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i Paper IF Citations

173 zodulationHofHaH˛…UYTZU’eroxoHqicopperPvvQHvntermediateHbyHStrongHvnteractionHwithHnlkaliHzetalHvonsVH
JournalloflthelAmericanlChemicallSocietyTH2021THY][THYccaYUYccbX 16.4 3

172 StableTHbutHstillHreactiveHâ��HinvestigationsHonHtheHeffectsHofHyewisHacidHbindingHonHcopperHnitreneH
intermediatesVHZeitschriftlFurlAnorganischelUndlAllgemeinelChemieTH2021THb]cTHY]eaUYaXZ 1.3 1

171 nH’seudotetrahedralHTerminalH‘xoironPvVQHpomplexfHzechanisticH’romiscuityHinHpUuHoondH
‘xidationH eactionsVHAngewandtelChemiel-lInternationallEditionTH2021THbXTHbcaZUbcab 16.4 7

170 nH’seudotetrahedralHTerminalH‘xoironPvVQHpomplexfHzechanisticH’romiscuityHinHpâ��uHoondH
‘xidationH eactionsVHAngewandtelChemieTH2021THY[[THbdZbUbd[X 3.6 2

169 †₂phemfH’astTHpresentTHandHfutureVHJournalloflChemicallPhysicsTH2020THYaZTHYd]YXZ 3.9 187

168 StoichiometricHsormationHofHanH‘xoironPvVQHpomplexHbyHaHSolubleHzethaneHzonooxygenaseHTypeH
nctivationHofH‘HatHanHvronPvvQUpyclamHpenterVHJournalloflthelAmericanlChemicallSocietyTH2020THY]ZTHaeZ]UaeZd16.4 19

167 qealingHwithHSpinHStatesHinHpomputationalH‘rganometallicHpatalysisVHTopicslinlOrganometallicl
ChemistryTH2020THYeYUZZb 0.6 5

166 rffectHofHnlkaliHzetalHpationsHonHyengthHandHStrengthHofHuydrogenHoondsHinHq†nHoaseH’airsVH
ChemPhysChemTH2020THZYTHZYYZUZYZb 3.2 8

165
ScU’romotedH‘U‘HoondHpleavageHofHaHP˛…UYTZU’eroxoQdiironPvvvQHSpeciesHsormedHfromHanHvronPvvQH
’recursorHandH‘HtoHtenerateHaHpomplexHwithHanHseP˛…U‘QHporeVHJournalloflthelAmericanlChemicall
SocietyTH2020THY]ZTH]ZdaU]Zec

16.4 16

164 SequentialHoxidationsHofHphenylchalcogenidesHbyHuZ‘ZfHinsightsHintoHtheHredoxHbehaviorHofH
seleniumHviaHqsTHanalysisVHNewlJournalloflChemistryTH2020TH]]THbcZ]Ubc[Y 3.6 12

163 qensityHfunctionalHapproximationsHforHconsistentHspinHandHoxidationHstatesHofHoxoironHcomplexesVH
InternationallJournalloflQuantumlChemistryTH2020THYZXTHeZbYZY 2.1 6

162 pomputationalH†z HSpectraHofHoUoenzyneHandHStableHtuestsHandHTheirHuemicarceplexesVHChemistryl
-lAlEuropeanlJournalTH2020THZbTHZbZbUZb[] 4.8 2

161 nHønifiedHsrameworkHforHønderstandingH†ucleophilicityHandH’rotophilicityHinHtheHSHZWrZH
pompetitionVHChemistryl-lAlEuropeanlJournalTH2020THZbTHYaa[dUYaa]d 4.8 13

160 SpinUresolvedHchargeHdisplacementHanalysisHasHanHintuitiveHtoolHforHtheHevaluationHofHc’prTHandHunTH
scenariosVHChemicallCommunicationsTH2020THabTHYZY]bUYZY]e 5.8 1

159 oondHordersHinHmetalloporphyrinsVHTheoreticallChemistrylAccountsTH2020THY[eTHY 1.9 2

