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j Paper IF Citations

214 –ineωrJrωrbeneJöyridineJropperJromplexesJwithJStericωllyJsemωndingJVQWqisRtritylSimidωzolylideneiJ
SynthesesVJ—oleculωrJStructuresVJωndJöhotophysicωlJöropertiesXJInorganicgChemistryVJ2021VJe[VJ]gdahW]gdcb5.1 7

213
–ωrgeJxnvertedJSingletW−ripletJtnergyJvωpsJpreJ otJplwωysJuωvorωbleJforJ−ripletJwωrvestingiJ
VibronicJrouplingJsrivesJtheJRReverseSJxntersystemJrrossingJinJweptωzineJserivωtivesXJJournalgofg
PhysicalgChemistrygAVJ2021VJ]adVJ][[ccW][[d]

2.8 5

212 –owestJ−ripletJωndJSingletJStωtesJinJW—ethylωcridoneJωndJVQWsimethylquinωcridoneiJ−heoryJωndJ
txperimentXJJournalgofgPhysicalgChemistrygAVJ2021VJ]adVJgfffWgfh[ 2.8 1

211 UnderstωndingJωndJrontrollingJxntersystemJrrossingJinJ—oleculesXJAnnualgReviewgofgPhysicalg
ChemistryVJ2021VJfaVJe]fWec[ 15.7 36

210 pcridonesiJStronglyJtmissiveJwxvwrxSrJuluorophoresXJJournalgofgPhysicalgChemistrygLettersVJ2021VJ]aVJdf[bWdf[h6.4 2

209 xntersystemJcrossingJprocessesJinJtheJarzö JemitteriJωJsu−Y—RrxJstudyJincludingJvibrωtionωlJ
spinWorbitJinterωctionsXJPhysicalgChemistrygChemicalgPhysicsVJ2021VJabVJbeegWbefg 3.6 2

208
xnternωlJconversionJofJsingletJωndJtripletJstωtesJemployingJnumericωlJsu−Y—RrxJderivωtiveJ
couplingsiJxmplementωtionVJtestsVJωndJωpplicωtionJtoJxωnthoneXJJournalgofgChemicalgPhysicsVJ2021VJ
]ddVJ[]c][a

3.9 3

207 öersistentJRoomJ−emperωtureJöhosphorescenceJfromJ−riωrylborωnesiJpJrombinedJtxperimentωlJ
ωndJ−heoreticωlJStudyXJAngewandtegChemieVJ2020VJ]baVJ]fagdW]faha 3.6 6

206 öersistentJRoomJ−emperωtureJöhosphorescenceJfromJ−riωrylborωnesiJpJrombinedJtxperimentωlJ
ωndJ−heoreticωlJStudyXJAngewandtegChemiegvgInternationalgEditionVJ2020VJdhVJ]f]bfW]f]cc 16.4 34

205 −heoreticωlJspectroscopyJinJtheJeωrlyJdωysJofJdigitωlJcomputingJâ��JωnJhomωgeJtoJSigridJsXJ
öeyerimhoffXJMoleculargPhysicsVJ2020VJ]]gVJe]fccfdd 1.7

204 VisibleJ–ightWxnducedJwomolyticJrleωvωgeJofJöerfluoroωlkylJxodidesJ—ediωtedJbyJöhosphinesXJ
MoleculesVJ2020VJadVJ 4.8 6

203 OnJtheJphotophysicωlJpropertiesJofJxrVJötVJωndJödJRphenylpyrωzoleSJRphenyldipyrrinSJcomplexesXJ
PhysicalgChemistrygChemicalgPhysicsVJ2020VJaaVJba]fWbabb 3.6 9

202 UnderstωndingJtheJluminescenceJpropertiesJofJruRiSJcomplexesiJωJquωntumJchemicωlJperusωlXJ
PhysicalgChemistrygChemicalgPhysicsVJ2020VJaaVJabdb[Wabdcc 3.6 15

201 ryclicJRpminoSRωrylScωrbenesJtnterJtheJuieldJofJrhromophoreJ–igωndsiJtxpωndedJˇ�JSystemJ–eωdsJtoJ
UnusuωllyJseepJRedJtmittingJruJrompoundsXJJournalgofgthegAmericangChemicalgSocietyVJ2020VJ]caVJgghfWgh[h16.4 73

200 su−Y—RrxWRa[]gJstudyJofJtheJphotophysicsJofJtheJzincRiiSJtripyrrindioneJrωdicωliJnonWzωshωJ
emissionnXJPhysicalgChemistrygChemicalgPhysicsVJ2019VJa]VJ]hgdfW]hgef 3.6 5

199 tlectroωbsorptionJSpectroscopyJωsJωJ−oolJforJörobingJrhωrgeJ−rωnsferJωndJStωteJ—ixingJinJ
−hermωllyJpctivωtedJselωyedJuluorescenceJtmittersXJJournalgofgPhysicalgChemistrygLettersVJ2019VJ][VJba[dWba]]6.4 20

198
ruWuJxnterωctionsJbetweenJrωtionicJ–ineωrJ WweterocyclicJrωrbeneJropperRxSJöyridineJromplexesJ
ωndJ−heirJrounterionsJvreωtlyJtnhωnceJqlueJ–uminescenceJtfficiencyXJInorganicgChemistryVJ2019VJ
dgVJdcbbWdccd

5.1 37
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197 romputerWpidedJsesignJofJ–uminescentJ–ineωrJ WweterocyclicJrωrbeneJropperRxSJöyridineJ
romplexesXJInorganicgChemistryVJ2019VJdgVJdcceWdcde 5.1 22

196 StructureWtmissionJöropertyJRelωtionshipsJinJryclometωlωtedJötRxxSJ˛†WsiketonωteJromplexesXJ
InorganicgChemistryVJ2019VJdgVJe]abWe]be 5.1 17

195 −heJUVpJresponseJofJenolicJdibenzoylmethωneiJbeyondJtheJstωticJωpproωchXJPhotochemicalgandg
PhotobiologicalgSciencesVJ2019VJ]gVJ]bacW]bba 4.2 4

194 VibronicJωndJspinWorbitJcouplingJeffectsJinJtheJωbsorptionJspectrωJofJpyrωzineiJpJquωntumJchemicωlJ
ωpproωchXJJournalgofgthegSerbiangChemicalgSocietyVJ2019VJgcVJg]hWgbe 0.9 4

193 −heJsimulωtionJofJΔWrωyJωbsorptionJspectrωJfromJgroundJωndJexcitedJelectronicJstωtesJusingJ
coreWvωlenceJsepωrωtedJsu−Y—RrxXJJournalgofgChemicalgPhysicsVJ2019VJ]d]VJ]cc][c 3.9 9

192 ü—Y——JöhotodynωmicsJofJRetinωlJinJtheJrhωnnelrhodopsinJrhimerωJr]raJwithJO—bY—RrxXJ
ChemPhotoChemVJ2019VJbVJ][fW]]e 3.3 7

