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j Paper IF Citations

203  otentiatingKtheKtenefitsKofK”elatoninKthroughKuhemicalKxunctionalizationlK ossibleK†mpactKonK
”ultifactorialK•eurodegenerativeKvisordersZKInternationalfJournalfoffMolecularfSciencesWK2021WKddWK 6.3 1

202 xreeKradicalKscavengingKactivityKofKnewlyKdesignedKsesamolKderivativesZKNewfJournalfoffChemistryWK
2021WKfgWKcckhbXcckhi 3.6 2

201 uomputationallyKdesignedKpXcoumaricKacidKanalogslKsearchingKforKneuroprotectiveKantioxidantsZK
NewfJournalfoffChemistryWK2021WKfgWKcfehkXcfejb 3.6 5

200 uapsaicinWKaK owerfulK–zX†nactivatingK“igandZKAntioxidantsWK2020WKkWK 7.1 5

199 uhalcogenKeffectsKonKtheKprimaryKantioxidantKactivityKofKchrysinKandKquercetinZKNewfJournalfoff
ChemistryWK2020WKffWKkbieXkbjd 3.6 11

198 uhemicalKrepairKmechanismsKofKdamagedKtyrosylKandKtryptophanylKresiduesKinKproteinsKbyKtheK
superoxideKradicalKanionZKNewfJournalfoffChemistryWK2020WKffWKdgbgXdgce 3.6

197 óheKsntioxidantKuapabilityKofKzigenaminelK†nsightsKfromKóheoryZKAntioxidantsWK2020WKkWK 7.1 11

196 uomputerXdesignedKmelatoninKderivativeslKpotentKperoxylKradicalKscavengersKwithKnoKproXoxidantK
behaviorZKTheoreticalfChemistryfAccountsWK2020WKcekWKc 1.9 3

195 uomputationallyKvesignedKáesamolKverivativesK roposedKasK otentKsntioxidantsZKACSfOmegaWK2020
WKgWKkghhXkgig 3.9 6

194
uomputationalKstrategiesKforKpredictingKfreeKradicalKscavengersRKprotectionKagainstKoxidativeK
stresslKαhereKareKweKandKwhatKmightKfollowqZKInternationalfJournalfoffQuantumfChemistryWK2019WK
cckWKedghhg

2.1 101

193 áynthesisKofKvimericKáteroidKórioxabispiroacetalsKácaffoldsKbyKyoldS†TXuatalyzedK
zydroalkoxylationâ��zydrationKofKviynediolsZKEuropeanfJournalfoffOrganicfChemistryWK2019WKdbckWKfkchXfkdi3.2 5

192 vetailedK†nvestigationKofKtheK–utstandingK eroxylKßadicalKácavengingKsctivityKofKówoK•ovelK
sminoX yridinolXtasedKuompoundsZKJournalfoffChemicalfInformationfandfModelingWK2019WKgkWKefkfXegbg 6.1 2

191 uompetitiveKyasK haseKßeactionsKforKtheK roductionKofK†somersKu–zZKápectroscopicKuonstantsKofK
”ethylKxormateZKJournalfoffPhysicalfChemistryfAWK2019WKcdeWKkhgjXkhhj 2.8 6

190 ”elatoninKandKitsKmetabolitesKasKchemicalKagentsKcapableKofKdirectlyKrepairingKoxidizedKv•sZK
JournalfoffPinealfResearchWK2019WKhhWKecdgek 10.4 26

189 áynthesisWKuharacterizationWKandKáolidKátateKvynamicKátudiesKofKaKzydrogenKtondXzinderedK
áteroidalK”olecularKßotorKwithKaKxlexibleKsxisZKJournalfoffOrganicfChemistryWK2018WKjeWKeihjXeiik 4.2 13

188 uhemicalK†nsightsKintoKtheKsntioxidantK”echanismsKofKslkylselenoKandKslkyltelluroK henolslK
 eriodicKßelativesKtehavingKvifferentlyZKChemistryftfAfEuropeanfJournalWK2018WKdfWKjhjhXjhkc 4.8 9

187 uitricKacidlKsKpromisingKcopperKscavengerZKComputationalfandfTheoreticalfChemistryWK2018WKcceeWKfiXgb 2 18
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186 ßoleKofKpurinesKonKtheKcopperXcatalyzedKoxidativeKdamageKinKbiologicalKsystemslK rotectionKversusK
promotionZKInternationalfJournalfoffQuantumfChemistryWK2018WKccjWKedggdi 2.1 7

185 ”itochondrialKuentralK–rganellesKforK”elatoninRsKsntioxidantKandKsntiXsgingKsctionsZKMoleculesWK
2018WKdeWK 4.8 159

184 ”elatoninlKsKVersatileK rotectorKagainstK–xidativeKv•sKvamageZKMoleculesWK2018WKdeWK 4.8 126

183 ácavengingKsbilityKofKzomogentisicKscidKandKwrgosterolKtowardKxreeKßadicalsKverivedKfromKwthanolK
uonsumptionZKJournalfoffPhysicalfChemistryfBWK2018WKcddWKigcfXigdc 3.4 8

182 ”elatoninK”itigatesK”itochondrialK”eltdownlK†nteractionsKwithKá†ßóeZKInternationalfJournalfoff
MolecularfSciencesWK2018WKckWK 6.3 55

181 ”elatoninKandKitsKmetabolitesKvsKoxidativeKstresslKxromKindividualKactionsKtoKcollectiveKprotectionZK
JournalfoffPinealfResearchWK2018WKhgWKecdgcf 10.4 146

180 sKuomputerXsssistedKáystematicKáearchKforK”elatoninKverivativesKwithKzighK otentialKasK
sntioxidantsZKMelatoninfResearchWK2018WKcWKdiXgj 5.1 17

179 wstimationKofKempiricallyKfittedKparametersKforKcalculatingKpKKaKvaluesKofKthiolsKinKaKfastKandKreliableK
wayZKTheoreticalfChemistryfAccountsWK2018WKceiWKc 1.9 10

178 zowKtoKidentifyKpromisingKmetalKscavengersqKdXpenicillamineKwithKcopperKasKaKstudyKcaseZK
InternationalfJournalfoffQuantumfChemistryWK2018WKccjWKedgfgi 2.1 10

177 óheKotherKsideKofKtheKsuperoxideKradicalKanionlKitsKabilityKtoKchemicallyKrepairKv•sKoxidizedKsitesZK
ChemicalfCommunicationsWK2018WKgfWKceicbXceice 5.8 7

