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i Paper IF Citations

287 ReconstructionsLofLtheLqsYηerminatedLwaqsT]]aULαurfaceLuxposedLtoLqtomicLxydrogenZZLACSe
OmegaXL2022XLgXLe]fdYe]fh 3.9 1

286 ulectronL×olaronsLinL—ithiumL¯iobatejLshargeL—ocalizationXL—atticeLteformationXLandLOpticalL
ResponseZLCrystalsXL2021XLaaXLedb 2.3 2

285 sontrolledLgrowthLofLorderedLmonolayersLofL¯YheterocyclicLcarbenesLonLsiliconZLNatureeChemistryXL
2021XLacXLhbhYhce 17.6 12

284 randLqlignmentLatLwaLxLynaâ��xL×[qlLyLynaâ��yL×LqlloyLynterfacesLfromLxybridLtensityLvunctionalLηheoryL
salculationsZLPhysicaeStatuseSolidieoBp:eBasiceResearchXL2021XLbehXLb]]]dfc 1.3 2

283 yn×LandLqlyn×T]]aUTbLˆ�LdULαurfaceLOxidationLfromLtensityLvunctionalLηheoryZLACSeOmegaXL2021XLfXLfbigYfc]d3.9 3

282 αpinL×olarizationXLulectronY×hononLsouplingXLandLZeroY×hononL—ineLofLtheL¯πLsenterLinLcYαisZLNanoe
LettersXL2021XLbaXLhaaiYhabe 11.5 4

281 ulectronicLstructureLofLtheLαiTaaaUcˆ�cRc]oâ��rLsurfaceLfromLtheoryLandLphotoemissionLspectroscopyZL
PhysicaleRevieweBXL2021XLa]cXL 3.3 4

280 qdatomLmediatedLadsorptionLofL¯YheterocyclicLcarbenesLonLsuTaaaULandLquTaaaUZZLJournaleofe
ComputationaleChemistryXL2021XL 3.5 2

279 qLphotoredoxLcatalysedLxeckLreactionLholeLtransferLfromLaLRuTiiUYbisTterpyridineULcomplexLtoL
grapheneLoxideZZLRSCeAdvancesXL2020XLa]XLdbic]Ydbicg 3.7 3

278 ×hotochemicalLRingLOpeningLofLOxiraneL odeledLbyLsonstrainedLtensityLvunctionalLηheoryZLACSe
OmegaXL2020XLeXLbd]egYbd]fc 3.9 2

277 ×hotocatalyticLpropertiesLofLgrapheneYsupportedLtitaniaLclustersLfromLdensityYfunctionalLtheoryZL
JournaleofeComputationaleChemistryXL2020XLdaXLaibaYaic] 3.5 6

276
ηowardLufficientLηoxicYwasLtetectorsjLuxploringL olecularLynteractionsLofLαarinLandLtimethylL
 ethylphosphonateLwithL etalYsenteredL×hthalocyanineLαtructuresZLJournaleofePhysicaleChemistrye
CXL2020XLabdXLf]i]Yfa]b

3.8 8

275 πibrationalLRamanLspectroscopyLonLadsorbateYinducedLlowYdimensionalLsurfaceLstructuresZLSurfacee
ScienceeReportsXL2020XLgeXLa]]dh] 12.9 0

274
ulectronLparamagneticLresonanceLstudyLofLferroelectricLphaseLtransitionLandLdynamicLeffectsLinLaL
 nLdopedL[¯x][ZnTxsOOU]LhybridLformateLframeworkZLPhysicaleChemistryeChemicalePhysicsXL2020XL
bbXLheacYheba

3.6 1

273 πibrationYtrivenLαelfYtopingLofLtanglingYrondLWiresLonLαiTeecUYquLαurfacesZLPhysicaleReviewe
LettersXL2020XLabdXLadfh]b 7.4 6

272 αpinLdecontaminationLforLmagneticLdipolarLcouplingLcalculationsjLqpplicationLtoLhighYspinL
moleculesLandLsolidYstateLspinLqubitsZLPhysicaleRevieweResearchXL2020XLbXL 3.9 3

271 vreeLandLdefectYboundLTbiUpolaronsLinL—i¯bOcjLqtomicLstructureLandLspectroscopicLsignaturesLfromL
abLinitioLcalculationsZLPhysicaleRevieweResearchXL2020XLbXL 3.9 5
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270 ηetraceneLμltrathinLvilmLwrowthLonLxydrogenY×assivatedLαiliconZLLangmuirXL2020XLcfXLi]iiYiaac 4 4

269 αubcycleLWannierYαtarkL—ocalizationLbyL idYynfraredLriasLinLwalliumLqrsenideZLEPJeWebeofe
ConferencesXL2019XLb]eXL]e]]a 0.3

268 qccurateLandLufficientLαpinYαpinLZeroYvieldLαplittingLsalculationsLforLuxtendedL×eriodicLαystemsL
2019XLacaYad]

267
uxcitedYstateLbandLmappingLandLmomentumYresolvedLultrafastLpopulationLdynamicsLinLyn[αiTaaaUL
nanowiresLinvestigatedLwithLXμπYbasedLtimeYLandLangleYresolvedLphotoemissionLspectroscopyZL
PhysicaleRevieweBXL2019XLiiXL

3.3 11

266 OxygenLandLpotassiumLvacanciesLinL–η×LcalculatedLfromLfirstLprinciplesZLJournaleofePhysicse
CondensedeMatterXL2019XLcaXLched]a 1.8 2

265 ×otassiumLtitanylLphosphateLT–η×ULquasiparticleLenergiesLandLopticalLresponseZLJPhyseMaterialsXL
2019XLbXL]de]]c 4.2 2

264 −uasiparticleLandLexcitonicLeffectsLinLtheLopticalLresponseLofL–¯bOcZLPhysicaleRevieweMaterialsXL
2019XLcXL 3.2 7

263 WaterLαplittingLReactionLatL×olarL—ithiumL¯iobateLαurfacesZLACSeOmegaXL2019XLdXLche]Ychei 3.9 11

262 ulectricLvieldLynducedLRamanLαcatteringLatLtheLαbâ��yn×Taa]ULynterfacejLηheLαurfaceLtipoleL
sontributionZLPhysicaeStatuseSolidieoBp:eBasiceResearchXL2019XLbefXLah]]cad 1.3 3

261 ×hotoYuxcitedLαurfaceLtynamicsLfromL assivelyL×arallelLsonstrainedYtvηLsalculationsL2018XLaegYafh

260 ydentifyingLOnYαurfaceLαiteYαelectiveLshemicalLsonversionsLbyLηheoryYqidedL¯uXqvαLαpectroscopyjL
ηheLsaseLofLvreeYraseLsorrolesLonLqgTaaaUZLChemistryeteAeEuropeaneJournalXL2018XLbdXLfghgYfgig 4.8 7

259 ×robingLquasiYoneYdimensionalLbandLstructuresLbyLplasmonLspectroscopyZLPhysicaleRevieweBXL2018XL
igXL 3.3 13

258 αtructuralLdynamicsLuponLphotoexcitationYinducedLchargeLtransferLinLaLdicopperTiUYdisulfideL
complexZLPhysicaleChemistryeChemicalePhysicsXL2018XLb]XLfbgdYfbhf 3.6 11

257 πibrationalLpropertiesLofLtheLquYTcˆ�cU[αiTaaaULsurfaceLreconstructionZLPhysicaleRevieweBXL2018XLigXL 3.3 8

