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l Paper IF Citations

143 sevelopmentKofKnewKinteratomicKpotentialsKappropriateKforKcrystallineKandKliquidKironYKPhilosophicall
MagazineWK2003WKgbWKbhffXbhhc 1.6 941

142 ΣheKalloyKtheoreticKautomatedKtoolkitiKpKuserKguideYKCalphad:lComputerlCouplingloflPhaselDiagramsl
andlThermochemistryWK2002WKaeWKdbhXddb 1.9 868

141 tfficientKstochasticKgenerationKofKspecialKquasirandomKstructuresYKCalphad:lComputerlCouplinglofl
PhaselDiagramslandlThermochemistryWK2013WKcaWK]bX]g 1.9 572

140 {eadXfreeKgermaniumKiodideKperovskiteKmaterialsKforKphotovoltaicKapplicationsYKJournalloflMaterialsl
ChemistrylAWK2015WKbWKabgahXabgba 13 569

139 rhartingKtheKcompleteKelasticKpropertiesKofKinorganicKcrystallineKcompoundsYKScientificlDataWK2015WK
aWK]d[[[h 8.2 428

138 }ethodKforKcomputingKtheKanisotropyKofKtheKsolidXliquidKinterfacialKfreeKenergyYKPhysicallReviewl
LettersWK2001WKgeWKddb[Xb 7.4 389

137 ptomisticKmodelingKofKinterfacesKandKtheirKimpactKonKmicrostructureKandKpropertiesYKActal
MaterialiaWK2010WKdgWK]]]fX]]d] 8.4 379

136 uirstXprinciplesKtheoryKofKionicKdiffusionKwithKnondiluteKcarriersYKPhysicallReviewlBWK2001WKecWK 3.3 337

135 pnalysisKofKsemiXempiricalKinteratomicKpotentialsKappropriateKforKsimulationKofKcrystallineKandKliquidK
plKandKruYKPhilosophicallMagazineWK2008WKggWK]fabX]fd[ 1.6 284

134 rrystalXmeltKinterfacialKfreeKenergiesKinKhcpKmetalsiKpKmolecularKdynamicsKstudyKofK}gYKPhysicall
ReviewlBWK2006WKfbWK 3.3 281

133 ShortXrangeKorderKandKitsKimpactKonKtheKrrro–iKmediumXentropyKalloyYKNatureWK2020WKdg]WKagbXagf 50.4 254

132 ΣunableKstackingKfaultKenergiesKbyKtailoringKlocalKchemicalKorderKinKrrro–iKmediumXentropyKalloysYK
ProceedingsloflthelNationallAcademyloflSciencesloflthelUnitedlStatesloflAmericaWK2018WK]]dWKgh]hXghac 11.5 251

131 StructuralKphaseKtransformationsKinKmetallicKgrainKboundariesYKNaturelCommunicationsWK2013WKcWK]ghh 17.4 238

130 }atmineriKpnKopenKsourceKtoolkitKforKmaterialsKdataKminingYKComputationallMaterialslScienceWK2018WK
]daWKe[Xeh 3.2 221

129 }etallurgyYK—riginKofKdramaticKoxygenKsoluteKstrengtheningKeffectKinKtitaniumYKScienceWK2015WKbcfWKebdXh33.3 189

128 SolutionXProcessedKΣinXqasedKPerovskiteKforK–earXxnfraredK{asingYKAdvancedlMaterialsWK2016WKagWKg]h]Xg]he24 174

127 wighXthroughputKcomputationalKscreeningKofKthermalKconductivityWKsebyeKtemperatureWKandK
vrˆ…neisenKparameterKusingKaKquasiharmonicKsebyeKmodelYKPhysicallReviewlBWK2014WKh[WK 3.3 172
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126 sipolarKcationsKconferKdefectKtoleranceKinKwideXbandgapKmetalKhalideKperovskitesYKNaturel
CommunicationsWK2018WKhWKb][[ 17.4 171

125 ΣestKofKtheKuniversalKscalingKlawKforKtheKdiffusionKcoefficientKinKliquidKmetalsYKPhysicallReviewl
LettersWK2000WKgdWKdhcXf 7.4 156

124 ptomisticKcomputationKofKliquidKdiffusivityWKsolidXliquidKinterfacialKfreeKenergyWKandKkineticK
coefficientKinKpuKandKpgYKPhysicallReviewlBWK2002WKedWK 3.3 148

