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36 ΣonWempiricalVIlowWcostIrecoveryIofIexactIconditionsIwithImodelWxamiltonianIinspiredIexpressionsI
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35 MachineIlearningItoItameIdivergentIdensityIfunctionalIapproximationsjIaInewIpathItoIconsensusI
materialsIdesignIprinciplesXIChemicalhScienceVI2021VIabVIacZbaWacZcf 9.4 9

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

33 PredictingItheIStabilityIofIvullereneIqllotropesIThroughoutItheIPeriodicITableXIJournalhofhPhysicalh
ChemistryhCVI2016VIabZVIagZceWagZde 3.8 7

32 WhenIareItwoIhydrogenIbondsIbetterIthanIoneoIqccurateIfirstWprinciplesImodelsIexplainItheI
balanceIofIhydrogenIbondIdonorsIandIacceptorsIfoundIinIproteinsXXIChemicalhScienceVI2021VIabVIaadgWaafb9.4 7

31 xarderVIbetterVIfasterVIstrongerjI–argeWscaleIQMIandIQMYMMIforIpredictiveImodelingIinIenzymesI
andIproteinsXICurrenthOpinionhinhStructuralhBiologyVI2021VIgbVIiWag 8.1 7

30 MachineIlearningIrevealsIkeyIionIselectivityImechanismsIinIpolymericImembranesIwithI
subnanometerIporesXXISciencehAdvancesVI2022VIhVIeablegga 14.3 6

29 MolecularIbasisIofIsWSIbondIcleavageIinItheIglycylIradicalIenzymeIisethionateIsulfiteWlyaseXICellh
ChemicalhBiologyVI2021VIbhVIacccWacdfXeg 8.2 5

28 MolecularItvTUUjIqITransferableVI–owWsostIqpproachItoIuliminateItelocalizationIurrorXIJournalhofh
PhysicalhChemistryhLettersVI2021VIabVIcfccWcfdZ 6.4 4

27 riochemicalIandIcrystallographicIinvestigationsIintoIisonitrileIformationIbyIaInonhemeI
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26
SpectroscopicallyIwuidedISimulationsIRevealItistinctIStrategiesIforIPositioningISubstratesItoI
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24 ulectronicIStructureIandIReactivityIofITransitionIMetalIsomplexesI2010VIdccWdee 3

23 yrreversibleIsynthesisIofIanIultrastrongItwoWdimensionalIpolymericImaterialXXINatureVI2022VIfZbVIiaWie 50.4 3
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QuantumIshemistryIsommonItriverIandItatabasesIRQstrSIandIQuantumIshemistryIungineI
RQsungineSjIqutomationIandIinteroperabilityIamongIcomputationalIchemistryIprogramsXIJournalhofh
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20 uliminatingItelocalizationIurrorItoIymproveIxeterogeneousIsatalysisIPredictionsIwithIMolecularI
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19 tecipheringIsrypticIrehaviorIinIrimetallicITransitionWMetalIsomplexesIwithIMachineI–earningXI
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18 ynfluenceIofItheIwreaterIProteinIunvironmentIonItheIulectrostaticIPotentialIinIMetalloenzymeI
qctiveISitesjItheIsaseIofIvormateItehydrogenase 2
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ReplyItoILsommentIonIQuvaluatingIUnexpectedlyIShortIΣonWcovalentItistancesIinIXWrayIsrystalI
StructuresIofIProteinsIwithIulectronicIStructureIqnalysisQLXIJournalhofhChemicalhInformationhandh
ModelingVI2019VIeiVIcfZiWcfaZ

6.1 1

16 RepresentationsIandIstrategiesIforItransferableImachineIlearningIimproveImodelIperformanceIinI
chemicalIdiscoveryXXIJournalhofhChemicalhPhysicsVI2022VIaefVIZgdaZa 3.9 1

