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123 QMaMMItpproachesIShedI≤ightIonIzyPIPuzzlesXIChallengesgandgAdvancesgingComputationalg
ChemistrygandgPhysicsVI2021VIdicWdld 0.7 2

122 MolecularIModelingIRevealsItheIMechanismIofIRanWRanztPWvatalyzedIzuanosineITriphosphateI
–ydrolysisIwithoutIanItrginineIyingerXIACSgCatalysisVI2021VIccVIklkgWkllk 13.1 3

121 StallingIchromophoreIsynthesisIofItheIfluorescentIproteinIVenusIrevealsItheImolecularIbasisIofItheI
finalIoxidationIstepXIChemicalgScienceVI2021VIcdVIiiegWiifg 9.4 5

120 —nterplayIbetweenI≤ocallyIxxcitedIandIvhargeITransferIStatesIzovernsItheIPhotoswitchingI
MechanismIinItheIyluorescentIProteinIwreiklangXIJournalgofgPhysicalgChemistrygBVI2021VIcdgVIigiWiib 3.4 5

119 ModelingIphotophysicalIpropertiesIofItheIbacteriophytochromeWbasedIfluorescentIproteinI—yPcXfXI
JournalgofgChemicalgPhysicsVI2021VIcgfVIbhgcbc 3.9 1

118 TuningIxlectrostaticIzatingIofISemiconductingIvarbonIΠanotubesIbyIvontrollingIProteinI
βrientationIinIuiosensingIwevicesXIAngewandtegChemiegwgInternationalgEditionVI2021VIhbVIdbckfWdbckl 16.4 3

117 TuningIxlectrostaticIzatingIofISemiconductingIvarbonIΠanotubesIbyIvontrollingIProteinI
βrientationIinIuiosensingIwevicesXIAngewandtegChemieVI2021VIceeVIdbefhWdbegc 3.6 0

116
ProtonationIStatesIofIMolecularIzroupsIinItheIvhromophoreWuindingISiteIModulateIPropertiesIofI
theIReversiblyISwitchableIyluorescentIProteinIrsxzyPdXIJournalgofgPhysicalgChemistrygLettersVI2021VI
cdVIkdheWkdic

6.4 1

115 TheoreticalIcharacterizationIofItheIphotochemicalIreactionIvβdIUIβRePSIWqIvβIUIβdIrelatedItoI
experimentsIinIsolidIkryptonXIChemicalgPhysicsgLettersVI2020VIifhVIceiebe 2.5 1

114 StructureIofItheIurainIWtcetylaspartateIuiosyntheticIxnzymeIΠtTk≤IRevealedIbyIvomputerI
ModelingXIACSgChemicalgNeuroscienceVI2020VIccVIddlhWdebd 5.7 1

113 StudyIandImodelingIofImechanismsIofIcholinesterasisIreactionsIinIorderItoIimproveItheirIcatalyticI
propertiesIinItheIneutralizationIreactionsIofIorganophosphorousIcompoundsI2020VIcefWcif

112 StudyIandImodelingIofImechanismsIofIcholinesterasisIreactionsIinIorderItoIimproveItheirIcatalyticI
propertiesIinItheIneutralizationIreactionsIofIorganophosphorusIcompoundsI2020VIcfbWckb

111 –umanIcholinesterasesI2020VIhlWcdh

110 βRztΠβP–βSP–βRUSIΠxURβTβX—ΠSI2020VI 5

109 –umanIcholinesterasesI2020VIheWcdb

108 MechanismsIofItTPItoIctMPIvonversionIvatalyzedIbyItheIMammalianItdenylylIvyclasemItIRoleIofI
MagnesiumIvoordinationIShellsIandIProtonIWiresXIJournalgofgPhysicalgChemistrygBVI2020VIcdfVIfgcWfhb 3.4 7

107 wiversityIofImechanismsIinIRasWztPIcatalysisIofIguanosineItriphosphateIhydrolysisIrevealedIbyI
molecularImodelingXIOrganicgandgBiomoleculargChemistryVI2019VIciVIfkilWfklc 3.9 10

Bella L Grigorenko

2



106 vomputerWdesignedIactiveIhumanIbutyrylcholinesteraseIdoubleImutantIwithIaInewIcatalyticItriadXI
ChemicowBiologicalgInteractionsVI2019VIebhVIcekWcfh 5 30

