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176 qhargeVtransportHregimeHofHcrystallineHorganicHsemiconductorshHdiffusionHlimitedHbyHthermalH
offVdiagonalHelectronicHdisorderWHPhysicalkReviewkLettersUH2006UHgdUHZfddZ[ 7.4 473

175 qhargeHtransportHinHhighHmobilityHmolecularHsemiconductorshHclassicalHmodelsHandHnewHtheoriesWH
ChemicalkSocietykReviewsUH2011UHbZUH]abeVcf 58.5 343

174 rynamicsHofHtheHintermolecularHtransferHintegralHinHcrystallineHorganicHsemiconductorsWHJournalkofk
PhysicalkChemistrykAUH2006UH[[ZUHbZdcVeZ 2.8 312

173 ’uclearHcouplingHandHpolarizationHinHmolecularHtransportHjunctionshHbeyondHtunnelingHtoHfunctionWH
ScienceUH2008UHa[gUH[ZcdVdZ 33.3 256

172 svaluationHofHtheHsxternalH eorganizationHsnergyHofH”olyacenesWHJournalkofkPhysicalkChemistryk
LettersUH2010UH[UHgb[Vgbd 6.4 247

171 πhatHmakesHfullereneHacceptorsHspecialHasHelectronHacceptorsHinHorganicHsolarHcellsHandHhowHtoH
replaceHthemWHAdvancedkMaterialsUH2013UH]cUH[ZafVb[ 24 240

170 ”redictionHofHtheHobsoluteHqhargeHMobilityHofHMolecularH−emiconductorshHtheHqaseHofH ubreneWH
AdvancedkMaterialsUH2007UH[gUH]ZZZV]ZZb 24 209

169 obsoluteH ateHofHqhargeH−eparationHandH ecombinationHinHaHMolecularHModelHofHtheH”avTX”qpMH
wnterfaceWHJournalkofkPhysicalkChemistrykCUH2011UH[[cUH]bZdV]b[c 3.8 208

168 voleHMigrationHinHr’oh´ HaHTheoreticalHonalysisHofHtheH oleHofH−tructuralHtluctuationsWHJournalkofk
PhysicalkChemistrykBUH2002UH[ZdUH]ZgaV][Z[ 3.4 201

167 TheHholeHtransferHinHr’ohHcalculationHofHelectronHcouplingHbetweenHcloseHbasesWHChemicalkPhysicsk
LettersUH2001UHabbUHcZgVc[f 2.5 181

166 TheoreticalHstudiesHofHdyeVsensitisedHsolarHcellshHfromHelectronicHstructureHtoHelementaryHprocessesWH
EnergykandkEnvironmentalkScienceUH2011UHbUHbbea 35.4 173

165 πhyHvolesHandHslectronsH−eparateH−oHπellHinH”olymerXtullereneH”hotovoltaicHqellsWHJournalkofk
PhysicalkChemistrykLettersUH2011UH]UH]eaeV]eb[ 6.4 167

164 TheoreticalH−tudyHofHtheH“rganicH”hotovoltaicHslectronHocceptorH”qpMhHMorphologyUHslectronicH
−tructureUHandHqhargeHzocalizationWHJournalkofkPhysicalkChemistrykCUH2010UH[[bUH]ZbegV]Zbff 3.8 163

163 pandHstructureHofHtheHfourHpentaceneHpolymorphsHandHeffectHonHtheHholeHmobilityHatHlowH
temperatureWHJournalkofkPhysicalkChemistrykBUH2005UH[ZgUH[fbgVcd 3.4 152

162 qhargeHtransportHinHorganicHcrystalshHroleHofHdisorderHandHtopologicalHconnectivityWHJournalkofkthek
AmericankChemicalkSocietyUH2010UH[a]UH[[eZ]Vf 16.4 150

161
”arallelHQfaceVtoVfaceRHversusHperpendicularHQedgeVtoVfaceRHalignmentHofHelectronHdonorsHandH
acceptorsHinHfullereneHporphyrinHdyadshHtheHimportanceHofHorientationHinHelectronHtransferWHJournalk
ofkthekAmericankChemicalkSocietyUH2001UH[]aUHg[ddVe

