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j Paper IF Citations

256 −acancyTtnducedGøhermalGøransportGandGøensileGxechanicalGmehaviorGofGxonolayerGsoneycombG
mezUUGACScOmegaSG2022SGbSG[]Y]T[]Zb 3.9 2

255 øemperatureGandGinterlayerGcouplingGinducedGthermalGtransportGacrossGgrapheneVYoT×inGvanGderG
∕aalsGheterostructureUUGScientificcReportsSG2022SGXYSGbaX 4.9 0

254 ltomicGandGxolecularGsydrogenGtmpuritiesGinGsybridG–erovskiteG×olarGnellsUGJournalcofcPhysicalc
ChemistrycCSG2022SGXYaSGXbYXTXbYc 3.8 0

253 mandTgapGengineeringSGmagneticGbehaviorGandGoiracTsemimetalGcharacterGinGtheGxo×iYy[G
nanoribbonGwithGarmchairGandGzigzagGedgesUGJournalcPhysicscD:cAppliedcPhysicsSG2022SG]]SGWZ]ZWX 3 7

252 xonoelementalGtwoTdimensionalGiodineneGnanosheetseGaGfirstTprinciplesGstudyGofGtheGelectronicGandG
opticalGpropertiesUGJournalcPhysicscD:cAppliedcPhysicsSG2022SG]]SGXZ]XW[ 3

251 oeepGyeuralG×killGlssessmentGandGøransfereGlpplicationGtoG°oboticG×urgeryGørainingG2021SG 1

250 øwistToependentGplectronGnhargeGøransferGandGøransportGinG–hosphoreneâ��rrapheneG
seterobilayersUGJournalcofcPhysicalcChemistrycCSG2021SGXY]SGY]ccaTY]cdb 3.8

249 sydrogenTlnionTtnducedGnarrierG°ecombinationGinGxl–btG–erovskiteG×olarGnellsUGJournalcofcPhysicalc
ChemistrycLettersSG2021SGXYSGXWabbTXWacZ 6.4 3

248 °esolvingGoeactivationG–athwaysGofGnoG–orphyrinTmasedGplectrocatalystsGforGnzYG°eductionGinG
lqueousGxediumUGACScCatalysisSG2021SGXXSGZbX]TZbYd 13.1 11

247 qirstTprinciplesGinvestigationGofGintrinsicGpointGdefectsGinGperovskiteGns×nmrZUGPhysicalcReviewc
MaterialsSG2021SG]SG 3.2 5

246 ×emiconductingGnhalcogenideGllloysGmasedGonGtheGOreSG×nSG–bPGO×SG×eSGøePGqormulaGwithGzutstandingG
–ropertieseGlGqirstT–rinciplesGnalculationG×tudyUGACScOmegaSG2021SGaSGd[ZZTd[[X 3.9 9

245 pffectGofGelectricGfieldGandGverticalGstrainGonGtheGelectroTopticalGpropertiesGofGtheGxo×iYy[GbilayereGlG
firstTprinciplesGcalculationUGJournalcofcAppliedcPhysicsSG2021SGXYdSGX]]XWZ 2.5 23

244 lGoiracTsemimetalGtwoTdimensionalGmey[eGøhicknessTdependentGelectronicGandGopticalGpropertiesUG
AppliedcPhysicscLettersSG2021SGXXcSGYWZXWZ 3.4 32

243 plectrodeTinducedGimpuritiesGinGtinGhalideGperovskiteGsolarGcellGmaterialGns×nmrZGfromGfirstG
principlesUGNpjcComputationalcMaterialsSG2021SGbSG 10.9 4

242 xodelingGandGpxperimentalG×tudyGofGtheGplectronGøransferGvineticsGforGyonTidealGplectrodesGUsingG
−ariableTqrequencyG×quareG∕aveG−oltammetryUGAnalyticalcChemistrySG2021SGdZSGXWXb]TXWXca 7.8 2

241 øhermalGtransportGinGmonolayerGzincTsulfideeGeffectsGofGlengthSGtemperatureGandGvacancyGdefectsUG
NanotechnologySG2021SGZYSG 3.4 2

240 øransitionGmetalTdopedGtetraTxoyYGmonolayersGasGanGelectrochemicalGcatalystGforGnzYGreductioneGlG
densityGfunctionalGtheoryGstudyUGCatalysiscCommunicationsSG2021SGX[dSGXWaYXY 3.2 1
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239 nonfinedG°uGyanocatalystsGonG×urfaceGtoGpnhanceGlmmoniaG×ynthesiseGlnGtnGsituGpøpxG×tudyUG
ChemCatChemSG2021SGXZSG]Z[T]Zc 5.2 3

238 lttenuationGofG°edoxG×witchingGandG°ectificationGinGlzulenequinonesVsydroquinonesGafterGmGandG
yGoopingeGlGqirstT–rinciplesGtnvestigationUGAdvancedcTheorycandcSimulationsSG2021SG[SGYWWWYWZ 3.5 2

237 xorphogenesisGofGmesoscopicGsurfaceGpatternsGformedGinGpolarizedGtwoTphotonGetchingGofG
diamondUGCarbonSG2021SGXbZSGYbXTYc] 10.4 1

236
øwoTdimensionalGuanusGsemiconductorGmiøenlGandGmiøemrGmonolayerseGaGfirstTprinciplesGstudyGonG
theirGtunableGelectronicGpropertiesGanGelectricGfieldGandGmechanicalGstrainUGPhysicalcChemistryc
ChemicalcPhysicsSG2021SGYZSGX]YXaTX]YYZ

3.6 17

235 naseG°eporteGUtilizingGltGandGyw–GtoGlssistGwithGsealthcareGandG°ehabilitationGouringGtheGnz−toTXdG
–andemicUGFrontierscincArtificialcIntelligenceSG2021SG[SGaXZaZb 3 6

234 xechanisticGstudiesGofGoxygenGreductionGandGevolutionGreactionsGonGyiZ×YGsurfacesUGAppliedc
CatalysiscA:cGeneralSG2021SGaY[SGXXcZY[ 5.1 2

233 ×uperiorGtunableGphotocatalyticGpropertiesGforGwaterGsplittingGinGtwoGdimensionalGrenV×inGvanGderG
∕aalsGheterobilayersUGScientificcReportsSG2021SGXXSGXbbZd 4.9 1

232 ×trongGtriboTpiezoelectricGeffectGinGbilayerGindiumGnitrideGOtnyPUGScientificcReportsSG2021SGXXSGXcaad 4.9 2

231 UGIEEEcAccessSG2021SGdSGXXaY][TXXaYa[ 3.5 1

230 mandTgapGcontrolGofGgraphenelikeGborocarbonitrideGgâ��mnayGbilayersGbyGelectricalGgatingUGPhysicalc
ReviewcBSG2020SGXWYSG 3.3 26

229
°oboticsSG×martG∕earableGøechnologiesSGandGlutonomousGtntelligentG×ystemsGforGsealthcareG
ouringGtheGnz−toTXdG–andemiceGlnGlnalysisGofGtheG×tateGofGtheGlrtGandGqutureG−isionUGAdvancedc
IntelligentcSystemsSG2020SGYSGYWWWWbX

6 113

228 °oleGofGknockTonGinGelectronGbeamGinducedGetchingGofGdiamondUGCarbonSG2020SGXa[SG]XT]c 10.4 2

227 qirstTprinciplesGinvestigationGofGnonmetalGdopedGsingleTlayerGmizmrGasGaGpotentialGphotocatalystG
withGaGlowGrecombinationGrateUGPhysicalcChemistrycChemicalcPhysicsSG2020SGYYSGX]Z][TX]Za[ 3.6 45

