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j Paper IF Citations

188
nnJautomatizedJworkflowJfromJmolecularJdynamicJsimulationJtoJquantumJchemicalJmethodsJtoJ
identifyJelementaryJreactionsJandJcomputeJreactionJconstantsXJJournalloflComputationallChemistryVJ
2021VJa]VJ]]caW]]e]

3.5 1

187 nctivationJofJzolecularJ†JonJposeJ†JRZZ[SJ”urfacesgJnnJrmbeddedJplusterJ”tudyXJChemistryl-lAl
EuropeanlJournalVJ2021VJ]dVJ[d[[bW[d[]c 4.8 1

186
zagneticJpircularJqichroismJofJ|aphthaleneJqerivativesgJnJpoupledJplusterJ”inglesJandJ
npproximateJqoublesJandJ–imeWqependentJqensityJsunctionalJ–heoryJ”tudyXJJournalloflPhysicall
ChemistrylAVJ2021VJ[]bVJ]a`W]bZ

2.8 2

185 qampedJRlinearSJresponseJtheoryJwithinJtheJresolutionWofWidentityJcoupledJclusterJsinglesJandJ
approximateJdoublesJR“vWpp]SJmethodXJJournalloflChemicallPhysicsVJ2021VJ[baVJ[]a[[Z 3.9 2

184 uowJ|itrogenJqopingJnffectsJuydrogenJ”pilloverJonJparbonW”upportedJ‘dJ|anoparticlesgJ|ewJ
vnsightsJfromJqs–XJJournalloflPhysicallChemistrylCVJ2021VJ[]bVJfZ]ZWfZ`[ 3.8 2

183 ”tructureJandJ“eactivityJofJ‘ristineJandJ“educedJ”pinelJpose]†aJRZZ[SYR[ZZSJ”urfacesXJJournallofl
PhysicallChemistrylCVJ2021VJ[]bVJfddaWfde[ 3.8 3

182
sormicJncidWnssistedJ”electiveJuydrogenolysisJofJbWuydroxymethylfurfuralJtoJ]VbWqimethylfuranJ
overJoifunctionalJ‘dJ|anoparticlesJ”upportedJonJ|WqopedJzesoporousJparbonXJAngewandtel
Chemiel-lInternationallEditionVJ2021VJcZVJceZdWce[b

16.4 16

181
nmeisensˆ⁄ureWunterstˆ…tzteJselektiveJuydrogenolyseJvonJbWuydroxymethylfurfuralJzuJ
]VbWqimethylfuranJˆ…berJbifunktionaleJ‘dW|anopartikelJaufJ|WdotiertemJmesoporˆ¶semJxohlenstoffJ
alsJ–rˆ⁄gerXJAngewandtelChemieVJ2021VJ[``VJcee]Wcef[

3.6 4

180 –racingJabsorptionJandJemissionJcharacteristicsJofJhalogenWbondedJionJpairsJinvolvingJhalogenatedJ
imidazoliumJspeciesXJPhysicallChemistrylChemicallPhysicsVJ2021VJ]`VJdaeZWdafa 3.6 0

179 ”olventJrffectsJinJtheJUltravioletJandJøWrayJnbsorptionJ”pectraJofJ‘yridazineJinJnqueousJ”olutionXJ
JournalloflPhysicallChemistrylAVJ2021VJ[]bVJd[feWd]Zc 2.8 1

178
panJ”mallJ‘olyaromaticsJqescribeJ–heirJyargerJpounterpartsJforJyocalJ“eactionslJnJpomputationalJ
”tudyJonJtheJuWnbstractionJ“eactionJbyJanJuWntomJfromJ‘olyaromaticsXJJournalloflPhysicall
ChemistrylAVJ2020VJ[]aVJfc]cWfc`d

2.8 4

177
nnalyticalJnuclearJgradientsJforJelectronWattachedJandJelectronWdetachedJstatesJforJtheJ
secondWorderJalgebraicJdiagrammaticJconstructionJschemeJcombinedJwithJfrozenWdensityJ
embeddingXJJournalloflChemicallPhysicsVJ2020VJ[b]VJ[da[Zf

3.9 6

176 –U“o†z†yrgJzodularJprogramJsuiteJforJabJinitioJquantumWchemicalJandJcondensedWmatterJ
simulationsXJJournalloflChemicallPhysicsVJ2020VJ[b]VJ[ea[Zd 3.9 255

175 pomparisonJofJ“eactionJsieldJ”chemesJforJpouplingJpontinuumJ”olvationJzodelsJwithJöaveJ
sunctionJzethodsJforJrxcitationJrnergiesXJJournalloflChemicallTheorylandlComputationVJ2020VJ[cVJabbaWabca6.4 3

174 “elaxationJqynamicsJofJtheJ–riazeneJpompoundJoerenilJinJq|nWzinorWtrooveJponfinementJafterJ
‘hotoexcitationXJJournalloflChemicallTheorylandlComputationVJ2020VJ[cVJb]Z`Wb][[ 6.4

173 nvoidingJrlectronJ”pillW†utJinJ’zYzzJpalculationsJonJrxcitedJ”tatesJwithJ”impleJ
‘seudopotentialsXJJournalloflChemicallTheorylandlComputationVJ2020VJ[cVJ[`d`W[`e[ 6.4 16

172 vmplementationJofJtheJiterativeJtriplesJmodelJpp`JforJexcitationJenergiesJusingJpairJnaturalJorbitalsJ
andJyaplaceJtransformationJtechniquesXJJournalloflChemicallPhysicsVJ2020VJ[b`VJZ`a[Zf 3.9 3

Christof Hattig

2



171 zagneticJcircularJdichroismJspectraJfromJresonantJandJdampedJcoupledJclusterJresponseJtheoryXJ
JournalloflChemicallPhysicsVJ2020VJ[b`VJ[[a[Zb 3.9 2

170 nnchoringJofJpalladiumJnanoparticlesJonJ|WdopedJmesoporousJcarbonXJPhysicallChemistrylChemicall
PhysicsVJ2020VJ]]VJ][`[dW][`]b 3.6 7

169 nJquantumJchemicalJstudyJofJhydrogenJadsorptionJonJcarbonWsupportedJpalladiumJclustersXJ
PhysicallChemistrylChemicallPhysicsVJ2019VJ][VJ][bddW][bed 3.6 5

168 nnharmonicJexcitedJstateJfrequenciesJofJparaWdifluorobenzeneVJtolueneJandJcatecholJusingJanalyticJ
“vWpp]JsecondJderivativesXJPhysicallChemistrylChemicallPhysicsVJ2019VJ][VJ[aZc`W[aZd] 3.6 2

