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234 rlassicalIandInonWclassicalImelatoninIreceptorIagonistWdirectedImicellizationIofIbipyridiniumWbasedI
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232 äransitionWMetalIratalysisIofIärieneIeˇ�ItlectrocyclizationiIäheIˇ�WromplexationIStrategyI§ealizedXI
AngewandtehChemiehwhInternationalhEditionVI2020VIdhVI]fhdgW]fhed 16.4 7
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veneralizedIpnalyticIppproachIforIseterminationIofIMultidimensionalIuranckWrondonIuactorsiI
SimulatedI–hotoelectronISpectraIofI–olynuclearIpromaticIwydrocarbonsXIJournalhofhChemicalh
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6.4 0
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waliclonadiamineXIJournalhofhthehAmericanhChemicalhSocietyVI2020VI]caVIafddWafdh 16.4 3

228 uluorousIrorannulenesiIpbIinitioI–redictionsIandItheISynthesisIofIsymW–entafluorocorannuleneXI
AngewandtehChemiehwhInternationalhEditionVI2020VIdhVI]ce[W]cec 16.4 4
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224 siastereoselectiveIMonofluorocyclopropanationIösingIuluoromethylsulfoniumISaltsXIOrganich
LettersVI2019VIa]VIf]fcWf]fg 6.2 13
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ureeXIJournalhofhthehAmericanhChemicalhSocietyVI2019VI]c]VI]d[]bW]d[]f 16.4 14
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pIπaIUIaIUI]]IrycloadditionI§outeItowardI]VaVcWärisubstitutedIryclopentadienesXIJournalhofhOrganich
ChemistryVI2019VIgcVI]bhhaW]c[[c

4.2 0

221 –erarylWXWoniumIionsIofInitrogenIandIoxygenXIOrganichChemistryhFrontiersVI2019VIeVIaec[Waece 5.2 6

220 üersatileIhydrochromicIfluorescentImaterialsIbasedIonIaI]VgWnaphthalimideIintegratedI
fluorophoreWreceptorIsystemXIJournalhofhMaterialshChemistryhCVI2019VIfVIfbhhWfc][ 7.1 15

219 pzaindenocorannulenesiISynthesisVI–ropertiesVIandIrhiralityXIOrganichLettersVI2019VIa]VIbd][Wbd]b 6.2 9

218 rorannuryleneI–entapetalaeXIJournalhofhthehAmericanhChemicalhSocietyVI2019VI]c]VIdc[aWdc[g 16.4 63

217 –athwaysItowardsItrueIcatalystsiIcomputationalImodellingIandIstructuralItransformationsIofI
ηnWpolyoxotungstatesXIDaltonhTransactionsVI2019VIcgVI]bahbW]bb[c 4.3 3

216 uivefoldISymmetryIandIasIrrystallizationiISelfWpssemblyIofItheIquckybowlI
–entaindenocorannuleneIonIaIruR][[SISurfaceXIChemistryhwhAhEuropeanhJournalVI2019VIadVI]]dddW]]ddh 4.8 3

215 äripleIcarbonIâ��IfluorineIbondIactivationIforImodificationIofImetalIligandsiISynthesisIofItheIfirstI
˛•dWrdMecRrw–haSItransitionImetalIcomplexXIPolyhedronVI2019VI]dfVIc[eWc[h 2.7 0

214 SystemsIwithItxtensiveIselocalizationI2018VIaafWafa

213 rhiralIptropisomericIxndenocorannuleneIqowlsiIrritiqueIofItheIrahnWxngoldW–relogIronceptionIofI
MolecularIrhiralityXIAngewandtehChemiehwhInternationalhEditionVI2018VIdfVIecf[Wecfc 16.4 13

212 ]VaVbWIversusI]VaWxndenoI§ingIuusionsIxnfluenceIStructureI–ropertyIandIrhiralityIofIrorannuleneI
qowlsXIJournalhofhOrganichChemistryVI2018VIgbVIbhfhWbhge 4.2 8

211
MelatoninWdirectedImicellizationiIaIcaseIforItryptophanImetabolitesIandItheirIclassicalIbioisosteresI
asItemplatesIforItheIselfWassemblyIofIbipyridiniumWbasedIsupramolecularIamphiphilesIinIwaterXISofth
MatterVI2018VI]cVIaghbWah[d

3.6 7

210
–erformanceIanalysisIofIopenWsourceIdistributedIfileIsystemsIforIpracticalIlargeWscaleImolecularIabI
initioVIdensityIfunctionalItheoryVIandIv−IUIqStIcalculationsXIInternationalhJournalhofhQuantumh
ChemistryVI2018VI]]gVIeadbha

2.1 0

209 uromIchargeWtransferIexcitationsItoIchargeWtransportIphenomenaIinIorganicImolecularIcrystalsXI
InternationalhJournalhofhQuantumhChemistryVI2018VI]]gVIeadc]b 2.1 1

208 –auliI§epulsionIüersusIvanIderI−aalsiIxnteractionIofIxndenocorannuleneIwithIaIruR]]]SISurfaceXI
JournalhofhPhysicalhChemistryhBVI2018VI]aaVIgf]Wgff 3.4 5

207 rhiralIptropisomericIxndenocorannuleneIqowlsiIrritiqueIofItheIrahnâ��xngoldâ��–relogIronceptionIofI
MolecularIrhiralityXIAngewandtehChemieVI2018VI]b[VIedg[Wedgc 3.6 2
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206 xndenocorannuleneWqasedIMaterialsiItffectIofISolidWStateI–ackingIandIxntermolecularIxnteractionsI
onI”ptoelectronicI–ropertiesXIJournalhofhPhysicalhChemistryhCVI2017VI]a]VI]aa[W]abc 3.8 14

205
πbUb]IryclocondensationIofIsisubstitutedIqiphenylIsialdehydesiIpccessItoIxnherentlyILuminescentI
andI”pticallyIpctiveIwexaWsubstitutedIrWSymmetricIandIpsymmetricIärianglimineIMacrocyclesXI
JournalhofhOrganichChemistryVI2017VIgaVIacfaWacg[

4.2 13

204 pnItfficientIpnalyticIppproachIforIralculationIofIMultiWsimensionalIuranckWrondonIuactorsIandI
pssociatedI–hotoelectronISpectraXIJournalhofhChemicalhTheoryhandhComputationVI2017VI]bVIa]cfWa]dg 6.4 7

203 siindenocorannulenesiIrurvedIpromaticsIqlendingIqowlWinWqowlIpssemblyIandI“anocarbonI
MaterialI–ropertiesXIEuropeanhJournalhofhOrganichChemistryVI2017VIa[]fVIag[]Wag[d 3.2 11

202
sispersionWrorrectedISpinWromponentWScaledIsoubleWwybridIsensityIuunctionalIäheoryiI
xmplementationIandI–erformanceIforI“onWcovalentIxnteractionsXIJournalhofhChemicalhTheoryhandh
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6.4 8

