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247 −urfaceJphotovoltageJphenomenaiJtheoryVJexperimentVJandJapplicationsXJSurfacebSciencebReportsVJ
1999VJbfVJ1WaZe 12.9 1337

246 ”rbitalWdependentJdensityJfunctionalsiJTheoryJandJapplicationsXJReviewsbofbModernbPhysicsVJ2008VJ
gZVJbWeZ 40.5 941

245 wybridJorganicâ��inorganicJperovskitesiJlowWcostJsemiconductorsJwithJintriguingJchargeWtransportJ
propertiesXJNaturebReviewsbMaterialsVJ2016VJ1VJ 73.3 912

244 txcitationJvapsJofJuiniteW−izedJ−ystemsJfromJ”ptimallyJTunedJàangeW−eparatedJwybridJuunctionalsXJ
JournalbofbChemicalbTheorybandbComputationVJ2012VJgVJ1d1dWb1 6.4 642

243 àeliableJpredictionJofJchargeJtransferJexcitationsJinJmolecularJcomplexesJusingJtimeWdependentJ
densityJfunctionalJtheoryXJJournalbofbthebAmericanbChemicalbSocietyVJ2009VJ1b1VJag1gWaZ 16.4 632

242 LocalJ–olarJuluctuationsJinJLeadJwalideJ–erovskiteJrrystalsXJPhysicalbReviewbLettersVJ2017VJ11gVJ1beZZ1 7.4 374

241 uundamentalJgapsJinJfiniteJsystemsJfromJeigenvaluesJofJaJgeneralizedJzohnW−hamJmethodXJPhysicalb
ReviewbLettersVJ2010VJ1ZdVJaeegZa 7.4 338

240 wybridJ”rganicWxnorganicJ–erovskitesJRw”x–sSiJ”pportunitiesJandJrhallengesXJAdvancedbMaterialsVJ
2015VJafVJd1ZaW1a 24 325

239 tffectsJofJ−odiumJonJ–olycrystallineJruRxnVvaS−eaJandJxtsJ−olarJrellJ–erformanceXJAdvancedb
MaterialsVJ1998VJ1ZVJb1Wbe 24 282

238 –redictionJofJchargeWtransferJexcitationsJinJcoumarinWbasedJdyesJusingJaJrangeWseparatedJ
functionalJtunedJfromJfirstJprinciplesXJJournalbofbChemicalbPhysicsVJ2009VJ1b1VJacc11h 3.9 270

237 ValenceJandJronductionJqandJsensitiesJofJ−tatesJofJ’etalJwalideJ–erovskitesiJpJrombinedJ
txperimentalWTheoreticalJ−tudyXJJournalbofbPhysicalbChemistrybLettersVJ2016VJfVJafaaWh 6.4 264

236 −tackingJandJregistryJeffectsJinJlayeredJmaterialsiJtheJcaseJofJhexagonalJboronJnitrideXJPhysicalb
ReviewbLettersVJ2010VJ1ZdVJZcegZ1 7.4 256

235 uundamentalJandJexcitationJgapsJinJmoleculesJofJrelevanceJforJorganicJphotovoltaicsJfromJanJ
optimallyJtunedJrangeWseparatedJhybridJfunctionalXJPhysicalbReviewbBVJ2011VJgcVJ 3.3 252

234 −urfaceJphotovoltageJspectroscopyJofJsemiconductorJstructuresiJatJtheJcrossroadsJofJphysicsVJ
chemistryJandJelectricalJengineeringXJSurfacebandbInterfacebAnalysisVJ2001VJb1VJhdcWhed 1.5 251

233
–pà−trJâ��JtheJpseudopotentialJalgorithmJforJrealWspaceJelectronicJstructureJcalculationsiJrecentJ
advancesJandJnovelJapplicationsJtoJnanoWstructuresXJPhysicabStatusbSolidibkBl:bBasicbResearchVJ2006VJ
acbVJ1ZebW1Zfh

1.3 242

232
sispersionJxnteractionsJwithJsensityWuunctionalJTheoryiJqenchmarkingJ−emiempiricalJandJ
xnteratomicJ–airwiseJrorrectedJsensityJuunctionalsXJJournalbofbChemicalbTheorybandbComputationVJ
2011VJfVJbhccWd1

6.4 230

231 ”pticalJphononsJinJmethylammoniumJleadJhalideJperovskitesJandJimplicationsJforJchargeJtransportXJ
MaterialsbHorizonsVJ2016VJbVJe1bWeaZ 14.4 228
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230 tlectrostaticJ–ropertiesJofJxdealJandJ“onWidealJ–olarJ”rganicJ’onolayersiJxmplicationsJforJ
tlectronicJsevicesXJAdvancedbMaterialsVJ2007VJ1hVJc1ZbWc11f 24 212

229 wighJrhlorideJsopingJLevelsJ−tabilizeJtheJ–erovskiteJ–haseJofJresiumJLeadJxodideXJNanobLettersVJ
2016VJ1eVJbdebWfZ 11.5 208

228 rhargeWTransferWLikeJˇ�Wmˇ�TJtxcitationsJinJTimeWsependentJsensityJuunctionalJTheoryiJpJronundrumJ
andJxtsJ−olutionXJJournalbofbChemicalbTheorybandbComputationVJ2011VJfVJacZgW1d 6.4 204

227 −tabilityJxssuesJofJruRxnVvaS−eaWqasedJ−olarJrellsXJJournalbofbPhysicalbChemistrybBVJ2000VJ1ZcVJcgchWcgea 3.4 204

226 —uasiparticleJspectraJfromJaJnonempiricalJoptimallyJtunedJrangeWseparatedJhybridJdensityJ
functionalXJPhysicalbReviewbLettersVJ2012VJ1ZhVJaaecZd 7.4 203

225 tlectronicJstructureJandJspinJpolarizationJofJ’nxva1â��x“XJPhysicalbReviewbBVJ2002VJeeVJ 3.3 200

224 vapJrenormalizationJofJmolecularJcrystalsJfromJdensityWfunctionalJtheoryXJPhysicalbReviewbBVJ2013VJ
ggVJ 3.3 197

223 −eparationJofJenantiomersJbyJtheirJenantiospecificJinteractionJwithJachiralJmagneticJsubstratesXJ
ScienceVJ2018VJbeZVJ1bb1W1bbc 33.3 183

222 wybridJ”rganicWxnorganicJ–erovskitesJonJtheJ’oveXJAccountsbofbChemicalbResearchVJ2016VJchVJdfbWg1 24.3 176

221 WhatJàemainsJπnexplainedJaboutJtheJ–ropertiesJofJwalideJ–erovskitesnXJAdvancedbMaterialsVJ2018VJ
bZVJe1gZZeh1 24 174

220 −olidWstateJopticalJabsorptionJfromJoptimallyJtunedJtimeWdependentJrangeWseparatedJhybridJ
densityJfunctionalJtheoryXJPhysicalbReviewbBVJ2015VJhaVJ 3.3 171

219 ’olecularJrontrolJoverJ−emiconductorJ−urfaceJtlectronicJ–ropertiesiJJsicarboxylicJpcidsJonJrdTeVJ
rd−eVJvapsVJandJxn–XJJournalbofbthebAmericanbChemicalbSocietyVJ1999VJ1a1VJ1ZdcdW1Zddb 16.4 169

218
àoleJofJsispersiveJxnteractionsJinJseterminingJ−tructuralJ–ropertiesJofJ”rganicWxnorganicJwalideJ
–erovskitesiJxnsightsJfromJuirstW–rinciplesJralculationsXJJournalbofbPhysicalbChemistrybLettersVJ2014VJ
dVJafagWbb