176 uhemicalK rotectorsKagainstKtheKóoxicKwffectsKofK aracetamolKSscetaminophenTKandK†tsK”etaK
snaloguelK reventingK roteinKsrylationZKACSfOmegaWK2018WKeWKcjgjdXcjgkc 3.9 3

175 óheKreactionsKofKplantKhormonesKwithKreactiveKoxygenKspecieslKchemicalKinsightsKatKaKmolecularK
levelZKJournalfoffMolecularfModelingWK2018WKdfWKdgg 2 4

174 uomprehensiveK†nvestigationKofKtheKsntioxidantKandK roXoxidantKwffectsKofK henolicKuompoundslKsK
voubleXwdgedKáwordKinKtheKuontextKofK–xidativeKátressqZKJournalfoffPhysicalfChemistryfBWK2018WKcddWKhckjXhdcf3.4 42

173 •onXcovalentKˇ�Xˇ�KstackingKinteractionsKturnKoffKnonXadiabaticKeffectsKinKprotonXcoupledKelectronK
transferKreactionsZKPhysicalfChemistryfChemicalfPhysicsWK2017WKckWKhkhkXhkid 3.6 15

172 vualKantioxidantaproXoxidantKbehaviorKofKtheKtryptophanKmetaboliteKeXhydroxyanthranilicKacidlKaK
theoreticalKinvestigationKofKreactionKmechanismsKandKkineticsZKNewfJournalfoffChemistryWK2017WKfcWKejdkXejfg3.6 21

171 wxploringKuhemicalKßoutesKßelevantKtoKtheKóoxicityKofK aracetamolKandK†tsKmetaXsnalogueKatKaK
”olecularK“evelZKChemicalfResearchfinfToxicologyWK2017WKebWKcdjhXcebc 4 13

170 virectKandKclusterXassistedKdehydrogenationKofKmethaneKbyK•bKandKóalKaKtheoreticalKinvestigationZK
PhysicalfChemistryfChemicalfPhysicsWK2017WKckWKchcijXchcjj 3.6 5

169 óheKspontaneousKdecarboxylationKofKstrongKcarboxylicKacidKâ��KcarboxylateKmixturesKandKtheKuseKofK
carbonKsurfacesKtoKtrapKtheKreleasedKfreeKradicalsZKElectrochimicafActaWK2017WKdfgWKfidXfjc 6.7 6

(2017-2018)
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168 óheKroleKofKacidXbaseKequilibriaKinKformalKhydrogenKtransferKreactionslKtryptophanKradicalKrepairKbyK
uricKacidKasKaKparadigmaticKcaseZKPhysicalfChemistryfChemicalfPhysicsWK2017WKckWKcgdkhXcgebk 3.6 17

167 sKcombinedKtheoreticalXexperimentalKinvestigationKonKtheKmechanismKofKligninKpyrolysislKßoleKofK
heatingKratesKandKresidenceKtimesZKJournalfoffAnalyticalfandfAppliedfPyrolysisWK2017WKcdjWKdbjXdch 6 28

166 ”elatoninKandKßelatedKuompoundslKuhemicalK†nsightsKintoKtheirK rotectiveKwffectsKsgainstK
–xidativeKátressZKCurrentfOrganicfChemistryWK2017WKdcWK 1.7 10

165 áystematicKáearchKforKuhemicalKßeactionsKinKyasK haseKuontributingKtoK”ethanolKxormationKinK
†nterstellarKápaceZKJournalfoffPhysicalfChemistryfAWK2017WKcdcWKiekeXifbb 2.8 2

164 ”elatoninKasKaKmitochondriaXtargetedKantioxidantlKoneKofKevolutionRsKbestKideasZKCellularfandf
MolecularfLifefSciencesWK2017WKifWKejheXejjc 10.3 255

163
uombinedKexperimentalâ��theoreticalKinvestigationKonKtheKinteractionsKofKviuronKwithKaK
ureaâ��formaldehydeKmatrixlKimplicationsKforKitsKuseKasKanKâ��intelligentKpesticideâ��ZKChemicalfPapersWK
2017WKicWKdfkgXdgbe

1.9 3

162 wlucidationKofKtheKcomplexKdeprotonationKroutesKofKuhangrolinWKtheKantihypertensivesK“Q”XebeK
andK“Q”XebebWKandKtheirKderivativesZKComputationalfandfTheoreticalfChemistryWK2017WKcccgWKddkXdej 2 2

161
ßadicalXtrappingKandKpreventiveKantioxidantKeffectsKofKdXhydroxymelatoninKandK
fXhydroxymelatoninlKuontributionsKtoKtheKmelatoninKprotectionKagainstKoxidativeKstressZKBiochimicaf
EtfBiophysicafActaftfGeneralfSubjectsWK2017WKcjhcWKddbhXddci

4 13

160 ßeactivityK†ndexesKandK–XzKtondKvissociationKwnergiesKofKaK“argeKáeriesKofK olyphenolslK
†mplicationsKforKtheirKxreeKßadicalKácavengingKsctivityK2017WKghWK 4

159 xreeKßadicalsK†nducedK–xidativeKátressKatKaK”olecularK“evellKóheKuurrentKátatusWKuhallengesKandK
 erspectivesKofKuomputationalKuhemistryKtasedK rotocolsK2017WKgkWK 15

158 wmpiricallyKxittedK arametersKforKualculatingKpKaKValuesKwithKámallKveviationsKfromKwxperimentsK
−singKaKáimpleKuomputationalKátrategyZKJournalfoffChemicalfInformationfandfModelingWK2016WKghWKcicfXdf6.1 59

157 áiliconXvopedKuarbonK•anotubeslK romisingKu–da•dKáelectiveKsgentsKforKáequesteringKuarbonK
vioxideZKJournalfoffPhysicalfChemistryfCWK2016WKcdbWKdffihXdffjc 3.8 8

156 sKcombinedKexperimentalâ��theoreticalKstudyKofKtheKacidâ��baseKbehaviorKofKmangiferinlKimplicationsK
forKitsKantioxidantKactivityZKRSCfAdvancesWK2016WKhWKgccicXgccjd 3.7 7

155 sKfirstKprinciplesKinvestigationKonKtheKelectronKdonorKabilityKofKsyntheticKmelatoninKderivativeslK
implicationsKforKtheirKantioxidantKactivityZKTheoreticalfChemistryfAccountsWK2016WKcegWKc 1.9 4

154 xoodKsntioxidantslKuhemicalK†nsightsKatKtheK”olecularK“evelZKAnnualfReviewfoffFoodfSciencefandf
TechnologyWK2016WKiWKeegXgd 14.7 222

