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k Paper IF Citations

234 βpUprβG erformanceGforGtheGσisibleGmbsorptionGαpectraGofG–rganicGpyesfGGoonventionalGversusG
xongURangeGtybridsVGJournaleofeChemicaleTheoryeandeComputationTG2008TG]TGYZ[U[a 6.4 681

233 mG−ualitativeGundexGofGαpatialGqxtentGinGohargeUβransferGqxcitationsVGJournaleofeChemicaleTheoryeande
ComputationTG2011TGcTGZ]edUaXb 6.4 657

232 mccurateGsimulationGofGopticalGpropertiesGinGdyesVGAccountseofeChemicaleResearchTG2009TG]ZTG[ZbU[] 24.3 404

231 –nGtheG erformancesGofGtheGyXbGramilyGofGpensityGrunctionalsGforGqlectronicGqxcitationGqnergiesVG
JournaleofeChemicaleTheoryeandeComputationTG2010TGbTGZXcYUda 6.4 335

230 yechanismGofGtheGpalladiumUcatalyzedGhomocouplingGofGarylboronicGacidsfGkeyGinvolvementGofGaG
palladiumGperoxoGcomplexVGJournaleofetheeAmericaneChemicaleSocietyTG2006TGYZdTGbdZeU[b 16.4 313

229 ωhatGisGtheGIbestIGatomicGchargeGmodelGtoGdescribeGthroughUspaceGchargeUtransferGexcitationskVG
PhysicaleChemistryeChemicalePhysicsTG2012TGY]TGa[d[Ud 3.6 242

228  hotoinducedGintramolecularGelectronGtransferGinGrutheniumGandGosmiumGpolyadsfGinsightsGfromG
theoryVGJournaleofetheeAmericaneChemicaleSocietyTG2004TGYZbTGYXcb[Ucc 16.4 195

227 βhroughUαpaceGohargeGβransferGinGRodUxikeGyoleculesfGxessonsGfromGβheoryVGJournaleofePhysicale
ChemistryeCTG2012TGYYbTGYYe]bUYYeaa 3.8 193

226 rirstUprinciplesGmodelingGofGdyeUsensitizedGsolarGcellsfGchallengesGandGperspectivesVGAccountseofe
ChemicaleResearchTG2012TG]aTGYZbdUcc 24.3 182

225 mssessmentGofGrunctionalsGforGβpUprβGoalculationsGofGαingletUβripletGβransitionsVGJournaleofe
ChemicaleTheoryeandeComputationTG2010TGbTGYa[ZUc 6.4 173

224 prβGcalculationsGofGmolecularGmagneticGpropertiesGofGcoordinationGcompoundsVGCoordinatione
ChemistryeReviewsTG2003TGZ[dUZ[eTGYdcUZXe 23.2 170

223
–nGtheGoalculationGandGyodelingGofGyagneticGqxchangeGunteractionsGinGωeaklyGnondedGαystemsfG
βheGoaseGofGtheGrerromagneticGoopperPuuQGNmgrgPZQUmzidoGnridgedGoomplexesVGInorganiceChemistryTG
1999TG[dTGYeebUZXX]

5.1 154

222 mGβpUprβGinvestigationGofGgroundGandGexcitedGstateGpropertiesGinGindolineGdyesGusedGforG
dyeUsensitizedGsolarGcellsVGPhysicaleChemistryeChemicalePhysicsTG2009TGYYTGYYZcbUd] 3.6 144

221 ωavelengthUqmissionGβuningGofGZn–GzanowireUnasedGxightUqmittingGpiodesGbyGouGpopingfG
qxperimentalGandGoomputationalGunsightsVGAdvancedeFunctionaleMaterialsTG2011TGZYTG[ab]U[acZ 15.6 138

220 rirstGprinciplesGmodelingGofGeosinUloadedGZn–GfilmsfGaGstepGtowardGtheGunderstandingGofG
dyeUsensitizedGsolarGcellGperformancesVGJournaleofetheeAmericaneChemicaleSocietyTG2009TGY[YTGY]ZeXUd 16.4 120

219 mssessmentGofGtheGˇ�necGfamilyGforGexcitedUstateGcalculationsVGTheoreticaleChemistryeAccountsTG2011TG
YZdTGYZcUY[b 1.9 115

218 σerdictfGβimeUpependentGpensityGrunctionalGβheoryGIzotGsuiltyIGofGxargeGqrrorsGforGoyaninesVG
JournaleofeChemicaleTheoryeandeComputationTG2012TGdTGYZaaUe 6.4 110
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217 mccurateGevaluationGofGvalenceGandGlowUlyingGRydbergGstatesGwithGstandardGtimeUdependentGdensityG
functionalGtheoryVGJournaleofePhysicaleChemistryeATG2007TGYYYTGaa]eUab 2.8 104

216 βimeUdependentGdensityGfunctionalGtheoryGinvestigationGofGtheGabsorptionTGfluorescenceTGandG
phosphorescenceGspectraGofGsolvatedGcoumarinsVGJournaleofeChemicalePhysicsTG2006TGYZaTGYb][Z] 3.9 104

215 βransitionUyetalUrreeG˛–UmrylationGofGqnolizableGmrylGwetonesGandGyechanisticGqvidenceGforGaGRadicalG
 rocessVGAngewandteeChemieeueInternationaleEditionTG2015TGa]TGYXadcUeY 16.4 101

214 oontributionGtoGtheGyechanismGofGoopperUoatalyzedGoâ��zGandGoâ��–GnondGrormationVG
OrganometallicsTG2012TG[YTGcbe]UccXc 3.8 101

213 βpUprβGσibronicGoouplingsGinGmnthraquinonesfGrromGnasisGαetGandGrunctionalGnenchmarksGtoG
mpplicationsGforGundustrialGpyesVGJournaleofeChemicaleTheoryeandeComputationTG2011TGcTGYddZUeZ 6.4 96

212 qxploringGexcitedGstatesGusingGβimeGpependentGpensityGrunctionalGβheoryGandGdensityUbasedG
indexesVGCoordinationeChemistryeReviewsTG2015TG[X]U[XaTGYbbUYcd 23.2 94

211  hototriggeredGxinkageGusomerizationGinGRutheniumâ��pimethylsulfoxydeGoomplexesf´ GunsightsGfromG
βheoryVGJournaleofePhysicaleChemistryeATG2003TGYXcTGYYYdZUYYYeX 2.8 94

210 yodelingGpyeUαensitizedGαolarGoellsfGrromGβheoryGtoGqxperimentVGJournaleofePhysicaleChemistrye
LettersTG2013TG]TGYX]]UaX 6.4 93

209 πltraUsensitiveGandGselectiveGhydrogenGnanosensorGwithGfastGresponseGatGroomGtemperatureGbasedG
onGaGsingleG dWZn–GnanowireVGSensorseandeActuatorseB:eChemicalTG2018TGZa]TGYZaeUYZcX 8.5 91

208 qxtensiveGβpUprβGinvestigationGofGtheGfirstGelectronicGtransitionGinGsubstitutedGazobenzenesVG
ChemicalePhysicseLettersTG2008TG]baTGZZbUZZe 2.5 88

207 RationallyGdesignedGrutheniumGcomplexesGforGYUGandGZUphotonGphotodynamicGtherapyVGNaturee
CommunicationsTG2020TGYYTG[ZbZ 17.4 83

206 βheoreticalGprocedureGforGoptimizingGdyeUsensitizedGsolarGcellsfGfromGelectronicGstructureGtoG
photovoltaicGefficiencyVGJournaleofetheeAmericaneChemicaleSocietyTG2011TGY[[TGdXXaUY[ 16.4 80

205 sroundGandGqxcitedGαtateG ropertiesGandGσibronicGoouplingGmnalysisGofGtheGoreutzâ��βaubeGuonTG
[Pzt[QaRuUpyrazineURuPzt[Qa]aSTGπsingGprβVGJournaleofetheeAmericaneChemicaleSocietyTG1999TGYZYTGYY]YdUYY]Z]16.4 75

