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ReviewfLettersYM2002YMkkYMehhhci 7.4 225
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195 yullyMselfZconsistentMzWMcalculationsMforMmoleculesaMPhysicalfReviewfBYM2010YMkdYM 3.3 205
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LettersYM1995YMjhYMgklZgle 7.4 149
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177 StretchingMdependenceMofMtheMvibrationMmodesMofMaMsingleZmoleculeMβtâ��‘eâ��βtMbridgeaMPhysicalf
ReviewfBYM2005YMjdYM 3.3 135

176 TheMvomputationalMMaterialsMRepositoryaMComputingfinfSciencefandfEngineeringYM2012YMdgYMhdZhj 1.5 119

175 ΔxygenMchemisorptionMonMvuUddcVmMtMmodelMforMtheMcUiMxMeVMstructureaMPhysicalfReviewfLettersYM1990YM
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designsaMEnergyfandfEnvironmentalfScienceYM2014YMjYMefljZegdf 35.4 112

172 MolecularMtransportMcalculationsMwithMWannierMfunctionsaMChemicalfPhysicsYM2005YMfdlYMdddZdeh 2.3 111

171 xlectronicMstructureYMtotalMenergiesYMandMSTMMimagesMofMcleanMandMoxygenZcoveredMtlUdddVaMPhysicalf
ReviewfBYM1995YMheYMdglhgZdglie 3.3 110
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PhysicsYM2014YMdgcYMdggdcj 3.9 101
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JournalfoffPhysicalfChemistryfCYM2009YMddfYMdefcdZdefck 3.8 94

164 tdsorptionZinducedMrestructuringMofMgoldMnanochainsaMPhysicalfReviewfBYM2002YMiiYM 3.3 93

163 UnravelingMtheMacousticMelectronZphononMinteractionMinMgrapheneaMPhysicalfReviewfBYM2012YMkhYM 3.3 91
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156 uayesianMensembleMapproachMtoMerrorMestimationMofMinteratomicMpotentialsaMPhysicalfReviewfLettersYM
2004YMlfYMdihhcd 7.4 84

155 MatchingMconditionsMinMtheMquasicontinuumMmethodmMRemovalMofMtheMerrorMintroducedMatMtheM
interfaceMbetweenMtheMcoarseZgrainedMandMfullyMatomisticMregionaMPhysicalfReviewfBYM2004YMilYM 3.3 83
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PhysicalfReviewfBYM1997YMhiYMeljjZellc 3.3 81
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‘alideMβerovskitesaMJournalfoffPhysicalfChemistryfLettersYM2016YMjYMgfgiZgfhe 6.4 78

151 tbMinitioMvanMderMwaalsMinteractionsMinMsimulationsMofMwaterMalterMstructureMfromMmainlyMtetrahedralM
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150 yermiMlevelMalignmentMinMmolecularMnanojunctionsMandMitsMrelationMtoMchargeMtransferaMPhysicalf
ReviewfBYM2006YMjgYM 3.3 76

149 wissociationMpathMforM‘eMonMtlUddcVaMPhysicalfReviewfLettersYM1992YMilYMdljdZdljg 7.4 76

148 wensityMfunctionalMtheoryMbasedMscreeningMofMternaryMalkaliZtransitionMmetalMborohydridesmMaM
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PhysicsYM2018YMdgkYMegdjfh 3.9 71

145 ΔlesenMetMalaMreplyaMPhysicalfReviewfLettersYM1995YMjgYMedgj 7.4 71
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Karsten Wedel Jacobsen

6



141 SurfaceMstressYMsurfaceMelasticityYMandMtheMsizeMeffectMinMsurfaceMsegregationaMPhysicalfReviewfBYM1995YM
hdYMdclfjZdclgi 3.3 66

140 TheoryMofMadsorbateZinducedMsurfaceMrelaxationsmM‘ydrogenMonMvuUddcVaMPhysicalfReviewfLettersYM
1987YMhlYMejigZejij 7.4 66

139 ‘omoepitaxialMzrowthMofMβtMonMβtUdccVZhexmMxffectsMofMStronglyMtnisotropicMwiffusionMandMyiniteM
’slandMSizesaMPhysicalfReviewfLettersYM1996YMjjYMkjZlc 7.4 65