256 salculationLofLspinYspinLzeroYfieldLsplittingLwithinLperiodicLboundaryLconditionsjLηowardsL
allYelectronLaccuracyZLPhysicaleRevieweBXL2018XLigXL 3.3 14

255 ηemperatureLstabilizesLroughLqu[weT]]aULsurfaceLreconstructionsZLSurfaceeScienceXL2018XLffgXLa]aYa]d 1.8 5

254 αignaturesLofLtransientLWannierYαtarkLlocalizationLinLbulkLgalliumLarsenideZLNatureeCommunicationsXL
2018XLiXLbhi] 17.4 20

253 ×lasmonLspectroscopyjLRobustLmetallicityLofLquLwiresLonLαiTeegULuponLoxidationZLPhysicaleReviewe
MaterialsXL2018XLbXL 3.2 9

(2018-2020)
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252 ymagingLofLah]oLferroelectricLdomainLwallsLinLuniaxialLferroelectricsLbyLconfocalLRamanL
spectroscopyjLμnravelingLtheLcontrastLmechanismZLPhysicaleRevieweMaterialsXL2018XLbXL 3.2 15

251 ympactLofLfiniteYtemperatureLandLcondensedYphaseLeffectsLonLtheoreticalLXYrayLabsorptionLspectraL
ofLtransitionLmetalLcomplexesZLJournaleofeComputationaleChemistryXL2018XLd]XLgab 3.5 4

250 ¯ewLpyridiniumLbasedLionicLdyesLforLtheLhydrogenLevolutionLreactionZLTetrahedronXL2018XLgdXLadbYadi 2.4 16

249 ×olytypismLdrivenLzeroYfieldLsplittingLofLsiliconLvacanciesLinLfxYαisZLPhysicaleRevieweBXL2018XLihXL 3.3 12

248 reyondLtheLmolecularLmoviejLtynamicsLofLbandsLandLbondsLduringLaLphotoinducedLphaseL
transitionZLScienceXL2018XLcfbXLhbaYhbe 33.3 50

247 μnravelingLtheLOxidationLandLαpinLαtateLofL nYsorroleLthroughLXYrayLαpectroscopyLandL−uantumL
shemicalLqnalysisZLJournaleofePhysicaleChemistryeLettersXL2018XLiXLfdabYfdb] 6.4 9

246 αpinLpairingLversusLspinLchainsLatLαiTeecUYquLsurfacesZLPhysicaleRevieweBXL2018XLihXL 3.3 11

245
 olecularLOrbitalLRuleLforL−uantumLynterferenceLinLWeaklyLsoupledLtimersjL—owYunergyLwiantL
sonductivityLαwitchingLynducedLbyLOrbitalL—evelLsrossingZLJournaleofePhysicaleChemistryeLettersXL
2017XLhXLgbgYgcb

6.4 16

244 OnYαurfaceLαiteYαelectiveLsyclizationLofLsorroleLRadicalsZLACSeNanoXL2017XLaaXLcchcYccia 16.7 20

243 ηuningLtheLconductivityLalongLatomicLchainsLbyLselectiveLchemisorptionZLPhysicaleRevieweBXL2017XL
ieXL 3.3 19

242 [suLT¯wuaαUL]LandLitsLoxidizedLandLreducedLderivativesjLsonfiningLelectronsLonLaLtorusZLJournaleofe
ComputationaleChemistryXL2017XLchXLagebYagfa 3.5 1

241 surrentLdensityLanalysisLofLelectronLtransportLthroughLmolecularLwiresLinLopenLquantumLsystemsZL
JournaleofeComputationaleChemistryXL2017XLchXLafheYafib 3.5 18

240 ZnYπyLquasiparticleLgapsLandLopticalLspectraLfromLmanyYbodyLcalculationsZLJournaleofePhysicse
CondensedeMatterXL2017XLbiXLbaeg]b 1.8 4

239 OpticallyLexcitedLstructuralLtransitionLinLatomicLwiresLonLsurfacesLatLtheLquantumLlimitZLNatureXL
2017XLeddXLb]gYbaa 50.4 77

238 XYrayLαpectroscopyLofLηhinLvilmLvreeYraseLsorrolesjLqLsombinedLηheoreticalLandLuxperimentalL
sharacterizationZLJournaleofePhysicaleChemistryeCXL2017XLabaXLbaibYbb]] 3.8 12

237 ulectronLparamagneticLresonanceLcalculationsLforLhydrogenatedLαiLsurfacesZLPhysicaleRevieweBXL
2017XLieXL 3.3 4

236 sonsistentLqtomicLweometriesLandLulectronicLαtructureLofLviveL×hasesLofL×otassiumL¯iobateLfromL
tensityYvunctionalLηheoryZLAdvanceseineMaterialseScienceeandeEngineeringXL2017XLb]agXLaYac 1.5 11

235 —i¯bOLsurfacesLfromLaLmicroscopicLperspectiveZLJournaleofePhysicseCondensedeMatterXL2017XLbiXLdac]]a 1.8 39
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234 ufficientL×qWYbasedLbondLstrengthLanalysisLforLunderstandingLtheLyn[αiTaaaUThLˆ�LbULYLTdLˆ�LaULphaseL
transitionZLJournaleofeComputationaleChemistryXL2017XLchXLbbgfYbbhb 3.5 9

233
μnderstandingLbandLalignmentsLinLsemiconductorLheterostructuresjLsompositionLdependenceLandL
typeYyâ��typeYyyLtransitionLofLnaturalLbandLoffsetsLinLnonpolarLzincYblendeLqlxwaaâ��x¯[qlywaaâ��y¯L
compositesZLPhysicaleRevieweBXL2017XLieXL

3.3 14

232 αolvingLtheLretheYαalpeterLequationLforLtheLsecondYharmonicLgenerationLinLZnLchalcogenidesZL
PhysicaleRevieweBXL2017XLifXL 3.3 4

231 OpticalLpropertiesLofLtitaniumYdopedLlithiumLniobateLfromLtimeYdependentLdensityYfunctionalL
theoryZLPhysicaleRevieweMaterialsXL2017XLaXL 3.2 6

230 ×olaronLopticalLabsorptionLinLcongruentLlithiumLniobateLfromLtimeYdependentLdensityYfunctionalL
theoryZLPhysicaleRevieweMaterialsXL2017XLaXL 3.2 7

229 αiTggeUYquLatomicLchainsjLweometryXLopticalLpropertiesXLandLspinLorderZLPhysicaleRevieweMaterialsXL
2017XLaXL 3.2 12

228 αurfaceLinducedLvibrationalLmodesLinLtheLfluorescenceLspectraLofL×ηstqLadsorbedLonLtheL–slTa]]UL
andL¯aslTa]]ULsurfacesZLPhysicaleChemistryeChemicalePhysicsXL2016XLahXLcbhiaYcbi]b 3.6 5

227 qtomicLsizeLeffectsLstudiedLbyLtransportLinLsingleLsilicideLnanowiresZLPhysicaleRevieweBXL2016XLicXL 3.3 10

226 πibrationalLpropertiesLofL—i¯baâ��xηaxOcLmixedLcrystalsZLPhysicaleRevieweBXL2016XLicXL 3.3 15

225 RareYearthLsilicideLthinLfilmsLonLtheLαiTaaaULsurfaceZLPhysicaleRevieweBXL2016XLicXL 3.3 25

224 wrandLcanonicalL×eierlsLtransitionLinLyn[αiTaaaUZLPhysicaleRevieweBXL2016XLicXL 3.3 18

