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254 uirstXprinciplesKthermodynamicsKfromKphononKandKsebyeKmodeliKppplicationKtoKNiKandKNibplYK
ComputationalfMaterialsfScienceWK2010WKcfWK][c[X][cg 3.2 278

253 uirstXprinciplesKcalculationsKofKpureKelementsiKtquationsKofKstateKandKelasticKstiffnessKconstantsYK
ComputationalfMaterialsfScienceWK2010WKcgWKg]bXgae 3.2 219

252 uirstXprinciplesKelasticKconstantsKofK˛–XKandK˛‚Xpla°bYKAppliedfPhysicsfLettersWK2007WKh[WK][]h[h 3.4 183

251 tlasticKconstantsKofKbinaryK–gKcompoundsKfromKfirstXprinciplesKcalculationsYKIntermetallicsWK2009WK]fWKb]bXb]g3.5 168

250 veneralizedKstackingKfaultKenergyWKidealKstrengthKandKtwinnabilityKofKdiluteK–gXbasedKalloysiKpK
firstXprinciplesKstudyKofKshearKdeformationYKActafMaterialiaWK2014WKefWK]egX]g[ 8.4 151

249 tffectKofKalloyingKelementsKonKtheKelasticKpropertiesKofK–gKfromKfirstXprinciplesKcalculationsYKActaf
MaterialiaWK2009WKdfWKbgfeXbggc 8.4 137

248 pKfirstXprinciplesKapproachKtoKfiniteKtemperatureKelasticKconstantsYKJournalfoffPhysicsfCondensedf
MatterWK2010WKaaWKaadc[c 1.8 136

247 tnthalpiesKofKformationKofKmagnesiumKcompoundsKfromKfirstXprinciplesKcalculationsYKIntermetallicsWK
2009WK]fWKgfgXggd 3.5 131

246 pKmixedXspaceKapproachKtoKfirstXprinciplesKcalculationsKofKphononKfrequenciesKforKpolarKmaterialsYK
JournalfoffPhysicsfCondensedfMatterWK2010WKaaWKa[aa[] 1.8 129

245 txceptionallyKwighKxonicKronductivityKinKNaKäKpsK−KwithKxmprovedK–oistureK−tabilityKforK−olidX−tateK
−odiumXxonKqatteriesYKAdvancedfMaterialsWK2017WKahWK]e[dde] 24 122

244 siffusionKcoefficientsKofKalloyingKelementsKinKdiluteK–gKalloysiKpKcomprehensiveKfirstXprinciplesK
studyYKActafMaterialiaWK2016WK][bWKdfbXdge 8.4 108

243 −tructuralKandKelasticKpropertiesKofKcubicKandKhexagonalKαiNKandKplNKfromKfirstXprinciplesK
calculationsYKComputationalfMaterialsfScienceWK2010WKcgWKf[dXf[h 3.2 99

242 pdsorptionXcontrolledKgrowthKofK’aXdopedKqa−n°bKbyKmolecularXbeamKepitaxyYKAPLfMaterialsWK2017
WKdWK]]e][f 5.7 98

241 pKpiezoelectricWKstrainXcontrolledKantiferromagneticKmemoryKinsensitiveKtoKmagneticKfieldsYKNaturef
NanotechnologyWK2019WK]cWK]b]X]be 28.7 98

240 tlasticKpropertiesKofKcubicKandKrhombohedralKqiue°bKfromKfirstXprinciplesKcalculationsYKPhysicalf
ReviewfBWK2009WKg[WK 3.3 97

239 ptomicKstructureKofKχrc]Yaαi]bYgru]aYdNi][qeaaYdKbulkKmetallicKglassKalloyYKActafMaterialiaWK2009WK
dfWKbfeXbh] 8.4 93

238 üeassessmentKofKtheKplâ��–nKsystemKandKaKthermodynamicKdescriptionKofKtheKplâ��–gâ��–nKsystemYK
InternationalfJournalfoffMaterialsfResearchWK2007WKhgWKgddXgf] 0.5 92
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237 uirstXprinciplesKcalculationsKofKlatticeKdynamicsKandKthermalKpropertiesKofKpolarKsolidsYKNpjf
ComputationalfMaterialsWK2016WKaWK 10.9 88

236 tffectsKofKplloyingKtlementsKonK−tackingKuaultKtnergiesKandKtlectronicK−tructuresKofKqinaryK–gK
plloysiKpKuirstXärinciplesK−tudyYKMaterialsfResearchfLettersWK2014WKaWKahXbe 7.4 85

235 uirstXprinciplesKcalculationsKofKtheKelasticWKphononKandKthermodynamicKpropertiesKofKpl]a–g]fYK
ActafMaterialiaWK2010WKdgWKc[]aXc[]g 8.4 81

234 sensityXfunctionalKstudyKofKtheKthermodynamicKpropertiesKandKtheKpressureâ��temperatureKphaseK
diagramKofKαiYKPhysicalfReviewfBWK2009WKg[WK 3.3 79

233
’atticeKdynamicsWKthermodynamicsWKandKbondingKstrengthKofKlithiumXionKbatteryKmaterialsK’i–ä°cK
S–KlK–nWKueWKroWKandKNiTiKaKcomparativeKfirstXprinciplesKstudyYKJournalfoffMaterialsfChemistryWK2012WK
aaWK]]caX]]ch

78

232 tffectsKofKalloyingKelementKandKtemperatureKonKtheKstackingKfaultKenergiesKofKdiluteKNiXbaseK
superalloysYKJournalfoffPhysicsfCondensedfMatterWK2012WKacWKd[dc[b 1.8 73

231 wighKäerformanceKpnionKtxchangeK–embraneKuuelKrellsKtnabledKbyKuluoropolySolefinTK–embranesYK
AdvancedfFunctionalfMaterialsWK2019WKahWK]h[a[dh 15.6 72

230 txtremeKelasticKanisotropyKofKcementiteWKuebriKuirstXprinciplesKcalculationsKandKexperimentalK
evidenceYKScriptafMaterialiaWK2008WKdhWKg]cXg]f 5.6 72

229 tffectsKofKalloyingKelementsKonKelasticKpropertiesKofKNibplKbyKfirstXprinciplesKcalculationsYK
IntermetallicsWK2010WK]gWK]]ebX]]f] 3.5 71

228 tlasticKanisotropyKofK˛‡nXuecNKandKelasticKgrainKinteractionKinK˛‡nXuecN]â��yKlayersKonK˛–XueiK
uirstXprinciplesKcalculationsKandKdiffractionKstressKmeasurementsYKActafMaterialiaWK2007WKddWKdgbbXdgcb 8.4 71

227 ’ateralKγersusKγerticalKvrowthKofKαwoXsimensionalK’ayeredKαransitionX–etalKsichalcogenidesiK
αhermodynamicKxnsightKintoK–o−aYKNanofLettersWK2016WK]eWKdfcaXd[ 11.5 70

226 αheKdevelopmentKandKapplicationKofKaKthermodynamicKdatabaseKforKmagnesiumKalloysYKJomWK2008WK
e[WKcdXcf 2.1 67

225 pKcomprehensiveKfirstXprinciplesKstudyKofKpureKelementsiKγacancyKformationKandKmigrationK
energiesKandKselfXdiffusionKcoefficientsYKActafMaterialiaWK2016WK][hWK]agX]c] 8.4 66

224 tffectsKofKalloyingKelementsKonKelasticKpropertiesKofKNiKbyKfirstXprinciplesKcalculationsYK
ComputationalfMaterialsfScienceWK2009WKcfWKadcXae[ 3.2 66

223 uirstXprinciplesKcalculationsKofKphononKandKthermodynamicKpropertiesKinKtheKboronXalkalineKearthK
metalKbinaryKsystemsiKqXraWKqX−rWKandKqXqaYKPhysicalfReviewfBWK2007WKfdWK 3.3 64

