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245 spitaxialJpiteOaJmultiferroicJthinJfilmJheterostructuresXJScienceVJ2003VJ]ggVJ[e[gW]] 33.3 4944

244 tirstWprinciplesJstudyJofJmetalJadatomJadsorptionJonJgrapheneXJPhysicalgReviewgBVJ2008VJeeVJ 3.3 1104

243 tirstWprinciplesJstudyJofJspontaneousJpolarizationJinJmultiferroicJpiteOaXJPhysicalgReviewgBVJ2005VJ
e[VJ 3.3 1058

242 qooperativeJinsertionJofJqO]JinJdiamineWappendedJmetalWorganicJframeworksXJNatureVJ2015VJc[gVJaZaWf 50.4 807

241 RenormalizationJofJmolecularJelectronicJlevelsJatJmetalWmoleculeJinterfacesXJPhysicalgReviewgLetters
VJ2006VJgeVJ][dbZc 7.4 693

240 ₂ynthesisVJcharacterizationVJandJtheoryJofJ[g]WVJ[[]]WVJandJ[[f]cycloparaphenylenehJcarbonJnanohoopJ
structuresXJJournalgofgthegAmericangChemicalgSocietyVJ2008VJ[aZVJ[edbdWe 16.4 650

239 –echanicallyJcontrolledJbinaryJconductanceJswitchingJofJaJsingleWmoleculeJjunctionXJNatureg
NanotechnologyVJ2009VJbVJ]aZWb 28.7 515

238 omineWgoldJlinkedJsingleWmoleculeJcircuitshJexperimentJandJtheoryXJNanogLettersVJ2007VJeVJabeeWf] 11.5 403

237 slasticJpropertiesJofJchemicalWvaporWdepositedJmonolayerJ–o₂]VJW₂]VJandJtheirJbilayerJ
heterostructuresXJNanogLettersVJ2014VJ[bVJcZgeW[Za 11.5 384

236 PairingJinJdenseJlithiumXJNatureVJ1999VJbZZVJ[b[W[bb 50.4 328

235 tirstWprinciplesJstudyJofJtheJstructureJandJlatticeJdielectricJresponseJofJqaqua₄ibO[]XJPhysicalg
ReviewgBVJ2002VJdcVJ 3.3 301

234 ₄heoryJofJpolarizationJenhancementJinJepitaxialJpa₄iOaY₂r₄iOaJsuperlatticesXJAppliedgPhysicsg
LettersVJ2003VJf]VJ[cfdW[cff 3.4 296

233 sxtrinsicJmodelsJforJtheJdielectricJresponseJofJqaqua₄ibO[]XJJournalgofgAppliedgPhysicsVJ2003VJgbVJa]ggWaaZd2.5 295

232 ₂ingleWmoleculeJdiodesJwithJhighJrectificationJratiosJthroughJenvironmentalJcontrolXJNatureg
NanotechnologyVJ2015VJ[ZVJc]]We 28.7 278

231 qomprehensiveJstudyJofJcarbonJdioxideJadsorptionJinJtheJmetalâ��organicJframeworksJ–]RdobdcSJR–J
kJ–gVJ–nVJteVJqoVJ iVJquVJZnSXJChemicalgScienceVJ2014VJcVJbcdgWbcf[ 9.4 267

230 ₄heoryJandJcomputationJofJhotJcarriersJgeneratedJbyJsurfaceJplasmonJpolaritonsJinJnobleJmetalsXJ
NaturegCommunicationsVJ2015VJdVJeZbb 17.4 238

229 ₂imultaneousJdeterminationJofJconductanceJandJthermopowerJofJsingleJmoleculeJjunctionsXJNanog
LettersVJ2012VJ[]VJacbWf 11.5 217
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228 uW[ZZhJpenchmarkingJuZWZJforJ–olecularJ₂ystemsXJJournalgofgChemicalgTheorygandgComputationVJ
2015VJ[[VJcddcWfe 6.4 207

227 refectWwnducedJpandWsdgeJReconstructionJofJaJpismuthWvalideJroubleJPerovskiteJforJ∕isibleWzightJ
obsorptionXJJournalgofgthegAmericangChemicalgSocietyVJ2017VJ[agVJcZ[cWcZ[f 16.4 206

226 QuasiparticleJspectraJfromJaJnonempiricalJoptimallyJtunedJrangeWseparatedJhybridJdensityJ
functionalXJPhysicalgReviewgLettersVJ2012VJ[ZgVJ]]dbZc 7.4 203

225 obJinitioJstudyJofJtheJphaseJdiagramJofJepitaxialJpa₄iOaXJPhysicalgReviewgBVJ2004VJdgVJ 3.3 201

224 ₂mallW–oleculeJodsorptionJinJOpenW₂iteJ–etalâ��OrganicJtrameworkshJoJ₂ystematicJrensityJ
tunctionalJ₄heoryJ₂tudyJforJRationalJresignXJChemistrygofgMaterialsVJ2015VJ]eVJddfWdef 9.6 198

223 zayeredJvalideJroubleJPerovskiteshJrimensionalJReductionJofJqsogpiprXJJournalgofgthegAmericang
ChemicalgSocietyVJ2018VJ[bZVJc]acWc]bZ 16.4 197

222 uapJrenormalizationJofJmolecularJcrystalsJfromJdensityWfunctionalJtheoryXJPhysicalgReviewgBVJ2013VJ
ffVJ 3.3 197

221 slectronJdelocalizationJandJchargeJmobilityJasJaJfunctionJofJreductionJinJaJmetalWorganicJ
frameworkXJNaturegMaterialsVJ2018VJ[eVJd]cWda] 27 182

220 ₄heJmechanismJofJcarbonJdioxideJadsorptionJinJanJalkylamineWfunctionalizedJmetalWorganicJ
frameworkXJJournalgofgthegAmericangChemicalgSocietyVJ2013VJ[acVJebZ]Wc 16.4 175

219 ₂olidWstateJopticalJabsorptionJfromJoptimallyJtunedJtimeWdependentJrangeWseparatedJhybridJ
densityJfunctionalJtheoryXJPhysicalgReviewgBVJ2015VJg]VJ 3.3 171

218 abJinitioJstudyJofJhotJcarriersJinJtheJfirstJpicosecondJafterJsunlightJabsorptionJinJsiliconXJPhysicalg
ReviewgLettersVJ2014VJ[[]VJ]cebZ] 7.4 166

217 ₄unabilityJofJtheJdielectricJresponseJofJepitaxiallyJstrainedJ₂r₄iOaJfromJfirstJprinciplesXJPhysicalg
ReviewgBVJ2005VJe[VJ 3.3 162

216 ReversibleJqOJbindingJenablesJtunableJqOYvâ��JandJqOY â��JseparationsJinJmetalWorganicJframeworksJ
withJexposedJdivalentJmetalJcationsXJJournalgofgthegAmericangChemicalgSocietyVJ2014VJ[adVJ[Zec]Wd[ 16.4 160

215 qonductanceJandJgeometryJofJpyridineWlinkedJsingleWmoleculeJjunctionsXJJournalgofgthegAmericang
ChemicalgSocietyVJ2010VJ[a]VJdf[eW][ 16.4 160

214 QuasiparticleJandJopticalJspectroscopyJofJtheJorganicJsemiconductorsJpentaceneJandJP₄qroJfromJ
firstJprinciplesXJPhysicalgReviewgBVJ2012VJfcVJ 3.3 158

