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315 yuminescentJionicJtransitionWmetalJcomplexesJforJlightWemittingJelectrochemicalJcellsXJAngewandteh
ChemiehvhInternationalhEditionVJ2012VJb[VJe[deW][[ 16.4 767

314 rlectronicJstructureJofJphthalocyaninesgJ heoreticalJinvestigationJofJtheJopticalJpropertiesJofJ
phthalocyanineJmonomersVJdimersVJandJcrystalsXJJournalhofhChemicalhPhysicsVJ1990VJf]VJ[]]eW[]^b 3.9 225

313 nrchetypeJpationicJvridiumJpomplexesJandJ heirJUseJinJ—olidW—tateJyightWrmittingJrlectrochemicalJ
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[dVJ][dW]]^ 21.8 211

311
—tableJsingleWlayerJlightWemittingJelectrochemicalJcellJusingJ
aVdWdiphenylW[V[ZWphenanthrolineWbisR]WphenylpyridineSiridiumRvvvSJhexafluorophosphateXJJournalhofh
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310 yongWyivingJyightWrmittingJrlectrochemicalJpellsJâ��JpontrolJthroughJ—upramolecularJvnteractionsXJ
AdvancedhMaterialsVJ2008VJ]ZVJ^f[ZW^f[^ 24 175

309 popperRvSJcomplexesJforJsustainableJlightWemittingJelectrochemicalJcellsXJJournalhofhMaterialsh
ChemistryVJ2011VJ][VJ[c[Ze 166

308 ‘earWquantitativeJinternalJquantumJefficiencyJinJaJlightWemittingJelectrochemicalJcellXJInorganich
ChemistryVJ2008VJadVJf[afWb[ 5.1 158

307 OriginJofJtheJlargeJspectralJshiftJinJelectroluminescenceJinJaJblueJlightJemittingJcationicJiridiumRvvvSJ
complexXJJournalhofhMaterialshChemistryVJ2007VJ[dVJbZ^] 150

306 OnJtheJbiradicaloidJnatureJofJlongJquinoidalJoligothiophenesgJexperimentalJevidenceJguidedJbyJ
theoreticalJstudiesXJAngewandtehChemiehvhInternationalhEditionVJ2007VJacVJfZbdWc[ 16.4 139

305 rfficientJandJyongWyivingJyightWrmittingJrlectrochemicalJpellsXJAdvancedhFunctionalhMaterialsVJ2010VJ
]ZVJ[b[[W[b]Z 15.6 136

304 —impleVJfastVJbrightVJandJstableJlightJsourcesXJAdvancedhMaterialsVJ2012VJ]aVJefdWfZZ 24 135

303 nJsupramolecularlyWcagedJionicJiridiumRvvvSJcomplexJyieldingJbrightJandJveryJstableJsolidWstateJ
lightWemittingJelectrochemicalJcellsXJJournalhofhthehAmericanhChemicalhSocietyVJ2008VJ[^ZVJ[afaaWb 16.4 135

302 ‘earWUJtoJredWemittingJchargedJbisWcyclometallatedJiridiumRvvvSJcomplexesJforJlightWemittingJ
electrochemicalJcellsXJDaltonhTransactionsVJ2012VJa[VJ[eZWf[ 4.3 113

301 vntramolecularJpiWstackingJinJaJphenylpyrazoleWbasedJiridiumJcomplexJandJitsJuseJinJlightWemittingJ
electrochemicalJcellsXJJournalhofhthehAmericanhChemicalhSocietyVJ2010VJ[^]VJbfdeWeZ 16.4 113

300 poncaveJtetrathiafulvaleneWtypeJdonorsJasJsupramolecularJpartnersJforJfullerenesXJAngewandteh
ChemiehvhInternationalhEditionVJ2007VJacVJ[eadWb[ 16.4 113

299 —ynthesisVJ“ropertiesVJandJ heoreticalJpharacterizationJofJyargelyJˇ�WrxtendedJ etrathiafulvaleneJ
qerivativesJwithJ”uinonoidJ—tructuresXJJournalhofhOrganichChemistryVJ1998VJc^VJ[]ceW[]df 4.2 112
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298
uighWrfficiencyJ“erovskiteJ—olarJpellsJUsingJzolecularlyJrngineeredVJ hiopheneW–ichVJ
uoleW ransportingJzaterialsgJvnfluenceJofJnlkylJphainJyengthJonJ“owerJponversionJrfficiencyXJ
AdvancedhEnergyhMaterialsVJ2017VJdVJ[cZ[cda

21.8 111

297 nbJvnitioJqeterminationJofJtheJteometricJ—tructureJandJvnternalJ–otationJ“otentialJofJ
]V]QWoithiopheneXJThehJournalhofhPhysicalhChemistryVJ1995VJffVJafbbWafc^ 111

296 rlectronicJstructureJofJmetalWfreeJphthalocyaninegJnJvalenceJeffectiveJuamiltonianJtheoreticalJ
studyXJJournalhofhChemicalhPhysicsVJ1988VJefVJ[ZZfW[Z[c 3.9 106

295 qiscreteJsupramolecularJdonorWacceptorJcomplexesXJAngewandtehChemiehvhInternationalhEditionVJ
2009VJaeVJe[bWf 16.4 102

294
‘itroWfunctionalizedJoligothiophenesJasJaJnovelJtypeJofJelectroactiveJmolecularJmaterialgJ
spectroscopicVJelectrochemicalVJandJcomputationalJstudyXJJournalhofhthehAmericanhChemicalhSocietyVJ
2003VJ[]bVJ]b]aW^a

16.4 101

293 ”uinonoidJoligothiophenesJasJelectronWdonorJandJelectronWacceptorJmaterialsXJnJ
spectroelectrochemicalJandJtheoreticalJstudyXJJournalhofhthehAmericanhChemicalhSocietyVJ2002VJ[]aVJ[]^eZWe16.4 101

292 phargedJbisWcyclometalatedJiridiumRvvvSJcomplexesJwithJcarbeneWbasedJancillaryJligandsXJInorganich
ChemistryVJ2013VJb]VJ[Z]f]W^Zb 5.1 96

291 rfficientJdeepWredJlightWemittingJelectrochemicalJcellsJbasedJonJaJperylenediimideWiridiumWcomplexJ
dyadXJChemicalhCommunicationsVJ2009VJ^eecWe 5.8 96

290 nJtheoreticalJstudyJofJtheJelectronicJspectrumJofJnaphthaleneXJChemicalhPhysicsVJ1994VJ[dfVJ^fbWaZf 2.3 92

289 uighJ−ieldJUltrafastJvntramolecularJ—ingletJrxcitonJsissionJinJaJ”uinoidalJoithiopheneXJJournalhofh
PhysicalhChemistryhLettersVJ2015VJcVJ[^dbWea 6.4 91

288 “hotophysicalJpropertiesJofJchargedJcyclometalatedJvrRvvvSJcomplexesgJaJjointJtheoreticalJandJ
experimentalJstudyXJInorganichChemistryVJ2011VJbZVJd]]fW^e 5.1 89

287 teometricJ—tructureJandJ orsionalJ“otentialJofJoiisothianaphtheneXJnJpomparativeJqs JandJabJ
vnitioJ—tudyXJJournalhofhthehAmericanhChemicalhSocietyVJ1997VJ[[fVJ[^cZW[^cf 16.4 89

286 nJbisWex  sJmacrocyclicJreceptorJthatJassociatesJpcZJwithJmicromolarJaffinityXJJournalhofhtheh
AmericanhChemicalhSocietyVJ2010VJ[^]VJ[dd]W^ 16.4 86

285 yightWemittingJelectrochemicalJcellsJusingJcyanineJdyesJasJtheJactiveJcomponentsXJJournalhofhtheh
AmericanhChemicalhSocietyVJ2013VJ[^bVJ[eZZeW[[ 16.4 84

284 —tableJtreenJrlectroluminescenceJfromJanJvridiumJ risWueterolepticJvonicJpomplexXJChemistryhofh
MaterialsVJ2012VJ]aVJ[efcW[fZ^ 9.6 80

283 yumineszierendeJionischeJˆ�bergangsmetallkomplexeJfˆ…rJleuchtendeJelektrochemischeJZellenXJ
AngewandtehChemieVJ2012VJ[]aVJe^ZZWe^^a 3.6 80

282  heoreticalJdeterminationJofJtheJelectronicJspectrumJofJfreeJbaseJporphinXJChemicalhPhysicshLetters
VJ1994VJ]]cVJ]dW^c 2.5 80

281 –ecentJadvancesJinJlightWemittingJelectrochemicalJcellsXJPurehandhAppliedhChemistryVJ2011VJe^VJ][[bW][]e2.1 79
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280 —tableJandJrfficientJ—olidW—tateJyightWrmittingJrlectrochemicalJpellsJoasedJonJaJ—eriesJofJ
uydrophobicJvridiumJpomplexesXJAdvancedhEnergyhMaterialsVJ2011VJ[VJ]e]W]fZ 21.8 79

279 vmprovingJtheJ urnWOnJ imeJofJyightWrmittingJrlectrochemicalJpellsJwithoutJ—acrificingJtheirJ
—tabilityXJChemistryhofhMaterialsVJ2010VJ]]VJ[]eeW[]fZ 9.6 79

278
—ynthesisJandJrlectrochemistryJofJrlectronegativeJ—piroannelatedJzethanofullerenesgJJ heoreticalJ
UnderpinningJofJtheJrlectronicJrffectJofJnddendsJandJaJ–eductiveJpyclopropaneJ–ingWOpeningJ
–eactionXJJournalhofhthehAmericanhChemicalhSocietyVJ1997VJ[[fVJfed[Wfee]

16.4 79

277 vnfluenceJofJannelationJonJtheJelectronicJpropertiesJofJphthalocyanineJmacrocyclesXJChemistryhofh
MaterialsVJ1990VJ]VJ[[ZW[[c 9.6 79

276 rxceptionallyJlongWlivedJlightWemittingJelectrochemicalJcellsgJmultipleJintraWcationJˇ�WstackingJ
interactionsJinJαvrRp^‘SR‘^‘Sπα“sπJemittersXJChemicalhScienceVJ2015VJcVJ]ea^W]eb] 9.4 77

275 nJdeepWblueJemittingJchargedJbisWcyclometallatedJiridiumRvvvSJcomplexJforJlightWemittingJ
electrochemicalJcellsXJJournalhofhMaterialshChemistryhCVJ2013VJ[VJbeWce 7.1 77

