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246 “redictingGyithiumGvronGOxysulfidesGforGoatteryGpathodesUGACSgAppliedgEnergygMaterialsSG2022SGbSGbdbTbea6.1 0

245 zodulationGofGtheGoiGcsGyoneG“airG—tateGinG“erovskitesGforGuighTzobilityGpT ypeGOxideG
—emiconductorsUUGAdvancedgScienceSG2022SGeYXWaXaX 13.6 3

244 UnderstandingGtheG“hotocatalyticGnctivityGofGya ing—OGandGya ipu—OGforGtreenGuydrogenG
“roductiongGpomputationalGvnsightsUUGACSgAppliedgEnergygMaterialsSG2022SGbSGXffYTYWWX 6.1 1

243 pationGdisorderGengineeringGyieldsGngoi—YGnanocrystalsGwithGenhancedGopticalGabsorptionGforG
efficientGultrathinGsolarGcellsUGNaturegPhotonicsSG2022SGXcSGYZbTYaX 33.9 19

242 qeepGUVGtransparentGconductiveGoxideGthinGfilmsGrealizedGthroughGdegeneratelyGdopedG
wideTbandgapGgalliumGoxideUGCellgReportsgPhysicalgScienceSG2022SGZSGXWWeWX 6.1 3

241 zachineGlearnedGcalibrationsGtoGhighTthroughputGmolecularGexcitedGstateGcalculationsUUGJournalgofg
ChemicalgPhysicsSG2022SGXbcSGXZaXXc 3.9 2

240 yigandGsieldTvnducedGrxoticGqopantGforGvnfraredG ransparentGrlectrodegG·GinG–utileG—nOGYUGAdvancedg
FunctionalgMaterialsSG2022SGZYSGYXXWeZY 15.6 0

239 rnablingGXWWpGsastTphargingGoulkGoiGnnodesGforGNaTvonGoatteriesUUGAdvancedgMaterialsSG2022SGeYYWXaac 24 6

238 rxtendingGtheG“erformanceGyimitGofGnnodesgGvnsightsGfromGqiffusionGxineticsGofGnlloyingGnnodesUG
AdvancedgEnergygMaterialsSG2021SGXXSGYWWZWde 21.8 8

237 rnhancedGvisibleGlightGabsorptionGinGlayeredGpsoiorGthroughGmixedTvalenceG—nOiiPV—nOivPGdopingUG
ChemicalgScienceSG2021SGXYSGXacecTXacff 9.4 8

236 “erspectivesGforGnextGgenerationGlithiumTionGbatteryGcathodeGmaterialsUGAPLgMaterialsSG2021SGfSGXWfYWX 5.7 8

235 rxperimentalGandG heoreticalG—tudyGofGtheGrlectronicG—tructuresGofGyanthanideGvndiumG“erovskitesG
ynvnOUGJournalgofgPhysicalgChemistrygCSG2021SGXYbSGcZedTcaWW 3.8 3

234 –apidG–ecombinationGbyGpadmiumGVacanciesGinGpd eUGACSgEnergygLettersSG2021SGcSGXZfYTXZfe 20.1 12

233 —urfaxegG—ystematicGsurfaceGcalculationsUGJournalgofgOpengSourcegSoftwareSG2021SGcSGZXdX 5.2 2

232 nbGinitioGrandomGstructureGsearchingGforGbatteryGcathodeGmaterialsUGJournalgofgChemicalgPhysicsSG
2021SGXbaSGXdaXXX 3.9 8

231 rlectrochemicalGOxidativeGsluorinationGofGanGOxideG“erovskiteUGChemistrygofgMaterialsSG2021SGZZSGbdbdTbdce9.6 2

230 YWYXGroadmapGforGsodiumTionGbatteriesUGJPhysgEnergySG2021SGZSGWZXbWZ 4.9 24

DavidvOvScanlon

2



229 prystalG—tructureGofGpolloidallyG“reparedGzetastableGng—eGNanocrystalsUGNanogLettersSG2021SGYXSGbeeXTbeed11.5 3

228 —urfaceGrngineeringG—trategyGUsingGUreaG oGvmproveGtheG–ateG“erformanceGofGNaG iGOGinGNaTvonG
oatteriesUGChemistrygvgAgEuropeangJournalSG2021SGYdSGZedbTZeec 4.8 6

227 yatestGdirectionsGinGpTtypeGtransparentGconductorGdesignUGJournalgofgMaterialsgChemistrygCSG2021SGfSGXXffbTXYWWf7.1 7

226 “erovskiteTinspiredGmaterialsGforGphotovoltaicsGandGbeyondTfromGdesignGtoGdevicesUG
NanotechnologySG2021SGZYSGXZYWWa 3.4 47

225 pa—bOGandGpaoiOgGtwoGpromisingGmixedTanionGthermoelectricsUGJournalgofgMaterialsgChemistrygASG
2021SGfSGYWaXdTYWaZb 13 3

224 ncceleratingGtheGdevelopmentGofGnewGsolarGabsorbersGbyGphotoemissionGcharacterizationGcoupledG
withGdensityGfunctionalGtheoryUGJPhysgEnergySG2021SGZSGWZYWWX 4.9 1

223 —olventGengineeredGsynthesisGofGlayeredG—nOGforGhighTperformanceGanodesUGNpjg2DgMaterialsgandg
ApplicationsSG2021SGbSG 8.8 4

222 oaoiYOcgGnG“romisingGnT ypeG hermoelectricGOxideGwithGtheG“b—bYOcGprystalG—tructureUGChemistryg
ofgMaterialsSG2021SGZZSGdaaXTdabc 9.6 2

221 uiddenGspontaneousGpolarisationGinGtheGchalcohalideGphotovoltaicGabsorberG—n—b—vUGMaterialsg
HorizonsSG2021SGeSGYdWfTYdXc 14.4 8

220 ncceleratingGcathodeGmaterialGdiscoveryGthroughGabGinitioGrandomGstructureGsearchingUGAPLg
MaterialsSG2021SGfSGXYXXXX 5.7 3

219 rxperimentalGandGsirstT“rinciplesG—pectroscopyGofGpu—r—n—GandGpuoa—n—G“hotoabsorbersUGACSg
AppliedgMaterialsgnamp;gInterfacesSG2020SGXYSGbWaacTbWaba 9.5 5

218 teometricGnnalysisGandGsormabilityGofGtheGpubicGnYoXcGVacancyTOrderedGqoubleG“erovskiteG
—tructureUGChemistrygofgMaterialsSG2020SGZYSGfbdZTfbeZ 9.6 15

217 pontrollingGtheG hermoelectricG“ropertiesGofGOrganometallicGpoordinationG“olymersGviaGyigandG
qesignUGAdvancedgFunctionalgMaterialsSG2020SGZWSGYWWZXWc 15.6 6

216 te—egGOpticalG—pectroscopyGandG heoreticalG—tudyGofGaGvanGderG·aalsG—olarGnbsorberUGChemistrygofg
MaterialsSG2020SGZYSGZYabTZYbZ 9.6 19

215 pomputationalGpredictionGofGtheGthermoelectricGperformanceGofGya₃nO“nGO“nGjG“SGnsPUGJournalgofg
MaterialsgChemistrygASG2020SGeSGdfXaTdfYa 13 6

214 “olymorphGexplorationGofGbismuthGstannateGusingGfirstTprinciplesGphononGmodeGmappingUUGChemicalg
ScienceSG2020SGXXSGdfWaTdfWf 9.4 2

