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k Paper IF Citations

113 MachineIlearningIrevealsIkeyIionIselectivityImechanismsIinIpolymericImembranesIwithI
subnanometerIporesXXISciencehAdvancesVI2022VIhVIeablegga 14.3 6

112 RepresentationsIandIstrategiesIforItransferableImachineIlearningIimproveImodelIperformanceIinI
chemicalIdiscoveryXXIJournalhofhChemicalhPhysicsVI2022VIaefVIZgdaZa 3.9 1

111 somputationalIScalingIRelationshipsIPredictIuxperimentalIqctivityIandIRateW–imitingIrehaviorIinI
xomogeneousIWaterIαxidationXXIInorganichChemistryVI2022VI 5.1 1

110 uliminatingItelocalizationIurrorItoIymproveIxeterogeneousIsatalysisIPredictionsIwithIMolecularI
tvTIUIXXIJournalhofhChemicalhTheoryhandhComputationVI2022VI 6.4 2

109 yrreversibleIsynthesisIofIanIultrastrongItwoWdimensionalIpolymericImaterialXXINatureVI2022VIfZbVIiaWie 50.4 3

108 QuantumWMechanicalYMolecularWMechanicalIRQMYMMSISimulationsIforIUnderstandingIunzymeI
tynamicsXIMethodshinhMolecularhBiologyVI2022VIbcigVIbbgWbdh 1.4

107 qudacityIofIhugejIovercomingIchallengesIofIdataIscarcityIandIdataIqualityIforImachineIlearningIinI
computationalImaterialsIdiscoveryXICurrenthOpinionhinhChemicalhEngineeringVI2022VIcfVIaZZggh 5.4 1

106 MαvSimplifyVImachineIlearningImodelsIwithIextractedIstabilityIdataIofIthreeIthousandI
metalWorganicIframeworksXXIScientifichDataVI2022VIiVIgd 8.2 1

105 –argeWScaleIScreeningIRevealsIThatIweometricIStructureIMattersIMoreIThanIulectronicIStructureIinI
theIrioinspiredIsatalystItesignIofIvormateItehydrogenaseIMimicsXIACShCatalysisVI2022VIabVIchcWcif 13.1 0

104 qreIVanadiumIyntermediatesISuitableIMimicsIinIΣonWxemeIyronIunzymesoIqnIulectronicIStructureI
qnalysisXIACShCatalysisVI2022VIabVIedhiWeeZa 13.1 0

103
UnderstandingItheIchemicalIbondingIofIgroundIandIexcitedIstatesIofIxfαIandIxfrIwithIcorrelatedI
wavefunctionItheoryIandIdensityIfunctionalIapproximationsXXIJournalhofhChemicalhPhysicsVI2022VI
aefVIahdaac

3.9 1

102 MolecularIorbitalIprojectorsIinInonWempiricalIjmtvTIrecoverIexactIconditionsIinItransitionWmetalI
chemistryXXIJournalhofhChemicalhPhysicsVI2022VIaefVIahdaab 3.9

101 –igandIqdditivityIandItivergentITrendsIinITwoITypesIofItelocalizationIurrorsIfromIqpproximateI
tensityIvunctionalITheoryXXIJournalhofhPhysicalhChemistryhLettersVI2022VIdediWdeee 6.4 1

100
QuantumIshemistryIsommonItriverIandItatabasesIRQstrSIandIQuantumIshemistryIungineI
RQsungineSjIqutomationIandIinteroperabilityIamongIcomputationalIchemistryIprogramsXIJournalhofh
ChemicalhPhysicsVI2021VIaeeVIbZdhZa

3.9 3

99 UsingIMachineI–earningIandItataIMiningItoI–everageIsommunityI’nowledgeIforItheIungineeringI
ofIStableIMetalWαrganicIvrameworksXIJournalhofhthehAmericanhChemicalhSocietyVI2021VIadcVIageceWagedg 16.4 13

98 MolecularItvTUUjIqITransferableVI–owWsostIqpproachItoIuliminateItelocalizationIurrorXIJournalhofh
PhysicalhChemistryhLettersVI2021VIabVIcfccWcfdZ 6.4 4