16.4 142

160 zongVrangeHexcitonHdissociationHinHorganicHsolarHcellsWHProceedingskofkthekNationalkAcademykofk
ScienceskofkthekUnitedkStateskofkAmericaUH2012UH[ZgUH[abgfVcZ] 11.5 138
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159 πhatHwsHtheHpestHonchoringHuroupHforHaHryeHinHaHryeV−ensitizedH−olarHqellmWHJournalkofkPhysicalk
ChemistrykLettersUH2012UHaUH[ca[Vc 6.4 138

158 oHmapHofHhighVmobilityHmolecularHsemiconductorsWHNaturekMaterialsUH2017UH[dUHggfV[ZZ] 27 135

157 qonformationalHMolecularH ectifiersWHNanokLettersUH2004UHbUHcg[Vcgc 11.5 124

156 ModellingHchargeHtransportHinHorganicHsemiconductorshHfromHquantumHdynamicsHtoHsoftHmatterWH
PhysicalkChemistrykChemicalkPhysicsUH2008UH[ZUHcgb[Vc] 3.6 122

155 oHrateHconstantHexpressionHforHchargeHtransferHthroughHfluctuatingHbridgesWHJournalkofkChemicalk
PhysicsUH2003UH[[gUHcef]Vceff 3.9 121

154  educingHdynamicHdisorderHinHsmallVmoleculeHorganicHsemiconductorsHbyHsuppressingH
largeVamplitudeHthermalHmotionsWHNaturekCommunicationsUH2016UHeUH[Zead 17.4 120

153 βibronicHeffectsHinHoffVresonantHmolecularHwireHconductionWHJournalkofkChemicalkPhysicsUH2003UH[[fUHdZe]VdZf]3.9 119

152 slectronicH−tructureHofHTi“]H−urfacesHandHsffectHofHMolecularHodsorbatesHαsingHrifferentHrtTH
wmplementationsWHJournalkofkPhysicalkChemistrykCUH2010UH[[bUH]]dcgV]]deZ 3.8 112

151 MolecularHsignaturesHinHtheHtransportHpropertiesHofHmolecularHwireHjunctionshHwhatHmakesHaHjunctionH
KmolecularKmWHSmallUH2006UH]UH[e]Vf[ 11 111

150 vighVThroughputHqomputationalH−creeningHofHqhromophoresHforHryeV−ensitizedH−olarHqellsWHJournalk
ofkPhysicalkChemistrykCUH2011UH[[cUH[[ef[V[[eg] 3.8 110

149 slectronicHwnteractionsHandHThermalHrisorderHinHMolecularHqrystalsHqontainingHqofacialH”entaceneH
αnitsWHChemistrykofkMaterialsUH2005UH[eUHcZ]bVcZa[ 9.6 109

148 qhargeHtransportHinHsemiconductorsHwithHmultiscaleHconformationalHdynamicsWHPhysicalkReviewk
LettersUH2009UH[Z]UH[[ddZ] 7.4 106

147 MolecularHtransportHjunctionshH”ropensityHrulesHforHinelasticHelectronHtunnelingHspectraWHNanok
LettersUH2006UHdUH[efbVf 11.5 105

146 sffectsHofHhydrationHonHmolecularHjunctionHtransportWHNaturekMaterialsUH2006UHcUHgZ[Vf 27 104

145 ModulatingHchargeVtransferHinteractionsHinHtopologicallyHdifferentHporphyrinVqdZHdyadsWHChemistrykzk
AkEuropeankJournalUH2003UHgUHbgdfVeg 4.8 102

144 TowardH”redictingHsfficiencyHofH“rganicH−olarHqellsHviaHMachineHzearningHandHwmprovedHrescriptorsWH
AdvancedkEnergykMaterialsUH2018UHfUH[fZ[Za] 21.8 95

143 vallVeffectHmeasurementsHprobingHtheHdegreeHofHchargeVcarrierHdelocalizationHinH
solutionVprocessedHcrystallineHmolecularHsemiconductorsWHPhysicalkReviewkLettersUH2011UH[ZeUHZdddZ[ 7.4 94

142 qomputationalHstudyHofHtheHstructureHandHchargeVtransferHparametersHinHlowVmolecularVmassH”avTWH
JournalkofkPhysicalkChemistrykBUH2009UH[[aUHgagaVbZ[ 3.4 93
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141 −tructuralHvariabilityHandHdynamicsHofHtheH”avTX”qpMHinterfaceHandHitsHeffectsHonHtheHelectronicH
structureHandHtheHchargeVtransferHratesHinHsolarHcellsWHPhysicalkChemistrykChemicalkPhysicsUH2011UH[aUH][bd[VeZ3.6 88

