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101 uonstructionKofKvicinalKf´°ae´°XcarbonsKreductiveKuopeKrearrangementYYKChemicaloScienceWK2022WKceWKckgcXckgh9.4 1

100 pzKwffectsKandKuooperativityKamongKKeyKTitratableKπesiduesKforKylycinamideKπibonucleotideK
TransformylaseYKJournaloofoPhysicaloChemistryoBWK2021WKcdgWKkchjXkcjg 3.4 0

99 TheKdensityXofXStatesKandKequilibriumKchargeKdynamicsKofKredoxXactiveKswitchesYKElectrochimicao
ActaWK2021WKejiWKcejfcb 6.7 2
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95 wxtendingKtheKspplicabilityKofKtheKsö†KveepK°earningKMolecularKPotentialKtoKSulfurKandKzalogensYK
JournaloofoChemicaloTheoryoandoComputationWK2020WKchWKfckdXfdbd 6.4 45

94 öwXMvKSoftwareKPackageKforKöonadiabaticKwxcitedKStateKMolecularKvynamicsKSimulationsYKJournalo
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93 öonXadiabaticKwxcitedXStateKMolecularKvynamicslKTheoryKandKspplicationsKforKModelingK
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92 sxiallyKuhiralKuannabinolslKsKöewKPlatformKforKuannabinoidX†nspiredKvrugKviscoveryYK
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87 UnravelingKvirectKandK†ndirectKwnergyKTransferKPathwaysKinKaK°ightXzarvestingKvendrimerYKJournalo
ofoPhysicaloChemistryoCWK2020WKcdfWKddejeXddekc 3.8 5
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samplingKsimulationYKJournaloofoBiomolecularoStructureoandoDynamicsWK2020WKcXcd 3.6 3
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84 xoldingKandKvynamicsKsreKStronglyKpzXvependentKinKaKPsychrophileKxrataxinYKJournaloofoPhysicalo
ChemistryoBWK2019WKcdeWKihihXihjh 3.4 1

83 xastK†mplementationKofKtheKöudgedKwlasticKtandKMethodKinKsMtwπYKJournaloofoChemicaloTheoryoando
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81 spproachingKcoupledKclusterKaccuracyKwithKaKgeneralXpurposeKneuralKnetworkKpotentialKthroughK
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79 MultidimensionalKπeplicaKwxchangeKSimulationsKforKwfficientKuonstantKpzKandKπedoxKPotentialK
MolecularKvynamicsYKJournaloofoChemicaloTheoryoandoComputationWK2019WKcgWKjicXjjc 6.4 3
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sKuoupledK†onizationXuonformationalKwquilibriumK†sKπequiredKToKUnderstandKtheKPropertiesKofK
†onizableKπesiduesKinKtheKzydrophobicK†nteriorKofKStaphylococcalKöucleaseYKJournaloofotheoAmericano
ChemicaloSocietyWK2018WKcfbWKchekXchfj
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77 TransferableKvynamicKMolecularKuhargeKsssignmentKUsingKveepKöeuralKöetworksYKJournaloofo
ChemicaloTheoryoandoComputationWK2018WKcfWKfhjiXfhkj 6.4 65

76 viscoveringKaKTransferableKuhargeKsssignmentKModelKUsingKMachineK°earningYKJournaloofoPhysicalo
ChemistryoLettersWK2018WKkWKffkgXfgbc 6.4 65
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uationXvependentKuonformationsKinKdgXzydroxyvitaminKveXuationKsdductsKMeasuredKbyK†onK
MobilityXMassKSpectrometryKandKTheoreticalKModelingYKInternationaloJournaloofoMassoSpectrometryWK
2018WKfedWKcXj

1.9 4

74 πedoxKpotentialKreplicaKexchangeKmolecularKdynamicsKatKconstantKpzKinKsMtwπlK†mplementationK
andKvalidationYKJournaloofoChemicaloPhysicsWK2018WKcfkWKbideej 3.9 10

73 ProbingKtheKStructuresKofKSolventXuomplexedK†onsKxormedKinKwlectrosprayK†onizationKUsingK
uryogenicK†nfraredKPhotodissociationKSpectroscopyYKJournaloofoPhysicaloChemistryoAWK2018WKcddWKifdiXifeh2.8 7

72 PhotoexcitedKöonadiabaticKvynamicsKofKSolvatedKPushXPullKˇ�XuonjugatedK₂ligomersKwithKtheK
öwXMvKSoftwareYKJournaloofoChemicaloTheoryoandoComputationWK2018WKcfWKekggXekhh 6.4 30