204 zonempiricalGpoubleUtybridGrunctionalsfGmnGqffectiveGβoolGforGohemistsVGAccountseofeChemicale
ResearchTG2016TG]eTGYaX[UY[ 24.3 75

203 RationallyGpesignedGxongUωavelengthGmbsorbingGRuPuuQG olypyridylGoomplexesGasG hotosensitizersG
forG hotodynamicGβherapyVGJournaleofetheeAmericaneChemicaleSocietyTG2020TGY]ZTGbacdUbadc 16.4 74

202 mssessmentGofGseveralGhybridGprβGfunctionalsGforGtheGevaluationGofGbondGlengthGalternationGofG
increasinglyGlongGoligomersVGJournaleofePhysicaleChemistryeATG2006TGYYXTGaeaZUe 2.8 71

201 umpactGofGσibronicGoouplingsGonG erceivedGoolorsfGβwoGmnthraquinonesGasGaGωorkingGqxampleVG
JournaleofePhysicaleChemistryeLettersTG2012TG[TG]bdUcY 6.4 69

200 qffectGofGsolventGandGadditivesGonGtheGopenUcircuitGvoltageGofGZn–UbasedGdyeUsensitizedGsolarGcellsfG
aGcombinedGtheoreticalGandGexperimentalGstudyVGPhysicaleChemistryeChemicalePhysicsTG2010TGYZTGY]cYXUe 3.6 67

(2010-2007)
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199 mbsorptionGandGemissionGspectraGinGgasUphaseGandGsolutionGusingGβpUprβfGrormaldehydeGandG
benzeneGasGcaseGstudiesVGChemicalePhysicseLettersTG2006TG]ZYTGZcZUZcb 2.5 66

198 unsightsGintoGωorkingG rinciplesGofGRutheniumG olypyridylGpyeUαensitizedGαolarGoellsGfromGrirstG
 rinciplesGyodelingVGJournaleofePhysicaleChemistryeCTG2011TGYYaTG]ZecU][Xb 3.8 64

197
oompleteGstructuralGandGmagneticGcharacterizationGofGbiologicalGradicalsGinGsolutionGbyGanG
integratedGquantumGmechanicalGapproachfGglycylGradicalGasGaGcaseGstudyVGJournaleofeChemicalePhysicsTG
2004TGYZYTGbcYXUd

3.9 64

196 tighGmspectGRatioGβernaryGZnYâ��xodx–GzanowiresGbyGqlectrodepositionGforGxightUqmittingGpiodeG
mpplicationsVGJournaleofePhysicaleChemistryeCTG2011TGYYaTGY]a]dUY]aad 3.8 61

195 oorrectGdissociationGbehaviorGofGradicalGionsGsuchGasGtZSGinGdensityGfunctionalGcalculationsVGJournale
ofeChemicalePhysicsTG2001TGYY]TGY]]cUY]a[ 3.9 60

194 RevealingGtheG–riginsGofGyechanicallyGunducedGrluorescenceGohangesGinG–rganicGyolecularGorystalsVG
AdvancedeMaterialsTG2018TG[XTGeYdXXdYc 24 58

193 pesigningGmultifunctionalGexpandedGpyridiniumsfGpropertiesGofGbranchedGandGfusedGheadUtoUtailG
bipyridiniumsVGJournaleofetheeAmericaneChemicaleSocietyTG2010TGY[ZTGYbcXXUY[ 16.4 55

192 yultifrequencyGq RGstudyGandGdensityGfunctionalGgUtensorGcalculationsGofGpersistentG
organorheniumGradicalGcomplexesVGJournaleofetheeAmericaneChemicaleSocietyTG2002TGYZ]TGYXab[UcY 16.4 55

191 βwoUelectronGversusGoneUelectronGreductionGofGchalcogensGbyGuraniumPuuuQfGsynthesisGofGaGterminalG
πPσQGpersulfideGcomplexVGChemicaleScienceTG2014TGaTGd]YUd]b 9.4 54

190 qxcitedUαtateGseometriesGofGteteroaromaticGoompoundsfGmGoomparativeGβpUprβGandGαmoUouGαtudyVG
JournaleofeChemicaleTheoryeandeComputationTG2013TGeTGZ[bdUce 6.4 54

189 βheoreticalGinsightsGonG–ZGandGo–GadsorptionGonGneutralGandGpositivelyGchargedGgoldGclustersVG
JournaleofePhysicaleChemistryeBTG2006TGYYXTGYZZ]XUd 3.4 54

188 qvaluatingGpushUpullGdyeGefficiencyGusingGβpUprβGandGchargeGtransferGindicesVGPhysicaleChemistrye
ChemicalePhysicsTG2013TGYaTGZXZYXUe 3.6 53

187 xowUβemperatureG reparationGofGmgUpopedGZn–GzanowireGmrraysTGprβGαtudyTGandGmpplicationGtoG
xightUqmittingGpiodeVGACSeAppliedeMaterialsemamp;eInterfacesTG2015TGcTGYYdcYUdX 9.5 53

186 mbsorptionGandGemissionGspectraGofGYTdUnaphthalimideGfluorophoresfGmG oyUβpUprβGinvestigationVG
ChemicalePhysicsTG2010TG[cZTGbYUbb 2.3 53

185 βheGnatureGofGverticalGexcitedGstatesGofGdyesGcontainingGmetalsGforGpααoGapplicationsfGinsightsGfromG
βpUprβGandGdensityGbasedGindexesVGPhysicaleChemistryeChemicalePhysicsTG2014TGYbTGY]][aU]] 3.6 51

184 qxploringGtheGmetricGofGexcitedGstateGprotonGtransferGreactionsVGJournaleofePhysicaleChemistryeBTG
2013TGYYcTGYbYbaUc[ 3.4 50

183 –nGtheGβpUprβGπσWvisGspectraGaccuracyfGtheGazoalkanesVGTheoreticaleChemistryeAccountsTG2008TGYZXTG]XaU]YX1.9 50

182 βamingGzickelUoatalyzedGαuzukiUyiyauraGoouplingfGmGyechanisticGrocusGonGnoronUtoUzickelG
βransmetalationVGACSeCatalysisTG2018TGdTG]dYZU]dZ[ 13.1 49

Ilaria Ciofini

4



181  erformanceGofGtheGtauUdependentGfunctionalsGinGpredictingGtheGmagneticGcouplingGofGionicG
antiferromagneticGinsulatorsVGJournaleofeChemicalePhysicsTG2004TGYZXTG[dYYUb 3.9 49

180 mGposterioriGcorrectionsGtoGsystematicGfailuresGofGstandardGdensityGfunctionalsfGβheGdissociationGofG
twoUcenterGthreeUelectronGsystemsVGJournaleofeChemicalePhysicsTG2001TGYYaTGYYXbdUYYXce 3.9 48

179 αelfUinteractionGerrorGinGdensityGfunctionalGtheoryfGaGmeanUfieldGcorrectionGforGmoleculesGandGlargeG
systemsVGChemicalePhysicsTG2005TG[XeTGbcUcb 2.3 47

178 mssessmentGofGrecentlyGdevelopedGdensityGfunctionalGapproachesGforGtheGevaluationGofGtheGbondG
lengthGalternationGinGpolyacetyleneVGChemicalePhysicseLettersTG2005TG]XaTG[cbU[dY 2.5 47

177 mGmeanUfieldGselfUinteractionGcorrectionGinGdensityGfunctionalGtheoryfGimplementationGandGvalidationG
forGmoleculesVGChemicalePhysicseLettersTG2003TG[dXTGYZUZX 2.5 45