201 StereoselectiveIuormationIofI˛•eWpreneI§utheniumRxxSIromplexesIviaIMetalWäriggeredIqergmanIandI
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200 –hotoactivatedIäransitionWMetalIäriggersIforIpmbientIäemperatureItnediyneIandIsienyneI
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199 tvidenceIofIenhancedIphotocurrentIresponseIinIcorannuleneIfilmsXIRSChAdvancesVI2017VIfVIcde[]Wcde[e3.7 3

198
veneralIoptimizationIprocedureItowardsItheIdesignIofIaInewIfamilyIofIminimalIparameterI
spinWcomponentWscaledIdoubleWhybridIdensityIfunctionalItheoryXIPhysicalhChemistryhChemicalh
PhysicsVI2017VI]hVIae]h]Waea[[

3.6 12

197 äransitionIMetalIromplexesIofIaIMonocarbaWclosoWdodecaborateILigandIviaIqâ��wIpctivationXI
EuropeanhJournalhofhInorganichChemistryVI2017VIa[]fVIcca[Wccac 2.3 17

196 secakisRarylthioScorannulenesiIäransferableI–hotochemicalIandI§edoxI–arametersIandI
–hotovoltaicIseviceI–erformanceXIEuropeanhJournalhofhOrganichChemistryVI2017VIa[]fVIcbbgWcbca 3.2 13

195 ärifluoromethylZ–erfluoroalkylIrorannulenesiIsirectedISynthesisIandI–hotophysicalI
rharacterizationXIEuropeanhJournalhofhOrganichChemistryVI2017VIa[]fVIgfdWgfh 3.2 15

194 SynthesisIandIfullIcharacterizationIofIanIiridiumIqWwIactivationIintermediateIofItheI
monocarbaWclosoWdodecaborateIanionXIChemicalhCommunicationsVI2016VIdbVI]feW]fh 5.8 33

193 ”nItheI”riginsIofI“onradiativeItxcitedIStateI§elaxationIinIprylISulfoxidesI§elevantItoIuluorescentI
rhemosensingXIJournalhofhthehAmericanhChemicalhSocietyVI2016VI]bgVI]dgghW]dghd 16.4 15

192 robaltIcomplexesIofItetradentateVIbipyridineWbasedImacrocyclesiItheirIstructuresVIpropertiesIandI
photocatalyticIprotonIreductionXIDaltonhTransactionsVI2016VIcdVI]fbfWcd 4.3 37

191 äunableI–hotochemicalZ§edoxI–ropertiesIofIR–henylthioSncorannulenesiIppplicationItoIaI
–hotovoltaicIseviceXIJournalhofhthehBrazilianhChemicalhSocietyVI2016VI 1.5 2

190 –entaindenocorannuleneiI–ropertiesVIpssembliesVIandIrIromplexXIAngewandtehChemiehwh
InternationalhEditionVI2016VIddVI]cecgW]ceda 16.4 39

189 –entaindenocorannuleneiI–ropertiesVIpssembliesVIandIre[IromplexXIAngewandtehChemieVI2016VI
]agVI]cgegW]cgfa 3.6 24
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188 xntramolecularIrâ��wIinsertionIvsXIuriedelâ��rraftsIcouplingIinducedIbyIsilylIcationWpromotedIrâ��uI
activationXIOrganichChemistryhFrontiersVI2015VIaVI][]gW][a] 5.2 28

187 StructureIandIdynamicsIinIunsymmetricallyIsubstitutedIfiveWcoordinateIiridacyclopentadieneI
complexesXIJournalhofhPhysicalhOrganichChemistryVI2015VIagVI]hhWa[a 2.1 3

186 MolecularIcompressionIchambersiIexceedingItheItulerImodulusXIJournalhofhPhysicalhOrganich
ChemistryVI2015VIagVIaabWaad 2.1 5

185 suäWbasedIvreenQsIfunctionIpathwaysImodelIforIpredictionIofIbridgeWmediatedIelectronicIcouplingXI
PhysicalhChemistryhChemicalhPhysicsVI2015VI]fVIb[gcaWdb 3.6 10

184 StereospecificI”xidativeIsemetallationIofIwighlyIuunctionalizedIrproR]VbWsieneSIromplexesiIpnI
txperimentalIandIromputationalIStudyXISynlettVI2015VIaeVIaacbWaace 2.2 2

183 äuningIelectronItransportIthroughIfunctionalizedIra[w][ImolecularIjunctionsXIJournalhofhChemicalh
TheoryhandhComputationVI2015VI]]VIch[[W][ 6.4 6

182 MechanismIofIphotocatalyticIhydrogenIgenerationIbyIaIpolypyridylWbasedIcobaltIcatalystIinI
aqueousIsolutionXIInorganichChemistryVI2015VIdcVIeceWdf 5.1 94

181 ähiopheneWfusedIbowlWshapedIpolycyclicIaromaticsIwithIaIdibenzoπaVg]corannuleneIcoreIforIorganicI
fieldWeffectItransistorsXIChemicalhCommunicationsVI2015VId]VI]eg]Wc 5.8 63

180 txtendedIrorannulenesiIpromaticIqowlZSheetIwybridizationXIAngewandtehChemieVI2015VI]afVI][hcaW][hce3.6 26

179 txtendedIrorannulenesiIpromaticIqowlZSheetIwybridizationXIAngewandtehChemiehwhInternationalh
EditionVI2015VIdcVI][fhaWe 16.4 44

178 qoronicIestersIofIcorannuleneiIpotentialIbuildingIblocksItowardIicosahedralIsupramoleculesXI
OrganichChemistryhFrontiersVI2015VIaVIeaeWebb 5.2 27

177 quckybowlIsuperatomIstatesiIaIuniqueIrouteIforIelectronItransportnXIPhysicalhChemistryhChemicalh
PhysicsVI2015VI]fVIe]]cWa] 3.6 20

176 ähroughWspaceIinteractionsIinIenshroudedImWterphenylsilanesXIJournalhofhPhysicalhOrganich
ChemistryVI2014VIafVIaffWagb 2.1 3

175 xnducedWfitIcatalysisIofIcorannuleneIbowlWtoWbowlIinversionXINaturehChemistryVI2014VIeVIaaaWg 17.6 122

174 ruRxSIandIpgRxSIcomplexesIofIfV][WbisW“WheterocycleWdiazafluoranthenesiIprogrammedImolecularI
gridsnXIDaltonhTransactionsVI2014VIcbVI]][afWbg 4.3 7

173 rorannuleneIderivativesIasInonWfullereneIacceptorsIinIsolutionWprocessedIbulkIheterojunctionIsolarI
cellsXIJournalhofhMaterialshChemistryhAVI2014VIaVIa[d]dWa[d]h 13 56