105 vomputationalIvhallengesIinIModelingIofIRepresentativeIuioimagingIProteinsmIzyPW≤ikeIProteinsVI
ylavoproteinsVIandIPhytochromesXIJournalgofgPhysicalgChemistrygBVI2019VIcdeVIhceeWhcfl 3.4 25

104 ModelingIofItheIglycineItripeptideIcyclizationIinItheISerhgzlyaTyrhhzlyImutantIofIgreenI
fluorescentIproteinXIMendeleevgCommunicationsVI2019VIdlVIckiWckl 1.9 6

103 vomputationalIModelingIRevealsItheIMechanismIofIyluorescentIStateIRecoveryIinItheIReversiblyI
PhotoswitchableIProteinIwreiklangXIJournalgofgPhysicalgChemistrygBVI2019VIcdeVIklbcWklbl 3.4 5

102 xffectIofIsolvationIwaterIshellsIonIenzymeIactiveIsitesIinIzincWdependentIhydrolasesXIStructuralg
ChemistryVI2019VIebVIfkcWfkk 1.8 3

101 βptimizationIofIvholinesteraseWuasedIvatalyticIuioscavengersItgainstIβrganophosphorusItgentsXI
FrontiersgingPharmacologyVI2018VIlVIdcc 5.6 52

100 MechanismIofIMetalloW˛†W≤actamaseI—nhibitionIbyIβxacephalosporinItntibioticXIMoscowgUniversityg
ChemistrygBulletinVI2018VIieVIcggWcgi 0.5 0

99 ModelingIstructureIandIexcitationIofIbiliverdinWbindingIdomainsIinIinfraredIfluorescentIproteinsXI
ChemicalgPhysicsgLettersVI2018VIicbVIglWhe 2.5 12

98 tmideWimideItautomerizationIinItheIglutamineIsideIchainIinIenzymaticIandIphotochemicalIreactionsI
inIproteinsXIPhysicalgChemistrygChemicalgPhysicsVI2018VIdbVIdekdiWdekeh 3.6 17

97 —mprovingItheIwesignIofItheITripleWweckerIMotifIinIRedIyluorescentIProteinsXIJournalgofgPhysicalg
ChemistrygBVI2017VIcdcVIcbhbdWcbhbl 3.4 6

96 MolecularIModelingIvlarifiesItheIMechanismIofIvhromophoreIMaturationIinItheIzreenIyluorescentI
ProteinXIJournalgofgthegAmericangChemicalgSocietyVI2017VIcelVIcbdelWcbdfl 16.4 31

95 PhotoinducedIvhemistryIinIyluorescentIProteinsmIvurseIorIulessingrXIChemicalgReviewsVI2017VIcciVIigkWilg68.1 154

94 ModelingIhydrolysisIofItheIcyclicIdimericIguanosineImonophosphateIbyIphosphodiesterasesXI
MoscowgUniversitygChemistrygBulletinVI2016VIicVIcdWcg 0.5 1

93
TheoreticalIvibrationalIspectroscopyIofIintermediatesIandItheIreactionImechanismIofItheI
guanosineItriphosphateIhydrolysisIbyItheIproteinIcomplexIRasWztPXISpectrochimicagActagwgPartgA:g
MoleculargandgBiomoleculargSpectroscopyVI2016VIchhVIhkWid

4.4 6

92
vomputationalIcharacterizationIofItheIallWatomIstructureIandItheIcalciumIbindingIsitesIofItheI
≤–câ��RvIcoreIcomplexIfromIThermochromatiumItepidumXIJournalgofgTheoreticalgandgComputationalg
ChemistryVI2016VIcgVIchgbbdb

1.8 2

91 ModelingItheIvompleteIvatalyticIvycleIofItspartoacylaseXIJournalgofgPhysicalgChemistrygBVI2016VI
cdbVIfddcWec 3.4 20

90 tnalysisIofIprotonIwiresIinItheIenzymeIactiveIsiteIsuggestsIaImechanismIofIcWdiWzMPIhydrolysisIbyI
theIxt≤IdomainIphosphodiesterasesXIProteins:gStructurevgFunctiongandgBioinformaticsVI2016VIkfVIchibWchkb4.2 4