213 qhargeJdensityJwaveJorderJinJ[rJmirrorJtwinJboundariesJofJsingleWlayerJ–o₂e]XJNaturegPhysicsVJ
2016VJ[]VJec[Wecd 16.2 156

212 ₄uningJrectificationJinJsingleWmolecularJdiodesXJNanogLettersVJ2013VJ[aVJd]aaWe 11.5 152

211  egativeJdifferentialJresistanceJinJcarbonJatomicJwireWcarbonJnanotubeJjunctionsXJNanogLettersVJ
2008VJfVJ]gZZWc 11.5 152
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210 ₂tructuralVJelectronicVJandJmagneticJpropertiesJofJ₂rRuOaJunderJepitaxialJstrainXJPhysicalgReviewgBVJ
2006VJebVJ 3.3 147

209 otomatehJoJhighWlevelJinterfaceJtoJgenerateVJexecuteVJandJanalyzeJcomputationalJmaterialsJscienceJ
workflowsXJComputationalgMaterialsgScienceVJ2017VJ[agVJ[bZW[c] 3.2 142

208 zowWsnergyJqhargeW₄ransferJsxcitonsJinJOrganicJ₂olidsJfromJtirstWPrincipleshJ₄heJqaseJofJ
PentaceneXJJournalgofgPhysicalgChemistrygLettersVJ2013VJbVJ][geW]]Z[ 6.4 136

207 snrichmentJofJmolecularJantennaJtripletsJamplifiesJupconvertingJnanoparticleJemissionXJNatureg
PhotonicsVJ2018VJ[]VJbZ]WbZe 33.9 135

206 zengthJdependenceJofJconductanceJinJaromaticJsingleWmoleculeJjunctionsXJNanogLettersVJ2009VJgVJagbgWca11.5 135

205 resignJofJaJmetalWorganicJframeworkJwithJenhancedJbackJbondingJforJseparationJofJ â��JandJqvâ��XJ
JournalgofgthegAmericangChemicalgSocietyVJ2014VJ[adVJdgfWeZb 16.4 134

204 OnJtheJconstitutionJofJsodiumJatJhigherJdensitiesXJPhysicalgReviewgLettersVJ2001VJfdVJ]faZWa 7.4 131

203 wnversionJsymmetryJandJbulkJRashbaJeffectJinJmethylammoniumJleadJiodideJperovskiteJsingleJ
crystalsXJNaturegCommunicationsVJ2018VJgVJ[f]g 17.4 123

202 tirstWprinciplesJstudyJofJsymmetryJloweringJandJpolarizationJinJpa₄iOaâ��₂r₄iOaJsuperlatticesJwithJ
inWplaneJexpansionXJPhysicalgReviewgBVJ2005VJe[VJ 3.3 121

201 wdentifyingJsubstitutionalJoxygenJasJaJprolificJpointJdefectJinJmonolayerJtransitionJmetalJ
dichalcogenidesXJNaturegCommunicationsVJ2019VJ[ZVJaaf] 17.4 117

200 qhargeJseparationJviaJstrainJinJsiliconJnanowiresXJNanogLettersVJ2009VJgVJ]b[fW]] 11.5 116

199 pandJgapJandJedgeJengineeringJviaJferroicJdistortionJandJanisotropicJstrainhJtheJcaseJofJ₂r₄iORaSXJ
PhysicalgReviewgLettersVJ2011VJ[ZeVJ[bdfZb 7.4 115

198 ₂oftwareJforJtheJfrontiersJofJquantumJchemistryhJonJoverviewJofJdevelopmentsJinJtheJQWqhemJcJ
packageXJJournalgofgChemicalgPhysicsVJ2021VJ[ccVJZfbfZ[ 3.9 115

197  onWchemisorbedJgoldWsulfurJbindingJprevailsJinJselfWassembledJmonolayersXJNaturegChemistryVJ
2019VJ[[VJac[Wacf 17.6 113

196 oJsystematicJbenchmarkJofJtheJabJinitioJpetheW₂alpeterJequationJapproachJforJlowWlyingJopticalJ
excitationsJofJsmallJorganicJmoleculesXJJournalgofgChemicalgPhysicsVJ2015VJ[b]VJ]bb[Z[ 3.9 113

195 −nderstandingJ₄rendsJinJqO]JodsorptionJinJ–etalWOrganicJtrameworksJwithJOpenW–etalJ₂itesXJ
JournalgofgPhysicalgChemistrygLettersVJ2014VJcVJfd[Wc 6.4 113

194 ₂olarJfuelsJphotoanodeJmaterialsJdiscoveryJbyJintegratingJhighWthroughputJtheoryJandJexperimentXJ
ProceedingsgofgthegNationalgAcademygofgSciencesgofgthegUnitedgStatesgofgAmericaVJ2017VJ[[bVJaZbZWaZba 11.5 111

193 qooperativeJcarbonJcaptureJandJsteamJregenerationJwithJtetraamineWappendedJmetalWorganicJ
frameworksXJScienceVJ2020VJadgVJag]Wagd 33.3 111
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192 OuterWvalenceJslectronJ₂pectraJofJPrototypicalJoromaticJveterocyclesJfromJanJOptimallyJ₄unedJ
RangeW₂eparatedJvybridJtunctionalXJJournalgofgChemicalgTheorygandgComputationVJ2014VJ[ZVJ[gabW[gc] 6.4 109

191 qhemicalJRamanJenhancementJofJorganicJadsorbatesJonJmetalJsurfacesXJPhysicalgReviewgLettersVJ
2011VJ[ZdVJZfaZZa 7.4 109

190 zargeJpulkJPhotovoltaicJsffectJandJ₂pontaneousJPolarizationJofJ₂ingleWzayerJ–onochalcogenidesXJ
PhysicalgReviewgLettersVJ2017VJ[[gVJZdebZ] 7.4 104

189 slectronicJpropertiesJofJtheJ₂iY₂iO]JinterfaceJfromJfirstJprinciplesXJPhysicalgReviewgLettersVJ2000VJfcVJ[]gfWaZ[7.4 104

188 ₄uningJsemiconductorJbandJedgeJenergiesJforJsolarJphotocatalysisJviaJsurfaceJligandJpassivationXJ
NanogLettersVJ2012VJ[]VJafaWf 11.5 103

187 molgwJ[hJ–anyWbodyJperturbationJtheoryJsoftwareJforJatomsVJmoleculesVJandJclustersXJComputerg
PhysicsgCommunicationsVJ2016VJ]ZfVJ[bgW[d[ 4.2 97

186
torceWtieldJrevelopmentJfromJslectronicJ₂tructureJqalculationsJwithJPeriodicJpoundaryJ
qonditionshJopplicationsJtoJuaseousJodsorptionJandJ₄ransportJinJ–etalWOrganicJtrameworksXJ
JournalgofgChemicalgTheorygandgComputationVJ2014VJ[ZVJ[beeWff

6.4 97

185 ₂trainWinducedJbandJgapJmodificationJinJcoherentJcoreYshellJnanostructuresXJNanogLettersVJ2010VJ[ZVJa[cdWd]11.5 97

184 slectronicJenergyJlevelsJofJweaklyJcoupledJnanostructureshJqdZWmetalJinterfacesXJPhysicalgReviewg
LettersVJ2008VJ[Z[VJZ]dfZb 7.4 95

