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274 vybridHfunctionalsHbasedHonHaHscreenedHqoulombHpotentialVHJournaleofeChemicalePhysicsTH2003TH[[fTHf]ZeUf][c3.9 10573

273 qlimbingHtheHdensityHfunctionalHladderhHnonempiricalHmetaUgeneralizedHgradientHapproximationH
designedHforHmoleculesHandHsolidsVHPhysicaleRevieweLettersTH2003THg[TH[bdbZ[ 7.4 4737

272 ossessmentHofHtheH”erdewâ��purkeâ��srnzerhofHexchangeUcorrelationHfunctionalVHJournaleofeChemicale
PhysicsTH1999TH[[ZTHcZ]gUcZad 3.9 2906

271 qomparativeHassessmentHofHaHnewHnonempiricalHdensityHfunctionalhHMoleculesHandH
hydrogenUbondedHcomplexesVHJournaleofeChemicalePhysicsTH2003TH[[gTH[][]gU[][ae 3.9 1724

270 sfficientHhybridHdensityHfunctionalHcalculationsHinHsolidshHassessmentHofHtheHveydUScuseriaUsrnzerhofH
screenedHqoulombHhybridHfunctionalVHJournaleofeChemicalePhysicsTH2004TH[][TH[[feUg] 3.9 1520

269 onHefficientHreformulationHofHtheHclosedUshellHcoupledHclusterHsingleHandHdoubleHexcitationHPqqSrQH
equationsVHJournaleofeChemicalePhysicsTH1988THfgTHeaf]Ueafe 3.9 1382

268 ossessmentHofHaHlongUrangeHcorrectedHhybridHfunctionalVHJournaleofeChemicalePhysicsTH2006TH[]cTH]ab[Zg 3.9 1356

267 snergyHbandHgapsHandHlatticeHparametersHevaluatedHwithHtheHveydUScuseriaUsrnzerhofHscreenedH
hybridHfunctionalVHJournaleofeChemicalePhysicsTH2005TH[]aTH[eb[Z[ 3.9 1306

266 wsHcoupledHclusterHsinglesHandHdoublesHPqqSrQHmoreHcomputationallyHintensiveHthanHquadraticH
configurationHinteractionHP–qwSrQmVHJournaleofeChemicalePhysicsTH1989THgZTHaeZZUaeZa 3.9 956

265 wmportanceHofHshortUrangeHversusHlongUrangeHvartreeUtockHexchangeHforHtheHperformanceHofHhybridH
densityHfunctionalsVHJournaleofeChemicalePhysicsTH2006TH[]cTHZeb[Zd 3.9 747

264 TrUrtTH”erformanceHforHtheHøisibleHobsorptionHSpectraHofH“rganicHryeshHHqonventionalHversusH
zongU—angeHvybridsVHJournaleofeChemicaleTheoryeandeComputationTH2008THbTH[]aUac 6.4 681

263 oHnovelHformHforHtheHexchangeUcorrelationHenergyHfunctionalVHJournaleofeChemicalePhysicsTH1998TH
[ZgTHbZZUb[Z 3.9 661

262 ”rescriptionHforHtheHdesignHandHselectionHofHdensityHfunctionalHapproximationshHmoreHconstraintH
satisfactionHwithHfewerHfitsVHJournaleofeChemicalePhysicsTH2005TH[]aTHd]]Z[ 3.9 658

261 ossessmentHandHvalidationHofHaHscreenedHqoulombHhybridHdensityHfunctionalVHJournaleofeChemicale
PhysicsTH2004TH[]ZTHe]ebUfZ 3.9 569

260 TestsHofHfunctionalsHforHsystemsHwithHfractionalHelectronHnumberVHJournaleofeChemicalePhysicsTH2007TH
[]dTH[cb[Zg 3.9 503

259 TheHindirectHtoHdirectHbandHgapHtransitionHinHmultilayeredHMoS]HasHpredictedHbyHscreenedHhybridH
densityHfunctionalHtheoryVHAppliedePhysicseLettersTH2011THggTH]d[gZf 3.4 431

258 zinearHScalingHrensityHtunctionalHqalculationsHwithHuaussianH“rbitalsVHJournaleofePhysicaleChemistrye
ATH1999TH[ZaTHbef]UbegZ 2.8 372
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257 onalyticHevaluationHofHenergyHgradientsHforHtheHsingleHandHdoubleHexcitationHcoupledHclusterHPqqSrQH
waveHfunctionhHTheoryHandHapplicationVHJournaleofeChemicalePhysicsTH1987THfeTHcad[Ucaea 3.9 358

256 MetaUgeneralizedHgradientHapproximationhHexplanationHofHaHrealisticHnonempiricalHdensityH
functionalVHJournaleofeChemicalePhysicsTH2004TH[]ZTHdfgfUg[[ 3.9 355

255 SpuriousHfractionalHchargeHonHdissociatedHatomshHpervasiveHandHresilientHselfUinteractionHerrorHofH
commonHdensityHfunctionalsVHJournaleofeChemicalePhysicsTH2006TH[]cTH[gb[[] 3.9 349

254 zinearHscalingHsecondUorderHMollerâ��”lessetHtheoryHinHtheHatomicHorbitalHbasisHforHlargeHmolecularH
systemsVHJournaleofeChemicalePhysicsTH1999TH[[ZTHaddZUade[ 3.9 349

253 ScreenedHhybridHdensityHfunctionalsHforHsolidUstateHchemistryHandHphysicsVHPhysicaleChemistrye
ChemicalePhysicsTH2009TH[[THbbaUcb 3.6 331

252 qanHshortUrangeHhybridsHdescribeHlongUrangeUdependentHpropertiesmVHJournaleofeChemicalePhysicsTH
2009TH[a[THZbb[Zf 3.9 322

251
TheHclosedUshellHcoupledHclusterHsingleHandHdoubleHexcitationHPqqSrQHmodelHforHtheHdescriptionHofH
electronHcorrelationVHoHcomparisonHwithHconfigurationHinteractionHPqwSrQHresultsVHJournaleofe
ChemicalePhysicsTH1987THfdTH]ff[U]fgZ

3.9 291

250 zinearHscalingHcoupledHclusterHandHperturbationHtheoriesHinHtheHatomicHorbitalHbasisVHJournaleofe
ChemicalePhysicsTH1999TH[[[THfaaZUfaba 3.9 290

249 ”redictingHpandHuapsHwithHvybridHrensityHtunctionalsVHJournaleofePhysicaleChemistryeLettersTH2016TH
eTHb[dcUb[eZ 6.4 286

248 énderstandingHbandHgapsHofHsolidsHinHgeneralizedHyohnUShamHtheoryVHProceedingseofetheeNationale
AcademyeofeScienceseofetheeUnitedeStateseofeAmericaTH2017TH[[bTH]fZ[U]fZd 11.5 280

247 valfUmetallicHgrapheneHnanodotshHoHcomprehensiveHfirstUprinciplesHtheoreticalHstudyVHPhysicale
RevieweBTH2008THeeTH 3.3 271

246 SolutionsHofHtheHTwoUrimensionalHvubbardHModelhHpenchmarksHandH—esultsHfromHaH−ideH—angeHofH
NumericalHolgorithmsVHPhysicaleRevieweXTH2015THcTH 9.1 269

245 zocalHhybridHfunctionalsVHJournaleofeChemicalePhysicsTH2003TH[[fTH[ZdfU[Zea 3.9 255

244 qovalencyHinHtheHactinideHdioxideshHSystematicHstudyHofHtheHelectronicHpropertiesHusingHscreenedH
hybridHdensityHfunctionalHtheoryVHPhysicaleRevieweBTH2007THedTH 3.3 248

243 rensityHfunctionalsHthatHareHoneUHandHtwoUHareHnotHalwaysHmanyUelectronHselfUinteractionUfreeTHasH
shownHforHv]STHve]STHzivSTHandHNe]SVHJournaleofeChemicalePhysicsTH2007TH[]dTH[Zb[Z] 3.9 248

242 TheHgroundHstateHcorrelationHenergyHofHtheHrandomHphaseHapproximationHfromHaHringHcoupledH
clusterHdoublesHapproachVHJournaleofeChemicalePhysicsTH2008TH[]gTH]a[[Z[ 3.9 239

