
Ove Christiansen

ListfoffPublicationsfbyfYearfinf
DescendingfOrder

Source:fhttps:vvexalyucomvauthortpdfv2xy963yvovetchristiansentpublicationstbytyearupdf

Version:f2x24tx4t28f

ThisfdocumentfhasfbeenfgeneratedfbasedfonfthefpublicationsfandfcitationsfrecordedfbyfexalyucomufForf

theflatestfversionfoffthisfpublicationflistsfvisitftheflinkfgivenfaboveu

ThefthirdfcolumnfisfthefimpactffactorfnIFofoffthefjournalsfandftheffourthfcolumnfisfthefnumberfoff

citationsfoffthefarticleu

204
papers

13,733
citations

63
h-index

111
g-index

207
ext. papers

14,413
ext. citations

3.6
avg, IF

6.55
L-index



i Paper IF Citations

204 VibrationalGooupledGolusterGTheoryG2022TG]YUce

203 oalculatingGvibrationalGexcitationGenergiesGusingGtensorUdecomposedGvibrationalGcoupledUclusterG
responseGtheoryVGJournalpofpChemicalpPhysicsTG2021TGYa]TGXa]YY[ 3.9 2

202 nypassingGtheGcomputationalGbottleneckGofGquantumUembeddingGtheoriesGforGstrongGelectronG
correlationsGwithGmachineGlearningVGPhysicalpReviewpResearchTG2021TG[TG 3.9 1

201 TimeUdependentGvibrationalGcoupledGclusterGwithGvariationallyGoptimizedGtimeUdependentGbasisG
setsVGJournalpofpChemicalpPhysicsTG2020TGYa[TGYc]YXd 3.9 5

200 VibrationalGooupledGolusterGoomputationsGinG–olysphericalGooordinatesGwithGtheGqxactGmnalyticalG
wineticGqnergyG†peratorVGJournalpofpChemicalpTheorypandpComputationTG2020TGYbTG]aXaU]aZX 6.4 2

199 yøUyoTpt[]fGrlexibleGoonfigurationG−pacesGandGzonadiabaticGpynamicsGwithinGtheGyoTpt[]G
rrameworkVGJournalpofpChemicalpTheorypandpComputationTG2020TGYbTG]XdcU]Xec 6.4 5

198 TowardGmccurateGTheoreticalGVibrationalG−pectrafGmGoaseG−tudyGforGyaleimideVGJournalpofpPhysicalp
ChemistrypATG2020TGYZ]TGZbYbUZbZc 2.8 5

197 −ystematicGandGvariationalGtruncationGofGtheGconfigurationGspaceGinGtheGmulticonfigurationG
timeUdependentGtartreeGmethodfGTheGyoTpt[n]GhierarchyVGJournalpofpChemicalpPhysicsTG2020TGYaZTGXd]YXY3.9 9

196 mdaptiveGdensityUguidedGapproachGtoGdoubleGincrementalGpotentialGenergyGsurfaceGconstructionVG
JournalpofpChemicalpPhysicsTG2020TGYaZTGYe]YXa 3.9 2

195 VibrationallyGresolvedGcoupledUclusterGxUrayGabsorptionGspectraGfromGvibrationalGconfigurationG
interactionGanharmonicGcalculationsVGJournalpofpChemicalpPhysicsTG2020TGYa[TGZ[]YYY 3.9 3

194 mGgeneralGimplementationGofGtimeUdependentGvibrationalGcoupledUclusterGtheoryVGJournalpofp
ChemicalpPhysicsTG2020TGYa[TGZ[]YXe 3.9 2

193 qxtendedGvibrationalGcoupledGclusterfG−tationaryGstatesGandGdynamicsVGJournalpofpChemicalpPhysicsTG
2020TGYa[TGX]]Y[[ 3.9 6

192 mGsaussianGprocessGregressionGadaptiveGdensityGguidedGapproachGforGpotentialGenergyGsurfaceG
constructionVVGJournalpofpChemicalpPhysicsTG2020TGYa[TGXb]YXa 3.9 9

