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350 −κp×βκ HtαP∕tααOiHaHmodularHandHopenVsourceHsoftwareHprojectHforHquantumHsimulationsHofH
materialsWHJournaldofdPhysicsdCondenseddMatterUH2009UHaZUHbhddYa 1.8 13251

349 rarVParrinelloHmolecularHdynamicsHwithHVanderbiltHultrasoftHpseudopotentialsWHPhysicaldReviewdBUH
1993UHcfUHZYZcaVZYZdb 3.3 1181

348 xdentificationHofH∕amanHsefectH–inesHasHαignaturesHofH∕ingHαtructuresHinHVitreousHαilicaWHPhysicald
ReviewdLettersUH1998UHgYUHdZcdVdZcf 7.4 337

347 pccurateHtheoryHofHexcitonsHinHvapsVvaZVxplxpsHquantumHwellsWHPhysicaldReviewdBUH1990UHcaUHghagVghbg 3.3 336

346 pbHinitioHmolecularHdynamicsHforHdVelectronHsystemsiH–iquidHcopperHatHZdYYHzWHPhysicaldReviewd
LettersUH1992UHehUHZhgaVZhgd 7.4 333

345 uirstHsolvationHshellHofHtheHruQxxRHaquaHioniHevidenceHforHfivefoldHcoordinationWHScienceUH2001UHahZUHgdeVh 33.3 314

344 uiniteVsizeHsupercellHcorrectionHschemesHforHchargedHdefectHcalculationsWHPhysicaldReviewdBUH2012UH
geUH 3.3 295

343 uullyHκnconstrainedHppproachHtoH×oncollinearH agnetismiHppplicationHtoHαmallHueHrlustersWH
PhysicaldReviewdLettersUH1998UHgYUHbeaaVbead 7.4 291

342 spaXspbHhybridizationHratioHinHamorphousHcarbonHfromHrHZsHcoreVlevelHshiftsiHXVrayHphotoelectronH
spectroscopyHandHfirstVprinciplesHcalculationWHPhysicaldReviewdBUH2001UHedUH 3.3 281

341 pbHinitioHmolecularHdynamicsHinHaHfiniteHhomogeneousHelectricHfieldWHPhysicaldReviewdLettersUH2002UH
ghUHZdfeYa 7.4 266

340 αtructuralHandHelectronicHpropertiesHofHliquidHandHamorphousHαiOaiHpnHabHinitioHmolecularHdynamicsH
studyWHPhysicaldReviewdLettersUH1995UHfcUHcegaVcegd 7.4 251

339 OrganicHrathodeHforHpqueousHZnVxonHqatteriesiHβamingHaHκniqueHPhaseHtvolutionHtowardHαtableH
tlectrochemicalHryclingWHChemistrydofdMaterialsUH2018UHbYUHbgfcVbggZ 9.6 236

338 sefectHenergyHlevelsHinHdensityHfunctionalHcalculationsiHalignmentHandHbandHgapHproblemWHPhysicald
ReviewdLettersUH2008UHZYZUHYcecYd 7.4 231

337 sefectHlevelsHthroughHhybridHdensityHfunctionalsiHxnsightsHandHapplicationsWHPhysicadStatusdSolididmBn:d
BasicdResearchUH2011UHacgUHffdVfgh 1.3 228

336 woleHsubbandsHinHstrainedHvapsVvaZVxplxpsHquantumHwellsiHtxactHsolutionHofHtheHeffectiveVmassH
equationWHPhysicaldReviewdBUH1987UHbeUHdggfVdghc 3.3 216

335 xnterfaceHstructureHbetweenHsiliconHandHitsHoxideHbyHfirstVprinciplesHmolecularHdynamicsWHNatureUH
1998UHbheUHdgVeY 50.4 209

334 qandHoffsetsHatHsemiconductorVoxideHinterfacesHfromHhybridHdensityVfunctionalHcalculationsWH
PhysicaldReviewdLettersUH2008UHZYZUHZYegYa 7.4 207

Alfredo Pasquarello

2



333 veneralizedVgradientHapproximationsHtoHdensityVfunctionalHtheoryiHpHcomparativeHstudyHforHatomsH
andHsolidsWHPhysicaldReviewdBUH1996UHdbUHZZgYVZZgd 3.3 204

332 OxygenHvacancyHinHmonoclinicHwfOaiHpHconsistentHinterpretationHofHtrapHassistedHconductionUHdirectH
electronHinjectionUHandHopticalHabsorptionHexperimentsWHApplieddPhysicsdLettersUH2006UHghUHaeahYc 3.4 200

331 βheoryHofHαiHapHcoreVlevelHshiftsHatHtheHαiQYYZRVαiOaHinterfaceWHPhysicaldReviewdBUH1996UHdbUHZYhcaVZYhdY 3.3 200

330 αtructureHandHwyperfineHParametersHofHtZnHrentersHinH˛–V−uartzHandHinHVitreousHαiOaWHPhysicald
ReviewdLettersUH1997UHfgUHggfVghY 7.4 194

329 tffectHofHmetalHelementsHinHcatalyticHgrowthHofHcarbonHnanotubesWHPhysicaldReviewdLettersUH2008UH
ZYYUHZdeZYa 7.4 176

328 αiHapHcoreVlevelHshiftsHatHtheHαiQYYZRVαiOaHinterfaceiHpHfirstVprinciplesHstudyWHPhysicaldReviewdLettersUH
1995UHfcUHZYacVZYaf 7.4 174

327  odelHofHvitreousHαiOaHgeneratedHbyHanHabHinitioHmolecularVdynamicsHquenchHfromHtheHmeltWH
PhysicaldReviewdBUH1995UHdaUHZaehYVZaehd 3.3 163

326 αiVOVαiHbondVangleHdistributionHinHvitreousHsilicaHfromHfirstVprinciplesHahαiH× ∕HanalysisWHPhysicald
ReviewdBUH2000UHeaUH∕cfgeV∕cfgh 3.3 145

325 ∕amanHscatteringHintensitiesHinH˛–VquartziHpHfirstVprinciplesHinvestigationWHPhysicaldReviewdBUH2001UHebUH 3.3 143

324 qandHoffsetsHatHtheHαiXαiOaHinterfaceHfromHmanyVbodyHperturbationHtheoryWHPhysicaldReviewdLettersUH
2008UHZYYUHZgecYZ 7.4 141

323 synamicalHrhargeHβensorsHandHxnfraredHαpectrumHofHpmorphousHαiOaWHPhysicaldReviewdLettersUH1997
UHfhUHZfeeVZfeh 7.4 133

322 sefectHlevelsHofHdanglingHbondsHinHsiliconHandHgermaniumHthroughHhybridHfunctionalsWHPhysicald
ReviewdBUH2008UHfgUH 3.3 133

321 uirstVprinciplesHinvestigationHofHhighV˛”HdielectricsiHromparisonHbetweenHtheHsilicatesHandHoxidesHofH
hafniumHandHzirconiumWHPhysicaldReviewdBUH2004UHehUH 3.3 124

320 qandVedgeHproblemHinHtheHtheoreticalHdeterminationHofHdefectHenergyHlevelsiHβheHOHvacancyHinHZnOH
asHaHbenchmarkHcaseWHPhysicaldReviewdBUH2011UHgcUH 3.3 122

319 ×itrogenHxncorporationHatHαiQYYZRâ��αiOaHxnterfacesiH∕elationHbetweenH×HZsHroreV–evelHαhiftsHandH
 icroscopicHαtructureWHPhysicaldReviewdLettersUH1997UHfhUHdZfcVdZff 7.4 122

318 uirstVprinciplesHcodesHforHcomputationalHcrystallographyHinHtheH−uantumVtαP∕tααOHpackageWH
ZeitschriftdFurdKristallographiedsdCrystallinedMaterialsUH2005UHaaYUH 1 122

