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248 vighHfieldHelectronHtransportHpropertiesHofHbulkHZn–VHJournaleofeAppliedePhysicsTH1999THfdTHdfdbUdfde 2.5 138
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239 −areUearthHmononitridesVHProgresseineMaterialseScienceTH2013THcfTHZaZdUZadX 42.2 93

238 XUrayHphotoelectronHspectroscopyHandHtheoryHofHtheHvalenceHbandHandHsemicoreHuaHadHstatesHinH
ua}VHPhysicaleRevieweBTH1994THcXTHZbZccUZbZdX 3.3 93

237 βotalHenergyHdifferencesHbetweenHαiqHpolytypesHrevisitedVHPhysicaleRevieweBTH1998THceTHZ_XZeUZ_X__ 3.3 92

236 onomalousHbandUgapHbehaviorHandHphaseHstabilityHofHcUp}UdiamondHalloysVHPhysicaleRevieweBTH1993TH
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235 slectronicHbandHstructureHtrendsHofHperovskiteHhalideshHpeyondHPbHandHαnHtoHueHandHαiVHPhysicale
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PhysicaleRevieweBTH2013THffTH 3.3 72
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RevieweBTH2003THdfTH 3.3 71
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225 terromagneticHredshiftHofHtheHopticalHgapHinHud}VHPhysicaleRevieweBTH2007THedTH 3.3 67
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222 opplicationHofHgeneralizedHgradientUcorrectedHdensityHfunctionalsHtoHironVHPhysicaleRevieweBTH1992TH
bdTHZfeXUZfea 3.3 65

221 UniversalHtransitionHstateHforHhighUpressureHzincHblendeHtoHrocksaltHphaseHtransitionsVHPhysicale
RevieweLettersTH2005THgbTH__ccXZ 7.4 64

220 slectronicHstructureHofHqr}hHoHborderlineH{ottHinsulatorVHPhysicaleRevieweBTH2009THegTH 3.3 62

219 tirstUprinciplesHcalculationsHofHelasticityTHpolarizationUrelatedHpropertiesTHandHnonlinearHopticalH
coefficientsHinHZnUwVU}_HcompoundsVHPhysicaleRevieweBTH2009THegTH 3.3 61

218 tirstUprinciplesHstudyHofHphononsHandHrelatedHgroundUstateHpropertiesHandHspectraHinHZnUwVU}_H
compoundsVHPhysicaleRevieweBTH2008THefTH 3.3 61
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212 zatticeHdynamicsHinHperovskiteHhalidesHqsαnXaHwithHXkwTHprTHqlVHPhysicaleRevieweBTH2014THgXTH 3.3 54

211 pandUstructureHanalysisHofHtheHconductionUbandHmassHanisotropyHinHdvHandHbvHαiqVHPhysicaleRevieweB
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210 ValenceHbandHstructureHofHpolytypicHzincUblendeWwurtziteHuaosHnanowiresHprobedHbyH
polarizationUdependentHphotoluminescenceVHPhysicaleRevieweBTH2012THfcTH 3.3 53

209 slectronicHstructureHandHmagnetismHinHpi_βeaTHpi_αeaTHandHαb_βeaHdopedHwithHtransitionHmetalsH
Pβiâ��ZnQVHPhysicaleRevieweBTH2008THefTH 3.3 53

208 slectronicHstructureHofHudHpnictidesHcalculatedHwithinHtheHzαroSUHapproachVHPhysicaleRevieweBTH
2006THebTH 3.3 52
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BTH2003THdfTH 3.3 49
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PhysicaleRevieweBTH2006THebTH 3.3 45

198 uraphitizationHsffectsHonHriamondHαurfacesHandHtheHriamondWuraphiteHwnterfaceVHPhysicaeStatuse
SolidieATH1996THZcbTHZXgUZ_c 45

197 slectronicHstructureHofHdenseHamorphousHcarbonVHPhysicaleRevieweBTH1994THbgTHZZbbfUZZbcZ 3.3 43
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194 {nUdopedHαc}hHoHdiluteHferromagneticHsemiconductorHwithHlocalHexchangeHcouplingVHPhysicale
RevieweBTH2005THe_TH 3.3 41

193 αtrainHeffectsHonHtheHspinUorbitUinducedHbandHstructureHsplittingsHinHmonolayerH{oα_HandHgrapheneVH
PhysicaleRevieweBTH2013THffTH 3.3 40

192 qomparisonHbetweenHexperimentHandHcalculatedHbandHstructuresHforHry}HandHαm}VHPhysicaleReviewe
BTH2007THedTH 3.3 40
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190 slectronicHbandHstructureHofH{gâ��wVâ��}_HcompoundsHinHtheHquasiparticleUselfUconsistentHuWH
approximationVHPhysicaleRevieweBTH2016THgbTH 3.3 39
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188 slectronicHstructureHandHmagnetismHofHtheHsemimetalsHsrosHandHsrxαcZUxosVHPhysicaleRevieweBTH1994
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187 }ativeHpointHdefectsHandHdopingHinHZnue}_VHPhysicaleRevieweBTH2016THgaTH 3.3 38

186 XUrayHabsorptionTHglancingUangleHreflectivityTHandHtheoreticalHstudyHofHtheH}HyUHandHuaH{_TaUedgeH
spectraHinHua}VHPhysicaleRevieweBTH1997THccTH_dZ_U_d__ 3.3 38

185 αtabilityHandHhalfUmetallicityHofHtransitionHmetalHpnictidesHinHtetrahedrallyHbondedHstructuresVH
PhysicaleRevieweBTH2005THeZTH 3.3 37
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transitionVHPhysicaleRevieweBTH2002THddTH 3.3 37

183 αtructureHandHphononsHofHZnue}_VHPhysicaleRevieweBTH2005THe_TH 3.3 36

182 ValenceHbandHeffectiveUmassHvamiltoniansHforHtheHgroupUwwwHnitridesHfromHquasiparticleH
selfUconsistentHuWHbandHstructuresVHPhysicaleRevieweBTH2012THfcTH 3.3 35