97 PuttingItensityIvunctionalITheoryItoItheITestIinIMachineW–earningWqcceleratedIMaterialsI
tiscoveryXIJournalhofhPhysicalhChemistryhLettersVI2021VIabVIdfbhWdfcg 6.4 16
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96 ProteinItynamicsIandISubstrateIProtonationIStatesIMediateItheIsatalyticIqctionIofI
WdWxydroxyWlWProlineItehydrataseXIJournalhofhPhysicalhChemistryhBVI2021VIabeVIgggdWgghd 3.4

95 WhenIareItwoIhydrogenIbondsIbetterIthanIoneoIqccurateIfirstWprinciplesImodelsIexplainItheI
balanceIofIhydrogenIbondIdonorsIandIacceptorsIfoundIinIproteinsXXIChemicalhScienceVI2021VIabVIaadgWaafb9.4 7

94 riochemicalIandIcrystallographicIinvestigationsIintoIisonitrileIformationIbyIaInonhemeI
ironWdependentIoxidaseYdecarboxylaseXIJournalhofhBiologicalhChemistryVI2021VIbifVIaZZbca 5.4 4

93 somputationalItiscoveryIofITransitionWmetalIsomplexesjIvromIxighWthroughputIScreeningItoI
MachineI–earningXIChemicalhReviewsVI2021VIabaVIiibgWaZZZZ 68.1 26

92 QuantifyingItheI–ongWRangeIsouplingIofIulectronicIPropertiesIinIProteinsIwithIabIinitioIMolecularI
tynamicsTTXIChemistryhMethodsVI2021VIaVIcfbWcgc 0

91
SpectroscopicallyIwuidedISimulationsIRevealItistinctIStrategiesIforIPositioningISubstratesItoI
qchieveISelectivityIinIΣonhemeIveRyySY˛–W’etoglutarateWtependentIxalogenasesXIACShCatalysisVI2021
VIaaVIabcidWabdZh

13.1 4

90 MappingItheIαriginsIofISurfaceWIandIshemistryWtependentItopingITrendsIinIyyyâ��VIQuantumItotsI
withItensityIvunctionalITheoryXIChemistryhofhMaterialsVI2021VIccVIgaacWgabc 9.6 1

89 MolecularIbasisIofIsWSIbondIcleavageIinItheIglycylIradicalIenzymeIisethionateIsulfiteWlyaseXICellh
ChemicalhBiologyVI2021VIbhVIacccWacdfXeg 8.2 5

88 tecipheringIsrypticIrehaviorIinIrimetallicITransitionWMetalIsomplexesIwithIMachineI–earningXI
JournalhofhPhysicalhChemistryhLettersVI2021VIabVIihabWihbZ 6.4 2

87 xarderVIbetterVIfasterVIstrongerjI–argeWscaleIQMIandIQMYMMIforIpredictiveImodelingIinIenzymesI
andIproteinsXICurrenthOpinionhinhStructuralhBiologyVI2021VIgbVIiWag 8.1 7

86 ΣavigatingITransitionWMetalIshemicalISpacejIqrtificialIyntelligenceIforIvirstWPrinciplesItesignXI
AccountshofhChemicalhResearchVI2021VIedVIecbWede 24.3 14

85 MachineIlearningItoItameIdivergentIdensityIfunctionalIapproximationsjIaInewIpathItoIconsensusI
materialsIdesignIprinciplesXIChemicalhScienceVI2021VIabVIacZbaWacZcf 9.4 9

84 WhyIsonventionalItesignIRulesIforIsâ��xIqctivationIvailIforIαpenWShellITransitionWMetalIsatalystsXI
ACShCatalysisVI2020VIaZVIaeZccWaeZdg 13.1 12

83 tataWtrivenIqpproachesIsanIαvercomeItheIsostWqccuracyITradeWαffIinIMultireferenceItiagnosticsXI
JournalhofhChemicalhTheoryhandhComputationVI2020VIafVIdcgcWdchg 6.4 15

82 UncoveringIqlternateIPathwaysItoIΣafionIMembraneItegradationIinIvuelIsellsIwithIvirstWPrinciplesI
ModelingXIJournalhofhPhysicalhChemistryhCVI2020VIabdVIaeZidWaeaZf 3.8 3