213 –esonantG aGqopingGforGrnhancedGzobilityGinG ransparentGponductingG—nOUGChemistrygofgMaterialsSG
2020SGZYSGXfcaTXfdZ 9.6 28

212 rnhancedG“hotocatalyticGandGnntibacterialGnbilityGofGpuTqopedGnnataseG iOG hinGsilmsgG heoryGandG
rxperimentUGACSgAppliedgMaterialsgnamp;gInterfacesSG2020SGXYSGXbZaeTXbZcX 9.5 49

(2020-2021)
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211 vsotypeGueterojunctionG—olarGpellsGUsingGnT ypeG—bY—eZG hinGsilmsUGChemistrygofgMaterialsSG2020SGZYSGYcYXTYcZW9.6 34

210 nssessingGtheGlimitationsGofGtransparentGconductingGoxidesGasGthermoelectricsUGJournalgofgMaterialsg
ChemistrygASG2020SGeSGXXfaeTXXfbd 13 9

209  ransitionGzetalGzigrationGpanGsacilitateGvonicGqiffusionGinGqefectGtarnetToasedGvntercalationG
rlectrodesUGACSgEnergygLettersSG2020SGbSGXaaeTXabb 20.1 3

208 yowTcostGdescriptorsGofGelectrostaticGandGelectronicGcontributionsGtoGanionGredoxGactivityGinG
batteriesUGIOPgSciNotesSG2020SGXSGWYaeWb 1.2 3

207 NativeGqefectsGandG heirGqopingG–esponseGinGtheGyithiumG—olidGrlectrolyteGyidyaZ₃rYOXYUGChemistryg
ofgMaterialsSG2020SGZYSGXedcTXeec 9.6 15

206 qescriptorsGforGrlectronGandGuoleGphargeGparriersGinGzetalGOxidesUGJournalgofgPhysicalgChemistryg
LettersSG2020SGXXSGaZeTaaa 6.4 15

205 oandgapGloweringGinGmixedGalloysGofGpsYngO—bxoiXâ��xPorcGdoubleGperovskiteGthinGfilmsUGJournalgofg
MaterialsgChemistrygASG2020SGeSGYXdeWTYXdee 13 26

204 ˛–ToiY—nYOdgGaGpotentialGroomGtemperatureGnTtypeGoxideGthermoelectricUGJournalgofgMaterialsg
ChemistrygASG2020SGeSGXcaWbTXcaYW 13 10

203 —tructureGandGOpticalG“ropertiesGofGyayeredG“erovskiteGOznP“bvorO—pNPGOWGâ�⁄GvnorganicGphemistrySG
2020SGbfSGXdZdfTXdZea 5.1 2

202 polloidalG—ynthesisGandGOpticalG“ropertiesGofG“erovskiteTvnspiredGpesiumG₃irconiumGualideG
NanocrystalsG2020SGYSGXcaaTXcbY 23

201 phemicalG rendsGinGtheGyatticeG hermalGponductivityGofGyiONiSGznSGpoPOYGONzpPGoatteryGpathodesUG
ChemistrygofgMaterialsSG2020SGZYSGdbaYTdbbW 9.6 14

200 pomputationallyGqrivenGqiscoveryGofGyayeredG”uinaryGOxychalcogenidesgG“otentialGT ypeG
 ransparentGponductorslUGMatterSG2020SGZSGdbfTdeX 12.7 5

199 vnteractionGofGhydrogenGwithGactinideGdioxideGOWXXPGsurfacesUGJournalgofgChemicalgPhysicsSG2020SGXbZSGWXadWb3.9 1

198 “hotocatalyticSGstructuralGandGopticalGpropertiesGofGmixedGanionGsolidGsolutionsG
oaZ—cYâ��xvnxObpuY—YGandGoaZvnYObpuY—Yâ��y—eyUGJournalgofgMaterialsgChemistrygASG2020SGeSGXfeedTXfefd 13 5

197 —bGbsYGloneGpairsGandGbandGalignmentGofG—bY—eZgGaGphotoemissionGandGdensityGfunctionalGtheoryG
studyUGJournalgofgMaterialsgChemistrygCSG2020SGeSGXYcXbTXYcYY 7.1 6

196 –esonantGdopingGforGhighGmobilityGtransparentGconductorsgGtheGcaseGofGzoTdopedGvnYOZUGMaterialsg
HorizonsSG2020SGdSGYZcTYaZ 14.4 30

195 vdentifyingG–amanGmodesGofG—bY—eZGandGtheirGsymmetriesGusingGangleTresolvedGpolarisedG–amanG
spectraUGJournalgofgMaterialsgChemistrygASG2020SGeSGeZZdTeZaa 13 25

194 oandGedgeGevolutionGofGtransparentG₃nzYvvvOaGOzvvvjpoSG–hSGvrPGspinelsUGPhysicalgReviewgBSG2019SG
XWWSG 3.3 10
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193 uighlyGnnisotropicG hermalG ransportGinGyipoOUGJournalgofgPhysicalgChemistrygLettersSG2019SGXWSGbbbYTbbbc6.4 12

192 UGIEEEgJournalgofgPhotovoltaicsSG2019SGfSGbaaTbbX 3.7 36

191 zagneticGstructureGofGUOGandGNpOGbyGfirstTprincipleGmethodsUGPhysicalgChemistrygChemicalgPhysicsSG
2019SGYXSGdcWTddX 3.6 20

190 nnGexperimentalGandGtheoreticalGstudyGintoGNa—b—YGasGanGemergingGsolarGabsorberUGJournalgofg
MaterialsgChemistrygCSG2019SGdSGYWbfTYWcd 7.1 13

189 “erspectivesGandGqesignG“rinciplesGofGVacancyTOrderedGqoubleG“erovskiteGualideG—emiconductorsUG
ChemistrygofgMaterialsSG2019SGZXSGXXeaTXXfb 9.6 89

188 rnhancedGyiTionGdynamicsGinGtrivalentlyGdopedGlithiumGphosphidosilicateGyiY—i“YgGaGcandidateG
materialGasGaGsolidGyiGelectrolyteUGJournalgofgMaterialsgChemistrygASG2019SGdSGZfbZTZfcX 13 7

187
OriginGofGuighTrfficiencyG“hotoelectrochemicalG·aterG—plittingGonGuematiteVsunctionalGNanohybridG
zetalGOxideGOverlayerG“hotoanodeGafterGaGyowG emperatureGvnertGtasGnnnealingG reatmentUGACSg
OmegaSG2019SGaSGXaafTXabf

3.9 16

186 qonorGandGacceptorGcharacteristicsGofGnativeGpointGdefectsGinGtaNUGJournalgPhysicsgD:gAppliedgPhysics
SG2019SGbYSGZZbXWa 3 28

185 qispellingGtheGzythGofG“assivatedGpodopingGinG iOUGChemistrygofgMaterialsSG2019SGZXSGYbddTYbef 9.6 12

184 —ensingGandGqiscriminationGofGrxplosivesGatGVariableGponcentrationsGwithGaGyargeT“oreGzOsGasG“artG
ofGaGyuminescentGnrrayUGACSgAppliedgMaterialsgnamp;gInterfacesSG2019SGXXSGXXcXeTXXcYc 9.5 35