167
UäJnbsorptionJandJzagneticJpircularJqichroismJ”pectraJofJ‘urineVJndenineVJandJtuaninegJnJ
poupledJplusterJ”tudyJinJäacuoJandJinJnqueousJ”olutionXJJournalloflChemicallTheorylandl
ComputationVJ2019VJ[bVJ[]a]W[]ba

6.4 16

166 p†”z†W“vWnqpR]SJexcitationJenergiesJandJexcitedJstateJgradientsXJPhysicallChemistrylChemicall
PhysicsVJ2018VJ]ZVJ[c`baW[c`c` 3.6 21

165 nJpairJnaturalJorbitalJbasedJimplementationJofJpp”qJexcitationJenergiesJwithinJtheJframeworkJofJ
linearJresponseJtheoryXJJournalloflChemicallPhysicsVJ2018VJ[aeVJ[`a[Z] 3.9 32

164
nnalyticJrxcitedJ”tateJtradientsJforJtheJ’zYzzJ‘olarizableJrmbeddedJ”econdW†rderJnlgebraicJ
qiagrammaticJponstructionJforJtheJ‘olarizationJ‘ropagatorJ‘rWnqpR]SXJJournalloflChemicallTheoryl
andlComputationVJ2018VJ[aVJacaZWacbZ

6.4 9

163 pircularlyJpolarisedJfluorescenceJandJphosphorescenceJcalculationsJonJorganicJmoleculesJusingJtheJ
approximateJcoupledWclusterJmodelJpp]XJPhysicallChemistrylChemicallPhysicsVJ2018VJ]ZVJ][Zb[W][Zc[ 3.6 5

162 uowJaJlinearJtriazeneJphotoisomerizesJinJaJvolumeWconservingJfashionXJPhysicallChemistrylChemicall
PhysicsVJ2018VJ]ZVJ]eZdbW]eZed 3.6 5

161 UltrafastJqynamicsJofJaJ–riazenegJrxcitedW”tateJ‘athwaysJandJtheJvmpactJofJoindingJtoJtheJzinorJ
trooveJofJq|nJandJsurtherJoiomolecularJ”ystemsXJJournalloflPhysicallChemistrylLettersVJ2017VJeVJ[fecW[ff]6.4 9

160 –heJ‘|†â��z‘]JgradientJandJitsJapplicationJtoJmolecularJgeometryJoptimisationsXJMolecularlPhysicsVJ
2017VJ[[bVJ`a`W`bc 1.7 27

159 nccuracyJofJrxplicitlyJporrelatedJyocalJ‘|†Wpp”qR–SXJJournalloflChemicallTheorylandlComputationVJ
2017VJ[`VJ]c]`W]c`` 6.4 31

158 pombiningJnccuracyJandJrfficiencygJnnJvncrementalJsocalW‘ointJzethodJoasedJonJ‘airJ|aturalJ
†rbitalsXJJournalloflChemicallTheorylandlComputationVJ2017VJ[`VJcZ]`WcZa] 6.4 10

157 ‘erturbativeJtriplesJcorrectionJforJlocalJpairJnaturalJorbitalJbasedJexplicitlyJcorrelatedJpp”qRs[]TSJ
usingJyaplaceJtransformationJtechniquesXJJournalloflChemicallPhysicsVJ2016VJ[abVJ]`a[Zd 3.9 63

156 rxplicitlyJcorrelatedJsecondWorderJzˆ‚llerW‘lessetJperturbationJtheoryJinJaJ
qivideWrxpandWponsolidateJRqrpSJcontextXJJournalloflChemicallPhysicsVJ2016VJ[aaVJ]Za[[] 3.9 10

155 rxploringJtheJyightWpapturingJ‘ropertiesJofJ‘hotosyntheticJphlorophyllJplustersJUsingJyargeW”caleJ
porrelatedJpalculationsXJJournalloflChemicallTheorylandlComputationVJ2016VJ[]VJ]caaWb[ 6.4 26

154 ”pinWsreeJpp]JvmplementationJofJvnducedJ–ransitionsJbetweenJ”ingletJtroundJandJ–ripletJrxcitedJ
”tatesXJJournalloflChemicallTheorylandlComputationVJ2016VJ[]VJ[ef]WfZa 6.4 9

(2016-2020)
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153 †riginWindependentJtwoWphotonJcircularJdichroismJcalculationsJinJcoupledJclusterJtheoryXJPhysicall
ChemistrylChemicallPhysicsVJ2016VJ[eVJ[`ce`Wf] 3.6 3

152 ‘olarizableJrmbeddedJ“vWpp]JzethodJforJ–woW‘hotonJnbsorptionJpalculationsXJJournalloflChemicall
TheorylandlComputationVJ2015VJ[[VJ`ccfWde 6.4 11

151 rxcitedJstateJpolarizabilitiesJforJpp]JusingJtheJresolutionWofWtheWidentityJapproximationXJJournallofl
ChemicallPhysicsVJ2015VJ[a`VJ]aa[Ze 3.9 10

150 –owardJassessmentJofJdensityJfunctionalsJforJvibronicJcouplingJinJtwoWphotonJabsorptiongJnJcaseJ
studyJofJaWnitroanilineXJJournalloflComputationallChemistryVJ2015VJ`cVJ[[]aW`[ 3.5 12

149 –heJqaltonJquantumJchemistryJprogramJsystemXJWileylInterdisciplinarylReviews:lComputationall
MolecularlScienceVJ2014VJaVJ]cfW]ea 7.9 956

148 oidentateJcycloimidateJpalladiumJcomplexesJwithJaliphaticJandJaromaticJanagosticJbondsXJChemicall
CommunicationsVJ2014VJbZVJbfZfW[[ 5.8 26

147 †pticalJrotationJcalculationsJonJlargeJmoleculesJusingJtheJapproximateJcoupledJclusterJmodelJpp]J
andJtheJresolutionWofWtheWidentityJapproximationXJPhysicallChemistrylChemicallPhysicsVJ2014VJ[cVJbfa]Wb[3.6 11

146 rxplicitlyJcorrelatedJ‘|†Wz‘]JandJ‘|†Wpp”qJandJtheirJapplicationJtoJtheJ”ccJsetJandJlargeJ
molecularJsystemsXJPhysicallChemistrylChemicallPhysicsVJ2014VJ[cVJ]][cdWde 3.6 80

145 –heoreticalJ”tudyJonJ|oncovalentJvnteractionsJinJtheJparbonJ|anotubeâ��sormicJncidJqimerJ”ystemXJ
JournalloflPhysicallChemistrylCVJ2014VJ[[eVJaae`Waaee 3.8 7

144
nJpairJnaturalJorbitalJbasedJimplementationJofJnqpR]SWxgJ‘erspectivesJandJchallengesJforJresponseJ
methodsJforJsinglyJandJdoublyJexcitedJstatesJinJlargeJmoleculesXJComputationallandlTheoreticall
ChemistryVJ2014VJ[ZaZW[Za[VJ`bWaa