81 qccurateIMultiobjectiveItesignIinIaISpaceIofIMillionsIofITransitionIMetalIsomplexesIwithI
ΣeuralWΣetworkWtrivenIufficientIwlobalIαptimizationXIACShCentralhScienceVI2020VIfVIeacWebd 16.8 58

80 SeeingIysIrelievingjIuxperimentalISpinIStatesIfromIMachineI–earningIModelIStructureIPredictionsXI
JournalhofhPhysicalhChemistryhAVI2020VIabdVIcbhfWcbii 2.8 28

79 rothIsonfigurationIandIQMIRegionISizeIMatterjIZincIStabilityIinIQMYMMIModelsIofItΣqI
MethyltransferaseXIJournalhofhChemicalhTheoryhandhComputationVI2020VIafVIcabaWcacd 6.4 13
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78 MachineI–earningIinIshemistryI2020VI 14

77 ympactIofIqpproximateItvTItensityItelocalizationIurrorIonIPotentialIunergyISurfacesIinITransitionI
MetalIshemistryXIJournalhofhChemicalhTheoryhandhComputationVI2020VIafVIbfdWbgg 6.4 11

76 yonizationIbehaviorIofInanoporousIpolyamideImembranesXIProceedingshofhthehNationalhAcademyhofh
ScienceshofhthehUnitedhStateshofhAmericaVI2020VIaagVIcZaiaWcZbZZ 11.5 21

75 –argeWscaleIcomparisonIofIcdIandIddItransitionImetalIcomplexesIilluminatesItheIreducedIeffectIofI
exchangeIonIsecondWrowIspinWstateIenergeticsXIPhysicalhChemistryhChemicalhPhysicsVI2020VIbbVIaicbfWaicda3.6 13

74 UnderstandingItheIdiversityIofItheImetalWorganicIframeworkIecosystemXINaturehCommunicationsVI
2020VIaaVIdZfh 17.4 92

73 RapidItetectionIofIStrongIsorrelationIwithIMachineI–earningIforITransitionWMetalIsomplexI
xighWThroughputIScreeningXIJournalhofhPhysicalhChemistryhLettersVI2020VIaaVIhZfgWhZgf 6.4 17

72 SemiWsupervisedIMachineI–earningIunablesItheIRobustItetectionIofIMultireferenceIsharacterIatI
–owIsostXIJournalhofhPhysicalhChemistryhLettersVI2020VIaaVIffdZWffdh 6.4 22

71 MakingImachineIlearningIaIusefulItoolIinItheIacceleratedIdiscoveryIofItransitionImetalIcomplexesXI
WileyhInterdisciplinaryhReviews:hComputationalhMolecularhScienceVI2020VIaZVIeadci 7.9 25

70 unumerationIofIdeInovoIinorganicIcomplexesIforIchemicalIdiscoveryIandImachineIlearningXI
MolecularhSystemshDesignhandhEngineeringVI2020VIeVIaciWaeb 4.6 15

69
ReplyItoILsommentIonIQuvaluatingIUnexpectedlyIShortIΣonWcovalentItistancesIinIXWrayIsrystalI
StructuresIofIProteinsIwithIulectronicIStructureIqnalysisQLXIJournalhofhChemicalhInformationhandh
ModelingVI2019VIeiVIcfZiWcfaZ

6.1 1

68 RevealingIquantumImechanicalIeffectsIinIenzymeIcatalysisIwithIlargeWscaleIelectronicIstructureI
simulationXIReactionhChemistryhandhEngineeringVI2019VIdVIbihWcae 4.9 21

67 QuantumIMechanicalItescriptionIofIulectrostaticsIProvidesIaIUnifiedIPictureIofIsatalyticIqctionI
qcrossIMethyltransferasesXIJournalhofhPhysicalhChemistryhLettersVI2019VIaZVIcggiWcghg 6.4 11

66 sriticalI’nowledgeIwapsIinIMassITransportIthroughISingleWtigitIΣanoporesjIqIReviewIandI
PerspectiveXIJournalhofhPhysicalhChemistryhCVI2019VIabcVIbacZiWbacbf 3.8 121