138 vhemisorptionMofM‘YMΔYMandMSMonM−iUddcVmMgeneralMtrendsaMSurfacefScienceYM1992YMejeYMffgZfgd 1.8 65

137 TwoZwimensionalMMetalMwichalcogenidesMandMΔxidesMforM‘ydrogenMxvolutionmMtMvomputationalM
ScreeningMtpproachaMJournalfoffPhysicalfChemistryfLettersYM2015YMiYMdhjjZkh 6.4 64

136 SulfideMperovskitesMforMsolarMenergyMconversionMapplicationsmMcomputationalMscreeningMandM
synthesisMofMtheMselectedMcompoundM×aYSfaMEnergyfandfEnvironmentalfScienceYM2017YMdcYMehjlZehlf 35.4 61

135 SimulationsMofMintergranularMfractureMinMnanocrystallineMmolybdenumaMActafMaterialiaYM2004YMheYMhcdlZhcel8.4 61

134 vonductionMmechanismMinMaMmolecularMhydrogenMcontactaMPhysicalfReviewfLettersYM2005YMlgYMcfikcj 7.4 60

133 ‘eteroepitaxialMsubsurfaceMgrowthMmodeMresultingMinMinterlayerMmixingaMPhysicalfReviewfBYM1997YMhhYMdfkcZdfkf3.3 59

132 yorcesMandMconductancesMinMaMsingleZmoleculeMbipyridineMjunctionaMPhysicalfReviewfBYM2005YMjeYM 3.3 59

131 tdsorptionZinducedMstepMformationaMPhysicalfReviewfLettersYM2001YMkjYMdeidce 7.4 58

130 SelfZconsistentMelectronicMstructureMandMsegregationMprofilesMofMtheMvuZ−iMUccdVMrandomZalloyM
surfaceaMPhysicalfReviewfBYM1994YMglYMddfkfZddfli 3.3 58

129 βartlyMoccupiedMWannierMfunctionsaMPhysicalfReviewfLettersYM2005YMlgYMceigch 7.4 56

128 weterminationMofMtheMofMrateMcrossMslipMofMscrewMdislocationsaMPhysicalfReviewfLettersYM2000YMkhYMfkiiZl 7.4 55

127 SimulationMofMvuZMgMmetallicMglassmMThermodynamicsMandMstructureaMPhysicalfReviewfBYM2004YMilYM 3.3 53

126 ’slandMshapesMinMhomoepitaxialMgrowthMofMβtUdddVaMSurfacefScienceYM1996YMfhlYMfjZgg 1.8 53

125 tnharmonicMstabilizationMandMbandMgapMrenormalizationMinMtheMperovskiteMvsSn’faMPhysicalfReviewfBYM
2015YMleYM 3.3 52

124 yirstZprinciplesMstudyMofMsurfaceMplasmonsMonMtgUdddVMandM‘btgUdddVaMPhysicalfReviewfBYM2011YMkgYM 3.3 52
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123 RateMTheoryMforMvorrelatedMβrocessesmMwoubleM–umpsMinMtdatomMwiffusionaMPhysicalfReviewfLettersYM
1997YMjlYMekgfZekgi 7.4 50

122 StabilityMandMbandgapsMofMlayeredMperovskitesMforMoneZMandMtwoZphotonMwaterMsplittingaMNewfJournalf
offPhysicsYM2013YMdhYMdchcei 2.9 49

121 StackingMfaultMenergiesMinMaluminiumaMJournalfoffPhysicsfCondensedfMatterYM1992YMgYMdcghfZdcgic 1.8 48

120 −atureMofMdislocationsMinMsiliconaMPhysicalfReviewfLettersYM1995YMjhYMggggZgggj 7.4 47

119 TrendsMinMMetalMΔxideMStabilityMforM−anorodsYM−anotubesYMandMSurfacesaMJournalfoffPhysicalf
ChemistryfCYM2011YMddhYMeeggZeehe 3.8 46

