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103 OrbitalZorderKphaseKtransitionKinK−rdâ��xvax×nOfKprobedKbyKphotovoltaicsaKPhysicaliReviewiBWK2021WK
dcfWK 3.3 2

102 UltrafastKspinZnematicKandKferroelectricKphaseKtransitionsKinducedKbyKfemtosecondKlightKpulsesaK
PhysicaliReviewiBWK2020WKdceWK 3.3 1

101 HybridKdensityKfunctionalKtheoryKbenchmarkKstudyKonKlithiumKmanganeseKoxidesaKPhysicaliReviewiBWK
2020WKdcdWK 3.3 10

100 xvolutionKofKtheKmagneticKandKpolaronicKorderKofK−rdbevadbe×nOfKfollowingKanKultrashortKlightK
pulseaKPhysicaliReviewiBWK2020WKdceWK 3.3 3

99 wynamicKobservationKofKmanganeseKadatomKmobilityKatKperovskiteKoxideKcatalystKinterfacesKwithK
wateraKCommunicationsiMaterialsWK2020WKdWK 6 9

98 tKκeviewKofKwensityKyunctionalK×odelsKforKtheKwescriptionKofKyeSIITKSpinZvrossoverKvomplexesaK
MoleculesWK2020WKehWK 4.8 6

97 vlosingKtheKgapKbetweenKtheoryKandKexperimentKforKlithiumKmanganeseKoxideKspinelsKusingKaK
highZdimensionalKneuralKnetworkKpotentialaKPhysicaliReviewiBWK2020WKdceWK 3.3 10

96 −redictingKoxidationKandKspinKstatesKbyKhighZdimensionalKneuralKnetworksmKtpplicationsKtoKlithiumK
manganeseKoxideKspinelsaKJournaliofiChemicaliPhysicsWK2020WKdhfWKdigdcj 3.9 11

95 SurfaceKresonanceKofKtheKSeˆ�dTKreconstructedKlanthanumKhexaborideKSccdTZcleavageKplanemKtK
combinedKST×KandKwyTKstudyaKPhysicaliReviewiBWK2019WKdccWK 3.3 3

94 tdaptiveKclusterKapproximationKforKreducedKdensityZmatrixKfunctionalKtheoryaKPhysicaliReviewiBWK
2018WKljWK 3.3 1

93 wensityKfunctionalKstudyKofKhalfZmetallicityKandKspinKpolarizationKinKyeKTKSKwithKTKKpKK×nWNiaKJournali
ofiPhysicsiCondensediMatterWK2018WKfcWKfchhcd 1.8 3

92 κelaxationKofKphotoexcitationsKinKpolaronZinducedKmagneticKmicrostructuresaKPhysicaliReviewiBWK
2018WKljWK 3.3 3

91 xvolutionKofKHotK−olaronKStatesKwithKaKNanosecondK–ifetimeKinKaK×anganiteK−erovskiteaKAdvancedi
EnergyiMaterialsWK2017WKjWKdicedjg 21.8 16

90 κeducedKdensityZmatrixKfunctionalsKfromKmanyZparticleKtheoryaKEuropeaniPhysicaliJournal:iSpeciali
TopicsWK2017WKeeiWKeijjZeile 2.3 16

89 xlectronicKstructureKofK−rdâ��xvax×nOfaKPhysicaliReviewiBWK2017WKlhWK 3.3 23

88 κeducedKdensityZmatrixKfunctionalsKappliedKtoKtheKHubbardKdimeraKPhysicaliReviewiBWK2016WKlfWK 3.3 16

87 ueamKmatchingmKtKmethodKtoKstudyKphononKtransportKthroughKinterfacesKandKmultilayerKstructuresaK
PhysicaiStatusiSolidiitAuiApplicationsiandiMaterialsiScienceWK2016WKedfWKifhZigk 1.6 1
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86 TemperatureZKandKdopingZdependentKopticalKabsorptionKinKtheKsmallZpolaronKsystemK
−rdâ��xvax×nOfaKPhysicaliReviewiBWK2015WKleWK 3.3 23

