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i Paper IF Citations

180 αunableKtypeXwwKbandKalignmentKandKelectronicKstructureKofKqa}bZ{o≠i_}bKheterostructurehK
wnterlayerKcouplingKandKelectricKfieldYKPhysicaliReviewiBWK2022WK][cWK 3.3 9

179 xanusKmonolayerKvf≠–KwithKimprovedKopticalKpropertiesKasKaKnovelKmaterialKforKphotovoltaicKandK
photocatalystKapplicationsYKNewiJournaliofiChemistryWK2022WKbdWK]cceX]cdf 3.6 1

178 urowthKofKaKnovelKy[Yb−b[YdPb_qlcKcrystalKandKtheoreticalKandKexperimentalKstudiesKofKitsK
electronicKandKopticalKpropertiesYKOpticaliMaterialsWK2022WK]_bWK]]_[c[ 3.3 0

177 ≠tructuralWKelectronicWKandKtransportKpropertiesKofKquintupleKatomicKxanusKmonolayersKua_≠X_KSKXkK
–WK≠WK≠eWKαeThKtirstXprinciplesKpredictionsYKPhysicaliReviewiBWK2022WK][cWK 3.3 6

176 vighlyKanisotropicKlayeredKcrystalKogpiP_≠edhKurowthWKelectronicKbandXstructureKandKopticalK
propertiesYKMaterialsiChemistryiandiPhysicsWK2022WK_eeWK]_cccd 4.4 0

175 tirstXprinciplesKinvestigationsKofKpa_}aw–dKdoubleKPerovskiteKsemiconductorhK{aterialKforKlowXcostK
energyKtechnologiesYKMaterialsiChemistryiandiPhysicsWK2022WK_ecWK]_c_ae 4.4 2

174 }ovelKxanusKuawnXKSXKkK≠WK≠eWKαeTKsingleXlayershKfirstXprinciplesKpredictionKonKstructuralWKelectronicWK
andKtransportKpropertiesYYKRSCiAdvancesWK2022WK]_WKegeaXegeg 3.7 0

173 zayeredKpostXtransitionXmetalKdichalcogenideK≠nue}KasKaKpromisingKphotoelectricKmaterialhKaKrtαK
studyYYKRSCiAdvancesWK2022WK]_WK][_bgX][_ce 3.7 1

172 {onoelementalKtwoXdimensionalKiodineneKnanosheetshKaKfirstXprinciplesKstudyKofKtheKelectronicKandK
opticalKpropertiesYKJournaliPhysicsiD:iAppliediPhysicsWK2022WKccWK]ac][b 3

171 wntriguingKinterfacialKcharacteristicsKofKtheKq≠KcontactKwithK{XKS{KkK{oWKWiKXKkK≠WK≠eWKαeTKandK{XYK
SSXKâ� KYTKkK≠WK≠eWKαeTKmonolayersYYKRSCiAdvancesWK2022WK]_WK]__g_X]_a[_ 3.7 0

170 αheoreticalKpredictionKofKxanusKPdX–KSXKkK≠WK≠eWKαeTKmonolayershKstructuralWKelectronicWKandK
transportKpropertiesYYKRSCiAdvancesWK2022WK]_WK]_ge]X]_gee 3.7 0

169 slectronicKandKopticalKpropertiesKofKbulkKandKsurfaceKofKqsPbprKinorganicKhalideKperovskiteKaKfirstK
principlesKrtαK]Z_KapproachYKScientificiReportsWK2021WK]]WK_[d__ 4.9 9

168 slectricKgatingKandKinterlayerKcouplingKcontrollableKelectronicKstructureKandK≠chottkyKcontactKofK
grapheneZpiwaKvanKderKWaalsKheterostructureYKPhysicaliReviewiBWK2021WK][aWK 3.3 13