118 ManyZatomMinteractionsMinMmetalsaMSurfacefScienceYM1993YMekfYMejjZeke 1.8 46

117 MechanismsMofMselfZdiffusionMonMβtUddcVaMPhysicalfReviewfBYM1999YMicYMRhdglZRhdhe 3.3 44

116 TheMenergeticsMandMdynamicsMofM‘eMdissociationMonMtlUddcVaMSurfacefScienceYM1994YMfcgYMdfdZdgg 1.8 43

115 MeltingMaMvopperMvlustermMvriticalZwropletMTheoryaMEurophysicsfLettersYM1994YMeiYMhdZhi 1.6 42

114 ’nterferenceMandMkZpointMsamplingMinMtheMsupercellMapproachMtoMphaseZcoherentMtransportaMPhysicalf
ReviewfBYM2005YMjeYM 3.3 41

113 ttomisticMsimulationsMofMcrossZslipMofMjoggedMscrewMdislocationsMinMcopperaMPhilosophicalfMagazinef
LettersYM2001YMkdYMdfjZdgg 1 41

112 ‘Z‘MinteractionsMinMβdaMPhysicalfReviewfBYM1989YMgcYMdllfZdlli 3.3 41

111 valculatedMβourbaixMwiagramsMofMvubicMβerovskitesMforMWaterMSplittingmMStabilityMtgainstMvorrosionaM
TopicsfinfCatalysisYM2014YMhjYMeihZeje 2.3 40

110
ΔpticalMpropertiesMofMbulkMsemiconductorsMandMgraphenebboronMnitridemMTheMuetheZSalpeterM
equationMwithMderivativeMdiscontinuityZcorrectedMdensityMfunctionalMenergiesaMPhysicalfReviewfBYM
2012YMkiYM

3.3 40

109 xlectronicMshellMstructureMandMchemisorptionMonMgoldMnanoparticlesaMPhysicalfReviewfBYM2011YMkgYM 3.3 40

108 tbMinitioMpotentialMforMsolidsaMPhysicalfReviewfBYM1992YMgiYMfjlkZfkcl 3.3 40

107 vonventionalMandMacousticMsurfaceMplasmonsMonMnobleMmetalMsurfacesmMtMtimeZdependentMdensityM
functionalMtheoryMstudyaMPhysicalfReviewfBYM2012YMkiYM 3.3 39

106 βaretoZoptimalMalloysaMAppliedfPhysicsfLettersYM2003YMkfYMghejZghel 3.4 39
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105 SimulationMofMstructureMandMannihilationMofMscrewMdislocationMdipolesaMPhilosophicalfMagazinefA:f
PhysicsfoffCondensedfMattertfStructuretfDefectsfandfMechanicalfPropertiesYM2000YMkcYMdejfZdelc 39

104 vhemisorptionMandMvibrationMofMhydrogenMonMvuUdddVaMSurfacefScienceYM1993YMekhYMejZfc 1.8 39

103 wirectMmeasurementMandMmodulationMofMsingleZmoleculeMcoordinativeMbondingMforcesMinMaMtransitionM
metalMcomplexaMNaturefCommunicationsYM2013YMgYMeded 17.4 38

102 ΔxidativeMtrendsMofMTiΔeâ��holeMtrappingMatManataseMandMrutileMsurfacesaMEnergyfandfEnvironmentalf
ScienceYM2012YMhYMlkii 35.4 37

101 ΔxygenMadsorptionMonMβtUddcVZUdˆ�eVmMnewMhighZcoverageMstructuresaMSurfacefScienceYM1999YMgfcYM×hffZ×hfl1.8 37

100 βerformanceMofMgeneticMalgorithmsMinMsearchMforMwaterMsplittingMperovskitesaMJournalfoffMaterialsf
ScienceYM2013YMgkYMihdlZihfg 4.3 35

99 ×ocalMuayesianMoptimizerMforMatomicMstructuresaMPhysicalfReviewfBYM2019YMdccYM 3.3 34

98
wirectMwynamicsMStudiesMofMaMuinuclearMMetalMvomplexMinMSolutionmMTheM’nterplayMuetweenM
VibrationalMRelaxationYMvoherenceYMandMSolventMxffectsaMJournalfoffPhysicalfChemistryfLettersYM2014YM
hYMegdgZk

6.4 33

97 ModelingMnanoscaleMgasMsensorsMunderMrealisticMconditionsmMvomputationalMscreeningMofM
metalZdopedMcarbonMnanotubesaMPhysicalfReviewfBYM2010YMkdYM 3.3 33

96 ttomisticMsimulationsMofMdislocationMprocessesMinMcopperaMJournalfoffPhysicsfCondensedfMatterYM2002YM
dgYMelelZelhi 1.8 33