183 vnteractionGofGhydrogenGwithGactinideGdioxideGOXXXPGsurfacesUGJournalgofgChemicalgPhysicsSG2019SGXbWSGXZadWX3.9 4

182  heGcomplexGdefectGchemistryGofGantimonyGselenideUGJournalgofgMaterialsgChemistrygASG2019SGdSGXWdZfTXWdaa13 54

181  woTdimensionalGeclipsedGarrangementGhybridGperovskitesGforGtunableGenergyGlevelGalignmentsGandG
photovoltaicsUGJournalgofgMaterialsgChemistrygCSG2019SGdSGbXZfTbXad 7.1 14

180
vnfluenceGofGOneG—pecificGparbonâ��parbonGoondGonGtheG”ualitySG—tabilitySGandG“hotovoltaicG
“erformanceGofGuybridGOrganicâ��vnorganicGoismuthGvodideGzaterialsUGACSgAppliedgEnergygMaterialsSG
2019SGYSGXbdfTXbed

6.1 4

179 rxploitingGrxcitedT—tateGnromaticityG oGqesignGuighlyG—tableG—ingletGsissionGzaterialsUGJournalgofg
thegAmericangChemicalgSocietySG2019SGXaXSGXZecdTXZedc 16.4 55

178 vntrinsicGpointGdefectsGandGtheGnTGandGpTtypeGdopabilityGofGtheGnarrowGgapGsemiconductorsGta—bGandG
vn—bUGPhysicalgReviewgBSG2019SGXWWSG 3.3 8

177 oandGnlignmentsSGoandGtapSGporeGyevelsSGandGValenceGoandG—tatesGinGpuoi—GforG“hotovoltaicsUGACSg
AppliedgMaterialsgnamp;gInterfacesSG2019SGXXSGYdWZZTYdWad 9.5 22

176 nnionGqistributionSG—tructuralGqistortionSGandG—ymmetryTqrivenGOpticalGoandGtapGoowingGinGzixedG
ualideGps—nXGVacancyGOrderedGqoubleG“erovskitesUGChemistrygofgMaterialsSG2019SGZXSGfaZWTfaaa 9.6 32
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175 vnsightsGintoGtheGelectronicGstructureGofGOsOYGusingGsoftGandGhardGxTrayGphotoelectronGspectroscopyG
inGcombinationGwithGdensityGfunctionalGtheoryUGPhysicalgReviewgMaterialsSG2019SGZSG 3.2 7

174 rlectronicGbandGstructureGandGopticalGpropertiesGofGboronGarsenideUGPhysicalgReviewgMaterialsSG2019SG
ZSG 3.2 8

173 nnionicGorderGandGbandGgapGengineeringGinGvacancyGorderedGtripleGperovskitesUGChemicalg
CommunicationsSG2019SGbbSGZXcaTZXcd 5.8 28

172 yeadingGtheGphargeGofGrlectrideGqiscoveryUGMatterSG2019SGXSGXXXZTXXXa 12.7 0

171 NoncollinearG–elativisticGqs GRGUGpalculationsGofGnctinideGqioxideG—urfacesUGJournalgofgPhysicalg
ChemistrygCSG2019SGXYZSGZbcTZcc 3.8 11

170 yocalGcorrugationGandGpersistentGchargeGdensityGwaveGinG₃r eZGwithGNiGintercalationUGPhysicalgReviewg
BSG2018SGfdSG 3.3 12

169 phemicalGVaporGqepositionGofG“hotocatalyticallyGnctiveG“ureGorookiteG iOYG hinGsilmsUGChemistrygofg
MaterialsSG2018SGZWSGXZbZTXZcX 9.6 43

168 qeeperGUnderstandingGofGvnterstitialGooronTqopedGnnataseG hinGsilmsGasGnGzultifunctionalGyayerG
 hroughG heoryGandGrxperimentUGJournalgofgPhysicalgChemistrygCSG2018SGXYYSGdXaTdYc 3.8 5

167 sirstTprinciplesGinsightsGintoGtinTbasedGtwoTdimensionalGhybridGhalideGperovskitesGforGphotovoltaicsUG
JournalgofgMaterialsgChemistrygASG2018SGcSGbcbYTbccW 13 50

166 uiddenGmagneticGorderGinGplutoniumGdioxideGnuclearGfuelUGPhysicalgChemistrygChemicalgPhysicsSG2018SG
YWSGYWfaZTYWfbX 3.6 20

165 oandGgapGtemperatureTdependenceGandGexcitonTlikeGstateGinGcopperGantimonyGsulphideSGpu—b—YUG
APLgMaterialsSG2018SGcSGWeafWa 5.7 12

164 nGnovelGlaboratoryTbasedGhardGXTrayGphotoelectronGspectroscopyGsystemUGReviewgofgScientificg
InstrumentsSG2018SGefSGWdZXWb 1.7 42

163 “hosphorusGdopedG—nOGthinGfilmsGforGtransparentGconductingGoxideGapplicationsgGsynthesisSG
optoelectronicGpropertiesGandGcomputationalGmodelsUGChemicalgScienceSG2018SGfSGdfceTdfeW 9.4 27

162 qeepGvsGshallowGnatureGofGoxygenGvacanciesGandGconsequentGnTtypeGcarrierGconcentrationsGinG
transparentGconductingGoxidesUGPhysicalgReviewgMaterialsSG2018SGYSG 3.2 46

161 –oleGofGspinTorbitGcouplingGinGtheGelectronicGstructureGofGvrOYUGPhysicalgReviewgMaterialsSG2018SGYSG 3.2 9

160 sumogGpommandTlineGtoolsGforGplottingGandGanalysisGofGperiodicGabGinitioGcalculationsUGJournalgofg
OpengSourcegSoftwareSG2018SGZSGdXd 5.2 127

159 taloregGoroadeningGandGweightingGforGsimulationGofGphotoelectronGspectroscopyUGJournalgofgOpeng
SourcegSoftwareSG2018SGZSGddZ 5.2 25

158 nnharmonicityGandGOctahedralG iltingGinGuybridGVacancyTOrderedGqoubleG“erovskitesUGChemistrygofg
MaterialsSG2018SGZWSGadYTaeZ 9.6 70
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157 OxidationGstatesGandGionicityUGNaturegMaterialsSG2018SGXdSGfbeTfca 27 91

156 porrelatedG“olyhedralG–otationsGinGtheGnbsenceGofG“olaronsGduringGrlectrochemicalGvnsertionGofG
yithiumGinG–eOZUGACSgEnergygLettersSG2018SGZSGYbXZTYbXf 20.1 23

155 “refaceGforG—pecialG opicgGrarthGabundantGmaterialsGinGsolarGcellsUGAPLgMaterialsSG2018SGcSGWeaaWX 5.7 2

154  oleranceGsactorGandGpooperativeG iltingGrffectsGinGVacancyTOrderedGqoubleG“erovskiteGualidesUG
ChemistrygofgMaterialsSG2018SGZWSGZfWfTZfXf 9.6 63

153 qefectGrngineeringGofGrarthTnbundantG—olarGnbsorbersGoi—vGandGoi—evUGChemistrygofgMaterialsSG2018SG
ZWSGZeYdTZeZb 9.6 39

152 rnhancedGelectricalGpropertiesGofGantimonyGdopedGtinGoxideGthinGfilmsGdepositedGviaGaerosolG
assistedGchemicalGvapourGdepositionUGJournalgofgMaterialsgChemistrygCSG2018SGcSGdYbdTdYcc 7.1 59