176
–ccurenceGofGabundantGdiradicaloidGmoietiesGinGtheGinsolubleGorganicGmatterGfromGtheG–rgueilGandG
yurchisonGmeteoritesfGaGfingerprintGofGitsGextraterrestrialGoriginkVGGeochimicaeEteCosmochimicaeActaTG
2004TGbdTGddYUdeY

5.5 45

175
pensityGrunctionalGyodelingGofGpoubleGqxchangeGunteractionsGinGβransitionGyetalGoomplexesVG
oalculationGofGtheGsroundGandGqxcitedGαtateG ropertiesGofG[reZP–tQ[PtmtacnQZ]ZSVGJournaleofethee
AmericaneChemicaleSocietyTG1998TGYZXTGd[acUd[ba

16.4 45

174
yulticonfigurationG airUpensityGrunctionalGβheoryG redictsGαpinUαtateG–rderingGinGuronGoomplexesG
withGtheGαameGmccuracyGasGoompleteGmctiveGαpaceGαecondU–rderG erturbationGβheoryGatGaG
αignificantlyGReducedGoomputationalGoostVGJournaleofePhysicaleChemistryeLettersTG2017TGdTGZXZbUZX[X

6.4 43

173 yodelingGZn–GphasesGusingGaGperiodicGapproachfGfromGbulkGtoGsurfaceGandGbeyondVGJournaleofe
ChemicalePhysicsTG2009TGY[YTGX]]cXd 3.9 43

172  hosphorescentGbinuclearGiridiumGcomplexesGbasedGonGterpyridineUcarboxylatefGanGexperimentalG
andGtheoreticalGstudyVGInorganiceChemistryTG2011TGaXTGdYecUZXb 5.1 42

171 untramolecularGspinGalignmentGinGphotomagneticGmolecularGdevicesfGaGtheoreticalGstudyVGChemistryeue
AeEuropeaneJournalTG2007TGY[TGa[bXUcc 4.8 42

170 αolventGeffectsGonGgUtensorsGofGsemiquinoneGradicalGanionsfGpolarizableGcontinuumGversusGclusterG
modelsVGTheoreticaleChemistryeAccountsTG2004TGYYYTGY[ZUY]X 1.9 42

169 unfluenceGofGtheGrormationGofGtheGtalogenGnondGmrXUGUGUzGonGtheGyechanismGofGpiketonateGxigatedG
oopperUoatalyzedGmminationGofGmromaticGtalidesVGOrganometallicsTG2012TG[YTGeY]UeZX 3.8 41

168
qxpandedGpyridiniumsfGbisUcyclizationGofGbranchedGpyridiniumsGintoGtheirGfusedGpolycyclicGandG
positivelyGchargedGderivativesUUassessingGtheGimpactGofGpericondensationGonGstructuralTG
electrochemicalTGelectronicTGandGphotophysicalGfeaturesVGChemistryeueAeEuropeaneJournalTG2010TGYbTGYYX]cUb[

4.8 40

167 rluorescenceGofGYTdUnaphthalimidefGmG oyUβpUprβGinvestigationVGChemicalePhysicseLettersTG2007TG
]]dTG[Ub 2.5 40

166 yorphologicalGandGchargeGtransportGpropertiesGofGamorphousGandGcrystallineG [tβGandG nβββfG
insightsGfromGtheoryVGPhysicaleChemistryeChemicalePhysicsTG2015TGYcTGYdc]ZUaX 3.6 39

165 RedUlightUdrivenGphotocatalyticGhydrogenGevolutionGusingGaGrutheniumGquaterpyridineGcomplexVG
ChemicaleCommunicationsTG2015TGaYTGeZbYU] 5.8 39

164 oomputationalG rotocolGforGyodelingGβhermochromicGyolecularGorystalsfGαalicylideneGmnilineGmsGaG
oaseGαtudyVGJournaleofeChemicaleTheoryeandeComputationTG2014TGYXTGaaccUda 6.4 39

(2014-2004)
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163  hotoinducedGprocessesGwithinGcompactGdyadsGbasedGonGtriphenylpyridiniumUfunctionalizedG
bipyridylGcomplexesGofGrutheniumPuuQVGChemistryeueAeEuropeaneJournalTG2005TGYYTG[cYYUZc 4.8 39

162 πnderstandingGmggregationUunducedGqmissionGinGyolecularGorystalsfGunsightsGfromGβheoryVGJournale
ofePhysicaleChemistryeCTG2017TGYZYTGac]cUacaZ 3.8 37

161 βheoreticalGunvestigationGofGtoleGβransporterGyaterialsGforGqnergyGpevicesVGJournaleofePhysicale
ChemistryeCTG2015TGYYeTGZ[deXUZ[ded 3.8 37

160 pescribingGexcitedGstateGintramolecularGprotonGtransferGinGdualGemissiveGsystemsfGaGdensityG
functionalGtheoryGbasedGanalysisVGJournaleofePhysicaleChemistryeBTG2015TGYYeTGZ]aeUbb 3.4 37

159 o–G–xidationGonGoationicGsoldGolustersfGmGβheoreticalGαtudyVGJournaleofePhysicaleChemistryeCTG2008TG
YYZTGYdXbYUYdXbb 3.8 37

158 oomparisonGofGstructuralGdynamicsGandGcoherenceGofGdUdGandGyxoβGlightUinducedGspinGstateG
trappingVGChemicaleScienceTG2017TGdTG]ecdU]edb 9.4 35

157 oopperUoatalyzedGtydroaminationGofGmllenesfGfromGyechanisticGπnderstandingGtoGyethodologyG
pevelopmentVGACSeCatalysisTG2017TGcTG]Za[U]Zb] 13.1 35

156 zonUradiativeGdecayGpathsGinGrhodaminesfGnewGtheoreticalGinsightsVGPhysicaleChemistryeChemicale
PhysicsTG2014TGYbTGZXbdYUd 3.6 35

155 βheoreticalGdeterminationGofGtheGpwasGofGtheGdUhydroxyquinolineUaUsulfonicGacidfGmGprβGbasedG
approachVGChemicalePhysicseLettersTG2009TG]cZTG[XU[] 2.5 35

154 αtructureGandGyagneticG ropertiesGofG–xoverdazylGRadicalsGandGniradicalsGbyGanGuntegratedG
oomputationalGmpproachVGJournaleofePhysicaleChemistryeATG1999TGYX[TG]ZcaU]ZdZ 2.8 35

153 mcetylacetoneTGanGinterestingGanchoringGgroupGforGZn–UbasedGorganicUinorganicGhybridGmaterialsfGaG
combinedGexperimentalGandGtheoreticalGstudyVGLangmuirTG2011TGZcTG[]]ZUaX 4 34

152 unvestigationGofGzx–GpropertiesGofGsubstitutedGPyQUtetrathiaU[c]UhelicenesGbyGsemiempiricalGandGprβG
methodsVGInternationaleJournaleofeQuantumeChemistryTG2003TGeYTGZecU[XZ 2.1 34

151 untermolecularGprotonGshuttlingGinGexcitedGstateGprotonGtransferGreactionsfGinsightsGfromGtheoryVG
PhysicaleChemistryeChemicalePhysicsTG2014TGYbTGdbbYUb 3.6 33

150 usGβhereGαtillGRoomGforG arameterGrreeGpoubleGtybridskG erformancesGofG nqXUptGandGnZ xY G
overGqxtendedGnenchmarkGαetsVGJournaleofeChemicaleTheoryeandeComputationTG2013TGeTG[]]]UaZ 6.4 33

149
nenchmarkGαtudyGonGtheGβripletGqxcitedUαtateGseometriesGandG hosphorescenceGqnergiesGofG
teterocyclicGoompoundsfGoomparisonGnetweenGβpU nqXGandGαmoUouVGJournaleofeChemicaleTheorye
andeComputationTG2014TGYXTG[ebeUce

