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211 oxcitedFstateFabsorptionFofFnxkFbasesFinFtheFgasFphaseFandFinFchloroformFsolutiondFaFcomparativeF
quantumFmechanicalFstudyTTFPhysicalhChemistryhChemicalhPhysicsRF2022RF 3.6 1

210
oarlyFstepsFofFoxidativeFdamageFinFnxkFquadruplexesFareFpositionSdependentdF‘uantumF
mechanicalFandFmolecularFdynamicsFanalysisFofFhumanFtelomericFsequenceFcontainingFionizedF
guanineTFInternationalhJournalhofhBiologicalhMacromoleculesRF2021RFWc]RFbbZSbbZ

7.9 1

209
”heF–ltrafastF‘uantumFnynamicsFofFzhotoexcitedFkdenineS”hymineFlasepairFsnvestigatedFwithFaF
pragmentSbasedFniabatizationFandFaFvinearF−ibronicFmouplingFwodelTFJournalhofhPhysicalhChemistryh
ARF2021RFWZ^RFbcWZSbcZ]

2.8 1

208
oxcitonicFwodelFforF“tronglyFmoupledFwultichromophoricF“ystemsdF”heFolectronicFmircularF
nichroismF“pectraFofFquanineF‘uadruplexesFasF”estFmasesTFJournalhofhChemicalhTheoryhandh
ComputationRF2021RFWaRF]V^S]W^

6.4 9

207 xonadiabaticFkbsorptionF“pectraFandF–ltrafastFnynamicsFofFnxkFandF’xkFzhotoexcitedF
xucleobasesTFMoleculesRF2021RFZ`RF 4.8 8

206 “olventSnependentF“tabilizationFofFaFmhargeF”ransferF“tateFisFtheFueyFtoF–ltrafastF”ripletF“tateF
pormationFinFanFopigeneticFnxkFxucleosideTFChemistryhyhAhEuropeanhJournalRF2021RFZaRFWVc[ZSWVc]V 4.8 3

205
pragmentFniabatizationFvinearF−ibronicFmouplingFwodelFforF‘uantumFnynamicsFofF
wultichromophoricF“ystemsdFzopulationFofFtheFmhargeS”ransferF“tateFinFtheFzhotoexcitedF
quanineSmytosineFzairTFJournalhofhChemicalhTheoryhandhComputationRF2021RFWaRF]``VS]`a]

6.4 8

204 oxcitedS“tateFkbsorptionFofF–racilFinFtheFqasFzhasedFwappingFtheFwainFnecayFzathsFbyFnifferentF
olectronicF“tructureFwethodsTFJournalhofhChemicalhTheoryhandhComputationRF2021RFWaRFW`[bSW`^Z 6.4 6

203
kdenineF’adicalFmationFpormationFbyFaFvigandSmenteredFoxcitedF“tateFofFanFsntercalatedFmhromiumF
zolypyridylFmomplexFveadsFtoFonhancedFnxkFzhotoSoxidationTFJournalhofhthehAmericanhChemicalh
SocietyRF2021RFW][RFW]a``SW]aac

16.4 6

202 ”heF“tructuralFnualityFofFxucleobasesFinFquanineF‘uadruplexesFmontrolsF”heirFvowSonergyF
zhotoionizationTFJournalhofhPhysicalhChemistryhLettersRF2021RFWZRFb[VcSb[W[ 6.4 0

201 ‘uantumFandFsemiclassicalFdynamicalFstudiesFofFnonadiabaticFprocessesFinFsolutiondFachievementsF
andFperspectivesTFPhysicalhChemistryhChemicalhPhysicsRF2021RFZ[RFbWbWSbWcc 3.6 7

200
”heFoxcitedF“tateFnynamicsFofFaFwutagenicFmytidineFothenoFkdductFsnvestigatedFbyFmombiningF
”imeS’esolvedF“pectroscopyFandF‘uantumFwechanicalFmalculationsTTFJournalhofhPhysicalhChemistryh
LettersRF2021RFZ^WSZ^a

6.4 0

199 necipheringFtheFprSdependenceFofFgroundSFandFexcitedSstateFequilibriaFofFthienoguanineTFPhysicalh
ChemistryhChemicalhPhysicsRF2020RFZZRFa[bWSa[cW 3.6 5

198 oxcitedF“tateFnynamicsFofFbS−inyldeoxyguanosineFsnFkqueousF“olutionF“tudiedFbyF”imeS’esolvedF
pluorescenceF“pectroscopyFandF‘uantumFwechanicalFmalculationsTFMoleculesRF2020RFZ^RF 4.8 2

197 zotassiumFsonsFonhanceFquanineF’adicalFqenerationFuponFkbsorptionFofFvowSonergyFzhotonsFbyF
qS‘uadruplexesFandFwodifyF”heirF’eactivityTFJournalhofhPhysicalhChemistryhLettersRF2020RFWWRFW[V^SW[Vc 6.4 10

196 −ibrationsFofFtheFguanineScytosineFpairFinFchloroformdFanFanharmonicFcomputationalFstudyTFPhysicalh
ChemistryhChemicalhPhysicsRF2020RFZZRF^^VcS^^ZZ 3.6 1

195 ‘uantumFdynamicsFofFtheFˇ�ˇ�PUnˇ�PFdecayFofFtheFepigeneticFnucleobaseFWR^SdimethylScytosineFinFtheF
gasFphaseTFPhysicalhChemistryhChemicalhPhysicsRF2020RFZZRFZ`^Z^SZ`^[^ 3.6 4
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194
kdiabaticSwolecularFnynamicsFqeneralizedF−erticalFressianFkpproachdFkFwixedF‘uantumFmlassicalF
wethodF”oFmomputeFolectronicF“pectraFofFplexibleFwoleculesFinFtheFmondensedFzhaseTFJournalhofh
ChemicalhTheoryhandhComputationRF2020RFW`RFWZW^SWZ[W

6.4 23

193 –ltrafastFnynamicsFofFtheF”woFvowestFlrightFoxcitedF“tatesFofFmytosineFandFWSwethylcytosinedFkF
‘uantumFnynamicalF“tudyTFJournalhofhChemicalhTheoryhandhComputationRF2020RFW`RF^acZS^bVb 6.4 17

192
kccountingFforF−ibronicFpeaturesFthroughFaFwixedF‘uantumSmlassicalF“chemedF“tructureRFnynamicsRF
andFkbsorptionF“pectraFofFaFzeryleneFniimideFnyeFinF“olutionTFJournalhofhChemicalhTheoryhandh
ComputationRF2020RFW`RFaV`WSaVaa

6.4 7

191 WhatFwakesF”hienoguanosineFanFyutstandingFpluorescentFnxkFzrobeiTFJournalhofhthehAmericanh
ChemicalhSocietyRF2020RFW]ZRFW`cccSWaVW] 16.4 9

190
“tudyingFtheFexcitedFelectronicFstatesFofFguanineFrichFnxkFquadruplexesFbyFquantumFmechanicalF
methodsdFmainFachievementsFandFperspectivesTFPhotochemicalhandhPhotobiologicalhSciencesRF2020RF
WcRF][`S]]]

4.2 10

189 ”heFkbsorptionF“pectrumFofFquanineFlasedF’adicalsdFaFmomparativeFmomputationalFknalysisTF
ChemPhotoChemRF2019RF[RFb]`Sb^^ 3.3 6

188 ’adicalsFqeneratedFinF”etramolecularFquanineF‘uadruplexesFbyFzhotoionizationdF“pectralFandF
nynamicalFpeaturesTFJournalhofhPhysicalhChemistryhBRF2019RFWZ[RF]c^VS]c^a 3.4 14

