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j Paper IF Citations

187 tnsightsGintoGmulkG–ropertiesGandG−ransportGxechanismsGinGyewG−ernaryGsalideG·olidGplectrolyteseG
qirstT–rinciplesGnalculationsUGJournalXofXPhysicalXChemistryXCSG2021SGXY]SGYZ]XWTYZ]YW 3.8 3

186 −woTdimensionalGxnyGutilizedGasGhighTcapacityGanodeGforGwiTionGbatteriesQUGChineseXPhysicsXBSG2021SG
ZWSGW[aZWY 1.2 1

185 pffectsGofG·trainGandGplectricGqieldGonGxolecularGoopingGinGxo··eUGACSXOmegaSG2021SGaSGX[aZdTX[a[b 3.9 3

184 qirstTprinciplesGcalculationGidentificationGofGultrahighGhydrogenGstorageGcapacityGinGgTxgZyYUG
JournalXofXAlloysXandXCompoundsSG2021SGcabSGX]cb[[ 5.7 1

183 lGfirstTprinciplesGinvestigationGofGuanusGxo··eGasGaGcatalystGforGphotocatalyticGwaterTsplittingUG
AppliedXSurfaceXScienceSG2021SG]ZbSGX[bdXd 6.7 17

182 ldsorptionGofGpropyleneGcarbonateGonGtheGwixnYz[GOXWWPGsurfaceGinvestigatedGbyGoq−GRG∞G
calculationsQUGChineseXPhysicsXBSG2021SGZWSGWZcYWY 1.2 1

181 −heGthermodynamicsGandGelectronicGstructureGanalysisGofG–TdopedGspinelGnozUGPhysicalXChemistryX
ChemicalXPhysicsSG2021SGYZSGZ]ccTZ]d[ 3.6 1

180 oissociationGofGOwizPGonGgrapheneGandGboronTdopedGgrapheneeGinsightsGfromGfirstTprinciplesG
calculationsUGPhysicalXChemistryXChemicalXPhysicsSG2020SGYYSGX[YXaTX[YY[ 3.6 3

179 −heGeffectGofGstrainGonGtheGwiTstorageGperformanceGofG≤YnGandGybYneGqromGfirstTprinciplesGstudyUG
SolidXStateXCommunicationsSG2020SGZXXSGXXZc]b 1.6 2

178 YoGhoneycombGboropheneGoxideeGaGpromisingGanodeGmaterialGofferingGsuperGhighGcapacityGforG
wiVyaTionGbatteriesUGJournalXofXPhysicsXCondensedXMatterSG2020SGZYSGWa]WWX 1.8 11

177 lnG·cTbasedGcoordinationGpolymerGwithGconcavedGsuperstructureseGpreparationSGformationG
mechanismSGconversionSGandGtheirGelectrochemistryGpropertiesUGCrystEngCommSG2020SGYYSGYdYaTYdZY 3.3

176 qirstTprinciplesGstudyGofGˇ�TboropheneGforGchargeTmodulatedGswitchableGnzGcaptureUGPhysicalX
ChemistryXChemicalXPhysicsSG2020SGYYSGcca[Tccad 3.6 3

175 qormationGandGthermodynamicGstabilityGofGoxygenGvacanciesGinGtypicalGcathodeGmaterialsGforGwiTionG
batterieseGoensityGfunctionalGtheoryGstudyUGSolidXStateXIonicsSG2020SGZ[bSGXX]Y]b 3.3 20

174 qirstTprinciplesGstudyGonGtheGstructuralSGelectronicSGandGwiTionGmobilityGpropertiesGofGantiTperovskiteG
superionicGconductorGwiZznlGOX´ W´ WPGsurfaceUGAppliedXSurfaceXScienceSG2020SG]XWSGX[]Zd[ 6.7 4

173 −heoreticalGpredictionGofG−TgrapheneGasGaGpromisingGalkaliTionGbatteryGanodeGofferingGultrahighG
capacityUGPhysicalXChemistryXChemicalXPhysicsSG2020SGYYSGZYcXTZYcd 3.6 20

172 −heGeffectGofGthicknessGonGtheGwiTionGadsorptionGbehaviorsGofGYoG−iXnGmultiTlayersGfromG
firstTprinciplesGcalculationsUGThinXSolidXFilmsSG2020SGbW[SGXZcWXd 2.2 0

171 xultiTscaleGstabilizationGofGhighTvoltageGwinozYGenabledGbyGnanoscaleGsolidGelectrolyteGcoatingUG
EnergyXStorageXMaterialsSG2020SGYdSGbXTbb 19.4 19
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170 ·tructuralGandGplectronicG–ropertiesGofG·mallG·toichiometricGOwiYzYPnGnlustersGandG elevanceGtoG
wiâ��zYGmatteriesUGJournalXofXClusterXScienceSG2020SGZXSGa[ZTa[d 3 1

169 ·trongGuahnT−ellerGeffectGatGyiz[GtetrahedronGinGyinoYz[GspinelUGPhysicsXLetterslXSectionXA:XGenerallX
AtomicXandXSolidXStateXPhysicsSG2020SGZc[SGXYaXX[ 2.3 0

168
·urfaceGxodificationGofGtheGwiyinoxnzGnathodeGxaterialGbyGnoatingGwithGqe–zGwithGaGγolkT·hellG
·tructureGforGtmprovedGplectrochemicalG–erformanceUGACSXAppliedXMaterialsXeamp;XInterfacesSG2020SG
XYSGZaW[aTZaW]Z

9.5 25

167 qirstTprinciplesGinsightsGofGhydrogenGdiffusionGdynamicsGatGtheG˛–TllYzZGOWWWXPGsurfaceUGAppliedX
SurfaceXScienceSG2020SG]ZXSGX[bYaZ 6.7 1

166 pfficientGpotentialTtuningGstrategyGthroughGpTtypeGdopingGforGdesigningGcathodesGwithGultrahighG
energyGdensityUGNationalXScienceXReviewSG2020SGbSGXbacTXbb] 10.8 23