274  woJareJnotJalwaysJbetterJthanJonegJligandJoptimisationJforJlongWlivingJlightWemittingJ
electrochemicalJcellsXJChemicalhCommunicationsVJ2009VJ]Z]fW^[ 5.8 75

273 uighlyJ—tableJ–edWyightWrmittingJrlectrochemicalJpellsXJJournalhofhthehAmericanhChemicalhSocietyVJ
2017VJ[^fVJ^]^dW^]ae 16.4 74

272
—hineJbrightJorJliveJlonggJsubstituentJeffectsJinJαpuR‘^‘SR“^“SπUWbasedJlightWemittingJ
electrochemicalJcellsJwhereJ‘^‘JisJaJcWsubstitutedJ]V]lWbipyridineXJJournalhofhMaterialshChemistryhCVJ
2016VJaVJ^ebdW^ed[

7.1 71

271 vsomerismJeffectJonJtheJphotovoltaicJpropertiesJofJbenzotrithiopheneWbasedJholeWtransportingJ
materialsXJJournalhofhMaterialshChemistryhAVJ2017VJbVJe^[dWe^]a 13 68

270 ÜeightingJnonWcovalentJforcesJinJtheJmolecularJrecognitionJofJpRcZSXJ–elevanceJofJconcaveWconvexJ
complementarityXJChemicalhCommunicationsVJ2008VJabcdWf 5.8 68

269 porrelatingJtheJyifetimeJandJsluorineJpontentJofJvridiumRvvvSJrmittersJinJtreenJyightWrmittingJ
rlectrochemicalJpellsXJChemistryhofhMaterialsVJ2013VJ]bVJ^^f[W^^fd 9.6 67

268 pooperativeJsupramolecularJpolymerizationJandJamplificationJofJchiralityJinJp^WsymmetricalJ
O“rWbasedJtrisamidesXJChemistryhvhAhEuropeanhJournalVJ2011VJ[dVJddbbWf 4.8 67

267 yightWemittingJelectrochemicalJcellsJbasedJonJaJsupramolecularlyWcagedJphenanthrolineWbasedJ
iridiumJcomplexXJChemicalhCommunicationsVJ2011VJadVJ^]ZdWf 5.8 66

266 orightJblueJphosphorescenceJfromJcationicJbisWcyclometalatedJiridiumRvvvSJisocyanideJcomplexesXJ
InorganichChemistryVJ2012VJb[VJ]]c^Wd[ 5.1 64

265 uostâ��guestJblueJlightWemittingJelectrochemicalJcellsXJJournalhofhMaterialshChemistryhCVJ2014VJ]VJ[cZbW[c[[7.1 63

264 ”uinoidalJoligothiophenesgJtowardsJbiradicalJgroundWstateJspeciesXJChemistryhvhAhEuropeanhJournalVJ
2010VJ[cVJadZWea 4.8 63

263
pombinedJ—pectroelectrochemicalJandJ heoreticalJ—tudyJofJaJinyleneWoridgedJ—exithiopheneJ
pooligomergJJnnalysisJofJtheJˇ�WrlectronJqelocalizationJandJofJtheJrlectronicJqefectsJteneratedJ
uponJqopingXJJournalhofhPhysicalhChemistryhBVJ2002VJ[ZcVJ^ed]W^ee[

3.4 60
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262 “hotoelectronJspectraJofJphthalocyanineJthinJfilmsgJaJvalenceJbandJtheoreticalJinterpretationXJ
JournalhofhthehAmericanhChemicalhSocietyVJ1992VJ[[aVJeccfWecdb 16.4 59

261 pontrollingJtheJuostWtuestJvnteractionJzodeJthroughJaJ–edoxJ—timulusXJAngewandtehChemiehvh
InternationalhEditionVJ2017VJbcVJ[c]d]W[c]dc 16.4 58

260 vridiumRvvvSJcomplexesJwithJphenylWtetrazolesJasJcyclometalatingJligandsXJInorganichChemistryVJ2014VJ
b^VJddZfW][ 5.1 57

259 treenJ“hosphorescenceJandJrlectroluminescenceJofJ—ulfurJ“entafluorideWsunctionalizedJpationicJ
vridiumRvvvSJpomplexesXJInorganichChemistryVJ2015VJbaVJbfZdW[a 5.1 57

258  heJinternalJrotationalJbarrierJofJbiphenylJstudiedJwithJmulticonfigurationalJsecondWorderJ
perturbationJtheoryJRpn—“ ]SXJTheoreticahChimicahActaVJ1995VJf[VJ[dW]f 57

257 rfficientJgreenWlightWemittingJelectrochemicalJcellsJbasedJonJionicJiridiumJcomplexesJwithJ
sulfoneWcontainingJcyclometalatingJligandsXJChemistryhvhAhEuropeanhJournalVJ2013VJ[fVJebfdWcZf 4.8 55

256 rfficientJorangeJlightWemittingJelectrochemicalJcellsXJJournalhofhMaterialshChemistryVJ2012VJ]]VJ[f]ca 54

255 qeepWredWemittingJelectrochemicalJcellsJbasedJonJheterolepticJbisWchelatedJrutheniumRvvSJ
complexesXJInorganichChemistryVJ2009VJaeVJ^fZdWf 5.1 53

254 ‘onWcentrosymmetricJhomochiralJsupramolecularJpolymersJofJtetrahedralJsubphthalocyanineJ
moleculesXJAngewandtehChemiehvhInternationalhEditionVJ2015VJbaVJ]ba^Wd 16.4 51

253 troundJstateJfreeJbaseJporphingJp]vJorJq]hJsymmetrylJnJtheoreticalJcontributionXJChemicalhPhysicsh
LettersVJ1994VJ]][VJ[^cW[aa 2.5 51

252 –eactionJofJpcZwithJ—ultinesg´ J—ynthesisVJrlectrochemistryVJandJ heoreticalJpalculationsJofJ
OrganofullereneJncceptorsXJJournalhofhOrganichChemistryVJ1997VJc]VJdbebWdbf[ 4.2 50

251
qonorâ��ˇ�WncceptorJ—peciesJqerivedJfromJsunctionalisedJ[V^WqithiolW]WylideneJnnthraceneJqonorJ
UnitsJrxhibitingJ“hotoinducedJrlectronJ ransferJ“ropertiesgJ—pectroscopicVJrlectrochemicalVJüW–ayJ
prystallographicJandJ heoreticalJ—tudiesXJChemistryhvhAhEuropeanhJournalVJ1998VJaVJ]beZW]bf]

4.8 50

250
‘ewJfunctionalizedJtetrathiafulvalenesgJüWrayJcrystalJstructuresJandJphysicoWchemicalJpropertiesJofJ
  sâ��pROS‘ze]JandJ  sâ��pROSâ��Oâ��paufgJaJjointJexperimentalJandJtheoreticalJstudyXJJournalhofh
MaterialshChemistryVJ1995VJbVJ[cefW[cfc

50

249 ueteroatomJrffectJonJ—tarW—hapedJuoleW ransportingJzaterialsJforJ“erovskiteJ—olarJpellsXJ
AdvancedhFunctionalhMaterialsVJ2018VJ]eVJ[eZ[d^a 15.6 49

248
‘ewJ[V^WdithiolW]WylideneJdonorâ��ˇ�â��acceptorJchromophoresJwithJintramolecularJchargeWtransferJ
propertiesVJandJrelatedJdonorâ��ˇ�â��donorJmoleculesgJsynthesisVJelectrochemistryVJüWrayJcrystalJ
structuresVJnonWlinearJopticalJpropertiesJandJtheoreticalJcalculationsXJJournalhofhMaterialshChemistryVJ
1998VJeVJ[[d^W[[ea

49

247 nz[JpredictionJofJtheJequilibriumJgeometryJofJ—icZXJChemicalhPhysicshLettersVJ1993VJ][^VJbZfWb[^ 2.5 49

246 oreathingWqependentJ–edoxJnctivityJinJaJ etrathiafulvaleneWoasedJzetalWOrganicJsrameworkXJ
JournalhofhthehAmericanhChemicalhSocietyVJ2018VJ[aZVJ[Zbc]W[Zbcf 16.4 48

245
yigandWbasedJchargeWtransferJluminescenceJinJionicJcyclometalatedJiridiumRvvvSJcomplexesJbearingJaJ
pyreneWfunctionalizedJbipyridineJligandgJaJjointJtheoreticalJandJexperimentalJstudyXJInorganich
ChemistryVJ2013VJb]VJeebWfd

5.1 48
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244 –edWlightWemittingJelectrochemicalJcellJusingJaJpolypyridylJiridiumRvvvSJpolymerXJDaltonhTransactionsVJ
2009VJfdedWf^ 4.3 48

243 OnJtheJelectronJaffinityJofJ p‘”XJChemicalhPhysicshLettersVJ2004VJ^f[VJ[aeW[b[ 2.5 48

242 uighlyJ—tableJandJrfficientJyightWrmittingJrlectrochemicalJpellsJoasedJonJpationicJvridiumJ
pomplexesJoearingJnrylazoleJnncillaryJyigandsXJInorganichChemistryVJ2017VJbcVJ[Z]feW[Z^[Z 5.1 47

241
‘onlocalJvanJderJÜaalsJnpproachJzergedJwithJqoubleWuybridJqensityJsunctionalsgJ owardJtheJ
nccurateJ reatmentJofJ‘oncovalentJvnteractionsXJJournalhofhChemicalhTheoryhandhComputationVJ
2013VJfVJ^a^dWa^

6.4 46

240
 uningJtheJphotophysicalJpropertiesJofJcationicJiridiumRvvvSJcomplexesJcontainingJcyclometallatedJ
[WR]VaWdifluorophenylSW[uWpyrazoleJthroughJfunctionalizedJ]V]QWbipyridineJligandsgJblueJbutJnotJblueJ
enoughXJDaltonhTransactionsVJ2013VJa]VJ[Zd^Wed

4.3 46

239 qumbbellWshapedJdinuclearJiridiumJcomplexesJandJtheirJapplicationJtoJlightWemittingJ
electrochemicalJcellsXJChemistryhvhAhEuropeanhJournalVJ2010VJ[cVJfebbWc^ 4.8 46

238 OnJtheJoiradicaloidJ‘atureJofJyongJ”uinoidalJOligothiophenesgJrxperimentalJrvidenceJtuidedJbyJ
 heoreticalJ—tudiesXJAngewandtehChemieVJ2007VJ[[fVJf][bWf][f 3.6 46

237 nJ heoreticalJqeterminationJofJtheJyowWlyingJrlectronicJ—tatesJofJthepWoenzosemiquinoneJ–adicalJ
nnionXJJournalhofhthehAmericanhChemicalhSocietyVJ2000VJ[]]VJcZcdWcZdd 16.4 45

