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k Paper IF Citations

99 uontrollingKmagneticYsemiconductorKpropertiesKofKtheKSiYKandKslYdopedKblueKphosphoreneK
monolayerZKJournalkPhysicskD:kAppliedkPhysicsXK2022XKffXKbgfdac 3 0

98 PredictionKofKaKterylliumKPhosphideK{odideK−onolayerKasKaKPhotocatalystKforKWaterKSplittingKbyK
vensityKxunctionalKTheoryZKJournalkofkElectronickMaterialsXK2022XKfbXKcahh 1.9

97 wxploringKaKsiliceneKmonolayerKasKaKpromisingKsensorKplatformKtoKdetectKandKcaptureKβOKandKuOK
gasZZKRSCkAdvancesXK2022XKbcXKkiciYkidf 3.7 1

96 xirstYprinciplesKcalculationsKtoKinvestigateKStructuralXKelectronicXKandKopticalKpropertiesKofK−gxcK
monolayerKinKbTYphaseKandKczYphaseKusingKhybridKfunctionalZKChemicalkPhysicsXK2022XKffhXKbbbehd 2.3

95 StudyKofKvacancyXKvoidsXKatomKadsorptionKandKdomainKsubstitutionKinKhexagonalKgalliumKnitrideK
monolayerZKSurfaceskandkInterfacesXK2022XKdaXKbabiki 4.1

94 xirstKprinciplesKpredictionKofKtheKstableK−gxulK}anusKmonolayerKwithKtunableKpropertiesZKPhysicakE:k
LowyDimensionalkSystemskandkNanostructuresXK2021XKbdhXKbbfacd 3 0

93
wffectKofKadsorptionKandKsubstitutionalKtKdopingKatKdifferentKconcentrationsKonKtheKelectronicKandK
magneticKpropertiesKofKaKteOKmonolayerlKaKfirstYprinciplesKstudyZKPhysicalkChemistrykChemicalk
PhysicsXK2021XKcdXKcekccYcekdb

3.6 2

92 wffectsKofKtheKyasK−oleculesKTzcXKuOXKβOUKandKTransitionK−etalKstomsKTurXKsuUKsdsorbedKonK
zexagonalKtoronKβitrideK×ayersZKJournalkofkthekPhysicalkSocietykofkJapanXK2021XKkaXKbbegab 1.5 0

91
vevelopingKfeatureYrichKelectronicKandKmagneticKpropertiesKinKtheK˛†YssKmonolayerKforKspintronicK
andKoptoelectronicKapplicationsKbyKuKandKSiKdopinglKsKfirstYprinciplesKstudyZKSurfaceskandkInterfacesXK
2021XKchXKbabfde

4.1 0

90 wlectronicXKopticalKandKthermoelectricKpropertiesKofKaKnovelKtwoYdimensionalKSbXYKTXKoKSeXKTemKYKoK
trXK{UKfamilylKperspectiveZKPhysicalkChemistrykChemicalkPhysicsXK2021XKcdXKcfiggYcfihg 3.6 3

89 TuningK−oSOKmonolayerKpropertiesKforKoptoelectronicKandKspintronicKapplicationslKeffectKofK
externalKstrainXKvacanciesKandKdopingZZKRSCkAdvancesXK2021XKbbXKdfgbeYdfgcd 3.7 1

88 StrainKeffectKonKtheKelectronicKandKopticalKpropertiesKofKcvKTetrahexcarbonlKaKvxTYbasedKstudyZK
IndiankJournalkofkPhysicsXK2021XKkfXKcdgf 1.4 11

87 xeatureYrichKstructuralXKelectronicXKmagneticKandKopticalKpropertiesKofKtheKfluorineYKandK
nitrogenYincorporatedKuaxcKcompoundZKInternationalkJournalkofkQuantumkChemistryXK2021XKbcbXKecgghc 2.1

86
StructuralXKelectronicXKmagneticKandKopticalKpropertiesKofKuaOKinducedKbyKoxygenKincorporationK
effectslKsKfirstYprinciplesKstudyZKPhysicskLettersxkSectionkA:kGeneralxkAtomickandkSolidkStatekPhysicsXK
2021XKdkhXKbchceb