2 46

143 äibrationalJfrequencyJscalingJfactorsJforJcorrelationJconsistentJbasisJsetsJandJtheJmethodsJpp]JandJ
z‘]JandJtheirJspinWscaledJ”p”JandJ”†”JvariantsXJJournalloflChemicallPhysicsVJ2014VJ[a[VJ[fa[Zc 3.9 12

142 –urbomoleXJWileylInterdisciplinarylReviews:lComputationallMolecularlScienceVJ2014VJaVJf[W[ZZ 7.9 710

141 ‘airJnaturalJorbitalsJinJexplicitlyJcorrelatedJsecondWorderJmˆ‚llerâ��plessetJtheoryXJInternationall
JournalloflQuantumlChemistryVJ2013VJ[[`VJ]]aW]]f 2.1 38

140 nJpairJnaturalJorbitalJimplementationJofJtheJcoupledJclusterJmodelJpp]JforJexcitationJenergiesXJ
JournalloflChemicallPhysicsVJ2013VJ[`fVJZea[[a 3.9 82

139 nJscalingJ‘|†â��z‘]JmethodJusingJaJhybridJ†”äâ��‘|†JapproachJwithJanJiterativeJdirectJgenerationJ
ofJ†”äsâ� XJMolecularlPhysicsVJ2013VJ[[[VJ]ac`W]adc 1.7 55

138 nJcombinedJexperimentalJandJcomputationalJstudyJonJtheJadsorptionJandJreactionsJofJ|†JonJrutileJ
–i†]XJPhysicallChemistrylChemicallPhysicsVJ2013VJ[bVJaccWd] 3.6 21

137 pomputationalJscreeningJofJoneWJandJtwoWphotonJspectrallyJtunedJchannelrhodopsinJmutantsXJ
PhysicallChemistrylChemicallPhysicsVJ2013VJ[bVJdbcdWdc 3.6 25

136
oenchmarksJforJZWZJtransitionsJofJaromaticJorganicJmoleculesgJqs–Yo`yü‘VJnqpR]SVJpp]VJ”†”Wpp]J
andJ”p”Wpp]JcomparedJtoJhighWresolutionJgasWphaseJdataXJPhysicallChemistrylChemicallPhysicsVJ2013
VJ[bVJcc]`W`Z

3.6 153
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135 nnalyticJzolecularJuessianJpalculationsJforJpp]JandJz‘]JpombinedJwithJtheJ“esolutionJofJvdentityJ
npproximationXJJournalloflChemicallTheorylandlComputationVJ2013VJfVJ[acfWeZ 6.4 12

134
palculationJofJtwoWphotonJabsorptionJstrengthsJwithJtheJapproximateJcoupledJclusterJsinglesJandJ
doublesJmodelJpp]JusingJtheJresolutionWofWidentityJapproximationXJPhysicallChemistrylChemicall
PhysicsVJ2012VJ[aVJ[[dbWea

3.6 56

133 ‘r“vWpp]gJnJ‘olarizableJrmbeddedJ“vWpp]JzethodXJJournalloflChemicallTheorylandlComputationVJ
2012VJeVJ`]daWe` 6.4 66

132 nuxiliaryJbasisJsetsJforJdensityWfittedJcorrelatedJwavefunctionJcalculationsgJweightedJcoreWvalenceJ
andJrp‘JbasisJsetsJforJpostWdJelementsXJPhysicallChemistrylChemicallPhysicsVJ2012VJ[aVJcbafWbb 3.6 42

131 vnvestigationJofJinterstitialJhydrogenJandJrelatedJdefectsJinJ−n†XJPhysicallChemistrylChemicall
PhysicsVJ2012VJ[aVJ[c`f]Wf 3.6 20

130 rxplicitlyJcorrelatedJelectronsJinJmoleculesXJChemicallReviewsVJ2012VJ[[]VJaWda 68.1 419

129 ’uarticJscalingJanalyticalJgradientsJofJscaledJoppositeWspinJpp]XJChemicallPhysicsVJ2012VJaZ[VJ][dW]]d 2.3 25

128 yargeJscaleJpolarizabilityJcalculationsJusingJtheJapproximateJcoupledJclusterJmodelJpp]JandJz‘]J
combinedJwithJtheJresolutionWofWtheWidentityJapproximationXJJournalloflChemicallPhysicsVJ2012VJ[`cVJ[da[Zc3.9 24

127 ‘redictionJofJvibrationalJfrequenciesJofJpossibleJintermediatesJandJsideJproductsJofJtheJmethanolJ
synthesisJonJ−n†RZZZ[SJbyJabJinitioJcalculationsXJJournalloflChemicallPhysicsVJ2012VJ[`cVJZ`adZc 3.9 23

126 rmbeddedJclusterJdensityJfunctionalJandJsecondWorderJzˆ‚llerW‘lessetJperturbationJtheoryJstudyJ
onJtheJadsorptionJofJ|]JonJtheJrutileJR[[ZSJsurfaceXJJournalloflChemicallPhysicsVJ2012VJ[`dVJ[[adZb 3.9 6

125 yocalJexplicitlyJcorrelatedJsecondWJandJthirdWorderJzˆ‚llerW‘lessetJperturbationJtheoryJwithJpairJ
naturalJorbitalsXJJournalloflChemicallPhysicsVJ2012VJ[`cVJ]Za[Zb 3.9 79

124 nbJvnitioJ–heoryJforJnccurateJ”pectroscopicJponstantsJandJzolecularJ‘ropertiesJ2011VJ 2

123 –heJchargeWtransferJstatesJinJaJstackedJnucleobaseJdimerJcomplexgJaJbenchmarkJstudyXJJournallofl
ComputationallChemistryVJ2011VJ`]VJ[][dW]d 3.5 67

122 –heJz‘]Ws[]JmethodJinJtheJ–urbomoleJprogramJpackageXJJournalloflComputationallChemistryVJ
2011VJ`]VJ]af]Wb[` 3.5 92

121 yocalJexplicitlyJcorrelatedJsecondWorderJzˆ‚llerW‘lessetJperturbationJtheoryJwithJpairJnaturalJ
orbitalsXJJournalloflChemicallPhysicsVJ2011VJ[`bVJZda[Zd 3.9 75

120 yocalJpairJnaturalJorbitalsJforJexcitedJstatesXJJournalloflChemicallPhysicsVJ2011VJ[`bVJ][a[Zc 3.9 73

119 ”caledJoppositeWspinJpp]JforJgroundJandJexcitedJstatesJwithJfourthJorderJscalingJcomputationalJ
costsXJJournalloflChemicallPhysicsVJ2011VJ[`aVJ[ea[Z[ 3.9 74