6.4 168

217 preJ’obilitiesJinJwybridJ”rganicWxnorganicJwalideJ–erovskitesJpctuallyJLwighLnXJJournalbofbPhysicalb
ChemistrybLettersVJ2015VJeVJcfdcWf 6.4 167

216 ”xygenationJandJairWannealingJeffectsJonJtheJelectronicJpropertiesJofJruRxnVvaS−eaJfilmsJandJ
devicesXJJournalbofbAppliedbPhysicsVJ1999VJgeVJchfWdZd 2.5 162

215 —uasiparticleJandJopticalJspectroscopyJofJtheJorganicJsemiconductorsJpentaceneJandJ–TrspJfromJ
firstJprinciplesXJPhysicalbReviewbBVJ2012VJgdVJ 3.3 158

214 tlectronicJstructureJofJcopperJphthalocyanineiJaJcomparativeJdensityJfunctionalJtheoryJstudyXJ
JournalbofbChemicalbPhysicsVJ2008VJ1agVJ1ec1Zf 3.9 143

213 πsingJoptimallyJtunedJrangeJseparatedJhybridJfunctionalsJinJgroundWstateJcalculationsiJ
consequencesJandJcaveatsXJJournalbofbChemicalbPhysicsVJ2013VJ1bgVJaZc11d 3.9 140

(2013-2007)

3



212 LowWtnergyJrhargeWTransferJtxcitonsJinJ”rganicJ−olidsJfromJuirstW–rinciplesiJTheJraseJofJ
–entaceneXJJournalbofbPhysicalbChemistrybLettersVJ2013VJcVJa1hfWaaZ1 6.4 136

211 rurvatureJandJurontierJ”rbitalJtnergiesJinJsensityJuunctionalJTheoryXJJournalbofbPhysicalbChemistryb
LettersVJ2012VJbVJbfcZWc 6.4 134

210 tlectricalJresponseJofJmolecularJchainsJfromJdensityJfunctionalJtheoryXJPhysicalbReviewbLettersVJ
2004VJhbVJa1bZZa 7.4 133

209 YellowJluminescenceJandJrelatedJdeepJlevelsJinJunintentionallyJdopedJva“JfilmsXJPhysicalbReviewbBVJ
1999VJdhVJhfcgWhfd1 3.3 128

208 πnderstandingJmolecularJcrystalsJwithJdispersionWinclusiveJdensityJfunctionalJtheoryiJpairwiseJ
correctionsJandJbeyondXJAccountsbofbChemicalbResearchVJ2014VJcfVJbaZgW1e 24.3 121

207 wybridizationJandJbondWorbitalJcomponentsJinJsiteWspecificJXWrayJphotoelectronJspectraJofJrutileJ
Ti”aXJPhysicalbReviewbLettersVJ2002VJghVJZffcZ1 7.4 117

206 WhyJareJdiphenylalanineWbasedJpeptideJnanostructuresJsoJrigidnJxnsightsJfromJfirstJprinciplesJ
calculationsXJJournalbofbthebAmericanbChemicalbSocietyVJ2014VJ1beVJhebWh 16.4 115

205 TheoryJofJhydrogenJmigrationJinJorganicWinorganicJhalideJperovskitesXJAngewandtebChemiebpb
InternationalbEditionVJ2015VJdcVJ1acbfWc1 16.4 112

204 ValenceJelectronicJstructureJofJgasWphaseJbVcVhV1ZWperyleneJtetracarboxylicJacidJdianhydrideiJ
txperimentJandJtheoryXJPhysicalbReviewbBVJ2006VJfbVJ 3.3 111

203 ”uterWvalenceJtlectronJ−pectraJofJ–rototypicalJpromaticJweterocyclesJfromJanJ”ptimallyJTunedJ
àangeW−eparatedJwybridJuunctionalXJJournalbofbChemicalbTheorybandbComputationVJ2014VJ1ZVJ1hbcW1hda 6.4 109

202 LightWinducedJpicosecondJrotationalJdisorderingJofJtheJinorganicJsublatticeJinJhybridJperovskitesXJ
SciencebAdvancesVJ2017VJbVJe1eZabgg 14.3 109

201 tlectronicJstructureJofJ−iR111SWboundJalkylJmonolayersiJTheoryJandJexperimentXJPhysicalbReviewbBVJ
2006VJfcVJ 3.3 102

200 sensityJfunctionalJtheoryJofJtransitionJmetalJphthalocyaninesVJxiJelectronicJstructureJofJ“i–cJandJ
ro–câ��selfWinteractionJeffectsXJAppliedbPhysicsbA:bMaterialsbSciencebandbProcessingVJ2009VJhdVJ1dhW1eb 2.6 101

199 sescribingJqothJsispersionJxnteractionsJandJtlectronicJ−tructureJπsingJsensityJuunctionalJTheoryiJ
TheJraseJofJ’etalW–hthalocyanineJsimersXJJournalbofbChemicalbTheorybandbComputationVJ2010VJeVJg1WhZ 6.4 100

198 wybridsJofJorganicJmoleculesJandJflatVJoxideWfreeJsiliconiJhighWdensityJmonolayersVJelectronicJ
propertiesVJandJfunctionalizationXJLangmuirVJ2012VJagVJhhaZWh 4 98

197 –iecewiseJlinearityJofJapproximateJdensityJfunctionalsJrevisitediJimplicationsJforJfrontierJorbitalJ
energiesXJPhysicalbReviewbLettersVJ2013VJ11ZVJ1aecZb 7.4 97

196 WhenJtoJtrustJphotoelectronJspectraJfromJzohnW−hamJeigenvaluesiJTheJcaseJofJorganicJ
semiconductorsXJPhysicalbReviewbBVJ2009VJfhVJ 3.3 96

195
sensityJfunctionalJtheoryJofJtransitionJmetalJphthalocyaninesVJxxiJelectronicJstructureJofJ’n–cJandJ
ue–câ��symmetryJandJsymmetryJbreakingXJAppliedbPhysicsbA:bMaterialsbSciencebandbProcessingVJ2009VJ
hdVJ1edW1fa

2.6 95
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194 rooperativeJeffectsJandJdipoleJformationJatJsemiconductorJandJselfWassembledWmonolayerJ
interfacesXJPhysicalbReviewbBVJ2006VJfbVJ 3.3 92

193 −izeWdependentJspintronicJpropertiesJofJdiluteJmagneticJsemiconductorJnanocrystalsXJPhysicalb
ReviewbLettersVJ2005VJhcVJabegZ1 7.4 91

192 ruRxnVvaS−eaJ−olarJrellsiJseviceJ−tabilityJqasedJonJrhemicalJulexibilityXJAdvancedbMaterialsVJ1999VJ
11VJhdfWhe1 24 89

191 àeliableJenergyJlevelJalignmentJatJphysisorbedJmoleculeWmetalJinterfacesJfromJdensityJfunctionalJ
theoryXJNanobLettersVJ2015VJ1dVJaccgWdd 11.5 88

190 xnterfaceJredoxJengineeringJofJruRxnVvaS−eJaJâ��JbasedJsolarJcellsiJoxygenVJsodiumVJandJchemicalJbathJ
effectsXJThinbSolidbFilmsVJ2000VJbe1WbeaVJbdbWbdh 2.2 87

189 tlectronicJTransportJviaJwomopeptidesiJTheJàoleJofJ−ideJrhainsJandJ−econdaryJ−tructureXJJournalb
ofbthebAmericanbChemicalbSocietyVJ2015VJ1bfVJhe1fWae 16.4 81

