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l Paper IF Citations

224 SimulatingNRamanNspectraNbyNcombiningNfirstaprinciplesNandNempiricalNpotentialNapproachesNwithN
applicationNtoNdefectiveNMoSfbNNpjeComputationaleMaterialsZN2020ZNjZN 10.9 9

223 TheNfoxNandNtheNhoundnNinadepthNandNinagrainN−aNdopingNandN’aNgradingNinNwuV—nZ’aWSefNsolarNcellsbN
JournaleofeMaterialseChemistryeAZN2020ZNlZNjhkeajhkm 13 15

222 –eavyNulkaliNTreatmentNofNwuV—nZ’aWSefNSolarNwellsnNSurfaceNversusNvulkNyffectsbNAdvancedeEnergye
MaterialsZN2020ZNedZNemdgkif 21.8 68

221 PlasmonNyxcitationsNinNMixedNMetallicN−anoarraysbNACSeNanoZN2019ZNegZNighhaigii 16.7 5

220 p–axependentNxistributionNofNzunctionalN’roupsNonNTitaniumavasedNMXenesbNACSeNanoZN2019ZNegZNmekeamele16.7 45

219 yfficientNmethodNforNcalculatingNRamanNspectraNofNsolidsNwithNimpuritiesNandNalloysNandNitsN
applicationNtoNtwoadimensionalNtransitionNmetalNdichalcogenidesbNPhysicaleRevieweMaterialsZN2019ZNgZN 3.2 9

218 Plasmona—nducedNxirectN–otawarrierNTransferNatNMetalaucceptorN—nterfacesbNACSeNanoZN2019ZNegZNgellagemi16.7 42

217
ulkaliNPostdepositionNTreatmenta—nducedNwhangesNofNtheNwhemicalNandNylectronicNStructureNofN
wuV—nZ’aWSeNThinazilmNSolarNwellNubsorbersnNuNzirstaPrincipleNPerspectivebNACSeAppliedeMaterialse
kamp;eInterfacesZN2019ZNeeZNgdfhagdgg

9.5 7

216 ylectronicNTransportNPropertiesNofNwarbona−anotubeN−etworksnNTheNyffectNofN−itrateNxopingNonN
—ntratubeNandN—ntertubeNwonductancesbNPhysicaleRevieweAppliedZN2018ZNmZN 4.3 5

215 StabilityNofNwuaPrecipitatesNinNulawuNulloysbNAppliedeSciencesemSwitzerlandnZN2018ZNlZNeddg 2.6 5

214 StructuralNdetailsNofNulculf∕gNjunctionsNandNtheirNroleNinNtheNformationNofNelectronNtunnelNbarriersbN
PhysicaleRevieweBZN2018ZNmkZN 3.3 9

213 wonductivityNofNuuwlhazunctionalizedNwarbonN−anotubeN−etworksbNJournaleofePhysicaleChemistryeCZN
2017ZNefeZNhjfkahjgh 3.8 7

212 zirstaPrinciplesNModelingNofNPointNxefectsNandNwomplexesNinNThinazilmNSolarawellNubsorberNwu—nSefbN
AdvancedeElectroniceMaterialsZN2017ZNgZNejddgig 6.4 24

211 ModelingNofNelectronNtunnelingNthroughNaNtiltedNpotentialNbarrierbNJournaleofeAppliedePhysicsZN2017ZN
efeZNeghgdh 2.5 9

210 TheoryNandNupplicationsNofN’eneralizedNPipekaMezeyNWannierNzunctionsbNJournaleofeChemicaleTheorye
andeComputationZN2017ZNegZNhjdahkh 6.4 25

209 yffectNofNedgeNplasmonsNonNtheNopticalNpropertiesNofNMoSfNmonolayerNflakesbNPhysicaleRevieweBZN
2017ZNmjZN 3.3 11

208 ÁohnaShamNxecompositionNinNRealaTimeNTimeaxependentNxensityazunctionalNTheorynNunNyfficientN
ToolNforNunalyzingNPlasmonicNyxcitationsbNJournaleofeChemicaleTheoryeandeComputationZN2017ZNegZNhkkmahkmd6.4 73
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207 yffectNofNulkaliNMetalNutomNxopingNonNtheNwu—nSefavasedNSolarNwellNubsorberbNJournaleofePhysicale
ChemistryeCZN2017ZNefeZNeiiejaeiifl 3.8 95

206 TsuaysakiNmodelingNofNtunnelingNcurrentsNinNferroelectricNtunnelNjunctionsbNJournaleofeAppliedePhysics
ZN2017ZNeffZNfghgde 2.5 3

205 VibrationalNPropertiesNofNMetalNPhosphorusNTrichalcogenidesNfromNzirstaPrinciplesNwalculationsbN
JournaleofePhysicaleChemistryeCZN2017ZNefeZNfkfdkafkfek 3.8 36

204 ModelingNpositroniumNbeyondNtheNsingleNparticleNapproximationbNJournaleofePhysicseB:eAtomicre
MoleculareandeOpticalePhysicsZN2016ZNhmZNdjhddi 1.3 8

203 ResistiveNSwitchingNinNulla∕xideNzerroelectricNTunnelNJunctionsNwithN—onicN—nterfacesbNAdvancede
MaterialsZN2016ZNflZNjlifam 24 59

202 yffectNofNinterfaceNgeometryNonNelectronNtunnellingNinNulculf∕gculNjunctionsbNJournalePhysicseD:e
AppliedePhysicsZN2016ZNhmZNejigdg 3 8

201 —mpactNofN’aaVNwodopingNonN—nterfacialNylectronNTransferNinNxyeaSensitizedNTi∕fbNJournaleofePhysicale
ChemistryeLettersZN2015ZNjZNfjdgak 6.4 5