6.4 32

148 piscriminatingGroleGofGbasesGinGdiketonateGcopperPuQUcatalyzedGoU–GcouplingsfGphenolGversusG
diaryletherVGDaltoneTransactionsTG2013TG]ZTGa[]dUa] 4.3 32

147 mbsorptionGspectraGofGazobenzenesGsimulatedGwithGtimeUdependentGdensityGfunctionalGtheoryVG
InternationaleJournaleofeQuantumeChemistryTG2011TGYYYTG]ZZ]U]Z]X 2.1 32

146 rastGandGreliableGtheoreticalGdeterminationGofGpwaRGforGphotoacidsVGJournaleofePhysicaleChemistryeATG
2008TGYYZTGce]Ub 2.8 32
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145  dUcatalyzedGhomocouplingGreactionGofGarylboronicGacidfGinsightsGfromGdensityGfunctionalGtheoryVG
JournaleofePhysicaleChemistryeATG2008TGYYZTGYZdebUeX[ 2.8 32

144 βheoreticalGanalysisGofGtheGelectronicGpropertiesGofGz[GderivativesVGJournaleofePhysicaleChemistryeATG
2007TGYYYTGY[YXbUYY 2.8 31

143
oonformationallyGgatedGphotoinducedGprocessesGwithinGphotosensitizerUacceptorGdyadsGbasedGonG
osmiumPuuQGcomplexesGwithGtriarylpyridinioUfunctionalizedGterpyridylGligandsfGinsightsGfromG
theoreticalGanalysisVGInorganiceChemistryTG2006TG]aTGaa[dUaY

5.1 31

142 ohargeGtransferGexcitationsGinGβpprβfGmGghostUhunterGindexVGJournaleofeComputationaleChemistryTG
2017TG[dTGZYaYUZYab 3.5 30

141 untrinsicGandGdynamicalGreactionGpathwaysGofGanGexcitedGstateGprotonGtransferVGJournaleofePhysicale
ChemistryeBTG2015TGYYeTGZbaXUc 3.4 30

140 σibrationalGanalysisGofGglycineGradicalfGaGcomparativeGabGinitioGstaticGandGdynamicGstudyVGPhysicale
ChemistryeChemicalePhysicsTG2009TGYYTG][caUd] 3.6 30

139 qffectGofGselfUinteractionGerrorGinGtheGevaluationGofGtheGbondGlengthGalternationGinG
transUpolyacetyleneGusingGdensityUfunctionalGtheoryVGJournaleofeChemicalePhysicsTG2005TGYZ[TGYZYYXZ 3.9 30

138 xowUβemperatureGαolutionGαynthesisGofGmuUyodifiedGZn–GzanowiresGforGtighlyGqfficientGtydrogenG
zanosensorsVGACSeAppliedeMaterialsemamp;eInterfacesTG2019TGYYTG[ZYYaU[ZYZb 9.5 29

137  hotophysicalGpropertiesGofGzuRUemittingGfluorescenceGprobesfGinsightsGfromGβpUprβVGPhysicale
ChemistryeChemicalePhysicsTG2013TGYaTGYXXYeUZc 3.6 29

136  hotophysicalGpropertiesGofGdUhydroxyquinolineUaUsulfonicGacidGasGaGfunctionGofGtheGptfGaGβpUprβG
investigationVGJournaleofePhysicaleChemistryeATG2010TGYY]TGae[ZUe 2.8 29

135 qffectsGofGαubstituentsGonGβransportG ropertiesGofGyolecularGyaterialsGforG–rganicGαolarGoellsfGmG
βheoreticalGunvestigationVGChemistryeofeMaterialsTG2017TGZeTGbc[UbdY 9.6 28

134
mGRuPuuQGpolypyridylGcomplexGbearingGaldehydeGfunctionsGasGaGversatileGsyntheticGprecursorGforG
longUwavelengthGabsorbingGphotodynamicGtherapyGphotosensitizersVGBioorganiceandeMedicinale
ChemistryTG2019TGZcTGZbbbUZbca

3.4 28

133 unterfacialGqngineeringGthroughGohlorideUrunctionalizedGαelfUmssembledGyonolayersGforG
tighU erformanceG erovskiteGαolarGoellsVGACSeAppliedeMaterialsemamp;eInterfacesTG2020TGYZTGc]]UcaZ 9.5 28

132 ReachingGoptimalGlightUinducedGintramolecularGspinGalignmentGwithinGphotomagneticGmolecularG
deviceGprototypesVGChemistryeueAeEuropeaneJournalTG2008TGY]TGYY[daU]Xa 4.8 27

131 RevisitingGtheGrelationshipGbetweenGtheGbondGlengthGalternationGandGtheGfirstGhyperpolarizabilityG
withGrangeUseparatedGhybridGfunctionalsVGJournaleofeComputationaleChemistryTG2008TGZeTGeZYUa 3.5 27

130 runctionalizedG dWZn–GzanowiresGforGzanosensorsVGPhysicaeStatuseSolidieueRapideResearcheLettersTG
2018TGYZTGYcXX[ZY 2.5 27

129 poubleGhybridsGandGtimeUdependentGdensityGfunctionalGtheoryfGmnGimplementationGandGbenchmarkG
onGchargeGtransferGexcitedGstatesVGJournaleofeComputationaleChemistryTG2020TG]YTGYZ]ZUYZaY 3.5 26

128 yechanisticGunsightsGintoGokzGoouplingGoatalyzedGbyGYT[UpiketonateUxigatedGoopperfG
πnprecedentedGmctivationGofGmrylGuodideVGChemCatChemTG2011TG[TG[XaU[Xe 5.2 26

(2011-2008)
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127
q RTGqzp–RTGandGtYαo–RqGstudyGofGtheGstructureGandGtheGstabilityGofGvanadylUporphyrinGcomplexesG
encapsulatedGinGsilicafGpotentialGparamagneticGbiomarkersGforGtheGoriginGofGlifeVGJournaleofePhysicale
ChemistryeBTG2010TGYY]TG[cY]UZa

3.4 26

126 mGprβGinvestigationGofGo–GoxidationGoverGneutralGandGcationicGgoldGclustersVGComputationaleande
TheoreticaleChemistryTG2009TGeX[TG[]U]X 26

125
yolecularGdyadsGofGrutheniumPuuQUGorGosmiumPuuQUbisPterpyridineQGchromophoresGandGexpandedG
pyridiniumGacceptorsfGequilibrationGbetweenGyxoβGandGchargeUseparatedGexcitedGstatesVGInorganice
ChemistryTG2013TGaZTGYYe]]Uaa

5.1 25

124 mGtheoreticalGspectroscopyGinvestigationGofGbifunctionalGplatinumUbridgedGdiarylethenesVGChemicale
PhysicseLettersTG2011TGaXZTGccUdY 2.5 25

123 ohemicallyGintuitiveGindicesGforGchargeUtransferGexcitationGbasedGonGαmoUouGandGβpUprβGcalculationsVG
JournaleofeComputationaleChemistryTG2013TG[]TGZ]edUaXY 3.5 24

122 yetricsGforGyolecularGqlectronicGqxcitationsfGmGoomparisonGbetweenG–rbitalUGandGpensityUnasedG
pescriptorsVGJournaleofePhysicaleChemistryeATG2017TGYZYTGca][Uca]e 2.8 24

121  hotoinducedGelectronGtransferGinG–sPterpyridineQUbiphenyleneUPbiQpyridiniumGassembliesVGInorganice
ChemistryTG2012TGaYTGa[]ZUaZ 5.1 24

120 αingleUstepGversusGstepwiseGtwoUelectronGreductionGofGpolyarylpyridiniumsfGinsightsGfromGtheGstericG
switchingGofGredoxGpotentialGcompressionVGJournaleofetheeAmericaneChemicaleSocietyTG2012TGY[]TGZbeYUcXa16.4 24

