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77 γynergisticKstrengtheningKmechanismsKofKrheniumKinKnickelYbasedKsingleKcrystalKsuperalloysZK
IntermetallicsXK2021XKacbXKa]gacc 3.5 2

76 TransitionKmetalKsolutesKinKöiYbasedKternaryKmodelKsuperalloyskK−artitioningKandKeffectsKonKelasticK
propertiesKfromKfirstYprinciplesKcalculationsZKComputationallMaterialslScienceXK2021XKaieXKaa]ddg 3.2 0

75 öovelKstructuresKandKmechanicalKpropertiesKofKZrbökKrbKinitioKdescriptionKunderKhighKpressuresZK
ChineselPhysicslBXK2021XKc]XK]afd]c 1.2 1
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NaturallScience:lMaterialslInternationalXK2020XKc]XKeciYedd 3.6 1

73
tompressiveKbehaviorKandKelasticKpropertiesKofKöiYbasedK˛‡[˛‡â��KternaryKmodelKsuperalloyskK
wirstYprinciplesKcalculationsKandKruleKofKmixturesKpredicationsZKJournalloflAlloyslandlCompoundsXK
2020XKhciXKaeeffa

5.7 3

72 rlloyingYelementKdependenceKofKstructuralXKelasticKandKelectronicKpropertiesKofKnickelYbasedK
superalloyskKznfluenceKofK˛‡â��KvolumeKfractionZKJournalloflAlloyslandlCompoundsXK2020XKhchXKaeeada 5.7 6

71 wirstYprinciplesKstudyKofKöi[öicrlKinterfaceKdopedKwithKαeXKTaKandKWZKComputationallMaterialsl
ScienceXK2020XKageXKa]iehf 3.2 8

70 αeKeffectsKinKmodelKöiYbasedKsuperalloysKinvestigatedKwithKfirstYprinciplesKcalculationsKandKatomK
probeKtomographyZKChineselPhysicslBXK2020XKbiXK]dca]c 1.2 4

69 −redictingKcreepKruptureKlifeKofKöiYbasedKsingleKcrystalKsuperalloysKusingKdivideYandYconquerK
approachKbasedKmachineKlearningZKActalMaterialiaXK2020XKaieXKdedYdfg 8.4 35

68 uopingKeffectsKonKtheKstackingKfaultKenergiesKofKtheK˛‡pKphaseKinKöiYbasedKsuperalloysZKChinesel
PhysicslBXK2020XKbiXK]bfd]a 1.2 1

67 uependenceKofKmechanicalKpropertiesKonKtheKsiteKoccupancyKofKternaryKalloyingKelementsKinK
˛‡pYöicrlkKrbKinitioKdescriptionKforKshearKandKtensileKdeformationZKChineselPhysicslBXK2020XKbiXK]gha]c 1.2 4

66 TransitionYmetalYelementKdependenceKofKidealKshearKstrengthKandKelasticKbehaviorsKofK˛‡pYöicrlkKabK
initioKstudyKtoKguideKrationalKalloyKdesignZKJournalloflAlloyslandlCompoundsXK2019XKh]fXKabf]Yabff 5.7 13

65 vffectsKofKαeXKWKandKtoKonKdislocationKnucleationKatKtheKcrackKtipKinKtheKYphaseKofKöiYbasedK
singleYcrystalKsuperalloysKbyKatomisticKsimulationZKRoyallSocietylOpenlScienceXK2019XKfXKai]dda 3.3 2

64 TransitionYmetalKalloyingKofK˛‡pâ��öicrlkKvffectsKonKtheKidealKuniaxialKcompressiveKstrengthKfromK
firstYprinciplesKcalculationsZKPhysicallReviewlBXK2018XKigXK 3.3 15

63 TheKeffectsKofKcombiningKalloyingKelementsKonKtheKelasticKpropertiesKofK˛‡KYöiKinKöiYbasedKsuperalloykK
yighYthroughputKfirstYprinciplesKcalculationsZKChineselPhysicslBXK2018XKbgXK]gga]d 1.2 3