85 wensityZmatrixKfunctionalsKfromKzreenRsKfunctionsaKPhysicaliReviewiBWK2013WKkkWK 3.3 27

84 InKSituKxlectrochemicalKxlectronK×icroscopyKStudyKofKOxygenKxvolutionKtctivityKofKwopedK
×anganiteK−erovskitesaKAdvancediFunctionaliMaterialsWK2012WKeeWKffjkZffkk 15.6 63

83 ×ethodKtoKincludeKexplicitKcorrelationsKintoKdensityZfunctionalKcalculationsKbasedKonKdensityZmatrixK
functionalKtheoryaKPhysicaliReviewiBWK2011WKkgWK 3.3 15

82 TheoreticalKstudyKofKinteractionKofKlaserKwithKdiatomicKmoleculesKusingKtheKuasisKzeneratorK
×ethodaKJournaliofiPhysics:iConferenceiSeriesWK2009WKdlgWKcfeche 0.3

81 wynamicalKdimerKmethodKforKtheKdeterminationKofKtransitionKstatesKwithKabKinitioKmolecularK
dynamicsaKJournaliofiChemicaliPhysicsWK2008WKdekWKcggdcj 3.9 8

80 tmmoniaKproductionKatKtheKye×oKcofactorKofKnitrogenasemKresultsKfromKdensityKfunctionalKtheoryaK
JournaliofitheiAmericaniChemicaliSocietyWK2007WKdelWKellkZfcci 16.4 104

79 ×odelingKofKzrowthKofKHighZ˛”KOxidesKonKSemiconductorsK2007WKdihZdjl

78 uandKalignmentKatKtheK–aeHfeOjâ��SccdTSiKinterfaceaKAppliediPhysicsiLettersWK2006WKkkWKecelcf 3.4 28

77 ×olecularKdesignKofKinterfacesKbasedKonKdensityZfunctionalKsimulationsaKZeitschriftiFuriAnorganischei
UndiAllgemeineiChemieWK2006WKifeWKecjhZecjh 1.3

76 ×odelKforKacetyleneKreductionKbyKnitrogenaseKderivedKfromKdensityKfunctionalKtheoryaKInorganici
ChemistryWK2005WKggWKghikZjh 5.1 29

75 xlectronicKStructureK×ethodsmKtugmentedKWavesWK−seudopotentialsKandKTheK−rojectorKtugmentedK
WaveK×ethodK2005WKlfZddl 11

74 TowardsKanKunderstandingKofKtheKworkingsKofKnitrogenaseKfromKwyTKcalculationsaKChemPhysChemWK
2005WKiWKdjegZi 3.2 36

73 tbZinitioKsimulationsKonKgrowthKandKinterfaceKpropertiesKofKepitaxialKoxidesKonKsiliconaK
MicroelectroniciEngineeringWK2005WKkcWKgceZgcj 2.5 5

72 StructuralKandKelectronicKpropertiesKofKtheKinterfaceKbetweenKtheKhighZkKOxideK–atlOfKandKSiSccdTaK
PhysicaliReviewiLettersWK2005WKlhWKdfjice 7.4 52

71 tctivationKandKprotonationKofKdinitrogenKatKtheKye×oKcofactorKofKnitrogenaseaKJournaliofiChemicali
PhysicsWK2005WKdefWKcjgfci 3.9 39

70 yirstZprinciplesKcalculationsKofKstrontiumKonKSiSccdTaKPhysicaliReviewiBWK2004WKilWK 3.3 58

69 vhemistryKofK–aKonKtheKSiSccdTKsurfaceKfromKfirstKprinciplesaKPhysicaliReviewiBWK2004WKjcWK 3.3 16
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68 TheKinterfaceKbetweenKsiliconKandKaKhighZkKoxideaKNatureWK2004WKgejWKhfZi 50.4 266

67 InteractionKofKNavlKwithKsolidKwateraKJournaliofiChemicaliPhysicsWK2004WKdedWKlijdZk 3.9 19

66 −rojectorKaugmentedKwaveKmethodmabKinitioKmolecularKdynamicsKwithKfullKwaveKfunctionsaKBulletini
ofiMaterialsiScienceWK2003WKeiWKffZgd 1.7 274