151 —elfTpompensationGinG ransparentGponductingGsTqopedG—nOYUGAdvancedgFunctionalgMaterialsSG2018SG
YeSGXdWXfWW 15.6 56

150 “erovskiteTvnspiredG“hotovoltaicGzaterialsgG owardGoestG“racticesGinGzaterialsGpharacterizationGandG
palculationsUGChemistrygofgMaterialsSG2017SGYfSGXfcaTXfee 9.6 87

149 ueterostructuresGofGtaNGwithG—ipGandG₃nOGenhanceGcarrierGstabilityGandGseparationGinGframeworkG
semiconductorsUGPhysicagStatusgSolidigpArgApplicationsgandgMaterialsgScienceSG2017SGYXaSGXcWWaaW 1.6 6

148 ntypicallyGsmallGtemperatureTdependenceGofGtheGdirectGbandGgapGinGtheGmetastableGsemiconductorG
copperGnitrideGpuZNUGPhysicalgReviewgBSG2017SGfbSG 3.3 27

147
phemicalGVaporGqepositionG—ynthesisGandGOpticalG“ropertiesGofGNbOG hinGsilmsGwithGuybridG
sunctionalG heoreticalGvnsightGintoGtheGoandG—tructureGandGoandGtapsUGACSgAppliedgMaterialsgnamp;g
InterfacesSG2017SGfSGXeWZXTXeWZe

9.5 36

146
“hotocatalysisgGrvidenceGandGrffectGofG“hotogeneratedGphargeG ransferGforGrnhancedG
“hotocatalysisGinG·OZV iOYGueterojunctionGsilmsgGnGpomputationalGandGrxperimentalG—tudyGOndvUG
sunctUGzaterUGXeVYWXdPUGAdvancedgFunctionalgMaterialsSG2017SGYdSG

15.6 1

145 rlectronGpountingGinG—olidsgGOxidationG—tatesSG“artialGphargesSGandGvonicityUGJournalgofgPhysicalg
ChemistrygLettersSG2017SGeSGYWdaTYWdb 6.4 50

144 qemonstrationGofGtheGdonorGcharacteristicsGofG—iGandGOGdefectsGinGtaNGusingGhybridG”zVzzUG
PhysicagStatusgSolidigpArgApplicationsgandgMaterialsgScienceSG2017SGYXaSGXcWWaab 1.6 9

143 rxploringGtheG“b—â��oiY—ZG—eriesGforGNextGtenerationGrnergyGponversionGzaterialsUGChemistrygofg
MaterialsSG2017SGYfSGbXbcTbXcd 9.6 24

142
rvidenceGandGrffectGofG“hotogeneratedGphargeG ransferGforGrnhancedG“hotocatalysisGinG·OZV iOYG
ueterojunctionGsilmsgGnGpomputationalGandGrxperimentalG—tudyUGAdvancedgFunctionalgMaterialsSG
2017SGYdSGXcWbaXZ

15.6 76

141 rlectroactiveGNanoporousGzetalGOxidesGandGphalcogenidesGbyGphemicalGqesignUGChemistrygofg
MaterialsSG2017SGYfSGZccZTZcdW 9.6 6

140 rlectronicGandGdefectGpropertiesGofGOpuZNuZPY“bO—pNPYvYGanaloguesGforGphotovoltaicGapplicationsUG
JournalgofgMaterialsgChemistrygASG2017SGbSGdeabTdebZ 13 37

(2017-2018)
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139 pomputationalGandGrxperimentalG—tudyGofG aYObG hinGsilmsUGJournalgofgPhysicalgChemistrygCSG2017SG
XYXSGYWYTYXW 3.8 17

138  heGadsorptionGofGpuGonGtheGpeOOXXWPGsurfaceUGPhysicalgChemistrygChemicalgPhysicsSG2017SGXfSGYdXfXTYdYWZ3.6 14

137  ransparentGconductingGnTtypeG₃nOg—cGâ��GsynthesisSGoptoelectronicGpropertiesGandGtheoreticalG
insightUGJournalgofgMaterialsgChemistrygCSG2017SGbSGdbebTdbfd 7.1 38

136 vsingTlikeGantiferromagnetismGonGtheGoctahedralGsublatticeGofGaGcobaltTcontainingGgarnetGandGtheG
potentialGforGquantumGcriticalityUGPhysicalgReviewgBSG2017SGfbSG 3.3 7

135 NarrowTbandGanisotropicGelectronicGstructureGofG–e—YUGPhysicalgReviewgBSG2017SGfcSG 3.3 33

134 ValenceGbandGmodificationGofGprYOZGbyGNiTdopinggGcreatingGaGhighGfigureGofGmeritGpTtypeG pOUG
JournalgofgMaterialsgChemistrygCSG2017SGbSGXYcXWTXYcXe 7.1 24

133 poreGyevelsSGoandGnlignmentsSGandGValenceToandG—tatesGinGpu—b—GforG—olarGpellGnpplicationsUGACSg
AppliedgMaterialsgnamp;gInterfacesSG2017SGfSGaXfXcTaXfYc 9.5 40

132 rngineeringGValenceGoandGqispersionGforGuighGzobilityGpT ypeG—emiconductorsUGChemistrygofg
MaterialsSG2017SGYfSGYaWYTYaXZ 9.6 47

131 VibronicG—tructureGinG–oomG emperatureG“hotoluminescenceGofGtheGualideG“erovskiteGpsoiorUG
InorganicgChemistrySG2017SGbcSGaYTab 5.1 95

130 —tabilityGofGtheGzYGphaseGofGvanadiumGdioxideGinducedGbyGcoherentGepitaxialGstrainUGPhysicalgReviewg
BSG2016SGfaSG 3.3 51

129 rnhancedG“hotoresponseGofGse—GsilmsgG heG–oleGofGzarcasiteT“yriteG“haseGwunctionsUGAdvancedg
MaterialsSG2016SGYeSGfcWYTfcWd 24 53

128 nGsingleTsourceGprecursorGapproachGtoGsolutionGprocessedGindiumGarsenideGthinGfilmsUGJournalgofg
MaterialsgChemistrygCSG2016SGaSGcdcXTcdce 7.1 12

127 nnGassessmentGofGsilverGcopperGsulfidesGforGphotovoltaicGapplicationsgGtheoreticalGandGexperimentalG
insightsUGJournalgofgMaterialsgChemistrygASG2016SGaSGXYcaeTXYcbd 13 32

126 qirectGObservationGofGrlectrostaticallyGqrivenGoandGtapG–enormalizationGinGaGqegenerateG
“erovskiteG ransparentGponductingGOxideUGPhysicalgReviewgLettersSG2016SGXXcSGWYdcWY 7.4 83

125 panG“bTsreeGualideGqoubleG“erovskitesG—upportGuighTrfficiencyG—olarGpellslUGACSgEnergygLettersSG
2016SGXSGfafTfbb 20.1 301

124 “hotoelectrochemistrygGrnhancedG“hotoresponseGofGse—YGsilmsgG heG–oleGofGzarcasiteâ��“yriteG
“haseGwunctionsGOndvUGzaterUGaZVYWXcPUGAdvancedgMaterialsSG2016SGYeSGfcbcTfcbc 24