317 ∕ingHcurrentsHinHicosahedralHceYWHScienceUH1992UHadfUHZeeYVZ 33.3 122

316 OriginHofHtheHwighVurequencyHsoubletHinHtheHVibrationalHαpectrumHofHVitreousHαiOaWHScienceUH1997UH
afdUHZhadVf 33.3 121
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315 uirstVprinciplesHstudyHofHdynamicalHandHdielectricHpropertiesHofHtetragonalHzirconiaWHPhysicaldReviewd
BUH2001UHecUH 3.3 121

314 roncentrationHofHsmallHringHstructuresHinHvitreousHsilicaHfromHaHfirstVprinciplesHanalysisHofHtheH∕amanH
spectrumWHPhysicaldReviewdLettersUH2003UHhYUHYafcYZ 7.4 116

313  igrationHofHoxygenHvacancyHinHwfOaHandHacrossHtheHwfOaâ��αiOaHinterfaceiHpHfirstVprinciplesH
investigationWHApplieddPhysicsdLettersUH2007UHhZUHZhahYd 3.4 114

312 OxideHversusH×onoxideHrathodeH aterialsHforHpqueousHZnHqatteriesiHpnHxnsightHintoHtheHrhargeH
αtorageH echanismHandHronsequencesHβhereofWHACSdApplieddMaterialsdjamp;dInterfacesUH2019UHZZUHefcVega9.5 114

311 uiniteVsizeHsupercellHcorrectionHforHchargedHdefectsHatHsurfacesHandHinterfacesWHPhysicaldReviewd
LettersUH2013UHZZYUHYhddYd 7.4 113

310 plignmentHofHdefectHlevelsHandHbandHedgesHthroughHhybridHfunctionalsiHtffectHofHscreeningHinHtheH
exchangeHtermWHPhysicaldReviewdBUH2010UHgZUH 3.3 112

309 βheoryHofHatomicVscaleHdielectricHpermittivityHatHinsulatorHinterfacesWHPhysicaldReviewdBUH2005UHfZUH 3.3 108

308 αtructurallyHrelaxedHmodelsHofHtheHαiQYYZRâ��αiOaHinterfaceWHApplieddPhysicsdLettersUH1996UHegUHeadVeaf 3.4 104

307  agnetoresistiveHjunctionsHbasedHonHepitaxialHgrapheneHandHhexagonalHboronHnitrideWHPhysicald
ReviewdBUH2009UHgYUH 3.3 98

306 wybridVfunctionalHcalculationsHwithHplaneVwaveHbasisHsetsiHtffectHofHsingularityHcorrectionHonHtotalH
energiesUHenergyHeigenvaluesUHandHdefectHenergyHlevelsWHPhysicaldReviewdBUH2009UHgYUH 3.3 96

305 ∕ingHcurrentsHinHtopologicallyHcomplexHmoleculesiHppplicationHtoHreYUHrfYUHandHtheirHhexaVanionsWH
PhysicaldReviewdAUH1993UHcfUHZfgbVZfgh 2.6 96

304 sanglingHbondHdefectsHatHαiVαiOaHinterfacesiHatomicHstructureHofHtheHPQbZRHcenterWHPhysicaldReviewd
LettersUH2000UHgdUHaffbVe 7.4 93

303 ×onempiricalHdielectricVdependentHhybridHfunctionalHwithHrangeHseparationHforHsemiconductorsHandH
insulatorsWHPhysicaldReviewdMaterialsUH2018UHaUH 3.2 93

302 pHhybridHdensityHfunctionalHstudyHofHlithiumHinHZnOiHαtabilityUHionizationHlevelsUHandHdiffusionWH
PhysicaldReviewdBUH2009UHgYUH 3.3 92

301 synamicHstructureHfactorHofHvitreousHsilicaHfromHfirstHprinciplesiHromparisonHtoH
neutronVinelasticVscatteringHexperimentsWHPhysicaldReviewdBUH1998UHdfUHZcZbbVZcZcY 3.3 88

300 αtructuralHandHelectronicHpropertiesHofHsmallHcopperHclustersiHaHfirstHprinciplesHstudyWHChemicald
PhysicsdLettersUH1995UHabgUHaZdVaaZ 2.5 87

299 OriginHofHlowHelectronâ��holeHrecombinationHrateHinHmetalHhalideHperovskitesWHEnergydandd
EnvironmentaldScienceUH2018UHZZUHZYZVZYd 35.4 86

298 OxygenHdiffusionHthroughHtheHdisorderedHoxideHnetworkHduringHsiliconHoxidationWHPhysicaldReviewd
LettersUH2002UHggUHZadhYZ 7.4 86
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297 αelfVcompensationHdueHtoHpointHdefectsHinH gVdopedHva×WHPhysicaldReviewdBUH2016UHhbUH 3.3 85

296 PressureVinducedHstructuralHchangesHinHliquidHαiOaHfromHpbHinitioHsimulationsWHPhysicaldReviewd
LettersUH2002UHghUHacddYc 7.4 83

295 qandHoffsetsHofHlatticeVmatchedHsemiconductorHheterojunctionsHthroughHhybridHfunctionalsHandH
vYWYWHPhysicaldReviewdBUH2014UHghUH 3.3 81

294  ultiscaleHmodelingHofHoxygenHdiffusionHthroughHtheHoxideHduringHsiliconHoxidationWHPhysicaldReviewd
BUH2004UHfYUH 3.3 81

293 uirstVprinciplesHstudyHofHstructuralUHelectronicUHdynamicalUHandHdielectricHpropertiesHofHzirconWH
PhysicaldReviewdBUH2001UHebUH 3.3 80

292  etalHadatomsHonHgrapheneHandHhexagonalHboronHnitrideiHβowardsHrationalHdesignHofHselfVassemblyH
templatesWHPhysicaldReviewdBUH2010UHgaUH 3.3 78

291 βransitionHstructureHatHtheHαiQZYYRVαiOaHinterfaceWHPhysicaldReviewdLettersUH2003UHhYUHZgeZYZ 7.4 77

290 αhortVHandHintermediateVrangeHstructureHofHliquidHveαeaWHPhysicaldReviewdBUH2001UHecUH 3.3 75

289 αtructuralHandHelectronicHpropertiesHofHsmallHrunHclustersHusingHgeneralizedVgradientH
approximationsHwithinHdensityHfunctionalHtheoryWHJournaldofdChemicaldPhysicsUH1998UHZYhUHeeaeVeebY 3.9 74

288 tffectHofHαubbandHrouplingHonHtxcitonHqindingHtnergiesHandHOscillatorHαtrengthsHinHvapsVvaHZVHxHplH
xHpsH−uantumHWellsWHEurophysicsdLettersUH1988UHeUHadhVaec 1.6 74

287  icroscopicHαtructureHofH–iquidHveαeaiHβheHProblemHofHroncentrationHuluctuationsHoverH
xntermediateH∕angeHsistancesWHPhysicaldReviewdLettersUH1998UHgYUHabcaVabcd 7.4 72

286 sielectricHdiscontinuityHatHinterfacesHinHtheHatomicVscaleHlimitiHpermittivityHofHultrathinHoxideHfilmsH
onHsiliconWHPhysicaldReviewdLettersUH2003UHhZUHaefeYZ 7.4 71

285 pssessingHtheHaccuracyHofHhybridHfunctionalsHinHtheHdeterminationHofHdefectHlevelsiHppplicationHtoH
theHpsHantisiteHinHvapsWHPhysicaldReviewdBUH2011UHgcUH 3.3 69