236 yuminescentJcopperRiSJcomplexesJwithJbisphosphaneJandJhalogenWsubstitutedJ]V]QWbipyridineJ
ligandsXJDaltonhTransactionsVJ2018VJadVJ[a]c^W[a]dc 4.3 45

235
αpuR“^“SR‘^‘Sπα“scπJcompoundsJwithJbisRphosphaneSJandJcWalkoxyVJcWalkylthioVJcWphenyloxyJandJ
cWphenylthioWsubstitutedJ]V]lWbipyridineJligandsJforJlightWemittingJelectrochemicalJcellsXJJournalhofh
MaterialshChemistryhCVJ2018VJcVJeacZWead[

7.1 44

234 nJ heoreticalJ—tudyJofJtheJrlectronicJ—pectraJofJtheJoiphenylJpationJandJnnionXJThehJournalhofh
PhysicalhChemistryVJ1995VJffVJ[afeZW[afed 44

233 —pectroscopicJandJtheoreticalJstudyJofJtheJmolecularJandJelectronicJstructuresJofJaJ
terthiopheneWbasedJquinodimethaneXJChemPhysChemVJ2004VJbVJb]fW^f 3.2 43

232 rlectronicJspectraJofJtetrathiafulvaleneJandJitsJradicalJcationgJanalysisJofJtheJperformanceJofJtheJ
timeWdependentJqs JapproachXJChemicalhPhysicshLettersVJ2002VJ^b]VJaf[Wafe 2.5 43

231  heJlowWlyingJexcitedJstatesJofJ]V]QWbithiophenegJaJtheoreticalJanalysisXJChemPhysChemVJ2003VJaVJ[^ZeW[b3.2 43

230 nJtheoreticalJstudyJofJtheJelectronicJspectrumJofJbiphenylXJChemicalhPhysicshLettersVJ1995VJ]^aVJ^d^W^e[ 2.5 43

229 yowJpurrentJqensityJqrivingJyeadsJtoJrfficientVJorightJandJ—tableJtreenJrlectroluminescenceXJ
AdvancedhEnergyhMaterialsVJ2013VJ^VJ[^^eW[^a^ 21.8 42

228 nJtheoreticalJstudyJofJtheJelectronicJspectrumJofJbithiopheneXJJournalhofhChemicalhPhysicsVJ1995VJ
[Z]VJ^beZW^bec 3.9 42

227 —ingleWpomponentJqonorWncceptorJOrganicJ—emiconductorsJqerivedJfromJ p‘”XJJournalhofh
OrganichChemistryVJ1994VJbfVJac[eWac]f 4.2 42

Enrique Orti

6



226 nJpvJstudyJofJtheJpupOJandJpupOUJcomplexesXJJournalhofhChemicalhPhysicsVJ1987VJedVJ[cfZW[dZZ 3.9 42

225 ponjugatedJ“orphyrinJqimersgJpooperativeJrffectsJandJrlectronicJpommunicationJinJ
—upramolecularJrnsemblesJwithJpXJJournalhofhthehAmericanhChemicalhSocietyVJ2016VJ[^eVJ[b^bfW[b^cd 16.4 41

224 oowlWshapeJelectronJdonorsJwithJabsorptionsJinJtheJvisibleJrangeJofJtheJsolarJspectrumJandJtheirJ
supramolecularJassembliesJwithJpcZXJChemicalhScienceVJ2012VJ^VJafeWbZe 9.4 41

223 zagneticJ“ropertiesJofJ”uinoidalJOligothiophenesgJzoreJ hanJtoodJpandidatesJforJnmbipolarJ
OrganicJ—emiconductorslXJAdvancedhFunctionalhMaterialsVJ2006VJ[cVJb^[Wb^c 15.6 41

222 rlectronJtransferJinJaJsupramolecularJassociateJofJaJfullereneJfragmentXJAngewandtehChemiehvh
InternationalhEditionVJ2014VJb^VJ][dZWb 16.4 40

221  uningJtheJelectronicJpropertiesJofJnonplanarJex  sWbasedJpushWpullJchromophoresJbyJarylJ
substitutionXJJournalhofhOrganichChemistryVJ2012VJddVJ[ZdZdW[d 4.2 40

220 rlectronicJ ransitionsJinJ etrathiafulvaleneJandJvtsJ–adicalJpationgJJnJ heoreticalJpontributionXJ
JournalhofhPhysicalhChemistryhAVJ2002VJ[ZcVJc^[WcaZ 2.8 40

219 nJtheoreticalJstudyJofJtheJelectronicJspectrumJofJterthiopheneXJChemicalhPhysicshLettersVJ1996VJ]aeVJ^][W^]e2.5 39

218 “hotoemissionJstudyJofJtheJcopperYpolyRethyleneJterephthalateSJinterfaceXJPhysicalhReviewhBVJ1991VJ
aaVJ[Ze[bW[Ze]b 3.3 39

217 –oleJofJtheJbridgeJinJphotoinducedJelectronJtransferJinJporphyrinWfullereneJdyadsXJChemistryhvhAh
EuropeanhJournalVJ2015VJ][VJbe[aW]b 4.8 38

216 qynamicallyJdopedJwhiteJlightJemittingJtandemJdevicesXJAdvancedhMaterialsVJ2014VJ]cVJddZWa 24 38

215
nccurateJ reatmentJofJyargeJ—upramolecularJpomplexesJbyJqoubleWuybridJqensityJsunctionalsJ
poupledJwithJ‘onlocalJvanJderJÜaalsJporrectionsXJJournalhofhChemicalhTheoryhandhComputationVJ
2015VJ[[VJf^]Wf

6.4 38

214 qonorWˇ�WacceptorsJcontainingJtheJ[ZWR[V^WdithiolW]WylideneSanthraceneJunitJforJdyeWsensitizedJsolarJ
cellsXJChemistryhvhAhEuropeanhJournalVJ2012VJ[eVJ[[c][Wf 4.8 38

213
nbJvnitioJzodelingJofJqonorWncceptorJvnteractionsJandJphargeW ransferJrxcitationsJinJzolecularJ
pomplexesgJ heJpaseJofJ erthiopheneW etracyanoquinodimethaneXJJournalhofhChemicalhTheoryhandh
ComputationVJ2011VJdVJ]ZceWdd

6.4 38

212  heoreticalJdeterminationJofJtheJmolecularJandJsolidWstateJelectronicJstructuresJofJphthalocyanineJ
andJlargelyJextendedJphthalocyanineJmacrocyclesXJJournalhofhMaterialshChemistryVJ1996VJcVJ[db[W[dc[ 37

211 nJqeepW–edWrmittingJ“erylenediimideâ��vridiumWpomplexJqyadgJsollowingJtheJ“hotophysicalJ
qeactivationJ“athwaysXJJournalhofhPhysicalhChemistryhCVJ2009VJ[[^VJ[f]f]W[f]fd 3.8 36

210 nJtheoreticalJstudyJonJtheJlowWlyingJexcitedJstatesJofJ]V]QgbQV]QQWterthiopheneJandJ
]V]QgbQV]QQgbQQV]QQQWquaterthiopheneXJChemPhysChemVJ2005VJcVJ[^bdWce 3.2 36

209 psJ—ubstitutionJofJαpuR“^“SRbpySπα“sJπJpomplexesgJrffectsJonJ“hotophysicalJ“ropertiesJandJ
yightWrmittingJrlectrochemicalJpellJ“erformanceXJChemPlusChemVJ2018VJe^VJ][dW]]f 2.8 35
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208
—ynthesisVJ“ropertiesVJandJyightWrmittingJrlectrochemicalJpellJRyrrpSJqeviceJsabricationJofJpationicJ
vrRvvvSJpomplexesJoearingJrlectronWÜithdrawingJtroupsJonJtheJpyclometallatingJyigandsXJInorganich
ChemistryVJ2016VJbbVJ[Z^c[W[Z^dc

5.1 35

207
piJconjugationJacrossJtheJtetrathiafulvaleneJcoregJsynthesisJofJextendedJtetrathiafulvaleneJ
derivativesJandJtheoreticalJanalysisJofJtheirJunusualJelectrochemicalJpropertiesXJChemistryhvhAh
EuropeanhJournalVJ2000VJcVJ[[ffW][^

4.8 35

206 UnveilingJtheJnatureJofJsupramolecularJcrownJetherWpJinteractionsXJChemicalhScienceVJ2015VJcVJaa]cWaa^]9.4 34

205 uoleJtransportingJmaterialsJbasedJonJbenzodithiopheneJandJdithienopyrroleJcoresJforJefficientJ
perovskiteJsolarJcellsXJJournalhofhMaterialshChemistryhAVJ2018VJcVJbfaaWbfb[ 13 34

204 —pectroscopicJandJ heoreticalJ—tudyJofJ“ushâ��“ullJphromophoresJpontainingJ hiopheneWoasedJ
”uinonoidJ—tructuresJasJrlectronJ—pacersXJJournalhofhPhysicalhChemistryhBVJ2003VJ[ZdVJ[][dbW[][e^ 3.4 34

203 slexibilityJofJ  sXJaJtheoreticalJstudyXJSynthetichMetalsVJ1999VJ[Z^VJ[ff[W[ff] 3.6 34

202 vnfluenceJofJoenzoannulationJonJtheJzolecularJandJrlectronicJ—tructuresJofJ
 etracyanoquinodimethanesXJThehJournalhofhPhysicalhChemistryVJ1996VJ[ZZVJc[^eWc[ac 34

201 zetalWatomJimpactJonJtheJselfWassemblyJofJcupWandWballJmetalloporphyrinWfullereneJconjugatesXJ
AngewandtehChemiehvhInternationalhEditionVJ2015VJbaVJ[]bbWcZ 16.4 33

200  hienylpyridineWbasedJcyclometallatedJiridiumRvvvSJcomplexesJandJtheirJuseJinJsolidJstateJ
lightWemittingJelectrochemicalJcellsXJDaltonhTransactionsVJ2014VJa^VJd^eWbZ 4.3 33

199 qibenzoquinquethiopheneWJandJqibenzosexithiopheneWoasedJuoleW ransportingJzaterialsJforJ
“erovskiteJ—olarJpellsXJChemistryhofhMaterialsVJ2019VJ^[VJca^bWcaa] 9.6 33

198 qecodingJtheJponsequencesJofJvncreasingJtheJ—izeJofJ—elfWnssemblingJ ricarboxamidesJonJphiralJ
nmplificationXJJournalhofhthehAmericanhChemicalhSocietyVJ2019VJ[a[VJdac^Wdad] 16.4 32