167
slectronicKstructureKandKopticalKconstantsKofKqsPbqlahKαheKeffectKofKapproachesKwithinKabKinitioK
calculationsKinKrelationKtoKXXrayKspectroscopyKexperimentsYKMaterialsiChemistryiandiPhysicsWK2021WK
_d]WK]_b_]d

4.4 4

166 rtαKcalculationsKandKexperimentalKstudiesKofKtheKelectronicKstructureKandKopticalKpropertiesKofK
αlbPbwdYKOpticaliMaterialsWK2021WK]]bWK]][gf_ 3.3 4

165 wnterfacialKslectronicKPropertiesKandKαunableKqontactKαypesKinKurapheneZxanusK{oue≠i}K
veterostructuresYKJournaliofiPhysicaliChemistryiLettersWK2021WK]_WKagabXagb[ 6.4 17

164 slectronicWKopticalWKandKthermoelectricKpropertiesKofKxanusKwnXbasedKmonochalcogenidesYKJournaliofi
PhysicsiCondensediMatterWK2021WKaaWK 1.8 9
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163 αwoXrimensionalKporonKPhosphideZ{oue}KvanKderKWaalsKveterostructurehKoKPromisingKαunableK
–ptoelectronicK{aterialYKJournaliofiPhysicaliChemistryiLettersWK2021WK]_WKc[edXc[fb 6.4 21

162
oKrtαK≠tudyKofK≠tructuralWKslasticWKαhermodynamicWK{agnetoXopticalWKandKslectricalKPropertiesKofK
roubleXPerovskiteKpi_qr{–dKS{KkKZnWK}iTKβsingKuuoKandKαpXmpjKtunctionalsYKJournaliofi
SuperconductivityiandiNoveliMagnetismWK2021WKabWK_][cX_]]g

1.5 2

161 αheoreticalKanalysisKofKtheKvf≠_KmonolayerKelectronicKstructureKandKopticalKpropertiesKunderK
verticalKstrainKeffectsYKOptikWK2021WK__cWK]dce]f 2.5 6

160
obKinitioKstudyKofKtheKstructuralWKelectronicWKopticalKandKelasticKpropertiesKofKpromisingK
optoelectronicKandKthermoelectricKcompoundsK{g≠c_XbKSXKkK≠iK≠eTYKJournaliofiSolidiStateiChemistryWK
2021WK_gaWK]_]eda

3.3 2

159
qrystalKgrowthWKelectronicKandKopticalKpropertiesKofKαl_qd≠n≠ebWKaKrecentlyKdiscoveredKprospectiveK
semiconductorKforKapplicationKinKthinKfilmKsolarKcellsKandKoptoelectronicsYKOpticaliMaterialsWK2021WK
]]]WK]][dcd

3.3 8

158 wnducedKferromagnetismKinKbilayerKhexagonalKporonK}itrideKShXp}TKonKvacancyKdefectsKatKpKandK}K
sitesYKPhysicaiE:iLowwDimensionaliSystemsiandiNanostructuresWK2021WK]_dWK]]bbad 3 9

157 ≠trainXtunableKelectronicWKopticalKandKthermoelectricKpropertiesKofKpPKmonolayerKinvestigatedKbyK
tPXzoPWKcalculationsYKPhysicaiB:iCondensediMatterWK2021WKd[aWKb]_ece 2.8 3

156
tirstXprinciplesKinvestigationKofKstructuralWKelasticWKthermodynamicWKelectronicKandKopticalKpropertiesK
ofKleadXfreeKdoubleKperovskitesKhalideshKqs_ziYXdKSXKkKprWKwTYKMaterialsiChemistryiandiPhysicsWK2021WK
_cfWK]_agbc

4.4 11

155 slectronicKandKopticalKpropertiesKofKgyrotropicK˛–Xvga≠_ql_hKinsightsKfromKanKabKinitioKstudyYKIndiani
JournaliofiPhysicsWK2021WKgcWKeaXf_ 1.4 0