222 tlasticKpropertiesKofKcubicWKtetragonalKandKmonoclinicKχr°aKfromKfirstXprinciplesKcalculationsYK
JournalfoffNuclearfMaterialsWK2011WKc]dWK]bX]f 3.3 61

221 uabricationKandKcharacterizationKofKbeadedK−irKquantumKringsKwithKanomalousKredKspectralKshiftYK
AdvancedfMaterialsWK2012WKacWKddhgXe[b 24 59

220 ’atticeKdynamicsWKthermodynamicsKandKelasticKpropertiesKofKmonoclinicK’iar°bKfromKdensityK
functionalKtheoryYKActafMaterialiaWK2012WKe[WKda[cXda]e 8.4 58
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219 uirstXprinciplesKcalculationsKofKbinaryKplKcompoundsiKtnthalpiesKofKformationKandKelasticKpropertiesYK
Calphad:fComputerfCouplingfoffPhasefDiagramsfandfThermochemistryWK2011WKbdWKdeaXdfb 1.9 57

218 uirstXprinciplesKstudyKofKlatticeKdynamicsKandKthermodynamicsKofKαi°aKpolymorphsYKInorganicf
ChemistryWK2011WKd[WKehheXf[[b 5.1 57

217 αhermodynamicKandKmechanicalKpropertiesKofKlanthanumâ��magnesiumKphasesKfromKdensityK
functionalKtheoryYKJournalfoffAlloysfandfCompoundsWK2012WKd]aWKaheXb][ 5.7 56

216 αheKstructuralKevolutionKofKboronKcarbideKviaKabKinitioKcalculationsYKAppliedfPhysicsfLettersWK2007WKh]WKab]h]d3.4 56

215 ähaseKstabilityKinK˛–XKandK˛†XrhombohedralKboronYKPhysicalfReviewfBWK2007WKfdWK 3.3 55

214 αemperatureXdependentKelasticKstiffnessKconstantsKofK˛–XKandK˛‚Xpla°bKfromKfirstXprinciplesK
calculationsYKJournalfoffPhysicsfCondensedfMatterWK2010WKaaWKbfdc[b 1.8 54

213 qiue°bKdomainKwallKenergiesKandKstructuresiKaKcombinedKexperimentalKandKdensityKfunctionalK
theoryVβKstudyYKPhysicalfReviewfLettersWK2013WK]][WKaefe[] 7.4 49

212 αemperatureXdependentKidealKstrengthKandKstackingKfaultKenergyKofKfccKNiiKaKfirstXprinciplesKstudyK
ofKshearKdeformationYKJournalfoffPhysicsfCondensedfMatterWK2012WKacWK]ddc[a 1.8 49

211 γacancyKmechanismKofKoxygenKdiffusivityKinKbccKueiKpKfirstXprinciplesKstudyYKCorrosionfScienceWK2014WK
gbWKhcX][a 6.8 47

210 pKcombinedKclusterKvariationKmethodKandKabKinitioKapproachKtoKtheK˛‡Xue[N]Z˛‡nXuecN]â��xKphaseK
equilibriumYKActafMaterialiaWK2005WKdbWKaddXaec 8.4 47

209 pnomalousKstructuralKdynamicsKinKliquidKplg[rua[iKpnKabKinitioKmolecularKdynamicsKstudyYKActaf
MaterialiaWK2015WKhfWKfdXgd 8.4 46

208 αhermalKexpansionKanomalyKregulatedKbyKentropyYKScientificfReportsWK2014WKcWKf[cb 4.9 46

207 uirstXprinciplesKlatticeKdynamicsKandKheatKcapacityKofKqiue°bYKActafMaterialiaWK2011WKdhWKcaahXcabc 8.4 46

206 pKquaternaryKsodiumKsuperionicKconductorKXKNa][Yg−n]Yhä−]]YgYKNanofEnergyWK2018WKcfWKbadXbb[ 17.1 45

205 uirstXprinciplesKlatticeKdynamicsWKthermodynamicsWKandKelasticityKofKrra°bYKSurfacefScienceWK2012WK
e[eWK]caaX]cad 1.8 42

204 αemperatureKdependentKelasticKcoefficientsKofK–gaζKSζKlK−iWKveWK−nWKäbTKcompoundsKfromK
firstXprinciplesKcalculationsYKJournalfoffAlloysfandfCompoundsWK2010WKchgWK]h]X]hg 5.7 42

203 −tructuralWKvibrationalWKandKthermodynamicKpropertiesKofKorderedKandKdisorderedKNi]â��xätxKalloysK
fromKfirstXprinciplesKcalculationsYKPhysicalfReviewfBWK2011WKgbWK 3.3 42

202 −ynthesisKscienceKofK−rüu°bKandKraüu°bKepitaxialKfilmsKwithKhighKresidualKresistivityKratiosYKAPLf
MaterialsWK2018WKeWK[ce][] 5.7 41
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201 romputationKofKentropiesKandKphaseKequilibriaKinKrefractoryKγXNbX–oXαaXεKhighXentropyKalloysYK
ActafMaterialiaWK2018WK]cbWKggX][] 8.4 39

200 ptomicKandKelectronicKbasisKforKtheKserrationsKofKrefractoryKhighXentropyKalloysYKNpjfComputationalf
MaterialsWK2017WKbWK 10.9 39

199 °riginKofK°utstandingKähaseKandK–oistureK−tabilityKinKaKNaäps−K−uperionicKronductorYKACSfAppliedf
Materialsfmamp;fInterfacesWK2017WKhWK]eae]X]eaeh 9.5 38

198 ptomicKstructureKandKdiffusivityKinKliquidKplg[Nia[KbyKabKinitioKmolecularKdynamicsKsimulationsYK
PhysicafB:fCondensedfMatterWK2011WKc[eWKb[ghXb[hf 2.8 37

197 tlectronicKstructuresKofKlongKperiodicKstackingKorderKstructuresKinK–giKpKfirstXprinciplesKstudyYK
JournalfoffAlloysfandfCompoundsWK2014WKdgeWKedeXeea 5.7 34

196 pnomalousKenergyKpathwayKofKvacancyKmigrationKandKselfXdiffusionKinKhcpKαiYKPhysicalfReviewfBWK
2011WKgbWK 3.3 34

195 αiXsubstitutedK’i[’i[Yae–n[Yeâ��xαixNi[Y[fro[Y[f]°aKlayeredKcathodeKmaterialKwithKimprovedK
structuralKstabilityKandKsuppressedKvoltageKfadingYKJournalfoffMaterialsfChemistryfAWK2015WKbWK]fbfeX]fbgc13 33

194 pKnovelKhotKpackKrollingKofKhighKNbâ��αiplKsheetKfromKcastKingotYKIntermetallicsWK2015WKefWK]hXad 3.5 33

193 –ixedXspaceKapproachKforKcalculationKofKvibrationXinducedKdipoleXdipoleKinteractionsYKPhysicalf
ReviewfBWK2012WKgdWK 3.3 33

192 αhermodynamicKfluctuationsKbetweenKmagneticKstatesKfromKfirstXprinciplesKphononKcalculationsiK
αheKcaseKofKbccKueYKPhysicalfReviewfBWK2010WKgaWK 3.3 33

191 üeactionKbehaviorKandKporeKformationKmechanismKofKαiplâ��NbKporousKalloysKpreparedKbyKelementalK
powderKmetallurgyYKIntermetallicsWK2014WKccWK]Xf 3.5 32

190 äoreKstructureKandKgasKpermeabilityKofKhighKNbXcontainingKαiplKporousKalloysKbyKelementalKpowderK
metallurgyKforKmicrofiltrationKapplicationYKIntermetallicsWK2013WKbbWKaXf 3.5 32

189 °riginKofKnegativeKthermalKexpansionKphenomenonKinKsolidsYKScriptafMaterialiaWK2011WKedWKeecXeef 5.6 32