172 rloseIcovalentIcontactsiIgaugingImolecularIcompressionIinIaImolecularIcompressionIchamberXI
PhysicalhChemistryhChemicalhPhysicsVI2014VI]eVI]bfhWgc 3.6 6

171 SynthesisIofIqioconjugatedIsymWpentasubstitutedIcorannulenesiIexperimentalIandItheoreticalI
investigationsIofIsupramolecularIarchitecturesXIBioconjugatehChemistryVI2014VIadVI]]dWag 6.3 26
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170 StructureWpropertyIrelationshipsIofIcurvedIaromaticImaterialsIfromIfirstIprinciplesXIAccountshofh
ChemicalhResearchVI2014VIcfVIbb][Wa[ 24.3 19

169 rodeIinteroperabilityIandIstandardIdataIformatsIinIquantumIchemistryIandIquantumIdynamicsiIäheI
 dZsdrostIdataImodelXIJournalhofhComputationalhChemistryVI2014VIbdVIe]]Wa] 3.5 17

168 tlectronItransportIandIopticalIpropertiesIofIcurvedIaromaticsXIWileyhInterdisciplinaryhReviews:h
ComputationalhMolecularhScienceVI2013VIbVI]W]a 7.9 18

167  uadrupleIanionicIbuckybowlsIbyIsolidWstateIchemistryIofIcorannuleneIandIcesiumXIJournalhofhtheh
AmericanhChemicalhSocietyVI2013VI]bdVI]agdfWe[ 16.4 24

166 äunableIstarWshapedItriphenylamineIfluorophoresIforIfluorescenceIquenchingIdetectionIandI
identificationIofInitroWaromaticIexplosivesXIChemicalhCommunicationsVI2013VIchVIfg[Wa 5.8 78

165 StaticIandIuieldW”rientedI–ropertiesIofIqowlWShapedI–olynuclearIpromaticIwydrocarbonI
uragmentsXIJournalhofhChemicalhTheoryhandhComputationVI2013VIhVIcfhfWg[c 6.4 11

164
sefinedWSectorItxplicitISolventIinIrontinuumIrlusterIModelIforIromputationalI–redictionIofIpzaiI
ronsiderationIofISecondaryIuunctionalityIandIwigherIsegreeIofISolvationXIJournalhofhChemicalh
TheoryhandhComputationVI2013VIhVI][afWbd

6.4 10

163 ”fIgraphsIandIgraphenesiImolecularIdesignIandIchemicalIstudiesIofIaromaticIcompoundsXI
AngewandtehChemiehwhInternationalhEditionVI2013VIdaVIdcbeWg 16.4 25

162 üonIvraphenIundIvrapheneniImolekularesIsesignIundIchemischeIStudienIaromatischerI
üerbindungenXIAngewandtehChemieVI2013VI]adVIddceWddcg 3.6 12

161 rhemistryIatItheIalkyneWcarbeneIintersectioniIaImetallacyclobuteneW˛•bWvinylcarbeneIequilibrationXI
JournalhofhthehAmericanhChemicalhSocietyVI2013VI]bdVIggaeWh 16.4 15

160 StructuralIrharacterizationIofIRrdwdSroR––hbSR˛•aWalkyneSIandIRrdwdSroR˛•aWalkyneSIromplexesIofI
wighlyI–olarizedIplkynesXIOrganometallicsVI2013VIbaVIdcfbWdcg[ 3.8 9

159 MolecularIspurIgearsIcomprisingItriptyceneIrotatorsIandIbibenzimidazoleWbasedIstatorsXIJournalhofh
thehAmericanhChemicalhSocietyVI2012VI]bcVI]dagWbd 16.4 101

158 StructuralVIopticalVIandIelectrochemicalIpropertiesIofIthreeWdimensionalIpushWpullIcorannulenesXI
JournalhofhOrganichChemistryVI2012VIffVI]][]cWae 4.2 60

157 sefinedWsectorIexplicitIsolventIinItheIcontinuumImodelIapproachIforIcomputationalIpredictionIofI
pzIaXIMolecularhPhysicsVI2012VI]][VIac[]Wac]a 1.7 5

156 MolecularInestingIinIcoWcrystalsIofItetrabenzoquadrannuleneIandIre[iIapplicationIofItheIsphereIinI
aIconeImodelXIChemicalhCommunicationsVI2012VIcgVIhggaWc 5.8 22

155 “ewIperspectivesIonIpolyoxometalateIcatalystsiIalcoholIoxidationIwithIηnZSbWpolyoxotungstatesXI
ChemistryhwhAhEuropeanhJournalVI2012VI]gVI]bahbWg 4.8 40

154 –entagonalItilingIwithIbuckybowlsiIpentamethylcorannuleneIonIruR]]]SXIPhysicalhChemistryh
ChemicalhPhysicsVI2012VI]cVI]bbedWh 3.6 15

153 SynthesisIandIcharacterizationIofIopenIandIsandwichWtypeIpolyoxometalatesIrevealsI
visibleWlightWdrivenIwaterIoxidationIviaI–”MWphotosensitizerIcomplexesXIGreenhChemistryVI2012VI]cVI]eg[10 114
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152 qasicityIofIRaVeW–yridinoSparacyclophanesiILoneI–airâ��ˇ�VIrationâ��ˇ�VIandISolvationItffectsXI
AngewandtehChemieVI2012VI]acVIahdfWahe[ 3.6 2

151 qasicityIofIRaVeWpyridinoSparacyclophanesiIloneIpairWˇ�VIcationWˇ�VIandIsolvationIeffectsXIAngewandteh
ChemiehwhInternationalhEditionVI2012VId]VIah[bWe 16.4 11

150 rompetitionIbetweenIˇ�WareneIandIloneWpairIhalogenIcoordinationIofIsilyliumIionsnXIJournalhofhtheh
AmericanhChemicalhSocietyVI2011VI]bbVI]]gccWe 16.4 37

149 tffectIofImolecularIpackingIonIcorannuleneWbasedImaterialsIelectroluminescenceXIJournalhofhtheh
AmericanhChemicalhSocietyVI2011VI]bbVI]c[[aWh 16.4 74

148 –rotonWcatalyzedVIsilaneWfueledIuriedelWrraftsIcouplingIofIfluoroarenesXIScienceVI2011VIbbaVIdfcWf 33.3 248

147 StereoselectiveIroordinationIofIrdWSymmetricIrorannuleneIserivativesIwithIanItnantiomericallyI
–ureIπ§hxRnbdTS]IMetalIromplexXIAngewandtehChemieVI2011VI]abVIghdWghf 3.6 10

146 StereoselectiveIcoordinationIofIrdWsymmetricIcorannuleneIderivativesIwithIanIenantiomericallyI
pureIπ§hRxSRnbdTS]ImetalIcomplexXIAngewandtehChemiehwhInternationalhEditionVI2011VId[VIgedWf 16.4 45

