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189 nWtypeJdopingJofJsuyn₂eaJandJsuwa₂eaXJPhysicalcReviewcBVJ2005VJfaVJ 3.3 384

188 xighWPerformanceJsolorW₃unableJPerovskiteJ}ightJumittingJtevicesJthroughJ₂tructuralJ’odulationJ
fromJrulkJtoJ}ayeredJvilmXJAdvancedcMaterialsVJ2017VJahVJ_eZb_df 24 172

187 ×oomWtemperatureJferromagnetismJinJRγn_Wx’nxSwePaJsemiconductorsXJPhysicalcReviewcLettersVJ
2002VJggVJadfaZb 7.4 137

186 uffectsJofJorganicJcationsJonJtheJdefectJphysicsJofJtinJhalideJperovskitesXJJournalcofcMaterialsc
ChemistrycAVJ2017VJdVJ_d_acW_d_ah 13 135

185 virstWprinciplesJanalysisJofJ’o₂aY₃iasJandJ’o₂aY₃iasβaJRβmvJandJ¯xSJallWatJsemiconductorYmetalJ
contactsXJPhysicalcReviewcBVJ2013VJgfVJ 3.3 133

184 ulectronicJstructureJofJconductingJpolymersiJ}imitationsJofJoligomerJextrapolationJapproximationsJ
andJeffectsJofJheteroatomsXJPhysicalcReviewcBVJ2003VJegVJ 3.3 133

183 ×udermanW{ittelW{asuyaWβosidaWlikeJferromagnetismJinJ’nxwe_WxXJPhysicalcReviewcLettersVJ2003VJ
hZVJZcfaZc 7.4 131

182 ₂ymbioticJsexJaXfbJYse¯JaJcatalystiJqJnovelJhydrogenJpumpXJNanocEnergyVJ2014VJhVJgZWgf 17.1 115

181 ₃heJeffectJofJoxygenJvacanciesJonJtheJstructureJandJelectrochemistryJofJ}i₃iaRP¯cSbJforJlithiumWionJ
batteriesiJqJcombinedJexperimentalJandJtheoreticalJstudyXJJournalcofcPowercSourcesVJ2009VJ_hcVJ_ZfdW_ZgZ8.9 93

180 uxpressJpenetrationJofJhydrogenJonJ’gR_ZJ_bSJalongJtheJcloseWpackedWplanesXJScientificcReportsVJ
2015VJdVJ_Zffe 4.9 81

179 ₂tructuralVJelectronicVJandJmagneticJpropertiesJofJ˛–WJandJ˛†W’nqsiJ}tqJandJwwqJinvestigationsXJ
PhysicalcReviewcBVJ2002VJedVJ 3.3 81

178 ΣhyJcanJsuyn₂eaJbeJreadilyJequilibriumWdopedJnWtypeJbutJtheJwiderWgapJsuwa₂eaJcannotoXJAppliedc
PhysicscLettersVJ2004VJgdVJdgeZWdgea 3.4 67

177 ₃heJnucleationJandJgrowthJofJboropheneJonJtheJqgJR___SJsurfaceXJNanocResearchVJ2016VJhVJae_eWaeaa 10 66

176 γincWblendeJhalfWmetallicJferromagnetsJareJrarelyJstabilizedJbyJcoherentJepitaxyXJPhysicalcReviewcBVJ
2005VJf_VJ 3.3 66

175 ’agnetismJandJclusteringJinJsuJdopedJγn¯XJAppliedcPhysicscLettersVJ2008VJhaVJ_gadZh 3.4 65

174 btJvoamJ₂truttedJwrapheneJsarbonJ–itrideJwithJxighlyJ₂tableJ¯ptoelectronicJPropertiesXJAdvancedc
FunctionalcMaterialsVJ2017VJafVJ_fZbf__ 15.6 64

173 ulectronicJandJmagneticJpropertiesJofJwa_â��x’nxqsiJ×oleJofJ’nJdefectJbandsXJPhysicalcReviewcBVJ
2001VJecVJ 3.3 63
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172 satalyticJ×eactivityJofJsu–iJqlloysJtowardJxa¯JandJs¯JtissociationJforJanJufficientJΣaterâ��wasJ
₂hiftiJqJtv₃J₂tudyXJJournalcofcPhysicalcChemistrycCVJ2012VJ__eVJfcdWfda 3.8 59

171 qntisymmetricJmagnetoresistanceJinJvanJderJΣaalsJvewe₃eYgraphiteYvewe₃eJtrilayerJ
heterostructuresXJSciencecAdvancesVJ2019VJdVJeaawZcZh 14.3 57

170 ’agnetismJofJchalcopyriteJsemiconductorsiJsd_â��x’nxwePaXJPhysicalcReviewcBVJ2001VJebVJ 3.3 50

169 ×ationalJtesignJPrinciplesJofJtheJQuantumJqnomalousJxallJuffectJinJ₂uperlatticelikeJ’agneticJ
₃opologicalJynsulatorsXJPhysicalcReviewcLettersVJ2019VJ_abVJZhecZ_ 7.4 46

168 ¯rderWdisorderJphaseJtransitionsJinJtheJtwoWdimensionalJsemiconductingJtransitionJmetalJ
dichalcogenideJalloysJ’oR_WxSΣRxSαâ��JRαJmJ₂VJ₂eVJandJ₃eSXJScientificcReportsVJ2014VJcVJeeh_ 4.9 45

167 virstWprinciplesWbasedJembeddedJatomJmethodJforJPdquJnanoparticlesXJPhysicalcReviewcBVJ2009VJgZVJ 3.3 45

166 ₂tabilityJofJtransitionJmetalsJonJ’gRZZZ_SJsurfacesJandJtheirJeffectsJonJhydrogenJadsorptionXJ
InternationalcJournalcofcHydrogencEnergyVJ2012VJbfVJbZhWb_f 6.7 43

165 ulectronicJstructureJandJferromagnetismJofJ’nWsubstitutedJsuql₂aVJsuwa₂aVJsuyn₂aVJsuwa₂eaVJandJ
suwa₃eaXJPhysicalcReviewcBVJ2004VJehVJ 3.3 43

164 ₂iteJpreferenceJforJ’nJsubstitutionJinJspintronicJsu’yyyαaVyJchalcopyriteJsemiconductorsXJPhysicalc
ReviewcBVJ2004VJehVJ 3.3 43