95 vomparativeMstudyMofManchoringMgroupsMforMmolecularMelectronicsmMstructureMandMconductanceMofM
tuZSZtuMandMtuZ−‘UeVZtuMjunctionsaMJournalfoffPhysicsfCondensedfMatterYM2008YMecYMfjgdcd 1.8 32

94 tctivationMfreeMenergyMandMentropyMforMtheMnormalMandMexchangeMselfdiffusionMprocessesMonM
vuUdccVaMSurfacefScienceYM1993YMeklYMikZjg 1.8 32

93 ‘ighZThroughputMvomputationalMtssessmentMofMβreviouslyMSynthesizedMSemiconductorsMforM
βhotovoltaicMandMβhotoelectrochemicalMwevicesaMACSfEnergyfLettersYM2018YMfYMgfiZggi 20.1 31

92 SpatiallyMresolvedMquantumMplasmonMmodesMinMmetallicMnanoZfilmsMfromMfirstZprinciplesaMPhysicalf
ReviewfBYM2012YMkiYM 3.3 31

91 MonteMvarloMcalculationMofMtheMthermalMexpansionMcoefficientMofMtlaMPhysicalfReviewfBYM1987YMfiYMhcfhZhcfi3.3 31

90 tbMinitioMnonequilibriumMquantumMtransportMandMforcesMwithMtheMrealZspaceMprojectorMaugmentedM
waveMmethodaMPhysicalfReviewfBYM2012YMkhYM 3.3 30

89 valculatedMopticalMabsorptionMofMdifferentMperovskiteMphasesaMJournalfoffMaterialsfChemistryfAYM2015
YMfYMdefgfZdefgl 13 29

88 xxplorationMversusMxxploitationMinMzlobalMttomisticMStructureMΔptimizationaMJournalfoffPhysicalf
ChemistryfAYM2018YMdeeYMdhcgZdhcl 2.8 29
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87 weterminationMofMlowZstrainMinterfacesMviaMgeometricMmatchingaMPhysicalfReviewfBYM2017YMliYM 3.3 29

86 βlasmonsMonMtheMedgeMofMMoSeMnanostructuresaMPhysicalfReviewfBYM2014YMlcYM 3.3 29

85 yirstZprinciplesMcalculationsMofMgrapheneMnanoribbonsMinMgaseousMenvironmentsmMStructuralMandM
electronicMpropertiesaMPhysicalfReviewfBYM2010YMkeYM 3.3 29

84 βartlyMoccupiedMWannierMfunctionsmMvonstructionMandMapplicationsaMPhysicalfReviewfBYM2005YMjeYM 3.3 29

83 valculationMofMquantumMtunnelingMforMaMspatiallyMextendedMdefectmMtheMdislocationMkinkMinMcopperMhasM
aMlowMeffectiveMmassaMPhysicalfReviewfLettersYM2001YMkiYMdhgiZl 7.4 29

82 ‘eatsMofMformationMofMsolidsMwithMerrorMestimationmMTheMmuxxyMfunctionalMwithMandMwithoutMfittedM
referenceMenergiesaMPhysicalfReviewfBYM2015YMldYM 3.3 28

81 xlectronicMholeMlocalizationMinMrutileMandManataseMTiΔeMâ��MSelfZinteractionMcorrectionMinM˛�ZSvyMwyTaM
ChemicalfPhysicsfLettersYM2011YMhciYMgeZgh 2.5 28

80 muxxyZvdWmMRobustMfittingMofMerrorMestimationMdensityMfunctionalsaMPhysicalfReviewfBYM2016YMlfYM 3.3 27

79 MakingMtheMmostMofMmaterialsMcomputationsaMScienceYM2016YMfhgYMdkcZdkd 33.3 27

78 ScanningMTunnelingMMicroscopyMxvidenceMforMtheMwissociationMofMvarbonMMonoxideMonMRutheniumM
StepsaMJournalfoffPhysicalfChemistryfCYM2012YMddiYMdgfhcZdgfhl 3.8 27

77 −ucleationMofMtheMβtUdddVMreconstructionmMaMsimulationMstudyaMSurfacefScienceYM1994YMfdjYMkZdg 1.8 27