181 WhichHelectronicHstructureHmethodHforHtheHstudyHofHdefectshHoHcommentaryVHPhysicaeStatuseSolidieoBp:e
BasiceResearchTH2011TH_bfTHZcbeUZccf 1.3 35

180 {agneticHexchangeHinteractionsHinHtheHgadoliniumHpnictidesHfromHfirstHprinciplesVHPhysicaleRevieweBTH
2008THefTH 3.3 35

179 slectronicHstructureHofHZnueP_hHoHdetailedHstudyHofHtheHbandHstructureHnearHtheHfundamentalHgapH
andHitsHassociatedHparametersVHPhysicaleRevieweBTH1999THdXTHfXfeUfXgd 3.3 35

178 VibrationalHmodesHinHZnue}_hH−amanHstudyHandHtheoryVHPhysicaleRevieweBTH2008THeeTH 3.3 34

177 ProtonHirradiationHinducedHdefectsHinH˛†Uua_–ahHoHcombinedHsP−HandHtheoryHstudyVHAPLeMaterialsTH
2019THeTHX__c_Z 5.7 33
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176 éuasiparticleHselfUconsistentHuWHcalculationsHofHtheHelectronicHbandHstructureHofHbulkHandH
monolayerHV_–cVHPhysicaleRevieweBTH2015THgZTH 3.3 33

175 tirstUprinciplesHstudyHofHtheHelasticityTHpiezoelectricityTHandHvibrationalHmodesHinHziua–_HcomparedH
withHZn–HandHua}VHPhysicaleRevieweBTH2010THfZTH 3.3 33

174 veteroepitaxyHofHdiamondHonHcUp}hHurowthHmechanismsHandHdefectHcharacterizationVHJournaleofe
MaterialseResearchTH1994THgTHZfbgUZfdc 2.5 33

173 risorderHeffectsHonHtheHbandHstructureHofHZnue}_hH−oleHofHexchangeHdefectsVHPhysicaleRevieweBTH
2016THgbTH 3.3 31

172 qalculatedHphononHbandHstructureHandHdensityHofHstatesHandHinterpretationHofHtheH−amanHspectrumH
inHrocksaltHαc}VHPhysicaleRevieweBTH2009THegTH 3.3 31

171 slectronicHstructureHofHsu}hHurowthTHspectroscopyTHandHtheoryVHPhysicaleRevieweBTH2011THfbTH 3.3 31

170 {agneticHpropertiesHofHtransitionUmetalHnitridesVHJournaleofeAppliedePhysicsTH2005THgeTHZXraXd 2.5 31

169 wdentificationHofH−amanUactiveHphononHmodesHinHorientedHplateletsHofHwn}HandHpolycrystallineHwn}VH
SolideStateeCommunicationsTH2000THZZbTHaccUadX 1.6 30

168 –nHtheHoriginHofHtheHsplitUoffHconductionHbandsHinHV_–cVHJournaleofePhysicseC:eSolideStateePhysicsTH
1981THZbTHbefcUbegc 30

167 αtructureHandHmagneticHpropertiesHofH{n}THqr}THandHV}HunderHvolumeHexpansionVHPhysicaleRevieweB
TH2005THeZTH 3.3 28

166 sffectsHofHbiaxialHstrainHonHstabilityHandHhalfUmetallicityHofHqrHandH{nHpnictidesHandHchalcogenidesHinH
theHzincUblendeHstructureVHPhysicaleRevieweBTH2005THe_TH 3.3 28

165 wnternalHstrainHeffectsHonHtheHphaseHdiagramHofH}iUPtHalloysVHPhysicaleRevieweBTH1993THbeTHZc_edUZc_eg 3.3 28

164 wdentificationHofHaH}UrelatedHshallowHacceptorHandHelectronHparamagneticHresonanceHcenterHinHZn–hH
}_SHonHtheHZnHsiteVHPhysicaleRevieweBTH2013THfeTH 3.3 27

163 slectronicUstructureHstudyHofHtheHPZZXQHinversionHdomainHboundaryHinHαiqVHPhysicaleRevieweBTH1990TH
bZTH_gbfU_gcf 3.3 27

162 qommentHonHJ–rthorhombicHwntermediateHαtateHinHtheHZincHplendeHtoH−ocksaltHβransformationH
PathHofHαiqHatHvighHPressureJVHPhysicaleRevieweLettersTH2002THffTHZfgdXZiHdiscussionHZfgdX_ 7.4 26

161 βheHenergyHbandHstructureHofHV_–cVHwwVHonalysisHofHtheHtheoreticalHresultsHandHcomparisonHwithH
experimentalHdataVHJournaleofePhysicseC:eSolideStateePhysicsTH1980THZaTH_cXaU_cZe 26

160 slectronicHbandHstructureHofHgrapheneHfromHresonantHsoftHxUrayHspectroscopyhHβheHroleHofHcoreUholeH
effectsVHPhysicaleRevieweBTH2012THfdTH 3.3 25

159 }oncriticallyHphaseUmatchedHsecondUharmonicUgenerationHchalcopyritesHbasedHonHqdαios_HandH
qdαiP_VHPhysicaleRevieweBTH2004THeXTH 3.3 25
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158 αpinUdependentHresonantHtunnelingHthroughHsemimetallicHsrosHquantumHwellsHinHaHmagneticHfieldVH
PhysicaleRevieweBTH1996THcaTHadbdUadbg 3.3 25

157 zatticeHpolarizationHeffectsHonHtheHscreenedHqoulombHinteractionHWHofHtheHuWHapproximationVH
PhysicaleRevieweMaterialsTH2017THZTH 3.2 25

156 qriticalHevaluationHofHtheHzroHSHUHapproachHforHbandHgapHcorrectionsHinHpointHdefectHcalculationshH
βheHoxygenHvacancyHinHZn–HcaseHstudyVHPhysicaeStatuseSolidieoBp:eBasiceResearchTH2011TH_bfTHZXbaUZXcZ 1.3 24