284 rhargeHtransitionHlevelsHofHcarbonVUHoxygenVUHandHhydrogenVrelatedHdefectsHatHtheHαirXαiOaH
interfaceHthroughHhybridHfunctionalsWHPhysicaldReviewdBUH2011UHgcUH 3.3 69

283 ptomisticHstructureHofHtheHαiQZYYRâ��αiOaHinterfaceiHpHsynthesisHofHexperimentalHdataWHApplieddPhysicsd
LettersUH2003UHgbUHZcZfVZcZh 3.4 65

282 ∕eactionHofHtheHoxygenHmoleculeHatHtheHαiQZYYRVαiOaHinterfaceHduringHsiliconHoxidationWHPhysicald
ReviewdLettersUH2004UHhbUHYgeZYa 7.4 64

281 PredictiveHseterminationHofHqandHvapsHofHxnorganicHwalideHPerovskitesWHJournaldofdPhysicald
ChemistrydLettersUH2017UHgUHddYfVddZa 6.4 63

280 sensityVfunctionalHperturbationHtheoryHforHlatticeHdynamicsHwithHultrasoftHpseudopotentialsWH
PhysicaldReviewdBUH1997UHdeUH∕ZZbehV∕ZZbfa 3.3 63
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279 sielectricHconstantsHofHZrHsilicatesiHaHfirstVprinciplesHstudyWHPhysicaldReviewdLettersUH2002UHghUHZZfeYZ 7.4 63

278 qandVedgeHlevelsHinHsemiconductorsHandHinsulatorsiHwybridHdensityHfunctionalHtheoryHversusH
manyVbodyHperturbationHtheoryWHPhysicaldReviewdBUH2012UHgeUH 3.3 62

277 qandHoffsetsHatHtheHveXveOaHinterfaceHthroughHhybridHdensityHfunctionalsWHApplieddPhysicsdLettersUH
2009UHhcUHZcZhZZ 3.4 61

276 qandHalignmentsHandHdefectHlevelsHinHαiâ��wfOaHgateHstacksiHOxygenHvacancyHandHuermiVlevelHpinningWH
ApplieddPhysicsdLettersUH2008UHhaUHZbahZZ 3.4 61

275 uirstHprinciplesHstudyHofHphotoelectronHspectraHofHrunVHclustersWHPhysicaldReviewdLettersUH1995UHfdUHaZYcVaZYf7.4 61

274 OriginHofHtheHfirstHsharpHdiffractionHpeakHinHtheHstructureHfactorHofHdisorderedHnetworkVformingH
systemsiH–ayersHorHvoidsnWHJournaldofdChemicaldPhysicsUH2001UHZZcUHfhfeVfhfh 3.9 60

273 xsobaricHfirstVprinciplesHmolecularHdynamicsHofHliquidHwaterHwithHnonlocalHvanHderHWaalsH
interactionsWHJournaldofdChemicaldPhysicsUH2015UHZcaUHYbcdYZ 3.9 57

272 qandVedgeHpositionsHinHvWiHtffectsHofHstartingHpointHandHselfVconsistencyWHPhysicaldReviewdBUH2014UH
hYUH 3.3 57

271 uractionHofHboroxolHringsHinHvitreousHboronHoxideHfromHaHfirstVprinciplesHanalysisHofH∕amanHandH× ∕H
spectraWHPhysicaldReviewdLettersUH2005UHhdUHZbfcYZ 7.4 57

270 xntermediateH∕angeHOrderHandHqondingHrharacterHinHsisorderedH×etworkVuormingHαystemsWHJournald
ofdthedAmericandChemicaldSocietyUH1999UHZaZUHahcbVahcc 16.4 57

269 rorrespondenceHofHdefectHenergyHlevelsHinHhybridHdensityHfunctionalHtheoryHandHmanyVbodyH
perturbationHtheoryWHPhysicaldReviewdBUH2013UHggUH 3.3 56

268 plignmentHofH∕edoxH–evelsHatHαemiconductorâ��WaterHxnterfacesWHChemistrydofdMaterialsUH2018UHbYUHhcVZZZ 9.6 56

267 ptomicHstructureHofHtheHtwoHintermediateHphaseHglassesHαiαecHandHveαecWHPhysicaldReviewdBUH2009UH
fhUH 3.3 55

266 αtructuralHandHelectronicHpropertiesHofHanHabruptHcwâ��αirQYYYZRâ��αiOaHinterfaceHmodeliHrlassicalH
molecularHdynamicsHsimulationsHandHdensityHfunctionalHcalculationsWHPhysicaldReviewdBUH2007UHfeUH 3.3 55

265 VibrationalHspectraHofHvitreousHgermaniaHfromHfirstVprinciplesWHPhysicaldReviewdBUH2006UHfcUH 3.3 55

264 pccurateHbandHgapsHofHextendedHsystemsHviaHefficientHvertexHcorrectionsHinHvWWHPhysicaldReviewdBUH
2015UHhaUH 3.3 54

263 αhortHandHintermediateHrangeHorderHinHamorphousHveαeaWHPhysicaldReviewdBUH2008UHffUH 3.3 54

262 ProtonHdiffusionHmechanismHinHamorphousHαiOaWHPhysicaldReviewdLettersUH2006UHhfUHZddhYZ 7.4 54
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261 ValidityHofHtheHbondVenergyHpictureHforHtheHenergeticsHatHαiâ��αiOaHinterfacesWHPhysicaldReviewdBUH2000
UHeaUH∕ZebaeV∕Zebah 3.3 54

260 ×itrogenHbondingHconfigurationsHatHnitridedHαiQYYZRHsurfacesHandHαiQYYZRâ��αiOaHinterfacesiHpH
firstVprinciplesHstudyHofHcoreVlevelHshiftsWHPhysicaldReviewdBUH2001UHebUH 3.3 54

259 siffusionHmechanismHofHruHadatomsHonHaHruQYYZRHsurfaceWHSurfacedScienceUH1994UHbYeUH–dfdV–dfg 1.8 54

258  ediumVrangeHstructuralHpropertiesHofHvitreousHgermaniaHobtainedHthroughHfirstVprinciplesHanalysisH
ofHvibrationalHspectraWHPhysicaldReviewdLettersUH2005UHhdUHYfddYd 7.4 52

257 qindingHenergiesHofHexcitedHshallowHacceptorHstatesHinHvapsXvaZVxplxpsHquantumHwellsWHPhysicald
ReviewdBUH1989UHcYUHdeYaVdeZa 3.3 52

256  ediumVrangeHstructureHofHvitreousHαiOaHobtainedHthroughHfirstVprinciplesHinvestigationHofH
vibrationalHspectraWHPhysicaldReviewdBUH2009UHfhUH 3.3 51

255  agnetismHofHcarbonHclustersWHPhysicaldReviewdBUH1994UHdYUHZecdhVZeceb 3.3 51

254 pb´ initioHtlectronicHαtructureHofH–iquidHWaterWHPhysicaldReviewdLettersUH2016UHZZfUHZgecYZ 7.4 50

253 ∕oleHofHPolaronsHinHWaterHαplittingiHβheHraseHofHqiVOcWHACSdEnergydLettersUH2018UHbUHZehbVZehf 20.1 50

252 OriginHofHfineHstructureHinHsiHphotoelectronHspectraHatHsiliconHsurfacesHandHinterfacesWHPhysicald
ReviewdLettersUH2006UHheUHZdfeYZ 7.4 50

251 ×onempiricalHhybridHfunctionalsHforHbandHgapsHandHpolaronicHdistortionsHinHsolidsWHPhysicaldReviewdBUH
2018UHhfUH 3.3 49

250 ptomicVαcaleHαimulationHofHtlectrochemicalHProcessesHatHtlectrodeXWaterHxnterfacesHunderH
∕eferencedHqiasHPotentialWHJournaldofdPhysicaldChemistrydLettersUH2018UHhUHZggYVZggc 6.4 48