165 sydrogenGsolutionGinGtungstenGOαPGunderGdifferentGtemperaturesGandGstrainseGaGfirstGprinciplesG
calculationGstudyUGPhysicalXChemistryXChemicalXPhysicsSG2020SGYYSGXdaYZTXdaZW 3.6 4

164 wiraz·GisGaGfastGwiTtonGconductoreGlGfirstTprinciplesGpredictionUGMaterialsXandXDesignSG2020SGXc]SGXWcYa[ 8.1 5

163 qirstGprinciplesGstudyGofGgTxgyGasGanGanodeGmaterialGforGyaTSGvTSGxgTSGnaTGandGllTionGstorageUUGRSCX
AdvancesSG2019SGdSGYbZbcTYbZc] 3.7 11

162 plectricTfieldTtunableGmolecularGadsorptionGonGgermananeUGPhysicalXChemistryXChemicalXPhysicsSG
2019SGYXSGYWYcbTYWYd] 3.6 4

161 −unableGelectronicGstructuresGinGm–Vxo··eGvanGderGαaalsGheterostructuresGbyGexternalGelectricGfieldG
andGstrainUGAppliedXSurfaceXScienceSG2019SG[dbSGX[ZcWd 6.7 45

160
–hosphorusTxediatedGxo·YeG–hosphorusTxediatedGxo·YGyanowiresGasGaGsighT–erformanceG
plectrodeGxaterialGforG—uasiT·olidT·tateG·odiumTtonGtntercalationG·upercapacitorsGO·mallG[VYWXdPUG
SmallSG2019SGX]SGXdbWWYa

11 2

159 rermagrapheneGasGaGpromisingGanodeGmaterialGforGlithiumTionGbatteriesGpredictedGfromG
firstTprinciplesGcalculationsUGNanoscaleXHorizonsSG2019SG[SG[]bT[aZ 10.8 36

158 −raceGdopingGofGmultipleGelementsGenablesGstableGbatteryGcyclingGofGwinozYGatG[UaG≤UGNatureXEnergySG
2019SG[SG]d[TaWZ 62.3 299

157 −heGeffectGofGprotonsGonGtheGxgGmigrationGinGanG˛–T≤zGcathodeGforGmagnesiumGbatterieseGaG
firstTprinciplesGinvestigationUGPhysicalXChemistryXChemicalXPhysicsSG2019SGYXSGb[WaTb[XX 3.6 12

156 ·tructuralGandGelectronicGpropertiesGofGsmallGlithiumGperoxideGclustersGinGviewGofGtheGchargeGprocessG
inGwiTzGbatteriesUGPhysicalXChemistryXChemicalXPhysicsSG2019SGYXSGXddZ]TXdd[Z 3.6 2

155 yewGinsightsGintoGwiGdiffusionGinGwiT·iGalloysGforG·iGanodeGmaterialseGroleGofG·iGmicrostructuresUG
NanoscaleSG2019SGXXSGX[W[YTX[W[d 7.7 10

154 qirstG–rinciplesG·tudyGofG–entaTsiligrapheneGasGsighT–erformanceGlnodeGxaterialGforGwiTtonG
matteriesUGNanoscaleXResearchXLettersSG2019SGX[SGYaW 5 13

153 qirstGprinciplesGstudyGofGalkaliGandGalkalineGearthGmetalGionsGadsorptionGandGdiffusionGonG
pentaTgrapheneUGSolidXStateXIonicsSG2019SGZ[YSGXX]WaY 3.3 11

(2019-2020)
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152 qirstTprinciplesGstudyGofGrareTearthTdopedGcathodeGmaterialsGwiYxnzZGinGwiTionGbatteriesUGWuliX
XuebaooActaXPhysicaXSinicaSG2019SGacSGXZcYWX 0.6 1

151 qirstTprinciplesGstudyGofGreductionGmechanismGofGoxygenGmoleculeGusingGnitrogenGdopedGgrapheneG
asGcathodeGmaterialGforGlithiumGairGbatteriesUGWuliXXuebaooActaXPhysicaXSinicaSG2019SGacSGXYccWX 0.6 2

150 oensityGfunctionalGtheoryGpredictionGofGxgyGasGaGhighTperformanceGanodeGmaterialGforGwiTionG
batteriesUGPhysicalXChemistryXChemicalXPhysicsSG2019SGYXSGbW]ZTbWaW 3.6 9

149 uahnâ��−ellerGtypeGsmallGpolaronGassistedGyaGdiffusionGinGyaxnzYGasGaGcathodeGmaterialGforGyaTionG
batteriesUGJournalXofXMaterialsXChemistryXASG2019SGbSGaW]ZTaWaX 13 14

148
yewGinsightGintoGtheGeffectGofGfluorineGdopingGandGoxygenGvacanciesGonGelectrochemicalG
performanceGofGnoYxnz[GforGflexibleGquasiTsolidTstateGasymmetricGsupercapacitorsUGEnergyXStorageX
MaterialsSG2019SGYYSGZc[TZda

19.4 105

147 tnterpenetratingGgrapheneGnetworkGbctTneGaGpromisingGanodeGmaterialGforGwiGionGbatteriesUGPhysicalX
ChemistryXChemicalXPhysicsSG2019SGYXSGYZ[c]TYZ[dX 3.6 6

146 −hreeTdimensionalGhoneycombGcarboneGuunctionGlineGdistortionGandGnovelGemergentGfermionsUG
CarbonSG2019SGX[XSG[XbT[Ya 10.4 29

145 –hosphorusTxediatedGxo·GyanowiresGasGaGsighT–erformanceGplectrodeGxaterialGforG
—uasiT·olidT·tateG·odiumTtonGtntercalationG·upercapacitorsUGSmallSG2019SGX]SGeXcWZdc[ 11 54

144 −ailoringGwithiumGoepositionGviaGanG·ptTqunctionalizedGxembraneGoerivedGfromGwiqGoecoratedG
wayeredGnarbonG·tructureUGAdvancedXEnergyXMaterialsSG2019SGdSGXcWYdXY 21.8 74