123
}orphologyXxndependentKStableKWhiteX{ightKtmissionKfromKSelfXpssembledKΣwoXsimensionalK
PerovskitesKsrivenKbyKStrongKtxcitonâ��PhononKrouplingKtoKtheK—rganicKurameworkYKChemistrylofl
MaterialsWK2017WKahWKbhcfXbhdb

9.6 146

122 üationalKsesigniKpKwighXΣhroughputKromputationalKScreeningKandKtxperimentalKValidationK
}ethodologyKforK{eadXureeKandKtmergentKwybridKPerovskitesYKACSlEnergylLettersWK2017WKaWKgbfXgcd 20.1 142

121 pKStatisticalK{earningKurameworkKforK}aterialsKScienceiKppplicationKtoKtlasticK}oduliKofKkXnaryK
xnorganicKPolycrystallineKrompoundsYKScientificlReportsWK2016WKeWKbcade 4.9 142

120 αnderstandingKthermoelectricKpropertiesKfromKhighXthroughputKcalculationsiKtrendsWKinsightsWKandK
comparisonsKwithKexperimentYKJournalloflMaterialslChemistrylCWK2016WKcWKcc]cXccae 7.1 139

119 romputationalKStudyKofKwalideKPerovskiteXserivedKpaqXeKxnorganicKrompoundsiKrhemicalKΣrendsK
inKtlectronicKStructureKandKStructuralKStabilityYKChemistryloflMaterialsWK2017WKahWKffc[Xffch 9.6 128

118 ralculationKofKalloyKsolidXliquidKinterfacialKfreeKenergiesKfromKatomicXscaleKsimulationsYKPhysicall
ReviewlBWK2002WKeeWK 3.3 118

117 pKdatabaseKtoKenableKdiscoveryKandKdesignKofKpiezoelectricKmaterialsYKScientificlDataWK2015WKaWK]d[[db 8.2 114

116 tvaluationKofKtheKconstantKpotentialKmethodKinKsimulatingKelectricKdoubleXlayerKcapacitorsYKJournall
oflChemicallPhysicsWK2014WK]c]WK]gc][a 3.9 105

115 PhaseKstabilityWKphaseKtransformationsWKandKelasticKpropertiesKofKrueSndiKpbKinitioKcalculationsKandK
experimentalKresultsYKJournalloflMaterialslResearchWK2005WKa[WKb][aXb]]f 2.5 105

114 SegregationXinducedKphaseKtransformationsKinKgrainKboundariesYKPhysicallReviewlBWK2015WKhaWK 3.3 100

113 sevelopmentKofKinteratomicKpotentialsKappropriateKforKsimulationKofKsolidâ��liquidKinterfaceK
propertiesKinKplâ��}gKalloysYKPhilosophicallMagazineWK2009WKghWKbaehXbagd 1.6 97

112 uirstXprinciplesKstudyKofKphaseKstabilityKofKΣiâ��plKintermetallicKcompoundsYKJournalloflMaterialsl
ResearchWK1993WKgWKaddcXadeg 2.5 88

111 ProbingKtheKStabilityKandKqandKvapsKofKrsapgxnrleKandKrsapgSbrleK{eadXureeKsoubleKPerovskiteK
–anocrystalsYKChemistryloflMaterialsWK2019WKb]WKb]bcXb]cb 9.6 84

110 αniversalKstructuralKparameterKtoKquantitativelyKpredictKmetallicKglassKpropertiesYKNaturel
CommunicationsWK2016WKfWK]bfbb 17.4 84

109 rrystalXmeltKinterfacialKfreeKenergiesKinKmetalsiKfccKversusKbccYKPhysicallReviewlBWK2004WKehWK 3.3 83
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108 pKfirstXprinciplesKapproachKtoKmodelingKalloyKphaseKequilibriaYKJomWK2001WKdbWK]eX]h 2.1 66

107 romputationalKandKtxperimentalKxnvestigationKofKΣiKSubstitutionKinK{i]S–ix}nxro]XaxXyΣiyT—aKforK
{ithiumKxonKqatteriesYKJournalloflPhysicallChemistrylLettersWK2014WKdWKbechXdd 6.4 64