249 xnfraredHspectraHatHsurfacesHandHinterfacesHfromHfirstHprinciplesiHevolutionHofHtheHspectraHacrossHtheH
αiQZYYRVαiOaHinterfaceWHPhysicaldReviewdLettersUH2005UHhdUHZgfcYa 7.4 48

248 xnfraredHspectraHofHjenniteHandHtobermoriteHfromHfirstVprinciplesWHCementdanddConcretedResearchUH
2014UHeYUHZZVab 10.3 47

247 ∕edoxHlevelsHinHaqueousHsolutioniHtffectHofHvanHderHWaalsHinteractionsHandHhybridHfunctionalsWH
JournaldofdChemicaldPhysicsUH2015UHZcbUHaccdYg 3.9 46

246 tlectronicH–evelsHofHtxcessHtlectronsHinH–iquidHWaterWHJournaldofdPhysicaldChemistrydLettersUH2017UHgUHaYddVaYdh6.4 45

245 uirstHprinciplesHinvestigationHofHdefectsHatHinterfacesHbetweenHsiliconHandHamorphousHhighV˛”HoxidesWH
MicroelectronicdEngineeringUH2007UHgcUHaYaaVaYaf 2.5 44

244 uirstVprinciplesHmodelingHofHparamagneticHαiHdanglingVbondHdefectsHinHamorphousHαiOaWHPhysicald
ReviewdBUH2002UHeeUH 3.3 44
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243 romparisonHofHstructurallyHrelaxedHmodelsHofHtheHαiQYYZRVαiOaHinterfaceHbasedHonHdifferentH
crystallineHoxideHformsWHApplieddSurfacedScienceUH1996UHZYcVZYdUHbZfVbaa 6.7 44

242 αtructuralUHsynamicalUHandHtlectronicHPropertiesHofH–iquidHWateriHpHwybridHuunctionalHαtudyWHJournald
ofdPhysicaldChemistrydBUH2016UHZaYUHfcdeVfY 3.4 43

241 qandHgapsHandHdielectricHconstantsHofHamorphousHhafniumHsilicatesiHpHfirstVprinciplesHinvestigationWH
ApplieddPhysicsdLettersUH2007UHhYUHYgahYf 3.4 43

240 αupportedHfeHnanoclustersiHevolutionHofHmagneticHpropertiesHwithHclusterHsizeWHPhysicaldReviewd
LettersUH2003UHhYUHacfaYa 7.4 42

239 ptomisticHmodelsHofHtheHαiQZYYRâ��αiOainterfaceiHstructuralUHelectronicHandHdielectricHpropertiesWH
JournaldofdPhysicsdCondenseddMatterUH2005UHZfUHαaYedVαaYfc 1.8 41

238 uirstVprinciplesHstudyHofH×wbHexposedHαiQYYZRaˆ�ZiH∕elationHbetweenH×HZsHcoreVlevelHshiftsHandH
atomicHstructureWHApplieddPhysicsdLettersUH2000UHfeUHddbVddd 3.4 41

237 uirstHprinciplesHmolecularHdynamicsHcalculationHofHtheHstructureHandHacidityHofHaHbulkHzeoliteWH
ChemicaldPhysicsdLettersUH1994UHaaeUHacdVadY 2.5 41

236 xntrinsicHdefectsHinHvapsHandHxnvapsHthroughHhybridHfunctionalHcalculationsWHPhysicadB:dCondensedd
MatterUH2012UHcYfUHagbbVagbf 2.8 40

235 uirstVprinciplesHinvestigationHofHtheHstructuralHandHvibrationalHpropertiesHofHvitreousHveαeaWHPhysicald
ReviewdBUH2007UHfdUH 3.3 40

234 vaugeVinvariantHtwoVphotonHtransitionsHinHquantumHwellsWHPhysicaldReviewdBUH1988UHbgUHeaYeVeaZY 3.3 40

233 xnfraredHandH∕amanHspectraHofHdisorderedHmaterialsHfromHfirstHprinciplesWHDiamonddanddRelatedd
MaterialsUH2005UHZcUHZaddVZaeZ 3.5 39

232 uirstVprinciplesHdeterminationHofHdefectHenergyHlevelsHthroughHhybridHdensityHfunctionalsHandHvWWH
JournaldofdPhysicsdCondenseddMatterUH2015UHafUHZbbaYa 1.8 38

231 αtructuralHassignmentsHofH× ∕HchemicalHshiftsHinHvexαeZâ��xHglassesHviaHfirstVprinciplesHcalculationsH
forHveαeaUHvecαehUHandHveαeHcrystalsWHPhysicaldReviewdBUH2010UHgaUH 3.3 38

230
uirstHprinciplesHinvestigationHofHdefectHenergyHlevelsHatHsemiconductorVoxideHinterfacesiHOxygenH
vacanciesHandHhydrogenHinterstitialsHinHtheHαiâ��αiOaâ��wfOaHstackWHJournaldofdApplieddPhysicsUH2009UH
ZYdUHYeZeYb

2.5 38

229 rhargeHfluctuationsHandHconcentrationHfluctuationsHatHintermediateVrangeHdistancesHinHtheH
disorderedHnetworkVformingHmaterialsHαiOaUHαiαeaUHandHveαeaWHPhysicaldReviewdBUH2004UHfYUH 3.3 38

228 tlectronicHandHdielectricHpropertiesHofHaHsuboxideHinterlayerHatHtheHsiliconâ��oxideHinterfaceHinH OαH
devicesWHSurfacedScienceUH2005UHdgeUHZgbVZhZ 1.8 38

227 αpherosiloxaneHwgαigOZaHclustersHonHαiQYYZRiHuirstVprinciplesHcalculationHofHαiHapHcoreVlevelHshiftsWH
PhysicaldReviewdBUH1996UHdcUH∕abbhV∕abca 3.3 38

226 romparisonHofHvacancyHandHantisiteHdefectsHinHvapsHandHxnvapsHthroughHhybridHfunctionalsWHJournald
ofdPhysicsdCondenseddMatterUH2012UHacUHYcdgYZ 1.8 37
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225 sefectHlevelsHofHcarbonVrelatedHdefectsHatHtheHαirXαiOaHinterfaceHfromHhybridHfunctionalsWHPhysicald
ReviewdBUH2011UHgbUH 3.3 36

224 αtructuralHrompositionHofHuirstV×eighborHαhellsHinHveαeaHandHveαecHvlassesHfromHaHuirstVPrinciplesH
pnalysisHofH× ∕HrhemicalHαhiftsWHJournaldofdPhysicaldChemistrydCUH2011UHZZdUHffddVffdh 3.8 36

223 pbsoluteHtnergyH–evelsHofH–iquidHWaterWHJournaldofdPhysicaldChemistrydLettersUH2018UHhUHbaZaVbaZe 6.4 35

222 pwVsependentHratalyticH∕eactionHPathwayHforHWaterHαplittingHatHtheHqiVOcâ��WaterHxnterfaceHfromH
theHqandHplignmentWHACSdEnergydLettersUH2018UHbUHgahVgbc 20.1 34

221 tnergeticsHofHnativeHpointHdefectsHinHva×iHpHdensityVfunctionalHstudyWHMicroelectronicdEngineeringUH
2015UHZcfUHdZVdc 2.5 33

220 pbsoluteHbandHalignmentHatHsemiconductorVwaterHinterfacesHusingHexplicitHandHimplicitHdescriptionsH
forHliquidHwaterWHNpjdComputationaldMaterialsUH2019UHdUH 10.9 33

219 synamicalHmonopolesHandHdipolesHinHaHcondensedHmolecularHsystemiHβheHcaseHofHliquidHwaterWH
PhysicaldReviewdBUH2003UHegUH 3.3 33