241
onalyticHevaluationHofHenergyHgradientsHforHtheHsinglesHandHdoublesHcoupledHclusterHmethodH
includingHperturbativeHtripleHexcitationshHTheoryHandHapplicationsHtoHt““tHandHqr]VHJournaleofe
ChemicalePhysicsTH1991THgbTHbb]Ubbe

3.9 238

240 zinearHscalingHconjugateHgradientHdensityHmatrixHsearchHasHanHalternativeHtoHdiagonalizationHforHfirstH
principlesHelectronicHstructureHcalculationsVHJournaleofeChemicalePhysicsTH1997TH[ZdTHccdgUccee 3.9 229
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239 occurateHtreatmentHofHsolidsHwithHtheHvSsHscreenedHhybridVHPhysicaeStatuseSolidieoBp:eBasiceResearchTH
2011TH]bfTHedeUeeb 1.3 216

238 qoupledHclusterHenergyHderivativesVHonalyticHvessianHforHtheHclosedUshellHcoupledHclusterHsinglesHandH
doublesHwaveHfunctionhHTheoryHandHapplicationsVHJournaleofeChemicalePhysicsTH1990THg]THbg]bUbgbZ 3.9 214

237 ueneralizedHgradientHapproximationHmodelHexchangeHholesHforHrangeUseparatedHhybridsVHJournaleofe
ChemicalePhysicsTH2008TH[]fTH[gb[Zc 3.9 200

236 rensityHfunctionalHwithHfullHexactHexchangeTHbalancedHnonlocalityHofHcorrelationTHandHconstraintH
satisfactionVHPhysicaleRevieweATH2008THefTH 2.6 187

235 —oleHofHspaHcarbonHandHeUmemberedHringsHinHfullereneHannealingHandHfragmentationVHNatureTH1993TH
addTHddcUdde 50.4 181

234 otomicHorbitalHzaplaceUtransformedHsecondUorderHMˆ‚llerâ��”lessetHtheoryHforHperiodicHsystemsVH
JournaleofeChemicalePhysicsTH2001TH[[cTHgdgfUgeZe 3.9 180

233 ”rojectedHvartreeUtockHtheoryVHJournaleofeChemicalePhysicsTH2012TH[adTH[db[Zg 3.9 174

232 rensityHfunctionalHtheoryHstudiesHofHtheHelectronicHstructureHofHsolidHstateHactinideHoxidesVHChemicale
ReviewsTH2013TH[[aTH[ZdaUgd 68.1 165

231 qomparisonHofHcoupledUclusterHresultsHwithHaHhybridHofHvartreeâ��tockHandHdensityHfunctionalHtheoryVH
JournaleofeChemicalePhysicsTH1992THgeTHec]fUecaZ 3.9 164

230 zongUrangeUcorrectedHhybridsHincludingHrandomHphaseHapproximationHcorrelationVHJournaleofe
ChemicalePhysicsTH2009TH[aZTHZf[[Zc 3.9 152

229 obHinitioHtheoreticalHpredictionsHofHq]fTHq]fvbTHq]ftbTHPTinq]fQvbTHandHMnq]fHPMkMgTHolTHSiTHSTH
qaTHScTHTiTHueTHZrTHandHSnQVHJournaleofeChemicalePhysicsTH1993THggTHac]Uacg 3.9 149

228 TheHvibrationalHfrequenciesHofHozoneVHJournaleofeChemicalePhysicsTH1990THgaTHbfgUbgb 3.9 149

227 rensityHfunctionalsHthatHrecognizeHcovalentTHmetallicTHandHweakHbondsVHPhysicaleRevieweLettersTH
2013TH[[[TH[ZdbZ[ 7.4 143

226 sdgeHeffectsHinHfiniteHelongatedHgrapheneHnanoribbonsVHPhysicaleRevieweBTH2007THedTH 3.3 143

225 occurateHsolidUstateHbandHgapsHviaHscreenedHhybridHelectronicHstructureHcalculationsVHJournaleofe
ChemicalePhysicsTH2008TH[]gTHZ[[[Z] 3.9 140

224 TheHimportanceHofHmiddleUrangeHvartreeUtockUtypeHexchangeHforHhybridHdensityHfunctionalsVH
JournaleofeChemicalePhysicsTH2007TH[]eTH]][[Za 3.9 139

223 TheHoptimizationHofHmolecularHorbitalsHforHcoupledHclusterHwavefunctionsVHChemicalePhysicseLettersTH
1987TH[b]THacbUacf 2.5 137

222 ossessmentHofHaHMiddleU—angeHvybridHtunctionalVHJournaleofeChemicaleTheoryeandeComputationTH
2008THbTH[]cbUd] 6.4 135

GustavouEuScuseria

4



221 sxchangeHandHcorrelationHinHopenHsystemsHofHfluctuatingHelectronHnumberVHPhysicaleRevieweATH2007TH
edTH 2.6 131

220 ”rojectedHquasiparticleHtheoryHforHmolecularHelectronicHstructureVHJournaleofeChemicalePhysicsTH2011TH
[acTH[]b[Zf 3.9 130

219 occeleratingHtheHconvergenceHofHtheHcoupledUclusterHapproachVHChemicalePhysicseLettersTH1986TH[aZTH]adU]ag2.5 129

218 SemiempiricalHmethodsHwithHconjugateHgradientHdensityHmatrixHsearchHtoHreplaceHdiagonalizationH
forHmolecularHsystemsHcontainingHthousandsHofHatomsVHJournaleofeChemicalePhysicsTH1997TH[ZeTHb]cUba[ 3.9 128

217 MechanicallyHinducedHdefectsHandHstrengthHofHpNHnanotubesVHPhysicaleRevieweBTH2002THdcTH 3.3 124

216 oHquantitativeHstudyHofHtheHscalingHpropertiesHofHtheHvartreeâ��tockHmethodVHJournaleofeChemicale
PhysicsTH1995TH[Z]THfbbfUfbc] 3.9 123

215 TowardsHtheHSolutionHofHtheHManyUslectronH”roblemHinH—ealHMaterialshHsquationHofHStateHofHtheH
vydrogenHqhainHwithHStateUofUtheUortHManyUpodyHMethodsVHPhysicaleRevieweXTH2017THeTH 9.1 121

214 SeniorityHzeroHpairHcoupledHclusterHdoublesHtheoryVHJournaleofeChemicalePhysicsTH2014TH[bZTH][b[[a 3.9 119

213 qomparisonHofHscreenedHhybridHdensityHfunctionalHtheoryHtoHdiffusionHMonteHqarloHinHcalculationsHofH
totalHenergiesHofHsiliconHphasesHandHdefectsVHPhysicaleRevieweBTH2006THebTH 3.3 119

212 vybridHfunctionalsHincludingHrandomHphaseHapproximationHcorrelationHandHsecondUorderHscreenedH
exchangeVHJournaleofeChemicalePhysicsTH2010TH[a]THZgb[Za 3.9 117

211
StructureHandHconformationalHbehaviorHofHbiopolymersHbyHdensityHfunctionalHcalculationsHemployingH
periodicHboundaryHconditionsVHwVHTheHcaseHofHpolyglycineTHpolyalanineTHandH
polyUalphaUaminoisobutyricHacidHinHvacuoVHJournaleofetheeAmericaneChemicaleSocietyTH2001TH[]aTHaa[[U]]

16.4 115

210 vybridHfunctionalsHwithHlocalHrangeHseparationVHJournaleofeChemicalePhysicsTH2008TH[]gTH[]b[Za 3.9 113

209 ossessmentHofHlongUrangeHcorrectedHfunctionalsHperformanceHforHnUUlpiRHtransitionsHinHorganicHdyesVH
JournaleofeChemicalePhysicsTH2007TH[]eTHZgb[Z] 3.9 112

208 −hatHisHtheHbestHalternativeHtoHdiagonalizationHofHtheHvamiltonianHinHlargeHscaleHsemiempiricalH
calculationsmVHJournaleofeChemicalePhysicsTH1999TH[[ZTH[a][U[a]f 3.9 112

