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88 yfficientKSurfaceKHoppingKupproachKforKModelingKwhargeKTransportKinKOrganicKSemiconductorsbbK
JournaliofiChemicaliTheoryiandiComputationWK2022WKelWKefjhaefkh 6.4 0

87 ylectrostaticKinteractionsKcontributeKtoKtheKcontrolKofKintramolecularKthioladisulfideKisomerizationKinK
aKproteinbKPhysicaliChemistryiChemicaliPhysicsWK2021WKfgWKfjgjjafjgki 3.6 0

86 HuvkmnKuKnewKmolecularKdatasetKforKbenchmarkingKxzTKandKxzTvKelectronicKcouplingsKagainstK
highalevelKabKinitioKcalculationsbbKJournaliofiChemicaliPhysicsWK2021WKeiiWKfgheei 3.9 6

85 †eometryKdependenceKofKexcitonicKcouplingsKandKtheKconsequencesKforKconfigurationaspaceK
samplingbKJournaliofiComputationaliChemistryWK2021WKhfWKehdfaehel 3.5 1

84 InterplayKofKstructuralKdynamicsKandKelectronicKeffectsKinKanKengineeredKassemblyKofKpentaceneKinKaK
metalaorganicKframeworkbKChemicaliScienceWK2021WKefWKhhkkahhlg 9.4 6

83
unalyticalKTimeaxependentKLongaRangeKworrectedKxensityKzunctionalKTightKvindingKSTxaLwaxzTvTK
†radientsKinKxzTvVnKImplementationKandKvenchmarkKforKyxcitedaStateK†eometriesKandKTransitionK
ynergiesbKJournaliofiChemicaliTheoryiandiComputationWK2021WKekWKffjjafflf

6.4 1

82 MultiscaleKQMcMMKmolecularKdynamicsKsimulationsKofKtheKtrimericKmajorKlightaharvestingKcomplexK
IIbKPhysicaliChemistryiChemicaliPhysicsWK2021WKfgWKkhdkakhek 3.6 11

81 whargeKandKyxcitonKTransferKSimulationsKUsingKMachineaLearnedKHamiltoniansbKJournaliofiChemicali
TheoryiandiComputationWK2020WKejWKhdjeahdkd 6.4 18

80
PerformanceKofKMixedKQuantumawlassicalKupproachesKonKModelingKtheKwrossoverKfromKHoppingKtoK
vandlikeKwhargeKTransportKinKOrganicKSemiconductorsbKJournaliofiChemicaliTheoryiandiComputation
WK2020WKejWKfdkeafdlh

6.4 13

79
venchmarkKandKperformanceKofKlongarangeKcorrectedKtimeadependentKdensityKfunctionalKtightK
bindingKSLwaTxaxzTvTKonKrhodopsinsKandKlightaharvestingKcomplexesbKPhysicaliChemistryiChemicali
PhysicsWK2020WKffWKediddaediel

3.6 22

78
ImprovementKofKdadKinteractionsKinKdensityKfunctionalKtightKbindingKforKtransitionKmetalKionsKwithKaK
ligandKfieldKmodelnKassessmentKofKaKxzTvgVKmodelKonKnickelKcoordinationKcompoundsbKPhysicali
ChemistryiChemicaliPhysicsWK2020WKffWKfkdlhafkdmi

3.6 2

77 xzTvcMMKMolecularKxynamicsKSimulationsKofKtheKzMOKLightaHarvestingKwomplexbKJournaliofi
PhysicaliChemistryiLettersWK2020WKeeWKljjdaljjk 6.4 14

76 OriginKofKtheKSolvatochromismKinKOrganicKzluorophoresKwithKzlexibleKSideKwhainsnKuKwaseKStudyKofK
zlugiafbKJournaliofiPhysicaliChemistryiAWK2019WKefgWKhileahilk 2.8 1