119 mmphiphilicGacidsGasGcoUadsorbentsGofGmetalUfreeGorganicGdyesGforGtheGefficientGsensitizationGofG
nanostructuredGphotoelectrodeVGRSCeAdvancesTG2012TGZTGYYd[b 3.7 23

118 βheoreticalGinsightsGintoGbranchedGandGfusedGexpandedGpyridiniumsGbyGtheGmeansGofGdensityG
functionalGtheoryVGJournaleofePhysicaleChemistryeATG2010TGYY]TGd][]U][ 2.8 23

117 rirstUprincipleGmolecularGdynamicsGofGtheGnerryGpseudorotationfGinsightsGonGYerGzyRGinGαr]VGJournale
ofeChemicalePhysicsTG2004TGYZXTGeYbcUc] 3.9 23

116
wineticsGofGyultielectronGβransfersGandGRedoxUunducedGαtructuralGohangesGinGzUmrylUqxpandedG
 yridiniumsfGqstablishingGβheirGπnusualTGσersatileGqlectrophoricGmctivityVGJournaleofetheeAmericane
ChemicaleSocietyTG2015TGY[cTGYY[]eUb]

16.4 22

115 racileG–neU otGαynthesisGofGRutheniumPuuQG−uaterpyridineUnasedG hotosensitizersGforG
 hotocatalyzedGtydrogenG roductionVGInorganiceChemistryTG2017TGabTGeaYaUeaZ] 5.1 22

114 RevisitingGtheGimportanceGofGdyeGbindingGmodeGinGdyeUsensitizedGsolarGcellsfGaGperiodicGviewpointVG
JournaleofeMaterialseChemistryTG2012TGZZTGYZZXa 22

113 oonfinementGqffectsGonGπσUσisibleGmbsorptionGαpectrafG˛†UoaroteneGunsideGoarbonGzanotubeGasGaG
βestGoaseVGJournaleofePhysicaleChemistryeLettersTG2013TG]TGYZ[eU][ 6.4 22

112
qnvironmentalGeffectsGonGelectronicGabsorptionGspectraGusingGprβfGmnGorganicGandGpositivelyG
chargedGfusedGpolycyclicGchromophoreGasGaGcaseGstudyVGComputationaleandeTheoreticaleChemistryTG
2009TGeY]TGe]Uee

22

111 mtypicalGxoneG airUˇ�GunteractionGwithG−uinoneGyethidesGinGaGαeriesGofGumidoUrerrociphenolG
mnticancerGprugGoandidatesVGAngewandteeChemieeueInternationaleEditionTG2019TGadTGd]ZYUd]Za 16.4 21

110 pirectGαpirocyclizationGfromGwetoUsulfonamidesfGmnGmpproachGtoGmzaspiroGoompoundsVGOrganice
LettersTG2017TGYeTGaX]ZUaX]a 6.2 21

Ilaria Ciofini
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109 αpectralGpropertiesGofGbipyridylGligandsGbyGtimeUdependentGdensityGfunctionalGtheoryVGChemicale
PhysicseLettersTG2006TG]YcTG]]aU]aY 2.5 21

108 yodelingGemissionGfeaturesGofGsalicylideneGanilineGmolecularGcrystalsfGmG−yW−yOGapproachVGJournale
ofeComputationaleChemistryTG2016TG[cTGdbYUcX 3.5 21

107 yodellingGphotophysicalGpropertiesGofGmetalUorganicGframeworksfGaGdensityGfunctionalGtheoryG
basedGapproachVGPhysicaleChemistryeChemicalePhysicsTG2016TGYdTGZaYcbUZaYdZ 3.6 20

106 ResponseGqnhancementGofGαelfU oweredGσisibleUnlindGπσG hotodetectorsGbyGzanostructuredG
teterointerfaceGqngineeringVGAdvancedeFunctionaleMaterialsTG2019TGZeTGYeX[edY 15.6 20

105 σisibleGspectrumGofGnaphthazarinGinvestigatedGthroughGβimeUpependentGpensityGrunctionalGβheoryVG
ChemicalePhysicseLettersTG2010TG]e[TGbcUcY 2.5 19

104 oomparisonGofGtheoreticalGapproachesGforGcomputingGtheGbondGlengthGalternationGofG
polymethineimineVGChemicalePhysicsTG2007TG[[ZTGceUda 2.3 19

103 untrinsicGandGqnvironmentalGqffectsGonGtheGwineticGandGβhermodynamicsGofGxinkageGusomerizationGinG
zitritopentaamminecobaltPuuuQGoomplexVGJournaleofePhysicaleChemistryeATG2001TGYXaTGYXdbUYXeZ 2.8 19

102
qlectrostaticGqmbeddingGβoGyodelGtheGumpactGofGqnvironmentGonG hotophysicalG ropertiesGofG
yolecularGorystalsfGmGαelfUoonsistentGohargeGmdjustmentG rocedureVGJournaleofeChemicaleTheoryeande
ComputationTG2016TGYZTG[[YbUZ]

6.4 19

101 oomputationalGunsightsGintoGqxcitedUαtateG rotonUβransferGReactionsGinGmzoGandGmzomethineGpyesVG
ChemPhysChemTG2015TGYbTG[ebbUc[ 3.2 18

100
untramolecularGspinGalignmentGwithinGmonoUoxidizedGandGphotoexcitedGanthraceneUbasedGpiGradicalsG
asGprototypicalGphotomagneticGmolecularGdevicesfGrelationshipsGbetweenGelectrochemicalTG
photophysicalTGandGphotochemicalGcontrolGpathwaysVGChemistryeueAeEuropeaneJournalTG2009TGYaTGYYZYXUZX

4.8 18

99 towGareGtheGchargeGtransferGdescriptorsGaffectedGbyGtheGqualityGofGtheGunderpinningGelectronicG
densitykVGJournaleofeComputationaleChemistryTG2018TG[eTGc[aUc]Z 3.5 17

98 unvestigationGofGtheGbulkGandGsurfaceGpropertiesGofGodαefGinsightsGfromGtheoryVGPhysicaleChemistrye
ChemicalePhysicsTG2014TGYbTGZ[ZaYUe 3.6 17

97 –nGtheGabsorptionGspectraGofGrecentlyGsynthesizedGcarbonylGdyesfGβpUprβGinsightsVGJournaleofe
PhysicaleChemistryeATG2010TGYY]TGeaceUdZ 2.8 17

96 yappingGtheGmanyUelectronGgeneralisedGspinUexchangeGtamiltonianGtoGaccurateGpostUtrG
calculationsVGChemicalePhysicsTG2005TG[XeTGY[[UY]Y 2.3 17

95 yultipleGRolesGofGusocyanidesGinG alladiumUoatalyzedGumidoylativeGoouplingsfGmGyechanisticGαtudyVG
ChemistryeueAeEuropeaneJournalTG2016TGZZTGYa]eYUYaaXX 4.8 17

94 zonUparametrizedGfunctionalsGwithGempiricalGdispersionGcorrectionsfGmGhappyGmatchkVGTheoreticale
ChemistryeAccountsTG2015TGY[]TGY 1.9 16

93 oommunicationfGqvaluatingGnonUempiricalGdoubleGhybridGfunctionalsGforGspinUstateGenergeticsGinG
transitionUmetalGcomplexesVGJournaleofeChemicalePhysicsTG2018TGY]dTGX]YYX[ 3.9 16

92 mnchoringGgroupsGforGdyesGinGpUpααoGapplicationfGinsightsGfromGprβVGJournaleofeMoleculareModelingTG
2016TGZZTGZde 2 16

(2016-2006)
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91 xigandUstabilizedGodαeGnanoplateletGhybridGstructuresGwithGtailoredGgeometricGandGelectronicG
propertiesVGzewGinsightsGfromGtheoryVGRSCeAdvancesTG2014TG]TGaaedXUaaede 3.7 16