223 —i¯bOcLelectronicLstructurejL anyYbodyLinteractionsXLspinYorbitLcouplingXLandLthermalLeffectsZL
PhysicaleRevieweBXL2016XLicXL 3.3 33

222 uxperimentalLandLηheoreticalLxighYunergyYResolutionLXYrayLqbsorptionLαpectroscopyjLymplicationsL
forLtheLynvestigationLofLtheLuntaticLαtateZLInorganiceChemistryXL2016XLeeXLaafidYaag]f 5.1 22

221 πibrationLeigenmodesLofLtheLquYTeˆ�bU[αiTaaaULsurfaceLstudiedLbyLRamanLspectroscopyLandL
firstYprinciplesLcalculationsZLPhysicaleRevieweBXL2016XLidXL 3.3 14

220 qLrifunctionalLulectrocatalystLforLOxygenLuvolutionLandLOxygenLReductionLReactionsLinLWaterZL
AngewandteeChemieXL2016XLabhXLbcifYbd]a 3.6 25

219 ηemperatureYtependentLxoleL obilityLandLytsL—imitLinLsrystalY×haseL×cxηLsalculatedLfromLvirstL
×rinciplesZLJournaleofePhysicaleChemistryeBXL2016XLab]XLeegbYh] 3.4 9

218 ynhomogeneousLandLxomogeneousL—ineLrroadeningLofLOpticalLαpectraLofL×ηstqL oleculesL
qdsorbedLatLαtepLudgesLofLqlkaliLxalideLαurfacesZLJournaleofePhysicaleChemistryeCXL2016XLab]XLaaibfYaaicg3.8 8

217 ympurityY ediatedLuarlyLsondensationLofLaLshargeLtensityLWaveLinLanLqtomicLWireLqrrayZLACSe
NanoXL2016XLa]XLha]Yd 16.7 9

(2016-2017)
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216  anipulationLresolvesLnonYtrivialLstructureLofLcorroleLmonolayerLonLqgTaaaUZLNanotechnologyXL2016XL
bgXL]beg]d 3.4 8

215 αolvingLtheLαcatteringL×roblemLforLtheL×cxηLOnYshainLshargeLηransportL2016XLaeeYag]

214 αubmonolayerLRareLuarthLαilicideLηhinLvilmsLonLtheLαiTaaaULαurfaceL2016XLafcYage

213 —iηaOLphononLdispersionLandLferroelectricLtransitionLcalculatedLfromLfirstLprinciplesZLPhysicaeStatuse
SolidieoBp:eBasiceResearchXL2016XLbecXLfhcYfhi 1.3 16

212 tensityLfunctionalLtheoryLofLtheLsuqLYlikeLsubLαbLdiamondLcoreLinLsuLbyyT¯wuaαUbLslbZLJournaleofe
ComputationaleChemistryXL2016XLcgXLa]]eYah 3.5 12

211 qLrifunctionalLulectrocatalystLforLOxygenLuvolutionLandLOxygenLReductionLReactionsLinLWaterZL
AngewandteeChemieeteInternationaleEditionXL2016XLeeXLbce]Ye 16.4 102

210 αtrainYinducedLquasiYoneYdimensionalLrareYearthLsilicideLstructuresLonLαiTaaaUZLPhysicaleRevieweBXL
2016XLidXL 3.3 8

209 αurfaceLvibrationalLRamanLmodesLofLynjαiTaaaUTdˆ�aULandLThˆ�bULnanowiresZLPhysicaleRevieweBXL2016XL
idXL 3.3 13

208 OpticalLresponseLofLtheLsubLαbLdiamondLcoreLinLsubyyT¯wuaαUbLslbZLJournaleofeComputationale
ChemistryXL2016XLcgXLbahaYib 3.5 10

207 wa¯LmYplanejLqtomicLstructureXLsurfaceLbandsXLandLopticalLresponseZLPhysicaleRevieweBXL2015XLiaXL 3.3 39

206 WaterLadsorbateLinfluenceLonLtheLsuTaa]ULsurfaceLopticalLresponseZLSurfaceeScienceXL2015XLfdaXLbcaYbcf 1.8 8

205 RamanLscatteringLefficiencyLinL—iηaOcLandL—i¯bOcLcrystalsZLPhysicaleRevieweBXL2015XLiaXL 3.3 59

204 ¯anopatterningLonLxYηerminatedLαiTaaaULuxplainedLasLtynamicLuquilibriumLofLtheLshemicalL
ReactionLwithL ethanolZLJournaleofePhysicaleChemistryeCXL2015XLaaiXLafidgYafiec 3.8 8

203 —iquidLsrystalLThsrUL olecularLqdsorptionLonL—ithiumL¯iobateLZYsutLαurfacesZLJournaleofePhysicale
ChemistryeCXL2015XLaaiXLicdbYicdf 3.8 10

202 qLpanelLofLperalkylatedLsulfurâ��guanidineLtypeLbasesjL¯ovelLproYligandsLforLuseLinLbiomimeticL
coordinationLchemistryZLInorganicaeChimicaeActaXL2015XLdc]XLbbeYbch 2.7 5

201 ×hononLdispersionLandLzeroYpointLrenormalizationLofL—i¯bOcLfromLdensityYfunctionalLperturbationL
theoryZLJournaleofePhysicseCondensedeMatterXL2015XLbgXLched]b 1.8 23

200 ×olaronicLdeformationLatLtheLvebW[cWLimpurityLsiteLinLvej—i¯bOcLcrystalsZLPhysicaleRevieweBXL2015XL
iaXL 3.3 31

199 ynterwireLcouplingLforLynTdˆ�aU[αiTaaaULprobedLbyLsurfaceLtransportZLPhysicaleRevieweBXL2015XLibXL 3.3 8
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198  echanismLforLnuclearLandLelectronLspinLexcitationLbyLradioLfrequencyLcurrentZLPhysicaleRevieweBXL
2015XLibXL 3.3 8

197 ηheLsubObLtortureLtrackLforLaLrealYlifeLsystemjL[subTbtmgpUbOb]TbWULoxoLandLperoxoLspeciesLinL
densityLfunctionalLcalculationsZLJournaleofeComputationaleChemistryXL2015XLcfXLafgbYhe 3.5 27

196 rarrierYfreeLsubsurfaceLincorporationLofLcdLmetalLatomsLintoLriTaaaULfilmsZLPhysicaleRevieweBXL2015XL
iaXL 3.3 9

195 ynfluenceLofLstructuralLdefectsLandLoxidationLontoLholeLconductivityLinL×cxηZLJournaleofePhysicale
ChemistryeBXL2015XLaaiXLfdhaYia 3.4 10

194 tefectLcomplexesLinLcongruentL—i¯bOcLandLtheirLopticalLsignaturesZLPhysicaleRevieweBXL2015XLiaXL 3.3 38

193 αtructureLformationLinLdiindenoperyleneLthinLfilmsLonLcopperTaaaUZLPhysicaleChemistryeChemicale
PhysicsXL2015XLagXLhggfYhc 3.6 9

192 αurfaceLshargeLofLsleanL—i¯bOcLZYsutLαurfacesL2015XLafcYagh

191 weometricalLandLopticalLbenchmarkingLofLcopperLguanidineYquinolineLcomplexesjLinsightsLfromL
ηtYtvηLandLmanyYbodyLperturbationLtheoryZLJournaleofeComputationaleChemistryXL2014XLceXLaYag 3.5 52

190  odelingL—i¯bOcLαurfacesLatLqmbientLsonditionsZLJournaleofePhysicaleChemistryeCXL2014XLaahXLa]bacYa]bb]3.8 12