163 ₃ransitionWmetalJdispersionJonJcarbonWdopedJboronJnitrideJnanostructuresiJqpplicationsJforJ
highWcapacityJhydrogenJstorageXJPhysicalcReviewcBVJ2012VJgeVJ 3.3 41

162 ₃heoreticalJstudyJofJs¯JadsorptionJandJoxidationJonJtheJgoldâ��palladiumJbimetalJclustersXJ
ComputationalcandcTheoreticalcChemistryVJ2011VJhffVJeaWeg 2 41

161 soverageWtependentJs¯JqdsorptionJunergyJfromJvirstWPrinciplesJsalculationsXJJournalcofcPhysicalc
ChemistrycCVJ2009VJ__bVJeZggWeZha 3.8 40

160 PossibleJimpurityWinducedJferromagnetismJinJyyâ��weâ��VaJchalcopyriteJsemiconductorsXJPhysicalc
ReviewcBVJ2002VJedVJ 3.3 40

159 wdbrRΣV’oS¯hiJuubUJredJphosphoriJvromJstructureJdesignJtoJphotoluminescenceJbehaviorJandJ
nearW−VJwhiteW}utsJperformanceXJJournalcofcAlloyscandcCompoundsVJ2014VJe_ZVJcZaWcZg 5.7 39

158 ×everseJ₂aturableJqbsorptionJynducedJbyJPhononWqssistedJqntiW₂tokesJProcessesXJAdvancedc
MaterialsVJ2018VJbZVJe_gZ_ebg 24 39

157 virstWprinciplesJstudyJofJ’gYqla’gsaJheterogeneousJnucleationJinterfacesXJAppliedcSurfacecScienceVJ
2015VJbddVJ_Zh_W_Zhf 6.7 37

156 ₃heJmechanismJofJ}iVJ–JdualWacceptorJcoWdopedJpWtypeJγn¯XJAppliedcPhysicscA:cMaterialscSciencecandc
ProcessingVJ2008VJh_VJcefWcfa 2.6 37

155
₂nWsJandJ₂eWsJsoWrondingJ₂n₂eYvewW}ayeredJwrapheneJ’icroW–anoJ₂tructureiJ×outeJtoJaJtenselyJ
sompactedJandJturableJqnodeJforJ}ithiumY₂odiumWyonJratteriesXJACScAppliedcMaterialsciamp;c
InterfacesVJ2019VJ__VJbeegdWbeehe
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154 ₂trongJinterfaceJadhesionJinJveY₃isXJPhilosophicalcMagazineVJ2005VJgdVJbegbWbehf 1.6 36

153 ’nWdopedJsuwa₂aJchalcopyritesiJqnJabJinitioJstudyJofJferromagneticJsemiconductorsXJPhysicalc
ReviewcBVJ2002VJeeVJ 3.3 36

152 ₃heJoriginJofJpWtypeJconductionJinJRPVJ–SJcodopedJγn¯XJJournalcofcAppliedcPhysicsVJ2009VJ_ZeVJZcbfZf 2.5 35

151 ₃heoreticalJsearchJforJhalfWxeuslerJtopologicalJinsulatorsXJPhysicalcReviewcBVJ2015VJh_VJ 3.3 34

150 ₃woWtimensionalJ₂emiconductingJroronJ’onolayersXJJournalcofcthecAmericancChemicalcSocietyVJ
2017VJ_bhVJ_fabbW_fabe 16.4 34

149 somparisonJofJ₂JPoisoningJuffectsJonJs¯JqdsorptionJonJPdVJquVJandJrimetallicJPdquJR___SJ₂urfacesXJ
JournalcofcPhysicalcChemistrycCVJ2010VJ__cVJhheW_ZZb 3.8 33

148 wateW₃unedJynterlayerJsouplingJinJvanJderJΣaalsJverromagnetJve_{b}we₃e_{a}J–anoflakesXJPhysicalc
ReviewcLettersVJ2020VJ_adVJZcfaZa 7.4 33

147 PushingJpWtypeJconductivityJinJγn¯JbyJRγrVJ–SJcodopingiJqJfirstWprinciplesJstudyXJSolidcStatec
CommunicationsVJ2008VJ_cfVJ_hcW_hf 1.6 30

146 somparisonJofJpredictedJferromagneticJtendenciesJofJ’nJsubstitutingJtheJwaJsiteJinJyyyâ��Vâ��sJandJinJ
yâ��yyyâ��VyaJchalcopyriteJsemiconductorsXJAppliedcPhysicscLettersVJ2004VJgcVJbfdbWbfdd 3.4 30

145 virstWprinciplesJpredictionJofJaJnewJclassJofJferromagneticJsemiconductorsXJJournalcofcMagnetismc
andcMagneticcMaterialsVJ2002VJaceVJ_cdW_dZ 2.8 30

144 ₃ransitionJ’etalJtopedJ₂martJwlassJwithJPressureJandJ₃emperatureJ₂ensitiveJ}uminescenceXJ
AdvancedcOpticalcMaterialsVJ2018VJeVJ_gZZgg_ 8.1 29

143 qJsystematicJfirstWprinciplesJstudyJofJsurfaceJenergiesVJsurfaceJrelaxationJandJvriedelJoscillationJofJ
magnesiumJsurfacesXJJournalcPhysicscD:cAppliedcPhysicsVJ2014VJcfVJ__dbZd 3 29

142 virstWprinciplesJstudyJofJ˛‡WsuyJforJpWtypeJtransparentJconductingJmaterialsXJJournalcPhysicscD:c
AppliedcPhysicsVJ2012VJcdVJ_cd_Za 3 29

141 xalogenJnWtypeJdopingJofJchalcopyriteJsemiconductorsXJAppliedcPhysicscLettersVJ2005VJgeVJZca_Zh 3.4 29

140 shargeJeffectJinJ₂JenhancedJs¯JadsorptioniJqJtheoreticalJstudyJofJs¯JonJquVJqgVJsuVJandJPdJR___SJ
surfacesJcoadsorbedJwithJ₂VJ¯VJslVJandJ–aXJJournalcofcChemicalcPhysicsVJ2010VJ_bbVJZhcfZb 3.9 26