191 −heJsu−Y—RrxJmethodXJWileygInterdisciplinarygReviews:gComputationalgMoleculargScienceVJ2019VJhVJe]bhc 7.9 61

190 SpinWVibronicJ—echωnismJforJxntersystemJrrossingXJChemicalgReviewsVJ2018VJ]]gVJehfdWf[ad 68.1 377

189 txcitonJenergyJtrωnsferJinJorgωnicJlightJemittingJdiodesJwithJthermωllyJωctivωtedJdelωyedJ
fluorescenceJdopωntsXJJournalgofgMaterialsgChemistrygCVJ2018VJeVJege[Wegeg 7.1 8

188 xntersystemJrrossingJörocessesJinJ−psuJtmittersJ2018VJadfWahe 4

187 OnJtheJperformωnceJofJsu−Y—RrxJwωmiltoniωnsJforJelectronicJexcitωtionsJinJtrωnsitionJmetωlJ
complexesiJ−heJroleJofJtheJdωmpingJfunctionXJJournalgofgChemicalgPhysicsVJ2018VJ]chVJ]ec][e 3.9 24

186 SolventJmediωtedJcωtωlysisJωndJprotonWshuttlingJinJtheJformωtionJofJbWmethylphthωlideJfromJωJ
keteneJintermediωteXJChemicalgPhysicsVJ2018VJd]dVJfd[Wfde 2.3

185 OnJtheJperformωnceJofJsu−Y—RrxWRJωndJ—RW—öaJinJspinâ��orbitJcouplingJcωlculωtionsJonJdiωtomicsJ
ωndJpolyωtomicJorgωnicJmoleculesXJMoleculargPhysicsVJ2017VJ]]dVJ][hW]bf 1.7 14

184  onωdiωbωticJphotodynωmicsJωndJUVJωbsorptionJspectrumJofJωllWtrωnsWoctωtetrωeneXJPhysicalg
ChemistrygChemicalgPhysicsVJ2017VJ]hVJbhbfWbhcf 3.6 5

183 —odulωtionJofJtheJ–Y–J—ixingJinJωnJxndoleJserivωtiveiJpJöositionWsependentJStudyJUsingJcWVJdWVJωndJ
eWuluoroindoleXJJournalgofgPhysicalgChemistrygAVJ2017VJ]a]VJ]dhfW]e[e 2.8 11

182 pJtheoreticωlJstudyJofJlowWlyingJsingletJωndJtripletJexcitedJstωtesJofJquinωzolineVJquinoxωlineJωndJ
phthωlωzineiJinsightJintoJtripletJformωtionXJPhysicalgChemistrygChemicalgPhysicsVJ2017VJ]hVJ]bgagW]bgbf 3.6 7

181 pssessmentJofJxnterstωteJSpinWOrbitJrouplingsJfromJ–ineωrJResponseJpmplitudesXJJournalgofg
ChemicalgTheorygandgComputationVJ2017VJ]bVJfchWfee 6.4 15

180  ewJöerspectivesJonJωnJOldJxssueiJpJrompωrωtiveJ—SWrpSö−aJωndJO—aW—RrxJStudyJofJöolyenesJ
ωndJörotonωtedJSchiffJqωsesXJPhotochemistrygandgPhotobiologyVJ2017VJhbVJ]bcdW]bdd 3.6 7
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179 suωlJöhotochemicωlJReωctionJöωthwωyJinJulωvinWqωsedJöhotoreceptorJ–OVJsomωiniJpJrombinedJ
üuωntumW—echωnicsY—oleculωrW—echωnicsJxnvestigωtionXJJournalgofgPhysicalgChemistrygBVJ2017VJ]a]VJhdgbWhdhe3.4 11

178 rlimbingJupJtheJ–ωdderiJxntermediωteJ−ripletJStωtesJöromoteJtheJReverseJxntersystemJrrossingJinJ
theJtfficientJ−psuJtmitterJprRSpXJJournalgofgPhysicalgChemistrygCVJ2017VJ]a]VJa]]cdWa]]db 3.8 44

177 örotonωtionWStωteWsrivenJöhotophysicsJinJöhenothiωziniumJsyesiJxntersystemJrrossingJωndJ
SingletWOxygenJöroductionXJChemPhotoChemVJ2017VJ]VJcdhWceh 3.3 4

176 su−Y—RrxJwωmiltoniωnJforJoddJωndJevenJnumbersJofJelectronsXJJournalgofgChemicalgPhysicsVJ2017VJ
]cfVJ]hc][c 3.9 13

175 RotωtionωllyJpssistedJSpinWStωteJxnversionJinJrωrbeneW—etωlWpmidesJxsJωnJprtifωctXJJournalgofg
PhysicalgChemistrygLettersVJ2017VJgVJdecbWdecf 6.4 65

174 rhωrgeWtrωnsferJcontributionsJtoJtheJexcitonicJcouplingJmωtrixJelementJinJqOsxöΛWbωsedJenergyJ
trωnsferJcωssettesXJChemicalgPhysicsVJ2017VJcgaVJaedWafe 2.3 13

173
öhosphorescenceJorJ−hermωllyJpctivωtedJselωyedJuluorescencenJxntersystemJrrossingJωndJ
RωdiωtiveJRωteJronstωntsJofJωJ−hreeWroordinωteJropperRxSJromplexJseterminedJbyJ
üuωntumWrhemicωlJ—ethodsXJInorganicgChemistryVJ2016VJddVJfd[gW]e

5.1 47

172 uωilureJofJtheJxspJinJuRt−JSystemsJωtJrloseJxnterWsyeJsistωncesJxsJ—oderωtedJbyJurequentJ–owJ˛”RaSJ
VωluesXJJournalgofgPhysicalgChemistrygBVJ2016VJ]a[VJggcdWea 3.4 12

171 SingletJuissionJinJüuinoidωlJOligothiophenesXJJournalgofgPhysicalgChemistrygCVJ2016VJ]a[VJ]bh[]W]bh][ 3.8 22

170 SolventJtunωbleJphotophysicsJofJωcridoneiJωJquωntumJchemicωlJperspectiveXJRSCgAdvancesVJ2016VJeVJ]gdb[W]gdbf3.7 9

169 −hioxωnthoneJinJωpolωrJsolventsiJultrωfωstJinternωlJconversionJprecedesJfωstJintersystemJcrossingXJ
PhysicalgChemistrygChemicalgPhysicsVJ2016VJ]gVJeebfWcf 3.6 41

168 —echωnismJofJtheJ−ripletWtoWSingletJUpconversionJinJtheJpssistωntJsopωntJprRΔ− XJJournalgofg
PhysicalgChemistrygCVJ2016VJ]a[VJbf]dWbfa] 3.8 111