15 somputationalIScalingIRelationshipsIPredictIuxperimentalIqctivityIandIRateW–imitingIrehaviorIinI
xomogeneousIWaterIαxidationXXIInorganichChemistryVI2022VI 5.1 1

14 qudacityIofIhugejIovercomingIchallengesIofIdataIscarcityIandIdataIqualityIforImachineIlearningIinI
computationalImaterialsIdiscoveryXICurrenthOpinionhinhChemicalhEngineeringVI2022VIcfVIaZZggh 5.4 1

13 WhatQsI–eftIforIaIsomputationalIshemistIToItoIinItheIqgeIofIMachineI–earningoXIIsraelhJournalhofh
ChemistryV 3.4 1

12 MappingItheIαriginsIofISurfaceWIandIshemistryWtependentItopingITrendsIinIyyyâ��VIQuantumItotsI
withItensityIvunctionalITheoryXIChemistryhofhMaterialsVI2021VIccVIgaacWgabc 9.6 1

11 MαvSimplifyVImachineIlearningImodelsIwithIextractedIstabilityIdataIofIthreeIthousandI
metalWorganicIframeworksXXIScientifichDataVI2022VIiVIgd 8.2 1

10
UnderstandingItheIchemicalIbondingIofIgroundIandIexcitedIstatesIofIxfαIandIxfrIwithIcorrelatedI
wavefunctionItheoryIandIdensityIfunctionalIapproximationsXXIJournalhofhChemicalhPhysicsVI2022VI
aefVIahdaac

3.9 1

9 –igandIqdditivityIandItivergentITrendsIinITwoITypesIofItelocalizationIurrorsIfromIqpproximateI
tensityIvunctionalITheoryXXIJournalhofhPhysicalhChemistryhLettersVI2022VIdediWdeee 6.4 1

8 Mαtu–yΣwIMusxqΣαsxuMySTRYIvRαMIvyRSTIPRyΣsyP–uSXIReviewshinhComputationalhChemistryVI
2018VIbfeWcaa 0

7 QuantifyingItheI–ongWRangeIsouplingIofIulectronicIPropertiesIinIProteinsIwithIabIinitioIMolecularI
tynamicsTTXIChemistryhMethodsVI2021VIaVIcfbWcgc 0
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6 –argeWScaleIScreeningIRevealsIThatIweometricIStructureIMattersIMoreIThanIulectronicIStructureIinI
theIrioinspiredIsatalystItesignIofIvormateItehydrogenaseIMimicsXIACShCatalysisVI2022VIabVIchcWcif 13.1 0

5 qreIVanadiumIyntermediatesISuitableIMimicsIinIΣonWxemeIyronIunzymesoIqnIulectronicIStructureI
qnalysisXIACShCatalysisVI2022VIabVIedhiWeeZa 13.1 0

4 QuantumWMechanicalYMolecularWMechanicalIRQMYMMSISimulationsIforIUnderstandingIunzymeI
tynamicsXIMethodshinhMolecularhBiologyVI2022VIbcigVIbbgWbdh 1.4

3 ProteinItynamicsIandISubstrateIProtonationIStatesIMediateItheIsatalyticIqctionIofI
WdWxydroxyWlWProlineItehydrataseXIJournalhofhPhysicalhChemistryhBVI2021VIabeVIgggdWgghd 3.4

2
RedoxIulectrodesjIqnionWSelectiveIRedoxIulectrodesjIulectrochemicallyIMediatedISeparationIwithI
xeterogeneousIαrganometallicIynterfacesIRqdvXIvunctXIMaterXIbZYbZafSXIAdvancedhFunctionalh
MaterialsVI2016VIbfVIceebWceeb

15.6

1 MolecularIorbitalIprojectorsIinInonWempiricalIjmtvTIrecoverIexactIconditionsIinItransitionWmetalI
chemistryXXIJournalhofhChemicalhPhysicsVI2022VIaefVIahdaab 3.9

Heather J Kulik

8