200 −anoplasmonicsNsimulationsNatNtheNbasisNsetNlimitNthroughNcompletenessaoptimizedZNlocalNnumericalN
basisNsetsbNJournaleofeChemicalePhysicsZN2015ZNehfZNdmheeh 3.9 22

199 QuantizedNyvolutionNofNtheNPlasmonicNResponseNinNaNStretchedN−anorodbNPhysicaleRevieweLettersZN
2015ZNeeiZNfgjldh 7.4 46

198 ynhancingNconductivityNofNmetallicNcarbonNnanotubeNnetworksNbyNtransitionNmetalNadsorptionbN
JournaleofeChemicalePhysicsZN2015ZNehfZNdihkdi 3.9 10

197 whargeNTransferNatNtheN–ybridN—nterfacesNinNtheNPresenceNofNWaternNuNTheoreticalNStudybNJournaleofe
PhysicaleChemistryeCZN2015ZNeemZNflghkaflgif 3.8 5

196 PickaoffNannihilationNofNpositroniumNinNmatterNusingNfullNcorrelationNsingleNparticleNpotentialsnNsolidN
–ebNJournaleofePhysicaleChemistryeBZN2015ZNeemZNekhkaii 3.4 5

195 ylectronicNstoppingNpowerNfromNfirstaprinciplesNcalculationsNwithNaccountNforNcoreNelectronN
excitationsNandNprojectileNionizationbNPhysicaleRevieweBZN2014ZNlmZN 3.3 59

194 PhysicalNzactorsNuffectingNwhargeNTransferNatNtheNPeaw∕∕–â��Ti∕fNunataseN—nterfacebNJournaleofe
PhysicaleChemistryeCZN2014ZNeelZNfigedafigem 3.8 8

193 zullacorrelationNsingleaparticleNpositronNpotentialsNforNaNpositronNandNpositroniumNinteractingNwithN
atomsbNPhysicaleRevieweAZN2014ZNlmZN 2.6 10

192 zirstaPrinciplesNStudyNofNyxcitedNStateNyvolutionNinNaNProtectedN’oldNwomplexbNJournaleofePhysicale
ChemistryeCZN2013ZNeekZNeelgkaeelhf 3.8 6

191 ModelingNviainducedNchangesNinNtheNelectronicNstructureNofN’auseâ��xvixNalloysbNPhysicaleRevieweBZN
2013ZNllZN 3.3 19

190 ∕riginNofNbandNgapNbowingNinNdiluteN’auseâ��x−xNandN’aPeâ��x−xNalloysnNuNrealaspaceNviewbNPhysicale
RevieweBZN2013ZNllZN 3.3 19
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189 yxchangeNandNcorrelationNeffectsNinNtheNstronglyNinteractingN–eaPsNsystembNJournaleofePhysics:e
ConferenceeSeriesZN2013ZNhhgZNdefddh 0.3 1

188 –ybridNfunctionalNstudyNofNbandNstructuresNofN’auseâ��x−xNandN’aSbeâ��x−xNalloysbNPhysicaleRevieweBZN
2012ZNliZN 3.3 24

187 ylectronicNtransportNinNgrapheneabasedNstructuresnNunNeffectiveNcrossasectionNapproachbNPhysicale
RevieweBZN2012ZNliZN 3.3 11

186 ubNinitioNtransportNfingerprintsNforNresonantNscatteringNinNgraphenebNPhysicaleRevieweBZN2012ZNljZN 3.3 10

185 MatterapositroniumNinteractionnNuNstudyNofNtheN–eaatomâ��positroniumNsystembNPhysicaleRevieweAZN
2012ZNliZN 2.6 7

184 −ativeNpointNdefectNenergeticsNinN’aSbnNynablingNpatypeNconductivityNofNundopedN’aSbbNPhysicale
RevieweBZN2012ZNljZN 3.3 32

183 −onadiabaticNyhrenfestNmolecularNdynamicsNwithinNtheNprojectorNaugmentedawaveNmethodbNJournale
ofeChemicalePhysicsZN2012ZNegjZNehhedg 3.9 32

182 StudyNofNUnboundN–ePsNUsingNyxactNxiagonalizationNTechniquebNMaterialseScienceeForumZN2012ZNkggZNglahf0.4

181 ylectronNtransportNinNedgeadisorderedNgrapheneNnanoribbonsbNPhysicaleRevieweBZN2011ZNlgZN 3.3 25

180
×ocalNsemiconductingNtransitionNinNarmchairNcarbonNnanotubesnNTheNeffectNofNperiodicNbiasiteN
perturbationNonNelectronicNandNtransportNpropertiesNofNcarbonNnanotubesbNPhysicaleRevieweBZN2011ZN
lgZN

3.3 4

179 −anoastructuresNinNulabasedNalloysbNJournaleofePhysics:eConferenceeSeriesZN2011ZNfjiZNdefdek 0.3 1

178 voundNandNfreeNselfainterstitialNdefectsNinNgraphiteNandNbilayerNgraphenenNuNcomputationalNstudybN
PhysicaleRevieweBZN2011ZNlhZN 3.3 31

177 wlusteringNandNconductanceNinNbreakageNofNsodiumNnanowiresbNPhysicaleRevieweBZN2011ZNlgZN 3.3 2

176 ˆ�gostonNetNalbNReplynbNPhysicaleRevieweLettersZN2011ZNedjZN 7.4 11

175 ullaelectronNtimeadependentNdensityNfunctionalNtheoryNwithNfiniteNelementsnNtimeapropagationN
approachbNJournaleofeChemicalePhysicsZN2011ZNegiZNeihedh 3.9 12

174 PositronsNasNinterfaceasensitiveNprobesNofNpolarNsemiconductorNheterostructuresbNPhysicaleRevieweBZN
2010ZNlfZN 3.3 20

173 udsorptionNstructuresNofNphenolNonNtheNSiVddeWâ��Vfˆ�eWNsurfaceNcalculatedNusingNdensityNfunctionalN
theorybNPhysicaleRevieweBZN2010ZNleZN 3.3 15

