheoreticalIstudyIonItheIchemicalIfateIofIadductsIformedIthroughIfreeIradicalIadditionIreactionsItoI
carotenoidsYITheoreticalrChemistryrAccountsWI2010WI]afWIdhdXe[b 1.9 32

54 pdenineâ��puIandIadenineâ��uracilâ��puYI—onXconventionalIhydrogenIbondsIofItheIanionsIandI
donatorâ��acceptorIpropertiesIofItheIneutralsYIComputationalrandrTheoreticalrChemistryWI2010WIhbhWIbcXcb 8

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
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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
PhysicsWI2007WI]aeWI[acb[h 3.9 6

35 tlectronicIstructureIandIluminescenceIofI[pu∞aPPhSOrwarwrwaT]aIcomplexYIComputationalrandr
TheoreticalrChemistryWI2007WIga[WI]c]X]cf 25
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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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