89 tI≤ightW—nducedIReactionIwithIβxygenI≤eadsItoIvhromophoreIwecompositionIandI—rreversibleI
PhotobleachingIinIzyPWTypeIProteinsXIJournalgofgPhysicalgChemistrygBVI2015VIcclVIgfffWgd 3.4 23

(2015-2019)

3



88 ModelingIreactivationIofItheIphosphorylatedIhumanIbutyrylcholinesteraseIbyIQMRwyTuSaMMI
calculationsXIJournalgofgTheoreticalgandgComputationalgChemistryVI2015VIcfVIcggbbgc 1.8 11

87 WhyIdoesImutationIofIzlnhcIinIRasIbyItheInitroIanalogIΠzlnImaintainIactivityIofIRasWztPIinI
hydrolysisIofIguanosineItriphosphaterXIProteins:gStructurevgFunctiongandgBioinformaticsVI2015VIkeVIdblcWl 4.2 9

86 –ydrolysisIofIzuanosineITriphosphateIRzTPSIbyItheIRas´•ztPIProteinIvomplexmIReactionIMechanismI
andIKineticISchemeXIJournalgofgPhysicalgChemistrygBVI2015VIcclVIcdkekWfg 3.4 37

85 ModelingItheIroleIofIzcdVIandIzceVIRasImutationsIinItheIRasWztPWcatalyzedIhydrolysisIreactionIofI
guanosineItriphosphateXIBiochemistryVI2014VIgeVIibleWl 3.2 31

84 tllWatomIstructuresIandIcalciumIbindingIsitesIofItheIbacterialIphotosyntheticI≤–cWRvIcoreIcomplexI
fromIThermochromatiumItepidumXIJournalgofgMoleculargModelingVI2014VIdbVIddki 2 5

83 vatalyticIvycleIofIPenicillinItcylaseIfromIxscherichiaIcolimIQMaMMIModelingIofIvhemicalI
TransformationsIinItheIxnzymeItctiveISiteIuponIPenicillinIzI–ydrolysisXIACSgCatalysisVI2014VIfVIdgdcWdgdl13.1 19

82 TheIstructureIofItheIenzymeWsubstrateIcomplexIofItheIphosphodiesteraseIcatalyticIdomainIwithI
cyclicIdiguanosineImonophosphateXIMoscowgUniversitygChemistrygBulletinVI2014VIhlVIcWf 0.5 1

81 vomputerImodelingIofIcomponentsIofIphotoreceptorIsystemsXIRussiangChemicalgBulletinVI2014VIheVIcibeWcibl1.7 1

80 βpticalItransitionsIinItheIlightWharvestingIcomplexesIofIbacterialIphotosyntheticIcentersXIMoscowg
UniversitygChemistrygBulletinVI2014VIhlVIcgdWcgf 0.5 2

79 yirstWprinciplesIcharacterizationIofItheIenergyIlandscapeIandIopticalIspectraIofIgreenIfluorescentI
proteinIalongItheItWq—WquIprotonItransferIrouteXIJournalgofgthegAmericangChemicalgSocietyVI2013VIcegVIccgfcWl16.4 55

78 MolecularImodelIofI≤–cIlightWharvestingIcomplexIofItheIphotosyntheticIcenterIofI
ThermochromatiumItepidumIbacteriaXIMoscowgUniversitygChemistrygBulletinVI2013VIhkVIkbWkd 0.5 2

77 βnIquantumImechanicalWWmolecularImechanicalIRQMaMMSIapproachesItoImodelIhydrolysisIofI
acetylcholineIbyIacetylcholinesteraseXIChemicowBiologicalgInteractionsVI2013VIdbeVIgcWh 5 14

76 ThermalIisomerizationIofItheIchromoproteinIasyPglgIandIitsIkindlingImutantItcfezmIQMaMMI
molecularIdynamicsIsimulationsXIJournalgofgPhysicalgChemistrygBVI2013VIcciVIcegbiWcf 3.4 7

75 TowardsIquantumWbasedImodelingIofIenzymaticIreactionIpathwaysmItpplicationItoItheI
acetylholinesteraseIcatalysisXIChemicalgPhysicsgLettersVI2013VIgghVIdgcWdgg 2.5 7

74 UnusualIemittingIstatesIofItheIkindlingIfluorescentIproteinmIappearanceIofItheIcationicI
chromophoreIinItheIzyPIfamilyXIJournalgofgPhysicalgChemistrygBVI2013VIcciVIiddkWef 3.4 12