167 RedesignJofJtheJsu−Y—RrxJwωmiltoniωnXJJournalgofgChemicalgPhysicsVJ2016VJ]ccVJ[bc][c 3.9 81

166 pbJxnitioJqenchmωrkJStudyJofJ onωdiωbωticJS]WSaJöhotodynωmicsJofJcisWJωndJtrωnsWwexωtrieneXJ
JournalgofgPhysicalgChemistrygAVJ2016VJ]a[VJedc]Wde 2.8 6

165 üuωntumWrhemicωlJStudiesJonJtxcitωtionJtnergyJ−rωnsferJörocessesJinJqOsxöΛWqωsedJ
sonorWpcceptorJSystemsXJJournalgofgChemicalgTheorygandgComputationVJ2015VJ]]VJcb]eWaf 6.4 25

164 tlectronWVibrωtionωlJrouplingJωndJuluorescenceJSpectrωJofJ−etrωWVJöentωWVJωndJwexωcoordinωtedJ
rhlorophyllsJc]JωndJcaXJJournalgofgPhysicalgChemistrygBVJ2015VJ]]hVJ][]deWeh 3.4 9

163 xnternωlJheωvyJωtomJeffectsJinJphenothiωziniumJdyesiJenhωncementJofJintersystemJcrossingJviωJ
vibronicJspinWorbitJcouplingXJPhysicalgChemistrygChemicalgPhysicsVJ2015VJ]fVJ]]bd[Wg 3.6 38

162 xntersystemWcrossingJωndJphosphorescenceJrωtesJinJfωcWxrRxxxSRppySbiJωJtheoreticωlJstudyJinvolvingJ
multiWreferenceJconfigurωtionJinterωctionJwωvefunctionsXJJournalgofgChemicalgPhysicsVJ2015VJ]caVJ[hcb[]3.9 61
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161
−owωrdsJωnJunderstωndingJofJtheJsingletWtripletJsplittingsJinJconjugωtedJhydrocωrbonsiJωzuleneJ
investigωtedJbyJωnionJphotoelectronJspectroscopyJωndJtheoreticωlJcωlculωtionsXJPhysicalgChemistryg
ChemicalgPhysicsVJ2015VJ]fVJabdfbWg]

3.6 15

160 OnJtheJphotophysicsJofJfourJheterolepticJiridiumRxxxSJphenylpyridylJcomplexesJinvestigωtedJbyJ
relωtivisticJmultiWconfigurωtionJmethodsXJMoleculargPhysicsVJ2015VJ]W]e 1.7 12

159 xntersystemJcrossingJrωtesJofJS]JstωteJketoWωminoJcytosineJωtJlowJexcessJenergyXJJournalgofg
ChemicalgPhysicsVJ2015VJ]cbVJabcb[] 3.9 26

158 rωrotenoidsJωndJlightWhωrvestingiJfromJsu−Y—RrxJtoJtheJ−ωmmWsωncoffJωpproximωtionXJJournalgofg
ChemicalgTheorygandgComputationVJ2015VJ]]VJeddWee 6.4 37

157 −imeWdependentJωpproωchJtoJspinWvibronicJcouplingiJimplementωtionJωndJωssessmentXJJournalgofg
ChemicalgPhysicsVJ2014VJ]c[VJ]]c][c 3.9 57

156 öhotophysicsJofJflωvinJderivωtivesJωbsorbingJinJtheJblueWgreenJregioniJthioflωvinsJωsJpotentiωlJ
cofωctorsJofJphotoswitchesXJJournalgofgPhysicalgChemistrygBVJ2014VJ]]gVJ]fcbWdb 3.4 16

155
OnJtheJmoleculωrJmechωnismJofJnonWrωdiωtiveJdecωyJofJnitrobenzeneJωndJtheJunforeseenJ
chωllengesJthisJsimpleJmoleculeJholdsJforJelectronicJstructureJtheoryXJPhysicalgChemistrygChemicalg
PhysicsVJ2014VJ]eVJ]abhbWc[e

3.6 56

154 −hermωlJωndJsolventJeffectsJonJtheJtripletJformωtionJinJcinnolineXJPhysicalgChemistrygChemicalg
PhysicsVJ2014VJ]eVJcfc[Wd] 3.6 38

153 ReverseJintersystemJcrossingJinJrhodωminesJbyJneωrWinfrωredJlωserJexcitωtionXJJournalgofgPhysicalg
ChemistrygAVJ2014VJ]]gVJehgdWh[ 2.8 11

152 rhimericJbehωviorJofJexcitedJthioxωnthoneJinJproticJsolventsiJxxXJ−heoryXJJournalgofgPhysicalg
ChemistrygAVJ2014VJ]]gVJ]]f[gW]f 2.8 29

151 rhimericJbehωviorJofJexcitedJthioxωnthoneJinJproticJsolventsiJxXJtxperimentsXJJournalgofgPhysicalg
ChemistrygAVJ2014VJ]]gVJ]]eheWf[f 2.8 35

150 OnJtheJphotophysicsJofJcωrotenoidsiJωJmultireferenceJsu−JstudyJofJperidininXJJournalgofgPhysicalg
ChemistrygBVJ2013VJ]]fVJ]bg[gW]d 3.4 45

149 SpectroscopicJωndJtheoreticωlJstudyJonJelectronicωllyJmodifiedJchromophoresJinJ–OVJdomωinsiJ
gWbromoWJωndJgWtrifluoromethylWsubstitutedJflωvinsXJChemBioChemVJ2013VJ]cVJecdWdc 3.8 15

148 öhotophysicsJofJxωnthoneiJωJquωntumJchemicωlJperusωlXJJournalgofgPhysicalgChemistrygAVJ2013VJ]]fVJbhbdWcc2.8 30

147 UltrωfωstJdeωctivωtionJmechωnismJofJtheJexcitedJsingletJinJtheJlightWinducedJspinJcrossoverJofJ
ΣueRaVaQWbipyridineSbαaUXJChemistrygvgAgEuropeangJournalVJ2013VJ]hVJ]fdc]Wd] 4.8 123

146 xnJseωrchJofJtheJdωrkJstωteJofJdWmethylWaWhydroxypyrimidineJusingJωJnumericωlJsu−Y—RrxJgrωdientXJ
MoleculargPhysicsVJ2012VJ]][VJacahWacbg 1.7 5

145 pJtheoreticωlJstudyJofJthionineiJspinWorbitJcouplingJωndJintersystemJcrossingXJPhotochemicalgandg
PhotobiologicalgSciencesVJ2012VJ]]VJ]ge[Wf 4.2 22

144 pJquωntumJchemicωlJinvestigωtionJofJtheJelectronicJstructureJofJthionineXJPhotochemicalgandg
PhotobiologicalgSciencesVJ2012VJ]]VJbhfWc[g 4.2 31
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143 Spinâ��orbitJcouplingJωndJintersystemJcrossingJinJmoleculesXJWileygInterdisciplinarygReviews:g
ComputationalgMoleculargScienceVJ2012VJaVJ]gfWa[b 7.9 471

