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l Paper IF Citations

235 tnhancedHelectrocatalyticHactivityHofH¯tHsubnanoclustersHonHgrapheneHnanosheetHsurfaceWHNanog
LettersUH2009UHgUH]]ccVg 11.5 977

234 ≤isualizingHgasHmoleculesHinteractingHwithHsupportedHnanoparticulateHcatalystsHatHreactionH
conditionsWHScienceUH2012UHaacUHa[eVg 33.3 330

233 tlectronicHStructureHandHrhemicalHüeactionsHatH}etalâ��pluminaHandH}etalâ��pluminumH–itrideH
xnterfacesWHJournalgofgthegAmericangCeramicgSocietyUH1991UHebUH[[daV[[fe 3.8 123

232 tlectronicHstructuresHofHpuHonH−iO]Q[[ZRHbyHfirstVprinciplesHcalculationsWHPhysicalgReviewgBUH2004UHdgUH 3.3 114

231 SelfVxnterstitialHrlusteringHinHrrystallineHSiliconWHPhysicalgReviewgLettersUH1997UHefUHb]dcVb]df 7.4 112

230 OriginHofHintergranularHembrittlementHofHplHalloysHinducedHbyH–aHandHraHsegregationhHvrainH
boundaryHweakeningWHPhysicalgReviewgBUH2006UHeaUH 3.3 112

229 pnalyticalH−t}HstudyHofH¯tHparticleHdepositionHinHtheHprotonVexchangeHmembraneHofHaH
membraneVelectrodeVassemblyWHJournalgofgPowergSourcesUH2006UH[cgUHbd[Vbde 8.9 112

228 −heoreticalHtensileHstrengthHofHanHplHgrainHboundaryWHPhysicalgReviewgBUH2004UHdgUH 3.3 106

227 venerationHofHoxygenHvacanciesHatHaHpuX−iO]HperimeterHinterfaceHduringHrOHoxidationHdetectedHbyH
inHsituHelectricalHconductanceHmeasurementWHJournalgofgthegAmericangChemicalgSocietyUH2013UH[acUHgZdVg 16.4 104

226
xnterstitialHdefectsHonH{n[[a}HinHSiHandHveH{ineHdefectHconfigurationHincorporatedHwithHaH
selfVinterstitialHatomHchainWHPhilosophicalgMagazinegA:gPhysicsgofgCondensedgMattertgStructuretg
DefectsgandgMechanicalgPropertiesUH1994UHeZUH]feVa[]

101

225
uirstVprinciplesHapproachesHtoHintrinsicHstrengthHandHdeformationHofHmaterialshHperfectHcrystalsUH
nanoVstructuresUHsurfacesHandHinterfacesWHModellinggandgSimulationgingMaterialsgSciencegandg
EngineeringUH2009UH[eUHZ[aZZ[

2 100

224 SubVnanoV¯tHclusterHsupportedHonHgrapheneHnanosheetsHforHrOHtolerantHcatalystsHinHpolymerH
electrolyteHfuelHcellsWHJournalgofgPowergSourcesUH2011UH[gdUH[[ZV[[c 8.9 98

223 tlectronHmicroscopyHstudyHofHgoldHnanoparticlesHdepositedHonHtransitionHmetalHoxidesWHAccountsgofg
ChemicalgResearchUH2013UHbdUH[eeaVf] 24.3 86

222 romputationalHstudiesHofHgrainHboundariesHinHcovalentHmaterialsWHModellinggandgSimulationging
MaterialsgSciencegandgEngineeringUH2002UH[ZUHüa[Vücg 2 83

221 WeakeningHofHanHaluminumHgrainHboundaryHinducedHbyHsulfurHsegregationhHpHfirstVprinciplesH
computationalHtensileHtestWHPhysicalgReviewgBUH2007UHecUH 3.3 81

220 pbHinitioHcalculationsHofHtheH˛†VSirQZZ[RXplHinterfaceWHPhysicalgReviewgBUH1998UHceUH]aabV]ab[ 3.3 81

219 tlectronicHstructuresHofHpuHsupportedHonH−iO]WHAppliedgCatalysisgA:gGeneralUH2005UH]g[UHbcVcb 5.1 80
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218 −ransmissionHelectronHmicroscopyHobservationHofHtheHstructureHofH−iO]HnanotubeHandHpuX−iO]H
nanotubeHcatalystWHSurfacegandgInterfacegAnalysisUH2005UHaeUH]dcV]dg 1.5 79

217 pnalyticalH−t}HobservationHofHpuHnanoVparticlesHonHceriumHoxideWHCatalysisgTodayUH2006UH[[eUHd]Vdf 5.3 78

216 StructuresHofH¯tHclustersHonHgrapheneHbyHfirstVprinciplesHcalculationsWHSurfacegScienceUH2010UHdZbUH[bbV[cb1.8 76

215 pbHinitioHcalculationsHofHelectricVfieldVinducedHstressHprofilesHforHdiamondXcâ��q–HQ[[ZRHsuperlatticesWH
PhysicalgReviewgBUH2007UHedUH 3.3 75

214 ptomicHstructureHandHenergyHofHtheH{[[a}HplanarHinterstitialHdefectsHinHSiWHPhysicalgReviewgBUH1992UH
bdUH[]aZcV[]a[c 3.3 74

213 pbHinitioHstudyHofHtheHtensileHstrengthHandHfractureHofHcoincidenceHtiltHboundariesHinHcubicHSirhH¯olarH
interfacesHofHtheH{[]]}H˛£lgHboundaryWHPhysicalgReviewgBUH2002UHdcUH 3.3 72

212 −t}HobservationHofHgoldHnanoparticlesHdepositedHonHceriumHoxideWHJournalgofgMaterialsgScienceUH
2005UHbZUHa[Z[Va[Zd 4.3 69

211 üealVSpaceHObservationHofH{iHtxtractionâ��xnsertionHinH{iγsubH[W]]}nγsubHZWb]ueγsubHZWb]OγsubH]]H
¯ositiveHtlectrodeH}aterialHforH{iVxonHqatteriesWHElectrochemicalgandgSoliduStategLettersUH2008UH[[UHp[fa 67

210 −heHatomicHandHelectronicHstructureHofHaHQZZ[RHtiltHgrainHboundaryHinHSiWHJournalgofgPhysicsgC:gSolidg
StategPhysicsUH1988UH][UHa]ZcVa][c 66

209 −ightVbindingHstudyHofHgrainHboundariesHinHSihHtnergiesHandHatomicHstructuresHofHtwistHgrainH
boundariesWHPhysicalgReviewgBUH1994UHbgUH[e[Z]V[e[[e 3.3 65

208 pbHinitioHcalculationsHofHtheH˛†VSirQZZ[RX−iHinterfaceWHPhysicalgReviewgBUH2000UHd[UH]de]V]deg 3.3 61

207 −ensileHstrengthHandHfractureHofHaHtiltHgrainHboundaryHinHcubicHSirhHpHfirstVprinciplesHstudyWH
PhilosophicalgMagazinegLettersUH1999UHegUHdcgVde] 1 61

206 üeconstructedHStructuresHofHSymmetricalHkZ[[mH−iltHvrainHqoundariesHinHSiliconWHPhysicagStatusg
SolidigoBp:gBasicgResearchUH1986UH[afUHafeVage 1.3 61