197 olueWemittingJcationicJiridiumRvvvSJcomplexesJfeaturingJpyridylpyrimidineJligandsJandJtheirJuseJinJ
skyWblueJelectroluminescentJdevicesXJJournalhofhMaterialshChemistryhCVJ2017VJbVJfc^eWfcbZ 7.1 32

196
 heJinterplayJofJinvertedJredoxJpotentialsJandJaromaticityJinJtheJoxidizedJstatesJofJnewJpiWelectronJ
donorsgJfWR[V^WdithiolW]WylideneSfluoreneJandJfWR[V^WdithiolW]WylideneSthioxantheneJderivativesXJ
ChemistryhvhAhEuropeanhJournalVJ2006VJ[]VJ^^efWaZZ

4.8 32

195 zagneticJandJponductiveJ“ropertiesJofJ”uinoidalJOligothiophenesXJChemistryhofhMaterialsVJ2006VJ
[eVJ[b^fW[bab 9.6 32

194  heoreticalJapproachJtoJtheJmolecularJconformationJofJnonfusedJbiheterocyclesXJoifuransJandJ
furylpyrrolesXJThehJournalhofhPhysicalhChemistryVJ1987VJf[VJbabWbb[ 32

193 ‘WnnnulatedJ“eryleneJoisimidesJtoJoiasJtheJqifferentiationJofJzetastableJ—upramolecularJ
nssembliesJintoJwWJandJuWnggregatesXJAngewandtehChemiehvhInternationalhEditionVJ2020VJbfVJ[db[dW[db]a16.4 31

192 orightJandJstableJlightWemittingJelectrochemicalJcellsJbasedJonJanJintramolecularlyJˇ�WstackedVJ
]WnaphthylWsubstitutedJiridiumJcomplexXJJournalhofhMaterialshChemistryhCVJ2014VJ]VJdZadWdZbb 7.1 31

191 qifficultiesJofJdensityJfunctionalJtheoryJinJpredictingJtheJtorsionalJpotentialJofJ]V]lWbithiopheneJ
1998VJdZVJ^Z^W^[] 31

Enrique Orti
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190 OligothienoacenesJversusJoligothiophenesgJimpactJofJringJfusionJonJtheJopticalJpropertiesXJPhysicalh
ChemistryhChemicalhPhysicsVJ2011VJ[^VJ[abdWcb 3.6 30

189 ectorizedJ O“OJprogramJforJtheJtheoreticalJsimulationJofJmolecularJshapeXJJournalhDehChimieh
PhysiquehEthDehPhysicovChimiehBiologiqueVJ1991VJeeVJ]a^bW]aa[ 30

188 “hosphaneJtuningJinJheterolepticJαpuR‘^‘SR“^“SπJcomplexesJforJlightWemittingJelectrochemicalJ
cellsXJDaltonhTransactionsVJ2019VJaeVJaacWacZ 4.3 29

187 rlectronicJinteractionsJinJaJnewJpiWextendedJtetrathiafulvaleneJdimerXJChemistryhvhAhEuropeanh
JournalVJ2006VJ[]VJ]dZfW][ 4.8 29

186 slexibleJphiralityJinJ—elfWnssembledJ‘WnnnulatedJ“erylenedicarboxamidesXJSmallVJ2017VJ[^VJ[cZ^eeZ 11 28

185 rmissionJenergyJofJazoleWbasedJionicJiridiumRvvvSJcomplexesgJaJtheoreticalJstudyXJDaltonhTransactions
VJ2015VJaaVJeafdWbZb 4.3 28

184 rffectJofJfreeJrotationJinJpolypyridinicJligandsJofJ–uRvvSJcomplexesJappliedJinJlightWemittingJ
electrochemicalJcellsXJDaltonhTransactionsVJ2013VJa]VJ[bbZ]W[^ 4.3 28

183 rx  sWbasedJdyesJabsorbingJoverJtheJwholeJvisibleJspectrumXJOrganichLettersVJ2011VJ[^VJcZaWd 6.2 28

182 uighlyJconjugatedJpWquinonoidJpiWextendedJtetrathiafulvaleneJderivativesgJaJclassJofJhighlyJ
distortedJelectronJdonorsXJChemistryhvhAhEuropeanhJournalVJ2004VJ[ZVJ]ZcdWdd 4.8 27

181 qeterminationJofJassociationJconstantsJtowardsJcarbonJnanotubesXJChemicalhScienceVJ2015VJcVJdZZeWdZ[a9.4 26

180
pomputationalJmodelingJofJsingleWJversusJdoubleWanchoringJmodesJinJdiWbranchedJorganicJ
sensitizersJonJ iO]JsurfacesgJstructuralJandJelectronicJpropertiesXJPhysicalhChemistryhChemicalh
PhysicsVJ2014VJ[cVJadZfW[f

3.6 26

179
–amanJandJtheoreticalJstudyJofJtheJsolventJeffectsJonJtheJsizableJintramolecularJchargeJtransferJinJ
theJpushWpullJbWRdimethylaminoSWbQWnitroW]V]QWbithiopheneXJJournalhofhPhysicalhChemistryhAVJ2005VJ
[ZfVJed]aW^[

2.8 26

178 nJcolumnarJliquidJcrystalJwithJpermanentJpolarJorderXJJournalhofhMaterialshChemistryhCVJ2015VJ^VJfebWfef 7.1 25

177 polourJtuningJbyJtheJringJroundaboutgJαvrRp^‘S]R‘^‘SπUJemittersJwithJsulfonylWsubstitutedJ
cyclometallatingJligandsXJRSChAdvancesVJ2015VJbVJa]e[bWa]e]d 3.7 25

176
—ynthesisJandJpharacterizationJofJ‘ovelJqonorWncceptorJ‘aphthoquinoneJqerivativesJwithJ
“hotoinducedJphargeW ransferJ“ropertiesXJnJwointJrxperimentalJandJ heoreticalJ—tudyXJJournalhofh
OrganichChemistryVJ1995VJcZVJbca^WbcbZ

4.2 25

175 OnJtheJhandednessJofJhelicalJaggregatesJofJp^JtricarboxamidesgJaJmultichiropticalJcharacterizationXJ
ChemicalhCommunicationsVJ2015VJb[VJfde[Wa 5.8 24

174 nJfullyJconjugatedJ  sWˇ�W pn”JsystemgJsynthesisVJstructureVJandJelectronicJpropertiesXJChemistryhvhAh
EuropeanhJournalVJ2011VJ[dVJ]fbdWca 4.8 24

173 pontrolledJselfWassemblyJofJelectronJdonorJnanotubesXJOrganichLettersVJ2009VJ[[VJab]aWd 6.2 24

(2009-2011)
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172 ‘eutralJandJoxidizedJtriisopropylsilylJendWcappedJoligothienoacenesgJaJcombinedJelectrochemicalVJ
spectroscopicVJandJtheoreticalJstudyXJChemistryhvhAhEuropeanhJournalVJ2010VJ[cVJbae[Wf[ 4.8 24

171 sirstJsignalsJofJelectrochemicallyJoxidizedJspeciesJofJ  sJandJ  zW  sgJnJstudyJbyJinJsituJ
spectroelectrochemicalJs v–JandJqs JcalculationsXJPhysicalhChemistryhChemicalhPhysicsVJ2003VJbVJacd]Wacdf3.6 24

170 rxcitedWstateJswitchingJbyJperWfluorinationJofJparaWoligophenylenesXJJournalhofhChemicalhPhysicsVJ
2011VJ[^bVJ[]abZf 3.9 23

169 qiazatetraesterJ[uWpyrazoleJcrownsJasJfluorescentJchemosensorsJforJnz“uVJzr uVJzqznJ
RecstasySVJandJdopamineXJOrganichLettersVJ2008VJ[ZVJbZffW[Z] 6.2 23

168 poncaveJ etrathiafulvaleneW ypeJqonorsJasJ—upramolecularJ“artnersJforJsullerenesXJAngewandteh
ChemieVJ2007VJ[[fVJ[edfW[ee^ 3.6 23

167 nJtheoreticalJstudyJofJneutralJandJreducedJtetracyanoWpWquinodimethaneJR p‘”SXJComputationalh
andhTheoreticalhChemistryVJ2004VJdZfVJfdW[Z] 23

166 ponformationalJbehaviourJofJ]V]lWbipyrroleXJTheoreticahChimicahActaVJ1986VJcfVJa[Waf 23

165 nbJinitioJinternalJrotationJbarriersJofJbifuransXJComputationalhandhTheoreticalhChemistryVJ1984VJ[ZeVJ[ffW][Z 23

164 UnderstandingJ‘oncovalentJvnteractionsJofJ—mallJzoleculesJwithJparbonJ‘anotubesXJChemistryhvhAh
EuropeanhJournalVJ2017VJ]^VJ[]fZfW[]f[c 4.8 22

163  heoreticalJdeterminationJofJtheJgeometricJandJelectronicJstructuresJofJoligorylenesJandJ
poliRperiWnaphthaleneSXJJournalhofhChemicalhPhysicsVJ1992VJfdVJeadZWeaeZ 3.9 22

162 —impleJdesignJtoJachieveJredWtoWnearWinfraredJemissiveJcationicJvrRvvvSJemittersJandJtheirJuseJinJlightJ
emittingJelectrochemicalJcellsXJRSChAdvancesVJ2017VJdVJ^[e^^W^[e^d 3.7 21

161 ‘onWcovalentJgrapheneJnanobudsJfromJmonoWJandJtripodalJbindingJmotifsXJChemicalh
CommunicationsVJ2017VJb^VJ[]aZ]W[]aZb 5.8 21

160 —addleWlikeVJˇ�WconjugatedVJcyclooctatetrathiopheneWbasedVJholeWtransportingJmaterialJforJ
perovskiteJsolarJcellsXJJournalhofhMaterialshChemistryhCVJ2019VJdVJccbcWccc^ 7.1 21

159 oiomimeticJoxidationJofJpyreneJandJrelatedJaromaticJhydrocarbonsXJUnexpectedJelectronJ
acceptingJabilitiesJofJpyrenequinonesXJChemicalhCommunicationsVJ2014VJbZVJf^d]Wb 5.8 21

158 uelicalJsupramolecularJpolymerizationJofJp^WsymmetricJamidesJandJretroamidesgJonJtheJoriginJofJ
cooperativityJandJhandednessXJChemicalhCommunicationsVJ2016VJb]VJcfZdW[Z 5.8 21