142 −imeWdependentJωpproωchesJforJtheJcωlculωtionJofJintersystemJcrossingJrωtesXJJournalgofgChemicalg
PhysicsVJ2011VJ]bcVJ]dc][d 3.9 106

141 OnJtheJphotophysicsJofJ]VeWdiphenylW]VbVdWhexωtrieneJisomersJωndJrotωmersXJChemPhysChemVJ2011VJ
]aVJ]gfaWh 3.2 7

140 −]VJ−aJstωteJenergiesJωndJelectronJωffinitiesJofJsmωllJ˛–Vˇ�WdiphenylpolyenesJinvestigωtedJbyJωnionJ
photodetωchmentJphotoelectronJspectroscopyJωndJexcitedWstωteJtheoryXJChemPhysChemVJ2011VJ]aVJ]hcgWde3.2 2

139
−hrowingJlightJonJdωrkJstωtesJofJ˛–WoligothiophenesJofJchωinJlengthsJaJtoJeiJrωdicωlJωnionJ
photoelectronJspectroscopyJωndJexcitedWstωteJtheoryXJPhysicalgChemistrygChemicalgPhysicsVJ2011VJ
]bVJ][bd[Web

3.6 33

138 xsolωtedJωndJsolvωtedJthioxωnthoneiJωJphotophysicωlJstudyXJJournalgofgPhysicalgChemistrygAVJ2011VJ
]]dVJgdghWhe 2.8 26

137
pccurωteJcωlculωtionsJofJtheJgroundJstωteJωndJlowWlyingJexcitedJstωtesJofJtheJRRbqωSUmoleculωrJioniJ
ωJproposedJsystemJforJultrωcoldJreωctiveJcollisionsXJJournalgofgPhysicsgB:gAtomicugMoleculargandg
OpticalgPhysicsVJ2010VJcbVJ[dd][]

1.3 14

136 siphenylhexωtrienesJωsJphotoprotectiveJωgentsJforJultrωsensitiveJfluorescenceJdetectionXJJournalg
ofgPhysicalgChemistrygAVJ2010VJ]]cVJc[hhW][g 2.8 17

135 −heJresolutionJofJtheJidentityJωpproximωtionJforJcωlculωtionsJofJspinWspinJcontributionJtoJzeroWfieldJ
splittingJpωrωmetersXJJournalgofgChemicalgPhysicsVJ2010VJ]baVJ]cc]]] 3.9 44

134 −hioxωnthoneiJonJtheJshωpeJofJtheJfirstJωbsorptionJbωndXJPhysicalgChemistrygChemicalgPhysicsVJ2010VJ
]aVJhba[Wf 3.6 12

133 pbJinitioJinvestigωtionJofJtheJmethylωtionJωndJhydrωtionJeffectsJonJtheJelectronicJspectrωJofJurωcilJ
ωndJthymineXJPhysicalgChemistrygChemicalgPhysicsVJ2010VJ]aVJch]dWab 3.6 48

132 OverrulingJtheJenergyJgωpJlωwiJfωstJtripletJformωtionJinJeWωzωurωcilXJPhysicalgChemistrygChemicalg
PhysicsVJ2010VJ]aVJ]deedWf] 3.6 29

131 ü—Y——JcωlculωtionJofJsolventJeffectsJonJωbsorptionJspectrωJofJguωnineXJJournalgofgComputationalg
ChemistryVJ2010VJb]VJh[W][e 3.5 57

130 −heoreticωlJstudyJofJtheJlowWlyingJexcitedJstωtesJofJ˛†WcωroteneJisomersJbyJωJmultireferenceJ
configurωtionJinterωctionJmethodXJChemicalgPhysicsVJ2010VJbfbVJhgW][b 2.3 29

129 txcitedJstωteJrelωxωtionJdynωmicsJωndJelectronicJpropertiesJofJωJquinoidJcωrotenoidXJChemicalg
PhysicsVJ2010VJbfbVJ]bfW]cc 2.3 5

128 tlectronicJcoherenceJprovidesJωJdirectJproofJforJenergyWlevelJcrossingJinJphotoexcitedJluteinJωndJ
betωWcωroteneXJPhysicalgReviewgLettersVJ2009VJ][bVJ][gb[a 7.4 55

127
rωlculωtingJelectronJpωrωmωgneticJresonωnceJgWmωtricesJforJtripletJstωteJmoleculesJfromJ
multireferenceJspinWorbitJconfigurωtionJinterωctionJwωveJfunctionsXJJournalgofgChemicalgPhysicsVJ
2009VJ]b[VJ]dc][e

3.9 14

126 SpinWforbiddenJtrωnsitionsJinJflωvoneXJSpectrochimicagActagvgPartgA:gMoleculargandgBiomolecularg
SpectroscopyVJ2009VJfbVJ]Wd 4.4 11
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125 −rωnsientJspectroscopyJofJUVJexcitedJflωvoneiJ−ripletâ��tripletJωbsorptionJωndJcompωrisonJwithJ
theoryXJChemicalgPhysicsgLettersVJ2009VJcfbVJ]efW]f[ 2.5 4

124 −heJphotophysicsJofJωlloxωzineiJωJquωntumJchemicωlJinvestigωtionJinJvωcuumJωndJsolutionXJ
PhotochemicalgandgPhotobiologicalgSciencesVJ2009VJgVJ]eddWee 4.2 30

123 uourWcomponentJrelωtivisticJcoupledJclusterJωndJconfigurωtionJinterωctionJcωlculωtionsJonJtheJ
groundJωndJexcitedJstωtesJofJtheJRbΛbJmoleculeXJJournalgofgPhysicalgChemistrygAVJ2009VJ]]bVJ]ae[fW]c 2.8 34

122 xntersystemJcrossingJωndJchωrωcterizωtionJofJdωrkJstωtesJinJtheJpyrimidineJnucleobωsesJurωcilVJ
thymineVJωndJ]WmethylthymineXJJournalgofgPhysicalgChemistrygAVJ2009VJ]]bVJ]]g[hW]e 2.8 96

121 xnfluenceJofJtheJ–OVJdomωinJonJlowWlyingJexcitedJstωtesJofJflωviniJωJcombinedJ
quωntumWmechωnicsYmoleculωrWmechωnicsJinvestigωtionXJJournalgofgPhysicalgChemistrygBVJ2009VJ]]bVJ]de][Wg3.4 46

120 öhotophysicωlJpropertiesJofJstructurωllyJωndJelectronicωllyJmodifiedJflωvinJderivωtivesJdeterminedJ
byJspectroscopyJωndJtheoreticωlJcωlculωtionsXJJournalgofgPhysicalgChemistrygAVJ2009VJ]]bVJhbedWfd 2.8 55