187
“hortSFandFvongS’angeF“olvationFoffectsFonFtheF”ransientF–−S−isFkbsorptionF“pectraFofFaF
’uNssOSzolypyridineFmomplexFnisentangledFbyFxonequilibriumFwolecularFnynamicsTFJournalhofh
PhysicalhChemistryhLettersRF2019RFWVRFZbb^SZbcW

6.4 8

186 oxcitedS“tateFnynamicsFofF”hienoguanosineRFanFssomorphicFrighlyFpluorescentFknalogueFofF
quanosineTFChemistryhyhAhEuropeanhJournalRF2019RFZ^RFa[a^Sa[b` 4.8 5

185 –nveilingFoxcitedS“tateFmhiralityFofFlinaphtholsFbyFpemtosecondFmircularFnichroismFandF‘uantumF
mhemicalFmalculationsTFJournalhofhPhysicalhChemistryhLettersRF2019RFWVRF]VbcS]Vc] 6.4 14

184 momprehensiveF“tudyFofFquanineFoxcitedF“tateF’elaxationFandFzhotoreactivityFinFqSquadruplexesTF
JournalhofhPhysicalhChemistryhLettersRF2019RFWVRF`ba[S`baa 6.4 18

183 kFmultiSscaleFtimeSresolvedFstudyFofFphotoactivatedFdynamicsFinF^SbenzylFuracilRFaFmodelFforF
nxkUproteinFinteractionsTFPhysicalhChemistryhChemicalhPhysicsRF2019RFZWRFZ`[VWSZ`[WV 3.6 4

182 ”heFopticalFpropertiesFofFadenineFcationFinFdifferentFoligonucleotidesdFaFzmwU”nSnp”FstudyTF
TheoreticalhChemistryhAccountsRF2018RFW[aRFW 1.9 1

181
momparisonFofFtheFresultsFofFaFmeanSfieldFmixedFquantumUclassicalFmethodFwithFfullFquantumF
predictionsFforFnonadiabaticFdynamicsdFapplicationFtoFtheFNpiFpiF^PUnpiF^POFdecayFofFthymineTF
TheoreticalhChemistryhAccountsRF2018RFW[aRFW

1.9 10

180 vightFinducedFdamageFandFrepairFinFnucleicFacidsFandFproteinsdFgeneralFdiscussionTFFaradayh
DiscussionsRF2018RFZVaRF[bcS]Vb 3.6

179
”owardFaFgeneralFmixedFquantumUclassicalFmethodFforFtheFcalculationFofFtheFvibronicFomnFofFaF
flexibleFdyeFmoleculeFwithFdifferentFstableFconformersdF’evisitingFtheFcaseFofF
ZRZRZStrifluoroSanthrylethanolTFChiralityRF2018RF[VRFa[VSa][

2.1 7

178 zhotocrosslinkingFbetweenFnucleicFacidsFandFproteinsdFgeneralFdiscussionTFFaradayhDiscussionsRF2018
RFZVaRFZb[S[V` 3.6 5

177 lionanophotonicsdFgeneralFdiscussionTFFaradayhDiscussionsRF2018RFZVaRF]cWS^WZ 3.6
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176 –−SinducedFlongSlivedFdecaysFinFsolvatedFpyrimidineFnucleosidesFresolvedFatFtheFw“Smk“z”ZUwwF
levelTFPhysicalhChemistryhChemicalhPhysicsRF2018RFZVRF`baaS`bcV 3.6 32

175 “equenceFdependenceFonFnxkFphotochemistrydFaFcomputationalFstudyFofFphotodimerizationF
pathwaysFinF”pdmFandFdmp”FdinucleotidesTFPhotochemicalhandhPhotobiologicalhSciencesRF2018RFWaRF^b`S^cW4.2 5

174 zhotoactivatedFprotonFcoupledFelectronFtransferFinFnxkdFinsightsFfromFquantumFmechanicalF
calculationsTFFaradayhDiscussionsRF2018RFZVaRFWccSZW` 3.6 12

173 kdenineFradicalsFgeneratedFinFalternatingFk”FduplexesFbyFdirectFabsorptionFofFlowSenergyF–−F
radiationTFFaradayhDiscussionsRF2018RFZVaRFWbWSWca 3.6 23

172 ’adicalsFgeneratedFinFalternatingFguanineScytosineFduplexesFbyFdirectFabsorptionFofFlowSenergyF–−F
radiationTFPhysicalhChemistryhChemicalhPhysicsRF2018RFZVRFZW[bWSZW[bc 3.6 12

171 ”opologyFmontrolsFtheFolectronicFkbsorptionFandFnelocalizationFofFolectronFrolesFinFquanineF
‘uadruplexesTFChemistryhyhAhEuropeanhJournalRF2018RFZ]RFW^Wb^SW^Wbc 4.8 15

170
nevelopmentFandF−alidationFofF‘uantumFwechanicallyFnerivedFporceSpieldsdF”hermodynamicRF
“tructuralRFandF−ibrationalFzropertiesFofFkromaticFreterocyclesTFJournalhofhChemicalhTheoryhandh
ComputationRF2018RFW]RF]bb]S]cVV

6.4 16

169 “olventFeffectFonFtheFenergeticsFofFprotonFcoupledFelectronFtransferFinFguanineScytosineFpairFinF
chloroformFbyFmixedFexplicitFandFimplicitFsolvationFmodelsTFChemicalhPhysicsRF2018RF^W^RF]c[S^VW 2.3 2

168 wultistateFcoupledFquantumFdynamicsFofFphotoexcitedFcytosineFinFgasSphasedFxonadiabaticF
absorptionFspectrumFandFultrafastFinternalFconversionsTFChemicalhPhysicsRF2018RF^W^RF]^ZS]`[ 2.3 15

167
wixedF‘uantumUmlassicalFwethodFforFxonadiabaticF‘uantumFnynamicsFinFoxplicitF“olventFwodelsdF
”heFˇ�ˇ�PUnˇ�PFnecayFofF”hymineFinFWaterFasFaF”estFmaseTFJournalhofhChemicalhTheoryhandhComputation
RF2018RFW]RFbZVSb[Z

6.4 20

166
zhotophysicsFofFneoxycytidineFandF^SwethyldeoxycytidineFinF“olutiondFkFmomprehensiveFzictureFbyF
‘uantumFwechanicalFmalculationsFandFpemtosecondFpluorescenceF“pectroscopyTFJournalhofhtheh
AmericanhChemicalhSocietyRF2017RFW[cRFaabVSaacW

16.4 49

165 xovelFadenineUthymineFphotodimerizationFchannelsFmappedFbyFzmwU”nSnp”FcalculationsFonFdkp”F
andF”pdkFdinucleotidesTFPhotochemicalhandhPhotobiologicalhSciencesRF2017RFW`RFWZaaSWZb[ 4.2 7

164 ’esolvingF–ltrafastFzhotoinducedFneactivationsFinFWaterS“olvatedFzyrimidineFxucleosidesTFJournalh
ofhPhysicalhChemistryhLettersRF2017RFbRFWaaaSWab[ 6.4 43

163 mlassicalFporceFpieldsF”ailoredFforF‘wFkpplicationsdFssFstF’eallyFaFpeasibleF“trategyiTFJournalhofh
ChemicalhTheoryhandhComputationRF2017RFW[RF]`[`S]`]b 6.4 41