155 pandHstructureHofHqdueos_HnearHtheHfundamentalHgapVHPhysicaleRevieweBTH2002THdcTH 3.3 24

154 slectronicHstructureHofHpeq}_hHoHproposedHnearlyHdirectHwideUbandUgapHsemiconductorVHPhysicale
RevieweBTH1992THbcTHZbfcUZbfe 3.3 24

153 V–hHoH_rHvanHderHWaalsH–xideHwithHαtrongHwnUPlaneHslectricalHandH–pticalHonisotropyVHACSeAppliede
Materialsemamp;eInterfacesTH2017THgTH_agbgU_agcd 9.5 23

152 βheoreticalHstudyHofHcationUrelatedHpointHdefectsHinHZnueP_VHPhysicaleRevieweBTH2005THeZTH 3.3 23

151 éuasiparticleHselfUconsistentHuWHbandHstructureHofH˛†Uua_–aHandHtheHanisotropyHofHtheHabsorptionH
onsetVHAppliedePhysicseLettersTH2017THZZXTHZa_ZXa 3.4 22

150 qomputationalHidentificationHofHuaUvacancyHrelatedHelectronHparamagneticHresonanceHcentersHinH
˛†Uua_–aVHJournaleofeAppliedePhysicsTH2019THZ_cTHZfceXZ 2.5 22

149 PhononsHandHrelatedHspectraHinHbulkHandHmonolayerHV_–cVHPhysicaleRevieweBTH2014THfgTH 3.3 22

148 αuperparamagnetismHinHudUdopedHua}HinducedHbyHuaUvacancyHclusteringVHPhysicaleRevieweBTH2012TH
fdTH 3.3 22

147 slectronicHstructureHofHcopperWdiamondHinterfacesHincludingHeffectsHofHinterfacialHhydrogenVHPhysicae
B:eCondensedeMatterTH1993THZfcTHcZ_Uc_e 2.8 22

146 otomicUresolvedHdepthHprofileHofHstrainHandHcationHintermixingHaroundHzaol–aWαrβi–aHinterfacesVH
ScientificeReportsTH2016THdTH_fZZf 4.9 22

145 VibrationalHpropertiesHofHrareUearthHnitrideshH−amanHspectraHandHtheoryVHPhysicaleRevieweBTH2009THegTH 3.3 21

144 tirstUprinciplesHcalculationHofHtheHzoneHcenterHphononsHinHZnαi}_hHqomparisonHwithHinfraredHdataVH
PhysicaleRevieweBTH2007THedTH 3.3 21

143 slectronicHstructureHandHtotalHenergyHofHdiamondWpe–HinterfacesVHJournaleofeMaterialseResearchTH
1992THeTHdgdUeXc 2.5 21

142 onalysisHofHcoreUlevelHshiftsHinHsomeHmetallicH}iHcompoundsVHPhysicaleRevieweBTH1986THabTHeb_ZUeb_b 3.3 21

141 ollUelectronHquasiparticleHselfUconsistentHuWHbandHstructuresHforHαrβi–aHincludingHlatticeH
polarizationHcorrectionsHinHdifferentHphasesVHPhysicaleRevieweMaterialsTH2018TH_TH 3.2 21
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140 slectronicHstructureHofHaqHinclusionsHinHbvHαiqVHJournaleofeAppliedePhysicsTH2007THZXZTHZXaeZZ 2.5 20

139 JWrongJHbondHinteractionsHatHinversionHdomainHboundariesHinHuaosVHPhysicaleRevieweLettersTH1992TH
dfTHZadaUZade 7.4 20

138 tirstUprinciplesHαtudyHofH}itrogenHVacanciesHinHud}VHMaterialseResearcheSocietyeSymposiae
ProceedingsTH2011THZ_gXTHZ 19

137 qalculatedHinterbandHopticalHtransitionHspectraHofHud}VHPhysicaleRevieweBTH2008THefTH 3.3 19

136 slectronicHstructureHofHthinHheterocrystallineHsuperlatticesHinHαiqHandHol}VHPhysicaleRevieweBTH2003TH
dfTH 3.3 19

135 αtrongHenhancementHofHsecondUorderHresponseHcoefficientsHinHtelluriumHcontainingHogâ��wwwâ��Vw_H
compoundsVHAppliedePhysicseLettersTH2000THeeTHZgXUZg_ 3.4 19

134 slectronicHstructureHofHpe_qVHPhysicaleRevieweBTH1995THcZTHZXag_UZXagf 3.3 19

133 slectronicHandH–pticalHPropertiesHofHtheHuroupUwwwH}itridesTHtheirHveterostructuresHandHolloysVH
MaterialseResearcheSocietyeSymposiaeProceedingsTH1995THagcTHbcc 19

132 slectronicHstructureHofHdefectsHandHdopingHinHZn–hH–xygenHvacancyHandHnitrogenHdopingVHPhysicae
StatuseSolidieoBp:eBasiceResearchTH2013TH_cXTHnWaUnWa 1.3 18

131 slectronicHbandHstructureHinformationHofHud}HextractedHfromHxUrayHabsorptionHandHemissionH
spectroscopyVHAppliedePhysicseLettersTH2010THgdTHXa_ZXZ 3.4 18

130 αpinUorbitHeffectsHonHtheHbandHstructureHandHtermiHsurfaceHofHsrosHandHsrxαcZâ��xosVHPhysicaleReviewe
BTH1997THccTHg_agUg_b_ 3.3 18

129 slectronicHstructureHandHmagneticHpropertiesHofH{naua}HprecipitatesHinHuaZâ��x{nx}VHPhysicale
RevieweBTH2005THe_TH 3.3 18

128 wnvestigationHofHtheHstabilityHofHtheHhexagonalâ��cubicHbornHnitrideHprismHinterfaceVHJournaleofe
MaterialseChemistryTH1996THdTHfggUgXZ 18