158 TrappingHofHaHuighlyH eactiveH‘xoironPvVQHpomplexHinHtheHpatalyticHrpoxidationHofH‘lefinsHbyH
uydrogenH’eroxideVHAngewandtelChemiel-lInternationallEditionTH2019THadTH]XYZU]XYb 16.4 29

157 TheHvronyHofHzanganocenefHnnHvnterplayHbetweenHtheHwahnUTellerHrffectHandHploseUyyingHrlectronicH
andHSpinHStatesVHJournalloflChemicallInformationlandlModelingTH2019THaeTHYdXbUYdYX 6.1 2
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156 qirectedHuydroxylationHofHspHandHspHpUuHoondsHøsingHStoichiometricHnmountsHofHpuHandHu‘VH
InorganiclChemistryTH2019THadTHcad]UcaeZ 5.1 11

155 sourUcomponentHrelativisticH’H†z HcalculationsHforHtransUplatinumPiiQHcomplexesfHimportanceHofHtheH
solventHandHdynamicsHinHspectralHsimulationsVHDaltonlTransactionsTH2019TH]dTHdXcbUdXd[ 4.3 13

154 pomputationalHVersusHrxperimentalHSpectroscopyHforHTransitionHzetalsVHChallengeslandlAdvanceslinl
ComputationallChemistrylandlPhysicsTH2019THYbYUYd[ 0.7 1

153 TrappingHofHaHuighlyH eactiveH‘xoironPvVQHpomplexHinHtheHpatalyticHrpoxidationHofH‘lefinsHbyH
uydrogenH’eroxideVHAngewandtelChemieTH2019THY[YTH]XaZU]Xab 3.6 12

152 yewisHversusHorˆ‚nstedHncidHnctivationHofHaHznPvVQHpatalystHforHnlkeneH‘xidationVHInorganicl
ChemistryTH2019THadTHY]eZ]UY]e[X 5.1 15

151
ønderstandingHtheHpatalaseUyikeHnctivityHofHaHoioinspiredHzanganesePvvQHpomplexHwithHaH
’entadentateH†S†S†HyigandHsrameworkVHnHpomputationalHvnsightHintoHtheHzechanismVHACSl
CatalysisTH2018THdTHZe]]UZead

13.1 6

150 †ucleophilicHSubstitutionHPS†ZQfHqependenceHonH†ucleophileTHyeavingHtroupTHpentralHntomTH
SubstituentsTHandHSolventVHChemPhysChemTH2018THYeTHYZ]dUYZ]d 3.2 2

149 †ucleophilicHSubstitutionHPSHZQfHqependenceHonH†ucleophileTHyeavingHtroupTHpentralHntomTH
SubstituentsTHandHSolventVHChemPhysChemTH2018THYeTHY[YaUY[[X 3.2 85

148  otatingHvronHandHTitaniumHSandwichHpomplexesVHChemistryl-lAlEuropeanlJournalTH2018THZ]THaXcXUaXc[ 4.8 1

147
₂hyHtheHslavinHndenineHqinucleotideHPsnqQHpofactorH†eedsHToHoeHpovalentlyHyinkedHtoHpomplexHvvH
ofHtheHrlectronUTransportHphainHforHtheHponversionHofHsnquHintoHsnqVHChemistryl-lAlEuropeanl
JournalTH2018THZ]THaZ]bUaZaZ

4.8 10

146 patalyticHnerobicH‘xidationHofHnlcoholsHbyHpopperHpomplexesHoearingH edoxUnctiveHyigandsHwithH
TunableHuUoondingHtroupsVHJournalloflthelAmericanlChemicallSocietyTH2018THY]XTHYbbZaUYbb[] 16.4 30

145 u‘H‘xidationHbyHseU‘‘uHvntermediatesHandHvtsHrffectHonHpatalyticHrfficiencyVHACSlCatalysisTH2018THdTHebbaUebc]13.1 31

144
TheHinfluenceHofHsubstituentsHandHtheHenvironmentHonHtheH†z HshieldingHconstantsHofH
supramolecularHcomplexesHbasedHonHnUTHandHnUøHbaseHpairsVHPhysicallChemistrylChemicallPhysicsTH
2017THYeTHY[]ebUY[aXZ