75
yxploringKtheKapplicabilityKofKdensityKfunctionalKtightKbindingKtoKtransitionKmetalKionsbK
ParameterizationKforKnickelKwithKtheKspinapolarizedKxzTvgKmodelbKJournaliofiComputationali
ChemistryWK2019WKhdWKhddaheg

3.5 11

74 ParametrizationKandKvenchmarkKofKLongaRangeKworrectedKxzTvfKforKOrganicKMoleculesbKJournaliofi
ChemicaliTheoryiandiComputationWK2018WKehWKeeiaefi 6.4 41

73 MsiRNuKtrafficKlightsMnKarabinoaconfiguredKfRaanchorsKforKfluorescentKdyesKareKkeyKforKdualKcolorK
readoutKinKcellKimagingbKOrganiciandiBiomoleculariChemistryWK2018WKejWKgkfjagkge 3.9 4

72 MolecularKInsightsKintoKVariableKylectronKTransferKinKumphibianKwryptochromebKBiophysicaliJournalWK
2018WKeehWKfijgafikf 2.9 12
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71
vestKofKTwoKWorldssKHowKMxKSimulationsKofKumphiphilicKHelicalKPeptidesKinKMembranesKwanK
womplementKxataKfromKOrientedKSolidaStateKNMRbKJournaliofiChemicaliTheoryiandiComputationWK
2018WKehWKjddfajdeh

6.4 5

70 OnKtheKmechanismKofKspontaneousKthioladisulfideKexchangeKinKproteinsbKPhysicaliChemistryiChemicali
PhysicsWK2018WKfdWKejfffaejfgd 3.6 12

69 woupledaperturbedKxzTvaQMcMMKmetadynamicsnKupplicationKtoKprotonacoupledKelectronKtransferbK
JournaliofiChemicaliPhysicsWK2018WKehmWKdkfgfl 3.9 8

68 TimeaxependentKyxtensionKofKtheKLongaRangeKworrectedKxensityKzunctionalKvasedKTightavindingK
MethodbKJournaliofiChemicaliTheoryiandiComputationWK2017WKegWKekgkaekhk 6.4 46

67 PolaronKyffectsKonKwhargeKTransportKthroughKMolecularKWiresnKuKMultiscaleKupproachbKJournaliofi
ChemicaliTheoryiandiComputationWK2017WKegWKfljafmj 6.4 14

66 venchmarkingKdensityKfunctionalKtightKbindingKmodelsKforKbarrierKheightsKandKreactionKenergeticsK
ofKorganicKmoleculesbKJournaliofiComputationaliChemistryWK2017WKglWKfekeafeli 3.5 25

65 ReactionKdynamicsKofKtheKchimericKchannelrhodopsinKwewfbKScientificiReportsWK2017WKkWKkfek 4.9 37

64 SimulationKofKSingletKyxcitonKxiffusionKinKvulkKOrganicKMaterialsbKJournaliofiChemicaliTheoryiandi
ComputationWK2016WKefWKhfdmafe 6.4 21

63 uctiveKsiteKstructureKandKabsorptionKspectrumKofKchannelrhodopsinafKwildatypeKandKweflTKmutantbK
ChemicaliScienceWK2016WKkWKglkmaglme 9.4 33

62 RelationKbetweenKxephasingKTimeKandKynergyK†apKzluctuationsKinKviomolecularKSystemsbKJournaliofi
PhysicaliChemistryiLettersWK2016WKkWKeedfal 6.4 10

61 SimulationKofKTemperatureaxependentKwhargeKTransportKinKOrganicKSemiconductorsKwithKVariousK
xegreesKofKxisorderbKJournaliofiChemicaliTheoryiandiComputationWK2016WKefWKgdlkamj 6.4 25

60 SemiempiricalKQuantumKMechanicalKMethodsKforKNoncovalentKInteractionsKforKwhemicalKandK
viochemicalKupplicationsbKChemicaliReviewsWK2016WKeejWKigdeagk 68.1 210

