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l Paper IF Citations

178 tragmentJchargeJdifferenceJmethodJforJestimatingJdonorâ��acceptorJelectronicJcouplinghJ
opplicationJtoJr}oJˇ�WstacksXJJournaliofiChemicaliPhysicsVJ2002VJ[[eVJcdZeWcd[d 3.9 251

177 sxtensionJofJ{}r†JtoJdJ†rbitalshJJ–arametersJandJüesultsJforJtheJ−econdWüowJslementsJandJforJ
theJZincJuroupXJTheiJournaliofiPhysicaliChemistryVJ1996VJ[ZZVJd[dWd]d 231

176 slectronicJqouplingJforJqhargeJTransferJandJTransportJinJr}oXJJournaliofiPhysicaliChemistryiBVJ2000
VJ[ZbVJgebZWgebc 3.4 219

175 slectronicJcouplingJbetweenJWatsonâ��qrickJpairsJforJholeJtransferJandJtransportJinJ
desoxyribonucleicJacidXJJournaliofiChemicaliPhysicsVJ2001VJ[[bVJcd[bWcd]Z 3.9 213

174 snergeticsJofJholeJtransferJinJr}oXJChemicaliPhysicsiLettersVJ2000VJa]bVJbaZWbab 2.5 175

173 sxtensionJofJtheJ{}r†JformalismJtodJorbitalshJwntegralJapproximationsJandJpreliminaryJnumericalJ
resultsXJTheoreticaiChimicaiActaVJ1992VJf[VJag[WbZb 168

172 −uperexchangeJ{ediatedJqhargeJvoppingJinJr}oâ� XJJournaliofiPhysicaliChemistryiAVJ2002VJ[ZdVJecggWedZd2.8 139

171 qhargeJtransferJinJr}oXJ−ensitivityJofJelectronicJcouplingsJtoJconformationalJchangesXJPhysicali
ChemistryiChemicaliPhysicsVJ2001VJaVJcb][Wcb]c 3.6 119

170 snvironmentalJfluctuationsJfacilitateJelectronWholeJtransferJfromJguanineJtoJadenineJinJr}oJpiJ
stacksXJAngewandteiChemieiyiInternationaliEditionVJ2004VJbaVJd]bWe 16.4 114

169 QuantumJchemicalJmodelingJofJstructureJandJabsorptionJspectraJofJtheJchromophoreJinJgreenJ
fluorescentJproteinsXJChemicaliPhysicsVJ1998VJ]a[VJ[aW]c 2.3 102

168 −tructureJandJrotationJbarriersJforJgroundJandJexcitedJstatesJofJtheJisolatedJchromophoreJofJtheJ
greenJfluorescentJproteinXJChemicaliPhysicsiLettersVJ1998VJ]gdVJ]dgW]ed 2.5 96

167 sstimateJofJtheJüeorganizationJsnergyJforJqhargeJTransferJinJr}oXJJournaliofiPhysicaliChemistryiBVJ
2003VJ[ZeVJ]cgcW]dZ[ 3.4 96

166 qo−−qtYqo−W–T]JstudyJofJholeJtransferJinJstackedJr}oJnucleobasesXJJournaliofiPhysicaliChemistryiA
VJ2006VJ[[ZVJdb]dWa] 2.8 90

165 slectronicJcouplingsJandJonWsiteJenergiesJforJholeJtransferJinJr}ohJsystematicJquantumJ
mechanicalYmolecularJdynamicJstudyXJJournaliofiChemicaliPhysicsVJ2008VJ[]fVJ[[c[Z[ 3.9 84

164 –rotonationJeffectsJonJtheJchromophoreJofJgreenJfluorescentJproteinXJQuantumJchemicalJstudyJofJ
theJabsorptionJspectrumXJChemicaliPhysicsiLettersVJ1997VJ]e]VJ[d]W[de 2.5 82

163 obsorptionJspectraJofJtheJut–JchromophoreJinJsolutionhJcomparisonJofJtheoreticalJandJ
experimentalJresultsXJChemicaliPhysicsVJ2001VJ]dgVJfaWg[ 2.3 73

162 o{[YdJ–arametersJforJ{olybdenumXJJournaliofiPhysicaliChemistryiAVJ2000VJ[ZbVJbZfgWbZgb 2.8 72
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161 sxtensionJofJ{}r†JtoJdJorbitalshJ–arametersJandJresultsJforJtheJhalogensXJInternationaliJournaliofi
QuantumiChemistryVJ1992VJbbVJfZeWf]g 2.1 68

160 snergeticsJofJexcessJelectronJtransferJinJr}oXJChemicaliPhysicsiLettersVJ2001VJab]VJ]a[W]af 2.5 62

159 qhargeJtransferJinJr}ohJholeJchargeJisJconfinedJtoJaJsingleJbaseJpairJdueJtoJsolvationJeffectsXJ
JournaliofiChemicaliPhysicsVJ2005VJ[]]VJ]ZbgZb 3.9 61

158 QuantumJqhemicalJqalculationJofJronorâ��occeptorJqouplingJforJqhargeJTransferJinJr}oXJTopicsiini
CurrentiChemistryVaeWe] 58

157 sstimationJofJelectronicJcouplingJinJpiWstackedJdonorWbridgeWacceptorJsystemshJcorrectionJofJtheJ
twoWstateJmodelXJJournaliofiChemicaliPhysicsVJ2006VJ[]bVJdbcZc 3.9 57

156 slectronicJcouplingJmediatedJbyJstackedJ[ThymineWvgWThymine]JbaseJpairsXJJournaliofiPhysicali
ChemistryiBVJ2006VJ[[ZVJ][Z[ZWa 3.4 54