2.3 0

85 βitrogenKdopingKandKoxygenKvacancyKeffectsKonKtheKfundamentalKpropertiesKofKteOKmonolayerlKaK
vxTKstudyZKJournalkofkPhysicskCondensedkMatterXK2021XKddXK 1.8 3

84 OpeningKtheKgermaneneKmonolayerKbandKgapKusingKhalogenKatomslKsnKefficientKapproachKstudiedK
byKfirstYprinciplesKcalculationsZKAppliedkSurfacekScienceXK2021XKffbXKbekdbi 6.7 4

83 TheoreticalKpredictionKofKtheKPtOXKTXKoKSKandKSeUKmonolayersKasKpromisingKoptoelectronicKandK
thermoelectricKcvKmaterialsZKPhysicakE:kLowyDimensionalkSystemskandkNanostructuresXK2021XKbdbXKbbehdc 3 3
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82 TheoreticalKanalysisKofKtheKzfScKmonolayerKelectronicKstructureKandKopticalKpropertiesKunderK
verticalKstrainKeffectsZKOptikXK2021XKccfXKbgfhbi 2.5 6

81 PredictionKofKaKnewKcvKtcuOKmonolayerKfromKdensityKfunctionalKtheoryZKComputationalkMaterialsk
ScienceXK2021XKbigXKbakkhf 3.2 1

80 xirstKprinciplesKanalysisKofKtheKhalfYmetallicKferromagnetismXKelasticKandKthermodynamicKpropertiesK
ofKequiatomicKquaternaryKzeuslerKcompoundKuourRhSiZKMaterialskChemistrykandkPhysicsXK2021XKcfhXKbcdgkf4.4 4

79 {nvestigationsKofKthermoelectricKpropertiesKofKZnOKmonolayersKfromKtheKfirstYprinciplesKapproachZK
PhysicakE:kLowyDimensionalkSystemskandkNanostructuresXK2021XKbcgXKbbeeee 3 17

78 StrainYtunableKelectronicXKopticalKandKthermoelectricKpropertiesKofKtPKmonolayerKinvestigatedKbyK
xPY×sPWKcalculationsZKPhysicakB:kCondensedkMatterXK2021XKgadXKebchfh 2.8 3

77 PressureKeffectsKonKtheKelectronicXKmagneticXKthermoelectricXKandKthermodynamicKpropertiesKofK
−ncuoSiKhalfYmetallicKcompoundZKInternationalkJournalkofkQuantumkChemistryXK2021XKbcbXKecgeef 2.1 1

76 βovelKtwoYdimensionalKZnOcXKudOcKandKzgOcKmonolayerslKaKfirstYprinciplesYbasedKpredictionZKNewk
JournalkofkChemistryXK2021XKefXKkdgiYkdhe 3.6 2

75
TwoYdimensionalK}anusKsemiconductorKtiTeulKandKtiTetrKmonolayerslKaKfirstYprinciplesKstudyKonK
theirKtunableKelectronicKpropertiesKanKelectricKfieldKandKmechanicalKstrainZKPhysicalkChemistryk
ChemicalkPhysicsXK2021XKcdXKbfcbgYbfccd

3.6 17

74 −oSicβeKsingleYlayerlKaKnovelKtwoYdimensionalKmaterialKwithKoutstandingKmechanicalXKthermalXK
electronicKandKopticalKpropertiesZKJournalkPhysicskD:kAppliedkPhysicsXK2021XKfeXKbffdad 3 68

73 StrainYdrivenKmodulationKofKtheKelectronicXKopticalKandKthermoelectricKpropertiesKofK˛†YantimoneneK
monolayerlKsKhybridKfunctionalKstudyZKMaterialskSciencekinkSemiconductorkProcessingXK2021XKbdbXKbafihi 4.3 1