205 pbHxnitiotlectronicVStructureHralculationsHforH˛–VQqts−V−−uR]xaWHJournalgofgthegPhysicalgSocietygofg
JapanUH2006UHecUHZ[cZZc 1.5 60

204 uirstVprinciplesHstudyHofHneutralHoxygenHvacanciesHinHamorphousHsilicaHandHgermaniaWHPhysicalgReviewg
BUH2004UHdgUH 3.3 60

203 pbHinitioHstudyHonHdivacancyHbindingHenergiesHinHaluminumHandHmagnesiumWHPhysicalgReviewgBUH2003UH
dfUH 3.3 60

202
StudyHofHsurfaceHreactionHofHspinelH{ib−icO[]HduringHtheHfirstHlithiumHinsertionHandHextractionH
processesHusingHatomicHforceHmicroscopyHandHanalyticalHtransmissionHelectronHmicroscopyWHLangmuir
UH2012UH]fUH[]afbVg]

4 59

201 pHStudyHonHtheH}echanismHforHw]HsissociationHonHpuX−iO]HratalystsWHJournalgofgPhysicalgChemistrygC
UH2014UH[[fUH[d[[V[d[e 3.8 54
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200 pbHinitioHlocalHstressHandHitsHapplicationHtoHplHQ[[[RHsurfacesWHPhysicalgReviewgBUH2010UHf[UH 3.3 53

199 −heoreticalHstudyHofHgrainHboundariesHinHSihHtffectsHofHstructuralHdisorderHonHtheHlocalHelectronicH
structureHandHtheHoriginHofHbandHtailsWHPhysicalgReviewgBUH1994UHcZUHfcZ]Vfc]] 3.3 51

198 tlectronicHpropertiesHofHpuHnanoVparticlesHsupportedHonHstoichiometricHandHreducedH−iO]Q[H[HZRH
substratesWHSurfacegScienceUH2006UHdZZUHbbaZVbbae 1.8 50

197 ptomisticHstructureHofHtheHruQ[[[RX˛–Vpl]OaQZZZ[RHinterfaceHinHtermsHofHinteratomicHpotentialsH
fittedHtoHabHinitioHresultsWHActagMaterialiaUH2004UHc]UH[gcgV[geZ 8.4 50

196 rharacterizationHofHtwoHphaseHdistributionHinHelectrochemicallyVlithiatedHspinelH{ib−icO[]H
secondaryHparticlesHbyHelectronHenergyVlossHspectroscopyWHJournalgofgPowergSourcesUH2013UH]aeUH]dVa] 8.9 49

195 ¯articipationHofHOxygenHinHrhargeXsischargeHüeactionsHinH{i[W]}nZWbueZWbO]hHtvidenceHofH
üemovalXüeinsertionHofHOxideHxonsWHJournalgofgthegElectrochemicalgSocietyUH2011UH[cfUHpedZ 3.9 48

194 vrowthHmodeHandHelectronicHstructureHofHpuHnanoVclustersHonH–iOQZZ[RHandH−iO]Q[[ZRWHSurfaceg
ScienceUH2006UHdZZUH[aa[V[aaf 1.8 47

193 ueVrichHandH}nVrichHnanodomainsHinH{i[W]}nZWbueZWbO]HpositiveHelectrodeHmaterialsHforHlithiumVionH
batteriesWHAppliedgPhysicsgLettersUH2007UHg[UHZcb[Za 3.4 46

192 pbHinitioHstudyHofHsymmetricHtiltHboundariesHinHβnOWHPhysicalgReviewgBUH2001UHdaUH 3.3 46

191 {ocalHbarrierHheightHofHpuHnanoparticlesHonHaH−iO]Q[H[HZRVQ[ˆ�]RHsurfaceWHAppliedgSurfacegScienceUH
2004UH]]]UHbZgVb[b 6.7 44

190 pbHinitiocalculationsHforHSirHVHplHinterfaceshHtestsHofHelectronicVminimizationHtechniquesWHModellingg
andgSimulationgingMaterialsgSciencegandgEngineeringUH1996UHbUHageVbZf 2 44

189 pbHinitioHstudyHofHsymmetricalHtiltHgrainHboundariesHinHbccHuehHstructuralHunitsUHmagneticHmomentsUH
interfacialHbondingUHlocalHenergyHandHlocalHstressWHJournalgofgPhysicsgCondensedgMatterUH2013UH]cUH[acZZb 1.8 43

188 üeactionH}echanismHofHtheH{owV−emperatureHWaterâ��vasHShiftHüeactionHonHpuX−iO]HratalystsWH
JournalgofgPhysicalgChemistrygCUH2017UH[][UH[][efV[][fe 3.8 42

187 −woVphaseHseparationHinHaHlithiatedHspinelH{ib−icO[]HcrystalHasHconfirmedHbyHelectronHenergyVlossH
spectroscopyWHJournalgofgPowergSourcesUH2014UH]ceUH[]ZV[]c 8.9 41

186 pnalyticalH−t}HobservationHofHpuâ��¯dHnanoparticlesHpreparedHbyHsonochemicalHmethodWHCatalysisg
TodayUH2008UH[a[UHgZVge 5.3 41

185 uirstVprinciplesHstudyHofHtheHtensileHstrengthHandHfailureHofH˛–â��pl]OaQZZZ[Râ��–iQ[[[RHinterfacesWH
PhysicalgReviewgBUH2007UHedUH 3.3 41

184 −heHatomicHandHelectronicHstructureHofHtheH˛£laHQ][[RHtwinHboundaryHinHSiWHJournalgofgPhysicsgC:gSolidg
StategPhysicsUH1988UH][UH{dgcV{eZZ 41

183 {owVtemperatureHrOHoxidationHpropertiesHandH−t}XS−t}HobservationHofHpuX˛‡Vue]OaHcatalystsWH
JournalgofgCatalysisUH2015UHa]bUH[]eV[a] 7.3 38
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182 uirstVprinciplesHstudyHonHtheHtensileHstrengthHandHfractureHofHtheHplVterminatedHstoichiometricH
˛–Vpl]OaQZZZ[RXruQ[[[RHinterfaceWHPhilosophicalgMagazineUH2005UHfcUH]gd[V]ged 1.6 38

181 pbHinitioHstudyHofHt}x}VqubHmoleculeHadsorptionHonH{iHsurfacesHasHaHmodelHforHionicHliquidX{iH
interfacesHinH{iVionHbatteriesWHPhysicalgReviewgBUH2008UHefUH 3.3 37

180
pbHxnitioHtlectronicHStructureHralculationHforHSingleVromponentH}olecularHronductorHpuQtmdtR]H
QtmdtHlH−rimethylenetetrathiafulvalenedithiolateRWHJournalgofgthegPhysicalgSocietygofgJapanUH2005UH
ebUHfbaVfbd

1.5 37

179
roexistenceHofHlayeredHandHcubicHrocksaltHstructuresHwithHaHcommonHoxygenHsublatticeHinH
{i[W]}nZWbueZWbO]HparticleshHpHtransmissionHelectronHmicroscopyHstudyWHJournalgofgAppliedgPhysicsUH
2008UH[ZaUH[Zbg[[

2.5 36

178 rhemicalHbondingUHinterfaceHstrengthUHandHoxygenHzHelectronVenergyVlossHnearVedgeHstructureHofH
theHruâ��pl]OaHinterfaceWHPhysicalgReviewgBUH2006UHebUH 3.3 36