157 pomplexationJandJrlectronicJpommunicationJbetweenJporannuleneWoasedJouckybowlsJandJaJ
purvedJ ruxeneW  sJqonorXJChemistryhvhAhEuropeanhJournalVJ2017VJ]^VJ^cccW^cd^ 4.8 20

156 nminopyrimidineWoasedJqonorâ��ncceptorJphromophoresgJ“ushâ��“ullJversusJnromaticJoehaviourXJ
EuropeanhJournalhofhOrganichChemistryVJ2008VJ]ZZeVJffW[Ze 3.2 20

155 rlectronicJ—pectraJofJ]V]â��WoithiopheneJandJ]V]â��gbâ��V]â��Jâ��W erthiopheneJ–adicalJpationsgJJnJ heoreticalJ
nnalysisXJJournalhofhPhysicalhChemistryhAVJ2001VJ[ZbVJfdeeWfdfa 2.8 20

Enrique Orti
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154 alenceJbandsJofJpolyRmethylmethacrylateSJandJphotoionJemissionJinJvacuumJultravioletJregionXJ
JournalhofhAppliedhPhysicsVJ1992VJd]VJba]^Wba]e 2.5 20

153
vncorporationJofJaJdispersionJenergyJtermJtoJsragaQsJatomâ��atomJpairJintermolecularJpotentialXJ
npplicationJtoJbenzeneVJsWtetrazineVJandJtheirJmixedJdimersXJJournalhofhthehChemicalhSocietyhPerkinh
TransactionshIIVJ1987VJfa^WfbZ

20

152 –egioisomerismJinJcationicJsulfonylWsubstitutedJαvrRp^‘S]R‘^‘SπRUSJcomplexesgJitsJinfluenceJonJ
photophysicalJpropertiesJandJyrpJperformanceXJDaltonhTransactionsVJ2016VJabVJ[[cceWe[ 4.3 20

151 sunctionalizedJpentacenesgJaJcombinedJtheoreticalVJ–amanJandJUâ��isJspectroscopicJstudyXJ
TheoreticalhChemistryhAccountsVJ2011VJ[]eVJb][Wb^Z 1.9 19

150  heoreticalJstudyJofJtheJ‘luJtautomerismJinJfreeJbaseJporphyrinXJComputationalhandhTheoreticalh
ChemistryVJ1997VJ^fZVJ[afW[bc 19

149 zesitylthioWoligothiophenesJinJvariousJredoxJstatesXJzolecularJandJelectronicJviewsJasJofferedJbyJ
spectroscopyJandJtheoryXJJournalhofhPhysicalhChemistryhAVJ2005VJ[ZfVJ[[]dbWea 2.8 19

148 “airJpotentialJcalculationJofJmolecularJassociationsgJaJvectorizedJversionXJComputerhPhysicsh
CommunicationsVJ1991VJccVJ^a[W^c] 4.2 19

147 oandJstructureJofJ−oa]pu^OxJinJrelationJwithJtheJoxygenJvacancyJdistributionXJSolidhStateh
CommunicationsVJ1987VJcaVJ^[^W^[c 1.6 19

146
 etrathiafulvaleneW“olychlorotriphenylmethylJqyadsgJvnfluenceJofJoridgeJandJOpenW—hellJ
pharacteristicsJonJyinearJandJ‘onlinearJOpticalJ“ropertiesXJChemistryhvhAhEuropeanhJournalVJ2017VJ
]^VJ[[ZcdW[[Zdb

4.8 18

145 qy“‘OWpp—qR SJscaledJmethodsJforJtheJaccurateJtreatmentJofJlargeJsupramolecularJcomplexesXJ
JournalhofhComputationalhChemistryVJ2017VJ^eVJ[ecfW[ede 3.5 17

144 ‘onWpentrosymmetricJuomochiralJ—upramolecularJ“olymersJofJ etrahedralJ—ubphthalocyanineJ
zoleculesXJAngewandtehChemieVJ2015VJ[]dVJ]bd^W]bdd 3.6 17

143  heJ‘onlocalJporrelationJqensityJsunctionalJ[ZXJAnnualhReportshinhComputationalhChemistryVJ
2015VJ[[VJ^dW[Z] 1.8 17

142 sineW uningJofJ“hotophysicalJandJrlectronicJ“ropertiesJofJzaterialsJforJ“hotonicJqevicesJ hroughJ
–emoteJsunctionalizationXJEuropeanhJournalhofhInorganichChemistryVJ2012VJ]Z[]VJ^deZW^dee 2.3 17

141 ObtainingJtheJlatticeJenergyJofJtheJanthraceneJcrystalJbyJmodernJyetJaffordableJfirstWprinciplesJ
methodsXJJournalhofhChemicalhPhysicsVJ2013VJ[^eVJ]Za^Za 3.9 17

140 qiskreteJsupramolekulareJqonorWnkzeptorWxomplexeXJAngewandtehChemieVJ2009VJ[][VJe]fWe^a 3.6 17

139 yowestJtripletJexcitedJstatesJofJaJnovelJheterolepticJiridiumRvvvSJcomplexJandJtheirJroleJinJtheJ
emissionJcolourXJComputationalhandhTheoreticalhChemistryVJ2009VJf[]VJ][W]c 17

138  heJfirstJspiroconjugatedJ  sWJandJ p‘”WtypeJmoleculesgJaJnewJclassJofJelectroactiveJsystemslXJ
OrganichLettersVJ2005VJdVJ]fbWe 6.2 17

137
—ynthesisJandJpharacterizationJofJ[[V[[V[]V[]W etracyanoW[VaWanthraquinodimethanesJR[VaW pn”sSgJ
‘ovelJrlectronJncceptorsJwithJ“hotoinducedJphargeW ransferJ“ropertiesXJJournalhofhOrganich
ChemistryVJ1995VJcZVJaZddWaZea

4.2 17

(1995-1992)

11



136 rlectronicJstructureJofJnovelJphthalocyanineJanaloguesJcontainingJtheJ[V]VaWtriazoleJunitXJSynthetich
MetalsVJ1995VJd[VJ]]f[W]]f] 3.6 17

135 rlectronicJstructureJofJmetalWfreeJporphinegJnJvalenceJeffectiveJhamiltonianJtheoreticalJ
investigationXJChemicalhPhysicshLettersVJ1989VJ[caVJ]adW]b] 2.5 17

134  heoreticalJstudiesJonJconformationalJisomerismJofJbifuransJandJbipyrrolesXJComputationalhandh
TheoreticalhChemistryVJ1983VJ[ZaVJ[fdW]Zc 17

133 olueWemittingJpyreneWbasedJaggregatesXJChemicalhCommunicationsVJ2015VJb[VJ[Z[a]Wb 5.8 16

132 uierarchyJofJnsymmetryJatJÜorkgJphainWqependentJuelixWtoWuelixJvnteractionsJinJ—upramolecularJ
“olymersXJChemistryhvhAhEuropeanhJournalVJ2018VJ]aVJ]e]cW]e^[ 4.8 16

131 rfficientJlightJharvestersJbasedJonJtheJ[ZWR[V^WdithiolW]WylideneSanthraceneJcoreXJOrganichLettersVJ
2013VJ[bVJa[ccWf 6.2 16

130
nJnewJseriesJofJˇ�WextendedJtetrathiafulvaleneJderivativesJincorporatingJfusedJfuranodithiinoJandJ
thienodithiinoJunitsgJaJjointJexperimentalJandJtheoreticalJstudyXJJournalhofhMaterialshChemistryVJ
2004VJ[aVJ]e]]W]e^Z

16

129 XJChemistryhvhAhEuropeanhJournalVJ2000VJcVJ[[ffW[][^ 4.8 16

128
nJ‘ewJ ypeJofJˇ�WrlectronJqonorsJwithJOneJqithioleJUnitgJ—ubstitutedJ
dWR[V^WqithiolW]WylideneSWdWhydrobenzαdVeπanthracenesXJEuropeanhJournalhofhOrganichChemistryVJ1999
VJ[fffVJ[]^fW[]ad

3.2 16

127
—ynthesisVJpharacterizationVJandJ heoreticalJ—tudyJofJ—ulfurWpontainingJqonorWncceptorJqp‘”vJ
qerivativesJwithJ“hotoinducedJvntramolecularJrlectronJ ransferXJJournalhofhOrganichChemistryVJ1996
VJc[VJ^Za[W^Zba

4.2 16

126 rlectronicJstructureJofJpolysilaneJoligomersXJSynthetichMetalsVJ1991VJa^VJ^abdW^ac] 3.6 16

125 zonoWJandJ ripodalJ“orphyrinsgJvnvestigationJonJtheJvnfluenceJofJtheJ‘umberJofJ“yreneJnnchorsJinJ
parbonJ‘anotubeJandJtrapheneJuybridsXJJournalhofhthehAmericanhChemicalhSocietyVJ2020VJ[a]VJ[efbW[fZ 1̂6.4 16

124 rxploitingJmultivalentJnanoparticlesJforJtheJsupramolecularJfunctionalizationJofJgrapheneJwithJaJ
nonplanarJrecognitionJmotifXJChemistryhvhAhEuropeanhJournalVJ2013VJ[fVJfea^We 4.8 15

123  heoreticalJstudyJofJtheJmolecularJstructureJandJtheJstabilityJofJneutralJandJreducedJ
tetracyanoethyleneXJChemicalhPhysicshLettersVJ2003VJ^dbVJ^dcW^e] 2.5 15

122 ruJelectronicJstructureJofJ—icZXJSynthetichMetalsVJ1993VJc[VJ[bbW[be 3.6 15

121 oandJstructureJcalculationsJonJoneWdimensionalJstacksJofJextendedJphthalocyanineWbasedJ
macrocyclesXJSynthetichMetalsVJ1991VJa]VJ]cadW]cb] 3.6 15

120 nbJinitioJstudyJofJrotationalJisomerismJandJelectronicJstructureJofJisomericJbipyrrolesXJ
ComputationalhandhTheoreticalhChemistryVJ1985VJ[]aVJ^ZdW^[d 15

119 —ynthesisJandJradicalJcouplingJofJpyridineWbridgedJpiWextendedJtetrathiafulvaleneJR  sSWtypeJ
donorsJandJpushWpullJanaloguesXJOrganichandhBiomolecularhChemistryVJ2007VJbVJ[]Z[Wf 3.9 14

Enrique Orti

12



118  heoreticalJstudyJofJtheJelectronicJexcitedJstatesJofJtetracyanoethyleneJandJitsJradicalJanionXJ
ChemPhysChemVJ2005VJcVJbZ^W[Z 3.2 14