162 kbsorptionFofFvowSonergyF–−F’adiationFbyFrumanF”elomereFqS‘uadruplexesFqeneratesF
vongSvivedFquanineF’adicalFmationsTFJournalhofhthehAmericanhChemicalhSocietyRF2017RFW[cRFWV^`WSWV^`b 16.4 44

161 ypticalFabsorptionFandFmagneticFcircularFdichroismFspectraFofFthiouracilsdFaFquantumFmechanicalF
studyFinFsolutionTFPhotochemicalhandhPhotobiologicalhSciencesRF2017RFW`RFW]W^SW]Z[ 4.2 10

160 wultipleFolectronicFandF“tructuralFpactorsFmontrolFmyclobutaneFzyrimidineFnimerFandF`S]F
”hymineS”hymineFzhotodimerizationFinFaFnxkFnuplexTFChemistryhyhAhEuropeanhJournalRF2017RFZ[RFW^WaaSW^Wbb4.8 32

159 “pecificF’ecognitionFofFqS‘uadruplexesFyverFnuplexSnxkFbyFaFwacromolecularFxs’F”woSzhotonF
pluorescentFzrobeTFJournalhofhPhysicalhChemistryhLettersRF2017RFbRF^cW^S^cZV 6.4 18
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158 −ibronicFapproachFtoFtheFcalculationFofFtheFdecayFrateFofFtheFphotoexcitedFchargeStransferFstateFofF
quanineâ��mytosineFstackedFdimerFinFwaterFsolutionTFTheoreticalhChemistryhAccountsRF2016RFW[^RFW 1.9 2

157 momputingFtheFkbsorptionFandFomissionF“pectraFofF^SwethylcytidineFinFnifferentF“olventsdFkF
”estSmaseFforFnifferentF“olvationFwodelsTFJournalhofhChemicalhTheoryhandhComputationRF2016RFWZRF]][VSc6.4 30

156 –−SsnducedFkdenineF’adicalsFsnducedFinFnxkFkS”ractsdF“pectralFandFnynamicalFmharacterizationTF
JournalhofhPhysicalhChemistryhLettersRF2016RFaRF[c]cS[c^[ 6.4 29

155 zhotoinducedFlongSlivedFchargeFtransferFexcitedFstatesFinFk”SnxkFstrandsTFPhysicalhChemistryh
ChemicalhPhysicsRF2016RFWbRFZWZ]WS^ 3.6 23

154
olectronicFspectroscopyFofFaFsolvatochromicFdyeFinFwaterdFcomparisonFofFstaticFclusterUimplicitFandF
dynamicalUexplicitFsolventFmodelsFonFstructuresFandFenergiesTFTheoreticalhChemistryhAccountsRF2016
RFW[^RFW

1.9 7

153 righSonergyFvongSvivedFwixedFprenkelSmhargeS”ransferFoxcitonsdFpromFnoubleF“trandedFNk”OnFtoF
xaturalFnxkTFChemistryhyhAhEuropeanhJournalRF2016RFZZRF]cV]SW] 4.8 16

152 ”heFabsorptionFandFemissionFspectraFinFsolutionFofFoligothiopheneSbasedFpushâ��pullFbiomarkersdFaF
zmwU”nSnp”FvibronicFstudyTFTheoreticalhChemistryhAccountsRF2016RFW[^RFW 1.9 5

151 zredictingFlightFabsorptionFpropertiesFofFanthocyanidinsFinFsolutiondFaFmultiSlevelFcomputationalF
approachTFTheoreticalhChemistryhAccountsRF2016RFW[^RFW 1.9 13

150 oxcitedS“tateFnynamicsFofFnxkFnuplexesFwithFnifferentFrSlondingFwotifsTFJournalhofhPhysicalh
ChemistryhLettersRF2016RFaRFc^VS] 6.4 30

149 ‘uantumFwechanicalF“tudiesFonFtheFzhotophysicsFandFtheFzhotochemistryFofFxucleicFkcidsFandF
xucleobasesTFChemicalhReviewsRF2016RFWW`RF[^]VSc[ 68.1 291

148 ”automersFofFaFpluorescentFqF“urrogateFandF”heirFnistinctFzhotophysicsFzrovideFkdditionalF
snformationFmhannelsTFAngewandtehChemiehyhInternationalhEditionRF2016RF^^RFaca]Sacab 16.4 29

147 ”automersFofFaFpluorescentFqF“urrogateFandF”heirFnistinctFzhotophysicsFzrovideFkdditionalF
snformationFmhannelsTFAngewandtehChemieRF2016RFWZbRFbWV`SbWWV 3.6 9

146 offectFofFm^SwethylationFofFmytosineFonFtheF–−SsnducedF’eactivityFofFnuplexFnxkdFmonformationalF
andFolectronicFpactorsTFJournalhofhPhysicalhChemistryhBRF2016RFWZVRF]Z[ZS]Z 3.4 24

145
momparingFclassicalFapproachesFwithFempiricalForFquantumSmechanicallyFderivedFforceFfieldsFforF
theFsimulationFelectronicFlineshapesdFapplicationFtoFcoumarinFdyesTFTheoreticalhChemistryhAccountsRF
2016RFW[^RFW

1.9 18

144 oxcitedF“tateFzathwaysFveadingFtoFpormationFofFkdenineFnimersTFJournalhofhPhysicalhChemistryh
LettersRF2016RFaRFZVZVS[ 6.4 18

143 kF“tateS“pecificFzmwâ��np”FmethodFtoFincludeFdynamicFsolventFeffectsFinFtheFcalculationFofF
ionizationFenergiesdFkpplicationFtoFnxkFbasesTFChemicalhPhysicshLettersRF2015RF`[]RFZVSZ] 2.5 14

142 sntramolecularFvibrationalFredistributionFinFtheFnonSradiativeFexcitedFstateFdecayFofFuracilFinFtheFgasF
phasedFanFabFinitioFmolecularFdynamicsFstudyTFPhysicalhChemistryhChemicalhPhysicsRF2015RFWaRFWW`W^SZ` 3.6 7

141 kbsorptionFandFemissionFspectralFshapesFofFaFprototypeFdyeFinFwaterFbyFcombiningF
classicalUdynamicalFandFquantumUstaticFapproachesTFJournalhofhPhysicalhChemistryhARF2015RFWWcRF^]Z`S[b 2.8 45
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140 lkvyydFkFpastFandF−ersatileFmodeFforFkccurateFwultireferenceF−ariationalUzerturbativeF
malculationsTFJournalhofhChemicalhTheoryhandhComputationRF2015RFWWRFZVZ]S[^ 6.4 10

139 wodelingF“olventFlroadeningFonFtheF−ibronicF“pectraFofFaF“eriesFofFmoumarinFnyesTFpromFsmplicitF
toFoxplicitF“olventFwodelsTFJournalhofhChemicalhTheoryhandhComputationRF2015RFWWRF^bWVSZ^ 6.4 54

138 ynFtheFtradeSoffFbetweenFprocessabilityFandFoptoSelectronicFpropertiesFofFsingleFwallFcarbonF
nanotubeFderivativesFinFthinFfilmFheterojunctionsTFJournalhofhMaterialshChemistryhCRF2015RF[RF[V[S[WZ 7.1 18

137 ”heFdeterminantsFofFbondFangleFvariabilityFinFproteinUpeptideFbackbonesdFkFcomprehensiveF
statisticalUquantumFmechanicsFanalysisTFProteins:hStructurewhFunctionhandhBioinformaticsRF2015RFb[RFWca[Sb4̀.2 6