177 wppsuVS−t}HobservationHofHpuHnanoparticlesHonH−iO]WHSurfacegandgInterfacegAnalysisUH2008UHbZUH[edZV[eda1.5 35

176 StructuresHandHtnergiesHofHSymmetricalHkZZ[mH−iltHvrainHqoundariesHinHSiliconWHPhysicagStatusgSolidig
oBp:gBasicgResearchUH1987UH[b[UHe[Vfa 1.3 35

175 −heoreticalHstrengthHandHchargeHredistributionHofHfccH–iHinHtensionHandHshearWHJournalgofgPhysicsg
CondensedgMatterUH2008UH]ZUHaac][d 1.8 34

174 rhemicalHbondingHatHtheHplVterminatedHstoichiometricH˛–Vpl]OaQZZZ[RXruQ[[[RHinterfaceWH
PhilosophicalgMagazinegLettersUH2004UHfbUHb]cVbab 1 34

173 uirstVprinciplesHcalculationsHofHtheHselfVinterstitialHclusterHxbHinHSiWHPhysicalgReviewgBUH1999UHdZUHfZecVfZfZ 3.3 34

172 pbHinitioHperspectiveHofHtheHk[[ZmHsymmetricalHtiltHgrainHboundariesHinHbccHuehHapplicationHofHlocalH
energyHandHlocalHstressWHJournalgofgMaterialsgScienceUH2014UHbgUHagfZVaggc 4.3 33

171 −ightVbindingHstudyHofHtheH{[[a}HplanarHinterstitialHdefectsHinHSiWHPhysicalgReviewgBUH1995UHc[UH[a[[[V[a[[d3.3 33

170 tlectronicHstructureHcalculationsHofHtransitionHmetalValuminaHinterfacesWHJournalgofgPhysicsgandg
ChemistrygofgSolidsUH1992UHcaUHabcVacb 3.9 33

169 uirstVprinciplesHstudyHofHtheHeffectsHofHsegregatedHvaHonHanHplHgrainHboundaryWHJournalgofgPhysicsg
CondensedgMatterUH2006UH[fUHc[][Vc[]f 1.8 32

168 uirstV¯rinciplesHrharacterizationHofHptomicHStructureHofHpl]OaQZZZ[RXruH–anoVweteroHxnterfaceWH
MaterialsgTransactionsUH2004UHbcUH[geaV[gee 1.3 32

167 sirectHO]HpctivationHonHvoldX}etalHOxideHratalystsHthroughHaH∕niqueHsoubleH{inearHOnpunOH
StructureWHChemCatChemUH2013UHcUH]][eV]]]] 5.2 31

166 pbHinitioHstudyHofHt}x}VqubHcrystalHinteractionHwithHaH{iHQ[ZZRHsurfaceHasHaHmodelHforHionicHliquidX{iH
interfacesHinH{iVionHbatteriesWHJournalgofgChemicalgPhysicsUH2009UH[a[UH]bbeZc 3.9 31

165 veneralizedHStackingHuaultHtnergyHandHsislocationH¯ropertiesHforH≤ariousHSlipHSystemsHinH
}agnesiumhHaHuirstV¯rinciplesHStudyWHMaterialsgSciencegForumUH2003UHb[gVb]]UH]]cV]aZ 0.4 31
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164 pbHinitioHpseudopotentialHcalculationHforH−−uV−r–×HandH−SeuV−r–×WHPhysicalgReviewgBUH2000UHd]UHefagVefbb3.3 31

163 −heoreticalHstudyHofHatomicHoxygenHonHgoldHsurfaceHbyHwˆ…ckelHtheoryHandHsu−HcalculationsWHJournalg
ofgPhysicalgChemistrygAUH2012UH[[dUHgcdfVea 2.8 30

162 uirstVprinciplesHanalysisHofHtheHopticalHpropertiesHofHstructuralHdisorderHinHSiO]HglassWHPhysicalgReviewg
BUH2008UHeeUH 3.3 29

161 −t}HandHwppsuVS−t}HstudyHofHtheHstructureHofHpuHnanoVparticlesHonHreO]WHJournalgofgMaterialsg
ScienceUH2008UHbaUHag[eVag]] 4.3 28

160 tlectronHholographicHaVsHnanoVanalysisHofHpuX−iO]HcatalystHatHinterfaceWHJournalgofgElectrong
MicroscopyUH2003UHc]UH][Vd 28

159 pbHinitioHt{–tSXΣp–tSHspectralHcalculationHofHpolarHandHnonVpolarHgrainHboundariesHinH˛†VSirWHActag
MaterialiaUH2004UHc]UHaZZgVaZ[f 8.4 28

158 tffectsHofHstoichiometryHonHelectronicHstatesHofHpuHandH¯tHsupportedHonH−iO]Q[[ZRWHJournalgofg
MaterialsgScienceUH2005UHbZUHaZecVaZfZ 4.3 28

157 xrreversibleHstructuralHchangeHofHaHspinelH{ib−icO[]HparticleHviaH–aHinsertionVextractionHcyclesHofHaH
sodiumVionHbatteryWHElectrochimicagActaUH2014UH[bfUH[ecV[eg 6.7 27

156 pHtheoreticalHstudyHofHtheHatomicHandHelectronicHstructureHofHaHgrainHboundaryHinHcubicHSirWHJournalg
ofgPhysicsgCondensedgMatterUH1990UH]UHefZgVef]a 1.8 27

155 uirstV¯rinciplesHStudyHofHt}x}VupuSpH}oleculeHpdsorptionHonHaH{iQ[ZZRHSurfaceHasHaH}odelHforH
{iVxonHqatteryHtlectrodesWHJournalgofgPhysicalgChemistrygCUH2012UH[[dUHfbgaVfcZg 3.8 26

154 pnalyticalH−t}HstudyHonHstructuralHchangesHofHpuHparticlesHonHceriumHoxideHusingHaHheatingHholderWH
CatalysisgTodayUH2007UH[]]UH]aaV]af 5.3 26

153 wü−t}HandHtt{SHcharacterizationHofHatomicHandHelectronicHstructuresHinHruX˛–Vpl]OaHinterfacesWH
AppliedgSurfacegScienceUH2005UH]b[UHfeVgZ 6.7 26

152 ptomisticHstructureHofHaHspinelH{ib−icO[]Q[[[RHsurfaceHelucidatedHbyHscanningHtunnelingHmicroscopyH
andHmediumHenergyHionHscatteringHspectrometryWHSurfacegScienceUH2014UHd[gUHcVg 1.8 25

151 SiHsegregationHatHueHgrainHboundariesHanalyzedHbyHabHinitioHlocalHenergyHandHlocalHstressWHJournalgofg
PhysicsgCondensedgMatterUH2014UH]dUHaccZZc 1.8 25

150 ¯reparationHofHaHspinelH{ib−icO[]HQ[[[RHsurfaceHfromHaHrutileH−iO]HsingleHcrystalWHAppliedgSurfaceg
ScienceUH2012UH]cfUHa[beVa[c[ 6.7 24

149 StructureHandHstabilityHofHpuHrodsHonH−iO]Q[[ZRHsurfacesHbyHfirstVprinciplesHcalculationsWHPhysicalg
ReviewgBUH2009UHfZUH 3.3 24