188 tlectronicJstructureJofJcopperJphthalocyanineJfromJvZWZJcalculationsXJPhysicalbReviewbBVJ2011VJgcVJ 3.3 80

187 tlectronicJstructureJandJspinJpolarizationJofJ’nWcontainingJdiluteJmagneticJxxxWVJsemiconductorsXJ
PhysicalbReviewbBVJ2001VJecVJ 3.3 77

186 sielectricJ−creeningJ’eetsJ”ptimallyJTunedJsensityJuunctionalsXJAdvancedbMaterialsVJ2018VJbZVJe1fZedeZ24 76

185 àealWspaceJpseudopotentialJmethodJforJcomputingJtheJelectronicJpropertiesJofJperiodicJsystemsXJ
PhysicalbReviewbBVJ2004VJehVJ 3.3 75

184 −tructuralJandJexcitedWstateJpropertiesJofJoligoaceneJcrystalsJfromJfirstJprinciplesXJPhysicalbReviewb
BVJ2016VJhbVJ 3.3 73

183 secouplingJlocalJdisorderJandJopticalJeffectsJinJinfraredJspectraiJdifferentiatingJbetweenJcalcitesJ
withJdifferentJoriginsXJAdvancedbMaterialsVJ2011VJabVJddZWc 24 72

182 −urfaceJ−tatesJandJ–hotovoltaicJtffectsJinJrd−eJ—uantumJsotJuilmsXJJournalbofbthebElectrochemicalb
SocietyVJ1998VJ1cdVJ1fcgW1fdd 3.9 71

181 xnterlayerJ–otentialJforJvrapheneYhWq“JweterostructuresXJJournalbofbChemicalbTheorybandb
ComputationVJ2016VJ1aVJagheWhZd 6.4 69

180 àealWspaceJpseudopotentialJmethodJforJfirstJprinciplesJcalculationsJofJgeneralJperiodicJandJpartiallyJ
periodicJsystemsXJPhysicalbReviewbBVJ2008VJfgVJ 3.3 66

179 tlectronicJlevelJalignmentJatJaJmetalWmoleculeJinterfaceJfromJaJshortWrangeJhybridJfunctionalXJ
JournalbofbChemicalbPhysicsVJ2011VJ1bdVJ1ecfZe 3.9 65

178 wighestJelectronJaffinityJasJaJpredictorJofJclusterJanionJstructuresXJNaturebMaterialsVJ2002VJ1VJchWdb 27 65

177 àelatingJtheJ–hysicalJ−tructureJandJ”ptoelectronicJuunctionJofJrrystallineJTx–−W–entaceneXJ
AdvancedbFunctionalbMaterialsVJ2015VJadVJaZbgWaZce 15.6 64
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176 txcitedW−tateJ–ropertiesJofJ’olecularJ−olidsJfromJuirstJ–rinciplesXJAnnualbReviewbofbPhysicalb
ChemistryVJ2016VJefVJdgfWe1e 15.7 64

175 ”pticalJpropertiesJofJrd−eJquantumJdotsXJJournalbofbChemicalbPhysicsVJ2003VJ11hVJaagcWaagf 3.9 63

174 roldJdenaturationJinducesJinversionJofJdipoleJandJspinJtransferJinJchiralJpeptideJmonolayersXJ
NaturebCommunicationsVJ2016VJfVJ1Zfcc 17.4 62

173 TimeWdependentJgeneralizedJzohnâ��−hamJtheoryXJEuropeanbPhysicalbJournalbBVJ2018VJh1VJ1 1.2 60

172 uundamentalJgapsJwithJapproximateJdensityJfunctionalsiJtheJderivativeJdiscontinuityJrevealedJfromJ
ensembleJconsiderationsXJJournalbofbChemicalbPhysicsVJ2014VJ1cZVJ1gpdcZ 3.9 58

171 TuningJelectronicJtransportJviaJheptaWalanineJpeptidesJjunctionJbyJtryptophanJdopingXJProceedingsb
ofbthebNationalbAcademybofbSciencesbofbthebUnitedbStatesbofbAmericaVJ2016VJ11bVJ1ZfgdWhZ 11.5 57

170 tlectrostaticJpropertiesJofJadsorbedJpolarJmoleculesiJoppositeJbehaviorJofJaJsingleJmoleculeJandJaJ
molecularJmonolayerXJJournalbofbthebAmericanbChemicalbSocietyVJ2007VJ1ahVJahghWhf 16.4 57

169 LocalJatomicJorderJandJinfraredJspectraJofJbiogenicJcalciteXJAngewandtebChemiebpbInternationalb
EditionVJ2007VJceVJah1Wc 16.4 57

168 txperimentalJandJtheoreticalJelectronicJstructureJofJquinacridoneXJPhysicalbReviewbBVJ2014VJhZVJ 3.3 56

167 TimeWdependentJdensityWfunctionalJcalculationsJforJtheJopticalJspectraJofJmoleculesVJclustersVJandJ
nanocrystalsXJJournalbofbPhysicsbCondensedbMatterVJ2003VJ1dVJà1d1fWà1dcf 1.8 56

166 VoltageJtuningJofJvibrationalJmodeJenergiesJinJsingleWmoleculeJjunctionsXJProceedingsbofbtheb
NationalbAcademybofbSciencesbofbthebUnitedbStatesbofbAmericaVJ2014VJ111VJ1agaWf 11.5 55

165
tffectJofJ−olidW−tateJ–olarizationJonJrhargeWTransferJtxcitationsJandJTransportJLevelsJatJ”rganicJ
xnterfacesJfromJaJ−creenedJàangeW−eparatedJwybridJuunctionalXJJournalbofbPhysicalbChemistryb
LettersVJ2017VJgVJbaffWbagb

6.4 55

164 ronstructingJtheJtlectronicJ−tructureJofJrw“w–bxJandJrw“w–bqrJ–erovskiteJThinJuilmsJfromJ
−ingleWrrystalJqandJ−tructureJ’easurementsXJJournalbofbPhysicalbChemistrybLettersVJ2019VJ1ZVJeZ1WeZh 6.4 55

163 πnusuallyJLargeJYoungQsJ’oduliJofJpminoJpcidJ’olecularJrrystalsXJAngewandtebChemiebpb
InternationalbEditionVJ2015VJdcVJ1bdeeWfZ 16.4 54

162 pbJinitioJstructuresJandJpolarizabilitiesJofJsodiumJclustersXJJournalbofbChemicalbPhysicsVJ2001VJ11dVJcbaaWcbba3.9 54

161 pbJinitioJabsorptionJspectraJofJrd−eJclustersXJPhysicalbReviewbBVJ2001VJedVJ 3.3 53

160 pbJinitioJcalculationsJforJstructureJandJtemperatureJeffectsJonJtheJpolarizabilitiesJofJ“anJRnXJ
PhysicalbReviewbBVJ2000VJeaVJhhhaWhhhd 3.3 52

159 vrainWboundaryWcontrolledJtransportJinJva“JlayersXJPhysicalbReviewbBVJ2000VJe1VJ1ddfbW1ddfe 3.3 52
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158 qandJdiagramJofJtheJpolycrystallineJrd−YruRxnVvaS−eaJheterojunctionXJAppliedbPhysicsbLettersVJ1995VJ
efVJ1cZdW1cZf 3.4 52