154 ≠tructuralWKelasticWKandKelectronicKpropertiesKofKchemicallyKfunctionalizedKboronKphosphideK
monolayerYYKRSCiAdvancesWK2021WK]]WKfcc_Xfccf 3.7 3

153 ≠tackingKeffectsKinKvanKderKWaalsKheterostructuresKofKbluePKandKxanusKXY–KSXKkKαiWKZrWKvfhKYKkK≠WK≠eTK
monolayersYYKRSCiAdvancesWK2021WK]]WK]_]fgX]_]gg 3.7 4

152 –utstandingKelasticWKelectronicWKtransportKandKopticalKpropertiesKofKaKnovelKlayeredKmaterialKqthK
firstXprinciplesKstudyYYKRSCiAdvancesWK2021WK]]WK_a_f[X_a_fe 3.7 3

151 oKvanKderKWaalsKheterostructureKofK{o≠_Z{o≠i_}bhKaKfirstXprinciplesKstudyYKNewiJournaliofi
ChemistryWK2021WKbcWKf_g]Xf_gd 3.6 20

150 αheoreticalKpredictionKofKelectronicWKtransportWKopticalWKandKthermoelectricKpropertiesKofKxanusK
monolayersKwn_X–KSXk≠W≠eWαeTYKPhysicaliReviewiBWK2021WK][aWK 3.3 39

149 αheoreticalKinsightsKintoKtunableKelectronicKandKopticalKpropertiesKofKxanusKol_≠≠eKmonolayerK
throughKstrainKandKelectricKfieldYKOptikWK2021WK_afWK]dded] 2.5 2

148 éuantumKmagnetotransportKpropertiesKofKsilicenehKwnfluenceKofKtheKacousticKphononKcorrectionYK
PhysicaliReviewiBWK2021WK][bWK 3.3 1

147 –xygenationKofKxanusKgroupKwwwKmonochalcogenideshKtirstXprinciplesKinsightsKintoKuawnX–KSXk≠WK≠eWK
αeTKmonolayersYKPhysicaliReviewiBWK2021WK][bWK 3.3 12

146 oKtheoreticalKstudyKonKelasticWKelectronicWKtransportWKopticalKandKthermoelectricKpropertiesKofKxanusK
≠n≠–KmonolayerYKJournaliPhysicsiD:iAppliediPhysicsWK2021WKcbWKbeca[d 3 3
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145
éuaternaryKαl_qdue≠ebKselenidehKslectronicKstructureKandKopticalKpropertiesKofKaKnovelK
semiconductorKforKpotentialKapplicationKinKoptoelectronicsYKJournaliofiSolidiStateiChemistryWK2021WK
a[_WK]__bca

3.3 1

144 tirstXprinciplesKcalculationsKtoKinvestigateKelectronicKpropertiesKofKZn–ZPt≠≠eKvanKderKWaalsK
heterostructurehKsffectsKofKverticalKstrainKandKelectricKfieldYKChemicaliPhysicsWK2021WKcc]WK]]]aaa 2.3 1

143 sffectsKofKelectricKfieldKandKbiaxialKstrainKonKtheKS}–_WK}–WK–_WKandK≠–_TKgasKadsorptionKpropertiesK
ofK≠c_q–_KmonolayerYKSuperlatticesiandiMicrostructuresWK2021WK][e]ac 2.8 1

142 éuaternaryKqu_vgue≠ebKselenidehKwtsKelectronicKandKopticalKpropertiesKasKelucidatedKfromKαpXmpxK
bandXstructureKcalculationsKandKXP≠KandKXs≠KmeasurementsYKChemicaliPhysicsWK2020WKcadWK]][f_] 2.3 5

141 slectronicKandKopticalKpropertiesKofKaKxanusK≠n≠≠eKmonolayerhKeffectsKofKstrainKandKelectricKfieldYK
PhysicaliChemistryiChemicaliPhysicsWK2020WK__WK]]daeX]]dba 3.6 33