148
uirstVprinciplesHcomputationalHtensileHtestHonHaH–aVsegregatedHplHgrainHboundaryHwithHanHSiHadditiveH
andHanHintergranularHembrittlementHsuppressionHmechanismWHJournalgofgPhysicsgCondensedgMatterUH
2007UH[gUHbcd]]c

1.8 24

147 OnHtheHtransferableHSt−qHmethodHforHSiWHJournalgofgPhysicsgCondensedgMatterUH1991UHaUH][gaV]]ZZ 1.8 24
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146 −heHselfVconsistentHtightVbindingHmethodhHapplicationHtoHsiliconHandHsiliconHcarbideWHJournalgofg
PhysicsgCondensedgMatterUH1990UH]UHeeg[VefZf 1.8 24

145 ptomicHandHelectronicHstructuresHofH{ib−icO[]X{ie−icO[]HQZZ[RHinterfacesHbyHfirstVprinciplesH
calculationsWHJournalgofgMaterialsgScienceUH2014UHbgUHbZa]VbZae 4.3 23

144 SequentialHwppsuVS−t}HobservationHofHstructuralHchangesHinHpuHnanoparticlesHsupportedHonHreO]WH
JournalgofgMaterialsgScienceUH2011UHbdUHbafbVbag[ 4.3 23

143 uirstVprinciplesHcharacterizationHofHtheHanisotropyHofHtheoreticalHstrengthHandHtheHstressVstrainH
relationHforHaH−iplHintermetallicHcompoundWHJournalgofgPhysicsgCondensedgMatterUH2009UH][UH[ecbZe 1.8 23

142 tffectsHofHSegregatedHvaHonHanHplHvrainHqoundaryhHpHuirstV¯rinciplesHromputationalH−ensileH−estWH
MaterialsgTransactionsUH2006UHbeUH]defV]df[ 1.3 23

141 uirstVprinciplesHstudyHofHSiHandH}gHsegregationHinHgrainHboundariesHinHplHandHruhHapplicationHofH
localVenergyHdecompositionWHJournalgofgMaterialsgScienceUH2015UHcZUHdfdbVdff[ 4.3 22

140 tffectsHofHxmpuritiesHonHanHplHvrainHqoundaryWHMaterialsgTransactionsUH2003UHbbUHaaeVaba 1.3 22

139 üelativeHstabilityHofH¯daXmHandH¯daHstructuresHofH˛†â��Sia–bWHPhysicalgReviewgBUH2002UHdcUH 3.3 22

138 −heoreticalHstudyHofHpolarHinterfacesHofHtheHQ[]]RHSigmaHlgHgrainHboundaryHinHcubicHSirWHJournalgofg
PhysicsgCondensedgMatterUH1991UHaUHecccVecea 1.8 22

137 rhemicalHmisfitHoriginHofHsoluteHstrengtheningHinHironHalloysWHActagMaterialiaUH2017UH[a[UHbbcVbcd 8.4 21

136 uirstVprinciplesHstudyHofHtwinHgrainHboundariesHinHepitaxialHqaSi]HonHSiQ[[[RWHJournalgofgAppliedg
PhysicsUH2016UH[]ZUHZfca[[ 2.5 21

135 uirstV¯rinciplesHxnvestigationHofHtheHptomicHandHtlectronicHStructuresHofH˛–Vpl]OaQZZZ[RX–iQ[[[RH
xnterfacesWHJournalgofgthegAmericangCeramicgSocietyUH2007UHgZUH]b]gV]bbZ 3.8 20

134 uirstVprinciplesHstudyHofHtheHadhesiveHandHmechanicalHpropertiesHofHtheHOVterminatedH
˛–Vpl]OaQZZZ[RXruQ[[[RHinterfacesWHPhilosophicalgMagazineUH2006UHfdUHc[]aVc[ac 1.6 19

133 pbHinitioHstudyHofHarVSirX}HQ}HlH−iHorHplRHnanoVheteroHinterfacesWHAppliedgSurfacegScienceUH2003UH][dUHbe[Vbee6.7 19

132 pbHinitioHpseudopotentialHstudiesHonHanHplH˛£HlHgHgrainHboundaryhHtffectsHofH–aHandHraHimpuritiesWH
PhilosophicalgMagazinegLettersUH2001UHf[UHeceVedd 1 19

131
uormationHandHsisappearanceHofHSpinelH–anograinsHinH{iγsubH[W]â��x]}nγsubHZWb]ueγsubHZWb]OγsubH
]]HQZâ�⁄xâ�⁄ZWggRHduringHtxtractionHandHxnsertionHofH{iHxonsWHJournalgofgthegElectrochemicalgSocietyUH2009UH
[cdUHpfag

3.9 18

130 }¯xHparallelizationHofHtheHfirstVprinciplesHpseudopotentialHmethodHprogramHwithHrespectHtoHeachH
bandWHModellinggandgSimulationgingMaterialsgSciencegandgEngineeringUH2004UH[]UHgbcVgce 2 18

129 pbHxnitioHralculationHonHtheHStructureHandHtlasticH¯ropertiesHofHaH}agnesiumV{ithiumHplloyWH
MaterialsgTransactionsUH2001UHb]UH[[deV[[e[ 1.3 18
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128 üolesHofHWaterHandHw]HinHrOHOxidationHüeactionHonHvoldHratalystsWHJournalgofgPhysicalgChemistrygCUH
2018UH[]]UHgc]aVgcaZ 3.8 17

127 ¯reparationHofHaHspinelH{i}n]ObHsingleHcrystalHfilmHfromHaH}nOHwaferWHJournalgofgPowergSourcesUH
2013UH]a]UHeV[[ 8.9 17

126 SpontaneousH{iVxonH−ransferHfromHSpinelH{ib−icO[]SurfaceshHseteriorationHatH{ib−icO[]XtlectrolyteH
xnterfacesHStoredHatHüoomH−emperatureWHJournalgofgthegElectrochemicalgSocietyUH2015UH[d]UHp[]e]Vp[]ec3.9 17

125 pbHinitioHlocalHenergyHandHlocalHstresshHapplicationHtoHtiltHandHtwistHgrainHboundariesHinHruHandHplWH
JournalgofgPhysicsgCondensedgMatterUH2013UH]cUHaZcZZd 1.8 17

124 OriginHofHsurfaceHstressHonHlateHtransitionHmetalHsurfaceshHpbHinitioHlocalHstressHandHtightVbindingH
modelWHPhysicalgReviewgBUH2013UHfeUH 3.3 16

123 }odelingHinteratomicHinteractionsHacrossHruX˛–â��pl]OaHinterfaceWHComputationalgMaterialsgScienceUH
2006UHadUH]f[V]g[ 3.2 16

122 xmpactHofHlocalHatomicHstressHonHoxygenHsegregationHatHtiltHboundariesHinHsiliconWHAppliedgPhysicsg
LettersUH2017UH[[ZUHZd][Zc 3.4 15

121 }echanicalHpropertiesHofHueVrichHSiHalloyHfromHwamiltonianWHNpjgComputationalgMaterialsUH2017UHaUH 10.9 15

120 xnfluenceHofHxnterfaceHStructureHonHSchottkyHqarrierHweightsHofHOalphaiVpl]OaQZZZ[RX–iQ[[[RH
interfaceshHpHuirstV¯rinciplesHStudyWHMaterialsgTransactionsUH2006UHbeUH]dgdV]eZZ 1.3 15

