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k Paper IF Citations

183 prTGstudiesGonGtheGstructuralSGelectronicSGandGopticalGpropertiesGofGzaYZn}Y{cGcompoundUG
MaterialshTodayhCommunicationsSG2021SGYeSGXWYdbd 2.5 0

182  nomonolayerGwithGtransitionGmetalGadatomGforGgasGsensingfGaGdensityGfunctionalGtheoryGstudiesUG
NanotechnologySG2021SGZYSG 3.4 3

181 qffectGofGanGinterfacialGoxygenGmonolayerGonGtheGspinTpolarizationGatGtheGreVyg{GinterfacefG
rirstTprinciplesGcalculationsUGMaterialshSciencehinhSemiconductorhProcessingSG2021SGXYXSGXWa_bZ 4.3 1

180 mbTinitioGinvestigationGofGoptoelectronicGpropertiesGforGelpasoliteGosYza∕olbGusingGssmR−G
approachfGnandGgapGengineeringUGComputationalhCondensedhMatterSG2021SGYbSGeWWaZX 1.7 1

179 qlectronicG tructureGandGThermoelectricG}ropertiesGofG emiconductorsGwYse iXbGOXirSGolSGnrGandGuPG
oompoundsfGmbTunitioGunvestigationUGSpinSG2021SGXXSGYXaWWWe 1.3 1

178 TheoreticalGstudyGofGstructuralSGelectronicSGdynamicGandGthermodynamicGpropertiesGofGziYremlGandG
ziYoomlGalloysUGComputationalhCondensedhMatterSG2020SGY_SGeWW_dW 1.7

177 dWGtalfTyetallicGrerromagnetismGinGsezaZGOZGiGoaSG rSGandGnaPGTernaryGtalfTteuslerGmlloysfGanGmbG
initioGunvestigationUGJournalhofhSuperconductivityhandhNovelhMagnetismSG2020SGZZSGZXYXTZXZY 1.5 4

176 rirstT}rinciplesG tudyGofGtheGzewGtalfTyetallicGrerromagneticG–uaternaryTteuslerGmlloysGzaXz{G
OXioaSG rSGnaPUGSpinSG2020SGXWSGYWaWWYY 1.3 5

175 mbGinitioGstudiesGofGtheGstructuralSGelectronicGandGmagneticGpropertiesGofGstanniteGoureYTuuuT∕u_GOuuuGiG
mlSGsaSGunGandG∕uGiG SG eSGTePGalloysUGComputationalhCondensedhMatterSG2020SGYZSGeWW_ae 1.7 3

174 oontrollingGtheGelectronicGandGopticalGpropertiesGofGtf GmonoTlayersGlanthanideGsubstitutionalG
dopingfGaGprTRGstudyUUGRSChAdvancesSG2020SGXWSGXabcWTXabcb 3.7 16

173 oompetitionGbetweenGtheGhcpGnonmagneticGandGantiferromagneticGphasesGinGtheGtransitionGpathGofG
reGunderGpressureUGJournalhofhMagnetismhandhMagnetichMaterialsSG2020SG_eeSGXbbZXY 2.8 0

172 qlectronicGstructureGtheoryGofGunusuallyGmatchedGnmsXTx}xGalloysGusingGhighTthroughputGabTinitioG
computationUGPhysicahB:hCondensedhMatterSG2020SGaceSG_XXeWX 2.8 1

171 ThermoelectricGandGtalfTyetallicGnehaviorGofGtheGzovelGteuslerGmlloyG—borofGmbGinitioGprTG tudyUG
SpinSG2020SGXWSGYWaWWYe 1.3 4

170  emiconductorGbehaviorGofGhalideGperovskitesGmseXZGOmGiGwSG—bGandGosgGXGiGrSGolGandGnrPfG
firstTprinciplesGcalculationsUGIndianhJournalhofhPhysicsSG2020SGe_SG_aaT_bc 1.4 20

169 rirstT}rinciplesG tudyGofGrerromagnetismGinGuronGohromiteG pinelsfGreorY{_GandGorreY{_UGSpinSG
2019SGWeSGXeaWWX_ 1.3 5

168 mnGabGinitioGstudyGonGtheGtransitionGpathGofGcarbonGdioxideGatGhighGpressurefGqvidenceGforGaGnewG
intermediateG}_kmYGphaseUGComputationalhCondensedhMatterSG2019SGYXSGeWW_Ye 1.7 1

167 }redictedGdynamicallyGstableGnewGphaseGforGor{YGcompoundfGprT´ RG−GcalculationsUGComputationalh
CondensedhMatterSG2019SGYXSGeWW_WW 1.7 3
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166 rirstT}rincipleG tudiesGofGrerrimagneticGpoubleG}erovskiteGoaYreyo{bGoompoundUGJournalhofh
SuperconductivityhandhNovelhMagnetismSG2019SGZYSGYeXZTYeYY 1.5 1

165 unvestigationGofGnewGdWGhalfTmetallicGfullTheuslerGalloysGzYnaXGOXi—bSGosSGoaGandG rPGusingG
firstTprincipleGcalculationsUGComputationalhCondensedhMatterSG2019SGXeSGeWWZcX 1.7 7

164 talfTyetallicGandGtalfT emiconductorGsapsGinGorTnasedGohalcogenidesfGprTGRG−GoalculationsUG
JournalhofhSuperconductivityhandhNovelhMagnetismSG2019SGZYSGbZaTb_e 1.5 7

163 prTGRG−GstudiesGofGtheGelectronicGandGopticalGpropertiesGofG—e YGmonoTlayerGdopedGwithGlanthanideG
atomsUGMaterialshResearchhExpressSG2019SGbSGXWbZWc 1.7 7

162 pensityGfunctionalGtheoryGstudiesGofGtheG roGandG rzGcompoundsUGMaterialshChemistryhandhPhysicsSG
2019SGYZcSGXYXdca 4.4 5

161 {ptoelectronicGpropertiesGofGgermaniumGiodideGperovskitesGmseuZGOmGiGwSG—bGandGosPfGfirstG
principlesGinvestigationsUGOpticalhandhQuantumhElectronicsSG2019SGaXSGX 2.4 12