157
uundamentalJvapsJofJrondensedW–haseJ”rganicJ−emiconductorsJfromJ−ingleW’oleculeJralculationsJ
usingJ–olarizationWronsistentJ”ptimallyJTunedJ−creenedJàangeW−eparatedJwybridJuunctionalsXJ
JournalbofbChemicalbTheorybandbComputationVJ2018VJ1cVJeagfWeahc

6.4 52

156 wgY’olecularJ’onolayerâ��−iJyunctionsiJtlectricalJxnterplayJbetweenJ’onolayerJ–ropertiesJandJ
−emiconductorJsopingJsensityXJJournalbofbPhysicalbChemistrybCVJ2010VJ11cVJ1ZafZW1Zafh 3.8 51

155 pJselfWinteractionWfreeJlocalJhybridJfunctionaliJaccurateJbindingJenergiesJvisWˆ WvisJaccurateJ
ionizationJpotentialsJfromJzohnW−hamJeigenvaluesXJJournalbofbChemicalbPhysicsVJ2014VJ1cZVJ1gpd1Z 3.9 50

154 tnergyJlevelJalignmentJatJmoleculeWmetalJinterfacesJfromJanJoptimallyJtunedJrangeWseparatedJ
hybridJfunctionalXJJournalbofbChemicalbPhysicsVJ2017VJ1ceVJZhabae 3.9 49

153 tlectronicJstructureJofJro–cJadsorbedJonJpgR1ZZSiJtvidenceJforJmoleculeWsubstrateJinteractionJ
mediatedJbyJroJbdJorbitalsXJPhysicalbReviewbBVJ2013VJgfVJ 3.3 49

152 xnterWlayerJpotentialJforJhexagonalJboronJnitrideXJJournalbofbChemicalbPhysicsVJ2014VJ1cZVJ1Zc1Ze 3.9 49

151 rhargeJtransportJacrossJmetalYmolecularJRalkylSJmonolayerW−iJjunctionsJisJdominatedJbyJtheJLπ’”J
levelXJPhysicalbReviewbBVJ2012VJgdVJ 3.3 48

150 â��vuanigmaâ��iJTheJàevisedJ−tructureJofJqiogenicJpnhydrousJvuanineXJChemistrybofbMaterialsVJ2015VJ
afVJgaghWgahf 9.6 47

149 –olarizabilityVJ−usceptibilityVJandJsielectricJronstantJofJ“anometerW−caleJ’olecularJuilmsiJpJ
’icroscopicJViewXJAdvancedbFunctionalbMaterialsVJ2010VJaZVJaZffWaZgc 15.6 47

148 romputingJsurfaceJdipolesJandJpotentialsJofJselfWassembledJmonolayersJfromJfirstJprinciplesXJ
AppliedbSurfacebScienceVJ2006VJadaVJfeZgWfe1b 6.7 47

147 ”neWelectronJselfWinteractionJandJtheJasymptoticsJofJtheJzohnW−hamJpotentialiJanJimpairedJ
relationXJPhysicalbChemistrybChemicalbPhysicsVJ2014VJ1eVJ1cbdfWef 3.6 46

146 −tateJàepresentationJppproachJforJptomisticJTimeWsependentJTransportJralculationsJinJ’olecularJ
yunctionsXJJournalbofbChemicalbTheorybandbComputationVJ2014VJ1ZVJahafWc1 6.4 44

145 urontierJ”rbitalJ’odelJofJ−emiconductorJ−urfaceJ–assivationiJsicarboxylicJpcidsJonJnWJandJpWvapsXJ
AdvancedbMaterialsVJ2000VJ1aVJbbWbf 24 44

144 −imultaneousJseterminationJofJ−tructuresVJVibrationsVJandJurontierJ”rbitalJtnergiesJfromJaJ
−elfWronsistentJàangeW−eparatedJwybridJuunctionalXJJournalbofbPhysicalbChemistrybLettersVJ2014VJdVJafbcWc16.4 43

143 ptomicallyJwiredJmolecularJjunctionsiJconnectingJaJsingleJorganicJmoleculeJbyJchainsJofJmetalJ
atomsXJNanobLettersVJ2013VJ1bVJ1hdeWe1 11.5 43

142 tlectronicJ–ropertiesJofJ”rganicWqasedJxnterfacesXJMRSbBulletinVJ2010VJbdVJc1fWca1 3.2 42

141 ValenceJelectronicJstructureJofJcobaltJphthalocyanineJfromJanJoptimallyJtunedJrangeWseparatedJ
hybridJfunctionalXJJournalbofbChemicalbPhysicsVJ2017VJ1cfVJZccbZ1 3.9 39

(2017-1995)

7



140 sistinctionJbetweenJsurfaceJandJbulkJstatesJinJsurfaceWphotovoltageJspectroscopyXJPhysicalbReviewb
BVJ1994VJdZVJ1fbhW1fcd 3.3 39

139 xnterlayerJ–otentialJforJwomogeneousJvrapheneJandJwexagonalJqoronJ“itrideJ−ystemsiJ
àeparametrizationJforJ’anyWqodyJsispersionJtffectsXJJournalbofbPhysicalbChemistrybCVJ2017VJ1a1VJaagaeWaagbd3.8 37

138 uullyJ“umericalJpllWtlectronJ−olutionsJofJtheJ”ptimizedJtffectiveJ–otentialJtquationJforJsiatomicJ
’oleculesXJJournalbofbChemicalbTheorybandbComputationVJ2009VJdVJ1fb1WcZ 6.4 37

137 pbJinitioJabsorptionJspectraJofJveJnanocrystalsXJPhysicalbReviewbBVJ2005VJf1VJ 3.3 37

136 seviationsJfromJpiecewiseJlinearityJinJtheJsolidWstateJlimitJwithJapproximateJdensityJfunctionalsXJ
JournalbofbChemicalbPhysicsVJ2015VJ1caVJZbc1Zf 3.9 36

135
romparingJtimeWdependentJdensityJfunctionalJtheoryJwithJmanyWbodyJperturbationJtheoryJforJ
semiconductorsiJ−creenedJrangeWseparatedJhybridsJandJtheJvWJplusJqetheW−alpeterJapproachXJ
PhysicalbReviewbMaterialsVJ2019VJbVJ

3.2 36

134 vasWphaseJvalenceWelectronJphotoemissionJspectroscopyJusingJdensityJfunctionalJtheoryXJTopicsbinb
CurrentbChemistryVJ2014VJbcfVJ1bfWh1 35

133 rooperativeJtffectsJinJ’olecularJronductionXJJournalbofbComputationalbandbTheoreticalbNanoscience
VJ2008VJdVJdbdWdcc 0.3 35

132 xnfraredJpbsorptionJ−pectrumJofJqrushiteJfromJuirstJ–rinciplesXJChemistrybofbMaterialsVJ2014VJaeVJahbcWahca9.6 34

131 ’agneticJ–ropertiesJofJueYruJrodopedJZn”J“anocrystalsXJJournalbofbPhysicalbChemistrybLettersVJ
2012VJbVJaZZhWaZ1c 6.4 34

130 sissociationJofJdiatomicJmoleculesJandJtheJexactWexchangeJzohnW−hamJpotentialiJTheJcaseJofJLiuXJ
PhysicalbReviewbAVJ2011VJgbVJ 2.6 34

129 −urfaceJphotovoltageJspectroscopyJofJquantumJwellsJandJsuperlatticesXJAppliedbPhysicsbLettersVJ
1996VJegVJgfhWgg1 3.4 34