71 uoherentKexcitonXvibrationalKdynamicsKandKenergyKtransferKinKconjugatedKorganicsYKNatureo
CommunicationsWK2018WKkWKdech 17.4 48

70 wnergyKtransferKandKspatialKscramblingKofKanKexcitonKinKaKconjugatedKdendrimerYKPhysicaloChemistryo
ChemicaloPhysicsWK2018WKdbWKdkhfjXdkhhb 3.6 8

69 yPUXscceleratedKMolecularKvynamicsKandKxreeKwnergyKMethodsKinKsmbercjlKPerformanceK
wnhancementsKandKöewKxeaturesYKJournaloofoChemicaloInformationoandoModelingWK2018WKgjWKdbfeXdbgb 6.1 165

68 †nvestigatingKSaccharomycesKcerevisiaeKalkeneKreductaseK₂YwKeKbyKsubstrateKprofilingWKXXrayK
crystallographyKandKcomputationalKmethodsYKCatalysisoScienceoandoTechnologyWK2018WKjWKgbbeXgbch 5.5 5
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(2018-2019)

3



66 sö†XclKanKextensibleKneuralKnetworkKpotentialKwithKvxTKaccuracyKatKforceKfieldKcomputationalKcostYK
ChemicaloScienceWK2017WKjWKeckdXedbe 9.4 705

65
†nvestigatingKvifferencesKinKyasXPhaseKuonformationsKofKdgXzydroxyvitaminKveKSodiatedKwpimersK
usingK†onKMobilityXMassKSpectrometryKandKTheoreticalKModelingYKJournaloofotheoAmericanoSocietyoforo
MassoSpectrometryWK2017WKdjWKcfkiXcgbg

3.5 27

64 wxperimentalKandKTheoreticalK†nvestigationKofKSodiatedKMultimersKofKSteroidKwpimersKwithK†onK
MobilityXMassKSpectrometryYKJournaloofotheoAmericanoSocietyoforoMassoSpectrometryWK2017WKdjWKedeXeec 3.5 32

63 wlectronicKvelocalizationWKVibrationalKvynamicsWKandKwnergyKTransferKinK₂rganicKuhromophoresYK
JournaloofoPhysicaloChemistryoLettersWK2017WKjWKebdbXebec 6.4 45

62
TheoreticalK†nsightsKintoKtheKπeactionKandK†nhibitionKMechanismKofKMetalX†ndependentKπetainingK
ylycosyltransferaseKπesponsibleKforKMycothiolKtiosynthesisYKJournaloofoPhysicaloChemistryoBWK2017WK
cdcWKficXfij

3.4 6

61 StructureXsctivityKπelationshipsKofKtenzenesulfonamideXtasedK†nhibitorsKtowardsKuarbonicK
snhydraseK†soformKSpecificityYKChemBioChemWK2017WKcjWKdceXddd 3.8 35

60 sö†XcWKsKdataKsetKofKdbKmillionKcalculatedKoffXequilibriumKconformationsKforKorganicKmoleculesYK
ScientificoDataWK2017WKfWKcibcke 8.2 114

59 UltrafastKelectronicKenergyKrelaxationKinKaKconjugatedKdendrimerKleadingKtoKinterXbranchKenergyK
redistributionYKPhysicaloChemistryoChemicaloPhysicsWK2016WKcjWKdgbjbXdgbjk 3.6 20

58 uoarseXyrainedKSimulationsKofKzemeKProteinslKValidationKandKStudyKofK°argeKuonformationalK
TransitionsYKJournaloofoChemicaloTheoryoandoComputationWK2016WKcdWKeekbXi 6.4 8

57 StructuralKStudyKofKaKxlexibleKsctiveKSiteK°oopKinKzumanK†ndoleamineKdWeXvioxygenaseKandK†tsK
xunctionalK†mplicationsYKBiochemistryWK2016WKggWKdijgXke 3.2 20

56 †nteractivelyKspplyingKtheKVariationalKMethodKtoKtheKvihydrogenKMoleculelKwxploringKtondingKandK
sntibondingYKJournaloofoChemicaloEducationWK2016WKkeWKcgijXcgjg 2.4 5

55 vynamicsKofKwnergyKTransferKinKaKuonjugatedKvendrimerKvrivenKbyKUltrafastK°ocalizationKofK
wxcitationsYKJournaloofotheoAmericanoChemicaloSocietyWK2015WKceiWKccheiXff 16.4 39

