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152 −xuK¯βytq−y¯ K¯vK yq–iKαhatKsanKαeK–earnKfromKqbKynitioKsalculationsoYKAnnualgReviewgofg
MaterialsgResearchWK2005WKbdWK]efXa[f 12.8 112
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149 srystalK∑tructuresKofKσirconiaKfromKvirstK°rinciplesKandK∑elfXsonsistentK−ightKrindingYKPhysicalg
ReviewgLettersWK1998WKg]WKd]chXd]da 7.4 108

148 yrradiationKcreepKmodelsKâ��KanKoverviewYKJournalgofgNucleargMaterialsWK1988WK]dhWKadfXagd 3.3 107

147 −heKenergyKandKelasticKconstantsKofKsimpleKmetalsKinKtermsKofKpairwiseKinteractionsYKJournalgofg
PhysicsgF:gMetalgPhysicsWK1974WKcWK]ecdX]ede 106

146 ¯nKtheKgrowthKofKqla¯bKscalesYKActagMaterialiaWK2013WKe]WKeef[Xeegb 8.4 103

145 ΣalidityKofKtheKsecondKmomentKtightXbindingKmodelYKJournalgofgPhysicsgF:gMetalgPhysicsWK1988WK]gWK–]dbX–]df 103

144 —etalXceramicKcohesionKandKtheKimageKinteractionYKActagMetallurgicagEtgMaterialiaWK1992WKc[WK∑adX∑bf 102

143 °redictionKofKhighXtemperatureKpointKdefectKformationKinK−i¯aKfromKcombinedKabKinitioKandK
thermodynamicKcalculationsYKActagMaterialiaWK2007WKddWKcbadXcbbf 8.4 101

142 −heKtreatmentKofKelectronicKexcitationsKinKatomisticKmodelsKofKradiationKdamageKinKmetalsYKReportsg
ongProgressgingPhysicsWK2010WKfbWK]]ed[] 14.4 91

141 ∑urfaceKstructureKandKwaterKadsorptionKonKveb¯cS]]]TiK∑pinXdensityKfunctionalKtheoryKandKonXsiteK
soulombKinteractionsYKPhysicalgReviewgBWK2008WKffWK 3.3 88

140 qtomKprobeKtomographyKanalysisKofKtheKdistributionKofKrheniumKinKnickelKalloysYKActagMaterialiaWK
2010WKdgWKhb]Xhca 8.4 84

139 °ointKdefectsKandKchemicalKpotentialsKinKorderedKalloysYKPhilosophicalgMagazinegA:gPhysicsgofg
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134 ¯nKtheKpossibilityKofKrheniumKclusteringKinKnickelXbasedKsuperalloysYKActagMaterialiaWK2012WKe[WKageeXagfa8.4 67

133 qtomisticKstudyKofKstructuralKcorrelationsKatKaKliquidâ��solidKinterfaceYKComputationalgMaterialsg
ScienceWK2002WKacWKccbXcda 3.2 65

132 ∑urfaceKstoichiometryKandKtheKinitialKoxidationKofK iqlS]][TYKPhysicalgReviewgLettersWK2000WKgdWKe][Xb 7.4 65

131 ΣacancyKformationKenergiesKandKlinearKscreeningKtheoryYKJournalgofgPhysicsgF:gMetalgPhysicsWK1976WKeWKcgbXchg 63

130 qbKinitioKatomisticKsimulationKofKtheKstrengthKofKdefectiveKaluminumKandKtestsKofKempiricalKforceK
modelsYKPhysicalgReviewgBWK1995WKdaWK]d]h]X]da[f 3.3 61

129 ymprovedKmethodKofKcalculatingKabKinitioKhighXtemperatureKthermodynamicKpropertiesKwithK
applicationKtoKσrsYKPhysicalgReviewgBWK2015WKh]WK 3.3 60

128 ynteratomicKpotentialsKforKstrontiumKtitanateiKqnKassessmentKofKtheirKtransferabilityKandK
comparisonKwithKdensityKfunctionalKtheoryYKPhysicalgReviewgBWK2008WKfgWK 3.3 60