183 reterminationJofJenergyJlevelJalignmentJandJcouplingJstrengthJinJbVbQWbipyridineJsingleWmoleculeJ
junctionsXJNanogLettersVJ2014VJ[bVJegbWf 11.5 93

182 obJinitioJstudyJofJhotJelectronsJinJuaosXJProceedingsgofgthegNationalgAcademygofgSciencesgofgtheg
UnitedgStatesgofgAmericaVJ2015VJ[[]VJc]g[Wd 11.5 92

181 RelatingJenergyJlevelJalignmentJandJamineWlinkedJsingleJmoleculeJjunctionJconductanceXJNanog
LettersVJ2010VJ[ZVJ]beZWb 11.5 92

180 snvironmentalJcontrolJofJsingleWmoleculeJjunctionJtransportXJNanogLettersVJ2011VJ[[VJ[gffWg] 11.5 91

179 retectionJofJsubW–e∕JdarkJmatterJwithJthreeWdimensionalJriracJmaterialsXJPhysicalgReviewgDVJ2018VJ
geVJ 4.9 90

178 sxcitedWstateJvibrationalJdynamicsJtowardJtheJpolaronJinJmethylammoniumJleadJiodideJperovskiteXJ
NaturegCommunicationsVJ2018VJgVJ]c]c 17.4 90

177 ₂mallWpandWuapJvalideJroubleJPerovskitesXJAngewandtegChemiegwgInternationalgEditionVJ2018VJceVJ[]edcW[]eeZ16.4 89

176 ReliableJenergyJlevelJalignmentJatJphysisorbedJmoleculeWmetalJinterfacesJfromJdensityJfunctionalJ
theoryXJNanogLettersVJ2015VJ[cVJ]bbfWcc 11.5 88

175 qO]JcaptureJbyJmetalWorganicJframeworksJwithJvanJderJWaalsJdensityJfunctionalsXJJournalgofg
PhysicalgChemistrygAVJ2012VJ[[dVJbgceWdb 2.8 86
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174 zatticeJdielectricJresponseJofJqdqua₄ibO[]JandJqaqua₄ibO[]JfromJfirstJprinciplesXJPhysicalgReviewg
BVJ2003VJdeVJ 3.3 86

173 –olecularJadsorptionJonJmetalJsurfacesJwithJvanJderJWaalsJdensityJfunctionalsXJPhysicalgReviewgBVJ
2012VJfcVJ 3.3 85

172 ₄unableJchargeJtransportJinJsingleWmoleculeJjunctionsJviaJelectrolyticJgatingXJNanogLettersVJ2014VJ
[bVJ[bZZWb 11.5 84

171 zigandWassistedJenhancementJofJqO]JcaptureJinJmetalWorganicJframeworksXJJournalgofgthegAmericang
ChemicalgSocietyVJ2012VJ[abVJde[bWg 16.4 82

170 –anipulatingJmagneticJpropertiesJofJ₂rRuOaJandJqaRuOaJwithJepitaxialJandJuniaxialJstrainsXJ
PhysicalgReviewgBVJ2008VJeeVJ 3.3 81

169 ₄hermopowerJofJamineWgoldWlinkedJaromaticJmolecularJjunctionsJfromJfirstJprinciplesXJACSgNanoVJ
2011VJcVJcc[We 16.7 79

168 ₂tructuralJevidenceJforJenhancedJpolarizationJinJaJcommensurateJshortWperiodJpa₄iOaâ��₂r₄iOaJ
superlatticeXJAppliedgPhysicsgLettersVJ2006VJfgVJZg]gZc 3.4 78

167 tirstWprinciplesJstudyJofJadhesionJatJquY₂iO]JinterfacesXJPhysicalgReviewgBVJ2003VJdfVJ 3.3 76

166 qhargeJtransportJandJrectificationJinJmolecularJjunctionsJformedJwithJcarbonWbasedJelectrodesXJ
ProceedingsgofgthegNationalgAcademygofgSciencesgofgthegUnitedgStatesgofgAmericaVJ2014VJ[[[VJ[Zg]fWa] 11.5 74

165 slectricJtieldWJandJ₂trainWwnducedJRashbaJsffectJinJvybridJvalideJPerovskitesXJJournalgofgPhysicalg
ChemistrygLettersVJ2016VJeVJadfaWg 6.4 74

164 ₂tructuralJandJexcitedWstateJpropertiesJofJoligoaceneJcrystalsJfromJfirstJprinciplesXJPhysicalgReviewg
BVJ2016VJgaVJ 3.3 73

163 tormationJofJtheJlayeredJconductiveJmagnetJqrqlRpyrazineSJthroughJredoxWactiveJcoordinationJ
chemistryXJNaturegChemistryVJ2018VJ[ZVJ[ZcdW[Zd[ 17.6 73

162 torceJtieldJrevelopmentJfromJPeriodicJrensityJtunctionalJ₄heoryJqalculationsJforJuasJ₂eparationJ
opplicationsJ−singJ–etalâ��OrganicJtrameworksXJJournalgofgPhysicalgChemistrygCVJ2016VJ[]ZVJ[]cgZW[]dZb 3.8 71

161 qontrolJofJsingleWmoleculeJjunctionJconductanceJofJporphyrinsJviaJaJtransitionWmetalJcenterXJNanog
LettersVJ2014VJ[bVJcadcWeZ 11.5 70

160 vighJ₄hroughputJriscoveryJofJ₂olarJtuelsJPhotoanodesJinJtheJquOâ��∕]OcJ₂ystemXJAdvancedgEnergyg
MaterialsVJ2015VJcVJ[cZZgdf 21.8 70

159 wnverseJrectificationJinJdonorWacceptorJmolecularJheterojunctionsXJACSgNanoVJ2011VJcVJg]cdWda 16.7 70

158 slectronicJenergyJlevelJalignmentJatJmetalWmoleculeJinterfacesJwithJaJuWJapproachXJPhysicalg
ReviewgBVJ2011VJfbVJ 3.3 69

157 refectWwnducedJ–odificationJofJzowWzyingJsxcitonsJandJ∕alleyJ₂electivityJinJ–onolayerJ₄ransitionJ
–etalJrichalcogenidesXJPhysicalgReviewgLettersVJ2018VJ[][VJ[debZ] 7.4 69
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156 slectronicJlevelJalignmentJatJaJmetalWmoleculeJinterfaceJfromJaJshortWrangeJhybridJfunctionalXJ
JournalgofgChemicalgPhysicsVJ2011VJ[acVJ[dbeZd 3.9 65

155 RelatingJtheJPhysicalJ₂tructureJandJOptoelectronicJtunctionJofJqrystallineJ₄wP₂WPentaceneXJ
AdvancedgFunctionalgMaterialsVJ2015VJ]cVJ]ZafW]Zbd 15.6 64

154 QuantumJconfinementJandJelectronicJpropertiesJofJtaperedJsiliconJnanowiresXJPhysicalgReviewg
LettersVJ2008VJ[ZZVJ]bdfZb 7.4 64

153 sxcitedW₂tateJPropertiesJofJ–olecularJ₂olidsJfromJtirstJPrinciplesXJAnnualgReviewgofgPhysicalg
ChemistryVJ2016VJdeVJcfeWd[d 15.7 64

152 oJreversibleJsingleWmoleculeJswitchJbasedJonJactivatedJantiaromaticityXJSciencegAdvancesVJ2017VJaVJeaao]d[c14.3 63