160
unsightGintoGtheGstructuralSGelasticGandGelectronicGpropertiesGofGtetragonalGinterTalkaliGmetalG
chalcogenidesGoszaXGOXi SG eSGandGTePGfromGfirstTprinciplesGcalculationsUGMaterialshChemistryhandh
PhysicsSG2019SGYYXSGXYaTXZc

4.4 8

159  pinTpolarizedGopticalGpropertiesGofGhalfTmetallicGbinaryGXniGOXGiGoaSG rGandGnaPGcompoundsGinGzincG
blendeGandGwurtziteGphasesUGIndianhJournalhofhPhysicsSG2019SGeZSGbYcTbZd 1.4

158 }redictionGofGaGpynamicallyG tableGzewGtalfTyetallicG}haseGforGtheGnazGandGnaoGoompoundsUG
JournalhofhSuperconductivityhandhNovelhMagnetismSG2019SGZYSGYWZXTYW__ 1.5 2

157 —attlingGteuslerGsemiconductorsNGthermoelectricGpropertiesfGrirstTprinciplesGpredictionUGChineseh
JournalhofhPhysicsSG2019SGacSGXeaTYXW 3.5 7

156 yagneticSG{ptoelectronicSGandGThermodynamicG}ropertiesGofG rYorX{bGOXGiGxaGandGYPfGtalfTyetallicG
andGrerromagneticGnehaviorUGJournalhofhSuperconductivityhandhNovelhMagnetismSG2018SGZXSGZebaTZece 1.5 6

155 sdGimpuritiesGeffectGonGOhboxG{oo}_{Y}hboxG{or i}PGalloyfGfirstTprincipleGcalculationsUGBulletinhofh
MaterialshScienceSG2018SG_XSGX 1.7 28

154
}redictionGofGtalfTyetallicG}ropertiesGinGzonTtransitionGyetalTbasedGninaryGoompoundsGXGniGOXGiG
naSG rGandGoaPGwithGZincTnlendeGandG≤urtziteG tructuresUGJournalhofhSuperconductivityhandhNovelh
MagnetismSG2018SGZXSGYcbcTYccb

1.5 2

153 rirstGprinciplesGpredictionsGofGelectronicGandGelasticGpropertiesGofGna}bGYGmsGYGinGtheGThorGYG iGYG
TtypeGstructureUGPhysicahC:hSuperconductivityhandhItshApplicationsSG2018SGa__SGXdTYX 1.3 1

152 qlectronicGstructureGandGmagneticGorderingGinGgadoliniumTdopedGmlsazGfromGx pmGRG−GcalculationsUG
InternationalhJournalhofhComputationalhMaterialshSciencehandhEngineeringSG2018SGWcSGXdaWWXe 0.3 3

151 mbTinitioGinvestigationGofGstructuralSGelectronicSGmagneticSGandGthermodynamicGpropertiesGofGX}tZG
OXi∕SGorSGynSGandGrePGintermetallicGcompoundsUGComputationalhCondensedhMatterSG2018SGXbSGeWWZYd 1.7 3

150 rerromagnetismGinG—aniGwithGZincTnlendeGandG≤urtziteG tructuresfGmbTinitioG}redictionUGSpinSG2018SG
WdSGXdaWWWd 1.3 11

149 rirstT}rinciplesG tudiesGofG tructuralSGqlectronicGandGyagneticG}ropertiesGofGtheGor SGor eGandGorTeG
oompoundsUGSpinSG2018SGWdSGXdaWWXe 1.3 7

(2018-2019)
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148 mbTunitioG}redictionGofGuntrinsicGtalfTyetallicityGinGninaryGmlkaliâ��yetalGohalcogenidesfGwXGOXi SG eG
andGTePUGSpinSG2018SGWdSGXdaWWYW 1.3 9

147 rirstT}rinciplesGoalculationsGofGtheG tructureGandGyagneticG}hasesGofGremsYGoompoundGunderG
}ressureUGSpinSG2018SGWdSGXdaWWXb 1.3 1

146 mGoomputationalG tudyGofGtheGqlectronicGandGyagneticG}ropertiesGofG—areGqarthGOqrPTpopedGunsazUG
SpinSG2018SGWdSGXdaWWXX 1.3 2

145 rirstTprinciplesGstudyGofGtheGelectronicGstructureSGmagnetismSGandGphononGdispersionsGforGoaXGOX´ iG
oSGzPGcompoundsUGComputationalhCondensedhMatterSG2018SGXcSGeWWZZb 1.7 11

144 mGfirstTprinciplesGstudyGofGtheGstructuralSGelasticSGelectronicSGvibrationalSGandGopticalGpropertiesGofG
na eXâ��xTexUGJournalhofhComputationalhElectronicsSG2018SGXcSGX_cdTX_eX 1.8

143  tructuralSGelectronicGandGopticalGpropertiesGofGcubicGfluoroelpasoliteGosYzaYrbGbyGdensityG
functionalGtheoryUGChinesehJournalhofhPhysicsSG2018SGabSGXcabTXcbZ 3.5 11

142 }redictionGofGhalfTmetallicityGinGtheGza SGza eGandGzaTeGalkaliTmetalGchalcogenidesGusingGfirstG
principlesUGInternationalhJournalhofhComputationalhMaterialshSciencehandhEngineeringSG2018SGWcSGXdaWWXa 0.3 3

141 mbTinitioGpredictionGofGhalfTmetallicityGinGxithiumGchalcogenidesGcompoundsGxiXGOXi SG eGandGTePGinG
zincTblendeGandGwurtziteGstructuresUGComputationalhCondensedhMatterSG2018SGXbSGeWWZXd 1.7 3

140 qlectronicGandGmechanicalGpropertiesGofGygzGcompoundfG}redictionGofGstableGhalfTmetallicG
ferromagnetGinGzaolGandGZnGphasesUGJournalhofhMagnetismhandhMagnetichMaterialsSG2018SG_bbSGYdTZc 2.8 5