127 –ptoelectronicHrichotomyHofH{ixedHvalideHqv}vPbPprqlHQHαingleHqrystalshHαurfaceHversusHpulkH
PhotoluminescenceVHJournaleofetheeAmericaneChemicaleSocietyTH2018THZbXTHZZfZZUZZfZg 16.4 18

126 slectronicHstructureTHαchottkyHbarrierTHandHopticalHspectraHofHtheHαiqWβiqH{ZZZ}HinterfaceVHPhysicale
RevieweBTH1997THccTHZdbe_UZdbfd 3.3 17

125 tirstUprinciplesHcalculationsHofHsecondUorderHopticalHresponseHfunctionsHinHchalcopyriteH
semiconductorsVHJournaleofePhysicseandeChemistryeofeSolidsTH2003THdbTHZdZcUZdZg 3.9 17

124 βheoreticalHevaluationHofHziua–__HforHfrequencyHupconversionHtoHultravioletVHJournaleofetheeOpticale
SocietyeofeAmericaeB:eOpticalePhysicsTH1999THZdTH__Ze 1.7 17

123 XPαH{easurementHofHtheHαiqWol}HpandU–ffsetHatHtheHPXXXZQHwnterfaceVHMaterialseResearcheSocietye
SymposiaeProceedingsTH1995THagcTHaec 17

(1995-2007)

9



122 pandHuapsTHpandU–ffsetsTHrisorderTHαtabilityH−egionTHandHPointHrefectsHinHwwUwVU}_HαemiconductorsVH
PhysicaeStatuseSolidieoApeApplicationseandeMaterialseScienceTH2019TH_ZdTHZfXXfec 1.6 16

121 slectronicHstructureHofHdefectsHandHdopingHinHZn–hH–xygenHvacancyHandHnitrogenHdopingVHPhysicae
StatuseSolidieoBp:eBasiceResearchTH2013TH_cXTH_XgZU_ZXZ 1.3 16

120 sffectsHofHstructuralHrelaxationTHinterdiffusionTHandHsurfaceHterminationHonHtwoUdimensionalH
electronHgasHformationHatHtheHzaol–aWαrβi–aHPXXZQHinterfaceVHPhysicaleRevieweBTH2015THg_TH 3.3 16

119 βheoreticalHstudyHofHtheHphosphorusHvacancyHinHZnueP_VHPhysicaleRevieweBTH2006THeaTH 3.3 16

118 sfficientHdirectHcalculationHmethodHforHdielectricHresponseHinHsemiconductorsVHPhysicaleRevieweBTH
1989THbXTHeegaUefXZ 3.3 16

117 wnterfaceHdependenceHofHbandHoffsetsHinHlatticeUmatchedHisovalentHheterojunctionsVHPhysicaleReviewe
BTH1990THbZTHfacaUfacf 3.3 16

116 zinearHresponseHtheoreticalHstudyHofHtheHexchangeHinteractionsHinH{nUdopedHαc}hHsffectsHofH
disorderTHbandHgapTHandHdopingVHPhysicaleRevieweBTH2008THeeTH 3.3 15

115 ristortionHmodesHinHhalideHperovskiteshHβoHtwistHorHtoHstretchTHaHmatterHofHtoleranceHandHloneHpairsVH
PhysicaleRevieweMaterialsTH2018TH_TH 3.2 15

114 αystematicHstudyHofHtheHexchangeHinteractionsHinHudUdopedHua}HcontainingH}HinterstitialsTH–H
interstitialsTHorHuaHvacanciesVHPhysicaleRevieweBTH2015THg_TH 3.3 14

113 αchottkyHbarrierHformationHatHsrosWuaosHinterfaceshHaHcaseHofHtermiHlevelHpinningHbyHsurfaceHstatesVH
SolideStateeCommunicationsTH1998THZXfTHadZUadc 1.6 14

112 qrystalHstructureTHelectronicHstructureHandHmagnetismHofHtransitionHmetalHnitridesVHPhysicaeStatuse
SolidieC:eCurrenteTopicseineSolideStateePhysicsTH2005TH_TH_cZdU_cZg 14

111 veterovalentHternaryHwwUwVU}_HcompoundshHperspectivesHforHaHnewHclassHofHwideUbandUgapHnitridesH
2013THcZgUcfc 14

110 }anometerUscaleHinvestigationHofHmetalUαiqHinterfacesHusingHballisticHelectronHemissionHmicroscopyVH
JournaleofeElectroniceMaterialsTH1998TH_eTHabcUac_ 1.9 13

109 slectronicHαtructureHofHriamondTHαiliconHqarbideTHandHtheHuroupUwwwH}itridesVHMaterialseResearche
SocietyeSymposiaeProceedingsTH1994THaagTHcdc 13

108 qoreUlevelHbindingHenergyHshiftsHasHaHtoolHtoHstudyHsurfaceHprocessesHonHzaol–HaHWαrβi–HaVHJournaleofe
ElectroneSpectroscopyeandeRelatedePhenomenaTH2017TH_ZfTH_ZU_g 1.7 12

107 qarrierUcontrolledHanomalousHvallHeffectHinHanHintrinsicHferromagneticHsemiconductorVHPhysicale
RevieweBTH2017THgdTH 3.3 12

106 qomputationalHstudyHofHelectronHparamagneticHresonanceHparametersHforH{gHandHZnHimpuritiesHinH
˛†Uua_–aVHAppliedePhysicseLettersTH2019THZZbTH_X_ZX_ 3.4 12

105 reepHlevelHdefectsHandHcationHsublatticeHdisorderHinHZnue}_VHJournaleofeAppliedePhysicsTH2020THZ_eTHZaceXa2.5 12
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104 tirstUprinciplesHstudyHofHoxygenHvacanciesHinH{gxZnZâ��x–HalloysVHPhysicaleRevieweBTH2010THfZTH 3.3 12