155 oJQuantumJqhemicalJ−tudyJofJ–hotoinducedJr}oJüepairhJJ†nJtheJ−plittingJofJ–yrimidineJ{odelJ
rimersJwnitiatedJbyJslectronJTransferXJJournaliofitheiAmericaniChemicaliSocietyVJ1996VJ[[fVJgecZWgecf 16.4 52

154 oJcombinedJquantumJchemicalYmolecularJmechanicalJstudyJofJhydrogenWbondedJsystemsXJ
InternationaliJournaliofiQuantumiChemistryVJ1992VJbbVJfgeWgaZ 2.1 52

153 ossessmentJofJsemiempiricalJmethodsJforJtheJcomputationJofJchargeJtransferJinJr}oJˇ�WstacksXJ
ChemicaliPhysicsiLettersVJ2006VJb]eVJ[eeW[fZ 2.5 49

152 sxtensionJofJ{}r†JtoJdJorbitalshJparametersJandJresultsJforJsiliconXJComputationaliandiTheoreticali
ChemistryVJ1994VJa[aVJ[b[W[cb 49

151 QuantumJqhemicalJ{odelingJofJslectronJvoleJTransferJthroughJˇ�J−tacksJofJ}ormalJandJ{odifiedJ
–airsJofJ}ucleobasesXJJournaliofiPhysicaliChemistryiBVJ2002VJ[ZdVJaZ[aWaZ[f 3.4 46

150 {}r†JcalculationsJofJsystemsJcontainingJhydrogenJbondsXJTheoreticaiChimicaiActaVJ1987VJe]VJ]]aW]]f 46

149 −ubstrateJ†xidationJinJtheJoctiveJ−iteJofJXanthineJ†xidaseJandJüelatedJsnzymesXJoJ{odelJrensityJ
tunctionalJ−tudyXJInorganiciChemistryVJ1998VJaeVJ[edW[fZ 5.1 43

148 qyclo[[f]carbonhJtheJsmallestJallWcarbonJelectronJacceptorXJChemicaliCommunicationsVJ2020VJcdVJac]Wacc5.8 43

147 oreJradicalJcationJstatesJdelocalizedJoverJuuJandJuuuJholeJtrapsJinJr}omXJJournaliofiPhysicali
ChemistryiBVJ2005VJ[ZgVJ[ZegaWd 3.4 41

146 slectronWholeJtransferJinJuWquadruplexesJwithJdifferentJtetradJstackingJgeometrieshJaJcombinedJ
Q{JandJ{rJstudyXJJournaliofiPhysicaliChemistryiBVJ2013VJ[[eVJgfc[Wd 3.4 40

145 –redictionJofJolternativeJ−tructuresJofJtheJ{olybdenumJ−iteJinJtheJXanthineJ†xidaseWüelatedJ
oldehydeJ†xidoJüeductaseXJJournaliofitheiAmericaniChemicaliSocietyVJ1997VJ[[gVJa[cgWa[dZ 16.4 40

144 obJwnitioJ−tudyJonJtheJ−tructureJandJ−plittingJofJtheJβracilJrimerJonionJüadicalXJJournaliofiPhysicali
ChemistryiAVJ1997VJ[Z[VJfaacWfaaf 2.8 38
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143
sxcitonJdelocalizationVJchargeJtransferVJandJelectronicJcouplingJforJsingletJexcitationJenergyJ
transferJbetweenJstackedJnucleobasesJinJr}ohJanJ{−Wqo−–T]JstudyXJJournaliofiChemicaliPhysicsVJ
2014VJ[bZVJZgc[Z]

3.9 37

142 slectronicJcouplingJforJchargeJtransferJinJdonorWbridgeWacceptorJsystemsXJ–erformanceJofJtheJ
twoWstateJtqrJmodelXJPhysicaliChemistryiChemicaliPhysicsVJ2012VJ[bVJ[aefgWga 3.6 34

141 temtosecondJstudyJofJlightWinducedJfluorescenceJincreaseJofJtheJdarkJchromoproteinJast–cgcXJ
ChemicaliPhysicsVJ2006VJa]aVJ[bgW[dZ 2.3 34

140 sffectsJofJintraJbaseWpairsJflexibilityJonJholeJtransferJcouplingJinJr}oXJChemicaliPhysicsiLettersVJ
2006VJb]gVJcbdWccZ 2.5 34

139 tragmentJtransitionJdensityJmethodJtoJcalculateJelectronicJcouplingJforJexcitationJenergyJtransferXJ
JournaliofiChemicaliPhysicsVJ2014VJ[bZVJ]bb[[e 3.9 32

138 slectronJtransferJinJr}oXJWileyiInterdisciplinaryiReviews:iComputationaliMoleculariScienceVJ2012VJ]VJefZWegb7.9 31

137 tluctuationJofJtheJelectronicJcouplingJinJr}ohJ{ultistateJversusJtwoWstateJmodelXJChemicaliPhysicsi
LettersVJ2007VJbagVJ[d]W[dc 2.5 31

136 sxtensionJofJtheJ}eglectJofJriatomicJrifferentialJ†verlapJ{ethodJtoJ−pectroscopyXJ}rr†WuJ
–arametrizationJandJüesultsJforJ†rganicJ{oleculesXJJournaliofiPhysicaliChemistryiAVJ1999VJ[ZaVJbccaWbccg2.8 30

135 †nJtheJmechanismJofJphotoinducedJdimerJdissociationJinJtheJplantJβπüfJphotoreceptorXJ
ProceedingsiofitheiNationaliAcademyiofiSciencesiofitheiUnitediStatesiofiAmericaVJ2014VJ[[[VJc][gW]b 11.5 29