188 ralculatedKstrainKenergyKofKhexagonalKepitaxialKthinKfilmsYKJournalfoffCrystalfGrowthWK2002WKac[WKeX]b 1.6 32

187 uirstXprinciplesKcalculationsKofKphononKandKthermodynamicKpropertiesKofKueX−iKcompoundsYK
IntermetallicsWK2011WK]hWK]bfcX]bgc 3.5 31

186 sensityXfunctionalKstudyKofKtheKpressureXinducedKphaseKtransitionsKinKαiKatKzeroKzelvinYKPhysicalf
ReviewfBWK2009WKfhWK 3.3 31

185 xcosahedralKorderingKinKχrc]αi]cru]aYdNi][qeaaYdKbulkKmetallicKglassYKAppliedfPhysicsfLettersWK2008
WKhaWKa[]h]b 3.4 31

184
xnsightKintoKstructuralWKelasticWKphononWKandKthermodynamicKpropertiesKofK˛–XsulfurKandK
energyXrelatedKsulfidesiKaKcomprehensiveKfirstXprinciplesKstudyYKJournalfoffMaterialsfChemistryfAWK
2015WKbWKg[[aXg[]c

13 29

(2015-2018)

5



183 uirstXprinciplesKstudiesKonKvacancyXmodifiedKinterstitialKdiffusionKmechanismKofKoxygenKinKnickelWK
associatedKwithKlargeXscaleKatomicKsimulationKtechniquesYKJournalfoffAppliedfPhysicsWK2014WK]]dWK[cbd[] 2.5 29

182 tlectronKlocalizationKmorphologyKofKtheKstackingKfaultsKinK–giKpKfirstXprinciplesKstudyYKChemicalf
PhysicsfLettersWK2012WKdd]WK]a]X]ad 2.5 29

181 αhermodynamicKfluctuationsKinKmagneticKstatesiKuebätKasKaKprototypeYKPhilosophicalfMagazinef
LettersWK2010WKh[WKgd]Xgdh 1 29

180 tffectsKofKalloyingKelementsKonKthermalKexpansionsKofK˛‡XNiKandK˛‡nXNibplKbyKfirstXprinciplesK
calculationsYKActafMaterialiaWK2012WKe[WK]gceX]gde 8.4 28

179 qrokenKsymmetryWKstrongKcorrelationWKandKsplittingKbetweenKlongitudinalKandKtransverseKopticalK
phononsKofK–n°KandKNi°KfromKfirstKprinciplesYKPhysicalfReviewfBWK2010WKgaWK 3.3 28

178 ’atticeKdynamicsKandKanomalousKbondingKinKrhombohedralKpsiKuirstXprinciplesKsupercellKmethodYK
PhysicalfReviewfBWK2007WKfeWK 3.3 28

177 pKfirstXprinciplesKstudyKofKtheKdiffusionKcoefficientsKofKalloyingKelementsKinKdiluteK˛–XαiKalloysYK
PhysicalfChemistryfChemicalfPhysicsWK2016WK]gWK]egf[Xg] 3.6 28

176 ptomicKandKelectronicKbasisKforKsolutesKstrengthenedKS[][TKantiXphaseKboundaryKofK’]aKrobSplWKα–TiK
pKcomprehensiveKfirstXprinciplesKstudyYKActafMaterialiaWK2018WK]cdWKb[Xc[ 8.4 28

175 °nKtheKscalingKfactorKinKsebyeâ��vrˆ…neisenKmodeliKpKcaseKstudyKofKtheK–gâ��χnKbinaryKsystemYK
ComputationalfMaterialsfScienceWK2015WKhgWKbcXc] 3.2 27

174 αhermodynamicsKofKtheK−â��−nKsystemiKxmplicationKforKsynthesisKofKearthKabundantKphotovoltaicK
absorberKmaterialsYKSolarfEnergyWK2016WK]adWKb]cXbab 6.8 27

173 pKcomprehensiveKfirstXprinciplesKstudyKofKsoluteKelementsKinKdiluteKNiKalloysiKsiffusionKcoefficientsK
andKtheirKimplicationsKtoKtailorKcreepKrateYKActafMaterialiaWK2018WK]dfWK]aeX]c] 8.4 27

172 pKfirstXprinciplesKstudyKofKselfXdiffusionKcoefficientsKofKfccKNiYKComputationalfMaterialsfScienceWK2014
WKgeWK]fXab 3.2 27

171 uirstXprinciplesKstudyKofKtheKmechanicalKpropertiesKandKphaseKstabilityKofKαi°aYKComputationalf
MaterialsfScienceWK2014WKgbWK]]cX]]h 3.2 26

170 −ynthesisKandKunderstandingKofKNa]]−naä−e]aKwithKenhancedKionicKconductivityKforKallXsolidXstateK
NaXionKbatteryYKEnergyfStoragefMaterialsWK2019WK]fWKf[Xff 19.4 26

169 ähaseKstabilityKofKtheKruX−nX−KsystemKandKoptimalKgrowthKconditionsKforKearthXabundantKrua−n−bK
solarKmaterialsYKSolarfEnergyWK2017WK]ddWKfcdXfdf 6.8 25

168 NatureKofKferroelectricXparaelectricKphaseKtransitionKandKoriginKofKnegativeKthermalKexpansionKinK
äbαi°bYKPhysicalfReviewfBWK2015WKh]WK 3.3 25

167 –agneticKthermodynamicsKofKfccKNiKfromKfirstXprinciplesKpartitionKfunctionKapproachYKJournalfoff
AppliedfPhysicsWK2010WK][gWK]abd]c 2.5 25

166 pKfirstXprinciplesKstudyKofKstructureWKelasticityKandKthermalKdecompositionKofKαi]Kâ��Kxα–xNKalloysKSα–K
lKθWKχrWKNbWKwfWKandKαaTYKSurfacefandfCoatingsfTechnologyWK2015WKaecWKc]Xcg 4.4 24
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165 −hortXtoXmediumXrangeKorderKinK–gedruadθ][KmetallicKglassYKPhysicsfLetterssfSectionfA:fGeneralsf
AtomicfandfSolidfStatefPhysicsWK2008WKbfaWKb[fgXb[gc 2.3 24

164 ’ocalKlatticeKdistortionKmediatedKformationKofKstackingKfaultsKinK–gKalloysYKActafMaterialiaWK2019WK
]f[WKab]Xabh 8.4 23

163 pnomalousKphononKstiffeningKassociatedKwithKtheKS]K]K]TKantiphaseKboundaryKinK’]aKNibplYKActaf
MaterialiaWK2015WKgaWKagfXahc 8.4 23

162 αhermodynamicKpropertiesKofK’avesKphasesKinKtheK–gâ��plâ��raKsystemKatKfiniteKtemperatureKfromK
firstXprinciplesYKIntermetallicsWK2012WKaaWK]fXab 3.5 23

161 tntropyKfavoredKorderingiKähaseKstabilityKofKNibätKrevisitedKbyKfirstXprinciplesYKIntermetallicsWK2010WK
]gWKhe]Xhec 3.5 23

160
−olvusKboundariesKofKSmetaTstableKphasesKinKtheKplâ��–gâ��−iKsystemiKuirstXprinciplesKphononK
calculationsKandKthermodynamicKmodelingYKCalphad:fComputerfCouplingfoffPhasefDiagramsfandf
ThermochemistryWK2010WKbcWKa[Xad

1.9 23

159 pKthermodynamicKframeworkKforKaKsystemKwithKitinerantXelectronKmagnetismYKJournalfoffPhysicsf
CondensedfMatterWK2009WKa]WKbae[[b 1.8 23

158 tffectsKofKalloyingKelementsKonKtheKelasticKpropertiesKofKbccKαiXζKalloysKfromKfirstXprinciplesK
calculationsYKComputationalfMaterialsfScienceWK2018WK]caWKa]dXaae 3.2 22