172 ’eneralizedNtightabindingNtransportNmodelNforNgrapheneNnanoribbonabasedNsystemsbNPhysicale
RevieweBZN2010ZNleZN 3.3 106
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171 ylectronicNstructureNcalculationsNwithN’PuWnNaNrealaspaceNimplementationNofNtheNprojectorN
augmentedawaveNmethodbNJournaleofePhysicseCondensedeMatterZN2010ZNffZNfigfdf 1.8 1092

170 TunabilityNofNtheNopticalNabsorptionNinNsmallNsilverNclusterapolymerNhybridNsystemsbNJournaleofe
ChemicalePhysicsZN2010ZNegfZNfehgde 3.9 8

169 ×imitsNforNnatypeNdopingNinN—nf∕gNandNSn∕fnNuNtheoreticalNapproachNbyNfirstaprinciplesNcalculationsN
usingNhybridafunctionalNmethodologybNJournaleofeAppliedePhysicsZN2010ZNedlZNdigiee 2.5 52

168 RoleNofNvanNderNWaalsNforcesNinNtheNadsorptionNandNdiffusionNofNorganicNmoleculesNonNanNinsulatingN
surfacebNPhysicaleRevieweBZN2009ZNldZN 3.3 38

167 yffectNofNtheNsurroundingNoxideNonNtheNphotoabsorptionNspectraNofNSiNnanocrystalsbNPhysicaleReviewe
BZN2009ZNkmZN 3.3 20

166 —ntrinsicNnatypeNbehaviorNinNtransparentNconductingNoxidesnNaNcomparativeNhybridafunctionalNstudyNofN
—nf∕gZNSn∕fZNandNZn∕bNPhysicaleRevieweLettersZN2009ZNedgZNfhiide 7.4 274

165 ×inearascalingNselfaconsistentNimplementationNofNtheNvanNderNWaalsNdensityNfunctionalbNPhysicale
RevieweBZN2009ZNkmZN 3.3 149

164 ullaelectronNdensityNfunctionalNtheoryNandNtimeadependentNdensityNfunctionalNtheoryNwithN
highaorderNfiniteNelementsbNJournaleofeChemicalePhysicsZN2009ZNegeZNdihedg 3.9 43

163 TimeadependentNdensityafunctionalNtheoryNinNtheNprojectorNaugmentedawaveNmethodbNJournaleofe
ChemicalePhysicsZN2008ZNeflZNfhhede 3.9 158

162 QuantumNwellNstatesZNresonancesNandNstabilityNofNmetallicNoverlayersbNJournaleofePhysicseCondensede
MatterZN2008ZNfdZNgeiddf 1.8 4

161 PhotoabsorptionNspectraNofNsmallNfullerenesNandNSiaheterofullerenesbNJournaleofeChemicalePhysicsZN
2008ZNeflZNeihgdk 3.9 21

160 SpinaxependenceNinNusymmetricZNVaShapeda−otchedN’rapheneN−anoribbonsbNJournaleofeLowe
TemperatureePhysicsZN2008ZNeigZNgmgagml 1.3 19

159
QuantitativeNchemicalNanalysisNofNvacancyasoluteNcomplexesNinNmetallicNsolidNsolutionsNbyN
coincidenceNxopplerNbroadeningNspectroscopybNPhysicaeStatuseSolidieC:eCurrenteTopicseineSolideStatee
PhysicsZN2007ZNhZNghmgaghmj

10

158 yxcitedNstatesNofN−aNnanoislandsNonNtheNwuVeeeWNsurfacebNPhysicaleRevieweBZN2007ZNkiZN 3.3 16

157 —mageNpotentialNstatesNofNsupportedNmetallicNnanoislandsbNPhysicaleRevieweBZN2007ZNkjZN 3.3 17

156 ynergeticsNofNpositronNstatesNtrappedNatNvacanciesNinNsolidsbNPhysicaleRevieweBZN2007ZNkjZN 3.3 37

155 unalysisNofNelectronapositronNmomentumNspectraNofNmetallicNalloysNasNsupportedNbyNfirstaprinciplesN
calculationsbNPhysicaleRevieweBZN2007ZNkiZN 3.3 32

154 ylectronaelectronNinteractionNinNaNtwoadimensionalNelectronNgasnNvoundNstatesNatNlowNdensitiesbN
PhysicaleRevieweBZN2007ZNkiZN 3.3 1
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153 PhotoabsorptionNspectraNofNboronNnitrideNfullerenelikeNstructuresbNJournaleofeChemicalePhysicsZN2007
ZNefjZNfehgdj 3.9 17

152 ’alliumNandNnitrogenNvacanciesNinN’a−nN—mpurityNdecorationNeffectsbNPhysicaeB:eCondensedeMatterZN
2006ZNgkjagkkZNhfhahfk 2.8 15

151 zirstaprinciplesNcalculationNofNpositronNstatesNandNannihilationNatNdefectsNinNsemiconductorsbNPhysicae
B:eCondensedeMatterZN2006ZNgkjagkkZNmkeamkh 2.8 7

150 −umericalNstudyNofNboundNstatesNforNpointNchargesNshieldedNbyNtheNresponseNofNaNhomogeneousN
twoadimensionalNelectronNgasbNPhysicaleRevieweBZN2006ZNkhZN 3.3 5

149 ModelingNtheNmomentumNdistributionsNofNannihilatingNelectronapositronNpairsNinNsolidsbNPhysicale
RevieweBZN2006ZNkgZN 3.3 94

148 ’iantNvorticesNinNrotatingNelectronNdropletsbNPhysicaleRevieweBZN2006ZNkgZN 3.3 6

147 —nterfacialNoxideNgrowthNatNsiliconâ��highakNoxideNinterfacesnNzirstNprinciplesNmodelingNofNtheNSiâ��–f∕fN
interfacebNJournaleofeAppliedePhysicsZN2006ZNeddZNdhgkdl 2.5 44