140 TracingHelectronicHpathwaysHinHmoleculesHbyHusingHinelasticHtunnelingHspectroscopyWHProceedingskofk
thekNationalkAcademykofkScienceskofkthekUnitedkStateskofkAmericaUH2007UH[ZbUH[b]ccVg 11.5 88

139 MolecularHrectificationHthroughHelectricHfieldHinducedHconformationalHchangesWHJournalkofkthek
AmericankChemicalkSocietyUH2002UH[]bUH[bc]fVg 16.4 88

138 rynamicsHofHtheHexcitonicHcouplingHinHorganicHcrystalsWHPhysicalkReviewkLettersUH2015UH[[bUHZ]dbZ] 7.4 87

137 sffectHofHtheHonchoringHuroupHonHslectronHwnjectionhHTheoreticalH−tudyHofH”hosphonatedHryesHforH
ryeV−ensitizedH−olarHqellsWHJournalkofkPhysicalkChemistrykCUH2012UH[[dUH]d]]V]d]g 3.8 82

136 ModelingHtheHinelasticHelectronHtunnelingHspectraHofHmolecularHwireHjunctionsWHPhysicalkReviewkBUH
2005UHe]UH 3.3 81

135 rynamicHdisorderHinHmolecularHsemiconductorshHchargeHtransportHinHtwoHdimensionsWHJournalkofk
ChemicalkPhysicsUH2011UH[abUHZabeZ] 3.9 80

134 svaluatingHqhargeH ecombinationH ateHinHryeV−ensitizedH−olarHqellsHfromHslectronicH−tructureH
qalculationsWHJournalkofkPhysicalkChemistrykCUH2012UH[[dUHedafVedbg 3.8 79

133 qombiningHelectronicHandHstructuralHfeaturesHinHmachineHlearningHmodelsHtoHpredictHorganicHsolarH
cellsHpropertiesWHMaterialskHorizonsUH2019UHdUHabaVabg 14.4 79

132 TrendsHinHtheHelectronicHandHgeometricHstructureHofHnonVfullereneHbasedHacceptorsHforHorganicHsolarH
cellsWHEnergykandkEnvironmentalkScienceUH2017UH[ZUHagcVbZ[ 35.4 77

131  elationHbetweenHMicrostructureHandHqhargeHTransportHinH”olymersHofHrifferentH egioregularityWH
JournalkofkPhysicalkChemistrykCUH2011UH[[cUH[gafdV[gaga 3.8 77

130 MeasurementHofHmolecularHmotionHinHorganicHsemiconductorsHbyHthermalHdiffuseHelectronH
scatteringWHNaturekMaterialsUH2013UH[]UH[ZbcVg 27 75

129 “rganicHsemiconductorshHimpactHofHdisorderHatHdifferentHtimescalesWHChemPhysChemUH2010UH[[UH]ZdeVeb 3.2 72

128 onHagentVbasedHapproachHforHmodelingHmolecularHselfVorganizationWHProceedingskofkthekNationalk
AcademykofkScienceskofkthekUnitedkStateskofkAmericaUH2005UH[Z]UH]ccVdZ 11.5 65

127  educingHMolecularH−huttlingHtoHaH−ingleHrimensionWHAngewandtekChemiekzkInternationalkEditionUH
2000UHagUHacZVaca 16.4 65

126 oHrealisticHdescriptionHofHtheHchargeHcarrierHwaveHfunctionHinHmicrocrystallineHpolymerH
semiconductorsWHJournalkofkthekAmericankChemicalkSocietyUH2009UH[a[UH[[[egVfd 16.4 63

125 ”ropensityHrulesHforHinelasticHelectronHtunnelingHspectroscopyHofHsingleVmoleculeHtransportH
junctionsWHJournalkofkChemicalkPhysicsUH2006UH[]cUH][beZg 3.9 62

124 oHmethodHtoHrapidlyHpredictHtheHchargeHinjectionHrateHinHdyeHsensitizedHsolarHcellsWHPhysicalkChemistryk
ChemicalkPhysicsUH2010UH[]UHbd]cVab 3.6 59
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123 rynamicHnatureHofHtheHintramolecularHelectronicHcouplingHmediatedHbyHaHsolventHmoleculehHaH
computationalHstudyWHJournalkofkthekAmericankChemicalkSocietyUH2004UH[]dUH]][cV]b 16.4 57