139 ssmGRG−G tudyGofGqlectronicGandGyagneticG}ropertiesGofG}rOreVorP{ZGoubicG}erovskitesUGJournalhofh
SuperconductivityhandhNovelhMagnetismSG2017SGZWSGYadXTYaeW 1.5 15

138
TheGeffectGofGtheGcorrelationGandGexchangeGinteractionsGonGtheGelectronicGandGmagneticGpropertiesG
ofGtheGhexagonalGzi GusingGtheGonsiteGexactGexchangeVhybridGfunctionalsUGPhysicahB:hCondensedh
MatterSG2017SGaYbSGdeTea

2.8 2

137 qlectronicGandGyagneticG}ropertiesGofGooYorsaXâ��xG iGxGteuslerGmlloysUGJournalhofhSuperconductivityh
andhNovelhMagnetismSG2017SGZWSG_YXT_Y_ 1.5 37

136 rirstTprinciplesGpredictionGofGinsulatingGantiferromagnetGinGorderedGdoubleTperovskiteGoaYynyo{bG
compoundUGInternationalhJournalhofhComputationalhMaterialshSciencehandhEngineeringSG2017SGWbSGXcaWWYc 0.3 2

135 talfTyetallicGrerromagnetismGinGpoubleG}erovskiteGoaYooyo{bGoompoundfGprTR−GoalculationsUG
SpinSG2017SGWcSGXcaWWWe 1.3 17

134  tructuralG tabilitySGqlectronicGandGyagneticG}ropertiesGofGOziXâ��xooxPYyn nG–uaternaryGteuslerG
mlloysUGSpinSG2017SGWcSGXcaWWXW 1.3 6

133 unvestigatedGelectronicGstructureGandGmagneticGorderingGofGrareGearthGimpuritiesGOquSGsdPGinGZn{UG
InternationalhJournalhofhModernhPhysicshBSG2016SGZWSGXbaWYYa 1.1 14

132 mbGinitioGfullTpotentialGstudyGofGmechanicalGpropertiesGandGmagneticGphaseGstabilityGofGcaliforniumG
monopnictidesGOofzGandGof}PUGJournalhofhNuclearhMaterialsSG2016SG_cdSGX_eTXac 3.3 3

131
qffectGofGooulombGinteractionsGandGtartreeTrockGexchangeGonGstructuralSGelasticSGoptoelectronicG
andGmagneticGpropertiesGofGooYyn iGteuslerfGmGcomparativeGstudyUGJournalhofhMagnetismhandh
MagnetichMaterialsSG2016SG_XeSGc_TdZ

2.8 22
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130  tructuralGandGelectronicGpropertiesGofGnonTmagneticGintermetallicGYmuXGOXGiGseGandG iPGinG
hexagonalGandGcubicGphasesUGBulletinhofhMaterialshScienceSG2016SGZeSGXeaTYWW 1.7 3

129 —ealizationGofGpTTypeGoonductivityGinGZn{GviaG}otassiumGpopingUGActahPhysicahPolonicahASG2016SGXYeSGXXaaTXXad0.6 7

128
qlectronicSGqlasticSGandGyagneticG}ropertiesGofGtheGrullTteuslerGwithGtheG_dGTransitionGyetalG
qlementSGooYY iSGooYZr iSGandGooYYWUaZrWUa ifGaGrirstT}rincipleG tudyUGJournalhofhSuperconductivityh
andhNovelhMagnetismSG2016SGYeSGYZXXTYZXc

1.5 10

127 rerromagnetismGinG_tTsazGpolytypeGdopedGbyGnonTmagneticGlightGelementsGxiSGneSGnSGoSG{SGrSGzeSG
zaSGandGygfGmbTinitioGstudyUGJournalhofhMagnetismhandhMagnetichMaterialsSG2016SG_X_SGXaZTXac 2.8 9

126 mGdataminingGapproachGtoGpredictGtheGformationGenthalpyGforGrareTearthGdihydridesG—qtYG
O—q´ i´ oeS}rSpyPUGInternationalhJournalhofhHydrogenhEnergySG2016SG_XSGXXYa_TXXYbZ 6.7 7

125  tructuralSGelasticSGelectronicGandGthermodynamicGinvestigationsGofGneptuniumGchalcogenidesfG
rirstTprinciplesGcalculationsUGChinesehJournalhofhPhysicsSG2016SGa_SGZZT_X 3.5 23

124 rermiG urfacesGofGoompensatedGandG−ncompensatedGyetalsfGssmR−R {GoomparativeGmbGunitioG
 tudyUGJournalhofhSuperconductivityhandhNovelhMagnetismSG2016SGYeSGYXeaTYYWX 1.5

123
ThermodynamicSGstructuralGandGelectronicSGpropertiesGofG n{YfGnyGssmGandGssmGRG
transTblahaTmodifiedGneckeâ��vohnsonGOTnTmnvPGcalculationUGSuperlatticeshandhMicrostructuresSG2015SG
d_SGdWTeW

2.8 6

122 yagneticGorderingGandGelectronicGstructureGofGtheGternaryGironGarsenideGnareYmsYUGInternationalh
JournalhofhModernhPhysicshBSG2015SGYeSGXaaWXdY 1.1

121  tructureGandGmagneticGpropertiesGofGtheGZdGtransitionTmetalGmonoTboridesGTyâ��nGOTyiynSGreSGooPG
underGpressuresUGJournalhofhMagnetismhandhMagnetichMaterialsSG2014SGZbaSGYZTZW 2.8 18

120 }ositronGenergyGlevelsGinGzincGchalcogenidesGZn SGZn eSGandGZnTeUGComputationalhMaterialshScienceSG
2014SGeZSGYYTYd 3.2

119  tructuralSGelasticSGelectronicGandGthermodynamicGpropertiesGofGuraniumGfilledGskutteruditesG
−re_}XYfGrirstGprincipleGmethodUGMaterialshSciencehinhSemiconductorhProcessingSG2014SGYcSGZbdTZce 4.3 31

118  tructuralGandGelasticGpropertiesGofGTizGandGmlzGcompoundsfGfirstTprinciplesGstudyUGMaterialsh
SciencexPolandSG2014SGZYSGYYWTYYc 0.6 6