72 StructuralXKelectronicXKmagneticXKandKopticalKpropertiesKofKnewKTiXYKTXKoKxKandKulmKYKoKSXKSeKandKTeUK
}anusKmonolayerslKsKfirstYprinciplesKstudyZKOptikXK2021XKceeXKbghedi 2.5 0

71 wngineeringKtheKelectronicKandKmagneticKpropertiesKofKnitrogeneKmonolayerKandKbilayerKbyKdopinglK
sKfirstYprinciplesKstudyZKAppliedkSurfacekScienceXK2021XKfggXKbfahbb 6.7 2

70 TwoYdimensionalKbuckledKtetragonalKcadmiumKchalcogenidesKincludingKudSXKudSeXKandKudTeK
monolayersKasKphotoYcatalystsKforKwaterKsplittingZKPhysicalkChemistrykChemicalkPhysicsXK2021XKcdXKbcccgYbccdc3.6 11

69 StrainKtunableKelectronicKandKopticalKpropertiesKofKcvKorthorhombicKlithiumKsulfurKmonolayerZK
ChemicalkPhysicsXK2020XKfdfXKbbahgc 2.3

68 wlectronicKstructureXKopticalKandKthermoelectricKpropertiesKofKcadmiumKchalcogenidesKmonolayersZK
OptikXK2020XKcbaXKbgefgh 2.5 10

67 PYsubstitutionKeffectsKonKtheKelectronicKstructureKandKthermalKpropertiesKofKtheKhalfYmetallicK
halfYzeuslerKβaurtiKcompoundZKChemicalkPhysicsXK2020XKfdhXKbbaiei 2.3 4

66 −ncuoXKTXKoKPKandKssUKfullYzeuslerKcompoundsKforKspintronicKapplicationslKzalfYmetallicityKandK
elasticKpropertiesZKPhysicskLettersxkSectionkA:kGeneralxkAtomickandkSolidkStatekPhysicsXK2020XKdieXKbcgfik 2.3 14

65 ×iulKmonolayerKforKUVKdetectionlKxirstKprinciplesKpredictionZKPhysicakE:kLowyDimensionalkSystemskandk
NanostructuresXK2020XKbcdXKbbebgi 3 3

(2020-2021)
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64 xirstYprinciplesKinvestigationKofKnonmetalKdopedKsingleYlayerKtiOtrKasKaKpotentialKphotocatalystK
withKaKlowKrecombinationKrateZKPhysicalkChemistrykChemicalkPhysicsXK2020XKccXKbfdfeYbfdge 3.6 45

63 zalfYmetalKeffectKonKtheK−nss_{nPKTa´ a´ bUYTc´ ˆ�´ eUKinterfaceZKComputationalkMaterialskScienceXK2020XK
bhfXKbakgad 3.2 4

62 xirstYprinciplesKpredictionKofKchemicallyKfunctionalizedK{nβKmonolayerslKelectronicKandKopticalK
propertiesZZKRSCkAdvancesXK2020XKbaXKbahdbYbahdk 3.7 10

61 uomputationalKpredictionKofKtheKspinYpolarizedKsemiconductorKequiatomicKquaternaryKzeuslerK
compoundK−nVZrPKasKaKspinYfilterZZKRSCkAdvancesXK2020XKbaXKcfgakYcfgbh 3.7 2

60 StructuralXKelectronicKandKopticalKpropertiesKofKudOKmonolayerKandKbilayerslKStackingKeffectK
investigationsZKSuperlatticeskandkMicrostructuresXK2020XKbefXKbaggee 2.8 8

59
βewKequiatomicKquaternaryKzeuslerKcompoundsKwithoutKtransitionKmetalsK uatXKTX´ oKSKandKSeUlK
RobustKhalfYmetallicityKandKopticalKpropertiesZKJournalkofkMolecularkGraphicskandkModellingXK2020XK
baaXKbahgec

2.8 6

58 vxTKpredictionKofKstructuralXKelectronicKandKmagneticKpropertiesKofKSraZhfT−aZcfSKTT−KisKddK
transitionKmetalsUZKPhilosophicalkMagazinekLettersXK2020XKbaaXKkfYbae 1 3