54 °ongXTimeXStepKMolecularKvynamicsKthroughKzydrogenKMassKπepartitioningYKJournaloofoChemicalo
TheoryoandoComputationWK2015WKccWKcjhfXif 6.4 453

53 spplicabilityKofKfluorescenceXbasedKsensorsKtoKtheKdeterminationKofKkineticKparametersKforK₂â��KinK
oxygenasesYKAnalyticaloBiochemistryWK2015WKfigWKgeXg 3.1 3

52 ₂nKtheKanalysisKandKcomparisonKofKconformerXspecificKessentialKdynamicsKuponKligandKbindingKtoKaK
proteinYKJournaloofoChemicaloPhysicsWK2015WKcfdWKdfgcbc 3.9 3

51 wnhancementKinK₂rganicKPhotovoltaicKwfficiencyKthroughKtheKSynergisticK†nterplayKofKMolecularK
vonorKzydrogenKtondingKandKˇ�XStackingYKAdvancedoFunctionaloMaterialsWK2015WKdgWKgchhXgcii 15.6 25

50 ₂xygenKdiffusionKpathwaysKinKaKcofactorXindependentKdioxygenaseYKChemicaloScienceWK2015WKhWKhefcXhefj9.4 12

49 †nterpretationKofKpzXactivityKprofilesKforKacidXbaseKcatalysisKfromKmolecularKsimulationsYK
BiochemistryWK2015WKgfWKcebiXce 3.2 27
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48 öonadiabaticKexcitedXstateKmolecularKdynamicslKmodelingKphotophysicsKinKorganicKconjugatedK
materialsYKAccountsoofoChemicaloResearchWK2014WKfiWKccggXhf 24.3 174

47 pzXπwMvKsimulationsKindicateKthatKtheKcatalyticKaspartatesKofKz†VXcKproteaseKexistKprimarilyKinKaK
monoprotonatedKstateYKJournaloofoPhysicaloChemistryoBWK2014WKccjWKcdgiiXjg 3.4 32

46 UnderlyingKthermodynamicsKofKpzXdependentKallosteryYKJournaloofoPhysicaloChemistryoBWK2014WKccjWKcdjcjXdh3.4 23

45 †mprovingKwfficiencyKinKSMvKSimulationsKThroughKaKzybridKvifferentialKπelaxationKslgorithmYK
JournaloofoChemicaloTheoryoandoComputationWK2014WKcbWKfhbkXci 6.4 12

44
uonstantKpzKπeplicaKwxchangeKMolecularKvynamicsKinKwxplicitKSolventKUsingKviscreteKProtonationK
StateslK†mplementationWKTestingWKandKValidationYKJournaloofoChemicaloTheoryoandoComputationWK2014WK
cbWKcefcXcegd

6.4 149

43 SignatureKofKnonadiabaticKcouplingKinKexcitedXstateKvibrationalKmodesYKJournaloofoPhysicaloChemistryo
AWK2014WKccjWKcbeidXk 2.8 19

42 MultidimensionalKπeplicaKwxchangeKMolecularKvynamicsKYieldsKaKuonvergedKwnsembleKofKanKπösK
TetranucleotideYKJournaloofoChemicaloTheoryoandoComputationWK2014WKcbWKfkdXfkk 6.4 99

41 srtifactsKdueKtoKtrivialKunavoidedKcrossingsKinKtheKmodelingKofKphotoinducedKenergyKtransferK
dynamicsKinKextendedKconjugatedKmoleculesYKChemicaloPhysicsoLettersWK2013WKgkbWKdbjXdce 2.5 47

40 sMcKSpecificKπeactionKParametersKforKπeactionsKofKzydroxideK†onKwithKzalomethanesKinKuomplexK
wnvironmentslKvevelopmentKandKTestingYKJournaloofoChemicaloTheoryoandoComputationWK2013WKkWKffibXjb 6.4 15

39 wlectronicKwxcitedKStateKSpecificK†πKSpectraKforKPhenyleneKwthynyleneKvendrimerKtuildingKtlocksYK
JournaloofoPhysicaloChemistryoCWK2013WKcciWKdhgciXdhgdj 3.8 8

38 öonadiabaticKexcitedXstateKmolecularKdynamicslKtreatmentKofKelectronicKdecoherenceYKJournaloofo
ChemicaloPhysicsWK2013WKcejWKddfccc 3.9 101