65 ΣonWempiricalVIlowWcostIrecoveryIofIexactIconditionsIwithImodelWxamiltonianIinspiredIexpressionsI
inIjmtvTXIJournalhofhChemicalhPhysicsVI2019VIaeZVIaedaae 3.9 9

64 TheIProteinâ��sIRoleIinISubstrateIPositioningIandIReactivityIforIriosyntheticIunzymeIsomplexesjITheI
saseIofISyrrbYSyrraXIACShCatalysisVI2019VIiVIdicZWdidc 13.1 15

63 –earningIfromIvailurejIPredictingIulectronicIStructureIsalculationIαutcomesIwithIMachineI–earningI
ModelsXIJournalhofhChemicalhTheoryhandhComputationVI2019VIaeVIbccaWbcde 6.4 45

62 tesigningIinItheIvaceIofIUncertaintyjIuxploitingIulectronicIStructureIandIMachineI–earningIModelsI
forItiscoveryIinIynorganicIshemistryXIInorganichChemistryVI2019VIehVIaZeibWaZfZf 5.1 56

61 rridgingItheIxomogeneousWxeterogeneousItividejIModelingISpinIforIReactivityIinISingleIqtomI
satalysisXIFrontiershinhChemistryVI2019VIgVIbai 5 19
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60 uvaluatingIUnexpectedlyIShortIΣonWcovalentItistancesIinIXWrayIsrystalIStructuresIofIProteinsIwithI
ulectronicIStructureIqnalysisXIJournalhofhChemicalhInformationhandhModelingVI2019VIeiVIbaiiWbbaa 6.1 21

59 StableISurfacesIThatIrindITooITightlyjIsanIRangeWSeparatedIxybridsIorItvTUUIymproveIParadoxicalI
tescriptionsIofISurfaceIshemistryoXIJournalhofhPhysicalhChemistryhLettersVI2019VIaZVIeZiZWeZih 6.4 19

58 qIquantitativeIuncertaintyImetricIcontrolsIerrorIinIneuralInetworkWdrivenIchemicalIdiscoveryXI
ChemicalhScienceVI2019VIaZVIgiacWgibb 9.4 83

57 MachineI–earningIqcceleratesItheItiscoveryIofItesignIRulesIandIuxceptionsIinIStableIMetalâ��αxoI
yntermediateIvormationXIACShCatalysisVI2019VIiVIhbdcWhbee 13.1 47

56
qnthraceneIasIaI–aunchpadIforIaIPhosphinideneISulfideIandIforIwenerationIofIaIPhosphorusWSulfurI
MaterialIxavingItheIsompositionIPSVIaIVulcanizedIRedIPhosphorusIThatIysIYellowXIJournalhofhtheh
AmericanhChemicalhSocietyVI2019VIadaVIdcaWddZ

16.4 17

55
uxploitingIgraphicalIprocessingIunitsItoIenableIquantumIchemistryIcalculationIofIlargeIsolvatedI
moleculesIwithIconductorWlikeIpolarizableIcontinuumImodelsXIInternationalhJournalhofhQuantumh
ChemistryVI2019VIaaiVIebegfZ

2.1 23

54 WhenIysI–igandIpI’IaIwoodItescriptorIforIsatalystIunergeticsoIynISearchIofIαptimalIsαIxydrationI
satalystsXIJournalhofhPhysicalhChemistryhAVI2018VIabbVIdegiWdeiZ 2.8 11

53 qcceleratingIshemicalItiscoveryIwithIMachineI–earningjISimulatedIuvolutionIofISpinIsrossoverI
somplexesIwithIanIqrtificialIΣeuralIΣetworkXIJournalhofhPhysicalhChemistryhLettersVI2018VIiVIaZfdWaZga 6.4 110

52 WhereItoesItheItensityI–ocalizeIinItheISolidIStateoItivergentIrehaviorIforIxybridsIandItvTUUXI
JournalhofhChemicalhTheoryhandhComputationVI2018VIadVIfgZWfhc 6.4 37