145
qackIroveriIStereoselectiveIroordinationIofIrdWSymmetricIrorannuleneIserivativesIwithIanI
tnantiomericallyI–ureIπ§hxRnbdTS]IMetalIromplexIRpngewXIrhemXIxntXItdXIcZa[]]SXIAngewandteh
ChemiehwhInternationalhEditionVI2011VId[VIheeWhee

16.4

144 SurfaceWassistedIbowlWinWbowlIstackingIofInonplanarIaromaticIhydrocarbonsXIChemicalh
CommunicationsVI2011VIcfVIfhhdWf 5.8 28

143 LargeIxnducedIxnterfaceIsipoleIMomentsIwithoutIrhargeIäransferiIquckybowlsIonIMetalISurfacesXI
JournalhofhPhysicalhChemistryhLettersVI2011VIaVIag[dWag[h 6.4 39

142
xmplementationIandI–erformanceIofIsuäWsIwithI§espectItoIqasisISetIandIuunctionalIforIStudyIofI
sispersionIxnteractionsIinI“anoscaleIpromaticIwydrocarbonsXIJournalhofhChemicalhTheoryhandh
ComputationVI2010VIeVI]hac

6.4 4

141
pssessmentIofIsuäIandIsuäWsIforI–otentialItnergyISurfacesIofI§areIvasIärimersWxmplementationI
andIpnalysisIofIuunctionalsIandItxtrapolationI–roceduresXIJournalhofhChemicalhTheoryhandh
ComputationVI2010VIeVI]hd]Wed

6.4 7

140 äheoreticalIinvestigationIofItheIbindingIprocessIofIcorannuleneIonIaIruR]]]SIsurfaceXIJournalhofh
PhysicalhChemistryhAVI2010VI]]cVIggecWfa 2.8 21

139
pIphotochemicalImetalloceneIrouteItoIanionicIenediynesiIsynthesisVIsolidWstateIstructuresVIandIabI
initioIcomputationsIonIcyclopentadienidoenediynesXIJournalhofhthehAmericanhChemicalhSocietyVI2010
VI]baVI]][b[Wa

16.4 2

138 xntramolecularIhalogenIstabilizationIofIsilyliumIionsIdirectsIgearingIdynamicsXIJournalhofhtheh
AmericanhChemicalhSocietyVI2010VI]baVIfgagWh 16.4 50

137 tfficientIdiscoveryIofIfluorescentIchemosensorsIbasedIonIaIbiarylpyridineIscaffoldXIOrganichLettersVI
2010VI]aVIhc[Wb 6.2 18

136 SynthesisVIstructureIandIpropertiesIofIdecakisRphenylthioScorannuleneXIOrganichandhBiomolecularh
ChemistryVI2010VIgVIdbWd 3.9 39

135 SymmetryIandIpolarWˇ�IeffectsIonItheIdynamicsIofIenshroudedIarylWalkyneImolecularIrotorsXI
ChemicalhScienceVI2010VI]VI][a 9.4 34
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134 rnuIpctivationIofIuluorobenzeneIbyISilyliumIrarboranesiItvidenceIforIxncipientI–henylIrationI
§eactivityXIAngewandtehChemieVI2010VI]aaVIfeg]Wfegc 3.6 41

133 rWuIactivationIofIfluorobenzeneIbyIsilyliumIcarboranesiIevidenceIforIincipientIphenylIcationI
reactivityXIAngewandtehChemiehwhInternationalhEditionVI2010VIchVIfd]hWaa 16.4 86

132 ähermodynamicIandIcomputationalIstudiesIonItheIbindingIofIpdbWderivedIpeptidesIandI
peptidomimeticIinhibitorsItoIwsMaXIChemBioChemVI2009VI][VI]be[Wg 3.8 14

131 §eversibleIphaseItransitionsIinIaIbuckybowlImonolayerXIAngewandtehChemiehwhInternationalhEditionVI
2009VIcgVI]heeWh 16.4 64

130 SynthesisIandIcrystalIstructureIofIaIsilylWstabilizedIallylIcationIformedIbyIdisruptionIofIanIareneIbyIaI
protonationWhydrosilylationIsequenceXIAngewandtehChemiehwhInternationalhEditionVI2009VIcgVIbfgfWh[ 16.4 28

129 t§xIsortingIforIemergingIprocessorIarchitecturesXIComputerhPhysicshCommunicationsVI2009VI]g[VI]aa]W]aah4.2 5

128
xmplementationIandI”ptimizationIofIsuäWsZr”SabIwithI§espectItoIqasisISetIandIuunctionaliI
ppplicationItoI–olarI–rocessesIofIuurfuralIserivativesIinISolutionXIJournalhofhChemicalhTheoryhandh
ComputationVI2009VIdVIaffaWge

6.4 8

127 –hotophysicsIofImanisylWsubstitutedIaWpyridinWaWylW]V][WphenanthrolinesXIsualIemissionIdependentI
onIstructureIandIsolventXIPhysicalhChemistryhChemicalhPhysicsVI2009VI]]VIdc[gW]d 3.6 6

126 pbIinitioIquantumIchemicalIcomputationsIofIsubstituentIeffectsIonItriaziridineIstrainIenergyIandI
heatIofIformationXIPhysicalhChemistryhChemicalhPhysicsVI2009VI]]VIabgfWhd 3.6 10

125 sielsWplderIreactionsIofIbVeWdisubstitutedI]VaVcVdWtetrazinesXISynthesisIandIXWrayIcrystalIstructuresI
ofIdiazafluorantheneIderivativesXIOrganichandhBiomolecularhChemistryVI2009VIfVIa[gaWha 3.9 13

124
SynthesisVIXWrayIcrystalIstructuresVIandIcomputationalIstudiesIofI]V]QWbridgedI
cVcQWdiarylWaVaQWbibenzimidazolesiIbuildingIblocksIforIsupramolecularIstructuresXIOrganichandh
BiomolecularhChemistryVI2009VIfVIabcfWda

3.9 9

123 ]VbVcVeVfVhWwexamethylbenzoπ]VaWcibVcWcQidVeWcQQ]trithiopheneiIaItwistedIheteroareneXIOrganichandh
BiomolecularhChemistryVI2009VIfVIafcgWdd 3.9 5

122 ppplicationIofIStructuralI–rinciplesItoItheIsesignIofIäriptyceneWqasedIMolecularIvearsIwithI–arallelI
pxesXIChimiaVI2009VIebVIa[]Wa[c 1.3 13

121 ö“xr”§tI2009VIe]dWecb 3

120 MultiethynylIcorannulenesiIsynthesisVIstructureVIandIpropertiesXIJournalhofhthehAmericanhChemicalh
SocietyVI2008VI]b[VI][fahWbh 16.4 118