151 peyondJsnergieshJueometriesJofJ onbondedJ–olecularJqomplexesJasJ–etricsJforJossessingJ
slectronicJ₂tructureJopproachesXJJournalgofgChemicalgTheorygandgComputationVJ2015VJ[[VJ[bf[Wg] 6.4 63

150
onJassessmentJofJlowWlyingJexcitationJenergiesJandJtripletJinstabilitiesJofJorganicJmoleculesJwithJanJ
abJinitioJpetheW₂alpeterJequationJapproachJandJtheJ₄ammWrancoffJapproximationXJJournalgofg
ChemicalgPhysicsVJ2017VJ[bdVJ[gb[Zf

3.9 62

149 QuantitativeJcurrentWvoltageJcharacteristicsJinJmolecularJjunctionsJfromJfirstJprinciplesXJNanog
LettersVJ2012VJ[]VJd]cZWb 11.5 62

148 qomputationalJdesignJofJlowWbandWgapJdoubleJperovskitesXJPhysicalgReviewgBVJ2012VJfdVJ 3.3 62

147 spitaxialJgrowthJofJmultiferroicJπ–nOaJonJua XJAppliedgPhysicsgLettersVJ2005VJfeVJ[e[g[c 3.4 61

146 slucidatingJqOJqhemisorptionJinJriamineWoppendedJ–etalWOrganicJtrameworksXJJournalgofgtheg
AmericangChemicalgSocietyVJ2018VJ[bZVJ[fZ[dW[fZa[ 16.4 61

145 svaluatingJtheJuWJopproximationJwithJqq₂rR₄SJforJqhargedJsxcitationsJocrossJtheJOligoacenesXJ
JournalgofgChemicalgTheorygandgComputationVJ2016VJ[]VJ]fabWb] 6.4 60

144 zongWzivedJqorrelatedJ₄ripletJPairsJinJaJˇ�W₂tackedJqrystallineJPentaceneJrerivativeXJJournalgofgtheg
AmericangChemicalgSocietyVJ2018VJ[bZVJ]a]dW]aac 16.4 57

143 zowWenergyJlinearJstructuresJinJdenseJoxygenhJimplicationsJforJtheJepsilonJphaseXJPhysicalgReviewg
LettersVJ2002VJffVJ]ZccZa 7.4 56

142 WaterJsnablesJsfficientJqOJqaptureJfromJ aturalJuasJtlueJsmissionsJinJanJOxidationWResistantJ
riamineWoppendedJ–etalWOrganicJtrameworkXJJournalgofgthegAmericangChemicalgSocietyVJ2019VJ[b[VJ[a[e[W[a[fd16.4 55

141 ∕oltageJtuningJofJvibrationalJmodeJenergiesJinJsingleWmoleculeJjunctionsXJProceedingsgofgtheg
NationalgAcademygofgSciencesgofgthegUnitedgStatesgofgAmericaVJ2014VJ[[[VJ[]f]We 11.5 55

140 zowWlyingJelectronicJexcitedJstatesJofJpentaceneJoligomershJaJcomparativeJelectronicJstructureJ
studyJinJtheJcontextJofJsingletJfissionXJJournalgofgChemicalgTheorygandgComputationVJ2015VJ[[VJ[beWcd 6.4 55

139 –echanicalJandJchargeJtransportJpropertiesJofJalkanethiolJselfWassembledJmonolayersJonJaJauR[[[SJ
surfacehJtheJroleJofJmolecularJtiltXJLangmuirVJ2008VJ]bVJ]][gW]a 4 55
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138 slectronicallyJ₄ransparentJouW JpondsJforJ–olecularJxunctionsXJJournalgofgthegAmericangChemicalg
SocietyVJ2017VJ[agVJ[bfbcW[bfbf 16.4 52

137 –n]∕]OehJonJsarthJobundantJzightJobsorberJforJ₂olarJWaterJ₂plittingXJAdvancedgEnergygMaterialsVJ
2015VJcVJ[bZ[fbZ 21.8 51

136  egativeJdifferentialJresistanceJinJtransportJthroughJorganicJmoleculesJonJsiliconXJPhysicalgReviewg
LettersVJ2007VJgfVJZddfZe 7.4 50

135 snergyJlevelJalignmentJatJmoleculeWmetalJinterfacesJfromJanJoptimallyJtunedJrangeWseparatedJ
hybridJfunctionalXJJournalgofgChemicalgPhysicsVJ2017VJ[bdVJZg]a]d 3.9 49

134 ossessingJrt₄WraJrampingJtunctionsJocrossJWidelyJ−sedJrensityJtunctionalshJqanJWeJroJpettermXJ
JournalgofgChemicalgTheorygandgComputationVJ2017VJ[aVJ]ZbaW]Zc] 6.4 48

133 qontrollingJtheJ₄hermoelectricJPropertiesJofJ₄hiopheneWrerivedJ₂ingleW–oleculeJxunctionsXJ
ChemistrygofgMaterialsVJ2014VJ]dVJe]]gWe]ac 9.6 48

132 QuantitativeJmolecularJorbitalJenergiesJwithinJaJuZWZJapproximationXJEuropeangPhysicalgJournalgBVJ
2012VJfcVJ[ 1.2 48

131 −singJ–olecularJresignJtoJqontrolJtheJPerformanceJofJvydrogenWProducingJ
PolymerWprushW–odifiedJPhotocathodesXJJournalgofgPhysicalgChemistrygLettersVJ2014VJcVJa]]]Wd 6.4 47

130 ProbingJadsorptionJinteractionsJinJmetalWorganicJframeworksJusingJμWrayJspectroscopyXJJournalgofg
thegAmericangChemicalgSocietyVJ2013VJ[acVJ[f[faWgZ 16.4 47

129 tirstWprinciplesJvubbardJ−JapproachJforJsmallJmoleculeJbindingJinJmetalWorganicJframeworksXJ
JournalgofgChemicalgPhysicsVJ2016VJ[bbVJ[eb[Zb 3.9 47

128 sffectJofJreducedJdimensionalityJonJtheJopticalJbandJgapJofJ₂r₄iOaXJAppliedgPhysicsgLettersVJ2013VJ
[Z]VJ[]]gZ[ 3.4 45

127 ₂tabilityJandJselfWpassivationJofJcopperJvanadateJphotoanodesJunderJchemicalVJelectrochemicalVJ
andJphotoelectrochemicalJoperationXJPhysicalgChemistrygChemicalgPhysicsVJ2016VJ[fVJgabgWc] 3.6 45

126 –appingJtheJ₄ransmissionJtunctionsJofJ₂ingleW–oleculeJxunctionsXJNanogLettersVJ2016VJ[dVJagbgWcb 11.5 43

125 ₂imultaneousJreterminationJofJ₂tructuresVJ∕ibrationsVJandJtrontierJOrbitalJsnergiesJfromJaJ
₂elfWqonsistentJRangeW₂eparatedJvybridJtunctionalXJJournalgofgPhysicalgChemistrygLettersVJ2014VJcVJ]eabWb[6.4 43

124 rensityJfunctionalJtheoryJbasedJcalculationJofJsmallWpolaronJmobilityJinJhematiteXJPhysicalgReviewgB
VJ2014VJfgVJ 3.3 43

123 RelatingJ₄rendsJinJtirstWPrinciplesJslectronicJ₂tructureJandJOpenWqircuitJ∕oltageJinJOrganicJ
PhotovoltaicsXJJournalgofgPhysicalgChemistrygLettersVJ2011VJ]VJ]ca[W]cae 6.4 43