76 xlectronMtransportMinMaMβtâ��vΔâ��βtMnanocontactmMwensityMfunctionalMtheoryMcalculationsaMPhysicalf
ReviewfBYM2006YMjfYM 3.3 26

75 ttomicZscaleMstructureMofMdislocationsMrevealedMbyMscanningMtunnelingMmicroscopyMandMmolecularM
dynamicsaMPhysicalfReviewfLettersYM2002YMkkYMecidci 7.4 26

74
zridZuasedMβrojectorMtugmentedMWaveMUzβtWVM’mplementationMofMδuantumMMechanicsbMolecularM
MechanicsMUδMbMMVMxlectrostaticMxmbeddingMandMtpplicationMtoMaMSolvatedMwiplatinumMvomplexaM
JournalfoffChemicalfTheoryfandfComputationYM2017YMdfYMicdcZicee

6.4 24

73 zrapheneMxdgesMwictateMtheMMorphologyMofM−anoparticlesMduringMvatalyticMvhannelingaMJournalfoff
PhysicalfChemistryfCYM2014YMddkYMgeliZgfce 3.8 24

72 xffectiveZmediumMtightZbindingMmodelMforMsiliconaMPhysicalfReviewfBYM1994YMhcYMdcjejZdcjgd 3.3 24

71 wesigningMrulesMandMprobabilisticMweightingMforMfastMmaterialsMdiscoveryMinMtheMβerovskiteMstructureaM
ModellingfandfSimulationfinfMaterialsfSciencefandfEngineeringYM2014YMeeYMchhccj 2 23

70 xffectsMofManisotropicMdiffusionMandMfiniteMislandMsizesMinMhomoepitaxialMgrowthmMβtMonMβtUdccVZhexaM
SurfacefScienceYM1998YMgccYMelcZfdf 1.8 23
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69 MechanicalMdeformationMofMnanocrystallineMmaterialsaMPhilosophicalfMagazinefLettersYM1996YMjgYMfflZfgg 1 23

68 xffectiveZmediumMcalculationsMforMhydrogenMinM−iYMβdYMandMβtaMPhysicalfReviewfBYM1990YMgdYMdegdfZdegef 3.3 23

67 StrainMsensitivityMofMbandMgapsMofMSnZcontainingMsemiconductorsaMPhysicalfReviewfBYM2015YMldYM 3.3 22

66 xlasticMeffectsMbehindMcooperativeMbondingMinMbetaZsheetsaMJournalfoffthefAmericanfChemicalfSocietyYM
2004YMdeiYMdfdgcZf 16.4 22

65 tnabMinitiostudyMofMelectronMtransportMthroughMnitrobenzenemMtheMinfluenceMofMleadsMandMcontactsaM
NanotechnologyYM2005YMdiYMSdhhZSdic 3.4 22

64 ’nelasticMscatteringMinMmetalZ‘eZmetalMjunctionsaMPhysicalfReviewfBYM2009YMjlYM 3.3 21

63 uetaZsheetMpreferencesMfromMfirstMprinciplesaMJournalfoffthefAmericanfChemicalfSocietyYM2003YMdehYMdifkfZi16.4 21

62 tMtheoreticalMstudyMofMcarbonMchemisorptionMonMnickelMsurfacesaMSurfacefScienceYM1986YMdiiYMhflZhhf 1.8 21

61 ShiningM×ightMonMSulfideMβerovskitesmM×aYSfMMaterialMβropertiesMandMSolarMvellsaMChemistryfoff
MaterialsYM2019YMfdYMffhlZffil 9.6 20

60 —inematicMgenerationMofMdislocationsaMPhilosophicalfMagazinefLettersYM1995YMjeYMeghZehc 1 20

59 ΔptimizedMandMtransferableMdensitiesMfromMfirstZprinciplesMlocalMdensityMcalculationsaMJournalfoff
PhysicsfCondensedfMatterYM1991YMfYMhgfjZhggf 1.8 20

58 TheoryMofMalkaliZmetalZinducedMreconstructionsMofMfccUdccVMsurfacesaMPhysicalfReviewfBYM1992YMghYMiklfZiklk3.3 20

57 vriticalMcurrentMforMtheMflowMofMsuperfluidf‘eMinMaMconfinedMgeometryaMJournalfoffLowfTemperaturef
PhysicsYM1987YMijYMkfZkl 1.3 19