139 sontrollableJhydrogenJadsorptionJandJdesorptionJbyJstrainJmodulationJonJ₃iJdecoratedJdefectiveJ
grapheneXJInternationalcJournalcofcHydrogencEnergyVJ2015VJcZVJ_aZebW_aZf_ 6.7 25

138 PhononWmediatedJsuperconductivityJinJ’gJintercalatedJbilayerJborophenesXJPhysicalcChemistryc
ChemicalcPhysicsVJ2017VJ_hVJahabfWahacb 3.6 24

137 −nderstandingJtheJstableJboronJclustersiJqJbondJmodelJandJfirstWprinciplesJcalculationsJbasedJonJ
highWthroughputJscreeningXJJournalcofcChemicalcPhysicsVJ2015VJ_caVJa_cbZf 3.9 22
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136 qdvancedJtetrahedrallyWbondedJmagneticJsemiconductorsJforJspintronicJapplicationsXJJournalcofc
PhysicscandcChemistrycofcSolidsVJ2003VJecVJ_cdbW_cdh 3.9 22

135 virstWPrinciplesJ₂tudyJofJriaxialJ₂trainJuffectJonJxydrogenJqdsorbedJ’gJRZZZ_SJ₂urfaceXJJournalcofc
PhysicalcChemistrycCVJ2012VJ__eVJ_chcbW_chch 3.8 21

134 ₃heoreticalJstudyJofJhydrogenJdissociationJandJdiffusionJonJ–bJandJ–iJcoWdopedJ’gRZZZ_SiJqJ
synergisticJeffectXJSurfacecScienceVJ2012VJeZeVJ}cdW}ch 1.8 21

133 ¯xygenJvacancyJinJ}i₃iP¯dJandJ}i₃iaRP¯cSbiJqJfirstWprinciplesJstudyXJPhysicscLetterspcSectioncA:c
GeneralpcAtomiccandcSolidcStatecPhysicsVJ2011VJbfdVJhbcWhbg 2.3 21

132 virstWPrinciplesJsalculationsJofJQuantumJufficiencyJforJPointJtefectsJinJ₂emiconductorsiJ₃heJ
uxampleJofJβellowJ}uminanceJbyJwa–iJs–U¯–JandJwa–is–XJAdvancedcOpticalcMaterialsVJ2017VJdVJ_fZZcZc8.1 20

131 PracticalJrulesJforJorbitalWcontrolledJferromagnetismJofJbdJimpuritiesJinJsemiconductorsXJJournalcofc
AppliedcPhysicsVJ2005VJhgVJ__bhZ_ 2.5 20

130 ynfluenceJofJ₃ransitionJ’etalJqdditivesJonJtheJxydridingYtehydridingJsriticalJPointJofJ–aqlxcXJ
JournalcofcPhysicalcChemistrycCVJ2009VJ__bVJhhbeWhhcb 3.8 19

129 ₃heJoxygenJoctahedralJdistortionJinducedJmagneticJenhancementJinJmultiferroicJ
ri_â��xβbxveZXhdsoZXZd¯bJpowdersXJJournalcofcAlloyscandcCompoundsVJ2014VJeZcVJbafWbbZ 5.7 18

128 virstWprincipleJpredictionJofJrobustJhalfWmetallicJ₃eWbasedJhalfWxeuslerJalloysXJJournalcofcMagnetismc
andcMagneticcMaterialsVJ2014VJbdZVJ__hW_ab 2.8 18

127 qtomicJdisplacementsJatJaJ˛£bR___SJgrainJboundaryJinJra₃i¯biJqJfirstWprinciplesJdeterminationXJ
PhysicalcReviewcBVJ2000VJebVJ 3.3 18

126 ¯verlayerJandJsuperlatticeJstudiesJofJmetalYceramicJinterfacesiJveY₃isXJJournalcofcAppliedcPhysicsVJ
2003VJhbVJegfeWegfg 2.5 17

125 ydealJtypeWyyyJnodalWringJphononsXJPhysicalcReviewcBVJ2020VJ_Z_VJ 3.3 16

124 ynverseJ–i¯_â��xYsuJsatalystJwithJxighJqctivityJtowardJΣaterâ��wasJ₂hiftXJJournalcofcPhysicalcChemistryc
CVJ2012VJ__eVJ_eZghW_eZha 3.8 16

123 virstWprinciplesJstudyJofJtheJstructuralVJmagneticVJandJelectronicJpropertiesJofJ}i’r¯bJR’JmJ’nVJveVJ
soSXJPhysicscLetterspcSectioncA:cGeneralpcAtomiccandcSolidcStatecPhysicsVJ2012VJbfeVJ_fhW_gc 2.3 15

122 ₂tructuralJinstabilityJofJepitaxialJzincWblendeJvanadiumJpnictidesJandJchalcogenidesJforJ
halfWmetallicJferromagnetsXJJournalcofcAppliedcPhysicsVJ2008VJ_ZcVJZdbfZh 2.5 15

121 qchievingJtheJdehydridingJreversibilityJandJelevatingJtheJequilibriumJpressureJofJβveaJalloyJbyJ
partialJβJsubstitutionJwithJγrXJInternationalcJournalcofcHydrogencEnergyVJ2018VJcbVJ_cdc_W_cdch 6.7 15

120 virstWprinciplesJstudyJofJsuql₂aforJpWtypeJtransparentJconductiveJmaterialsXJJournalcPhysicscD:c
AppliedcPhysicsVJ2010VJcbVJbhdcZd 3 14

119 weometricalJeigenWsubspaceJframeworkJbasedJmolecularJconformationJrepresentationJforJefficientJ
structureJrecognitionJandJcomparisonXJJournalcofcChemicalcPhysicsVJ2017VJ_ceVJ_dc_Zg 3.9 13
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118 PressurelessJsrystallizationJofJwlassJforJ₃ransparentJ–anoceramicsXJAdvancedcScienceVJ2019VJeVJ_hZ_Zhe 13.6 13

117 wroundJstatesJofJgroupWyVJnanostructuresiJ’agicJstructuresJofJdiamondJandJsiliconJnanocrystalsXJ
PhysicalcReviewcBVJ2011VJgbVJ 3.3 13

116 ₂creenedWexchangeJdeterminationJofJtheJopticalJpropertiesJofJlargeJgapJinsulatorsiJsavaXJAppliedc
PhysicscLettersVJ2004VJgcVJbdfhWbdg_ 3.4 13