117
—trongJvnfluenceJofJtheJnncillaryJyigandJoverJtheJ“hotodynamicJnnticancerJ“ropertiesJofJ‘eutralJ
oiscyclometalatedJvrJpomplexesJoearingJ]WoenzoazoleW“henolatesXJChemistryhvhAhEuropeanhJournalVJ
2018VJ]aVJ[db]^W[db^d

4.8 14

116 nJbisRtriazoleSbenzamideJreceptorJforJtheJcomplexationJofJhalideJanionsJandJneutralJcarboxylicJacidJ
guestsXJtuestWcontrolledJtopicityJandJselfWassemblyXJOrganichandhBiomolecularhChemistryVJ2013VJ[[VJdcbWd]3.9 13

115  heJvalenceJelectronicJstructureJofJisotacticJpolystyreneJrevisitedXJChemicalhPhysicshLettersVJ1989VJ
[caVJ]aZW]ac 2.5 13

114 ‘WnnnulatedJ“eryleneJoisimidesJtoJoiasJtheJqifferentiationJofJzetastableJ—upramolecularJ
nssembliesJintoJwWJandJuWnggregatesXJAngewandtehChemieVJ2020VJ[^]VJ[dcdZW[dcdd 3.6 12

113  heJ–oleJofJ“lanarityJversusJ‘onplanarityJinJtheJrlectronicJpommunicationJofJ pn”WoasedJ
“ushW“ullJphromophoresXJChemPlusChemVJ2018VJe^VJ^ZZW^Zd 2.8 12

112 —ynthesisJandJoptoelectronicJpropertiesJofJchemicallyJmodifiedJbiWfluorenylidenesXJJournalhofh
MaterialshChemistryhCVJ2016VJaVJ^dfeW^eZe 7.1 12

111 rlectronJ ransferJinJaJ—upramolecularJnssociateJofJaJsullereneJsragmentXJAngewandtehChemieVJ
2014VJ[]cVJ]]Z]W]]Zd 3.6 12

110  etrathiafulvaleneWbasedJmixedWvalenceJacceptorWdonorWacceptorJtriadsgJaJjointJtheoreticalJandJ
experimentalJapproachXJChemistryhvhAhEuropeanhJournalVJ2013VJ[fVJ[ccbcWca 4.8 12

109 —ynthesisVJpropertiesJandJchargeJtransferJcomplexesJofJcovalentlyJattachedJ
αcZπfullereneWtetrathiafulvalenesXJJournalhofhPhysicshandhChemistryhofhSolidsVJ1997VJbeVJ[d[^W[d[e 3.9 12

108
alenceJelectronicJstructureJofJpolystyrenesJwithJdifferentJtacticitiesJgJhowJtoJgoJRorJnotJtoJgoSJtooJ
farJlJnJjointJtheoreticalJandJexperimentalJapproachXJJournalhofhElectronhSpectroscopyhandhRelatedh
PhenomenaVJ1990VJb]VJbb[WbdZ

1.7 12

107  etrasubstitutedJ hienoα^V]WπthiophenesJasJuoleW ransportingJzaterialsJforJ“erovskiteJ—olarJpellsXJ
JournalhofhOrganichChemistryVJ2020VJebVJ]]aW]^^ 4.2 12

106
–emoteJzodificationJofJoidentateJ“hosphaneJyigandsJpontrollingJtheJ“hotonicJ“ropertiesJinJ heirJ
pomplexesgJrnhancedJ“erformanceJofJαpuR–‘WxantphosSR‘^‘Sπα“scπJinJyightWrmittingJ
rlectrochemicalJpellsXJAdvancedhOpticalhMaterialsVJ2020VJeVJ[fZ[cef

8.1 11

105 s J–amanJandJqs JstudyJonJaJseriesJofJallWantiJoligothienoacenesJendWcappedJwithJtriisopropylsilylJ
groupsXJChemPhysChemVJ2009VJ[ZVJ^ZcfWdc 3.2 11

104 nJstudyJofJcoroneneâ��coroneneJassociationJusingJatomâ��atomJpairJpotentialsJ1996VJbdVJbcdWbd^ 11

103 rlectronicJstructureJofJpolysilanesgJinfluenceJofJsubstitutionJandJconformationXJSynthetichMetalsVJ
1993VJbdVJaa[fWaa]a 3.6 11

102 –elationshipJbetweenJrlectronJnffinityJandJualfWÜaveJ–eductionJ“otentialgJnJ heoreticalJ—tudyJonJ
pyclicJrlectronWncceptorJpompoundsXJChemPhysChemVJ2016VJ[dVJ^ee[W^efZ 3.2 11

101 UnderstandingJtheJaffinityJofJbisWex  sJmacrocyclicJreceptorsJtowardsJfullereneJrecognitionXJ
PhysicalhChemistryhChemicalhPhysicsVJ2019VJ][VJ[[cdZW[[cdb 3.6 10

(2019-2005)
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100  heJshinyJsideJofJcoppergJbringingJcopperRiSJlightWemittingJelectrochemicalJcellsJcloserJtoJ
applicationXXJRSChAdvancesVJ2020VJ[ZVJ]]c^[W]]caa 3.7 10

99  heoreticalJstudyJofJtheJbenzoquinoneâ��tetrathiafulvaleneâ��benzoquinoneJtriadJinJneutralJandJ
oxidizedYreducedJstatesXJTheoreticalhChemistryhAccountsVJ2013VJ[^]VJ[ 1.9 10

98 Uâ��isVJv–VJ–amanJandJtheoreticalJcharacterizationJofJaJnovelJquinoidJoligothiopheneJmolecularJ
materialXJJournalhofhMolecularhStructureVJ2003VJcb[Wcb^VJccbWcd^ 3.4 10

97
vmprovedJnz−–JprogramgJanJalgorithmJforJtheJtheoreticalJsimulationJofJmolecularJassociationsVJ
includingJgeometricalJandJtopologicalJcharacterizationJofJtheJdimersXJJournalhofhMolecularhGraphicsVJ
1991VJfVJ]baWc

10

96 rlectronicJstructureJofJtetraphenyldithiapyranylidenegJnJvalenceJeffectiveJuamiltonianJtheoreticalJ
investigationXJJournalhofhChemicalhPhysicsVJ1992VJfcVJaadaWaae^ 3.9 10

95  heJinternalJrotationalJbarrierJofJbiphenylJstudiedJwithJmulticonfigurationalJsecondWorderJ
perturbationJtheoryJRpn—“ ]SXJTheoreticahChimicahActaVJ1995VJf[VJ[d 10

94 oisW—ulfoneWJandJoisW—ulfoxideW—pirobifluorenesgJ“olarJncceptorJuostsJwithJ unableJ—olubilitiesJforJ
olueW“hosphorescentJyightWrmittingJqevicesXJEuropeanhJournalhofhOrganichChemistryVJ2016VJ]Z[cVJ]Z^dW]Zad3.2 10

93 —ynergyJofJnxialJandJ“ointJphiralityJtoJponstructJuelicalJ‘WueterotrianguleneWoasedJ
—upramolecularJ“olymersXJChemNanoMatVJ2018VJaVJde[Wdea 3.5 10

92 vmpactJofJtheJsynergisticJcollaborationJofJoligothiopheneJbridgesJandJrutheniumJcomplexesJonJtheJ
opticalJpropertiesJofJdumbbellWshapedJcompoundsXJChemistryhvhAhEuropeanhJournalVJ2013VJ[fVJ[adcWee 4.8 9

91 sromJlinearJquaterthiopheneJtoJsulflowergJnJcomparativeJtheoreticalJstudyXJComputationalhandh
TheoreticalhChemistryVJ2009VJf[]VJ]dW^[ 9

90  heoreticalJdescriptionJofJtheJ–amanJspectrumJofJaJvinyleneWbridgedJquaterthiopheneJoligomerXJ
JournalhofhMolecularhStructureVJ2003VJcb[Wcb^VJcbdWcca 3.4 9

89 rxperimentalJandJtheoreticalJstudiesJintoJthestructuralJperturbationsJbetweenJneutralVJoxidisedJ
andJreducedJformsJofJ[VaWdithiinoquinoxalinederivativesXJJournalhofhMaterialshChemistryVJ2000VJ[ZVJ]aaeW]abd 9

88  heJsirstJsulfurWcontainingJtwinWqp‘”vWtypeJacceptorXJAdvancedhMaterialsVJ1994VJcVJdcbWdce 24 9

87  heoreticalJapproachJtoJtheJelectronicJstructureJofJphthalocyaninegJsromJtheJmoleculeJtoJtheJ
crystalXJSynthetichMetalsVJ1989VJ]fVJ[[bW[]] 3.6 9

86
 ernaryJOrganicJ—olarJpellJwithJaJ‘earWvnfraredJnbsorbingJ
—elenopheneâ��qiketopyrrolopyrroleWoasedJ‘onfullereneJncceptorJandJanJrfficiencyJaboveJ[ZOXJ
SolarhRrlVJ2020VJaVJ[fZZad[

7.1 9

85 qualWzodeJphiralJ—elfWnssemblyJofJponeW—hapedJ—ubphthalocyanineJnromaticsXJJournalhofhtheh
AmericanhChemicalhSocietyVJ2020VJ[a]VJ][Z[dW][Z^[ 16.4 9

84
rxploringJtheJeffectJofJtheJcyclometallatingJligandJinJ]WRpyridineW]WylSbenzoαdπthiazoleWcontainingJ
iridiumRvvvSJcomplexesJforJstableJlightWemittingJelectrochemicalJcellsXJJournalhofhMaterialshChemistryh
CVJ2018VJcVJ[]cdfW[]cee

7.1 9

83 parbonylWfunctionalizedJquaterthiophenesgJaJstudyJofJtheJvibrationalJ–amanJandJelectronicJ
absorptionYemissionJpropertiesJguidedJbyJtheoreticalJcalculationsXJChemPhysChemVJ2012VJ[^VJ[ceWdc 3.2 8

Enrique Orti

14



82
 heoreticalJinvestigationJofJthreeWdimensionalJphthalocyanineJstructuresgJcomparisonJofJtheJ
electronicJpropertiesJofJaJmodelJsystemJforJcyanoWRphthalocyaninatoScobaltRvvvSJwithJmetalWfreeJ
˛†WphthalocyanineXJSynthetichMetalsVJ1989VJ^^VJ]dW^b

3.6 8

81 qistanceJzattersgJoiasingJzechanismVJ ransferJofJnsymmetryVJandJ—tereomutationJinJ‘WnnnulatedJ
“eryleneJoisimideJ—upramolecularJ“olymersXJJournalhofhthehAmericanhChemicalhSocietyVJ2021VJ[a^VJ[^]e[W[^]f[16.4 8