157 xnsightKintoK˛‡XNiZ˛‡nXNibplKinterfacialKenergyKaffectedKbyKalloyingKelementsYKMaterialsfandfDesignWK
2017WK]bbWKbhXce 8.1 21

156 pccurateKcalculationsKofKphononKdispersionKinKrauaKandKre°aYKPhysicalfReviewfBWK2013WKggWK 3.3 21

155 rrystalKstructureKdeterminationKofKwˆ⁄ggKcarbideWKˇ�XuedraKbyKfirstXprinciplesKcalculationsKandK
üietveldKrefinementYKZeitschriftfFˆ…rfKristallographieWK2012WKaafWKa[fXaa[ 21

154 uirstXprinciplesKstudyKofKelasticKandKphononKpropertiesKofKtheKheavyKfermionKcompoundKre–gYK
JournalfoffPhysicsfCondensedfMatterWK2009WKa]WKace[[] 1.8 21

153 αheKinfluenceKofKinterstitialKdistributionKonKphaseKstabilityKandKpropertiesKofKhexagonalK˛µXueerxWK
˛µXueeNyKandK˛µXueerxNyKphasesiKpKfirstXprinciplesKcalculationYKActafMaterialiaWK2008WKdeWKf]hXfad 8.4 21

152 wyperfineKinteractionsKinKhexagonalK˛µXueeNyKphaseKinvestigatedKbyK–ˆ¶ssbauerKspectroscopyKandKabK
initioKcalculationsYKActafMaterialiaWK2006WKdcWKac[fXac]f 8.4 21

151 tffectsKofKalloyingKelementsKandKtemperatureKonKtheKelasticKpropertiesKofKεXbasedKalloysKbyK
firstXprinciplesKcalculationsYKJournalfoffAlloysfandfCompoundsWK2016WKef]WKaefXafd 5.7 20

150 tlasticKknowledgeKbaseKofKbccKαiKalloysKfromKfirstXprinciplesKcalculationsKandKrp’äwpsXbasedK
modelingYKComputationalfMaterialsfScienceWK2017WK]c[WK]a]X]bh 3.2 20

149 αhermodynamicKmodelingKofKfccKorderZdisorderKtransformationsKinKtheKroâ��ätKsystemYKCalphad:f
ComputerfCouplingfoffPhasefDiagramsfandfThermochemistryWK2011WKbdWKbabXbb[ 1.9 20

148 uirstXprinciplesKstudyKofKadsorptionKandKdiffusionKofKoxygenKonKsurfacesKofKαiNWKχrNKandKwfNYK
AppliedfSurfacefScienceWK2018WKcdaWKcdfXcea 6.7 20
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147 pcceleratingKexploitationKofKroXplXbasedKsuperalloysKfromKtheoreticalKstudyYKMaterialsfandfDesignWK
2018WK]caWK]bhX]cg 8.1 19

146
αhermodynamicKdescriptionKofKtheKαiX–oXNbXαaXχrKsystemKandKitsKimplicationsKforKphaseKstabilityKofK
αiKbioXimplantKmaterialsYKCalphad:fComputerfCouplingfoffPhasefDiagramsfandfThermochemistryWK2018WK
e]WKfaXgc

1.9 19

145 −tructuralWKphononKandKthermodynamicKpropertiesKofKfccXbasedKmetalKnitridesKfromKfirstXprinciplesK
calculationsYKCalphad:fComputerfCouplingfoffPhasefDiagramsfandfThermochemistryWK2012WKbfWK]aeX]b] 1.9 19

144 –etastableKtrigonalK−näiKpKpromisingKanodeKmaterialKforKpotassiumXionKbatteryYKCarbonWK2020WK]egWKcegXcfc10.4 19

143 –artensiticKtransitionKinKueKviaKqainKpathKatKfiniteKtemperaturesiKpKcomprehensiveKfirstXprinciplesK
studyYKActafMaterialiaWK2018WK]cfWKae]Xafe 8.4 18

142 tffectsKofKpressureKandKvibrationKonKtheKthermalKdecompositionKofKcubicKαi]XxKplKxKNWKαi]XxKχrKxKNWK
andKχr]XxKplKxKNKcoatingsiKaKfirstXprinciplesKstudyYKJournalfoffMaterialsfScienceWK2012WKcfWKfea]Xfeaf 4.3 18

141 tpitaxialKvrowthKofKxntermetallicK–nätKuilmsKonK°xidesKandK’argeKtxchangeKqiasYKAdvancedf
MaterialsWK2016WKagWK]]gXab 24 18

140 ähaseKtransformationKinKαiâ��cgplâ��eNbKporousKalloysKandKitsKinfluenceKonKporeKpropertiesYKMaterialsf
andfDesignWK2015WKgbWKd[gXd]b 8.1 17

139 ’atticeKdistortionKinducedKanomalousKferromagnetismKandKelectronicKstructureKinKurrKueKandKueXα–K
Sα–KlKrrWKNiWKαaKandKχrTKalloysYKMaterialsfChemistryfandfPhysicsWK2015WK]eaWKfcgXfde 4.4 17

138
pnisotropyKandKtemperatureKdependenceKofKstructuralWKthermodynamicWKandKelasticKpropertiesKofK
crystallineKcelluloseKx˛†iKaKfirstXprinciplesKinvestigationYKModellingfandfSimulationfinfMaterialsfSciencef
andfEngineeringWK2014WKaaWK[gd[]a

2 17

137 äowerKlawKscaledKhardnessKofK–nKstrengthenedKnanocrystallineKplK–nKnonXequilibriumKsolidK
solutionsYKScriptafMaterialiaWK2016WK]a[WKb]Xbe 5.6 17

136 uirstXprinciplesKthermodynamicKtheoryKofK−eebeckKcoefficientsYKPhysicalfReviewfBWK2018WKhgWK 3.3 17

135 βnderstandingKtheKxntrinsicKäXαypeKqehaviorKandKähaseK−tabilityKofKαhermoelectricK˛–X–gb−baYKACSf
AppliedfEnergyfMaterialsWK2018WK]WKee[[Xee[g 6.1 17

134 öuantumKbehaviorKofKwaterKnanoXconfinedKinKberylYKJournalfoffChemicalfPhysicsWK2017WK]ceWK]acb[f 3.9 16

133 βnderstandingKslowXgrowingKaluminaKscaleKmediatedKbyKreactiveKelementsiKäerspectiveKviaKlocalK
metalXoxygenKbondingKstrengthYKScriptafMaterialiaWK2018WK]d[WK]bhX]ca 5.6 16

132 uirstXprinciplesKinvestigationKofKphaseKstabilityWKelasticKandKthermodynamicKpropertiesKinK’]aK
robSplW–oWNbTKphaseYKIntermetallicsWK2016WKfgWK]Xf 3.5 16

131 rontrolKofKähaseKinKαinK−ulfideKαhinKuilmsKäroducedKviaKüuX−putteringKofK−n−aKαargetKwithK
äostXdepositionKpnnealingYKJournalfoffElectronicfMaterialsWK2016WKcdWKchhXd[g 1.9 16

130 uirstXprinciplesKcalculationsKandKthermodynamicKmodelingKofKtheK−nâ��−rKandK–gâ��−nâ��−rKsystemsYK
Calphad:fComputerfCouplingfoffPhasefDiagramsfandfThermochemistryWK2014WKceWKabfXacg 1.9 16
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129 rXvacancyKconcentrationKinKcementiteWKuebr]â��WKinKequilibriumKwithK˛–Xue[r]KandK˛‡Xue[r]YKActaf
MaterialiaWK2015WKgeWKbfcXbgc 8.4 16

128 tffectsKofKrompositionKonKptomicK−tructureWKsiffusivityWKandKγiscosityKofK’iquidKplXχrKplloysYK
MetallurgicalfandfMaterialsfTransactionsfA:fPhysicalfMetallurgyfandfMaterialsfScienceWK2012WKcbWKbcf]Xbcg[2.3 16