56 wynamicMbreakingMofMaMsingleMgoldMbondaMNaturefCommunicationsYM2017YMkYMdhlfd 17.4 18

55 ’’â��’Vâ��VeMandM’’’â��’’’â��VeMβolytypesMasM×ightMtbsorbersMforMSingleM–unctionMandMTandemMβhotovoltaicM
wevicesaMJournalfoffPhysicalfChemistryfCYM2017YMdedYMdjjkcZdjjki 3.8 18

54 tMsimpleMandMrealisticMmodelMsystemMforMstudyingMhydrogenMbondsMinM˛†ZsheetsaMJournalfoffChemicalf
PhysicsYM2003YMddkYMljkfZljlg 3.9 18

53 vonstructionMofM−ewMxlectronicMwensityMyunctionalsMwithMxrrorMxstimationMThroughMyittingaMTopicsfinf
CatalysisYM2012YMhhYMgceZgdj 2.3 17

52 βolarizationMandMchargeMtransferMduringMtheMdissociationMofM‘eMonMtlUddcVaMSurfacefScienceYM1993YM
eljYM×ikZ×je 1.8 17

(1993-1996)
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51 tnMeffectiveZmediumMtheoryMapproachMtoMorderingMinMvuZtuMalloysaMJournalfoffPhysicsfCondensedf
MatterYM1992YMgYMjdldZjece 1.8 17

50 tnalyticMapproachMtoMchargeMtransferMduringMatomZsurfaceMscatteringaMPhysicalfReviewfBYM1989YMgcYMfgdjZfgec3.3 17

49 ’mportanceMofMtheMReorganizationMxnergyMuarrierMinMvomputationalMwesignMofMβorphyrinZuasedMSolarM
vellsMwithMvobaltZuasedMRedoxMMediatorsaMJournalfoffPhysicalfChemistryfCYM2015YMddlYMdejleZdekcc 3.8 16

48 ttomisticMsimulationsMofMMgâ��vuMmetallicMglassesmMmechanicalMpropertiesaMMaterialsfSciencefmamp;f
EngineeringfA:fStructuralfMaterials:fPropertiestfMicrostructurefandfProcessingYM2004YMfkjZfklYMlliZdccc 5.3 16

47 ‘ighZthroughputMcomputationalMscreeningMforMtwoZdimensionalMmagneticMmaterialsMbasedMonM
experimentalMdatabasesMofMthreeZdimensionalMcompoundsaMNpjfComputationalfMaterialsYM2020YMiYM 10.9 15

46 ttomicallyMThinMΔrderedMtlloysMofMTransitionMMetalMwichalcogenidesmMStabilityMandMuandMStructuresaM
JournalfoffPhysicalfChemistryfCYM2016YMdecYMefcegZefcel 3.8 14

45 SimpleMmodelMofMstackingZfaultMenergiesaMPhysicalfReviewfBYM1993YMgjYMgldiZgled 3.3 14

44 xlectronicMholeMtransferMinMrutileMandManataseMTiΔemMxffectMofMaMdelocalizationMerrorMinMtheMdensityM
functionalMtheoryMonMtheMchargeMtransferMbarrierMheightaMPhysicalfReviewfBYM2011YMkgYM 3.3 13

43
tbMinitioMcalculationsMofMtheMelectronicMpropertiesMofMpolypyridineMtransitionMmetalMcomplexesMandM
theirMadsorptionMonMmetalMsurfacesMinMtheMpresenceMofMsolventMandMcounterionsaMJournalfoffPhysicalf
ChemistryfBYM2011YMddhYMlgdcZi

3.4 13

42 tnomalousMconductanceMoscillationsMandMhalfZmetallicityMinMatomicMtgZΔMchainsaMPhysicalfReviewf
LettersYM2008YMdcdYMclikcg 7.4 13

41 RichMzroundZStateMvhemicalMΔrderingMinM−anoparticlesmMxxactMSolutionMofMaMModelMforMtgZtuM
vlustersaMPhysicalfReviewfLettersYM2018YMdecYMehidcd 7.4 12

40 vomputerMsimulationsMofMnanoindentationMinMMgâ��vuMandMvuâ��ZrMmetallicMglassesaMModellingfandf
SimulationfinfMaterialsfSciencefandfEngineeringYM2010YMdkYMchhcci 2 12