115 ₃heJroleJofJoxygenJdefectsJinJaJbismuthJdopedJ₂cV¯cJmatrixiJtuningJluminescenceJbyJhydrogenJ
treatmentXJJournalcofcMaterialscChemistrycCVJ2017VJdVJb_cWba_ 7.1 12

114 ₂tructuralJstabilityJandJmagneticJpropertiesJofJsoWdopedJorJadsorbedJpolarWγn¯JsurfaceXJPhysicsc
LetterspcSectioncA:cGeneralpcAtomiccandcSolidcStatecPhysicsVJ2009VJbfbVJbh_Wbhd 2.3 12

113 ×econstructionJofJsmallJ₂iJclusterJafterJethyleneJadsorptioniJqJfullWpotentialJ
linearWmuffinWtinWorbitalJmolecularWdynamicsJstudyXJJournalcofcChemicalcPhysicsVJ1999VJ__ZVJ_ZfbgW_Zfcd 3.9 12

112 qJPracticalJsriterionJforJ₂creeningJ₂tableJroronJ–anostructuresXJJournalcofcPhysicalcChemistrycCVJ
2017VJ_a_VJ__hdZW__hdd 3.8 12

111
weneralJrulesJofJtheJsubWbandJgapsJinJgroupWyVJR₂iVJweVJandJ₂nSWdopedJyWyyyWVyaWtypeJchalcopyriteJ
compoundsJforJintermediateJbandJsolarJcelliJqJfirstWprinciplesJstudyXJMaterialscSciencecandc
EngineeringcB:cSolidrStatecMaterialscforcAdvancedcTechnologyVJ2018VJabeWabfVJ_cfW_da

3.1 12

110 wroupWyVJR₂iVJweVJandJ₂nSWdopedJqgql₃eaforJintermediateJbandJsolarJcellJfromJfirstWprinciplesJstudyXJ
SemiconductorcSciencecandcTechnologyVJ2017VJbaVJZedZZf 1.8 11

109 qnJelectronJcompensationJmechanismJforJtheJpolymorphismJofJboronJmonolayersXJNanoscaleVJ2018
VJ_ZVJ_bc_ZW_bc_e 7.7 11

108 ₃unableJferromagneticJΣeylJfermionsJfromJaJhybridJnodalJringXJNpjcComputationalcMaterialsVJ2019VJ
dVJ 10.9 11

107 ’odelingJandJstabilitiesJofJ’gY’gxaJinterfacesiJqJfirstWprinciplesJinvestigationXJAIPcAdvancesVJ2014
VJcVJZff_Z_ 1.5 11

106 ₃heoreticalJinvestigationJofJstructuralJstabilityJandJelectronicJpropertiesJofJhydrogenatedJsiliconJ
nanocrystalsiJ₂izeVJshapeVJandJsurfaceJreconstructionXJPhysicalcReviewcBVJ2012VJgeVJ 3.3 11

105 ₂tructuralJstabilityJofJRwaV’nSqsJfromJfirstJprinciplesiJ×andomJalloysVJorderedJcompoundsVJandJ
superlatticesXJPhysicalcReviewcBVJ2006VJfcVJ 3.3 11

104 }argeWgapJquantumJanomalousJxallJphaseJinJhexagonalJorganometallicJframeworksXJPhysicalc
ReviewcBVJ2018VJhgVJ 3.3 11

103 ₃heoreticalJstudyJofJβveaxJRxJmJZâ��dSiJqJcomparisonJbetweenJcubicJandJorthorhombicJphasesXJ
JournalcofcMagnetismcandcMagneticcMaterialsVJ2018VJceZVJe_Weg 2.8 10

102 ₃heoreticalJstudyJofJstabilityJandJelectronicJstructureJofJtheJnewJtypeJofJferroelectricJmaterialsJ
α₂n¯bJRαJmJ’nVJγnVJveVJ’gSXJInternationalcJournalcofcModerncPhysicscBVJ2014VJagVJ_cdZaac 1.1 10

101 ₃heoreticalJstudyJofJtheJinfluenceJofJ–aJonJs¯JadsorptionJandJdissociationJonJPdR_J_J_SiJ}ongWrangeJ
orJshortWrangeJinteractionsJbetweenJcoWadsorbatesoXJChemicalcPhysicscLettersVJ2011VJd__VJbbWbg 2.5 10

Yu-Jun Zhao

6



100 Pâ��nJcodopingJinducedJenhancementJofJferromagnetismJinJ’nWdopedJyna¯biJqJfirstWprinciplesJ
studyXJPhysicacB:cCondensedcMatterVJ2011VJcZeVJ_g_gW_ga_ 2.8 10

99 ₂tabilityJofJriql¯bJandJitsJvacancyJdefectsiJqJfirstWprinciplesJstudyXJPhysicscLetterspcSectioncA:c
GeneralpcAtomiccandcSolidcStatecPhysicsVJ2011VJbfdVJebbWebf 2.3 10

98 virstWprinciplesJstudyJofJreJdopedJsuql₂aJforJpWtypeJtransparentJconductiveJmaterialsXJJournalcofc
AppliedcPhysicsVJ2011VJ_ZhVJ__bf_c 2.5 10

97 qJtheoreticalJstudyJofJsurfactantJactionJinJtheJlayerWbyWlayerJhomoepitaxialJgrowthJofJmetalsiJtheJ
caseJofJynJonJsuR___SXJPhysicscLetterspcSectioncA:cGeneralpcAtomiccandcSolidcStatecPhysicsVJ1998VJabhVJ_afW_bb2.3 10

96 ynfluenceJofJsaJadsorptionJonJtheJheterogeneousJnucleationJofJ˛–W’gJonJqlcsbJparticlesiJ
virstWprinciplesJcalculationJandJexperimentXJAppliedcSurfacecScienceVJ2019VJch_VJ_gfW_hc 6.7 9

95 ×oleJofJorganicJcationsJonJhybridJhalideJperovskiteJsxb–xbPbybJsurfacesXJJournalcofcSolidcStatec
ChemistryVJ2018VJadgVJcggWchc 3.3 9

94 xighWcoverageJstableJstructuresJofJbdJtransitionJmetalJintercalatedJbilayerJgrapheneXJPhysicalc
ChemistrycChemicalcPhysicsVJ2016VJ_gVJ_caccWd_ 3.6 9