122 ₂olarJfuelJphotoanodesJpreparedJbyJinkjetJprintingJofJcopperJvanadatesXJJournalgofgMaterialsg
ChemistrygAVJ2016VJbVJebfaWebgb 13 43

121 qOJinducedJphaseJtransitionsJinJdiamineWappendedJmetalWorganicJframeworksXJChemicalgScienceVJ
2015VJdVJc[eeWc[fc 9.4 42
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120 OriginsJofJ₂ingletJtissionJinJ₂olidJPentaceneJfromJanJab´ initioJureenQsJtunctionJopproachXJPhysicalg
ReviewgLettersVJ2017VJ[[gVJ]debZ[ 7.4 42

119 obJinitioJelectronicJrelaxationJtimesJandJtransportJinJnobleJmetalsXJPhysicalgReviewgBVJ2016VJgbVJ 3.3 40

118 qarrierJriffusionJzengthsJsxceedingJ[J˛…mJrespiteJ₄rapWzimitedJ₄ransportJinJvalideJroubleJ
PerovskitesXJACSgEnergygLettersVJ2020VJcVJ[aaeW[abc 20.1 39

117 tormationJofJπ]OaJnanoclustersJinJnanostructuredJferriticJalloysJduringJisothermalJandJ
anisothermalJheatJtreatmenthJoJkineticJ–onteJqarloJstudyXJPhysicalgReviewgBVJ2009VJfZVJ 3.3 38

116 riracJmetalJtoJtopologicalJmetalJtransitionJatJaJstructuralJphaseJchangeJinJou]PbJandJpredictionJofJ
Z]JtopologyJforJtheJsuperconductorXJPhysicalgReviewgBVJ2015VJg[VJ 3.3 37

115 ₄ransferableJpairJpotentialsJforJqd₂JandJZn₂JcrystalsXJJournalgofgChemicalgPhysicsVJ2012VJ[adVJ]ab[[[ 3.9 37

114 ₄uningJtheJbandgapJofJqsogpiprJthroughJdiluteJtinJalloyingXJChemicalgScienceVJ2019VJ[ZVJ[Zd]ZW[Zd]f 9.4 37

113  onperturbativeJvisualizationJofJnanoscaleJplasmonicJfieldJdistributionsJviaJphotonJlocalizationJ
microscopyXJPhysicalgReviewgLettersVJ2011VJ[ZdVJZaebZ] 7.4 36

112
qomparingJtimeWdependentJdensityJfunctionalJtheoryJwithJmanyWbodyJperturbationJtheoryJforJ
semiconductorshJ₂creenedJrangeWseparatedJhybridsJandJtheJuWJplusJpetheW₂alpeterJapproachXJ
PhysicalgReviewgMaterialsVJ2019VJaVJ

3.2 36

111 ProbingJtheJmechanismJofJqOâ��JcaptureJinJdiamineWappendedJmetalWorganicJframeworksJusingJ
measuredJandJsimulatedJμWrayJspectroscopyXJPhysicalgChemistrygChemicalgPhysicsVJ2015VJ[eVJ][bbfWce 3.6 35

110
QuantitativeJPredictionJofJOpticalJobsorptionJinJ–olecularJ₂olidsJfromJanJOptimallyJ₄unedJ
₂creenedJRangeW₂eparatedJvybridJtunctionalXJJournalgofgChemicalgTheorygandgComputationVJ2018VJ
[bVJ]g[gW]g]g

6.4 34

109 ObservationJofJaJtwoWdimensionalJtermiJsurfaceJandJriracJdispersionJinJπb–n₂b]XJPhysicalgReviewg
BVJ2018VJgeVJ 3.3 33

108 obJinitioJphononJdispersionJinJcrystallineJnaphthaleneJusingJvanJderJWaalsJdensityJfunctionalsXJ
PhysicalgReviewgBVJ2016VJgaVJ 3.3 33

107 ₂tructureJandJelectronicJpropertiesJofJceriumJorthophosphatehJ₄heoryJandJexperimentXJPhysicalg
ReviewgBVJ2011VJfaVJ 3.3 33

106 PerformanceJofJvanJderJWaalsJqorrectedJtunctionalsJforJuuestJodsorptionJinJtheJ–RdobdcSJ
–etalWOrganicJtrameworksXJJournalgofgPhysicalgChemistrygAVJ2017VJ[][VJb[agWb[c[ 2.8 32

105 ParameterWfreeJdrivenJziouvilleWvonJ eumannJapproachJforJtimeWdependentJelectronicJtransportJ
simulationsJinJopenJquantumJsystemsXJJournalgofgChemicalgPhysicsVJ2017VJ[bdVJZg]aa[ 3.9 32

104 ₄opologicalJmaterialsJdiscoveryJusingJelectronJfillingJconstraintsXJNaturegPhysicsVJ2018VJ[bVJccWd[ 16.2 32

103 wnterplayJofJpiasWrrivenJqhargingJandJtheJ∕ibrationalJ₂tarkJsffectJinJ–olecularJxunctionsXJNanog
LettersVJ2016VJ[dVJ[[ZbWg 11.5 32

(2016-2017)
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102 PairingVJˇ�WbondingVJandJtheJroleJofJnonlocalityJinJaJdenseJlithiumJmonolayerXJPhysicalgReviewgBVJ2000
VJd]VJfbgbWfbgg 3.3 32

101 odsorptionWwnducedJ₂olventWpasedJslectrostaticJuatingJofJqhargeJ₄ransportJthroughJ–olecularJ
xunctionsXJNanogLettersVJ2015VJ[cVJbbgfWcZa 11.5 30

100 −nderstandingJ₂mallW–oleculeJwnteractionsJinJ–etalWOrganicJtrameworkshJqouplingJsxperimentJ
withJ₄heoryXJAdvancedgMaterialsVJ2015VJ]eVJcefcWgd 24 30

99 qooperativeJqarbonJrioxideJodsorptionJinJolcoholamineWJandJolkoxyalkylamineWtunctionalizedJ
–etalWOrganicJtrameworksXJAngewandtegChemiegwgInternationalgEditionVJ2020VJcgVJ[gbdfW[gbee 16.4 30

98
PushJitJtoJtheJlimithJqharacterizingJtheJconvergenceJofJcommonJsequencesJofJbasisJsetsJforJ
intermolecularJinteractionsJasJdescribedJbyJdensityJfunctionalJtheoryXJJournalgofgChemicalgPhysicsVJ
2016VJ[bbVJ[gbaZd

3.9 29

97 ossessmentJofJtwoJhybridJvanJderJWaalsJdensityJfunctionalsJforJcovalentJandJnonWcovalentJbindingJ
ofJmoleculesXJJournalgofgChemicalgPhysicsVJ2017VJ[bdVJ]ab[Zd 3.9 28

96 snhancementJofJqOJbindingJandJmechanicalJpropertiesJuponJdiamineJfunctionalizationJofJ
–RdobpdcSJmetalWorganicJframeworksXJChemicalgScienceVJ2018VJgVJc[geWc]Zd 9.4 28

95 ₄heoryJofJqovalentJodsorbateJtrontierJOrbitalJsnergiesJonJtunctionalizedJzightWobsorbingJ
₂emiconductorJ₂urfacesXJJournalgofgPhysicalgChemistrygLettersVJ2013VJbVJ[eZ[Wd 6.4 27