119 öhotophysicsJofJphenωlenoneiJquωntumWmechωnicωlJinvestigωtionJofJsingletWtripletJintersystemJ
crossingXJPhysicalgChemistrygChemicalgPhysicsVJ2009VJ]]VJ]eggWhe 3.6 25

118 öωrωllelJmultireferenceJconfigurωtionJinterωctionJcωlculωtionsJonJminiWbetωWcωrotenesJωndJ
betωWcωroteneXJJournalgofgChemicalgPhysicsVJ2009VJ]b[VJ[ccf[g 3.9 97

117 SpectroscopicJpropertiesJofJphenolicJωndJquinoidJcωrotenoidsiJωJcombinedJtheoreticωlJωndJ
experimentωlJstudyXJPhotochemicalgandgPhotobiologicalgSciencesVJ2009VJgVJaf[Wg 4.2 18

116 UVJexcitωtionJωndJrωdiωtionlessJdeωctivωtionJofJimidωzoleXJJournalgofgChemicalgPhysicsVJ2009VJ]b[VJ[bcb[d3.9 57

115
öerformωnceJofJtheJsensityJuunctionωlJ−heoryY—ultireferenceJronfigurωtionJxnterωctionJ—ethodJ
onJtlectronicJtxcitωtionJofJtxtendedJˇ�WSystemsXJJournalgofgChemicalgTheorygandgComputationVJ2008VJ
cVJ]d[]W]d

6.4 152

114 tlectronJspinWspinJcouplingJfromJmultireferenceJconfigurωtionJinterωctionJwωveJfunctionsXJJournalg
ofgChemicalgPhysicsVJ2008VJ]ahVJ[cc][a 3.9 24

113 UltrωfωstJdynωmicsJinJthiopheneJinvestigωtedJbyJfemtosecondJpumpJprobeJphotoelectronJ
spectroscopyJωndJtheoryXJPhysicalgChemistrygChemicalgPhysicsVJ2008VJ][VJbhbWc[c 3.6 42

112 pxScoreJchemicωllyJdiverseJempiricωlJscoringJfunctionJemployingJquωntumJchemicωlJbindingJ
energiesJofJhydrogenWbondedJcomplexesXJJournalgofgChemicalgInformationgandgModelingVJ2008VJcgVJ]chaWd][6.1 37

111 −heJphotophysicsJofJfwWωdenineiJpJquωntumJchemicωlJinvestigωtionJincludingJspinâ��orbitJeffectsXJ
ChemicalgPhysicsVJ2008VJbcfVJbceWbdh 2.3 22

110 SingletJωndJtripletJexcitedJstωtesJωndJintersystemJcrossingJinJfreeWbωseJporphyriniJ−ssu−JωndJ
su−Y—RrxJstudyXJChemPhysChemVJ2008VJhVJagaWha 3.2 97

109 StepwiseJconversionJofJωJsingleJsourceJprecursorJintoJcrystωllineJpl JbyJtrωnsωminωtionJreωctionXJ
JournalgofgSolidgStategChemistryVJ2008VJ]g]VJdb[Wdbg 3.3 5

108 −heJphotophysicsJofJflωvinsiJWhωtJmωkesJtheJdifferenceJbetweenJgωsJphωseJωndJωqueousJsolutionnXJ
JournalgofgPhotochemistrygandgPhotobiologygA:gChemistryVJ2008VJ]hgVJaa]Wab] 4.7 88

(2008-2009)
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107 Spinâ��orbitJcouplingJinJketoWporphyrinsXJChemicalgPhysicsgLettersVJ2008VJcdgVJ]h[W]hc 2.5 7

106 tffectsJofJprotonωtionJωndJdeprotonωtionJonJtheJexcitωtionJenergiesJofJlumiflωvinXJChemicalgPhysicsg
LettersVJ2008VJcebVJc[[Wc[c 2.5 26

105 −heJgWtensorJofJplOiJörincipωlJproblemsJωndJfirstJωpproωchesXJChemicalgPhysicsVJ2008VJbcbVJadgWaeh 2.3 22

104 seωctivωtionJviωJringJopeningiJpJquωntumJchemicωlJstudyJofJtheJexcitedJstωtesJofJfurωnJωndJ
compωrisonJtoJthiopheneXJChemicalgPhysicsVJ2008VJbchVJaehWaff 2.3 53

103 txcitedJstωtesJofJthiopheneiJringJopeningJωsJdeωctivωtionJmechωnismXJPhysicalgChemistrygChemicalg
PhysicsVJ2008VJ][VJbg[Wha 3.6 78

102
−heoreticωlJinvestigωtionJofJtheJenergiesJωndJgeometriesJofJphotoexcitedJurωnylRVxSJioniJωJ
compωrisonJbetweenJwωveWfunctionJtheoryJωndJdensityJfunctionωlJtheoryXJJournalgofgChemicalg
PhysicsVJ2007VJ]afVJa]cb[a

3.9 63

101 xntersystemJcrossingJdrivenJbyJvibronicJspinWorbitJcouplingiJωJcωseJstudyJonJpsorωlenXJPhysicalg
ChemistrygChemicalgPhysicsVJ2007VJhVJda[hWa] 3.6 103

100 −heJguωnineJtωutomerJpuzzleiJquωntumJchemicωlJinvestigωtionJofJgroundJωndJexcitedJstωtesXJ
JournalgofgPhysicalgChemistrygAVJ2007VJ]]]VJ]dcdWdb 2.8 162

99 üuωntumJchemicωlJinvestigωtionJofJhydrogenWbondJstrengthsJωndJpωrtitionJintoJdonorJωndJωcceptorJ
contributionsXJJournalgofgComputationalgChemistryVJ2007VJagVJ]d[bW]d]d 3.5 22

98 ReverseJ—onteJrωrloJmodellingJofJωmorphousJSibqb fusingJscωtteringJωnd]d J —RJdωtωXJJournalg
ofgPhysicsgCondensedgMatterVJ2007VJ]hVJ[dea[] 1.8 2

97 −heJ]d JchemicωlJshiftsJinJmixedJ qaSiJωndJ qSiaJenvironmentsJofJSibqb fWWωJtheoreticωlJ
investigωtionXJSolidgStategNucleargMagneticgResonanceVJ2006VJb[VJ]eWag 3.1 4

96
−heJUVYVisJSpectrumJofJöotωssiumJweptωcyωnovωnωdωteRxxxSiJpJ−heoreticωlJ—ultiWReferenceJ
ronfigurωtionJxnterωctionJStudyJrombinedJwithJ–owW−emperωtureJtxperimentsXJEuropeangJournalg
ofgInorganicgChemistryVJ2006VJa[[eVJ]dggW]dhb

2.3 2

95 tlectronicωllyJexcitedJstωtesJofJtryptωmineJωndJitsJmicrohydrωtedJcomplexXJJournalgofgChemicalg
PhysicsVJ2006VJ]adVJ]acb[h 3.9 25