93 unergeticsJandJstructureJofJsingleJ₃iJdefectsJandJtheirJinfluenceJonJtheJdecompositionJofJ–aqlxRcSXJ
PhysicalcChemistrycChemicalcPhysicsVJ2011VJ_bVJddaWea 3.6 9

92 ulectronicJstructureJandJmagneticJcouplingsJinJanataseJ₃i¯RaSiVJcodopedJwithJ–VJvVJslXJJournalcofc
PhysicscCondensedcMatterVJ2009VJa_VJ_addZa 1.8 9

91 ₂urfactantWmediatedJlayerWbyWlayerJhomoepitaxialJgrowthJofJsuYynYsuR_ZZSJandJqgY₂bYqgR___SJ
systemsiJqJtheoreticalJstudyXJPhysicalcReviewcBVJ1998VJdfVJ_ZZdcW_ZZe_ 3.3 9

90 qnJintrinsicJrepresentationJofJatomicJstructureiJvromJclustersJtoJperiodicJsystemsXJJournalcofc
ChemicalcPhysicsVJ2017VJ_cfVJ_cc_Ze 3.9 8

89
xydrogenJadsorptionVJdissociationVJandJdiffusionJonJhighWindexJ’gR_Z_´flbSJandJtheirJcomparisonsJ
withJ’gRZZZ_SiJqJsystematicJfirstWprinciplesJstudyXJInternationalcJournalcofcHydrogencEnergyVJ2019VJ
ccVJcghfWchZe

6.7 8

88 veVJ’nVJandJsrJdopedJriso¯â��JforJmagnetoelectricJapplicationiJaJfirstWprinciplesJstudyXJJournalcofc
PhysicscCondensedcMatterVJ2011VJabVJbaeZZd 1.8 8

87 ₃uningJtheJpolarizationJandJmagnetismJinJriso¯bJbyJstrainJandJoxygenJvacancyJeffectiJqJ
firstWprincipleJstudyXJJournalcofcAppliedcPhysicsVJ2012VJ___VJZ_bhZ_ 2.5 8

86 qcetyleneJadsorptionJonJsuR___SJandJsteppedJsuR___SiJtheoreticalJstudyXJJournalcofcPhysicsc
CondensedcMatterVJ1995VJfVJecchWecdf 1.8 8

85 ₂ynthesisJandJsatalyticJPropertiesJofJPorousJ’etalJ₂ilicaJ’aterialsJ₃emplatedJandJvunctionalizedJ
byJuxtendedJsoordinationJsagesXJInorganiccChemistryVJ2020VJdhVJfefWffe 5.1 8

84 ₃hreeWtimensionalJtiracJPhononsJwithJynversionJ₂ymmetryXJPhysicalcReviewcLettersVJ2021VJ_aeVJ_gdbZ_ 7.4 8

83 wateWsontrolledJ’agneticJPhaseJ₃ransitionJinJaJvanJderJΣaalsJ’agnetJvewe₃eXJNanocLettersVJ2021VJ
a_VJddhhWdeZd 11.5 8
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82 soordinationJweometryJungineeringJinJaJtopedJtisorderedJ’atrixJforJ₃unableJ¯pticalJ×esponseXJ
JournalcofcPhysicalcChemistrycCVJ2019VJ_abVJahbcbWahbda 3.8 8

81 qtomJslassificationJ’odelJforJ₃otalJunergyJuvaluationJofJ₃woWtimensionalJ’ulticomponentJ
’aterialsXJJournalcofcPhysicalcChemistrycAVJ2020VJ_acVJcdZeWcd__ 2.8 7

80 ×ealizingJgrapheneWlikeJtiracJconesJinJtriangularJboronJsheetsJbyJchemicalJfunctionalizationXJ
JournalcofcMaterialscChemistrycCVJ2020VJgVJafhgWagZd 7.1 7

79 ₃uningpYnconductivityJinJwurtziteJtransitionJmetalJmonoxideiJ×oleJofJnativeJdefectsJinJso¯JandJ
’n¯XJPhysicscLetterspcSectioncA:cGeneralpcAtomiccandcSolidcStatecPhysicsVJ2014VJbfgVJaebdWaebh 2.3 7

78 virstWprinciplesJstudyJofJtheJformationJandJmigrationJofJnativeJdefectsJinJ}i–xarxbXJPhysicalc
ChemistrycChemicalcPhysicsVJ2013VJ_dVJghbWhZZ 3.6 7

77 ₂tructuralJstabilitiesJandJelectronicJpropertiesJofJ’gagWnqlnJclustersiJqJfirstWprinciplesJstudyXJAIPc
AdvancesVJ2017VJfVJZhdZab 1.5 7

76 ₃heoreticalJstudyJofJmagneticJphaseJtransitionsJofJcubicJ₂r’n¯bJunderJphysicalJandJchemicalJ
pressuresXJComputationalcMaterialscScienceVJ2014VJgbVJbhcWbhf 3.2 7

75 ynteractionJbetweenJ–¯JandJ–aVJ¯VJ₂VJslJonJquJandJPdR___SJsurfacesXJPhysicalcChemistrycChemicalc
PhysicsVJ2011VJ_bVJ_cceeWfd 3.6 7

74 qccurateJheatJofJformationJforJfullyJhydridedJ}a–idJviaJtheJallWelectronJfullWpotentialJlinearizedJ
augmentedJplaneJwaveJapproachXJJournalcofcAppliedcPhysicsVJ2007VJ_ZaVJZbbd_g 2.5 7

73 ₃heoreticalJstudyJofJenhancedJferromagnetismJandJtunableJmagneticJanisotropyJofJmonolayerJsrybJ
byJsurfaceJadsorptionXJPhysicscLetterspcSectioncA:cGeneralpcAtomiccandcSolidcStatecPhysicsVJ2020VJbgcVJ_aefdc2.3 7

72 ₃heoreticalJstudyJofJstrainJinducedJmagneticJtransitionJofJsingleWlayerJsr₃ebXJJournalcofcAppliedc
PhysicsVJ2020VJ_afVJZbbhZb 2.5 6

71 virstWprinciplesJstudyJofJγn¯Y’gJheterogeneousJnucleationJinterfacesXJMaterialscResearchcExpressVJ
2018VJdVJZbed_h 1.7 6