119 wighHpctivityHofHvoldX−inVsioxideHratalystsHforH{owV−emperatureHrOHOxidationhHppplicationHofHaH
üeducibleH}etalHOxideHtoHaHratalystHSupportWHCatalysisgLettersUH2014UH[bbUH]ZfdV]ZgZ 2.8 14

118 uirstV¯rinciplesH−ensileH−estsHofH−iltHandH−wistHvrainHqoundariesHinHplWHMaterialsgTransactionsUH2012UH
caUH[bZV[bd 1.3 14

117 roherencyHofHcopperXsapphireHinterfaceHstudiedHbyHatomisticHsimulationHandHgeometricalHanalysisWH
SurfacegScienceUH2003UHcb]UHbcVcc 1.8 14

116 pbHinitiolocalVenergyHandHlocalVstressHanalysisHofHtensileHbehavioursHofHtiltHgrainHboundariesHinHplHandH
ruWHModellinggandgSimulationgingMaterialsgSciencegandgEngineeringUH2017UH]cUHZ[cZZc 2 13

115 uirstVprinciplesHcalculationsHofHOVzt{–tSXΣp–tSHofHlithiumHtitanateWHJournalgPhysicsgD:gAppliedg
PhysicsUH2012UHbcUHbgbZZb 3 13

114 uullV¯pWHcalculationsHofHΣp–tSXt{–tSHspectraHofH−iVbearingHoxideHcrystalsHandH−iOVSiOHglasseshH
üelationHbetweenHpreVedgeHpeaksHandH−iHcoordinationWHPhysicalgReviewgBUH2012UHfcUH 3.3 13

113
−heoreticalHStudiesHofHtheHptomicHandHtlectronicHStructureHofH–anoVweteroH}etalXxnorganicH
}aterialHxnterfacesHinHrollaborationHwithHtlectronH}icroscopyHObservationsWHMaterialsgTransactionsUH
2007UHbfUHdecVdfa

1.3 13

112 uirstVprinciplesHstudyHonHtheHadhesionHnatureHofHtheH˛–Vpl]OaQZZZ[RX–iQ[[[RHinterfaceWHModellinggandg
SimulationgingMaterialsgSciencegandgEngineeringUH2006UH[bUHS][VS]f 2 13

111 xmagingHofHaHsingleHatomicHcolumnHinHsiliconHgrainHboundaryWHJournalgofgElectrongMicroscopyUH2002UH
c[UHacaVe 13
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110 romparisonHofHeffectsHofHsodiumHandHsiliconHimpuritiesHonHaluminiumHgrainHboundariesHbyH
firstVprinciplesHcalculationWHModellinggandgSimulationgingMaterialsgSciencegandgEngineeringUH2000UHfUHe]eVead2 13

109 ptomicHforcesHinHtheHselfVconsistentHtightVbindingHmodelWHPhysicagStatusgSolidigoBp:gBasicgResearchUH
1989UH[c]UHcaaVcb[ 1.3 13

108 {ithiumHanalysisHusingHreflectionHtt{SHforHlithiumHcompoundsWHJournalgofgElectrongSpectroscopygandg
RelatedgPhenomenaUH2015UH]ZaUHbZVbb 1.7 12

107 xnfraredHspectroscopicHandHtheoreticalHstudiesHonHtheHformationHofHpu]–OVHandHpuQnR–OHQnHlH]VcRHinH
solidHargonWHJournalgofgChemicalgPhysicsUH2009UH[aZUH[abc[[ 3.9 12

106 ptomicHoxygenHadsorptionHonHpuQ[HZHZRHandHpuQ[H[H[RhHtffectsHofHcoverageWHChemicalgPhysicsgLettersUH
2010UHbg]UH]ddV]e[ 2.5 12

105 ptomicHstructureHofHtheH˛£aHandH˛£gHgrainHboundariesHinHr≤sHdiamondHfilmWHScriptagMaterialiaUH2004UH
c[UHdfgVdg] 5.6 12

104 uirstVprinciplesHpseudopotentialHstudyHofHanHaluminiumHgrainHboundaryHcontainingHsulphurHatomsWH
PhilosophicalgMagazinegLettersUH2003UHfaUH[cgV[dd 1 12

103 −ightVqindingHralculationHofHvrainHqoundariesHinHsiamondWHMaterialsgSciencegForumUH1996UH]ZeV]ZgUH]d[V]db0.4 12

102 –anoscopicHanalysisHofHoxygenHsegregationHatHtiltHboundariesHinHsiliconHingotsHusingHatomHprobeH
tomographyHcombinedHwithH−t}HandHabHinitioHcalculationsWHJournalgofgMicroscopyUH2017UH]dfUH]aZV]af 1.9 11

101 tlectronHmicroscopyHanalysisHofH−iVsubstitutedH{i]}nOaHpositiveHelectrodeHbeforeHandHafterH
carbothermalHreductionWHJournalgofgPowergSourcesUH2014UH]cbUHagVbe 8.9 11

100 pHtheoreticalHstudyHofHrOHadsorptionHonHgoldHbyHwˆ…ckelHtheoryHandHdensityHfunctionalHtheoryH
calculationsWHJournalgofgComputationalgChemistryUH2011UHa]UHa]edVf] 3.5 11

99 ptomicHandHtlectronicHStructuresHofH{iZWbb}nO]H–anowiresHandH{i]}nOaHqyproductsHinHtheH
uormationH¯rocessHofH{i}n]ObH–anowiresWHJournalgofgPhysicalgChemistrygCUH2010UH[[bUH[facfV[fadc 3.8 11

98 uirstV¯rinciplesHralculationsHofH}[ZXvrapheneHQ}HlHpuUH¯tRHSystemsHOmdashiptomicHStructuresHandH
wydrogenHpdsorptionOmdashiWHMaterialsgTransactionsUH2008UHbgUH]bb[V]bbb 1.3 11

97 SchottkyVbarrierHheightsHofHmetalXalphaVSir{ZZZ[}HinterfacesHbyHfirstVprinciplesHcalculationsWHPhysicag
StatusgSolidigC:gCurrentgTopicsgingSolidgStategPhysicsUH2007UHbUH]ge]V]ged 11

96 −heHatomicHandHelectronicHstructureHofHtheH{][[}X{[[[}HfacetsHinHSiWHJournalgofgPhysicsgCondensedg
MatterUH1989UH[UHf]c[Vf]cd 1.8 11

95 rontributionHofHdHelectronsHtoHsurfaceHstressesHandHtheirHchangesHbyHlayerHrelaxationHforHaHseriesHofH
bHdHtransitionHmetalsWHSurfacegScienceUH2016UHdbbUH[]]V[]f 1.8 10

94 {iVvaporHinductionHgrowthHofHsingleVcrystallineH{ib−icO[]HspecimenHforHtransmissionHelectronH
microscopyWHSurfacegandgInterfacegAnalysisUH2014UHbdUH[]bcV[]bf 1.5 10

93 rombinationHofHfirstVprinciplesHmolecularHdynamicsHandHΣp–tSHsimulationsHforH{iroO]VelectrolyteH
interfacialHreactionsHinHaHlithiumVionHbatteryWHPhysicalgReviewgBUH2017UHgdUH 3.3 10

(2017-2000)
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92 StudyHofHxnteractionHbetweenHpuHandH−iO]Q[[ZRHatH{owHroverageWHMaterialsgTransactionsUH2006UHbeUH]ddaV]ddf1.3 10