51 –argeWscaleIQMYMMIfreeIenergyIsimulationsIofIenzymeIcatalysisIrevealItheIinfluenceIofIchargeI
transferXIPhysicalhChemistryhChemicalhPhysicsVI2018VIbZVIbZfeZWbZffZ 3.6 23

50 ProtectionIofItissueIphysicochemicalIpropertiesIusingIpolyfunctionalIcrosslinkersXINatureh
BiotechnologyVI2018VI 44.5 123

49 UnderstandingIandIrreakingIScalingIRelationsIinISingleWSiteIsatalysisjIMethaneItoIMethanolI
sonversionIbyIveyVoαXIACShCatalysisVI2018VIhVIigeWihf 13.1 84

48 Mαtu–yΣwIMusxqΣαsxuMySTRYIvRαMIvyRSTIPRyΣsyP–uSXIReviewshinhComputationalhChemistryVI
2018VIbfeWcaa 0

47 StrategiesIandISoftwareIforIMachineI–earningIqcceleratedItiscoveryIinITransitionIMetalIshemistryXI
Industrialhpamp;hEngineeringhChemistryhResearchVI2018VIegVIacigcWacihf 3.9 70

46 ulectronicIStructureIαriginsIofISurfaceWtependentIwrowthIinIyyyâ��VIQuantumItotsXIChemistryhofh
MaterialsVI2018VIcZVIgaedWgafe 9.6 16

45 –igandWvieldWtependentIrehaviorIofIMetaWwwqIuxchangeIinITransitionWMetalIsomplexISpinWStateI
αrderingXIJournalhofhPhysicalhChemistryhAVI2017VIabaVIhgdWhhd 2.8 46

44 SystematicIQuantumIMechanicalIRegionIteterminationIinIQMYMMISimulationXIJournalhofhChemicalh
TheoryhandhComputationVI2017VIacVIefcWegf 6.4 55

43 PredictingIelectronicIstructureIpropertiesIofItransitionImetalIcomplexesIwithIneuralInetworksXI
ChemicalhScienceVI2017VIhVIeacgWeaeb 9.4 112

(2017-2019)
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42 –everagingIsheminformaticsIStrategiesIforIynorganicItiscoveryjIqpplicationItoIRedoxIPotentialI
tesignXIIndustrialhpamp;hEngineeringhChemistryhResearchVI2017VIefVIdhihWdiaZ 3.9 36

41 xarnessingIαrganicI–igandI–ibrariesIforIvirstWPrinciplesIynorganicItiscoveryjIyndiumIPhosphideI
QuantumItotIPrecursorItesignIStrategiesXIChemistryhofhMaterialsVI2017VIbiVIcfcbWcfdc 9.6 21

40 tepolymerizationIPathwaysIforIrranchingI–igninISpirodienoneIUnitsIRevealedIwithIabIynitioI
SteeredIMolecularItynamicsXIJournalhofhPhysicalhChemistryhAVI2017VIabaVIecbWedc 2.8 10

39 tensityIfunctionalItheoryIforImodellingIlargeImolecularIadsorbateâ��surfaceIinteractionsjIaI
miniWreviewIandIworkedIexampleXIMolecularhSimulationVI2017VIdcVIcbgWcde 2 34

38 UnifyingIuxchangeISensitivityIinITransitionWMetalISpinWStateIαrderingIandIsatalysisIthroughIrondI
ValenceIMetricsXIJournalhofhChemicalhTheoryhandhComputationVI2017VIacVIeddcWedeg 6.4 34

37 ResolvingITransitionIMetalIshemicalISpacejIveatureISelectionIforIMachineI–earningIandI
StructureWPropertyIRelationshipsXIJournalhofhPhysicalhChemistryhAVI2017VIabaVIhiciWhied 2.8 107

36 sommunicationjIRecoveringItheIflatWplaneIconditionIinIelectronicIstructureItheoryIatIsemiWlocalI
tvTIcostXIJournalhofhChemicalhPhysicsVI2017VIadgVIaiaaZa 3.9 21

35 somputationalItiscoveryIofIxydrogenIrondItesignIRulesIforIulectrochemicalIyonISeparationXI
ChemistryhofhMaterialsVI2016VIbhVIfbZgWfbah 9.6 16