65
ImplementationKofKanKallZelectronKzWKapproximationKbasedKonKtheKprojectorKaugmentedKwaveK
methodKwithoutKplasmonKpoleKapproximationmKtpplicationKtoKSiWKSivWKtltsWKIntsWKNaHWKandK”HaK
PhysicaliReviewiBWK2003WKijWK

3.3 176

64 HeteroepitaxialKgrowthKofKhighZkKgateKoxidesKonKsiliconmKinsightsKfromKfirstZprinciplesKcalculationsK
onKZrKonKSiScKcKdTaKComputationaliMaterialsiScienceWK2003WKejWKjcZjg 3.2 12

63 NitrogenKbindingKtoKtheKye×oZcofactorKofKnitrogenaseaKJournaliofitheiAmericaniChemicaliSocietyWK
2003WKdehWKdhjjeZk 16.4 102

62 tbKinitioKmolecularKdynamicsKwithKaKcontinuumKsolvationKmodelaKJournaliofiChemicaliPhysicsWK2003WK
ddkWKdcklZddcc 3.9 31

61
SamplingK−haseKSpaceKbyKaKvombinedK∕×b××KabKInitioKvarâ��−arrinelloK×olecularKwynamicsK×ethodK
withKwifferentKS×ultipleTKTimeKStepsKinKtheK∕uantumK×echanicalKS∕×TKandK×olecularK×echanicalK
S××TKwomainsaKJournaliofiPhysicaliChemistryiAWK2002WKdciWKddjfZddke

2.8 13

60 tKvarâ��−arrinelloKstudyKofKtheKformationKofKoxidizingKintermediatesKfromKyentonRsKreagentKinK
aqueousKsolutionaKPhysicaliChemistryiChemicaliPhysicsWK2002WKgWKfidlZfiej 3.6 79

59 SecondZgenerationKwaveZfunctionKthermostatKforKabKinitioKmolecularKdynamicsaKPhysicaliReviewiBWK
2002WKihWK 3.3 16

58 –wtVUKcalculatedKelectronicKandKstructuralKpropertiesKofKNiOSccdTKandKNiOSdddTKpSeˆ�eTKsurfacesaK
ComputationaliMaterialsiScienceWK2002WKegWKdleZdlk 3.2 27

57 vhemicalKInvolvementKofKSolventKWaterK×oleculesKinKxlementaryKStepsKofKtheKyentonKOxidationK
κeactionaKAngewandteiChemieWK2001WKddfWKeljjZeljl 3.6 7

56 vhemicalKInvolvementKofKSolventKWaterK×oleculesKinKxlementaryKStepsKofKtheKyentonKOxidationK
κeactionaKAngewandteiChemiei-iInternationaliEditionWK2001WKgcWKeklfZeklh 16.4 71

55 SolvationKxffectsKonKtheKSNeKκeactionKbetweenKvHfvlKandKvlZKinKWateraKJournaliofiPhysicali
ChemistryiAWK2001WKdchWKffccZffdc 2.8 79

54
vhemicalKInvolvementKofKSolventKWaterK×oleculesKinKxlementaryKStepsKofKtheKyentonKOxidationK
κeactionKWeKgratefullyKacknowledgeKtheKhelpfulKdiscussionsKwithK×ichielKzribnauK
SUnileverZVlaardingenTKandKweKthankKtheKNetherlandsKOrganizationKforKScientificKκesearchKSNWOTK
forKsupportKthroughKtheK−−×Zv×SKprogramKandKtheKNvyKforKprovidingKcomputerKtimeaaKAngewandtei
Chemiei-iInternationaliEditionWK2001WKgcWKeklfZeklh

16.4 4

53 −hosphaneKloneZpairKenergiesKasKaKmeasureKofKligandKdonorKstrengthsKandKrelationKtoKactivationK
energiesaKComputationaliandiTheoreticaliChemistryWK2000WKhciWKeffZege 19