140 {agnetoXopticalKabsorptionKinKsiliceneKandKgermaneneKinducedKbyKelectricKandKZeemanKfieldsYK
PhysicaliReviewiBWK2020WK][]WK 3.3 17

139
urapheneKheteroXmultilayerKonKlayeredKplatinumKmineralKjacutingaiteKSPt_vg≠eaThKvanKderKWaalsK
heterostructuresKwithKnovelKoptoelectronicKandKthermoelectricKperformancesYKJournaliofiMaterialsi
ChemistryiAWK2020WKfWK]a_bfX]a_d[

13 44

138 ziqlKmonolayerKforKβVKdetectionhKtirstKprinciplesKpredictionYKPhysicaiE:iLowwDimensionaliSystemsiandi
NanostructuresWK2020WK]_aWK]]b]df 3 3

137 tirstXprinciplesKinvestigationKofKnonmetalKdopedKsingleXlayerKpi–prKasKaKpotentialKphotocatalystK
withKaKlowKrecombinationKrateYKPhysicaliChemistryiChemicaliPhysicsWK2020WK__WK]cacbX]cadb 3.6 45

136 wnterlayerKcouplingKandKelectricKfieldKcontrollableK≠chottkyKbarriersKandKcontactKtypesKinK
grapheneZPbw_KheterostructuresYKPhysicaliReviewiBWK2020WK][]WK 3.3 45

135 αheoreticalKandKexperimentalKstudyKonKtheKelectronicKandKopticalKpropertiesKofKy−bPbprhKaK
promisingKlaserKhostKmaterialYYKRSCiAdvancesWK2020WK][WK]]]cdX]]]db 3.7 4

134 tirstXprinciplesKpredictionKofKchemicallyKfunctionalizedKwn}KmonolayershKelectronicKandKopticalK
propertiesYYKRSCiAdvancesWK2020WK][WK][ea]X][eag 3.7 10

133 sffectsKofKelectricKfieldKandKstrainKengineeringKonKtheKelectronicKpropertiesWKbandKalignmentKandK
enhancedKopticalKpropertiesKofKZn–ZxanusKZr≠≠eKheterostructuresYYKRSCiAdvancesWK2020WK][WKgf_bXgfa_ 3.7 9

132
sffectsKofKdifferentKsurfaceKfunctionalizationKonKtheKelectronicKpropertiesKandKcontactKtypesKofK
grapheneZfunctionalizedXueqKvanKderKWaalsKheterostructuresYKPhysicaliChemistryiChemicaliPhysicsWK
2020WK__WKegc_Xegd]

3.6 15

131 rtαKstudyKandKXP≠KmeasurementsKelucidatingKtheKelectronicKandKopticalKpropertiesKofKyPb_qlcYK
OpticaliMaterialsWK2020WK][_WK][gega 3.3 7

130 ≠tructuralWKelectronicKandKopticalKpropertiesKofKqd–KmonolayerKandKbilayershK≠tackingKeffectK
investigationsYKSuperlatticesiandiMicrostructuresWK2020WK]bcWK][ddbb 2.8 8

129 }iXdopedKW–aKflakesXbasedKsensorKforKfastKandKselectiveKdetectionKofKv_≠YKJournaliofiMaterialsi
Science:iMaterialsiiniElectronicsWK2020WKa]WK]_efaX]_egc 2.1 3

128 slectronicKandKoptoelectronicKpropertiesKofKvanKderKWaalsKheterostructureKbasedKonKgrapheneXlikeK
ua}WKblueKphosphoreneWK≠iqWKandKZn–hKoKfirstKprinciplesKstudyYKJournaliofiAppliediPhysicsWK2020WK]_eWK_bca[_2.5 7
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127 qomputationalKpredictionKofKelectronicKandKopticalKpropertiesKofKxanusKua_≠eαeKmonolayerYK
JournaliPhysicsiD:iAppliediPhysicsWK2020WKcaWKbcca[_ 3 13