57 TheKcharacteristicsKofKdefectiveKZrScKmonolayersKadsorbedKvariousKgasesKonKSYvacancieslKsK
firstYprinciplesKstudyZKSuperlatticeskandkMicrostructuresXK2020XKbeaXKbagefe 2.8 12

56 xirstKprinciplesKinsightKintoKtheKstructuralXKelectronicXKopticalKandKthermodynamicKpropertiesKofK
usPbctrfKcompoundZKChemicalkPhysicsXK2020XKfddXKbbahae 2.3 5

55 snKassessmentKofKtheKstructuralXKelectronicXKopticalKandKthermoelectricKpropertiesKofKtheK
tasgcyeSeKcompoundZKJournalkofkSolidkStatekChemistryXK2020XKcifXKbcbcga 3.3 4

54 cvKzexagonalKSnTeKmonolayerlKaKquasiKdirectKbandKgapKsemiconductorKwithKstrainKsensitiveK
electronicKandKopticalKpropertiesZKEuropeankPhysicalkJournalkBXK2020XKkdXKb 1.2 4

53 zalfYmetallicityKandKmagnetismKinKtssKmonolayerKinducedKbyKanchoringKddKtransitionKmetalsKTT−KoK
VXKurKandK−nUZKSuperlatticeskandkMicrostructuresXK2020XKbdkXKbagdkk 2.8 10

52 xunctionalizingKslβKmonolayerKwithKhydroxylKgrouplKwffectKonKtheKstructuralKandKelectronicK
propertiesZKPhysicskLettersxkSectionkA:kGeneralxkAtomickandkSolidkStatekPhysicsXK2020XKdieXKbcgeee 2.3 10

51 sKcomprehensiveKinvestigationKonKelectronicKstructureXKopticalKandKthermoelectricKpropertiesKofKtheK
zfSSeK}anusKmonolayerZKJournalkofkPhysicskandkChemistrykofkSolidsXK2020XKbeeXKbakeka 3.9 14

50 xluorinatingKtheKgrapheneYlikeKteOKmonolayerlKsKspinYpolarizedKfirstKprinciplesKstudyKofKtheK
electronicXKmagneticKandKopticalKpropertiesZKPhysicakScriptaXK2020XKkfXKbafiag 2.6 7

49 TransitionKfromKindirectKtoKdirectKbandKgapKinKSiuKmonolayerKbyKchemicalKfunctionalizationlKsKfirstK
principlesKstudyZKSuperlatticeskandkMicrostructuresXK2020XKbdhXKbagdca 2.8 11

48 TuningKtheKelectronicXKphotocatalyticKandKopticalKpropertiesKofKhydrogenatedK{nβKmonolayerKbyK
biaxialKstrainKandKelectricKfieldZKChemicalkPhysicsXK2020XKfdcXKbbaghh 2.3 8

47 ReducingKtheKelectronicKbandKgapKofKtβKmonolayerKbyKcoexistenceKofKPTssUYdopingKandKexternalK
electricKfieldZKSuperlatticeskandkMicrostructuresXK2020XKbdhXKbagdfh 2.8 9
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46 wxaminingKtheKuniformKstrainKeffectKonKelasticXKelectronicKandKopticalKpropertiesKofKusPbuldKthroughK
xPY×sPWKcalculationsZKChemicalkPhysicsXK2020XKfdbXKbbagfe 2.3 5

45 wlectronicKandKopticalKpropertiesKofKwideKbandKgapKTldTaSelKsKpromisingKsurfaceKacousticKwaveK
materialZKOpticalkMaterialsXK2020XKkkXKbakgab 3.3 5

44 SurfaceKfunctionalizationKofKyeuKmonolayerKwithKxKandKullKwlectronicKandKopticalKpropertiesZK
SuperlatticeskandkMicrostructuresXK2020XKbdhXKbagdfk 2.8 10

43 TheoreticalKpredictionKofKcvKX{KTXoSiXKyeXKSnXKPbUKmonolayersKbyKdensityKfunctionalKtheoryZKJournalk
ofkMolecularkGraphicskandkModellingXK2020XKkfXKbahfab 2.8 9