134 qanJchargeJtransferJinJr}oJsignificantlyJbeJmodulatedJbyJvaryingJtheJpiJstackJconformationmXJ
JournaliofiPhysicaliChemistryiBVJ2009VJ[[aVJ[badcWf 3.4 29

133 {−Wqo−–T]JcalculationJofJexcessJelectronJtransferJinJstackedJr}oJnucleobasesXJJournaliofiPhysicali
ChemistryiAVJ2007VJ[[[VJbe[bWg 2.8 27

132 {ultipleJrecayJ{echanismsJandJ]rWβπJ−pectroscopicJtingerprintsJofJ−ingletJsxcitedJ−olvatedJ
odenineWβracilJ{onophosphateXJChemistryiyiAiEuropeaniJournalVJ2016VJ]]VJebgeWcZe 4.8 26

131 sstimationJofJslectronicJqouplingJforJ–hotoinducedJqhargeJ−eparationJandJqhargeJüecombinationJ
βsingJtheJtragmentJqhargeJrifferenceJ{ethodXJJournaliofiPhysicaliChemistryiCVJ2013VJ[[eVJ]deZW]dec 3.8 26

130 sstimatesJofJelectronicJcouplingJforJexcessJelectronJtransferJinJr}oXJJournaliofiChemicaliPhysicsVJ
2005VJ[]aVJabgZa 3.9 26

129 sffectsJofJdynamicJdisorderJonJexcitonJdelocalizationJandJphotoinducedJchargeJseparationJinJr}oXJ
PhotochemicaliandiPhotobiologicaliSciencesVJ2013VJ[]VJ[aZaWg 4.2 24

128 TripletWtripletJenergyJtransferJinJr}ohJaJprocessJthatJoccursJonJtheJnanosecondJtimescaleXJ
AngewandteiChemieiyiInternationaliEditionVJ2011VJcZVJ[f]ZW] 16.4 24

127 sffectJofJprotonJtransferJonJtheJelectronicJcouplingJinJr}oXJChemicaliPhysicsVJ2006VJa]cVJcdeWceb 2.3 24

126 wntermediateJneglectJofJdifferentialJoverlapJforJspectroscopyXJWileyiInterdisciplinaryiReviews:i
ComputationaliMoleculariScienceVJ2013VJaVJc[cWc]e 7.9 23
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125 w}r†YXhJoJ}ewJ−emiempiricalJ{ethodJforJsxcitedJ−tatesJofJ†rganicJandJpiologicalJ{oleculesXJ
JournaliofiChemicaliTheoryiandiComputationVJ2014VJ[ZVJbgcZWf 6.4 22

124 wnfluenceJofJbaseJstackingJgeometryJonJtheJnatureJofJexcitedJstatesJinJuWquadruplexeshJaJ
timeWdependentJrtTJstudyXJJournaliofiPhysicaliChemistryiBVJ2015VJ[[gVJadgeWeZc 3.4 22

123 wnWsilicoJassessmentJofJproteinWproteinJelectronJtransferXJaJcaseJstudyhJcytochromeJcJ
peroxidaseWWcytochromeJcXJPLoSiComputationaliBiologyVJ2013VJgVJe[ZZ]ggZ 5 22

122 rtTJperformanceJforJtheJholeJtransferJparametersJinJr}oJˇ�JstacksXJInternationaliJournaliofi
QuantumiChemistryVJ2011VJ[[[VJ[g[W]Z[ 2.1 22

121 slectronicJcouplingsJinJr}oJpiWstackshJmultistateJeffectsXJJournaliofiPhysicaliChemistryiBVJ2005VJ[ZgVJ[eg[eW][3.4 22

120 TheJsffectJofJ–yrimidineJpasesJonJtheJvoleWTransferJqouplingJinJr}oâ� XJJournaliofiPhysicaliChemistryi
BVJ2002VJ[ZdVJeg[gWeg]d 3.4 22

119 −plittingJofJqyclobutaneWTypeJβracilJrimerJqationJüadicalsXJvartreeâ��tockVJ{–]VJandJrensityJ
tunctionalJ−tudiesXJJournaliofiPhysicaliChemistryiAVJ1998VJ[Z]VJe[dfWe[ec 2.8 21

118 –iJstackJstructureJandJholeJtransferJcouplingsJinJr}oJhairpinsJandJr}oXJoJcombinedJQ{Y{rJstudyXJ
JournaliofiPhysicaliChemistryiBVJ2008VJ[[]VJf[f[We 3.4 21

117 qonformationsJofJpoly{u}Wpoly{q}JpiJstacksJwithJhighJholeJmobilityXJJournaliofiChemicaliPhysicsVJ
2008VJ[]fVJZbc[Zb 3.9 21

116 qonformationallyJuatedJqhargeJTransferJinJr}oJThreeWWayJxunctionsXJJournaliofiPhysicaliChemistryi
LettersVJ2015VJdVJ]babWf 6.4 20

115 –arametersJforJexcessJelectronJtransferJinJr}oXJsstimationJusingJunoccupiedJyohnW−hamJorbitalsJ
andJTrJrtTXJJournaliofiPhysicaliChemistryiAVJ2008VJ[[]VJgZbaWg 2.8 20

114 sxcitedWstateJphotophysicsJofJanJacridineJderivativeJselectivelyJintercalatedJinJduplexJr}oXJ
ChemPhysChemVJ2002VJaVJbc]Wc 3.2 20

113 sffectJofJ–rotonJTransferJonJtheJonionicJandJqationicJ–athwaysJofJ–yrimidineJ–hotodimerJ
qleavageXJoJqomputationalJ−tudyXJJournaliofiPhysicaliChemistryiAVJ1999VJ[ZaVJacdgWaceb 2.8 20

112 ollWtullereneJslectronJronorWocceptorJqonjugatesXJAngewandteiChemieiyiInternationaliEditionVJ2019
VJcfVJdga]Wdgae 16.4 19