3.6 9

143 rlectrochemicalH’olymerizationHofHvronPvvvQH’olypyridylHpomplexesHthroughHpUpHpouplingHofH edoxH
†onUinnocentH’henolatoHyigandsVHInorganiclChemistryTH2017THabTH]cXU]ce 5.1 13

142 nHuighlyH eactiveH‘xoironPvVQHpomplexHSupportedHbyHaHoioinspiredH†H‘HzacrocyclicHyigandVH
AngewandtelChemiel-lInternationallEditionTH2017THabTHY][d]UY][dd 16.4 32

141 nHuighlyH eactiveH‘xoironPvVQHpomplexHSupportedHbyHaHoioinspiredH†[‘HzacrocyclicHyigandVH
AngewandtelChemieTH2017THYZeTHY]acbUY]adX 3.6 10

140 TheHroleHofHspinHstatesHinHtheHcatalyticHmechanismHofHtheHintraUHandHextradiolHcleavageHofHcatecholsH
byH‘VHOrganiclandlBiomolecularlChemistryTH2017THYaTHcdbXUcdbd 3.9 6

139 TransientHsormationHandH eactivityHofHaHuighUValentH†ickelPvVQH‘xidoHpomplexVHJournalloflthel
AmericanlChemicallSocietyTH2017THY[eTHdcYdUdcZ] 16.4 38
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138 vndirectHevidenceHforHaH†iUoxylHoxidantHinHtheHreactionHofHaH†iHcomplexHwithHperacidVHDaltonl
TransactionsTH2017TH]cTHZ]bUZaX 4.3 9

137  eactivityHofHanHseU‘xoHpomplexHwithH’rotonsHandH‘xidantsVHJournalloflthelAmericanlChemicall
SocietyTH2016THY[dTHY[Y][UY[Y]b 16.4 37

136 TuningHtheH eactivityHofHTerminalH†ickelPvvvQU‘xygenHndductsHforHpUuHoondHnctivationVHJournalloflthel
AmericanlChemicallSocietyTH2016THY[dTHY][bZUY][cX 16.4 50

135 SpinningHaroundHinHTransitionUzetalHphemistryVHAccountsloflChemicallResearchTH2016TH]eTHZbeXUZbec 24.3 92

134
øniqueHmononuclearHznPvvQHcomplexesHofHanHendUoffHcompartmentalHSchiffHbaseHligandfH
experimentalHandHtheoreticalHstudiesHonHtheirHbioUrelevantHcatalyticHpromiscuityVHDaltonl
TransactionsTH2016TH]aTHYZ]XeUZZ

4.3 46

133  apidHdeterminationHofHpolarizabilityHexaltationHinHfullereneUbasedHnanostructuresVHJournallofl
MaterialslChemistrylCTH2015TH[THZ[UZa 7.1 10

132 TerminalHzetalâ��‘xoHSpeciesHwithHønusualHSpinHStatesH2015THZX[UZZc 2

131 rnvironmentHrffectsHonHSpinHStatesTH’ropertiesTHandHqynamicsHfromHzultiUyevelH–zWzzHStudiesH
2015TH[ZcU[bc

130 teneralHvntroductionHtoHSpinHStatesH2015THYUa 1

129 npplicationHofHqensityHsunctionalHandHqensityHsunctionalHoasedHyigandHsieldHTheoryHtoHSpinHStatesH
2015THcU[] 6

128 nbHvnitioH₂avefunctionHnpproachesHtoHSpinHStatesH2015TH[aUac 7

127 rxperimentalHTechniquesHforHqeterminingHSpinHStatesH2015THaeUd[ 5

126 zolecularHqiscoveryHinHSpinHprossoverH2015THdaUYXZ

125 ’rinciplesHandH’rospectsHofHSpinUStatesH eactivityHinHphemistryHandHoioinorganicHphemistryH2015THY[YUYab 13

124 H2015TH 33

123 pharacterizationHandHreactivityHofHaHterminalHnickelPvvvQUoxygenHadductVHChemistryl-lAlEuropeanl
JournalTH2015THZYTH[cdaUeX 4.8 32