103 qomputationalHstudyHofHphononHmodesHinHshortUperiodHol}Wua}HsuperlatticesVHPhysicaleRevieweBTH
2009THfXTH 3.3 12

102 PseudopotentialHlinearHresponseHmethodHforHcoreHholeHscreeningHinHmetalsVHSolideStatee
CommunicationsTH1985THcdTHZXeaUZXed 1.6 12

101 éuasiparticleHselfUconsistentHuWHelectronicHbandHstructureHofHqdUwVU}_HcompoundsVHPhysicaleReviewe
MaterialsTH2017THZTH 3.2 12

100 VibrationalHspectraHandHnonlinearHopticalHcoefficientsHofHrhombohedralHqsueXaHhalideHcompoundsH
withHXkwTHprTHqlVHPhysicaleRevieweBTH2016THgbTH 3.3 11

99 {olecularUdynamicsHstudyHofHdiamondWsiliconHPXXZQHinterfacesHwithHandHwithoutHgraphiticHinterfaceH
layersVHPhysicaleRevieweBTH1997THcdTHZcdfUZcfX 3.3 11

98 slectronicHαtructureHandH–pticalHPropertiesHofHZnue}_VHMRSeInterneteJournaleofeNitridee
SemiconductoreResearchTH1999THbTHdXXUdXc 11

97 ValenceUbandHdiscontinuityHbetweenHua}HandHow}HmeasuredHbyHxUrayHphotoemissionHspectroscopyVH
JournaleofeElectroniceMaterialsTH1995TH_bTH__cU__e 1.9 11

96
βheoreticalHstudyHofHtheHvanadylUoxygenHvacancyHinHV_–chHtightUbindingHureenHfunctionHcalculationTH
opticalHpropertiesHandHneutralHvacancyHgroundUstateHsplittingVHJournaleofePhysicseC:eSolideStatee
PhysicsTH1986THZgTHadgUaff

11

95 slectronicHstructureHofHtheHvanadylHoxygenHvacancyHinHV_–cHhHperiodicHvacancyHsingleHlayerHmodelVH
SolideStateeCommunicationsTH1981THagTH_ceU_dZ 1.6 11

94 tirstUprinciplesHstudyHofHnativeHdefectsHinHqdueos_VHPhysicaleRevieweBTH2008THefTH 3.3 10

93 onisotropyHofHUVUreflectivityHinHwurtziteHcrystalshHaHcomparisonHbetweenHua}HandHqdαeVHSolideStatee
CommunicationsTH2002THZ_ZTHcbgUccb 1.6 10

92 −amanHstudyHofHtheHvibrationalHmodesHinHZnue}_HPXXXZQVHJournaleofeAppliedePhysicsTH2017THZ_ZTHXcceXb 2.5 9

91 tirstUprinciplesHcalculationsHofHphononsHandH−amanHspectraHinHmonoclinicHqsαnqlaVHPhysicaleRevieweB
TH2015THgZTH 3.3 9

90 sffectsHofHvacanciesHandHimpuritiesHonHtheHrelativeHstabilityHofHrocksaltHandHzincblendeHstructuresHforH
{n}VHPhysicaleRevieweBTH2007THedTH 3.3 9

89 –pticalHconductivityHandHxUrayHabsorptionHandHemissionHstudyHofHtheHbandHstructureHofH{n}HfilmsVH
PhysicaleRevieweBTH2005THe_TH 3.3 9

88 αtructuralHstudiesHandHelectronicHpropertiesHofHdiamondUlikeHamorphousHcarbonVHJournaleofe
NontCrystallineeSolidsTH1993THZdbUZddTHZZaZUZZab 3.9 9

87 slasticHqonstantsHandH−elatedHPropertiesHofHtheHuroupHwwwU}itridesVHMaterialseResearcheSocietye
SymposiaeProceedingsTH1995THagcTHagg 9

(1995-2010)
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86 slectronicHstructureHofHαiqβiqHinterfacesVHActaeMetallurgicaeEteMaterialiaTH1992THbXTHαZeUα_b 9

85 –nHtheHrelationHbetweenHXPαHandHosαHrelaxationHenergiesHinHmetalsVHJournaleofeElectrone
SpectroscopyeandeRelatedePhenomenaTH1987THb_THZdZUZdg 1.7 9

84 βheHinfluenceHofHhydrogenHsaturationHonHtheHlocalHdensitiesHofHstatesHinHsmallHαiTHueHo}rHuaosH
clustersVHSurfaceeScienceTH1981THZXdTHbgfUcXf 1.8 9

83 –rderingHinHtheHmixedHZnue}_Uua}HalloyHsystemhHqrystalHstructuresHandHbandHstructuresHofH
Znueua_}bHfromHfirstHprinciplesVHPhysicaleRevieweMaterialsTH2018TH_TH 3.2 9

82 tirstUprinciplesHstudyHofHpointHdefectsHinHziua–_VHJournaleofeAppliedePhysicsTH2019THZ_dTHZcceXa 2.5 8

81 βheoryHofHlightHemissionHpolarizationHreversalHinHzincUblendeHandHwurtziteHnanowiresVHPhysicale
RevieweBTH2014THfgTH 3.3 7

80 −ecentHadvancesHinHatomicUscaleHspinUpolarizedHscanningHtunnelingHmicroscopyVHMicroscopyeResearche
andeTechniqueTH2005THddTHe_Ufb 2.8 7

79 pandHαtructureHandHqationH–rderingHinHziua–_VHMaterialseResearcheSocietyeSymposiaeProceedingsTH
1996THbbgTHgXc 7

78 }ativeHinterstitialHdefectsHinHZnue}_VHPhysicaleRevieweMaterialsTH2017THZTH 3.2 7

77 tirstUprinciplesHcalculationsHofHphononsHandH−amanHandHinfraredHspectraHinHqdUwVU}_HcompoundsVH
JournaleofeAppliedePhysicsTH2018THZ_aTH_XceXZ 2.5 7