226 øransitionGmetalTdopedG˛–TboropheneGasGpotentialGoxygenGandGhydrogenGevolutionGelectrocatalysteG
lGdensityGfunctionalGtheoryGstudyUGCatalysiscCommunicationsSG2020SGX[[SGXWaWdW 3.2 10

225 xodelingGandGpmulatingGaG–hysiotherapistNsG°oleGinG°obotTlssistedG°ehabilitationUGAdvancedc
IntelligentcSystemsSG2020SGYSGXdWWXcX 6 9

224 pmbeddingGofGatomsGintoGtheGnanoporeGsitesGofGtheGnyGandGnyGporousGcarbonGnitrideGmonolayersG
withGtunableGelectronicGpropertiesUGPhysicalcChemistrycChemicalcPhysicsSG2020SGYYSGa[XcTa[ZZ 3.6 27

223
oiracGhalfTmetallicityGofGøhinG–dnlGyanosheetseGtnvestigationGofGtheGpffectsGofGpxternalGqieldsSG
×urfaceGldsorptionGandGoefectGpngineeringGonGtheGplectronicGandGxagneticG–ropertiesUGScientificc
ReportsSG2020SGXWSGYXZ

4.9 26

222 ×trainSGelectricTfieldGandGfunctionalizationGinducedGwidelyGtunableGelectronicGpropertiesGinGxo×VmnGSG
VnGyGandGV[qormulaeGseeGtext]GvanGderG∕aalsGheterostructuresUGNanotechnologySG2020SGZXSGYd]YWY 3.4 34
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221
øheGplectronicSGzpticalSGandGøhermoelectricG–ropertiesGofGxonolayerG–bøeGandGtheGøunabilityGofGtheG
plectronicG×tructureGbyGpxternalGqieldsGandGoefectsUGPhysicacStatuscSolidickBl:cBasiccResearchSG2020SG
Y]bSGYWWWXcY

1.3 28

220 lGqirstT–rinciplesG×tudyGofGnGyGyanostructureseGnontrolGandGpngineeringGofGtheGplectronicGandG
xagneticG–ropertiesGofGyanosheetsSGøubesGandG°ibbonsUGChemPhysChemSG2020SGYXSGXa[TXb[ 3.2 30

219 sighGmobilityGinG˛–TphosphoreneGisostructuresGwithGlowGdeformationGpotentialUGPhysicalcChemistryc
ChemicalcPhysicsSG2020SGYYSGYYbaTYYcY 3.6 5

218 nontrolGofGnyGandGnyGcarbonGnitrideGnanosheetsNGelectronicGandGmagneticGpropertiesGthroughG
embeddedGatomsUGPhysicalcChemistrycChemicalcPhysicsSG2020SGYYSGYY[dTYYaX 3.6 32

217
qormulationGofGxulticomponentGwatticeGrasGxodelGnlusterGpxpansionsG–arameterizedGonGlbGtnitioG
oataeGlnGtntroductionGtoGtheGlbGtnitioGxeanTqieldGlugmentedGwatticeGrasGxodelingGnodeUGJournalcofc
PhysicalcChemistrycCSG2020SGXY[SGYdYZTYdZc

3.8 4

216 øunableGelectronicGpropertiesGofGtheGdynamicallyGstableGlayeredGmineralG–tsg×eGOuacutingaitePUG
PhysicalcChemistrycChemicalcPhysicsSG2020SGYYSGY[[bXTY[[bd 3.6 14

215 zxygenG−acanciesGinGtheG×ingleGwayerGofGøiYnzYGx√eneeGpffectsGofGratingG−oltageSGxechanicalG
×trainSGandGltomicGtmpuritiesUGPhysicacStatuscSolidickBl:cBasiccResearchSG2020SGY]bSGYWWWZ[Z 1.3 14

214 pxceptionalGinTplaneGandGinterfacialGthermalGtransportGinGgrapheneVYoT×inGvanGderG∕aalsG
heterostructuresUGScientificcReportsSG2020SGXWSGYYW]W 4.9 10

213 nompositionTstructureTfunctionGcorrelationGofGnaVδnVllzxGcatalystsGforGtheGketonizationGofGaceticG
acidUGCatalysiscTodaySG2020SGZ]XSG]cTab 5.3 11

212 yx°G×pectroscopicGnharacterizationGofGqlameTxadeGlmorphousG×ilicaTlluminaGforGnyclohexanolG
andGrlyceraldehydeGnonversionUGChemCatChemSG2020SGXYSGYcbTYdZ 5.2 5

211 lGfirstTprinciplesGstudyGofGtheGeffectsGofGatomGimpuritiesSGdefectsSGstrainSGelectricGfieldGandGlayerG
thicknessGonGtheGelectronicGandGmagneticGpropertiesGofGtheGnYyGnanosheetUGCarbonSG2020SGX]bSGZbXTZc[ 10.4 81

210 nooperationGofGyiGandGnazGatGtnterfaceGforGnzYG°eformingGofGns[eGlGnombinedGøheoreticalGandG
pxperimentalG×tudyUGACScCatalysisSG2019SGdSGXWWaWTXWWad 13.1 35

209 yegativeG–oissonNsGratioGinGYoGlifeTboatGstructuredGcrystalsUGNanoscalecAdvancesSG2019SGXSGXXXbTXXYZ 5.1 7

208 yonTdissociativeGadsorptionGofGglycerolGonGtheGOXXXPGsurfaceGofGyiGandG–tTbasedGmetallicGsystemseG
sintsGonGreformingGactivityGfromGdTbandGcenterUGMolecularcCatalysisSG2019SG[b[SGXXW[XY 3.3 2

207 –olymorphicGexpressionsGofGultrathinGoxidicGlayersGofGxoGonGluOXXXPUGNanoscaleSG2019SGXXSGaWYZTaWZ] 7.7 5

206 qirstTprinciplesGpredictionGofGphononTmediatedGsuperconductivityGinG√mnGO√GhGxgSGnaSG×rSGmaPUG
PhysicalcChemistrycChemicalcPhysicsSG2019SGYXSGcbabTcbbZ 3.6 5

205 ×tabilityGandGbandGoffsetsGbetweenGralsGsemiconductorGandGnezYGgateGdielectricUGAIPcAdvancesSG
2019SGdSGWY]XXb 1.5 2

204 UnravellingGtheGeffectsGofGlayeredGsupportsGonG°uGnanoparticlesGforGenhancingGyYGreductionGinG
photocatalyticGammoniaGsynthesisUGAppliedcCatalysiscB:cEnvironmentalSG2019SGY]dSGXXcWYa 21.8 22
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203 ×tructuralGstabilityGandGbandGalignmentGinGtheGcTplaneGδnzVrayGheterostructureUGSemiconductorc
SciencecandcTechnologySG2019SGZ[SGWd]WWc 1.8 0

202 plectronicGtransportGinvestigationGofGredoxTswitchingGofGazulenequinonesVhydroquinonesGviaG
firstTprinciplesGstudiesUGPhysicalcChemistrycChemicalcPhysicsSG2019SGYXSGXbc]dTXbcab 3.6 2

201 pxploitingGtheGyovelGplectronicGandGxagneticG×tructureGofGnZyGviaGqunctionalizationGandG
nonformationUGAdvancedcElectroniccMaterialsSG2019SG]SGXdWW[]d 6.4 33