122
rxperimentalHandHtheoreticalHinvestigationHofHoctahedralHandHsquareUplanarHisothiocyanatoH
complexesHofH†iPvvQHwithHacylhydrazonesHofHZUPdiphenylphosphinoQbenzaldehydeVHPolyhedronTH2015TH
deTHZcYUZce

2.7 10

121 SpinHstateHrelaxationHofHironHcomplexesfHTheHcaseHforH‘’orHandHSYZgVHJournalloflthelSerbianl
ChemicallSocietyTH2015THdXTHY[eeUY]YX 0.9 14
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120 ønderstandingHtheHrxohedralHsunctionalizationHofHrndohedralHzetallofullerenesVHCarbonlMaterialsTH
2015THbcUee

119 rxploringHtheHpotentialHenergyHsurfaceHofHrâ��’â��HclustersHPritroupHY[HelementQfHtheHquestHforHinverseH
carbonUfreeHsandwichesVHChemistryl-lAlEuropeanlJournalTH2014THZXTH]ad[UeX 4.8 17

118 rxploringHtheH’otentialHrnergyHSurfaceHofHrZ’]HplustersHPritroupHY[HrlementQfHTheH–uestHforH
vnverseHparbonUsreeHSandwichesVHChemistryl-lAlEuropeanlJournalTH2014THZXTH]]ecU]]ec 4.8

117 vndenylHeffectHdueHtoHmetalHslippagelHpomputationalHexplorationHofHrhodiumUcatalyzedHacetyleneH
αZSZSZπHcyclotrimerizationVHChemPhysChemTH2014THYaTHZYeUZd 3.2 24

116 nHdensityHfunctionalHstudyHofHtheHspinHstateHenergeticsHofHpolypyrazolylboratoHcomplexesHofH
firstUrowHtransitionHmetalsVHPhysicallChemistrylChemicallPhysicsTH2014THYbTHY]aY]UZZ 3.6 19

115
SynthesisTHcharacterizationTHqsTHcalculationHandHbiologicalHactivityHofHsquareUplanarH†iPvvQHcomplexesH
withHtridentateH’†‘HligandsHandHmonodentateHpseudohalidesVH’artHvvVHEuropeanlJournalloflMedicinall
ChemistryTH2014THdcTHZd]Uec

6.8 17

114 rnergeticsHofHchargesHinHorganicHsemiconductorsHandHatHorganicHdonorâ��acceptorHinterfacesVHJournall
oflMaterialslChemistrylCTH2014THZTH[]bcU[]ca 7.1 16

113  eactionHzechanismsHforHtheHsormationHofHzonoUHnndHqipropyleneHtlycolHfromHtheH’ropyleneH
‘xideHuydrolysisHoverHZSzUaHZeoliteVHJournalloflPhysicallChemistrylCTH2014THYYdTHZYeaZUZYebZ 3.8 7

112 rlectronicHstructureHinvestigationHandHparametrizationHofHbiologicallyHrelevantHironUsulfurHclustersVH
JournalloflChemicallInformationlandlModelingTH2014THa]THbY[UZX 6.1 22

111
SynthesisTHcharacterizationTHqsTHcalculationsTHandHantimicrobialHactivityHofH’dPvvQHandHpoPvvvQH
complexesHwithHtheHcondensationHderivativeHofHZUPdiphenylphosphinoQbenzaldehydeHandHtirardâ��sHTH
reagentVHJournalloflCoordinationlChemistryTH2014THbcTH[b[[U[b]d

1.6 6

110 TheHroleHofHaromaticityHinHdeterminingHtheHmolecularHstructureHandHreactivityHofHPendohedralH
metalloQfullerenesVHChemicallSocietylReviewsTH2014TH][THaXdeUYXa 58.5 84

109
pombinedHrxperimentalHandHTheoreticalHvnvestigationHofHyigandHandHnnionHpontrolledHpomplexH
sormationHwithHønprecedentedHStructuralHseaturesHandH’hotoluminescenceH’ropertiesHofHZincPvvQH
pomplexesVHCrystallGrowthlandlDesignTH2014THY]TH]YYYU]YZ[