146 ziniteaelementNimplementationNforNelectronNtransportNinNnanostructuresbNJournaleofeChemicale
PhysicsZN2006ZNefhZNdihkdk 3.9 14

145 xirectNevidenceNofNimpurityNdecorationNofN’aNvacanciesNinN’a−NfromNpositronNannihilationN
spectroscopybNPhysicaleRevieweBZN2006ZNkgZN 3.3 81

144 ThreeNrealaspaceNdiscretizationNtechniquesNinNelectronicNstructureNcalculationsbNPhysicaeStatuseSolidie
mBn:eBasiceResearchZN2006ZNfhgZNedejaedig 1.3 82

143 xissociationNofNV’aâ��∕−NcomplexesNinN–VPyN’a−NbyNhighNpressureNandNhighNtemperatureNannealingbN
PhysicaeStatuseSolidiemBn:eBasiceResearchZN2006ZNfhgZNehgjaehhd 1.3 7

142 walculationNofNvalenceNelectronNmomentumNdensitiesNusingNtheNprojectorNaugmentedawaveNmethodbN
JournaleofePhysicseandeChemistryeofeSolidsZN2005ZNjjZNeeflaeegi 3.9 41

141 VortexNformationNinNquantumNdotsNinNhighNmagneticNfieldsbNPhysicaeE:eLowsDimensionaleSystemseande
NanostructuresZN2005ZNfjZNgekagfe 3 6

140 wharacterizationNofNdeformedNquantumNdotsNbyNmodelingNsingleaelectronatunnelingNexperimentsbN
PhysicaeE:eLowsDimensionaleSystemseandeNanostructuresZN2005ZNfjZNhkkahle 3 1

139 SpinadependentNelectronNtransportNthroughNaNmagneticNresonantNtunnelingNdiodebNPhysicaleRevieweB
ZN2005ZNkeZN 3.3 19

138 PositronNlocalizationNeffectsNonNtheNxopplerNbroadeningNofNtheNannihilationNlinenNuluminumNasNaNcaseN
studybNPhysicaleRevieweBZN2005ZNkfZN 3.3 40

137 StabilityNofNvortexNstructuresNinNquantumNdotsbNPhysicaleRevieweBZN2005ZNkeZN 3.3 20

136 SelfaconsistentNstudyNofNelectronNconfinementNtoNmetallicNthinNfilmsNonNsolidNsurfacesbNPhysicale
RevieweBZN2005ZNkeZN 3.3 34
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135 whargingNmechanismNforNtheNbondNelongationNobservedNinNsuspendedNchainsNofNgoldNatomsbNPhysicale
RevieweBZN2005ZNkfZN 3.3 12

134 VacancyaimpurityNcomplexesNinNhighlyNSbadopedNSiNgrownNbyNmolecularNbeamNepitaxybNPhysicale
RevieweLettersZN2005ZNmhZNejiide 7.4 30

133 QuantumNsizeNeffectsNinNPbNislandsNonNwuVeeeWnNylectronicNstructureNcalculationsbNPhysicaleRevieweBZN
2004ZNjmZN 3.3 38

132 RectangularNquantumNdotsNinNhighNmagneticNfieldsbNPhysicaleRevieweBZN2004ZNjmZN 3.3 30

131 VortexNclustersNinNquantumNdotsbNPhysicaleRevieweLettersZN2004ZNmgZNeejldf 7.4 58

130 ylectronNtransportNthroughNquantumNwiresNandNpointNcontactsbNPhysicaleRevieweBZN2004ZNkdZN 3.3 44

129 vrokenNsymmetryNinNdensityafunctionalNtheorynNunalysisNandNcurebNPhysicaleRevieweBZN2004ZNjmZN 3.3 27

128 ylectronNtransportNthroughNmonovalentNatomicNwiresbNPhysicaleRevieweBZN2004ZNjmZN 3.3 119

127 MaximumadensityadropletNformationNinNhardawallNquantumNdotsbNPhysicaeE:eLowsDimensionale
SystemseandeNanostructuresZN2004ZNffZNhmdahmg 3 5

126 −onequilibriumNelectronNtransportNinNtwoadimensionalNnanostructuresNmodeledNusingN’reenâ��sN
functionsNandNtheNfiniteaelementNmethodbNPhysicaleRevieweBZN2004ZNjmZN 3.3 30

125 —mpurityNeffectsNinNquantumNdotsnNTowardNquantitativeNmodelingbNPhysicaleRevieweBZN2004ZNkdZN 3.3 104

124 —nteractionNeffectsNinNsuperconductorâ��normalNquantumNdotâ��superconductorNstructuresbN
ComputationaleMaterialseScienceZN2004ZNgdZNfeafj 3.2

123 —nfluenceNofNelectronâ��electronNinteractionsNonNsupercurrentNinNS−SNstructuresbNLoweTemperaturee
PhysicsZN2003ZNfmZNihjaiid 0.7 3

122 M—ÁunNMultigridabasedNprogramNpackageNforNelectronicNstructureNcalculationsbNInternationaleJournale
ofeQuantumeChemistryZN2003ZNmeZNekeaekj 2.1 35

121 ylectronicNstructureNcalculationsNforNfaxNquantumNdotsNandNlaterallyNcoupledNquantumNdotN
moleculesNinNmagneticNfieldsbNInternationaleJournaleofeQuantumeChemistryZN2003ZNmeZNhmdahmk 2.1 5

120 ylectronicNstructureNofNrectangularNquantumNdotsbNPhysicaleRevieweBZN2003ZNjkZN 3.3 74

119 TestingNofNtwoadimensionalNlocalNapproximationsNinNtheNcurrentaspinNandNspinadensityafunctionalN
theoriesbNPhysicaleRevieweBZN2003ZNjkZN 3.3 46