118 ”ubWmeäJaccuracyJinJfirstWprinciplesJcomputationsJofJtheJionizationJpotentialsJandJelectronJ
affinitiesJofJtheJatomsJuJtoJ|eXJPhysicallReviewlAVJ2010VJe[VJ 2.6 32

(2010-2013)
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117 “ecentJndvancesJinJrxplicitlyJporrelatedJpoupledWplusterJ“esponseJ–heoryJforJrxcitedJ”tatesJandJ
†pticalJ‘ropertiesXJZeitschriftlFurlPhysikalischelChemieVJ2010VJ]]aVJ`e`W`fb 3.1 6

116 nnalyticJpalculationJofJsirstWorderJzolecularJ‘ropertiesJatJtheJrxplicitlyWcorrelatedJ”econdWorderJ
zˆ‚llerW‘lessetJyevelXJZeitschriftlFurlPhysikalischelChemieVJ2010VJ]]aVJcfbWdZe 3.1 11

115 pommunicationsgJnccurateJandJefficientJapproximationsJtoJexplicitlyJcorrelatedJcoupledWclusterJ
singlesJandJdoublesVJpp”qWs[]XJJournalloflChemicallPhysicsVJ2010VJ[`]VJ]`[[Z] 3.9 226

114 †xidationJofJ]W‘ropanolJbyJ‘eroxoJ–itaniumJpomplexesgJnJpombinedJrxperimentalJandJ–heoreticalJ
”tudyXJJournalloflPhysicallChemistrylCVJ2010VJ[[aVJ[fa[bW[fa[e 3.8 2

113 nccurateJcomputationalJthermochemistryJfromJexplicitlyJcorrelatedJcoupledWclusterJtheoryXJ
TheoreticallChemistrylAccountsVJ2010VJ[]cVJ]efW`Za 1.9 54

112 rxplicitlyJporrelatedJpoupledWplusterJ–heoryXJChallengeslandlAdvanceslinlComputationallChemistryl
andlPhysicsVJ2010VJb`bWbd] 0.7 39

111 “ecentJndvancesJinJrxplicitlyJporrelatedJpoupledWplusterJ“esponseJ–heoryJforJrxcitedJ”tatesJandJ
†pticalJ‘ropertiesJ2010VJf`W[Zb

110 nnalyticJpalculationJofJsirstWorderJzolecularJ‘ropertiesJatJtheJrxplicitlyWcorrelatedJ”econdWorderJ
zllerW‘lessetJyevelJ2010VJaZbWa[e

109 uighlyJaccurateJpp”qR“[]SJandJpp”qRs[]SJopticalJresponseJpropertiesJusingJstandardJtripleWzetaJ
basisJsetsXJJournalloflChemicallPhysicsVJ2009VJ[`[VJZda[Z] 3.9 24

108 ”tructuresJandJharmonicJvibrationalJfrequenciesJforJexcitedJstatesJofJdiatomicJmoleculesJwithJ
pp”qR“[]SJandJpp”qRs[]SJmodelsXJJournalloflChemicallPhysicsVJ2009VJ[`ZVJ[]a[Z[ 3.9 18

107 sormationJofJweaklyJboundVJorderedJadlayersJofJp†JonJrutileJ–i†]R[[ZSgJaJcombinedJexperimentalJ
andJtheoreticalJstudyXJJournalloflChemicallPhysicsVJ2009VJ[`ZVJ[aadZ` 3.9 38

106
nutomatedJcalculationJofJanharmonicJvibrationalJcontributionsJtoJfirstJhyperpolarizabilitiesgJ
quadraticJresponseJfunctionsJfromJvibrationalJconfigurationJinteractionJwaveJfunctionsXJJournallofl
ChemicallPhysicsVJ2009VJ[`[VJ[ba[Z[

3.9 28

105 ‘referentialJpathwaysJforJlightWtrappingJinvolvingJbetaWligatedJchlorophyllsXJBiochimicalEtl
BiophysicalActal-lBioenergeticsVJ2009VJ[dedVJ[]baWcb 4.6 23

104 ‘hotophysicsJofJtheJ–rpWtlyJdipeptidegJ“oleJofJelectronJandJprotonJtransferJprocessesJforJefficientJ
excitedWstateJdeactivationXJChemicallPhysicslLettersVJ2009VJae]VJ`eWa` 2.5 26

103 nccurateJcoupledJclusterJcalculationsJofJtheJreactionJbarrierJheightsJofJtwoJpu`TJUJpuaJreactionsXJ
JournalloflPhysicallChemistrylAVJ2009VJ[[`VJ[[cdfWea 2.8 9

102 nJqensityJsunctionalJ”tudyJofJtheJzethanolJ”ynthesisJatJanJ†xygenJäacancyJonJtheJ‘olarJ
−n†RZZZ[JSJ”urfaceXJJournalloflPhysicallChemistrylCVJ2009VJ[[`VJ[a[eW[a]b 3.8 22

101
pommentJonJ’uintupleW˛¶JqualityJcoupledWclusterJcorrelationJenergiesJwithJtripleW˛¶JbasisJsetsJbyJqXJ
‘XJ–ewVJöXJxlopperVJpXJ|eissJandJpXJuˆ⁄ttigVJ‘hysXJphemXJphemXJ‘hysXVJ]ZZdVJfVJ[f][Jγerratum]XJ
PhysicallChemistrylChemicallPhysicsVJ2008VJ[ZVJc`]b

3.6 21

100 nJdiagonalJorbitalWinvariantJexplicitlyWcorrelatedJcoupledWclusterJmethodXJChemicallPhysicslLettersVJ
2008VJab]VJ`]cW``] 2.5 113

Christof Hattig

6



99 oenchmarkingJtheJperformanceJofJspinWcomponentJscaledJpp]JinJgroundJandJelectronicallyJexcitedJ
statesXJPhysicallChemistrylChemicallPhysicsVJ2008VJ[ZVJa[[fW]d 3.6 233

98 ’uintupleWzetaJqualityJcoupledWclusterJcorrelationJenergiesJwithJtripleWzetaJbasisJsetsXJPhysicall
ChemistrylChemicallPhysicsVJ2007VJfVJ[f][W`Z 3.6 223

97 ’uantumWchemicalJinvestigationJofJtheJstructuresJandJelectronicJspectraJofJtheJnucleicJacidJbasesJ
atJtheJcoupledJclusterJpp]JlevelXJJournalloflPhysicallChemistrylAVJ2007VJ[[[VJbae]Wf[ 2.8 106

96 †ptimizedJaccurateJauxiliaryJbasisJsetsJforJ“vWz‘]JandJ“vWpp]JcalculationsJforJtheJatomsJ“bJtoJ“nXJ
TheoreticallChemistrylAccountsVJ2007VJ[[dVJbedWbfd 1.9 396