218 pwVsependentHαurfaceHrhemistryHfromHuirstHPrinciplesiHppplicationHtoHtheHqiVOQYZYRVWaterH
xnterfaceWHACSdApplieddMaterialsdjamp;dInterfacesUH2018UHZYUHZYYZZVZYYaZ 9.5 32

217 xdentificationHofHdefectHlevelsHatHpsXoxideHinterfacesHthroughHhybridHfunctionalsWHMicroelectronicd
EngineeringUH2011UHggUHZcbeVZcbh 2.5 32

216 synamicsHofHstructuralHrelaxationHuponH∕ydbergHexcitationHofHanHimpurityHinHanHprHcrystalWHChemicald
PhysicsUH1998UHabbUHbcbVbda 2.3 32

215 romprehensiveHmodelingHofHtheHbandHgapHandHabsorptionHspectrumHofHqiVOcWHPhysicaldReviewd
MaterialsUH2017UHZUH 3.2 31

214 PolarizabilityHandHdielectricHconstantHinHdensityVfunctionalHsupercellHcalculationsHwithHdiscreteH
kVpointHsamplingsWHPhysicaldReviewdBUH2003UHegUH 3.3 30

213 OxygenHdefectsHinHamorphousHplaObiHpHhybridHfunctionalHstudyWHApplieddPhysicsdLettersUH2016UHZYhUHYeahYb3.4 30

212 tlectronHtrappingHinHsubstoichiometricHgermaniumHoxideWHApplieddPhysicsdLettersUH2010UHhfUHYhahYb 3.4 29

211 rarbonHrehybridizationHatHtheHgrapheneXαirQYYYZRHinterfaceiHtffectHonHstabilityHandHatomicVscaleH
corrugationWHPhysicaldReviewdBUH2012UHgdUH 3.3 29

210 qreakdownHofHintermediateVrangeHorderHinHliquidHveαeaatHhighHtemperaturesWHJournaldofdPhysicsd
CondenseddMatterUH2000UHZaUH–ehfV–fYc 1.8 29

209 tffectHofHimprovedHbandVgapHdescriptionHinHdensityHfunctionalHtheoryHonHdefectHenergyHlevelsHinH
˛–VquartzWHPhysicadB:dCondenseddMatterUH2007UHcYZVcYaUHefYVefb 2.8 27

208  icroscopicHoriginHofHconcentrationHfluctuationsHoverHintermediateHrangeHdistancesHinH
networkVformingHdisorderedHsystemsWHPhysicaldReviewdBUH2007UHfdUH 3.3 27

(2007-2011)
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207 pbsoluteHdeformationHpotentialsHofHtwoVdimensionalHmaterialsWHPhysicaldReviewdBUH2016UHhcUH 3.3 27

206 αurfaceHPolaronsH∕educingHOverpotentialsHinHtheHOxygenHtvolutionH∕eactionWHACSdCatalysisUH2018UHgUHdgcfVdgdZ13.1 27

205 OnHtheHtlectronicHandHOpticalHPropertiesHofH etalâ��OrganicHurameworksiHraseHαtudyHofH x–VZadHandH
 x–VZadV×waWHJournaldofdPhysicaldChemistrydCUH2020UHZacUHcYedVcYfa 3.8 26

204 uermiVlevelHpinningHthroughHdefectsHatHvapsXoxideHinterfacesiHpHdensityHfunctionalHstudyWHPhysicald
ReviewdBUH2015UHhaUH 3.3 26

203 qindingHenergiesHofHgroundHandHexcitedHstatesHofHshallowHacceptorsHinHvapsXvaZVxplxpsHquantumH
wellsWHPhysicaldReviewdBUH1990UHcaUHdbchVdbda 3.3 26

202 sanglingHbondHchargeHtransitionHlevelsHinHplpsUHvapsUHandHxnpsWHApplieddPhysicsdLettersUH2010UHhfUHZhZhYZ 3.4 25

201 ×oncollinearHmagnetismHinHliquidHoxygeniHpHfirstVprinciplesHmolecularHdynamicsHstudyWHPhysicald
ReviewdBUH2004UHfYUH 3.3 25

200  odelingHofHtheH∕amanHspectrumHofHvitreousHsilicaiHconcentrationHofHsmallHringHstructuresWHPhysicad
B:dCondenseddMatterUH2002UHbZeVbZfUHdfaVdfc 2.8 25

199 uirstVprinciplesHelectronicHstructureHstudyHofHβiVPβrspHcontactsWHPhysicaldReviewdBUH2002UHedUH 3.3 25

198 xnterpretationHofHphotoelectronHspectraHinHrunHVHclustersHincludingHthermalHandHfinalVstateHeffectsiH
βheHcaseHofHrufHVWHPhysicaldReviewdBUH1996UHdcUHghZbVghZg 3.3 25

197 plignmentHofHhydrogenVrelatedHdefectHlevelsHatHtheHαiâ��αiOaHinterfaceWHPhysicadB:dCondenseddMatterUH
2007UHcYZVcYaUHdceVdch 2.8 24

196 sielectricHeffectHofHaHthinHαiOaHinterlayerHatHtheHinterfaceHbetweenHsiliconHandHhighVkHoxidesWH
MicroelectronicdEngineeringUH2004UHfaUHahhVbYb 2.5 24

195  echanismHsuppressingHchargeHrecombinationHatHiodineHdefectsHinHrwb×wbPbxbHbyHpolaronH
formationWHJournaldofdMaterialsdChemistrydAUH2018UHeUHZegebVZegef 13 23

194 ×oteiHpssessmentHofHtheHαrp×TrVVZYHfunctionalHforHtheHstructureHofHliquidHwaterWHJournaldofd
ChemicaldPhysicsUH2017UHZcfUHaZeZYZ 3.9 23

193 pbsenceHofHchargeVchargeHcorrelationsHatHintermediateVrangeHdistancesHinHdisorderedH
networkVformingHmaterialsWHPhysicaldReviewdBUH2003UHegUH 3.3 23

192 PictureHofHtheHwetHelectroniHaHlocalizedHtransientHstateHinHliquidHwaterWHChemicaldScienceUH2019UHZYUHfccaVfccg9.4 22

191 sensityVfunctionalHperturbationalHtheoryHforHdielectricHtensorsHinHtheHultrasoftHpseudopotentialH
schemeWHPhysicaldReviewdBUH2004UHehUH 3.3 22

190 βheoryHofHexcitonsHinHvapsnvaZâ��xplxpsHquantumHwellsHincludingHvalenceHbandHmixingWHSuperlatticesd
anddMicrostructuresUH1989UHdUHdhVeb 2.8 22
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189 VibrationalHspectraHofHvitreousHαiOHandHvitreousHveOHfromHfirstHprinciplesWHJournaldofdPhysicsd
CondenseddMatterUH2007UHZhUHcZdZZa 1.8 21

188 wydrogenHinHαiQZYYRâ��αiOaâ��wfOaHgateHstacksiH∕elevantHchargeHstatesHandHtheirHlocationWHAppliedd
PhysicsdLettersUH2007UHhZUHaeahYZ 3.4 21

187 tquivalentHoxideHthicknessHofHaHthinHoxideHinterlayerHinHgateHinsulatorHstacksHonHsiliconWHAppliedd
PhysicsdLettersUH2005UHgeUHZhahYZ 3.4 21

186 αtructureHofHliquidHvexαeZâ��xHatHtheHstiffnessHthresholdHcompositionWHPhysicaldReviewdBUH1998UHdgUH∕ZceeZV∕Zceec3.3 21

185 ProtonVinducedHfixedHpositiveHchargeHatHtheHαiQZYYRVαiOaHinterfaceWHPhysicaldReviewdLettersUH2007UH
hhUHZaeZYa 7.4 20