200 natalyticGareneGalkylationGoverGsTmetaGzeoliteeGtnfluenceGofGzeoliteGshapeGselectivityGandGreactantG
nucleophilicityUGJournalcofcCatalysisSG2019SGZcWSGdTYW 7.3 11

199 moronToopedGgTnayaGwayerGasGaGxetalTqreeG–hotoelectrocatalystGforGyYG°eductionG°eactionUG
JournalcofcPhysicalcChemistrycCSG2019SGXYZSGYcbZdTYcb[Z 3.8 17

198 ×tronglyGenhancedGacidityGandGactivityGofGamorphousGsilicaâ��aluminaGbyGformationGofG
pentacoordinatedGll−GspeciesUGJournalcofcCatalysisSG2019SGZbYSGXTb 7.3 19

197 xetalTbipyridineGcomplexesGasGelectrocatalystsGforGtheGreductionGofGnzeGaGdensityGfunctionalGtheoryG
studyUGPhysicalcChemistrycChemicalcPhysicsSG2019SGYXSGYZb[YTYZb[c 3.6 5

196 lctiveGsitesGandGmechanismGofGtheGdirectGconversionGofGmethaneGandGcarbonGdioxideGtoGaceticGacidG
overGtheGzincTmodifiedGsTδ×xT]GzeoliteUGCatalysiscSciencecandcTechnologySG2019SGdSGaYdbTaZWb 5.5 15

195 –hotochemicalGptchingGofGnarbonylGrroupsGfromGaGnarbonGxatrixeGøheGOWWXPGoiamondG×urfaceUG
PhysicalcReviewcLettersSG2019SGXYYSGWXacWY 7.4 3

194 ×trainTpngineeredGUltrahighGxobilityGinG–hosphoreneGforGøerahertzGøransistorsUGAdvancedcElectronicc
MaterialsSG2019SG]SGXcWWbdb 6.4 12

193 pfficientG–redictionGofG×tructuralGandGplectronicG–ropertiesGofGsybridGYoGxaterialsGUsingG
nomplementaryGoqøGandGxachineGwearningGlpproachesUGAdvancedcTheorycandcSimulationsSG2019SGYSGXcWWXYc3.5 34

192 mandGalignmentGofGnonpolarGOXWX´flWPGδnzGonGOXXYPGwallzZUGSolidcStatecCommunicationsSG2019SGYcbSGYZTYa 1.6 3

191
tdentificationGofG−icinalG×ilanolsGandG–romotionGofGøheirGqormationGonGxnxT[XGviaGUltrasonicG
lssistedGzneT×tepG°oomTøemperatureG×ynthesisGforGmeckmannG°earrangementUGIndustrialciamp;c
EngineeringcChemistrycResearchSG2018SG]bSG]]]WT]]]b

3.9 12

190 ×tabilityGandGbandGoffsetsGofGnonpolarGOXXY´flWPGδnzGonGOWWXPGwallzGZUGVacuumSG2018SGX]WSGYdTZ[ 3.7 10

189 xagneticGpropertiesGofGstoichiometricGandGdefectiveGno×UGPhysicalcChemistrycChemicalcPhysicsSG2018SG
YWSGYZ]aTYZaY 3.6 11

188 ×tabilityGandGbandGoffsetsGbetweenGcTplaneGδnzGsemiconductorGandGwallzZGgateGdielectricUGJournalc
ofcAppliedcPhysicsSG2018SGXYZSGXX]ZWY 2.5 2

187 pffectGofGanGllTadlayerGinGtheGcTplaneGδnzVllyGheterostructureUGEurophysicscLettersSG2018SGXYYSGYaWWZ 1.6 1

186 øheGroleGofGvacanciesGinGelectricGfieldGmediatedGgrapheneGoxideGreductionUGAppliedcPhysicscLettersSG
2018SGXXZSGWbZXWZ 3.4 1
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185 –redictingGtheGplectricGqieldGpffectGonGtheGwateralGtnteractionsGmetweenGldsorbateseGzVqeOXWWPGfromG
qirstG–rinciplesUGTopicscincCatalysisSG2018SGaXSGbaZTbb] 2.3 9

184 xechanicalGpropertiesGofGzirconiaSGdopedGandGundopedGyttriaTstabilizedGcubicGzirconiaGfromG
firstTprinciplesUGJournalcofcPhysicscandcChemistrycofcSolidsSG2018SGXYYSG]XTbX 3.9 25

183 nonfinementGtmpactGforGtheGoynamicsGofG×upportedGxetalGyanocatalystUGSmallSG2018SGX[SGeXcWX]ca 11 3

182 pvaluationGofGvanGderG∕aalsGdensityGfunctionalsGforGlayeredGmaterialsUGPhysicalcReviewcMaterialsSG
2018SGYSG 3.2 47

181 xachineGlearningGtheGbandGgapGpropertiesGofGkesteriteGtYâ��ttâ��t−â��−[GquaternaryGcompoundsGforG
photovoltaicsGapplicationsUGPhysicalcReviewcMaterialsSG2018SGYSG 3.2 21

180 lcidityGenhancedG[ll]xnxT[XGviaGultrasonicGirradiationGforGtheGmeckmannGrearrangementGofG
cyclohexanoneGoximeGtoGeTcaprolactamUGJournalcofcCatalysisSG2018SGZ]cSGbXTbd 7.3 23

179 vanGderG∕aalsGqorcesGnontrolGtheGtnternalGnhemicalG×tructureGofGxonolayersGwithinGtheGwamellarG
xaterialsGnutn–Y×aGandGnumi–Y×eaUGJournalcofcPhysicalcChemistrycCSG2018SGXYYSGYYab]TYYacb 3.8 11

178 ×uperconductivityGinGintercalatedGbuckledGtwoTdimensionalGmaterialseGvreUGPhysicalcChemistryc
ChemicalcPhysicsSG2018SGYWSGY[WYbTY[WZY 3.6 1

177 qirstTprinciplesGdesignGofGbifunctionalGoxygenGreductionGandGevolutionGcatalystsGthroughGbimetallicG
centersGinGmetalâ��organicGframeworksUGCatalysiscSciencecandcTechnologySG2018SGcSGZaaaTZab[ 5.5 13

176 lcceptorGdopingGinGtheGprotonGconductorG×rδrzUGPhysicalcChemistrycChemicalcPhysicsSG2017SGXdSGXX[c]TXX[dX3.6 13

175 yearT–erfectG×pinGqilteringGandGyegativeGoifferentialG°esistanceGinGanGqeOttP×GnomplexUGJournalcofc
PhysicalcChemistrycLettersSG2017SGcSGYXcdTYXd[ 6.4 9

174 UncoveringGtheGøhermoTvineticGzriginsGofG–haseGzrderingGinGxixedT−alenceGlntimonyGøetroxideGbyG
qirstT–rinciplesGxodelingUGInorganiccChemistrySG2017SG]aSGa][]Ta]]W 5.1 1

173 ×tabilityGandGbandGoffsetsGbetweenG×iGandGwallzZUGEuropeancPhysicalcJournalcBSG2017SGdWSGX 1.2 2

172 mandGoffsetsGinGwaYzZVtnyGheterostructuresUGSolidcStatecCommunicationsSG2017SGYa]SGXdTYY 1.6

171 qirstTprinciplesGinvestigationGofGquantumGemissionGfromGhmyGdefectsUGNanoscaleSG2017SGdSGXZ]b]TXZ]cY 7.7 122

170 sydrogenGldsorptionGonGyearlyGδigzagTpdgedGyanoribbonseGlGoensityGqunctionalGøheoryG×tudyUG
ScientificcReportsSG2017SGbSGX]bYb 4.9 23