62 rnisotropicKelasticKpropertiesKandKidealKuniaxialKcompressiveKstrengthKofKTisKbKfromKfirstKprinciplesK
calculationsZKChineselPhysicslBXK2018XKbgXK]gga]c 1.2 2

61 MultiscaleKenergyKdensityKalgorithmKandKapplicationKtoKsurfaceKstructureKofKöiKmatrixKofKsuperalloyZK
ChineselPhysicslBXK2018XKbgXK]iga]e 1.2
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60 γiteKpreferencesKofKalloyingKtransitionKmetalKelementsKinKöiYbasedKsuperalloykKrKfirstYprinciplesK
studyZKChineselPhysicslBXK2018XKbgXK]iga]b 1.2 2

59 vffectKofKinteractionsKbetweenKelementsKonKtheKdiffusionKofKsolutesKinKöiKXKYKsystemsKandK
˛‡pYcoarseningKinKmodelKöiYbasedKsuperalloysZKScriptalMaterialiaXK2017XKachXKa]]Ya]d 5.6 20

58 −artitioningKandKdiffusionKofKtransitionKmetalKsolutesKinKternaryKmodelKöiYbasedKsingleKcrystalK
superalloysZKMaterialslandlDesignXK2017XKac]XKaegYafe 8.1 28

57 vlectronicKstructureKandKmultiYscaleKbehaviourKforKtheKdislocationâ��dopingKcomplexKinKtheKgammaK
phaseKofKnickelYbaseKsuperalloysZKRSClAdvancesXK2017XKgXKaiabdYaiace 3.7 6

56 —atticeKstabilityKandKtheKeffectKofKtoKandKαeKonKtheKidealKstrengthKofKöikKwirstYprinciplesKstudyKofK
uniaxialKtensileKdeformationZKChineselPhysicslBXK2017XKbfXK]ica]f 1.2 4

55 znfluenceKofKalloyingKelementsKuponKtheKtheoreticalKtensileKstrengthKofKöiYbasedKmodelKsuperalloykK
˛‡Yöi[˛‡pYöicrlKmultilayerZKComputationallMaterialslScienceXK2016XKaaiXKab]Yabi 3.2 7

54 wirstKprinciplesKstudyKofKtheKdiffusionalKphenomenaKacrossKtheKcleanKandKαeYdopedK˛‡KYöi[K˛‡Kâ��YöiKcKrlK
interfaceKofKöiYbasedKsingleKcrystalKsuperalloyZKChineselPhysicslBXK2016XKbeXK]fga]d 1.2 2

53 vffectKofKtheKalloyingKelementKonKtheKtemperatureYdependentKidealKshearKstrengthKofK˛‡pYöicrlZKRSCl
AdvancesXK2016XKfXKb]eeaYb]eeh 3.7 10

52 uiffusionKinKöiYsasedKγingleKtrystalKγuperalloysKwithKuensityKwunctionalKTheoryKandK–ineticKMonteK
tarloKMethodZKCommunicationslinlComputationallPhysicsXK2016XKb]XKf]cYfah 2.4 6

51 tonstructionKofKternaryKöiâ��rlâ��TaKpotentialKandKitsKapplicationKinKtheKeffectKofKTaKonK[aKaK]]KedgeK
dislocationKslippingKinK˛‡pTöicrlUZKComputationallMaterialslScienceXK2016XKaahXKbhhYbif 3.2 2

50 vffectKofKalloyingKelementsKonKtheKidealKstrengthKandKchargeKredistributionKofK˛‡pYöicrlkKaK
firstYprinciplesKstudyKofKtensileKdeformationZKRSClAdvancesXK2016XKfXKggdhiYggdih 3.7 14

49 uensityKfunctionalKtheoryKstudyKofKtheKthermodynamicKandKelasticKpropertiesKofKöiYbasedK
superalloysZKJournalloflPhysicslCondensedlMatterXK2015XKbgXKbied]a 1.8 13