153 •wαK†•á†yózáK–•KózwKK†•wó†uáKs•vK”wuzs•†á”K–xKózwKw“wuóß–uzw”†us“K–π†vsó†–•K–xK
v†u“–xw•suK†•K•w−óßs“KsQ−w–−áK”wv†−”ZKElectrochimicafActaWK2016WKckkWKkdXkj 6.7 22

152 uoumarinXuhalconeKzybridsKasK eroxylKßadicalKácavengerslKKineticsKandK”echanismsZKJournalfoff
ChemicalfInformationfandfModelingWK2016WKghWKhhdXib 6.1 32

151
óheKkeyKroleKofKtheKsequentialKprotonKlossKelectronKtransferKmechanismKonKtheKfreeKradicalK
scavengingKactivityKofKsomeKmelatoninXrelatedKcompoundsZKTheoreticalfChemistryfAccountsWK2016WK
cegWKc

1.9 16
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150 snthranilicKacidKasKaKsecondaryKantioxidantlK†mplicationsKtoKtheKinhibitionKofK–zKproductionKandKtheK
associatedKoxidativeKstressZKComputationalfandfTheoreticalfChemistryWK2016WKcbiiWKcjXdf 2 12

149 sKdeeperKinsightKonKtheKradicalKscavengerKactivityKofKtwoKsimpleKcoumarinsKtowardK––zKradicalZK
ComputationalfandfTheoreticalfChemistryWK2016WKcbiiWKceeXcej 2 8

148
óheoreticalKandKexperimentalKstudiesKofKhighlyKactiveKgrapheneKnanosheetsKtoKdetermineKcatalyticK
nitrogenKsitesKresponsibleKforKtheKoxygenKreductionKreactionKinKalkalineKmediaZKJournalfoffMaterialsf
ChemistryfAWK2016WKfWKkihXkkb

13 36

147 zydrogenKsbstractionKßeactionsKfromK henolicKuompoundsKbyK eroxylKßadicalslK”ultireferenceK
uharacterKandKvensityKxunctionalKóheoryKßateKuonstantsZKJournalfoffPhysicalfChemistryfAWK2016WKcdbWKfhefXfd2.8 47

146  henolicK”elatoninXßelatedKuompoundslKóheirKßoleKasKuhemicalK rotectorsKagainstK–xidativeK
átressZKMoleculesWK2016WKdcWK 4.8 33

145 QuantumKmechanicalKbasedKapproachesKforKpredictingKpKaKvaluesKofKcarboxylicKacidslKevaluatingK
theKperformanceKofKdifferentKstrategiesZKRSCfAdvancesWK2016WKhWKccdbgiXccdbhf 3.7 16

144 veprotonationKroutesKofKanthocyanidinsKinKaqueousKsolutionWKpKaKvaluesWKandKspeciationKunderK
physiologicalKconditionsZKRSCfAdvancesWK2016WKhWKgefdcXgefdk 3.7 15

143 uomputationalXaidedKdesignKofKmelatoninKanaloguesKwithKoutstandingKmultifunctionalKantioxidantK
capacityZKRSCfAdvancesWK2016WKhWKddkgcXddkhe 3.7 14

142 •umericalKtestKofKásuXu†KmethodsKforKcalculatingKverticalKionizationKenergiesZKTheoreticalfChemistryf
AccountsWK2016WKcegWKc 1.9 4

141 áiteKreactivityKinKtheKfreeKradicalsKinducedKdamageKtoKleucineKresidueslKaKtheoreticalKstudyZKPhysicalf
ChemistryfChemicalfPhysicsWK2015WKciWKfkibXh 3.6 12

140 xreeXradicalKscavengingKbyKtryptophanKandKitsKmetabolitesKthroughKelectronKtransferKbasedK
processesZKJournalfoffMolecularfModelingWK2015WKdcWKdce 2 38

139 •XscetylserotoninKandKhXzydroxymelatoninKagainstK–xidativeKátresslK†mplicationsKforKtheK–verallK
 rotectionKwxertedKbyK”elatoninZKJournalfoffPhysicalfChemistryfBWK2015WKcckWKjgegXfe 3.4 42

138 •ßdKandK eVlKsccurateWKwfficientKwlectronX ropagatorK”ethodsKforKualculatingKValenceWKVerticalK
†onizationKwnergiesKofKulosedXáhellK”oleculesZKJournalfoffPhysicalfChemistryfAWK2015WKcckWKjjceXdc 2.8 36

137 sntioxidantKpropertiesKofKseveralKcoumarinâ��chalconeKhybridsKfromKtheoreticalKinsightsZKRSCf
AdvancesWK2015WKgWKghgXgig 3.7 61

136 ”elatoninlKanKancientKmoleculeKthatKmakesKoxygenKmetabolicallyKtolerableZKJournalfoffPinealf
ResearchWK2015WKgkWKfbeXck 10.4 595

135 óheoreticalKstudyKonKtheKoxidativeKdamageKtoKcholesterolKinducedKbyKperoxylKradicalsZKJournalfoff
PhysicalfOrganicfChemistryWK2015WKdjWKgbfXgbj 2.1 8

134  hytomelatoninlKassistingKplantsKtoKsurviveKandKthriveZKMoleculesWK2015WKdbWKiekhXfei 4.8 225

133 sssessingKtheK rotectiveKsctivityKofKaKßecentlyKviscoveredK henolicKuompoundKagainstK–xidativeK
átressK−singKuomputationalKuhemistryZKJournalfoffChemicalfInformationfandfModelingWK2015WKggWKdggdXhc 6.1 16

(2015-2016)
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132 áynthesisKofKnewKZnáâ��tipyKbasedKhybridKorganicâ��inorganicKmaterialsKforKphotocatalyticKreductionK
ofKfXnitrophenolZKNewfJournalfoffChemistryWK2015WKekWKdcjjXdckf 3.6 9

131 •onXisothermalKpyrolysisKofKpectinlKsKthermochemicalKandKkineticKapproachZKJournalfoffAnalyticalf
andfAppliedfPyrolysisWK2015WKccdWKkfXcbf 6 82

130 ”elatoninKandKitsKmetabolitesKasKcopperKchelatingKagentsKandKtheirKroleKinKinhibitingKoxidativeK
stresslKaKphysicochemicalKanalysisZKJournalfoffPinealfResearchWK2015WKgjWKcbiXch 10.4 121

129 sdrenalineKandKnoradrenalinelKprotectorsKagainstKoxidativeKstressKorKmolecularKtargetsqZKJournalfoff
PhysicalfChemistryfBWK2015WKcckWKefikXkc 3.4 46

128 óheoreticalKstudyKonKtheKperoxylKradicalsKscavengingKactivityKofKesculetinKandKitsKregenerationKinK
aqueousKsolutionZKPhysicalfChemistryfChemicalfPhysicsWK2014WKchWKcckiXdbi 3.6 27