118 ylectronicNresonanceNstatesNinNmetallicNnanowiresNduringNtheNbreakingNprocessNsimulatedNwithNtheN
ultimateNjelliumNmodelbNPhysicaleRevieweBZN2003ZNjkZN 3.3 9

(2003-2005)
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117 WignerNmoleculesNinNpolygonalNquantumNdotsnNNuNdensityafunctionalNstudybNPhysicaleRevieweBZN2003ZN
jkZN 3.3 24

116 ylectronicNstructureNandNpredictionNofNmagnetismNinNmetallicNnanowiresbNJournaleofeMagnetismeande
MagneticeMaterialsZN2002ZNfhmZNemgaemm 2.8 14

115 StabilityNofNlargeNvacancyNclustersNinNsiliconbNPhysicaleRevieweBZN2002ZNjiZN 3.3 54

114 wonductanceNoscillationsNinNmetallicNnanocontactsbNPhysicaleRevieweBZN2002ZNjjZN 3.3 35

113 ModelNstudyNofNadsorbedNmetallicNquantumNdotsnNN−aNonNwuVeeeWbNPhysicaleRevieweBZN2002ZNjjZN 3.3 11

112 SpontaneousNmagnetizationNofNaluminumNnanowiresNdepositedNonNtheN−awlVeddWNsurfacebNPhysicale
RevieweBZN2002ZNjjZN 3.3 28

111 unalysisNofNtheNshellaNandNsupershellNstructuresNofNmetallicNnanowiresNwithNjelliumNmodelsbN
NanotechnologyZN2002ZNegZNgjgagjl 3.4 14

110 −ativeNdefectsNandNselfadiffusionNinN’aSbbNJournaleofeAppliedePhysicsZN2002ZNmeZNhmllahmmh 2.5 79

109 MultigridNmethodNforNelectronicNstructureNcalculationsbNPhysicaleRevieweBZN2001ZNjgZN 3.3 120

108 ShellNandNsupershellNstructuresNofNnanowiresnNuNquantumamechanicalNanalysisbNPhysicaleRevieweBZN
2001ZNjhZN 3.3 17

107 ylectronicNstoppingNcalculatedNusingNexplicitNphaseNshiftNfactorsbNPhysicaleRevieweBZN2001ZNjgZN 3.3 23

106 zirstaprinciplesNcalculationsNofNinterstitialNboronNinNsiliconbNPhysicaleRevieweBZN2000ZNjeZNleiialeje 3.3 79

105 PointNdefectsNinNsiliconZNfirstaprinciplesNcalculationsbNComputationaleMaterialseScienceZN2000ZNekZNgjiagkg 3.2 5

104 —dentificationNofNVacancya—mpurityNwomplexesNinN–ighlyNnaTypeNSibNPhysicaleRevieweLettersZN1999ZNlfZNellgaellj7.4 77

103 ylectronicNstructureNofNcylindricalNsimpleametalNnanowiresNinNtheNstabilizedNjelliumNmodelbNPhysicale
RevieweBZN1999ZNimZNefjifaefjjd 3.3 34

102 MicroscopicNidentificationNofNnativeNdonorN’aavacancyNcomplexesNinNTeadopedN’ausbNPhysicaleReviewe
BZN1999ZNjdZNehjhaehjk 3.3 30

101 ∕bservationNofN’aNvacanciesNandNnegativeNionsNinNundopedNandNMgadopedN’a−NbulkNcrystalsbNPhysicae
B:eCondensedeMatterZN1999ZNfkgafkhZNggagl 2.8 20

100 TheoreticalNstudiesNofNinterstitialNboronNdefectsNinNsiliconbNPhysicaeB:eCondensedeMatterZN1999ZN
fkgafkhZNfjlafkd 2.8 1
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99 TheNstructureNofNvacancyâ��impurityNcomplexesNinNhighlyNnatypeNSibNPhysicaeB:eCondensedeMatterZN1999ZN
fkgafkhZNhjgahjk 2.8 4

98 ZabalaZNPuskaZNandN−ieminenNReplynbNPhysicaleRevieweLettersZN1999ZNlfZNgdddagddd 7.4 7

97 zirstaPrinciplesNwalculationsNofNPositronNunnihilationNinNSolidsbNMaterialseResearcheSocietyeSymposiae
ProceedingsZN1999ZNikmZNfhm 3

96 PositronN×ifetimeNwalculationsNofN–exagonalNMetalsNwithNtheNTrueN’eometrybNPhysicaeStatuseSolidie
mBn:eBasiceResearchZN1998ZNfdjZNidmaiel 1.3 9

95 yffectNofNlatticeNstructureNonNtheNpositronNannihilationNwithNinnerNshellNelectronsbNJournaleofePhysicse
andeChemistryeofeSolidsZN1998ZNimZNiiaim 3.9 18

94 wonvergenceNofNsupercellNcalculationsNforNpointNdefectsNinNsemiconductorsnNVacancyNinNsiliconbN
PhysicaleRevieweBZN1998ZNilZNegelaegfi 3.3 210

93 PossibleNnatypeNdopantsNinNdiamondNandNamorphousNcarbonbNComputationaleMaterialseScienceZN1998ZN
edZNgieagii 3.2 16

92 StudyNofNdefectsNinNelectronNirradiatedNwu—nSefNbyNpositronNlifetimeNspectroscopybNJournaleofe
AppliedePhysicsZN1998ZNlgZNkeakl 2.5 30

91 SpontaneousNMagnetizationNofNSimpleNMetalN−anowiresbNPhysicaleRevieweLettersZN1998ZNldZNgggjagggm 7.4 83

90 whlorineaimpurityarelatedNdefectsNinNZnSebNPhysicaleRevieweBZN1998ZNikZNefejhaefejl 3.3 12

89 −itrogenaimpurityâ��nativeadefectNcomplexesNinNZnSebNPhysicaleRevieweBZN1998ZNikZNefekhaefeld 3.3 26