127 ähononKandKthermodynamicKpropertiesKofKplâ��–nKcompoundsiKpKfirstXprinciplesKstudyYK
ComputationalfMaterialsfScienceWK2011WKd[WKa[heXa][b 3.2 16

126 ähononKdispersionsKinKrandomKalloysiKaKmethodKbasedKonKspecialKquasiXrandomKstructureKforceK
constantsYKJournalfoffPhysicsfCondensedfMatterWK2011WKabWKcgdc[b 1.8 16

125 uirstXprinciplesKstudyKofKbinaryKspecialKquasirandomKstructuresKforKtheKplâ��ruWKplâ��−iWKruâ��−iWKandK
–gâ��−iKsystemsYKCalphad:fComputerfCouplingfoffPhasefDiagramsfandfThermochemistryWK2009WKbbWKfehXffb 1.9 16

124 sataKsetKforKdiffusionKcoefficientsKofKalloyingKelementsKinKdiluteK–gKalloysKfromKfirstXprinciplesYK
DatafinfBriefWK2015WKdWKh[[X]a 1.2 15

123 −trengtheningK–gKbyKselfXdispersedKnanoXlamellarKfaultsYKMaterialsfResearchfLettersWK2017WKdWKc]dXcad 7.4 15

122 αhermodynamicKmodelingKofK–gâ��raâ��reKsystemKbyKcombiningKfirstXprinciplesKandKrp’äwpsK
methodYKJournalfoffAlloysfandfCompoundsWK2008WKcebWKahcXb[] 5.7 15

121 ppplicationKofKtheKclusterKvariationKmethodKtoK˛µXueaN]XzKandK˛¶XueaNiKorderingKofKinterstitialKatomsYK
ActafMaterialiaWK2003WKd]WKbdhfXbe[e 8.4 15

120 βnveilingKnonXequilibriumKmetallurgicalKphasesKinKdissimilarKplXruKjointsKprocessedKbyKvaporizingK
foilKactuatorKweldingYKMaterialsfandfDesignWK2020WK]geWK][gb[e 8.1 15

119 −uitabilityKofKbinaryKoxidesKforKmolecularXbeamKepitaxyKsourceKmaterialsiKpKcomprehensiveK
thermodynamicKanalysisYKAPLfMaterialsWK2020WKgWK[g]]][ 5.7 15

118 üevealingKtheK–icrostatesKofKqodyXrenteredXrubicKSqrrTKtquiatomicKwighKtntropyKplloysYKJournalf
offPhasefEquilibriafandfDiffusionWK2017WKbgWKc[cXc]d 1 14

117 rationKsisorderKüegulationKbyK–icrostateKronfigurationalKtntropyKinKähotovoltaicKpbsorberK
–aterialsKruaχn−nS−W−eTcYKJournalfoffPhysicalfChemistryfCWK2014WK]]gWKacggcXacggh 3.8 14

116 αhermodynamicKpropertiesKofKrob°cKandK−rerod°]dKfromKfirstXprinciplesYKInorganicfChemistryWK
2010WKchWK][ah]Xg 5.1 14

115 αhermodynamicKmodellingKofKtheKqâ��raWKqâ��−rKandKqâ��qaKsystemsYKCalphad:fComputerfCouplingfoff
PhasefDiagramsfandfThermochemistryWK2007WKb]WKageXah] 1.9 14

114 αransformationKtexturesKinKanK˛–V˛†KtitaniumKalloyKthinKsheetYKMaterialsfSciencefmamp;fEngineeringfA:f
StructuralfMaterials:fPropertiessfMicrostructurefandfProcessingWK2002WKbaeWKachXadc 5.3 14

113 xntegratingKcomputationalKmodelingKandKfirstXprinciplesKcalculationsKtoKpredictKstackingKfaultK
energyKofKdiluteKmulticomponentKNiXbaseKalloysYKComputationalfMaterialsfScienceWK2014WKh]WKd[Xdd 3.2 13

112 sensityKuunctionalKαheoryXqasedKsatabaseKsevelopmentKandKrp’äwpsKputomationYKJomWK2013WK
edWK]dbbX]dbh 2.1 13

(2013-2015)
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111 tffectiveKelasticKpropertiesKofKpolycrystalsKbasedKonKphaseXfieldKdescriptionYKMaterialsfSciencef
mamp;fEngineeringfA:fStructuralfMaterials:fPropertiessfMicrostructurefandfProcessingWK2012WKddcWKefXf] 5.3 13

110 −olidX−olutionKwardeningKinK–gXvdXα–KSα–KlKpgWKχnWKandKχrTKplloysiKpnKxntegratedKsensityK
uunctionalKαheoryKandKtlectronKεorkKuunctionK−tudyYKJomWK2015WKefWKacbbXacc] 2.1 12

109 εhenKaKdefectKisKaKpathwayKtoKimproveKstabilityiKaKcaseKstudyKofKtheK’]aKrobα–KsuperlatticeK
intrinsicKstackingKfaultYKJournalfoffMaterialsfScienceWK2019WKdcWK]be[hX]be]g 4.3 12

108 tffectsKofKalloyingKelementsKonKelasticKpropertiesKofKplKbyKfirstXprinciplesKcalculationsYKJournalfoff
MiningfandfMetallurgysfSectionfB:fMetallurgyWK2014WKd[WKbfXcc 1 12

107 sataKsetKforKdiffusionKcoefficientsKandKrelativeKcreepKrateKratiosKofKaeKdiluteKNiXζKalloyKsystemsKfromK
firstXprinciplesKcalculationsYKDatafinfBriefWK2018WKa[WK]dbfX]dd] 1.2 12

106 −ynergeticKeffectsKofKsoluteKandKstrainKinKbiocompatibleKχnXbasedKandK–gXbasedKalloysYKActaf
MaterialiaWK2019WK]g]WKcabXcbg 8.4 11

105 tlasticKpropertiesKofKlongKperiodicKstackingKorderedKphasesKinK–gXvdXplKalloysiKpKfirstXprinciplesK
studyYKIntermetallicsWK2018WKhgWK]gXaf 3.5 11

104 ähaseKstabilityKandKthermodynamicKmodelingKofKtheKüeâ��αiKsystemKsupplementedKbyKfirstXprinciplesK
calculationsYKCalphad:fComputerfCouplingfoffPhasefDiagramsfandfThermochemistryWK2012WKbgWKf]Xg[ 1.9 11

103 NatureKofKferroelectricâ��paraelectricKtransitionYKPhilosophicalfMagazinefLettersWK2012WKhaWKbhhXc[f 1 11

102 −tructuralKmechanismKforKultrahighXstrengthKroXbasedKmetallicKglassesYKScriptafMaterialiaWK2013WKegWKadfXae[5.6 11

101 qandKstructureKofKueq°biKxmplicationsKforKtailoringKtheKbandKgapKofKnanoparticlesYKAppliedfPhysicsf
LettersWK2007WKh]WKadb]]d 3.4 11

100 αheKorderingKbehaviourKofKtheK°KphaseKinKαiKaKplNbXbasedKalloysYKIntermetallicsWK2002WK][WKhfhXhgc 3.5 11

99 pdsorptionXcontrolledKgrowthKofKvaa°bKbyKsuboxideKmolecularXbeamKepitaxyYKAPLfMaterialsWK2021WK
hWK[b]][] 5.7 11

98 °nKtheKmeanKkineticKenergyKofKtheKprotonKinKstrongKhydrogenKbondedKsystemsYKJournalfoffChemicalf
PhysicsWK2016WK]ccWK[dcb[a 3.9 11

97 –icrostructuralKcharacteristicsKandKcrackKformationKinKadditivelyKmanufacturedKbimetalKmaterialKofK
b]e’KstainlessKsteelKandKxnconelKeadYKAdditivefManufacturingWK2020WKbaWK][][bf 6.1 10