37 ₂ptimizationKofKUmbrellaKSamplingKπeplicaKwxchangeKMolecularKvynamicsKbyKπeplicaKPositioningYK
JournaloofoChemicaloTheoryoandoComputationWK2013WKkWKfhkdXk 6.4 28

36 zydrophobicKeffectKdrivesKoxygenKuptakeKinKmyoglobinKviaKhistidineKwiYKJournaloofoBiologicalo
ChemistryWK2013WKdjjWKhigfXhd 5.4 26

35 uonformationalKdisorderKinKenergyKtransferlKbeyondKxˆ¶rsterKtheoryYKPhysicaloChemistryoChemicalo
PhysicsWK2013WKcgWKkdfgXgh 3.6 27

34 wnhancingKuonformationKandKProtonationKStateKSamplingKofKzenKwggKWhiteK°ysozymeKUsingKpzK
πeplicaKwxchangeKMolecularKvynamicsYKJournaloofoChemicaloTheoryoandoComputationWK2012WKjWKfekeXfbf 6.4 71

33 snalysisKofKstateXspecificKvibrationsKcoupledKtoKtheKunidirectionalKenergyKtransferKinKconjugatedK
dendrimersYKJournaloofoPhysicaloChemistryoAWK2012WKcchWKkjbdXcb 2.8 40

32 pzXreplicaKexchangeKmolecularKdynamicsKinKproteinsKusingKaKdiscreteKprotonationKmethodYKJournalo
ofoPhysicaloChemistryoBWK2012WKcchWKjjbgXcc 3.4 37

31 †dentificationKofKunavoidedKcrossingsKinKnonadiabaticKphotoexcitedKdynamicsKinvolvingKmultipleK
electronicKstatesKinKpolyatomicKconjugatedKmoleculesYKJournaloofoChemicaloPhysicsWK2012WKceiWKbcfgcd 3.9 140

(2012-2014)

5



30 öonadiabaticKexcitedXstateKmolecularKdynamicslKnumericalKtestsKofKconvergenceKandKparametersYK
JournaloofoChemicaloPhysicsWK2012WKcehWKbgfcbj 3.9 80

29 wnzymeKdynamicsKandKcatalysisKinKtheKmechanismKofKvösKpolymeraseYKTheoreticaloChemistryo
AccountsWK2012WKcecWKc 1.9 14

28 MMPtSsYpylKsnKwfficientKProgramKforKwndXStateKxreeKwnergyKualculationsYKJournaloofoChemicalo
TheoryoandoComputationWK2012WKjWKeecfXdc 6.4 1807

27 pzXvependentKconformationalKchangesKinKproteinsKandKtheirKeffectKonKexperimentalKpKSaTslKtheK
caseKofKöitrophorinKfYKPLoSoComputationaloBiologyWK2012WKjWKecbbdihc 5 90

26 ShishiodoshiKunidirectionalKenergyKtransferKmechanismKinKphenyleneKethynyleneKdendrimersYK
JournaloofoChemicaloPhysicsWK2012WKceiWKddsgdh 3.9 49

25 öonadiabaticKexcitedXstateKmolecularKdynamicsKmodelingKofKphotoinducedKdynamicsKinKconjugatedK
moleculesYKJournaloofoPhysicaloChemistryoBWK2011WKccgWKgfbdXcf 3.4 155

24 uomputingKslchemicalKxreeKwnergyKvifferencesKwithKzamiltonianKπeplicaKwxchangeKMolecularK
vynamicsKSzXπwMvTKSimulationsYKJournaloofoChemicaloTheoryoandoComputationWK2011WKiWKdidcXdidi 6.4 59

23 wlectronicKSpectraKofKtheKöanostarKvendrimerlKTheoryKandKwxperimentâ� YKJournaloofoPhysicalo
ChemistryoCWK2010WKccfWKdbibdXdbicd 3.8 30

22 UnidirectionalKwnergyKTransferKinKuonjugatedKMoleculeslKTheKurucialKπoleKofKzighXxrequencyKuquK
tondsYKJournaloofoPhysicaloChemistryoLettersWK2010WKcWKdhkkXdibf 6.4 53

21 wxchangeK₂ftenKandKProperlyKinKπeplicaKwxchangeKMolecularKvynamicsYKJournaloofoChemicaloTheoryo
andoComputationWK2010WKhWKdjbfXj 6.4 89

20 uonstantKpzKreplicaKexchangeKmolecularKdynamicsKinKbiomoleculesKusingKaKdiscreteKprotonationK
modelYKJournaloofoChemicaloTheoryoandoComputationWK2010WKhWKcfbcXcfcd 6.4 79