127 vihydroxybenzoicKacidsKasKfreeKradicalKscavengerslKmechanismsWKkineticsWKandKtrendsKinKactivityZKNewf
JournalfoffChemistryWK2014WKejWKdhek 3.6 34

126 ”elatoninlKexceedingKexpectationsZKPhysiologyWK2014WKdkWKedgXee 9.8 269

125 •ewKfreeKradicalsKtoKmeasureKantiradicalKcapacitylKaKtheoreticalKstudyZKJournalfoffPhysicalfChemistryf
BWK2014WKccjWKcbbkdXcbb 3.4 2

124 uyclicKeXhydroxymelatoninWKaKkeyKmetaboliteKenhancingKtheKperoxylKradicalKscavengingKactivityKofK
melatoninZKRSCfAdvancesWK2014WKfWKgddb 3.7 40

123 ßadicalKscavengingKabilityKofKgallicKacidKtowardK–zKandK––zKradicalsZKßeactionKmechanismKandKrateK
constantsKfromKtheKdensityKfunctionalKtheoryZKJournalfoffPhysicalfChemistryfBWK2014WKccjWKcbejbXk 3.4 101

122
VerticalKionizationKenergiesKofKfreeKradicalsKandKelectronKdetachmentKenergiesKofKtheirKanionslKaK
comparisonKofKdirectKandKindirectKmethodsKversusKexperimentZKJournalfoffPhysicalfChemistryfAWK2014
WKccjWKhcdgXec

2.8 15

121 –nKtheKchemicalKbehaviorKofKuhbKhostingKzd–KandKotherKisoelectronicKneutralKmoleculesZKJournalfoff
MolecularfModelingWK2014WKdbWKdfcd 2 18

120 uomputationalKstudyKonKtheKkineticsKandKmechanismKofKtheKcarbarylKVK–zKreactionZKJournalfoff
PhysicalfChemistryfAWK2014WKccjWKiiihXjc 2.8 3

119 wllagicKacidlKanKunusuallyKversatileKprotectorKagainstKoxidativeKstressZKChemicalfResearchfinf
ToxicologyWK2014WKdiWKkbfXcj 4 72

118 óheKmechanismKofKmediatedKoxidationKofKcarboxylatesKwithKferroceneKasKredoxKcatalystKinKabsenceK
ofKgraftingKeffectsZKsnKexperimentalKandKtheoreticalKapproachZKElectrochimicafActaWK2014WKcehWKgfdXgfk 6.7 13

117 ”elatoninKreducesKlipidKperoxidationKandKmembraneKviscosityZKFrontiersfinfPhysiologyWK2014WKgWKeii 4.6 85

116 KineticsKofKradicalXmoleculeKreactionsKinKaqueousKsolutionlKaKbenchmarkKstudyKofKtheKperformanceK
ofKdensityKfunctionalKmethodsZKJournalfoffComputationalfChemistryWK2014WKegWKdbckXdh 3.5 151

115 uyclicXeXhydroxymelatoninKSuez–”TWKaKpotentKantioxidantWKscavengesKfreeKradicalsKandKsuppressesK
oxidativeKreactionsZKCurrentfMedicinalfChemistryWK2014WKdcWKcggiXhg 4.3 62

Annia Galano

6



114 sKcomputationalKmethodologyKforKaccurateKpredictionsKofKrateKconstantsKinKsolutionlKapplicationKtoK
theKassessmentKofKprimaryKantioxidantKactivityZKJournalfoffComputationalfChemistryWK2013WKefWKdfebXfg 3.5 203

113  iceatannolWKaKbetterKperoxylKradicalKscavengerKthanKresveratrolZKRSCfAdvancesWK2013WKeWKdbdbk 3.7 64

112 veprotonationKmechanismKandKacidityKconstantsKinKaqueousKsolutionKofKflavonolslKaKcombinedK
experimentalKandKtheoreticalKstudyZKJournalfoffPhysicalfChemistryfBWK2013WKcciWKcdefiXgk 3.4 79

111 áelfXdecarboxylationKofKtrichloroaceticKacidKredoxKcatalyzedKbyKtrichloroacetateKionsKinKacetonitrileK
solutionsZKOrganicfandfBiomolecularfChemistryWK2013WKccWKecjXdg 3.9 7

110 –nKtheKfreeKradicalKscavengingKactivitiesKofKmelatoninRsKmetabolitesWKsx”KKandKs”KZKJournalfoff
PinealfResearchWK2013WKgfWKdfgXgi 10.4 569

109 ápectroXelectrochemicalKandKvxóKstudyKofKtenoxicamKmetabolitesKformedKbyKelectrochemicalK
oxidationZKElectrochimicafActaWK2013WKcccWKecfXede 6.7 6

108 uisKcarotenoidslKcolorfulKmoleculesKandKfreeKradicalKquenchersZKJournalfoffPhysicalfChemistryfBWK2013
WKcciWKfbgbXhc 3.4 20

107 sKphysicochemicalKexaminationKofKtheKfreeKradicalKscavengingKactivityKofKóroloxlKmechanismWK
kineticsKandKinfluenceKofKtheKenvironmentZKPhysicalfChemistryfChemicalfPhysicsWK2013WKcgWKfhfdXgb 3.6 154

106 –nKtheKhydroperoxylKradicalKscavengingKactivityKofKtwoKwdaravoneKderivativeslKmechanismKandK
kineticsZKJournalfoffPhysicalfOrganicfChemistryWK2013WKdhWKdhcXdhj 2.1 4

105
−nambiguousKassignmentKofKceuK•”ßKsignalsKinKepimericKfWgXepoxyXeXoxoXsteroidsKassistedKbyK
πXrayKdiffractionKandKgaugeKinvariantKatomicKorbitalsKcalculationKofKabsoluteKisotropicKshieldingsZK
ArkivocWK2013WKdbceWKcbiXcdg

0.9 7

104 wlectrochemicalKcharacterizationKofKtenoxicamKusingKaKbareKcarbonKpasteKelectrodeKunderKstagnantK
andKforcedKconvectionKconditionsZKElectrochimicafActaWK2012WKgkWKcgbXcgg 6.7 8

103 –nKtheKchemicalKrepairKofKv•sKradicalsKbyKglutathionelKhydrogenKvsKelectronKtransferZKJournalfoff
PhysicalfChemistryfBWK2012WKcchWKkechXdg 3.4 62

102 –nKtheKoutstandingKantioxidantKcapacityKofKedaravoneKderivativesKthroughKsingleKelectronKtransferK
reactionsZKJournalfoffPhysicalfChemistryfBWK2012WKcchWKccjbXj 3.4 28