48 vffectKofKαeKandKWKuponKbrittleKfractureKinKöicrlKcracksKbyKatomicKsimulationZKComputationall
MaterialslScienceXK2015XKaa]XKbfaYbfi 3.2 6

47 vffectKofKαeKonKdislocationKnucleationKfromKcrackKtipKinKöiKbyKatomisticKsimulationZKComputationall
MaterialslScienceXK2015XKigXKabgYace 3.2 6

46 vffectKofKαeKonKlatticeKtrappingKinK˛‡pYöicrlKcracksKbyKatomisticKsimulationZKComputationallMaterialsl
ScienceXK2015XKigXKa]bYa]h 3.2 11

45 rKternaryKöiâ��rlâ��WKvrMKpotentialKforKöiYbasedKsingleKcrystalKsuperalloysZKPhysicalB:lCondensedl
MatterXK2015XKdefXKbhcYbib 2.8 11

44 znfluenceKofKtheKalloyingKelementsKαeXKtoKandKWKonKtheKpropagationKofKtheKöi[öicrlKinterfaceKcrackZK
RSClAdvancesXK2015XKeXKebdgcYebdh] 3.7 16

43 MolecularKdynamicsKsimulationsKofKinfluenceKofKαeKonKlatticeKtrappingKandKfractureKstressKofKcracksK
inKöiZKComputationallMaterialslScienceXK2014XKhcXKaifYb]f 3.2 19
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42 TheKternaryKöiâ��rlâ��toKembeddedYatomYmethodKpotentialKforK˛‡[˛‡pKöiYbasedKsingleYcrystalK
superalloyskKtonstructionKandKapplicationZKChineselPhysicslBXK2014XKbcXK]ccd]a 1.2 7

41 trossYslipKprocessKinKmodelKöiTrlUKsolidKsolutionkKrnKembeddedYatomKmethodKstudyZKComputationall
MaterialslScienceXK2014XKiaXKaibYaii 3.2 5

40 vffectKofKαeKonKstackingKfaultKnucleationKunderKshearKstrainKinKöiKbyKatomisticKsimulationZKChinesel
PhysicslBXK2014XKbcXKaa]b]h 1.2 1

39 wirstYprinciplesKstudyKofKpointKdefectsKinKsolarKcellKsemiconductorKtuzZKPhysicalB:lCondensedlMatterXK
2013XKdacXKaafYaai 2.8 21

38 znfluenceKofKαeKonKtheKpropagationKofKaKöi[öicrlKinterfaceKcrackKbyKmolecularKdynamicsKsimulationZK
ModellinglandlSimulationlinlMaterialslSciencelandlEngineeringXK2013XKbaXK]de]]i 2 25

37
TheKeffectsKofKalloyingKelementsKonKgeneralizedKstackingKfaultKenergiesXKstrengthKandKductilityKofK
˛‡pYöicrlZKMaterialslSciencelsamp;lEngineeringlA:lStructurallMaterials:lPropertieszlMicrostructurelandl
ProcessingXK2012XKeciXKchYda

5.3 47

36 vffectKofKalloyingKelementKonKdislocationKcrossYslipKinK˛‡pYöicrlkKaKfirstYprinciplesKstudyZKPhilosophicall
MagazineXK2012XKibXKd]bhYd]ci 1.6 12

35 wirstYprincipleKinvestigationKofKcdKtransitionKmetalKelementsKinK˛‡pYtocTrlXWUZKJournalloflAppliedl
PhysicsXK2010XKa]gXK]icg]e 2.5 28

34 MultiscaleKanalysisKandKnumericalKalgorithmKforKtheKγchrˆ¶dingerKequationsKinKheterogeneousKmediaZK
AppliedlMathematicslandlComputationXK2010XKbagXKcieeYcigc 2.7 4

33 vffectKofKαeKinK˛‡KphaseXK˛‡p˛‡pKphaseKandK˛‡[˛‡p˛‡[˛‡pKinterfaceKofKöiYbasedKsingleYcrystalKsuperalloysZKActal
MaterialiaXK2010XKehXKb]deYb]ee 8.4 44