111 ristanceJrependenceJofJTripletJsnergyJTransferJinJWaterJandJ†rganicJ−olventshJoJQ{Y{rJ−tudyXJ
JournaliofiPhysicaliChemistryiCVJ2012VJ[[dVJ]][egW]][fc 3.8 19

110 r}oJbaseJpairJstacksJwithJhighJelectricJconductancehJaJsystematicJstructuralJsearchXJACSiNanoVJ2012
VJdVJf][dW]c 16.7 19

109 slectronJtransferJfromJaromaticJaminoJacidsJtoJguanineJandJadenineJradicalJcationsJinJpiJstackedJ
andJTWshapedJcomplexesXJOrganiciandiBiomoleculariChemistryVJ2010VJfVJ[feZWc 3.9 19

108 oJsimpleJmodelJforJcalculatingJatomicJchargesJinJmoleculesXJPhysicaliChemistryiChemicaliPhysicsVJ
2018VJ]ZVJ]aa]fW]aaae 3.6 18
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107 qonformationalJdependenceJofJtheJelectronicJcouplingJforJsingletJexcitationJenergyJtransferJinJ
r}oXJonJw}r†Y−JstudyXJPhysicaliChemistryiChemicaliPhysicsVJ2010VJ[]VJebZaWf 3.6 18

106 zongWrangeJelectronJtransferJinJbiomoleculesXJTunnelingJorJhoppingmXJJournaliofiPhysicaliChemistryi
BVJ2011VJ[[cVJ[]]Z]We 3.4 18

105 –hotoinducedJelectronJtransferJandJunusualJenvironmentalJeffectsJinJ
fullereneWZnWporphyrinWp†rw–YJtriadsXJPhysicaliChemistryiChemicaliPhysicsVJ2019VJ][VJ]cZgfW]c[Ze 3.6 17

104 puckycatcherXJoJ}ewJ†pportunityJforJqhargeWTransferJ{ediationmXJJournaliofiPhysicaliChemistryiCVJ
2008VJ[[]VJ[de]W[def 3.8 16

103 tastJandJaccurateJcalculationJofJhydrationJenergiesJofJmoleculesJandJionsXJPhysicaliChemistryi
ChemicaliPhysicsVJ2020VJ]]VJ[bcg[W[bcgf 3.6 15

102 ronorâ��acceptorJelectronicJcouplingsJinJˇ�WstackshJvowJmanyJstatesJmustJbeJaccountedJformXJ
ChemicaliPhysicsiLettersVJ2006VJb]]VJ[cW[g 2.5 15

101 −olventJsffectsJonJronorWocceptorJqouplingsJinJ–eptidesXJoJqombinedJQ{JandJ{rJ−tudyXJJournali
ofiChemicaliTheoryiandiComputationVJ2009VJcVJaa[]W]Z 6.4 14

100 −tereocontrolledJ–hotoinducedJslectronJTransferJinJ{etalWtullereneJvybridsXJChemistryiyiAi
EuropeaniJournalVJ2018VJ]bVJ[aZ]ZW[aZ]c 4.8 14

99 sstimationJofJslectronicJqouplingJforJ−ingletJsxcitationJsnergyJTransferXJJournaliofiPhysicali
ChemistryiCVJ2014VJ[[fVJ[befW[bfa 3.8 13

98 onJinJsilicoJdesignJforJaJr}oJnanomechanicalJswitchXJACSiNanoVJ2010VJbVJceaeWb] 16.7 13

97 qhromophoreYr}oJinteractionshJfemtoWJtoJnanosecondJspectroscopyVJ}{üJstructureVJandJelectronJ
transferJtheoryXJJournaliofiPhysicaliChemistryiBVJ2008VJ[[]VJgeaWfg 3.4 13

96 slectronicJqouplingsJforJ–hotoinducedJslectronJTransferJandJsxcitationJsnergyJTransferJqomputedJ
βsingJsxcitedJ−tatesJofJ}oninteractingJ{oleculesXJJournaliofiPhysicaliChemistryiAVJ2017VJ[][VJcb[bWcb[g2.8 12

95
sxtentJofJchargeJseparationJandJexcitonJdelocalizationJforJelectronicallyJexcitedJstatesJinJaJ
triphenylamineWqdZJdonorâ��acceptorJconjugatehJaJcombinedJmolecularJdynamicsJandJTrWrtTJstudyXJ
TheoreticaliChemistryiAccountsVJ2015VJ[abVJ[

1.9 12

94 TripletJsxcitationJsnergyJTransferJthroughJtluoreneJˇ�J−tackXJJournaliofiPhysicaliChemistryiCVJ2010VJ
[[bVJ]Z]adW]Z]ag 3.8 12

93 slectronJtransferJbetweenJ[bteâ��b−]JclustersXJChemicaliPhysicsiLettersVJ2010VJbgcVJ[a[W[ab 2.5 12

92 occurateJTreatmentJofJsnergeticsJandJueometryJofJqarbonJandJvydrocarbonJqompoundsJwithinJ
TightWpindingJ{odelXJJournaliofiChemicaliTheoryiandiComputationVJ2006VJ]VJ[ZafWbb 6.4 12

91 opplicationJofJtheJ{}r†JmethodJtoJinvestigationJofJpropertiesJandJreactivityJofJmoleculesXJ
JournaliofiStructuraliChemistryVJ1988VJ]gVJ[]ZW[bd 0.9 12

90 wterativeJotomicJqhargeJ–artitioningJofJπalenceJslectronJrensityXJJournaliofiComputationali
ChemistryVJ2019VJbZVJfecWffb 3.5 11
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89 vypsochromicJsolventJshiftJofJtheJchargeJseparationJbandJinJionicJdonorWacceptorJzinqm[[Z]q––XJ
ChemicaliCommunicationsVJ2019VJccVJ[[[gcW[[[gf 5.8 11