128
—uantitativeJ–redictionJofJ”pticalJpbsorptionJinJ’olecularJ−olidsJfromJanJ”ptimallyJTunedJ
−creenedJàangeW−eparatedJwybridJuunctionalXJJournalbofbChemicalbTheorybandbComputationVJ2018VJ
1cVJah1hWahah

6.4 34

127 àadiationJdamageJtoJalkylJchainJmonolayersJonJsemiconductorJsubstratesJinvestigatedJbyJelectronJ
spectroscopyXJJournalbofbPhysicalbChemistrybBVJ2006VJ11ZVJa1gaeWba 3.4 33

126 –arallelJimplementationJofJtimeWdependentJdensityJfunctionalJtheoryXJComputerbPhysicsb
CommunicationsVJ2003VJ1deVJaaWca 4.2 33

125 –arameterWfreeJdrivenJLiouvilleWvonJ“eumannJapproachJforJtimeWdependentJelectronicJtransportJ
simulationsJinJopenJquantumJsystemsXJJournalbofbChemicalbPhysicsVJ2017VJ1ceVJZhabb1 3.9 32

124 xnterplayJofJqiasWsrivenJrhargingJandJtheJVibrationalJ−tarkJtffectJinJ’olecularJyunctionsXJNanob
LettersVJ2016VJ1eVJ11ZcWh 11.5 32

123 −tructureJandJuormationJofJ−yntheticJwemozoiniJxnsightsJuromJuirstW–rinciplesJralculationsXJCrystalb
GrowthbandbDesignVJ2011VJ11VJbbbaWbbc1 3.5 32

Leeor Kronik
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122 “onmagneticJsingleWmoleculeJspinWfilterJbasedJonJquantumJinterferenceXJNaturebCommunicationsVJ
2019VJ1ZVJdded 17.4 32

121 rollectivelyJinducedJquantumWconfinedJ−tarkJeffectJinJmonolayersJofJmoleculesJconsistingJofJpolarJ
repeatingJunitsXJJournalbofbthebAmericanbChemicalbSocietyVJ2011VJ1bbVJ1gebcWcd 16.4 31

120 qandJgapJdeterminationJofJsemiconductorJpowdersJviaJsurfaceJphotovoltageJspectroscopyXJJournalb
ofbAppliedbPhysicsVJ1999VJgeVJddfbWddff 2.5 31

119 tnhancedJ’agnetoresistanceJinJ’olecularJyunctionsJbyJveometricalJ”ptimizationJofJ−pinW−electiveJ
”rbitalJwybridizationXJNanobLettersVJ2016VJ1eVJ1fc1Wd 11.5 30

118 —uantitativeJassessmentJofJtheJphotosaturationJtechniqueXJSurfacebScienceVJ1998VJcZhVJcgdWdZZ 1.8 30

117 ”pticallyJfunctionalJisoxanthopterinJcrystalsJinJtheJmirroredJeyesJofJdecapodJcrustaceansXJ
ProceedingsbofbthebNationalbAcademybofbSciencesbofbthebUnitedbStatesbofbAmericaVJ2018VJ11dVJaahhWabZc 11.5 28

116 àoleJofJqackboneJrhargeJàearrangementJinJtheJqondWsipoleJandJWorkJuunctionJofJ’olecularJ
’onolayersXJJournalbofbPhysicalbChemistrybCVJ2011VJ11dVJacgggWacgha 3.8 28

115 pJ“ewJLqottomWπpLJurameworkJforJTeachingJrhemicalJqondingXJJournalbofbChemicalbEducationVJ
2008VJgdVJ1egZ 2.4 28

114 TangentialJligandWinducedJstrainJinJicosahedralJpu1bXJJournalbofbthebAmericanbChemicalbSocietyVJ
2007VJ1ahVJ1ZhfgWh 16.4 28

113 tlectronicJrharacterizationJofJ−iR1ZZSWqoundJplkylJ’onolayersJπsingJzelvinJ–robeJuorceJ
’icroscopyXJJournalbofbPhysicalbChemistrybCVJ2008VJ11aVJf1cdWf1dZ 3.8 27

112 −urfaceJphotovoltageJspectroscopyJofJthinJfilmsXJJournalbofbAppliedbPhysicsVJ1996VJfhVJgdchWgdde 2.5 27

111 LaserJsurfaceJphotovoltageJspectroscopyiJpJnewJtoolJforJtheJdeterminationJofJsurfaceJstateJ
distributionsXJAppliedbPhysicsbLettersVJ1993VJebVJeZWea 3.4 27

110 qiologicallyJrontrolledJ’orphologyJandJTwinningJinJvuanineJrrystalsXJAngewandtebChemiebpb
InternationalbEditionVJ2017VJdeVJhcaZWhcac 16.4 25

109 qreakdownJofJtheJ−taticJ–ictureJofJsefectJtnergeticsJinJwalideJ–erovskitesiJTheJraseJofJtheJqrJ
VacancyJinJrs–bqrXJJournalbofbPhysicalbChemistrybLettersVJ2019VJ1ZVJcchZWcchg 6.4 25

108 ’ultiscaleJapproachJtoJtheJelectronicJstructureJofJdopedJsemiconductorJsurfacesXJPhysicalbReviewbB
VJ2015VJh1VJ 3.3 24

107 tliminationJofJtheJasymptoticJfractionalJdissociationJproblemJinJzohnW−hamJdensityWfunctionalJ
theoryJusingJtheJensembleWgeneralizationJapproachXJPhysicalbReviewbAVJ2015VJh1VJ 2.6 24

106 ”riginJandJstructureJofJpolarJdomainsJinJdopedJmolecularJcrystalsXJNaturebCommunicationsVJ2016VJfVJ1bbd117.4 24

105 −pinW−tateJtnergeticsJofJueJromplexesJfromJanJ”ptimallyJTunedJàangeW−eparatedJwybridJ
uunctionalXJChemistrybpbAbEuropeanbJournalVJ2018VJacVJd1fbWd1ga 4.8 24

(2018-2019)
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104 ’oleculeWleadJcouplingJatJmolecularJjunctionsiJrelationJbetweenJtheJrealWJandJstateWspaceJ
perspectivesXJJournalbofbChemicalbTheorybandbComputationVJ2015VJ11VJcge1Wh 6.4 23

103 LowWlyingJexcitedJstatesJinJcrystallineJperyleneXJProceedingsbofbthebNationalbAcademybofbSciencesbofb
thebUnitedbStatesbofbAmericaVJ2018VJ11dVJagcWagh 11.5 23

102 rhargeJtransferJexcitationsJfromJexactJandJapproximateJensembleJzohnW−hamJtheoryXJJournalbofb
ChemicalbPhysicsVJ2018VJ1cgVJ1fc1Z1 3.9 23

101 —uantitativeJsurfaceJphotovoltageJspectroscopyJofJsemiconductorJinterfacesXJJournalbofbElectronicb
MaterialsVJ1995VJacVJbfhWbgd 1.9 23

100 YellowJluminescenceJandJuermiJlevelJpinningJinJva“JlayersXJAppliedbPhysicsbLettersVJ2000VJffVJhgf 3.4 22

99 tffectJofJairJannealingJonJtheJelectronicJpropertiesJofJrd−ruRxnVvaS−eaJsolarJcellsXJSolarbEnergyb
MaterialsbandbSolarbCellsVJ1996VJcbVJfbWfg 6.4 22

98 LongWàangeJ−pinW−electiveJTransportJinJrhiralJ’etalW”rganicJrrystalsJwithJTemperatureWpctivatedJ
’agnetizationXJACSbNanoVJ2020VJ 16.7 22