136 londFdistancesFinFpolypeptideFbackbonesFdependFonFtheFlocalFconformationTFActahCrystallographicah
SectionhD:hBiologicalhCrystallographyRF2015RFaWRFWZaZSb[ 8

135 –−SsnducedFzrotonF”ransferFbetweenFnxkF“trandsTFJournalhofhthehAmericanhChemicalhSocietyRF2015RF
W[aRFaV^cS`Z 16.4 103

134
–ltrafastFoxcitedS“tateFneactivationFofFbSrydroxySZMSdeoxyguanosineF“tudiedFbyFpemtosecondF
pluorescenceF“pectroscopyFandF‘uantumSmhemicalFmalculationsTFJournalhofhPhysicalhChemistryhARF
2015RFWWcRF`W[WSc

2.8 13

133 “tabilizationFofFwixedFprenkelSmhargeF”ransferFoxcitonsFoxtendedFkcrossFlothF“trandsFofF
quanineSmytosineFnxkFnuplexesTFJournalhofhPhysicalhChemistryhLettersRF2015RF`RFZZ]aS^W 6.4 27

132 zhotoinducedFolectronF”ransferFinFnxkdFmhargeF“hiftFnynamicsFletweenFbSyxoSquanineFknionFandF
kdenineTFJournalhofhPhysicalhChemistryhBRF2015RFWWcRFa]cWS^VZ 3.4 25

131
zerturbativeFmultireferenceFconfigurationFinteractionFNmsSw’z”ZOFcalculationsFinFaFfocusedF
dynamicalFapproachdFaFcomputationalFstudyFofFsolvatochromismFinFpyrimidineTFJournalhofhPhysicalh
ChemistryhARF2015RFWWcRF^Z^VSc

2.8 9

130 ”nSnp”FinvestigationFofFtheFmagneticFcircularFdichroismFspectraFofFsomeFpurineFandFpyrimidineF
basesFofFnucleicFacidsTFJournalhofhPhysicalhChemistryhARF2015RFWWcRF^]a`Sbc 2.8 18

129 oxcitedFstatesFbehaviorFofFnucleobasesFinFsolutiondFinsightsFfromFcomputationalFstudiesTFTopicshinh
CurrenthChemistryRF2015RF[^^RF[ZcS^a 36

128
pirstSprincipleFcomputationFofFabsorptionFandFfluorescenceFspectraFinFsolutionFaccountingFforF
vibronicFstructureRFtemperatureFeffectsFandFsolventFinhomogenousFbroadeningTFComputationalhandh
TheoreticalhChemistryRF2014RFWV]VSWV]WRF[ZbS[[a

2 77

127 ”heFexcitedFstateFbehaviorFofFcytosineFinFtheFgasFphasedFkF”nSnp”FstudyTFComputationalhandh
TheoreticalhChemistryRF2014RFWV]VSWV]WRFWb`SWc] 2 24

126
wodeSspecificFvibrationalFrelaxationFofFphotoexcitedFguanosineF^MSmonophosphateFandFitsFacidF
formdFaFfemtosecondFbroadbandFmidSs’FtransientFabsorptionFandFtheoreticalFstudyTFPhysicalh
ChemistryhChemicalhPhysicsRF2014RFW`RFW]baScc

3.6 22

125 ’elativeF“tabilityFofFtheFvaFandFvbFoxcitedF“tatesFinFkdenineFandFquaninedFnirectFovidenceFfromF
”nSnp”FmalculationsFofFwmnF“pectraTFJournalhofhPhysicalhChemistryhLettersRF2014RF^RFWbV`SWW 6.4 34

124 offectFofFm^SmethylationFofFcytosineFonFtheFphotoreactivityFofFnxkdFaFjointFexperimentalFandF
computationalFstudyFofF”mqFtrinucleotidesTFJournalhofhthehAmericanhChemicalhSocietyRF2014RFW[`RFWVb[bS]W16.4 46

123 ‘uantumSclassicalFcalculationFofFtheFabsorptionFandFemissionFspectralFshapesFofFoligothiophenesFatF
lowFandFroomFtemperatureFbyFfirstSprincipleFcalculationsTFChemPhysChemRF2014RFW^RF[[ZVS[[ 3.2 22
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122 ‘uantumFmechanicalFcalculationsFunveilFtheFstructureFandFpropertiesFofFtheFabsorbingFandFemittingF
excitedFelectronicFstatesFofFguanineFquadruplexTFChemistryhyhAhEuropeanhJournalRF2014RFZVRFbWV`SW^ 4.8 29

121
officientF–−SinducedFchargeFseparationFandFrecombinationFinFanFbSoxoguanineScontainingF
dinucleotideTFProceedingshofhthehNationalhAcademyhofhScienceshofhthehUnitedhStateshofhAmericaRF2014RF
WWWRFWW`WZSa

11.5 57

120 ”heFinterplayFbetweenFneutralFexcitonFandFchargeFtransferFstatesFinFsingleSstrandFpolyadeninedFaF
quantumFdynamicalFinvestigationTFPhotochemicalhandhPhotobiologicalhSciencesRF2013RFWZRFW^ZaS][ 4.2 16

119
kFjointFexperimentalUtheoreticalFstudyFofFtheFultrafastFexcitedFstateFdeactivationFofF
deoxyadenosineFandFcSmethyladenineFinFwaterFandFacetonitrileTFPhotochemicalhandhPhotobiologicalh
SciencesRF2013RFWZRFW[a^Sb`

4.2 34

118 kbsorptionFandFomissionF“pectraFofFaFplexibleFnyeFinF“olutiondFaFmomputationalF”imeSnependentF
kpproachTFJournalhofhChemicalhTheoryhandhComputationRF2013RFcRF]^VaS]^W` 6.4 66

117 ‘uantumSclassicalFeffectiveSmodesFdynamicsFofFtheFpipiPFSShFnpiPFdecayFinFcrSadenineTFkFquadraticF
vibronicFcouplingFmodelTFFaradayhDiscussionsRF2013RFW`[RFZZ[S]ZeFdiscussionFZ][Sa^ 3.6 38

116 momputationalFdesignRFsynthesisRFandFmechanochromicFpropertiesFofFnewFthiopheneSbasedF
ˇ�SconjugatedFchromophoresTFChemistryhyhAhEuropeanhJournalRF2013RFWcRFWcc`SZVV] 4.8 41

115
snsightsFforFanFkccurateFmomparisonFofFmomputationalFnataFtoFoxperimentalFkbsorptionFandF
omissionF“pectradFleyondFtheF−erticalF”ransitionFkpproximationTFJournalhofhChemicalhTheoryhandh
ComputationRF2013RFcRFZVaZSbZ

6.4 166

114 toyceFandF–lyssesdFintegratedFandFuserSfriendlyFtoolsFforFtheFparameterizationFofFintramolecularF
forceFfieldsFfromFquantumFmechanicalFdataTFPhysicalhChemistryhChemicalhPhysicsRF2013RFW^RF[a[`S^W 3.6 69

113 –−SlightSinducedFhydrogenFtransferFinFguanosineSguanosineFaggregatesTFChemistryhyhAhEuropeanh
JournalRF2013RFWcRF^]Z^S[W 4.8 11

112 wultiSpathwayFexcitedFstateFrelaxationFofFadenineFoligomersFinFaqueousFsolutiondFaFjointFtheoreticalF
andFexperimentalFstudyTFChemistryhyhAhEuropeanhJournalRF2013RFWcRF[a`ZSa] 4.8 53

111 offectsFofFmolecularFdynamicsFandFsolvationFonFtheFelectronicFstructureFofFmolecularFprobesTF
HighlightshinhTheoreticalhChemistryRF2013RF[[cS[^V