207 ossessmentHofHcorrelationHenergiesHbasedHonHtheHrandomUphaseHapproximationVHNeweJournaleofe
PhysicsTH2012TH[bTHZbaZZ] 2.9 111

206 SeniorityHandHorbitalHsymmetryHasHtoolsHforHestablishingHaHfullHconfigurationHinteractionHhierarchyVH
JournaleofeChemicalePhysicsTH2011TH[acTHZbb[[g 3.9 105

205
TheHphotodissociationHofHformaldehydehHoHcoupledHclusterHstudyHincludingHconnectedHtripleH
excitationsHofHtheHtransitionHstateHbarrierHheightHforHv]q“Ulv]Sq“VHJournaleofeChemicalePhysicsTH1989
THgZTHad]gUadad

3.9 103

204 oHsystematicHtheoreticalHstudyHofHharmonicHvibrationalHfrequencieshHTheHsingleHandHdoubleH
excitationHcoupledHclusterHPqqSrQHmethodVHJournaleofeChemicalePhysicsTH1988THfgTHadZUadd 3.9 99
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203 ”rogressHinHtheHdevelopmentHofHexchangeUcorrelationHfunctionalsH2005THddgUe]b 96

202 ropingHofHpolyanilineHbyHacidUbaseHchemistryhHdensityHfunctionalHcalculationsHwithHperiodicH
boundaryHconditionsVHJournaleofetheeAmericaneChemicaleSocietyTH2005TH[]eTH[[a[fU]e 16.4 95

201
”erformanceHofHrecentlyHdevelopedHkineticHenergyHdensityHfunctionalsHforHtheHcalculationHofH
hydrogenHbindingHstrengthsHandHhydrogenUbondedHstructuresVHTheoreticaleChemistryeAccountsTH2000
TH[ZbTHbagUbbb

1.9 95

200 wmprovingHselfUconsistentHfieldHconvergenceHbyHvaryingHoccupationHnumbersVHJournaleofeChemicale
PhysicsTH1999TH[[ZTHdgcUeZZ 3.9 95

199 TheHmetaUuuoHfunctionalhHThermochemistryHwithHaHkineticHenergyHdensityHdependentH
exchangeUcorrelationHfunctionalVHJournaleofeChemicalePhysicsTH2000TH[[]TH]dbaU]dbg 3.9 93

198 MultideterminantH−aveHtunctionsHinH–uantumHMonteHqarloVHJournaleofeChemicaleTheoryeande
ComputationTH2012THfTH][f[Uf 6.4 92

197 rensityHmatrixHembeddingHfromHbrokenHsymmetryHlatticeHmeanHfieldsVHPhysicaleRevieweBTH2014THfgTH 3.3 90

196 —enormalizedHsecondUorderHperturbationHtheoryHforHtheHelectronHcorrelationHenergyhHqonceptTH
implementationTHandHbenchmarksVHPhysicaleRevieweBTH2013THffTH 3.3 88

195 sxtensiveHTrUrtTHinvestigationHofHtheHfirstHelectronicHtransitionHinHsubstitutedHazobenzenesVH
ChemicalePhysicseLettersTH2008THbdcTH]]dU]]g 2.5 88

194 SeniorityUbasedHcoupledHclusterHtheoryVHJournaleofeChemicalePhysicsTH2014TH[b[TH]bb[Zb 3.9 86

193 sxactUexchangeHenergyHdensityHinHtheHgaugeHofHaHsemilocalHdensityUfunctionalHapproximationVH
PhysicaleRevieweATH2008THeeTH 2.6 85

192 ManyUelectronHselfUinteractionHandHspinHpolarizationHerrorsHinHlocalHhybridHdensityHfunctionalsVH
JournaleofeChemicalePhysicsTH2010TH[aaTH[ab[[d 3.9 78

191 zongUrangeUcorrectedHhybridHdensityHfunctionalsHincludingHrandomHphaseHapproximationH
correlationhHapplicationHtoHnoncovalentHinteractionsVHJournaleofeChemicalePhysicsTH2009TH[a[THZab[[Z 3.9 78

190 qanHSingleU—eferenceHqoupledHqlusterHTheoryHrescribeHStaticHqorrelationmVHJournaleofeChemicale
TheoryeandeComputationTH2015TH[[THa[e[Ug 6.4 77

189 Spinâ��spinHcouplingHconstantsHofHq“HandHN]VHJournaleofeChemicalePhysicsTH1987THfeTH][afU][b] 3.9 77

188 –uasiparticleHcoupledHclusterHtheoryHforHpairingHinteractionsVHPhysicaleRevieweCTH2014THfgTH 2.7 76

187 yineticHenergyHdensityHdependentHapproximationsHtoHtheHexchangeHenergyVHJournaleofeChemicale
PhysicsTH1999TH[[[THg[[Ug[c 3.9 76

186 plindHtestHofHdensityUfunctionalUbasedHmethodsHonHintermolecularHinteractionHenergiesVHJournaleofe
ChemicalePhysicsTH2016TH[bcTH[]b[Zc 3.9 76
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185 TestingHdensityHfunctionalsHforHstructuralHphaseHtransitionsHofHsolidsHunderHpressurehHSiTHSi“]THandH
ZrVHPhysicaleRevieweBTH2013THffTH 3.3 74

184 sntanglementHandHpolyradicalHcharacterHofHpolycyclicHaromaticHhydrocarbonsHpredictedHbyH
projectedHvartreeUtockHtheoryVHJournaleofePhysicaleChemistryeBTH2013TH[[eTH[]ecZUf 3.4 74

183 StrongHcorrelationsHviaHconstrainedUpairingHmeanUfieldHtheoryVHJournaleofeChemicalePhysicsTH2009TH
[a[TH[][[Z] 3.9 71

182 vartreeUtockHorbitalsHsignificantlyHimproveHtheHreactionHbarrierHheightsHpredictedHbyHsemilocalH
densityHfunctionalsVHJournaleofeChemicalePhysicsTH2008TH[]fTH]bb[[] 3.9 69

181 NoncollinearHmagnetismHinHdensityHfunctionalHcalculationsVHPhysicaleRevieweBTH2007THecTH 3.3 67

180 slectronHcorrelationHinHsolidsHviaHdensityHembeddingHtheoryVHJournaleofeChemicalePhysicsTH2014TH[b[THZcb[[a3.9 66

179 TheHconnectionHbetweenHselfUinteractionHandHstaticHcorrelationhHaHrandomHphaseHapproximationH
perspectiveVHMolecularePhysicsTH2010TH[ZfTH]c[[U]c[e 1.7 66

178 ossessmentHofHrensityHtunctionalsHforH”redictingH“neUpondHqarbonUvydrogenHNM—HSpinUSpinH
qouplingHqonstantsVHJournaleofeChemicaleTheoryeandeComputationTH2005TH[THcb[Uc 6.4 63

177 obHinitioHmolecularHdynamicshH”ropagatingHtheHdensityHmatrixHwithHgaussianHorbitalsVHwøVHtormalH
analysisHofHtheHdeviationsHfromHbornUoppenheimerHdynamicsVHIsraeleJournaleofeChemistryTH2002THb]TH[g[U]Z]3.4 63

176 sxactHparameterizationHofHfermionicHwaveHfunctionsHviaHunitaryHcoupledHclusterHtheoryVHJournaleofe
ChemicalePhysicsTH2019TH[c[TH]bb[[] 3.9 63

175 ThermodynamicsHofHyieldHinHboronHnitrideHnanotubesVHPhysicaleRevieweBTH2003THdfTH 3.3 62

174 ”articleUparticleHandHquasiparticleHrandomHphaseHapproximationshHconnectionsHtoHcoupledHclusterH
theoryVHJournaleofeChemicalePhysicsTH2013TH[agTH[Zb[[a 3.9 60

173 SelfUconsistentHgeneralizedHyohnUShamHlocalHhybridHfunctionalsHofHscreenedHexchangehHqombiningH
localHandHrangeUseparatedHhybridizationVHJournaleofeChemicalePhysicsTH2008TH[]gTH[]b[[Z 3.9 59