97 tffectJofJ’oleculeW−urfaceJàeactionJ’echanismJonJtheJtlectronicJrharacteristicsJandJ–hotovoltaicJ
–erformanceJofJ’olecularlyJ’odifiedJ−iXJJournalbofbPhysicalbChemistrybCVJ2013VJ11fVJaabd1Waabe1 3.8 21

96 —ualityJcontrolJandJcharacterizationJofJruRxnVvaS−eaWbasedJthinWfilmJsolarJcellsJbyJsurfaceJ
photovoltageJspectroscopyXJSolarbEnergybMaterialsbandbSolarbCellsVJ1998VJd1VJa1Wbc 6.4 21

95 srivenJLiouvilleJvonJ“eumannJppproachJforJTimeWsependentJtlectronicJTransportJralculationsJinJaJ
“onorthogonalJqasisW−etJàepresentationXJJournalbofbPhysicalbChemistrybCVJ2016VJ1aZVJ1dZdaW1dZea 3.8 20

94 –airWWiseJandJ’anyWqodyJsispersiveJxnteractionsJroupledJtoJanJ”ptimallyJTunedJàangeW−eparatedJ
wybridJuunctionalXJJournalbofbChemicalbTheorybandbComputationVJ2013VJhVJbcfbWg 6.4 20

93 –hotoelectronJspectroscopyJasJaJstructuralJprobeJofJintermediateJsizeJclustersXJJournalbofbChemicalb
PhysicsVJ2005VJ1abVJaZcb1a 3.9 20

92 simensionalityJeffectsJinJtheJelectronicJstructureJofJorganicJsemiconductorsJconsistingJofJpolarJ
repeatJunitsXJOrganicbElectronicsVJ2012VJ1bVJb1edWb1fe 3.5 19

91 TheJmolecularlyJcontrolledJsemiconductorJresistoriJhowJdoesJitJworknXJACSbAppliedbMaterialsbhamp;b
InterfacesVJ2009VJ1VJaefhWgb 9.5 19

90
’echanicalJandJTribologicalJ–ropertiesJofJLayeredJ’aterialsJunderJwighJ–ressureiJpssessingJtheJ
xmportanceJofJ’anyWqodyJsispersionJtffectsXJJournalbofbChemicalbTheorybandbComputationVJ2020VJ
1eVJeeeWefe

6.4 19

89 −urfaceJphotovoltageJmeasurementsJinJliquidsXJReviewbofbScientificbInstrumentsVJ1999VJfZVJcZbaWcZbe 1.7 18

88 tlectronicJcharacterizationJofJheterojunctionsJbyJsurfaceJpotentialJmonitoringXJJournalbofbElectronicb
MaterialsVJ1995VJacVJghbWhZ1 1.9 18

87 TheJeffectJofJionicJcompositionJonJacousticJphononJspeedsJinJhybridJperovskitesJfromJqrillouinJ
spectroscopyJandJdensityJfunctionalJtheoryXJJournalbofbMaterialsbChemistrybCVJ2018VJeVJbge1Wbgeg 7.1 17
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86 –robingJtheJorbitalJoriginJofJconductanceJoscillationsJinJatomicJchainsXJNanobLettersVJ2014VJ1cVJahggWhb 11.5 17

85 txcitedWstateJforcesJwithinJtimeWdependentJdensityWfunctionalJtheoryiJpJfrequencyWdomainJ
approachXJPhysicalbReviewbAVJ2007VJfeVJ 2.6 17

84 qioinspiredJulexibleJandJToughJLayeredJ–eptideJrrystalsXJAdvancedbMaterialsVJ2018VJbZVJ1fZcdd1 24 17

83
–iecewiseJlinearityVJfreedomJfromJselfWinteractionVJandJaJroulombJasymptoticJpotentialiJthreeJ
relatedJyetJinequivalentJpropertiesJofJtheJexactJdensityJfunctionalXJPhysicalbChemistrybChemicalb
PhysicsVJ2020VJaaVJ1ecefW1ecg1

3.6 16

82 rhemicalJbondingJandJmanyWbodyJeffectsJinJsiteWspecificJxWrayJphotoelectronJspectraJofJcorundumJ
Va”bXJPhysicalbReviewbBVJ2007VJfeVJ 3.3 16

81 –artialJdensityJofJoccupiedJvalenceJstatesJbyJxWrayJstandingJwavesJandJhighWresolutionJ
photoelectronJspectroscopyXJPhysicalbReviewbBVJ2001VJebVJ 3.3 16

80 ronstructingJbandJdiagramsJofJsemiconductorJheterojunctionsXJAppliedbPhysicsbLettersVJ1995VJeeVJcdfWcdh3.4 16

79 rooperativeJeffectsJinJmolecularJconductionJxxiJTheJsemiconductorWmetalJmolecularJjunctionXJ
JournalbofbPhysicalbChemistrybAVJ2009VJ11bVJfcd1WeZ 2.8 15

78 sefectWsominatedJrhargeJTransportJinJ−iW−upportedJrd−eJ“anoparticleJuilmsXJJournalbofbPhysicalb
ChemistrybCVJ2008VJ11aVJedecWedfZ 3.8 15

77 wyperpolarizabilitiesJofJmolecularJchainsiJpJrealWspaceJapproachXJComputationalbMaterialsbScienceVJ
2006VJbdVJba1Wbae 3.2 15

76 txaminingJtheJroleJofJpseudopotentialsJinJexactWexchangeWbasedJzohnW−hamJgapsXJPhysicalbReviewb
BVJ2009VJgZVJ 3.3 14

75 xntegratedJcircuitsJbasedJonJnanoscaleJvacuumJphototubesXJAppliedbPhysicsbLettersVJ2008VJhaVJaeahZb 3.4 14

74 ”pticalJconstantsJofJxnZXdbvaZXcfpsYxn–iJtxperimentJandJmodelingXJJournalbofbAppliedbPhysicsVJ
2002VJhaVJdgfgWdggd 2.5 14

73 xnWsituJmonitoringJofJsurfaceJchemistryJandJchargeJtransferJatJsemiconductorJsurfacesXJAppliedb
SurfacebScienceVJ1996VJ1ZcW1ZdVJe1Wef 6.7 14

72 seterminingJbandJoffsetsJusingJsurfaceJphotovoltageJspectroscopyiJTheJxn–YxnZXdbvaZXcfpsJ
heterojunctionXJAppliedbPhysicsbLettersVJ1996VJehVJadgfWadgh 3.4 14

71 TheoryJofJrhiralityJxnducedJ−pinJ−electivityiJ–rogressJandJrhallengesXXJAdvancedbMaterialsVJ2022VJea1Zeeah24 14

70 psymptoticJbehaviorJofJtheJwartreeWexchangeJandJcorrelationJpotentialsJinJensembleJdensityJ
functionalJtheoryXJPhysicalbChemistrybChemicalbPhysicsVJ2019VJa1VJ1hgZdW1hg1d 3.6 13

69 qandJoffsetJformationJatJsemiconductorJheterojunctionsJthroughJdensityWbasedJminimizationJofJ
interfaceJenergyXJPhysicalbReviewbBVJ2016VJhcVJ 3.3 13

(2016-2014)
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68 tffectJofJensembleJgeneralizationJonJtheJhighestWoccupiedJzohnW−hamJeigenvalueXJJournalbofb
ChemicalbPhysicsVJ2015VJ1cbVJ1Zc1Zd 3.9 13

67 −imulatedJdopingJofJ−iJfromJfirstJprinciplesJusingJpseudoatomsXJPhysicalbReviewbBVJ2013VJgfVJ 3.3 13