96 r]dKNbrraK’avesKphaseKwithKmechanicalKpropertiesKbeyondKäughâ��sKcriterionYKComputationalf
MaterialsfScienceWK2016WK]a]WK]efX]fb 3.2 10

95 −ynthesisWKcharacterizationKandKchemicalKstabilityKofKsiliconKdichalcogenidesWK−iS−ex−]â��xTaYKJournalf
offCrystalfGrowthWK2016WKcdaWK]d]X]df 1.6 10

94 −tructureKandKenergeticsKofKNiKfromKabKinitioKmolecularKdynamicsKcalculationsYKComputationalf
MaterialsfScienceWK2014WKghWKacaXace 3.2 10
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93 öuantifyingKchargeKorderingKbyKdensityKfunctionalKtheoryiKueb°cKandKraue°bYKChemicalfPhysicsf
LettersWK2014WKe[fWKg]Xgc 2.5 10

92 –agneticKphaseKtransformationsKofKfaceXcenteredKcubicKandKhexagonalKcloseXpackedKroKatKzeroK
zelvinYKJournalfoffPhysicsfCondensedfMatterWK2010WKaaWK[he[[e 1.8 10

91 αhermodynamicsKofKmultiferroicKqiue°biKppplicationsKforKtheKdepositionKofKqiue°bKthinKfilmsYK
AppliedfPhysicsfLettersWK2011WKhgWK]b]h[c 3.4 10

90 NibNKcompoundKlayersKproducedKbyKgaseousKnitridingKofKnickelKsubstratesjKlayerKgrowthWK
macrostressesKandKintrinsicKelasticKanisotropyYKJournalfoffMaterialsfResearchWK2012WKafWK]db]X]dc] 2.5 10

89
öuenchingKsifferentialKαhermalKpnalysisKandKαhermodynamicKralculationKtoKsetermineKäartitionK
roefficientsKofK−oluteKtlementsKinK−implifiedKNiXqaseK−uperalloysYKMetallurgicalfandfMaterialsf
TransactionsfA:fPhysicalfMetallurgyfandfMaterialsfScienceWK2010WKc]WKcgfXchg

2.3 10

88 äredictionKofKsiffusionKroefficientsKinK’iquidKandK−olidsYKDefectfandfDiffusionfForumWK2015WKbecWK]gaX]h] 0.7 9

87 αhermodynamicKmodelingKofKtheKra°â��rauaâ��pla°bKsystemKaidedKbyKfirstXprinciplesKcalculationsYK
Calphad:fComputerfCouplingfoffPhasefDiagramsfandfThermochemistryWK2015WKcgWK]]bX]aa 1.9 9

86 wighXthroughputKinvestigationsKofKconfigurationalXtransformationXdominatedKserrationsKinKruχrZruK
nanolaminatesYKJournalfoffMaterialsfSciencefandfTechnologyWK2020WKdbWK]haX]hh 9.1 9

85 uundamentalsKofKαhermalKtxpansionKandKαhermalKrontractionYKMaterialsWK2017WK][WK 3.5 9

84 ’owKenergyKstructuresKofKlithiumXionKbatteryKmaterialsK’iS–nxNixro]â��axT°aKrevealedKbyK
firstXprinciplesKcalculationsYKAppliedfPhysicsfLettersWK2013WK][bWK[dbh[b 3.4 9

83
txperimentalKinvestigationKandKthermodynamicKmodelingKofKtheKruâ��−iâ��χnKsystemKwithKtheKrefinedK
descriptionKforKtheKruâ��χnKsystemYKCalphad:fComputerfCouplingfoffPhasefDiagramsfandf
ThermochemistryWK2011WKbdWK]h]Xa[b

1.9 9

82 tlasticKanisotropyKofKironKcarbidesKwithKtrigonalXprismaticKcoordinationKofKrKbyKueYKJournalfoffAlloysf
andfCompoundsWK2015WKebbWKbh[Xbhc 5.7 8

81
pKbriefKreviewKofKdataXdrivenKxr–tKforKintelligentlyKdiscoveringKadvancedKstructuralKmetalK
materialsiKxnsightKintoKatomicKandKelectronicKbuildingKblocksYKJournalfoffMaterialsfResearchWK2020WK
bdWKgfaXggh

2.5 8

80 uirstXprinciplesKcalculationsKofKlatticeKdynamicsKandKthermodynamicKpropertiesKforKθb]c–n−b]]YK
JournalfoffAppliedfPhysicsWK2018WK]abWK[cd][a 2.5 8

79 ’atticeKdynamicsWKthermodynamicsKandKelasticKpropertiesKofKraaXχreue−naKfromKfirstXprinciplesK
calculationsYKJournalfoffNuclearfMaterialsWK2016WKcfhWKce]Xceh 3.3 8

78 tffectsKofKwfWKθWKandKχrKonKpluminaK−caleKvrowthKonKNiplrrKandKNiplätKplloysYKOxidationfoffMetalsWK
2019WKhaWKb[bXb]b 1.6 8

77 αemperatureXdependentKelasticKstiffnessKconstantsKofKfccXbasedKmetalKnitridesKfromKfirstXprinciplesK
calculationsYKJournalfoffMaterialsfScienceWK2014WKchWKcacXcba 4.3 8

76 pKcurvedKpathwayKforKoxygenKinterstitialKdiffusionKinKaluminumYKComputationalfMaterialsfScienceWK
2017WK]c[WKcfXdc 3.2 8

(2017-2014)
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75 Nbâ��plKdiffusionKreactionKinKhighKNbKcontainingKαiplKporousKalloysYKMaterialsfSciencefandfTechnologyWK
2015WKb]WK]bggX]bh] 1.5 8

74 pKfirstXprinciplesKapproachKtoKtransitionKstatesKofKdiffusionYKJournalfoffPhysicsfCondensedfMatterWK
2012WKacWKb[dc[a 1.8 8

73 pKfirstXprinciplesKschemeKtoKphononsKofKhighKtemperatureKphaseiKNoKimaginaryKmodesKforKcubicK
−rαi°bYKAppliedfPhysicsfLettersWK2010WKhfWK]eah[f 3.4 8

72 üealizationKofKtpitaxialKαhinKuilmsKofKtheKαopologicalKrrystallineKxnsulatorK−rK−n°YKAdvancedf
MaterialsWK2020WKbaWKea[[[g[h 24 8

71 pnKalternativeKapproachKtoKpredictK−eebeckKcoefficientsiKppplicationKtoK’abâ��xαecYKScriptafMaterialia
WK2019WK]ehWKgfXh] 5.6 7

70 seformationKbehaviourKandKewX’ä−°KstructureKformationKatKnanoindentationKinKlamellarKhighKNbK
containingKαiplKalloyYKPhilosophicalfMagazinefLettersWK2015WKhdWKgdXh] 1 7

69 βnveilingKdislocationKcharacteristicsKinKNibplKfromKstackingKfaultKenergyKandKidealKstrengthiKpK
firstXprinciplesKstudyKviaKpureKaliasKshearKdeformationYKPhysicalfReviewfBWK2020WK][]WK 3.3 7

68 −tackingKdisorderKinKmetastableKNi−ncYKMaterialsfandfDesignWK2016WK][hWKbacXbbb 8.1 7

67
uirstXprinciplesKcalculationsKofKfiniteXtemperatureKthermodynamicKpropertiesKofKbinaryKsolidK
solutionsKinKtheKplâ��ruâ��–gKsystemYKCalphad:fComputerfCouplingfoffPhasefDiagramsfandf
ThermochemistryWK2014WKcfWK]heXa][

1.9 7

66 xmpactKofKεKonKstructuralKevolutionKandKdiffusivityKofKNiâ��εKmeltsiKanKabKinitioKmolecularKdynamicsK
studyYKJournalfoffMaterialsfScienceWK2015WKd[WK][f]X][g] 4.3 7