143 ·candiumGxolybdateGxicrostructuresGwithG−unableG–haseGandGxorphologyeGxicrowaveG·ynthesisSG
−heoreticalGnalculationsSGandG–hotoluminescenceG–ropertiesUGInorganicXChemistrySG2019SG]cSGY[dXTY]WW 5.1 6

142 pffectGofGtnterstitialGsydrogenGonGtheGxechanicalGandG−hermalG–ropertiesGofG−ungsteneGlG
qirstT–rinciplesG·tudyUGJournalXofXPhysicalXChemistryXCSG2019SGXYZSGXdXZTXdYX 3.8 8

141 –hosphorousTcontainingGoxygenTdeficientGcobaltGmolybdateGasGanGadvancedGelectrodeGmaterialGforG
supercapacitorsUGEnergyXStorageXMaterialsSG2019SGXdSGXcaTXda 19.4 90

140 xolecularGadsorptionGandGstrainTinducedGferromagneticGsemiconductorTmetalGtransitionGinG
halfThydrogenatedGgermaneneUGJournalXofXAppliedXPhysicsSG2019SGXY]SGWcY]W[ 2.5 1

139 pffectGofGcationGsubstitutionGonGtheGpseudocapacitiveGperformanceGofGspinelGcobaltiteGxnoYz[GOxGhG
xnSGyiSGnuSGandGnoPUGJournalXofXMaterialsXChemistryXASG2018SGaSGXWab[TXWac] 13 164

138 ·iligrapheneGasGaGpromisingGanodeGmaterialGforGlithiumTionGbatteriesGpredictedGfromGfirstTprinciplesG
calculationsUGNanoXEnergySG2018SG[dSGabTba 17.1 65

137 −heGadsorptionGandGdissociationGofGoxygenGonGlgGOXXXPGsupportedGˇ�GZGboropheneUGPhysicaXB:X
CondensedXMatterSG2018SG]ZbSGXTa 2.8 14

136 −heGstructuralGandGelectronicGpropertiesGofG–tTnuGalloyGclusterseGpmbeddingGatomGmethodGcombinedG
withGdensityGfunctionalGtheoryGstudyUGJournalXofXAlloysXandXCompoundsSG2018SGb[XSGaW[TaWd 5.7 7

135 −uningGtheGelectronicGpropertiesGofGgermaneneGbyGmolecularGadsorptionGandGunderGanGexternalG
electricGfieldUGJournalXofXMaterialsXChemistryXCSG2018SGaSG]dZbT]d[c 7.1 22
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134 yaYxnzZGasGcathodeGmaterialsGforGyaGionGbatterieseGqromGfirstTprinciplesGinvestigationsUGSolidXStateX
IonicsSG2018SGZYWSGYXWTYX[ 3.3 18

133 mandgapGtuningGinGxo··eGbilayerseGsynergisticGeffectsGofGdipoleGmomentGandGinterlayerGdistanceUG
PhysicalXChemistryXChemicalXPhysicsSG2018SGYWSGYWdXdTYWdYa 3.6 32

132 plectronTdonorGdopingGenhancedGwiGstorageGinGelectrideGnayGmonolayereGaGfirstTprinciplesGstudyUG
JournalXofXPhysicsXCondensedXMatterSG2018SGZWSGZ[]]WX 1.8 5

131 nurvatureGinducedGimprovementGofGwiGstorageGinGnaYyGnanotubesUGAppliedXSurfaceXScienceSG2018SG
[]dSG[WaT[XW 6.7 2

130 nonfinedGwiGionGmigrationGinGtheGsiliconTgrapheneGcomplexGsystemeGlnGabGinitioGinvestigationUG
AppliedXSurfaceXScienceSG2018SG[ZaSG]W]T]XW 6.7 10

129 nomparativeGstudyGonGdynamicalGstabilityGagainstGstrainGofGpristineGandGchemicallyGfunctionalizedG
monolayerGhoneycombGmaterialsUGJournalXofXMaterialsXScienceSG2018SG]ZSG[ZWaT[ZX] 4.3 3

128 mulkGpropertiesGandGtransportGmechanismsGofGaGsolidGstateGantiperovskiteGwiTionGconductorGwiZznleG
insightsGfromGfirstGprinciplesGcalculationsUGJournalXofXMaterialsXChemistryXASG2018SGaSGXX]WTXXaW 13 33

127 lbGinitioGmolecularGdynamicsGsimulationGofGirradiationGparticlesGbehaviorGinGtungstenUGEuropeanX
PhysicalXJournalXBSG2018SGdXSGX 1.2

126 −heoreticalG–redictionGofGuanusGxo··eGasGaG–otentialGlnodeGxaterialGforGwithiumTtonGmatteriesUG
JournalXofXPhysicalXChemistryXCSG2018SGXYYSGYZcddTYZdWd 3.8 34

125 qirstTprinciplesGidentificationGofGspinelGnanoYz[GasGaGpromisingGcathodeGmaterialGforGnaTionG
batteriesUGSolidXStateXIonicsSG2018SGZYaSGX[]TX[d 3.3 9

124 ·trainTtunableGmolecularGdopingGinGgermananeeGaGfirstTprinciplesGstudyUGNanotechnologySG2018SGYdSG[a]YWY3.4 3

123 qurtherGdiscussionsGonGtheGgeometryGandGfastGdiffusionGofGllnl[GclusterGintercalatedGinGgraphiteUG
ElectrochimicaXActaSG2017SGYYZSGXZbTXZd 6.7 7

122 oesignGandG–ropertiesG–redictionGofGlxnzqGbyGqirstT–rinciplesGnalculationsUGACSXAppliedXMaterialsX
eamp;XInterfacesSG2017SGdSGXZY]]TXZYaX 9.5 2

121 lbGinitioGinvestigationGofGuahnâ��−ellerTdistortionTtunedGwiTionGmigrationGinG˛»TxnzYUGJournalXofX
MaterialsXChemistryXASG2017SG]SGdaXcTdaYa 13 18

120 –reparationGandGtemperatureTdependentGphotoluminescenceGpropertiesGofG·cqZepuZRG
submicroparticlesUGNewXJournalXofXChemistrySG2017SG[XSGbdX]TbdYZ 3.6 10