122  elationHbetweenHstructureHandHelectronicHpropertiesHofHamorphousHMsvV””βHpolymersWHJournalkofk
thekAmericankChemicalkSocietyUH2013UH[acUH[[]beVcd 16.4 56

121 αnderstandingHtheHMicroscopicH“riginHofHtheHβeryHvighHqhargeHMobilityHinH”pTTThHToleranceHofH
ThermalHrisorderWHAdvancedkFunctionalkMaterialsUH2014UH]bUHg]cVgaa 15.6 54

120  egimesHofHsxcitonHTransportHinHMolecularHqrystalsHinHtheH”resenceHofHrynamicHrisorderWHAdvancedk
FunctionalkMaterialsUH2016UH]dUH]a[dV]a]c 15.6 53

119 vowHquasiVfreeHholesHandHelectronsHareHgeneratedHinHorganicHphotovoltaicHinterfacesWHFaradayk
DiscussionsUH2013UH[daUHaeeVg]iHdiscussionHagaVba] 3.6 53

118 MorphologyHandHqhargeHTransportHinH”avThHoHTheoristâ��sH”erspectiveWHAdvanceskinkPolymerkScienceUH
2014UH[agV[fZ 1.3 51

117 −ingletHfissionHmoleculesHamongHknownHcompoundshHfindingHaHfewHneedlesHinHaHhaystackWHEnergykandk
EnvironmentalkScienceUH2019UH[]UH]b[]V]b[d 35.4 49

116 rirectHopticalHgenerationHofHlongVrangeHchargeVtransferHstatesHinHorganicHphotovoltaicsWHAdvancedk
MaterialsUH2014UH]dUHd[daVe 24 49

115 TheoryHofHchargeHhoppingHalongHaHdisorderedHpolymerHchainWHPhysicalkChemistrykChemicalkPhysicsUH
2014UH[dUHgggeV[ZZZe 3.6 48

114 vowHTi“]HcrystallographicHsurfacesHinfluenceHchargeHinjectionHratesHfromHaHchemisorbedHdyeH
sensitiserWHPhysicalkChemistrykChemicalkPhysicsUH2012UH[bUH[aag]VbZ[ 3.6 48

113 sthyleneHulycolVpasedH−ideHqhainHzengthHsngineeringHinH”olythiophenesHandHitsHwmpactHonH“rganicH
slectrochemicalHTransistorH”erformanceWHChemistrykofkMaterialsUH2020UHa]UHdd[fVdd]f 9.6 47

112 ModelingHtheH−elfVossemblyHofHpenzenedicarboxylicHocidsHαsingHMonteHqarloHandHMolecularH
rynamicsH−imulationsWHJournalkofkPhysicalkChemistrykCUH2010UH[[bUHbaedVbaff 3.8 46

111 TheHspeedHlimitHforHsequentialHchargeHhoppingHinHmolecularHmaterialsWHOrganickElectronicsUH2011UH[]UH[gffV[gg[3.5 45

110 “nHtheH−tructureHandH−tabilityHofH−elfVossembledHZwitterionicH”eptideHomphiphileshHHoHTheoreticalH
−tudyWHNanokLettersUH2004UHbUHb]eVba[ 11.5 44

109 sffectiveH”olarizationHinH”airwiseH”otentialsHatHtheHurapheneVslectrolyteHwnterfaceWHJournalkofk
PhysicalkChemistrykLettersUH2017UHfUHeZaVeZf 6.4 43

108 “nHtheHmechanismHofHchargeHtransportHinHpentaceneWHJournalkofkChemicalkPhysicsUH2008UH[]gUHZbbeZb 3.9 43

107 ”ackingHpatternsHofHsilicaHnanoparticlesHonHsurfacesHofHarmoredHpolystyreneHlatexHparticlesWH
LangmuirUH2009UH]cUH[]aggVbZa 4 41

106 ollVotomH’umericalH−tudiesHofH−elfVossemblyHofHZwitterionicH”eptideHomphiphilesWHJournalkofk
PhysicalkChemistrykBUH2004UH[ZfUH[c]efV[c]fb 3.4 41
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105 qhargeHriffusionHinH−emiconductingH”olymershHonalyticalH elationHbetweenH”olymerH igidityHandH
TimeH−calesHforHwntrachainHandHwnterchainHvoppingWHJournalkofkPhysicalkChemistrykLettersUH2014UHcUH]daeVb[6.4 40