65 uirstXprinciplesKstudyKofKstructuralKandKelasticKpropertiesKofKmonoclinicKandKorthorhombicKqi–n°bYK
JournalfoffPhysicsfCondensedfMatterWK2010WKaaWKahdc[c 1.8 7

64 αhermodynamicsKofKtheKqâ��raWKqâ��−rWKandKqâ��qaKsystemsiKppplicationsKforKtheKfabricationsKofKraqeWK
−rqeWKandKqaqeKthinKfilmsYKAppliedfPhysicsfLettersWK2007WKh[WK[h]h]c 3.4 7

63 αhermodynamicKmodelingKofKtheKqaâ��Niâ��αiKsystemYKJournalfoffAlloysfandfCompoundsWK2007WKcb[WK]ggX]hb 5.7 7

62 ähaseKstabilityWKelasticWKandKthermodynamicKpropertiesKofKtheK’]aKSroWNiTbSplW–oWNbTKphaseKfromK
firstXprinciplesKcalculationsYKJournalfoffMaterialsfResearchWK2017WKbaWKa][[Xa][g 2.5 6

61 αhermodynamicKmodelingKofKphaseKequilibriaKandKdefectKchemistryKinKtheKχnX−KsystemYKCalphad:f
ComputerfCouplingfoffPhasefDiagramsfandfThermochemistryWK2017WKdhWK]f]X]g] 1.9 6

60 uabricationKofKnanoXporousK˛‡Xpla°bKlayersKonKporousKαiXcgplXeNbKalloysYKMaterialsfandfDesignWK2016WK
][hWKf[[Xf[g 8.1 6

59 uirstXprinciplesKcalculationsKandKthermodynamicKmodelingKofKtheK−X−eKsystemKandKimplicationsKforK
chalcogenideKalloysYKJournalfoffAlloysfandfCompoundsWK2017WKehcWKd][Xda] 5.7 6

58 uirstXprinciplesKcalculationsKofKinterfacialKandKsegregationKenergiesKinK˛–Xrra°bYKJournalfoffPhysicsf
CondensedfMatterWK2012WKacWKaad[[] 1.8 6
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57 αhermodynamicKdescriptionKofKtheKternaryKcompoundsKinKtheKruXxnX−eKsystemYKRarefMetalsWK2006WK
adWKcg]Xcgf 5.5 6

56 seterminationKofKvolumeKfractionKinKtexturedKtitaniumKalloyKsheetYKScriptafMaterialiaWK2001WKcdWKagfXaha 5.6 6

55 ptomicKcontrolKofKactiveXsiteKensemblesKinKorderedKalloysKtoKenhanceKhydrogenationKselectivityYYK
NaturefChemistryWK2022WK 17.6 6

54 pnisotropicKuanoKresonanceKinKtheKεeylKsemimetalKcandidateK’apl−iYKPhysicalfReviewfBWK2020WK][aWK 3.3 6

53 αhermodynamicKpropertiesKofKtheKθbX−bKsystemKpredictedKfromKfirstXprinciplesKcalculationsYKActaf
MaterialiaWK2021WKa]fWK]]f]eh 8.4 6

52 αhermodynamicK–odelingKofKtheKätXαeKandKätX−bXαeK−ystemsYKJournalfoffElectronicfMaterialsWK2015WK
ccWKaebgXaed[ 1.9 5

51 αheKstabilityKofKdeformationKtwinsKinKaluminumKenhancedKbyKalloyingKelementsYKJournalfoffMaterialsf
SciencefandfTechnologyWK2019WKbdWKaeadXaeah 9.1 5

50 αhermodynamicKdescriptionKofKtheKαaâ��εâ��χrKsystemYKInternationalfJournalfoffMaterialsfResearchWK
2014WK][dWK][cgX][de 0.5 5

49 –agneticKexcitationKandKthermodynamicsKofKqaueapsaYKInternationalfJournalfoffQuantumfChemistryWK
2011WK]]]WKbdedXbdf[ 2.1 5

48 tffectKofKalloyingKelementsKonKtheKstackingKfaultKenergiesKofKdiluteKalXbasedKalloysYKJournalfoff
MiningfandfMetallurgysfSectionfB:fMetallurgyWK2018WKdcWK]gdX]he 1 5

47 tlasticbrdiKpKtoolKforKcalculatingKthirdXorderKelasticKconstantsKfromKfirstXprinciplesKcalculationsYK
ComputerfPhysicsfCommunicationsWK2021WKae]WK][ffff 4.2 5

46 öuasiharmonicKcalculationsKofKthermodynamicKpropertiesKforK’abâ��xαecKsystemYKComputationalf
MaterialsfScienceWK2018WK]caWKc]fXcae 3.2 5

45 αhermodynamicKmodelingKofKtheK−iXθKsystemKaidedKbyKfirstXprinciplesKandKphononKcalculationsYK
Calphad:fComputerfCouplingfoffPhasefDiagramsfandfThermochemistryWK2019WKedWKagaXah[ 1.9 4

44 pnKorthorhombicKs[aaXlikeKprecursorKtoKplg–obKinKtheKplâ��–oâ��αiKsystemYKJournalfoffAlloysfandf
CompoundsWK2020WKgabWK]dbg[f 5.7 4

43 ähaseKequilibriaKofKαiâ��plâ��γKsystemKatK]b[[K´°rYKIntermetallicsWK2019WK]]dWK][ee[h 3.5 4

42
pchievingKaccurateKenergeticsKbeyondKSsemiXTlocalKdensityKfunctionalKtheoryiKxllustratedKwithK
transitionKmetalKdisulfidesWKruaχn−n−cWKandKNabä−cKrelatedKsemiconductorsYKPhysicalfReviewf
MaterialsWK2019WKbWK

3.2 4

41 suααziKsensityKuunctionalKαheoryKαoolzitKforKhighXthroughputKlatticeKdynamicsKcalculationsYK
Calphad:fComputerfCouplingfoffPhasefDiagramsfandfThermochemistryWK2021WKfdWK][abdd 1.9 4

40 veneralizationKofKfirstXprinciplesKthermodynamicKmodeliKppplicationKtoKhexagonalKcloseXpackedK
˛µXuebNYKComputationalfMaterialsfScienceWK2016WK]]fWKgbXgh 3.2 4

(2016-2006)
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39 uirstXprinciplesKcalculationsKandKthermodynamicKmodellingKofKlongKperiodicKstackingKorderedKS’ä−°TK
phasesKinK–gXplXvdYKMaterialiaWK2018WKcWK]haXa[a 3.2 4

38 pKfirstXprinciplesKbasedKdescriptionKofKtheKwfXNiKsystemKsupportedKbyKhighXtemperatureK
synchrotronKexperimentsYKThermochimicafActaWK2018WKeegWK]caX]d] 2.9 4

37 uirstXprinciplesKcalculationsKandKthermodynamicKmodelingKofKtheK−nXαaKsystemYKCalphad:fComputerf
CouplingfoffPhasefDiagramsfandfThermochemistryWK2017WKdfWKceXdc 1.9 3

36 −trainXinducedKdimensionalityKcrossoverKofKprecursorKmodulationsKinKNia–nvaYKAppliedfPhysicsf
LettersWK2015WK][eWK[a]h][ 3.4 3

35 pnKabKinitioKmolecularKdynamicsKexplorationKofKassociatesKinKqaXqiKliquidKwithKstrongKorderingK
trendsYKActafMaterialiaWK2020WK]h[WKg]Xha 8.4 3

34 pnomalousKphononXmodeKdependenceKinKpolarizedKüamanKspectroscopyKofKtheKtopologicalKεeylK
semimetalKαaäYKPhysicalfReviewfBWK2020WK][]WK 3.3 3

33 tffectsKofKspinKstructuresKonKuermiKsurfaceKtopologiesKinKqaueapsaYKSolidfStatefCommunicationsWK
2011WK]d]WKafaXafd 1.6 3