110 sntegratedFcomputationalFapproachesFforFspectroscopicFstudiesFofFmolecularFsystemsFinFtheFgasF
phaseFandFinFsolutiondFpyrimidineFasFaFtestFcaseTFHighlightshinhTheoreticalhChemistryRF2013RF[WcS[[a

109 ”heFeffectFofFmethylationFonFtheFexcitedFstateFdynamicsFofFaminouracilsTFJournalhofhPhotochemistryh
andhPhotobiologyhA:hChemistryRF2012RFZ[]RF[aS][ 4.7 5

108
−ibrationallyF’esolvedFkbsorptionFandFomissionF“pectraFofFnithiopheneFinFtheFqasFzhaseFandFinF
“olutionFbyFpirstSzrincipleF‘uantumFwechanicalFmalculationsTFJournalhofhChemicalhTheoryhandh
ComputationRF2012RFbRF]]b[Sc[

6.4 58

107 larrierlessFphotoisomerisationFofFtheFHsimplestFcyanineHdFjoiningFcomputationalFandFfemtosecondF
opticalFspectroscopiesFtoFtraceFtheFfullFreactionFpathTFPhysicalhChemistryhChemicalhPhysicsRF2012RFW]RFW[[^VS`]3.6 28

106 zhotophysicsFandFphotochemistryFofFthymineFdeoxySdinucleotideFinFwaterdFaFzmwU”nSnp”FquantumF
mechanicalFstudyTFJournalhofhPhysicalhChemistryhBRF2012RFWW`RFW]Z`WSa] 3.4 50

105
olectronicFexcitedFstatesFresponsibleFforFdimerFformationFuponF–−FabsorptionFdirectlyFbyFthymineF
strandsdFjointFexperimentalFandFtheoreticalFstudyTFJournalhofhthehAmericanhChemicalhSocietyRF2012RF
W[]RFW]b[]S]^

16.4 115

(2012-2014)
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104 mationFoffectFonFtheFolectronicFoxcitedF“tatesFofFquanineFxanostructuresF“tudiedFbyF”imeS’esolvedF
pluorescenceF“pectroscopyTFJournalhofhPhysicalhChemistryhCRF2012RFWW`RFW]`bZSW]`bc 3.8 39

103 “olventFeffectsFonFelectronSdrivenFprotonStransferFprocessesdFadenineSthymineFbaseFpairsTFPhysicalh
ChemistryhChemicalhPhysicsRF2012RFW]RFbcbWSc 3.6 51

102 sntegratedFcomputationalFapproachesFforFspectroscopicFstudiesFofFmolecularFsystemsFinFtheFgasF
phaseFandFinFsolutiondFpyrimidineFasFaFtestFcaseTFTheoreticalhChemistryhAccountsRF2012RFW[WRFW 1.9 63

101 offectsFofFmolecularFdynamicsFandFsolvationFonFtheFelectronicFstructureFofFmolecularFprobesTF
TheoreticalhChemistryhAccountsRF2012RFW[WRFW 1.9 5

100 oxcitedFstateFprotonFtransferFisFnotFinvolvedFinFtheFultrafastFdeactivationFofFquanineSmytosineFpairF
inFsolutionTFJournalhofhthehAmericanhChemicalhSocietyRF2011RFW[[RFWc``]Sa 16.4 51

99 momputingFtheFinhomogeneousFbroadeningFofFelectronicFtransitionsFinFsolutiondFaFfirstSprincipleF
quantumFmechanicalFapproachTFPhysicalhChemistryhChemicalhPhysicsRF2011RFW[RFWaVVaSWZ 3.6 81

98 pemtosecondFfluorescenceFstudiesFofFnxkU’xkFconstituentsTFJournalhofhPhysics:hConferencehSeriesRF
2011RFZ`WRFVWZVVc 0.3 7

97 ”heFinterplayFbetweenFˇ�ˇ�PUnˇ�PFexcitedFstatesFinFgasSphaseFthyminedFaFquantumFdynamicalFstudyTF
ChemPhysChemRF2011RFWZRFWc^aS`b 3.2 39

96 snterplayFbetweenFâ��xeutralâ��FandFâ��mhargeS”ransferâ��FoxcimersF’ulesFtheFoxcitedF“tateFnecayFinF
kdenineS’ichFzolynucleotidesTFAngewandtehChemieRF2011RFWZ[RFWZZZZSWZZZ^ 3.6 13

95 snterplayFbetweenFHneutralHFandFHchargeStransferHFexcimersFrulesFtheFexcitedFstateFdecayFinF
adenineSrichFpolynucleotidesTFAngewandtehChemiehyhInternationalhEditionRF2011RF^VRFWZVW`Sc 16.4 66

94 –−â��−isibleFkbsorptionFandFomissionFonergiesFinFmondensedFzhaseFbyFzmwU”nSnp”FwethodsF2011RF[aSa^ 7

93 zeptideFbondFdistortionsFfromFplanaritydFnewFinsightsFfromFquantumFmechanicalFcalculationsFandF
peptideUproteinFcrystalFstructuresTFPLoShONERF2011RF`RFeZ]^[[ 3.7 35

92 nxkU’xkdFluildingFllocksFofFvifeF–nderF–−FsrradiationTFJournalhofhPhysicalhChemistryhLettersRF2010RF
WRFZVZ^SZV[V 6.4 159

91 ypticalFzropertiesFofFquanineFxanowiresdFoxperimentalFandF”heoreticalF“tudyTFJournalhofhPhysicalh
ChemistryhCRF2010RFWW]RFW][[cSW][]` 3.8 34

90 ”heFpeculiarFspectralFpropertiesFofFaminoSsubstitutedFuracilsdFaFcombinedFtheoreticalFandF
experimentalFstudyTFJournalhofhPhysicalhChemistryhBRF2010RFWW]RFWZaVbSWc 3.4 19

89 ”heFexcitedFelectronicFstatesFofFadenineSguanineFstackedFdimersFinFaqueousFsolutiondFaF
zmwU”nSnp”FstudyTFPhysicalhChemistryhChemicalhPhysicsRF2010RFWZRF]c[]S]b 3.6 43

88 ”heoreticalFmultilevelFapproachFforFstudyingFtheFphotophysicalFpropertiesFofForganicFdyesFinF
solutionTFPhysicalhChemistryhChemicalhPhysicsRF2010RFWZRFWV^^VS`W 3.6 41

87 ”imeSdependentFandFtimeSindependentFapproachesFforFtheFcomputationFofFabsorptionFspectraFofF
–racilFderivativesFinFsolutionTFInternationalhJournalhofhQuantumhChemistryRF2010RFWWVRF`Z]S`[` 2.1 12

Roberto Improta
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86 ”hreeSdimensionalFdiabaticFmodelsFforFtheFˇ�ˇ�PFShFnˇ�PFexcitedSstateFdecayFofFuracilFderivativesFinF
solutionTFTheoreticalhChemistryhAccountsRF2009RFWZ[RFZa[SZb` 1.9 16

85 ’oleFofFsideFchainsFinFcollagenFtripleFhelixFstabilizationFandFpartnerFrecognitionTFJournalhofhPeptideh
ScienceRF2009RFW^RFW[WS]V 2.1 38

84 zmwU”nSnp”FstudyFofFtheFtwoFlowestFexcitedFstatesFofFuracilFderivativesFinFsolutiondF”heFeffectFofF
theFfunctionalFandFofFtheFcavityFmodelTFComputationalhandhTheoreticalhChemistryRF2009RFcW]RFbaSc[ 31