191 TimeUdependentGvibrationalGcoupledGclusterGtheoryfGTheoryGandGimplementationGatGtheGtwoUmodeG
couplingGlevelVGJournalpofpChemicalpPhysicsTG2019TGYaYTGYa]YYb 3.9 10

190 mpproximateGhighGmodeGcouplingGpotentialsGusingGsaussianGprocessGregressionGandGadaptiveG
densityGguidedGsamplingVGJournalpofpChemicalpPhysicsTG2019TGYaXTGY[YYXZ 3.9 28

189 VibrationallyGresolvedGemissionGspectraGofGluminescentGconjugatedGoligothiophenesGfromG
anharmonicGcalculationsVGPhysicalpChemistrypChemicalpPhysicsTG2019TGZYTGYc]YXUYc]ZZ 3.6 11

188 yachineGlearningGforGpotentialGenergyGsurfacesfGmnGextensiveGdatabaseGandGassessmentGofGmethodsVG
JournalpofpChemicalpPhysicsTG2019TGYaXTGZ]]YY[ 3.9 29
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187 mssessmentGofGtheGoverlapGmetricGinGtheGcontextGofGøuUy–ZGandGatomicGbatchedGtensorGdecomposedG
y–ZVGChemicalpPhysicspLettersTG2018TGcXYTGcUY] 2.5 2

186 qmployingGgeneralGfitUbasesGforGconstructionGofGpotentialGenergyGsurfacesGwithGanGadaptiveG
densityUguidedGapproachVGJournalpofpChemicalpPhysicsTG2018TGY]dTGXb]YY[ 3.9 17

185 TensorUdecomposedGvibrationalGcoupledUclusterGtheoryfGqnablingGlargeUscaleTGhighlyGaccurateG
vibrationalUstructureGcalculationsVGJournalpofpChemicalpPhysicsTG2018TGY]dTGXZ]YX[ 3.9 15

184 mnharmonicGvibrationalGspectraGfromGdoubleGincrementalGpotentialGenergyGandGdipoleGsurfacesVG
PhysicalpChemistrypChemicalpPhysicsTG2018TGZXTG[]]aU[]ab 3.6 15

183 saussianGprocessGregressionGtoGaccelerateGgeometryGoptimizationsGrelyingGonGnumericalG
differentiationVGJournalpofpChemicalpPhysicsTG2018TGY]dTGZ]YcX] 3.9 37

182 pescribingGyoleculesGinGyotionGbyG—uantumGyanyUnodyGyethodsG2018TGYeeUZZY

181 qxponentialGparameterizationGofGwaveGfunctionsGforGquantumGdynamicsfGTimeUdependentGtartreeGinG
secondGquantizationVGJournalpofpChemicalpPhysicsTG2018TGY]eTGY[]YYX 3.9 9

180 mtomicUbatchedGtensorGdecomposedGtwoUelectronGrepulsionGintegralsVGJournalpofpChemicalpPhysicsTG
2017TGY]bTGY[]YYZ 3.9 8

179 qfficientGalgorithmsGforGsolvingGtheGnonUlinearGvibrationalGcoupledUclusterGequationsGusingGfullGandG
decomposedGtensorsVGJournalpofpChemicalpPhysicsTG2017TGY]bTGY[]YYX 3.9 10

178 mccuracyGofGrrequenciesG†btainedGwithGtheGmidGofGqxplicitlyGoorrelatedGWaveGrunctionGnasedG
yethodsVGJournalpofpChemicalpTheorypandpComputationTG2017TGY[TG[bXZU[bY[ 6.4 5

177 pensityGmatricesGandGiterativeGnaturalGmodalsGinGvibrationalGstructureGtheoryVGMolecularpPhysicsTG
2017TGYYaTGZZdUZ]X 1.7 3

176 rmxo†zfGmGmethodGforGflexibleGadaptationGofGlocalGcoordinatesGofGnucleiVGJournalpofpChemicalp
PhysicsTG2016TGY]]TGXc]YXd 3.9 25