123 —patialGrlectronTholeG—eparationGinGaGOneGqimensionalGuybridGOrganicTvnorganicGyeadGvodideUG
ScientificgReportsSG2016SGcSGYWcYc 4.9 23

122 zodellingGpotentialGphotovoltaicGabsorbersGpuZzphaOzGjGVSGNbSG ahGphGjG—SG—eSG ePGusingGdensityG
functionalGtheoryUGJournalgofgPhysicsgCondensedgMatterSG2016SGYeSGXdbeWX 1.8 10
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121 ndsorptionGofGformateGspeciesGonGpuOhSkSlPGlowGindexGsurfacesUGSurfacegScienceSG2016SGcbZSGabTba 1.8 19

120 qefectG oleranceGtoGvntoleranceGinGtheGVacancyTOrderedGqoubleG“erovskiteG—emiconductorsG
psY—nvcGandGpsY evcUGJournalgofgthegAmericangChemicalgSocietySG2016SGXZeSGeabZTca 16.4 264

119 nT ypeGdopedGtransparentGconductingGbinaryGoxidesgGanGoverviewUGJournalgofgMaterialsgChemistrygCSG
2016SGaSGcfacTcfcX 7.1 214

118 –elativisticGelectronicGstructureGandGbandGalignmentGofGoi—vGandGoi—evgGcandidateGphotovoltaicG
materialsUGJournalgofgMaterialsgChemistrygASG2016SGaSGYWcWTYWce 13 97

117 yithiumTionGconductivityGinGyic₂OoOZPZgGaGthermallyGandGelectrochemicallyGrobustGsolidGelectrolyteUG
JournalgofgMaterialsgChemistrygASG2016SGaSGcfdYTcfdf 13 9

116 oandGgapGandGworkGfunctionGtailoringGofG—nOYGforGimprovedGtransparentGconductingGabilityGinG
photovoltaicsUGJournalgofgMaterialsgChemistrygCSG2016SGaSGXacdTXadb 7.1 141

115 vnterplayGofGOrbitalGandG–elativisticGrffectsGinGoismuthGOxyhalidesgGoiOsSGoiOplSGoiOorSGandGoiOvUG
ChemistrygofgMaterialsSG2016SGYeSGXfeWTXfea 9.6 225

114 nssessingGtheGpotentialGofGzgTdopedGprâ��Oâ��GasGaGnovelGpTtypeGtransparentGconductingGoxideUGJournalg
ofgPhysicsgCondensedgMatterSG2016SGYeSGXYbbWX 1.8 16

113 uybridGOrganicTvnorganicGpoordinationGpomplexesGasG unableGOpticalG–esponseGzaterialsUGInorganicg
ChemistrySG2016SGbbSGZZfZTaWW 5.1 23

112 oismuthGoxyhalidesgGsynthesisSGstructureGandGphotoelectrochemicalGactivityUGChemicalgScienceSG2016SG
dSGaeZYTaeaX 9.4 197

111 “ilotTscaleGcontinuousGsynthesisGofGaGvanadiumTdopedGyise“OaVpGnanocompositeGhighTrateG
cathodesGforGlithiumTionGbatteriesUGJournalgofgPowergSourcesSG2016SGZWYSGaXWTaXe 8.9 51

110 oeyondGmethylammoniumGleadGiodidegGprospectsGforGtheGemergentGfieldGofGnsGcontainingGsolarG
absorbersUGChemicalgCommunicationsSG2016SGbZSGYWTaa 5.8 280

109 ”uasiTparticleGelectronicGbandGstructureGandGalignmentGofGtheGVTVvTVvvGsemiconductorsG—b—vSG—b—orSG
andG—b—evGforGsolarGcellsUGAppliedgPhysicsgLettersSG2016SGXWeSGXXYXWZ 3.4 43

108 oandGgapGreductionGinGvnNx—bXTxGalloysgGOpticalGabsorptionSGkG´•G“GmodelingSGandGdensityGfunctionalG
theoryUGAppliedgPhysicsgLettersSG2016SGXWfSGXZYXWa 3.4 9

107 OnGtheGapplicationGofGtheGtoleranceGfactorGtoGinorganicGandGhybridGhalideGperovskitesgGaGrevisedG
systemUGChemicalgScienceSG2016SGdSGabaeTabbc 9.4 507

106 —ingleG—tepG—olutionG“rocessedGtansG hinGsilmsGfromGtazeZGandGtounsuYGunderGnmbientG“ressureUG
JournalgofgPhysicalgChemistrygCSG2016SGXYWSGdWXZTdWXf 3.8 10

105 zultifunctionalG“TqopedG iOYGsilmsgGnGNewGnpproachGtoG—elfTpleaningSG ransparentGponductingG
OxideGzaterialsUGChemistrygofgMaterialsSG2015SGYdSGZYZaTZYaY 9.6 92

104 rlectronicGandGsurfaceGpropertiesGofGtaTdopedGvnYOZGceramicsUGAppliedgSurfacegScienceSG2015SGZafSGfdWTfeY6.7 25

(2015-2016)
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103 “olymorphGrngineeringGofG iOYgGqemonstratingGuowGnbsoluteG–eferenceG“otentialsGnreG
qeterminedGbyGyocalGpoordinationUGChemistrygofgMaterialsSG2015SGYdSGZeaaTZebX 9.6 92

102 OriginGofGuighGzobilityGinGzolybdenumTqopedGvndiumGOxideUGChemistrygofgMaterialsSG2015SGYdSGYdeeTYdfc9.6 61

101 OpuZNuZPY“bO—pNPYvYgGaGmoreGstableGstructuralGmotifGforGhybridGhalideGphotovoltaicslUGJournalgofg
PhysicalgChemistrygLettersSG2015SGcSGabfaTe 6.4 100

100 —tructuralSGenergeticGandGelectronicGpropertiesGofGOXWWPGsurfacesGforGalkalineGearthGmetalGoxidesGasG
calculatedGwithGhybridGdensityGfunctionalGtheoryUGSurfacegScienceSG2015SGcaYSGbeTcb 1.8 16

99 —elfTregulationGmechanismGforGchargedGpointGdefectsGinGhybridGhalideGperovskitesUGAngewandteg
ChemiegvgInternationalgEditionSG2015SGbaSGXdfXTa 16.4 394

98 —calableGrouteGtoGpuZNuZ“bvZGperovskiteGthinGfilmsGbyGaerosolGassistedGchemicalGvapourG
depositionUGJournalgofgMaterialsgChemistrygASG2015SGZSGfWdXTfWdZ 13 67

97 oandGtapGqependenceGonGpationGqisorderGinG₃n—nNYG—olarGnbsorberUGAdvancedgEnergygMaterialsSG
2015SGbSGXbWXacY 21.8 75

96 nntiferromagnetismGatG kbWWxGinGtheGlayeredGhexagonalGruthenateG—r–uYOcUGPhysicalgReviewgBSG
2015SGfYSG 3.3 38

95 ouckeridgeGet´ alUG–eplyUGPhysicalgReviewgLettersSG2015SGXXbSGWYfdWY 7.4 5

94 oandGenergyGcontrolGofGmolybdenumGoxideGbyGsurfaceGhydrationUGAppliedgPhysicsgLettersSG2015SGXWdSGYZXcWb3.4 23

93 zorphologicalGseaturesGandGoandGoendingGatGNonpolarG—urfacesGofG₃nOUGJournalgofgPhysicalg
ChemistrygCSG2015SGXXfSGXXbfeTXXcXX 3.8 27