66 –olarizabilityJofJsmallJcarbonJclusterJanionsJfromJfirstJprinciplesXJJournalbofbPhysicalbChemistrybAVJ
2007VJ111VJaZagWba 2.8 13

65 –hotoemissionJspectraJofJdeuteratedJsiliconJclustersiJexperimentJandJtheoryXJEuropeanbPhysicalb
JournalbDVJ2003VJacVJbbWbe 1.3 13

64 tffectJofJsopingJsensityJonJtheJrhargeJàearrangementJandJxnterfaceJsipoleJatJtheJ
’oleculeâ��−iliconJxnterfaceXJJournalbofbPhysicalbChemistrybCVJ2013VJ11fVJaacaaWaacaf 3.8 12

63 “ewJapproachJtoJquantitativeJsurfaceJphotovoltageJspectroscopyJanalysisXJJournalbofbVacuumb
SciencebandbTechnologybA:bVacuumobSurfacesbandbFilmsVJ1993VJ11VJbZg1WbZgc 2.9 12

62 rhargeJsensityJandJqandJ”ffsetsJatJweterovalentJ−emiconductorJxnterfacesXJAdvancedbTheorybandb
SimulationsVJ2018VJ1VJ1fZZZZ1 3.5 12

61 –redictionJofJelectronicJcouplingsJforJmolecularJchargeJtransferJusingJoptimallyJtunedJ
rangeWseparatedJhybridJfunctionalsXJMolecularbPhysicsVJ2018VJ11eVJachfWadZd 1.7 12

60 àealWspaceJpseudopotentialJmethodJforJspinWorbitJcouplingJwithinJdensityJfunctionalJtheoryXJ
PhysicalbReviewbBVJ2007VJfeVJ 3.3 11

59 txactJveneralizedJzohnW−hamJTheoryJforJwybridJuunctionalsXJPhysicalbReviewbXVJ2020VJ1ZVJ 9.1 10

58 LocallyJàefinedJ’ultigridJ−olutionJofJtheJpllWtlectronJzohnW−hamJtquationXJJournalbofbChemicalb
TheorybandbComputationVJ2013VJhVJcfccWeZ 6.4 10

57 TransferableJscreenedJrangeWseparatedJhybridsJforJlayeredJmaterialsiJTheJcasesJofJ’o−aJandJhWq“XJ
PhysicalbReviewbMaterialsVJ2019VJbVJ 3.2 10

56 vuanineJandJfVgWsihydroxanthopterinJàeflectingJrrystalsJinJtheJZanderJuishJtyeiJrrystalJLocationsVJ
rompositionsVJandJ−tructuresXJJournalbofbthebAmericanbChemicalbSocietyVJ2019VJ1c1VJ1hfbeW1hfcd 16.4 10

55 πnusuallyJLargeJYoungâ��sJ’oduliJofJpminoJpcidJ’olecularJrrystalsXJAngewandtebChemieVJ2015VJ1afVJ1bffZW1bffc3.6 9

54 πnderstandingJtheJ’etalâ��’oleculeJxnterfaceJfromJuirstJ–rinciplesJ2013VJd1Wgh 9

53 ’echanicallyJrigidJsupramolecularJassembliesJformedJfromJanJumocWguanineJconjugatedJpeptideJ
nucleicJacidXJNaturebCommunicationsVJ2019VJ1ZVJdade 17.4 9

52 tlectronicJstructureJofJdipeptidesJinJtheJgasWphaseJandJasJanJadsorbedJmonolayerXJPhysicalb
ChemistrybChemicalbPhysicsVJ2018VJaZVJegeZWegef 3.6 8

51 xonisationJandJRdeWSprotonationJenergiesJofJgasWphaseJaminoJacidsJfromJanJoptimallyJtunedJ
rangeWseparatedJhybridJfunctionalXJMolecularbPhysicsVJ2016VJ11cVJ1a1gW1aac 1.7 8
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50 −patialJ–haseJsistributionsJinJ−olutionWqasedJandJtvaporatedJrsâ��–bâ��qrJThinJuilmsXJJournalbofb
PhysicalbChemistrybCVJ2019VJ1abVJ1feeeW1feff 3.8 8

49 preJsefectsJinJLeadWwalideJ–erovskitesJwealedVJToleratedVJorJqothnXJACSbEnergybLettersVc1ZgWc11c 20.1 8

48 ’echanismJandJTimescalesJofJàeversibleJpWsopingJofJ’ethylammoniumJLeadJTriiodideJbyJ”xygenXJ
AdvancedbMaterialsVJ2021VJbbVJea1ZZa11 24 8

47 tnsembleJgeneralizedJzohnW−hamJtheoryiJTheJgoodVJtheJbadVJandJtheJuglyXJJournalbofbChemicalb
PhysicsVJ2021VJ1dcVJZhc1ad 3.9 8

46
qandJgapsJofJcrystallineJsolidsJfromJWannierWlocalizationWbasedJoptimalJtuningJofJaJscreenedJ
rangeWseparatedJhybridJfunctionalXJProceedingsbofbthebNationalbAcademybofbSciencesbofbthebUnitedb
StatesbofbAmericaVJ2021VJ11gVJ

11.5 8

45 −tructureJandJ’orphologyJofJLightWàeflectingJ−yntheticJandJqiogenicJ–olymorphsJofJ
xsoxanthopteriniJpJromparisonXJChemistrybofbMaterialsVJ2019VJb1VJccfhWccgh 9.6 7

44 tffectJofJbindingJgroupJonJhybridizationJacrossJtheJsiliconYaromaticWmonolayerJinterfaceXJJournalbofb
ElectronbSpectroscopybandbRelatedbPhenomenaVJ2015VJaZcVJ1chW1dg 1.7 7

43 TheoryJofJwydrogenJ’igrationJinJ”rganicâ��xnorganicJwalideJ–erovskitesXJAngewandtebChemieVJ2015VJ
1afVJ1ae1cW1ae1g 3.6 7

42 àealWspaceJmethodJforJhighlyJparallelizableJelectronicJtransportJcalculationsXJPhysicalbReviewbBVJ
2014VJhZVJ 3.3 7

41 àealWspaceJpseudopotentialJmethodJforJnoncollinearJmagnetismJwithinJdensityJfunctionalJtheoryXJ
SolidbStatebCommunicationsVJ2009VJ1chVJ1ffW1gZ 1.6 7

40 −pinWpolarizedJelectronicJstructureJofJ’nâ��xVâ��VaJchalcopyritesXJPhysicabStatusbSolidibkBl:bBasicb
ResearchVJ2006VJacbVJa1dhWa1eb 1.3 7

39 ’oleculeWpdsorbedJTopologicalJxnsulatorJandJ’etalJ−urfacesiJpJromparativeJuirstW–rinciplesJ−tudyXJ
ChemistrybofbMaterialsVJ2018VJbZVJ1gchW1gdd 9.6 6

38 tffectJofJxnternalJweteroatomsJonJLevelJplignmentJatJ’etalY’olecularJ’onolayerY−iJxnterfacesXJ
JournalbofbPhysicalbChemistrybCVJ2018VJ1aaVJbb1aWbbad 3.8 6

37 TerahertzJspectroscopyJofJaVcVeWtrinitrotolueneJmolecularJsolidsJfromJfirstJprinciplesXJBeilsteinb
JournalbofbOrganicbChemistryVJ2018VJ1cVJbg1Wbgg 2.5 6