80 ”uantumWphemicalJvnsightsJintoJtheJ—elfWnssemblyJofJparbonWoasedJ—upramolecularJpomplexesXJ
MoleculesVJ2018VJ]^VJ 4.8 7

79 slippingJzotionJ oJoiasJtheJOrganizedJ—upramolecularJ“olymerizationJofJ‘WueterotriangulenesXJ
ChemistryhofhMaterialsVJ2019VJ^[VJdZ]aWdZ^] 9.6 7

78
rlectrochemicalJmolecularJrecognitionJofJsilvercationJbyJelectropolymerisedJ
thienoα^lValgbVcπα[Vaπdithiinoα]V^WbπquinoxalinegaJjointJexperimentalJandJtheoreticalJstudyXJJournalh
ofhMaterialshChemistryVJ2000VJ[ZVJ]abeW]acb

7

77 rffectsJofJparbonWsp^JoridgingJonJtheJrlectronicJ“ropertiesJofJOligothiophenesXJSynthetichMetalsVJ
1999VJ[Z[VJcZ]WcZ^ 3.6 7

76 zolecularJandJelectronicJstructureJofJaJlargelyJextendedJtetracyanoquinodimethaneXJSynthetich
MetalsVJ1995VJdZVJ[Z^[W[Z^] 3.6 7

75 nJtheoreticalJstudyJofJtheJmolecularJandJelectronicJstructureJofJbenzoannulatedJ
tetracyanoquinodimethanesXJJournalhofhMaterialshChemistryVJ1995VJbVJ[cfdW[dZb 7

74  heoreticalJinvestigationJofJtheJelectronicJpropertiesJofJpolyRthienyleneJvinylenesSJandJ
polyRfuryleneJvinylenesSXJComputationalhandhTheoreticalhChemistryVJ1992VJ]baVJ]a^W]b[ 7

73 —tudyJofJaJmediumWsizeJbiologicalJmolecularJassociationJbyJmeansJofJaJpairJpotentialJsemiempiricalJ
approachgJ˛†Wcarbolineâ��lumiflavinXJJournalhofhComputationalhChemistryVJ1985VJcVJaa[Waac 3.5 7

72 αvrRp^‘SR‘^‘SπJemittersJcontainingJaJnaphthaleneJunitJwithinJaJlinkerJbetweenJtheJtwoJ
cyclometallatingJligandsXJDaltonhTransactionsVJ2016VJabVJ[c^dfW[c^f] 4.3 7

71 rfficientJoenzodithiopheneYoenzothiadiazoleWoasedJnWphannelJphargeJ ransportersXJ
ChemPlusChemVJ2017VJe]VJ[[ZbW[[[[ 2.8 6

70 ZnRvvSWcoordinationJandJfluorescenceJstudiesJofJaJnewJpolyazamacrocycleJincorporatingJ[uWpyrazoleJ
andJnaphthaleneJunitsXJDaltonhTransactionsVJ2010VJ^fVJdda[Wc 4.3 6

69 nromaticityJofJ˛–WOligothiophenesJandJrquivalentJOligothienoacenesXJJournalhofhChemicalhTheoryh
andhComputationVJ2009VJbVJ[dcdWdb 6.4 6

68 nJtheoreticalJstudyJofJtheJlowWlyingJexcitedJstatesJofJthienoα^VaWbπpyrazineXJJournalhofhChemicalh
PhysicsVJ2009VJ[^[VJ]aa[Zb 3.9 6

67 ”uinonoidJˇ�WextendedJtetrathiafulvalenesJR  ssSJ2001VJ]abW]cb 6

66
cV[[WoisRdicyanomethyleneSW[]WmethylbenzoαbπphenoxazineJandJ
cV[[WdicyaniminoW[]WmethylbenzoαbπphenoxazineJasJnovelJdonorâ��acceptorJsystemsXJJournalhofh
MaterialshChemistryVJ1995VJbVJ[bc^W[bdZ

6

65  heoreticalJcharacterizationJofJtheJelectronicJpropertiesJofJunsymmetricalJphthalocyanineJ
analoguesXJSynthetichMetalsVJ1993VJbdVJab[fWab]a 3.6 6

(1993-1989)

15



64 ruJelectronicJbandJstructureJofJpolyRphenylsilaneSXJSynthetichMetalsVJ1993VJc[VJ[ZdW[[[ 3.6 6

63  heoreticalJinvestigationJonJtheJeffectsJofJmethylJsubstitutionJonJtheJelectronicJpropertiesJofJ
polysilaneXJSynthetichMetalsVJ1993VJbaVJ[d^W[df 3.6 6

62 zolecularJconformationJandJelectronicJstructureJofJ[V[QWbipyrroleXJanJabJinitioJapproachXJChemicalh
PhysicshLettersVJ1986VJ[^ZVJ]ebW]fZ 2.5 6

61 uoleW ransportingJzaterialsJforJ“erovskiteJ—olarJpellsJrmployingJanJnnthradithiopheneJporeXJACSh
AppliedhMaterialshoamp;hInterfacesVJ2021VJ[^VJ]e][aW]e]][ 9.5 6

60  uningJtheJselfWassemblyJofJrectangularJamphiphilicJcruciformsXJLangmuirVJ2014VJ^ZVJbfbdWca 4 5

59  heJinfluenceJofJconformationJonJtheJelectronicJpropertiesJofJpolysilanesXJSynthetichMetalsVJ1991VJ
a]VJ[bdbW[be[ 3.6 5

58  heoreticalJpharacterizationJofJtheJrlectronicJ—tructureJofJ“olyRueteroaromaticJinylenesSXJNATOh
ASIhSerieshSerieshB:hPhysicsVJ1990VJaadWaba 5

57 –hodanineWbasedJdyesJabsorbingJinJtheJentireJvisibleJspectrumXJOrganichChemistryhFrontiersVJ2017VJ
aVJ[Z]aW[Z]e 5.2 4

56 nzatruxeneWoasedVJqumbbellW—hapedVJqonorWˇ�WoridgeWqonorJuoleW ransportingJzaterialsJforJ
“erovskiteJ—olarJpellsXJChemistryhvhAhEuropeanhJournalVJ2020VJ]cVJ[[Z^fW[[Zad 4.8 4

55 qielsâ��nlderJreactionJonJperylenediimidesgJsynthesisJandJtheoreticalJstudyJofJcoreWexpandedJ
diimidesXJOrganichChemistryhFrontiersVJ2019VJcVJ]ecZW]ed[ 5.2 4

54 rlectronicJpropertiesJofJpolyRpyrryleneJvinylenesSgJaJtheoreticalJapproachXJSynthetichMetalsVJ1993VJ
baVJ[e[W[ec 3.6 4

53  heoreticalJehtJstudyJofJisobuteneJadsorptionJonJmodelJclustersJofJfirstJseriesJtransitionJmetalJ
oxidesJandJzgOXJJournalhofhMolecularhCatalysisVJ1988VJa^VJ^Z^W^[a 4

52 —upramolecularJpolymerizationJofJelectronicallyJcomplementaryJlinearJmotifsgJantiWcooperativityJbyJ
attenuatedJgrowthXXJChemicalhScienceVJ2021VJ[^VJe[Wef 9.4 4

51 rlectricallyJponductiveJ“hthalocyanineJnssembliesXJ—tructuralJandJ‘onWvntegerJOxidationJ‘umberJ
ponsiderationsXJNATOhASIhSerieshSerieshB:hPhysicsVJ1990VJac[Wacc 4

50 vmpactJofJzolecularJ—izeJandJ—hapeJonJtheJ—upramolecularJpoWnssemblyJofJphiralJ ricarboxamidesgJ
nJpomparativeJ—tudyXJChemistryhvhAhEuropeanhJournalVJ2020VJ]cVJ[adZZW[adZd 4.8 4

49 vmprovingJtheJ–obustnessJofJOrganicJ—emiconductorsJthroughJuydrogenJoondingXJACShAppliedh
Materialshoamp;hInterfacesVJ2021VJ[^VJec]ZWec^Z 9.5 4

48  heoreticalJinsightsJintoJtheJstructuralVJelectronicJandJopticalJpropertiesJofJ
benzotrithiopheneWbasedJholeWtransportingJmaterialsXJTheoreticalhChemistryhAccountsVJ2017VJ[^cVJ[ 1.9 3

47 ‘onW“lanarJandJslexibleJuoleW ransportingJzaterialsJfromJoisWüantheneJandJoisW hioxantheneJ
UnitsJforJ“erovskiteJ—olarJpellsXJHelveticahChimicahActaVJ2019VJ[Z]VJe[fZZZbc 2 3

Enrique Orti

16



46 parbonJ‘anotubesJponjugatedJwithJ riazoleWoasedJ etrathiafulvaleneW ypeJ–eceptorsJforJpJ
–ecognitionXJChemPlusChemVJ2019VJeaVJd^ZWd^f 2.8 3

45 nzoleWcontainingJcationicJbisWcyclometallatedJiridiumRiiiSJisocyanideJcomplexesgJaJtheoreticalJinsightJ
intoJtheJemissionJenergyJandJemissionJefficiencyXJDaltonhTransactionsVJ2019VJaeVJfd]bWfd^^ 4.3 3

44 OnJtheJ—tructureJandJphiralJnggregationJofJyiquidJprystallineJ—tarW—hapedJ riazinesJuWoondedJtoJ
oenzoicJncidsXJChemistryhvhAhEuropeanhJournalVJ2020VJ]cVJ[b^[^W[b^]] 4.8 3

43 oendingJparbonJ‘anoformsJforJ—upramolecularJ–ecognitiongJnJ opologicalJ—tudyJonJ
uemifullereneWoasedJnggregatesXJJournalhofhPhysicalhChemistryhAVJ2018VJ[]]VJ[[]aW[[^d 2.8 3

42
nJstudyJbyJspectroelectrochemicalJs v–JandJdensityJfunctionalJtheoryJcalculationsJofJtheJreversibleJ
complexingJabilityJofJanJelectroactiveJtetrathiafulvaleneJcrownXJJournalhofhPhysicalhChemistryhAVJ
2005VJ[ZfVJ[[eeWfb

2.8 3

41  heoreticalJsearchJforJlowWbandWgapJvinyleneJlinkedJpolymersgJheteroaryleneJvinyleneJcopolymersXJ
SynthetichMetalsVJ1993VJbdVJabcbWabd[ 3.6 3