91 pbHinitioHStudiesHonHtheHtffectsHofHSiHandHSHxmpuritiesHonHplHvrainHqoundaryWHMaterialsgTransactionsUH
2001UHb]UH]]afV]]b[ 1.3 10

90 pbVinitioHralculationHofHSiVzHandHSiV{Ht{–tSHtdgesHinHanHtxtendedHxnactiveHsefectH}odelHofH
rrystallineHSiliconWHMaterialsgTransactionsUH2002UHbaUH[baZV[bab 1.3 10

89 pbHxnitioHStudyHonHtheHStructureHofH}gV{iHplloysWHMaterialsgSciencegForumUH2000UHacZVac[UHbgVcb 0.4 10

88 setectionHofHinactiveHdefectsHinHcrystallineHsiliconHbyHhighVresolutionHtransmissionVelectronH
energyVlossHspectroscopyWHPhysicalgReviewgBUH1998UHcfUH[ZaafV[Zab] 3.3 10

87 pnHefficientHpreconditioningHschemeHforHplaneVwaveVbasedHelectronicHstructureHcalculationsWH
ComputationalgMaterialsgScienceUH1999UH[bUHbVe 3.2 10

86 StudyHofHtheHinterfaceHbetweenH–aVrichHandH{iVrichHphasesHinHaH–aVinsertedHspinelH{ib−icO[]HcrystalH
forHanHelectrodeHofHaHsodiumVionHbatteryWHPhysicalgChemistrygChemicalgPhysicsUH2016UH[fUH[gfffVga 3.6 10

85 sesignHofHaHSodiumVionHrellHwithHaHrarbonVfreeH{ib−icO[]H–egativeHtlectrodeWHElectrochemistryUH
2015UHfaUHgfgVgg] 1.2 9

84 SimulationHofHgrowthHprocessHofH¯tVparticlesHVHfirstVprinciplesHcalculationsWHJournalgofgPhysics:g
ConferencegSeriesUH2008UH[ZZUHZe]Zbb 0.3 9

83 uirstV¯rinciplesHralculationsHofHSchottkyHqarrierHweightsHofH}onolayerH}etalXdwVSir{ZZZ[}H
xnterfacesWHMaterialsgTransactionsUH2006UHbeUH]dgZV]dgc 1.3 9

82 –anoscaleHcontrolledH{iVinsertionHreactionHinducedHbyHscanningHelectronVbeamHirradiationHinHaH{i−iOH
electrodeHmaterialHforHlithiumVionHbatteriesWHPhysicalgChemistrygChemicalgPhysicsUH2017UH[gUH[[cf[V[[cfe 3.6 8

81 −heoreticalHstudiesHofHgrainHboundariesHinHcovalentHmaterialsWHMaterialsgChemistrygandgPhysicsUH1997UH
cZUH[cgV[dc 4.4 8

80 tlectronicHStructuresHofHpgHandHpuHpdsorbedHonH−iO]Q[[ZRHSurfacesHbyHuirstV¯rinciplesHralculationsWH
MaterialsgTransactionsUH2006UHbeUH]ddgV]dea 1.3 8

79 pbHinitioHelectronicHstructureHstudyHforH−−uV−r–×HunderHuniaxialHcompressionWHPhysicalgReviewgBUH
2004UHdgUH 3.3 8

78 txperimentalHandHtheoreticalHstudyHofH˛£laHincoherentHtwinHboundaryHinH˛†VSirWHPhilosophicalg
MagazinegA:gPhysicsgofgCondensedgMattertgStructuretgDefectsgandgMechanicalgPropertiesUH2002UHf]UH][cV]]g 8

77 sielectricHpropertiesHofHextendedHdefectsHinHsiliconHstudiedHbyHhighVresolutionHtransmissionHtt{SWH
JournalgofgElectrongMicroscopyUH1998UHbeUHa[[Va[e 8

76 pbHinitiopseudopotentialHcalculationHforHQ−}−SuR]rlObWHJournalgofgPhysicsgCondensedgMatterUH1999UH
[[UH]]egV]]fa 1.8 8

75 −heHatomicHandHelectronicHstructuresHofH–iOQZZ[Râ��puQZZ[RHinterfacesWHJournalgofgChemicalgPhysicsUH
2013UH[agUH[bbeZc 3.9 7
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74 −t}HandHS−t}HStudyHofHtheHpuH–anoV¯articlesHSupportedHonHreriumHOxidesWHMaterialsgScienceg
ForumUH2010UHdcbVdcdUH]ad]V]adc 0.4 7

73 uirstV¯rinciplesHralculationsHofH¯dXpuQ[ZZRHxnterfacesHwithHpdsorbatesWHSolidgStategPhenomenaUH2008
UH[agUHbeVc] 0.4 7

72 tnHcenterHinHveVdopedHSiO]HglassWHPhysicalgReviewgBUH2004UHeZUH 3.3 7

71 ptomicHSizeHtffectsHonHplUHraHandHScHinH}gHSolidHSolutionsHfromHuirstV¯rinciplesHralculationsWH
MaterialsgSciencegForumUH2003UHb]dVba]UHcggVdZb 0.4 7

70 pHSecondV≤ariationalH¯redictionHOperatorHforHuastHronvergenceHinHSelfVronsistentH
tlectronicVStructureHralculationsWHMaterialsgTransactionsUH2004UHbcUH[b]]V[b]f 1.3 7

69 ptomicHstructureHofHSiVrichHdwVSirQZZZ[´flRV]ˆ�]HsurfaceWHPhysicalgReviewgBUH2005UHe[UH 3.3 7

68 pbHxnitioHStudyHofHvrainHqoundariesHinHSirHandHSiWHMaterialsgSciencegForumUH1998UH]gbV]gdUH]a[V]ab 0.4 7

67 −heH≤arietyHofHStructuresHofHtheH˛£laHxncoherentH−winHqoundaryHinH˛†VSirWHMaterialsgSciencegForumUH
1998UH]gbV]gdUH[feV[gZ 0.4 7

66 pbVinitioHralculationsHofHSodiumHSegregationHinHpluminumHvrainHqoundariesWHMaterialsgTransactionstg
JIMUH1999UHbZUH[[gaV[[ge 7

65 −heoreticalHStudyHofHvrainHqoundariesHinHSiliconhHueaturesHofHptomicHandHtlectronicHStructuresWH
MaterialsgSciencegForumUH1996UH]ZeV]ZgUH]dcV]df 0.4 7

64 woleHdopingHbyHadsorptionHofHoxygenHonHaHStoneâ��−hrowerâ��WalesHdefectHinHgrapheneWHSolidgStateg
CommunicationsUH2013UH[ebUH[ZV[c 1.6 6

63 }echanicalHpropertiesHofHueHrichHueâ��SiHalloyshabHinitiolocalHbulkVmodulusHviewpointWHMaterialsg
ResearchgExpressUH2017UHbUH[[dc[f 1.7 6

62 vapHstatesHdueHtoHstretchedHbondsHatHtheHQ[[]RH˛£aHboundaryHinHdiamondWHJournalgofgPhysicsg
CondensedgMatterUH2007UH[gUHZ]d]]a 1.8 6

61 −ransmissionHelectronHmicroscopyHinvestigationHofHtheH{i}n]ObX–ax}nO]HinterfaceHasHaHmodelH
studyHofHaH–aVionHbatteryHelectrodeWHAIPgAdvancesUH2016UHdUH[[c][d 1.5 6