76 tirstUprinciplesHstudyHofHnUHandHpUtypeHdopingHopportunitiesHinHziua–_VHJournalePhysicseD:eAppliede
PhysicsTH2020THcaTH_ebXX_ 3 6

75 βopologicalHbandHstructureHtransitionsHandHgoniopolarHtransportHinHhoneycombHantimoneneHasHaH
functionHofHbucklingVHPhysicaleRevieweBTH2020THZXZTH 3.3 6

74 −oleHofHtheHdifferentHdefectsTHtheirHpopulationHandHdistributionHinHtheHzaol–aWαrβi–aH
heterostructureOsHbehaviorVHJournaleofeAppliedePhysicsTH2018THZ_aTHZccaXb 2.5 6

73 pandUgapHbowingHinHoguaPαeZâ��xβexQ_HandHitsHeffectHonHtheHsecondUorderHresponseHcoefficientHandH
refractiveHindicesVHPhysicaleRevieweBTH2007THedTH 3.3 6

72 UnoccupiedHelectronicHresonancesHofHαcHadsorbedHonHWPXXZQHbyHkUresolvedHinverseHphotoemissionVH
PhysicaleRevieweBTH1995THcZTHZfXaUZfXf 3.3 6

71 pandHalignmentHofHwwwU}THZn–HandHwwâ��wVU}_HsemiconductorsHfromHtheHelectronHaffinityHruleVHJournale
PhysicseD:eAppliedePhysicsTH2020THcaTHXZcZZZ 3 6

70 puckledHhoneycombHantimonyhHvigherHorderHtopologicalHinsulatorHandHitsHrelationHtoHtheHyekulˆ'H
latticeVHPhysicaleRevieweBTH2020THZX_TH 3.3 6

69 slectricalHqharacterizationHandHqhargeHβransportHinHqhemicallyHsxfoliatedH_rHzixqo–_H}anoflakesVH
JournaleofePhysicaleChemistryeCTH2020THZ_bTH_XdgaU_XeXX 3.8 6
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68 VibrationalHmodesHinHtheHPmc_ZHstructureHofHZnue}_VHSolideStateeCommunicationsTH2016TH_aaTHbdUbg 1.6 6

67 slectronicHandHmagneticHpropertiesHofHelectronUdopedHV_–cHandH}aV_–cVHPhysicaleRevieweBTH2015TH
g_TH 3.3 5

66 tirstUprinciplesHcalculationHofHresonantHxUrayHemissionHspectraHappliedHtoHZn–VHPhysicaleRevieweBTH
2011THfaTH 3.3 5

65 slectronicHstructureTHdopingTHandHlatticeHdynamicsHofHziua–H_H2011TH 5

64 qharacterizationHofHpulkTHPolycrystallineHwndiumH}itrideHurownHotHαubUotmosphericHPressuresVH
MaterialseResearcheSocietyeSymposiaeProceedingsTH1997THbf_THcga 5

63 βheHeffectsHofHbiaxialHstrainHonHstabilityHandHhalfUmetallicityHofHzincHblendeHqrαbVHJournaleofeAppliede
PhysicsTH2005THgeTHZXqaXb 2.5 5

62 αiliconHvalenceHbandHaugerHspectrumHhHoHclusterHapproachVHSolideStateeCommunicationsTH1980THaaTH_deU_e_1.6 5

61 qandidatesHforHpUtypeHdopingHofHZnue}_VHJournaleofeAppliedePhysicsTH2020THZ_eTHXeceXe 2.5 4

60 éuasiparticleHselfUconsistentHuWHbandHstructureHofHqr}VHPhysicaleRevieweBTH2020THZXZTH 3.3 4

59 }itrogenHpairâ��hydrogenHcomplexesHinHZn–HandHpUtypeHdopingVVHMaterialseResearcheSocietyeSymposiae
ProceedingsTH2012THZagbTH_e 4

58 qdue}_HandHZnueXVcαnXVc}_hHβwoH}ewH}itrideHαemiconductorsHwithHpandHuapsHinHtheHplueUureenVH
MaterialseScienceeForumTH2012THeZeUe_XTHZaaZUZaab 0.4 4

57 zargeHbandUgapHbowingHinHquZâ��xogxuaα_HchalcopyriteHsemiconductorsHandHitsHeffectHonHopticalH
parametersVHPhysicaleRevieweBTH2007THedTH 3.3 4

56 βheoreticalHαtudiesHofHZn–HandH−elatedH{gxZnZâ��x–HolloyHpandHαtructuresVHMRSeInterneteJournaleofe
NitrideeSemiconductoreResearchTH1999THbTHcf_Ucfe 4

55 {etalâ��–rganicHqhemicalHVaporHrepositionHofHZnueua_}bVHCrystaleGrowtheandeDesignTH2020TH_XTHZfgUZgd 3.5 4

54 sffectsHofHtheHvanHderHWaalsHwnteractionsHonHαtructuralHandHslectronicHPropertiesHofH
qv}vPPbTαnQPwTprTqlQHvalideHPerovskitesVHACSeOmegaTH2020THcTH_ce_aU_cea_ 3.9 4

53 UltrathinH_rUoxideshHoHperspectiveHonHfabricationTHstructureTHdefectTHtransportTHelectronTHandH
phononHpropertiesVHJournaleofeAppliedePhysicsTH2021THZ_gTH__XgXa 2.5 4

52 éuasiparticleHαelfUqonsistentHuWHαtudyHofHPuaZâ��xolxQ_–aHolloysHinH{onoclinicHandHqorundumH
αtructuresVHPhysicaeStatuseSolidieoBp:eBasiceResearchTH2020TH_ceTHZgXXaZe 1.3 4

51 wnstabilityHofHtheHlayeredHorthorhombicHpostUperovskiteHphaseHofHαrβi–aHandHotherHcandidateH
orthorhombicHphasesHunderHpressureVHSolideStateeCommunicationsTH2018TH_ebTH_eUaX 1.6 3