106 ptomisticKSimulationK}ethodsKforKromputingKtheKzineticKroefficientKinKSolidX{iquidKSystemsYK
JournalloflMaterialslScienceWK2002WK][WK]g]X]gh 64

105 sensityKofKconstitutionalKandKthermalKpointKdefectsKinK{]aKplbScYKPhysicallReviewlBWK2001WKebWK 3.3 54

104 PredictingKdefectKbehaviorKinKqaKintermetallicsKbyKmergingKabKinitioKmodelingKandKmachineKlearningYK
NpjlComputationallMaterialsWK2016WKaWK 10.9 54

103 ΣhreeXStateKuerroelasticKSwitchingKandK{argeKtlectromechanicalKüesponsesKinKPbΣi—KΣhinKuilmsYK
AdvancedlMaterialsWK2017WKahWK]f[a[eh 24 53

102 ΣheoreticalKpredictionKofKhighKmeltingKtemperatureKforKaK}oâ��üuâ��Σaâ��WKwrPKmultiprincipalKelementK
alloyYKNpjlComputationallMaterialsWK2021WKfWK 10.9 51

101 tlectronKtransportKandKvisibleKlightKabsorptionKinKaKplasmonicKphotocatalystKbasedKonKstrontiumK
niobateYKNaturelCommunicationsWK2017WKgWK]d[f[ 17.4 48

100 SecondX–earestX–eighborKrorrelationsKfromKronnectionKofKptomicKPackingK}otifsKinK}etallicK
vlassesKandK{iquidsYKScientificlReportsWK2015WKdWK]fcah 4.9 47

99 pnKefficientKandKaccurateKframeworkKforKcalculatingKlatticeKthermalKconductivityKofKsolidsiK
pu{—Wâ��ppP{KputomaticKpnharmonicKPhononK{ibraryYKNpjlComputationallMaterialsWK2017WKbWK 10.9 46

98 SpatialKcorrelationKofKelasticKheterogeneityKtunesKtheKdeformationKbehaviorKofKmetallicKglassesYKNpjl
ComputationallMaterialsWK2018WKcWK 10.9 46

97 wighXthroughputKromputationalKStudyKofKwalideKsoubleKPerovskiteKxnorganicKrompoundsYK
ChemistryloflMaterialsWK2019WKb]WKdbhaXdc[] 9.6 46

96 pKhierarchicalKmicrostructureKdueKtoKchemicalKorderingKinKtheKbccKlatticeiKtarlyKstagesKofKformationK
inKaKferriticKueâ��plâ��rrâ��–iâ��ΣiKalloyYKActalMaterialiaWK2015WKhaWKaa[Xaba 8.4 45

95 YruΣeaiKaKmemberKofKaKnewKclassKofKthermoelectricKmaterialsKwithKruΣecXbasedKlayeredKstructureYK
JournalloflMaterialslChemistrylAWK2016WKcWKace]Xacfa 13 43

94 sensityKfunctionalKtheoryKbasedKcalculationKofKsmallXpolaronKmobilityKinKhematiteYKPhysicallReviewlB
WK2014WKghWK 3.3 43

93 StructuralKandKvibrationalKpropertiesKofK˛–X}o—bKfromKvanKderKWaalsKcorrectedKdensityKfunctionalK
theoryKcalculationsYKPhysicallReviewlBWK2012WKgdWK 3.3 42

92 }olecularKdynamicsKsimulationsKofKtheKcrystalâ��meltKinterfacialKfreeKenergyKandKmobilityKinK}oKandK
VYKPhilosophicallMagazineWK2006WKgeWKbed]Xbeec 1.6 40

91 rombiningKtheKpu{—WKvxqqSKandKelasticKlibrariesKtoKefficientlyKandKrobustlyKscreenK
thermomechanicalKpropertiesKofKsolidsYKPhysicallReviewlMaterialsWK2017WK]WK 3.2 38
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90 uirstXprinciplesKinvestigationKofKperfectKandKdiffuseKantiphaseKboundariesKinKwrPXbasedKΣiXplKalloysYK
MetallurgicallandlMaterialslTransactionslA:lPhysicallMetallurgylandlMaterialslScienceWK2002WKbbWKfbdXfc] 2.3 35

89 pnomalousKstructureXpropertyKrelationshipsKinKmetallicKglassesKthroughKpressureXmediatedKglassK
formationYKPhysicallReviewlBWK2016WKhbWK 3.3 33