60 ∕nderstandingHofHtheHactivityHdifferenceHbetweenHnanogoldHandHbulkHgoldHbyHrelativisticHeffectsWH
JournalgofgEnergygChemistryUH2015UH]bUHbfcVbfg 12 5

59 ≤isualizationHofHtheHdistributionHofHanataseHandHrutileH−iO]HcrystalsHinHpuX−iO]HpowderHcatalystsHbyH
S−t}â��tt{SHspectrumHimagingWHSurfacegandgInterfacegAnalysisUH2014UHbdUH[]bgV[]c] 1.5 5

58 xnvestigatingHtheHeffectsHofHaHvaHlayerHonHanHplHgrainHboundaryHbyHaHfirstVprinciplesHcomputationalH
tensileHtestWHModellinggandgSimulationgingMaterialsgSciencegandgEngineeringUH2009UH[eUHZ[cZZa 2 5

57 üeactionsHofHgoldHatomsHwithHnitrousHoxideHinHexcessHargonhHaHmatrixHinfraredHspectroscopicHandH
theoreticalHstudyWHJournalgofgPhysicalgChemistrygAUH2008UH[[]UH[abgcVg 2.8 5

(2008-2010)
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56 uirstV¯rinciplesHralculationsHofHtheHptomicHandHtlectronicHStructuresHinHpuV¯dHSlabHxnterfacesWHSolidg
StategPhenomenaUH2008UH[agUH]gVab 0.4 5

55 tffectsHofHSupportsHonHwydrogenHpdsorptionHonH¯tHrlustersWHSolidgStategPhenomenaUH2008UH[agUHb[Vbd 0.4 5

54 {ocalHqarrierHweightHofHxrX−iO]}odelHratalystsWHJapanesegJournalgofgAppliedgPhysicsUH2004UHbaUHbcgcVbcgf1.4 5

53 ralculationHofHpositronHstatesHinHrdZWHPhysicalgReviewgBUH2003UHdeUH 3.3 5

52 −t}HobservationsHofHpuHandHxrHparticlesHsupportedHonHreO]WHMicroscopygoOxfordtgEnglandpUH2005UHcbH
SupplH[UHif[Vc 1.3 5

51 pbHinitioH¯seudopotentialHqandHralculationHofHOrganicHronductorsWHJournalgofgLowgTemperatureg
PhysicsUH1999UH[[eUH[ecaV[ece 1.3 5

50 pccelerationHofHSelfVronsistentHtlectronicVStructureHralculationshHStorageVSavingHandH
}ultipleVSecantHxmplementationHofHtheHqroydenH}ethodWHMaterialsgTransactionstgJIMUH1999UHbZUH[[fdV[[g] 5

49
tlectronicHoriginHofHgrainHboundaryHsegregationHofHplUHSiUH¯UHandHSHinHbccVuehHcombinedHanalysisHofHabH
initioHlocalHenergyHandHcrystalHorbitalHwamiltonHpopulationWHModellinggandgSimulationgingMaterialsg
SciencegandgEngineeringUH2021UH]gUHZ[cZZ[

2 5

48 –anometerVthickH≤]OcHsheetsHonHaluminumHfoilHforHanHadditiveVfreeHpositiveHelectrodeHofH
lithiumVionHbatteriesWHChemicalgPhysicsgLettersUH2014UHcg]UHcdVcf 2.5 4

47 StructureHandHdynamicsHofH–iplQ[[ZRHstudiedHbyHhighVresolutionHionHscatteringHcombinedHwithH
densityHfunctionalHcalculationsWHPhysicalgReviewgBUH2009UHfZUH 3.3 4

46 {argeHScaleHptomisticHSimulationHofHruXpl]OaHxnterfaceHviaH×uasicontinuumHpnalysisWHNippong
KinzokugGakkaishiwJournalgofgthegJapangInstitutegofgMetalsUH2005UHdgUHgZVgc 0.4 4

45 ptomicHandHelectronicHstructureHanalysisHofH˛£HlHaHincoherentHtwinHboundariesHinH˛†VSirWHJournalgofg
ElectrongMicroscopyUH2002UHc[UHS]dcVS]eZ 4

44 pbHinitioHcalculationHofHpositronHdistributionUHprpüHandHlifetimeHinH−−uV−r–×WHRadiationgPhysicsgandg
ChemistryUH2000UHcfUHbaeVbb[ 2.5 4

43 tlectronVpositronHmomentumHdensityHinHQ−}−SuR]rlObWHPhysicalgReviewgBUH1999UHdZUHüaebeVüaecZ 3.3 4

42 StabilityHofHtheH{i}n]ObsurfaceHinHaH{i¯udVbasedHnonVaqueousHelectrolyteHstudiedHbyHinVsituHatomicH
forceHmicroscopyWHJapanesegJournalgofgAppliedgPhysicsUH2016UHccUHZdcfZ[ 1.4 4

41 StructuresHandHstabilitiesHofHgoldHoxideHfilmsHonHgoldHsurfacesHinHO]HatmosphereWHSurfacegScienceUH
2014UHd]fUHb[Vbg 1.8 3

40 StudyHofHtheHwydrateV}eltX{i−iOHxnterphaseHbyHScanningHtlectronH}icroscopyVqasedHSpectroscopyWH
LangmuirUH2017UHaaUH[ag]aV[ag]f 4 3

39 –anoparticleHarrangementHbyHs–pVprogrammedHselfVassemblyHforHcatalystHapplicationsWHJournalgofg
AppliedgPhysicsUH2010UH[ZfUHZgba]d 2.5 3
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38 uirstVprinciplesHanalysisHofHopticalHabsorptionHedgeHinHpureHandHfluorineVdopedHSiO]HglassWH
ComputationalgMaterialsgScienceUH2008UHbbUHd[Vdd 3.2 3

37 ¯haseVfieldHmodelHforHdepositionHprocessHofHplatinumHnanoparticlesHonHcarbonHsubstrateWHJournalgofg
Physics:gConferencegSeriesUH2008UH[ZZUHZe]Zb] 0.3 3

36 rOHadsorptionHonHaH{a–icHhydrogenHstorageHalloyHsurfacehHaHtheoreticalHinvestigationWH
ChemPhysChemUH2008UHgUH[cdbVg 3.2 3

35 vroundVstateHstructureHofH˛†â��ra–bHbyHfirstVprinciplesHcalculationsWHPhysicalgReviewgBUH2001UHdbUH 3.3 3

34 pbHinitioHelectronicHstructureHcalculationHforH˛–nH−sptâ��rdZWHPhysicalgReviewgBUH2002UHdcUH 3.3 3

33 SemiempiricalHqandHralculationHofH¯dVpdsorbedHSnO]SurfaceWHJapanesegJournalgofgAppliedgPhysicsUH
1999UHafUHbggaVbggd 1.4 3

32 tlectronicHstructureHofHbetaHVSirHsurfacesWHJournalgofgPhysicsgCondensedgMatterUH1995UHeUH[ZdgV[Zgg 1.8 3

31 tnergiesHandHptomicHStructuresHofHvrainHqoundariesHinHsiamondhHromparisonHWithHvrainH
qoundariesHinHSiliconWHMaterialsgResearchgSocietygSymposiagProceedingsUH1994UHaagUHdf[ 3