88 voleJtransferJenergeticsJinJstructurallyJdistortedJr}ohJtheJnucleosomeJcoreJparticleXJJournaliofi
PhysicaliChemistryiBVJ2007VJ[[[VJ]gedWfc 3.4 11

87 snvironmentalJtluctuationsJtacilitateJslectronWvoleJTransferJfromJuuanineJtoJodenineJinJr}oJˇ�J
−tacksXJAngewandteiChemieVJ2004VJ[[dVJdabWdae 3.6 11

86 oJsimpleJq†−{†WbasedJmethodJforJcalculationJofJhydrationJenergiesJofJneutralJmoleculesXJPhysicali
ChemistryiChemicaliPhysicsVJ2019VJ][VJ[feZdW[fe[a 3.6 10

85 −tabilizationJofJradicalJanionJstatesJofJnucleobasesJinJr}oXJPhysicaliChemistryiChemicaliPhysicsVJ
2009VJ[[VJ[ZdZfW[a 3.6 10

84 –hotoinducedJqhargeJ−eparationJinJtheJqarbonJ}anoW†nionJqdZnq]bZXJJournaliofiPhysicali
ChemistryiAVJ2016VJ[]ZVJcegfWfZb 2.8 10

83 ThermochemistryJofJvydrocarbonsXJpackJtoJsxtendedJvˆ…ckelJTheoryXJJournaliofiChemicaliTheoryi
andiComputationVJ2008VJbVJ[feeWfc 6.4 9

82 ollWtullereneJslectronJronorâ��occeptorJqonjugatesXJAngewandteiChemieVJ2019VJ[a[VJeZZdWeZ[[ 3.6 8

81 sxcessJchargeJdelocalizationJinJorganicJandJbiologicalJmoleculeshJsomeJtheoreticalJnotionsXJ
TheoreticaliChemistryiAccountsVJ2009VJ[]aVJ]gWbZ 1.9 8

80 qhargeWonWsiteJschemeJtoJestimateJtheJelectronicJcouplingJinJelectronJtransferJsystemsXJChemicali
PhysicsiLettersVJ2008VJbc[VJ[caW[ce 2.5 8

79 TheoreticalJestimationJofJtheJrateJofJphotoinducedJchargeJtransferJreactionsJinJtriphenylamineJqdZJ
donorWacceptorJconjugateXJJournaliofiComputationaliChemistryVJ2016VJaeVJ[agdWbZc 3.5 8

78 snvironmentJeffectsJonJtripletâ��tripletJenergyJtransferJinJr}oXJChemicaliPhysicsiLettersVJ2011VJc[]VJ[[fW[]]2.5 7

77 TemperatureJsffectsJonJronorWocceptorJqouplingsJinJ–eptidesXJoJqombinedJQuantumJ{echanicsJ
andJ{olecularJrynamicsJ−tudyXJJournaliofiChemicaliTheoryiandiComputationVJ2010VJdVJa]b[Wf 6.4 7

76 –eculiarJ–hotoinducedJslectronJTransferJinJ–orphyrinWtullereneJokamptisomersXJChemistryiyiAi
EuropeaniJournalVJ2019VJ]cVJ]ceeW]cfc 4.8 7

75 –hotoinducedJqhargeJ−hiftJinJziUWropedJuiantJ}estedJtullerenesXJJournaliofiPhysicaliChemistryiCVJ
2019VJ[]aVJ[dc]cW[dca] 3.8 6

74 wnteractionJofJrarkJsxcitedJ−tatesXJqomparisonJofJqomputationalJopproachesXJJournaliofiPhysicali
ChemistryiBVJ2015VJ[[gVJeb[eW][ 3.4 6

73 {odifiedJtightWbindingJmodelJforJfastJandJaccurateJestimationJofJthermochemistryJandJmolecularJ
structureXJ–arametersJandJresultsJforJhydrocarbonsXJChemicaliPhysicsiLettersVJ2006VJbaaVJ][dW]]Z 2.5 6

72 −uperexchangeJ–athwaysJinJqhargeJTransferJthroughJaJr}oJˇ�W−tackXJIsraeliJournaliofiChemistryVJ
2004VJbbVJ[ZgW[[e 3.4 6

(2004-2019)
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71 qhangeJinJtheJelectronicJstructureJofJtheJthiocyanateJionJonJcoordinationXJJournaliofiStructurali
ChemistryVJ1982VJ]aVJadbWadf 0.9 6

70 ThermallyJinducedJhoppingJmodelJforJlongWrangeJtripletJexcitationJenergyJtransferJinJr}oXJPhysicali
ChemistryiChemicaliPhysicsVJ2018VJ]ZVJbggeWcZZZ 3.6 5

69 TheJrrivingJtorceJofJ–hotoinducedJqhargeJ−eparationJinJ{etalWqlusterWsncapsulatedJ
TriphenylamineW[fZ]fullerenesXJChemistryiyiAiEuropeaniJournalVJ2016VJ]]VJ[eaZcW[ea[Z 4.8 5

68 qonformationalJdependenceJofJtheJelectronicJcouplingJforJholeJtransferJbetweenJadenineJandJ
tryptophanXJComputationaliandiTheoreticaliChemistryVJ2011VJgecVJafWb[ 2 5

67 Tripletâ��TripletJsnergyJTransferJinJr}ohJoJ–rocessJthatJ†ccursJonJtheJ}anosecondJTimescaleXJ
AngewandteiChemieVJ2011VJ[]aVJ[fdZW[fd] 3.6 5