117 talfGmetallicGpropertiesGofGtheGquaternaryGoureYsa e_GchalcogenideGcompoundUGComputationalh
MaterialshScienceSG2014SGdaSGXaeTXbZ 3.2 10

116 mbGinitioGcalculationsGofGstructuralSGelasticSGandGthermodynamicGpropertiesGofGtoXGOXizSG{SG GandG
 ePUGMaterialshSciencehinhSemiconductorhProcessingSG2014SGYbSGYWaTYXc 4.3 11

115
qlectronicGstructureSGmagneticGandGthermalGpropertiesGofG—hYynZGOZiseSG nSG}bPGcompoundsGunderG
pressureGfromGabTinitioGquasiTharmonicGmethodUGJournalhofhMagnetismhandhMagnetichMaterialsSG2014SG
ZcXSGXZWTXZ_

2.8 6

114 qlectronicGandGmagneticGpropertiesGofGreY ioUGEuropeanhPhysicalhJournalhBSG2014SGdcSGX 1.2 4

113 —esonantGqlectromagneticGrieldGpistributionGonGpopedGyultilayerGThinGrilmG tructureUGSpectroscopyh
LettersSG2014SG_cSGZecT_WZ 1.1 2
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112 rirstT}rinciplesGoalculationsGofG tructuralSGqlectronicSG{pticalSGandGThermodynamicG}ropertiesGofG
od SGodTeGandGTheirGTernaryGmlloysGod XTxTexOWUWGâ�⁄GxGâ�⁄XUWPUGActahPhysicahPolonicahASG2014SGXYaSGXXXWTXXXc 0.6 17

111
rirstTprinciplesGinvestigationGonGstructuralSGelasticSGelectronicGandGthermodynamicGpropertiesGofG
filledGskutteruditeG}rre_}XYGcompoundGforGthermoelectricGapplicationsUGMolecularhSimulationSG2014SG
_WSGXYZbTXY_Z

2 18

110 rirstTprincipleGstudyGofGstructuralSGelasticGandGelectronicGpropertiesGofGThGmonopnictidesUGJournalhofh
NuclearhMaterialsSG2014SG_a_SGXdbTXeX 3.3 15

109 rirstTprincipleGstudyGofGmagneticSGelasticGandGthermalGpropertiesGofGfullGteuslerGooYyn iUG
IntermetallicsSG2014SG__SGYbTZW 3.5 39

108 talfTmetallicGferromagnetismGinG}ryn{ZGperovskiteGfromGfirstGprinciplesGcalculationsUGSolidhStateh
CommunicationsSG2013SGXbdSGbTXW 1.6 50

107  tructuralSGelasticSGelectronicGandGthermodynamicGpropertiesGofGtheGfilledGskutteruditeGoe{s_ bXYG
determinedGbyGdensityGfunctionalGtheoryUGMaterialshSciencehinhSemiconductorhProcessingSG2013SGXbSGXaWdTXaXb4.3 23

106 }ositronGqnergyGxevelsGinGodTnasedG emiconductorsUGCommunicationshinhTheoreticalhPhysicsSG2013SG
aeSGcabTcbY 2.4 1

105  pinT}olarizedGoalculationsGofGyagneticGandGThermodynamicG}ropertiesGofGtheGrullTteuslerG
Omathrm{{oo}}_{Y}PynZGOZGiGmlSGsaPUGInternationalhJournalhofhThermophysicsSG2013SGZ_SGaWcTaYW 2.1 9

104 r}TxyT{GmethodGtoGcalculateGtheGstructuralSGthermodynamicGandGoptoelectronicGpropertiesGofG
 ixseXâ��xoGalloysUGMolecularhPhysicsSG2013SGXXXSGZYWdTZYXc 1.7 7

103 rirstGprincipleGcalculationsGofGstructuralSGelectronicGandGthermodynamicGpropertiesGofGmlZOTix∕Xâ��xPG
alloyGinGpWYYGandGxXYGstructuresUGSolidhStatehSciencesSG2013SGXbSGXTa 3.4 10

102 rerromagnetismGinGod{XGOXiynGandGzPGwithGandGwithoutGintrinsicGpointGdefectsfGmGdensityG
functionalGtheoryUGResultshinhPhysicsSG2013SGZSGYWaTYWd 3.7 6

101 oorrelationGeffectsGonGtheGelectronicGstructureGofGooYynWUareWUa iGandGooYynWUasdWUa iG
quaternaryGalloysUGIntermetallicsSG2013SGZcSGYcTZX 3.5 5

100
qlectronicGstructureSGopticalGandGdielectricGconstantGofGcompoundsGundiumTbasedfGunml}YSGandG
unsa}YGinGitsGchalcopyriteSGou}tGandGoumuTuGstructuresUGMaterialshSciencehinhSemiconductorhProcessing
SG2013SGXbSGX_a_TX_ba

4.3 7

99 rirstTprinciplesGcalculationsGofGmagneticGpropertiesGforGodor{YGunderGpressureUGJournalhofh
MagnetismhandhMagnetichMaterialsSG2013SGZYcSGcbTcd 2.8 4

98 rirstTprinciplesGcalculationsGofGtheGstructuralSGelectronicGandGopticalGpropertiesGofGcubicGnxsaXâ��xmsG
alloysUGPhysicahB:hCondensedhMatterSG2012SG_WcSGXYeYTXZWW 2.8 20

97  pinTpolarizedGcalculationsGofGelectronicGstructuresGinGferromagneticGandGantiferromagneticG
ZnWUcaTyWUYa eGOTyiorSGreSGooGandGziPUGJournalhofhMagnetismhandhMagnetichMaterialsSG2012SGZY_SGYdWWTYdWa2.8 10

96  tructuralGandGelectronicGpropertiesGofGtheGxavesGphaseGbasedGonGrareGearthGtypeGnayYGOyi—hSG}dSG
}tPUGResultshinhPhysicsSG2012SGYSGadTba 3.7 54

95 TheGspinGeffectGinGzincTblendeGodqu GandGodqu efGssmGandGssmR−GstudiesUGPhysicahB:hCondensedh
MatterSG2012SG_WcSGZbZeTZb_a 2.8 7
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94 talfTmetallicGferromagnetismGinGZnorTeGandGodorTefGmbGinitioGstudyUGComputationalhMaterialsh
ScienceSG2011SGaWSGYcdaTYceY 3.2 13