52 TowardsKsolvationKsimulationsKwithKaKcombinedKabKinitioKmolecularKdynamicsKandKmolecularK
mechanicsKapproachaKComputationaliandiTheoreticaliChemistryWK2000WKhciWKfdfZffg 20

51 TamingKtheKgroundZstateKandKopticalKpropertiesKofKtransitionKmetalKoxidesaKComputationaliMaterialsi
ScienceWK2000WKdjWKdgiZdhc 3.2 2
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50 ImplementationKofKtheKprojectorKaugmentedZwaveK–wtVUKmethodmKtpplicationKtoKtheKelectronicK
structureKofKNiOaKPhysicaliReviewiBWK2000WKieWKdifleZdigcd 3.3 436

49 yirstZprinciplesKcalculationsKofKdefectsKinKoxygenZdeficientKsilicaKexposedKtoKhydrogenaKPhysicali
ReviewiBWK2000WKieWKidhkZidjl 3.3 299

48 TowardKanKtlkeneKHydroaminationKvatalystmKKStaticKandKwynamicKabKInitioKwyTKStudiesaKJournaliofi
theiAmericaniChemicaliSocietyWK2000WKdeeWKgclkZgdcj 16.4 152

47 ×onomerKvaptureKinKurookhartRsKNiSIITKwiimineKOlefinK−olymerizationKvatalystmKKStaticKandKwynamicK
∕uantumK×echanicsb×olecularK×echanicsKStudyaKJournaliofiPhysicaliChemistryiAWK2000WKdcgWKdedZdel 2.8 65

46 HydrogenKxlectrochemistryKandKStressZInducedK–eakageKvurrentKinKSilicaaKPhysicaliReviewiLettersWK
1999WKkfWKfjeZfjh 7.4 265

45 yirstZprinciplesKmolecularKdynamicsKstudyKofKsmallKmoleculesKinKzeolitesaKCatalysisiTodayWK1999WKhcWKhcdZhcl5.3 27

44 tspectsKofKdefectsKinKsilicaKrelatedKtoKdielectricKbreakdownKofKgateKoxidesKinK×OSyxTsaKPhysicaiB:i
CondensediMatterWK1999WKejfZejgWKdceeZdcei 2.8 33

43 ×olecularKκeactionK×odelingKfromKtbZInitioK×olecularKwynamicsaKACSiSymposiumiSeriesWK1999WKkkZll 0.4 5

42 yirstKprinciplesKinvestigationsKofKaKâ��quasiZoneZdimensionalâ��KchargeZtransferKmolecularKcrystalmK
TTyZeWhvleu∕aKComputationaliMaterialsiScienceWK1998WKdcWKfehZfel 3.2 5

41 xvidenceKforKaKStableKTiSIVTK×etalloceneKwihydrogenKvomplexKfromKabKInitioK×olecularKwynamicsaK
JournaliofitheiAmericaniChemicaliSocietyWK1998WKdecWKedjgZedjh 16.4 47

40 xlectricZfieldZgradientKcalculationsKusingKtheKprojectorKaugmentedKwaveKmethodaKPhysicaliReviewiBWK
1998WKhjWKdgilcZdgilj 3.3 167

39 tbKinitioKcalculationKofKbindingKandKdiffusionKofKaKzaKadatomKonKtheKzatsKSccdTâ��cSgˆ�gTKsurfaceaK
PhysicaliReviewiBWK1998WKhkWKdgllZdhch 3.3 33

38 StaticKandKabKInitioK×olecularKwynamicsKStudyKofKtheKTitaniumSIVTZvonstrainedKzeometryKvatalystK
SvpSiHeNHTTiZκVaKeaKvhainKTerminationKandK–ongKvhainKuranchingaKOrganometallicsWK1997WKdiWKfghgZfgik3.8 111

37
tKvombinedKvarâ��−arrinelloK∕×b××KImplementationKforKabKInitioK×olecularKwynamicsKSimulationsK
ofKxxtendedKSystemsmKKtpplicationKtoKTransitionK×etalKvatalysisaKJournaliofiPhysicaliChemistryiBWK
1997WKdcdWKjkjjZjkkc