73 TripleWweckerIMotifIforIRedWShiftedIyluorescentIProteinIMutantsXIJournalgofgPhysicalgChemistryg
LettersVI2013VIfVIcifeWi 6.4 25

72
MinimumIenergyIreactionIprofilesIforItheIhydrolysisIreactionIofItheIcyclicIguanosineI
monophosphateIinIwatermIvomparisonIofItheIresultsIofItwoIQMaMMIapproachesXIComputationalg
andgTheoreticalgChemistryVI2012VIlkeVIkkWlf

2 7

71 QuantumIchemistryIbehindIbioimagingmIinsightsIfromIabIinitioIstudiesIofIfluorescentIproteinsIandI
theirIchromophoresXIAccountsgofgChemicalgResearchVI2012VIfgVIdhgWig 24.3 114
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70 QuantumIchemicalImodellingIinItheIresearchIofImolecularImechanismsIofIenzymaticIcatalysisXI
RussiangChemicalgReviewsVI2012VIkcVIcbccWcbdg 6.8 26

69
TowardIMolecularW≤evelIvharacterizationIofIPhotoinducedIwecarboxylationIofItheIzreenI
yluorescentIProteinmItccessibilityIofItheIvhargeWTransferIStatesXIJournalgofgChemicalgTheorygandg
ComputationVI2012VIkVIclcdWdb

6.4 22

68 QuantumImechanicalamolecularImechanicalIanalysisIofImechanismsIofIenzymeIactionXI–umanI
acetylcholinesteraseXIRussiangChemicalgBulletinVI2011VIhbVIdclhWddbf 1.7 1

67 xffectIofIproteinIenvironmentIonIelectronicallyIexcitedIandIionizedIstatesIofItheIgreenIfluorescentI
proteinIchromophoreXIJournalgofgPhysicalgChemistrygBVI2011VIccgVIkdlhWebe 3.4 82

66 vomputationalIcharacterizationIofIreactionIintermediatesIinItheIphotocycleIofItheIsensoryIdomainI
ofItheItpptIblueIlightIphotoreceptorXIPhotochemistrygandgPhotobiologyVI2011VIkiVIghfWie 3.6 23

65 MinimumIenergyIreactionIprofilesIforItTPIhydrolysisIinImyosinXIJournalgofgMoleculargGraphicsgandg
ModellingVI2011VIecVIcWf 2.8 24

64 vonformationalIpartitioningIinIp–WinducedIfluorescenceIofItheIkindlingIfluorescentIproteinIRKyPSXI
JournalgofgPhysicalgChemistrygBVI2011VIccgVIlclgWdbc 3.4 11

63 ModelingIofIcalciumIbindingIinItheIlightWharvestingIcomplexIofIphotosyntheticIreactionIcenterIofI
theIThermochromatiumItepidumIbacteriumXIMoscowgUniversitygChemistrygBulletinVI2011VIhhVIkbWkd 0.5 4

62 ModelingItheImechanismIofIhydrolysisIofIcyclicIguanosineImonophosphatesIinIaqueousIsolutionXI
MoscowgUniversitygChemistrygBulletinVI2011VIhhVIddlWdec 0.5 2

61 vouplingIbetweenItheIu≤UyIandIxt≤IdomainsIinItheIblueIlightWregulatedIphosphodiesteraseIulrPcXI
JournalgofgMoleculargModelingVI2011VIciVIcgilWkh 2 15

60 ModelingIStructuresIandISpectraIofITrappedISpeciesIinI≤owWTemperatureIMatricesI2011VIffiWfhk

59
PotentialIxnergyI≤andscapeIofItheIxlectronicIStatesIofItheIzyPIvhromophoreIinIwifferentI
ProtonationIyormsmIxlectronicITransitionIxnergiesIandIvonicalI—ntersectionsXIJournalgofgChemicalg
TheorygandgComputationVI2010VIhVIdeiiWki

6.4 95

58 tlgorithmsIofItheIflexibleIeffectiveIfragmentImethodIusedIforImodelingIofItransformationsIinI
enzymeIactiveIsitesXIMoscowgUniversitygChemistrygBulletinVI2010VIhgVIeggWegi 0.5 1