169 øooqøG×tudyGofGtheGzpticalGpxcitationGofGyucleicGlcidGmasesTnGnomplexesUGJournalcofcPhysicalc
ChemistrycASG2017SGXYXSGdW]cTdWaZ 2.8 1

168 menzylationGofGlrenesGwithGmenzylGnhlorideGoverGsTmetaGδeoliteeGpffectsGfromGlcidityGandG
×hapeT×electivityUGJournalcofcPhysicalcChemistrycCSG2017SGXYXSGX]Y[cTX]Y]] 3.8 13
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167 oetectionGofGadsorbedGtransitionTmetalGporphyrinsGbyGspinTdependentGconductanceGofGgrapheneG
nanoribbonUGRSCcAdvancesSG2017SGbSGYdXXYTYdXYX 3.7 5

166 xechanismGforGstrongGmagnetoelectricGcouplingGinGdiluteGmagneticGferroelectricsUGPhysicalcReviewcBSG
2016SGd[SG 3.3 7

165 xultiferroicGcrossoverGinGperovskiteGoxidesUGPhysicalcReviewcBSG2016SGdZSG 3.3 26

164 wargeGspinTfilteringGeffectGinGøiTdopedGdefectiveGzigzagGgrapheneGnanoribbonUGPhysicalcChemistryc
ChemicalcPhysicsSG2016SGXcSGXaYY[Tc 3.6 5

163 pnhancedGoscillatoryGrectificationGandGnegativeGdifferentialGresistanceGinGpentamantaneG
diamondoidTcumuleneGsystemsUGNanoscaleSG2016SGcSGZ[aXTa 7.7 6

162 UnravelingGtheGoriginsGofGconductionGbandGvalleyGdegeneraciesGinGxgY×iOXTxP×nOxPGthermoelectricsUG
PhysicalcChemistrycChemicalcPhysicsSG2016SGXcSGdZdT[a 3.6 6

161 pndohedralGmetallofullerenesSGxknaWGOxGhGnaSGyaSG×rPeGselectiveGadsorptionGandGsensingGofG
openTshellGyzxGgasesUGPhysicalcChemistrycChemicalcPhysicsSG2016SGXcSGYXZX]TYX 3.6 5

160 nommunicationeGplectricalGrectificationGofGn]dyeGøheGroleGofGanchoringGandGdopingGsitesUGJournalcofc
ChemicalcPhysicsSG2016SGX[[SGWYXXWX 3.9 3

159 mrˆ‚nstedGacidGsitesGbasedGonGpentaTcoordinatedGaluminumGspeciesUGNaturecCommunicationsSG2016SG
bSGXZcYW 17.4 73

158 ×ensingGsulfurTcontainingGgasesGusingGtitaniumGandGtinGdecoratedGzigzagGgrapheneGnanoribbonsG
fromGfirstTprinciplesUGPhysicalcChemistrycChemicalcPhysicsSG2015SGXbSGadY]TZY 3.6 46

157 xolecularGadsorptionGandGmethanolGsynthesisGonGtheGoxidizedGnuVδnzOWWWXPGsurfaceUGSurfacec
ScienceSG2015SGa[XSGdbTXW[ 1.8 5

156 sighGznVzffGnonductanceG×witchingG°atioGviaGsTøautomerizationGinG¯uinoneUGJournalcofcChemicalc
TheorycandcComputationSG2015SGXXSG[X][Tc 6.4 12

155 tnsightsGintoGtheGplectronicG×tructureGofGtheGzxygenG×peciesGlctiveGinGllkeneGppoxidationGonG×ilverUG
ACScCatalysisSG2015SG]SG]c[aT]c]W 13.1 59

154 ×tructuralGandGelectronicGpropertiesGofG×rδrzZGandG×rOøiSδrPzZGalloysUGPhysicalcReviewcBSG2015SGdYSG 3.3 18

153 mistableGxagnetismGandG–otentialGforG−oltageTtnducedG×pinGnrossoverGinGoiluteGxagneticG
qerroelectricsUGPhysicalcReviewcLettersSG2015SGXX[SGY[baWX 7.4 15

152 øhermodynamicGandGspectroscopicGpropertiesGofGoxygenGonGsilverGunderGanGoxygenGatmosphereUG
PhysicalcChemistrycChemicalcPhysicsSG2015SGXbSGdYccTZXY 3.6 70

151 xultipleGnzYGcaptureGinGstableGmetalTdopedGgrapheneeGaGtheoreticalGtrendGstudyUGRSCcAdvancesSG
2015SG]SG]Wdb]T]WdcY 3.7 33

150 oensityTfunctionalGpredictionGofGaGsurfaceGmagneticGphaseGinG×røizOZPVwallzOZPGheterostructuresG
inducedGbyGllGvacanciesUGPhysicalcReviewcLettersSG2014SGXXZSGXca[WX 7.4 25

(2014-2017)
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149 ldsorbateGinducedGvacancyGformationGonGsilverGsurfacesUGPhysicalcChemistrycChemicalcPhysicsSG2014SG
XaSGdWWYTX[ 3.6 16

148 °eTvisitingGtheGzVnuOXXXPGsystemTTwhenGmetastableGsurfaceGoxidesGcouldGbecomeGanGissueHUGPhysicalc
ChemistrycChemicalcPhysicsSG2014SGXaSGYabZ]T[W 3.6 14

147 °ealGøimeGoeterminationGofGtheGplectronicG×tructureGofGUnstableG°eactionGtntermediatesGduringG
luYzZG°eductionUGJournalcofcPhysicalcChemistrycLettersSG2014SG]SGcWT[ 6.4 26

146 plectronicGandGvibrationalGpropertiesGofGyttriaTstabilisedGzirconiaGfromGfirstTprinciplesGforG
XWâ��[WmolLGαYzZUGJournalcofcPhysicscandcChemistrycofcSolidsSG2014SGb]SGXY]YTXYa[ 3.9 9

145 nsxGadsorptionGOxGhGXâ��[PGandGthermodynamicGstabilityGonGtheGnezYOXXXPGsurfaceeGaGfirstTprinciplesG
investigationUGRSCcAdvancesSG2014SG[SGXYY[] 3.7 13

144 tnvestigationGofGtheGvibrationalGpropertiesGofGcubicGyttriaTstabilizedGzirconiaeGlGcombinedG
experimentalGandGtheoreticalGstudyUGJournalcofcPhysicscandcChemistrycofcSolidsSG2014SGb]SGZ]XTZ]b 3.9 10

143 ×tackingTdependentGenergeticsGandGelectronicGstructureGofGultrathinGpolymorphicG−Y−tZGtopologicalG
insulatorGnanofilmsUGPhysicalcReviewcBSG2014SGdWSG 3.3 8

142 sybridGfunctionalGcalculationsGofGpointGdefectsGandGhydrogenGinG×rδrzZUGPhysicalcReviewcBSG2014SGcdSG 3.3 34

141 lGmediumTenergyGphotoemissionGandGabTinitioGinvestigationGofGcubicGyttriaTstabilisedGzirconiaUG
JournalcofcAppliedcPhysicsSG2014SGXX]SGX[Z]WY 2.5 4

140 xitigationGofGnzGpoisoningGonGfunctionalizedG–tTøiyGsurfacesUGPhysicalcChemistrycChemicalcPhysicsSG
2013SGX]SGXd[]WTa 3.6 23

139 sydrogenGadsorptionGcapacityGofGadatomsGonGdoubleGcarbonGvacanciesGofGgrapheneeGlGtrendGstudyG
fromGfirstGprinciplesUGPhysicalcReviewcBSG2013SGcbSG 3.3 85