104 qhargeHTransportHinH−elfVossembledH−emiconductingH“rganicHzayershH oleHofHrynamicHandH−taticH
risorderWHJournalkofkPhysicalkChemistrykCUH2010UH[[bUH[Zcg]V[Zcge 3.8 40

103 vowHManyH”arametersHoctuallyHoffectHtheHMobilityHofHqonjugatedH”olymersmWHPhysicalkReviewk
LettersUH2017UH[[fUHZfddZ[ 7.4 38

102 rirectHprobeHofHtheHnuclearHmodesHlimitingHchargeHmobilityHinHmolecularHsemiconductorsWHMaterialsk
HorizonsUH2019UHdUH[f]V[g[ 14.4 37

101 αsingHorbitalHsymmetryHtoHminimizeHchargeHrecombinationHinHdyeVsensitizedHsolarHcellsWHAngewandtek
ChemiekzkInternationalkEditionUH2013UHc]UHgeaVc 16.4 36

100 TransitionHfromHdynamicHtoHstaticHdisorderHinHoneVdimensionalHorganicHsemiconductorsWHJournalkofk
ChemicalkPhysicsUH2009UH[a[UHZ[beZa 3.9 36

99 −trongHopticalHresponseHandHlightHemissionHfromHaHmonolayerHmolecularHcrystalWHNaturek
CommunicationsUH2019UH[ZUHccfg 17.4 36

98 qoncurrentH“ptimizationHofH“rganicHronorâ��occeptorH”airsHthroughHMachineHzearningWHAdvancedk
EnergykMaterialsUH2019UHgUH[gZ]bda 21.8 35

97 −ingleHMoleculeHqonductanceHofHzinearHrithioalkanesHinHtheHziquidH”hasehHHopparentlyHoctivatedH
TransportHrueHtoHqonformationalHtlexibilityWHJournalkofkPhysicalkChemistrykCUH2007UH[[[UH[bcdeV[bcea 3.8 35

96 qalculationHofHratesHofHexcitonHdissociationHintoHhotHchargeVtransferHstatesHinHmodelHorganicH
photovoltaicHinterfacesWHPhysicalkReviewkBUH2013UHffUH 3.3 33

95 ’anoscaleHelectricalHinvestigationHofHlayerVbyVlayerHgrownHmolecularHwiresWHAdvancedkMaterialsUH
2014UH]dUH[dffVga 24 31

94 sxploitingHquantumHinterferenceHinHdyeHsensitizedHsolarHcellsWHACSkNanoUH2014UHfUHbZgV[f 16.7 31

93 wnelasticHinsightsHforHmolecularHtunnelingHpathwayshHbypassingHtheHterminalHgroupsWHPhysicalk
ChemistrykChemicalkPhysicsUH2007UHgUH]b][Ve 3.6 31

92
ModulatingHtheHsxcitonHrissociationH ateHbyHupHtoHMoreHthanHTwoH“rdersHofHMagnitudeHbyH
qontrollingHtheHolignmentHofHzαM“HTH[HinH“rganicH”hotovoltaicsWHJournalkofkPhysicalkChemistrykCUH
2014UH[[fUH]e]e]V]e]fZ

3.8 29

91 onHadHhocHtightHbindingHmethodHtoHstudyHtheHelectronicHstructureHofHsemiconductingHpolymersWH
ChemicalkPhysicskLettersUH2009UHbfZUH][ZV][b 2.5 29

90 qhargeHtransportHperpendicularHtoHtheHhighHmobilityHplaneHinHorganicHcrystalshHpandlikeHtemperatureH
dependenceHmaintainedHdespiteHhundredfoldHanisotropyWHPhysicalkReviewkBUH2016UHgaUH 3.3 28

89 βeryHzargeHˇ�VqonjugationHrespiteH−trongH’onplanarityhHoH”athHforHresigningH’ewH−emiconductingH
”olymersWHJournalkofkPhysicalkChemistrykLettersUH2016UHeUHbdfgVbdgb 6.4 27