3.5 25

108 oUq†nHstructureHandHstabilityfHtheHroleHofHhydrogenHbondingTHˇ�Uˇ�HstackingHinteractionsTHtwistUangleTH
andHsolvationVHOrganiclandlBiomolecularlChemistryTH2014THYZTH]beYUcXX 3.9 51

107 SpinHstatesHofHPbioQinorganicHsystemsfHSuccessesHandHpitfallsVHInternationallJournalloflQuantuml
ChemistryTH2013THYY[THZUc 2.1 86

106 nromaticityHasHtheHdrivingHforceHforHtheHstabilityHofHnonUv’ HendohedralHmetallofullereneH
oingelUuirschHadductsVHChemicallCommunicationsTH2013TH]eTHdcbcUe 5.8 21

105 zaximumHaromaticityHasHaHguidingHprincipleHforHtheHmostHsuitableHhostingHcagesHinHendohedralH
metallofullerenesVHAngewandtelChemiel-lInternationallEditionTH2013THaZTHeZcaUd 16.4 48

104 nHnewHfamilyHofHhybridHdensityHfunctionalsVHChemicallPhysicslLettersTH2013THadXTHYbbUYcY 2.5 76

103 ønravelingHtheHoriginHofHtheHrelativeHstabilitiesHofHgroupHY]HzZ†ZPZSQHPzTH†HiHpTHSiTHteTHSnTHandH’bQH
isomerHclustersVHJournalloflPhysicallChemistrylATH2013THYYcTHYX]bZUe 2.8 12

(2013-2015)
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102 nHchangeHinHtheHoxidationHstateHofHironfHscandiumHisHnotHinnocentVHChemicallCommunicationsTH2013TH
]eTHbbaXUZ 5.8 68

101 nHcompleteHguideHonHtheHinfluenceHofHmetalHclustersHinHtheHqielsUnlderHregioselectivityHofHvPhQUpdXH
endohedralHmetallofullerenesVHChemistryl-lAlEuropeanlJournalTH2013THYeTHY]e[YU]X 4.8 36

100 rlectrochemicalHcontrolHofHtheHregioselectivityHinHtheHexohedralHfunctionalizationHofHpbXfHtheHroleHofH
aromaticityVHChemicallCommunicationsTH2013TH]eTHYZZXUZ 5.8 38

99 SelfUassembledHtetragonalHprismaticHmolecularHcageHhighlyHselectiveHforHanionicHˇ�HguestsVHChemistryl
-lAlEuropeanlJournalTH2013THYeTHY]]aUab 4.8 29

98 pomputationalHstudyHofHtheHspinUstateHenergiesHandHøVUVisHspectraHofHbisPYT]TcUtriazacyclononaneQH
complexesHofHsomeHfirstUrowHtransitionHmetalHcationsVHPhysicallChemistrylChemicallPhysicsTH2013THYaTHbb[YUe3.6 15

97 qielsUnlderHandHretroUqielsUnlderHcycloadditionsHofHPYTZT[T]TaUpentamethylQcyclopentadieneHtoH
yampPZvQUpPdZQfHregioselectivityHandHproductHstabilityVHChemistryl-lAlEuropeanlJournalTH2013THYeTH]]bdUce4.8 25

96 †uclearHmagneticHresonanceHshieldingsHofHwaterHclustersfHisHitHpossibleHtoHreachHtheHcompleteHbasisH
setHlimitHbyHextrapolationlVHMolecularlPhysicsTH2013THYYYTHY[[ZUY[]] 1.7 4

95 vntramolecularHhalogenUhalogenHbondslVHPhysicallChemistrylChemicallPhysicsTH2013THYaTHYYa][Ua[ 3.6 53

94
SynthesisTHcharacterizationTHqsTHcalculationsHandHbiologicalHactivityHofHderivativesHofH
[UacetylpyridineHandHtheHzincPvvQHcomplexHwithHtheHcondensationHproductHofH[UacetylpyridineHandH
semicarbazideVHInorganicalChimicalActaTH2013TH]X]THaUYZ