42 OnKtheKstructuralXKelectronicXKopticalKandKthermoelectricKpropertiesKofKud{ncSeeKorderedYvacancyK
compoundZKJournalkofkSolidkStatekChemistryXK2020XKcicXKbcbahi 3.3 1

41 StructuralKandKelectronicKpropertiesKofKchemicallyKfunctionalizedKSnuKmonolayerlKaKfirstKprinciplesK
studyZKMaterialskResearchkExpressXK2020XKhXKabfabd 1.7 8

40 wlectronicXKopticalKandKphotocatalyticKpropertiesKofKfullyKhydrogenatedKyeuKmonolayerZKPhysicakE:k
LowyDimensionalkSystemskandkNanostructuresXK2020XKbbhXKbbdifh 3 6

39 wxaminingKtheKhalfYmetallicityKandKthermoelectricKpropertiesKofKnewKequiatomicKquaternaryKzeuslerK
compoundKuoVRhyeKunderKpressureZKPhysicakB:kCondensedkMatterXK2020XKfidXKebcafi 2.8 15

38 StructuralXKelectronicKandKopticalKpropertiesKofKpristineKandKfunctionalizedK−gOKmonolayerslKaKfirstK
principlesKstudyZZKRSCkAdvancesXK2020XKbaXKeaebbYeaeca 3.7 3

37 wlectronicXKopticalKandKthermoelectricKpropertiesKofKuaOKmonoYKandKbiYlayerslKTheoreticalK
comparativeKinvestigationZKOptikXK2020XKcbiXKbgfbbf 2.5 1

36
TheKmechanicalXKelectronicXKopticalKandKthermoelectricKpropertiesKofKtwoYdimensionalK
honeycombYlikeKofKXSbKTXKoKSiXKyeXKSnUKmonolayerslKaKfirstYprinciplesKcalculationsZZKRSCkAdvancesXK
2020XKbaXKdadkiYdaeaf

3.7 20

35 TheoreticalKinvestigationKofKtheKslβKTaKaKaKbUYTc´ ˆ�´ cUKsurfaceKdopedKwithKnickellKStructuralXKelectronicK
andKmagneticKpropertiesZKJournalkofkCrystalkGrowthXK2020XKffbXKbcfkah 1.6 2

34 StrainYtunableKelectronicKandKopticalKpropertiesKofKmonolayerKyeSelKPromisingKforKphotocatalyticK
waterKsplittingKapplicationsZKChemicalkPhysicsXK2020XKfckXKbbafed 2.3 41

33
TernaryKsulfidesKta×acSeKandKua×acSeKasKpromisingKphotocatalyticKwaterKsplittingKandK
thermoelectricKmaterialslKxirstYprinciplesKvxTKcalculationsZKInternationalkJournalkofkHydrogenkEnergyXK
2020XKefXKccgaaYccgbc

6.7 8

32 wlectronicKandKthermoelectricKpropertiesKofKRbYSnKhalfYzeuslerKcompoundKwithKiKvalenceK
electronslKSpinYorbitKcouplingKeffectZKChemicalkPhysicsXK2020XKfciXKbbafba 2.3 11

31 TheoreticalKpredictionKofKelectronicKandKopticalKpropertiesKofKhaftYhydrogenatedK{nβKmonolayersZK
SuperlatticeskandkMicrostructuresXK2020XKbecXKbagfbk 2.8 4

30 TuningKtheKelectronicKstructureKofKcvKmaterialsKbyKstrainKandKexternalKelectricKfieldlKuaseKofKye{cK
monolayerZKChemicalkPhysicsXK2019XKfchXKbbaekk 2.3 40

29 xirstKprinciplesKinvestigationKonKelasticXKoptoelectronicKandKthermoelectricKpropertiesKofK YXKTX´ oK
yeXKSnKandKPbUKhalfYheuslerKcompoundsZKJournalkofkMolecularkGraphicskandkModellingXK2019XKkcXKcekYcff 2.8 9