138 parlyGtransitionGmetalGdopantsGinGcuprousGoxideeGøoGspinGorGnotGtoGspinUGCurrentcAppliedcPhysicsSG2013
SGXZSGXbWbTXbXY 2.6 6

137 °elativityGandGtheGnobilityGofGgoldUGMaterialscChemistrycandcPhysicsSG2013SGX[XSGX[TXb 4.4 9

136 xicroscopicGoriginGofGnTtypeGbehaviorGinG×iTdopedGllyUGPhysicalcReviewcBSG2013SGccSG 3.3 15

135 rrapheneGbasedGdotsGandGantidotseGaGcomparativeGstudyGfromGfirstGprinciplesUGJournalcofc
NanosciencecandcNanotechnologySG2013SGXZSGXY]XT] 1.3 1

134 −acanciesGinGrayGbulkGandGnanowireseGeffectGofGselfTinteractionGcorrectionsUGJournalcofcPhysicsc
CondensedcMatterSG2012SGY[SGY]]cWX 1.8 8

133 pnvironmentTdependentGnanomorphologyGofGøiyeGtheGinfluenceGofGsurfaceGvacanciesUGNanoscaleSG
2012SG[SG]XcZTc 7.7 25

132 –layingGwithGdimensionseGrationalGdesignGforGheteroepitaxialGpTnGjunctionsUGNanocLettersSG2012SGXYSGacTba 11.5 26
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131 ×tructureGandGstabilityGofGtransitionGmetalGnitrideGinterfacesGfromGfirstTprincipleseGllyV−ySGllyVøiySG
andG−yVøiyUGAppliedcSurfacecScienceSG2012SGY]cSG]aZcT]a[] 6.7 32

130 qirstGprinciplesGstudyGofGZdGtransitionGmetalGdopedGUGJournalcofcMagnetismcandcMagneticcMaterialsSG
2012SGZY[SGZXZcTZX[Z 2.8 36

129 øheGroleGofGtitaniumGnitrideGsupportsGforGsingleTatomGplatinumTbasedGcatalystsGinGfuelGcellG
technologyUGPhysicalcChemistrycChemicalcPhysicsSG2012SGX[SGXa]]YTb 3.6 75

128 mandGoffsetsGandGpolarizationGeffectsGinGwurtziteGδnzVxgWUY]δnWUb]zGsuperlatticesGfromGfirstG
principlesUGPhysicalcReviewcBSG2012SGcaSG 3.3 13

127 lGfirstTprinciplesGstudyGofGultrathinGnanofilmsGofGxgzTsupportedGøiyUGPhysicalcChemistrycChemicalc
PhysicsSG2012SGX[SGY[aYTb 3.6 18

126 sardnessGanalysisGofGcubicGmetalGmononitridesGfromGfirstGprinciplesUGPhysicalcReviewcBSG2012SGc]SG 3.3 63

125 xagnetismGofGnoTdopedGδnzGepitaxiallyGgrownGonGaGδnzGsubstrateUGPhysicalcReviewcBSG2012SGc]SG 3.3 49

124 muiltTinGelectricGfieldsGandGvalenceGbandGoffsetsGinGtnyVrayOWWWXPGsuperlatticeseGqirstTprinciplesG
investigationsUGJournalcofcAppliedcPhysicsSG2011SGXWdSGWcZbYX 2.5 33

123 ×urfaceGnhemistryGandGnatalysisGfromGlbGtnitioâ��masedGxultiscaleGlpproachesG2011SG]aXT]cc

122 oesignGofGshallowGacceptorsGinGδnzGthroughGearlyGtransitionGmetalsGcodopedGwithGyGacceptorsUG
PhysicalcReviewcBSG2011SGcZSG 3.3 24

121 xagicGnumbersGofGnanoholesGinGgrapheneeGøunableGmagnetismGandGsemiconductivityUGPhysicalc
ReviewcBSG2011SGc[SG 3.3 35

120 ¯uantificationGofGgrapheneGbasedGcoreVshellGquantumGdotsGfromGfirstGprinciplesUGAppliedcPhysicsc
LettersSG2011SGddSGXcZXWY 3.4 4

119 nuVδnzOWWWXPGunderGoxidatingGandGreducingGconditionseGlGfirstTprinciplesGsurveyGofGsurfaceG
structuresUGPhysicalcReviewcBSG2011SGc[SG 3.3 28

118 nomparisonGofGhydrogenGandGdeuteriumGadsorptionGonG–dOXWWPUGJournalcofcChemicalcPhysicsSG2010SG
XZYSGWY[bX[ 3.9 17

117 –redictingGorderTdisorderGphaseGtransitionsGofGzV–dOXXXPGfromGabGinitioG∕angTwandauGxonteGnarloG
calculationsUGPhysicalcReviewcBSG2010SGcXSG 3.3 15

116 zxygenGadsorptionGonGtheGOXˆ�XPGandGOYˆ�XPGreconstructedGnOXXXPGsurfaceseGaGdensityGfunctionalG
theoryGstudyUGJournalcofcPhysicscCondensedcMatterSG2010SGYYSGYa]WWb 1.8 27

115 tnteractionGofGdiamondGOXXXPTOXGˆ�GXPGandGOYGˆ�GXPGsurfacesGwithGzseGaGfirstGprinciplesGstudyUGJournalcofc
PhysicscCondensedcMatterSG2010SGYYSG[b]WW] 1.8 8

114 oensityGfunctionalGstudyGofGoxygenGonGnuOXWWPGandGnuOXXWPGsurfacesUGPhysicalcReviewcBSG2010SGcXSG 3.3 118
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113 mandGgapGengineeringGofGwurtziteGandGzincTblendeGrayVllyGsuperlatticesGfromGfirstGprinciplesUG
JournalcofcAppliedcPhysicsSG2010SGXWcSGXWZbWX 2.5 35

112 noverageGandGchargeTstateGdependentGadsorptionGofGcarbonGmonoxideGonGtheGzincGoxideGOWWWXPG
surfaceUGPhysicalcReviewcBSG2010SGcYSG 3.3 13

111 nontinuouslyGtunableGbandGgapGinGrayVllyGOWWWXPGsuperlatticesGviaGbuiltTinGelectricGfieldUGPhysicalc
ReviewcBSG2010SGcXSG 3.3 22

110 qirstTprinciplesGstudyGofGtheGmechanismGofGethyleneGepoxidationGoverGlgâ��nuGparticlesUGJournalcofc
MaterialscChemistrySG2010SGYWSGXW]YX 20

109 llloyGcatalystGinGaGreactiveGenvironmenteGtheGexampleGofGagTcuGparticlesGforGethyleneGepoxidationUG
PhysicalcReviewcLettersSG2010SGXW[SGWZ]]WZ 7.4 80

108 øunnelGmagnetoresistanceGinGtrilayerGjunctionsGfromGfirstGprincipleseGnrG˛·TlayerGdopedGrayVllyVrayG
OWGWGWGXPUGJournalcofcMagnetismcandcMagneticcMaterialsSG2010SGZYYSGZd]TZdd 2.8

107 °eactionGintermediatesGofGmethanolGsynthesisGandGtheGwaterâ��gasTshiftGreactionGonGtheGδnzOWWWXPG
surfaceUGSurfacecScienceSG2010SGaW[SGXb[YTXb]X 1.8 28

106 ldsorptionGofGYTchlorophenolGonGnuYzOXXXPâ��nunU×eGlGfirstTprinciplesGdensityGfunctionalGstudyUG
AppliedcSurfacecScienceSG2010SGY]aSG[ba[T[bbW 6.7 6