119
ähroughWspaceIinteractionsIbetweenIparallelWoffsetIarenesIatItheIvanIderI−aalsIdistanceiI
]VgWdiarylbiphenyleneIsynthesesVIstructureIandI MIcomputationsXIPhysicalhChemistryhChemicalh
PhysicsVI2008VI][VIaegeWhc

3.6 81

118 StericIisotopeIeffectsIgaugedIbyItheIbowlWinversionIbarrierIinIselectivelyIdeuteratedI
pentaarylcorannulenesXIJournalhofhthehAmericanhChemicalhSocietyVI2008VI]b[VI]dgbWh] 16.4 46

117 §eactionsIofIaImetallacyclobuteneIcomplexIwithIalkenesXIJournalhofhthehAmericanhChemicalhSocietyVI
2008VI]b[VI][[hbWd 16.4 17
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116  uantumItunnelingIinIbiologicalIreactionsiItheIinterplayIbetweenItheoryIandIexperimentsXIJournalh
ofhthehBrazilianhChemicalhSocietyVI2008VI]hVIa[eWa][ 1.5 11

115 önitingIextrinsicIvectorizationIandIshellIstructureIforIefficientISxMsIevaluationIofIelectronI
repulsionIintegralsXIChemicalhPhysicsVI2008VIbchVI]cfW]df 2.3 4

114  uantumIchemicalIpredictionIofItheI]brI“M§IshiftsIinIalkylIandIchlorocorannulenesiIcorrectionIofI
chlorineIeffectsXITheoreticalhChemistryhAccountsVI2008VI]a[VIhdW][e 1.9 12

113 äowardsIaIspecialWpurposeIcomputerIforIwartreeâ��uockIcomputationsXITheoreticalhChemistryh
AccountsVI2008VI]a[VI]bbW]db 1.9 8

112 MarkISXIvordonXITheoreticalhChemistryhAccountsVI2008VI]a[VI]Wc 1.9 5

111 SynthesisIofIaVeWdiarylphenyldimethylsilylIcationsiIpolarWpiIdistributionIofIcationIcharacterXI
AngewandtehChemiehwhInternationalhEditionVI2008VIcfVI]f]hWaa 16.4 69

110 ModulatingItheILewisIacidityIofIboronIusingIaIphotoswitchXIAngewandtehChemiehwhInternationalh
EditionVI2008VIcfVId[bcWf 16.4 82

109 ”nIt§xIsortingIforISxMsIexecutionIofIlargeWscaleIwartreeâ��uockISruXIComputerhPhysicsh
CommunicationsVI2008VI]fgVIg]fWgbc 4.2 8

108
xmplementationIandI–erformanceIofIsuäWsIwithI§espectItoIqasisISetIandIuunctionalIforIStudyIofI
sispersionIxnteractionsIinI“anoscaleIpromaticIwydrocarbonsXIJournalhofhChemicalhTheoryhandh
ComputationVI2008VIcVIa[b[Wcg

6.4 149

107 rhemomentumIWIö“xr”§tIeIqasedIxnfrastructureIforIromplexIppplicationsIinIScienceIandI
äechnologyXILecturehNoteshinhComputerhScienceVI2008VIgaWhb 0.9 19

106
SynthesisVIstructureVIandIisomerizationIofIdecapentynylcorannuleneiIenediyneI
cyclizationZinterconversionIofIrRc[S§R][SIisomersXIJournalhofhthehAmericanhChemicalhSocietyVI2007VI
]ahVI]ae]aWb

16.4 26

105 pIsimpleImodelIsystemIforItheIstudyIofIcarbohydrateWWaromaticIinteractionsXIJournalhofhtheh
AmericanhChemicalhSocietyVI2007VI]ahVIagh[Wh[[ 16.4 94

104
§earrangementIofIxridabenzvalenesItoIxridabenzenesIandZorI˛•dWryclopentadienyliridiumRxSI
romplexesiIItxperimentalIandIromputationalIpnalysisIofItheIxnfluenceIofISilylI§ingISubstituentsI
andI–hosphineILigands´§XIOrganometallicsVI2007VIaeVIbhdfWbheg

3.8 50

103 ”pticalI–ropertiesIofI–hthalocyanineIandI“aphthalocyanineIrompoundsXIJournalhofhChemicalh
TheoryhandhComputationVI2007VIbVIgf[Wf 6.4 32

102 ronvertingImassiveIäL–ItoIsL–I2007VI 2

101 StereoselectivityIandIexpandedIsubstrateIscopeIofIanIengineeredI–L–WdependentIaldolaseXI
AngewandtehChemiehwhInternationalhEditionVI2006VIcdVIegacWe 16.4 32

100 txploringIbiomolecularImachinesiIenergyIlandscapeIcontrolIofIbiologicalIreactionsXIPhilosophicalh
TransactionshofhthehRoyalhSocietyhB:hBiologicalhSciencesVI2006VIbe]VI]cbhWcb 5.8 24

99 sodecamethoxyWIandIhexaoxotricyclobutabenzeneiIsynthesisIandIcharacterizationXIJournalhofhtheh
AmericanhChemicalhSocietyVI2006VI]agVI][[baWb 16.4 65

(2006-2008)
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98 StereoselectivityIandItxpandedISubstrateIScopeIofIanItngineeredI–L–WsependentIpldolaseXI
AngewandtehChemieVI2006VI]]gVIehfgWehg[ 3.6 12

97 SynthesisIofIfluoranthenesIandIindenocorannulenesiIelucidationIofIchiralIstereoisomersIonItheI
basisIofIstaticImolecularIbowlsXIJournalhofhthehAmericanhChemicalhSocietyVI2006VI]agVIegf[Wgc 16.4 117

96 ModulationIofIfragmentalIchargeItransferIviaIhydrogenIbondsXIsirectImeasurementIofIelectronicI
contributionsXIJournalhofhPhysicalhChemistryhAVI2006VI]][VIc]aWa] 2.8 12

95 dgIrhodiumIandIiridiumIcomplexesIofIcorannuleneXIJournalhofhthehAmericanhChemicalhSocietyVI2006VI
]agVI][eccWd 16.4 64

94 ”paliISimple−ebIServicesI−rappersIforIScientificIppplicationsI2006VI 19

93 txperimentalIandIcomputationalIinvestigationIofItheIuncatalyzedIrearrangementIandIeliminationI
reactionsIofIisochorismateXIJournalhofhthehAmericanhChemicalhSocietyVI2006VI]agVIa[cbWd] 16.4 27

92 vtMSä”“tiIv§xsIt“pqLtsIM”LtröLp§ISrxt“rtIäw§”övwI”“Lx“tI“tä−”§ztsI
t“üx§”“Mt“äSI2006VI 7

91 ScientificI−orkflowIxnfrastructureIforIromputationalIrhemistryIonItheIvridXILecturehNoteshinh
ComputerhScienceVI2006VIehWfe 0.9 7

90 xsochorismateIpyruvateIlyaseiIaIpericyclicIreactionImechanismnXIJournalhofhthehAmericanhChemicalh
SocietyVI2005VI]afVI]d[[aWb 16.4 65