94 SöOrzXrxiJωJmultireferenceJspinWorbitJconfigurωtionJinterωctionJmethodJforJlωrgeJmoleculesXJ
JournalgofgChemicalgPhysicsVJ2006VJ]acVJ]ac][] 3.9 85

93 uullyJωutomωtedJflexibleJdockingJofJligωndsJintoJflexibleJsyntheticJreceptorsJusingJforwωrdJωndJ
inverseJdockingJstrωtegiesXJJournalgofgChemicalgInformationgandgModelingVJ2006VJceVJh[bW]] 6.1 23

92 VibronicJωbsorptionVJfluorescenceVJωndJphosphorescenceJspectrωJofJpsorωleniJωJquωntumJchemicωlJ
investigωtionXJPhysicalgChemistrygChemicalgPhysicsVJ2006VJgVJa]bbWcc 3.6 44

91 −heJelectronicJspectrumJofJprotonωtedJωdenineiJtheoryJωndJexperimentXJPhysicalgChemistryg
ChemicalgPhysicsVJ2005VJfVJbb[eW]e 3.6 85

90
rωrboborosilωzωneJcerωmicsiJinitiωlJreωctionsJbetweenJ−SstJωndJmethylωmineJâ��JωJcombinedJ
quωntumJchemicωlJωndJfirstJprinciplesJmoleculωrJdynωmicsJstudyXJJournalgofgNonvCrystallinegSolidsVJ
2005VJbd]VJ]]]bW]]a[

3.9
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89 −ωutomersJωndJelectronicJstωtesJofJjetWcooledJaWωminopurineJinvestigωtedJbyJdoubleJresonωnceJ
spectroscopyJωndJtheoryXJPhysicalgChemistrygChemicalgPhysicsVJ2005VJfVJb[a]We 3.6 56

88 pJnewJpωthwωyJforJtheJrωpidJdecωyJofJelectronicωllyJexcitedJωdenineXJJournalgofgChemicalgPhysicsVJ
2005VJ]aaVJ][cb]c 3.9 211

87 tfficientJgenerωtionJofJmωtrixJelementsJforJoneWelectronJspinâ��orbitJoperωtorsXJChemicalgPhysicsVJ
2005VJb]]VJf]Wfh 2.3 70

86 üuωntumJchemicωlJinvestigωtionJofJtheJelectronicJspectrωJofJtheJketoVJenolVJωndJketoWimineJ
tωutomersJofJcytosineXJJournalgofgPhysicalgChemistrygAVJ2005VJ][hVJgc][Wg 2.8 133

85
—oleculωrJdesignJofJtwoJsterolJ]cωlphωWdemethylωseJhomologyJmodelsJωndJtheirJinterωctionsJwithJ
theJωzoleJωntifungωlsJketoconωzoleJωndJbifonωzoleXJJournalgofgComputervAidedgMoleculargDesignVJ
2005VJ]hVJ]chWeb

4.2 35

84 tlectronicJexcitωtionJspectrωJωndJsingletâ��tripletJcouplingJinJpsorωlenJωndJitsJsulfurJωndJseleniumJ
ωnωlogsXJJournalgofgPhotochemistrygandgPhotobiologygA:gChemistryVJ2004VJ]efVJa[]Wa]a 4.7 19

83 örotonωtionJeffectJonJtheJelectronicJspectrumJofJtryptophωnJinJtheJgωsJphωseXJPhysicalgChemistryg
ChemicalgPhysicsVJ2004VJeVJaebb 3.6 99

82 üuωntumJrhemicωlJxnvestigωtionJofJSpinWuorbiddenJ−rωnsitionsJinJsithiosuccinimideXJZeitschriftgFurg
PhysikalischegChemieVJ2003VJa]fVJa[dWab[ 3.1 5

81 rhωrgedWpωrticleJpotentiωlJforJboronJnitridesVJsiliconJnitridesVJωndJborosilωzωneJcerωmicsiJserivωtionJ
ofJpωrωmetersJωndJprobingJofJcωpωbilitiesXJPhysicalgReviewgBVJ2003VJegVJ 3.3 14

80 pbJinitioJstudyJofJtheJvibronicJωndJspinâ��orbitJstructureJinJtheJΔJa˛ JelectronicJstωteJofJrrrwXJJournalg
ofgChemicalgPhysicsVJ2003VJ]]gVJccccWccd] 3.9 22

79 rωlculωtionJofJpotentiωlJenergyJcurvesJforJRbaJincludingJrelωtivisticJeffectsXJMoleculargPhysicsVJ2003VJ
][]VJabg]Wabgh 1.7 28

78
tfficientJcωlculωtionJofJelectronJpωrωmωgneticJresonωnceJgWtensorsJbyJmultireferenceJconfigurωtionJ
interωctionJsumWoverWstωteJexpωnsionsVJusingJtheJωtomicJmeωnWfieldJspinâ��orbitJmethodXJJournalgofg
ChemicalgPhysicsVJ2003VJ]]gVJhddaWhdea

3.9 41

77 zrωmersW−ypeJSplittingJinJtheJΔa˛ JωndJωc˛£â��JStωtesJofJrwJωndJrsJrωlculωtedJinJωJwundQsJrωseJRωSJ
qωsisXJJournalgofgMoleculargSpectroscopyVJ2002VJa]]VJ]fhW]gg 1.3 9

76 SpinWorbitJcouplingJofJsu−Y—RrxJwωvefunctionsiJmethodVJtestJcωlculωtionsVJωndJωpplicωtionJtoJ
thiopheneXJJournalgofgComputationalgChemistryVJ2002VJabVJgacWbb 3.5 126

75 tlectronicJexcitωtionJωndJsingletWtripletJcouplingJinJurωcilJtωutomersJωndJurωcilWwωterJcomplexesXJ
EuropeangPhysicalgJournalgDVJ2002VJa[VJbdfWbef 1.3 80

74 üuωntumJrhemicωlJxnvestigωtionJofJxnitiωlJReωctionsJbetweenJtheJ—oleculωrJörecursorJ−psqJωndJ
pmmoniωXJ]XJvωsWöhωseJReωctionsXJJournalgofgPhysicalgChemistrygAVJ2002VJ][eVJca[dWca]e 2.8 6

73 StructureJωnωlysesJofJqωWsilicωteJglωssesXJJournalgofgNonvCrystallinegSolidsVJ2002VJahfVJbfWdc 3.9 43

72 −heJphotophysicsJofJpyrωnthioneiJωJtheoreticωlJinvestigωtionJfocussingJonJspinWforbiddenJ
trωnsitionsXJChemicalgPhysicsVJ2001VJaecVJacdWadc 2.3 22

(2001-2005)
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71 üuωntitωtiveJstructureWpropertyJrelωtionshipsJinJboronJnitridesiJtheJ]d WJωndJ]]qJchemicωlJshiftsXJ
SolidgStategNucleargMagneticgResonanceVJ2001VJ]hVJahWcc 3.1 15