184 pbHinitioHstudyHofHchargedHstatesHofHwHinHamorphousHαiOaWHMicroelectronicdEngineeringUH2005UHgYUHaggVahZ2.5 20

183 pbruptHmodelHinterfaceHforHtheHcwQZYYYRαirVαiOaHinterfaceWHMicroelectronicdEngineeringUH2005UHgYUHbgVcZ 2.5 20

182 VibrationalHamplitudesHinHvitreousHsilicaWHPhysicaldReviewdBUH2000UHeZUHbhdZVbhdh 3.3 20

181 xnfraredHtransitionsHbetweenHshallowHacceptorHstatesHinHvapsVvaZVxplxpsHquantumHwellsWHPhysicald
ReviewdBUH1991UHccUHZZZgVZZaf 3.3 20

180 ×itrogenHZsHcoreVlevelHshiftsHatHtheH×wbHsaturatedHαiQZYYRVaˆ�ZHsurfaceiHaHfirstVprinciplesHstudyWH
SurfacedScienceUH2001UHchYUH–eZcV–eZg 1.8 19

179 –iquidHWaterHthroughHsensityVuunctionalH olecularHsynamicsiHPlaneVWaveHvsHptomicVOrbitalHqasisH
αetsWHJournaldofdChemicaldTheorydanddComputationUH2016UHZaUHbcdeVea 6.4 19

178 romparisonHbetweenHvariousHfiniteVsizeHsupercellHcorrectionHschemesHforHchargedHdefectH
calculationsWHPhysicadB:dCondenseddMatterUH2012UHcYfUHbYebVbYef 2.8 18

177
uirstVprinciplesHstudyHofHαiHapHcoreVlevelHshiftsHatHwaterHandHhydrogenHcoveredHαiQYYZRaˆ�ZHsurfacesWH
JournaldofdVacuumdSciencedjdTechnologydandOfficialdJournaldofdthedAmericandVacuumdSocietydBrd
MicroelectronicsdProcessingdanddPhenomenaUH1996UHZcUHagYh

18

176 uirstVprinciplesHanalysisHofHtheH∕amanHspectrumHofHvitreousHsilicaiHcomparisonHwithHtheHvibrationalH
densityHofHstatesWHJournaldofdPhysicsdCondenseddMatterUH2003UHZdUHαZdcfVαZdda 1.8 18

175 βitaniumHoxidesHandHsilicatesHasHhighV˛”HdielectricsiHpHfirstVprinciplesHinvestigationWHInternationald
JournaldofdQuantumdChemistryUH2005UHZYZUHfhbVgYZ 2.1 18

174 ptomicVscaleHmodellingHofHkineticHprocessesHoccurringHduringHsiliconHoxidationWHJournaldofdPhysicsd
CondenseddMatterUH2005UHZfUHαaYdZVαaYeb 1.8 18

173 αizableHtxcitonicHtffectsHκnderminingHtheHPhotocatalyticHtfficiencyHofH˛†VruVOWHJournaldofdPhysicald
ChemistrydLettersUH2018UHhUHdehgVdfYb 6.4 18

172 tlectronicHandHstructuralHcharacterizationHofHbarrierVtypeHamorphousHaluminiumHoxideWH
ElectrochimicadActaUH2017UHaacUHdYbVdZe 6.7 17

(2017-2007)
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171 tffectHofHtheHαolventHonHtheHOxygenHtvolutionH∕eactionHatHtheHβiOaâ��WaterHxnterfaceWHJournaldofd
PhysicaldChemistrydCUH2019UHZabUHZgcefVZgcfc 3.8 17

170 pccuracyHofHvWHforHcalculatingHdefectHenergyHlevelsHinHsolidsWHPhysicaldReviewdBUH2017UHheUH 3.3 17

169 rhargeHtransitionHlevelsHofHnitrogenHdanglingHbondsHatHαiXαiOaHinterfacesiHpHfirstVprinciplesHstudyWH
PhysicaldReviewdBUH2010UHgZUH 3.3 17

168 pHhybridHfunctionalHschemeHforHdefectHlevelsHandHbandHalignmentsHatHsemiconductorâ��oxideH
interfacesWHPhysicadStatusdSolididmAndApplicationsdanddMaterialsdScienceUH2010UHaYfUHafYVafe 1.6 17

167 αiHapHcoreVlevelHshiftsHinHsmallHmoleculesiHaHfirstHprinciplesHstudyWHPhysicadScriptaUH1996UHβeeUHZZgVZaY 2.6 17

166  ixedHWannierVqlochHfunctionsHforHelectronsHandHphononsHinHperiodicHsystemsWHPhysicaldReviewd
LettersUH2006UHheUHaZecYb 7.4 17

165  odelingHphaseHseparationHinHnonstoichiometricHsilicaWHPhysicaldReviewdLettersUH2004UHhbUHZbddYZ 7.4 17

164 pbHinitioHmolecularHdynamicsHinvestigationHofHtheHstructureHandHtheHnoncollinearHmagnetismHinH
liquidHoxygeniHoccurrenceHofHOcHmolecularHunitsWHPhysicaldReviewdLettersUH2002UHghUHZhfaYc 7.4 17

163  odelingHofHαiHapHcoreVlevelHshiftsHatHαiâ��QZrOaRxQαiOaRZâ��xHinterfacesWHApplieddPhysicsdLettersUH2002UH
gZUHcabbVcabd 3.4 17

162 ×umberHofHindependentHpartialHstructureHfactorsHforHaHdisorderedHnVcomponentHsystemWHPhysicald
ReviewdBUH1999UHdhUHdVf 3.3 17

161 βwoVphotonHtransitionsHtoHexcitonsHinHquantumHwellsWHPhysicaldReviewdBUH1990UHcaUHhYfbVhYfh 3.3 17

160 tlectronHandHwoleHPolaronsHatHtheHqiVOVWaterHxnterfaceWHACSdApplieddMaterialsdjamp;dInterfacesUH
2019UHZZUHZgcabVZgcae 9.5 16

159 qandHalignmentHandHchemicalHbondingHatHtheHvapsXplaObHinterfaceiHpHhybridHfunctionalHstudyWH
ApplieddPhysicsdLettersUH2015UHZYfUHaZZeYZ 3.4 16

158 vermaniumHcoreVlevelHshiftsHatHveXveOaHinterfacesHthroughHhybridHfunctionalsWHPhysicaldReviewdBUH
2012UHgdUH 3.3 16

157 pmorphousHhafniumHsilicatesiHstructuralUHelectronicHandHdielectricHpropertiesWHMicroelectronicd
EngineeringUH2007UHgcUHacZeVacZh 2.5 16

156 tlectronicHpropertiesHofHanHepitaxialHsiliconHoxynitrideHlayerHonHaHewVαirQYYYZRHsurfaceiHpH
firstVprinciplesHinvestigationWHApplieddPhysicsdLettersUH2007UHhZUHYeZhbY 3.4 16

155 uirstVprincipleHstudyHofHrHZsHcoreVlevelHshiftsHinHamorphousHcarbonWHComputationaldMaterialsdScienceUH
2001UHaaUHefVfa 3.2 16

154 βheoreticalHcalculationsHofHshallowHacceptorHstatesHinHvapsXplxvaZVxpsHquantumHwellsHinHtheH
presenceHofHanHexternalHmagneticHfieldWHPhysicaldReviewdBUH1994UHdYUHabhbVabhg 3.3 16
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153 OriginHofHuermiVlevelHpinningHatHvapsHsurfacesHandHinterfacesWHJournaldofdPhysicsdCondenseddMatterUH
2014UHaeUHchaaYa 1.8 15