105 yativeGdefectTinducedGmultifariousGmagnetismGinGnonstoichiometricGcuprousGoxideeGqirstTprinciplesG
studyGofGbulkGandGsurfaceGpropertiesGofGnuYâ��˛·zUGPhysicalcReviewcBSG2009SGbdSG 3.3 96

104 −acanciesGandGinterstitialsGinGindiumGnitrideeG−acancyGclusteringGandGmolecularGbondlikeGformationG
fromGfirstGprinciplesUGPhysicalcReviewcBSG2009SGbdSG 3.3 32

103 qirstTprinciplesGinvestigationGofGxnG˛·TlayerGdopedGrayVllyVrayGOWWWXPGtunnelingGjunctionsUGJournalc
ofcAppliedcPhysicsSG2009SGXWaSGW[ZbXX 2.5 2

102 lGfirstTprinciplesGdensityGfunctionalGstudyGofGchlorophenolGadsorptionGonGnuYzOXXWPenuzUGJournalcofc
ChemicalcPhysicsSG2009SGXZWSGXc[]W] 3.9 25

101 xagnetoresistivityGmodelGandGionizationTenergyGapproximationGforGferromagnetsUGPhysicacStatusc
SolidickBl:cBasiccResearchSG2009SGY[aSGXWaWTXWbX 1.3 15

100 lgâ��nuGalloyGsurfacesGinGanGoxidizingGenvironmenteGlGfirstTprinciplesGstudyUGSurfacecScienceSG2009SG
aWZSGX[abTX[b] 1.8 35

99 lbGinitioGlatticeGdynamicsGandGthermalGexpansionGofGnuYzUGPhysicalcReviewcBSG2009SGcWSG 3.3 39

98 ¯uantumGconfinementGeffectsGinGgalliumGnitrideGnanostructureseGabGinitioGinvestigationsUG
NanotechnologySG2009SGYWSG[Y][WX 3.4 13

97 ∕aterGadsorptionGonGtheGstoichiometricGandGreducedGnezYOXXXPGsurfaceeGaGfirstTprinciplesG
investigationUGPhysicalcChemistrycChemicalcPhysicsSG2009SGXXSGdXccTdd 3.6 198

96 ltomicGandGelectronicGstructureGofGsingleGandGmultipleGvacanciesGinGrayGnanowiresGfromG
firstTprinciplesUGPhysicalcReviewcBSG2009SGbdSG 3.3 28
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95 oefectGcomplexesGandGclusterGdopingGofGtnyeGqirstTprinciplesGinvestigationsUGPhysicalcReviewcBSG2009SG
bdSG 3.3 33

94 ×tabilityGandGmorphologyGofGceriumGoxideGsurfacesGinGanGoxidizingGenvironmenteGlGfirstTprinciplesG
investigationUGJournalcofcChemicalcPhysicsSG2009SGXZXSGXW[bWX 3.9 129

93 nodopingGofGaluminumGandGgalliumGwithGnitrogenGinGδnzeGlGcomparativeGfirstTprinciplesG
investigationUGPhysicalcReviewcBSG2009SGbdSG 3.3 58

92 mridgingGtheGtemperatureGandGpressureGgapseGcloseTpackedGtransitionGmetalGsurfacesGinGanGoxygenG
environmentUGJournalcofcPhysicscCondensedcMatterSG2008SGYWSGXc[WYX 1.8 22

91 ørendsGinGadsorptionGofGnobleGgasesGseSGyeSGlrSGvrSGandG√eGonG–dOXXXPOZˆ�ZP°ZW´°eGlllTelectronG
densityTfunctionalGcalculationsUGPhysicalcReviewcBSG2008SGbbSG 3.3 50

90 yitrogenGvacanciesGinGtnyeG−acancyGclusteringGandGmetallicGbondingGfromGfirstGprinciplesUGPhysicalc
ReviewcBSG2008SGbbSG 3.3 40

89 xorphologyGofGcopperGnanoparticlesGinGaGnitrogenGatmosphereeGlGfirstTprinciplesGinvestigationUG
PhysicalcReviewcBSG2008SGbbSG 3.3 36

88 ×tabilitySGstructureSGandGelectronicGpropertiesGofGchemisorbedGoxygenGandGthinGsurfaceGoxidesGonG
trOXXXPUGPhysicalcReviewcBSG2008SGbcSG 3.3 42

87 qirstTprinciplesGinvestigationGofGlgTnuGalloyGsurfacesGinGanGoxidizingGenvironmentUGPhysicalcReviewcBSG
2008SGbbSG 3.3 40

86 reometryGandGdiameterGdependenceGofGtheGelectronicGandGphysicalGpropertiesGofGrayGnanowiresG
fromGfirstGprinciplesUGPhysicalcReviewcBSG2008SGbbSG 3.3 77

85 muiltTinGelectricGfieldGassistedGspinGinjectionGinGnrGandGxnG˛·TlayerGdopedGllyVrayOWWWXPG
heterostructuresGfromGfirstGprinciplesUGPhysicalcReviewcBSG2008SGbcSG 3.3 12

84 ×hapeGandGsurfaceGstructureGofGgoldGnanoparticlesGunderGoxidizingGconditionsUGPhysicalcReviewcBSG
2008SGbbSG 3.3 46

83 lluminiumGadsorptionGonGtrOXGXGXPGatGaGquarterGmonolayerGcoverageeGlGfirstTprinciplesGstudyUGAppliedc
SurfacecScienceSG2008SGY][SGba]]Tba]c 6.7 3

82 qirstTprinciplesGinvestigationsGofGtheGstructureGandGstabilityGofGoxygenGadsorptionGandGsurfaceGoxideG
formationGatGluOXXXPUGPhysicalcReviewcBSG2007SGbaSG 3.3 110

81 –ropertiesGofGtheGgoldGoxidesGluYzZGandGluYzeGqirstTprinciplesGinvestigationUGPhysicalcReviewcBSG
2007SGb]SG 3.3 89

80 yitrogenGadsorptionGandGthinGsurfaceGnitridesGonGnuOXXXPGfromGfirstTprinciplesUGSurfacecScienceSG2007
SGaWXSG[bb]T[bc] 1.8 38

79 ×urfaceGoxidesGofGtheGoxygenâ��copperGsystemeG–recursorsGtoGtheGbulkGoxideGphasejUGSurfacecScienceSG
2007SGaWXSG]cWdT]cXZ 1.8 57

78 yeutralGandGchargedGembeddedGclustersGofGxnGinGdopedGrayGfromGfirstGprinciplesUGPhysicalcReviewcB
SG2007SGbaSG 3.3 41
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77 yatureGofG√enonGadsorptionGonGgraphiteeGznTtopGversusGhollowGsiteGpreferenceUGPhysicalcReviewcBSG
2007SGbaSG 3.3 25

76 pmbeddedGclusteringGinGnrTdopedGllyeGpvidenceGforGgeneralGbehaviorGinGdiluteGmagneticGtttTnitrideG
semiconductorsUGJournalcofcAppliedcPhysicsSG2007SGXWXSGXWZdXb 2.5 37

75 sighTfidelityGbilateralGteleoperationGsystemsGandGtheGeffectGofGmultimodalGhapticsUGIEEEc
TransactionsconcSystemsocManocandcCyberneticsSG2007SGZbSGX]XYTYc 97

74 ×patialGdistributionGandGmagnetismGinGpolyTnrTdopedGrayGfromGfirstGprinciplesUGPhysicalcReviewcBSG
2007SGb]SG 3.3 35