175 xinearUscalingGgenerationGofGpotentialGenergyGsurfacesGusingGaGdoubleGincrementalGexpansionVG
JournalpofpChemicalpPhysicsTG2016TGY]aTGXb]YXa 3.9 32

174 –olarizableGqmbeddedGøuUooZGyethodGforGTwoU–hotonGmbsorptionGoalculationsVGJournalpofpChemicalp
TheorypandpComputationTG2015TGYYTG[bbeUcd 6.4 11

173 qxperimentalGandGcomputationalGstudyGofGsolventGeffectsGonGoneUGandGtwoUphotonGabsorptionG
spectraGofGchlorinatedGharminesVGPhysicalpChemistrypChemicalpPhysicsTG2015TGYcTGYZXeXUe 3.6 17

172 mutomaticGdeterminationGofGimportantGmodeUmodeGcorrelationsGinGmanyUmodeGvibrationalGwaveG
functionsVGJournalpofpChemicalpPhysicsTG2015TGY]ZTGY]]YYa 3.9 22

171 tybridG†ptimizedGandGxocalizedGVibrationalGooordinatesVGJournalpofpPhysicalpChemistrypATG2015TGYYeTGYYXXcUZY2.8 29

170
oalculatingGvibrationalGspectraGwithoutGdeterminingGexcitedGeigenstatesfG−olvingGtheGcomplexGlinearG
equationsGofGdampedGresponseGtheoryGforGvibrationalGconfigurationGinteractionGandGvibrationalG
coupledGclusterGstatesVGJournalpofpChemicalpPhysicsTG2015TGY][TGY[]YXd

3.9 10

(2015-2018)
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169 TensorGdecompositionGtechniquesGinGtheGsolutionGofGvibrationalGcoupledGclusterGresponseGtheoryG
eigenvalueGequationsVGJournalpofpChemicalpPhysicsTG2015TGY]ZTGXZ]YXa 3.9 14

168 TheGpaltonGquantumGchemistryGprogramGsystemVGWileypInterdisciplinarypReviews:pComputationalp
MolecularpScienceTG2014TG]TGZbeUZd] 7.9 956

167 ooupledGclusterGcalculationsGofGmeanGexcitationGenergiesGofGtheGnobleGgasGatomsGteTGzeGandGmrGandG
ofGtheGtZGmoleculeVGMolecularpPhysicsTG2014TGYYZTGcaYUcbY 1.7 11

166 qffectGofGchromophoreGencapsulationGonGlinearGandGnonlinearGopticalGpropertiesfGtheGcaseGofG
Imini−†sITGaGproteinUencasedGflavinVGPhysicalpChemistrypChemicalpPhysicsTG2014TGYbTGeeaXUe 3.6 19

165 mGsimpleGstateUaverageGprocedureGdeterminingGoptimalGcoordinatesGforGanharmonicGvibrationalG
calculationsVGChemicalpPhysicspLettersTG2014TGbYXUbYYTGZddUZec 2.5 25

164 mbGinitioGpotentialGenergyGandGdipoleGmomentGsurfacesGofGtheGrPUQPtZ†QGcomplexVGSpectrochimicap
Actap-pPartpA:pMolecularpandpBiomolecularpSpectroscopyTG2014TGYYeTGaeUbZ 4.4 17

163 xanczosUdrivenGcoupledUclusterGdampedGlinearGresponseGtheoryGforGmoleculesGinGpolarizableG
environmentsVGJournalpofpChemicalpPhysicsTG2014TGY]YTGZ]]YXc 3.9 19

162 †ptimizedGcoordinatesGinGvibrationalGcoupledGclusterGcalculationsVGJournalpofpChemicalpPhysicsTG2014TG
Y]XTGYa]YXZ 3.9 47

161 udentifyingGtheGtamiltonianGstructureGinGlinearGresponseGtheoryVGJournalpofpChemicalpPhysicsTG2014TG
Y]XTGZZ]YX[ 3.9 10