(2019-2020)
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28 wlectronicKandKmagneticKpropertiesKofKsingleYlayerKboronKphosphideKassociatedKwithKmaterialsK
processingKdefectsZKComputationalkMaterialskScienceXK2019XKbhaXKbakcab 3.2 44

27 PredictionKofKcvK×icXKTXoSeXKTeUKmonolayerKsemiconductorsKbyKfirstKprinciplesKcalculationsZKPhysicsk
LettersxkSectionkA:kGeneralxkAtomickandkSolidkStatekPhysicsXK2019XKdidXKbcfkkc 2.3 6

26 TheoreticalKstudyKofKelectronicKstructureXKthermoelectricKandKthermodynamicKpropertiesKofK
czYsgslOcZKPhysicakB:kCondensedkMatterXK2019XKffiXKbakYbbf 2.8 4

25
wlectronicKstructureXKchemicalKbondingXKopticalXKelasticKandKdynamicalKpropertiesKofK−etcK
compoundslKwffectKofKtransitionKmetalK−eKoKScXKTiKandKZrZKComputationalkCondensedkMatterXK2019XK
cbXKeaaeag

1.7 3

24 StructuralXKelectronicXKopticalKandKthermodynamicKpropertiesKofKsetiOKTse´ oKSrKandKtaUlK{nsightsK
fromKfirstKprinciplesKstudyZKJournalkofkMolecularkGraphicskandkModellingXK2019XKkaXKbfdYbga 2.8 7

23 {nvestigationKonKnewKequiatomicKquaternaryKzeuslerKcompoundKuour{rSiKviaKxPY×sPWKcalculationsZK
ChemicalkPhysicsXK2019XKfcdXKbdaYbdh 2.3 21

22 sssessingKoptoelectronicKpropertiesKofKPb{cKmonolayerKunderKuniaxialKstrainKfromKfirstKprinciplesK
calculationsZKSuperlatticeskandkMicrostructuresXK2019XKbdaXKdfeYdga 2.8 25

21
StructuralXKoptoelectronicKandKthermoelectricKpropertiesKofKantiperovskiteKcompoundsKsedPbSKTseK
oKuaXKSrKandKtaUlKsKfirstKprinciplesKstudyZKPhysicskLettersxkSectionkA:kGeneralxkAtomickandkSolidkStatek
PhysicsXK2019XKdidXKbgeiYbgfe

2.3 16

20 {mprovingKtheKualculationsKofKwlectronicKandK−agneticKPropertiesKofKSrcur−oOgKvoubleYPerovskiteK
withK×vsWUKandKmt}KPotentialZKJournalkofkElectronickMaterialsXK2019XKeiXKgeagYgebd 1.9 4

19 wffectKofKvxTKmethodsKonKelectronicKstructureKandK YabsorptionKspectraKofK{nPSelKdetailedKstudiesK
ofKtheKopticalXKthermoelectricKandKelasticKpropertiesZKMaterialskResearchkExpressXK2019XKgXKbagdca 1.7 3

18 tiaxialKstrainKandKexternalKelectricKfieldKeffectsKonKtheKelectronicKstructureKofKhydrogenatedKyaβK
monolayerZKSuperlatticeskandkMicrostructuresXK2019XKbdgXKbagcha 2.8 9

17 uomputationalKinvestigationKofKtheKstructuralXKelectronicXKopticalKandKthermoelectricKpropertiesKofK
TcYslc−gucKcompoundZKJournalkofkSolidkStatekChemistryXK2019XKciaXKbcakkk 3.3 5

16 {nvestigationKonKstructuralXKelectronicXKmagneticKandKthermodynamicKpropertiesKofKantiperovskitesK
−ndXuKTXoslXKZnKandKyaUZKInternationalkJournalkofkModernkPhysicskBXK2019XKddXKbkfaddh 1.1 2

15 wlectronicKandKopticalKpropertiesKofK}anusKZrSSeKbyKdensityKfunctionalKtheoryZZKRSCkAdvancesXK2019XK
kXKebafiYebagf 3.7 45