(2018-2016)
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50 tullyHoppositeHspinHpolarizationHofHelectronHandHholeHbandsHinHry}HandHrelatedHbandHstructuresHofH
ud}HandHvo}VHPhysicaleRevieweBTH2015THg_TH 3.3 3

49 pondHlengthsTHphaseHstabilityTHandHbandHgapsHinH{gxZnZâ��x–HalloysVHJournaleofeVacuumeScienceeme
TechnologyeBTH2009TH_eTHZeZe 3

48 αingleHwellHorHdoubleHwellhHtirstUprinciplesHstudyHofHfvHandHaqHinclusionsHinHtheHbvHαiqHpolytypeVH
PhysicaleRevieweBTH2012THfcTH 3.3 3

47 tirstUprinciplesHstudyHofHtheHstructuralHandHmagneticHpropertiesHofHironHindiumHnitrideVHJournaleofe
AppliedePhysicsTH2005THgeTHZXraXg 2.5 3

46 βheoreticalHαtudyHofHuroupUwwwH}itrideHolloysVHMaterialseResearcheSocietyeSymposiaeProceedingsTH1996TH
bbgTHg_g 3

45 qoreUvoleHαcreeningHinHαmallH{etallicHParticlesHasHaHtunctionHofHqoreUvoleHPositionVHPhysicaeStatuse
SolidieoBp:eBasiceResearchTH1985THZ_gTHydgUyea 1.3 3

44 {olecularHmodelHforHinterstitialHimpuritiesHinHV_–cVHSolideStateeCommunicationsTH1981THafTHfegUff_ 1.6 3

43 slectronHmicroscopyHandHspectroscopicHstudyHofHstructuralHchangesTHelectronicHpropertiesTHandH
conductivityHinHannealedHzixqo–_VHPhysicaleRevieweMaterialsTH2021THcTH 3.2 3

42 –pticalHresponseHandHbandHstructureHofHziqo–_HincludingHelectronUholeHinteractionHeffectsVHPhysicale
RevieweBTH2021THZXbTH 3.3 3

41 éuasiparticleHselfUconsistentHuWHbandHstructuresHandHhighUpressureHphaseHtransitionsHofHziua–_H
andH}aua–_VHPhysicaleRevieweBTH2021THZXaTH 3.3 3

40 éuasiparticleHselfUconsistentHuWHelectronicHbandHstructuresHofHpeUwVU}HcompoundsVHJournaleofe
PhysicseCondensedeMatterTH2019THaZTHaaccXZ 1.8 2

39 pandHuapsHandHαtabilityHofHqsαiXaHvalidesVHPhysicaeStatuseSolidieoApeApplicationseandeMaterialse
ScienceTH2019TH_ZdTHZfXXgd_ 1.6 2

38 wonHblockingHdipHshapeHanalysisHaroundHaHzaol–aWαrβi–aHinterfaceVHNucleareInstrumentsemeMethodseine
PhysicseResearcheBTH2018THb_aTHdeUeZ 1.2 2

37 tirstUprinciplesHcalculationsHofHelasticHandHpiezoelectricHconstantsHandHspontaneousHpolarizationHinH
qdUwVU}_HcompoundsVHJournaleofeAppliedePhysicsTH2018THZ_bTHXcceXc 2.5 2

36 tirstUprinciplesHcalculationsHofHphononHderivedH−amanHandHinfraredHspectraHinHpeUwVU}_HcompoundsVH
JournalePhysicseD:eAppliedePhysicsTH2019THc_THafcZXd 3 2

35 αiteHrependenceHofHslectronicHαtructureHofHudHwmpuritiesHinHua}VHMaterialseResearcheSocietye
SymposiaeProceedingsTH2011THZ_gXTHZ 2

34
βightUpindingHzinearH{uffinUβinH–rbitalHwmplementationHofHtheHrifferenceHsquationHureenOsH
tunctionHopproachHforH_rUPeriodicHαystemsVHMaterialseResearcheSocietyeSymposiaeProceedingsTH1997TH
bgZTHZae

2

33 xahnâ��βellerHristortionHofHtheHZincHVacancyHinHZnuePH_VHChineseePhysicseLettersTH2008TH_cTHZXecUZXef 1.8 2

Walter R L Lambrecht

14



32 αtackingHtaultsHandHaqHéuantumHWellsHinHvexagonalHαiqHPolytypesVHMaterialseScienceeForumTH2006TH
c_eUc_gTHacZUacb 0.4 2

31 βheoryHofHpelowHuapHobsorptionHpandsHinHnUβypeHαiqHPolytypesiH–rTHhowHαiqHgotHitsHqolorsVH
MaterialseScienceeForumTH2000THaafUab_THcbcUccX 0.4 2

30 slectronicHαtructureHandH–pticalHPropertiesHofHZnue}_VHMaterialseResearcheSocietyeSymposiae
ProceedingsTH1998THcaeTHZ 2

29 qoreHvoleH−elaxationHsnergyHinHαemiconductorsVHUsingHaHPseudopotcntialHrescriptionHofHtheHqoreH
voleHPerturbationVHPhysicaeStatuseSolidieoBp:eBasiceResearchTH1989THZcZTHcdcUceX 1.3 2

28 éuasiparticleHselfUconsistentHuWHenergyHbandHcalculationsHforHuea}bHphasesVHPhysicaleRevieweBTH
2020THZX_TH 3.3 2

27 ZoneUcenterHphononsHinHyellowHphaseHqsαnwaVHPhysicaleRevieweMaterialsTH2017THZTH 3.2 2

26 tirstUprinciplesHcalculationsHofHsecondUorderHnonlinearHopticalHcoefficientsHinHtheHstaticHlimitHandH
PockelsHcoefficientsHinHwwwU}HandHwwâ��wVâ��}_HcompoundsVHPhysicaleRevieweMaterialsTH2018TH_TH 3.2 2