57
QuantumIvhemistryIvalculationsIProvideISupportItoItheIMechanismIofItheI≤ightW—nducedIStructuralI
vhangesIinItheIylavinWuindingIPhotoreceptorIProteinsXIJournalgofgChemicalgTheorygandgComputationVI
2010VIhVIddleWebd

6.4 36

56 ModelingIofItheImechanismIofIhydrolysisIofIsuccinylcholineIinItheIactiveIsiteIofInativeIandImodifiedI
RtspibzlySIhumanIbutyrylcholinesteraseXIRussiangChemicalgBulletinVI2010VIglVIggWhb 1.7 5

55 βnIphotoabsorptionIofItheIneutralIformIofItheIgreenIfluorescentIproteinIchromophoreXIBiophysicalg
ChemistryVI2009VIcfgVIcWh 3.5 20

54 uiochemicalIevidenceIforItheItyrosineIinvolvementIinIcationicIintermediateIstabilizationIinImouseI
betaWcaroteneIcgVIcgQWmonooxygenaseXIBMCgBiochemistryVI2009VIcbVIec 4.8 18

53 SimulatedIckβIkineticIisotopeIeffectsIinIenzymaticIhydrolysisIofIguanosineItriphosphateXI
BiochemistrygrMoscowsVI2009VIifVIcbffWk 2.9 4
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52 vonformationWdependentIchemicalIreactionIofIformicIacidIwithIanIoxygenIatomXIJournalgofgPhysicalg
ChemistrygAVI2009VIcceVIkcfeWh 2.8 30

51
QuantumIvhemicalIuenchmarkIStudiesIofItheIxlectronicIPropertiesIofItheIzreenIyluorescentI
ProteinIvhromophoremIdXIvisWTransI—somerizationIinIWaterXIJournalgofgChemicalgTheorygandg
ComputationVI2009VIgVIclbiWcf

6.4 42

50
QuantumIvhemicalIuenchmarkIStudiesIofItheIxlectronicIPropertiesIofItheIzreenIyluorescentI
ProteinIvhromophoreXIcXIxlectronicallyIxxcitedIandI—onizedIStatesIofItheItnionicIvhromophoreIinI
theIzasIPhaseXIJournalgofgChemicalgTheorygandgComputationVI2009VIgVIcklgWlbh

6.4 104

49 βpeningItheItrgWzluIsaltIbridgeIinImyosinmIcomputationalIstudyXIPhysicalgChemistrygChemicalg
PhysicsVI2009VIccVIfkbfWi 3.6 6

48 MolecularImodelsIpredictIlightWinducedIglutamineItautomerizationIinIu≤UyIphotoreceptorsXI
BiophysicalgJournalVI2008VIlfVIekidWl 2.9 103

47 vonformationIdependenceIofIpKaQsIofItheIchromophoresIfromItheIpurpleIasyPglgIandIyellowI
zyPgekIfluorescentIproteinsXIComputationalgandgTheoreticalgChemistryVI2008VIkheVIelWfe 12

46 TheoreticalIcharacterizationIofItheIcVeWdiazaazuleneImoleculeIandIitsIderivativesXIComputationalg
andgTheoreticalgChemistryVI2008VIkggVIfbWff 4

45 MechanismsIofIenzymaticIhydrolysisIofInucleosideItriphosphatesIbyIquantumIandImolecularI
mechanicsXIRussiangJournalgofgGeneralgChemistryVI2008VIikVIhlhWibe 0.7

44
StructureIofItheIenzymeWsubstrateIcomplexIforIguanosineItriphosphateIhydrolysisIbyIelongationI
factorIxyWTumIvomparisonIofIquantumImechanicsamolecularImechanicsIandImolecularIdynamicsI
resultsXIMoscowgUniversitygChemistrygBulletinVI2008VIheVIedcWede

0.5 1

43 PhotochemicalIsynthesisIofI–dβdIfromItheI–dβXXXβRePSIvanIderIWaalsIcomplexmIexperimentalI
observationsIinIsolidIkryptonIandItheoreticalImodelingXIJournalgofgPhysicalgChemistrygAVI2007VIcccVIccfffWl2.8 15

42 TheIroleIofImagnesiumIinIhydrolysisIofItriphosphatesIinIwatermIQuantumImechanicalamolecularI
mechanicalImodelingXIMoscowgUniversitygChemistrygBulletinVI2007VIhdVIcdeWcdi 0.5 1