119 oesigningGlirT·tableGzZT−ypeGnathodeGxaterialsGbyGnombinedG·tructureGxodulationGforGyaTtonG
matteriesUGJournalXofXtheXAmericanXChemicalXSocietySG2017SGXZdSGc[[WTc[[Z 16.4 219

118 mondingGinteractionsGinGwiVyaGoxidesSGperoxidesGandGsuperoxidesGandGtheirGimplicationGtoGtheG
performanceGofGtheGwiVyaTairGbatteriesUGSolidXStateXIonicsSG2017SGZWZSGY[TYc 3.3 3

117 wiGionGdiffusionGdynamicsGonGwiGoxidesGandGperoxidesGsurfacesUGMaterialsXLettersSG2017SGXccSGYWcTYXX 3.3 2

(2017-2018)
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116 ·tructuralGandGplectronicGqeaturesGofGybToopedG·rnozZeGtnsightGfromGqirstT–rinciplesGnalculationsUG
JournalXofXPhysicalXChemistryXCSG2017SGXYXSGY[dcbTY[ddZ 3.8 3

115 nompressiveGstrainGinducedGdynamicalGstabilityGofGmonolayerGX−TxβYGOxGGhGGxoSGαfGβGGhGG·SG·ePUG
MaterialsXResearchXExpressSG2017SG[SGXX]WXc 1.7 8

114 uahnâ��−ellerGdistortionGaffectedGwiGionGmigrationGinGspinelG−izYUGSolidXStateXIonicsSG2017SGZXYSGXbTYW 3.3 2

113 tnsightsGintoGtheGphysicsGofGinteractionGbetweenGboropheneGandGzYTfirstTprinciplesGinvestigationUG
ComputationalXMaterialsXScienceSG2017SGX[WSGYaXTYaa 3.2 13

112 qacileGmicrowaveGsynthesisGofG·c–z[´•YsYzGflowerlikeGsuperstructureseGmorphologyGcontrolSG
electronicGstructureGandGmulticolorGtunableGluminescentGpropertiesUGCrystEngCommSG2017SGXdSG]bcbT]bda3.3 7

111 −heGeffectGofGtitaniumO−iPGdopingGonGhydrogenGincorporationGinGtungstenOαPeqirstTprinciplesG
calculationsUGFusionXEngineeringXandXDesignSG2017SGXYXSGYYbTYZ[ 1.7 12

110 nalciumGoopingGofGwithiumG−itaniumGzxideGyanosphereseGlGnombinedGqirstT–rinciplesGandG
pxperimentalG·tudyUGEnergyXTechnologySG2017SG]SG]ZdT][Z 3.5 10

109 withiumGionGadsorptionGandGdiffusionGonGblackGphosphoreneGnanotubeeGlGfirstTprinciplesGstudyUG
AppliedXSurfaceXScienceSG2017SGZdYSGccTd[ 6.7 23

108 sighlyGoptimizedGembeddingGatomGmethodGpotentialGforG–tTnuGalloysUGJournalXofXAlloysXandX
CompoundsSG2017SGadaSG[bWT[cW 5.7 4

107 xechanicalGpropertiesGofGαâ��−iGalloysGfromGfirstTprinciplesGcalculationsUGFusionXEngineeringXandX
DesignSG2016SGXWaSGZ[TZd 1.7 29

106 nomparisonsGbetweenGadsorptionGandGdiffusionGofGalkaliSGalkalineGearthGmetalGatomsGonGsiliceneGandG
thoseGonGsilicaneeGtnsightGfromGfirstTprinciplesGcalculationsUGChineseXPhysicsXBSG2016SGY]SGWabXWZ 1.2 15

105 noordinationGofGlithiumGionGwithGethyleneGcarbonateGelectrolyteGsolventeGlGcomputationalGstudyUG
InternationalXJournalXofXQuantumXChemistrySG2016SGXXaSGdbTXWY 2.1 29

104 tmprovingGtheGelectricalGconductivityGandGstructuralGstabilityGofGtheGwiGYGxnzGZGcathodeGviaG–GdopingUG
JournalXofXAlloysXandXCompoundsSG2016SGa]cSGcXcTcYZ 5.7 23

103 xultiTscaleGcomputationGmethodseG−heirGapplicationsGinGlithiumTionGbatteryGresearchGandG
developmentUGChineseXPhysicsXBSG2016SGY]SGWXcYXY 1.2 346

102 qirstGprincipleGstudyGofGwiGβG·GYGOGβGhGraSGtnPGasGcathodeGmaterialsGforGwiGionGbatteriesUGChineseXPhysicsX
BSG2016SGY]SGWYcYWY 1.2 2

101 –hysicsGofGelectronGandGlithiumTionGtransportGinGelectrodeGmaterialsGforGwiTionGbatteriesUGChineseX
PhysicsXBSG2016SGY]SGWXcYWa 1.2 27

100 xanipulationGofGspinTflipGinGnoZz[eGaGfirstGprinciplesGstudyUGJournalXofXMaterialsXScienceSG2016SG]XSG[adXT[ada4.3 8

99 tnsightGintoGtheG≤ibrationalGandG−hermodynamicG–ropertiesGofGwayeredGwithiumG−ransitionTxetalG
zxidesGwixzYGOxGhGnoSGyiSGxnPeGlGqirstT–rinciplesG·tudyUGJournalXofXPhysicalXChemistryXCSG2016SGXYWSG]cbaT]ccY3.8 20
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98 tnvestigationsGonGybYnGmonolayerGasGpromisingGanodeGmaterialGforGwiGorGnonTwiGionGbatteriesGfromG
firstTprinciplesGcalculationsUGRSCXAdvancesSG2016SGaSGYb[abTYb[b[ 3.7 96

97 reometryGandGfastGdiffusionGofGllnl[GclusterGintercalatedGinGgraphiteUGElectrochimicaXActaSG2016SG
Xd]SGX]cTXa] 6.7 69

96 neZRTdopedGwi[−i]zXYGwithGnezYGsurfaceGmodificationGbyGaGsolTgelGmethodGforGhighTperformanceG
lithiumTionGbatteriesUGElectrochimicaXActaSG2016SGXcdSGX[bTX]b 6.7 55