101
–nKtheKevolutionKofKoneXelectronXoxidizedKdeoxyguanosineKinKdamagedKv•sKunderKphysiologicalK
conditionslKaKvxóKandK–•†–”KstudyKonKprotonKtransferKandKequilibriumZKPhysicalfChemistryfChemicalf
PhysicsWK2012WKcfWKcdfihXjf

3.6 34

100
uorrelationKbetweenKhydrogenKbondingKassociationKconstantsKinKsolutionKwithKquantumKchemistryK
indexeslKtheKcaseKofKsuccessiveKassociationKbetweenKreducedKspeciesKofKquinonesKandKmethanolZK
JournalfoffPhysicalfChemistryfAWK2012WKcchWKcbhejXfg

2.8 5

99 –nKtheKfreeKradicalKscavengingKmechanismKofKprotocatechuicKacidWKregenerationKofKtheKcatecholK
groupKinKaqueousKsolutionZKTheoreticalfChemistryfAccountsWK2012WKcecWKc 1.9 32

98 uapsaicinWKaKtastyKfreeKradicalKscavengerlKmechanismKofKactionKandKkineticsZKJournalfoffPhysicalf
ChemistryfBWK2012WKcchWKcdbbXj 3.4 75

97 –nKtheKâ�¢–zKandKâ�¢––zKscavengingKactivityKofKeXmethylXcXpyridinXdXylXgXpyrazolonelKuomparisonsK
withKitsKparentKcompoundWKedaravoneZKInternationalfJournalfoffQuantumfChemistryWK2012WKccdWKeffcXeffj2.1 19

(2012-2013)
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96 xirstKprinciplesKcalculationsKofKpKaKvaluesKofKaminesKinKaqueousKsolutionlKspplicationKtoK
neurotransmittersZKInternationalfJournalfoffQuantumfChemistryWK2012WKccdWKeffkXefhb 2.1 30

95 xreeKradicalKscavengingKactivityKofKcaffeineRsKmetabolitesZKInternationalfJournalfoffQuantumf
ChemistryWK2012WKccdWKefidXefij 2.1 14

94 –nKtheKperoxylKscavengingKactivityKofKhydroxycinnamicKacidKderivativeslKmechanismsWKkineticsWKandK
importanceKofKtheKacidXbaseKequilibriumZKPhysicalfChemistryfChemicalfPhysicsWK2012WKcfWKcdgefXfe 3.6 54

93 πanthonesKasKantioxidantslKaKtheoreticalKstudyKonKtheKthermodynamicsKandKkineticsKofKtheKsingleK
electronKtransferKmechanismZKFoodfandfFunctionWK2012WKeWKffdXgb 6.1 33

92
†nfluenceKofKtheKenvironmentKonKtheKprotectiveKeffectsKofKguaiacolKderivativesKagainstKoxidativeK
stresslKmechanismsWKkineticsWKandKrelativeKantioxidantKactivityZKJournalfoffPhysicalfChemistryfBWK2012WK
cchWKicdkXei

3.4 30

91 sKquantumKchemicalKstudyKonKtheKfreeKradicalKscavengingKactivityKofKtyrosolKandKhydroxytyrosolZK
TheoreticalfChemistryfAccountsWK2012WKcecWKc 1.9 34

90 †sKcaffeineKaKgoodKscavengerKofKoxygenatedKfreeKradicalsqZKJournalfoffPhysicalfChemistryfBWK2011WK
ccgWKfgejXfh 3.4 150

89 áearchingKforKuomputationalKátrategiesKtoKsccuratelyK redictKpKasKofK“argeK henolicKverivativesZK
JournalfoffChemicalfTheoryfandfComputationWK2011WKiWKdgdjXej 6.4 52

88 −ricKandKcXmethyluricKacidslKmetabolicKwastesKorKantiradicalKprotectorsqZKJournalfoffPhysicalf
ChemistryfBWK2011WKccgWKcgfebXj 3.4 20

87 ”echanismKandKkineticsKstudiesKonKtheKantioxidantKactivityKofKsinapinicKacidZKPhysicalfChemistryf
ChemicalfPhysicsWK2011WKceWKccckkXdbg 3.6 72

86 –nKtheKdirectKscavengingKactivityKofKmelatoninKtowardsKhydroxylKandKaKseriesKofKperoxylKradicalsZK
PhysicalfChemistryfChemicalfPhysicsWK2011WKceWKicijXjj 3.6 132

85 uanolollKaKpromisingKchemicalKagentKagainstKoxidativeKstressZKJournalfoffPhysicalfChemistryfBWK2011WK
ccgWKjgkbXh 3.4 65

84 †onizationKenergiesWKprotonKaffinitiesWKandKpKaKvaluesKofKaKlargeKseriesKofKedaravoneKderivativeslK
implicationKforKtheirKfreeKradicalKscavengingKactivityZKJournalfoffPhysicalfChemistryfBWK2011WKccgWKcbeigXjf3.4 18

83 ”elatoninKasKaKnaturalKallyKagainstKoxidativeKstresslKaKphysicochemicalKexaminationZKJournalfoff
PinealfResearchWK2011WKgcWKcXch 10.4 816

82
–xidativeKdesulfurizationKS–váTKofKorganosulfurKcompoundsKcatalyzedKbyKperoxoXmetallateK
complexesKofKα–xâ��Zr–dlKóhermochemicalWKstructuralWKandKreactivityKindexesKanalysesZKJournalfoff
CatalysisWK2011WKdjdWKdbcXdbj

7.3 84

81 ”echanismKandKkineticsKofKtheKhydroxylKandKhydroperoxylKradicalKscavengingKactivityKofK
•XacetylcysteineKamideZKTheoreticalfChemistryfAccountsWK2011WKcebWKgcXhb 1.9 22

80 ylutathionelKmechanismKandKkineticsKofKitsKnonXenzymaticKdefenseKactionKagainstKfreeKradicalsZKRSCf
AdvancesWK2011WKcWKcihe 3.7 108

79 ßoleKofKallylKgroupKinKtheKhydroxylKandKperoxylKradicalKscavengingKactivityKofKáXallylcysteineZKJournalf
offPhysicalfChemistryfBWK2011WKccgWKcefbjXci 3.4 25
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78  hysicochemicalKinsightsKonKtheKfreeKradicalKscavengingKactivityKofKsesamollKimportanceKofKtheK
acidabaseKequilibriumZKJournalfoffPhysicalfChemistryfBWK2011WKccgWKcecbcXk 3.4 55