126 ≠tackingKandKelectricKfieldKeffectsKonKtheKbandKalignmentKandKelectronicKpropertiesKofKtheKueqZua≠eK
heterostructureYKPhysicaiE:iLowwDimensionaliSystemsiandiNanostructuresWK2020WK]_[WK]]b[c[ 3 7

125 αheKcharacteristicsKofKdefectiveKZr≠_KmonolayersKadsorbedKvariousKgasesKonK≠XvacancieshKoK
firstXprinciplesKstudyYKSuperlatticesiandiMicrostructuresWK2020WK]b[WK][dbcb 2.8 12

124 –nKtheKinXplaneKelectronicKthermalKconductivityKofKbiasedKnanosheetK˛†XboropheneYKPhysicali
ChemistryiChemicaliPhysicsWK2020WK__WKda]fXda_c 3.6 0

123 slectronicKstructureKandKopticalKperformanceKofKPbw_Z≠n≠e_KheterostructureYKChemicaliPhysicsWK
2020WKcaaWK]][ead 2.3 2

122 {odulationKofKelectronicKandKopticalKpropertiesKofKuaαeKmonolayerKbyKbiaxialKstrainKandKelectricK
fieldYKSuperlatticesiandiMicrostructuresWK2020WK]b[WK][dbac 2.8 4

121 valfXmetallicityKandKmagnetismKinKposKmonolayerKinducedKbyKanchoringKadKtransitionKmetalsKSα{KkK
VWKqrKandK{nTYKSuperlatticesiandiMicrostructuresWK2020WK]agWK][dagg 2.8 10

120
ValenceXbandKelectronicKstructureKandKmainKopticalKpropertiesKofKqu_vgueαebhKαheoreticalK
simulationKwithinKaKrtαKframeworkKandKexperimentalKXP≠KstudyYKMaterialsiTodayiCommunicationsWK
2020WK_aWK][[f_f

2.5 4

119 qomputationalKinsightsKintoKstructuralWKelectronicKandKopticalKcharacteristicsKofKueqZq}KvanKderK
WaalsKheterostructureshKeffectsKofKstrainKengineeringKandKelectricKfieldYYKRSCiAdvancesWK2020WK][WK_gdeX_geb3.7 7

118 {agnetoXopticalKtransportKpropertiesKofKmonolayerKtransitionKmetalKdichalcogenidesYKPhysicali
ReviewiBWK2020WK][]WK 3.3 44

117 PromisingKoptoelectronicKresponseKofK_rKmonolayerK{o≠_hKoKfirstKprinciplesKstudyYKChemicaliPhysics
WK2020WKcafWK]][f_b 2.3 6

116 tunctionalizingKol}KmonolayerKwithKhydroxylKgrouphKsffectKonKtheKstructuralKandKelectronicK
propertiesYKPhysicsiLettersviSectioniA:iGeneralviAtomiciandiSolidiStateiPhysicsWK2020WKafbWK]_dbbb 2.3 10

115 oKcomprehensiveKinvestigationKonKelectronicKstructureWKopticalKandKthermoelectricKpropertiesKofKtheK
vf≠≠eKxanusKmonolayerYKJournaliofiPhysicsiandiChemistryiofiSolidsWK2020WK]bbWK][gbg[ 3.9 14

114
vighlyKanisotropicKlayeredKselenophosphateKog≠bP_≠edhKαheKelectronicKstructureKandKopticalK
propertiesKbyKexperimentalKmeasurementsKandKfirstXprinciplesKcalculationsYKChemicaliPhysicsWK2020WK
cadWK]][f]a

2.3 2

113 tirstXprinciplesKrtαKcomputationKandKXXrayKspectroscopyKstudyKofKtheKelectronicKbandKstructureKandK
opticalKconstantsKofKqu_vgue≠bYKSolidiStateiSciencesWK2020WK][bWK][d_fe 3.4 7