32 αhermodynamicKpropertiesKofKtheKNdXqiKsystemKviaKemfKmeasurementsWKsuαKcalculationsWKmachineK
learningWKandKrp’äwpsKmodelingYKActafMaterialiaWK2021WKaabWK]]fccg 8.4 3

31 pKNewKüelationshipKpmongK−elfXKandKxmpurityKsiffusionKroefficientsKinKqinaryK−olutionKähasesYK
MetallurgicalfandfMaterialsfTransactionsfA:fPhysicalfMetallurgyfandfMaterialsfScienceWK2016WKcfWKbahdXbahh2.3 3

30 αhermodynamicKpropertiesKandKphaseKstabilityKofKtheKqaXqiKsystemiKpKcombinedKcomputationalKandK
experimentalKstudyYKJournalfoffAlloysfandfCompoundsWK2019WKff]WKag]Xagh 5.7 3

29 pctivationKvolumeKdominatedKdiffusivityKofKNid[pld[KmeltKunderKextremeKconditionsYK
ComputationalfMaterialsfScienceWK2020WK]f]WK][haeb 3.2 3

28 –echanicalKpropertiesKandKspinodalKdecompositionKofKαixpl]Kâ��KxKâ��KyχryNKcoatingsYKPhysicsfLetterssf
SectionfA:fGeneralsfAtomicfandfSolidfStatefPhysicsWK2015WKbfhWKa[bfXa[c[ 2.3 2

27 rrystalKstructureKandKphaseKstabilityKofKpl−cKinKtheKnearXequiatomicKplâ��−cKalloyYKJournalfoffAlloysfandf
CompoundsWK2015WKe]gWK]haX]he 5.7 2

26 −tudyKonKimpactKofKrrKandK–oKonKdiffusionKofKwKinKaYadrr]–oKsteelKusingKfirstXprincipleKcalculationsYK
JournalfoffNuclearfMaterialsWK2019WKdadWK]daX]e[ 3.3 2

25 αhermodynamicKmodelingKofKtheKxnâ��ätâ��−bKsystemYKInternationalfJournalfoffMaterialsfResearchWK2014WK
][dWKdadXdbe 0.5 2

24 χentropyKαheoryKforKäositiveKandKNegativeKαhermalKtxpansionYKJournalfoffPhasefEquilibriafandf
DiffusionW] 1 2

23
βnderstandingKtheKtffectKofK°xygenKonKtheKvlassXuormingKpbilityKofKχrddruddplhqehKqulkK–etallicK
vlassKbyKabKinitioK–olecularKsynamicsK−imulationsYKMetallurgicalfandfMaterialsfTransactionsfA:f
PhysicalfMetallurgyfandfMaterialsfScienceWK2021WKdaWKad[]Xad]]

2.3 2

22
rorrelationKanalysisKofKmaterialsKpropertiesKbyKmachineKlearningiKillustratedKwithKstackingKfaultK
energyKfromKfirstXprinciplesKcalculationsKinKdiluteKfccXbasedKalloysYKJournalfoffPhysicsfCondensedf
MatterWK2021WKbbWK

1.8 2
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21 txperimentalKisothermalKsectionKofKtheKNbXNiXüuKternaryKsystemKatK]][[K´°rYKJournalfoffAlloysfandf
CompoundsWK2019WKg][WK]d]g[] 5.7 1

20 −tabilityWKtlasticKandKtlectronicKäropertiesKofKαaaNKbyKuirstXärinciplesKralculationsYKCrystalsWK2021WK
]]WKccd 2.3 1

19 uromKrandomKstackingKfaultsKtoKpolytypesiKpK]aXlayerKNi−ncKpolytypeYKJournalfoffAlloysfandf
CompoundsWK2019WKffcWKaedXafb 5.7 1

18 αhermodynamicKpssessmentKofKtheKpgX−eK−ystemKpidedKbyKuirstXärinciplesKralculationsYKJournalfoff
PhasefEquilibriafandfDiffusionWK2018WKbhWKgf[Xgg] 1 1

17 βnderstandingKtheKsurfaceKadsorptionKandKoxidationKofKcubicKrr[Ydpl[YdNKbyKfirstXprinciplesK
calculationsYKComputationalfMaterialsfScienceWK2021WK]heWK]][d]g 3.2 1

16 uormingKmechanismKofKequilibriumKandKnonXequilibriumKmetallurgicalKphasesKinKdissimilarK
aluminumZsteelKSplXueTKjointsYYKScientificfReportsWK2021WK]]WKacad] 4.9 1

15 −iteK°ccupationKandK−tructuralKähaseKαransformationKofKtheKS[][TKpntiphaseKqoundaryKinK
qoronX–odifiedK’]aKNibplYKJomWK2021WKfbWKaagdXaaha 2.1 0

14 siffusionKofKhydrogenKisotopesKinKbrX−irKinKwαüXä–iKpKfirstXprinciplesKstudyYKProgressfinfNuclearf
EnergyWK2020WK]]hWK][b]g] 2.3 0

13 βnderpinnedKexplorationKforKmagneticKstructureWKlatticeKdynamicsWKelectronicKpropertiesWKandK
disproportionationKofKyttriumKnickelateYKAIPfAdvancesWK2021WK]]WK[]d[ag 1.5 0

12 äredictiveKrrystalKälasticityK–odelingKofK−ingleKrrystalKNickelKqasedKonKuirstXärinciplesKralculationsYK
JomWK2022WKfcWK]cabX]cbc 2.1 0

11 αhermodynamicKreXmodellingKofKtheKruâ��Nbâ��−nKsystemiKxntegratingKtheKnausiteKphaseYKCalphad:f
ComputerfCouplingfoffPhasefDiagramsfandfThermochemistryWK2022WKffWK][ac[h 1.9 0

10 ptomicXscaleKunveilingKofKstrengtheningKinKinterstitialKsolidKsolutedKNbXrichKαiplKalloysYKJournalfoff
AlloysfandfCompoundsWK2022WKh]fWK]edcgc 5.7 0

9 −olidK−olutionKwardeningKinK–gXvdXα–KSα–lpgWKχnKandKχrTKplloysiKanKxntegratedKsensityKuunctionalK
αheoryKandKtlectronKεorkKuunctionK−tudyK2016WK]ddX]df

8 pKnewKmanyXbodyKpotentialKwithKtheKsecondXmomentKapproximationKofKtightXbindingKschemeKforK
wafniumYKSciencefChina:fPhysicssfMechanicsfandfAstronomyWK2013WKdeWKa[f]Xa[g[ 3.6

7 αhermodynamicKpropertiesKofKmagnesiumKalloysK2013WKgdX]ac

6 tlectronicK−tructuresKandK–aterialsKäropertiesKralculationsKofKNiKandKNiXqasedK−uperalloysc]bXcce

5 −olidK−olutionKwardeningKinK–gXvdXα–KSα–lpgWKχnKandKχrTKplloysiKpnKxntegratedKsensityKuunctionalK
αheoryKandKtlectronKεorkKuunctionK−tudyK2016WK]dfX]df

4 uirstXprinciplesK−tudyKofKsiffusionKroefficientsKofKplloyKtlementsKinKsiluteK–gKplloysK2016WKhfX][]

(2016-2019)
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3 uerromagnetismiKtpitaxialKvrowthKofKxntermetallicK–nätKuilmsKonK°xidesKandK’argeKtxchangeKqiasK
SpdvYK–aterYK]Za[]eTYKAdvancedfMaterialsWK2016WKagWKa[cXa[c 24

2 uirstXprinciplesK−tudyKofKsiffusionKroefficientsKofKplloyKtlementsKinKsiluteK–gKplloysK2016WKhfX][]

1
–icrostructureXdependentKrateKtheoryKmodelKofKdefectKsegregationKandKphaseKstabilityKinK
irradiatedKpolycrystallineK’ipl°aYKModellingfandfSimulationfinfMaterialsfSciencefandfEngineeringWK
2022WKb[WK[ad[[d

2

Shun-Li Shang
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