83
zhotoinducedFdynamicsFofFguanosineFmonophosphateFinFwaterFfromFbroadSbandFtransientF
absorptionFspectroscopyFandFquantumSchemicalFcalculationsTFJournalhofhthehAmericanhChemicalh
SocietyRF2009RFW[WRF^b[cS^V

16.4 90

82 ‘uantumFdynamicsFofFtheFultrafastFpiFpiPUnFpiPFpopulationFtransferFinFuracilFandF^SfluoroSuracilFinF
waterFandFacetonitrileTFJournalhofhPhysicalhChemistryhBRF2009RFWW[RFW]]cWS^V[ 3.4 58

81 ”heFpolarizabilityFinFsolutionFofFtetraSphenylSporphyrinFderivativesFinFtheirFexcitedFelectronicFstatesdF
aFzmwU”nSnp”FstudyTFPhysicalhChemistryhChemicalhPhysicsRF2009RFWWRF]``]Sa[ 3.6 56

80
oxcitedFstatesFdecayFofFtheFkS”FnxkdFkFzmwU”nSnp”FstudyFinFaqueousFsolutionFofFtheF
NcSmethylSadenineONZOTNWSmethylSthymineONZOFstackedFtetramerTFJournalhofhthehAmericanhChemicalh
SocietyRF2009RFW[WRFW^Z[ZS]^

16.4 99

79 ynFtheFcontroversialFnatureFofFtheFWFWlNuOFandFZFWlNuOFstatesFofFtransSstilbenedFtheFnSelectronF
valenceFstateFperturbationFtheoryFapproachTFJournalhofhChemicalhPhysicsRF2009RFW[VRFWa][Va 3.9 25

78
−ibronicFmodelFforFtheFquantumFdynamicalFstudyFofFtheFcompetitionFbetweenFbrightFandF
chargeStransferFexcitedFstatesFinFsingleSstrandFpolynucleotidesdFtheFadenineFdimerFcaseTFJournalhofh
PhysicalhChemistryhARF2009RFWW[RFW^[]`S^]

2.8 54

77 ‘uantumFmechanicalFcomputationsFandFspectroscopydFfromFsmallFrigidFmoleculesFinFtheFgasFphaseF
toFlargeFflexibleFmoleculesFinFsolutionTFAccountshofhChemicalhResearchRF2008RF]WRF`V^SW` 24.3 142

76
offectiveFmethodFforFtheFcomputationFofFopticalFspectraFofFlargeFmoleculesFatFfiniteFtemperatureF
includingFtheFnuschinskyFandFrerzbergS”ellerFeffectdFtheF‘xFbandFofFporphyrinFasFaFcaseFstudyTF
JournalhofhChemicalhPhysicsRF2008RFWZbRFZZ][WW

3.9 418

75 offectFofFaminoFsubstitutionFonFtheFexcitedFstateFdynamicsFofFuracilTFPhotochemicalhandh
PhotobiologicalhSciencesRF2008RFaRFa`^Sb 4.2 17

74 ”heFdecayFfromFtheFdarkFnpiPFexcitedFstateFinFuracildFanFintegratedFmk“z”ZUmk““mpFandF
zmwU”nSnp”FstudyFinFtheFgasFphaseFandFinFwaterTFJournalhofhPhysicalhChemistryhBRF2008RFWWZRFWVa`cSaZ 3.4 61

73 ”heFexcitedFstatesFofFadenineFandFthymineFnucleosideFandFnucleotideFinFaqueousFsolutiondFaF
comparativeFstudyFbyFtimeSdependentFnp”FcalculationsTFTheoreticalhChemistryhAccountsRF2008RFWZVRF]cWS]ca1.9 45

72 kbsorptionFspectrumFofFkS”FnxkFunraveledFbyFquantumFmechanicalFcalculationsFinFsolutionFonFtheF
NdkOZFxFNd”OZFtetramerTFChemPhysChemRF2008RFcRFZ^[WSa 3.2 36

71 manF”nSnp”FcalculationsFaccuratelyFdescribeFtheFexcitedFstatesFbehaviorFofFstackedFnucleobasesiF
”heFcytosineFdimerFasFaFtestFcaseTFJournalhofhComputationalhChemistryRF2008RFZcRFc^aS`] 3.5 56

70 kssessingFsolventFeffectsFonFtheFsingletFexcitedFstateFlifetimeFofFuracilFderivativesdFkFfemtosecondF
fluorescenceFupconversionFstudyFinFalcoholsFandFnZyTFChemicalhPhysicsRF2008RF[^VRFWb`SWcZ 2.3 35

69 montributionFofFdipoleSdipoleFinteractionsFtoFtheFstabilityFofFtheFcollagenFtripleFhelixTFProteinh
ScienceRF2008RFWaRFc^^S`W 6.3 29

(2008-2009)
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68 ”heFexcitedFstatesFofFpiSstackedFcSmethyladenineFoligomersdFaF”nSnp”FstudyFinFaqueousFsolutionTF
PhysicalhChemistryhChemicalhPhysicsRF2008RFWVRFZ`^`S`] 3.6 75

67 kccurateFsteadySstateFandFzeroStimeFfluorescenceFspectraFofFlargeFmoleculesFinFsolutionFbyFaF
firstSprincipleFcomputationalFmethodTFJournalhofhPhysicalhChemistryhBRF2007RFWWWRFW]VbVSZ 3.4 53

66 kbFinitioFcalculationsFofFabsorptionFspectraFofFlargeFmoleculesFinFsolutiondFcoumarinFmW^[TF
AngewandtehChemiehyhInternationalhEditionRF2007RF]`RF]V^Sb 16.4 157

65 “olventFeffectsFonFtheFsteadySstateFabsorptionFandFfluorescenceFspectraFofFuracilRFthymineFandF
^SfluorouracilTFPhotochemistryhandhPhotobiologyRF2007RFb[RF^c^Sc 3.6 37

64 oxcitedFstateFpropertiesFofFsizableFmoleculesFinFsolutiondFfromFstructureFtoFreactivityTFTheoreticalh
ChemistryhAccountsRF2007RFWWaRFWVa[SWVb] 1.9 9

63 –−SvisFspectraFofFpSbenzoquinoneFanionFradicalFinFsolutionFbyFaF”nSnp”UzmwFapproachTFTheoreticalh
ChemistryhAccountsRF2007RFWWbRFW][SW]b 1.9 6

62
snfluenceFofFbaseFstackingFonFexcitedSstateFbehaviorFofFpolyadenineFinFwaterRFbasedFonF
timeSdependentFdensityFfunctionalFcalculationsTFProceedingshofhthehNationalhAcademyhofhScienceshofh
thehUnitedhStateshofhAmericaRF2007RFWV]RFcc[WS`

11.5 119

61 ”owardsFtheF–nderstandingFofFtheFoxcitedF“tateFnynamicsFofFxucleicFkcidsdF“olventFandF“tackingF
offectFonFtheFzhotophysicalFlehaviorFofFxucleobasesTFAIPhConferencehProceedingsRF2007RF 0 2

60 offectiveFmethodFtoFcomputeFvibrationallyFresolvedFopticalFspectraFofFlargeFmoleculesFatFfiniteF
temperatureFinFtheFgasFphaseFandFinFsolutionTFJournalhofhChemicalhPhysicsRF2007RFWZ`RFWb]WVZ 3.9 271

59
”owardFeffectiveFandFreliableFfluorescenceFenergiesFinFsolutionFbyFaFnewFstateFspecificFpolarizableF
continuumFmodelFtimeFdependentFdensityFfunctionalFtheoryFapproachTFJournalhofhChemicalhPhysicsRF
2007RFWZaRFVa]^V]