32 rKcomparisonKofKtheKidealKstrengthKbetweenK—abtocTrlXWUKandKöicrlKunderKtensionKandKshearKfromK
firstYprinciplesKcalculationsZKAppliedlPhysicslLettersXK2009XKidXKbfai]i 3.4 62

31 MechanicalKpropertiesKandKelectronicKstructureKofKsuperhardKdiamondlikeKstekKrKfirstYprinciplesK
studyZKJournalloflAppliedlPhysicsXK2009XKa]fXK]dceac 2.5 14

30 znfluenceKofKalloyingKelementsKonKtheKelasticKpropertiesKofKternaryKandKquaternaryKnickelYbaseK
superalloysZKPhilosophicallMagazineXK2009XKhiXKbiceYbidg 1.6 19

29 znfluenceKofKtheKalloyingKelementKαeKonKtheKidealKtensileKandKshearKstrengthKofK˛‡pYöicrlZKScriptal
MaterialiaXK2009XKfaXKaigYb]] 5.6 44

28 öi[öicrlKinterfacekKrKdensityKfunctionalKtheoryKstudyZKAppliedlSurfacelScienceXK2009XKbeeXKcffiYcfge 6.7 33

27 TheKeffectKofKalloyingKelementsKonKtheKdislocationKclimbingKvelocityKinKöikKrKfirstYprinciplesKstudyZK
ActalMaterialiaXK2009XKegXKeiadYeib] 8.4 65

26 MotionKofKmisfitKdislocationKinKanKöi[öicrlKinterfacekKaKmolecularKdynamicsKsimulationsKstudyZK
ModellinglandlSimulationlinlMaterialslSciencelandlEngineeringXK2009XKagXK]ee]]g 2 33

25 VacancyYassistedKdiffusionKmechanismKofKgroupYzzzKelementsKinKZnOkKrnKabKinitioKstudyZKJournallofl
AppliedlPhysicsXK2009XKa]eXK]gce]d 2.5 18
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24 vffectKofKalloyingKelementsKonKtheKelasticKpropertiesKofK˛‡YöiKandK˛‡pYöicrlKfromKfirstYprinciplesK
calculationsZKMaterialslResearchlSocietylSymposialProceedingsXK2009XKabbdXKa 9

23 rKfirstYprinciplesKsurveyKofKtheKpartitioningKbehaviorsKofKalloyingKelementsKonK˛‡[˛‡pKinterfaceZKJournall
oflAppliedlPhysicsXK2008XKa]dXK]aca]i 2.5 15

22 wirstYprinciplesKstudyKofKaKhybridKcarbonKmaterialkKzmperfectKfullerenesKcovalentlyKbondedKtoK
defectiveKsingleYwalledKcarbonKnanotubesZKPhysicallReviewlBXK2008XKggXK 3.3 19

21 rtomisticKsimulationKofKfractureKinKöicrlZKJournalloflMaterialslResearchXK2008XKbcXKaeigYaf]c 2.5 14

20 wirstYprinciplesKstudyKforKtransportKpropertiesKofKarmchairKcarbonKnanotubesKwithKaKdoubleKvacancyK
underKstrainZKJournalloflAppliedlPhysicsXK2008XKa]cXKaacgad 2.5 5

19 vlectronicKstructureKanalysisKofKselfYconsistentKembeddingKtheoryKforKquantum[molecularK
mechanicsKsimulationsZKPhysicallReviewlBXK2008XKghXK 3.3 13

18 uensityKfunctionalKtheoryKstudyKofKöi[öicrlKinterfaceKalloyingKwithKαeKandKαuZKSurfacelScienceXK2008XK
f]bXKbf]dYbf]i 1.8 25

17
TheKalloyingKmechanismsKofKαeXKαuKinKtheKquaternaryKöiYbasedKsuperalloysKinterfacekKrKfirstK
principlesKcalculationZKMaterialslSciencelsamp;lEngineeringlA:lStructurallMaterials:lPropertieszl
MicrostructurelandlProcessingXK2008XKdi]XKbdbYbdi