189 vormationLofLxydroxylLwroupsLatLsalciumYαilicateYxydrateLTsYαYxUjLsoexistenceLofLsaâ��OxLandLαiâ��OxL
onLWollastoniteT]]aUZLJournaleofePhysicaleChemistryeCXL2014XLaahXLh]]gYh]ac 3.8 23

188 ηheLatomicLstructureLofLternaryLamorphousLηixαiaYxObLhybridLoxidesZLJournaleofePhysicseCondensede
MatterXL2014XLbfXLbecb]a 1.8 7

187 qdsorptionLofL×ηstqLonLηerracesLandLatLαtepsLαitesLofLtheL–slTa]]ULαurfaceZLJournaleofePhysicale
ChemistryeCXL2014XLaahXLbiiaaYbiiah 3.8 20

186 RashbaLsplittingLandLrelativisticLenergyLshiftsLinLyn[αiTaaaULnanowiresZLPhysicaleRevieweBXL2014XLhiXL 3.3 18

185  odelingLintrinsicLdefectsLinL—i¯bOcLwithinLtheLαlaterYzanakLtransitionLstateLmodelZLJournaleofe
ChemicalePhysicsXL2014XLad]XLbcdaac 3.9 29

184 OxygenLadsorbatesLonLtheLαiTaaaUdˆ�aYynLmetallicLatomicLwirejLαcanningLtunnelingLmicroscopyLandL
densityYfunctionalLtheoryLcalculationsZLPhysicaleRevieweBXL2014XLi]XL 3.3 6

183 μnravelingLtheL—i¯bOcLXYcutLsurfaceLbyLatomicLforceLmicroscopyLandLdensityLfunctionalLtheoryZL
PhysicaleRevieweBXL2014XLhiXL 3.3 7

182 weometricalLandLopticalLbenchmarkingLofLcopperTyyULguanidineYquinolineLcomplexesjLinsightsLfromL
ηtYtvηLandLmanyYbodyLperturbationLtheoryLTpartLyyUZLJournaleofeComputationaleChemistryXL2014XLceXLbadfYfa3.5 26

181 yntrinsicL—i¯bOcLpointLdefectsLfromLhybridLdensityLfunctionalLcalculationsZLPhysicaleRevieweBXL2014XL
hiXL 3.3 33

(2014-2015)
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180 sopperTaa]ULsurfaceLinLthermodynamicLequilibriumLwithLwaterLvaporLstudiedLfromLfirstLprinciplesZL
SurfaceeScienceXL2013XLfabXLhbYhi 1.8 12

179  onolayerLtopingLviaL×hosphonicLqcidLwraftingLonLαiliconjL icroscopicLynsightLfromLynfraredL
αpectroscopyLandLtensityLvunctionalLηheoryLsalculationsZLAdvancedeFunctionaleMaterialsXL2013XLbcXLcdgaYcdgg15.6 54

178 πibrationalLvingerprintsLofL—i¯bOcY—iηaOcL ixedLsrystalsZLFerroelectricsXL2013XLddgXLfcYfh 0.6 7

177 —i¯baYxηaxOcLulectronicLαtructureLandLOpticalLResponseLfromLvirstY×rinciplesLsalculationsZL
FerroelectricsXL2013XLddgXLghYhe 0.6 6

176 ηransitionLenergiesLandLdirectYindirectLbandLgapLcrossingLinLzincYblendeLqlxwaaâ��x¯ZLPhysicaleReviewe
BXL2013XLhgXL 3.3 36

175 OpticalLresponseLofLstoichiometricLandLcongruentLlithiumLniobateLfromLfirstYprinciplesLcalculationsZL
PhysicaleRevieweBXL2013XLhgXL 3.3 31

174 αtructuralLvarietyLofLeYfluoroareneYbYaminopyrimidineLinLcomparisonLtoLbYaminopyrimidineLsilverTyUL
coordinationLpolymersjLprogressLreportLandLoverviewZLCrystEngCommXL2013XLaeXLdbbe 3.3 12

173 qtomicLstructureLofLinterfaceLstatesLinLsiliconLheterojunctionLsolarLcellsZLPhysicaleRevieweLettersXL
2013XLaa]XLacfh]c 7.4 26

172
risY˛…YoxoLandL˛…Y˛•bj˛•bYperoxoLdicopperLcomplexesLstudiedLwithinLTtimeYdependentUL
densityYfunctionalLandLmanyYbodyLperturbationLtheoryZLJournaleofeComputationaleChemistryXL2013XL
cdXLa]ceYde

3.5 26

171 vriggeLetLalZLreplyZLPhysicaleRevieweLettersXL2013XLaaaXLadif]b 7.4 8

170 shargeLcompensationLbyLlongYperiodLreconstructionLinLstronglyLpolarLlithiumLniobateLsurfacesZL
PhysicaleRevieweBXL2013XLhhXL 3.3 21

169 ulectronicLandLOpticalLuxcitationsLofLqminopyrimidineL oleculesLfromL anyYrodyL×erturbationL
ηheoryL2013XLagYbh

168 —ithiumL¯iobateLtielectricLvunctionLandLαecondYOrderL×olarizabilityLηensorLvromL assivelyL×arallelL
qbLynitioLsalculationsL2013XLicYa]d

167 ×olarizationLtependentLWaterLqdsorptionLonLtheL—ithiumL¯iobateLZYsutLαurfacesL2013XLaeeYaff

166 ×olarizationYdependentLwaterLadsorptionLonLtheL—i¯bOcT]]]aULsurfaceZLPhysicaleRevieweBXL2012XLhfXL 3.3 32

165 —inearLandLnonlinearLopticalLresponseLofL—i¯bOcLcalculatedLfromLfirstLprinciplesZLIEEEeTransactionse
oneUltrasonicsseFerroelectricsseandeFrequencyeControlXL2012XLeiXLaibiYcc 3.2 9

164 —ithiumLniobateYtantalateLmixedLcrystalsLelectronicLandLopticalLpropertiesLcalculatedLfromLfirstL
principlesL2012XL 1

163 verroelectricLphaseLtransitionLinL—i¯bOcjLynsightsLfromLmolecularLdynamicsZLIEEEeTransactionseone
UltrasonicsseFerroelectricsseandeFrequencyeControlXL2012XLeiXLaibeYh 3.2 13
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162 αubstrateLynducedLηhermalLtecompositionLofL×erfluoroY×entaceneLηhinLvilmsLonLtheLsoinageL
 etalsZLJournaleofePhysicaleChemistryeCXL2012XLaafXLbd]ihYbda]f 3.8 21

161 pxYdependentLstructureLandLenergeticsLofLxbO[ gOTa]]UZLSurfaceeScienceXL2012XLf]fXLi]bYi]g 1.8 22

160 vingerprintsLofLorderLandLdisorderLinLtheLelectronicLandLopticalLpropertiesLofLcrystallineLandL
amorphousLηiObZLPhysicaleRevieweBXL2012XLhfXL 3.3 56

159 qctivationLofLsurfaceLhydroxylLgroupsLbyLmodificationLofLxYterminatedLαiTaaaULsurfacesZLJournaleofe
theeAmericaneChemicaleSocietyXL2012XLacdXLhhfiYgd 16.4 59

158 ynYαiTaaaUTdLˆ�LaU[ThLˆ�LbULnanowiresjLulectronLtransportXLentropyXLandLmetalYinsulatorLtransitionZL
PhysicaeStatuseSolidieoBp:eBasiceResearchXL2012XLbdiXLcdcYcei 1.3 21