70 ₃heoreticalJinvestigationsJofJtheJinteractionJbetweenJtransitionWmetalJandJbenzoquinoneiJ’etalJ
dispersionJandJhydrogenJstorageXJInternationalcJournalcofcHydrogencEnergyVJ2016VJc_VJ__afdW__agb 6.7 6

69 −nderstandingJtheJtecompositionJ’echanismsJofJ}i–xaVJ’gR–xaSaVJandJ–a–xaiJqJzointJ
uxperimentalJandJ₃heoreticalJ₂tudyXJJournalcofcPhysicalcChemistrycCVJ2019VJ_abVJ_g_gZW_g_ge 3.8 6

68 virstWprinciplesJpredictionJofJaJpromisingJpWtypeJtransparentJconductiveJmaterialJssweslbXJAppliedc
PhysicscExpressVJ2014VJfVJZc_aZ_ 2.4 6

67 qnJextendedJclusterJexpansionJforJgroundJstatesJofJheterofullerenesXJScientificcReportsVJ2017VJfVJ_ea__ 4.9 6

66 qlxbWmediatedJmechanismJinJhydridingYdehydridingJofJ–aqlxcXJInternationalcJournalcofcHydrogenc
EnergyVJ2011VJbeVJhfefWhff_ 6.7 6

65 virstWprinciplesJstudiesJofJ’nWdopedJ}isoP¯JcXJChinesecPhysicscBVJ2011VJaZVJZ_gaZ_ 1.2 6
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64 ₂urfaceJstructureJandJphaseJtransitionJofJ{JadsorptionJonJquR___SiJbyJabJinitioJatomisticJ
thermodynamicsXJJournalcofcChemicalcPhysicsVJ2012VJ_beVJZccd_Z 3.9 6

63 qbJinitiomolecularJdynamicsJstudyJofJadsorptionJandJrestorationiJ₂iR_ZZSi₂eXJJournalcofcPhysicsc
CondensedcMatterVJ1998VJ_ZVJffehWfffe 1.8 6

62 topingJinducedJchargeJdensityJwaveJinJmonolayerJ₃i₂aJandJphononWmediatedJsuperconductivityXJ
JournalcofcAppliedcPhysicsVJ2020VJ_afVJZccbZ_ 2.5 5

61 −nderstandingJtheJhighJpWtypeJconductivityJinJsuWexcessJsuql₂aiJqJfirstWprinciplesJstudyXJAppliedc
PhysicscExpressVJ2016VJhVJZb_aZa 2.4 5

60 somplexityJofJxWbondingJbetweenJpolarJmoleculesJonJ₂iR_ZZSWaJˆ�J_JandJweR_ZZSWaJˆ�J_JsurfacesXJ
SurfacecScienceVJ2016VJed_VJ_gfW_hc 1.8 5

59 uffectJofJbiaxialJstrainJonJhalfWmetallicityJofJtransitionJmetalJalloyedJzincWblendeJγn¯JandJwaqsiJaJ
firstWprinciplesJstudyXJJournalcPhysicscD:cAppliedcPhysicsVJ2011VJccVJaZdZZa 3 5

58 riasedJscreeningJforJmultiWcomponentJmaterialsJwithJ₂tructuresJofJqlloyJwenerationJqndJ
×ecognitionJR₂qwq×SXJComputationalcMaterialscScienceVJ2021VJ_hbVJ__Zbge 3.2 5

57 sompetitionJbetweenJPauliJuxclusionJandJxWrondingiJxa¯JandJ–xbJonJ₂iliceneXJJournalcofcPhysicalc
ChemistrycCVJ2016VJ_aZVJ_h_d_W_h_dh 3.8 5

56 ynJsituJandJtunableJstructuringJofJsemiconductorWinWglassJtransparentJcompositeXJIScienceVJ2021VJacVJ_Z_hgc6.1 5

55 ₂tableJsandwichJstructuresJofJtwoWdimensionalJironJboridesJverxJalloyiJaJfirstWprinciplesJcalculationXJ
RSCcAdvancesVJ2017VJfVJbZbaZWbZbae 3.7 4

54 ×oleJofJintrinsicJdefectsJonJtheJpersistentJluminescenceJofJpristineJandJ’nJdopedJγnwaa¯cXJ
JournalcofcAppliedcPhysicsVJ2019VJ_adVJZhdfZ_ 2.5 4

53 xWrondJynteractionWunhancedJtissociationJofJxa¯JonJ₂iR_ZZSWaˆ�_XJJournalcofcPhysicalcChemistrycCVJ
2014VJ__gVJaceZbWace_Z 3.8 4

52 wapJmaximumJofJgrapheneJnanoflakesiJaJfirstWprinciplesJstudyJcombinedJwithJtheJ’onteJsarloJtreeJ
searchJmethodXJRSCcAdvancesVJ2017VJfVJbfgg_Wbfgge 3.7 4

51 virstWprinciplesJpredictionJofJaJnewJclassJofJphotovoltaicJmaterialsiJyWyyyWyVaWVcJphosphidesXJJournalc
ofcAppliedcPhysicsVJ2012VJ__aVJZdb_Za 2.5 4

50 ₂tructuralJstabilityJofJsrWrelatedJdefectJcomplexJinJdiamondJforJsingleJphotonJsourcesiJqJ
firstWprinciplesJstudyXJJournalcofcAppliedcPhysicsVJ2013VJ__bVJ_Zbd_e 2.5 4

49 ’agnetismJandJelectronicJstructureJofJveJchainsJandJnanoWwiresXJJournalcofcMagnetismcandc
MagneticcMaterialsVJ2004VJafaWafeVJ_ecgW_ech 2.8 4

48 tifficultyJofJlongWstandingJnWtypeJconductivityJinJequilibriumJandJnonWequilibriumJ˛‡JWsusliJqJ
firstWprinciplesJstudyXJPhysicscLetterspcSectioncA:cGeneralpcAtomiccandcSolidcStatecPhysicsVJ2017VJbg_VJafcbWafcf2.3 3

47 ’inimumJVertexWtypeJ₂equenceJyndexingJforJslustersJonJ₂quareJ}atticeXJScientificcReportsVJ2017VJfVJbha 4.9 3
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46 ×oleJofJmetalJimpurityJinJhydrogenJdiffusionJfromJsurfaceJintoJbulkJmagnesiumiJqJtheoreticalJ
studyXJPhysicscLetterspcSectioncA:cGeneralpcAtomiccandcSolidcStatecPhysicsVJ2017VJbg_VJbeheWbfZZ 2.3 3