93 rirstTprinciplesGstudyGofGelectronicGstructureGandGmagnetismGofGcubicGmlXâ��xqrxzGusingGtheGx pmR−G
approachUGJournalhofhMagnetismhandhMagnetichMaterialsSG2011SGZYZSGXXc_TXXcd 2.8 9

92 qlectronicGstructureGandGmagnetismGofGcubicGsaXâ��xquxzGandGmlXâ��xquxzGusingGtheGx pmGRG−G
approachUGComputationalhMaterialshScienceSG2010SG_dSGc_ZTc_d 3.2 16

91 ∕acancyGdefectsGinGstrontiumGtitanatefGmbGinitioGcalculationUGComputationalhMaterialshScienceSG2010SG
_eSGeW_TeWe 3.2 26

90  tabilityGandGelectronicGpropertiesGofGZnxodXâ��x{GalloysUGMaterialshChemistryhandhPhysicsSG2010SGXYWSGedTXWZ4.4 29

89 rirstGprinciplesGcalculationGofGelectronicGstructureSGbondingGandGchemicalGstabilityGofGTinYSGzbnYGandG
theirGternaryGalloyGTiWUazbWUanYUGPhysicahB:hCondensedhMatterSG2010SG_WaSGa_WTa_b 2.8 13

88 TheGspinGeffectGinGzincTblendeGodWUaynWUaTeGandGZnWUaynWUaTeGdilutedGmagneticGsemiconductorsfG
r}Txm}≤GstudyUGPhysicahB:hCondensedhMatterSG2010SG_WaSGbYaTbZX 2.8 22

87 r}Txm}≤GinvestigationGofGstructuralSGelectronicSGandGthermodynamicGpropertiesGofGmlZ∕GandGmlZTiG
compoundsUGPhysicahB:hCondensedhMatterSG2010SG_WaSG_W_aT_WaW 2.8 26

86 mbGinitioGstudiesGofGstructuralSGelasticGandGelectronicGpropertiesGofGZrxzbXâ��xoGandGZrxzbXâ��xzG
alloysUGPhysicahB:hCondensedhMatterSG2010SG_WaSGXaZTXac 2.8 11

85 rirstTprinciplesGpredictionGofGstructuralGandGelectronicGpropertiesGofG—Tms{GO—ixaSGsdGandGTiooSGziPG
compoundsGbyGx pmR−GcalculationsUGPhysicahB:hCondensedhMatterSG2010SG_WaSGZaYaTZaZX 2.8 3

84 TheoreticalGanalysisGofGtheGspinGeffectGonGtheGelectronicGandGmagneticGpropertiesGofGtheGcalciumG
manganeseGoxideGoayn{ZfGssmR−GcalculationUGPhysicahB:hCondensedhMatterSG2010SG_WaSG_aeaT_bWb 2.8 13

83 rirstGprinciplesGcalculationsGofGstructuralSGelectronicSGthermodynamicGandGopticalGpropertiesGofGnmsXG
Tx}xalloyUGPhysicahScriptaSG2009SGceSGW_aWWY 2.6 11

82 qxqoT—{zuoGmzpG{}TuomxG}—{}q—Tuq G{rGna{SGna SGna eSGnaTeGmzpGna}oGo{y}{−zp G−zpq—G
tYp—{ TmTuoG}—q  −—qUGModernhPhysicshLettershBSG2009SGYZSGZWbaTZWce 1.6 16

81 TheoreticalGinvestigationGofGelectronicGstructureGofG}b xTeXâ��xGandG}b exTeXâ��xGalloysUGMaterialsh
ChemistryhandhPhysicsSG2009SGXX_SGbaWTbaa 4.4 16

80 qlectronicGstructureGofGnewG—qzims{GO—qGiG—areGqarthGqlementsPGcompoundsfGmbGinitioGspinTdensityG
functionalGtheoryUGSuperlatticeshandhMicrostructuresSG2009SG_bSGaZZTa_W 2.8 1

79 rirstGprinciplesGcalculationsGofGstructuralSGelectronicGandGopticalGpropertiesGofGnmsXâ��x}xGalloyUG
PhysicshProcediaSG2009SGYSGeZZTe_W 16

78 ∕acancyGeffectsGonGstructuralGandGelectronicGpropertiesGofG_dGtransitionTmetalGcarbidesUG
ComputationalhMaterialshScienceSG2009SG__SGXWcXTXWca 3.2 10

77 rirstGprinciplesGcalculationsGofGstructuralSGelectronicGandGopticalGpropertiesGofGnaxirZUGComputationalh
MaterialshScienceSG2009SG__SGXYbaTXYcX 3.2 36

(2009-2011)
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76 mbGinitioGstudyGofGcubicG}b x eXâ��xGalloysUGJournalhofhAlloyshandhCompoundsSG2008SG_bYSGXZaTX_X 5.7 13

75 qlectronicGpropertiesGandGstabilityGofGZn{GfromGcomputationalGstudyUGPhysicahB:hCondensedhMatterSG
2008SG_WZSGZXa_TZXad 2.8 15

74 qlectronicGstructureGofGcubicGqrxsaXâ��xzGusingGtheGx pmR−GapproachUGPhysicahB:hCondensedhMatterSG
2008SG_WZSGYcWYTYcWb 2.8 7

73 seneralizedGgradientGcalculationsGofGmagnetoTelectronicGpropertiesGforGdilutedGmagneticG
semiconductorsGZnyn GandGZnyn eUGPhysicahB:hCondensedhMatterSG2008SG_WZSGZ_aYTZ_ad 2.8 23

72 rirstTprinciplesGcalculationsGofGtheGopticalGbandTgapsGofGZnxodXâ��x{GalloysUGSuperlatticeshandh
MicrostructuresSG2007SG_YSGXbaTXcX 2.8 23

71 rullTpotentialGelectronicGstructureGofGtfYmloGandGtfYmlzUGActahMaterialiaSG2007SGaaSG_XbXT_Xba 8.4 26