157 qdsorptionLofLOxLandLxLatLtheL—i¯bOcT]]]aULsurfaceZLPhysicaeStatuseSolidieC:eCurrenteTopicseineSolide
StateePhysicsXL2012XLiXLacfaYacfe 14

156 ηheLelectronicLstructureLandLopticalLresponseLofLrutileXLanataseLandLbrookiteLηiObZLJournaleofe
PhysicseCondensedeMatterXL2012XLbdXLaiee]c 1.8 357

155 bYqminopyrimidineYsilverTyULbasedLorganicLsemiconductorsjLulectronicLstructureLandLopticalL
responseZLPhysicaleRevieweBXL2012XLheXL 3.3 10

154 qtomicYresolutionLimagingLofLtheLpolarLT]]]a´flULsurfaceLofL—i¯bOcLinLaqueousLsolutionLbyLfrequencyL
modulationLatomicLforceLmicroscopyZLPhysicaleRevieweBXL2012XLhfXL 3.3 31

153 qtomisticLpictureLofLchargeLdensityLwaveLformationLatLsurfacesZLPhysicaleRevieweLettersXL2012XLa]iXLahfa]a7.4 58

152 ydentificationLofLtheLnitrogenLsplitLinterstitialLT¯Y¯UT¯ULinLwa¯ZLPhysicaleRevieweLettersXL2012XLa]iXLb]fd]b7.4 33

151 ×olarizationYdependentLmethanolLadsorptionLonLlithiumLniobateLZYcutLsurfacesZLPhysicaleRevieweBXL
2012XLhfXL 3.3 19

150 sopperLαubstrateLsatalyzesLηetraazaperopyreneL×olymerizationL2012XLdgYef

149 untropyLandL etalYynsulatorLηransitionLinLqtomicYαcaleLWiresjLηheLsaseLofLynYαiTaaaUTdˆ�aU[Thˆ�bUL
2012XLacaYaci

148 πibrationalLpropertiesLofLtheL—i¯bOcLzYsurfacesZLIEEEeTransactionseoneUltrasonicsseFerroelectricsseande
FrequencyeControlXL2011XLehXLageaYf 3.2 7

147 wroupYπyyLpointLdefectsLinLZnαeZLPhysicaleRevieweBXL2011XLhdXL 3.3 10

146 ymagingLofLtheLverroelectricLtomainLαtructuresLbyLsonfocalLRamanLαpectroscopyZLFerroelectricsXL
2011XLdb]XLddYdh 0.6 19

145 ×hotovoltaicLapplicationsLofLmicroYLandLnanoYcrystallineLsiliconLcarbideZLMaterialseResearcheSocietye
SymposiaeProceedingsXL2011XLacbbXLea 1

(2011-2012)
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144 ×reservingLchargeLandLoxidationLstateLofLquTyyyULionsLinLanLagentYfunctionalizedLnanocrystalLmodelL
systemZLACSeNanoXL2011XLeXLfdh]Yf 16.7 22

143 qsymmetricLsaddlingLofLsingleLporphyrinLmoleculesLonLquTaaaUZLPhysicaleRevieweBXL2011XLhcXL 3.3 23

142 sombinedLabLinitioLandLclassicalLpotentialLsimulationLstudyLonLsiliconLcarbideLprecipitationLinLsiliconZL
PhysicaleRevieweBXL2011XLhdXL 3.3 16

141 ulectricallyLdetectedLelectronYspinYechoLenvelopeLmodulationjLaLhighlyLsensitiveLtechniqueLforL
resolvingLcomplexLinterfaceLstructuresZLPhysicaleRevieweLettersXL2011XLa]fXLaifa]a 7.4 25

140 randLoffsetsLinLcubicLwa¯[ql¯LsuperlatticesZLPhysicaleRevieweBXL2011XLhcXL 3.3 50

139 rariumLtitanateLgroundYLandLexcitedYstateLpropertiesLfromLfirstYprinciplesLcalculationsZLPhysicale
RevieweBXL2011XLhcXL 3.3 65

138 ynfluenceLofL¯aLadsorptionLonLtheLquantumLconductanceLandLmetalYinsulatorLtransitionLofLtheL
ynYαiTaaaUTdˆ�aUâ��Thˆ�bULnanowireLarrayZLPhysicaleRevieweBXL2011XLhdXL 3.3 16

137 ηheoreticalLinvestigationLofLurYOLcoYdopingLinLhexagonalLwa¯ZLMaterialseResearcheSocietyeSymposiae
ProceedingsXL2011XLacdbXLgc 1

136 —ocalisedL×hononL odesLatL—i¯bOcLT]]]aULαurfacesZLFerroelectricsXL2011XLdaiXLaYh 0.6 8

135 ynfluenceLofLqdatomsLonLtheL−uantumLsonductanceLandL etalYynsulatorLηransitionLofLqtomicYαcaleL
¯anowiresL2011XLaeiYag]

134 αiTaaaUYynL¯anowireLOpticalLResponseLfromL—argeYscaleLqbLynitioLsalculationsL2011XLadiYaeh

133 vineLαtructureLofLηripletLsentersLinLRoomLηemperatureLyrradiatedLfxYαisZLMaterialseScienceeForumXL
2010XLfdeYfdhXLd]cYd]f 0.4 3

132 untropyLexplainsLmetalYinsulatorLtransitionLofLtheLαiTaaaUYynLnanowireLarrayZLPhysicaleRevieweLettersXL
2010XLa]eXLabfa]b 7.4 73

131 virstYprinciplesLstudyLofLwaterLadsorptionLandLaLhighYdensityLinterfacialLiceLstructureLonL
Taˆ�aUYO[RhTaaaUZLPhysicaleRevieweBXL2010XLhbXL 3.3 2

130 shemicalLreactivityLonLsurfacesjL odelingLtheLimideLsynthesisLfromLtqη×LandL×ηstqLonLquTaaaUZL
PhysicaleRevieweBXL2010XLhaXL 3.3 11

129 —ithiumLniobateLXYcutXLYYcutXLandLZYcutLsurfacesLfromLabLinitioLtheoryZLPhysicaleRevieweBXL2010XLhaXL 3.3 103

128 tefectsLinLcarbonLimplantedLsiliconLcalculatedLbyLclassicalLpotentialsLandLfirstYprinciplesLmethodsZL
PhysicaleRevieweBXL2010XLhbXL 3.3 6

127 satalyticLqctionLofLaLsuTaaaULαurfaceLonLηetraazaperopyreneL×olymerizationZLJournaleofePhysicale
ChemistryeLettersXL2010XLaXLcbffYcbg] 6.4 13
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126 wa¯[—i¯bOcLT]L]L]LaULinterfaceLformationLcalculatedLfromLfirstYprinciplesZLAppliedeSurfaceeScienceXL
2010XLbefXLegd]Yegdc 6.7 7

125  agneticLcharacterizationLofLconductanceLelectronsLinLwa¯ZLPhysicaeStatuseSolidieoBp:eBasiceResearchXL
2010XLbdgXLagbhYagca 1.3 5

124 qbLinitioLinvestigationLofLtheL—i¯bOcLT]]]aULsurfaceZLPhysicaeStatuseSolidieC:eCurrenteTopicseineSolide
StateePhysicsXL2010XLgXLadeYadh 12

123 toLweLknowLtheLbandLgapLofLlithiumLniobateoZLPhysicaeStatuseSolidieC:eCurrenteTopicseineSolideStatee
PhysicsXL2010XLgXLcfbYcfe 77