77 –zKradicalKscavengingKactivityKofKwdaravonelKmechanismKandKkineticsZKJournalfoffPhysicalfChemistryf
BWK2011WKccgWKcebhXcf 3.4 97

76 xreeKradicalKscavengerKpropertiesKofK˛–XmangostinlKthermodynamicsKandKkineticsKofKzsóKandKßsxK
mechanismsZKJournalfoffPhysicalfChemistryfBWK2011WKccgWKcdgkcXj 3.4 73

75 αaterKcomplexesKofKimportantKairKpollutantslKgeometriesWKcomplexationKenergiesWKconcentrationsWK
infraredKspectraWKandKintrinsicKreactivityZKJournalfoffPhysicalfChemistryfAWK2010WKccfWKgikhXjbk 2.8 41

74 ”echanismKandKbranchingKratiosKofKhydroxyKethersKVKSUT–zKgasKphaseKreactionslKrelevanceKofKhK
bondKinteractionsZKJournalfoffPhysicalfChemistryfAWK2010WKccfWKigdgXeh 2.8 15

73 xreeKßadicalKácavengingKsctivityKofK−ltrashortKáingleXαalledKuarbonK•anotubesKwithKvifferentK
átructuresKthroughKwlectronKóransferKßeactionsZKJournalfoffPhysicalfChemistryfCWK2010WKccfWKjcjfXjckc 3.8 57

72 ßoleKofKzydrolysisKvegreeKinKtheKvrugâ��”atrixK†nteractionsKofK•anosizedKáolâ��yelKóitaniaKßeservoirsK
forKwpilepsyKóreatmentZKJournalfoffPhysicalfChemistryfCWK2010WKccfWKdbbddXdbbdi 3.8 6

71 –nKtheKxreeKßadicalKácavengingKuapabilityKofKuarboxylatedKáingleXαalledKuarbonK•anotubesZK
JournalfoffPhysicalfChemistryfCWK2010WKccfWKheheXheib 3.8 27

70 wffectKofKvifferentKxunctionalKyroupsKonKtheKxreeKßadicalKácavengingKuapabilityKofKáingleXαalledK
uarbonK•anotubesZKJournalfoffPhysicalfChemistryfCWK2010WKccfWKcfiefXcfiek 3.8 25

69 uarbonKnanotubeslKpromisingKagentsKagainstKfreeKradicalsZKNanoscaleWK2010WKdWKeieXjb 7.7 108

68 veterminationKofKpKaKValuesKofKviclofenacKandK†buprofenKinKsqueousKáolutionsKbyKuapillaryKZoneK
wlectrophoresisZKECSfTransactionsWK2010WKdkWKffeXffj 1 3

67
veprotonationK”echanismKandKlog ValuesKofK•ewKsntihypertensiveK
óhiomorpholinylmethylphenolslKsKuombinedKwxperimentalKandKóheoreticalKátudyâ� ZKJournalfoff
Chemicalflamp;fEngineeringfDataWK2010WKggWKfedeXfeec

2.8

66 uarotenoidsKcanKactKasKantioxidantsKbyKoxidizingKtheKsuperoxideKradicalKanionZKPhysicalfChemistryf
ChemicalfPhysicsWK2010WKcdWKckeXdbb 3.6 89

65 †nfluenceKofK ointKvefectsKonKtheKxreeXßadicalKácavengingKuapabilityKofKáingleXαalledKuarbonK
•anotubesZKJournalfoffPhysicalfChemistryfCWK2010WKccfWKjebdXjebj 3.8 36

64 “aKecuaciˆ‡nKdeKuharlotWKlaKgrˆ¡ficaKdeKxloodKyKlaKgrˆ¡ficaKdeKyordusK2010WKdcWKebhXece 4

63 ”echanismKofKtheK–zKradicalKscavengingKactivityKofKnordihydroguaiareticKacidlKaKcombinedK
theoreticalKandKexperimentalKstudyZKJournalfoffPhysicalfChemistryfBWK2010WKccfWKhhdgXeg 3.4 71

62 uounterpoiseKcorrectedKinteractionKenergiesKareKnotKsystematicallyKbetterKthanKuncorrectedKoneslK
comparisonKwithKuuávSóTKutáKextrapolatedKvaluesZKTheoreticalfChemistryfAccountsWK2010WKcdhWKigXjg 1.9 114

61 óheoreticalKstudyKonKtheKchemicalKfateKofKadductsKformedKthroughKfreeKradicalKadditionKreactionsKtoK
carotenoidsZKTheoreticalfChemistryfAccountsWK2010WKcdiWKgkgXhbe 1.9 32
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60 wlectrochemicalKuharacterizationKofKQuercetinKinKsqueousKáolutionZKECSfTransactionsWK2009WKdbWKccgXcdd 1 4

59 ßoleKofKtheKreactingKfreeKradicalsKonKtheKantioxidantKmechanismKofKcurcuminZKChemicalfPhysicsWK2009
WKeheWKceXde 2.3 88

58 áurfaceKacidâ��basicKpropertiesKofKα–xâ��Zr–dKandKcatalyticKefficiencyKinKoxidativeKdesulfurizationZK
AppliedfCatalysisfB:fEnvironmentalWK2009WKkdWKcXj 21.8 52

57 †nfluenceKofKviameterWK“engthWKandKuhiralityKofKáingleXαalledKuarbonK•anotubesKonKóheirKxreeK
ßadicalKácavengingKuapabilityZKJournalfoffPhysicalfChemistryfCWK2009WKcceWKcjfjiXcjfkc 3.8 31

56 ßeactionsKofK––zKradicalKwithKbetaXcaroteneWKlycopeneWKandKtorulenelKhydrogenKatomKtransferKandK
adductKformationKmechanismsZKJournalfoffPhysicalfChemistryfBWK2009WKcceWKcceejXfg 3.4 68

55 veprotonationKmechanismKofKnewKantihypertensiveKpiperidinylmethylphenolslKaKcombinedK
experimentalKandKtheoreticalKstudyZKJournalfoffPhysicalfChemistryfBWK2009WKcceWKccihgXif 3.4 7

54 yuanosineKVK–zKradicalKreactionKinKaqueousKsolutionlKaKreinterpretationKofKtheK−VXvisKdataKbasedKonK
thermodynamicKandKkineticKcalculationsZKOrganicfLettersWK2009WKccWKgccfXi 6.2 88

53 ßoleKofKtheKsulfurKatomKonKtheKreactivityKofKmethionineKtowardK–zKradicalslKcomparisonKwithK
norleucineZKJournalfoffPhysicalfChemistryfBWK2009WKcceWKfkfiXgd 3.4 12