88 slectronicHsxcitedH−tatesHinHomorphousHMsvV””βH”olymersHfromHzargeV−caleHtirstH”rinciplesH
qalculationsWHJournalkofkChemicalkTheorykandkComputationUH2014UH[ZUH[]e]Vf] 6.4 27
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87  educingHMolecularH−huttlingHtoHaH−ingleHrimensionWHAngewandtekChemieUH2000UH[[]UHacfVad[ 3.6 27

86 ”racticalHqomputationHofHtheHqhargeHMobilityHinHMolecularH−emiconductorsHαsingHTransientH
zocalizationHTheoryWHJournalkofkPhysicalkChemistrykCUH2019UH[]aUHdgfgVdgge 3.8 27

85 ’egativeHwsotopeHsffectHonHtieldVsffectHvoleHTransportHinHtullyH−ubstitutedH[aqV ubreneWHAdvancedk
ElectronickMaterialsUH2017UHaUH[eZZZ[f 6.4 26

84  apidHsvaluationHofHrynamicHslectronicHrisorderHinHMolecularH−emiconductorsWHJournalkofkPhysicalk
ChemistrykCUH2018UH[]]UH[faadV[fabc 3.8 26

83 −equencingHconjugatedHpolymersHbyHeyeWHSciencekAdvancesUH2018UHbUHeaasgcba 14.3 26

82 odsorptionHandHelectronHinjectionHofHtheH’aHmetalVorganicHdyeHonHtheHTi“]HrutileHQ[[ZRHsurfaceWH
PhysicalkChemistrykChemicalkPhysicsUH2012UH[bUH[dddfVed 3.6 26

81 sffectHofHwncreasingHtheHrescriptorH−etHonHMachineHzearningH”redictionHofH−mallHMoleculeVpasedH
“rganicH−olarHqellsWHChemistrykofkMaterialsUH2020UHa]UHeeeeVeefe 9.6 26

80 ’onlocalHslectronV”hononHqouplingHinH”rototypicalHMolecularH−emiconductorsHfromHtirstH”rinciplesWH
JournalkofkChemicalkTheorykandkComputationUH2018UH[bUHaec]Vaed] 6.4 25

79 −elfVassemblyHofHsparselyHdistributedHmoleculeshHonHefficientHclusterHalgorithmWHChemicalkPhysicsk
LettersUH2008UHbcfUH][ZV][a 2.5 25

78 βibronicHenhancementHofHexcitationHenergyHtransporthHwnterplayHbetweenHlocalHandHnonVlocalH
excitonVphononHinteractionsWHJournalkofkChemicalkPhysicsUH2017UH[bdUHZec[Z[ 3.9 24

77 oHveryHgeneralHrateHexpressionHforHchargeHhoppingHinHsemiconductingHpolymersWHJournalkofkChemicalk
PhysicsUH2015UH[b]UH[fb[Zc 3.9 24

76 ’arrowerHbandsHwithHbetterHchargeHtransporthHtheHcounterintuitiveHbehaviorHofHsemiconductingH
copolymersWHAdvancedkMaterialsUH2014UH]dUHed]eVa[ 24 24

75 wnelasticHelectronHtunnelingHspectroscopyHofHalkaneHmonolayersHwithHdissimilarHattachmentH
chemistryHtoHgoldWHJournalkofkthekAmericankChemicalkSocietyUH2007UH[]gUH[caZaV[Z 16.4 24

74 oHquantumVmechanicalHdescriptionHofHmacrocyclicHringHrotationHinHbenzylicHamideWHChemistrykzkAk
EuropeankJournalUH2001UHeUH[bcZVb 4.8 24

73 TheHheptakisoctahedralHgroupHandHitsHrelevanceHtoHcarbonHallotropesHwithHnegativeHcurvatureWH
JournalkofkMathematicalkChemistryUH1999UH]dUH[Z[V[]a 2.1 24

72 qhargeHrynamicsHinH“rganicH”hotovoltaicHMaterialshHwnterplayHbetweenH–uantumHriffusionHandH
–uantumH elaxationWHJournalkofkPhysicalkChemistrykCUH2015UH[[gUH[bgfgV[bggf 3.8 23

71 vexagonalHlatticeHmodelHofHtheHpatternsHformedHbyHhydrogenVbondedHmoleculesHonHtheHsurfaceWH
JournalkofkPhysicalkChemistrykBUH2010UH[[bUH[fbgVcf 3.4 23