3.9 384

58 offectiveFmethodFtoFcomputeFpranckSmondonFintegralsFforFopticalFspectraFofFlargeFmoleculesFinF
solutionTFJournalhofhChemicalhPhysicsRF2007RFWZ`RFVb]^Vc 3.9 398

57 zarametrizationFandF−alidationFofFsntramolecularFporceFpieldsFnerivedFfromFnp”FmalculationsTF
JournalhofhChemicalhTheoryhandhComputationRF2007RF[RFWbV[SWa 6.4 75

56
noesFtetracyclineFbindFhelixFZFofFprioniFknFintegratedFspectroscopicalFandFcomputationalFstudyFofF
theFinteractionFbetweenFtheFantibioticFandFalphaFhelixFZFhumanFprionFproteinFfragmentsTFProteins:h
StructurewhFunctionhandhBioinformaticsRF2007RF``RFaVaSW^

4.2 26

55 kFparameterSfreeFquantumSmechanicalFapproachFforFcalculatingFelectronStransferFratesFforFlargeF
systemsFinFsolutionTFChemPhysChemRF2006RFaRFWZWWS] 3.2 15

54 pemtosecondFstudyFonFtheFisomerizationFdynamicsFofFxubbTFsTFqroundSstateFdynamicsFafterF
photoexcitationTFJournalhofhChemicalhPhysicsRF2006RFWZ^RF]]^WZ 3.9 25

53 pemtosecondFstudyFonFtheFisomerizationFdynamicsFofFxubbTFssTFoxcitedSstateFdynamicsTFJournalhofh
ChemicalhPhysicsRF2006RFWZ^RF]]^W[ 3.9 26

52 kFpolarizableFcontinuumFapproachFforFtheFstudyFofFheterogeneousFdielectricFenvironmentsTFJournalh
ofhChemicalhPhysicsRF2006RFWZ]RFWb]WV[ 3.9 16

51
“olventFeffectFonFtheFsingletFexcitedSstateFlifetimesFofFnucleicFacidFbasesdFkFcomputationalFstudyFofF
^SfluorouracilFandFuracilFinFacetonitrileFandFwaterTFJournalhofhthehAmericanhChemicalhSocietyRF2006RF
WZbRFW`[WZSZZ

16.4 142

Roberto Improta
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50 “olventFeffectFonFtheFsingletFexcitedSstateFdynamicsFofF^SfluorouracilFinFacetonitrileFasFcomparedF
withFwaterTFJournalhofhPhysicalhChemistryhBRF2006RFWWVRFWZb][Sa 3.4 73

49 zarametrizationFandF−alidationFofFmoarseFqrainedFporceSpieldsFnerivedFfromFabFsnitioFmalculationsTF
JournalhofhChemicalhTheoryhandhComputationRF2006RFZRF^^`S`a 6.4 19

48 nissociativeFelectronFtransferFinFdonorSpeptideSacceptorFsystemsdFresultsFforFkineticFparametersF
fromFaFdensityFfunctionalUpolarizableFcontinuumFmodelTFJournalhofhPhysicalhChemistryhBRF2006RFWWVRFWZ`[ZSc3.4 8

47 kFstateSspecificFpolarizableFcontinuumFmodelFtimeFdependentFdensityFfunctionalFtheoryFmethodFforF
excitedFstateFcalculationsFinFsolutionTFJournalhofhChemicalhPhysicsRF2006RFWZ^RFV^]WV[ 3.9 586

46
kssessingFtheFacidSbaseFandFconformationalFpropertiesFofFhistidineFresiduesFinFhumanFprionFproteinF
NWZ^SZZbOFbyFmeansFofFpuNaOFcalculationsFandFmolecularFdynamicsFsimulationsTFProteins:hStructurewh
FunctionhandhBioinformaticsRF2006RF`]RFW`aSaa

4.2 44

45 “ingletFexcitedFstateFdynamicsFofFuracilFandFthymineFderivativesdFkFfemtosecondFfluorescenceF
upconversionFstudyFinFacetonitrileTFChemicalhPhysicshLettersRF2006RF]ZcRF^^WS^^a 2.5 90

44
“ingletFexcitedSstateFbehaviorFofFuracilFandFthymineFinFaqueousFsolutiondFaFcombinedFexperimentalF
andFcomputationalFstudyFofFWWFuracilFderivativesTFJournalhofhthehAmericanhChemicalhSocietyRF2006RF
WZbRF`VaSWc

16.4 336

43 kFcombinedFfemtosecondFfluorescenceFandF”nSnp”FstudyFofFuracilFderivativesFinFaqueousFsolutionF
2006RFZ^]SZ^a

42 oxcitedSstateFbehaviorFofFtransFandFcisFisomersFofFstilbeneFandFstiffFstilbenedFaF”nSnp”FstudyTF
JournalhofhPhysicalhChemistryhARF2005RFWVcRFWVV^bS`a 2.8 88

41 –nderstandingFelectronFtransferFacrossFnegativelySchargedFkibFoligopeptidesTFJournalhofhPhysicalh
ChemistryhBRF2005RFWVcRFWVZ[S[[ 3.4 28

40 kF”heoreticalF“tudyFonFtheFpactorsFsnfluencingFmyanineFzhotoisomerizationdFF”heFmaseFofF
”hiacyanineFinFqasFzhaseFandFinFwethanolTFJournalhofhChemicalhTheoryhandhComputationRF2005RFWRFZW^SZc 6.4 38

39 pemtosecondFphotoelectronFspectroscopyFofFtransSstilbeneFaboveFtheFreactionFbarrierTFChemicalh
PhysicsRF2005RF[WVRFZVWSZWW 2.3 27

38
luildingFcavitiesFinFaFfluidFofFsphericalForFrodSlikeFparticlesdFaFcontributionFtoFtheFsolvationFfreeF
energyFinFisotropicFandFanisotropicFpolarizableFcontinuumFmodelTFJournalhofhComputationalh
ChemistryRF2005RFZ`RFWVc`SWV^

3.5 17

37 kbsorptionFandFfluorescenceFspectraFofFuracilFinFtheFgasFphaseFandFinFaqueousFsolutiondFaF”nSnp”F
quantumFmechanicalFstudyTFJournalhofhthehAmericanhChemicalhSocietyRF2004RFWZ`RFW][ZVSW 16.4 172

36 momputationFofFproteinFpuâ��sFvaluesFbyFanFintegratedFdensityFfunctionalFtheoryUzolarizableF
montinuumFwodelFapproachTFTheoreticalhChemistryhAccountsRF2004RFWWWRFZ[aSZ]^ 1.9 51

35
kssessingFtheFreliabilityFofFdensityFfunctionalFmethodsFinFtheFconformationalFstudyFofFpolypeptidesdF
theFtreatmentFofFintraresidueFnonbondingFinteractionsTFJournalhofhComputationalhChemistryRF2004RF
Z^RFW[[[S]W

3.5 54

34 lenzophenoneFphotophoreFflexibilityFandFproximitydFmolecularFandFcrystalSstateFstructureFofFaF
lpaScontainingFtrichoginFdodecapeptideFanalogueTFChemBioChemRF2004RF^RF^]WS] 3.8 18

33 ”imeFdependentFnp”FinvestigationFonFtheFtwoFlowestFWluFstatesFofFtheFtransFisomerFofFstilbeneFandF
stiffSstilbenesTFChemicalhPhysicshLettersRF2004RF[baRF^VcS^W` 2.5 39