59
ylectronicKwouplingKwalculationsKforKvridgeaMediatedKwhargeKTransferKUsingKwonstrainedKxensityK
zunctionalKTheoryKSwxzTTKandKyffectiveKHamiltonianKupproachesKatKtheKxensityKzunctionalKTheoryK
SxzTTKandKzragmentaOrbitalKxensityKzunctionalKTightKvindingKSzOxzTvTKLevelbKJournaliofiChemicali
TheoryiandiComputationWK2016WKefWKhkmgahldi

6.4 39

58 QMcQMKapproachKtoKmodelKenergyKdisorderKinKamorphousKorganicKsemiconductorsbKJournaliofi
ChemicaliTheoryiandiComputationWK2015WKeeWKijdak 6.4 32

57 QuantumKeffectsKinKcationKinteractionsKwithKfirstKandKsecondKcoordinationKshellKligandsKinK
metalloproteinsbKJournaliofiChemicaliTheoryiandiComputationWK2015WKeeWKhmmfaidde 6.4 36

56 MultiaScaleKupproachKtoKNonaudiabaticKwhargeKTransportKinKHighaMobilityKOrganicKSemiconductorsbK
JournaliofiChemicaliTheoryiandiComputationWK2015WKeeWKidjlalf 6.4 44

55 xzTvgKParametrizationKforKwoppernKTheKImportanceKofKOrbitalKungularKMomentumKxependenceKofK
HubbardKParametersbKJournaliofiChemicaliTheoryiandiComputationWK2015WKeeWKhfdiaem 6.4 27

54 ParameterizationKofKtheKxzTvgKmethodKforKvrWKwaWKwlWKzWKIWKKWKandKNaKinKorganicKandKbiologicalK
systemsbKJournaliofiChemicaliTheoryiandiComputationWK2015WKeeWKggfahf 6.4 164
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53 MechanismKbyKwhichKuntwistingKofKretinalKleadsKtoKproductiveKbacteriorhodopsinKphotocycleKstatesbK
JournaliofiPhysicaliChemistryiBWK2015WKeemWKfffmahd 3.4 11

52 ParametrizationKofKxzTvgcgOvKforKmagnesiumKandKzincKforKchemicalKandKbiologicalKapplicationsbK
JournaliofiPhysicaliChemistryiBWK2015WKeemWKedjfalf 3.4 90

51 ImprovingKintermolecularKinteractionsKinKxzTvgKusingKextendedKpolarizationKfromK
chemicalapotentialKequalizationbKJournaliofiChemicaliPhysicsWK2015WKehgWKdlhefg 3.9 38

50 MolecularKxynamicsKInvestigationKofKgluazoWKaKPhotoaSwitchableKLigandKforKtheK†lutamateKReceptorK
†luKfbKPLoSiONEWK2015WKedWKedegigmm 3.7 4

49 ylectronicKcouplingsKforKmolecularKchargeKtransfernKbenchmarkingKwxzTWKzOxzTKandKzOxzTvK
againstKhighalevelKabKinitioKcalculationsbKIIbKPhysicaliChemistryiChemicaliPhysicsWK2015WKekWKehghfaih 3.6 100

48 ParameterizationKofKxzTvgcgOvKforKSulfurKandKPhosphorusKforKwhemicalKandKviologicalK
upplicationsbKJournaliofiChemicaliTheoryiandiComputationWK2014WKedWKeielaeigk 6.4 195

47 xensityKfunctionalKtightKbindingbKPhilosophicaliTransactionsiSeriesiAyiMathematicalyiPhysicalyiandi
EngineeringiSciencesWK2014WKgkfWKfdefdhlg 3 182

46 ylectronicKcouplingsKforKmolecularKchargeKtransfernKbenchmarkingKwxzTWKzOxzTWKandKzOxzTvK
againstKhighalevelKabKinitioKcalculationsbKJournaliofiChemicaliPhysicsWK2014WKehdWKedhedi 3.9 156

45 xensityKfunctionalKtightKbindingnKvaluesKofKsemiaempiricalKmethodsKinKanKabKinitioKerabKPhysicali
ChemistryiChemicaliPhysicsWK2014WKejWKehgjlakk 3.6 98