95 srequencyWdependentJnonlinearJopticalJpropertiesJwithJexplicitlyJcorrelatedJcoupledWclusterJ
responseJtheoryJusingJtheJpp”qR“[]SJmodelXJJournalloflChemicallPhysicsVJ2007VJ[]cVJ[ba[Z[ 3.9 31

94 †nJtheJinternalJrotationsJinJpWcresolJinJitsJgroundJandJfirstJelectronicallyJexcitedJstatesXJJournallofl
ChemicallPhysicsVJ2007VJ[]dVJZ]a`Zd 3.9 19

93 poupledWclusterJresponseJtheoryJwithJlinearWr[]JcorrectionsgJtheJpp]W“[]JmodelJforJexcitationJ
energiesXJJournalloflChemicallPhysicsVJ2006VJ[]aVJZaa[[] 3.9 46

92 oenchmarkingJtwoWphotonJabsorptionJwithJpp`JquadraticJresponseJtheoryVJandJcomparisonJwithJ
densityWfunctionalJresponseJtheoryXJJournalloflChemicallPhysicsVJ2006VJ[]aVJZba`]] 3.9 125

91 rxtensionsJofJr[]JcorrectionsJtoJpp]W“[]JforJexcitedJstatesXJJournalloflChemicallPhysicsVJ2006VJ[]bVJca[[[3.9 34

90 semtosecondJpumpYprobeJphotoelectronJspectroscopyJofJisolatedJpcZJnegativeJionsXJJournallofl
ChemicallPhysicsVJ2006VJ[]bVJZda`[] 3.9 20

89 nccurateJ|onlinearJ†pticalJ‘ropertiesJforJ”mallJzoleculesXJChallengeslandlAdvanceslinl
ComputationallChemistrylandlPhysicsVJ2006VJb[Wff 0.7 20

88 uighWorderJcorrelationJeffectsJonJdynamicJhyperpolarizabilitiesJandJtheirJgeometricJderivativesgJaJ
comparisonJwithJdensityJfunctionalJresultsXJJournalloflChemicallPhysicsVJ2006VJ[]aVJ[[a[Z[ 3.9 45

87 zicrowaveJandJtheoreticalJinvestigationJofJtheJinternalJrotationJinJmWcresolXJJournalloflChemicall
PhysicsVJ2006VJ[]aVJ]Za`Zb 3.9 18

86
qistributedJmemoryJparallelJimplementationJofJenergiesJandJgradientsJforJsecondWorderJ
zˆ‚llerW‘lessetJperturbationJtheoryJwithJtheJresolutionWofWtheWidentityJapproximationXJPhysicall
ChemistrylChemicallPhysicsVJ2006VJeVJ[[bfWcf

3.6 192

85
†pticalJpropertiesJofJ|WsuccinimidylJbithiopheneJandJtheJeffectsJofJtheJbindingJtoJbiomoleculesgJ
comparisonJbetweenJcoupledWclusterJandJtimeWdependentJdensityJfunctionalJtheoryJcalculationsJ
andJexperimentsXJJournalloflPhysicallChemistrylBVJ2006VJ[[ZVJ[ecb[WcZ

3.4 23

84 ‘hotophysicsJofJorganicJphotostabilizersXJnbJinitioJstudyJofJtheJexcitedWstateJdeactivationJ
mechanismsJofJ]WR]QWhydroxyphenylSbenzotriazoleXJJournalloflPhysicallChemistrylAVJ2006VJ[[ZVJc`Z[Wc 2.8 104

83 vntramolecularJchargeWtransferJmechanismJinJquinolidinesgJtheJroleJofJtheJaminoJtwistJangleXJ
JournalloflthelAmericanlChemicallSocietyVJ2006VJ[]eVJ[bcd]We] 16.4 51

82 qensityJdependenceJofJelectricJpropertiesJofJbinaryJmixturesJofJinertJgasesXJMolecularlPhysicsVJ2006
VJ[ZaVJ`ZbW`[e 1.7 12

(2006-2008)
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81 vnclusionJofJtheJR–SJtriplesJcorrectionJintoJtheJlinearWr[]JcorrectedJcoupledWclusterJmodelJ
pp”qR“[]SXJInternationallJournalloflQuantumlChemistryVJ2006VJ[ZcVJ]`ZcW]`[d 2.1 66

80 ”tructureJ†ptimizationsJforJrxcitedJ”tatesJwithJporrelatedJ”econdW†rderJzethodsgJpp]JandJ
nqpR]SXJAdvanceslinlQuantumlChemistryVJ2005VJbZVJ`dWcZ 1.4 320

79 rxcitedWstateJintramolecularJprotonJtransfergJaJsurveyJofJ–qqs–JandJ“vWpp]JexcitedWstateJpotentialJ
energyJsurfacesXJJournalloflPhysicallChemistrylAVJ2005VJ[ZfVJ`]Z[We 2.8 165

78
†ptimizationJofJauxiliaryJbasisJsetsJforJ“vWz‘]JandJ“vWpp]JcalculationsgJporeâ��valenceJandJ
quintupleW˛¶JbasisJsetsJforJuJtoJnrJandJ’−ä‘‘JbasisJsetsJforJyiJtoJxrXJPhysicallChemistrylChemicall
PhysicsVJ2005VJdVJbfWcc

3.6 552

77 poupledWclusterJtheoryJwithJsimplifiedJlinearWrR[]SJcorrectionsgJtheJpp”qR“[]SJmodelXJJournallofl
ChemicallPhysicsVJ2005VJ[]]VJea[Zd 3.9 158

76 poupledJclusterJcalculationsJofJtheJopticalJrotationJofJ”WpropyleneJoxideJinJgasJphaseJandJsolutionXJ
ChemicallPhysicslLettersVJ2005VJaZ[VJ`ebW`f] 2.5 92

75 –heJsecondJhyperpolarizabilityJofJtheJ|]JmoleculeJcalculatedJusingJtheJapproximateJcoupledJ
clusterJtriplesJmodelJpp`XJChemicallPhysicslLettersVJ2005VJa[`VJ]d]W]df 2.5 10

74 pauchyJzomentsJofJ|eVJnrVJandJxrJntomsJpalculatedJUsingJtheJnpproximateJpoupledJplusterJ
–riplesJzodelJpp`XJAdvanceslinlQuantumlChemistryVJ2005VJfW][ 1.4 3

73 –heJaccuracyJofJabJinitioJmolecularJgeometriesJforJsystemsJcontainingJsecondWrowJatomsXJJournall
oflChemicallPhysicsVJ2005VJ[]`VJ[ea[Zd 3.9 113

72 srequencyWdependentJhyperpolarizabilitiesJofJtheJ|eVJnrVJandJxrJatomsJusingJtheJapproximateJ
coupledJclusterJtriplesJmodelJpp`XJJournalloflChemicallPhysicsVJ2005VJ[]`VJfa`Z` 3.9 11