66 vowJtoJ−witchJtheJrirectionJofJ–hotoinducedJqhargeJwnjectionJintoJr}omXJJournaliofiPhysicali
ChemistryiCVJ2007VJ[[[VJe]ZeWe][Z 3.8 5

65 qovalentJtunctionalizationJofJ−ingleWWalledJqarbonJ}anotubesJbyJtheJpingelJüeactionJforJpuildingJ
qhargeWTransferJqomplexesXJJournaliofiOrganiciChemistryVJ2020VJfcVJ[[e][W[[ea[ 4.2 5

64 qomputationalJmodelingJofJqhargeJTransferJinJr}oJ2006VJbfcWc[[ 5

63 TriquinolineWJversusJtullereneWpasedJqycloparaphenyleneJwonicJqomplexeshJqomparisonJofJ
–hotoinducedJqhargeW−hiftJüeactionsXJChemistryiyiAiEuropeaniJournalVJ2020VJ]dVJ[ZfgdW[ZgZ] 4.8 4

62 †nJtheJperformanceJofJtheJyohnW−hamJorbitalJapproachJinJtheJcalculationJofJelectronJtransferJ
parametersXJTheJthreeJstateJmodelXJPhysicaliChemistryiChemicaliPhysicsVJ2014VJ[dVJ[e[cbWd] 3.6 4

61 −ingleJominoJocidJ{utationJqontrolsJvoleJTransferJrynamicsJinJr}oW{ethyltransferaseJvhawJ
qomplexesXJJournaliofiPhysicaliChemistryiLettersVJ2015VJdVJaebgWca 6.4 4

60 {−Wqo−–T]JstudyJofJholeJtransferJinJguanineWindoleJcomplexesJusingJtheJgeneralizedJ
{ullikenWvushJmethodhJeffectiveJtwoWstateJtreatmentXJJournaliofiPhysicaliChemistryiBVJ2012VJ[[dVJef[cW]Z3.4 4

59
oJcyclicJintermediateJofJtheJsplittingJreactionJofJcyclobutaneWtypeJpyrimidineJdimerJcationJradicalsXJ
oJcomputationalJfindingJasJchallengeJforJexperimentalJtechniquesXJComputationaliandiTheoreticali
ChemistryVJ1999VJbffVJ[daW[df

4

58 –hotoinducedJelectronJtransferJinJnanotubemqJinclusionJcomplexeshJphenineJXJnanographeneJ
nanotubesXJChemicaliCommunicationsVJ2020VJcdVJ[]d]bW[]d]e 5.8 4

57 slectronJTransferJinJaJziWropedJZnW–orphyrinW[[Z]q––mtullereneJxunctionJandJqhargeW−eparatedJ
pandsJwithJ†ppositeJüesponseJtoJ–olarJsnvironmentsXJJournaliofiPhysicaliChemistryiBVJ2020VJ[]bVJgZgcWg[Z]3.4 4

56 üeliableJchargeJassessmentJonJencapsulatedJfragmentJforJendohedralJsystemsXJScientificiReportsVJ
2018VJfVJ]ff] 4.9 3

55 vowJabasicJsitesJimpactJholeJtransferJdynamicsJinJuqWrichJr}oJsequencesXJPhysicaliChemistryi
ChemicaliPhysicsVJ2018VJ]ZVJ]a[]aW]a[a[ 3.6 3

54 rirectJestimationJofJtheJtransferJintegralJforJphotoinducedJelectronJtransferJfromJTrJrtTJ
calculationsXJPhysicaliChemistryiChemicaliPhysicsVJ2017VJ[gVJa[ZZeWa[Z[Z 3.6 3

AlexanderyAyVoityuk
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53 ThermochemistryJofJ–tWfullereneJcomplexeshJsemiempiricalJstudyXJJournaliofiPhysicaliChemistryiAVJ
2009VJ[[aVJ[[fZ[Wf 2.8 3

52 snergeticsJofJtheJsplittingJofJpyrimidineJphotodimersJinducedJbyJelectronJtransferJtoJrhodiumRwwwSJ
complexesXJoJquantumJchemicalJstudyXJInternationaliJournaliofiQuantumiChemistryVJ2000VJeeVJ[]fW[af 2.1 3

51 {olecularJmechanicsJcalculationsJofJsystemsJwithJstrongJhydrogenJbondsXJJournaliofiMoleculari
StructureVJ1992VJ]dcVJ[egW[fe 3.4 3

50 {}r†JcalculationsJofJsystemsJwithJhydrogenJbondsJ−WvXJTheoreticaiChimicaiActaVJ1987VJe[VJa]eWaa[ 3

49 üevisedJsemiempiricalJparametersJforJprVJwVJ−nVJvgVJandJ–bJinJtheJ{}r†JmethodXJJournaliofi
StructuraliChemistryVJ1987VJ]fVJgW[] 0.9 3

48 üelaxationJofJtheJmolecularJorbitalsJinJpalladiumJcomplexesXJJournaliofiStructuraliChemistryVJ1982VJ
]aVJcZWcc 0.9 3

47 tastJnonWiterativeJcalculationJofJsolvationJenergiesJforJwaterJandJnonWaqueousJsolventsXJJournaliofi
ComputationaliChemistryVJ2021VJb]VJ[[fbW[[gb 3.5 3

46 vowJroJrefectsJinJqarbonJ}anostructuresJüegulateJtheJ–hotoinducedJslectronJTransferJ
–rocessesmJTheJqaseJofJ–henineJ}anotubesXJChemPhysChemVJ2021VJ]]VJ[[efW[[fd 3.2 3

45 –hotoinducedJelectronJtransferJinJmechanicallyJinterlockedJsuit[a]aneJsystemsXJJournaliofiMaterialsi
ChemistryiCVJ2021VJgVJgbadWgbbc 7.1 3