112 slectronicKpropertiesKandKlowKlatticeKthermalKconductivityKSKTKofKmonoXlayerKS{zTK{o≠hKtPXzoPWK
incorporatedKwithKspinXorbitKcouplingKS≠–qTYYKRSCiAdvancesWK2020WK][WK]ffa[X]ffb[ 3.7 13

111 tluorinatingKtheKgrapheneXlikeKpe–KmonolayerhKoKspinXpolarizedKfirstKprinciplesKstudyKofKtheK
electronicWKmagneticKandKopticalKpropertiesYKPhysicaiScriptaWK2020WKgcWK][cf[d 2.6 7

110 ≠imulationKwithinKaKrtαKframeworkKandKexperimentalKstudyKofKtheKvalenceXbandKelectronicK
structureKandKopticalKpropertiesKofKquaternaryKselenideKqu_vg≠n≠ebYKOptikWK2020WK_[_WK]dae[g 2.5 6
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109 αuningKtheKelectronicWKphotocatalyticKandKopticalKpropertiesKofKhydrogenatedKwn}KmonolayerKbyK
biaxialKstrainKandKelectricKfieldYKChemicaliPhysicsWK2020WKca_WK]][dee 2.3 8

108 urapheneZW≠eαeKvanKderKWaalsKheterostructurehKqontrollableKelectronicKpropertiesKandK≠chottkyK
barrierKviaKinterlayerKcouplingKandKelectricKfieldYKAppliediSurfaceiScienceWK2020WKc[eWK]bc[ad 6.7 92

107 rtαXinvestigationKonKanisotropyKdegreeKofKelectronicWKopticalWKandKmechanicalKpropertiesKofKolivineK
Zn−s_≠bKS−sKkKsrWKαmTKcompoundsYKMaterialsiResearchiExpressWK2020WKeWK[]da[c 1.7 2

106 −educingKtheKelectronicKbandKgapKofKp}KmonolayerKbyKcoexistenceKofKPSosTXdopingKandKexternalK
electricKfieldYKSuperlatticesiandiMicrostructuresWK2020WK]aeWK][dace 2.8 9

105 slectronicKandKopticalKpropertiesKofKwideKbandKgapKαlaαa≠bhKoKpromisingKsurfaceKacousticKwaveK
materialYKOpticaliMaterialsWK2020WKggWK][gd[] 3.3 5

104 ≠urfaceKfunctionalizationKofKueqKmonolayerKwithKtKandKqlhKslectronicKandKopticalKpropertiesYK
SuperlatticesiandiMicrostructuresWK2020WK]aeWK][dacg 2.8 10

103 slectronicKandKopticalKpropertiesKofK_rKmonolayerKS{zTK{o≠_KwithKvacancyKdefectKatK≠KsitesYKNanoi
StructuresiNanoiObjectsWK2020WK_]WK][[b[b 5.6 12

102 ≠tructuralKandKelectronicKpropertiesKofKchemicallyKfunctionalizedK≠nqKmonolayerhKaKfirstKprinciplesK
studyYKMaterialsiResearchiExpressWK2020WKeWK[]c[]a 1.7 8

101 slectronicWKopticalKandKphotocatalyticKpropertiesKofKfullyKhydrogenatedKueqKmonolayerYKPhysicaiE:i
LowwDimensionaliSystemsiandiNanostructuresWK2020WK]]eWK]]afce 3 6

100 oKtypeXwwKua≠eZvf≠_KvanKderKWaalsKheterostructureKasKpromisingKphotocatalystKwithKhighKcarrierK
mobilityYKAppliediSurfaceiScienceWK2020WKcabWK]bed[e 6.7 40

99 xanusKmonolayerKPt≠≠eKunderKexternalKelectricKfieldKandKstrainhKoKfirstKprinciplesKstudyKonKelectronicK
structureKandKopticalKpropertiesYKSuperlatticesiandiMicrostructuresWK2020WK]beWK][ddfa 2.8 39