36 uullyJ“umericalJpllWtlectronJ−olutionsJofJtheJ”ptimizedJtffectiveJ–otentialJtquationJforJsiatomicJ
’oleculesXJJournalbofbChemicalbTheorybandbComputationVJ2011VJfVJaeed 6.4 6

35 —uantitativeJexplanationJofJtheJ−chottkyJbarrierJheightXJPhysicalbReviewbBVJ2021VJ1ZbVJ 3.3 6

34 qulklikeJbandWoffsetJmysteryJsolvedJthroughJenergyJminimizationiJLessonsJfromJperovskiteJoxideJ
heterojunctionsXJPhysicalbReviewbBVJ2019VJhhVJ 3.3 5

33 tlectronicJstructureJandJspinJpolarizationJofJ’nva–XJAppliedbPhysicsbLettersVJ2004VJgdVJaZ1cWaZ1e 3.4 5

(2004-2019)
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32 sevelopmentJofJLatentJuingerprintsJπsingJaJroronaJsischargeXJJournalbofbForensicbSciencesVJ1997VJ
caVJ1ca1fy 1.8 5

31 TheJpursuitJofJstabilityJinJhalideJperovskitesiJtheJmonovalentJcationJandJtheJkeyJforJsurfaceJandJ
bulkJselfWhealingXJMaterialsbHorizonsVJ2021VJgVJ1dfZW1dge 14.4 5

30 –hotoelectronJspectraJofJcopperJoxideJclusterJanionsJfromJfirstJprinciplesJmethodsXJJournalbofb
ChemicalbPhysicsVJ2018VJ1chVJZecbZe 3.9 5

29 ruRxnVvaS−eaJ−olarJrellsiJseviceJ−tabilityJqasedJonJrhemicalJulexibilityJ1999VJ11VJhdf 5

28 qiologicallyJrontrolledJ’orphologyJandJTwinningJinJvuanineJrrystalsXJAngewandtebChemieVJ2017VJ
1ahVJhdcgWhdda 3.6 4

27 LocalJptomicJ”rderJandJxnfraredJ−pectraJofJqiogenicJralciteXJAngewandtebChemieVJ2007VJ11hVJahdWahg 3.6 4

26 πsingJrealJspaceJpseudopotentialsJforJtheJelectronicJstructureJproblemXJHandbookbofbNumericalb
AnalysisVJ2003VJ1ZVJe1bWebf 1 4

25 veneralizedJweisenbergWTypeJ’agneticJ–henomenaJinJroordinationJ–olymersJwithJ
“ickelâ��LanthanideJsinuclearJπnitsXJJournalbofbPhysicalbChemistrybCVJ2021VJ1adVJ111gaW111he 3.8 4

24 −ystematicJmodificationJofJtheJindiumJtinJoxideJworkJfunctionJviaJsideWchainJmodulationJofJanJ
aminoWacidJfunctionalizationJlayerXJPhysicalbChemistrybChemicalbPhysicsVJ2019VJa1VJa1gfdWa1gg1 3.6 4

23 VibrationalJpropertiesJofJisotopicallyJenrichedJmaterialsiJtheJcaseJofJcalciteXXJRSCbAdvancesVJ2018VJgVJbbhgdWbbhha3.7 4

22 soubleJexcitationsJinJmoleculesJfromJensembleJdensityJfunctionalsiJTheoryJandJapproximationsXJ
PhysicalbReviewbAVJ2021VJ1ZcVJ 2.6 4

21 −urfaceJphotovoltageJspectroscopyJofJsemiconductorJstructuresiJatJtheJcrossroadsJofJphysicsVJ
chemistryJandJelectricalJengineeringJ2001VJb1VJhdc 4

20 àoleJofJlongWrangeJexactJexchangeJinJpolaronJchargeJtransitionJlevelsiJTheJcaseJofJ’g”XJPhysicalb
ReviewbMaterialsVJ2020VJcVJ 3.2 3

19 pnisotropicJxnterlayerJuorceJuieldJforJTransitionJ’etalJsichalcogenidesiJTheJraseJofJ’olybdenumJ
sisulfideXJJournalbofbChemicalbTheorybandbComputationVJ2021VJ1fVJfabfWfacd 6.4 3

18 àealWspaceJpseudopotentialJmethodJforJcomputingJtheJvibrationalJ−tarkJeffectXJJournalbofbChemicalb
PhysicsVJ2016VJ1cdVJ1fc111 3.9 3

17 pssessmentJofJtheJ–erformanceJofJ”ptimallyJTunedJàangeW−eparatedJwybridJuunctionalsJforJ
“uclearJ’agneticJ−hieldingJralculationsXJAdvancedbTheorybandbSimulationsVJ2020VJbVJaZZZZgb 3.5 2

16
pccurateJ’agneticJrouplingsJinJrhromiumWqasedJ’olecularJàingsJfromJqrokenW−ymmetryJ
ralculationsJwithinJsensityJuunctionalJTheoryXJJournalbofbChemicalbTheorybandbComputationVJ2019VJ
1dVJcggdWcghd

6.4 2

15 rolorJcoronaJdischargeJimagesXJIEEEbTransactionsbonbPlasmabScienceVJ1996VJacVJgfWgg 1.3 2
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14 ’agneticJconfigurationsJofJopenWshellJmoleculesJonJmetalsiJTheJcaseJofJru–cJandJro–cJonJsilverXJ
PhysicalbReviewbMaterialsVJ2019VJbVJ 3.2 2

13 ”rderJandJsisorderJinJralciumJ”xalateJ’onohydrateiJxnsightsJfromJuirstW–rinciplesJralculationsXJ
CrystalbGrowthbandbDesignVJ2020VJaZVJgdgWged 3.5 2

12 TimeWsependentJsensityJuunctionalJTheoryJofJ“arrowJqandJvapJ−emiconductorsJπsingJaJ−creenedJ
àangeW−eparatedJwybridJuunctionalXJAdvancedbTheorybandbSimulationsVJ2020VJbVJaZZZaaZ 3.5 2

11 tlectronicJ−tructureVJqondingVJandJ−tabilityJofJqoronJ−ubphthalocyanineJwalidesJandJ
–seudohalidesXJAdvancedbTheorybandbSimulationsVa1ZZcZZ 3.5 1

10 xsoxanthopteriniJpnJ”pticallyJuunctionalJqiogenicJrrystalJinJtheJtyesJofJsecapodJrrustaceans 1

9 −paceWuillingJrurvesJforJàealW−paceJtlectronicJ−tructureJralculationsXJJournalbofbChemicalbTheoryb
andbComputationVJ2021VJ1fVJcZbhWcZcg 6.4 1

8 urontierJ”rbitalJ’odelJofJ−emiconductorJ−urfaceJ–assivationiJsicarboxylicJpcidsJonJnWJandJpWvapsJ
2000VJ1aVJbb 1

7 ”ptimalJTuningJ–erspectiveJofJàangeW−eparatedJsoubleJwybridJuunctionalsXXJJournalbofbChemicalb
TheorybandbComputationVJ2022VJ1gVJabb1WabcZ 6.4 1

6 −ingleJtxcitationJtnergiesJ”btainedJfromJtheJtnsembleJLw”’”WLπ’”JvapLiJtxactJàesultsJandJ
ppproximationsXXJJournalbofbPhysicalbChemistrybLettersVJ2022VJacdaWacdg 6.4 0

5 àealWspaceJcrystalJstructureJanalysisJbyJlowWdoseJfocalWseriesJTt’JimagingJofJorganicJmaterialsJwithJ
nearWatomicJresolutionXXJAdvancedbMaterialsVJ2022VJeaaZaZgg 24 0
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