89 ppplicationIofIgridIcomputingItoIparameterIsweepsIandIoptimizationsIinImolecularImodelingXI
FuturehGenerationhComputerhSystemsVI2005VIa]VIafWbd 7.5 27

88 xncorporationIofImiddlewareIandIgridItechnologiesItoIenhanceIusabilityIinIromputationalI
rhemistryIapplicationsXIFuturehGenerationhComputerhSystemsVI2005VIa]VIbW][ 7.5 9

87 pIurameworkIforItheIsesignIandI§euseIofIvridI−orkflowsXILecturehNoteshinhComputerhScienceVI2005VI]a[W]bb0.9 40

86 rlusterIandIvridIxnfrastructureIforIromputationalIrhemistryIandIqiochemistryI2005VIdb]Wdd[ 1

85 pIsynamicIsataIsrivenIvridISystemIforIxntraWoperativeIxmageIvuidedI“eurosurgeryXILecturehNotesh
inhComputerhScienceVI2005VIefaWefh 0.9 5

84 xncorporationIofIMiddlewareIandIvridIäechnologiesItoItnhanceIösabilityIinIromputationalI
rhemistryIppplicationsXILecturehNoteshinhComputerhScienceVI2004VIfdWga 0.9

83 ppplyingIvridIromputingItoItheI–arameterISweepIofIaIvroupIsifferenceI–seudopotentialXILectureh
NoteshinhComputerhScienceVI2004VI]cgW]dd 0.9 5

82 –arameterIscanIofIanIeffectiveIgroupIdifferenceIpseudopotentialIusingIgridIcomputingXINewh
GenerationhComputingVI2004VIaaVI]bfW]ce 0.9 19

81 StabilizationIofIbenzeneIversusIoligoacetylenesiInotIanotherIscaleIforIaromaticityXIJournalhofh
PhysicalhOrganichChemistryVI2004VI]fVIfc[Wfca 2.1 12
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80 §ingIselectivityIandImigratoryIaptitudeIofIrpT§uUIcomplexationItoIacecorannuleneXIChemicalh
CommunicationsVI2004VIhd[W] 5.8 34

79 sirectIexperimentalIevaluationIofIchargeIschemeIperformanceIbyIaImolecularIchargeWmeterXI
JournalhofhthehAmericanhChemicalhSocietyVI2004VI]aeVIdghfWh[d 16.4 30

78 StructuralItffectsIofIvroupIüxIMetalIäricarbonylIqindingItoIqenzenoidI§ingsiIxnterruptionIofI
ronjugationIorItnhancedIpromaticitynXIHelveticahChimicahActaVI2003VIgeVI]dgfW]dhf 2 5

77 ”utlyingIrhargeVIStabilityVItfficiencyVIandIplgorithmicItnhancementsIinItheI uantumWMechanicalI
SolvationIMethodVIr”SabWvpMtSSXIHelveticahChimicahActaVI2003VIgeVIc]]aWc]ba 2 7

76 pbIxnitioIStructureZ§eactivityIxnvestigationsIofIxlludinWqasedIpntitumorIpgentsiIpIModelIforI
§eactionIinIvivoXIHelveticahChimicahActaVI2003VIgeVIc]bbWc]d] 2 7

75 SynthesisIandIpropertiesIofIsymWpentasubstitutedIderivativesIofIcorannuleneXIOrganichLettersVI2003
VIdVIf]bWe 6.2 77

74 pnIexperimentalIlookIintoIsubelectronIchargeIflowXIJournalhofhthehAmericanhChemicalhSocietyVI2003VI
]adVI]af[eWf 16.4 7

73 ähroughWspaceIinteractionsIbetweenIfaceWtoWfaceVIcenterWtoWedgeIorientedIarenesiIimportanceIofI
polarWpiIeffectsXIOrganichandhBiomolecularhChemistryVI2003VI]VI]dfWea 3.9 106

72 §ingWstrainIeffectsIonItheIoxidationIpotentialIofIenediynesIandIenediyneIcomplexesXIOrganichandh
BiomolecularhChemistryVI2003VI]VIfebWe 3.9 9

71 ulexibilityIandImolecularIrecognitionIinItheIimmuneIsystemXIProceedingshofhthehNationalhAcademyhofh
ScienceshofhthehUnitedhStateshofhAmericaVI2003VI][[VIhaWf 11.5 101

70 MultipleIversusIsingleIpathwaysIinIelectronItransferIinIproteinsiIIxnfluenceIofIproteinIdynamicsIandI
hydrogenIbondsXIJournalhofhChemicalhPhysicsVI2003VI]]hVIbdd[Wbddg 3.9 26

69 ManagementIofI−ebIandIpssociatedIvridIäechnologiesIforI uantumIrhemistryIromputationXI
LecturehNoteshinhComputerhScienceVI2003VI]]]W]a] 0.9 4

68 rontrolledIplcoholâ��zetoneIxnterconversionIbyIsihydrogenIäransferiIIpnIabIxnitioIStudyIofItheI
Methanolâ��uormaldehydeIromplexXIJournalhofhPhysicalhChemistryhAVI2002VI][eVIhd]aWhd]h 2.8 8

67 MutualIcontrolIofIaxialIandIequatorialIligandsiImodelIstudiesIwithIπ“i]WbacteriochlorophyllWaXI
JournalhofhthehAmericanhChemicalhSocietyVI2002VI]acVIgc[eW]d 16.4 19

66 sirectingIpowerIofIcyclobutenoidIannelationsIonItheIdoubleIbondsIofIplanarIcyclooctatetraenesXI
JournalhofhthehAmericanhChemicalhSocietyVI2002VI]acVIdd]cWf 16.4 21

65 qasketsVIcoveredIbasketsVIandIbasketIballsiIcorannuleneIbasedIcyclophanesIasIfullereneImimicsXI
TetrahedronVI2001VIdfVIbfbfWbfca 2.4 25

64  uantumImechanicalIdesignsItowardIplanarIdelocalizedIcyclooctatetraeneiIaInewItargetIforI
synthesisXIJournalhofhthehAmericanhChemicalhSocietyVI2001VI]abVI]fddWh 16.4 45

63
StructureZenergyIcorrelationIofIbowlIdepthIandIinversionIbarrierIinIcorannuleneIderivativesiI
combinedIexperimentalIandIquantumImechanicalIanalysisXIJournalhofhthehAmericanhChemicalhSocietyVI
2001VI]abVId]fWad

16.4 246

(2001-2004)
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62
SynthesisIandI–ropertiesIofIaVbWsihydroW]wWcorannulenoπaVbWcd]pyridineI
RlaVbWsihydroW]wWdibenzoπ]V][IiIeVf]fluoranthenoπbVcWcd]pyridineSIserivativesiIweterocyclicI
periWpnellatedIrorannulenesXIHelveticahChimicahActaVI2000VIgbVIaeccWaedc