44 SizeawonsistentKMultipartitioningKQMcMMnKuKStableKandKyfficientKudaptiveKQMcMMKMethodbK
JournaliofiChemicaliTheoryiandiComputationWK2014WKedWKhfhfaif 6.4 47

43 xensityKfunctionalKtightKbindingnKapplicationKtoKorganicKandKbiologicalKmoleculesbKWileyi
InterdisciplinaryiReviews:iComputationaliMoleculariScienceWK2014WKhWKhmaje 7.9 127

42 LigandKphotoaisomerizationKtriggersKconformationalKchangesKinKi†luRfKligandKbindingKdomainbKPLoSi
ONEWK2014WKmWKemfkej 3.7 4

41 TowardsKanKunderstandingKofKchannelrhodopsinKfunctionnKsimulationsKleadKtoKnovelKinsightsKofKtheK
channelKmechanismbKJournaliofiMoleculariBiologyWK2013WKhfiWKekmialeh 6.5 58

40 ParametrizationKandKvenchmarkKofKxzTvgKforKOrganicKMoleculesbKJournaliofiChemicaliTheoryiandi
ComputationWK2013WKmWKgglaih 6.4 524

39 ModelingKchargeKtransportKinKxNuKusingKmultiascaleKmethodsbKPhysicaiStatusiSolidiitBu:iBasici
ResearchWK2013WKfidWKffkkafflk 1.3 21

38 womputationalKstudyKofKsyntheticKagonistKligandsKofKionotropicKglutamateKreceptorsbKPLoSiONEWK
2013WKlWKeilkkh 3.7 11

37 ParametrizationKofKtheKSwwaxzTvKMethodKforKHalogensbKJournaliofiChemicaliTheoryiandi
ComputationWK2013WKmWKfmgmahm 6.4 45

36 uKhybridKapproachKtoKsimulationKofKelectronKtransferKinKcomplexKmolecularKsystemsbKJournaliofithei
RoyaliSocietyiInterfaceWK2013WKedWKfdegdhei 4.1 66
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35 uKmodifiedKQMcMMKHamiltonianKwithKtheKSelfawonsistentawhargeKxensityazunctionalaTightavindingK
TheoryKforKhighlyKchargedKQMKregionsbKJournaliofiChemicaliTheoryiandiComputationWK2012WKlWKhfmgahgdh 6.4 27

34 yxtendedKpolarizationKinKthirdaorderKSwwaxzTvKfromKchemicalapotentialKequalizationbKJournaliofi
PhysicaliChemistryiAWK2012WKeejWKmegeahe 2.8 38

33 ImprovedKelectronicKpropertiesKfromKthirdaorderKSwwaxzTvKwithKcostKefficientKpostaSwzKextensionsbK
JournaliofiPhysicaliChemistryiAWK2012WKeejWKeemfkagk 2.8 15

32 xzTvgnKyxtensionKofKtheKselfaconsistentachargeKdensityafunctionalKtightabindingKmethodK
SSwwaxzTvTbKJournaliofiChemicaliTheoryiandiComputationWK2012WKkWKmgeamhl 6.4 620

31 wolorKtuningKinKbindingKpocketKmodelsKofKtheKchlamydomonasatypeKchannelrhodopsinsbKJournaliofi
PhysicaliChemistryiBWK2011WKeeiWKeieemafl 3.4 27

30 SelfawonsistentawhargeKxensityKzunctionalKTightavindingKMethodnKunKyfficientKupproximationKofK
xensityKzunctionalKTheoryK2011WKflkagdk 5

29 upplicationKofKtheKSwwaxzTvKmethodKtoKneutralKandKprotonatedKwaterKclustersKandKbulkKwaterbK
JournaliofiPhysicaliChemistryiBWK2011WKeeiWKjkmdaldi 3.4 71