2.7 12

93
 oleHofHspinHstateHandHligandHchargeHinHcoordinationHpatternsHinHcomplexesHofH
ZTbUdiacetylpyridinebisPsemioxamazideQHwithH[dUblockHmetalHionsfHaHdensityHfunctionalHtheoryHstudyVH
InorganiclChemistryTH2013THaZTHY[]YaUZ[

5.1 15

92 zaximumHnromaticityHasHaHtuidingH’rincipleHforHtheHzostHSuitableHuostingHpagesHinHrndohedralH
zetallofullerenesVHAngewandtelChemieTH2013THYZaTHe]]aUe]]d 3.6 8

91 oenchmarkHstudyHonHtheHsmallestHbimolecularHnucleophilicHsubstitutionHreactionfHulSpuâ��UUkpuâ��SulVH
MoleculesTH2013THYdTHccZbU[d 4.8 2

90 SolventHeffectsHonHhydrogenHbondsHinH₂atsonâ��prickTHmismatchedTHandHmodifiedHq†nHbaseHpairsVH
ComputationallandlTheoreticallChemistryTH2012THeedTHacUb[ 2 25

89 ’roductHformationHinHtheH’ratoHreactionHonHSc[†mqPahQUpdXfHpreferenceHforHαaTbπUbondsTHandHnotH
pyracylenicHbondsVHChemicallCommunicationsTH2012TH]dTHZ]dbUd 5.8 26

88
TheHsrozenHpageHzodelfHnHpomputationallyHyowUpostHToolHforH’redictingHtheHrxohedralH
 egioselectivityHofHpycloadditionH eactionsHvnvolvingHrndohedralHzetallofullerenesVHJournallofl
ChemicallTheorylandlComputationTH2012THdTHYbcYUd[

6.4 18

87 qensityHfunctionalHstudyHonHøVWVvSHspectraHofHcopperUproteinHactiveHsitesfHtheHeffectHofHmutationsVH
ChemistrylandlBiodiversityTH2012THeTHYcZdU[d 2.5 2

86 phemicalHshiftsHinHnucleicHacidsHstudiedHbyHdensityHfunctionalHtheoryHcalculationsHandHcomparisonH
withHexperimentVHChemistryl-lAlEuropeanlJournalTH2012THYdTHYZ[cZUdc 4.8 48

85 phemicalHbondingHinHsupermolecularHflowersVHPhysicallChemistrylChemicallPhysicsTH2012THY]THY]eXaUYX 3.6 8
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84
TheHexohedralHqielsUnlderHreactivityHofHtheHtitaniumHcarbideHendohedralHmetallofullereneH
TiZpZmqP[hQUpcdfHcomparisonHwithHqP[hQUpcdHandHz[†mqP[hQUpcdHPziScHandH−QHreactivityVH
Chemistryl-lAlEuropeanlJournalTH2012THYdTHcY]YUa]

4.8 47

83
sullHexplorationHofHtheHqielsUnlderHcycloadditionHonHmetallofullerenesHz[†mpdXHPzHiHScTHyuTHtdQfH
theHqPahQHversusHvPhQHisomerHandHtheHinfluenceHofHtheHmetalHclusterVHChemistryl-lAlEuropeanlJournalTH
2012THYdTHde]]Uab

4.8 46

82 nbHinitioHabsorptionHspectrumHofH†i‘HcombiningHmolecularHdynamicsHwithHtheHembeddedHclusterH
approachHinHaHdiscreteHreactionHfieldVHPhysicallReviewlBTH2012THdaTH 3.3 35

81 TheHreactivityHofHendohedralHfullerenesVH₂hatHcanHbeHlearntHfromHcomputationalHstudieslVHPhysicall
ChemistrylChemicallPhysicsTH2011THY[TH[adaUbX[ 3.6 117

80 qispersionHcorrectionsHessentialHforHtheHstudyHofHchemicalHreactivityHinHfullerenesVHJournallofl
PhysicallChemistrylATH2011THYYaTH[]eYUb 2.8 108