70 sxcitonHrynamicsHinH”hthalocyanineHMolecularHqrystalsWHJournalkofkPhysicalkChemistrykCUH2016UH[]ZUHegfeVeggd3.8 23
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69 sxcitonV”hononHwnteractionHModelHforH−ingletHtissionHinH”rototypicalHMolecularHqrystalsWHJournalkofk
ChemicalkTheorykandkComputationUH2019UH[cUHae][Vae]g 6.4 22

68 “nHtheHzargestH”ossibleHMobilityHofHMolecularH−emiconductorsHandHvowHtoHochieveHwtWHAdvancedk
FunctionalkMaterialsUH2020UHaZUH]ZZ[gZd 15.6 22

67 MolecularHstructureHandHphaseHbehaviourHofHhairyVrodHpolymersWHPhysicalkChemistrykChemicalkPhysics
UH2009UH[[UH][ZcV[] 3.6 22

66 qhargeHdynamicsHthroughHpiVstackedHarraysHofHconjugatedHmoleculeshHeffectHofHdynamicHdisorderHinH
differentHtransportXtransferHregimesWHMolecularkSimulationUH2006UHa]UHeZeVe[d 2 21

65 ”ersistenceHtimeHofHchargeHcarriersHinHdefectHstatesHofHmolecularHsemiconductorsWHPhysicalk
ChemistrykChemicalkPhysicsUH2011UH[aUH[Z]b[Vf 3.6 20

64 −ynthesisHandHisomerizationHofH’V˛–VazaVheteroarylV˛†VlactamsWHTetrahedronUH2006UHd]UH[]ZdbV[]ZeZ 2.4 20

63 ”redictingHwithHconfidenceHtheHefficiencyHofHnewHdyesHinHdyeHsensitizedHsolarHcellsWHPhysicalk
ChemistrykChemicalkPhysicsUH2014UH[dUH[g[ZdV[Z 3.6 19

62 wmportanceHandH’atureHofH−hortV angeHsxcitonicHwnteractionsHinHzightHvarvestingHqomplexesHandH
“rganicH−emiconductorsWHJournalkofkChemicalkTheorykandkComputationUH2017UH[aUHaecbVaeda 6.4 19

61 −imulationHofH−TMHwmagesHfromHqommerciallyHovailableH−oftwareWHJournalkofkthekAmericankChemicalk
SocietyUH1999UH[][UHcag]Vcagc 16.4 19

60 sxcitonicHcouplingsHbetweenHmolecularHcrystalHpairsHbyHaHmultistateHapproximationWHJournalkofk
ChemicalkPhysicsUH2015UH[b]UH[db[Ze 3.9 18

59 TheoreticalHstudyHofHchargeHrecombinationHatHtheHTi“]VelectrolyteHinterfaceHinHdyeHsensitisedHsolarH
cellsWHJournalkofkChemicalkPhysicsUH2012UH[aeUH]]ocZf 3.9 18

58 qonstructionHofHelectronicHdiabaticHstatesHwithinHaHmolecularHorbitalHschemeWHJournalkofkChemicalk
PhysicsUH2003UH[[fUHcacdVcada 3.9 18

57 βalenciesHofHaHsmallHfullerenehHstructuresHandHenergeticsHofHq]bv]mWHChemicalkPhysicskLettersUH1999UH
a[]UHeeVfb 2.5 18

56 qhromophoreVrependentHwntramolecularHsxcitonVβibrationalHqouplingHinHtheHtM“HqomplexhH
–uantificationHandHwmportanceHforHsxcitonHrynamicsWHJournalkofkPhysicalkChemistrykBUH2017UH[][UH[ZZ]dV[ZZac3.4 17

55 revelopingHaccurateHmolecularHmechanicsHforceHfieldsHforHconjugatedHmolecularHsystemsWHPhysicalk
ChemistrykChemicalkPhysicsUH2015UH[eUH]c[]aVa] 3.6 17

54
ModelingHchargeHtransportHinHhighVmobilityHmolecularHsemiconductorshHpalancingHelectronicH
structureHandHquantumHdynamicsHmethodsHwithHtheHhelpHofHexperimentsWHJournalkofkChemicalk
PhysicsUH2020UH[c]UH[gZgZ]

3.9 17

53 TheoreticalHevidenceHofHmultipleHdyeHregenerationHmechanismsHinHdyeVsensitizedHsolarHcellsWH
ChemicalkPhysicskLettersUH2013UHceZUH[cgV[d] 2.5 17
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