152 uirstHprinciplesHstudyHofHsubstoichiometricHgermaniumHoxidesWHMicroelectronicdEngineeringUH2009UHgeUHZfeYVZfea2.5 15

151 sielectricHsusceptibilityHofHdipolarHmolecularHliquidsHbyHabHinitioHmolecularHdynamicsiHapplicationHtoH
liquidHwrlWHChemicaldPhysicsdLettersUH2004UHbhYUHZhbVZhg 2.5 15

150 rhemisorptionHpathwaysHandHαiHapHcoreVlevelHshiftsHforHtheHinteractionHofHspherosiloxaneHclustersH
withHαiQZYYRiHxmplicationsHforHphotoemissionHinHαiXαiOaHsystemsWHApplieddPhysicsdLettersUH2000UHfeUHbgfbVbgfd3.4 15

149 ruTTHandH–iTHinteractionHwithHpolyethyleneHoxideHbyHabHinitioHmolecularHdynamicsWHJournaldofd
ChemicaldPhysicsUH1998UHZYgUHhhbbVhhbe 3.9 15

148 PolarizationHdependenceHofHmultiphotonHtransitionsWHPhysicaldReviewdBUH1991UHcbUHbgbfVbgce 3.3 15

147 rhargeHstateHofHtheHOaHmoleculeHduringHsiliconHoxidationHthroughHhybridHfunctionalHcalculationsWH
PhysicaldReviewdBUH2008UHfgUH 3.3 14

146 αemiconductorHdefectsHatHtheHcwVαirQYYYZRXαiOaHinterfaceWHPhysicadB:dCondenseddMatterUH2007UH
cYZVcYaUHddeVddh 2.8 14

145 rarbonHdiffusionHinHrVsHgrowthHofHcarbonHnanotubesHonHmetalHnanoparticlesWHPhysicadStatusdSolidid
mBn:dBasicdResearchUH2008UHacdUHaZgdVaZgg 1.3 14

144 roncentrationHfluctuationsHonHintermediateHrangeHdistancesHinHliquidHveαeaiHtheHcriticalHroleHofH
ionicityWHComputationaldMaterialsdScienceUH2000UHZfUHZZdVZaZ 3.2 14

143 VariationalHcalculationHofHuanoHlinewidthiHppplicationHtoHexcitonsHinHquantumHwellsWHPhysicaldReviewd
BUH1991UHccUHbZeaVbZef 3.3 14

142 woleHdiffusionHacrossHleakyHamorphousHβiOaHcoatingHlayersHforHcatalyticHwaterHsplittingHatH
photoanodesWHJournaldofdMaterialsdChemistrydAUH2018UHeUHZZgYcVZZgZY 13 14

141 ∕edoxH–evelsHthroughHronstantHuermiV–evelHabHxnitioH olecularHsynamicsWHJournaldofdChemicald
TheorydanddComputationUH2017UHZbUHZfehVZfff 6.4 13

140 prsenicHrelatedHdefectHstatesHresonantHwithHtheHsemiconductorHconductionHbandHatHtheH
xnYWdbvaYWcfpsXoxideHinterfaceiHpHdensityHfunctionalHstudyWHMicroelectronicdEngineeringUH2015UHZcfUHaeYVaeb2.5 13

139 pmphotericHdefectsHinHvapsHleadingHtoHuermiVlevelHpinningiHpHhybridHfunctionalHstudyWH
MicroelectronicdEngineeringUH2013UHZYhUHdYVdb 2.5 13

138 uirstHprinciplesHstudyHofHpsHapHcoreVlevelHshiftsHatHvapsXplaObHinterfacesWHApplieddPhysicsdLettersUH
2013UHZYaUHaYZeYf 3.4 13

137 uormationHofHsubstoichiometricHveOxHatHtheHveâ��wfOaHinterfaceWHApplieddPhysicsdLettersUH2010UHhfUHaYahYg3.4 13

136 VibrationalHpropertiesHofHvitreousHveαeaHwithHtheHqeckeV–eeVYangVParrHdensityHfunctionalWHJournald
ofdPhysicsdCondenseddMatterUH2011UHabUHahdcYZ 1.8 13

(2011-2014)
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135 qandHoffsetsHatHveXveOaHinterfacesiHtffectHofHdifferentHinterfacialHbondingHpatternsWH
MicroelectronicdEngineeringUH2011UHggUHZcefVZcfY 2.5 13

134 tnergyHlevelsHofHcandidateHdefectsHatHαirXαiOaHinterfacesH2010UH 13

133 pdjustableHpotentialHprobesHforHbandVgapHpredictionsHofHextendedHsystemsHthroughHnonempiricalH
hybridHfunctionalsWHPhysicaldReviewdBUH2019UHhhUH 3.3 12

132 uirstVprinciplesHsimulationHofHvitreousHsystemsWHCurrentdOpiniondindSoliddStatedanddMaterialsdScienceUH
2001UHdUHdYbVdYg 12 12

131 ×onempiricalHhybridHfunctionalsHforHbandHgapsHofHinorganicHmetalVhalideHperovskitesWHPhysicald
ReviewdMaterialsUH2019UHbUH 3.2 12

130  inimumHenergyHpathHandHatomisticHmechanismHofHtheHelementaryHstepHinHoxygenHdiffusionHinH
siliconiHpHdensityVfunctionalHstudyWHPhysicaldReviewdBUH2014UHghUH 3.3 11

129 –owVstrainHinterfaceHmodelsHforHepitaxialHgrapheneHonHαirQYYYZRWHDiamonddanddRelateddMaterialsUH
2012UHabUHZfgVZgb 3.5 11

128 pccurateHdeterminationHofHchargeHtransitionHlevelsHofHtheHpsVpsHdimerHdefectHatHvapsXoxideH
interfacesHthroughHhybridHfunctionalsWHApplieddPhysicsdLettersUH2013UHZYbUHYcZeYa 3.4 11

127 uirstVprinciplesHinvestigationHofHtheHrelationHbetweenHstructuralHandH× ∕HparametersHinHvitreousH
veOaWHJournaldofdPhysicsdCondenseddMatterUH2010UHaaUHZcddYZ 1.8 11

126 ptomisticHmodelHstructureHofHtheHveQZYYRâ��veOaHinterfaceWHMicroelectronicdEngineeringUH2009UHgeUHZdghVZdhZ2.5 11

125 –iVrelatedHdefectsHinHZnOiHwybridHfunctionalHcalculationsWHPhysicadB:dCondenseddMatterUH2009UHcYcUHcfhfVcfhh2.8 11

124 rhargeHtrappingHinHsubstoichiometricHgermaniumHoxideWHMicroelectronicdEngineeringUH2011UHggUHZcagVZcbZ2.5 11

123 tlectronHdensityHofHstatesHatHveXoxideHinterfacesHdueHtoHformationWHMicroelectronicdEngineeringUH
2011UHggUHbhZVbhc 2.5 11

122 ptomisticHmodelHstructureHofHtheHαiQZYYRâ��αiOaHinterfaceHfromHaHsynthesisHofHexperimentalHdataWH
ApplieddSurfacedScienceUH2004UHabcUHZhYVZhe 6.7 11

121 uormationHenergyHofHthreefoldHcoordinatedHoxygenHinHαiOaHsystemsWHApplieddSurfacedScienceUH2000UH
ZeeUHcdZVcdc 6.7 11

120 pccurateHopticalHspectraHthroughHtimeVdependentHdensityHfunctionalHtheoryHbasedHonH
screeningVdependentHhybridHfunctionalsWHPhysicaldReviewdResearchUH2020UHaUH 3.9 11

119 viantHapparentHlatticeHdistortionsHinHαβ HimagesHofHcorrugatedHspaVhybridisedHmonolayersWHNewd
JournaldofdPhysicsUH2016UHZgUHZYbYaf 2.9 10