172 zongU—angeUqorrectedHvybridsHpasedHonHaHNewHModelHsxchangeHvoleVHJournaleofeChemicaleTheorye
andeComputationTH2009THcTHecbUd] 6.4 58

171 ossessmentHofHsimpleHexchangeUcorrelationHenergyHfunctionalsHofHtheHoneUparticleHdensityHmatrixVH
JournaleofeChemicalePhysicsTH2002TH[[eTH]bfgU]bgc 3.9 57

170 ueneralizedHvartreeUtockHrescriptionHofHMolecularHrissociationVHJournaleofeChemicaleTheoryeande
ComputationTH2011THeTH]ddeUeb 6.4 56

169 —esolutionHofHtheHidentityHatomicHorbitalHzaplaceHtransformedHsecondHorderHMˆ‚llerU”lessetHtheoryH
forHnonconductingHperiodicHsystemsVHPhysicaleChemistryeChemicalePhysicsTH2008TH[ZTHab][Ug 3.6 56

168 rispersionHinHtheHMottHinsulatorHé“]hHoHcomparisonHofHphotoemissionHspectroscopyHandHscreenedH
hybridHdensityHfunctionalHtheoryVHJournaleofeComputationaleChemistryTH2008TH]gTH]]ffUgb 3.5 56
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167 ScalingHreductionHofHtheHperturbativeHtriplesHcorrectionHPTQHtoHcoupledHclusterHtheoryHviaHzaplaceH
transformHformalismVHJournaleofeChemicalePhysicsTH2000TH[[aTH[Zbc[U[Zbcf 3.9 55

166
onHassessmentHforHtheHfullHcoupledHclusterHmethodHincludingHallHsingleTHdoubleTHandHtripleH
excitationshHTheHdiatomicHmoleculesHzivTHzi]THpvTHzitTHq]THpe“THqNSTHptTHN“STHandHt]VHJournaleofe
ChemicalePhysicsTH1990THg]THcdfUcea

3.9 55

165 MottHtransitionHofHMn“HunderHpressurehHoHcomparisonHofHcorrelatedHbandHtheoriesVHPhysicaleReviewe
BTH2006THebTH 3.3 54

164 ossessmentHofHlongUrangeHcorrectedHfunctionalsHforHtheHpredictionHofHnonUlinearHopticalHpropertiesH
ofHorganicHmaterialsVHChemicalePhysicseLettersTH2013THcecTH[]]U[]c 2.5 53

163 zocalHhybridHfunctionalsHbasedHonHdensityHmatrixHproductsVHJournaleofeChemicalePhysicsTH2007TH[]eTH[db[[e3.9 53

162 TheoreticalHstudyHofHtheHelectronicHpropertiesHofHnarrowHsingleUwalledHcarbonHnanotubeshHbeyondH
theHlocalHdensityHapproximationVHJournaleofeChemicalePhysicsTH2004TH[][TH[ZaedUg 3.9 52

161 TheHconformationalHbehaviorHofHpolyglycineHasHpredictedHbyHaHdensityHfunctionalHmodelHwithH
periodicHboundaryHconditionsVHJournaleofeChemicalePhysicsTH2001TH[[bTH]cb[U]cbg 3.9 52

160 obHinitioHtheoreticalHstudyHofHsmallHuaosHclustersVHJournaleofeChemicalePhysicsTH1991THgcTHddZ]UddZd 3.9 52

159 ueneticHalgorithmshHoHrobustHschemeHforHgeometryHoptimizationsHandHglobalHminimumHstructureH
problemsVHJournaleofeComputationaleChemistryTH1995TH[dTHe]gUeb] 3.5 51

158 −hyHareHbuckyonionsHroundmVHTheoreticaleChemistryeAccountsTH1998THggTH]gUaa 1.9 50

157 sffectHofHoxygenHchemisorptionHonHtheHenergyHbandHgapHofHaHchiralHsemiconductingHsingleUwalledH
carbonHnanotubeVHChemicalePhysicseLettersTH2004THafgTH]fgU]g] 2.5 50

156 MultiUcomponentHsymmetryUprojectedHapproachHforHmolecularHgroundHstateHcorrelationsVHJournaleofe
ChemicalePhysicsTH2013TH[agTH]Zb[Z] 3.9 49

155 svaluationHofHrangeUseparatedHhybridHandHotherHdensityHfunctionalHapproachesHonHtestHsetsHrelevantH
forHtransitionHmetalUbasedHhomogeneousHcatalystsVHJournaleofePhysicaleChemistryeATH2009TH[[aTH[[eb]Ug 2.8 48

154 énderstandingHandHcorrectingHtheHselfUinteractionHerrorHinHtheHelectricalHresponseHofHhydrogenH
chainsVHPhysicaleRevieweATH2008THeeTH 2.6 48

153 qalculationHofHspectraHandHspinâ��spinHcouplingHconstantsHusingHaHcoupledâ��clusterHpolarizationH
propagatorHmethodVHInternationaleJournaleofeQuantumeChemistryTH1987THa]THbecUbfc 2.1 48

152 qanHgapHtuningHschemesHofHlongUrangeHcorrectedHhybridHfunctionalsHimproveHtheHdescriptionHofH
hyperpolarizabilitiesmVHJournaleofePhysicaleChemistryeBTH2015TH[[gTH[]Z]U[] 3.4 47

151 onHefficientHfiniteHfieldHapproachHforHcalculatingHstaticHelectricHpolarizabilitiesHofHperiodicHsystemsVH
JournaleofeChemicalePhysicsTH2000TH[[aTHeeegUeefc 3.9 46

150 qanHshortUHandHmiddleUrangeHhybridsHdescribeHtheHhyperpolarizabilitiesHofHlongUrangeH
chargeUtransferHcompoundsmVHJournaleofePhysicaleChemistryeATH2014TH[[fTH[[efeUgd 2.8 45
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149 ”airHextendedHcoupledHclusterHdoublesVHJournaleofeChemicalePhysicsTH2015TH[b]TH][b[[d 3.9 43

148 ”rojectedHcoupledHclusterHtheoryVHJournaleofeChemicalePhysicsTH2017TH[beTHZdb[[[ 3.9 43

147 “pticalHbandHgapHofHNp“]HandH”u“]HfromHopticalHabsorbanceHofHepitaxialHfilmsVHJournaleofeAppliede
PhysicsTH2013TH[[aTHZ[ac[c 2.5 42

146 StructuralHphaseHtransitionsHofHtheHmetalHoxideHperovskitesHSrTi“aTHzaol“aTHandHzaTi“aHstudiedH
withHaHscreenedHhybridHfunctionalVHPhysicaleRevieweBTH2013THfeTH 3.3 42

145 occurateHvartreeUtockHenergyHofHextendedHsystemsHusingHlargeHuaussianHbasisHsetsVHPhysicaleReviewe
BTH2009THfZTH 3.3 42

144 “nHtheHdifferenceHbetweenHvariationalHandHunitaryHcoupledHclusterHtheoriesVHJournaleofeChemicale
PhysicsTH2018TH[bfTHZbb[Ze 3.9 41

143 ”olynomialHsimilarityHtransformationHtheoryhHoHsmoothHinterpolationHbetweenHcoupledHclusterH
doublesHandHprojectedHpqSHappliedHtoHtheHreducedHpqSHvamiltonianVHPhysicaleRevieweBTH2016THgaTH 3.3 41

142 MultireferenceHsymmetryUprojectedHvariationalHapproachesHforHgroundHandHexcitedHstatesHofHtheH
oneUdimensionalHvubbardHmodelVHPhysicaleRevieweBTH2013THfeTH 3.3 41

141 rescriptionHofHmagneticHinteractionsHinHstronglyHcorrelatedHsolidsHviaHrangeUseparatedHhybridH
functionalsVHPhysicaleRevieweBTH2009THegTH 3.3 41

140 ”arameterizedHlocalHhybridHfunctionalsHfromHdensityUmatrixHsimilarityHmetricsVHJournaleofeChemicale
PhysicsTH2008TH[]fTHZfb[[[ 3.9 41

139 “ptimizationHofHdensityHmatrixHfunctionalsHbyHtheHvartreeâ��tockâ��pogoliubovHmethodVHJournaleofe
ChemicalePhysicsTH2002TH[[eTH[[[ZeU[[[[] 3.9 41