45 ’otifJbasedJhighWthroughputJstructureJpredictionJofJsuperconductingJmonolayerJtitaniumJborideXJ
PhysicalcChemistrycChemicalcPhysicsVJ2020VJaaVJ_eabeW_eacb 3.6 3

44 virstWprinciplesJstudyJonJtheJstabilityJandJmagnetoelectricJpropertiesJofJmultiferroicJmaterialsJ
α₃i¯bJRαJmJ’nVJveVJsoVJ–iSXJInternationalcJournalcofcModerncPhysicscBVJ2018VJbaVJ_gdZ_Zd 1.1 3

43 ₃heoreticalJinvestigationsJonJstableJstructuresJofJseZWn–nJRnmaâ��_aSiJ₂ymmetryVJmodelJinteractionVJ
andJglobalJoptimizationXJCarbonVJ2019VJ_dcVJ_cZW_ch 10.4 3

42 ₃xuJ₂₃×−s₃−×uVJ’qw–u₃y₂’Jq–tJs¯–t−s₃yVy₃βJ¯vJ}ibVaRP¯cSbiJqJ₃xu¯×u₃ysq}Jq–tJ
uαPu×y’u–₃q}J₂₃−tβXJModerncPhysicscLetterscBVJ2013VJafVJ_bdZ_hh 1.6 3

41 ₂tableJqntiferromagnetismJofJ¯rthorhombicJrisr¯bJunderJPressureiJaJ₃heoreticalJ₂tudyXJAdvancedc
MaterialscResearchVJ2011VJahgVJacbWacg 0.5 3

40
₂tructuralVJelectronicJandJmagneticJpropertiesJofJchalcopyriteJmagneticJsemiconductorsiJqJ
firstWprinciplesJstudyXJJournalcofcVacuumcSciencecandcTechnologycA:cVacuumpcSurfacescandcFilmsVJ2002
VJaZVJaZab

2.9 3

39 −nexpectedJbowingJbandJevolutionJinJanJallWinorganicJss₂nJPbJrrJperovskiteXXJRSCcAdvancesVJ2020VJ
_ZVJaecZfWaec_b 3.7 3

38 ₃heoreticalJ₂tudyJofJ¯xygenWVacancyJtistributionJinJyna¯bXJJournalcofcPhysicalcChemistrycCVJ2021VJ
_adVJfZffWfZgd 3.8 3

37 virstWprinciplesJstudyJofJaziridiniumJtinJiodideJperovskitesJforJphotovoltaicsXJJournalcofcMaterialsc
ChemistrycCVJ2021VJhVJhgaWhhZ 7.1 3

36 ₃heJelectronicJpropertiesJofJsxb–xbPbybJperovskiteJsurfacesJtunedJbyJinvertedJpolaritiesJofJ
pyridineJandJethylamineXJJournalcofcMaterialscChemistrycCVJ2018VJeVJefbbWefbg 7.1 3

35 ₃heoreticalJstudyJofJ’â��xJR’m₃iVJVVJγrJorJ–bSJstructureJphaseJdiagramJatJhighJpressuresXJ
InternationalcJournalcofcHydrogencEnergyVJ2019VJccVJ_bdhaW_beZd 6.7 2

34 ₃ransitionJmetalJsubstitutionJonJ’gR_Z_´flbSJandJ’gRZZZ_SJsurfacesJforJimprovedJhydrogenationJ
andJdehydrogenationiJqJsystematicJfirstWprinciplesJstudyXJAppliedcSurfacecScienceVJ2019VJcfhVJeaeWebb 6.7 2

33 ynsightsJintoJtheJunusualJsemiconductingJbehaviorJinJlowWdimensionalJboronXJNanoscaleVJ2019VJ__VJfgeeWfgfc7.7 2

32 ₃heoreticalJstudyJofJactiveJsaJelementJonJgrainJrefiningJofJcarbonWinoculatedJ’gWqlJalloyXJMaterialsc
andcDesignVJ2020VJ_haVJ_Zgeec 8.1 2

31 ₃heoreticalJinvestigationsJonJdiamondoidsJRsxVJnJmJ_ZWc_SiJ–omenclatureVJstructuralJstabilitiesVJandJ
gapJdistributionsXJJournalcofcChemicalcPhysicsVJ2018VJ_cgVJZ_cbZe 3.9 2

30 ₃heoreticalJstudiesJofJgeometryJasymmetryJinJtelluriumJnanostructuresiJintrinsicJdipoleVJchargeJ
separationVJandJsemiconductorâ��metalJtransitionXJRSCcAdvancesVJ2014VJcVJccZZcWccZ_Z 3.7 2

29
₃heoreticalJstudyJofJstructuralJstabilitiesJandJmagneticJpropertiesJofJdopedJtransitionJmetalsJinJ
’n₃eJvsJγn₃eJandJsd₃eiJ×educedJclusteringJtrendJandJenhancedJmagneticJcouplingXJJournalcofc
AppliedcPhysicsVJ2013VJ__cVJZgbhZd

2.5 2
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28 ₂tructureVJelectronicJandJelectrochemicalJpropertiesJofJ}iWrichJmetalJphosphateJbyJfirstWprinciplesJ
studyXJJournalcPhysicscD:cAppliedcPhysicsVJ2014VJcfVJZadbZ_ 3 2

27 ₃heJadsorptionJandJreactionJpathwayJofJdehydrogenatedJethyleneJonJ–iR___SiJaJtheoreticalJstudyXJ
JournalcofcPhysicscCondensedcMatterVJ1997VJhVJhdZfWhd_d 1.8 2

26 nWtypeJdopingJprinciplesJforJdopingJsuyn₂eYsubJaYJandJsuwa₂eYsubJaYJwithJslVJrrVJyVJ’gVJγnVJandJsd 2

25 qbJinitioJmolecularJdynamicsJstudyJofJsulfurJadsorptionJonJ₂iR_ZZSax_XJPhysicscLetterspcSectioncA:c
GeneralpcAtomiccandcSolidcStatecPhysicsVJ1999VJaddVJbe_Wbee 2.3 2