88 —nKtheKformationKofKhierarchicallyKstructuredK{aK]KX–iaΣiplKtypeKprecipitatesKinKaKferriticKalloyYK
JournalloflMaterialslScienceWK2013WKcgWKa[efXa[fd 4.3 33

87 sirectKimagingKofKshortXrangeKorderKandKitsKimpactKonKdeformationKinKΣiXeplYKSciencelAdvancesWK2019
WKdWKeaaxafhh 14.3 32

86 sefectKreconfigurationKinKaKΣiXplKalloyKviaKelectroplasticityYKNaturelMaterialsWK2021WKa[WKcegXcfa 27 32

85 ΣunableKandKlowXlossKcorrelatedKplasmonsKinK}ottXlikeKinsulatingKoxidesYKNaturelCommunicationsWK
2017WKgWK]daf] 17.4 30

84 sirectKmeasurementKofKnanostructuralKchangeKduringKinKsituKdeformationKofKaKbulkKmetallicKglassYK
NaturelCommunicationsWK2019WK][WKaccd 17.4 30

83 pbKinitioKmodelingKofKtheKenergyKlandscapeKforKscrewKdislocationsKinKbodyXcenteredKcubicK
highXentropyKalloysYKNpjlComputationallMaterialsWK2020WKeWK 10.9 30

82 pbKinitioKsimulationsKofKmoltenK–iKalloysYKJournalloflAppliedlPhysicsWK2010WK][fWK]]bdaa 2.5 29

81 pctinideKsioxidesKinKWateriKxnteractionsKatKtheKxnterfaceYKJournalloflPhysicallChemistrylLettersWK2011WK
aWKb]b[Xb]bc 6.4 29

80 VacancyX—rderedKsoubleKPerovskiteKrsΣexKΣhinKuilmsKforK—ptoelectronicsYKChemistryloflMaterialsWK
2020WKbaWKeefeXeegc 9.6 26

79
seterminingKtheKrangeKofKforcesKinKempiricalKmanyXbodyKpotentialsKusingKfirstXprinciplesK
calculationsYKPhilosophicallMagazinelA:lPhysicsloflCondensedlMatterylStructureylDefectslandl
MechanicallPropertiesWK2001WKg]WKhh]X][[g

25

78 ΣheKchainKofKchiralityKtransferKinKtelluriumKnanocrystalsYKScienceWK2021WKbfaWKfahXfbb 33.3 24

77 tlectronicK—riginsKofKpnomalousKΣwinKqoundaryKtnergiesKinKwexagonalKrloseKPackedKΣransitionK
}etalsYKPhysicallReviewlLettersWK2015WK]]dWK[edd[] 7.4 22

76 xdealKstrengthKandKductilityKinKmetalsKfromKsecondXKandKthirdXorderKelasticKconstantsYKPhysicall
ReviewlBWK2017WKheWK 3.3 22

75 vanKderKWaalsKdensityKfunctionalKstudyKofKr—aKbindingKinKzeoliticKimidazolateKframeworksYKPhysicall
ReviewlBWK2012WKgdWK 3.3 22

74 tnergeticsKofK{][d}XfacetedKveKnanowiresKonKSiS[[]TiKpnKatomisticKcalculationKofKedgeK
contributionsYKPhysicallReviewlBWK2007WKfdWK 3.3 22

73 pbKinitioKmolecularXdynamicsKstudyKofKhighlyKnonidealKstructuralKandKthermodynamicKpropertiesKofK
liquidK–iXplKalloysYKPhysicallReviewlBWK2001WKecWK 3.3 22
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72 uirstXprinciplesKstudyKofKtheKstructuralKandKelasticKpropertiesKofKrheniumXbasedKtransitionXmetalK
alloysYKPhysicallReviewlBWK2012WKgeWK 3.3 21

71 ptomisticKsimulationsKofKdislocationKmobilityKinKrefractoryKhighXentropyKalloysKandKtheKeffectKofK
chemicalKshortXrangeKorderYKNaturelCommunicationsWK2021WK]aWKcgfb 17.4 21

70 —nKtheKquestionKofKfractalKpackingKstructureKinKmetallicKglassesYKProceedingsloflthelNationall
AcademyloflSciencesloflthelUnitedlStatesloflAmericaWK2017WK]]cWKgcdgXgceb 11.5 20