70 serJtinflussJeinesJpmmoniωkˆ…berschussesJωufJdenJ—echωnismusJderJReωktionJvonJqortrichloridJmitJ
pmmoniωkJâ��JeineJpbWinitioW—olekˆ…ldynωmikWUntersuchungXJAngewandtegChemieVJ2001VJ]]bVJbfhdWbfhf 3.6 5

69
−heJxnfluenceJofJtxcessJpmmoniωJonJtheJ—echωnismJofJtheJReωctionJofJqoronJ−richlorideJwithJ
pmmoniωWpnJpbJxnitioJ—oleculωrJsynωmicsJStudyJ−hisJworkJwωsJsupportedJbyJtheJseutscheJ
uorschungsgemeinschωftJinJtheJfrωmeworkJofJtheJSonderforschungsbereichJc[gJLpnorgωnischeJ
uestkˆ¶rperJohneJ−rωnslωtionssymmetrieLXJWeJthωnkJ—ωuroJqoeroJfromJtheJyointJReseωrchJrenterJ
forJptomJ−echnologyVJ−sukubωJRyωpωnSJforJtheJreoptimizωtionJofJtheJ—ωrtinsW−roullierJ
pseudopotentiωlsJforJboronJωndJchlorineVJωsJwellJωsJtheJyohnWvonW eumXJAngewandtegChemiegvg
InternationalgEditionVJ2001VJc[VJbegbWbegd

16.4 13

68 SpinWOrbitJrouplingJinJ—oleculesXJReviewsgingComputationalgChemistryVJ2001VJhhWa[c 80

67
−heJgenerωlizedJωctiveJspωceJconceptJforJtheJrelωtivisticJtreωtmentJofJelectronJcorrelωtionXJxXJ
zrωmersWrestrictedJtwoWcomponentJconfigurωtionJinterωctionXJJournalgofgChemicalgPhysicsVJ2001VJ
]]cVJcffdWcfh[

3.9 101

66 SimulωtionJofJtheJSolidJStωteJVibrωtionωlJSpectrωJofJpminodichloroborωneJωndJpmmoniωJqoronJ
−richlorideXJZeitschriftgFurgAnorganischegUndgAllgemeinegChemieVJ2000VJeaeVJ]gf]W]gg[ 1.3 3

65
pJsystemωticJtheoreticωlJstudyJofJmoleculωrJSiY VJqY VJωndJSiYqY RwSJcompoundsJωndJ
pωrωmeterisωtionJofJωJforceWfieldJforJmoleculesJωndJsolidsXJComputationalgandgTheoreticalgChemistryVJ
2000VJd[eVJ][fW]ah

8

64 tmpiricωlJtwoWbodyJpotentiωlJforJsolidJsiliconJnitrideVJboronJnitrideVJωndJborosilωzωneJmodificωtionsXJ
PhysicalgReviewgBVJ2000VJeaVJb]]fWb]ac 3.3 55

63 vroundJωndJexcitedJstωtesJofJötrwaUiJωssessmentJofJtheJnoWpωirJsouglωsâ��zrollJωbJinitioJmodelJ
potentiωlJmethodXJPhysicalgChemistrygChemicalgPhysicsVJ2000VJaVJacg]Wacgg 3.6 23

62 ReωctionsJinJtheJinitiωlJstωgeJofJtheJrVsJofJq â��ωJquωntumJchemicωlJinvestigωtionXJPhysicalg
ChemistrygChemicalgPhysicsVJ2000VJaVJhddWheb 3.6 12

61 SpinWfreeJrelωtivisticJnoWpωirJωbJinitioJcoreJmodelJpotentiωlsJωndJvωlenceJbωsisJsetsJforJtheJtrωnsitionJ
metωlJelementsJScJtoJwgXJxxXJJournalgofgChemicalgPhysicsVJ1999VJ]]]VJ][cbeW][ccb 3.9 34

60 SpinWfreeJrelωtivisticJnoWpωirJωbJinitioJcoreJmodelJpotentiωlsJωndJvωlenceJbωsisJsetsJforJtheJtrωnsitionJ
metωlJelementsJScJtoJwgXJöωrtJxXJJournalgofgChemicalgPhysicsVJ1999VJ]][VJbefgWbege 3.9 47

59 OnJtheJperformωnceJofJωpproximωteJspinâ��orbitJwωmiltoniωnsJinJlightJconjugωtedJmoleculesiJtheJ
fineWstructureJsplittingJofJwrewUVJ rdwUVJωndJ rc UXJChemicalgPhysicsgLettersVJ1999VJb]bVJbd]Wbdf 2.5 46

58 ΣR−richlorosilylSdichloroborylαethωneiJSynthesisJωndJrhωrωcterisωtionJbyJ—eωnsJofJtxperimentJωndJ
−heoryXJEuropeangJournalgofgInorganicgChemistryVJ1999VJ]hhhVJfdWg] 2.3 9

57
−heoreticωlJinvestigωtionJofJtheJRennerW−ellerJeffectJinJ˛�JelectronicJstωtesJofJtetrωWωtomicJ
moleculesXJ]XJVωriωtionωlJcωlculωtionJofJvibronicJstructureJinJtheJ]]˛�gJstωteJofJqawaXJMolecularg
PhysicsVJ1999VJhfVJfb]Wfca

1.7 9

56 rωlculωtionJofJpredissociωtionJrωtesJinJOaaUJbyJωbJinitioJ—RsWrxJmethodsXJChemicalgPhysicsVJ1998VJ
aahVJa[bWa]e 2.3 18

55 pbJinitioJpredictionJofJ]d W —RJchemicωlJshiftJinJ˛–WboronJnitrideJbωsedJonJωnJωnωlysisJofJ
connectivitiesXJJournalgofgComputationalgChemistryVJ1998VJ]hVJf]eWfad 3.5 18

54 Spinâ��OrbitJrouplingJöωtternsJxnducedJbyJ−wistJωndJöyrωmidωlizωtionJ—odesJinJrawci´ JpJ
üuωntitωtiveJStudyJωndJωJüuωlitωtiveJpnωlysisXJJournalgofgPhysicalgChemistrygAVJ1998VJ][aVJdhabWdhbe 2.8 56
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53 RelωtivisticJωbWinitioJcωlculωtionsJonJödwJωndJödsiJ−heJrovibronicJspectrωJωndJrotωtionωlJsplittingsXJ
JournalgofgChemicalgPhysicsVJ1998VJ][gVJbd]fWbda] 3.9 9

52 −heoreticωlJinvestigωtionJofJfineWstructureJeffectsJinJtheJbendingJωndJsymmetricJstretchingJvibronicJ
spectrumJofJuewaJωndJuesaXJMoleculargPhysicsVJ1998VJhdVJafWca 1.7 13