25 αpinUpolarizedHtwoUdimensionalHelectronWholeHgasesHonHziqo–L__LHlayersVVHSciPostePhysicsTH2021THZXTH 6.1 2

24 sxperimentalHdeterminationHofHtheHvalenceHbandHoffsetsHofHZnue}_HandHPZnueQXVgbuaXVZ_}_HwithH
ua}VHJournalePhysicseD:eAppliedePhysicsTH2021THcbTH_bcZX_ 3 2

23 βopologicalHquantumHswitchHandHcontrollableHoneUdimensionalHconductingHpathsHinHantimoneneH
facilitatedHbyHbreakingHtheHinversionHsymmetryVHPhysicaleRevieweBTH2020THZX_TH 3.3 1

22 tirstUprinciplesHstudyHofHtheHphononHreplicasHinHtheHphotoluminescenceHspectrumHofHbvUαiqVHPhysicale
RevieweBTH2020THZXZTH 3.3 1

21 qomputationalHstudyHofHelectronHparamagneticHresonanceHspectraHforHziHandHuaHvacanciesHinH
ziua–_VHJournalePhysicseD:eAppliedePhysicsTH2020THcaTHZezβXZ 3 1

20 uaosH}anowireshHoH}ewHPlaceHtoHsxploreHPolytypeHPhysicsVHMaterialseScienceeForumTH2012THeZeUe_XTHcdcUcdf0.4 1

19 qalculatedHxUrayHlinearHdichroismHspectraHforHudUdopedHua}VHPhysicaleRevieweBTH2011THfbTH 3.3 1

18 slectronicHαtructureHandH{agneticHPropertiesHofHβransitionH{etalHropedHαiliconHqarbideHinHrifferentH
PolytypesVHMaterialseScienceeForumTH2006THc_eUc_gTHdbZUdbd 0.4 1

17 pandHαtructureHwnterpretationHofHtheH–pticalHβransitionsHbetweenHzowUzyingHqonductionHpandsHinH
nUβypeHropedHαiqHPolytypesVHMaterialseScienceeForumTH1998TH_dbU_dfTH_eZU_eb 0.4 1

16 βheoreticalHαtudiesHofHZn–HandH−elatedH{gxZnZUx–HolloyHpandHαtructuresVHMaterialseResearche
SocietyeSymposiaeProceedingsTH1998THcaeTHZ 1

15 qommentHonHJβheoryHofHwncompleteHqrystalsHandHqrystallineHwnterfacesJHbyHtVHuarciaU{olinerHandHVVH
−VHVelascoVHPhysicaeScriptaTH1987THacTHe_bUe_c 2.6 1

(1987-2006)

15



14
UnderstandingHtheHqrystallographicHPhaseH−elationsHinHolkaliUβrihalogenoUuermanatesHinHβermsHofH
terroelectricHorHontiferroelectricHorrangementsHofHtheHβetrahedralHueXaHUnitsVHAdvancedeElectronice
MaterialsTH2020THdTHZgXXffe

6.4 0

13 qalculatedHphononHmodesTHinfraredTHandH−amanHspectraHinHZnueua_}bVHJournaleofeAppliedePhysicsTH
2020THZ_fTHXeceX_ 2.5 0

12 }_TH}–THandH–_HmoleculesHinHziua–_HinHbothHuaHandHziHsitesHandHtheirHrelationHtoHtheHvacanciesVH
JournaleofeAppliedePhysicsTH2022THZaZTHZbceXc 2.5 0

11 qriticalHsvaluationHofHtheHzroHSHUHopproachHforHpandHuapHqorrectionsHinHPointHrefectHqalculationshH
βheH–xygenHVacancyHinHZn–HqaseHαtudyH2011THZdcUZfZ

10 WhichHslectronicHαtructureH{ethodHforHβheHαtudyHofHrefectshHoHqommentaryH2011THacgUaeg

9 opUwnitioHqalculationsHofHαecondH–rderH–pticalH−esponseHtunctionsHinHWurtziteHuo}HandHoz}THandH
βheirHαhortHPeriodHαuperlatticesVHMaterialseResearcheSocietyeSymposiaeProceedingsTH1997THbf_THfd_

8 βotalHsnergyHrifferencesHpetweenHαiliconHqarbideHPolytypesHandHtheirHwmplicationsHforHqrystalH
urowthVHMaterialseResearcheSocietyeSymposiaeProceedingsTH1997THbg_THZbc

7 uadoliniumHandH–xygenHcoUdopingHofHualliumH}itridehHanHzαroHSHUHstudyVHMaterialseResearcheSocietye
SymposiaeProceedingsTH2006THgccTHZ

6 slectronicHαtructureHofH}ativeHPointHrefectsHinHZnueP_VHMaterialseResearcheSocietyeSymposiae
ProceedingsTH2003THeggTH_Xa

5 slectronicHαtructureHandH{agneticHPropertiesHofHβransitionH{etalHropedHαiliconHqarbideVHMaterialse
ResearcheSocietyeSymposiaeProceedingsTH2001THdgXTHtdVfVZ

4 tirstUPrinciplesHqalculationsHofH}onlinearH–pticalH−esponseHtunctionsHinHαemiconductorsVHMaterialse
ResearcheSocietyeSymposiaeProceedingsTH1999THcegTHZae

3 slectronicHαtructureHandHrerivedHzinearHandH}onlinearH–pticalHPropertiesHofHqhalcopyritesVH
MaterialseResearcheSocietyeSymposiaeProceedingsTH1999THdXeTHafc

2 βheoreticalHstudyHofHdiamondHinterfacesHwithHrelatedHsemiconductorsVHCarbonTH1990TH_fTHefZUef_ 10.4

1 qalculatedHphononHmodesTHinfraredHandH−amanHspectraHinHorthorhombicH˛–Hâ��H{o–aHandHmonolayerH
{o–aVHJournaleofeAppliedePhysicsTH2021THZaXTHZXbaX_ 2.5
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