122 wa¯LgrowthLonL—i¯bOcLT]]]aULâ��LaLfirstYprinciplesLsimulationZLPhysicaeStatuseSolidieC:eCurrenteTopicseine
SolideStateePhysicsXL2010XLgXLbbgbYbbgd 3

121 μnderstandingLulectronLηransportLinLqtomicL¯anowiresLfromL—argeYαcaleL¯umericalLsalculationsL
2010XLbccYbdb

120 μnderstandingL—ongYrangeLyndirectLynteractionsLretweenLαurfaceLqdsorbedL oleculesL2010XLgeYhd

119 virstYprinciplesLcalculationsLofLcleanLquTaa]ULsurfacesLandLchemisorptionLofLatomicLoxygenZLPhysicale
RevieweBXL2009XLgiXL 3.3 30

118 qdsorptionLstructureLofLcyclopenteneLonLyn×T]]aUTbˆ�dUZLPhysicaleRevieweBXL2009XLh]XL 3.3 7

117  anganeseYhydrogenLcomplexesLinLwaaâ��x nx¯ZLPhysicaleRevieweBXL2009XLh]XL 3.3 5

116 αtructureLofLsiTaaaUYinLnanowiresLdeterminedLfromLtheLmidinfraredLopticalLresponseZLPhysicale
RevieweLettersXL2009XLa]bXLbbfh]e 7.4 41

115 wlutamicLacidLadsorbedLonLqgTaa]UjLdirectLandLindirectLmolecularLinteractionsZLJournaleofePhysicse
CondensedeMatterXL2009XLbaXLahe]]a 1.8 9

114 αpinYsouplingLinLxeavilyL¯itrogenYtopedLdxYαisZLMaterialseScienceeForumXL2009XLfaeYfagXLcdcYcdf 0.4 3

113 OpticalLanisotropyLofLtheLyn[αiTaaaUTdˆ�aU[Thˆ�bULnanowireLarrayZLSurfaceeScienceXL2009XLf]cXLbdgYbe] 1.8 9

112 RoleLofLtihydrogenLrondsLforLtheLαtabilizationLofLαelfYqssembledL olecularL¯anostructuresZL
JournaleofePhysicaleChemistryeCXL2009XLaacXLabfecYabfeg 3.8 12

111 shainlikeLquâ��OLαtructuresLonLquTaa]UYTaLˆ�LrULαurfacesLsalculatedLfromLvirstL×rinciplesZLJournaleofe
PhysicaleChemistryeCXL2009XLaacXLefi]Yefii 3.8 13

110 WaterLadsorptionLonLtheL˛–YqlbOcT]]]aULsurfaceZLPhysicaleRevieweBXL2009XLh]XL 3.3 64

109 RareYearthLdefectLpairsLinLwa¯jL—tqWμLcalculationsZLPhysicaleRevieweBXL2009XLh]XL 3.3 64

(2009-2010)
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108 —ongYRangeLshiralLRecognitionLtueLto´ αubstrateL—ockingLandLαubstrateYqdsorbateLshargeLηransferL
2009XLfdaYfdh

107 μnderstandingL olecularLRecognitionLandLαelfYqssemblyLfromL—argeYαcaleL¯umericalLαimulationsL
2009XLabiYacg

106 —i¯bOcLgroundYLandLexcitedYstateLpropertiesLfromLfirstYprinciplesLcalculationsZLPhysicaleRevieweBXL
2008XLggXL 3.3 76

105 ynfluenceLofLtheLαideLwroupLqromaticityLonLtheLOrganicL oleculeLqdsorptionLonLsuTaa]UZLJournaleofe
PhysicaleChemistryeCXL2008XLaabXLaadi]Yaadid 3.8 7

104 ηheoreticalLstudyLofLtheLlocalizationLofLexcessLelectronsLatLtheLsurfaceLofLiceZLJournaleofePhysicse
CondensedeMatterXL2008XLb]XLbbe]]c 1.8 7

103 αpatialLmodulationLofLmolecularLadsorptionLenergiesLdueLtoLindirectLinteractionZLPhysicaleRevieweBXL
2008XLghXL 3.3 23

102 ResolvingLtheLopticalLspectrumLofLwaterjLcoordinationLandLelectrostaticLeffectsZLPhysicaleReviewe
LettersXL2008XLa]]XLb]gd]c 7.4 57

101 qtomicLstructureLandLenergeticsLofLtheLcYwa¯T]]aULsurfaceZLPhysicaleRevieweBXL2008XLghXL 3.3 2

100 qdatomYinducedLconductanceLmodificationLofLinLnanowiresjLpotentialYwellLscatteringLandLstructuralL
effectsZLPhysicaleRevieweLettersXL2008XLa]]XLa]fh]b 7.4 32

99 WaterLadsorptionLonLcleanL¯iTaaaULandLpTbˆ�bUY¯iTaaaUYOLsurfacesLcalculatedLfromLfirstLprinciplesZL
PhysicaleRevieweBXL2008XLghXL 3.3 16

98 wa¯LandLyn¯LconductionYbandLstatesLstudiedLbyLellipsometryZLPhysicaleRevieweBXL2008XLggXL 3.3 23

97 αtericLeffectsLandLchiralityLinLtheLadsorptionLofLglycineLandLphenylglycineLonLsuTaa]UZL
NanotechnologyXL2007XLahXLdbd]c] 3.4 23

96 qnomalousLWaterLOpticalLqbsorptionjL—argeYαcaleLvirstY×rinciplesLαimulationsL2007XLdiYeh

95 xexagonLversusLtrimerLformationLinLinLnanowiresLonLαiTaaaUjLenergeticsLandLquantumLconductanceZL
PhysicaleRevieweLettersXL2007XLihXL]bfa]e 7.4 54

94 uthanolLadsorbedLonLicejLqLfirstYprinciplesLstudyZLPhysicaleRevieweBXL2007XLgfXL 3.3 13

93 —ongYrangeLchiralLrecognitionLdueLtoLsubstrateLlockingLandLsubstrateYadsorbateLchargeLtransferZL
PhysicaleRevieweLettersXL2007XLiiXLaifa]g 7.4 41

92 qdsorptionLofLwaterLonLchlorineYterminatedLαiTaaaULfromLfirstLprinciplesjLαubstrateYinducedL
orderingLversusLintermolecularLinteractionsZLPhysicaleRevieweBXL2006XLgcXL 3.3 5

91 waYrichLwaqsT]]aULsurfaceLfromLabLinitioLcalculationsjLqtomicLstructureLofLtheLTdˆ�fULandLTfˆ�fUL
reconstructionsZLPhysicaleRevieweBXL2006XLgcXL 3.3 18
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90 αtructureXLenergeticsXLandLvibrationalLspectraLofLperyleneLadsorbedLonLαiT]]aUjLvirstYprinciplesL
calculationsLcomparedLwithLαη LandLxRuu—αZLPhysicaleRevieweBXL2006XLgdXL 3.3 11

89 uxperimentalLandLtheoreticalLevidenceLforLaLhydrogenLstabilizedLcTbˆ�bULreconstructionLofLtheL×YrichL
yn×T]]aULsurfaceZLPhysicaleRevieweBXL2006XLgdXL 3.3 3

88 qdsorptionLofLphenylglycineLonLcopperjLtensityLfunctionalLcalculationsZLPhysicaleRevieweBXL2006XLgdXL 3.3 16