69 rhemicalKorderingKinKsubstitutedKfluoriteKoxidesiKaKcomputationalKinvestigationKofKwoZr—KandK
ütΣh—KSütlwoWKYWKvdWK–dWK{aTYKScientificlReportsWK2016WKeWKbgffa 4.9 19

68 }eltsKofKrrro–iXbasedKhighXentropyKalloysiKptomicKdiffusionKandKelectronicZatomicKstructureKfromK
abKinitioKsimulationYKAppliedlPhysicslLettersWK2018WK]]bWK]]]h[a 3.4 17

67
PysxxiKpKpythonKframeworkKforKcomputingKequilibriumKintrinsicKpointKdefectKconcentrationsKandK
extrinsicKsoluteKsiteKpreferencesKinKintermetallicKcompoundsYKComputerlPhysicslCommunicationsWK
2015WK]hbWK]]gX]ab

4.2 16

66 —rientationXdependentKpropertiesKofKepitaxiallyKstrainedKperovskiteKoxideKthinKfilmsiKxnsightsKfromK
firstXprinciplesKcalculationsYKPhysicallReviewlBWK2017WKhdWK 3.3 16

65 ΣemperatureKdependenceKofKtheKstructureKandKshearKresponseKofKaK˛£]]KasymmetricKtiltKgrainK
boundaryKinKcopperKfromKmolecularXdynamicsYKPhilosophicallMagazineWK2012WKhaWKcba[Xcbbb 1.6 16

64 wighXthroughputKcalculationsKinKtheKcontextKofKalloyKdesignYKMRSlBulletinWK2019WKccWKadaXade 3.2 15

63 urontiersKinKstrainXengineeredKmultifunctionalKferroicKmaterialsYKMRSlCommunicationsWK2016WKeWK]d]X]ee 2.7 15

62 txperimentalKandKromputationalKxnvestigationKofK{epidocrociteKpnodesKforKSodiumXxonKqatteriesYK
ChemistryloflMaterialsWK2016WKagWKcagcXcah] 9.6 15

61 ΣargetedKSynthesisKofKΣrimericK—rganicâ��qromoplumbateKwybridsKΣhatKsisplayKxntrinsicWKwighlyK
StokesXShiftedWKqroadbandKtmissionYKChemistryloflMaterialsWK2020WKbaWKccb]Xccc] 9.6 14

60 StepKfreeKenergiesKatKfacetedKsolidKsurfacesiKΣheoryKandKatomisticKcalculationsKforKstepsKonKtheK
ruS]]]TKsurfaceYKPhysicallReviewlBWK2017WKhdWK 3.3 14

59 rapillaryKforceKinducedKstructuralKdeformationKinKliquidKinfiltratedKelasticKcircularKtubesYKPhysicall
ReviewlBWK2010WKg]WK 3.3 14

58 qubbleKnucleationKandKmigrationKinKaKleadXironKhydrSoxideTKcoreXshellKnanoparticleYKProceedingslofl
thelNationallAcademyloflSciencesloflthelUnitedlStatesloflAmericaWK2015WK]]aWK]ahagXba 11.5 13

57 uirstXprinciplesKtheoryKofKnanoscaleKpatternKformationKinKultrathinKalloyKfilmsiKpKcomparativeKstudyK
ofKueXpgKonKüuS[[[]TKandK}oS]][TKsubstratesYKPhysicallReviewlBWK2008WKffWK 3.3 13

56 }echanisticKbasisKofKoxygenKsensitivityKinKtitaniumYKSciencelAdvancesWK2020WKeWK 14.3 13

55 }agneticallyKdrivenKshortXrangeKorderKcanKexplainKanomalousKmeasurementsKinKrrro–iYKProceedingsl
oflthelNationallAcademyloflSciencesloflthelUnitedlStatesloflAmericaWK2021WK]]gWK 11.5 13
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54 StructureKofKliquidKplKandKplef}gbbKalloyiKcomparisonKbetweenKexperimentKandKsimulationYK
PhilosophicallMagazineWK2014WKhcWK]gfeX]gha 1.6 12

53 qistableKpmphotericK–ativeKsefectK}odelKofKPerovskiteKPhotovoltaicsYKJournalloflPhysicallChemistryl
LettersWK2018WKhWKbgfgXbggd 6.4 11