34 molSimplifyjIqItoolkitIforIautomatingIdiscoveryIinIinorganicIchemistryXIJournalhofhComputationalh
ChemistryVI2016VIcgVIbaZfWag 3.5 76

33 PredictingItheIStabilityIofIvullereneIqllotropesIThroughoutItheIPeriodicITableXIJournalhofhPhysicalh
ChemistryhCVI2016VIabZVIagZceWagZde 3.8 7

32 WhereItoesItheItensityI–ocalizeoIsonvergentIrehaviorIforIwlobalIxybridsVIRangeISeparationVIandI
tvTUUXIJournalhofhChemicalhTheoryhandhComputationVI2016VIabVIeicaWeide 6.4 50

31 tirectIαbservationIofIuarlyWStageIQuantumItotIwrowthIMechanismsIwithIxighWTemperatureIqbI
ynitioIMolecularItynamicsXIJournalhofhPhysicalhChemistryhCVI2016VIabZVIbdgbWbdhc 3.8 18

30 somputationalIynvestigationIofItheIynterplayIofISubstrateIPositioningIandIReactivityIinIsatecholI
αWMethyltransferaseXIPLoShONEVI2016VIaaVIeZafahfh 3.7 23

29 qnionWSelectiveIRedoxIulectrodesjIulectrochemicallyIMediatedISeparationIwithIxeterogeneousI
αrganometallicIynterfacesXIAdvancedhFunctionalhMaterialsVI2016VIbfVIccidWcdZd 15.6 71

28 qdaptingItvTUUIforItheIshemicallyIMotivatedIsorrectionIofIMinimalIrasisISetIyncompletenessXI
JournalhofhPhysicalhChemistryhAVI2016VIabZVIeiciWdi 2.8 16

27
RedoxIulectrodesjIqnionWSelectiveIRedoxIulectrodesjIulectrochemicallyIMediatedISeparationIwithI
xeterogeneousIαrganometallicIynterfacesIRqdvXIvunctXIMaterXIbZYbZafSXIAdvancedhFunctionalh
MaterialsVI2016VIbfVIceebWceeb

15.6

26 wlobalIandIlocalIcurvatureIinIdensityIfunctionalItheoryXIJournalhofhChemicalhPhysicsVI2016VIadeVIZedaZi 3.9 34

25 xowI–argeIShouldItheIQMIRegionIreIinIQMYMMIsalculationsoITheIsaseIofIsatecholI
αWMethyltransferaseXIJournalhofhPhysicalhChemistryhBVI2016VIabZVIaachaWaacid 3.4 110
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24 QuantumIshemistryIforISolvatedIMoleculesIonIwraphicalIProcessingIUnitsIUsingIPolarizableI
sontinuumIModelsXIJournalhofhChemicalhTheoryhandhComputationVI2015VIaaVIcacaWdd 6.4 69

23 MediationIofIdonorWacceptorIdistanceIinIanIenzymaticImethylItransferIreactionXIProceedingshofhtheh
NationalhAcademyhofhScienceshofhthehUnitedhStateshofhAmericaVI2015VIaabVIgiedWi 11.5 55

22 tiscoveringIqmorphousIyndiumIPhosphideIΣanostructuresIwithIxighWTemperatureIabIynitioI
MolecularItynamicsXIJournalhofhPhysicalhChemistryhCVI2015VIaaiVIbcbchWbcbdi 3.8 11

21 TowardsIquantifyingItheIroleIofIexactIexchangeIinIpredictionsIofItransitionImetalIcomplexI
propertiesXIJournalhofhChemicalhPhysicsVI2015VIadcVIZcdaZd 3.9 77

20 PerspectivejITreatingIelectronIoverWdelocalizationIwithItheItvTUUImethodXIJournalhofhChemicalh
PhysicsVI2015VIadbVIbdZiZa 3.9 113

19 qbIynitioIScreeningIqpproachIforItheItiscoveryIofI–igninIPolymerIrreakingIPathwaysXIJournalhofh
PhysicalhChemistryhAVI2015VIaaiVIfeeaWfb 2.8 12