70  tructuralGandGelectronicGpropertiesGcalculationsGofGnexZnXâ��x eGalloyUGMaterialshSciencehinh
SemiconductorhProcessingSG2007SGXWSGbTXZ 4.3 20

69  tructuralSGelectronicGandGenergeticGpropertiesGofGsiliconGcarbonGalloysUGPhysicahB:hCondensedhMatterSG
2007SGZddSGXbcTXcZ 2.8 4

68 rirstTprincipleGcalculationsGofGelectronicGandGpositronicGpropertiesGofGmlsamsYUGPhysicahB:hCondensedh
MatterSG2007SGZebSGXbeTXcb 2.8 13

67 mGtheoreticalGinvestigationGofGZn{xG Xâ��xGalloyGbandGstructureUGPhysicahStatushSolidihsBt:hBasich
ResearchSG2007SGY__SGXabWTXabb 1.3 17

66 rirstTprinciplesGcalculationsGofGtheGelasticSGelectronicSGandGopticalGpropertiesGofGtheGfilledG
skutteruditesGoere_}XYGandGThre_}XYUGPhysicalhReviewhBSG2007SGcaSG 3.3 62

65 rirstTprinciplesGelasticGconstantsGandGelectronicGstructureGofGberylliumGchalcogenidesGne SGne eGandG
neTeUGComputationalhMaterialshScienceSG2007SGZdSGbWeTbXc 3.2 82

64 qlectronicGstructureGandGopticalGpropertiesGofGOZn ePnâ��O iYPmGOXXXPGsuperlatticesUGJournalhofhAppliedh
PhysicsSG2006SGeeSGW_ZcWY 2.5 9

63 rullTpotentialGstudyGofGdTelectronsGeffectsGonGtheGelectronicGstructureGofGwurtziteGandGzincTblendeG
unzUGPhysicahStatushSolidihsAthApplicationshandhMaterialshScienceSG2006SGYWZSGZaT_X 1.6 8

62 rullTpotentialGelectronicGstructureGcalculationsGofGunzOmlzPGlayerGembeddedGinGsazGbulkUGPhysicah
StatushSolidihsAthApplicationshandhMaterialshScienceSG2006SGYWZSGYY_cTYYaZ 1.6 1

61 yetaTssmGcalculationGofGtheGelectronicGstructureGofGgroupGuuuâ��∕GnitridesUGPhysicahStatushSolidihsBt:h
BasichResearchSG2006SGY_ZSGXaccTXadY 1.3 17

60  tructuralSGelectronicSGelasticGandGhighTpressureGpropertiesGofGsomeGalkalineTearthGchalcogenidesfG
mnGabGinitioGstudyUGPhysicahB:hCondensedhMatterSG2006SGZcXSGXYTXe 2.8 64

59 rullTrelativisticGcalculationGofGelectronicGstructureGofGZrYmloGandGZrYmlzUGSolidhStatehCommunications
SG2006SGXZeSG_daT_de 1.6 25
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58 rirstTprinciplesGstudyGofGcubicGmlxsaXâ��xzGalloysUGComputationalhMaterialshScienceSG2005SGZZSGXZbTX_W 3.2 20

57 {rderingGeffectsGonGtheGelectronicGstructuresGofGmlzVsazSGunzVsazGandGunzVmlzGsuperlatticesUG
ComputationalhMaterialshScienceSG2005SGZZSGXacTXbY 3.2 5

56
rullGpotentialGlinearizedGaugmentedGplaneGwaveGcalculationsGofGpositronicGandGelectronicGchargeG
densitiesGofGzincTblendeGmlzSGunzGandGtheirGalloyGmlWUaunWUazUGJournalhofhSolidhStatehChemistrySG2005SG
XcdSGYXXcTYXYc

3.3 15

55 }redictiveGstudyGofGelectronicGpropertiesGofGsiliconâ��carbonGalloysUGMaterialshSciencehandhEngineeringh
B:hSolidxStatehMaterialshforhAdvancedhTechnologySG2005SGXYYSGX_aTXaX 3.1 4

54 rirstTprinciplesGcalculationsGofGtheGstructuralSGelectronicGandGopticalGpropertiesGofGandUGPhysicahB:h
CondensedhMatterSG2005SGZbcSGX_YTXaX 2.8 31

53 rullTpotentialGcalculationsGofGstructuralSGelasticGandGelectronicGpropertiesGofGygmlY{_GandGZnmlY{_G
compoundsUGPhysicshLetterswhSectionhA:hGeneralwhAtomichandhSolidhStatehPhysicsSG2005SGZ__SGYcXTYce 2.3 58

52 rirstTprinciplesGcalculationsGofGopticalGpropertiesGofGseoSG noGandGse nGunderGhydrostaticGpressureUG
PhysicahB:hCondensedhMatterSG2005SGZaaSGZeYT_WW 2.8 32

51 rirstTprinciplesGstudyGofGbondingGmechanismsGinGtheGseriesGofGTiSG∕SGorSGyoSGandGtheirGcarbidesGandG
nitridesUGPhysicahB:hCondensedhMatterSG2005SGZadSGbZTcX 2.8 34

50 {pticalGpropertiesGofGn}SGnmsGandGn bGcompoundsGunderGhydrostaticGpressureUGPhysicahB:hCondensedh
MatterSG2005SGZbcSGXeaTYW_ 2.8 46

49  tructuralSGelectronicGandGopticalGpropertiesGofGfluoriteTtypeGcompoundsUGEuropeanhPhysicalhJournalh
BSG2005SG_cSGbZTcW 1.2 30

48 rirstTprinciplesGcalculationsGonGtheGelectronicGstructureGofGTioxzXâ��xSGZrxzbXâ��xoGandGtfoxzXâ��xG
alloysUGMaterialshChemistryhandhPhysicsSG2005SGeXSGXWdTXXa 4.4 79

47 rirstTprincipleGcalculationsGofGstructuralSGelectronicGandGopticalGpropertiesGofGnaTi{ZGandGnaZr{ZG
underGhydrostaticGpressureUGSolidhStatehCommunicationsSG2005SGXZbSGXYWTXYa 1.6 83