92 vnterfacialGrffectsGinG˛µTyixVO“OaGandGrvolutionGofGtheGrlectronicG—tructureUGChemistrygofgMaterialsSG
2015SGYdSGeYXXTeYXf 9.6 33

91  heGelectronicGstructureGofGsulvaniteGstructuredGsemiconductorsGpuZzphaGOzGjGVSGNbSG ahGphGjG—SG—eSG
 ePgGprospectsGforGoptoelectronicGapplicationsUGJournalgofgMaterialsgChemistrygCSG2015SGZSGXYYZcTXYYaa 7.1 33

90 ndsorptionGofG·aterGonG₂ttriaT—tabilizedG₃irconiaUGJournalgofgPhysicalgChemistrygCSG2015SGXXfSGYYbYcTYYbZZ3.8 17

89
“olymorphGengineeringGofGpuzOYGOzGjGnlSGtaSG—cSG₂PGsemiconductorsGforGsolarGenergyGapplicationsgG
fromGdelafossiteGtoGwurtziteUGActagCrystallographicagSectiongB:gStructuralgScienceugCrystalgEngineeringg
andgMaterialsSG2015SGdXSGdWYTc

1.8 9

88  heGvapourGphaseGdetectionGofGexplosiveGmarkersGandGderivativesGusingGtwoGfluorescentG
metalâ��organicGframeworksUGJournalgofgMaterialsgChemistrygASG2015SGZSGcZbXTcZbf 13 63

87 —elfT–egulationGzechanismGforGphargedG“ointGqefectsGinGuybridGualideG“erovskitesUGAngewandteg
ChemieSG2015SGXYdSGXeXXTXeXa 3.6 87

86 qeterminationGofGtheGnitrogenGvacancyGasGaGshallowGcompensatingGcenterGinGtaNGdopedGwithG
divalentGmetalsUGPhysicalgReviewgLettersSG2015SGXXaSGWXcaWb 7.4 58
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85 —olutionG“rocessingG–outeGtoGzultifunctionalG itaniaG hinGsilmsgGuighlyGponductiveGandG
“hotcatalyticallyGnctiveGNbg iOYUGAdvancedgFunctionalgMaterialsSG2014SGYaSGbWdbTbWeb 15.6 81

84 NGincorporationGandGassociatedGlocalizedGvibrationalGmodesGinGta—bUGPhysicalgReviewgBSG2014SGefSG 3.3 12

83  heGNatureGofGtheGzolybdenumG—urfaceGinGvronGzolybdateUG heGnctiveG“haseGinG—electiveGzethanolG
OxidationUGJournalgofgPhysicalgChemistrygCSG2014SGXXeSGYcXbbTYcXcX 3.8 49

82 yowG emperatureG“reparationGandGrlectrochemicalG“ropertiesGofGyise—iYOcUGJournalgofgtheg
ElectrochemicalgSocietySG2014SGXcXSGnXcaYTnXcad 3.9 8

81 vnterfaceGstoichiometryGcontrolGtoGimproveGdeviceGvoltageGandGmodifyGbandGalignmentGinG₃nOVpuYOG
heterojunctionGsolarGcellsUGEnergygandgEnvironmentalgScienceSG2014SGdSGZcWcTZcXW 35.4 82

80 UnderstandingGtheGdefectGchemistryGofGalkaliGmetalGstrontiumGsilicateGsolidGsolutionsgGinsightsGfromG
experimentGandGtheoryUGJournalgofgMaterialsgChemistrygASG2014SGYSGXdfXfTXdfYa 13 27

79 qoubleGbubblesgGaGnewGstructuralGmotifGforGenhancedGelectronTholeGseparationGinGsolidsUGPhysicalg
ChemistrygChemicalgPhysicsSG2014SGXcSGYXWfeTXWb 3.6 10

78 UnderstandingGdopingGanomaliesGinGdegenerateGpTtypeGsemiconductorGyapuO—eUGJournalgofg
MaterialsgChemistrygCSG2014SGYSGZaYfTZaZe 7.1 45

77 rlectronicGstructureGandGbandGalignmentGofGzincGnitrideSG₃nZNYUGRSCgAdvancesSG2014SGaSGZZWcTZZXX 3.7 37

76  heGelectronicGstructureGofGsilverGorthophosphategGexperimentGandGtheoryUGJournalgofgMaterialsg
ChemistrygASG2014SGYSGcWfYTcWff 13 18

75 oulkGionizationGpotentialsGandGbandGalignmentsGfromGthreeTdimensionalGperiodicGcalculationsGasG
demonstratedGonGrocksaltGoxidesUGPhysicalgReviewgBSG2014SGfWSG 3.3 28

74 UnderstandingGtheGstabilityGofGzn“OaUGJournalgofgMaterialsgChemistrygASG2014SGYSGXYeYd 13 19

73 phemicalGandGstructuralGindicatorsGforGlargeGredoxGpotentialsGinGseTbasedGpositiveGelectrodeG
materialsUGACSgAppliedgMaterialsgnamp;gInterfacesSG2014SGcSGXWeZYTf 9.5 40

72 vnterlayerGcationGexchangeGstabilizesGpolarGperovskiteGsurfacesUGAdvancedgMaterialsSG2014SGYcSGdYbYTc 24 34

71  heGelectronicGstructureGofGtheGantimonyGchalcogenideGseriesgG“rospectsGforGoptoelectronicG
applicationsUGJournalgofgSolidgStategChemistrySG2014SGYXZSGXXcTXYb 3.3 68

70 UnderstandingGtheGelectronicGstructureGofGvrOYGusingGhardTXTrayGphotoelectronGspectroscopyGandG
densityTfunctionalGtheoryUGPhysicalgReviewgLettersSG2014SGXXYSGXXdcWX 7.4 80

69  heGnatureGofGoxygenGstatesGonGtheGsurfacesGofGpeOYGandGyaTdopedGpeOYUGChemicalgPhysicsgLettersSG
2014SGcWeSGYZfTYaZ 2.5 25

68 sromG—tableG₃nOGandGtaNGplustersGtoGNovelGqoubleGoubblesGandGsrameworksUGInorganicsSG2014SGYSGYaeTYcZ2.9 10

(2014-2014)
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67 ValenceTbandGdensityGofGstatesGandGsurfaceGelectronGaccumulationGinGepitaxialG—nOYGfilmsUGPhysicalg
ReviewgBSG2014SGfWSG 3.3 50

66
pombinatorialGntmosphericG“ressureGphemicalGVaporGqepositionGofGsg iOYhGtheG–elationshipG
betweenG“hotocatalysisGandG ransparentGponductingGOxideG“ropertiesUGAdvancedgFunctionalg
MaterialsSG2014SGYaSGXdbeTXddX

15.6 33

65
nutomatedGprocedureGtoGdetermineGtheGthermodynamicGstabilityGofGaGmaterialGandGtheGrangeGofG
chemicalGpotentialsGnecessaryGforGitsGformationGrelativeGtoGcompetingGphasesGandGcompoundsUG
ComputergPhysicsgCommunicationsSG2014SGXebSGZZWTZZe

4.2 58

64 rlectronicG—tructuresGofGnntimonyGOxidesUGJournalgofgPhysicalgChemistrygCSG2013SGXXdSGXadbfTXadcf 3.8 62