28 TheKprotonationKstateKofK†lueleKinKrhodopsinKrevisitednKinterpretationKofKexperimentalKdataKonKtheK
basisKofKQMcMMKcalculationsbKJournaliofiPhysicaliChemistryiBWK2010WKeehWKeegglaif 3.4 45

27 woarseagrainedKtimeadependentKdensityKfunctionalKsimulationKofKchargeKtransferKinKcomplexK
systemsnKapplicationKtoKholeKtransferKinKxNubKJournaliofiPhysicaliChemistryiBWK2010WKeehWKeeffeahd 3.4 75

26 MechanismKofKaKprotonKpumpKanalyzedKwithKcomputerKsimulationsbKTheoreticaliChemistryiAccountsWK
2010WKefiWKgigagjg 1.9 13

25 wombinedKdensityKfunctionalKtheoryKandKLandauerKapproachKforKholeKtransferKinKxNuKalongKclassicalK
molecularKdynamicsKtrajectoriesbKJournaliofiChemicaliPhysicsWK2009WKegdWKfeiedh 3.9 73

24 uutomatizedKparametrizationKofKSwwaxzTvKrepulsiveKpotentialsnKapplicationKtoKhydrocarbonsbK
JournaliofiPhysicaliChemistryiAWK2009WKeegWKeeljjale 2.8 63

23 yffectKofKpolarizationKonKtheKopsinKshiftKinKrhodopsinsbKebKuKcombinedKQMcQMcMMKmodelKforK
bacteriorhodopsinKandKpharaonisKsensoryKrhodopsinKIIbKJournaliofiPhysicaliChemistryiBWK2008WKeefWKeehjfak3.4 60

22
xescriptionKofKphosphateKhydrolysisKreactionsKwithKtheKSelfawonsistentawhargeK
xensityazunctionalaTightavindingKSSwwaxzTvTKtheorybKebKParameterizationbKJournaliofiChemicali
TheoryiandiComputationWK2008WKhWKfdjkafdlh

6.4 76

21 yffectKofKpolarizationKonKtheKopsinKshiftKinKrhodopsinsbKfbKympiricalKpolarizationKmodelsKforKproteinsbK
JournaliofiPhysicaliChemistryiBWK2008WKeefWKeehjlakl 3.4 47

20 yfficientKcalculationKofKchargeatransferKmatrixKelementsKforKholeKtransferKinKxNubKJournaliofiPhysicali
ChemistryiBWK2008WKeefWKkmgkahk 3.4 135

19 ImplementationKofKtheKSwwaxzTvKmethodKforKhybridKQMcMMKsimulationsKwithinKtheKamberK
molecularKdynamicsKpackagebKJournaliofiPhysicaliChemistryiAWK2007WKeeeWKijiiajh 2.8 183

18
yxtensionKofKtheKselfaconsistentachargeKdensityafunctionalKtightabindingKmethodnKthirdaorderK
expansionKofKtheKdensityKfunctionalKtheoryKtotalKenergyKandKintroductionKofKaKmodifiedKeffectiveK
coulombKinteractionbKJournaliofiPhysicaliChemistryiAWK2007WKeeeWKedljeakg

2.8 221

(2007-2012)
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17 SimulatingKwaterKwithKtheKselfaconsistentachargeKdensityKfunctionalKtightKbindingKmethodnKfromK
molecularKclustersKtoKtheKliquidKstatebKJournaliofiPhysicaliChemistryiAWK2007WKeeeWKijliame 2.8 74

16
ParameterKwalibrationKofKTransitionaMetalKylementsKforKtheKSpinaPolarizedKSelfawonsistentawhargeK
xensityazunctionalKTightavindingKSxzTvTKMethodnKKScWKTiWKzeWKwoWKandKNibKJournaliofiChemicaliTheoryi
andiComputationWK2007WKgWKeghmajk

6.4 177

15 wolorKtuningKinKrhodopsinsnKtheKmechanismKforKtheKspectralKshiftKbetweenKbacteriorhodopsinKandK
sensoryKrhodopsinKIIbKJournaliofitheiAmericaniChemicaliSocietyWK2006WKeflWKedldlael 16.4 179