3.4 87

36 HydrocarbonKadsorptionKonKSiSccdTmKwhenKdoesKtheKSiKdimerKbondKbreakraKSurfaceiScienceWK1997WK
fjgWKelkZfch 1.8 94

35 tbZinitioKcalculationsKofKoneZdimensionalKbandKstructuresKofKmixedZstackKmolecularKcrystalsaKSolidi
StateiCommunicationsWK1997WKdceWKhklZhlg 1.6 19

34 tbKinitioKmolecularKdynamicsKcalculationsKtoKstudyKcatalysisaKInternationaliJournaliofiQuantumi
ChemistryWK1997WKidWKfilZfkc 2.1 29

33 tbKInitioK×olecularKwynamicsKwithKtheK−rojectorKtugmentedKWaveK×ethodaKACSiSymposiumiSeriesWK
1996WKhgZil 0.4 9
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32 tKwynamicalKwensityKyunctionalKStudyKonKtheKκeactionKofKxthyleneKwithKvpeZrSveHhTVaKJournaliofi
theiAmericaniChemicaliSocietyWK1996WKddkWKggfgZgggd 16.4 117

31
×igratoryKvOKInsertionKandKtldehydeKyormationKinKvarbonylationKofK×ethaneKbyKtheKκhS−HfTevlK
vatalystaKtKwynamicalKwensityKyunctionalKStudyaKJournaliofitheiAmericaniChemicaliSocietyWK1996WK
ddkWKhgdeZhgdl

16.4 40

30
vombinedKStaticKandKwynamicKwensityKyunctionalKStudyKofKtheKTiSIVTKvonstrainedKzeometryKvatalystK
SvpSiHeNHTTiκVaKdaKκestingKStatesKandKvhainK−ropagationaKJournaliofitheiAmericaniChemicaliSocietyWK
1996WKddkWKdfcedZdfcfc

16.4 144

29 yirstZ−rinciplesKInvestigationKofKxnantioselectiveKvatalysismKKtsymmetricKtllylicKtminationKwithK−dK
vomplexesKuearingK−WNZ–igandsaKOrganometallicsWK1996WKdhWKgdehZgdfe 3.8 118

28 StrukturKundKwynamikKvonK×ethanolKinKeinemKZeolithenaKAngewandteiChemieWK1996WKdckWKdkjZdkl 3.6 17

27 InteractionKofKwaterKandKmethanolKwithKaKzeoliteKatKhighKcoveragesaKChemicaliPhysicsiLettersWK1996WK
ehfWKggkZghh 2.5 77

26 StructureKandKwynamicsKofK×ethanolKinKaKZeoliteaKAngewandteiChemieiInternationaliEditioniini
EnglishWK1996WKfhWKdjhZdjj 75

25 tbKinitioKmolecularZdynamicsKstudyKofKdiffusionKandKdefectsKinKsolidK–ifNaKPhysicaliReviewiBWK1996WK
hfWKlckgZlcld 3.3 48

24 yirstZprinciplesKmolecularZdynamicsKsimulationsKforKneutralKpZchloranilKandKitsKradicalKanionaKPhysicali
ReviewiBWK1996WKhfWKdeddeZdedec 3.3 33

23 xlectronicKstructureKofKtheKvuWKZnKsuperoxideKdismutaseKactiveKsiteKandKitsKinteractionsKwithKtheK
substrateaKTheiJournaliofiPhysicaliChemistryWK1995WKllWKdffkZdfgk 60

22 wynamicsKofKberylloceneaKJournaliofiChemicaliPhysicsWK1995WKdcfWKikfZilc 3.9 33

21 κeactionKofK×ethaneKwithKκhS−HfTevlmKtKwynamicalKwensityKyunctionalKStudyaKJournaliofithei
AmericaniChemicaliSocietyWK1995WKddjWKdeiehZdeifg 16.4 55