63 oandGalignmentGofGrutileGandGanataseG iOâ��UGNaturegMaterialsSG2013SGXYSGdfeTeWX 27 1656

62 qynamicalGresponseGandGinstabilityGinGceriaGunderGlatticeGexpansionUGPhysicalgReviewgBSG2013SGedSG 3.3 38

61 pomputationalGtestingGofGtrivalentGdopantsGinGpeOYGforGimprovedGhighT˛”GdielectricGbehaviourUG
JournalgofgMaterialsgChemistrygCSG2013SGXSGXWfZTXWfe 7.1 30

60 trowthSGdisorderSGandGphysicalGpropertiesGofG₃n—nNYUGAppliedgPhysicsgLettersSG2013SGXWZSGWaYXWf 3.4 98

59 trowthGandGpropertiesGofGta—boiGalloysUGAppliedgPhysicsgLettersSG2013SGXWZSGXaYXWc 3.4 78

58 UnderstandingGtheGdefectGchemistryGofGtinGmonoxideUGJournalgofgMaterialsgChemistrygCSG2013SGXSGeXfa 7.1 59

57 yaTdopedGoa—nOZâ��qegenerateGperovskiteGtransparentGconductingGoxidegGrvidenceGfromG
synchrotronGxTrayGspectroscopyUGAppliedgPhysicsgLettersSG2013SGXWZSGWaYXWb 3.4 74

56 OriginGofGtheGoipolarGqopingGoehaviorGofG—nOGfromGXTrayG—pectroscopyGandGqensityGsunctionalG
 heoryUGChemistrygofgMaterialsSG2013SGYbSGZXXaTZXYZ 9.6 107

55 rlectronGexcessGinGalkalineGearthGsubTnitridesgGYqGelectronGgasGorGZqGelectridelUGJournalgofgMaterialsg
ChemistrygCSG2013SGXSGZbYb 7.1 58

54 puZzphZGOzGjG—bSGoihGphGjG—SG—ePGasGcandidateGsolarGcellGabsorbersgGinsightsGfromGtheoryUGPhysicalg
ChemistrygChemicalgPhysicsSG2013SGXbSGXbaddTea 3.6 58

53 ponvergenceGofGdensityGandGhybridGfunctionalGdefectGcalculationsGforGcompoundGsemiconductorsUG
PhysicalgReviewgBSG2013SGeeSG 3.3 77

52 oandGgapGengineeringGofGvnYOZGbyGalloyingGwithG lYOZUGAppliedgPhysicsgLettersSG2013SGXWZSGYcYXWe 3.4 18

51 “olymorphismGofGindiumGoxidegGzaterialsGphysicsGofGorthorhombicGvnYOZUGPhysicalgReviewgBSG2013SG
eeSG 3.3 17

50 “bOYgGfromGsemiTmetalGtoGtransparentGconductingGoxideGbyGdefectGchemistryGcontrolUGChemicalg
CommunicationsSG2013SGafSGaaeTbW 5.8 23
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49  heGbandGstructureGofG·OZGandGnonTrigidTbandGbehaviourGinGNaWUcd·OZGderivedGfromGsoftGxTrayG
spectroscopyGandGdensityGfunctionalGtheoryUGJournalgofgPhysicsgCondensedgMatterSG2013SGYbSGXcbbWX 1.8 7

48 qefectGengineeringGofGoa—nOZGforGhighTperformanceGtransparentGconductingGoxideGapplicationsUG
PhysicalgReviewgBSG2013SGedSG 3.3 151

47
rlucidatingGtheGNatureGofG“seudoGwahnâ�� ellerGqistortionsGinGyixzn“OagGpombiningGqensityG
sunctionalG heoryGwithG—oftGandGuardGXTrayG—pectroscopyUGJournalgofgPhysicalgChemistrygCSG2013SG
XXdSGXWZeZTXWZfc

3.8 61

46 rnergyTbandGalignmentGofGvvTVvV₃nZ“YGheterojunctionsGfromGxTrayGphotoemissionGspectroscopyUG
JournalgofgAppliedgPhysicsSG2013SGXXZSGYWZdWb 2.5 23

45 —canlonGandG·atsonG–eplygUGPhysicalgReviewgLettersSG2012SGXWeSG 7.4 1

44 nnalysisGofGvntrinsicGqefectsGinGpeOYGUsingGaGxoopmansTyikeGttnRUGnpproachUGJournalgofgPhysicalg
ChemistrygCSG2012SGXXcSGYaaZTYabY 3.8 125

43 OnGtheGpossibilityGofGpTtypeG—nOYUGJournalgofgMaterialsgChemistrySG2012SGYYSGYbYZc 134

42 teometrySGrlectronicG—tructureSGandGoondingGinGpuzphYOzGjG—bSGoihGphGjG—SG—ePgGnlternativeG—olarG
pellGnbsorberGzaterialslUGJournalgofgPhysicalgChemistrygCSG2012SGXXcSGdZZaTdZaW 3.8 87

41 “redictionGonGtheGexistenceGandGchemicalGstabilityGofGcuprousGfluorideUGChemicalgScienceSG2012SGZSGYbcb 9.4 21

40 pontrollingGbulkGconductivityGinGtopologicalGinsulatorsgGkeyGroleGofGantiTsiteGdefectsUGAdvancedg
MaterialsSG2012SGYaSGYXbaTe 24 227

39 ₃n—nNYgGnGnewGearthTabundantGelementGsemiconductorGforGsolarGcellsG2012SG 11

38 oandgapGengineeringGofG₃n—n“YGforGhighTefficiencyGsolarGcellsUGAppliedgPhysicsgLettersSG2012SGXWWSGYbXfXX3.4 99

37 rlectronicGstructuresGofGsilverGoxidesUGPhysicalgReviewgBSG2011SGeaSG 3.3 51

36 UnderstandingGtheGpTtypeGdefectGchemistryGofGpuprOYUGJournalgofgMaterialsgChemistrySG2011SGYXSGZcbb 163

35 —ourcesGofGconductivityGandGdopingGlimitsGinGpdOGfromGhybridGdensityGfunctionalGtheoryUGJournalgofg
thegAmericangChemicalgSocietySG2011SGXZZSGXbWcbTdY 16.4 149

34 oandGgapGanomaliesGofGtheG₃nzYOvvvPOaGOzOvvvPjpoSG–hSGvrPGspinelsUGPhysicalgChemistrygChemicalg
PhysicsSG2011SGXZSGfccdTdb 3.6 60

33 UncoveringGtheGcomplexGbehaviorGofGhydrogenGinGpuYOUGPhysicalgReviewgLettersSG2011SGXWcSGXecaWZ 7.4 46

32  inGzonoxidegG—tructuralG“redictionGfromGsirstG“rinciplesGpalculationsGwithGvanGderG·aalsG
porrectionsUGJournalgofgPhysicalgChemistrygCSG2011SGXXbSGXffXcTXffYa 3.8 79

(2011-2013)

13



31 pomparisonGofGtheGdefectiveGpyrochloreGandGilmeniteGpolymorphsGofGng—bOZGusingGttnGandGhybridG
qs UGPhysicalgReviewgBSG2011SGeZSG 3.3 23

30  heGoriginGofGtheGenhancedGoxygenGstorageGcapacityGofGpeOXTxPO“dV“tPOxPOYUGPhysicalgChemistryg
ChemicalgPhysicsSG2011SGXZSGaYdfTea 3.6 74