(2004-2006)

11



32 snterplayFofFelectronicRFenvironmentalRFandFvibrationalFeffectsFinFdeterminingFtheFhyperfineF
couplingFconstantsFofForganicFfreeFradicalsTFChemicalhReviewsRF2004RFWV]RFWZ[WS^] 68.1 298

31 mheckingFtheFprSinducedFconformationalFtransitionFofFprionFproteinFbyFmolecularFdynamicsF
simulationsdFeffectFofFprotonationFofFhistidineFresiduesTFBiophysicalhJournalRF2004RFbaRF[`Z[S[Z 2.9 88

30
xucleophilicFcyclopropaneFringFopeningFinFduocarmycinF“kFderivativesFbyFmethanolFunderFacidF
conditionsdFaFquantumFmechanicalFstudyFinFtheFgasSphaseFandFinFsolutionTFJournalhofhOrganich
ChemistryRF2004RF`cRFZbW`SZ]

4.2 14

29 kbsoluteFpuaFdeterminationFforFcarboxylicFacidsFusingFdensityFfunctionalFtheoryFandFtheFpolarizableF
continuumFmodelTFChemicalhPhysicshLettersRF2003RF[a[RF]WWS]W^ 2.5 168

28 monformationalFlehaviorFandFwagneticFzropertiesFofFaFxitroxideFkminoFkcidFnerivativeFinF−acuoF
andFinFkqueousF“olutionTFJournalhofhPhysicalhChemistryhARF2003RFWVaRF`Z`]S`Z`c 2.8 23

27 ”orsionalFlarriersFandFmorrelationsFbetweenFnihedralsFinpSzolyphenylsTFJournalhofhPhysicalh
ChemistryhARF2003RFWVaRFb``^Sb`aV 2.8 37

26 knFintegratedFstructuralFandFcomputationalFstudyFofFtheFthermostabilityFofFtwoFthioredoxinF
mutantsFfromFklicyclobacillusFacidocaldariusTFJournalhofhBacteriologyRF2003RFWb^RF]Zb^Sc 3.5 8

25 momputationFofF“pectroscopicFzarametersFinFvacuoFandFinFmondensedFzhasesFbyFwethodsFbasedFonF
theFnensityFpunctionalF”heoryTFQSARhandhCombinatorialhScienceRF2002RFZWRFWV^SWWb 21

24
‘uantumFmechanicalFstudyFofFtheFconformationalFbehaviorFofFprolineFandF]’ShydroxyprolineF
dipeptideFanaloguesFinFvacuumFandFinFaqueousFsolutionTFJournalhofhComputationalhChemistryRF2002RF
Z[RF[]WS^V

3.5 79

23
monformationalFanalysisFofFtheFtyrosineFdipeptideFanalogueFinFtheFgasFphaseFandFinFaqueousF
solutionFbyFaFdensityFfunctionalUcontinuumFsolventFmodelTFJournalhofhComputationalhChemistryRF
2002RFZ[RF`^VS`W

3.5 28

22
monformationalFandFspectroscopicFanalysisFofFtheFtyrosylFradicalFdipeptideFanalogueFinFtheFgasF
phaseFandFinFaqueousFsolutionFbyFaFdensityFfunctionalUcontinuumFsolventFmodelTFJournalhofhtheh
AmericanhChemicalhSocietyRF2002RFWZ]RFWW^[WS]V

16.4 34

21
–nderstandingFtheFroleFofFstereoelectronicFeffectsFinFdeterminingFcollagenFstabilityTFZTFkFquantumF
mechanicalUmolecularFmechanicalFstudyFofFNzrolineSzrolineSqlycineONnOFpolypeptidesTFJournalhofhtheh
AmericanhChemicalhSocietyRF2002RFWZ]RFab^aS`^

16.4 63

20 “tructureFandFmagneticFpropertiesFofFnitroxideFmolecularFcrystalsFbyFdensityFfunctionalFcalculationsF
employingFperiodicFboundaryFconditionsTFJournalhofhthehAmericanhChemicalhSocietyRF2002RFWZ]RFWW[SZV 16.4 37

19
“olventFzolarityFandFprFoffectsFonFtheFwagneticFzropertiesFofFsonizableFxitroxideF’adicalsdFFkF
mombinedFmomputationalFandFoxperimentalF“tudyFofFZRZR^R^S”etramethylS[ScarboxypyrrolidineFandF
ZRZR`R`S”etramethylS]ScarboxypiperidineFxitroxidesTFJournalhofhPhysicalhChemistryhARF2002RFWV`RFWVaVVSWVaV`

2.8 77

18 ‘uantumFmechanicalFpredictionFofFtheFmagneticFtitrationFcurveFofFaFnitroxideF‘spinFprobeMTF
ChemicalhPhysicshLettersRF2001RF[[`RF[]cS[^` 2.5 38

17 ”heFconformationalFbehaviorFofFpolyglycineFasFpredictedFbyFaFdensityFfunctionalFmodelFwithF
periodicFboundaryFconditionsTFJournalhofhChemicalhPhysicsRF2001RFWW]RFZ^]WSZ^]c 3.9 52

16 kbsorptionFandFelectroabsorptionFspectraFofF[Nxr[O^’uâ��pyrazine]ZQFandF[Nxr[O^’uâ��pyrazineâ��r][QF
byFaFvibronicFmodelFramiltonianTFPhysicalhChemistryhChemicalhPhysicsRF2001RF[RFZ^a`SZ^bV 3.6 1

15
“tructureFandFconformationalFbehaviorFofFbiopolymersFbyFdensityFfunctionalFcalculationsFemployingF
periodicFboundaryFconditionsTFsTF”heFcaseFofFpolyglycineRFpolyalanineRFandF
polySalphaSaminoisobutyricFacidFinFvacuoTFJournalhofhthehAmericanhChemicalhSocietyRF2001RFWZ[RF[[WWSZZ

16.4 115
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14
–nderstandingFtheFroleFofFstereoelectronicFeffectsFinFdeterminingFcollagenFstabilityTFWTFkFquantumF
mechanicalFstudyFofFprolineRFhydroxyprolineRFandFfluoroprolineFdipeptideFanaloguesFinFaqueousF
solutionTFJournalhofhthehAmericanhChemicalhSocietyRF2001RFWZ[RFWZ^`bSaa

16.4 125

13 monformationalFlehaviorFofFwacromoleculesFinF“olutionTFromopolypeptidesFofF˛–SkminoisobutyricF
kcidFasF”estFmasesTFMacromoleculesRF2001RF[]RFa^^VSa^^a 5.5 29

12 kFplausibleFmechanismFofFelectronFtransferFbetweenFquinonesFinFphotosyntheticFreactionFcentersTF
JournalhofhTheoreticalhBiologyRF2000RFZVaRFWVWS^ 2.3 5

11 ’adicalFcationsFofFnxkFbasesdFsomeFinsightsFonFstructureFandFfragmentationFpatternsFbyFdensityF
functionalFmethodsTFInternationalhJournalhofhMasshSpectrometryRF2000RFZVWRF[ZWS[[` 1.9 50

10
offectiveFmodelingFofFintrinsicFandFenvironmentalFeffectsFonFtheFstructureFandFelectronF
plaramagneticFresonanceFparametersFofFnitroxidesFbyFanFintegratedFquantumF
mechanicalUmolecularFmechanicsUpolarizableFcontinuumFmodelFapproachTFTheoreticalhChemistryh
AccountsRF2000RFWV]RFZa[SZac

1.9 28
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