90 yodelingGofGchargeGtransferGprocessesGtoGunderstandGphotophysicalGsignaturesfGβheGcaseGofG
RhodamineGYYXVGChemicalePhysicseLettersTG2014TGbYXUbYYTGY]dUYaZ 2.5 16

89 πnderstandingGtheGredoxGpropertiesGofGdinuclearGrutheniumPuuQGcomplexesGbyGaGjointGexperimentalG
andGtheoreticalGanalysisVGDaltoneTransactionsTG2013TG]ZTGaZdYUeY 4.3 16

88
rirstGqvidenceGofGtheG–xidativeGmdditionGofGreXPzTzQZGtoGmrylGtalidesfGβhisG reconditionGusGzotGaG
suaranteeGofGqfficientGuronUoatalysedGoâ��zGorossUoouplingGReactionsVGEuropeaneJournaleofeOrganice
ChemistryTG2011TGZXYYTG[cbdU[cdX

3.2 16

87 πnveilingGtheGReactivityGofGaGαyntheticGyimicGofGtheG–xygenGqvolvingGoomplexVGJournaleofePhysicale
ChemistryeLettersTG2016TGcTGaXYaUaXZY 6.4 15

86 oopperUoatalyzedGtydroaminationGofGzUmllenylazolesfGmccessGtoGmminoUαubstitutedGzUσinylazolesVG
AdvancedeSynthesiseandeCatalysisTG2017TG[aeTG][ddU][eZ 5.6 15

85 αolventGtunedGsingleGmoleculeGdualGemissionGinGproticGsolventsfGeffectGofGpolarityGandGtUbondingVG
FaradayeDiscussionsTG2015TGYdaTGZdaUec 3.6 15

84 βictoidGexpandedGpyridiniumsfGassessingGstructuralTGelectrochemicalTGelectronicTGandGphotophysicalG
featuresVGJournaleofePhysicaleChemistryeATG2012TGYYbTGcddXUeY 2.8 15

83 βheoreticalGstudyGofGabsorptionGandGemissionGpropertiesGofGgreenGandGyellowGemittingGiridiumPuuuQG
complexesVGJournaleofePhysicaleChemistryeATG2011TGYYaTGYYdbYUa 2.8 15

82 βheoreticalGmodellingGofGphotoactiveGmolecularGsystemsfGinsightsGusingGtheGpensityGrunctionalG
βheoryVGCompteseRenduseChimieTG2006TGeTGZZbUZ[e 2.7 15

81 oopperUamyloidU˛†GcomplexGmayGcatalyzeGperoxynitriteGproductionGinGbrainfGevidenceGfromG
molecularGmodelingVGPhysicaleChemistryeChemicalePhysicsTG2014TGYbTGYXYbeUc] 3.6 14

80 αolventUtunedGdualGemissionfGaGstructuralGandGelectronicGinterplayGhighlightingGaGnovelGplanarGuoβG
P– uoβQVGPhysicaleChemistryeChemicalePhysicsTG2015TGYcTGcb[eU]Z 3.6 14

79
oomparingGtheGperformanceGofGβpUprβGandGαmoUouGmethodsGinGtheGdescriptionGofGexcitedGstatesG
potentialGenergyGsurfacesfGmnGexcitedGstateGprotonGtransferGreactionGasGcaseGstudyVGJournaleofe
ComputationaleChemistryTG2017TG[dTGYXd]UYXeZ

3.5 13

78 qthyleneGdimerizationGcatalyzedGbyGmixedGphosphineUiminophosphoraneGnickelPuuQGcomplexesfGaGprβG
investigationVGJournaleofeMoleculareModelingTG2013TGYeTGZYXcUYd 2 13

77 qxploringGtheGphotophysicalGbehaviourGofGsupramolecularGsystemsfGproblemsGandGperspectivesVG
TheoreticaleChemistryeAccountsTG2006TGYYbTGZYeUZ[Y 1.9 13

76 –pticalGpropertiesGofGtheGdibenzothiazolylphenolGmolecularGcrystalsGthroughG–zu–yGcalculationsfG
theGeffectGofGtheGelectrostaticGembeddingGschemeVGTheoreticaleChemistryeAccountsTG2016TGY[aTGY 1.9 13

75 βheoreticalGapproachesGforGpredictingGtheGcolorGofGrigidGdyesGinGsolutionVGJournaleofeComputationale
ChemistryTG2017TG[dTGeedUYXX] 3.5 12

74 qnzymaticGoxidationGofGansaUferrocifenGleadsGtoGstrongGandGselectiveGthioredoxinGreductaseG
inhibitionGinGvitroVGJournaleofeInorganiceBiochemistryTG2016TGYbaTGY]bUYaY 4.2 12

Ilaria Ciofini
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73 mssessingGtheGperformancesGofGsomeGrecentlyGproposedGdensityGfunctionalsGforGtheGdescriptionGofG
organometallicGstructuresVGTheoreticaleChemistryeAccountsTG2013TGY[ZTGY 1.9 12

72 seneralizedGgradientGexchangeGfunctionalsGbasedGonGtheGgradientUregulatedGconnectionfGaGnewG
memberGofGtheGβomGfamilyVGTheoreticaleChemistryeAccountsTG2012TGY[YTGY 1.9 12

71 qnvironmentGeffectsGonGtheGoxidationGofGthiolsfGcobaltGphthalocyanineGasGaGtestGcaseVGChemicale
PhysicseLettersTG2003TG[cbTGbeXUbec 2.5 12

70 mggregationGqffectsGonG igmentGooatingsfG igmentGRedGYceGasGaGoaseGαtudyVGACSeOmegaTG2019TG]TGZX[YaUZX[Z[3.9 12

69
mGfamilyGofGRuPuuQGcomplexesGbuiltGonGaGnovelGsexipyridineGbuildingGblockfGsynthesisTGphotophysicalG
propertiesGandGtheGrareGstructuralGcharacterizationGofGaGtrirutheniumGspeciesVGDaltoneTransactionsTG
2015TG]]TGYYaaYUbY

4.3 11

68 mGprβGstudyGofGmagneticGinteractionsGinGphotoswitchableGsystemsVGChemicalePhysicseLettersTG2012TG
a]ZTGY[UYd 2.5 11

67 −uantifyingGelectronGdelocalizationGinGorthogonalGchannelsfGβheoreticalGinvestigationGofGˇ�GandGˇ�G
aromaticityGinG[obub]ZSGandG[obolb]ZSVGChemicalePhysicseLettersTG2007TG][aTGYcYUYca 2.5 11

66 ReactivityGofGnitrobenzofurazanGtowardsGnucleophilesfGunsightsGfromGprβVGChemicalePhysicseLettersTG
2008TG]bYTGYbUZX 2.5 11

65 mGqualitativeGmodelGtoGidentifyGnonUradiativeGdecayGchannelsfGtheGspiropyranGasGcaseGstudyVG
TheoreticaleChemistryeAccountsTG2016TGY[aTGY 1.9 11

64 −uantifyingGpartialGholeUparticleGdistanceGatGtheGexcitedGstatefGmGrevisedGversionGofGtheGpoβGindexVG
ChemicalePhysicseLettersTG2019TGcY]TGdYUdb 2.5 11

63 seneralGpensityUnasedGundexGtoGmnalyzeGohargeGβransferG henomenafGrromGyodelsGtoGnutterflyG
yoleculesVGJournaleofeChemicaleTheoryeandeComputationTG2020TGYbTG]a][U]aa[ 6.4 10

62 πsingGpensityGnasedGundexesGandGωaveGrunctionGyethodsGforGtheGpescriptionGofGqxcitedGαtatesfG
qxcitedGαtateG rotonGβransferGReactionsGasGaGβestGoaseVGJournaleofePhysicaleChemistryeATG2018TGYZZTG[caU[dZ2.8 10