41 —mplementationIofIaImolecularIdynamicsIapproachIwithIrigidIfragmentsItoIsimulationIofIchemicalI
reactionsIinIbiomolecularIsystemsXIMoscowgUniversitygChemistrygBulletinVI2007VIhdVIciiWcil 0.5 2

40 MechanismIofItheImyosinIcatalyzedIhydrolysisIofItTPIasIrationalizedIbyImolecularImodelingXI
ProceedingsgofgthegNationalgAcademygofgSciencesgofgthegUnitedgStatesgofgAmericaVI2007VIcbfVIibgiWhc 11.5 64

39 —nvestigationIofImatrixWisolatedIspeciesmIspectroscopyIandImolecularImodellingXIRussiangChemicalg
ReviewsVI2007VIihVIcbkgWcbld 6.8 4

38 MechanismsIofIguanosineItriphosphateIhydrolysisIbyIRasIandIRasWztPIproteinsIasIrationalizedIbyI
abIinitioIQMaMMIsimulationsXIProteins:gStructurevgFunctiongandgBioinformaticsVI2007VIhhVIfghWhh 4.2 76

37 MechanismIofItriphosphateIhydrolysisIinIaqueousIsolutionmIQMaMMIsimulationsIinIwaterIclustersXI
JournalgofgPhysicalgChemistrygBVI2006VIccbVIffbiWcd 3.4 56

36 MolecularIModelingItheIReactionIMechanismIofISerineWvarboxylIPeptidasesXIJournalgofgChemicalg
TheorygandgComputationVI2006VIdVIcchkWig 6.4 9

35 zroundWstateIstructuresIandIverticalIexcitationsIforItheIkindlingIfluorescentIproteinIasyPglgXI
JournalgofgPhysicalgChemistrygBVI2006VIccbVIckhegWfb 3.4 29
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34 ModelingIdioxygenIbindingItoItheInonWhemeIironWcontainingIenzymesXIInternationalgJournalgofg
QuantumgChemistryVI2006VIcbhVIdckfWdclb 2.1 15

33 transIandIcisIvhromophoreIstructuresIinItheIkindlingIfluorescentIproteinIasyPglgXIChemicalgPhysicsg
LettersVI2006VIfdfVIckfWckk 2.5 21

32 vomputationalIstudyIofIaItransitionIstateIanalogIofIphosphorylItransferIinItheIRasWRasztPI
complexmItlyRxSIversusIMgyeWXIJournalgofgMoleculargModelingVI2005VIccVIgbeWk 2 10

31 QMaMMImodelingItheIRasWztPIcatalyzedIhydrolysisIofIguanosineItriphosphateXIProteins:gStructurevg
FunctiongandgBioinformaticsVI2005VIhbVIflgWgbe 4.2 84

30 StructuresIofItheIPeptideâ��WaterIvomplexesIStudiedIbyItheI–ybridIQuantumI
Mechanicalâ��MolecularIMechanicalIRQMaMMSITechniqueXIStructuralgChemistryVI2004VIcgVIeWl 1.8 10

29 ModelingIofIserineIproteaseIprototypeIreactionsIwithItheIflexibleIeffectiveIfragmentIpotentialI
quantumImechanicalamolecularImechanicalImethodXITheoreticalgChemistrygAccountsVI2004VIcccVIehWfk 1.9 36

28 QuantumIchemicalImodelingIofItheIzTPIhydrolysisIbyItheIRtSWztPIproteinIcomplexXIBiochimicagEtg
BiophysicagActagwgProteinsgandgProteomicsVI2004VIcibbVIcdgWeh 4 40

27 QMaMMImodelingIofItheIglutathioneâ��hydroxymethylIradicalIreactionIinIwaterXIPhysicalgChemistryg
ChemicalgPhysicsVI2004VIhVIcbecWcbek 3.6 9

26 ylexibleIeffectiveIfragmentIQMaMMImethodmIvalidationIthroughItheIchallengingItestsXIJournalgofg
ComputationalgChemistryVI2003VIdfVIcfcbWdb 3.5 61

25 QuantumIvhemicalISimulationsIofItheIProtonITransferIinIWaterIWiresItttachedItoIMolecularIWallsXI
JournalgofgPhysicalgChemistrygBVI2003VIcbiVIdlgkWdlhg 3.4 20