138 zinearHscalingHdensityHmatrixHsearchHbasedHonHsignHmatricesVHJournaleofeChemicalePhysicsTH2000TH[[aTHdZacUdZb[3.9 39

137 SymmetryUprojectedHvariationalHapproachHforHgroundHandHexcitedHstatesHofHtheHtwoUdimensionalH
vubbardHmodelVHPhysicaleRevieweBTH2012THfcTH 3.3 38

136 snergyHstorageHcapacityHofHpolymericHnitrogenVHMolecularePhysicsTH2006TH[ZbTHebcUebg 1.7 38

135 “rderingHofHtheH“â��“HstretchingHvibrationalHfrequenciesHinHozoneVHJournaleofeChemicalePhysicsTH1989TH
gZTHcdacUcdae 3.9 38

134 qonstrainedUpairingHmeanUfieldHtheoryVHwwVHsxactHtreatmentHofHdissociationsHtoHnondegenerateH
orbitalsVHJournaleofeChemicalePhysicsTH2009TH[a[TH[db[[g 3.9 37

133 “neUparameterHoptimizationHofHaHnonempiricalHmetaUgeneralizedUgradientUapproximationHforHtheH
exchangeUcorrelationHenergyVHPhysicaleRevieweATH2007THedTH 2.6 37

132 ”olyradicalHcharacterHandHspinHfrustrationHinHfullereneHmoleculeshHanHabHinitioHnonUcollinearH
vartreeUtockHstudyVHJournaleofePhysicaleChemistryeATH2014TH[[fTHgg]cUbZ 2.8 36

(2014-2015)
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131 SymmetryUprojectedHwaveHfunctionsHinHquantumHMonteHqarloHcalculationsVHPhysicaleRevieweBTH2014TH
fgTH 3.3 36

130 —angeHseparatedHhybridsHofHpairHcoupledHclusterHdoublesHandHdensityHfunctionalsVHPhysicaleChemistrye
ChemicalePhysicsTH2015TH[eTH]]b[]U]] 3.6 34

129 —angeUseparatedHlocalHhybridsVHJournaleofeChemicalePhysicsTH2010TH[a]TH]]b[Zd 3.9 34

128 —egularizedHuradientHsxpansionHforHotomsTHMoleculesTHandHSolidsVHJournaleofeChemicaleTheoryeande
ComputationTH2009THcTHedaUg 6.4 34

127 qharacterizationHofHSixHwsomersHofH[fb]tullereneHqfbbyHslectrochemistryTHslectronHSpinH—esonanceH
SpectroscopyTHandHMolecularHsnergyHzevelsHqalculationsVHJournaleofePhysicaleChemistryeATH2001TH[ZcTHbd]eUbda]2.8 34

126 TheHinfraredHspectrumHofHcyclotetraoxygenTH“bhHoHtheoreticalHinvestigationHemployingHtheHsingleH
andHdoubleHexcitationHcoupledHclusterHmethodVHJournaleofeChemicalePhysicsTH1990THg]THdZeeUdZfZ 3.9 34

125 ossessmentHofHtheHTaoUMoHnonempiricalHsemilocalHdensityHfunctionalHinHapplicationsHtoHsolidsHandH
surfacesVHPhysicaleRevieweBTH2017THgcTH 3.3 32

124 SeniorityHnumberHdescriptionHofHpotentialHenergyHsurfaceshHSymmetricHdissociationHofHwaterTHN]THq]TH
andHpe]VHJournaleofeChemicalePhysicsTH2015TH[baTHZgb[Zc 3.9 32

123 ModelingHofHtheHcubicHandHantiferrodistortiveHphasesHofHSrTi“aHwithHscreenedHhybridHdensityH
functionalHtheoryVHPhysicaleRevieweBTH2011THfbTH 3.3 32

122 zongUrangeUcorrectedHhybridsHusingHaHrangeUseparatedH”erdewUpurkeUsrnzerhofHfunctionalHandH
randomHphaseHapproximationHcorrelationVHJournaleofeChemicalePhysicsTH2011TH[acTHZgb[Zc 3.9 32

121
qomparisonHofHconjugateHgradientHdensityHmatrixHsearchHandHqhebyshevHexpansionHmethodsHforH
avoidingHdiagonalizationHinHlargeUscaleHelectronicHstructureHcalculationsVHJournaleofeChemicalePhysicsTH
1998TH[ZgTHaaZfUaa[]

3.9 32

120 oHcoupledHclusterHstudyHofHtheHclassicalHbarrierHheightHofHtheHtSv]UltvSvHreactionVHJournaleofe
ChemicalePhysicsTH1991THgcTHeb]dUebad 3.9 32

119
oHcomparisonHofHtheHcoupledHclusterHandHinternallyUcontractedHaveragedHcoupledUpairUfunctionalH
levelsHofHtheoryHforHtheHcalculationHofHtheHMqv]SHbindingHenergiesHforHMkScHtoHquVHJournaleofe
ChemicalePhysicsTH1992THgeTHebe[Uebea

3.9 32

118 SynergyHbetweenHpairHcoupledHclusterHdoublesHandHpairHdensityHfunctionalHtheoryVHJournaleofe
ChemicalePhysicsTH2015TH[b]THZbb[Zg 3.9 31

117 TensorUstructuredHcoupledHclusterHtheoryVHJournaleofeChemicalePhysicsTH2017TH[beTH[fb[[a 3.9 31

116 qoupledHclusterHchannelsHinHtheHhomogeneousHelectronHgasVHJournaleofeChemicalePhysicsTH2014TH[bZTH[]b[Z]3.9 31

115 ollUslectronHvybridHrensityHtunctionalHqalculationsHonHétnHandHéqlnHPnHkH[UdQVHJournaleofeChemicale
TheoryeandeComputationTH2005TH[THd[]Ud 6.4 31

114 oHcomputationalHstudyHofHtheHnonlinearHopticalHpropertiesHofHcarbazoleHderivativeshHtheoryHrefinesH
experimentVHTheoreticaleChemistryeAccountsTH2014TH[aaTH[ 1.9 30

GustavouEuScuseria
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113 —angeUseparatedHpruecknerHcoupledHclusterHdoublesHtheoryVHPhysicaleRevieweLettersTH2014TH[[]TH[aaZZ] 7.4 30

112 sxploringHqopperH“xideHqoresHésingHtheH”rojectedHvartreeUtockHMethodVHJournaleofeChemicale
TheoryeandeComputationTH2012THfTHbgbbUg 6.4 30

111 zocalHhybridsHasHaHperturbationHtoHglobalHhybridHfunctionalsVHJournaleofeChemicalePhysicsTH2009TH[a[TH[cb[[]3.9 30

110 NuclearHmagneticHresonanceHshieldingHtensorsHcalculatedHwithHkineticHenergyHdensityUdependentH
exchangeUcorrelationHfunctionalsVHChemicalePhysicseLettersTH2004THagZTHbZfUb[] 2.5 29

109 SignHproblemHinHfullHconfigurationHinteractionHquantumHMonteHqarlohHzinearHandHsublinearH
representationHregimesHforHtheHexactHwaveHfunctionVHPhysicaleRevieweBTH2014THgZTH 3.3 28

108 qapturingHstaticHandHdynamicHcorrelationsHbyHaHcombinationHofHprojectedHvartreeUtockHandHdensityH
functionalHtheoriesVHJournaleofeChemicalePhysicsTH2013TH[afTH[ab[Z] 3.9 28

107 qonstrainedUpairingHmeanUfieldHtheoryVHwwwVHwnclusionHofHdensityHfunctionalHexchangeHandHcorrelationH
effectsHviaHalternativeHdensitiesVHJournaleofeChemicalePhysicsTH2010TH[a]THZ]b[[[ 3.9 28

106 TheHroleHofHtheHreferenceHstateHinHlongUrangeHrandomHphaseHapproximationHcorrelationVHJournaleofe
ChemicalePhysicsTH2009TH[a[TH[cb[Zd 3.9 28

105 qoulombUonlyHsecondUorderHperturbationHtheoryHinHlongUrangeUcorrectedHhybridHdensityH
functionalsVHPhysicaleChemistryeChemicalePhysicsTH2009TH[[THgdeeUfd 3.6 28