51 pbJinitioJspinWfreeWstωteWshiftedJspinWorbitJconfigurωtionJinterωctionJcωlculωtionsJonJsinglyJionizedJ
iridiumXJJournalgofgChemicalgPhysicsVJ1998VJ][gVJfhg[Wfhgf 3.9 14

50 uineWstructureJeffectsJinJtheJωntisymmetricJstretchingJvibrωtionωlJspectrumJofJuewaJωndJuesaXJ
MoleculargPhysicsVJ1998VJhcVJgcbWgd[ 1.7 5

49 xmωgingJspectroscopyJofJrecombinωtionJfrωgmentsJofXJJournalgofgPhysicsgB:gAtomicugMoleculargandg
OpticalgPhysicsVJ1997VJb[VJch]hWchbb 1.3 11

48 uineJωndJwyperfineJStructureJ1997VJah]Wbd] 8

47 SpinorJoptimizωtionJforJωJrelωtivisticJspinWdependentJrpSSruJprogrωmXJTheoreticalgChemistryg
AccountsVJ1997VJhfVJ]adW]bd 1.9 18

46 pnJextrωpolωtionJschemeJforJspinâ��orbitJconfigurωtionJinterωctionJenergiesJωppliedJtoJtheJgroundJ
ωndJexcitedJelectronicJstωtesJofJthωlliumJhydrideXJChemicalgPhysicsVJ1997VJaadVJaabWabg 2.3 31

45 RelωtiveJStωbilityJofJtheJölωnωrJωndJqutterflyWlikeJStructuresJofJryclicJöaOaXJThegJournalgofgPhysicalg
ChemistryVJ1996VJ][[VJ]a[W]aa 7

44 StructurωlJöropertiesJofJΣR−richlorosilylSωminoαdichloroborωneXJThegJournalgofgPhysicalgChemistryVJ
1996VJ][[VJ]edd]W]eddc 10

43 —omentsJofJtheJquωdrupoleJoscillωtorJstrengthJdistributionJforJOaVJ aVJrOVJwuVJwrlVJ aOVJrOaVJ
OrSVJrSaJωndJrawaiJωbJinitioJsumJruleJcωlculωtionsXJChemicalgPhysicsgLettersVJ1996VJae]VJeadWeba 2.5 2

42 pJnewJmeωnWfieldJωndJtröWbωsedJspinWorbitJmethodXJppplicωtionsJtoJötJωndJötwXJChemicalgPhysicsg
LettersVJ1996VJad]VJbdfWbec 2.5 116

41 pJmeωnWfieldJspinWorbitJmethodJωpplicωbleJtoJcorrelωtedJwωvefunctionsXJChemicalgPhysicsgLettersVJ
1996VJad]VJbedWbf] 2.5 871

40 −heJfineWstructureJsplittingJofJtheJthωlliumJωtomicJgroundJstωteiJ–SWJversusJjjWcouplingXJChemicalg
PhysicsgLettersVJ1996VJadfVJ][dW]][ 2.5 35

39 pbJxnitiorωlculωtionJofJ˛'WSplittingsJωndJRovibronicJStωtesJofJtheJötwJωndJötsJ—oleculesXJJournalgofg
MoleculargSpectroscopyVJ1996VJ]fgVJ]Wh 1.3 11

38 pdsorptionJofJrOJonJ−iOaJR]][SJstudiedJbyJmeωnsJofJωJclusterJmodelJsurroundedJbyJmultipolesJ
obtωinedJfromJslωbJcωlculωtionsXJPhysicalgReviewgBVJ1996VJdcVJ]cg]aW]cga] 3.3 33

37
SyntheseVJzristωllstrukturJundJspektroskopischeJrhωrωkterisierungJvonJ
−etrωphosphorhexωoxidWmonoselenidVJöcOeSeXJZeitschriftgFurgAnorganischegUndgAllgemeinegChemieVJ
1995VJea]VJa[edWa[eh

1.3 8

36 pbJinitioJstudyJofJtheJvibronicJωndJspinâ��orbitJcouplingJinJtheJΔJa˛ uJstωteJofJrawUaXJJournalgofg
ChemicalgPhysicsVJ1995VJ][aVJf]caWf]ch 3.9 39

(1995-1998)
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35
pnJppproωchJtoJtheJrωlculωtionJofJ˛'WSplittingsJinJsiωtomicJ—oleculesJwithJStronglyJroupledJ
tlectronicJStωtesJωndJitsJppplicωtionJtoJ iwJωndJ isXJZeitschriftgFurgElektrotechnikgUndg
ElektrochemieVJ1995VJhhVJadcWaec

18

34 pJtheoreticωlJdescriptionJofJtheJbJb˛ WmωJb˛£UJtrωnsitionJofJ OUXJJournalgofgChemicalgPhysicsVJ1994VJ
][[VJde]fWdead 3.9 4

33 −heJperformωnceJofJenergyJextrωpolωtionJproceduresJinJtruncωtedJωverωgedJcoupledWpωirJ
functionωlsXJTheoreticagChimicagActaVJ1994VJggVJ]bWaf 7

32 pbJxnitioJxnvestigωtionJofJtheJStructureJofJtheJΔapnVJpapnR]a˛ SJSpectrωlJSystemJofJwrOiJ−heoreticωlJ
−reωtmentJofJtheJVibronicJωndJSpinWOrbitWrouplingXJJournalgofgMoleculargSpectroscopyVJ1994VJ]eeVJc[eWcaa1.3 19

31 RelωtivisticJωllWelectronJωbJinitioJcωlculωtionsJonJtheJplωtinumJhydrideJmoleculeXJChemicalgPhysicsg
LettersVJ1994VJaaaVJaefWafb 2.5 24

30 −heJxnfluenceJofJrhωrgeJsistributionJonJqondJ–engthsJinJtheJöcOeJurωmeworkJinJrompoundsJofJ
theJ−ypeJöcOeΔXJAngewandtegChemiegInternationalgEditiongingEnglishVJ1994VJbbVJdebWded 12

29 pbJinitioJdeterminωtionJofJelectronicJenergyJsplittingJωndJtrωnsitionJrωtesJforJimidogenJinJωrgonJ
mωtrixesXJThegJournalgofgPhysicalgChemistryVJ1993VJhfVJ][[]]W][[a[ 6

28 −heoreticωlJstudyJofJtheJelectronicJspectrumJofJtheJrowJmoleculeXJJournalgofgChemicalgPhysicsVJ1993
VJhhVJ]a]dW]aab 3.9 33

27 tnergyJderivωtiveJversusJexpectωtionJvωlueJωpproωchiJtheJdipoleJmomentJofJrOXJChemicalgPhysicsg
LettersVJ1993VJa[cVJdhWec 2.5 9

26 StωbilityJωndJtheJrOJstretchingJvibrωtionωlJfrequencyJofJmoleculωrJpgroXJChemicalgPhysicsgLettersVJ
1993VJa]dVJdgaWdge 2.5 12
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