5.3 35

16 wirstYprinciplesKinvestigationKofKcdKtransitionKelementsKinK—a]KTirlZKJournalloflAppliedlPhysicsXK2007XK
a]aXK]hcg]b 2.5 9

15 uimerYbreakingYassistedKexchangeKmechanismKinKsurfactantYmediatedKepitaxialKgrowthKofKxeKonK
γiT]]aUkKrbKinitioKtotalKenergyKcalculationsZKPhysicallReviewlBXK2007XKgfXK 3.3 3

14 wirstYprinciplesKstudyKofKcontactKbetweenKTiKsurfaceKandKsemiconductingKcarbonKnanotubeZKJournall
oflAppliedlPhysicsXK2007XKa]bXK]acg]i 2.5 23

13 rtomisticKstudyKofKlatticeKtrappingKbehaviorKforKbrittleKfractureKinKbccYironZKComputationallMaterialsl
ScienceXK2007XKd]XKcgfYcha 3.2 18

12 rdsorptionXKdiffusionXKandKsiteKexchangeKforKxeKadYdimersKonKγbYcoveredKγiT]]aUKfromK
firstYprinciplesKtotalYenergyKcalculationsZKPhysicallReviewlBXK2006XKgdXK 3.3 7

11 rtomisticKsimulationKforKconfigurationKevolutionKandKenergeticKcalculationKofKcrackKinK
bodyYcenteredYcubicKironZKJournalloflMaterialslResearchXK2006XKbaXKbedbYbedi 2.5 9

10 MisfitKdislocationKnetworksKinKtheK˛‡â��˛‡pKphaseKinterfaceKofKaKöiYbasedKsingleYcrystalKsuperalloykK
MolecularKdynamicsKsimulationsZKPhysicallReviewlBXK2005XKgbXK 3.3 57

9 wirstYprinciplesKstudyKonKtheKeffectKofKimpuritiesKatKtheKfrontKofKcracksKinK˛–â��weZKPhysicallReviewlBXK
2005XKgbXK 3.3 7

8 wirstY−rinciplesKγtudyKofKtheKvlectronicK−ropertiesKofKRgammalRfrasllRgammalRprimelKznterfaceKinK
öiKsasedKγuperalloysZKMaterialslTransactionsXK2005XKdfXKaabbYaabf 1.3 1

7 t—UγTvαYγzMU—rTvuKuzγ—OtrTzOöKtOαvkKMOTzOöKröuKTαr−KwOαKzM−UαzTYKrTOMγZK
InternationallJournalloflModernlPhysicslBXK2005XKaiXKbcecYbceh 1.1
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6 vnergeticsKandKlocalKspinKmagneticKmomentKofKsingleKcXddKimpuritiesKencapsulatedKinKanKicosahedralK
ruabKcageZKPhysicallReviewlBXK2004XKg]XK 3.3 68

5 vlectronicKstatesKandKdopingKeffectKofKcarbonKinKtheKedgeYdislocationKcoreKofKbccKironZKPhysicall
ReviewlBXK2004XKfiXK 3.3 23

4 vlectronicKstructureKofKedgeKdislocationKofKcoreYdopedKTiKinKweZKProgresslinlNaturallScience:lMaterialsl
InternationalXK2004XKadXKdggYdhb 3.6 6

3 −haseKuiagramKofKzsingKöanoY−articlesKwithKtubicKγtructuresZKPhysicalStatuslSolidiluBv:lBasiclResearch
XK2002XKbcbXKbedYbfc 1.3 47

2 wirstYprinciplesKstudyKofKtheKstabilityKofKtheKicosahedralKTiacXKTiacâ��aXKandKTiacWaKclustersZKPhysicall
ReviewlBXK2002XKfeXK 3.3 39

1 vnergeticsKandKelectronicKstructureKofKαeKandKTaKinKtheK˛‡pKphaseKofKöiYbasedKsuperalloysZKPhysicall
ReviewlBXK2001XKfeXK 3.3 42
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