95 ·tructuralSGelectronicSGsodiumGdiffusionGandGelasticGpropertiesGofGyaâ��–GalloyGanodeGforGyaTionG
batterieseGtnsightGfromGfirstTprinciplesGcalculationsUGModernXPhysicsXLettersXBSG2016SGZWSGXa]WZc] 1.6 3

94 lGnovelGorganosiliconTbasedGionicGplasticGcrystalGasGsolidTstateGelectrolyteGforGlithiumTionGbatteriesUG
JournalXofXZhejiangXUniversity:XScienceXASG2016SGXbSGX]]TXaY 2.1 3

93 −heGstrainGeffectGonGlithiumGionGmigrationGinGwiT·iGalloyseGlGfirstTprinciplesGstudyUGSolidXStateX
CommunicationsSG2016SGY[bSG[bT]Y 1.6 4

92 −heGeffectGofGtitaniumGdopingGonGcarbonGbehaviorGinGtungsteneGlGfirstTprinciplesGstudyUGFusionX
EngineeringXandXDesignSG2016SGXXYSGXYZTXYd 1.7 4

91 ·tructuralSGplectronicSGandGwiGxigrationG–ropertiesGofG pToopedGO pGhGneSGwaPGwinozYGforGwiTionG
matterieseGlGqirstT–rinciplesGtnvestigationUGJournalXofXPhysicalXChemistryXCSG2016SGXYWSGXc[YcTXc[Z[ 3.8 28

90 ·tructuralGqeaturesGofGxediumT·izedGreGnGOnGhGZ]SG[WSG[]SG]WSG]]GandGaWPGclustersUGJournalXofXClusterX
ScienceSG2015SGYaSGXWWXTXWXW 3 1

89 zrganosiliconGfunctionalizedGglycerolGcarbonatesGasGelectrolytesGforGlithiumTionGbatteriesUGRSCX
AdvancesSG2015SG]SGXbaaWTXbaaa 3.7 16

88 −heGstructuralGandGelectronicGpropertiesGofGspinelGxnnoYz[GbulkGandGlowTindexGsurfaceseGqromGfirstG
principlesGstudiesUGAppliedXSurfaceXScienceSG2015SGZ[dSG]XWT]X] 6.7 22

87 YoGplectridesGasG–romisingGlnodeGxaterialsGforGyaTtonGmatteriesGfromGqirstT–rinciplesG·tudyUGACSX
AppliedXMaterialsXeamp;XInterfacesSG2015SGbSGY[WXaTYY 9.5 126

86 xultipleGoiracG–ointsGandGsydrogenationTtnducedGxagnetismGofGrermaneneGwayerGonGllGOXXXPG
·urfaceUGJournalXofXPhysicalXChemistryXLettersSG2015SGaSG[dZaT[Y 6.4 27

85 qirstTprinciplesGstudyGofGtheGstabilityGofGfreeTstandingGgermaneneGinGoxygenGatmosphereUGJournalXofX
AppliedXPhysicsSG2015SGXXcSGXY[ZWZ 2.5 14

84 qirstT–rinciplesG·tudyGofGwithiumGandG·odiumGltomsGtntercalationGinGqluorinatedGrraphiteUG
EngineeringSG2015SGXSGY[ZTY[a 9.7 11

83 −heGstabilityGofGfreeTstandingGgermananeGinGoxygeneGqirstTprinciplesGinvestigationUGEurophysicsX
LettersSG2015SGXXWSGXbWWb 1.6 5

82 αaRGMGmrâ��GcodopedGwi[−i]zXYGanodeGwithGsuperGrateGperformanceGforGwiTionGbatteriesUGJournalXofX
MaterialsXChemistryXASG2015SGZSGXZbWaTXZbXa 13 59

81 yitrogenTGandG–hosphorusToopedGmiocarbonGwithGpnhancedGplectrocatalyticGlctivityGforGzxygenG
 eductionUGACSXCatalysisSG2015SG]SGdYWTdYb 13.1 124

(2015-2016)
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80 sydrogenGstorageGonGcalciumTdecoratedGmnbGsheeteGlGfirstTprinciplesGstudyUGInternationalXJournalXofX
HydrogenXEnergySG2014SGZdSGYX[YTYX[c 6.7 19

79 tnvestigationsGonG≤YnGandG≤YnβYGOβGhGqSGzsPGxonolayerGasGaG–romisingGlnodeGxaterialGforGwiGtonG
matteriesGfromGqirstT–rinciplesGnalculationsUGJournalXofXPhysicalXChemistryXCSG2014SGXXcSGY[Yb[TY[YcX 3.8 215

78 –olaronGstatesGandGmigrationGinGqTdopedGwiYxnzZUGPhysicsXLetterslXSectionXA:XGenerallXAtomicXandX
SolidXStateXPhysicsSG2014SGZbcSGY[[dTY[]Y 2.3 16

77 nomparisonGofGtheGstabilityGofGfreeTstandingGsiliceneGandGhydrogenatedGsiliceneGinGoxygeneGaGfirstG
principlesGinvestigationUGJournalXofXPhysicsXCondensedXMatterSG2014SGYaSGZ]]WWb 1.8 18

76 wiTdecoratedGgraphyneGasGhighTcapacityGhydrogenGstorageGmediaeGqirstTprinciplesGplaneGwaveG
calculationsUGInternationalXJournalXofXHydrogenXEnergySG2014SGZdSGXbXW[TXbXXX 6.7 56

75 nurvatureGinducedGmagneticGnanonodesGinGOaSGWPG·inVnGnanotubeGheterojunctionGsuperlatticeUG
PhysicaXE:XLowmDimensionalXSystemsXandXNanostructuresSG2014SG]cSGX]ZTX]a 3 1

74 tnsightsGintoGstructuralGstabilityGandGwiGsuperionicGconductivityGofGwiXWre–Y·XYGfromGfirstTprinciplesG
calculationsUGChemicalXPhysicsXLettersSG2014SG]dXSGXaTYW 2.5 28