160 railuresGofGTpprTGinGdescribingGtheGlowestGintramolecularGchargeUtransferGexcitationGinG
paraUnitroanilineVGMolecularpPhysicsTG2013TGYYYTGYZ[aUYZ]d 1.7 71

159 tydrogenUbondGcooperativeGeffectsGinGsmallGcyclicGwaterGclustersGasGrevealedGbyGtheGinteractingG
quantumGatomsGapproachVGChemistryp-pApEuropeanpJournalTG2013TGYeTGY][X]UYa 4.8 71

158 –hotoionizationGcrossGsectionGbyG−tieltjesGimagingGappliedGtoGcoupledGclusterGxanczosG
pseudoUspectraVGJournalpofpChemicalpPhysicsTG2013TGY[eTGXe]YX[ 3.9 31

157 oomputationalGscreeningGofGoneUGandGtwoUphotonGspectrallyGtunedGchannelrhodopsinGmutantsVG
PhysicalpChemistrypChemicalpPhysicsTG2013TGYaTGcabcUcb 3.6 25

156 TensorGdecompositionGandGvibrationalGcoupledGclusterGtheoryVGJournalpofpPhysicalpChemistrypATG2013TG
YYcTGcZbcUce 2.8 18

155
mGbandGxanczosGapproachGforGcalculationGofGvibrationalGcoupledGclusterGresponseGfunctionsfG
simultaneousGcalculationGofGuøGandGøamanGanharmonicGspectraGforGtheGcomplexGofGpyridineGandGaG
silverGcationVGPhysicalpChemistrypChemicalpPhysicsTG2013TGYaTGYXX[aU]d

3.6 11

154 oarbonGXUrayGabsorptionGspectraGofGfluoroethenesGandGacetonefGaGstudyGatGtheGcoupledGclusterTG
densityGfunctionalTGandGstaticUexchangeGlevelsGofGtheoryVGJournalpofpChemicalpPhysicsTG2013TGY[dTGYZ][YY 3.9 44

153 oommunicationfGmGreducedUspaceGalgorithmGforGtheGsolutionGofGtheGcomplexGlinearGresponseG
equationsGusedGinGcoupledGclusterGdampedGresponseGtheoryVGJournalpofpChemicalpPhysicsTG2013TGY[eTGZYYYXZ3.9 39

152 −electedGnewGdevelopmentsGinGvibrationalGstructureGtheoryfGpotentialGconstructionGandGvibrationalG
waveGfunctionGcalculationsVGPhysicalpChemistrypChemicalpPhysicsTG2012TGY]TGbbcZUdc 3.6 101
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151 msymmetricUxanczosUohainUprivenGumplementationGofGqlectronicGøesonanceGoonvergentG
ooupledUolusterGxinearGøesponseGTheoryVGJournalpofpChemicalpTheorypandpComputationTG2012TGdTGYbYbUZd 6.4 87

150 –qøuUooZfGmG–olarizableGqmbeddedGøuUooZGyethodVGJournalpofpChemicalpTheorypandpComputationTG
2012TGdTG[Zc]Ud[ 6.4 66

149 ooupledUclusterGresponseGtheoryGforGnearUedgeGxUrayUabsorptionGfineGstructureGofGatomsGandG
moleculesVGPhysicalpReviewpATG2012TGdaTG 2.6 117

148 –erformanceGofGpopularGXoUfunctionalsGforGtheGdescriptionGofGexcitationGenergiesGinGsr–UlikeG
chromophoreGmodelsVGInternationalpJournalpofpQuantumpChemistryTG2012TGYYZTGcdeUdXX 2.1 45

147 qxcitedGstateGcoupledGclusterGmethodsVGWileypInterdisciplinarypReviews:pComputationalpMolecularp
ScienceTG2012TGZTGabbUad] 7.9 132

146 VibrationalGabsorptionGspectraGfromGvibrationalGcoupledGclusterGdampedGlinearGresponseGfunctionsG
calculatedGusingGanGasymmetricGxanczosGalgorithmVGJournalpofpChemicalpPhysicsTG2012TGY[bTGYZ]YXY 3.9 22