52 uirstXprinciplesKinvestigationKofKperfectKandKdiffuseKantiphaseKboundariesKinKwrPXbasedKΣiXplKalloysK
2002WKbbWKfbd 10

51
–}üKrrystallographyiKtvaluationKofKwydrogenKPositionsKinKwydromagnesiteKbyKr{Kw}Küts—üK
SolidXStateK–}üKandKsensityKuunctionalKΣheoryKralculationKofKrhemicalKShieldingKΣensorsYK
AngewandtelChemielzlInternationallEditionWK2019WKdgWKca][Xca]e

16.4 9

50 ureeKenergyKofKgrainKboundaryKphasesiKptomisticKcalculationsKforK˛£dSb][T[[[]]KgrainKboundaryKinKruYK
PhysicallReviewlMaterialsWK2018WKaWK 3.2 9

49 viantKisotopeKeffectKonKphononKdispersionKandKthermalKconductivityKinKmethylammoniumKleadK
iodideYKSciencelAdvancesWK2020WKeWKeaaz]gca 14.3 9

48 ralculationsKofKplanarKdefectKenergiesKinKsubstitutionalKalloysKusingKtheK
specialXquasirandomXstructureKapproachYKPhysicallReviewlBWK2016WKhbWK 3.3 8

47 ronvergenceKofKcalculatedKdislocationKcoreKstructuresKinKhexagonalKcloseKpackedKtitaniumYK
ModellinglandlSimulationlinlMaterialslSciencelandlEngineeringWK2018WKaeWK[]c[[b 2 8

46 xdentifyingKrheniumKsubstituteKcandidateKmultiprincipalXelementKalloysKfromKelectronicKstructureK
andKthermodynamicKcriteriaYKJournalloflMaterialslResearchWK2019WKbcWKbaheXbb[c 2.5 7

45 tffectKofKnonXSchmidKstressesKonKkamXtypeKscrewKdislocationKcoreKstructureKandKmobilityKinK
titaniumYKComputationallMaterialslScienceWK2019WK]e]WKae]Xaec 3.2 7

44 uirstKprinciplesKstudyKofKpyrophosphateKdefectsKandKdopantâ��defectKinteractionsKinKstroniumXdopedK
lanthanumKorthophosphateYKJournalloflMaterialslChemistrylAWK2014WKaWK][cfX][db 13 6

43 αniversalKnatureKofKtheKsaddleKstatesKofKstructuralKexcitationsKinKmetallicKglassesYKMaterialslTodayl
PhysicsWK2021WK]fWK][[bdh 8 6

42 xnsightsKintoKdislocationKclimbKefficiencyKinKurrKmetalsKfromKatomisticKsimulationsYKActalMaterialiaWK
2020WK]hbWK]faX]g] 8.4 5

41 romputationalK}aterialsKsiscoveryKandKsesignYKJomWK2014WKeeWKbecXbed 2.1 5

40 uirstXprinciplesKstudiesKofKprotonXqaKinteractionsKinKdopedK{aP—cYKJournalloflMaterialslChemistryWK
2012WKaaWKbfdg 5

39 {atticeKsynamicsKandK—ptoelectronicKPropertiesKofKVacancyX—rderedKsoubleKPerovskiteKrsaΣeXeKSXK
lKrlâ��WKqrâ��WKxâ��TKSingleKrrystalsYKJournalloflPhysicallChemistrylCWK2021WK]adWKad]aeXad]bh 3.8 5

38 sislocationKcontentKofKgrainKboundaryKphaseKjunctionsKandKitsKrelationKtoKgrainKboundaryKexcessK
propertiesYKPhysicallReviewlBWK2021WK][bWK 3.3 5

37 ΣwinKnucleationKfromKaKsingleKdislocationKinKhexagonalKcloseXpackedKcrystalsYKActalMaterialiaWK2021WK
a[aWKbdXc] 8.4 5
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36 °uantumKeffectsKonKdislocationKmotionKfromKringXpolymerKmolecularKdynamicsYKNpjlComputationall
MaterialsWK2018WKcWK 10.9 5