44 svaluationJofJchargeWtransferJratesJinJfullereneWbasedJdonorWacceptorJdyadsJwithJdifferentJdensityJ
functionalJapproximationsXJPhysicaliChemistryiChemicaliPhysicsVJ2021VJ]aVJcaedWcafb 3.6 3

43 qonformationalJdependenceJofJtheJelectronicJcouplingJinJguanineâ��tryptophanJcomplexeshJoJrtTJ
studyXJInternationaliJournaliofiQuantumiChemistryVJ2012VJ[[]VJ[fafW[fba 2.1 2

42 qanJqhargeJüecombinationJinJr}oJvairpinsJpeJqontrolledJbyJqounterionsmâ� XJJournaliofiPhysicali
ChemistryiCVJ2010VJ[[bVJ]ZcZaW]ZcZg 3.8 2

41
sffectsJofJvariousJhalogenJanionsJandJcationsJofJalkaliJmetalsJonJenergeticsJofJexcessJchargeJ
recombinationJinJstilbeneJdonorWacceptorJcappedJr}oJhairpinsXJPhysicaliChemistryiChemicaliPhysics
VJ2011VJ[aVJ[dZ]fWa]

3.6 2

40
QuantumWchemicalJstudyJofJtheJmechanismJofJtheJhydrolysisJofJamidesJinJtheJgasJphaseJandJinJ
aqueousJsolutionXJBulletiniofitheiAcademyiofiSciencesiofitheiUSSRiDivisioniofiChemicaliScienceVJ1989VJ
afVJ[dacW[db[

2

39 {}r†JcalculationsJofJ{gJcompoundsXJJournaliofiStructuraliChemistryVJ1988VJ]fVJg]dWg]g 0.9 2

38 XWrayJspectraJandJmodelJquantumWchemicalJcalculationJofJ−†]JinJclathratesJbasedJonJhydroquinoneXJ
JournaliofiStructuraliChemistryVJ1984VJ]cVJae[Waed 0.9 2

37 {utualJinfluenceJofJtheJligandsJinJtheJcomplexesJ[–dR}vaS]X]]XJJournaliofiStructuraliChemistryVJ
1980VJ][VJ]edW]fZ 0.9 2

36 [[Z]q––WpasedJwnclusionJqomplexesJofJqhargedJtulleropyrrolidinesXJsffectJofJtheJqhargeJzocationJ
onJtheJ–hotoinducedJslectronJTransferXJChemistryiyiAiEuropeaniJournalVJ2021VJ]eVJfeaeWfebb 4.8 2

(2021-2009)
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35 wnnenrˆ…cktitelbildhJollWtullereneJslectronJronorâ��occeptorJqonjugatesJRongewXJqhemXJ][Y]Z[gSXJ
AngewandteiChemieVJ2019VJ[a[VJe][eWe][e 3.6 1

34 −tructureJandJenergyJcharacteristicJofJ[{gRva†Sn]]UJandJ[{gRv]†Snâ��[†v]UJcomplexesJaccordingJ
toJdataJfromJ{}r†JcalculationsXJJournaliofiStructuraliChemistryVJ1992VJa]VJcgZWcga 0.9 1

33 QuantumJchemicalJstudyJofJmolecularJionJcomplexesJwithJhydrogenJbondsJRüeviewSXJJournaliofi
StructuraliChemistryVJ1993VJaaVJfggWg]b 0.9 1

32
−tructuralJfeaturesJofJlabileJ}WphosphorylammoniumJzwitterionsJandJcationsJaccordingJtoJdataJ
fromJ{}r†JcalculationsJand[c}J}{üJspectroscopyXJBulletiniofitheiAcademyiofiSciencesiofithei
USSRiDivisioniofiChemicaliScienceVJ1989VJafVJ[[eeW[[f]

1

31 {}r†JcalculationsJonJsystemsJcontainingJ−WvJhydrogenJbondsXJJournaliofiStructuraliChemistryVJ
1987VJ]fVJcWf 0.9 1

30
TheJ{}r†WfcJsystemJofJprogramsJforJcalculatingJtheJelectronicJstructureVJphysicochemicalJ
propertiesVJandJreactivityJofJmolecularJsystemsJbyJtheJ{r}†VJ{}r†qVJandJo{[JsemiepiricalJ
methodsXJJournaliofiStructuraliChemistryVJ1987VJ]eVJdebWded

0.9 1

29 wnterligandJinteractionJinJplanarJcomplexesJofJpalladiumJRwwSJandJplatinumJRwwSXJJournaliofiStructurali
ChemistryVJ1981VJ]]VJ]f]W]fc 0.9 1

28 −tudyJofJrotationalJisomerismJinJthiophenolVJthioanisoleVJandJtheirJpolyfluorinatedJderivativesXJ
JournaliofiStructuraliChemistryVJ1982VJ]aVJ[gbW[ge 0.9 1

27 –hotoinducedJelectronJtransferJinJnanoW−aturnJcomplexesJofJfullereneXJPhysicaliChemistryiChemicali
PhysicsVJ2021VJ]aVJ][]dW][aa 3.6 1

26 βnexpectedJrisparityJinJ–hotoinducedJüeactionsJofJqJandJqJinJWaterJwithJtheJuenerationJofJ†JorJ
†XJJacsiAuVJ2021VJ[VJ[dZ[W[d[[ 1

25 –hotoinducedJelectronJtransferJinJnonWcovalentJcomplexesJofJqdZJandJphosphanguleneJoxideJ
derivativesXJDaltoniTransactionsVJ2021VJcZVJ[d][bW[d]]] 4.3 0