71
–automericJselectivityJofJtheJexcitedWstateJlifetimeJofJguanineYcytosineJbaseJpairsgJtheJroleJofJ
electronWdrivenJprotonWtransferJprocessesXJProceedingsloflthelNationallAcademyloflSciencesloflthel
UnitedlStatesloflAmericaVJ2005VJ[Z]VJ[dfZ`Wc

11.5 270

70 taugeJinvarianceJofJoscillatorJstrengthsJinJtheJapproximateJcoupledJclusterJtriplesJmodelJpp`XJ
ChemicallPhysicslLettersVJ2004VJ`efVJa[`Wa]Z 2.5 12

69 –heJhyperpolarizabilityJofJtheJ|eJatomJinJtheJapproximateJcoupledJclusterJtriplesJmodelJpp`XJ
ChemicallPhysicslLettersVJ2004VJ`f[VJ]dW`] 2.5 32

68 –heJpottonWzoutonJeffectJofJneonJandJargongJaJbenchmarkJstudyJusingJhighlyJcorrelatedJcoupledJ
clusterJwaveJfunctionsXJJournalloflChemicallPhysicsVJ2004VJ[][VJfac[Wd` 3.9 15

67 †nJtheJnatureJofJtheJlowWlyingJsingletJstatesJofJaWRqimethylWaminoSbenzonitrileXJJournalloflthel
AmericanlChemicallSocietyVJ2004VJ[]cVJd`ffWa[Z 16.4 108

66 poupledJclusterJcalculationsJofJtheJgroundJstateJpotentialJandJinteractionJinducedJelectricJ
propertiesJofJtheJmixedJdimersJofJheliumVJneonJandJargonXJMolecularlPhysicsVJ2004VJ[Z]VJ[Z[W[[Z 1.7 60

65 nbJinitioJcalculationJofJtheJvibrationalJandJelectronicJspectraJofJtransWJandJcisWazobenzeneXJJournall
oflthelAmericanlChemicallSocietyVJ2003VJ[]bVJfe][Wd 16.4 168

64 †‘r‘gJaJtoolJforJtheJoptimalJpartitioningJofJelectricJpropertiesXJJournalloflComputationallChemistryVJ
2003VJ]aVJffdW[ZZe 3.5 37

Christof Hattig
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63 nbJinitioJcalculationJofJtheJrefractivityJandJhyperpolarizabilityJsecondJvirialJcoefficientsJofJneonJgasXJ
MolecularlPhysicsVJ2003VJ[Z[VJ[fe`W[ffb 1.7 29

62 teometryJoptimizationsJwithJtheJcoupledWclusterJmodelJpp]JusingJtheJresolutionWofWtheWidentityJ
approximationXJJournalloflChemicallPhysicsVJ2003VJ[[eVJddb[Wddc[ 3.9 412

61 nnalyticJgradientsJforJexcitedJstatesJinJtheJcoupledWclusterJmodelJpp]JemployingJtheJ
resolutionWofWtheWidentityJapproximationXJJournalloflChemicallPhysicsVJ2003VJ[[fVJbZ][WbZ`c 3.9 341

60 palculationJofJfrequencyWdependentJpolarizabilitiesJusingJtheJapproximateJcoupledWclusterJtriplesJ
modelJpp`XJJournalloflChemicallPhysicsVJ2003VJ[[eVJ[]f]W[`ZZ 3.9 51

59 nJyagrangianVJintegralWdensityJdirectJformulationJandJimplementationJofJtheJanalyticJpp”qJandJ
pp”qR–SJgradientsXJJournalloflChemicallPhysicsVJ2003VJ[[eVJ]febW]ffe 3.9 54

58 pommentJonJ‘rfficientJcalculationJofJcanonicalJz‘]JenergiesQJγ‘XJ‘ulayVJ”XJ”aebˆ‚VJxXJöolinskiVJphemXJ
‘hysXJyettXJ`aaJR]ZZ[SJba`â��bb]]XJChemicallPhysicslLettersVJ2002VJ`beVJ`bZW`b` 2.5 5

57 –ransitionJmomentsJandJexcitedWstateJfirstWorderJpropertiesJinJtheJcoupledWclusterJmodelJpp]JusingJ
theJresolutionWofWtheWidentityJapproximationXJJournalloflChemicallPhysicsVJ2002VJ[[dVJcf`fWcfb[ 3.9 375

56 sirstWorderJpropertiesJforJtripletJexcitedJstatesJinJtheJapproximatedJcoupledJclusterJmodelJpp]J
usingJanJexplicitlyJspinJcoupledJbasisXJJournalloflChemicallPhysicsVJ2002VJ[[cVJbaZ[Wba[Z 3.9 55

55 rfficientJuseJofJtheJcorrelationJconsistentJbasisJsetsJinJresolutionJofJtheJidentityJz‘]JcalculationsXJ
JournalloflChemicallPhysicsVJ2002VJ[[cVJ`[dbW`[e` 3.9 1456

54
–heJeffectJofJintermolecularJinteractionsJonJtheJelectricJpropertiesJofJheliumJandJargonXJvvvXJ
’uantumJstatisticalJcalculationsJofJtheJdielectricJsecondJvirialJcoefficientsXJJournalloflChemicall
PhysicsVJ2002VJ[[dVJ]cZfW]c[e

3.9 57

53 vmplementationJofJ“vWpp]JtripletJexcitationJenergiesJwithJanJapplicationJtoJtransWazobenzeneXJ
PhysicallChemistrylChemicallPhysicsVJ2002VJaVJ][[[W][[e 3.6 114

52 pp`JtripletJexcitationJenergiesJusingJanJexplicitJspinJcoupledJexcitationJspaceXJJournalloflChemicall
PhysicsVJ2001VJ[[bVJ`babW`bb] 3.9 23

51 porrelatedJfrequencyWdependentJelectronicJfirstJhyperpolarizabilityJofJsmallJpushâ��pullJconjugatedJ
chainsXJChemicallPhysicslLettersVJ2000VJ`[fVJ`]dW``a 2.5 74

50 yinearJresponseJpp]JtripletJexcitationJenergiesXJChemicallPhysicslLettersVJ2000VJ`]eVJ]f[W`Z[ 2.5 27

49 –ripletJexcitationJenergiesJinJtheJcoupledJclusterJsinglesJandJdoublesJmodelJusingJanJexplicitJtripletJ
spinJcoupledJexcitationJspaceXJJournalloflChemicallPhysicsVJ2000VJ[[`VJddcbWddd] 3.9 34

48 taugeWoriginJindependentJmagnetoWopticalJactivityJwithinJcoupledJclusterJresponseJtheoryXJJournall
oflChemicallPhysicsVJ2000VJ[[`VJ`bc[W`bd] 3.9 55