127 ynteratomicKforcesKinKtransitionKmetalsYKPhilosophicalgMagazinegA:gPhysicsgofgCondensedgMattervg
StructurevgDefectsgandgMechanicalgPropertiesWK1988WKdgWK]cbX]eb 59

126 vreeKenergyKandKmolecularKdynamicsKcalculationsKforKtheKcubicXtetragonalKphaseKtransitionKinK
zirconiaYKPhysicalgReviewgBWK2001WKebWK 3.3 57

125 virstX°rinciplesKsalculationsKforK iobiumKqtomsKonKaK∑apphireK∑urfaceYKJournalgofgthegAmericang
CeramicgSocietyWK1994WKffWKcb]Xcbe 3.8 57

124 ΣacancyKformationKvolumesKinKsimpleKmetalsYKJournalgofgPhysicsgF:gMetalgPhysicsWK1976WKeWKhedXhfg 57

123 °redictionKandKobservationKofKtheKbccKstructureKinKpureKcopperKatKaK∑igmaKbKgrainKboundaryYKPhysicalg
ReviewgLettersWK1995WKfdWKa]e[Xa]eb 7.4 55

122 qccessingKtheKuxcessiKqnKqtomisticKqpproachKtoKuxcessesKatK°lanarKtefectsKandKtislocationsKinK
¯rderedKsompoundsYKPhysicagStatusgSolidigAWK1998WK]eeWKbhfXc]e 54
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119 qKcritiqueKofKrheniumKclusteringKinK iâ��ôeKalloysKusingKextendedKβXrayKabsorptionKspectroscopyYKActag
MaterialiaWK2008WKdeWKaeehXaefd 8.4 52

118 qKcalculationKofKelasticKconstantsKofKferromagneticKironKatKfiniteKtemperaturesYKJournalgofgPhysicsgF:g
MetalgPhysicsWK1985WK]dWK]hXbc 52

117 ulectronKenergyXlossKnearXedgeKshapeKasKaKprobeKtoKinvestigateKtheKstabilizationKofKyttriaXstabilizedK
zirconiaYKPhysicalgReviewgBWK2002WKedWK 3.3 51
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116
−heoreticalKandKexperimentalKinvestigationsKofKstructuresKandKenergiesKofK˛£KmKbWKω]]a]KtiltKgrainK
boundariesKinKcopperYKPhilosophicalgMagazinegA:gPhysicsgofgCondensedgMattervgStructurevgDefectsgandg
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49

115 virstXprinciplesKstudyKofKtheKatomisticKandKelectronicKstructureKofKtheKniobiumXXaluminaKS[[[]TK
interfaceYKPhilosophicalgMagazinegLettersWK1996WKfbWKbffXbgc 1 49

114 °lasmonicKu–y∑qKforKtheKdetectionKofKgp]a[KatKultralowKconcentrationsKwithKtheKnakedKeyeYK
NanoscaleWK2014WKeWKhddhXea 7.7 48

113 qnalyticKbondXorderKpotentialsKforKmulticomponentKsystemsYKMaterialsgSciencegoamp;gEngineeringgA:g
StructuralgMaterials:gPropertiesvgMicrostructuregandgProcessingWK2004WKbedWKaX]b 5.3 48

112 ¯rderingKatK∑olidX–iquidKynterfacesKretweenKtissimilarK—aterialsYKJournalgofgMaterialsgScienceWK2001WK
hWK]fdX]g] 46

111 uffectKofKrelaxationKonKtheKoxygenKKXedgeKelectronKenergyXlossKnearXedgeKstructureKinK
yttriaXstabilizedKzirconiaYKPhysicalgReviewgBWK2000WKeaWK]cfagX]cfbd 3.3 46

110 virstX°rinciplesKqpproachKtoK—odelKulectrochemicalKôeactionsiKUnderstandingKtheKvundamentalK
—echanismsKbehindK—gKsorrosionYKPhysicalgReviewgLettersWK2018WK]a[WKaceg[] 7.4 45