87 sleanLandLpyrroleYfunctionalizedLαiYLandLsYterminatedLαisLsurfacesjLvirstYprinciplesLcalculationsLofL
geometryLandLenergeticsLcomparedLwithL—uutLandLX×αZLPhysicaleRevieweBXL2006XLgdXL 3.3 11

86 αemiempiricalLvanLderLWaalsLcorrectionLtoLtheLdensityLfunctionalLdescriptionLofLsolidsLandL
molecularLstructuresZLPhysicaleRevieweBXL2006XLgcXL 3.3 641

85 αtronglyLbondedLwaterLmonomersLonLtheLiceLyhLbasalLplanejLtensityYfunctionalLcalculationsZL
PhysicaleRevieweBXL2006XLgdXL 3.3 60

84 OrganicLmoleculeLadsorptionLonLsolidLsurfacesjLchemicalLbondingXLmutualLpolarisationLandL
dispersionLinteractionZLAppliedePhysicseA:eMaterialseScienceeandeProcessingXL2006XLheXLchgYcig 2.6 61

83 —argeYαcaleLαimulationsLforLμnderstandingLαurfaceLOpticalLαpectraL2006XLgcYhd

82 μnderstandingLtheLopticalLanisotropyLofLoxidizedLαiT]]aULsurfacesZLPhysicaleRevieweBXL2005XLgbXL 3.3 25

81 vemtosecondLtransferLdynamicsLofLphotogeneratedLelectronsLatLaLsurfaceLresonanceLofL
reconstructedLyn×Ta]]UZLPhysicaleRevieweLettersXL2005XLidXL]fgf]a 7.4 25

80 ×henanthrenequinoneLadsorbedLonLαiT]]aUjLgeometriesXLelectronicLpropertiesXLandLopticalL
responseZLJournaleofePhysicaleChemistryeBXL2005XLa]iXLgibhYcc 3.4 24

79  olecularLelectronicLexcitationsLcalculatedLfromLaLsolidYstateLapproachjL ethodologyLandL
numericsZLPhysicaleRevieweBXL2005XLgbXL 3.3 61

78 ynitialLstageLofLαiT]]aULsurfaceLoxidationLfromLfirstYprinciplesLcalculationsZLJournaleofePhysicale
ChemistryeBXL2005XLa]iXLagfdiYec 3.4 11

77 qttractedLbyLlongYrangeLelectronLcorrelationjLadenineLonLgraphiteZLPhysicaleRevieweLettersXL2005XL
ieXLahfa]a 7.4 259

76  ethylchlorideLqdsorptionLonLαiT]]aULâ��LulectronicL×ropertiesL2005XLaaeYabg

75 OpticalLabsorptionLofLwaterjLcoulombLeffectsLversusLhydrogenLbondingZLPhysicaleRevieweLettersXL
2005XLidXL]cgd]d 7.4 114

74 salculationLofLreflectanceLanisotropyLforLsemiconductorLsurfaceLexplorationZLPhysicaeStatuseSolidie
oBp:eBasiceResearchXL2005XLbdbXLbgeaYbgfd 1.3 18

73 −uasiparticleLandLexcitonicLeffectsLinLtheLopticalLspectraLofLdiamondXLαisXLαiXLwa×XLwaqsXLyn×XLandL
ql¯ZLPhysicaeStatuseSolidieoBp:eBasiceResearchXL2005XLbdbXLbgb]Ybgbh 1.3 20

(2005-2006)
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72 πμπYellipsometryLonLwa¯jL×robingLconductionLbandLpropertiesLbyLcoreLlevelLexcitationsZLPhysicae
StatuseSolidieoBp:eBasiceResearchXL2005XLbdbXLbf]aYbf]i 1.3 10

71 −uasiparticleLbandsLandLopticalLspectraLofLhighlyLionicLcrystalsjLql¯LandL¯aslZLPhysicaleRevieweBXL
2005XLgbXL 3.3 57

70 OpticalLresponseLofLˇ�YconjugatedLmolecularLmonolayerLadsorbedLonLtheLsemiconductorLαiT]]aUL
surfacejLqLfirstYprinciplesLstudyZLPhysicaleRevieweBXL2005XLgaXL 3.3 20

69 soulombicLaminoLgroupYmetalLbondingjLadsorptionLofLadenineLonLsuaa]ZLPhysicaleRevieweLettersXL
2005XLidXLbcfa]b 7.4 120

68 αecondYharmonicLpolarizabilityLincludingLelectronYholeLattractionLfromLbandYstructureLtheoryZL
PhysicaleRevieweBXL2005XLgaXL 3.3 63

67 t¯qLraseL×ropertiesLfromLvirstL×rinciplesL×laneYWaveLsalculationsL2005XLcdiYcfa

66 OxidationYLandLorganicYmoleculeYinducedLchangesLofLtheLαiLsurfaceLopticalLanisotropyjabL
initiopredictionsZLJournaleofePhysicseCondensedeMatterXL2004XLafXLαdcbcYαdccd 1.8 11

65 ηheLretheâ��αalpeterLequationjLaLfirstYprinciplesLapproachLforLcalculatingLsurfaceLopticalLspectraZL
JournaleofePhysicseCondensedeMatterXL2004XLafXLαdcacYαdcbb 1.8 23

64 waYrichLlimitLofLsurfaceLreconstructionsLonLwaqsT]]aUjLatomicLstructureLofLtheLTdLxLfULphaseZLPhysicale
RevieweLettersXL2004XLicXLbffa]a 7.4 51

63 unergeticsLofLαiT]]aULsurfacesLexposedLtoLelectricLfieldsLandLchargeLinjectionZLPhysicaleReviewe
LettersXL2004XLicXL]cfa]a 7.4 52

62 OrganicLmodificationLofLsurfaceLelectronicLpropertiesjLqLfirstYprinciplesLstudyLofLuracilLonLαiT]]aUZL
PhysicaleRevieweBXL2004XLfiXL 3.3 26

61 tynamicsLofLtheLphononYinducedLelectronLtransferLbetweenLsemiconductorLbulkLandLsurfaceL
statesZLPhysicaeStatuseSolidieoBp:eBasiceResearchXL2004XLbdaXLRf]YRfb 1.3 5

60 wroundYLandLexcitedYstateLpropertiesLofLt¯qLbaseLmoleculesLfromLplaneYwaveLcalculationsLusingL
ultrasoftLpseudopotentialsZLJournaleofeComputationaleChemistryXL2004XLbeXLaabYbb 3.5 79

59  ethylLshlorideLqdsorptionLonLαiT]]aUâ��ulectronicLαtructureZLJournaleofePhysicaleChemistryeBXL2004XL
a]hXLgh]iYghac 3.4 20

58 αurfaceLOrderingLofL×YrichLyn×T]]aUjLxydrogenLαtabilizationLvsLulectronLsorrelationZLSurfaceeReviewe
andeLettersXL2003XLa]XLafcYafg 1.1 13

57 ×yrroleLTsdxd¯xULandL×olypyrroleLvunctionalizedLαiliconLαurfacesLsalculatedLfromLvirstL×rinciplesZL
SurfaceeRevieweandeLettersXL2003XLa]XLbbaYbbf 1.1 1

56 walliumYrichLreconstructionsLonLwaqsT]]aUZLPhysicaeStatuseSolidieoBp:eBasiceResearchXL2003XLbd]XLiaYih 1.3 25

55  anyYbodyLandLoverlayerLeffectsLonLsurfaceLopticalLpropertiesZLPhysicaeStatuseSolidieoBp:eBasice
ResearchXL2003XLbd]XLdfiYdgi 1.3
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54 yn×T]]aUYTbLxLaULsurfacejLaLhydrogenLstabilizedLstructureZLPhysicaleRevieweLettersXL2003XLi]XLabfa]a 7.4 56