61 σibrationalGbehaviorGofGtetrahedralGdXGoxoUcompoundsfGmGtheoreticalGstudyVGChemicalePhysicse
LettersTG2006TG]ZeTGaZUac 2.5 10

60 αolventGeffectsGonGmolecularGreactivityGdescriptorsfGsomeGtestGcasesVGTheoreticaleChemistryeAccounts
TG2004TGYYYTGYddUYea 1.9 10

59 mssessingGchallengingGintraUGandGinterUmolecularGchargeUtransferGexcitationsGenergiesGwithG
doubleUhybridGdensityGfunctionalsVGJournaleofeComputationaleChemistryTG2021TG]ZTGecXUedY 3.5 10

58 qxcitedUαtateG rotonGβransferGandGuntramolecularGohargeGβransferGinGYT[UpiketoneGyoleculesVG
ChemPhysChemTG2016TGYcTGYa[XUd 3.2 10

57 oopperUoatalysedGtydroaminationGofGzUmllenylsulfonamidesfGβheGweyGRoleGofGmncillaryG
ooordinatingGsroupsVGSynthesisTG2019TGaYTGYZZaUYZ[] 2.9 10

56 qmissiveGmzobenzenesGpeliveredGonGaGαilverGooordinationG olymerVGInorganiceChemistryTG2018TGacTGYaXXeUYaXZZ5.1 10

(2018-2013)
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55 αtereoselectiveGaccessGtoGtrisubstitutedGfluorinatedGalkenylGthioethersVGCatalysiseScienceeande
TechnologyTG2017TGcTGYeZYUYeZc 5.5 9

54 qlectronGαtorageGαystemGnasedGonGaGβwoUωayGunversionGofGRedoxG otentialsVGJournaleofethee
AmericaneChemicaleSocietyTG2020TGY]ZTGaYbZUaYcb 16.4 9

53  romisingGanchoringGgroupsGforGZn–UbasedGhybridGmaterialsfGmGperiodicGdensityGfunctionalGtheoryG
investigationVGInternationaleJournaleofeQuantumeChemistryTG2012TGYYZTGZXbZUZXcY 2.1 9

52 qlectronicGspectrumGofGZUpyridoneSfGmbGinitioGandGtimeUdependentGdensityGfunctionalGcalculationsVG
InternationaleJournaleofeQuantumeChemistryTG2010TGYYXTG]edUaX] 2.1 9

51 qxcitedGstateGtrackingGduringGtheGrelaxationGofGcoordinationGcompoundsVGJournaleofeComputationale
ChemistryTG2019TG]XTGY]ZXUY]Zd 3.5 8

50 mnGelectronGdensityGbasedGanalysisGtoGestablishGtheGelectronicGadiabaticityGofGprotonGcoupledG
electronGtransferGreactionsVGJournaleofeComputationaleChemistryTG2020TG]YTGYd[aUYd]Y 3.5 8

49
 ianoUstoolGdGbGUrhodiumPuuuQGcomplexesGofGchelatingGpyridineUbasedGligandsGandGtheirGpapainG
bioconjugatesGforGtheGcatalysisGofGtransferGhydrogenationGofGarylGketonesGinGaqueousGmediumVG
JournaleofeMoleculareCatalysiseB:eEnzymaticTG2015TGYZZTG[Y]U[ZZ

8

48 oombinedGoomputationalGandGqxperimentalGαtudyGofGodαeαWZnαGzanoplateletsfGαtructuralTG
σibrationalTGandGqlectronicGmspectsGofGooreUαhellGunterfaceGrormationVGLangmuirTG2018TG[]TGY[dZdUY[d[b 4 8

47 αupramolecularGmnchoringGofGzozU incerG alladiumGoomplexesGintoGaG˛†UnarrelG roteinGtostfG
yolecularUpockingGandGReactivityGunsightsVGEuropeaneJournaleofeInorganiceChemistryTG2017TGZXYcTG[bZZU[b[]2.3 7

46 αmallGnasisGαetGmllowingGtheGRecoveryGofGpispersionGunteractionsGwithGpoubleUtybridGrunctionalsVG
JournaleofeChemicaleTheoryeandeComputationTG2019TGYaTGZe]]UZea[ 6.4 7

45 mntagonisticGqffectGofGmcetatesGinGoâ��zGnondGrormationGwithGunGαituGseneratedGpiazoniumGαaltsfGmG
oombinedGβheoreticalGandGqxperimentalGαtudyVGEuropeaneJournaleofeOrganiceChemistryTG2016TGZXYbTGaddcUadeb3.2 7

44 αtaticGandGdynamicGapproachesGforGtheGcalculationGofGzyRGparametersfG ermanganateGionGasGaGcaseG
studyVGComputationaleandeTheoreticaleChemistryTG2006TGcbZTGY[[UY[c 7

43 qlectronGαpinGpensitiesGandGpensityGrunctionalGmpproximationsfG–penUαhellG olycyclicGmromaticG
tydrocarbonsGasGoaseGαtudyVGJournaleofeChemicaleTheoryeandeComputationTG2020TGYbTG[abcU[acc 6.4 6

42 αpectralGsignatureGofGaGRuPuuTGuuuTGuσQGcomplexfGaGcombinedGexperimentalGandGtheoreticalG
investigationVGDaltoneTransactionsTG2013TG]ZTGce][UaY 4.3 6

41 βheoreticalGinvestigationGofGtheGconformationalGbehaviourGofGzUphenylbenzohydroxamicGacidGinG
solutionVGMagneticeResonanceeineChemistryTG2004TG]ZGαpecGnoTGα]dUab 2.1 6

40 xigandGexchangeGonGodαeGnanoplateletsGforGtheGsolarGlightGsensitizationGofGβi–ZGandGZn–GnanorodG
arraysVGJournaleofePhotochemistryeandePhotobiologyeA:eChemistryTG2019TG[bdTGYdZUYde 4.7 6

39 qvidenceGforGaGoooperativeGyechanismGunvolvingGβwoG alladiumPXQGoentersGinGtheG–xidativeG
mdditionGofGuodoarenesVGChemistryeueAeEuropeaneJournalTG2018TGZ]TGZYeZUZYee 4.8 6

38 mGoomparativeGunvestigationGofGtheGRoleGofGtheGmnchoringGsroupGonG eryleneGyonoimideGpyesGinG
zi–UnasedGpyeUαensitizedGαolarGoellsVGChemSusChemTG2020TGY[TGYd]]UYdaa 8.3 6

Ilaria Ciofini
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37
umprovingGtheGheterointerfaceGinGhybridGorganicUinorganicGperovskiteGsolarGcellsGbyGsurfaceG
engineeringfGunsightsGfromGperiodicGhybridGdensityGfunctionalGtheoryGcalculationsVGJournaleofe
ComputationaleChemistryTG2020TG]YTGYc]XUYc]c

3.5 5

36 βheoreticalGαtudyGofGαtickingG rocessesGonGyolecularGyodelsGofGαilicaGαurfacesVGTheoreticale
ChemistryeAccountsTG2006TGYYaTG[ceU[d] 1.9 5

35
βowardsGtheGmodelingGofGquantumUdotGsensitizedGsolarGcellsfGfromGstructuralGandGvibrationalG
featuresGtoGelectronGinjectionGthroughGlatticeUmismatchedGinterfacesVGJournaleofeMaterialseChemistrye
ATG2016TG]TGY[XdYUY[XeZ

13 4

34 poubleUtybridGrunctionalsGandGβailoredGnasisGαetfGrullereneGPoQGpimerGandGusomersGasGβestGoasesVG
JournaleofePhysicaleChemistryeATG2019TGYZ[TGYXX]XUYXX]b 2.8 4

33 unGsilicoGassessmentGofGtheGt xoâ��πσGresponseGcoefficientsVGComputationaleandeTheoreticale
ChemistryTG2014TGYX]XUYX]YTGYUa 2 4