20 xlectrostaticKdecouplingKofKperiodicKimagesKofKplaneZwaveZexpandedKdensitiesKandKderivedKatomicK
pointKchargesaKJournaliofiChemicaliPhysicsWK1995WKdcfWKjgeeZjgek 3.9 190

19 yiniteZtemperatureKcharacterizationKofKferroceneKfromKfirstZprinciplesKmolecularKdynamicsK
simulationsaKJournaliofiChemicaliPhysicsWK1994WKdccWKkdlgZkecf 3.9 44

18 −rojectorKaugmentedZwaveKmethodaKPhysicaliReviewiBWK1994WKhcWKdjlhfZdjljl 3.3 50591

17 ImprovedKtetrahedronKmethodKforKurillouinZzoneKintegrationsaKPhysicaliReviewiBWK1994WKglWKdieefZdieff3.3 5100

16 yluxionalKwynamicsKofKuerylloceneaKJournaliofitheiAmericaniChemicaliSocietyWK1994WKddiWKdddjjZdddjk 16.4 35

15 yirstZprinciplesKcalculationsKofKselfZdiffusionKconstantsKinKsiliconaKPhysicaliReviewiLettersWK1993WKjcWKegfhZegfk7.4 240
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14 tdsorptionKandKscanningZtunnelingZmicroscopeKimagingKofKbenzeneKonKgraphiteKandK×oSeaKPhysicali
ReviewiLettersWK1993WKjcWKfeifZfeii 7.4 126

13 yirstZprinciplesKcalculationsKofKhyperfineKparametersaKPhysicaliReviewiBWK1993WKgjWKgeggZgehh 3.3 208

12 HypotheticalKvarbonK×odificationsKwerivedKfromKZeoliteKyrameworksaKAngewandteiChemiei
InternationaliEditioniiniEnglishWK1993WKfeWKjcdZjcf 58

11 vrystalKorbitalKHamiltonKpopulationsKSvOH−TmKenergyZresolvedKvisualizationKofKchemicalKbondingKinK
solidsKbasedKonKdensityZfunctionalKcalculationsaKTheiJournaliofiPhysicaliChemistryWK1993WKljWKkidjZkieg 2018

10 NativeKdefectsKandKselfZcompensationKinKZnSeaKPhysicaliReviewiBWK1992WKghWKdclihZdcljk 3.3 253

9 InteractingKloopZcurrentKmodelKofKsuperconductingKnetworksaKJournaliofiLowiTemperatureiPhysicsWK
1992WKkkWKdifZdlh 1.3 16

8 tdiabaticityKinKfirstZprinciplesKmolecularKdynamicsaKPhysicaliReviewiBWK1992WKghWKlgdfZlgdi 3.3 279

7 xlectronicKstructureKofKorderedKandKdisorderedK−dfyeaKJournaliofiMagnetismiandiMagneticiMaterials
WK1990WKkjWKljZdch 2.8 15

6 yirstZprinciplesKcalculationsKofKdiffusionKcoefficientsmKHydrogenKinKsiliconaKPhysicaliReviewiLettersWK
1990WKigWKdgcdZdgcg 7.4 78

5 −haseKboundaryKofKsuperconductingKnetworksmKtKnewKapproximationKschemeaKPhysicaliReviewiBWK
1990WKgeWKjiZjl 3.3 7

4 wasKetKalaKreplyaKPhysicaliReviewiLettersWK1990WKihWKeckg 7.4 3

3 zeneralizedKseparableKpotentialsKforKelectronicZstructureKcalculationsaKPhysicaliReviewiBWK1990WKgdWKhgdgZhgdi3.3 236

2 xlectronicKstructureKandKSchottkyZbarrierKheightsKofKSdddTKNiSiebSiKtZKandKuZtypeKinterfacesaKPhysicali
ReviewiLettersWK1989WKifWKddikZddjd 7.4 125

1 xlectronicKstructureKandKpropertiesKofKNiSieKandKvoSieKinKtheKfluoriteKandKadamantaneKstructuresaK
PhysicaliReviewiBWK1987WKfiWKeglfZehcf 3.3 103
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