24 ynfluencesJofJstrainJonJelectronicJstructureJandJmagneticJpropertiesJofJsovea¯cJfromJ
firstWprinciplesJstudyXJWulicXuebaotActacPhysicacSinicaVJ2013VJeaVJ_efdZa 0.6 2

23 tiracJfermionsJinJtheJantiferromagneticJspintronicsJmaterialJsu’nqsXJPhysicalcReviewcBVJ2020VJ_ZaVJ 3.3 2

22 ₃heoreticalJstudyJofJtunableJmagnetismJofJtwoWdimensionalJ’n₂ethroughJstrainVJchargeVJandJ
defectXJJournalcofcPhysicscCondensedcMatterVJ2021VJbbVJ 1.8 2

21 –anostructuredJwlassJsompositeJforJ₂elfWsalibratedJ×adiationJtoseJ×ateJtetectionXJAdvancedc
OpticalcMaterialsVa_ZZfd_ 8.1 2

20 ydealJhalfWfilledJintermediateJbandJpositionJinJsuwa₂aJgeneratedJbyJ₂bWrelatedJdefectJcomplexiJaJ
firstWprinciplesJstudyXJAppliedcPhysicscExpressVJ2019VJ_aVJZa_ZZa 2.4 2

19 virstWPrinciplesJ₂tudyJofJqziridiniumJ}eadJyodideJPerovskiteJforJPhotovoltaicsXJChemPhysChemVJ2019
VJaZVJeZaWeZf 3.2 2

18 unergyJlandscapeJofJquiJaJglobalJviewJofJstructureJtransformationXJPhysicalcChemistrycChemicalc
PhysicsVJ2020VJaaVJccZaWccZe 3.6 1

17 QuantumJtynamicsJ₂imulationJofJtoubletJuxcitationJandJ’agneticJvieldJuffectJinJ–eutralJ×adicalJ
’aterialsXJJournalcofcPhysicalcChemistrycLettersVJ2020VJ__VJ__hcW__hg 6.4 1

16
₃heJstructuralJevolutionJofJhydrogenatedJsiliconJcarbideJnanocrystalsiJanJapproachJfromJbondJ
energyJmodelVJΣangâ��}andauJmethodJandJfirstWprinciplesJstudiesXJJournalcPhysicscD:cAppliedcPhysicsVJ
2016VJchVJacdbZd

3 1

15 ₃heJmagnetoelectricJpropertiesJofJqWJorJrWsiteWdopedJPbV¯bfilmsiJqJfirstWprinciplesJstudyXJChinesec
PhysicscBVJ2013VJaaVJZgffZb 1.2 1

14 virstWprinciplesJstudyJofJelectronicJandJopticalJpropertiesJofJri₃i¯bXJWulicXuebaotActacPhysicacSinica
VJ2015VJecVJ_cf_Za 0.6 1

13 ₃heoreticalJstudyJofJstructuralJstabilitiesJofJriα¯bJRαmJsrVJ’nVJveVJ–iSXJWulicXuebaotActacPhysicac
SinicaVJ2013VJeaVJZdb_Za 0.6 1

12 ₃heoreticalJstudyJofJstabilityJandJopticalJabsorptionJpropertiesJofJferroelectricJmaterialsJγnα¯bJ
RαmweVJ₂nJandJPbSXJPhysicacB:cCondensedcMatterVJ2020VJdgZVJc__fcg 2.8 1

11 ’gJadsorptionJonJ’gqla¯cJsurfacesJandJtheJeffectJofJadditiveJsaiJqJcombinedJexperimentalJandJ
theoreticalJstudyXJJournalcofcAlloyscandcCompoundsVJ2021VJge_VJ_dgdec 5.7 1

(2021-2014)
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10 −nconventionalJlineJdefectsJengineeringJinJtwoWdimensionalJboronJmonolayersXJPhysicalcReviewc
MaterialsVJ2021VJdVJ 3.2 1

9 ’gWαJRαJmJ–iVJPdVJ₃iVJ–bSJinterfaceJandJatomicJmixtureJeffectiJaJfirstWprinciplesJstudyXJMaterialsc
ResearchcExpressVJ2019VJeVJZ_ebZd 1.7 1

8 qllWboronJplanarJferromagneticJstructuresiJfromJclustersJtoJmonolayersXJNanoscaleVJ2021VJ_bVJhgg_Whggf7.7 1

7 ynterfaceJofJ₂nWdopedJqgql₃eaJandJ}iyn₃eaiJqJtheoreticalJmodelJofJtandemJintermediateJbandJ
absorberXJAppliedcPhysicscLettersVJ2021VJ__gVJZcbhZ_ 3.4 1

6 QuasilatticeWsonservedJ¯ptimizationJofJtheJqtomicJ₂tructureJofJtecagonalJqelWsoW–iJQuasicrystalsXJ
ChinesecPhysicscLettersVJ2015VJbaVJZbe_Za 1.8 0

5 ₃heoreticalJinvestigationJofJtheJsurfaceJorientationJimpactJonJtheJhydrogenJvacancyJformationJofJ
’gxaXJSurfacecScienceVJ2021VJf_ZVJ_a_gdZ 1.8 0

4 ₃heoreticalJstudiesJofJtheJpassivantsQJeffectJonJtheJ₂iRxSweR_WxSJnanowiresiJcompositionJprofilesVJ
diameterVJshapeVJandJelectronicJpropertiesXJJournalcofcChemicalcPhysicsVJ2013VJ_bhVJ_dcf_b 3.9

3 virstWPrinciplesJynvestigationJofJtheJulectronicJ₂tructureJandJ’agneticJPropertiesJforJsoWtopedJ
veb¯cXJMaterialscSciencecForumVJ2010VJedcWedeVJ_efgW_eg_ 0.4

2 ₃emperatureJeffectJonJtheJstructuralJstabilitiesJandJelectronicJpropertiesJofJαaaxagJRαmsVJ₂iJandJ
weSJnanocrystalsiJqJfirstWprinciplesJstudyXJAIPcAdvancesVJ2016VJeVJ_ad__a 1.5

1 ₃heoreticalJstudyJofJmagneticJphaseJtransitionJinJ}aab’_bXJPhysicscLetterspcSectioncA:cGeneralpc
AtomiccandcSolidcStatecPhysicsVJ2022VJcbaVJ_agZ_Z 2.3
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