32 mGprβG rotocolGforGtheG redictionGofG[Y GzyRGohemicalGαhiftsGofG hosphineGxigandsGinGrirstURowG
βransitionUyetalGoomplexesVGOrganometallicsTG2020TG[eTG[YZYU[Y[X 3.8 4

31 πsingGdensityGbasedGindexesGtoGcharacterizeGexcitedGstatesGevolutionVGJournaleofeComputationale
ChemistryTG2019TG]XTGbaXUbab 3.5 4

30 sradientUregulatedGconnectionUbasedGcorrectionGforGtheG nqGexchangefGtheG nqtransGmodelVG
MolecularePhysicsTG2016TGYY]TGYXaeUYXba 1.7 3

29  yrimidylUsubstitutedGanthraceneGfluorophoresfGαynthesesTGabsorptionGspectraTGandGphotophysicalG
propertiesVGDyeseandePigmentsTG2018TGYaeTGbYeUb[b 4.6 3

28  hotophysicalGpropertiesGofGfluorescentGimagingGbiologicalGprobesGofGnucleicGacidsfGαmoUouGandG
βpUprβGαtudyVGJournaleofeComputationaleChemistryTG2019TG]XTGYZcUY[] 3.5 3

27 qxGsituGandGinGsituGsensitizedGquantumGdotGsolarGcellsVGPhysicaeStatuseSolidieoBp:eBasiceResearchTG2017TG
Za]TGYbXX]][ 1.3 3

26 αimulationsGofGπσâ��visibleGspectraGforGanalyticalGapplicationsfGphenothiazinesGasGaGcaseGstudyVG
MoleculareSimulationTG2014TG]XTGYbeUYca 2 3

25 pirectGαynthesisGofGortUαubstitutedGZUmmidofuransGviaGoopperUoatalyzedGmdditionGofGpifluorinatedG
piazoacetoneGtoGYnamidesVGOrganiceLettersTG2021TGZ[TGaaZdUaa[Z 6.2 3

24 βowardGaGfastGevaluationGofGgUtensorGofGouGcontainingGsystemsfGmGprβGparametrizedGapproachVG
ChemicalePhysicseLettersTG2014TGbY]TGZZbUZ[[ 2.5 2

23 βowardGblueGemissionGinGZn–GbasedGxqpG2012TG 2

22 RoleGofGdppfGyonoxideGinGtheGβransmetalationGαtepGofGtheGαuzukiâ��yiyauraGoouplingGReactionVG
OrganometallicsTG2021TG]XTGYYZXUYYZd 3.8 2

21 oomputationGofGcovalentGandGnoncovalentGstructuralGparametersGatGlowGcomputationalGcostfG
qfficiencyGofGtheGptUασ pGmethodVGInternationaleJournaleofeQuantumeChemistryTG2020TGYZXTGeZbZ[[ 2.1 2

20 qlectronicGcouplingGinGtheGreducedGstateGliesGatGtheGoriginGofGcolorGchangesGofGommochromesVGDyese
andePigmentsTG2021TGYdaTGYXdbbY 4.6 2

(2021-2020)

13



19 yechanochromicGxxp qGrilmsGpopedGwithGzuRGReflectiveG aliogenGnlackVGMacromoleculareRapide
CommunicationsTG2021TG]ZTGeZXXX]Zb 4.8 2

18 oopperUcatalyzedGtransformationGofGalkylGnitrilesGtoGUarylacetamideGusingGdiaryliodoniumGsaltsVVGRSCe
AdvancesTG2021TGYYTGYaddaUYadde 3.7 2

17 rollowingGexcitedGstatesGinGmolecularGsystemsGusingGdensityUbasedGindexesfGmGdualGemissiveGsystemG
asGaGtestGcaseVGJournaleofePhotochemistryeandePhotobiologyeA:eChemistryTG2019TG[d[TGYYYecd 4.7 1

16 RutheniumPuuQGcomplexesGwithGnewGlargeUsurfaceGligandsGbasedGonGelectronUacceptingGexpandedG
pyridiniumsfGinsightsGfromGdensityGfunctionalGtheoryVGTheoreticaleChemistryeAccountsTG2012TGY[YTGY 1.9 1

15  robingGtheGperformancesGofGtuααGfunctionalsGforGtheGdescriptionGofGexcitedGstatesGofGmolecularG
systemsVGTheoreticaleChemistryeAccountsTG2013TGY[ZTGY 1.9 1

14 ohapterGY]G−uantumGchemicalGtopologyGandGreactivityfGmGcomparativeGstaticGandGdynamicGstudyGonGaG
αzZGreactionVGTheoreticaleandeComputationaleChemistryTG2007TGZdcU[XX 1

13 αilverPuQG–xideUWpnπU romotedGαynthesisGofGpihydrofuranGπnitsGthroughGmllenylGαilverGrormationVG
ChemistryeueAeEuropeaneJournalTG2020TGZbTGYc]aaUYc]bY 4.8 1

12 ohasingGunphysicalGβpUprβGexcitedGstatesGinGtransitionGmetalGcomplexesGwithGaGsimpleGdiagnosticG
toolVGJournaleofeChemicalePhysicsTG2021TGYa]TGZX]YXZ 3.9 1

11 yetalUrreeGpeoxygenationGofGmmineGzU–xidesfGαyntheticGandGyechanisticGαtudiesVGChemPhysChemTG
2021TGZZTGYZ[cUYZ]Z 3.2 1

10 yacrolactonizationGReactionsGprivenGbyGaG entafluorobenzoylGsroupRVGAngewandteeChemieeue
InternationaleEditionTG2021TGbXTGYed][UYedaY 16.4 1

9 mGglobalGanalysisGofGexcitedGstatesfGtheGglobalGtransitionGcontributionGgridsVGTheoreticaleChemistrye
AccountsTG2021TGY]XTGY 1.9 0

8 βheoreticalGinsightsGonGacceptorUdonorGdyadsGforGorganicGphotovoltaicsVGPhysicaleChemistryeChemicale
PhysicsTG2020TGZZTGZc]Y[UZc]Z] 3.6 0

7 mGcombinedGyonteGoarloWprβGapproachGtoGsimulateGπσUvisGspectraGofGmoleculesGandGaggregatesfG
yerocyanineGdyesGasGaGcaseGstudyVGJournaleofeComputationaleChemistryTG2021TG]ZTGYXa]UYXb[ 3.5 0

6 yodelingGπσUσisGspectraGofGlowGdimensionalGmaterialsGusingGelectrostaticGembeddingfGβheGcaseGofG
odαeVGJournaleofeComputationaleChemistryTG2021TG]ZTGYZYZUYZZ] 3.5 0

5 mtypicalGxoneG airâ��ˇ�GunteractionGwithG−uinoneGyethidesGinGaGαeriesGofGumidoUrerrociphenolG
mnticancerGprugGoandidatesVGAngewandteeChemieTG2019TGY[YTGdaXe 3.6

4 yodelingGtheGqlectronGβransferGohainGinGanGmrtificialG hotosyntheticGyachineVGJournaleofePhysicale
ChemistryeLettersTG2020TGYYTGec[dUec]] 6.4

3 –nGtheGunterplayGbetweenGyolecularG ackingGandG–pticalGResponseGinGβhinGrilmsGforG–rganicG
 hotovoltaicsVGJournaleofePhysicaleChemistryeCTG2021TGYZaTGYb[X]UYb[Ya 3.8

2 poesGtheGgradientUregulatedGconnectionGimproveGtheGdescriptionGofGcorrelatedGmetalGbondG
propertieskVGInternationaleJournaleofeQuantumeChemistryTG2019TGYYeTGeZad[Y 2.1

Ilaria Ciofini

14



1 yacrolactonizationGReactionsGprivenGbyGaG entafluorobenzoylGsroupRRVGAngewandteeChemieTG2021TG
Y[[TGYeeebUZXXX] 3.6

List of Publications

15