29 –oleGofGyatticeGqistortionsGinGtheGOxygenG—torageGpapacityGofGqivalentlyGqopedGpeOYUGChemistrygofg
MaterialsSG2011SGYZSGaacaTaace 9.6 158

28 NatureGofGtheGbandGgapGandGoriginGofGtheGconductivityGofG“bOYGrevealedGbyGtheoryGandGexperimentUG
PhysicalgReviewgLettersSG2011SGXWdSGYacaWY 7.4 76

27 phemicalGbondingGinGcopperTbasedGtransparentGconductingGoxidesgGpuzOYGOzGjGvnSGtaSG—cPUGJournalg
ofgPhysicsgCondensedgMatterSG2011SGYZSGZZaYWX 1.8 22

26 pommentGonGâ��teneralizedGtradientGnpproximationGRU—tudyGforGzetallizationGzechanismGofG
NiobiumTqopedGnnataseG itaniumGqioxideâ��UGJapanesegJournalgofgAppliedgPhysicsSG2011SGbWSGWcfXWX 1.4 1

25 NatureGofGtheGbandGgapGofG lYOZUGPhysicalgReviewgBSG2011SGeZSG 3.3 37

24 pommentGonGâ��teneralizedGtradientGnpproximationGRU—tudyGforGzetallizationGzechanismGofG
NiobiumTqopedGnnataseG itaniumGqioxideâ��UGJapanesegJournalgofgAppliedgPhysicsSG2011SGbWSGWcfXWX 1.4

23 UnderstandingGconductivityGanomaliesGinGpuOvPTbasedGdelafossiteGtransparentGconductingGoxidesgG
 heoreticalGinsightsUGJournalgofgChemicalgPhysicsSG2010SGXZYSGWYadWd 3.9 93

22 ponductivityGyimitsGinGpunlOYGfromG—creenedTuybridGqensityGsunctionalG heoryUGJournalgofgPhysicalg
ChemistrygLettersSG2010SGXSGZXfbTZXff 6.4 102

21 —tabilitySGgeometrySGandGelectronicGstructureGofGanGalternativeGvTvvvTVvYGmaterialSGpu—c—YgGnGhybridG
densityGfunctionalGtheoryGanalysisUGAppliedgPhysicsgLettersSG2010SGfdSGXZXfWa 3.4 13

20 UndopedGnT ypeGpuYOgGsactGorGsictionlUGJournalgofgPhysicalgChemistrygLettersSG2010SGXSGYbeYTYbeb 6.4 111

19 rlectronicGstructureGofGmixedTvalenceGsilverGoxideGngOGfromGhybridGdensityTfunctionalGtheoryUG
PhysicalgReviewgBSG2010SGeXSG 3.3 64

18  heoreticalGandGrxperimentalG—tudyGofGtheGrlectronicG—tructuresGofGzoOZGandGzoOYUGJournalgofg
PhysicalgChemistrygCSG2010SGXXaSGacZcTacab 3.8 435

17 UnderstandingGconductivityGinG—rpuYOYgGstabilitySGgeometryGandGelectronicGstructureGofGintrinsicG
defectsGfromGfirstGprinciplesUGJournalgofgMaterialsgChemistrySG2010SGYWSGXWecTXWfc 39

16  estingGvnteratomicG“otentialsGforG”zVzzGrmbeddedTplusterGpalculationsGonGperiaG—urfacesUG
EvJournalgofgSurfacegSciencegandgNanotechnologySG2009SGdSGaXZTaYW 0.7 8

15 nGttnRUGstudyGofGtheGreductionGofGceriaGsurfacesGandGtheirGpartialGreoxidationGthroughGNOYG
adsorptionUGMoleculargSimulationSG2009SGZbSGbddTbeZ 2 30

14 pomparativeGstudyGofGbandwidthsGinGcopperGdelafossitesGfromGxTrayGemissionGspectroscopyUGPhysicalg
ReviewgBSG2009SGeWSG 3.3 33
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13 vntrinsicGferromagnetismGinGpeOOYPgGdispellingGtheGmythGofGvacancyGsiteGlocalizationGmediatedG
superexchangeUGJournalgofgPhysicsgCondensedgMatterSG2009SGYXSGaWbbWY 1.8 34

12 OpuY—YPO—rZ—cYObPâ��nGyayeredSGqirectGoandGtapSGpT ypeG ransparentGponductingGOxychalcogenidegG
nG heoreticalGnnalysisUUGChemistrygofgMaterialsSG2009SGYXSGbaZbTbaaY 9.6 66

11 –eactivityGonGtheGOXXWPG—urfaceGofGperiagGnGttnRUG—tudyGofG—urfaceG–eductionGandGtheGndsorptionG
ofGpOGandGNOYUGJournalgofgPhysicalgChemistrygCSG2009SGXXZSGXXWfbTXXXWZ 3.8 63

10 ncceptorGlevelsGinGpTtypeGpuOYPOgGrationalizingGtheoryGandGexperimentUGPhysicalgReviewgLettersSG2009
SGXWZSGWfcaWb 7.4 237

9 —mallGpolaronsGinGNbTGandG aTdopedGrutileGandGanataseG iOYUGJournalgofgMaterialsgChemistrySG2009SG
XfSGbXdb 143

8 UnderstandingGtheGpT ypeGponductionG“ropertiesGofGtheG ransparentGponductingGOxideGpuoOYgGnG
qensityGsunctionalG heoryGnnalysisUGChemistrygofgMaterialsSG2009SGYXSGabceTabdc 9.6 89

7 zodelingGtheGpolaronicGnatureGofGpTtypeGdefectsGinGpuYOgGtheGfailureGofGttnGandGttnGRGUUGJournalg
ofgChemicalgPhysicsSG2009SGXZXSGXYadWZ 3.9 113

6 XTrayGspectroscopicGstudyGofGtheGelectronicGstructureGofGpuprOYUGPhysicalgReviewgBSG2009SGdfSG 3.3 82

5 rffectGofGprGsubstitutionGonGtheGelectronicGstructureGofGpunlXâ��xprxOYUGPhysicalgReviewgBSG2009SGdfSG 3.3 102

4
 heGUseGofGtheGMldquohRUMrdquohGporrectionGinGqescribingGqefectG—tatesGatGzetalGOxideG—urfacesgG
OxygenGVacanciesGonGpeOYGandG iOYSGandGyiTdopingGofGzgOUGEvJournalgofgSurfacegSciencegandg
NanotechnologySG2009SGdSGZefTZfa

0.7 24

3 pompetingGqefectGzechanismsGandGuydrogenGndsorptionGonGyiTqopedGzgOGyowGvndexG—urfacesgGnG
qs RUG—tudyUGEvJournalgofgSurfacegSciencegandgNanotechnologySG2009SGdSGZfbTaWa 0.7 9

2 nnGabGinitioG—tudyGofG–eductionGofGVYObGthroughGtheGsormationGofGOxygenGVacanciesGandGyiG
vntercalationUGJournalgofgPhysicalgChemistrygCSG2008SGXXYSGffWZTffXX 3.8 181

1 —urfaceG—ensitivityGinGyithiumTqopingGofGzgOgGGnGqensityGsunctionalG heoryG—tudyGwithGporrectionG
forGonT—iteGpoulombGvnteractionsUGJournalgofgPhysicalgChemistrygCSG2007SGXXXSGdfdXTdfdf 3.8 91
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