47 qistributedJfirstJandJsecondJorderJhyperpolarizabilitiesgJnnJimprovedJcalculationJofJnonlinearJ
opticalJsusceptibilitiesJofJmolecularJcrystalsXJJournalloflChemicallPhysicsVJ2000VJ[[]VJc[c[Wc[d] 3.9 51

46 nbJinitioJstudyJofJtheJelectricWfieldWgradientWinducedJbirefringenceJofJaJpolarJmoleculegJp†XJJournall
oflChemicallPhysicsVJ2000VJ[[`VJ`ZddW`Zed 3.9 33

(2000-2003)

9



45 pp]JexcitationJenergyJcalculationsJonJlargeJmoleculesJusingJtheJresolutionJofJtheJidentityJ
approximationXJJournalloflChemicallPhysicsVJ2000VJ[[`VJb[ba 3.9 1207

44 qispersionJcoefficientsJforJsecondJhyperpolarizabilitiesJusingJcoupledJclusterJcubicJresponseJ
theoryXJAdvanceslinlQuantumlChemistryVJ1999VJ[[[W[ae 1.4 13

43
–heJeffectJofJintermolecularJinteractionsJonJtheJelectricJpropertiesJofJheliumJandJargonXJvXJnbJinitioJ
calculationJofJtheJinteractionJinducedJpolarizabilityJandJhyperpolarizabilityJinJue]JandJnr]XJJournall
oflChemicallPhysicsVJ1999VJ[[[VJ[ZZffW[Z[Zd

3.9 74

42 taugeJinvariantJcoupledJclusterJresponseJtheoryXJJournalloflChemicallPhysicsVJ1999VJ[[ZVJe`[eWe`]d 3.9 87

41
–heJeffectJofJintermolecularJinteractionsJonJtheJelectricJpropertiesJofJheliumJandJargonXJvvXJ–heJ
dielectricVJrefractivityVJxerrVJandJhyperpolarizabilityJsecondJvirialJcoefficientsXJJournalloflChemicall
PhysicsVJ1999VJ[[[VJ[Z[ZeW[Z[[e

3.9 44

40 nbJinitioJcalculationJofJtheJfrequencyWdependentJinteractionJinducedJhyperpolarizabilityJofJnr]XJ
JournalloflChemicallPhysicsVJ1999VJ[[ZVJ]ed]W]ee] 3.9 46

39 –heJelectricWfieldWgradientWinducedJbirefringenceJofJueliumVJ|eonVJnrgonVJandJ”scXJJournallofl
ChemicallPhysicsVJ1999VJ[[[VJde]eWde`c 3.9 25

38
troundJandJexcitedJstateJpolarizabilitiesJandJdipoleJtransitionJpropertiesJofJbenzeneJfromJcoupledJ
clusterJresponseJtheoryXJSpectrochimicalActal-lPartlA:lMolecularlandlBiomolecularlSpectroscopyVJ
1999VJbbVJbZfWb]a

4.4 36

37 qispersionJcoefficientsJforJpolarizabilitiesJandJfirstJandJsecondJhyperpolarizabilitiesJusingJfullJ
configurationJinteractionJtheoryXJChemicallPhysicslLettersVJ1999VJ`ZdVJ]`bW]a` 2.5 8

36 ‘olarizabilitiesJandJfirstJhyperpolarizabilitiesJofJusVJ|eVJandJouJfromJfullJconfigurationJinteractionJ
andJcoupledJclusterJcalculationsXJJournalloflChemicallPhysicsVJ1999VJ[[[VJ[f[dW[f]b 3.9 80

35 srequencyWdependentJsecondJhyperpolarizabilitiesJusingJcoupledJclusterJcubicJresponseJtheoryXJ
ChemicallPhysicslLettersVJ1998VJ]e]VJ[`fW[ac 2.5 101

34 rstimateJofJtheJexperimentalJstaticJhyperpolarizabilityJofJneonJbasedJonJcoupledJclusterJresponseJ
calculationsXJChemicallPhysicslLettersVJ1998VJ]e`VJ[ZfW[[` 2.5 5

33 nJbasisJsetJstudyJofJcoupledJclusterJandJfullJconfigurationJinteractionJcalculationsJofJmolecularJ
electricJpropertiesJforJouXJChemicallPhysicslLettersVJ1998VJ]f[VJb`cWbac 2.5 23

32 qispersionJformulasJforJtheJsecondJhyperpolarizabilityJcomponentsJ˛‡||VJ˛‡lJandJ˛‡xXJChemicallPhysicsl
LettersVJ1998VJ]fcVJ]abW]b] 2.5 5

31
‘olarizabilitiesJofJp†VJ|]VJusVJ|eVJouVJandJpuUJfromJabJinitioJcalculationsgJ”ystematicJstudiesJofJ
electronJcorrelationVJbasisJsetJerrorsVJandJvibrationalJcontributionsXJJournalloflChemicallPhysicsVJ
1998VJ[ZfVJadabWadbd

3.9 120

30 –qz‘]JcalculationJofJdynamicJmultipoleJpolarizabilitiesJandJdispersionJcoefficientsJforJtheJhalogenJ
anionsJsâ��VJplâ��VJorâ��JandJvâ��XJJournalloflChemicallPhysicsVJ1998VJ[ZeVJ`ec`W`edZ 3.9 58

29 “esponseJfunctionsJfromJsourierJcomponentJvariationalJperturbationJtheoryJappliedJtoJaJ
timeWaveragedJquasienergyXJInternationallJournalloflQuantumlChemistryVJ1998VJceVJ[Wb] 2.1 454

28 qispersionJcoefficientsJforJfirstJhyperpolarizabilitiesJusingJcoupledJclusterJquadraticJresponseJ
theoryXJTheoreticallChemistrylAccountsVJ1998VJ[ZZVJ]`ZW]aZ 1.9 22

Christof Hattig
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27 poupledJclusterJinvestigationJofJtheJelectricWfieldWgradientWinducedJbirefringenceJofJu]VJ|]VJp]u]VJ
andJpuaXJJournalloflChemicallPhysicsVJ1998VJ[ZfVJd[dcWd[ea 3.9 38

26
qerivationJofJcoupledJclusterJexcitedJstatesJresponseJfunctionsJandJmultiphotonJtransitionJ
momentsJbetweenJtwoJexcitedJstatesJasJderivativesJofJvariationalJfunctionalsXJJournalloflChemicall
PhysicsVJ1998VJ[ZfVJf][fWf]`c

3.9 26

25 zultiphotonJtransitionJmomentsJandJabsorptionJcrossJsectionsJinJcoupledJclusterJresponseJtheoryJ
employingJvariationalJtransitionJmomentJfunctionalsXJJournalloflChemicallPhysicsVJ1998VJ[ZeVJe``[We`ba 3.9 77