109 °erspectivesKonKpointKdefectKthermodynamicsYKPhysicagStatusgSolidigrBs:gBasicgResearchWK2014WKad]WKhfX]ah1.3 45

108 ynsightKintoKgalliumKbehaviorKinKaluminumKgrainKboundariesKfromKcalculationKonK˛£m]]KS]]bTK
boundaryYKActagMaterialiaWK2000WKcgWKbeabXbeba 8.4 44

107 −ransferableKmodelKforKtheKatomisticKsimulationKofKqla¯bYKPhysicalgReviewgBWK1996WKdcWK]degbX]degh 3.3 44

106 ∑putteringKofKgoldKfoilsKinKaKhighKvoltageKelectronKmicroscopeKqKcomparisonKofKtheoryKandK
experimentYKPhilosophicalgMagazinegandgJournalWK1977WKbdWKehbXf]c 44

105 ynterstitialsKinKvesrKalloysKstudiedKbyKdensityKfunctionalKtheoryYKPhysicalgReviewgBWK2007WKfeWK 3.3 43

104 −heoreticalKandKexperimentalKanalysisKofKnearK˛£bKSa]]TKboundariesKinKsilverYKActagMetallurgicagEtg
MaterialiaWK1994WKcaWKbdddXbdef 43

103 qtomisticKandKelectronicKstructureKofKqlZ—gqla¯cKandKqgZ—gqla¯cKinterfacesYKPhilosophicalg
MagazinegA:gPhysicsgofgCondensedgMattervgStructurevgDefectsgandgMechanicalgPropertiesWK2001WKg]WKhafXhdd 42

102 −heK∑tructureKofKwrainKroundariesKinK∑trontiumK−itanateiK−heoryWK∑imulationWKandKulectronK
—icroscopyYKAnnualgReviewgofgMaterialsgResearchWK2010WKc[WKddfXdhh 12.8 40

101 −heKrandK∑tructureKofK°olycrystallineKqla¯bKandKytsKynfluenceKonK−ransportK°henomenaYKJournalgofg
thegAmericangCeramicgSocietyWK2016WKhhWKfbbXfcf 3.8 35

100 —agneticKtightKbindingKandKtheKironXchromiumKenthalpyKanomalyYKPhysicalgReviewgBWK2008WKffWK 3.3 34

99 qbKinitioKcalculationsKofKmetalZceramicKinterfacesiKwhatKhaveKweKlearnedWKwhatKcanKweKlearnoYK
ScriptagMaterialiaWK1995WKeWK]cdX]dd 33
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98 qnomalousKdiffusionKalongKmetalZceramicKinterfacesYKNaturegCommunicationsWK2018WKhWKdad] 17.4 33

97 ulectronicKdampingKofKatomicKdynamicsKinKirradiationKdamageKofKmetalsYKJournalgofgPhysicsg
CondensedgMatterWK2007WK]hWKcbea[h 1.8 30

96 αhyK−isS]]]TKisKobservedKtoKbeK−iKterminatedYKSurfacegScienceWK1996WKbcgWKchXdc 1.8 30

95 −heKstructureKofKspecialKgrainKboundariesKinK˛–Xqla¯bYKJournalgofgPhysicsgandgChemistrygofgSolidsWK
1994WKddWK][efX][ga 3.9 30

94 unergeticsKofKchargedKpointKdefectsKinKrutileK−i¯aKbyKdensityKfunctionalKtheoryYKActagMaterialiaWK
2009WKdfWKdggaXdgh] 8.4 29

93 teterminationKofKtheKqtomisticK∑tructureKofKtheKâ��bKS]]]TK−winKroundaryKinK iqlYKMaterialsgScienceg
ForumWK1996WKa[fXa[hWKacdXacg 0.4 29

92 rondXorderKpotentialsKthroughKtheKagesYKProgressgingMaterialsgScienceWK2007WKdaWK]bbX]db 42.2 28