73 øhermodynamicGstabilityGandGstructureGofGcopperGoxideGsurfaceseGlGfirstTprinciplesGinvestigationUG
PhysicalcReviewcBSG2007SGb]SG 3.3 247

72 –redictingGsurfaceGphaseGtransitionsGfromGabGinitioGbasedGstatisticalGmechanicsGandG
thermodynamicsUGPhasecTransitionsSG2007SGcWSGZXXTZZY 1.3 15

71 nonvergedGpropertiesGofGcleanGmetalGsurfacesGbyGallTelectronGfirstTprinciplesGcalculationsUGSurfacec
ScienceSG2006SGaWWSGbWZTbX] 1.8 225

70 ×uperhardGnitrideTbasedGnanocompositeseGroleGofGinterfacesGandGeffectGofGimpuritiesUGPhysicalc
ReviewcLettersSG2006SGdbSGWcaXWY 7.4 114

69 °oleGofGoxygenGinGøiyOXXXPâ��×ixyyâ��øiyOXXXPGinterfaceseGtmplicationsGforGsuperhardGnanocrystallineG
ncâ��øiyâ��aâ��×iZy[GnanocompositesUGPhysicalcReviewcBSG2006SGb[SG 3.3 43

68 zxygenGadsorptionGandGstabilityGofGsurfaceGoxidesGonGnuOXXXPeGlGfirstTprinciplesGinvestigationUG
PhysicalcReviewcBSG2006SGbZSG 3.3 216

67 xagneticGmetastabilityGinGtetrahedrallyGbondedGmagneticGtttTnitrideGsemiconductorsUGPhysicalc
ReviewcLettersSG2006SGdbSGWXa[WY 7.4 98

66 ×tructureGandGpropertiesGofGøiyOXXXPâ��×ixyyâ��øiyOXXXPGinterfacesGinGsuperhardGnanocompositeseG
qirstTprinciplesGinvestigationsUGPhysicalcReviewcBSG2006SGb[SG 3.3 66

65 ×urfaceGprocessesGandGphaseGtransitionsGfromGabGinitioGatomisticGthermodynamicsGandGstatisticalG
mechanicsUGCatalysiscTodaySG2005SGXW]SGXbTZ] 5.3 98

64 oensityGofGconfigurationalGstatesGfromGfirstTprinciplesGcalculationseGtheGphaseGdiagramGofGllTyaG
surfaceGalloysUGChemPhysChemSG2005SGaSGXdYZTc 3.2 18

63 ×tableGandGmetastableGstructuresGofGtheGmultiphaseGtantalumGnitrideGsystemUGPhysicalcReviewcBSG
2005SGbXSG 3.3 86

62 √eGadsorptionGonGmetalGsurfaceseGqirstTprinciplesGinvestigationsUGPhysicalcReviewcBSG2005SGbYSG 3.3 90

61 °oleGofGembeddedGclusteringGinGdiluteGmagneticGsemiconductorseGnrGdopedGrayUGPhysicalcReviewc
LettersSG2005SGd]SGY]a[W[ 7.4 189

60 salfTmetallicityGandGefficientGspinGinjectionGinGllyVrayenrGOWWWXPGheterostructureUGPhysicalcReviewc
LettersSG2005SGd[SGX[aaWY 7.4 38
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59 tnsightsGintoGtheGfunctionGofGsilverGasGanGoxidationGcatalystGbyGabGinitioGatomisticGthermodynamicsUG
PhysicalcReviewcBSG2003SGacSG 3.3 157

58 ∕hyGisGaGnobleGmetalGcatalyticallyGactivejGøheGroleGofGtheGzTlgGinteractionGinGtheGfunctionGofGsilverGasG
anGoxidationGcatalystUGPhysicalcReviewcLettersSG2003SGdWSGY]aXWY 7.4 158

57 ×ubsurfaceGoxygenGandGsurfaceGoxideGformationGatGlgOXXXPeGlGdensityTfunctionalGtheoryG
investigationUGPhysicalcReviewcBSG2003SGabSG 3.3 127

56 xetallicGtoGinsulatingGnatureGofGøayxeGG°oleGofGøaGandGyGvacanciesUGPhysicalcReviewcBSG2003SGabSG 3.3 94

55 ldsorptionGofG√eGatomsGonGmetalGsurfaceseGnewGinsightsGfromGfirstTprinciplesGcalculationsUGPhysicalc
ReviewcLettersSG2003SGdWSGWaaXW[ 7.4 158

54 ltomisticGdescriptionGofGoxideGformationGonGmetalGsurfaceseGtheGexampleGofGrutheniumUGChemicalc
PhysicscLettersSG2002SGZ]YSGZXXTZXb 2.5 111

53 –haseGdiagramGofGzV°uOWWWXPGfromGfirstGprinciplesUGChemicalcPhysicscLettersSG2002SGZaXSGZXbTZYW 2.5 21

52 nohesiveGpropertiesGofGgroupTtttGnitrideseGlGcomparativeGstudyGofGallTelectronGandGpseudopotentialG
calculationsGusingGtheGgeneralizedGgradientGapproximationUGPhysicalcReviewcBSG2002SGa]SG 3.3 118

51 °oleGofGsubsurfaceGoxygenGinGoxideGformationGatGtransitionGmetalGsurfacesUGPhysicalcReviewcLettersSG
2002SGcdSGWdaXWZ 7.4 154

50 pnergyGbarriersGandGchemicalGpropertiesGinGtheGcoadsorptionGofGcarbonGmonoxideGandGoxygenGonG
°uOWWWXPUGPhysicalcReviewcBSG2002SGa]SG 3.3 36

49 ×urfaceGpropertiesGofGtheGrefractoryGmetalTnitrideGsemiconductorG×cyeG×creenedTexchangeG
wolTqwl–∕GinvestigationsUGPhysicalcReviewcBSG2002SGa]SG 3.3 44

48 xechanismGandGcontrolGofGtheGmetalTtoTinsulatorGtransitionGinGrocksaltGtantalumGnitrideUGPhysicalc
ReviewcBSG2002SGa]SG 3.3 54

47 xetastableGprecursorsGduringGtheGoxidationGofGtheG°uOWWWXPGsurfaceUGPhysicalcReviewcBSG2002SGa]SG 3.3 112

46 qormationGandGstabilityGofGenhancedGsuperhardGnanostructuredGllyV−yGandGllyVøiyGsuperlatticeG
materialsUGMaterialscResearchcSocietycSymposiacProceedingsSG2002SGb]WSGX

45 øheoreticalGinvestigationGofGnativeGdefectsSGimpuritiesSGandGcomplexesGinGaluminumGnitrideUGPhysicalc
ReviewcBSG2002SGa]SG 3.3 196

44 zxygenGadsorptionGonGlgOXXXPeGlGdensityTfunctionalGtheoryGinvestigationUGPhysicalcReviewcBSG2002SG
a]SG 3.3 231

43 natalysisGandGcorrosioneGtheGtheoreticalGsurfaceTscienceGcontextUGSurfacecScienceSG2002SG]WWSGZacTZd[ 1.8 186

42
plectronicGstructureGandGphysicalGpropertiesGofGearlyGtransitionGmetalGmononitrideseG
oensityTfunctionalGtheoryGwolSGrrlSGandGscreenedTexchangeGwolGqwl–∕GcalculationsUGPhysicalc
ReviewcBSG2001SGaZSG

3.3 410
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41 nollectiveGexcitationsGinGalkaliGmetalsGonGllOXXXPUGPhysicalcReviewcBSG2001SGa[SG 3.3 16