2 9

61 MultithreadedIsharedImemoryIparallelIimplementationIofItheIelectronicIstructureIcodeIvpMtSSXI
ComputerhPhysicshCommunicationsVI2000VI]agVIddWee 4.2 12

60 xonizationIofIcorannuleneIandI]VeWdimethylcorannuleneiIphotoelectronIspectraVIelectrochemistryVI
chargeItransferIbandsIandIabIinitioIcomputationsXITetrahedronhLettersVI2000VIc]VIcd]hWcdaa 2 45

59 äheIstructureIofItheIchromophoreIwithinIss§edVIaIredIfluorescentIproteinIfromIcoralXIProceedingsh
ofhthehNationalhAcademyhofhScienceshofhthehUnitedhStateshofhAmericaVI2000VIhfVI]]hh[Wd 11.5 509

58 äheISilabenzenesiIIStructureVI–ropertiesVIandIpromaticityXIOrganometallicsVI2000VI]hVI]cffW]cgf 3.8 105

57 pbIxnitioIromputationalIStudyIofItnvironmentallyIwarmfulIvasolineIpdditivesiIIMethylItertWqutylI
ttherIandIpnaloguesXIJournalhofhPhysicalhChemistryhAVI2000VI][cVI]]][eW]]]][ 2.8 11

56 vroundIstateIgasIandIsolutionIphaseIconformationalIdynamicsIofIpolarIprocessesiIuurfuralIsystemsXI
JournalhofhChemicalhPhysicsVI2000VI]]bVIfd]hWfdah 3.9 29

55
”pticalIpbsorptionIandIromputationalIStudiesIofIπ“i]WqacteriochlorophyllWaXI“ewIxnsightIintoI
rhargeIsistributionIbetweenIMetalIandILigandsXIJournalhofhthehAmericanhChemicalhSocietyVI2000VI
]aaVIbhbfWbhcc

16.4 37

54 xmplementationIandIrefinementIofItheImodifiedWconductorlikeIscreeningIquantumImechanicalI
solvationImodelIatItheIM–aIlevelXIJournalhofhChemicalhPhysicsVI2000VI]]bVIfd]]Wfd]g 3.9 12

53 §einvestigationIofIˇ�WallylIcationsiIwighIlevelIpbIinitioIquantumImechanicalIpredictionsXITetrahedronh
LettersVI1999VIc[VIbd[bWbd[e 2 5

52 pccurateIabIinitioIanharmonicIforceIfieldIandIheatIofIformationIforIsilaneXIMolecularhPhysicsVI1999VI
hfVIhcdWhdb 1.7 29

51 xnterconversionIandI§eactionsIofxnWIand”utWxsomersIofIaIäriarylphosphineWrontainingIryclophaneXI
JournalhofhthehAmericanhChemicalhSocietyVI1999VI]a]VI]a[gaW]a[gf 16.4 20

50 äheIStructureIofIwexabenzotriphenyleneIandItheI–roblemIofI”vercrowdedIâ��sbhâ��I–olycyclicI
promaticIrompoundsXIJournalhofhthehAmericanhChemicalhSocietyVI1999VI]a]VIfafWfbb 16.4 73

49 ranastanesiIIpbIxnitioI uantumIMechanicalI–redictionIofI“ewIrurvedI–olynuclearIpromaticI
wydrocarbonIMotifXIJournalhofhthehAmericanhChemicalhSocietyVI1999VI]a]VIdbbaWdbbb 16.4 20

48 rorrelationIofItmpiricalI˛·RäMSSIandIpbsoluteI“M§IrhemicalIShiftsI–redictedIbyIabIxnitioI
romputationsXIJournalhofhPhysicalhChemistryhAVI1999VI][bVIc[bgWc[ca 2.8 83

47 SynthesisIandI uantumIMechanicalIStructureIofIsymW–entamethylcorannuleneIandI
secamethylcorannuleneXIJournalhofhthehAmericanhChemicalhSocietyVI1999VI]a]VIfcbhWfcc[ 16.4 79

46 tnvelopeWulipIsynamicsIinIrproRsieneSIromplexesiIIanIabIxnitioI uantumIMechanicalIStudyXI
JournalhofhPhysicalhChemistryhAVI1999VI][bVI][]aeW][]b] 2.8 7

45 XW§ayIcrystalIandIabIinitioIstructureIofIbWethynylcyclopropeneiIaIcuriouslyIshortIcarbonâ��carbonI
doubleIbondXIChemicalhCommunicationsVI1998VI]]bfW]]bg 5.8 10
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44 äheI“atureIofItheILongIqondIinIbVgWsichloroW]V]VaVaWtetraphenylcyclobutaπb]naphtheneXIJournalhofh
thehAmericanhChemicalhSocietyVI1998VI]a[VIe]efWe]eg 16.4 40

43 wexahaptoIMetalIroordinationItoIrurvedI–olyaromaticIwydrocarbonISurfacesi´ IäheIuirstIäransitionI
MetalIrorannuleneIromplexXIJournalhofhthehAmericanhChemicalhSocietyVI1997VI]]hVIcfg]Wcfga 16.4 114

42 uirstIprinciplesIimplementationIofIsolventIeffectsIwithoutIoutlyingIchargeIerrorXIJournalhofh
ChemicalhPhysicsVI1997VI][eVIeeaaWeebb 3.9 177

41 vlycolonitrileIoligomerizationiIstructureIofIisolatedIoxazolinesVIpotentialIheterocyclesIonItheIearlyI
earthXIJournalhofhOrganichChemistryVI1997VIeaVIddaaWd 4.2 11

40 rorannuleneWbasedIfullereneIfragmentsIra[w][Wrd[w][iIwhenIdoesIaIbuckybowlIbecomeIaI
buckytubenXITheoreticalhChemistryhAccountsVI1997VIhfVIefWf] 1.9 66

39
pbIxnitioIsensityIuuntionalIvsIwartreeIuockI–redictionsIforItheIStructureIofIπ]g]pnnuleneiItvidenceI
forIqondILocalizationIandIsiminishedI§ingIrurrentsIinIqicycloannelatedIπ]g]pnnulenesXI
AngewandtehChemiehInternationalhEditionhinhEnglishVI1997VIbeVIfcdWfcg

37

38
üoraussagenIzurIStrukturIvonIπ]g]pnnulenenImitIabWinitioWsichtefunktionalWIundI
wartreeWuockW§echnungenIimIüergleichiIqelegeIfˆ…rIqindungslokalisierungIundIverringerteI
§ingstrˆ¶meIinIbicycloanelliertenIπ]g]pnnulenenXIAngewandtehChemieVI1997VI][hVIfedWfeg