46 rirstTprinciplesGcalculationsGofGtheGstructuralSGelectronicGandGopticalGpropertiesGofGuumâ��u∕GantifluoriteG
compoundsUGPhysicahStatushSolidihsBt:hBasichResearchSG2005SGY_YSGYWYYTYWZY 1.3 30

45 unterbandGtransitionsGofGwideTbandTgapGternaryGpnictideGneozYGinGtheGchalcopyriteGstructureUG
PhysicahStatushSolidihsBt:hBasichResearchSG2004SGY_XSGZWaTZXb 1.3 10

44 TheoreticalGstudiesGofGtheGangularGcorrelationGofGpositronGannihilationGinGmlXâ��GxunxzUGPhysicahStatush
SolidihsBt:hBasichResearchSG2004SGY_XSGdcbTdd_ 1.3

43  tructuralSGelectronicGandGopticalGcalculationsGofGouOunSsaP eYGternaryGchalcopyritesUGPhysicahStatush
SolidihsBt:hBasichResearchSG2004SGY_XSGYaXbTYaYd 1.3 42

42 rirstTprinciplesGelasticGconstantsGandGelectronicGstructureGofGn}SGnmsSGandGn bUGPhysicahStatushSolidih
sBt:hBasichResearchSG2004SGY_XSGYddXTYdda 1.3 95

41 rullGpotentialGcalculationGofGstructuralSGelectronicGandGelasticGpropertiesGofGalkalineGearthGoxidesG
yg{SGoa{GandG r{UGPhysicahB:hCondensedhMatterSG2004SGZ__SGZZ_TZ_Y 2.8 102

(2004-2005)
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40 TheGlargeGrotationsGtheoryGofGelastoTviscoplasticGshellsGsubjectedGtoGtheGdynamicGandGthermalGloadsUG
EngineeringhComputationsSG2003SGYWSGZbbTZde 1.4 5

39 rirstTprincipleGstudyGofGstructuralSGelectronicGandGelasticGpropertiesGofG r SG r eGandG rTeGunderG
pressureUGPhysicahB:hCondensedhMatterSG2003SGZZeSGYWdTYXa 2.8 79

38 r}Txm}≤GinvestigationsGofGelectronicGstructureGandGbondingGmechanismGofGzboGandGzbzG
compoundsUGPhysicahB:hCondensedhMatterSG2003SGZYaSG_bTab 2.8 103

37
oalculationGofGstructuralSGopticalGandGelectronicGpropertiesGofGZn SGZn eSGyg SGyg eGandGtheirG
quaternaryGalloyGygXâ��xZnx y eXâ��yUGMaterialshSciencehandhEngineeringhB:hSolidxStatehMaterialshforh
AdvancedhTechnologySG2003SGXWWSGXbZTXcX

3.1 73

36 rirstTprinciplesGcalculationsGofGtheGstructuralGandGelectronicGpropertiesGofGtheGuuuTnitridesTbasedG
superlatticesUGPhysicahE:hLowxDimensionalhSystemshandhNanostructuresSG2003SGXcSGYZaTYZc 3

35 TheoreticalGanalysisGofGdGelectronGeffectsGonGtheGelectronicGpropertiesGofGwurtziteGandGzincblendeG
sazUGPhysicahStatushSolidihsBt:hBasichResearchSG2003SGYZbSGbXTdX 1.3 26

34 TheoreticalGanalysisGofGdisorderGeffectsGonGelectronicGandGopticalGpropertiesGofGtheGquaternaryGalloyG
unXâ��xsaxmsy bXâ��yGepilayerGonGsa bGandGunmsUGPhysicahStatushSolidihsBt:hBasichResearchSG2003SGYZdSGXabTXcY 1.3 13

33 −nusualGstructuralGandGelectronicGpropertiesGofG nxseXâ��xGalloysUGPhysicahStatushSolidihsBt:hBasich
ResearchSG2003SGY_WSGXXbTXXe 1.3 28

32
rirstT}rinciplesGoalculationGofG tructuralGandGqlectronicG}ropertiesGofG≤urtziteGmlxsaXâ��xzSG
unxsaXâ��xzSGandGunxmlXâ��xzG—andomGmlloysUGPhysicahStatushSolidihC:hCurrenthTopicshinhSolidhStateh
PhysicsSG2003SGZXaTZXe

3

31 rirstTprinciplesGinvestigationGofGlatticeGconstantsGandGbowingGparametersGinGwurtziteGmlxsaX´ xzSG
unxsaX´ xzGandGunxmlX´ xzGalloysUGSemiconductorhSciencehandhTechnologySG2003SGXdSGdaWTdab 1.8 101

30  trongGdependenceGofGtheGfundamentalGbandGgapGonGtheGalloyGcompositionGinGcubicGunxsaXTxzGandG
unxmlXTxzGalloysUGMaterialshResearchhSocietyhSymposiahProceedingsSG2003SGcedSGb_W

29 TheoreticalGanalysisGofGdisorderGeffectsGonGelectronicGandGopticalGpropertiesGofGtheGquaternaryGalloyG
saXâ��xmlxmsy bXâ��yUGMaterialshChemistryhandhPhysicsSG2002SGc_SGZYdTZZa 4.4 5

28 }ressureGdependenceGofGenergyGbandGgapsGforGmlxsaXGTxzSGunxsaXGTxzGandGunxmlXGTxzUGNewhJournalh
ofhPhysicsSG2002SG_SGe_Te_ 2.9 30

27 qffectGofG}ressureGonGtheGenergyGbandGgapsGofGunxsaXTxzGandGunxmlXTxzUGMaterialshResearchhSocietyh
SymposiahProceedingsSG2002SGc_ZSGxXXUYaUX

26 TheGelectronicGstructureGofGwurtziteGandGzincblendeGmlzfGanabGinitiocomparativeGstudyUGNewhJournalh
ofhPhysicsSG2002SG_SGb_Tb_ 2.9 74

25 rirstTprinciplesGcalculationsGofGvacancyGeffectsGonGstructuralGandGelectronicGpropertiesGofGTioxandG
TizxUGJournalhofhPhysicshCondensedhMatterSG2002SGX_SGXWYZcTXWY_e 1.8 55