118 sefectHenergyHlevelsHofHtheHpsâ��psHdimerHatHxnvapsXoxideHinterfacesiHpHfirstHprinciplesHstudyWH
MicroelectronicdEngineeringUH2013UHZYhUHeYVeb 2.5 10
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117 xnterfacialHvaVpsHsuboxideiHαtructuralHandHelectronicHpropertiesWHApplieddPhysicsdLettersUH2015UHZYfUHYbZeYd3.4 10

116 βheHOpsHdefectHinHvapsiHpHhybridHdensityHfunctionalHstudyWHApplieddSurfacedScienceUH2014UHahZUHeVZY 6.7 10

115 κmariHandHPasquarelloH∕eplyiWHPhysicaldReviewdLettersUH2006UHheUH 7.4 10

114
ptomicHstructureHatHtheHαiQYYZRâ��αiOaHinterfaceiHfromHtheHinterpretationHofHαiHapHcoreVlevelHshiftsHtoH
aHmodelHstructureWHMaterialsdSciencedanddEngineeringdB:dSolidsStatedMaterialsdfordAdvancedd
TechnologyUH2002UHheUHZYaVZYe

3.1 10

113 sensityHfunctionalHtheoryHwithHfiniteHelectricHfieldWHInternationaldJournaldofdQuantumdChemistryUH
2005UHZYZUHeeeVefY 2.1 10

112 ptomicallyHcontrolledHinterfacesHforHfutureHnanoelectronicsWHJournaldofdPhysicsdCondenseddMatterUH
2005UHZfUHVZVVd 1.8 10

111 tvaluationHofHPhotocatalystsHforHWaterHαplittingHthroughHrombinedHpnalysisHofHαurfaceHroverageH
andHtnergyV–evelHplignmentWHACSdCatalysisUH2020UHZYUHZbZgeVZbZhd 13.1 10

110 qandHalignmentHatH˛†VvaaObXxxxV×HQxxxHlHplUHvaRHinterfacesHthroughHhybridHfunctionalHcalculationsWH
ApplieddPhysicsdLettersUH2020UHZZfUHZYaZYb 3.4 10

109 xntercalationHofHwHatHtheHgrapheneXαirQYYYZRHinterfaceiHαtructureHandHstabilityHfromHfirstHprinciplesWH
ApplieddSurfacedScienceUH2014UHahZUHecVeg 6.7 9

108  igrationHofH gHandHotherHinterstitialHmetalHdopantsHinHva×WHPhysicadStatusdSolididsdRapiddResearchd
LettersUH2017UHZZUHZfYYYgZ 2.5 9

107 αtabilityHandHchargeHtransferHatHtheHinterfaceHbetweenHαirQYYYZRHandHepitaxialHgrapheneWH
MicroelectronicdEngineeringUH2011UHggUHZcfgVZcgZ 2.5 9

106 αtructuralHpropertiesHofHamorphousHveαeWHJournaldofdPhysicsdCondenseddMatterUH2007UHZhUHcZdZZZ 1.8 9

105 sependenceHofHtheHOadiffusionHrateHonHoxideHthicknessHduringHsiliconHoxidationWHJournaldofdPhysicsd
CondenseddMatterUH2003UHZdUHαZddbVαZdeY 1.8 9

104 OaHoxidationHreactionHatHtheHαiQZYYRVαiOaHinterfaceiHpHfirstVprinciplesHinvestigationWHJournaldofd
MaterialsdScienceUH2005UHcYUHbYcfVbYdY 4.3 9

103  odellingHofHparamagneticHtrivalentHsiliconHdefectHcentresHinHamorphousHsilicaHandHatHαiâ��αiOaH
interfacesWHJournaldofdPhysicsdCondenseddMatterUH2005UHZfUHαaYhhVαaZZb 1.8 9

102  agneticHpropertiesHofHtheHαVlikeHboundHholeHstatesHinHvapsXplxvaZVxpsHquantumHwellsWHPhysicald
ReviewdBUH1994UHchUHZYfhcVZYfhf 3.3 9

101 xnterpretationHofHthreeVphotonHspectraHinHalkaliHhalidesWHPhysicaldReviewdBUH1990UHcZUHZaabYVZaabd 3.3 9

100 tffectHofHcontinuumHstatesHonHtwoVphotonHabsorptionHinHquantumHwellsWHPhysicaldReviewdBUH1990UH
cZUHZafagVZafbc 3.3 9

(1990-2015)

15



99 OxygenHevolutionHreactioniHqifunctionalHmechanismHbreakingHtheHlinearHscalingHrelationshipWHJournald
ofdChemicaldPhysicsUH2020UHZdaUHZYcfZa 3.9 8

98 OxygenHdefectsHinHvapsiHpHhybridHfunctionalHstudyWHPhysicaldReviewdBUH2016UHhbUH 3.3 8

97 pssignmentHofHuermiVlevelHpinningHandHopticalHtransitionsHtoHtheHQpsvaRaVOpsHcenterHinH
oxygenVdopedHvapsWHApplieddPhysicsdLettersUH2013UHZYbUHZcaZYg 3.4 8

96 txcitonicHeffectsHonHtheHtwoVphotonHtransitionHrateHinHquantumHwellsWHSuperlatticesdandd
MicrostructuresUH1991UHhUHZdfVZeY 2.8 8

95 ∕eactionHpathwayHofHoxygenHevolutionHonHPtQZHZHZRHrevealedHthroughHconstantHuermiHlevelH
molecularHdynamicsWHJournaldofdCatalysisUH2019UHbfdUHZbdVZbh 7.3 7

94 sefectHuormationHtnergiesHofHxnterstitialHrUHαiUHandHveHxmpuritiesHinH˛†VvaaObWHPhysicadStatusdSolididsd
RapiddResearchdLettersUH2019UHZbUHZgYYebb 2.5 7

93 QxnvitedRHtlectronicHandHαtructuralHPropertiesHatHveXveOaHxnterfacesiHpHsensityVuunctionalH
xnvestigationWHECSdTransactionsUH2010UHbbUHZabVZba 1 7

92 pHfirstHprinciplesHstudyHofHsmallHrunHclustersHbasedHonHlocalVdensityHandHgeneralizedVgradientH
approximationsHtoHdensityHfunctionalHtheoryWHComputationaldMaterialsdScienceUH1998UHZYUHcebVcef 3.2 7

91 xnfraredHpropertiesHofHultrathinHoxidesHonHαiQZYYRWHMicroelectronicdEngineeringUH2005UHgYUHcaYVcab 2.5 7

90 xnfraredVabsorptionHspectraHofHacceptorsHconfinedHinHvapsXplxvaZVxpsHquantumHwellsHinHtheH
presenceHofHanHexternalHmagneticHfieldWHPhysicaldReviewdBUH1994UHdYUHZYhdbVZYhdf 3.3 7

89 OneVdimensionalHrandomHpotentialsHallowingHforHextendedHstatesWHJournaldofdPhysicsdCondensedd
MatterUH1989UHZUHhdYhVhdZa 1.8 7

88 OvercomingHqipolarHsopingHsifficultyHinHWideHvapHαemiconductorsH2011UHaZbVabh 6

87 uirstVprinciplesHtheoryHofHinfraredHabsorptionHspectraHatHsurfacesHandHinterfacesiHppplicationHtoHtheH
αiQZYYRiwaOHsurfaceWHPhysicaldReviewdBUH2008UHfgUH 3.3 6

86 qandHgapHopeningHatHtheHewâ��αirQYHYHYHZRHsurfaceHpassivatedHbyHanHepitaxialHsiliconHoxynitrideHlayeriH
pHfirstVprinciplesHinvestigationWHSurfacedScienceUH2008UHeYaUHahghVahhb 1.8 6
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