79 SelectivityHinHq†nHreplicationVHvnterplayHofHstericHshapeTHhydrogenHbondsTHˇ�UstackingHandHsolventH
effectsVHChemicallCommunicationsTH2011TH]cTHc[ZbUd 5.8 47

78 nHmultiUscaleHapproachHtoHspinHcrossoverHinHsePvvQHcompoundsVHPhysicallChemistrylChemicallPhysicsTH
2011THY[THYX]]eUab 3.6 17

77 ntomicHradiiHinHmoleculesHforHuseHinHaHpolarizableHforceHfieldVHInternationallJournalloflQuantuml
ChemistryTH2011THYYYTHYcb[UYccZ 2.1 8

76 vsHtheHpigHaHgoodHumamiHsensingHmodelHforHhumanslHnHcomparativeHtasteHreceptorHstudyVHFlavourl
andlFragrancelJournalTH2011THZbTHZdZUZda 2.5 19

75 vnterUHandHintramolecularHdispersionHinteractionsVHJournalloflComputationallChemistryTH2011TH[ZTHYYYcUZc3.5 32

74 SubtleHeffectsHcontrolHtheHpolymerisationHmechanismHinH˛–UdiimineHironHcatalystsVHDaltonl
TransactionsTH2011TH]XTHd]YeUZd 4.3 18

73 †uclearHshieldingsHwithHtheHSSoUqHfunctionalVHJournalloflPhysicallChemistrylATH2011THYYaTHYZaXUb 2.8 16

72 TheHphemicalH eactivityHofHsullerenesHandHrndohedralHsullerenesfHnHTheoreticalH’erspectiveVH
CarbonlMaterialsTH2011THacUcd 2

71 qensityHsunctionalHpalculationsHofHrZHandHS†ZH eactionsfHrffectsHofHtheHphoiceHofHzethodTH
nlgorithmTHandH†umericalHnccuracyVHJournalloflChemicallTheorylandlComputationTH2010THbTH[Y]aUaZ 6.4 26

70 zagnetizabilitiesHatHSelfUvnteractionUporrectedHqensityHsunctionalHTheoryHyevelVHJournalloflChemicall
TheorylandlComputationTH2010THbTH[[XZUYY 6.4 9

69 ‘nHtheHâ��ntomicâ��H’olarizabilitiesHinHSmallHSinHplustersHandHtheHqielectricHponstantHofHoulkHSiliconâ� VH
JournalloflPhysicallChemistrylCTH2010THYY]THZXa]cUZXaaa 3.8 6

68 SpinUstateUcorrectedHtaussianUtypeHorbitalHbasisHsetsVHJournalloflPhysicallChemistrylATH2010THYY]THcYeYUc 2.8 39

67 TheHminimumHpolarizabilityHprincipleHforHspinHstatesVHJournalloflComputationallMethodslinlSciencesl
andlEngineeringTH2010THYXTHbXeUbY] 0.3

(2010-2012)
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66 nccurateHqescriptionHofHSpinHStatesHandHitsHvmplicationsHforHpatalysisH2010THaaYUad[ 10

65
ndenineHversusHguanineHquartetsHinHaqueousHsolutionfHdispersionUcorrectedHqsTHstudyHonHtheH
differencesHinHˇ�UstackingHandHhydrogenUbondingHbehaviorVHTheoreticallChemistrylAccountsTH2010TH
YZaTHZ]aUZaZ

1.9 110

64 qifferentialHstabilizationHofHadenineHquartetsHbyHanionsHandHcationsVHJournalloflBiologicallInorganicl
ChemistryTH2010THYaTH[dcUec 3.7 16

63 ‘nHtheHmechanismHofHactionHofHfullereneHderivativesHinHsuperoxideHdismutationVHChemistryl-lAl
EuropeanlJournalTH2010THYbTH[ZXcUY] 4.8 39

62  eactivityHandH egioselectivityHofH†obleHtasHrndohedralHsullerenesH†gmpbXHandH†gZmpbXH
P†giueâ��₄eQVHChemistryl-lAlEuropeanlJournalTH2010THYbTH[dcdU[dcd 4.8 5
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