91 −heKinteractionKofKaKpointKchargeKwithKaKmetalKsurfaceiKtheoryKandKcalculationsKforKS]]]TWKS][[TKandK
S]][TKaluminiumKsurfacesYKJournalgofgPhysicsgCondensedgMatterWK1995WKfWKa[[]Xa[]h 1.8 28

90 −heKenergyKofKheliumKfilledKplateletsKandKbubblesKinKmolybdenumYKRadiationgEffectsWK1983WKfgWK]a]X]ba 28

89 °ressureXynducedKysostructuralK°haseK−ransitionKinKqlXôichK iqlKqlloysYKPhysicalgReviewgLettersWK1999WK
gbWKhfhXhga 7.4 27

88 unergeticKandKkineticKaspectsKofKtheKfacetingKtransformationKofKaK˛£bKgrainKboundaryKinKsuYKActag
MetallurgicagEtgMaterialiaWK1993WKc]WKa]ebXa]f] 27

87 qKcomparisonKofKmethodsKforKcalculatingKtightXbindingKbondKenergiesYKJournalgofgPhysicsgF:gMetalg
PhysicsWK1988WK]gWKehbXf]g 26

86 ulectronicKstructuresKandKphononKfreeKenergiesKofK–aso¯bKusingKhybridXexchangeKdensityK
functionalKtheoryYKPhysicalgReviewgBWK2013WKgfWK 3.3 25

85 ∑urfaceKenergyKandKtheKearlyKstagesKofKoxidationKofK iqlS]][TYKComputergPhysicsgCommunicationsWK
2001WK]bfWK]fcX]hc 4.2 25

84 ¯xygenKvacancyKformationKenergiesKinK∑rXdopedKcomplexKperovskitesiKabKinitioKthermodynamicK
studyYKSolidgStategIonicsWK2014WKadcWK]]X]e 3.3 24

83 ∑tabilityKofK∑rKadatomKmodelKstructuresKforK∑r−i¯bS[[]TKsurfaceKreconstructionsYKJournalgofgPhysicsg
CondensedgMatterWK2005WK]fWK–aabX–ab[ 1.8 24

82 rondKenergiesKandKdefectKforcesKaroundKaKvacancyKinKrssKtransitionKmetalsYKJournalgofgPhysicsgF:g
MetalgPhysicsWK1987WK]fWK–afbX–ag] 24

81 −heKdiffusionKofKdoxorubicinKdrugKmoleculesKinKsilicaKnanoslitsKisKnonXwaussianWKintermittentKandK
anticorrelatedYKPhysicalgChemistrygChemicalgPhysicsWK2020WKaaWKafhddXafhed 3.6 24
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80 qKsimpleKtheoryKofKsomeKphaseKtransitionsYKJournalgofgPhysicsgF:gMetalgPhysicsWK1974WKcWKhe[Xheg 23

79 qKtensityKvunctionalK∑tudyKofKynteractionsKatKtheK—etalâ��seramicKynterfacesKqlZ—gqla¯cKandK
qgZ—gqla¯cYKPhysicagStatusgSolidigAWK1998WK]eeWKc]fXcag 22

78 qtomisticKstudyKofKordinaryKscrewKdislocationsKinKsingleXphaseKandKlamellarK˛‡X−iqlYKPhilosophicalg
MagazineWK2007WKgfWK]fhdX]g[h 1.6 21

77 xeatKofKtransportKinKsolidsYKyyyYKsomputerKsimulationKofKvacancyKinKanKvssKcrystalYKJournalgofgPhysicsg
C:gSolidgStategPhysicsWK1978WK]]WKccehXccgb 21

76 °lutoniumKredistributionKinKmixedKoxideKSUWK°uT¯aKnuclearKfuelKelementsYKJournalgofgNuclearg
MaterialsWK1978WKfdWK]hbXa[[ 3.3 20

75 ∑tructureKofKmultilayerKσr¯aZ∑r−i¯bYKJournalgofgMaterialsgScienceWK2012WKcfWK]eb]X]ec[ 4.3 19

74 qbKinitioKcomputationalKstudyKofKwaKinKanKqlKgrainKboundaryYKPhilosophicalgMagazinegLettersWK1997WK
feWKag]Xagg 1 19