24 TheGgroundGstateGandGtheGbondingGpropertiesGofGtheGhypotheticalGcubicGzincTblendeTlikeGseoGandG
 noGcompoundsUGPhysicshLetterswhSectionhA:hGeneralwhAtomichandhSolidhStatehPhysicsSG2001SGYdYSGYeeTZWd 2.3 39

23 rirstT}rinciplesGoalculationsGofG{pticalG}ropertiesGofGmlzSGsazSGandGunzGoompoundsGunderG
tydrostaticG}ressureUGPhysicahStatushSolidihsBt:hBasichResearchSG2001SGYYdSG_acT_bW 1.3 24
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22 TheGelectronicGstructureGofGouolUGComputationalhMaterialshScienceSG2001SGYWSGYbcTYc_ 3.2 10

21 rirstT}rinciplesGoalculationsGofG{pticalG}ropertiesGofGmlzSGsazSGandGunzGoompoundsGunderG
tydrostaticG}ressureG2001SGYYdSG_ac 1

20 TightTnindingGoalculationGofGqlectronicGandGqlasticG}ropertiesGofGseUGPhysicahStatushSolidihsBt:hBasich
ResearchSG2000SGYXcSGeXXTeXc 1.3 4

19 TrendsGinGbandTgapGpressureGcoefficientsGinGboronGcompoundsGn}SGnmsSGandGn bUGJournalhofhPhysicsh
CondensedhMatterSG2000SGXYSGabaaTabbd 1.8 77

18 oompetitionGbetweenGtheGionicGandGcovalentGcharacterGinGtheGseriesGofGboronGcompoundsGn}SGnmsSG
andGn bUGJournalhofhPhysicshCondensedhMatterSG1999SGXXSGacdXTaceb 1.8 41

17 qlectronicGandGopticalGpropertiesGofGcopperGhalidesGmixedGcrystalGouolXâ��xuxUGPhysicshLetterswhSectionh
A:hGeneralwhAtomichandhSolidhStatehPhysicsSG1998SGY_WSGYacTYb_ 2.3 38

16 TransferableGzonT{rthogonalGTightTnindingGyodelGforG iliconUGPhysicahStatushSolidihsBt:hBasich
ResearchSG1998SGYWdSG_XZT_Yb 1.3 2

15 qlectronicGandG{pticalG}ropertiesGofGoopperGtalideGyixedGorystalsGounrXâ��xuxUGPhysicahStatushSolidih
sBt:hBasichResearchSG1998SGYWeSGZZeTZaY 1.3 13

14 }ressureGdependenceGofGelectronicGpropertiesGinGzincTblendeTlikeG iseGcompoundUGJournalhofhPhysicsh
andhChemistryhofhSolidsSG1998SGaeSGcaeTcbd 3.9 5

13 qlectronicGandGopticalGpropertiesGofGcopperGhalidesGmixedGcrystalGouolXGâ��GxnrxUGJournalhofhPhysicsh
andhChemistryhofhSolidsSG1998SGaeSGeecTXWWc 3.9 9

12 yolecularTdynamicsGsimulationGofGstructuralGandGthermodynamicGpropertiesGofGboronGnitrideUG
JournalhofhPhysicshCondensedhMatterSG1998SGXWSG_ecaT_ed_ 1.8 84

11 oalculationGofGtheGelectronicGandGelasticGpropertiesGofGcarbonUGJournalhofhPhysicshCondensedhMatterSG
1998SGXWSGZXeaTZYWW 1.8 3

10 rirstTprinciplesGstudyGofGstructuralGandGelectronicGpropertiesGofGn bUGJournalhofhPhysicshCondensedh
MatterSG1998SGXWSGceeaTdWWb 1.8 48

9 TheoreticalGanalysisGofGdisorderGeffectsGonGelectronicGandGopticalGpropertiesGinGunsams}GquaternaryG
alloyUGJournalhofhAppliedhPhysicsSG1997SGdYSG_eYZT_eZW 2.5 13

8 qmpiricalG}seudoT}otentialGoalculationsGinGsamsXâ��xzxGandGmlmsXâ��xzxG{rderedGmlloysUGPhysicah
StatushSolidihsBt:hBasichResearchSG1997SGYWXSGXXcTXZ_ 1.3 11

7
qlectronicGstructureGofGmlxsaXGâ��GxmsGandGsa}xmsXGâ��GxGalloysGmodifiedGvirtualGcrystalGapproximationG
calculationGusingGspZsQGbandGstructuresUGMaterialshSciencehandhEngineeringhB:hSolidxStatehMaterialsh
forhAdvancedhTechnologySG1996SG_XSGZW_TZWe

3.1 18

6 }redictionGofGtighG}ressureG}haseGTransitionGinGmlGoompoundsGbyGtheGuonicityGoharacterUGPhysicah
StatushSolidihsBt:hBasichResearchSG1995SGXdeSGwaTwd 1.3 3

5 }redictedGmodificationsGinGtheGdirectGandGindirectGgapsGofGsa}UGInfraredhPhysicshandhTechnologySG
1995SGZbSGceXTcec 2.7

(1995-2001)
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4 qnergyGbandGstructureGcalculationGofGsex nXâ��xGandG ix nXâ��xGalloysUGInfraredhPhysicshandhTechnologySG
1995SGZbSGebcTecY 2.7 19

3 }redictedGmodificationsGinGtheGdirectGandGindirectGgapsGofG iUGSolidhStatehCommunicationsSG1995SGebSGY_aTYaW1.6 4

2 nandGstructureGcalculationsGofGsaXGâ��GxmlxmsSGsamsXGâ��Gx}xGandGmlmsGunderGpressureUGComputationalh
MaterialshScienceSG1995SGZSGZeZT_WX 3.2 11

1 qlectronicGstructureSGmechanicalGandGthermoelectricGpropertiesGofGtheGfullGteuslerGnaYmgZGOZGiGniSG
 bPGalloysfGinsightsGfromGprTGstudyUGIndianhJournalhofhPhysicsSX 1.4 0
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