98 slectronicKstructureKandKbandKalignmentKofKplueKPhosphoreneZxanusKZr≠≠eKheterostructurehKoKfirstK
principlesKstudyYKPhysicaiE:iLowwDimensionaliSystemsiandiNanostructuresWK2020WK]_bWK]]badg 3 1

97 –pticalKandKelectronicKpropertiesKofKlithiumKthiogallateKSziua≠ThKexperimentKandKtheoryYYKRSCi
AdvancesWK2020WK][WK_dfbaX_dfc_ 3.7 4

96
ProposalKofKnewKspinelKoxidesKsemiconductorsKZnua–WK[Znua–]h{nKandK−hhKabXinitioKcalculationsK
andKprospectsKforKthermophysicalKandKoptoelectronicKapplicationsYKJournaliofiMoleculariGraphicsi
andiModellingWK2020WK][]WK][eec[

2.8

95 ≠tructuralWKelectronicKandKopticalKpropertiesKofKpristineKandKfunctionalizedK{g–KmonolayershKaKfirstK
principlesKstudyYYKRSCiAdvancesWK2020WK][WKb[b]]Xb[b_[ 3.7 3

94 wnterfacialKcharacteristicsWK≠chottkyKcontactWKandKopticalKperformanceKofKaKgrapheneZua_≠≠eKvanKderK
WaalsKheterostructurehK≠trainKengineeringKandKelectricKfieldKtunabilityYKPhysicaliReviewiBWK2020WK][_WK 3.3 55

93 zowXenergyKbandsWKopticalKpropertiesWKandKspinZvalleyXvallKconductivityKofKsiliceneKandKgermaneneYK
JournaliofiMaterialsiScienceWK2020WKccWK]bfbfX]bfce 4.3 4

92 αl≠bP_≠edKXKaKnewKlayeredKsingleKcrystalhKgrowthWKstructureKandKelectronicKpropertiesYKJournaliofi
AlloysiandiCompoundsWK2020WKfbfWK]cdbfc 5.7 6
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91 xanusKua_≠αeKmonolayerKunderKstrainKandKelectricKfieldhKαheoreticalKpredictionKofKelectronicKandK
opticalKpropertiesYKPhysicaiE:iLowwDimensionaliSystemsiandiNanostructuresWK2020WK]_bWK]]bacf 3 9

90 wnvestigationKofKstrainKandKdopingKonKtheKelectronicKpropertiesKofKsingleKlayersKofKq}KandKq}hKaKfirstK
principlesKstudyYYKRSCiAdvancesWK2020WK][WK_eebaX_eec] 3.7 23

89 slectronicWKmagneticKandKopticalKpropertiesKofKmonolayerKS{zTKhexagonalKZn≠eKonKvacancyKdefectsK
atKZnKsitesKfromKrtαX]Z_KapproachYKVacuumWK2020WK]f_WK][gcge 3.7 8

88 sfficientKproadbandKαruncatedXPyramidXpasedK{etamaterialKobsorberKinKtheKVisibleKandK
}earXwnfraredK−egionsYKCrystalsWK2020WK][WKefb 2.3 8

87 uasKadsorptionKpropertiesKS}_WKv_WK–_WK}–WK}–_WKq–WKq–_WKandK≠–_TKonKaK≠c_q–_KmonolayerhKaK
firstXprinciplesKstudyYKNewiJournaliofiChemistryWK2020WKbbWK]fedaX]fedg 3.6 8

86
vanKderKWaalsKheterostructuresKbasedKonK{≠≠eKS{KkK{oWKWTKandKgrapheneXlikeKua}hKenhancedK
optoelectronicKandKphotocatalyticKpropertiesKforKwaterKsplittingYKPhysicaliChemistryiChemicali
PhysicsWK2020WK__WK_[e[bX_[e]]