73 °hononKsofteningKinKferromagneticKrssKironYKJournalgofgPhysicsgF:gMetalgPhysicsWK1987WK]fWKa[chXa[dd 19

72 tefectKenergiesKandKlinearKscreeningKtheoryKinKsimpleKmetalsYKJournalgofgPhysicsgF:gMetalgPhysicsWK
1975WKdWKaaafXaac[ 19

71 —uq—fitiKqKreferenceXfreeKmodifiedKembeddedKatomKmethodKSôvX—uq—TKenergyKandKforceXfittingK
codeYKComputergPhysicsgCommunicationsWK2015WK]heWKcbhXccd 4.2 18

70 −heKroleKofKceramicKandKglassKscienceKresearchKinKmeetingKsocietalKchallengesiKôeportKfromKanK
 ∑vXsponsoredKworkshopYKJournalgofgthegAmericangCeramicgSocietyWK2017WK][[WK]fffX]g[b 3.8 17

69 qtomicXscaleKcharacterizationKofKtheK∑r−i¯bK˛£bS]]aTω]´fl][]KgrainKboundaryYKPhysicalgReviewgBWK2010WK
g]WK 3.3 16

68 −heK˛–XaluminaS[[[]TsurfaceiKrelaxationsKandKdynamicsKfromKshellKmodelKandKdensityKfunctionalK
theoryYKJournalgofgthegEuropeangCeramicgSocietyWK2003WKabWKafahXafbd 6 16

67 qbKinitioKtransmissionKelectronKmicroscopyKimageKsimulationsKofKcoherentKqgâ��—g¯KinterfacesYK
PhysicalgReviewgBWK2004WKf[WK 3.3 15

66 ynteratomicKforcesKinKmaterialsYKProgressgingMaterialsgScienceWK2004WKchWK]X]g 42.2 15

65 −heKtemperatureKdependenceKofKtheKtebyeXαallerKfactorsKofKraK iqlYKPhilosophicalgMagazineg
LettersWK1996WKfbWK]bfX]cc 1 15

64 ∑tructuralKandKelectronicKpropertiesKofK˛£fKgrainKboundariesKinK˛–Xqla¯bYKActagMaterialiaWK2015WKhhWK]eXag 8.4 14

63 qKphysicallyKtransparentKandKtransferableKcompressibleKionKmodelKforKoxidesYKJournalgofgChemicalg
PhysicsWK2001WK]]cWKcc[e 3.9 13

(2001-1974)

7



62 −heKrˆ·leKofKtheKinterfaceKinKdeterminingKtheKorientationKofKsolidKrareKgasKbubblesKinKmetalsYKActag
MetallurgicaWK1987WKbdWKadcbXadcf 13

61 −heoryKofKvacancyKformationKvolumeYKJournalgofgPhysicsgF:gMetalgPhysicsWK1977WKfWK]hhhXa[][ 13

60 unergiesKofKdefectsKinKorderedKalloysiKdislocationKcoreKenergiesKinK iqlYKActagMaterialiaWK1998WKceWKh]hXhae8.4 12

59 sorrelatedKelectronXionKdynamicsKinKmetallicKsystemsYKComputationalgMaterialsgScienceWK2008WKccWK]eXa[ 3.2 12

58 —igrationKmechanismsKofKaKfacetedKgrainKboundaryYKPhysicalgReviewgMaterialsWK2018WKaWK 3.2 12

57 ¯bservationsKandKtheoryKofKthermallyXinducedKheliumKbubbleKshrinkageKinKgoldYKJournalgofgNuclearg
MaterialsWK1989WK]egWK]hXab 3.3 11

56 qKtheoryKofKirradiationKandKthermalKcreepKbyKdislocationKclimbYKJournalgofgNucleargMaterialsWK1981WK
][cWK]aebX]aef 3.3 11

55 ×uantumKmechanicalKsimulationsKofKelectronicKstoppingKinKmetalsYKNucleargInstrumentsgogMethodsging
PhysicsgResearchgBWK2011WKaehWK]ec[X]ecd 1.2 10