24 tIQMaMMIapproachIwithIeffectiveIfragmentIpotentialsIappliedItoItheIdipeptideâ��waterIstructuresXI
ComputationalgandgTheoreticalgChemistryVI2002VIgkcVIchiWcig 37

23 βnItheIβriginIofIPotentialIuarrierIforItheIReactionIβ–WIUIvβdIWqI–vβeWIinIWatermIIStudiesIbyIUsingI
vontinuumIandIvlusterISolvationIMethodsXIJournalgofgPhysicalgChemistrygBVI2002VIcbhVIciefWcifb 3.4 32

22
ModelingIofIuiomolecularISystemsIwithItheIQuantumIMechanicalIandIMolecularIMechanicalI
MethodIuasedIonItheIxffectiveIyragmentIPotentialITechniquemIIProposalIofIylexibleIyragmentsXI
JournalgofgPhysicalgChemistrygAVI2002VIcbhVIcbhheWcbhid

2.8 60

21 —ntermolecularIcomplexesIofI–Xeβ–IwithIwatermIstabilizationIandIdestabilizationIeffectsXIJournalgofg
thegAmericangChemicalgSocietyVI2002VIcdfVIcbibhWcc 16.4 86

20 xmissionIofIS–IradicalsIinIsolidIkryptonmImixedIquantumWclassicalImolecularIdynamicsIsimulationsXI
ChemicalgPhysicsgLettersVI2001VIeekVIeciWedd 2.5 4

19 tnIanalysisIofIstationaryIpointsIonItheIR–ySnIpotentialIsurfacesIRnâ�⁄hSIpredictedIbyItheI
diatomicsWinWionicWsystemsImodelXIComputationalgandgTheoreticalgChemistryVI2000VIflkVIfiWhb 5

18 –ydrogenIbondingIatItheIdiatomicsWinWmoleculesIlevelmIWaterIclustersXIJournalgofgChemicalgPhysicsVI
2000VIcceVIdhekWdhfi 3.9 16

17 tInewIhybridIapproachIforImodelingIreactionsIinImolecularIclustersmItpplicationIforItheIhydrogenI
bondedIsystemsXIJournalgofgChemicalgPhysicsVI2000VIccdVIgceWgdc 3.9 7
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16 xxcitedWstateIsiteIeffectsIinIluminescenceIspectroscopyIofIS–IradicalsIinIkryptonImatricesmI
xxperimentIandIsimulationsXIJournalgofgChemicalgPhysicsVI1999VIccbVIgkehWgkfe 3.9 10

15 wiatomicsWinWionicWsystemsIandIabIinitioIpredictionsIforItheIstationaryIpointsIonIpotentialIenergyI
surfacesIofItheIR–ySnIclustersIRnpeâ��hSXIJournalgofgChemicalgPhysicsVI1999VIcccVIfffdWffgd 3.9 13

14 tr–yIvibrationalIpredissociationIdynamicsIusingItheIdiatomicsWinWmoleculeIpotentialIenergyI
surfaceXIJournalgofgChemicalgPhysicsVI1999VIcccVIdfibWdfii 3.9 22

13 tbIinitioIpotentialIcurvesIofItheIfragmentsIandIdiatomicsWinWmoleculesIpotentialIenergyIsurfacesI
forItheIS–rKrIcomplexXIChemicalgPhysicsgLettersVI1999VIebcVIdkiWdlh 2.5 13

12 Mwâ��w—MIsimulationsIofItheIe˛ gRionWpairSWqe˛ uRvalenceSIredWshiftedItransitionsIofIvldIinIneonI
matricesXIChemicalgPhysicsgLettersVI1998VIdlhVIkfWld 2.5 9

11 TowardsIquantitativeIdiatomicsWinWmoleculesImodelIforItheIwaterImoleculeXIChemicalgPhysicsVI1998VI
dedVIedcWedk 2.3 6

10 –ydrogenIbondingIdescribedIthroughIdiatomicsWinWionicWsystemsmITheI–yIdimerXIJournalgofgChemicalg
PhysicsVI1998VIcbkVIffceWffdg 3.9 29

9 ModelingItheIspectraIofImatrixWisolatedImoleculesXIJournalgofgStructuralgChemistryVI1997VIekVIdbiWdcc 0.9
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