40 vnfluenceJofJ—tructuralJvsomerismJonJtheJrlectronicJ“ropertiesJofJrxtendedJ“hthalocyaninesXJ
MolecularhCrystalshandhLiquidhCrystalsVJ1993VJ]^aVJ]a[W]ac 3

39 OnJpaufUJenergyJhypersurfaceXJComputationalhandhTheoreticalhChemistryVJ1987VJ[bZVJ^^Waf 3

38 ponformationalJbehaviourJofJ[uWpyrroleV]WR]WfuranylSJandJstructuralJisomersXJComputationalhandh
TheoreticalhChemistryVJ1985VJ[]ZVJ]fW^^ 3

37 â��ponformationalJbehaviourJofJnonfusedJbipentaheterocyclesXJdependenceJonJinterannularJ
environmentâ��XJJournalhDehChimiehPhysiquehEthDehPhysicovChimiehBiologiqueVJ1987VJeaVJd]fWd^a 3

36 “hotophysicalJ“ropertiesJofJOligo´›RphenyleneJethynyleneSJvridiumRvvvSJpomplexesJsunctionalizedJ
withJzetalWnnchoringJtroupsXJEuropeanhJournalhofhInorganichChemistryVJ2016VJ]Z[cVJ[eb[W[ebf 2.3 3

35 uexakisWadductsJofJαcZπfullereneJasJmolecularJscaffoldsJofJpolynuclearJspinWcrossoverJmoleculesXJ
ChemicalhScienceVJ2020VJ[]VJdbdWdcc 9.4 3

34  uningJtheJelectronicJpropertiesJandJtheJplanarityJdegreeJinJtheJˇ�WextendedJ  sJseriesgJtheJ
prominentJroleJofJheteroatomsXJJournalhofhMaterialshChemistryhCVJ2018VJcVJ[^[fZW[^[fc 7.1 3

33 zinimizingJgeminateJrecombinationJlossesJinJsmallWmoleculeWbasedJorganicJsolarJcellsXJJournalhofh
MaterialshChemistryhCVJ2019VJdVJcca[Wccae 7.1 2

32  uningJtheJopticalJandJelectronicJpropertiesJofJperyleneJdiimidesJthroughJtransversalJcoreJ
extensionXJTheoreticalhChemistryhAccountsVJ2018VJ[^dVJ[ 1.9 2

31 psJ—ubstitutionJofJαpuR“^“SRbpySπα“sJπJpomplexesgJrffectsJonJ“hotophysicalJ“ropertiesJandJ
yightWrmittingJrlectrochemicalJpellJ“erformanceXJChemPlusChemVJ2018VJe^VJ[a^ 2.8 2

30 rlectronicJnatureJofJtheJemittingJtripletJinJ—sJbJWsubstitutedJcationicJvrRvvvSJcomplexesXJPolyhedronVJ
2018VJ[aZVJ[We 2.7 2

29  heoreticalJinsightJonJnovelJdonorWacceptorJex  sWbasedJdyesJforJdyeWsensitizedJsolarJcellsXJJournalh
ofhMolecularhModelingVJ2014VJ]ZVJ][ee 2 2

(2014-2019)

17



28 qiferrocenylJoligothiopheneJwiresgJ–amanJandJquantumJchemicalJstudyJofJvalenceWtrappedJcationsXJ
JournalhofhChemicalhPhysicsVJ2011VJ[^bVJ]^adZb 3.9 2

27  heoreticalJdescriptionJofJtheJfluorantheneWfluorantheneJassociationJusingJatomWatomJpairJ
potentialsXJSynthetichMetalsVJ1995VJd[VJ]Ze[W]Ze] 3.6 2

26  heoreticalJcalculationsJonJtheJvalenceJelectronicJstructureJofJnaphthalocyaninegJcomparisonJwithJ
experimentalJphotoemissionJdataXJSynthetichMetalsVJ1993VJbdVJab[^Wab[e 3.6 2

25 alenceJelectronicJstructureJofJpcZgJ heoreticalJanalysisJofJphotoemissionJdataXJSynthetichMetalsVJ
1993VJbcVJ^]acW^]b[ 3.6 2

24  heoreticalJstudyJonJtheJeffectJofJbackboneJconformationJonJtheJelectronicJstructureJofJ
polyRdiWnWbutylsilaneSXJSynthetichMetalsVJ1993VJbdVJaa]bWaa^Z 3.6 2

23  uningJtheJOpticalJnbsorptionJofJ—nWVJteWVJandJZnW—ubstitutedJps]ngoiorcJqoubleJ“erovskitesgJ
—tructuralJandJrlectronicJrffectsXJChemistryhofhMaterialsVJ2021VJ^^VJeZ]eWeZ^b 9.6 2

22
—elfWnssemblyWqirectedJOrganizationJofJaJsullereneWoisporphyrinJintoJ—upramolecularJtiantJqonutJ
—tructuresJforJrxcitedW—tateJphargeJ—tabilizationXJJournalhofhthehAmericanhChemicalhSocietyVJ2021VJ
[a^VJ[[[ffW[[]Ze

16.4 2

21 vnfluenceJofJtheJZYrJvsomerismJonJtheJ“athwayJpomplexityJofJaJ—quaramideWoasedJzacrocycleXJ
SmallVJ2021VJ[dVJe]ZZc[^^ 11 2

20 —upramolecularJassemblyJofJpyreneWtetrathiafulvaleneJhybridsJonJgraphenegJstructureâ��propertyJ
relationshipsJandJbiosensingJactivityXJJournalhofhMaterialshChemistryhCVJ2021VJfVJ[ZfaaW[Zfb[ 7.1 2

19 nceneWtypeJdonorsJbearingJoneJ[V^WdithioleJringXJSynthetichMetalsVJ1999VJ[Z]VJ[c^bW[c^c 3.6 1

18 vnfluenceJofJnitrogenJsubstitutionJonJtheJelectronicJbandJstructureJofJpolyRperiWnaphthaleneSXJ
SynthetichMetalsVJ1995VJcfVJdZbWdZc 3.6 1

17 rvolutionJofJtheJelectronicJpropertiesJofJgradedJpolyRthienyleneJvinyleneSWpolyRpyrryleneJvinyleneSJ
mixedJcopolymersXJSynthetichMetalsVJ1993VJc[VJ[b[W[ba 3.6 1

16 vmprovingJtheJyongW ermJ—tabilityJofJqopedJ—piroW ypeJuoleW ransportingJzaterialsJinJ“lanarJ
“erovskiteJ—olarJpellsXJSolarhRrlV][ZZcbZ 7.1 1

15 rffectJofJ—ubstituentsJatJvmideJ“ositionsJonJtheJyaserJ“erformanceJofJ[VdWoayW—ubstitutedJ
“erylenediimideJqyesXJJournalhofhPhysicalhChemistryhCVJ2021VJ[]bVJ[]]ddW[]]ee 3.8 1

14 nllocationJofJnmbipolarJphargesJonJanJOrganicJqiradicalJwithJaJinyleneW“henylenediyneJoridgeXJ
JournalhofhPhysicalhChemistryhLettersVJ2021VJ[]VJc[bfWc[ca 6.4 1

13 —elenopheneWoasedJuoleW ransportingJzaterialsJforJ“erovskiteJ—olarJpellsXJChemPlusChemVJ2021VJ
ecVJ[ZZcW[Z[^ 2.8 1

12 —elfWnssemblyJofJplickedJ—tarW—hapedJ riazinesJintoJsunctionalJ‘anostructuresXJChemNanoMatVJ
2019VJbVJ[^ZW[^d 3.5 1

11
rffectJofJmolecularJgeometryJandJextendedJconjugationJonJtheJperformanceJofJhydrogenWbondedJ
semiconductorsJinJorganicJthinWfilmJfieldWeffectJtransistorsXJJournalhofhMaterialshChemistryhCVJ2021VJ
fVJ[Ze[fW[Ze]f

7.1 0

Enrique Orti

18



10 OnJtheJvmportanceJofJyigandWpenteredJrxcitedJ—tatesJinJtheJrmissionJofJpyclometalatedJvrRvvvSJ
pomplexesXJInorganichChemistryVJ2021VJcZVJ[^]]]W[^]^] 5.1 0

9 rnhancedJelectronicJcommunicationJthroughJaJconjugatedJbridgeJinJaJporphyrinâ��fullereneJ
donorâ��acceptorJcoupleXJJournalhofhMaterialshChemistryhCVJ2021VJfVJ[ZeefW[Zefe 7.1 0

8 vncreasingJtheJefficiencyJofJlightWemittingJelectrochemicalJcellsJbyJlimitingJtheJexcitonJquenchingXJ
MaterialshResearchhSocietyhSymposiahProceedingsVJ2013VJ[bcdVJ[

7 yongWyivingJrmittingJrlectrochemicalJpellsJoasedJonJ—upramolecularJˇ�Wˇ�JvnteractionsXJMaterialsh
ResearchhSocietyhSymposiahProceedingsVJ2009VJ[[fdVJ^[

6 oenzoannulatedJquinoneWtypeJelectronJacceptorsgJevolutionJofJtheJmolecularJandJelectronicJ
structuresJuponJreductionXJComputationalhandhTheoreticalhChemistryVJ1998VJa]cVJ[^bW[a^

5 teometricJandJelectronicJstructureJofJdithiapyranylidinegJevolutionJuponJoxidationXJSynthetich
MetalsVJ1993VJbdVJabd]Wabde 3.6

4
phargeW—eparationJandJphargeW–ecombinationJ–ateJponstantsJinJaJqonorWncceptorJ
ouckybowlWoasedJ—upramolecularJpomplexgJzultistateJandJ—olventJrffectsXJJournalhofhPhysicalh
ChemistryhAVJ2021VJ[]bVJffe]Wfffa

2.8

3  heoreticalJstudyJofJtheJbenzoquinoneâ��tetrathiafulvaleneâ��benzoquinoneJtriadJinJneutralJandJ
oxidizedYreducedJstatesXJHighlightshinhTheoreticalhChemistryVJ2014VJ[bdW[cc

2
vnnenrˆ…cktitelbildgJ‘WnnnulatedJ“eryleneJoisimidesJtoJoiasJtheJqifferentiationJofJzetastableJ
—upramolecularJnssembliesJintoJwWJandJuWnggregatesJRnngewXJphemXJaZY]Z]ZSXJAngewandtehChemie
VJ2020VJ[^]VJ[df[[W[df[[

3.6

1 pomputationalJzodellingJofJ—upramolecularJ“olymersJ2022VJ^a[W^ea

List of Publications

19