24 poupledJclusterJresponseJcalculationsJofJtwoWphotonJtransitionJprobabilityJrateJconstantsJforJ
heliumVJneonJandJargonXJJournalloflChemicallPhysicsVJ1998VJ[ZeVJe`bbWe`bf 3.9 38

23 poupledJclusterJcalculationsJofJtheJfrequencyWdependentJsecondJhyperpolarizabilitiesJofJ|eVJnrVJ|]VJ
andJpuaXJJournalloflChemicallPhysicsVJ1998VJ[ZfVJ]dc]W]dde 3.9 40

22 ”taticJandJfrequencyWdependentJpolarizabilitiesJofJexcitedJsingletJstatesJusingJcoupledJclusterJ
responseJtheoryXJJournalloflChemicallPhysicsVJ1998VJ[ZfVJf]`dWf]a` 3.9 36

21
pommentJonJâ��srequencyWdependentJequationWofWmotionJcoupledJclusterJhyperpolarizabilitiesgJ
“esolutionJofJtheJdiscrepancyJbetweenJtheoryJandJexperimentJforJuslâ��JγwXJphemXJ‘hysXJ[ZdVJ[Ze]`J
R[ffdS]XJJournalloflChemicallPhysicsVJ1998VJ[ZfVJ`]f`W`]fb

3.9 11

20
pommentJonJâ��“esponseJtoJâ��pommentJonJâ��srequencyWdependentJequationWofWmotionJcoupledJ
clusterJhyperpolarizabilitiesgJ“esolutionJofJtheJdiscrepancyJbetweenJtheoryJandJexperimentJforJ
uslâ��Jâ��Jâ��JγwXJphemXJ‘hysXJ[ZfVJf]Z[JR[ffeS]XJJournalloflChemicallPhysicsVJ1998VJ[ZfVJf]ZaWf]Za

3.9 2

19 qispersionJformulasJforJhyperpolarizabilityJaveragesXJMolecularlPhysicsVJ1998VJfaVJabbWacZ 1.7 25

18 “esponseJfunctionsJfromJsourierJcomponentJvariationalJperturbationJtheoryJappliedJtoJaJ
timeWaveragedJquasienergyJ1998VJceVJ[ 11

17 “esponseJfunctionsJfromJsourierJcomponentJvariationalJperturbationJtheoryJappliedJtoJaJ
timeWaveragedJquasienergyJ1998VJceVJ[ 21

16 vntermolecularJinteractionJenergiesJbyJtopologicallyJpartitionedJelectricJpropertiesJvvXJqispersionJ
energiesJinJoneWcentreJandJmulticentreJmultipoleJexpansionsXJMolecularlPhysicsVJ1997VJf[VJ[abW[cZ 1.7 43

15 pauchyJmomentsJandJdispersionJcoefficientsJusingJcoupledJclusterJlinearJresponseJtheoryXJJournall
oflChemicallPhysicsVJ1997VJ[ZdVJ[Zbf]W[Zbfe 3.9 49

14 palculationJofJtotalJphotoabsorptionJcrossJsectionsJofJnrVJxrVJ|]JandJp†XJChemicallPhysicsVJ1997VJ
]]bVJ`ZfW`[d 2.3 2

13 †nJtheJcalculationJofJderivativesJforJpoulombWtypeJinteractionJenergiesJandJgeneralJanisotropicJ
pairJpotentialsXJChemicallPhysicslLettersVJ1997VJ]ceVJb][Wb`Z 2.5 9

12 srequencyWdependentJfirstJhyperpolarizabilitiesJusingJcoupledJclusterJquadraticJresponseJtheoryXJ
ChemicallPhysicslLettersVJ1997VJ]cfVJa]eWa`a 2.5 119

11 poupledJclusterJcalculationsJofJäerdetJconstantsXJChemicallPhysicslLettersVJ1997VJ]e[VJaabWab[ 2.5 19

10 –qz‘]JpalculationJofJqynamicJzultipoleJ‘olarizabilitiesJandJqispersionJpoefficientsJofJtheJ|obleJ
tasesJnrVJxrVJøeVJandJ“nXJThelJournalloflPhysicallChemistryVJ1996VJ[ZZVJc]a`Wc]ae 56

(1996-1998)
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9 nbJinitioJstudyJofJtheJindividualJinteractionJenergyJcomponentsJinJtheJgroundJstateJofJtheJmercuryJ
dimerXJMolecularlPhysicsVJ1996VJefVJ[`fW[bc 1.7 60

8 –opologicallyJpartitionedJdynamicJpolarizabilitiesJusingJtheJtheoryJofJatomsJinJmoleculesXJCanadianl
JournalloflChemistryVJ1996VJdaVJfdcWfed 0.9 23

7 –qz‘]JcalculationJofJdynamicJmultipoleJpolarizabilitiesJandJdispersionJcoefficientsJofJtheJ
triplebondedJmoleculesJp†VJ|]VJp|â��VJandJ|†UXJJournalloflChemicallPhysicsVJ1996VJ[ZbVJffaeWffcb 3.9 27

6 “ecurrenceJrelationsJforJtheJdirectJcalculationJofJsphericalJmultipoleJinteractionJtensorsJandJ
poulombWtypeJinteractionJenergiesXJChemicallPhysicslLettersVJ1996VJ]cZVJ`a[W`b[ 2.5 36

5 –ransferabilityJofJtopologicallyJpartitionedJpolarizabilitiesgJtheJcaseJofJnWalkanesXJMolecularlPhysicsVJ
1996VJefVJbfbWcZb 1.7 27

4
vntermolecularJinteractionJenergiesJbyJtopologicallyJpartitionedJelectricJpropertiesXJ[XJrlectrostaticJ
andJinductionJenergiesJinJoneWcentreJandJmulticentreJmultipoleJexpansionsXJMolecularlPhysicsVJ1996
VJeeVJcfWf]

1.7 32

3 porrelatedJfrequencyWdependentJpolarizabilitiesJandJdispersionJcoefficientsJinJtheJtimeWdependentJ
secondWorderJzˆ‚llerW‘lessetJapproximationXJChemicallPhysicslLettersVJ1995VJ]``VJ`bfW`dZ 2.5 58

2 palculationJofJorientationWdependentJdoubleWtensorJmomentsJforJpoulombWtypeJintermolecularJ
interactionsXJMolecularlPhysicsVJ1994VJe[VJe[`We]a 1.7 24

1 qistributedJpolarizabilitiesJusingJtheJtopologicalJtheoryJofJatomsJinJmoleculesXJChemicallPhysicsl
LettersVJ1994VJ][fVJ]cdW]d` 2.5 136

Christof Hattig
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