88 MomentumNdistributionsNofNelectronapositronNpairsNannihilatingNatNvacancyNclustersNinNSibNPhysicale
RevieweBZN1998ZNikZNkjfeakjfk 3.3 117

87 MetastabilityNofNtheNantistructureNpairNinN’ausbNPhysicaleRevieweBZN1997ZNiiZNjmehajmek 3.3 6

86 worrelationNeffectsNforNelectronapositronNmomentumNdensityNinNsolidsbNPhysicaleRevieweBZN1997ZNijZNkegjakehf3.3 48

85 −itrogenNdopingNinNZnSebNMaterialseScienceeandeEngineeringeB:eSolidsStateeMaterialseforeAdvancede
TechnologyZN1997ZNhgZNeah 3.1 4

84 worrelationNeffectsNforNpositronNannihilationNwithNcoreNandNsemicoreNelectronsbNAppliedeSurfacee
ScienceZN1997ZNeejZNflgaflj 6.7 5

83 TwoacomponentNdensityafunctionalNcalculationsNforNpositronsNtrappedNbyNdefectsNinNsolidsbNAppliede
SurfaceeScienceZN1997ZNeejZNfmgafmm 6.7

82 zirstaprinciplesNcalculationNofNpositronNannihilationNcharacteristicsNatNmetalNvacanciesbNPhysicale
RevieweBZN1996ZNihZNeidejaeidfh 3.3 51

(1996-1999)
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81 TheoreticalNandNexperimentalNstudyNofNpositronNannihilationNwithNcoreNelectronsNinNsolidsbNPhysicale
RevieweBZN1996ZNihZNfgmkafhdm 3.3 221

80 walculationNofNpositronNstatesNandNannihilationNinNsolidsnNuNdensityagradientacorrectionNschemebN
PhysicaleRevieweBZN1996ZNigZNejfdeaejfeg 3.3 181

79 ubNinitioNstudyNofNfullyNrelaxedNdivacanciesNinN’ausbNPhysicaleRevieweBZN1996ZNigZNglegaglem 3.3 96

78 yvaluationNofNsomeNbasicNpositronarelatedNcharacteristicsNofNSiwbNPhysicaleRevieweBZN1996ZNihZNfiefafiek 3.3 84

77 MetastableNdefectNcomplexesNinN’ausbNPhysicaleRevieweBZN1996ZNihZNkmdmakmej 3.3 31

76 MethodNforNtheNmeasurementNofNpositronNaffinitiesNandNpositronNworkNfunctionsNsuitableNforNbothN
positiveNandNnegativeNworkNfunctionNmaterialsbNAppliedeSurfaceeScienceZN1995ZNliZNlfalj 6.7 6

75 PositronNannihilationNandNpositronaelectronNcorrelationNeffectsNinNhighaTcNoxidesbNJournaleofePhysicse
andeChemistryeofeSolidsZN1995ZNijZNejmgaejmh 3.9 3

74 PositronNaffinityNforNprecipitatesNinNreactorNpressureNvesselNsteelsbNNucleareEngineeringeandeDesignZN
1995ZNeilZNehmaeij 1.8 25

73 VacancyaformationNenergiesNforNfccNandNbccNtransitionNmetalsbNPhysicaleRevieweBZN1995ZNieZNmifjamigf 3.3 130

72 ylectronapositronNwaraParrinelloNmethodsnNSelfaconsistentNtreatmentNofNchargeNdensitiesNandNionicN
relaxationsbNPhysicaleRevieweBZN1995ZNifZNedmhkaedmje 3.3 115

71 RealaspaceNelectronicastructureNcalculationsnNwombinationNofNtheNfiniteadifferenceNandN
conjugateagradientNmethodsbNPhysicaleRevieweBZN1995ZNieZNehdikaehdje 3.3 152

70 yxperimentalNdeterminationNofNtheNwomptonNprofileNofNwjdNthroughNbinaryNencounterNelectronN
spectroscopybNJournaleofeChemicalePhysicsZN1995ZNedgZNedhegaedhej 3.9 7

69 —dentificationNofNvacancyNdefectsNinNcompoundNsemiconductorsNbyNcoreaelectronNannihilationnN
upplicationNtoN—nPbNPhysicaleRevieweBZN1995ZNieZNhekjaheli 3.3 195

68 ynergeticsNofNdiffusionNonNtheNVeddWNandNVeeeWNsurfacesNofNugZNuuZNandN—rNfromNfirstNprinciplesbN
PhysicaleRevieweBZN1995ZNifZNmdklamdli 3.3 91

67 ’radientNcorrectionNforNpositronNstatesNinNsolidsbNPhysicaleRevieweBZN1995ZNieZNkgheakghh 3.3 173

66 PositronNunnihilationNwharacteristicsNinNPerfectNandN—mperfectNTransitionNMetalNwarbidesNandN
−itridesbNEuropeanePhysicaleJournaleSpecialeTopicsZN1995ZNdiZNweaegiaweaehf 5

65 PositronNannihilationNinN——aV—NcompoundNsemiconductorsnNtheorybNJournaleofePhysicseCondensede
MatterZN1994ZNjZNlldmallfk 1.8 43

64 —ndiumNandNphosphorusNvacanciesNandNantisitesNinN—nPbNPhysicaleRevieweBZN1994ZNhmZNifigaifjf 3.3 55
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63 zirstaprinciplesNcalculationNofNpositronNlifetimesNandNaffinitiesNinNperfectNandNimperfectN
transitionametalNcarbidesNandNnitridesbNPhysicaleRevieweBZN1994ZNhmZNedmhkaedmik 3.3 51