53 μracilLqdsorbedLonLαiT]]aUjLLαtructureLandLunergeticsZLJournaleofePhysicaleChemistryeBXL2003XLa]gXLe]caYe]ce3.4 25

52 ufficientLOT¯bULmethodLtoLsolveLtheLretheYαalpeterLequationZLPhysicaleRevieweBXL2003XLfgXL 3.3 121

51 ¯anowireYinducedLopticalLanisotropyLofLtheLαiTaaaUYynLsurfaceZLPhysicaleRevieweBXL2003XLfhXL 3.3 30

50 ×YrichLwa×T]]aUTbˆ�aU[Tbˆ�bULsurfacejLLqLhydrogenYadsorbateLstructureLdeterminedLfromL
firstYprinciplesLcalculationsZLPhysicaleRevieweBXL2003XLfhXL 3.3 40

49 sycloadditionLreactionLversusLdimerLcleavageLatLtheLαiT]]aUjsexhLinterfaceZLPhysicaleRevieweBXL2003
XLfhXL 3.3 25

48 —ayerYbyYlayerLanalysisLofLsurfaceLreflectanceLanisotropyLinLsemiconductorsZLPhysicaleRevieweBXL2003
XLfhXL 3.3 15

47 uxcitonicLandL—ocalYvieldLuffectsLinLOpticalLαpectraLfromLRealYαpaceLηimeYtomainLsalculationsL2003
XLaccYadh

46 wasY×haseLupitaxyLwrownLyn×T]]aULαurfacesLvromLRealYαpaceLviniteYtifferenceLsalculationsL2003XLaeeYaff 1

45 rulkLexcitonicLeffectsLinLsurfaceLopticalLspectraZLPhysicaleRevieweLettersXL2002XLhhXL]afd]b 7.4 109

44 shemisorptionLofLpyrroleLandLpolypyrroleLonLαiT]]aUZLPhysicaleRevieweBXL2002XLffXL 3.3 30

43 ynterplayLofLsurfaceLreconstructionLandLsurfaceLelectricLfieldsLinLtheLopticalLanisotropyLofL
waqsT]]aUZLPhysicaleRevieweBXL2002XLffXL 3.3 30

42 waqsLandLynqsLT]]aULαurfaceLαtructuresLfromL—argeYscaleLRealYspaceL ultigridLsalculationsL2002XLaghYahh

41
qtomicLstructureLandLopticalLanisotropyLofLyyyâ��πT]]aULsurfacesZLJournaleofeVacuumeScienceeme
TechnologyeaneOfficialeJournaleofetheeAmericaneVacuumeSocietyeBseMicroelectronicseProcessingeande
PhenomenaXL2001XLaiXLagef

28

40 XYrayLdiffractionLanalysisLofLtheLgalliumYrichLsurfaceLofLwaqsT]]aUZLPhysicaleRevieweBXL2001XLfdXL 3.3 37

39 ηerraceLandLstepLcontributionsLtoLtheLopticalLanisotropyLofLαiT]]aULsurfacesZLPhysicaleRevieweBXL2001
XLfcXL 3.3 60

38 ηerraceLandLstepLcontributionsLtoLtheLsurfaceLopticalLanisotropyLofLαiT]]aUZLSpringereProceedingseine
PhysicsXL2001XLbiiYc]] 0.2

37 TbLˆ�LdULandLTdLˆ�LbULreconstructionsLofLwaasLT]]aUjLηheLsurfaceLphaseLdiagramLreYexaminedZLSpringere
ProceedingseinePhysicsXL2001XLbgiYbh] 0.2

(2001-2003)
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36
μnderstandingLreflectanceLanisotropyjLαurfaceYstateLsignaturesLandLbulkYrelatedLfeaturesZLJournale
ofeVacuumeScienceemeTechnologyeaneOfficialeJournaleofetheeAmericaneVacuumeSocietyeBse
MicroelectronicseProcessingeandePhenomenaXL2000XLahXLbbae

26

35 μnderstandingLreflectanceLanisotropyjLαurfaceYstateLsignaturesLandLbulkYrelatedLfeaturesLinLtheL
opticalLspectrumLofLyn×T]]aUTbˆ�dUZLPhysicaleRevieweBXL2000XLfaXLRafcceYRafcch 3.3 80

34 αurfaceLphaseLdiagramLofLTbˆ�dULandLTdˆ�bULreconstructionsLofLwaqsT]]aUZLPhysicaleRevieweBXL2000XLfbXLh]hgYh]ia3.3 74

33 OpticalLanisotropyLofLtheLαisTT]]aUUYLTcxbULsurfacejLevidenceLforLtheLtwoYadlayerLasymmetricYdimerL
modelZLPhysicaleRevieweLettersXL2000XLheXLdchaYd 7.4 35

32 αtepYinducedLopticalLanisotropyLofLαiTaaaUjxLsurfacesZLPhysicaleRevieweBXL2000XLfaXLgf]dYgf]h 3.3 23

31 qbLinitioLcalculationLofLlinearLandLnonlinearLopticalLpropertiesLofLsemiconductorLstructuresZL
BrazilianeJournaleofePhysicsXL1999XLbiXLfdc 1.2 4

30
wa×T]]aULandLyn×T]]aUjLReflectanceLanisotropyLandLsurfaceLgeometryZLJournaleofeVacuumeScienceeme
TechnologyeaneOfficialeJournaleofetheeAmericaneVacuumeSocietyeBseMicroelectronicseProcessingeande
PhenomenaXL1999XLagXLafia

47

29 Tbˆ�dULwa×T]]aULsurfacejLqtomicLstructureLandLopticalLanisotropyZLPhysicaleRevieweBXL1999XLf]XLbdhhYbdid 3.3 54

28 αtructuralLfingerprintsLinLtheLreflectanceLanisotropyLspectraLofLyn×T]]aUTbˆ�dULsurfacesZLPhysicale
RevieweBXL1999XLeiXLbbcdYbbci 3.3 37

27 αu—vYu¯uRwYLuvvusηαLy¯LηxuLO×ηysq—Lq¯yαOηRO×YLOvLwa×T]]aUZLSurfaceeRevieweandeLettersXL
1999XL]fXLaaeiYaafe 1.1 24

26 ηheoreticalLqspectsLofLtheLOpticalLResponseLofLαemiconductorLαurfacesZLPhysicaeStatuseSolidieAXL
1999XLageXLeYaf 8

25 qtomicLstructureLofLyn×T]]aUYTbˆ�dUjLqLdimerLreconstructionZLPhysicaleRevieweBXL1998XLegXLadeifYadeii 3.3 58

24 ReflectanceLqnisotropyLofLwaqsTa]]UjLηheoryLandLuxperimentZLPhysicaleRevieweLettersXL1998XLhaXLgbaYgbd7.4 101

23 ηheLanisotropicLelectronLYLpositronLmomentumLdistributionLinLdiamondZLJournaleofePhysicse
CondensedeMatterXL1997XLiXLfcbcYfccc 1.8 4

22 qsLonLyn×Taa]ULstudiedLwithinLdensityYfunctionalLtheoryZLPhysicaleRevieweBXL1997XLefXLfgaiYfgbf 3.3 9

21 qntimonyYstabilizedLwaqsT]]aUTbˆ�dULreconstructionsZLPhysicaleRevieweBXL1997XLeeXLac]eaYac]eg 3.3 21
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