19 tadKSeedsKSproutKPerilousKvynamicslKStochasticKThermostatK†nducedKTrajectoryKSynchronizationKinK
tiomoleculesYKJournaloofoChemicaloTheoryoandoComputationWK2009WKgWKchdfXec 6.4 123

18 öonadiabaticKmolecularKdynamicsKsimulationsKofKtheKenergyKtransferKbetweenKbuildingKblocksKinKaK
phenyleneKethynyleneKdendrimerYKJournaloofoPhysicaloChemistryoAWK2009WKcceWKigegXfd 2.8 71

17 sKMultiscaleKTreatmentKofKsngeliRsKSaltKvecompositionYKJournaloofoChemicaloTheoryoando
ComputationWK2009WKgWKeiXfh 6.4 11

16 wxchangeKfrequencyKinKreplicaKexchangeKmolecularKdynamicsYKJournaloofoChemicaloPhysicsWK2008WKcdjWKbdfcbe3.9 106

15 UsingKtheKπosettaKalgorithmKandKselectedKinterXresidueKdistancesKtoKpredictKproteinKstructureYK
InternationaloJournaloofoQuantumoChemistryWK2008WKcbjWKdikeXdjbd 2.1 2

14 UsingKdistancesKbetweenK˛–XcarbonsKtoKpredictKproteinKstructureYKInternationaloJournaloofoQuantumo
ChemistryWK2008WKcbjWKdijdXdikd 2.1 3

13 uouplingKofKreplicaKexchangeKsimulationsKtoKaKnonXtoltzmannKstructureKreservoirYKJournaloofo
PhysicaloChemistryoBWK2007WKcccWKdfcgXj 3.4 71
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12 †mplementationKofKtheKSuuXvxTtKmethodKforKhybridKαMaMMKsimulationsKwithinKtheKamberK
molecularKdynamicsKpackageYKJournaloofoPhysicaloChemistryoAWK2007WKcccWKghggXhf 2.8 183

11 xreeKwnergyKualculationsKwithKöonXwquilibriumKMethodslKspplicationsKofKtheK–arzynskiKπelationshipYK
TheoreticaloChemistryoAccountsWK2006WKcchWKeejXefh 1.9 65

10 TheKcatalyticKmechanismKofKpeptidylglycineKalphaXhydroxylatingKmonooxygenaseKinvestigatedKbyK
computerKsimulationYKJournaloofotheoAmericanoChemicaloSocietyWK2006WKcdjWKcdjciXdj 16.4 126

9 uomparisonKofKmultipleKsmberKforceKfieldsKandKdevelopmentKofKimprovedKproteinKbackboneK
parametersYKProteins:oStructure,oFunctionoandoBioinformaticsWK2006WKhgWKicdXdg 4.2 5087

8 wnergyKtransferKinKtheKnanostarlKtheKroleKofKcoulombicKcouplingKandKdynamicsYKJournaloofoPhysicalo
ChemistryoBWK2005WKcbkWKccgcdXk 3.4 50

7 sKvxTXtasedKαMXMMKspproachKvesignedKforKtheKTreatmentKofK°argeKMolecularKSystemslKK
spplicationKtoKuhorismateKMutaseYKJournaloofoPhysicaloChemistryoBWK2003WKcbiWKceidjXceieh 3.4 110

6 SolventXinducedKsymmetryKbreakingKofKnitrateKionKinKaqueousKclusterslKsKquantumXclassicalK
simulationKstudyYKJournaloofoChemicaloPhysicsWK2002WKcciWKdicjXdidg 3.9 40

5 Moallerâ��PlessetKperturbationKtheoryKappliedKtoKvibrationalKproblemsYKJournaloofoChemicaloPhysicsWK
1996WKcbgWKccdhcXccdhi 3.9 214

4 wxtendingKtheKspplicabilityKofKtheKsö†KveepK°earningKMolecularKPotentialKtoKSulfurKandKzalogens 2

3 ₂utsmartingKαuantumKuhemistryKThroughKTransferK°earning 20

2 spproachingKcoupledKclusterKaccuracyKwithKaKgeneralXpurposeKneuralKnetworkKpotentialKthroughK
transferKlearning 3

1 TowardsKchemicalKaccuracyKforKalchemicalKfreeKenergyKcalculationsKwithKhybridKphysicsXbasedK
machineKlearningKaKmolecularKmechanicsKpotentials 15
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