104 —angeHdefinitionsHforHuaussianUtypeHchargeHdistributionsHinHfastHmultipoleHmethodsVHJournaleofe
ChemicalePhysicsTH1999TH[[[TH]ac[U]acd 3.9 28

103 TheHuseHofHdensityHmatrixHexpansionsHforHcalculatingHmolecularHexchangeHenergiesVHMoleculare
PhysicsTH1996THfeTHfacUfba 1.7 28

102 qommunicationhH”rojectedHvartreeHtockHtheoryHasHaHpolynomialHsimilarityHtransformationHtheoryHofH
singleHexcitationsVHJournaleofeChemicalePhysicsTH2016TH[bcTH[[[[Z] 3.9 27

101 ”redictingHsingletUtripletHenergyHsplittingsHwithHprojectedHvartreeUtockHmethodsVHJournaleofePhysicale
ChemistryeATH2013TH[[eTHfZeaUfZ 2.8 27

100 oHcoupledHclusterHstudyHofHos]VHJournaleofeChemicalePhysicsTH1990THg]THde]]Ude]e 3.9 27

99 ”hotochromicHandHnonlinearHopticalHpropertiesHofHfulgideshHoHdensityHfunctionalHtheoryHstudyVH
ComputationaleandeTheoreticaleChemistryTH2013TH[Z]]THf]Ufc 2 26

98 sxcitedHelectronicHstatesHfromHaHvariationalHapproachHbasedHonHsymmetryUprojectedHvartreeUtockH
configurationsVHJournaleofeChemicalePhysicsTH2013TH[agTH]]b[[Z 3.9 26

97 TheoreticalHnitrogenHNM—HchemicalHshiftsHinHoctahedralHboronHnitrideHcagesVHJournaleofePhysicale
ChemistryeATH2006TH[[ZTH[ZfbbUe 2.8 26

96 zocallyHrangeUseparatedHhybridsHasHlinearHcombinationsHofHrangeUseparatedHlocalHhybridsVH
InternationaleJournaleofeQuantumeChemistryTH2009TH[ZgTH]Z]aU]Za] 2.1 25

(2009-2014)
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95
onalyticHevaluationHofHenergyHgradientsHforHtheHsingleHandHdoubleHexcitationHcoupledHclusterHPqqSrQH
waveHfunctionhHoHcomparisonHwithHconfigurationHinteractionHPqqSrTHqwSrTTHandHqwSrT–QHresultsHforH
theHharmonicHvibrationalHfrequenciesTHinfraredHintensitiesTHdipoleHmomentTHandHinversionHbarrierHofH
ammoniaVHInternationaleJournaleofeQuantumeChemistryTH1987THa]THbgcUcZ[

2.1 25

94 NitrogenHquadrupoleHcouplingHconstantsHforHvqNHandHv]qNShHsxplanationHofHtheHabsenceHofHfineH
structureHinHtheHmicrowaveHspectrumHofHinterstellarHv]qNSVHJournaleofeChemicalePhysicsTH1986THfbTHce[[Uce[b3.9 25

93 MergingHsymmetryHprojectionHmethodsHwithHcoupledHclusterHtheoryhHzessonsHfromHtheHzipkinHmodelH
vamiltonianVHJournaleofeChemicalePhysicsTH2017TH[bdTHZcb[[Z 3.9 24

92 ThermofieldHTheoryHforHtiniteUTemperatureHqoupledHqlusterVHJournaleofeChemicaleTheoryeande
ComputationTH2019TH[cTHd[]eUd[ad 6.4 24

91 —ingUlockingHenablesHselectiveHanhydrosugarHsynthesisHfromHcarbohydrateHpyrolysisVHGreene
ChemistryTH2016TH[fTHcbafUcbbe 10 24

90 rensityHfunctionalHstudyHofHtheHinfraredHvibrationalHspectraHofHqeZVHJournaleofeRamaneSpectroscopyTH
1998TH]gTHbfaUbfe 2.3 24

89 onalyticallyHqalculatedH”olarizabilityHofHqarbonHNanotubeshHHSingleH−allTHqoaxialTHandHpundledH
SystemsVHJournaleofePhysicaleChemistryeCTH2008TH[[]TH[agdU[bZZ 3.8 24

88
slectronHcorrelationHinHlargeHmolecularHsystemsHusingHtheHatomicHorbitalHformalismVHTheHcaseHofH
intermolecularHinteractionsHinHcrystallineHureaHasHanHexampleVHJournaleofeComputationaleChemistryTH
2000TH][TH[c]bU[ca[

3.5 24

87 ThermofieldHtheoryHforHfiniteUtemperatureHquantumHchemistryVHJournaleofeChemicalePhysicsTH2019TH
[cZTH[cb[Zg 3.9 23

86 slectronicHcorrelationHwithoutHdoubleHcountingHviaHaHcombinationHofHspinHprojectedHvartreeUtockH
andHdensityHfunctionalHtheoriesVHJournaleofeChemicalePhysicsTH2014TH[bZTH]bb[Z] 3.9 23

85 onHabHinitioHstudyHofHqrqhHoHcomparisonHofHdifferentHlevelsHofHtheoryHincludingHdensityHfunctionalH
methodsVHJournaleofeChemicalePhysicsTH1997TH[ZdTH[bg[U[bgb 3.9 23

84 ”erformanceHofHaHnonempiricalHdensityHfunctionalHonHmoleculesHandHhydrogenUbondedHcomplexesVH
JournaleofeChemicalePhysicsTH2016TH[bcTH]abaZd 3.9 23

83
qombinationsHofHcoupledHclusterTHdensityHfunctionalsTHandHtheHrandomHphaseHapproximationHforH
describingHstaticHandHdynamicHcorrelationTHandHvanHderH−aalsHinteractionsVHMolecularePhysicsTH2016TH
[[bTHggeU[Z[f

1.7 22

82 “nH”airHtunctionsHforHStrongHqorrelationsVHJournaleofeChemicaleTheoryeandeComputationTH2013THgTH]fceUdg6.4 22

81 —evisitingHtheHnonlinearHopticalHpropertiesHofHpolybutatrieneHandHpolydiacetyleneHwithHdensityH
functionalHtheoryVHChemicalePhysicseLettersTH2008THbcdTH[Z[U[Zb 2.5 22

80 oHnewHcorrelationHfunctionalHbasedHonHaHtranscorrelatedHvamiltonianVHJournaleofeChemicalePhysicsTH
2003TH[[fTH]bdb 3.9 22

79 NonlinearHopticalHpropertiesHofHr”“HandHrM”“hHaHtheoreticalHandHcomputationalHstudyVHTheoreticale
ChemistryeAccountsTH2013TH[a]TH[ 1.9 21

78 ”roperHandHimproperHzeroHenergyHmodesHinHvartreeUtockHtheoryHandHtheirHrelevanceHforHsymmetryH
breakingHandHrestorationVHJournaleofeChemicalePhysicsTH2013TH[agTH[cb[Ze 3.9 21
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77 “nHtheHconnectionsHbetweenHpruecknerâ��coupledUclusterTHdensityUdependentHvartreeâ��tockTHandH
densityHfunctionalHtheoryVHInternationaleJournaleofeQuantumeChemistryTH1995THccTH[dcU[e[ 2.1 21

76
ésingHfullHconfigurationHinteractionHquantumHMonteHqarloHinHaHseniorityHzeroHspaceHtoHinvestigateH
theHcorrelationHenergyHequivalenceHofHpairHcoupledHclusterHdoublesHandHdoublyHoccupiedH
configurationHinteractionVHJournaleofeChemicalePhysicsTH2016TH[bbTHZgb[[]

3.9 21

75 ueminalUbasedHconfigurationHinteractionVHJournaleofeChemicalePhysicsTH2019TH[c[THZc[[Z[ 3.9 20

74 obHinitioHtheoreticalHstudyHofHarsineHandHtrimethylgalliumhHTheHformationHofHuaosHbyHaHstableH
adductVHJournaleofeChemicalePhysicsTH1992THgdTHae]aUaea[ 3.9 20