14 xevelopmentKofKeffectiveKquantumKmechanicalcmolecularKmechanicalKSQMcMMTKmethodsKforK
complexKbiologicalKprocessesbKJournaliofiPhysicaliChemistryiBWK2006WKeedWKjhilajm 3.4 274

13 womputationalKphotochemistryKofKretinalKproteinsbKJournaliofiComputer-AidediMoleculariDesignWK
2006WKfdWKieeal 4.2 44

12 ValidationKofKtheKdensityafunctionalKbasedKtightabindingKapproximationKmethodKforKtheKcalculationK
ofKreactionKenergiesKandKotherKdatabKJournaliofiChemicaliPhysicsWK2005WKeffWKeeheed 3.9 132

11 QuantumKwhemicalKMolecularKxynamicsKModelKStudyKofKzullereneKzormationKfromKOpenayndedK
warbonKNanotubesâ� bKJournaliofiPhysicaliChemistryiAWK2004WKedlWKgelfagemh 2.8 39

10
ModelingKzincKinKbiomoleculesKwithKtheKselfKconsistentKchargeadensityKfunctionalKtightKbindingK
SSwwaxzTvTKmethodnKapplicationsKtoKstructuralKandKenergeticKanalysisbKJournaliofiComputationali
ChemistryWK2003WKfhWKijiale

3.5 146

9 unKapproximateKxzTKmethodKforKQMcMMKsimulationsKofKbiologicalKstructuresKandKprocessesbK
ComputationaliandiTheoreticaliChemistryWK2003WKjgfWKfmahe 155

8
womparisonKofKaKQMcMMKforceKfieldKandKmolecularKmechanicsKforceKfieldsKinKsimulationsKofKalanineK
andKglycineKMdipeptidesMKSuceaulaaNmeKandKucea†lyaNmeTKinKwaterKinKrelationKtoKtheKproblemKofK
modelingKtheKunfoldedKpeptideKbackboneKinKsolutionbKProteins:iStructureyiFunctioniandi
BioinformaticsWK2003WKidWKhieajg

4.2 230

7 zromKwfKMoleculesKtoKSelfaussembledKzullerenesKinKQuantumKwhemicalKMolecularKxynamicsbKNanoi
LettersWK2003WKgWKejikaejjh 11.5 79

6 zormationKofKzullereneKMoleculesKfromKwarbonKNanotubesnKKuKQuantumKwhemicalKMolecularK
xynamicsKStudybKNanoiLettersWK2003WKgWKhjiahkd 11.5 47

5
ynergeticsKandKstructureKofKglycineKandKalanineKbasedKmodelKpeptidesnKupproximateKSwwaxzTvWK
uMeKandKPMgKmethodsKinKcomparisonKwithKxzTWKHzKandKMPfKcalculationsbKChemicaliPhysicsWK2001WK
fjgWKfdgafem

2.3 128

4 QuantumKmechanicsKsimulationKofKproteinKdynamicsKonKlongKtimescalebKProteins:iStructureyiFunctioni
andiBioinformaticsWK2001WKhhWKhlham 4.2 127

3 HydrogenKbondingKandKstackingKinteractionsKofKnucleicKacidKbaseKpairsnKuKdensityafunctionalatheoryK
basedKtreatmentbKJournaliofiChemicaliPhysicsWK2001WKeehWKiehmaieii 3.9 925

2 uKQMcMMKImplementationKofKtheKSelfawonsistentKwhargeKxensityKzunctionalKTightKvindingK
SSwwaxzTvTKMethodbKJournaliofiPhysicaliChemistryiBWK2001WKediWKijmaili 3.4 523

1 HydrogenKStorageKinKSingleaWalledKandKMultiaWalledKwarbonKNanotubesbKMaterialsiResearchiSocietyi
SymposiaiProceedingsWK1999WKimgWKelk 1
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