35 tpitaxialKphaseKdiagramsKofKSrΣi—bWKraΣi—bWKandKSrwf—biKromputationalKinvestigationKincludingKtheK
roleKofKantiferrodistortiveKandKpXsiteKdisplacementKmodesYKPhysicallReviewlBWK2018WKhfWK 3.3 4

34 tlectronicKandKPolarKPropertiesKofKVanadateKrompoundsKStabilizedKbyKtpitaxialKStrainYKChemistrylofl
MaterialsWK2018WKb[WKdgf[Xdgff 9.6 4

33 SoftXphononKfeatureWKsiteKdefectsWKandKaKfrustratedKphaseKtransitionKinK–id[ΣicfuebiKtxperimentsK
andKfirstXprinciplesKcalculationsYKPhysicallReviewlBWK2008WKffWK 3.3 4

32 romputingKelasticKanisotropyKtoKdiscoverKgumXmetalXlikeKstructuralKalloysYKPhysicallReviewlMaterials
WK2017WK]WK 3.2 4

31 tliminationKofKoxygenKsensitivityKinK˛–XtitaniumKbyKsubstitutionalKalloyingKwithKplYKNaturel
CommunicationsWK2021WK]aWKe]dg 17.4 4

30 ΣransmissionKtlectronK}icroscopyKSΣt}TKStudyKofKtheK—xideK{ayersKuormedKonKueX]arrXcplKuerriticK
plloyKinKanK—xygenatedKPbXqiKtnvironmentKatKg[[´°rYKJomWK2018WKf[WK]cf]X]cff 2.1 3

29 StabilityKofKstrainedKthinKfilmsKwithKinterfaceKmisfitKdislocationsiKpKmultiscaleKcomputationalKstudyYK
ThinlSolidlFilmsWK2010WKd]hWKg[hXg]f 2.2 3

28 pKuirstXPrinciplesKStudyKofKtheKPhaseKStabilityKofKurrXandKwrPXqasedKΣiXplKplloysYKMaterialslResearchl
SocietylSymposialProceedingsWK1992WKaggWK]db 3

27 zineticsKofKrrystallizationKandK—rientationalK—rderingKinKsipolarKParticleKSystemsYKCrystallGrowthl
andlDesignWK2020WKa[WKfgeaXfgfb 3.5 3

26 pbXinitioKsimulationKstudiesKofKchromiumKsolvationKinKmoltenKfluorideKsaltsYKJournalloflMolecularl
LiquidsWK2021WKbbdWK]]ebd] 6 3

25 uirstXprinciplesKthermalKcompatibilityKbetweenKüuXbasedKüeXsubstituteKalloysKandKxrKcoatingsYK
ComputationallMaterialslScienceWK2019WK]f[WK][h]hh 3.2 2

24 PhaseKtransformationKpathwaysKofKultrafastXlaserXirradiatedK{na—bS{nltrâ��{uTYKPhysicallReviewlBWK
2018WKhfWK 3.3 2

23 }ultiscaleKmodelingKofKsubmonolayerKgrowthKforKueZ}oKS]][TYKEuropeanlPhysicallJournallBWK2013WK
geWK] 1.2 2

22
–}üKrrystallographyiKtvaluationKofKwydrogenKPositionsKinKwydromagnesiteKbyK]br{]w}Küts—üK
SolidXStateK–}üKandKsensityKuunctionalKΣheoryKralculationKofKrhemicalKShieldingKΣensorsYK
AngewandtelChemieWK2019WK]b]WKcadcXcae[

3.6 1

21 txaminationKofKtheKelectronicKstructureKofKcrystallineKandKliquidKplKversusKtemperatureKbyKinKsituK
electronKenergyXlossKspectroscopyKStt{STYKMicronWK2015WKfeWK]cXg 2.3 1

20 romputationalK}aterialsKScienceKandKtngineeringKtducationiKpnKαpdatedKSurveyKofKΣrendsKandK
–eedsYKJomWK2018WKf[WK]eccX]ed] 2.1 1

19 rapillaryKfluctuationsKofKsurfaceKstepsiKpnKatomisticKsimulationKstudyKforKtheKmodelKruS]]]TKsystemYK
PhysicallReviewlEWK2017WKheWK[cbb[g 2.4 1
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18 y—}XeiKΣheKsymposiumKonKcomputationalKmethodsKinKmaterialsKeducationYKJomWK2003WKddWK]bX]b 2.1 1
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