52 αhatKisKimportantKtoKpreventKoxidativeKstressqKsKtheoreticalKstudyKonKelectronXtransferKreactionsK
betweenKcarotenoidsKandKfreeKradicalsZKJournalfoffPhysicalfChemistryfBWK2009WKcceWKcdcceXdb 3.4 71

51 –zKradicalKgasKphaseKreactionsKwithKaliphaticKetherslKaKvariationalKtransitionKstateKtheoryKstudyZK
JournalfoffPhysicalfChemistryfAWK2009WKcceWKcekceXdb 2.8 91

50 utáXQteKVKVóáóKátudyKofK”ethylK•X”ethylcarbamateKVK–zKyasX haseKßeactionlK”echanismWK
KineticsWKandKtranchingKßatiosZKJournalfoffChemicalfTheoryfandfComputationWK2009WKgWKcdkgXebe 6.4 12

49  eroxylXradicalXscavengingKactivityKofKgarliclKdXpropenesulfenicKacidKversusKallicinZKJournalfoff
PhysicalfChemistryfBWK2009WKcceWKchbiiXjc 3.4 53

48 stmosphericKßeactionsKofK–xygenatedKVolatileK–rganicKuompoundsV–zKßadicalslKßoleKofK
zydrogenXtondedK†ntermediatesKandKóransitionKátatesZKAdvancesfinfQuantumfChemistryWK2008WKdfgXdif 1.4 13

47 uarbonK•anotubesKasKxreeXßadicalKácavengersZKJournalfoffPhysicalfChemistryfCWK2008WKccdWKjkddXjkdi 3.8 133

46 tranchingKßatiosKofKsliphaticKsminesKVK–zKyasX haseKßeactionslKKsKVariationalKóransitionXátateK
óheoryKátudyZKJournalfoffChemicalfTheoryfandfComputationWK2008WKfWKeddXi 6.4 39

45 átabilityKandKelectronicKstructureKofKáiWKyeWKandKóiKsubstitutedKsingleKwalledKcarbonKnanotubesZK
PhysicalfReviewfBWK2008WKiiWK 3.3 9

44 sKcombinedKtheoreticalXexperimentalKstudyKonKtheKacidityKofKα–SxTXZr–SdTKsystemsZKPhysicalf
ChemistryfChemicalfPhysicsWK2008WKcbWKfcjcXj 3.6 15

43 –zKradicalKreactionsKwithKphenylalanineKinKfreeKandKpeptideKformsZKOrganicfandfBiomolecularf
ChemistryWK2008WKhWKiedXj 3.9 46
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42 vrugâ��”atrixK†nteractionsKinK•anostructuredK”aterialsKuontainingKscetylKáalicylicKscidK−singKanK
wntericK olymerKssKaKuoatingZKJournalfoffPhysicalfChemistryfCWK2008WKccdWKdbdddXdbddh 3.8 6

41 óheoreticalKexplanationKofKnonexponentialK–zKdecayKinKreactionsKwithKbenzeneKandKtolueneKunderK
pseudoXfirstXorderKconditionsZKJournalfoffPhysicalfChemistryfAWK2008WKccdWKihbjXcg 2.8 46

40 wlectrochemicalKveterminationKofKtheKsntioxidantKuapacityKofK–rganicKuompoundsZKECSf
TransactionsWK2008WKcgWKficXfij 1 2

39 –nKtheKmechanismKofKtheK–zKinitiatedKoxidationKofKacetyleneKinKtheKpresenceKofK–dKandK•–KxZK
TheoreticalfChemistryfAccountsWK2008WKcdcWKdckXddg 1.9 11

38 óheoreticalKinvestigationKofKtheK–zUXinitiatedKoxidationKofKbenzaldehydeKinKtheKtroposphereZK
ChemPhysChemWK2008WKkWKcfgeXk 3.2 17

37 uomputationalKstudyKonKtheKantifreezeKglycoproteinsKasKinhibitorsKofKclathrateXhydrateKformationZK
ChemPhysChemWK2008WKkWKchebXg 3.2 9

36 QuantumKchemistryKandKóáóKstudyKofKtheKmechanismKandKkineticsKofKtheKbutadieneKandKisopreneK
reactionsKwithKmercaptoKradicalsZKChemicalfPhysicsWK2008WKeffWKdieXdjb 2.3 9

35 ßeactivityKofKsiliconKandKgermaniumKdopedKu•ósKtowardKaromaticKsulfurKcompoundslKsKtheoreticalK
approachZKChemicalfPhysicsWK2008WKefgWKjiXkf 2.3 36

34 –nKtheKmechanismKofKgasXphaseKreactionKofKucXueKaliphaticKthiolsKVK–zKradicalsZKJournalfoffPhysicalf
ChemistryfAWK2007WKcccWKcgdeXk 2.8 12

33 ßelativeKantioxidantKefficiencyKofKaKlargeKseriesKofKcarotenoidsKinKtermsKofKoneKelectronKtransferK
reactionsZKJournalfoffPhysicalfChemistryfBWK2007WKcccWKcdjkjXkbj 3.4 82

32
†nfluenceKofKsiliconKdefectsKonKtheKadsorptionKofKthiopheneXlikeKcompoundsKonKpolycyclicKaromaticK
hydrocarbonslKaKtheoreticalKstudyKusingKthiopheneKVKcoroneneKasKtheKsimplestKmodelZKJournalfoff
PhysicalfChemistryfAWK2007WKcccWKchiiXjd

2.8 44

31 •onXalkaneKbehaviorKofKcyclopropaneKandKitsKderivativeslKcharacterizationKofKunconventionalK
hydrogenKbondKinteractionsZKTheoreticalfChemistryfAccountsWK2007WKccjWKgkiXhbh 1.9 18

30 ßadicalKgraftingKofKcarbonKsurfacesKwithKalkylicKgroupsKbyKmediatedKoxidationKofKcarboxylatesZK
JournalfoffElectroanalyticalfChemistryWK2007WKhcbWKceiXcfh 4.1 23

29 ”echanismKofK–zKradicalKreactionsKwithKzu•KandKuzeu•lK–zKregenerationKinKtheKpresenceKofK–dZK
JournalfoffPhysicalfChemistryfAWK2007WKcccWKgbjhXkc 2.8 24

28 sKnewKapproachKtoKcounterpoiseKcorrectionKtoKtááwZKJournalfoffComputationalfChemistryWK2006WKdiWKcdbeXcb3.5 85

27 KineticsKandKmechanismKofKtheKbetaXalanineKVK–zKgasKphaseKreactionlKaKquantumKmechanicalK
approachZKPhysicalfChemistryfChemicalfPhysicsWK2006WKjWKdjgXkd 3.6 12