54 sonceptsKforKsimulatingKandKunderstandingKmaterialsKatKtheKatomicKscaleYKMRSgBulletinWK2012WKbfWKcffXcgc3.2 10

53 tynamicsKandKfreeKenergyKofK´ XaluminaKS[[[]TKsurfacesiKyYK∑emiXempiricalKmodelYKJournalgofgPhysicsg
CondensedgMatterWK2002WK]cWKffhfXfg][ 1.8 10

52 °ointKdefectsKandKchemicalKpotentialsKinKorderedKalloys 10

51 srackX−ipKrluntingKΣersusKsleavageKuxtensionK1983WK][cfX][d] 10

50 qbKinitioKbasedKmethodKtoKstudyKstructuralKphaseKtransitionsKinKdynamicallyKunstableKcrystalsWKwithK
newKinsightsKonKtheK˛†KtoKˇ�KtransformationKinKtitaniumYKPhysicalgReviewgBWK2019WK][[WK 3.3 9

49 qtomisticKforceKfieldKforKaluminaKfitKtoKdensityKfunctionalKtheoryYKJournalgofgChemicalgPhysicsWK2013WK
]bhWKa[cf[c 3.9 9

48 ulectrostaticKandKuntropicKynteractionsKbetweenK°arallelKynterfacesK∑eparatedKbyKaKwlassyKvilmYK
JournalgofgthegAmericangCeramicgSocietyWK2002WKgdWKadeaXadeg 3.8 9

47 qnKisothermalXisobaricK–angevinKthermostatKforKsimulatingKnanoparticlesKunderKpressureiK
applicationKtoKquKclustersYKChemPhysChemWK2005WKeWK]gcgXda 3.2 9

46 −heKchallengesKofKhydrogenKandKmetalsYKPhilosophicalgTransactionsgSeriesgAvgMathematicalvgPhysicalvg
andgEngineeringgSciencesWK2017WKbfdWK 3 8

45 qbKynitioK∑tudyKofKulectronicKandKweometricK∑tructuresKofK—etalZseramicKxeterophaseKroundariesYK
MaterialsgResearchgSocietygSymposiagProceedingsWK1997WKchaWKhf 8
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44 qtomisticK∑imulationKofKwrainKroundariesKinKqluminaYKMaterialsgSciencegForumWK1996WKa[fXa[hWKaadXaag 0.4 8

43 vastKanharmonicKfreeKenergyKmethodKwithKanKapplicationKtoKvacanciesKinKσrsYKPhysicalgReviewgBWK
2019WK][[WK 3.3 7

42 qlXoxynitrideKinterfacialKlayerKinvestigationsKforK°rβ¯γonK∑isKandK∑iYKJournalgofgPhysics:gConferenceg
SeriesWK2008WKhcWK[]a[[c 0.3 7

41 −heKmovementKofKlenticularKporesKinKmixedKoxideKSUWK°uTK¯aKnuclearKfuelKelementsYKJournalgofg
NucleargMaterialsWK1978WKfdWK]]dX]ac 3.3 7

40 ∑olidXliquidKphaseKequilibriaKfromKfreeXenergyKperturbationKcalculationsYKPhysicalgReviewgBWK2008WK
fgWK 3.3 5

39 sommentKonKM—etalXceramicKadhesionKandKtheKxarrisKfunctionalMYKPhysicalgReviewgLettersWK1995WKfcWKb[gb7.4 5

38 UnderstandingKadhesionKbetweenKmetalKandKoxideYKMaterialsgatgHighgTemperaturesWK1994WK]aWK]ghX]hc 1.1 5

37 ∑elfXsonsistentK−ightXrindingKqpproximationKyncludingK°olarisableKyonsYKMaterialsgResearchgSocietyg
SymposiagProceedingsWK1997WKch]WKaed 4

36 virstKprinciplesKinvestigationKofKpolarisationKatKinterfacesKinKmultilayeredKstrontiumKtitanateYKJournalg
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