94
riscoveryJofJ–anganeseWpasedJ₂olarJtuelJPhotoanodesJviaJwntegrationJofJslectronicJ₂tructureJ
qalculationsVJPourbaixJ₂tabilityJ–odelingVJandJvighW₄hroughputJsxperimentsXJACSgEnergygLettersVJ
2017VJ]VJ]aZeW]a[]

20.1 25

93 –olecularWscaleJquantumJdotsJfromJcarbonJnanotubeJheterojunctionsXJNanogLettersVJ2009VJgVJ[cbbWf 11.5 25

92 ReducingJqoerciveWtieldJ₂calingJinJterroelectricJ₄hinJtilmsJviaJOrientationJqontrolXJACSgNanoVJ2018VJ
[]VJbeadWbeba 16.7 24

91  onlinearJvariationsJinJtheJelectronicJstructureJofJwwâ��∕wJandJwwwâ��∕JwurtziteJsemiconductorsJwithJ
biaxialJstrainXJAppliedgPhysicsgLettersVJ2011VJgfVJ[c][Zf 3.4 24

90 zowWlyingJexcitedJstatesJinJcrystallineJperyleneXJProceedingsgofgthegNationalgAcademygofgSciencesgofg
thegUnitedgStatesgofgAmericaVJ2018VJ[[cVJ]fbW]fg 11.5 23

89 varnessingJqhemicalJRamanJsnhancementJforJ−nderstandingJOrganicJodsorbateJpindingJonJ–etalJ
₂urfacesXJJournalgofgPhysicalgChemistrygLettersVJ2012VJaVJ[aceWd] 6.4 23

88 ProbingJqhargeJ₄ransportJthroughJPeptideJpondsXJJournalgofgPhysicalgChemistrygLettersVJ2018VJgVJedaWede6.4 22

87 –echanismJforJbiasWassistedJindiumJmassJtransportJonJcarbonJnanotubeJsurfacesXJPhysicalgReviewgBVJ
2005VJe]VJ 3.3 22

86 sffectsJofJselfWconsistencyJandJplasmonWpoleJmodelsJonJuWJcalculationsJforJclosedWshellJmoleculesXJ
PhysicalgReviewgBVJ2014VJgZVJ 3.3 21

85 sfficientJreterminationJofJoccurateJtorceJtieldsJforJPorousJ–aterialsJ−singJabJwnitioJ₄otalJsnergyJ
qalculationsXJJournalgofgPhysicalgChemistrygCVJ2014VJ[[fVJ]dgaW]eZ[ 3.8 21
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84 sffectiveJempiricalJcorrectionsJforJbasisJsetJsuperpositionJerrorJinJtheJdef]W₂∕PrJbasishJgqPJandJ
rt₄WqXJJournalgofgChemicalgPhysicsVJ2017VJ[bdVJ]ab[Zc 3.9 21

83 ₂uccessesJandJOpportunitiesJforJriscoveryJofJ–etalJOxideJPhotoanodesJforJ₂olarJtuelsJueneratorsXJ
ACSgEnergygLettersVJ2020VJcVJ[b[aW[b][ 20.1 19

82 tirstWprinciplesJstudiesJofJtheJdynamicsJofJ[]]rotaxaneJmolecularJswitchesXJNanogLettersVJ2009VJgVJa]]cWg11.5 19

81 onJautomaticallyJcuratedJfirstWprinciplesJdatabaseJofJferroelectricsXJScientificgDataVJ2020VJeVJe] 8.2 18

80 ossessingJelectronicJstructureJapproachesJforJgasWligandJinteractionsJinJmetalWorganicJframeworkshJ
theJqO]WbenzeneJcomplexXJJournalgofgChemicalgPhysicsVJ2014VJ[bZVJ[ZbeZe 3.9 18

79 ZigzagJinversionJdomainJboundariesJinJindiumJzincJoxideWbasedJnanowireshJstructureJandJformationXJ
ACSgNanoVJ2013VJeVJ[ZebeWc[ 16.7 18

78 terromagneticJinstabilitiesJinJatomicallyJthinJlithiumJandJsodiumJwiresXJInternationalgJournalgofg
QuantumgChemistryVJ2003VJg[VJ]agW]bb 2.1 18

77 ₄owardsJpredictiveJbandJgapsJforJhalideJperovskiteshJzessonsJfromJoneWshotJandJeigenvalueJ
selfWconsistentJuWXJPhysicalgReviewgMaterialsVJ2019VJaVJ 3.2 18

76 RealWspaceJpseudopotentialJcalculationsJofJspinWdependentJelectronJtransportJinJmagneticJ
molecularJjunctionsXJPhysicalgReviewgBVJ2007VJedVJ 3.3 17

75 OriginsJofJtheJPressureWwnducedJPhaseJ₄ransitionJandJ–etallizationJinJtheJvalideJPerovskiteJ
Rqva vaSPbwaXJACSgEnergygLettersVJ2020VJcVJ][ebW][f[ 20.1 17

74 occeleratingJuWWpasedJsnergyJzevelJolignmentJqalculationsJforJ–oleculeW–etalJwnterfacesJ−singJaJ
₂ubstrateJ₂creeningJopproachXJJournalgofgChemicalgTheorygandgComputationVJ2019VJ[cVJb][fWb]]e 6.4 16

73 zigandJcouplingJsymmetryJcorrelatesJwithJthermopowerJenhancementJinJ
smallWmoleculeYnanocrystalJhybridJmaterialsXJACSgNanoVJ2014VJfVJ[Zc]fWad 16.7 16

72 ∕oltageJrependenceJofJ–oleculeâ��slectrodeJqouplingJinJpiasedJ–olecularJxunctionsXJJournalgofg
PhysicalgChemistrygCVJ2017VJ[][VJ][[adW][[bb 3.8 16

71 tlatJbranchesJandJpressureJamorphizationXJJournalgofgNonwCrystallinegSolidsVJ2002VJaZeWa[ZVJdZ]Wd[] 3.9 16

70 oJdirectJlookJatJhalogenJbondsXJScienceVJ2017VJacfVJ[deW[df 33.3 15

69 ₄hermodynamicJsignatureJofJriracJelectronsJacrossJaJpossibleJtopologicalJtransitionJinJZr₄ecXJ
PhysicalgReviewgBVJ2018VJgeVJ 3.3 15

68 PhosphonicJocidJodsorbatesJ₄uneJtheJ₂urfaceJPotentialJofJ₄iO]JinJuasJandJziquidJsnvironmentsXJ
JournalgofgPhysicalgChemistrygLettersVJ2014VJcVJ]bcZWb 6.4 15

67 πtterbiumWdrivenJstrongJenhancementJofJelectronWphononJcouplingJinJgrapheneXJPhysicalgReviewgBVJ
2014VJgZVJ 3.3 15
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66 ReproducibilityJinJuZWZJcalculationsJforJsolidsXJComputergPhysicsgCommunicationsVJ2020VJ]ccVJ[Ze]b] 4.2 14

65 piWqontainingJnWteWObJ₄hinJtilmsJProvideJtheJzargestJPhotovoltageJandJvighestJ₂tabilityJforJaJ
₂ubW]Je∕JpandJuapJPhotoanodeXJACSgEnergygLettersVJ2018VJaVJ]edgW]eeb 20.1 14