39 ttomisticMsimulationsMofMjogMmigrationMonMextendedMscrewMdislocationsaMMaterialsfSciencefmamp;f
EngineeringfA:fStructuralfMaterials:fPropertiestfMicrostructurefandfProcessingYM2001YMfdlZfedYMddlZdef 5.3 12

38 TheMcouplingMbetweenMatomicMandMelectronicMstructureMinMsmallMvuMclustersaMJournalfoffPhysicsf
CondensedfMatterYM1993YMhYMhhldZhice 1.8 12

37 wefinitionMofMaMscoringMparameterMtoMidentifyMlowZdimensionalMmaterialsMcomponentsaMPhysicalf
ReviewfMaterialsYM2019YMfYM 3.2 12

36 xffectMofMedgeMplasmonsMonMtheMopticalMpropertiesMofMMoSeMmonolayerMflakesaMPhysicalfReviewfBYM
2017YMliYM 3.3 11

35 uandgapMxngineeringMofMwoubleMβerovskitesMforMΔneZMandMTwoZphotonMWaterMSplittingaMMaterialsf
ResearchfSocietyfSymposiafProceedingsYM2013YMdhefYMicd 11

34 xlectronicZStructureZuasedMwesignMofMΔrderedMtlloysaMMRSfBulletinYM2006YMfdYMlkiZllc 3.2 11
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33
βromisingMquaternaryMchalcogenidesMasMhighZbandZgapMsemiconductorsMforMtandemM
photoelectrochemicalMwaterMsplittingMdevicesmMtMcomputationalMscreeningMapproachaMPhysicalfReviewf
MaterialsYM2018YMeYM

3.2 11

32 wefectMvhemistryMandMxlectricalMvonductivityMofMSmZwopedM×adâ��xSrxvoΔfâ��˛·MforMSolidMΔxideMyuelM
vellsaMJournalfoffPhysicalfChemistryfCYM2017YMdedYMdhcdjZdhcej 3.8 10

31 yirstZprinciplesMmodellingMofMscanningMtunnelingMmicroscopyMusingMnonZequilibriumMzreenâ��sM
functionsaMFrontiersfoffPhysicsfinfChinaYM2010YMhYMfilZfjl 10

30 SurfaceMalloyingMinMmetalZonZmetalMepitaxialMgrowthaMJournalfoffVacuumfSciencefandfTechnologyfA:f
VacuumtfSurfacesfandfFilmsYM1994YMdeYMdjkjZdjkl 2.9 10

29 valculatedMchemisorptionMpropertiesMofMmagnesiumaMSurfacefScienceYM1991YMehkYMgejZgfk 1.8 10

28 TexturesMandMspinMwavesMinMrotatingMsuperfluidf‘fZuaMJournalfoffLowfTemperaturefPhysicsYM1983YMheYMhejZhfj1.3 10

27 ’ncompleteMmeltingMofMtheMSiUdccVMsurfaceMfromMmolecularZdynamicsMsimulationsMusingMtheM
effectiveZmediumMtightZbindingMmodelaMSurfacefScienceYM1996YMficYMeedZeek 1.8 9

26 uandZgapMengineeringMofMfunctionalMperovskitesMthroughMquantumMconfinementMandMtunnelingaM
PhysicalfReviewfBYM2015YMldYM 3.3 8

25 wesigningMmultifunctionalMchemicalMsensorsMusingM−iMandMvuMdopedMcarbonMnanotubesaMPhysicaf
StatusfSolidifoBp:fBasicfResearchYM2010YMegjYMeijkZeike 1.3 8

24 ReplyMtoMcommentMonMâ��TheMvomputationalMewMMaterialsMwatabasemMhighZthroughputMmodelingMandM
discoveryMofMatomicallyMthinMcrystalsâ��aM2DfMaterialsYM2019YMiYMcgkcce 5.9 7

23 ttomicZScaleMModelingMofMtheMtnnihilationMofM–oggedMScrewMwislocationMwipolesaMMaterialsfResearchf
SocietyfSymposiafProceedingsYM1999YMhjkYMedj 7

22 MachineMlearningMwithMbondMinformationMforMlocalMstructureMoptimizationsMinMsurfaceMscienceaMJournalf
offChemicalfPhysicsYM2020YMdhfYMefgddi 3.9 7