73 ·trainGtunedGwiGdiffusionGinGwinozYGmaterialGforGwiGionGbatterieseGlGfirstGprinciplesGstudyUGSolidXStateX
IonicsSG2014SGYaZSG[aT[c 3.3 71

72 tsGsiliceneGstableGinGzGYGjGâ��qirstTprinciplesGstudyGofGzGYGdissociationGandGzGYGTdissociationâ��inducedG
oxygenGatomsGadsorptionGonGfreeTstandingGsiliceneUGEurophysicsXLettersSG2014SGXWaSG[bWWX 1.6 26

71 pffectGofGstrainGonGwiGadsorptionGonGsiliceneUGWuliXXuebaooActaXPhysicaXSinicaSG2014SGaZSGYXbXWX 0.6 1

70 qirstT–rinciplesGnalculationGofGwithiumGldsorptionGandGoiffusionGonG·iliceneUGChineseXPhysicsXLettersSG
2013SGZWSGWXbXWZ 1.8 22

69 −heGroleGofGnuGinGdegradingGadsorptionGofGnzGonGtheG–tnnuGclustersUGJournalXofXPhysicalXChemistryXASG
2013SGXXbSGcYdZTb 2.8 21

68 −heGstructuralSGmechanicalGandGelectronicGpropertiesGofGO[S[PG·inVnGnanotubeGheterojunctioneGlG
firstTprinciplesGstudyUGComputationalXMaterialsXScienceSG2013SGacSGZabTZbW 3.2 8

67 pffectsGofGhydrogenGonGxnTdopedGrayeGlGfirstGprinciplesGcalculationUGPhysicaXB:XCondensedXMatterSG
2013SG[Y]SGZcT[X 2.8 3

66 ·− ltyT−∞ylmwpGmlyoGrl–GzqGmnZG·spp−eGlGqt ·−T– tynt–wp·Gty≤p·−trl−tzyUGModernXPhysicsX
LettersXBSG2013SGYbSGXZ]WXXW 1.6 2

65 nhargeGtransferGandGformationGofGneZRGuponGadsorptionGofGmetalGatomGxGOx´ h´ nuSGlgSGluPGonGnezYG
OXWWPGsurfaceUGJournalXofXPowerXSourcesSG2013SGYZ[SGadTcX 8.9 27

64 −heGzriginGofGmnGbG·heetGxetallicityGandGtheG−uningGofGitsGplectronicG–ropertiesGbyGsydrogenationUG
ChineseXPhysicsXLettersSG2013SGZWSGWaaXWY 1.8 2

63
–hysicsGtowardsGnextGgenerationGwiGsecondaryGbatteriesGmaterialseGlGshortGreviewGfromG
computationalGmaterialsGdesignGperspectiveUGScienceXChina:XPhysicslXMechanicsXandXAstronomySG2013SG
]aSGYYbcTYYdY

3.6 20
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62 ·− ∞n−∞ lwGlyoGpwpn− zytnGp≤zw∞−tzyGq zxG·inG·spp−G−zG·twtnpypUGInternationalXJournalX
ofXModernXPhysicsXBSG2013SGYbSGXZ]WXcc 1.1 2

61 qt ·−T– tynt–wp·G·−∞oγGzyG˛†T·inVmyy−Gnz pV·spwwGylyznlmwpUGModernXPhysicsXLettersXBSG
2013SGYbSGXZ]WXad 1.6

60 qirstTprinciplesGstudyGonGtheGelectronicGstructuresGofGnrTGandGαTdopedGsingleTlayerGxo·YUGWuliX
XuebaooActaXPhysicaXSinicaSG2013SGaYSGWZbXWZ 0.6 13

59 qirstTprinciplesGstudyGonGtheGelectronicGstructuresGofG˛†T·inVcarbonGnanotubeGcoreTshellGstructuresUG
WuliXXuebaooActaXPhysicaXSinicaSG2013SGaYSGXWbXWX 0.6 5

58 qirstTprinciplesGstudyGofGhighTcapacityGhydrogenGstorageGonGgrapheneGwithGwiGatomsUGJournalXofX
PhysicsXandXChemistryXofXSolidsSG2012SGbZSGY[]TY]X 3.9 74

57 plectronicGstatesGofGmetalGOnuSGlgSGluPGatomGonGnezYOXXXPGsurfaceeG−heGroleGofGlocalGstructuralG
distortionUGJournalXofXPowerXSourcesSG2012SGXdbSGYcTZb 8.9 41

56 ·ynthesisGandGwithiumG·torageGxechanismGofG∞ltrafineGxozYGyanorodsUGChemistryXofXMaterialsSG
2012SGY[SG[]bT[aZ 9.6 201

55  oleGofGalloyingGelementsGinGvanadiumTbasedGbinaryGalloyGmembranesGforGhydrogenGseparationUG
JournalXofXMembraneXScienceSG2012SG[YZT[Y[SGZZYTZ[X 9.6 22

54 qirstTprinciplesGstudyGofGtheGoxygenGadsorptionGandGdissociationGonGgrapheneGandGnitrogenGdopedG
grapheneGforGwiTairGbatteriesUGJournalXofXAppliedXPhysicsSG2012SGXXYSGXW[ZXa 2.5 112

53 qirstTprinciplesGinvestigationGofGtransitionGmetalGatomGxGOxGhGnuSGlgSGluPGadsorptionGonGnezYOXXWPUG
PhysicalXChemistryXChemicalXPhysicsSG2012SGX[SGXdYZTZZ 3.6 47

52 ·trainTinducedGsemimetalTmetalGtransitionGinGsiliceneUGEurophysicsXLettersSG2012SGddSGXbWXW 1.6 70

51 qirstTprinciplesGstudyGofGlithiumGintercalatedGbilayerGgrapheneUGScienceXChina:XPhysicslXMechanicsXandX
AstronomySG2012SG]]SGXZbaTXZcY 3.6 19

50 ·− ltyGtyo∞npoGpyslynpoGxtr l−tzyGzqG–zwl zyGlyoGwt−st∞xGtzyGtyG˛»TxnzYUGFunctionalX
MaterialsXLettersSG2012SGW]SGXY]WWZb 1.2 20