40 ×urfaceGcoreTlevelGshiftsGofGcleanGandGoxygenTcoveredG°uOWWWXPUGPhysicalcReviewcBSG2001SGaZSG 3.3 144

39 yativeGdefectsGandGimpuritiesGinGtnyeGqirstTprinciplesGstudiesGusingGtheGlocalTdensityGapproximationG
andGselfTinteractionGandGrelaxationTcorrectedGpseudopotentialsUGPhysicalcReviewcBSG2000SGaXSG°bc[aT°bc[d3.3 196

38 –hotonTexcitedGcollectiveGmodesGinGaGsurfaceGalloyUGPhysicalcReviewcBSG2000SGaXSGXYbYXTXYbY[ 3.3 4

37 øheoryGofGldsorptionGonGxetalG×ubstratesUGHandbookcofcSurfacecScienceSG2000SGYc]TZ]a 34

36 oopingGofGllrayGllloysUGMRScInternetcJournalcofcNitridecSemiconductorcResearchSG1999SG[SGcdWTdWX 20

35 oopingGofGllxraXâ��xyGalloysUGMaterialscSciencecandcEngineeringcB:cSolidpStatecMaterialscforcAdvancedc
TechnologySG1999SG]dSGY]ZTY]b 3.1 31

34 nhallengesGinGpredictiveGcalculationsGofGprocessesGatGsurfaceseUGsurfaceGthermodynamicsGandG
catalyticGreactionsUGAppliedcPhysicscA:cMaterialscSciencecandcProcessingSG1999SGadSG[bXT[cW 2.6 14

33 –hononTGversusGelectronTmediatedGdesorptionGandGoxidationGofGnzGonG°uOWWWXPUGScienceSG1999SGYc]SGXW[YT]33.3 395

32 qirstT–rinciplesGøheoryGofG×urfaceGøhermodynamicsGandGvineticsUGPhysicalcReviewcLettersSG1999SGcZSGYddZTYdda7.4 166

31 oensityTfunctionalGcalculationsGforGtttT−GnitridesGusingGtheGlocalTdensityGapproximationGandGtheG
generalizedGgradientGapproximationUGPhysicalcReviewcBSG1999SG]dSG]]YXT]]Z] 3.3 564

30 oensityTfunctionalGtheoryGstudyGofGtheGcatalyticGoxidationGofGnzGoverGtransitionGmetalGsurfacesUG
SurfacecScienceSG1999SG[ZZT[Z]SGXXdTXYa 1.8 55

29 oefectsGandGoefectG°eactionsGinG×emiconductorGyitridesUGActacPhysicacPolonicacASG1999SGdaSGaXZTaYb 0.6 20

28 øheoryGofGdopingGandGdefectsGinGtttâ��−GnitridesUGJournalcofcCrystalcGrowthSG1998SGXcdTXdWSG]W]T]XW 1.6 175

27 pnergeticsGandGelectronicGstructureGofGstackingGfaultsGinGllySGraySGandGtnyUGPhysicalcReviewcBSG1998SG
]bSG°X]W]YT°X]W]] 3.3 273

26
øheoreticalGanalysisGofGtheGelectronicGstructureGofGtheGstableGandGmetastableGcOYˆ�YPGphasesGofGyaGonG
llOWWXPeGnomparisonGwithGangleTresolvedGultravioletGphotoemissionGspectraUGPhysicalcReviewcBSG1998
SG]bSGX]Y]XTX]YaW

3.3 52

25 oopingGofGllxraXâ��xyUGAppliedcPhysicscLettersSG1998SGbYSG[]dT[aX 3.4 129

24 oopingGofGllrayGllloysUGMaterialscResearchcSocietycSymposiacProceedingsSG1998SG]ZbSGX 4
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23 noadsorptionGofGnzGandGzGonG°uOWWWXPeGlG×tructuralGlnalysisGbyGoensityGqunctionalGøheoryUGIsraelc
JournalcofcChemistrySG1998SGZcSG[WdT[X[ 3.4 10

22 lnomalousGmehaviorGofG°uGforGnatalyticGzxidationeGlGøheoreticalG×tudyGofGtheGnatalyticG°eactionG
nzRXYzYTinzYUGPhysicalcReviewcLettersSG1997SGbcSGX]WWTX]WZ 7.4 115

21 xechanismGofGefficientGcarbonGmonoxideGoxidationGatG°uOWWWXPUGJournalcofcVacuumcSciencecandc
TechnologycA:cVacuumocSurfacescandcFilmsSG1997SGX]SGXaZ]TXa[X 2.9 11

20 øheoreticalG×tudyGofGyativeG–ointGoefectsGinGllyGandGtnyUGMaterialscResearchcSocietycSymposiac
ProceedingsSG1997SG[cYSGdXW 4

19 ×tudyGofGnzGoxidationGoverG°uOWWWXPGatGhighGgasGpressuresUGSurfacecScienceSG1997SGZbbTZbdSGcWcTcXY 1.8 14

18 lGnewGwppoGinvestigationGofGtheGnuOXXWPTOYGˆ�GZPyGstructureUGSurfacecScienceSG1997SGZcXSGw]cdTw]dZ 1.8 19

17 ×tructureGandG×tabilityGofGaGsighTnoverageGOXGxGXPGzxygenG–haseGonG°uOWWWXPUGPhysicalcReviewc
LettersSG1996SGbbSGZZbXTZZb[ 7.4 209

16 opy×tøαGqUynøtzylwGøspz°αG×øUoαGzqGyaGzyGllOXXXPGlyoGzGzyG°uOWWWXPUGSurfacecReviewcandc
LettersSG1996SGWZSGX]abTX]bb 1.1 9

15 øheoreticalGstudyGofGzGadlayersGonG°uOWWWXPUGPhysicalcReviewcBSG1996SG][SGYcacTYcbY 3.3 147

14 qormationGandGstructuralGanalysisGofGaGsurfaceGalloyeGllOXXXPTOYGxGYPTyaUGPhysicalcReviewcLettersSG1995
SGb[SGXaXbTXaYW 7.4 46

13 øspz°αGzqGlwvlwtTxpølwGlo×z°–øtzyGzyGnwz×pT–lnvpoGxpølwG×U°qlnp×UGSurfacecReviewc
andcLettersSG1995SGWYSGZXbTZ[Z 1.1 70

12 ×tructuralGanalysisGofGtheGtwoGcOYGˆ�GYPGphasesGofGyaGadsorbedGonGllOXWWPUGSurfacecScienceSG1995SGZZWSGXcYTXdY1.8 53

11 øheGoylTbindingGdomainGofGtheGhexamericGarginineGrepressorUGJournalcofcMolecularcBiologySG1995SG
Y][SGX]WTaY 6.5 54

10 øspz°pøtnlwGp−topynpGqz°GUyU×UlwGmzyotyrGrpzxpø°αGlyoG–sl×pGø°ly×tøtzy×GzqGyaG
zyGllOWWXPUGSurfacecReviewcandcLettersSG1994SGWXSGYXZTYXd 1.1 27

9 wppoGstructuralGanalysisGofGllOXXXPTvTOGsqrtGZGxGsqrtGZGP°ZWGdegreeseGtdentificationGofGstableGandG
metastableGadsorptionGsitesUGPhysicalcReviewcBSG1994SG[dSG[d]dT[dbY 3.3 73

8 yonTlocalGpseudopotentialsGinGtheGmultiTsliceGmethodGofGcalculatingGelectronGwavefunctionsGinG
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