3.6 1

37 StructureIandIsynamicsIofItheIrrRr”SbIromplexesIofIäriquinaceneIandIsimethylenecyclobuteneIbyI
wartreeâ��uockIandIsensityIuunctionalIMethodsXIThehJournalhofhPhysicalhChemistryVI1996VI][[VIe]]]We]]d 8

36 SynthesisIandIrharacterizationIofItheIuirstIrorannuleneIryclophaneXIJournalhofhthehAmericanh
ChemicalhSocietyVI1996VI]]gVIafdcWafdd 16.4 118

35 qondIuixationIinIaIπ]c]pnnuleneiIISynthesisVIrharacterizationVIandIabIxnitioIromputationsIofIuuranI
pdductsIofIsimethyldihydropyreneXIJournalhofhthehAmericanhChemicalhSocietyVI1996VI]]gVIah[fWah]] 16.4 27

34 –arallelIimplementationIofIsemiempiricalIquantumImethodsIforItheIxntelIplatformsXIJournalhofh
MathematicalhChemistryVI1996VI]hVIgfW][h 2.1 5

33  MüiewiIaIcomputationalIchemistryIthreeWdimensionalIvisualizationItoolIatItheIinterfaceIbetweenI
moleculesIandImankindXIJournalhofhMolecularhGraphicsVI1995VI]bVIebWeVIe] 49

32 LongIrnrIsingleIbondsIinIanthraceneIdimersiIäheIstructureIofIbiRanthraceneWhV][WdimethyleneSI
photodimerIisIredeterminedXITetrahedronhLettersVI1995VIbeVIgcdWgcg 2 36

31 äheIcrystalIstructureIofIaIheptiptyceneWchlorobenzeneIclathrateXITetrahedronhLettersVI1995VIbeVIac]hWacaa2 26

30 –artialIbondIlocalizationIinItheIcrystalIstructureIofItrisbicycloπaXaX]]heptabenzeneIandIitsIeffectIonI
rrWareneIdynamicsXITetrahedronhLettersVI1995VIbeVIcbghWcbha 2 36

29 –romisesIandI–erilsIofI–arallelISemiempiricalI uantumIMethodsXIACShSymposiumhSeriesVI1995VIhfW]]b 0.4

28 ppplicationsIofI–arallelIvpMtSSXIACShSymposiumhSeriesVI1995VIahWce 0.4 2

27 SolventVIxsotopeVIandISubstituentItffectsIonItheIqimolecularItlectronIäransferI§eactionIbetweenI
rhlorineI”xideIandIqenzenesXIThehJournalhofhPhysicalhChemistryVI1995VIhhVI]bhbgW]bhcf 14

(1995-1998)

13



26 SynthesisIandIrharacterizationIofIärisbicycloπaX]X]]hexabenzeneVIaIwighlyIStrainedI
qicycloannelatedIqenzeneXIJournalhofhthehAmericanhChemicalhSocietyVI1995VI]]fVIa][aWa][b 16.4 84

25 äheIrentralIqondILengthIinI]VaWsiarylethanesXIJournalhofhthehAmericanhChemicalhSocietyVI1995VI]]fVIccfhWccga16.4 22

24
zristallographischerI“achweisIderIryclohexatrienWStrukturIvonIärisRbicycloπaX]X]]hexenoSbenzoliI
qindungslˆ⁄ngenalternanzInachI−iderlegungIderIMillsW“ixonWäheorieXIAngewandtehChemieVI1995VI
][fVI]dfdW]dff

3.6 33

23
XW§ayIsiffractionItvidenceIforIaIryclohexatrieneIMotifIinItheIMolecularIStructureIofI
ärisRbicycloπaX]X]]hexenoSbenzeneiIqondIplternationIafterItheI§efutationIofItheIMillsâ��“ixonI
äheoryXIAngewandtehChemiehInternationalhEditionhinhEnglishVI1995VIbcVI]cdcW]cde

106

22  Müxt−iIpsIaISupramolecularIüisualizationIäoolI1995VI]ehW]ff 3

21 äheIeffectsIofIsolventIscreeningIinIquantumImechanicalIcalculationsIinIproteinIsystemsXIJournalhofh
ComputationalhChemistryVI1994VI]dVI]a]fW]aaf 3.5 11

20
qalancingIstericIandIelectronicIfactorsIinIpushWpullIbenzenesiIanIabIinitioIstudyIonItheImolecularI
structureIofI]VbVdWtriaminoWaVcVeWtrinitrobenzeneIandIrelatedIcompoundsXIJournalhofhthehAmericanh
ChemicalhSocietyVI1993VI]]dVI][fgaW][fgd

16.4 40

19
SynthesisVIstructureVIandIdynamicsIofIendoWRstarphenyleneSchromiumItricarbonylIderivativesiI
observationIofImetalWareneImigrationIandIhinderedImetalWtripodIrotationXIJournalhofhthehAmericanh
ChemicalhSocietyVI1993VI]]dVIe]bgWe]ca

16.4 38

18
MolecularIdesignVIchemicalIsynthesisVIkineticIstudiesVIcalculationsVIandIbiologicalIstudiesIofInovelI
enediynesIequippedIwithItriggeringVIdetectionVIandIdeactivatingIdevicesXIModelIdynemicinIpI
epoxideIandIcisWdiolIsystemsXIJournalhofhthehAmericanhChemicalhSocietyVI1993VI]]dVIfhccWfhdb

16.4 78

17 veneralIatomicIandImolecularIelectronicIstructureIsystemXIJournalhofhComputationalhChemistryVI
1993VI]cVI]bcfW]beb 3.5 17180

16 öncatalyzedIpeptideIbondIformationIinItheIgasIphaseXIThehJournalhofhPhysicalhChemistryVI1992VIheVIgbc[Wgbd] 85

15 SynthesisIofItrioxatricornanIandIderivativesXIösefulIkeystonesIforItheIconstructionIofIrigidI
molecularIcavitiesXIJournalhofhOrganichChemistryVI1992VIdfVIe]Weh 4.2 47

14 qondIalternationIinItriannelatedIbenzenesiIdissectionIofIcyclicIXpiXIfromIMillsW“ixonIeffectsXIJournalh
ofhthehAmericanhChemicalhSocietyVI1992VI]]cVIhdgbWhdgf 16.4 116

13 StructureIofIcentrallyIboundIangularWRterphenyleneSchromiumItricarbonylXIJournalhofhthehAmericanh
ChemicalhSocietyVI1992VI]]cVIbehWbf] 16.4 16

12 SynthesisIandIdynamicsIofItheIcorannuleneInucleusXIJournalhofhthehAmericanhChemicalhSocietyVI1992VI
]]cVI]ha]W]hab 16.4 213

11 äransitionIstateIstructureVIbarrierIheightVIandIvibrationalIfrequenciesIforItheIreactionI
rlUrwcWmrwbUwrlXIJournalhofhChemicalhPhysicsVI1989VIh[VIf]bfWf]ca 3.9 93
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