62 TheoryNofNpositronsNinNsolidsNandNonNsolidNsurfacesbNReviewseofeModernePhysicsZN1994ZNjjZNlhealmk 40.5 851

61 PhotoabsorptionNofNatomsNinsideNwjdbNPhysicaleRevieweAZN1993ZNhkZNeeleaeelj 2.6 191

60 PositronNannihilationNatNparamagneticNdefectsNinNsemiconductorsbNJournaleofePhysicseCondensede
MatterZN1993ZNiZN×gdka×geh 1.8 11

59 PhosphorusNvacancyNinN—nPnNuNnegativeaUNcenterbNPhysicaleRevieweBZN1993ZNhkZNjgleajglh 3.3 28

58 wrystalsNfromNmetallicNclustersnNuNfirstaprinciplesNcalculationbNPhysicaleRevieweBZN1993ZNhlZNemleaemlg 3.3 37

57 −uclearNshellNmodelNappliedNtoNmetallicNclustersbNZeitschrifteFˆ…rePhysikeDsAtomseMoleculeseande
ClustersZN1993ZNfjZNfjeafjg 3

56 SphericalNvoidsNandNclustersNinNtheNstabilizedNjelliumNmodelnNselfaconsistentNÁohnaShamNcalculationsbN
JournaleofePhysicseCondensedeMatterZN1993ZNiZNmdhmamdil 1.8 9

55 PositronNstatesNinNfulleritesNandNotherNcarbonNphasesbNJournaleofePhysicseCondensedeMatterZN1992ZNhZN×ehma×eij1.8 34

54 zirstaprinciplesNstudyNofNfullyNrelaxedNvacanciesNinN’ausbNPhysicaleRevieweBZN1992ZNhiZNheffahegd 3.3 63

53 PositronNandNelectronNenergyNlevelsNinNrareagasNsolidsbNPhysicaleRevieweBZN1992ZNhjZNefklaeflg 3.3 9

52 zirstaprinciplesNstudyNofN–eNinNSibNPhysicaleRevieweBZN1992ZNhjZNefldjaefldm 3.3 48

51 —nteractionsNbetweenNrareagasNatomsnNanNeffectiveNmediumNstudybNJournaleofePhysicseCondensede
MatterZN1991ZNgZNikeeaikfe 1.8 5

50 whargeastateadependentNrelaxationNandNpositronNstatesNatNvacancyNdefectsNinN’ausbNJournaleofe
PhysicseCondensedeMatterZN1991ZNgZNkfekakffh 1.8 23

49 zirstaprinciplesNsimulationNofNintrinsicNcollisionNcascadesNinNÁwlNandN−awlNtoNtestNinteratomicN
potentialsNatNenergiesNbetweenNiNandNgidNeVbNPhysicaleRevieweLettersZN1991ZNjkZNgjmfagjmi 7.4 27

48 utomsNembeddedNinNanNelectronNgasnNveyondNtheNlocaladensityNapproximationbNPhysicaleRevieweBZN
1991ZNhgZNefffeaeffgg 3.3 46

47 ubainitioNcalculationNofNpositronNannihilationNratesNinNsolidsbNJournaleofePhysicseCondensedeMatterZN
1991ZNgZNghiiaghjm 1.8 76

46 ynergeticsZNelectronicNstructureZNandNpositronNannihilationNstudiesNofNcarbonavacancyNcomplexesNinN
ironbNEuropeanePhysicaleJournaleBZN1990ZNleZNfleaflm 1.2 4

(1990-1994)
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45 PositronNtrappingNinNsemiconductorsbNPhysicaleRevieweBZN1990ZNheZNmmldammmg 3.3 206

44 utomsNymbeddedNinNylectronN’asbNSpringereProceedingseinePhysicsZN1990ZNeghaehg 0.2 3

43 —ntroductionNtoNManyautomN—nteractionsNinNSolidsbNSpringereProceedingseinePhysicsZN1990ZNfaee 0.2

42 ylectronicNstructuresNofNpointNdefectsNinN———aVNcompoundNsemiconductorsbNJournaleofePhysicse
CondensedeMatterZN1989ZNeZNkghkakgjj 1.8 77

41 PositronNstatesNatNvacancyaimpurityNpairsNinNsemiconductorsbNPhysicaleRevieweBZN1989ZNhdZNefifgaefifj 3.3 32

40 PositronNstatesNinNYvafwug∕kaxbNJournaleofePhysicseCondensedeMatterZN1989ZNeZNgkfkagkgf 1.8 55

39 ScreeningNofNpositronsNinNsemiconductorsNandNinsulatorsbNPhysicaleRevieweBZN1989ZNgmZNkjjjakjkm 3.3 220

38 PositronNaffinitiesNforNelementalNmetalsbNJournaleofePhysicseCondensedeMatterZN1989ZNeZNjdleajdmh 1.8 173

37 utomicNrelaxationsNaroundNvacancyNclustersNinNmolybdenumNandNtheirNeffectsNonNtrappedapositronN
lifetimebNPhysicaleRevieweBZN1988ZNgkZNjaee 3.3 14

36 PositronNstatesNinNSiNandN’ausbNPhysicaleRevieweBZN1988ZNglZNmlkhamlld 3.3 108

35 PositronNtrappingNrateNintoNsmallNvacancyNclustersNandNlightNsubstitutionalNimpuritiesbNJournaleofe
PhysicseF:eMetalePhysicsZN1987ZNekZNffgiaffhl 28

34 –ydrogenNandNdeuteriumNdecorationNofN—navacancyNcomplexesNinNnickelbNPhysicaleRevieweBZN1987ZNgiZNjdimajdjg3.3 20

33 —nteratomicNinteractionsNinNtheNeffectiveamediumNtheorybNPhysicaleRevieweBZN1987ZNgiZNkhfgakhhf 3.3 768

32 ylectronNandNpositronNenergyNlevelsNinNsolidsbNPhysicaleRevieweBZN1987ZNgjZNkkljakkmh 3.3 92