26 uomputationalKQuantumKuhemistrylKsKßeliableKóoolKinKtheK−nderstandingKofKyasX haseKßeactionsZK
JournalfoffChemicalfEducationWK2006WKjeWKfjc 2.4 6

25 óheoreticalKdeterminationKofKtheKrateKconstantKforK–zKhydrogenKabstractionKfromKtolueneZKJournalf
offPhysicalfChemistryfAWK2006WKccbWKcbcggXhd 2.8 60
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24 óheoreticalKstudyKonKtheKreactionKofKtroposphericKinterestlKhydroxyacetoneKVK–zZK”echanismKandK
kineticsZKJournalfoffPhysicalfChemistryfAWK2006WKccbWKkcgeXhb 2.8 34

23 †sopropylcyclopropaneKVK–zKgasKphaseKreactionlKaKquantumKchemistryKVKuVóaáuóKapproachZKJournalf
offPhysicalfChemistryfAWK2006WKccbWKckciXdf 2.8 16

22 –nKtheKinfluenceKofKdiameterKandKlengthKonKtheKpropertiesKofKarmchairKsingleXwalledKcarbonK
nanotubeslKsKtheoreticalKchemistryKapproachZKChemicalfPhysicsWK2006WKediWKcgkXcib 2.3 37

21 ylycolaldehydeKVK–zKgasKphaseKreactionlKaKquantumKchemistryKVKuVóaáuóKapproachZKJournalfoff
PhysicalfChemistryfAWK2005WKcbkWKchkXjb 2.8 62

20 sKpossibleKmechanismKforKfuranKformationKinKtheKtroposphericKoxidationKofKdienesZKEnvironmentalf
Scienceflamp;fTechnologyWK2005WKekWKjikiXjbd 10.3 18

19 óheKxuS–T–xKtorsionalKpotentiallKthermochemistryKandKkineticsZKJournalfoffMolecularfStructureWK
2005WKieiWKjeXjk 3.4 1

18 sbKinitioKstudyKofKˆ�XalanineKconformersKinKgasKphaseZKArkivocWK2005WKdbbgWKiXcj 0.9 10

17 óheKtaeyerXVilligerKreactionKofKdeXoxosapogeninsZKArkivocWK2005WKdbbgWKcbkXcdh 0.9 21

16 ”echanismKandKkineticsKofKtheKreactionKofK–zKradicalsKwithKglyoxalKandKmethylglyoxallKaKquantumK
chemistryKVKuVóaáuóKapproachZKChemPhysChemWK2004WKgWKceikXjj 3.2 44

15 ßateKcoefficientKandKmechanismKofKtheKgasKphaseK– áu•Xp– •uáKisomerizationlKaKdensityK
functionalKtheoryKstudyZKComputationalfandfTheoreticalfChemistryWK2004WKhihWKcdiXced 1

14 QuantumKmechanicalKapproachKtoKisoleucineV–zKgasKphaseKreactionZK”echanismKandKkineticsZK
ComputationalfandfTheoreticalfChemistryWK2004WKhihWKkiXcbe 13

13 –nKtheKroleKofKsXcisKconformersKinKtheKreactionKofKdienesKwithK–zKradicalsZKPhysicalfChemistryf
ChemicalfPhysicsWK2004WKhWKddeiXddff 3.6 20

12 átructureâ��ßeactivityKßelationshipKinKKetonesKVK–zKßeactionslKKsKQuantumK”echanicalKandKóáóK
spproachZKJournalfoffPhysicalfChemistryfAWK2004WKcbjWKdifbXdifk 2.8 45

11 KineticsKandKmechanismKofKtheKgasXphaseK–zKhydrogenKabstractionKreactionKfromKmethioninelKsK
quantumKmechanicalKapproachZKInternationalfJournalfoffChemicalfKineticsWK2003WKegWKdcdXddc 1.4 19

10 ßateKcoefficientsKandKmechanismKofKtheKgasKphaseK–zKhydrogenKabstractionKreactionKfromKserinelKaK
quantumKmechanicalKapproachZKComputationalfandfTheoreticalfChemistryWK2003WKhdkWKchgXcif 18

9 óheoreticalKstudyKofKtheKinitialKreactionKbetweenK–zKandKisopreneKinKtroposphericKconditionsZK
PhysicalfChemistryfChemicalfPhysicsWK2003WKgWKcekdXcekk 3.6 49

8 ”echanismKandKrateKcoefficientsKofKtheKgasKphaseK–zKhydrogenKabstractionKreactionKfromK
asparaginelKaKquantumKmechanicalKapproachZKComputationalfandfTheoreticalfChemistryWK2002WKhciWKiiXjh 30

7 ßateKuoefficientKandK”echanismKofKtheKyasK haseK–zKzydrogenKsbstractionKßeactionKfromKxormicK
scidl´ KsKQuantumK”echanicalKspproachZKJournalfoffPhysicalfChemistryfAWK2002WKcbhWKkgdbXkgdj 2.8 61
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6 yasKphaseKreactionsKofKucâ��ufKalcoholsKwithKtheK–zKradicallKsKquantumKmechanicalKapproachZK
PhysicalfChemistryfChemicalfPhysicsWK2002WKfWKfhfjXfhhd 3.6 89

5 –zKhydrogenKabstractionKreactionsKfromKalanineKandKglycinelKsKquantumKmechanicalKapproachZK
JournalfoffComputationalfChemistryWK2001WKddWKccejXccge 3.5 55

4
ßateKconstantKdependenceKonKtheKsizeKofKaldehydesKinKtheK•–SeTKVKaldehydesKreactionZKsnK
explanationKviaKquantumKchemicalKcalculationsKandKuóáóZKJournalfoffthefAmericanfChemicalfSocietyWK
2001WKcdeWKjejiXkg

16.4 70

3 yroundXstateKandKsomeKexcitedKstatesKofK“idKbyKtheKhalfXprojectedKzartreeâ��xockKmethodZK
InternationalfJournalfoffQuantumfChemistryWK1995WKgfWKebgXecc 2.1 9

2 sKspectroscopicKstudyKofKgroundKstateKofKlithiumKhydrideKwithKtheKz zxKmodelZKComputationalfandf
TheoreticalfChemistryWK1993WKdjiWKcbiXccb 1

1 óheoreticalKapproachKtoKcationicKpolymerizationKofKalkenylfuransZK††ZKsbKinitioKandKsemiempiricalK
studyKofKrelevantKstepsKinKtheKreactionKmechanismZKJournalfoffPolymerfSciencefPartfAWK1992WKebWKdfkiXdgbd2.5
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