49 ∞nderstandingGtheGeffectGofGtheGlayerTtoTlayerGdistanceGonGwiTintercalatedGgraphiteUGJournalXofX
AppliedXPhysicsSG2012SGXXXSGXY[ZY] 2.5 19

48 −heGeffectGofGstrainGonGbandGstructureGofGsingleTlayerGxo·YeGanGabGinitioGstudyUGWuliXXuebaooActaX
PhysicaXSinicaSG2012SGaXSGYYbXWY 0.6 15

47 qirstGprinciplesGinvestigationGofGdynamicGperformanceGinGtheGprocessGofGlithiumGintercalationGintoG
blackGphosphorusUGWuliXXuebaooActaXPhysicaXSinicaSG2012SGaXSGY[bXWX 0.6 5

46 plectricalGandGwithiumGtonGoynamicsGinG−hreeGxainGnomponentsGofG·olidGplectrolyteGtnterphaseGfromG
oensityGqunctionalG−heoryG·tudyUGJournalXofXPhysicalXChemistryXCSG2011SGXX]SGbW[[TbW[d 3.8 117

45 sydrogenGsolutionGinGtetrahedralGorGoctahedralGinterstitialGsitesGinGllUGJournalXofXAlloysXandX
CompoundsSG2011SG]WdSGdYX[TdYXb 5.7 11

(2011-2013)
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44 sydrogenTinducedGinteractionsGinGvanadiumGfromGfirstTprinciplesGcalculationsUGPhysicalXReviewXBSG
2011SGcZSG 3.3 44

43 lntisiteGdefectsGandGxgGdopingGinGwiqe–z[eGaGfirstTprinciplesGinvestigationUGAppliedXPhysicsXA:X
MaterialsXScienceXandXProcessingSG2011SGXW[SG]YdT]Zb 2.6 43

42 withiumGionGdiffusionGinGwi[Rx−i]zXYeGqromGabGinitioGstudiesUGElectrochimicaXActaSG2011SG]aSGaWc[TaWcc 6.7 44

41 nobaltGsuppressedGuahnâ��−ellerGeffectGinGwinoWU]yiWU]zYGforGlithiumGionGbatteriesUGSolidXStateX
CommunicationsSG2011SGX]XSGYZ[TYZb 1.6 18

40 ≤acancyGandGsGtnteractionsGinGybUGChineseXPhysicsXLettersSG2011SGYcSGXYbXWX 1.8 3

39 tmprovingGtheGplectrochemicalGlctivityGofGwixn–zχsubG[]G≤iaGxnT·iteG·ubstitutionUGJournalXofXtheX
ElectrochemicalXSocietySG2010SGX]bSGlYY] 3.9 98

38 −ransitionGfromGxnO[RPGtoGxnOZRPGinducedGbyGsurfaceGreconstructionGatG˛»TxnzOYPOWWXPUGJournalXofX
ChemicalXPhysicsSG2010SGXZZSGYW[bWX 3.9 18

37 qirstTprinciplesGinvestigationGonGredoxGpropertiesGofGxTdopedGnezYGOxhxnS–rS·nSλrPUGPhysicalX
ReviewXBSG2010SGcYSG 3.3 100

36 zxidationG·tatesGofGxnGltomsGatGnleanGandGllYzZTnoveredGwixnYz[OWWXPG·urfacesUGJournalXofX
PhysicalXChemistryXCSG2010SGXX[SG[b]aT[b]d 3.8 63

35 lbGinitioGstudiesGonGatomicGandGelectronicGstructuresGofGblackGphosphorusUGJournalXofXAppliedXPhysics
SG2010SGXWbSGWdZbXc 2.5 200

34 zTvacancyGandGsurfaceGonGnezYeGlGfirstTprinciplesGstudyUGJournalXofXPhysicsXandXChemistryXofXSolidsSG
2010SGbXSGbccTbda 3.9 24

33 qirstGprinciplesGstudiesGonGtheGstructuralGandGelectronicGpropertiesGofG·rnRX−inzZnRXGOnhXSGYSGZSGâ��PUG
PhysicaXB:XCondensedXMatterSG2010SG[W]SG[bcWT[bc[ 2.8 1

32 qirstGprinciplesGstudyGofGuahnâ��−ellerGeffectsGinGwixxn–z[UGSolidXStateXCommunicationsSG2010SGX]WSG[WT[[ 1.6 76

31 oensityGfunctionalGtheoryGstudyGofGtrGatomGdepositedGonG˛‡TllYzZGOWWXPGsurfaceUGPhysicsXLetterslX
SectionXA:XGenerallXAtomicXandXSolidXStateXPhysicsSG2009SGZbZSGYbbTYcX 2.3 15

30 ·mallGpolaronGmigrationGinGwixxnYz[eGqromGfirstGprinciplesGcalculationsUGPhysicsXLetterslXSectionXA:X
GenerallXAtomicXandXSolidXStateXPhysicsSG2009SGZbZSGYbdaTYbdd 2.3 37

29 qirstTprinciplesGstudyGofGlatticeGdynamicsGofGwiqe–z[UGPhysicsXLetterslXSectionXA:XGenerallXAtomicXandX
SolidXStateXPhysicsSG2009SGZbZSG[WdaT[XWW 2.3 45

28 qirstTprinciplesGinvestigationGofGtheGbondingSGopticalGandGlatticeGdynamicalGpropertiesGofGnezYUG
JournalXofXPowerXSourcesSG2009SGXd[SGcZWTcZ[ 8.9 43

27 qirstTprinciplesGstudyGofG˛‡TllYzZGOXWWPGsurfaceUGPhysicalXReviewXBSG2009SGbdSG 3.3 34
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26 uahnâ��−ellerGdistortionGandGelectronicGstructureGofGwixnYz[UGJournalXofXAlloysXandXCompoundsSG2009SG
[b[SGZbWTZb[ 5.7 133

25 plectronicGstructureGandGmagnetismGofGpuβGOβGhGzSG·SG·eGandG−ePeGlGfirstTprinciplesGinvestigationUG
EurophysicsXLettersSG2008SGcZSGadWWX 1.6 15