24 −olvationJtreeJsnergiesJforJoqueousJandJ}onaqueousJ−olutionsJqomputedJβsingJ–{eJotomicJ
qhargesXJJournaliofiChemicaliInformationiandiModelingVJ2021VJd[VJbcbbWbcca 6.1 0

23 βseJofJo{[JandJ–{aJmethodsJforJtheJinvestigationJofJenergiesJandJstructuresJofJcompoundsJ
†k–XYZVJ−k–XYZXJJournaliofiStructuraliChemistryVJ1991VJa[VJdfbWdfc 0.9

22
QuantumWchemicalJstudyJofJtheJeffectJofJsolvationJonJtheJstrengthJofJtheJphosphamideJbondJinJ
}WphosphorylammoniumJcationsJandJzwitterionsXJBulletiniofitheiAcademyiofiSciencesiofitheiUSSRi
DivisioniofiChemicaliScienceVJ1989VJafVJ]deW]eZ

21 QuantumWchemicalJinvestigationJofJtheJmechanismJofJnucleophilicJadditionJinJtheJvq}†JmoleculeXJ
TheoreticaliandiExperimentaliChemistryVJ1989VJ]cVJdd]Wddc 1.3

20 {}r†JparametersJforJtheJqaJatomXJJournaliofiStructuraliChemistryVJ1989VJ]gVJegaWegc 0.9

19 riazabicycloalkanesJwithJnitrogenJatomsJinJbridgeheadJpositionsXXJChemistryiofiHeterocyclici
CompoundsVJ1989VJ]cVJaZcWa[Z 1.4

18 −tereoelectronicJeffectJinJreactionsJofJphosphoesterJbondJruptureXJBulletiniofitheiAcademyiofi
SciencesiofitheiUSSRiDivisioniofiChemicaliScienceVJ1990VJagVJ]]fdW]]fg
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17 QuantumWchemicalJstudyJofJtheJinfluenceJofJtheJelectronegativityJofJsubstituentsJonJtheJreactivityJ
ofJ˛†WchloroethylamineJderivativesXJJournaliofiStructuraliChemistryVJ1986VJ]eVJadeWae[ 0.9

16 oJprogramJforJsearchingJforJsemiempiricalJparametersJbyJtheJ{}r†JmethodXJJournaliofiStructurali
ChemistryVJ1987VJ]fVJa[]Wa[b 0.9

15 qomplexesJwithJhydrogenJbondsJbyJtheJ{}r†Y{JmethodXJJournaliofiStructuraliChemistryVJ1988VJ
]gVJ[g]W[ge 0.9

14 –arametersJofJ{}r†JmethodJforJZnJatomXJJournaliofiStructuraliChemistryVJ1988VJ]fVJdbgWdc] 0.9

13 –rogramJforJcalculatingJtheJelectronicJstructureJofJmoleculesVJcomplexesVJandJclustersJinJtheJw}r†J
aproximationXJJournaliofiStructuraliChemistryVJ1983VJ]aVJf][Wf]] 0.9

12 oJgeneralizationJofJtheJhalfWelectronJmethodJforJcalculationsJforJcomplexJcompoundsXJJournaliofi
StructuraliChemistryVJ1983VJ]bVJabbWabf 0.9

11 TheJtransitionJstateJinJtheJhalfWelectronJmethodXJJournaliofiStructuraliChemistryVJ1984VJ]bVJcgaWcgd 0.9

10 wnvestigationJofJelectronicJstructureJofJchloroJcomplexesJofJühodiumRwwwSXJJournaliofiStructurali
ChemistryVJ1984VJ]cVJac[Wacc 0.9

9 XWrayJspectraJandJelectronicJstructureJofJtheJ–qlaJmoleculeXJJournaliofiStructuraliChemistryVJ1984VJ
]bVJdedWdf] 0.9

8 onJxWrayJspectralJandJquantumWchemicalJstudyJofJtheJelectronicJstructureJofJrutheniumJcomplexesXJ
JournaliofiStructuraliChemistryVJ1984VJ]bVJfaeWfb] 0.9

7 onJindoJstudyJofJtheJelectronicJstructureJofJtheJplanarJcomplexesJ[–dR}vaSnqlbâ��n]nâ��]XJJournaliofi
StructuraliChemistryVJ1980VJ][VJ]f[W]fd 0.9

6
βseJofJtheJeigenvaluesJofJtheJmatrixJofJtheJresonanceJinteractionJofJtheJorbitalsJforJanJanalysisJofJ
theJ{WligJbondsJinJtheJcomplexesJcisWJandJtransW[–dR}vaS]ql]]XJJournaliofiStructuraliChemistryVJ1981
VJ]]VJcZbWcZe

0.9

5 †neWcenterJparametersJdependentJonJtheJvalenceJstateJofJtheJatomXJJournaliofiStructurali
ChemistryVJ1981VJ]]VJd[bWd[d 0.9

4
slectronicJstructureJofJanionsJofJorganicJdithioacidsJandJtheirJoxidationWreductionJandJ
electronWdonorJpropertiesXJBulletiniofitheiAcademyiofiSciencesiofitheiUSSRiDivisioniofiChemicali
ScienceVJ1981VJaZVJedcWedg

3 †neWcenterJparametersJdependentJonJtheJvalenceJstateJofJtheJatomXJwwwXJTransitionJelementsJofJ
periodsJwπJandJπXJJournaliofiStructuraliChemistryVJ1982VJ]]VJefaWefd 0.9

2 βseJofJXWrayJspectraJtoJdetermineJtheJsemiempiricalJparametersJofJbdJtransitionJmetalsXJJournaliofi
StructuraliChemistryVJ1982VJ]aVJaccWacg 0.9

1 QuantumJchemicalJmodelingJofJchargeJtransferJinJr}oJ2006VJggW[[g
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