18 MechanicallyItriggeredIheterolyticIunzippingIofIaIlowWceilingWtemperatureIpolymerXINatureh
ChemistryVI2014VIfVIfbcWh 17.6 157

17 tevelopingIanIapproachIforIfirstWprinciplesIcatalystIdesignjIapplicationItoIcarbonWcaptureIcatalysisXI
ActahCrystallographicahSectionhCwhStructuralhChemistryVI2014VIgZVIabcWca 0.8 12

16 SubstrateIplacementIinfluencesIreactivityIinInonWhemeIveRyySIhalogenasesIandIhydroxylasesXIJournalh
ofhBiologicalhChemistryVI2013VIbhhVIaabccWda 5.4 37

15 qbIinitioIquantumIchemistryIforIproteinIstructuresXIJournalhofhPhysicalhChemistryhBVI2012VIaafVIabeZaWi 3.4 88

14 ProbingItheIStructureIofISaltIWaterIunderIsonfinementIwithIvirstWPrinciplesIMolecularItynamicsI
andITheoreticalIXWrayIqbsorptionISpectroscopyXIJournalhofhPhysicalhChemistryhLettersVI2012VIcVIbfecWh 6.4 34

13 qccurateIpotentialIenergyIsurfacesIwithIaItvTUURRSIapproachXIJournalhofhChemicalhPhysicsVI2011VI
aceVIaidaZe 3.9 56

12 TransitionWmetalIdioxidesjIaIcaseIforItheIintersiteItermIinIxubbardWmodelIfunctionalsXIJournalhofh
ChemicalhPhysicsVI2011VIacdVIZidaZc 3.9 43

11 tesigningIsmallWmoleculeIcatalystsIforIsαbIcaptureXIEnergyhProcediaVI2011VIdVIhagWhbc 2.3 14

10 SystematicIstudyIofIfirstWrowItransitionWmetalIdiatomicImoleculesjIaIselfWconsistentItvTUUI
approachXIJournalhofhChemicalhPhysicsVI2010VIaccVIaadaZc 3.9 73

9 –ocalIeffectsIinItheIXWrayIabsorptionIspectrumIofIsaltIwaterXIJournalhofhPhysicalhChemistryhBVI2010VI
aadVIieidWfZa 3.4 38

8 ulectronicIStructureIandIReactivityIofITransitionIMetalIsomplexesI2010VIdccWdee 3

7 qbIinitioIinvestigationIofIhighImultiplicityI˛£Uâ��˛£UIopticalItransitionsIinItheIspectraIofIsΣIandI
isoelectronicIspeciesXIJournalhofhMolecularhSpectroscopyVI2009VIbehVIfWab 1.3 8

(2009-2015)
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6 virstWprinciplesIstudyIofInonWhemeIveRyySIhalogenaseISyrrbIreactivityXIJournalhofhthehAmericanh
ChemicalhSocietyVI2009VIacaVIaddbfWcc 16.4 43

5 qIselfWconsistentIxubbardIUIdensityWfunctionalItheoryIapproachItoItheIadditionWeliminationI
reactionsIofIhydrocarbonsIonIbareIveαUXIJournalhofhChemicalhPhysicsVI2008VIabiVIacdcad 3.9 61

4 tensityIfunctionalItheoryIinItransitionWmetalIchemistryjIaIselfWconsistentIxubbardIUIapproachXI
PhysicalhReviewhLettersVI2006VIigVIaZcZZa 7.4 421

3 WhatQsI–eftIforIaIsomputationalIshemistIToItoIinItheIqgeIofIMachineI–earningoXIIsraelhJournalhofh
ChemistryV 3.4 1

2 TheIuffectIofIxartreeWvockIuxchangeIonIScalingIRelationsIandIReactionIunergeticsIforIsâ��xI
qctivationIsatalystsXITopicshinhCatalysisVa 2.3 3

1 ynfluenceIofItheIwreaterIProteinIunvironmentIonItheIulectrostaticIPotentialIinIMetalloenzymeI
qctiveISitesjItheIsaseIofIvormateItehydrogenase 2
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