30 −ightVqindingHStudyHofHtheH][[H˛£laHvrainHqoundaryHinHrubicHSiliconVrarbideWHMaterialsgResearchg
SocietygSymposiagProceedingsUH1994UHaagUHg 3

29
ptomicHforceHmicroscopyHonHphaseVcontrolHpulsedHforceHmodeHinHwaterhHxmagingHandHforceHanalysisH
onHaHrhodiumVoctaethylporphyrinHlayerHonHhighlyHorientedHpyrolyticHgraphiteWHAppliedgSurfaceg
ScienceUH2014UHaZcUH[[[V[[d

6.7 2

28 ¯refaceHtoHtheHspecialHissueHonHintergranularHandHinterphaseHboundariesHinHmaterialsWHJournalgofg
MaterialsgScienceUH2011UHbdUHbZgaVbZgb 4.3 2

27 pnalyticalH−t}HstudyHofHtheHcoreVshellHstructureHofHpuV¯dHnanoVparticlesHpreparedHbyHsonochemicalH
techniqueWHJournalgofgPhysics:gConferencegSeriesUH2008UH[ZZUHZ[]Z[b 0.3 2

26 −heoreticalHStudyHofHtheHptomicHandHtlectronicHStructureHofHvrainHqoundariesHinHSirWHSolidgStateg
PhenomenaUH2003UHgaUHafeVag] 0.4 2

25 uirstV¯rinciplesHralculationHofHarVSirQ[[[RXplH–anoVweteroH¯olarHxnterfacesWHSolidgStategPhenomenaUH
2003UHgaUHagaVagf 0.4 2

24 t{–tSHpnalysisHofH{ocalHtlectronicHStructuresHatHruXpl]OaHQZZZ[RHxnterfaceWHNippongKinzokug
GakkaishiwJournalgofgthegJapangInstitutegofgMetalsUH2005UHdgUHfdVfg 0.4 2

23 ×uasicontinuumHpnalysisHofHpluminaXropperHxnterfaceWHNippongKinzokugGakkaishiwJournalgofgtheg
JapangInstitutegofgMetalsUH2005UHdgUH[gbV[ge 0.4 2

22 ptomicHandHtlectronicHStructuresHofHruXSapphireHxnterfacesHbyHwü−t}HandHtt{SHpnalysesWHMaterialsg
SciencegForumUH2005UHbecVbegUHafcgVafd] 0.4 2

21 pbHxnitioH−ensileH−estsHofHvrainHqoundariesHinHSirWHMaterialsgSciencegForumUH1998UH]gbV]gdUHdceVddZ 0.4 2

(1998-2008)
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20 tlectronHmomentumHdensityHofH−−uV−r–×HQtetrathiafulvaleneVtetracyanoquinodimethaneRHstudiedH
byHromptonHscatteringWHJournalgofgPhysicsgCondensedgMatterUH1999UH[[UHgZ]cVgZa] 1.8 2

19 tffectsHofHStructuralHsisorderHonHtheHtlectronicH¯ropertiesHofHSiliconhH−ightVqindingHralculationsHofH
vrainHqoundariesWHMaterialsgResearchgSocietygSymposiagProceedingsUH1993UH]geUH[ee 2

18 pHsimplifiedHmethodologyHforHtheHmodelingHofHinterfacesHofHelementaryHmetalsWHAIPgAdvancesUH2021UH
[[UH[[cZ]Z 1.5 2

17 ptomicHconfigurationsHandHenergiesHofH}gHsymmetricHtiltHgrainHboundarieshHabHinitioHlocalHanalysisWH
ModellinggandgSimulationgingMaterialsgSciencegandgEngineeringUH2021UH]gUHZfcZ[Z 2 2

16 pHSimultaneousHSolidHvrindingH}ethodHforHtheH¯reparationHofHvoldHratalystsWHCatalysisgLettersUH2016
UH[bdUH]aedV]afZ 2.8 2

15 qoundaryHplaneVorientedHgrainHboundaryHmodelHgenerationWHModellinggandgSimulationgingMaterialsg
SciencegandgEngineeringUH2022UHaZUHZbcZZc 2 2

14 uirstVprincipleHcalculationsHofHr]wbHadsorptionHonH¯dâ��puHQZZ[RHslabWHSurfacegScienceUH2013UHd[]UHgZVgd 1.8 1

13 uirstV¯rinciplesHStudyHofH}oleculeXplHxnterfacesWHMaterialsgTransactionsUH2006UHbeUH]eZ[V]eZc 1.3 1

12 uirstV¯rinciplesHralculationsHofH}etalXOxideHxnterfaceshHtffectsHofHxnterfaceHStoichiometryWHMaterialsg
SciencegForumUH2005UHcZ]UH]eVa] 0.4 1

11 }olecularHelectronicHstatesHinHchargeHtransferHcomplexHstudiedHbyHxVrayHabsorptionHspectroscopyWH
JournalgofgPhysics:gConferencegSeriesUH2014UHcZ]UHZ[]Zad 0.3 0

10 uirstV¯rinciplesHralculationsHofHr]wbHpdsorptionHonH¯dHSurfaceHStackedHonHuccVpuWHMaterialsgScienceg
ForumUH2010UHdcbVdcdUH[dddV[ddg 0.4

9 uirstV¯rinciplesHStudyHofHtheHStabilityHandHxnterfacialHqondingHofH−iltHandH−wistHvrainHqoundariesHinH
plHandHruWHNippongKinzokugGakkaishiwJournalgofgthegJapangInstitutegofgMetalsUH2009UHeaUHccgVcdc 0.4

8 urontiersHofHromputationalH}aterialsHScienceHandHtngineeringQ[RWHNippongKinzokugGakkaishiwJournalg
ofgthegJapangInstitutegofgMetalsUH2009UHeaUHcbg 0.4

7 wighHüesolutionHtt{SHStudyHofHtxtendedHsefectsHinHSiliconWHMaterialsgSciencegForumUH1997UH]cfV]daUHcbeVcc]0.4

6 uirstV¯rinciplesHStudyHofHreramicHxnterfaceshHStructuresHandHtlectronicHandH}echanicalH¯ropertiesWH
KeygEngineeringgMaterialsUH2008UHbZaUH]ZcV]Zd 0.4

5 uormationHofHtxtendedHsefectsHinH¯olycrystallineHSiveHbyHtlectronHxrradiationWHSolidgStateg
PhenomenaUH2003UHgaUHad[Vadd 0.4

4
uirstV¯rinciplesHStudyHofHaH{[]]}HOSigmaiHlHgHqoundaryHinHrubicHSirhHüelativeHStabilityHbetweenH
βigzagHandHStraightH}odelsHandHromparisonHwithHtlectronH}icroscopyHObservationWHMaterialsg
TransactionsUH2004UHbcUH[bd[V[bdb

1.3

3 ¯ositronH]sVprpüHStudyHofHtheH×uasiVOneVsimensionalHOrganicHSuperconductorHQ−}−SuR]rlObWH
MaterialsgSciencegForumUH2001UHadaVadcUHcc]Vccb 0.4
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2 pbHxnitioHralculationsHofHSirX}etalHxnterfacesWHMaterialsgSciencegForumUH1998UH]gbV]gdUHgcVgf 0.4

1 pbHxnitioHralculationsHforHSirVplHxnterfacesWHMaterialsgSciencegForumUH1996UH]ZeV]ZgUH]dgV]e] 0.4
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