31 TheoreticalNuspectsNofNPositronsNinN—mperfectNSolidsbNPhysicaeStatuseSolidieAZN1987ZNedfZNeeafm 61

30 ylectronicNpolarizabilityNofNsmallNsodiumNclustersbNPhysicaleRevieweBZN1986ZNggZNhflmahfmd 3.3 51

29 ylectronicNstructureNandNpositronNstatesNatNvacanciesNinNSiNandN’ausbNPhysicaleRevieweBZN1986ZNghZNfjmiafkdi3.3 93

28 RoleNofNelasticNandNelectronicNinteractionsNinNtrappingNofNhydrogenNbyNimpuritiesNinNtransitionN
metalsbNPhysicaleRevieweBZN1985ZNgeZNkjefakjej 3.3 17
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27 VacancyNrecoveryNandNvacancyahydrogenNinteractionNinNniobiumNandNtantalumNstudiedNbyNpositronsbN
PhysicaleRevieweBZN1985ZNgfZNhgfjahgge 3.3 62

26 ylectronicNpolarizabilityNofNsmallNmetalNspheresbNPhysicaleRevieweBZN1985ZNgeZNghljaghmi 3.3 158

25 yxcitationNofNhydrogenNmotionNinsideNaNnickelNvacancybNPhysicaleRevieweLettersZN1985ZNiiZNlifalii 7.4 26

24 –ydrogenNchemisorbedNonNnickelNsurfacesnNuNwaveamechanicalNtreatmentNofNprotonNmotionbNSurfacee
ScienceZN1985ZNeikZNhegahgi 1.8 81

23 womputationalNanalysisNofNpositronNexperimentsbNJournaleofePhysicseF:eMetalePhysicsZN1984ZNehZNefmmaegej 59

22 RepulsiveNinteractionNofNtheNheliumNatomNwithNaNmetalNsurfacebNPhysicaleRevieweBZN1984ZNfmZNfgehafgej 3.3 113

21 MuonNstatesNinNuniaxiallyNstrainedNironbNPhysicaleRevieweBZN1984ZNfmZNhekdahekf 3.3 4

20 ylectronicallyNinducedNtrappingNofNhydrogenNbyNimpuritiesNinNniobiumbNPhysicaleRevieweBZN1984ZNgdZNedjiaedjl3.3 20

19 wommentNonNtheNPositronNSurfaceaStateN×ifetimebNPhysicaleRevieweLettersZN1984ZNigZNefmlaefml 7.4 45

18 MuonNstatesNinNmetalsnNRecentNprogressbNHyperfineeInteractionsZN1984ZNekZNejkaekj 0.8 4

17 —nteractionNofNdeuteriumNwithNlatticeNdefectsNinNnickelbNNucleareInstrumentsekeMethodseinePhysicse
ResearcheBZN1984ZNhZNgkhaglk 1.2 29

16 –ydrogenNinNmetalsnNQuantumNaspectsbNPhysicaeB:ePhysicseofeCondensedeMatterekeC:eAtomicre
MoleculareandePlasmaePhysicsreOpticsZN1984ZNefkZNhekahfe 2

15 TheoryNofNhydrogenNandNheliumNimpuritiesNinNmetalsbNPhysicaleRevieweBZN1984ZNfmZNiglfaigmk 3.3 138

14 PositronNSurfaceNStatesNonNwleanNandN∕xidizedNulNandNinNSurfaceNVacanciesbNPhysicaleRevieweLettersZN
1983ZNidZNfleaflh 7.4 80

13 xefectNspectroscopyNwithNpositronsnNaNgeneralNcalculationalNmethodbNJournaleofePhysicseF:eMetale
PhysicsZN1983ZNegZNgggaghj 665

12 QuantumNMotionNofNwhemisorbedN–ydrogenNonN−iNSurfacesbNPhysicaleRevieweLettersZN1983ZNieZNedleaedlh7.4 145

11 utomsNembeddedNinNanNelectronNgasnNPhaseNshiftsNandNcrossNsectionsbNPhysicaleRevieweBZN1983ZNfkZNjefeajefl3.3 205

10 womputedNpositronNlifetimesNinNvacanciesNandNvacancyaironNclustersNinNgoldbNRadiationeEffectsZN1983ZN
kmZNgdiagef 13

(1983-1985)
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9 utomisticNwalculationsNofNPositronNSurfaceNStatesbNPhysicaeScriptaZN1983ZNThZNkmalf 2.6 9

8 ymbeddedaatomNcalculationsNofNuugerNandNxarayNphotoemissionNshiftsNforNmetallicNelementsbN
PhysicaleRevieweBZN1982ZNfiZNjkakk 3.3 30

7 warbonavacancyNinteractionNinNalphaNironnNinterpretationNofNpositronNannihilationNresultsbNJournaleofe
PhysicseF:eMetalePhysicsZN1982ZNefZN×feea×fej 33

6 xensityazunctionalNwalculationsNofNuugerNandNXaRayNPhotoemissionNShiftsNforNMetallicNylementsbN
PhysicaeScriptaZN1982ZNfiZNkdlakef 2.6 3

5 woreNPolarizabilitiesNinNMetalsbNPhysicaeScriptaZN1982ZNfiZNmifamij 2.6 10

4 utomsNembeddedNinNanNelectronNgasnN—mmersionNenergiesbNPhysicaleRevieweBZN1981ZNfhZNgdgkagdhk 3.3 329

3 zreeaatomâ��metalNshiftsNinNtheNMhZi−hZi−hZiNuugerNspectraNofNugZNwdZN—nZNSnZNSbZNandNTebNPhysicale
RevieweBZN1981ZNfgZNhgjfahgjl 3.3 19

2 xensityafunctionalNapproachNtoNchargeatransferNinsulatorsbNSolideStateeCommunicationsZN1980ZNggZNhjgahjj1.6 5

1 gdNimpuritiesNinNulnNdensityNfunctionalNresultsbNJournaleofePhysicseF:eMetalePhysicsZN1980ZNedZN×efga×efk 59
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