73 ”rojectedHvartreeUtockHtheoryHasHaHpolynomialHofHparticleUholeHexcitationsHandHitsHcombinationHwithH
variationalHcoupledHclusterHtheoryVHJournaleofeChemicalePhysicsTH2017TH[bdTH[fb[Zc 3.9 19

72 ”redictionHofHtheHlinearHandHnonlinearHopticalHpropertiesHofHtetrahydronaphthaloneHderivativesHviaH
longUrangeHcorrectedHhybridHfunctionalsVHMolecularePhysicsTH2014TH[[]THa[dcUa[e] 1.7 19

71 oHcoupledUclusterHstudyHofHtheHelectronHaffinityHofHtheHoxygenHatomVHJournaleofeChemicalePhysicsTH
1992THgdTHgZ]cUgZ]g 3.9 19

70 TheHelectricHdipoleHmomentHofHorvSVHrisagreementHbetweenHtheoryHandHexperimentVHJournaleofe
ChemicalePhysicsTH1989THgZTHdbfdUdbgZ 3.9 19

69 SemilocalHexchangeHholeHwithHanHapplicationHtoHrangeUseparatedHdensityHfunctionalsVHPhysicale
RevieweBTH2017THgcTH 3.3 18

68 slectronicHStructureHandH”ropertiesHofHperkeliumHwodatesVHJournaleofetheeAmericaneChemicaleSocietyTH
2017TH[agTH[aad[U[aaec 16.4 18

67 Moleculeâ��SurfaceH“rientationalHoveragingHinHSurfaceHsnhancedH—amanH“pticalHoctivityH
SpectroscopyVHJournaleofePhysicaleChemistryeCTH2009TH[[aTHgbbcUgbbg 3.8 18

66 sfficientHevaluationHofHou”HreducedHdensityHmatricesVHJournaleofeChemicalePhysicsTH2019TH[c[TH[fb[Za 3.9 18

65 ossessmentHofHaHdensityHfunctionalHwithHfullHexactHexchangeHandHbalancedHnonUlocalityHofH
correlationVHMolecularePhysicsTH2009TH[ZeTH[ZeeU[Zff 1.7 17

64 ”arametrizationHofHotomicHsnergiesHtoHwmproveHSmallHpasisHSetHrensityHtunctionalH
ThermochemistryVHJournaleofeChemicaleTheoryeandeComputationTH2006TH]TH[ZbcUg 6.4 17

63 TheHinfraredHvibrationalHspectraHofHtheHtwoHmajorHqfbHisomersVHChemicalePhysicseLettersTH2000THaa]THacUb]2.5 17

62 qonvergingHdifficultHSqtHcasesHwithHconjugateHgradientHdensityHmatrixHsearchVHPhysicaleChemistrye
ChemicalePhysicsTH2000TH]TH][eaU][ed 3.6 17

61 TheHnuclearHquadrupoleHmomentHofH[bNVHoHtheoreticalHpredictionHfromHfullHvalenceHshellHandHfullH
configurationHinteractionHatomicHwaveHfunctionsVHJournaleofeChemicalePhysicsTH1987THfeTHbZ]ZUbZ]b 3.9 17

60 qorrelatingHtheHantisymmetrizedHgeminalHpowerHwaveHfunctionVHJournaleofeChemicalePhysicsTH2020TH
[caTHZfb[[[ 3.9 16

(2020-1995)
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59 ScreenedHhybridHandHselfUconsistentHu−HcalculationsHofHcadmiumWmagnesiumHindiumHsulfideH
materialsVHPhysicaleRevieweBTH2011THfaTH 3.3 16

58 sxchangeHenergyHfunctionalsHbasedHonHtheHfullHfourthUorderHdensityHmatrixHexpansionVHJournaleofe
ChemicalePhysicsTH2001TH[[bTH[Zcg[U[Zcge 3.9 16

57 øariationalHstudiesHofHtheHimportanceHofHtripleHandHquadrupleHexcitationsHonHtheHbarrierHheightHforH
tSv]UltvSvVHJournaleofeChemicalePhysicsTH1988THffTHeZ]bUeZ]d 3.9 16

56 SingletUpairedHcoupledHclusterHtheoryHforHopenHshellsVHJournaleofeChemicalePhysicsTH2016TH[bbTH]bb[[e 3.9 16

55 ”rojectedHcoupledHclusterHtheoryhH“ptimizationHofHclusterHamplitudesHinHtheHpresenceHofHsymmetryH
projectionVHJournaleofeChemicalePhysicsTH2018TH[bgTH[db[Zf 3.9 16

54 octinideHchemistryHusingHsingletUpairedHcoupledHclusterHandHitsHcombinationsHwithHdensityH
functionalsVHJournaleofeChemicalePhysicsTH2015TH[baTH]bb[Zd 3.9 15

53 onalyticHenergyHgradientHforHtheHprojectedHvartreeUtockHmethodVHJournaleofeChemicalePhysicsTH2014TH
[bZTH]Zb[Z[ 3.9 15

52 zinearizedHxastrowUstyleHfluctuationsHonHspinUprojectedHvartreeUtockVHJournaleofeChemicalePhysicsTH
2013TH[agTH]ab[[a 3.9 14

51 yineticsHofHtheH—eactionHofH”ropargylH—adicalHwithHNitricH“xideVHJournaleofePhysicaleChemistryeATH2000
TH[ZbTHaacdUaada 2.8 13

50 NUelectronHSlaterHdeterminantsHfromHnonunitaryHcanonicalHtransformationsHofHfermionHoperatorsVH
PhysicaleRevieweATH2012THfdTH 2.6 12

49 tunctionalsHofHquantitiesHotherHthanHtheHelectronHdensityhHopproximationsHtoHtheHexchangeHenergyVH
JournaleofeChemicalePhysicsTH2002TH[[dTHagfZUagfb 3.9 12

48 poundingHtheHextrapolatedHcorrelationHenergyHusingH”adˆ'HapproximantsVHInternationaleJournaleofe
QuantumeChemistryTH2000THegTH]]]U]ab 2.1 12

47 obHinitioHcalculationsHofHthroughUspaceHnuclearHspinâ��spinHcouplingHconstantsHwithHtheHw”””H
methodVHInternationaleJournaleofeQuantumeChemistryTH1986THaZTHdZaUd[] 2.1 12

46 TheHuseHofHdensityHmatrixHexpansionsHforHcalculatingHmolecularHexchangeHenergies 12

45 qombiningHsymmetryHcollectiveHstatesHwithHcoupledUclusterHtheoryhHzessonsHfromHtheHogassiHmodelH
vamiltonianVHPhysicaleRevieweCTH2017THgcTH 2.7 11

44 zieHalgebraicHsimilarityHtransformedHvamiltoniansHforHlatticeHmodelHsystemsVHPhysicaleRevieweBTH2015
THg[TH 3.3 11

43 qorrelatingHou”HonHaHquantumHcomputerVHQuantumeScienceeandeTechnologyTH2021THdTHZ[bZZb 5.5 11

42 sxploringHnonUlinearHcorrelatorsHonHou”VHJournaleofeChemicalePhysicsTH2021TH[cbTHZeb[[a 3.9 11
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41 urapheneHNanoribbonsUpasedHéltrasensitiveHqhemicalHretectorsVHJournaleofePhysicaleChemistryeCTH
2016TH[]ZTHaeg[Uaege 3.8 10

40 qlusterUbasedHmeanUfieldHandHperturbativeHdescriptionHofHstronglyHcorrelatedHfermionHsystemshH
opplicationHtoHtheHoneUHandHtwoUdimensionalHvubbardHmodelVHPhysicaleRevieweBTH2015THg]TH 3.3 10

39 TheHcalculationHofHelectricHdipoleHmomentsHfromHtheHpolarizationHpropagatorVHTheoryHandH
applicationVHJournaleofeChemicalePhysicsTH1989THg[THadbUade 3.9 10

38 ueminalH—eplacementHModelsHpasedHonHou”VHJournaleofeChemicaleTheoryeandeComputationTH2020TH[dTHdacfUdade6.4 10