21 MaterialsMpropertyMpredictionMusingMsymmetryZlabeledMgraphsMasMatomicMpositionMindependentM
descriptorsaMPhysicalfReviewfBYM2019YMdccYM 3.3 6

20 wynamicsMofMpartialMdislocationsMinMsiliconaMMaterialsfSciencefandfEngineeringfB:fSoliduStatefMaterialsf
forfAdvancedfTechnologyYM1996YMfjYMdkhZdkk 3.1 6

19 vonstructionMofMtransferableMsphericallyMaveragedMelectronMpotentialsaMJournalfoffPhysicsfCondensedf
MatterYM1994YMiYMhgdhZhged 1.8 5

18 yractalMandMwendriticMzrowthMofMSurfaceMtggregatesaMMaterialsfResearchfSocietyfSymposiaf
ProceedingsYM1995YMgcjYMfjl 4

17 SchottkyMbarrierMloweringMdueMtoMinterfaceMstatesMinMewMheterophaseMdevicesaMNanoscalefAdvancesYM
2021YMfYMhijZhjg 5.1 4

16 −anocrystallineMmetalsmMRoughnessMinMflatlandaMNaturefMaterialsYM2017YMdiYMdchlZdcic 27 3

(2017-2018)
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15 SpontaneousMbreakingMofMtimeZreversalMsymmetryMatMtheMedgesMofMdTrMmonolayerMtransitionMmetalM
dichalcogenidesaMPhysicalfReviewfBYM2019YMllYM 3.3 3

14 MagnetizationMReversalMinMvlustersMofMMagneticMβarticlesaMNATOfASIfSeriesfSeriesfB:fPhysicsYM1991YMhjfZhji 3

13 ttomicMstructureMandMenergeticsMofMconstrictedMscrewMdislocationsMinMcopperaMMaterialsfSciencef
mamp;fEngineeringfA:fStructuralfMaterials:fPropertiestfMicrostructurefandfProcessingYM1997YMefgZefiYMhggZhgj5.3 2

12 SurfaceMchemistryMinMthreeMdimensionsmMvΔMdissociationMbetweenMtwoMsurfacesaMChemicalfPhysicsf
LettersYM2000YMfeeYMfcjZfdd 2.5 2

11 ’sMtheMwaterbβtUdddVMinterfaceMorderedMatMroomMtemperatureraMJournalfoffChemicalfPhysicsYM2021YM
dhhYMeegjcd 3.9 2

10 vhapterMfmvomputationalMScreeningMofM×ightZabsorbingMMaterialsMforMβhotoelectrochemicalMWaterM
SplittingaMRSCfEnergyfandfEnvironmentfSeriesYM2018YMieZll 0.6 2

9 zlobalMoptimizationMofMatomicMstructuresMwithMgradientZenhancedMzaussianMprocessMregressionaM
PhysicalfReviewfBYM2021YMdcfYM 3.3 2

8 ttomicZScaleMModelingMofMtheMweformationMofM−anocrystallineMMetalsaMMaterialsfResearchfSocietyf
SymposiafProceedingsYM1998YMhfkYMell 1

7 MinimumZstrainMsymmetrizationMofMuravaisMlatticesaMPhysicalfReviewfResearchYM2020YMeYM 3.9 1

6 ttomicMStructureMΔptimizationMwithMMachineZ×earningMxnabledM’nterpolationMbetweenMvhemicalM
xlementsaMPhysicalfReviewfLettersYM2021YMdejYMdiiccd 7.4 0

5 −akamuraMetMalaMreplymaMPhysicalfReviewfLettersYM2000YMkgYMehgl 7.4

4 TheoreticalMModelMforMtdsorbateZ’nducedMSurfaceMReconstructionsmMtMvomparisonMofMβotassiumMandM
ΔxygenMonMvopperaMMaterialsfResearchfSocietyfSymposiafProceedingsYM1990YMdlfYMfgf

3 StabilityYMstructureYMandMmeltingMofMcopperMclustersM1993YMddhZdei

2 δuantumMTransmissionMvhannelsMinMβerturbedMfwM−anowiresM1997YMidZjk

1 uayesianMerrorMestimationMinMdensityMfunctionalMtheoryM2020YMjjZld
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