14 uomparativeKstudyKofKstructuralXKelectronicXKopticalKandKthermoelectricKpropertiesKofKyaSKbulkKandK
monolayerZKPhilosophicalkMagazineXK2019XKkkXKhdgYhfb 1.6 7

13 wlectronicKstructureKandKthermoelectricKpropertiesKofKTaYbasedKhalfYzeuslerKcompoundsKwithKbiK
valenceKelectronsZKComputationalkMaterialskScienceXK2019XKbfkXKehaYehh 3.2 24

12 {nvestigationKonKelectronicKstructureKandKluminescenceKmechanismKofKuaxclwudWKfromKfirstK
principlesKcalculationsZKOptikXK2019XKbibXKbacdYbach 2.5 4

11 TheoreticalKinvestigationsKonKphysicalKpropertiesKofKSrxuuuhKTuhoSKandKSeUZKJournalkofkSolidkStatek
ChemistryXK2019XKchbXKbkbYbki 3.3 1
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10 SystematicKstudyKofKstructuralXKelectronicXKopticalKandKthermodynamicKpropertiesKofKSrxuuTeK
compoundZKJournalkofkSolidkStatekChemistryXK2019XKchaXKifYkb 3.3 6

9 TheoreticalKstudyKofKelectronicKandKopticalKpropertiesKofKantiferromagneticK˛†Y−nSKusingKtheK
modifiedKteckeK}ohnsonKTmt}UKpotentialZKJournalkofkPhysicskandkChemistrykofkSolidsXK2019XKbciXKdbaYdbf 3.9 4

8 xPY×sPWKinvestigationKonKstructuralXKelectronicKandKopticalKpropertiesKofKwucWYdopedK−xcKT−KoKuaK
andKtaUZKOptikXK2018XKbgbXKddfYdeb 2.5 4

7 xirstKprinciplesKstudyKofKstructuralXKelectronicKandKopticalKpropertiesKofKperovskitesKuaZrOKdKandK
uazfOKdKinKcubicKphaseZKSolidkStatekCommunicationsXK2018XKchfXKckYde 1.6 20

6 xirstKprinciplesKstudyKofKstructuralXKelectronicXKelasticKandKthermodynamicKpropertiesKofKcubicKzfOcK
underKpressureZKPhysicakB:kCondensedkMatterXK2018XKfefXKffYgb 2.8 9

5
{nvestigationKonKtheKstructuralXKelasticXKelectronicXKandKmagneticKpropertiesKofKhalfYmetallicKThboxK
{uo}_{c}hboxK{−nSi}UKandKuo−n{rSiKviaKfirstYprinciplesKcalculationsZKJournalkofkComputationalk
ElectronicsXK2018XKbhXKbehaYbehh

1.8 18

4 SearchKforKnewKdaKhalfYmetallicKmaterialslKtheoreticalKinvestigationKonK uaubâ��xSixKTxKoKamKaZcfmKaZfmK
aZhfKandKbUKcompoundsZKChinesekJournalkofkPhysicsXK2018XKfgXKdahiYdaie 3.5 6

3
xirstKprinciplesKstudyKonKstructuralXKelectronicKandKopticalKpropertiesKofKyaKbâ��xKtKxKPKternaryKalloysKTK
xKKoKaXKaZcfXKaZfXKaZhfKandKbUZKPhysicskLettersxkSectionkA:kGeneralxkAtomickandkSolidkStatekPhysicsXK2018XK
dicXKbkecYbkek

2.3 4

2 {nsightKintoKtheKstructuralXKelasticXKelectronicKandKthermalKpropertiesKofKY−gXeKTXKoKuoXKβiKandKuuUK
fromKabKinitioKcalculationsZKMaterialskResearchkExpressXK2018XKfXKaggfek 1.7 5

1 wffectKofKpressureKonKstructuralXKelectronicKandKopticalKpropertiesKofKSrxclKaKfirstKprinciplesKstudyZK
RevistakMexicanakDekFˆ›sicaXK2017XKgeXKkeYbaa 3.5 6
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