37 SpinUprojectedHgeneralizedHvartreeUtockHmethodHasHaHpolynomialHofHparticleUholeHexcitationsVH
PhysicaleRevieweATH2017THgdTH 2.6 9

36 ottenuatedHcoupledHclusterhHaHheuristicHpolynomialHsimilarityHtransformationHincorporatingHspinH
symmetryHprojectionHintoHtraditionalHcoupledHclusterHtheoryVHMolecularePhysicsTH2017TH[[cTH]deaU]dfa 1.7 9

35 øariationalHdescriptionHofHtheHgroundHstateHofHtheHrepulsiveHtwoUdimensionalHvubbardHmodelHinH
termsHofHnonorthogonalHsymmetryUprojectedHSlaterHdeterminantsVHPhysicaleRevieweBTH2014THgZTH 3.3 9

34 Tvs“—sTwqozHSTérwsSH“tHtézzs—sNsSVHAdvancedeSerieseinePhysicaleChemistryTH1995TH]egUa[Z 9

33 −aveHfunctionHmethodsHforHcanonicalHensembleHthermalHaveragesHinHcorrelatedHmanyUfermionH
systemsVHJournaleofeChemicalePhysicsTH2020TH[caTH[]b[[c 3.9 9

32 —ecouplingHtheHsingletUHandHtripletUpairingHchannelsHinHsingleUreferenceHcoupledHclusterHtheoryVH
JournaleofeChemicalePhysicsTH2016TH[bcTH[ab[Za 3.9 9

31 MagneticHStructureHofHrensityHMatricesVHJournaleofeChemicaleTheoryeandeComputationTH2018TH[bTHdbgUdcg 6.4 9

30 vartreeUtockHsymmetryHbreakingHaroundHconicalHintersectionsVHJournaleofeChemicalePhysicsTH2018TH
[bfTHZ]b[Zg 3.9 8

29 ”otentialHenergyHcurvesHforHMo]hHmultiUcomponentHsymmetryUprojectedHvartreeâ��tockHandHbeyondVH
MolecularePhysicsTH2014TH[[]TH[gafU[gbd 1.7 8

28 ueometryHoptimizationHofHyringleH[HofHplasminogenHusingHtheH”MaHsemiempiricalHmethodVH
InternationaleJournaleofeQuantumeChemistryTH2000THeeTHf]Ufg 2.1 8

27 ”erspectiveHonHâ��wnhomogeneousHelectronHgasâ��VHTheoreticaleChemistryeAccountsTH2000TH[ZaTH]cgU]d] 1.9 8

26 opplicationHofHopenUshellHcoupledHclusterHtheoryHtoHtheHgroundHstateHofHuaosVHTheoreticaeChimicae
ActaTH1991THfZTH][cU][g 8

25 wnfluenceHofHbrokenUpairHexcitationsHonHtheHexactHpairHwavefunctionVHMolecularePhysicsTH2018TH[[dTH[fdU[ga1.7 7

24 tunctionalsHofHtheHsquareHkineticHenergyHdensityVHJournaleofeChemicalePhysicsTH2002TH[[eTHaZebUaZfZ 3.9 7

(2002-2016)
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23
ossessmentHofHtheHøanHøoorhisâ��ScuseriaHexchangeâ��correlationHfunctionalHforHpredictingHexcitationH
energiesHusingHtimeUdependentHdensityHfunctionalHtheoryVHTheoreticaleChemistryeAccountsTH2000TH
[ZcTHd]Ude

1.9 7

22 qonstructionHofHlinearlyHindependentHnonUorthogonalHou”HstatesVHJournaleofeChemicalePhysicsTH2021TH
[cbTH[[b[[] 3.9 7

21 ”olynomialUproductHstateshHoHsymmetryUprojectionUbasedHfactorizationHofHtheHfullHcoupledHclusterH
wavefunctionHinHtermsHofHpolynomialsHofHdoubleHexcitationsVHJournaleofeChemicalePhysicsTH2019TH[cZTH[bb[Zf3.9 6

20 “nHtheHequivalenceHofHzwSTHandHrwwSHmethodsHforHconvergenceHaccelerationVHJournaleofeChemicale
PhysicsTH2015TH[b]TH[db[Zb 3.9 6

19 TheHtwoHpillarshHdensityHandHspinUdensityHfunctionalHtheoriesVHMolecularePhysicsTH2016TH[[bTHg]fUga[ 1.7 6

18 TheHslowlyUvaryingHnoninteractingHelectronHgasHinHtermsHofHitsHkineticHenergyHdensityVHJournaleofe
ChemicalePhysicsTH2000TH[[]THc]eZUc]eb 3.9 6

17 —oleHofHscreenedHexactHexchangeHinHaccuratelyHdescribingHpropertiesHofHtransitionHmetalHoxideshH
ModelingHdefectsHinHzaol“aVHPhysicaleRevieweBTH2013THffTH 3.3 5

16 MultireferenceHsymmetryUprojectedHvariationalHapproximationHforHtheHgroundHstateHofHtheHdopedH
oneUdimensionalHvubbardHmodelVHPhysicaleRevieweBTH2014THfgTH 3.3 5

15 qhalcogenideHsxchangeH—eactionHofH[—uaP˛…aUTeQ]bHwithHslementalHSulfurHandHSeleniumhHoHrensityH
tunctionalHTheoryHStudyVHJournaleofeClustereScienceTH2002TH[aTHcfeUcgg 3 4

14 cfHslectronicHStructureHandHtermiologyHofH”uHMaterialsVHMaterialseResearcheSocietyeSymposiae
ProceedingsTH2010TH[]dbTH[ 3

13 oHcoupledHclusterHstudyHofHtheHequilibriumHbondHdistanceHinHmethaneVHMolecularePhysicsTH1992THecTH[ZggU[[Za1.7 3

12 ThermalHcoupledHclusterHtheoryHforHSéP]QHsystemsVHPhysicaleRevieweBTH2022TH[ZcTH 3.3 3

11
SpinHpolynomialHsimilarityHtransformationHforHrepulsiveHvamiltonianshHinterpolatingHbetweenH
coupledHclusterHandHspinUprojectedHunrestrictedHvartreeUtockVHPhysicaleChemistryeChemicalePhysicsTH
2017TH[gTH]]afcU]]agb

3.6 2

10 ossessingHcombinationsHofHsingletUpairedHcoupledHclusterHandHdensityHfunctionalHtheoryHforHtreatingH
electronHcorrelationHinHclosedHandHopenHshellsVHMolecularePhysicsTH2020TH[[fTH[d[c[bb 1.7 1

9 odvancingHsolidUstateHbandHgapHpredictionsVHProceedingseofetheeNationaleAcademyeofeScienceseofethee
UnitedeStateseofeAmericaTH2021TH[[fTH 11.5 1

8 oHpowerHseriesHapproximationHinHsymmetryHprojectedHcoupledHclusterHtheoryVVHJournaleofeChemicale
PhysicsTH2022TH[cdTH[Zb[Zc 3.9 0

7 qonfrontingH—acismHinHqhemistryHxournalsVHACSeAppliedeNanoeMaterialsTH2020THaTHd[a[Ud[aa 5.6

6 qonfrontingH—acismHinHqhemistryHxournalsVHACSeAppliedePolymereMaterialsTH2020TH]TH]bgdU]bgf 4.3

GustavouEuScuseria

16



5 qonfrontingH—acismHinHqhemistryHxournalsVHOrganometallicsTH2020THagTH]aa[U]aaa 3.8

4 épdateHtoH“urH—eaderTH—eviewerTHandHouthorHqommunitiesâ��oprilH]Z]ZVHEnergyemamp;eFuelsTH2020TH
abTHc[ZeUc[Zf 4.1

3 épdateHtoH“urH—eaderTH—eviewerTHandHouthorHqommunitiesâ��oprilH]Z]ZVHOrganometallicsTH2020THagTH[ddcU[ddd3.8

2 occurateHTreatmentHofHSolidsHwithHtheHvSsHScreenedHvybridH2011THgeU[[Z

1 qonfrontingH—acismHinHqhemistryHxournalsVHJournaleofeChemicaleHealtheandeSafetyTH2020TH]eTH[gfU]ZZ 1.7

ListuofuPublications

17