3.6 11

85 ≠pinXorbitKcouplingKeffectKonKelectronicWKopticalWKandKthermoelectricKpropertiesKofKxanusKua≠≠eYYKRSCi
AdvancesWK2020WK][WKbbefcXbbeg_ 3.7 12

84 ≠trainXtunableKelectronicKandKopticalKpropertiesKofKmonolayerKue≠ehKPromisingKforKphotocatalyticK
waterKsplittingKapplicationsYKChemicaliPhysicsWK2020WKc_gWK]][cba 2.3 41

83
qomputationalKunderstandingKofKtheKbandKalignmentKengineeringKinKPbw_ZPt≠_KheterostructurehK
sffectsKofKelectricKfieldKandKverticalKstrainYKPhysicaiE:iLowwDimensionaliSystemsiandiNanostructuresWK
2020WK]]cWK]]ae[d

3 4

82
αernaryKsulfidesKpaza_≠bKandKqaza_≠bKasKpromisingKphotocatalyticKwaterKsplittingKandK
thermoelectricKmaterialshKtirstXprinciplesKrtαKcalculationsYKInternationaliJournaliofiHydrogeniEnergyWK
2020WKbcWK__d[[X__d]_

6.7 8

81 βnderstandingKtheKelectronicKpropertiesWKcontactKtypesKandKopticalKperformancesKinKgrapheneZwn}K
heterostructurehK−oleKofKelectricKgatingYKDiamondiandiRelatediMaterialsWK2020WK][dWK][efc] 3.5 7

80 αheoreticalKpredictionKofKelectronicKandKopticalKpropertiesKofKhaftXhydrogenatedKwn}KmonolayersYK
SuperlatticesiandiMicrostructuresWK2020WK]b_WK][dc]g 2.8 4

79 αuningKtheKelectronicKstructureKofK_rKmaterialsKbyKstrainKandKexternalKelectricKfieldhKqaseKofKuew_K
monolayerYKChemicaliPhysicsWK2019WKc_eWK]][bgg 2.3 40

78 slectronicKandKmagneticKpropertiesKofKsingleXlayerKboronKphosphideKassociatedKwithKmaterialsK
processingKdefectsYKComputationaliMaterialsiScienceWK2019WK]e[WK][g_[] 3.2 44

77 ≠tructuralWKelectronicWKopticalKandKelasticKpropertiesKofKXza_≠bKSXKkKpaiKqaThKobKinitioKstudyYKPhysicai
B:iCondensediMatterWK2019WKccfWKg]Xgg 2.8 5

76 αriXlayeredKvanKderKWaalsKheterostructuresKbasedKonKgrapheneWKgalliumKselenideKandKmolybdenumK
selenideYKJournaliofiAppliediPhysicsWK2019WK]_cWK__ca[b 2.5 10
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αl_Pb≠i≠bWKaKprospectiveKoptoelectronicKsemiconductorYKComputationaliCondensediMatterWK2019WK_]WKe[[ag_1.7 7

(2019-2020)

7



73 slectronicKandKopticalKpropertiesKofKquaternaryKsulfideKαl_vg≠n≠bWKaKpromisingKoptoelectronicK
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monolayerYKSuperlatticesiandiMicrostructuresWK2019WK]adWK][d_e[ 2.8 9
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SuperlatticesiandiMicrostructuresWK2018WK]]cWK][X]f 2.8 23

42 slectricXfieldKtunableKelectronicKpropertiesKandK≠chottkyKcontactKofKgrapheneZphosphoreneK
heterostructureYKVacuumWK2018WK]bgWK_a]X_ae 3.7 31
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{o≠_KmonolayerKunderKappliedKoutXplaneKstrainYKSurfaceiScienceWK2018WKddfWK_aX_f 1.8 31

(2018-2019)

9



37 αuningKtheKslectronicKPropertiesWKsffectiveK{assKandKqarrierK{obilityKofK{o≠_K{onolayerKbyK≠trainK
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