64 qooperativeJuasJodsorptionJwithoutJaJPhaseJ₄ransitionJinJ–etalWOrganicJtrameworksXJPhysicalg
ReviewgLettersVJ2018VJ[][VJZ[ceZ[ 7.4 13

63
qommunicationhJenergyWdependentJresonanceJbroadeningJinJsymmetricJandJasymmetricJmolecularJ
junctionsJfromJanJabJinitioJnonWequilibriumJureenQsJfunctionJapproachXJJournalgofgChemicalgPhysicsVJ
2014VJ[b[VJ[a[[Zb

3.9 13

62 sxpandedJonalogsJofJ₄hreeWrimensionalJzeadWvalideJvybridJPerovskitesXJAngewandtegChemiegwg
InternationalgEditionVJ2020VJcgVJ[gZfeW[gZgb 16.4 12

61 ₂mallWpandWuapJvalideJroubleJPerovskitesXJAngewandtegChemieVJ2018VJ[aZVJ[]gbeW[]gc] 3.6 12

60 tirstWprinciplesJstudyJofJelectronicJstructureJandJphotocatalyticJpropertiesJofJ–n iOaJasJanJalkalineJ
oxygenWevolutionJphotocatalystXJChemicalgCommunicationsVJ2015VJc[VJ]fdeWeZ 5.8 12

59 rirectedJassemblyJofJlayeredJperovskiteJheterostructuresJasJsingleJcrystalsXJNatureVJ2021VJcgeVJaccWacg 50.4 12

58 ₂ingleWmoleculeJjunctionshJthermoelectricityJatJtheJgateXJNaturegNanotechnologyVJ2014VJgVJfedWe 28.7 11

57  umericalJintegrationJforJabJinitioJmanyWelectronJselfJenergyJcalculationsJwithinJtheJuWJ
approximationXJJournalgofgComputationalgPhysicsVJ2015VJ]fdVJ[W[a 4.1 11

56 qompetingJthermodynamicJandJdynamicJfactorsJselectJmolecularJassembliesJonJaJgoldJsurfaceXJ
PhysicalgReviewgLettersVJ2013VJ[[[VJ]dceZ[ 7.4 11

55 tirstWprinciplesJstudiesJofJtheJelectronicJstructureJofJcyclopenteneJonJ₂iRZZ[ShJdensityJfunctionalJ
theoryJandJuWJcalculationsXJPhysicagStatusgSolidigrBs:gBasicgResearchVJ2006VJ]baVJ]ZbfW]Zca 1.3 11

54 snhancedJpolarizationJinJstrainedJpa₄iOaJfromJfirstJprinciplesXJMaterialsgResearchgSocietygSymposiag
ProceedingsVJ2002VJe[fVJ[ 11

53 vighJqompressionWwnducedJqonductivityJinJaJzayeredJquWprJPerovskiteXJAngewandtegChemiegwg
InternationalgEditionVJ2020VJcgVJbZ[eWbZ]] 16.4 11

52 qhemicallyJzocalizedJResonantJsxcitonsJinJ₂ilverWPnictogenJvalideJroubleJPerovskitesXJJournalgofg
PhysicalgChemistrygLettersVJ2021VJ[]VJ]ZceW]Zda 6.4 11

51 qontactJdependenceJofJtheJconductanceJofJv]JmolecularJjunctionsJfromJfirstJprinciplesXJPhysicalg
ReviewgBVJ2008VJeeVJ 3.3 10

50 tirstWprinciplesJdescriptionJofJphononsJinJ icZPtcZJdisorderedJalloyshJ₄heJroleJofJrelaxationXJ
PhysicalgReviewgBVJ2004VJeZVJ 3.3 10

49 termiWcrossingJ₄ypeWwwJriracJfermionsJandJtopologicalJsurfaceJstatesJinJ i₄eXJScientificgReportsVJ2020
VJ[ZVJ[]gce 4.9 10
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48 RoomWtemperatureJskyrmionJlatticeJinJaJlayeredJmagnetJRteqoSue₄eXXJSciencegAdvancesVJ2022VJfVJeabme[Za14.3 10

47 –ethaneJstorageJcapabilitiesJofJdiamondJanaloguesXJPhysicalgChemistrygChemicalgPhysicsVJ2013VJ[cVJ]ZgaeWb]3.6 9

46 snergyJlevelJalignmentJofJselfWassembledJlinearJchainsJofJbenzenediamineJonJouR[[[SJfromJfirstJ
principlesXJPhysicalgReviewgBVJ2016VJgaVJ 3.3 8

45 sffectsJofJquantumJconfinementJonJexcitedJstateJpropertiesJofJ₂r₄iOaJfromJabJinitioJmanyWbodyJ
perturbationJtheoryXJPhysicalgReviewgBVJ2016VJgbVJ 3.3 8

44 onisotropicJ]rJexcitonsJunveiledJinJorganicWinorganicJquantumJwellsXJMaterialsgHorizonsVJ2021VJfVJ[geW]Zf14.4 8

43 onisotropicJriracJtermionsJinJpa–npiJandJpaZnpiXJScientificgReportsVJ2018VJfVJ[ca]] 4.9 8

42
pandJgapsJofJcrystallineJsolidsJfromJWannierWlocalizationWbasedJoptimalJtuningJofJaJscreenedJ
rangeWseparatedJhybridJfunctionalXJProceedingsgofgthegNationalgAcademygofgSciencesgofgthegUnitedg
StatesgofgAmericaVJ2021VJ[[fVJ

11.5 8

41 tirstWPrinciplesJopproachJtoJtheJqonductanceJofJqovalentlyJpoundJ–olecularJxunctionsXJJournalgofg
PhysicalgChemistrygCVJ2019VJ[]aVJdaegWdafe 3.8 7

40 ₄uningJtheJelectronicJstructureJofJ₂r₄iOaY₂rteOaâ��xJsuperlatticesJviaJcompositionJandJvacancyJ
controlXJAPLgMaterialsVJ2014VJ]VJZbd[Z[ 5.7 7

39 XJComputinggingSciencegandgEngineeringVJ2010VJ[]VJ[fW]e 1.5 7

38 ₄heJenergyJlevelJalignmentJatJmetalâ��moleculeJinterfacesJusingJWannierâ��yoopmansJmethodXJ
AppliedgPhysicsgLettersVJ2016VJ[ZfVJ]d][Zb 3.4 7

37 ReducedJscalingJformulationJofJqo₂P₄]JanalyticalJgradientsJusingJtheJsupportingJsubspaceJ
methodXJJournalgofgChemicalgPhysicsVJ2021VJ[cbVJZ[b[Za 3.9 7

36 olgorithmJforJefficientJelasticJtransportJcalculationsJforJarbitraryJdeviceJgeometriesXJPhysicalg
ReviewgBVJ2011VJfbVJ 3.3 6

35 terroelectricityJinJ[[[[]WorientedJepitaxiallyJstrainedJ₂r₄iOaJfromJfirstJprinciplesXJPhysicalgReviewg
MaterialsVJ2019VJaVJ 3.2 6

34 pandJgapJrenormalizationVJcarrierJmobilitiesVJandJtheJelectronWphononJselfWenergyJinJcrystallineJ
naphthaleneXJPhysicalgReviewgBVJ2020VJ[Z[VJ 3.3 5

33 tirstWprinciplesJstudiesJofJprotonWpaJinteractionsJinJdopedJzaPObXJJournalgofgMaterialsgChemistryVJ
2012VJ]]VJaecf 5