24 wiXRxqe–z[GOWâ�⁄xâ�⁄ZPGasGanodeGmaterialGforGlithiumGionGbatterieseGqromGabGinitioGstudiesUGJournalXofX
PowerXSourcesSG2008SGXb]SGcdXTcda 8.9 16

23 lbGinitioGstudiesGonGwi[Rx−i]zXYGcompoundsGasGanodeGmaterialsGforGlithiumTionGbatteriesUG
ChemPhysChemSG2008SGdSGYXW[Tc 3.2 95

22 qirstTprinciplesGstudyGonGelectronicGstructureGofGwiqe–z[UGSolidXStateXCommunicationsSG2007SGX[ZSGX[[TX[c1.6 15

21 lbGinitioGstudiesGofGstructuralGandGelectronicGpropertiesGofGwi[−i]zXYGspinelUGElectrochemistryX
CommunicationsSG2007SGdSGXXWbTXXXY 5.1 239

20 nrystalGstructureGandGelectrochemicalGcharacteristicsGofGnonTlm]GtypeGwaâ��yiGsystemGalloysUGJournalX
ofXPowerXSourcesSG2007SGXa[SGdXXTdX] 8.9 37

19 pffectGofGxgTdopingGonGtheGstructuralGandGelectronicGpropertiesGofGwinozYeGlGfirstTprinciplesG
investigationUGJournalXofXPowerXSourcesSG2007SGXbXSGdWcTdXY 8.9 66

18 todineGionGtransportGinGsolidGelectrolyteGwitOnZs]yzPYeGaGfirstTprinciplesGidentificationUGIonicsSG2007SG
XYSGZ[ZTZ[b 2.7 10

17 qirstGprinciplesGstudiesGonGtheGelectronicGstructuresGofGwiGxGxGqeGXTxG–zG[GOGxGhGnoSGyiGandG hPUG
ChineseXPhysicsXBSG2007SGXaSGZW[YTZW[] 6

16 qirstG–rinciplesG·tudyGonGyaGxGwiGXâ��GxGqe–zG[GlsGnathodeGxaterialGforG echargeableGwithiumG
matteriesUGChineseXPhysicsXLettersSG2006SGYZSGaXTa[ 1.8 39

15 −heoreticalGstudyGofGcationGdopingGeffectGonGtheGelectronicGconductivityGofGwi[−i]zXYUGPhysicaX
StatusXSolidiXgBh:XBasicXResearchSG2006SGY[ZSGXcZ]TXc[X 1.3 77

14 –ulsedGlaserGdepositionGpreparedGwixnGYGzG[GthinGfilmUGThinXSolidXFilmsSG2006SG]WZSGYacTYbX 2.2 19

13 qirstTprinciplesGinvestigationGofGtheGstructuralSGmagneticSGandGelectronicGpropertiesGofGolivineG
wiqe–z[UGPhysicalXReviewXBSG2005SGbXSG 3.3 50

12 qirstGprinciplesGstudyGofGwurtziteGandGzincGblendeGrayeGaGcomparisonGofGtheGelectronicGandGopticalG
propertiesUGPhysicsXLetterslXSectionXA:XGenerallXAtomicXandXSolidXStateXPhysicsSG2005SGZZaSGX[]TX]X 2.3 26

11 lbGinitioGinvestigationGofGtheGsurfaceGpropertiesGofGnuOXXXPGandGwiGdiffusionGinGnuGthinGfilmUGPhysicsX
LetterslXSectionXA:XGenerallXAtomicXandXSolidXStateXPhysicsSG2005SGZZbSGY[bTY]] 2.3 32

10 lbGinitioGstudiesGonGtheGstabilityGandGelectronicGstructureGofGwinozYGOWWZPGsurfacesUGPhysicalXReviewX
BSG2005SGbXSG 3.3 25

9 −heGeffectGofGnrGdopingGonGwiGionGdiffusionGinGwiqe–z[fromGfirstGprinciplesGinvestigationsGandGxonteG
narloGsimulationsUGJournalXofXPhysicsXCondensedXMatterSG2004SGXaSGYYa]TYYbY 1.8 68

(2004-2009)
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8 lbGinitioGmolecularTdynamicsGstudiesGonGwiGxGxnGYGzG[GasGcathodeGmaterialGforGlithiumGsecondaryG
batteriesUGEurophysicsXLettersSG2004SGabSGYcTZ[ 1.6 53

7 pxperimentalGandGtheoreticalGstudiesGonGdynamicGpropertiesGofGwiGionsGinGwixxnYz[UGSolidXStateX
CommunicationsSG2004SGXZWSG]WXT]Wa 1.6 21

6 qirstTprinciplesGstudyGofGwiGionGdiffusionGinGwiqe–z[UGPhysicalXReviewXBSG2004SGadSG 3.3 209

5 pffectGofGnoGnontentGonG ateG–erformanceGofGwixnχsubGWU]â��x]noχsubGYx]yiχsubGWU]â��x]zχsubGY]G
nathodeGxaterialsGforGwithiumTtonGmatteriesUGJournalXofXtheXElectrochemicalXSocietySG2004SGX]XSGl]W[ 3.9 123

4 −heGeffectGofGcationGdopingGonGspinelGwixnYz[eGaGfirstTprinciplesGinvestigationUGSolidXStateX
CommunicationsSG2003SGXYaSG]ZXT]Z[ 1.6 47

3 pnhancementGofGelectronicGconductivityGofGwiqe–z[GbyGnrGdopingGandGitsGidentificationGbyG
firstTprinciplesGcalculationsUGPhysicalXReviewXBSG2003SGacSG 3.3 219

2 −imeGdependenceGofGtheGaverageGchargeGandGcurrentGinGaGdissipativeGmesoscopicGcircuitUGChineseX
PhysicsXBSG2002SGXXSGXaZTXaa 8

1 ·hapiroGeffectGinGmesoscopicGwnGcircuitUGChineseXPhysicsXBSG2002SGXXSGbYWTbY[ 6
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