32
tromJtheJinterfaceJenergyJtoJtheJsolubilityJlimitJofJaluminiumJinJnickelJfromJfirstWprinciplesJandJ
yineticJ–onteJqarloJcalculationsXJMaterialsgSciencegandgEngineeringgB:gSolidwStategMaterialsgforg
AdvancedgTechnologyVJ2011VJ[edVJedeWee[

3.1 5

31 ₄opologicalJsemimetalJfeaturesJinJtheJmultiferroicJhexagonalJmanganitesXJPhysicalgReviewg
MaterialsVJ2019VJaVJ 3.2 5

(2019-2022)
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30 qooperativeJqarbonJrioxideJodsorptionJinJolcoholamineWJandJolkoxyalkylamineWtunctionalizedJ
–etalâ��OrganicJtrameworksXJAngewandtegChemieVJ2020VJ[a]VJ[gdadW[gdbc 3.6 4

29 odsorptionJandJ₂tabilityJofJˇ�WpondedJsthyleneJonJuaPR[[ZSXJJournalgofgPhysicalgChemistrygCVJ2013VJ
[[eVJ]dZg[W]dZgd 3.8 4

28 PressureJamorphizationJthroughJdisplaciveJdisorderXJEuropeangPhysicalgJournalgEVJ2002VJgVJ]agWba 1.5 4

27 pandJsdgeJ₄ailoringJinJtewWzayerJ₄woWrimensionalJ–olybdenumJ₂ulfideY₂elenideJolloysXJJournalgofg
PhysicalgChemistrygCVJ2020VJ[]bVJ]]fgaW]]gZ] 3.8 4

26 ₂ignaturesJofJpossibleJsurfaceJstatesJinJ₄aosXJPhysicalgReviewgBVJ2020VJ[Z]VJ 3.3 4

25 PhononJ₂creeningJofJsxcitonsJinJ₂emiconductorshJvalideJPerovskitesJandJpeyondXJPhysicalgReviewg
LettersVJ2021VJ[]eVJZdebZ[ 7.4 4

24 smergenceJofJtopologicalJelectronicJphasesJinJelementalJlithiumJunderJpressureXJProceedingsgofgtheg
NationalgAcademygofgSciencesgofgthegUnitedgStatesgofgAmericaVJ2019VJ[[dVJg[geWg]Z[ 11.5 3

23 rehydrogenationJofJommoniaJonJRuRZZZ[SJbyJslectronicJsxcitationsXJJournalgofgPhysicalgChemistrygC
VJ2015VJ[[gVJ[Zc]ZW[Zc]c 3.8 3

22 qovalentJtunctionalizationJofJuaPR[[ZSJ₂urfacesJviaJaJ₂taudingerW₄ypeJReactionJwithJ
PerfluorophenylJozideXJJournalgofgPhysicalgChemistrygCVJ2016VJ[]ZVJ]dbbfW]dbc] 3.8 3

21 ₂uperlatticeWinducedJferroelectricityJinJchargeWorderedJza₂rteOXJProceedingsgofgthegNationalg
AcademygofgSciencesgofgthegUnitedgStatesgofgAmericaVJ2019VJ[[dVJ]age]W]aged 11.5 3

20 slucidatingJheterogeneityJinJnanoplasmonicJstructuresJusingJnonlinearJphotonJlocalizationJ
microscopyXJJournalgofgOpticsgrUnitedgKingdomsVJ2014VJ[dVJ[[bZ[b 1.7 3

19 svolutionJofJtheJwnterfacialJslectronicJ₂tructureJruringJ₄hermalJOxidationXJSpringergSeriesging
MaterialsgScienceVJ2001VJ][gW]bd 0.9 3

18 PushJitJtoJtheJlimithJcomparingJperiodicJandJlocalJapproachesJtoJdensityJfunctionalJtheoryJforJ
intermolecularJinteractionsXJMoleculargPhysicsVJ2019VJ[[eVJ[]gfW[aZc 1.7 3

17
ResonanceJRamanJqharacterizationJofJ₄etraceneJ–onomerJandJ anocrystalshJsxcitedJ₂tateJzatticeJ
ristortionsJWithJwmplicationsJtorJsfficientJ₂ingletJtissionXJJournalgofgPhysicalgChemistrygAVJ2019VJ
[]aVJafdaWafec

2.8 2

16 PredictionJofJ₄iRhosJasJaJriracJnodalJlineJsemimetalJviaJfirstWprinciplesJcalculationsXJPhysicalgReviewg
BVJ2017VJgdVJ 3.3 2

15 wnterfacingJcarbonJnanotubesJofJarbitraryJchiralitiesJintoJlinearJheterojunctionsXJPhysicalgReviewgBVJ
2011VJfaVJ 3.3 2

14 PublisherQsJ otehJobJinitioJstudyJofJtheJphaseJdiagramJofJepitaxialJpa₄iOaJ[PhysXJRevXJpJdgVJ][][Z[J
R]ZZbS]XJPhysicalgReviewgBVJ2004VJeZVJ 3.3 2

13 valfWmagnetizationJplateauJandJtheJoriginJofJthreefoldJsymmetryJbreakingJinJanJelectricallyJ
switchableJtriangularJantiferromagnetXJPhysicalgReviewgResearchVJ2020VJ]VJ 3.9 2
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12 ₄imeWrependentJrensityJtunctionalJ₄heoryJofJ arrowJpandJuapJ₂emiconductorsJ−singJaJ₂creenedJ
RangeW₂eparatedJvybridJtunctionalXJAdvancedgTheorygandgSimulationsVJ2020VJaVJ]ZZZ]]Z 3.5 2

11 uoldWqageJPerovskiteshJoJ₄hreeWrimensionalJouWμJtrameworkJsncasingJwsolatedJ–μJOctahedraJR–JkJ
wnVJ₂bVJpiiJμJkJqlVJprVJwSXJJournalgofgthegAmericangChemicalgSocietyVJ2021VJ[baVJebbZWebbf 16.4 2

10 OriginsJofJanisotropicJtransportJinJtheJelectricallyJswitchableJantiferromagnetJte[Ya b₂]XJPhysicalg
ReviewgBVJ2021VJ[ZaVJ 3.3 2

9 rensityJofJstatesJpredictionJforJmaterialsJdiscoveryJviaJcontrastiveJlearningJfromJprobabilisticJ
embeddingsXXJNaturegCommunicationsVJ2022VJ[aVJgbg 17.4 2

8 vighJqompressionWwnducedJqonductivityJinJaJzayeredJquâ��prJPerovskiteXJAngewandtegChemieVJ2020VJ
[a]VJbZbdWbZc[ 3.6 1

7 sxpandedJonalogsJofJ₄hreeWrimensionalJzeadWvalideJvybridJPerovskitesXJAngewandtegChemieVJ
2020VJ[a]VJ[g]bgW[g]cd 3.6 1

6 pandJsdgeJsnergyJ₄uningJthroughJslectronicJqharacterJvybridizationJinJ₄ernaryJ–etalJ∕anadatesXJ
ChemistrygofgMaterialsVJ2021VJaaVJe]b]We]ca 9.6 1

5 olkalineWstableJnickelJmanganeseJoxidesJwithJidealJbandJgapJforJsolarJfuelJphotoanodesXJChemicalg
CommunicationsVJ2018VJcbVJbd]cWbd]f 5.8 0
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