145 mpproximateGinclusionGofGfourUmodeGcouplingsGinGvibrationalGcoupledUclusterGtheoryVGJournalpofp
ChemicalpPhysicsTG2012TGY[bTGZX]YYd 3.9 8

144 πnravelingGtheGsimilarityGofGtheGphotoabsorptionGofGdeprotonatedGpUcoumaricGacidGinGtheGgasGphaseG
andGwithinGtheGphotoactiveGyellowGproteinVGPhysicalpChemistrypChemicalpPhysicsTG2011TGY[TGYadaUe 3.6 37

143 −crutinizingGtheGeffectsGofGpolarizationGinG—yWyyGexcitedGstateGcalculationsVGPhysicalpChemistryp
ChemicalpPhysicsTG2011TGY[TGYdaaYUbX 3.6 84

142
−olvationGqffectsGonGqlectronicGTransitionsfGqxploringGtheG–erformanceGofGmdvancedG−olventG
–otentialsGinG–olarizableGqmbeddingGoalculationsVGJournalpofpChemicalpTheorypandpComputationTG
2011TGcTGZZXeUYc

6.4 70

141 VibrationalGspectroscopyGofGhydrogenUbondedGsystemsfG−ixUdimensionalGsimulationGofGtheGuøG
spectrumGofGrâ��PtZ†QGcomplexVGChemicalpPhysicspLettersTG2011TGaYXTG[bU]Y 2.5 10

140 TheGpolarizableGembeddingGcoupledGclusterGmethodVGJournalpofpChemicalpPhysicsTG2011TGY[]TGYX]YXd 3.9 106

139 mccurateGmultimodeGvibrationalGcalculationsGusingGaGnUsplineGbasisfGtheoryTGtestsGandGapplicationGtoG
dioxiraneGandGdiazirinoneVGMolecularpPhysicsTG2011TGYXeTGbc[Ubda 1.7 27

138 VibrationalGcoupledGclusterGresponseGtheoryfGaGgeneralGimplementationVGJournalpofpChemicalpPhysicsTG
2011TGY[]TGXa]YYe 3.9 45

137 oomputationGofGexpectationGvaluesGfromGvibrationalGcoupledUclusterGatGtheGtwoUmodeGcouplingG
levelVGJournalpofpChemicalpPhysicsTG2011TGY[]TGYa]YXY 3.9 7

136 VibrationalGcontributionsGtoGcubicGresponseGfunctionsGfromGvibrationalGconfigurationGinteractionG
responseGtheoryVGJournalpofpChemicalpPhysicsTG2011TGY[aTGYa]YXc 3.9 10

135 VibrationalGabsorptionGspectraGcalculatedGfromGvibrationalGconfigurationGinteractionGresponseG
theoryGusingGtheGxanczosGmethodVGJournalpofpChemicalpPhysicsTG2010TGY[ZTGYb]YXa 3.9 25

134 mGxanczosUchainGdrivenGapproachGforGcalculatingGdampedGvibrationalGconfigurationGinteractionG
responseGfunctionsVGJournalpofpChemicalpPhysicsTG2010TGY[[TGYY]YXZ 3.9 13

(2010-2012)
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133 πsingGqlectronicGqnergyGperivativeGunformationGinGmutomatedG–otentialGqnergyG−urfaceG
oonstructionGforGVibrationalGoalculationsVGJournalpofpChemicalpTheorypandpComputationTG2010TGbTG[YbZUca 6.4 34

132
mpproximateGunclusionGofGTripleGqxcitationsGinGoombinedGooupledGolusterWyolecularGyechanicsfG
oalculationsGofGqlectronicGqxcitationGqnergiesGinG−olutionGforGmcroleinTGWaterTGrormamideTGandG
zUyethylacetamideVGJournalpofpChemicalpTheorypandpComputationTG2010TGbTGd[eUaX

6.4 19

131 zewGrormulationGandGumplementationGofGVibrationalG−elfUoonsistentGrieldGTheoryVGJournalpofp
ChemicalpTheorypandpComputationTG2010TGbTGZ[aU]d 6.4 59

130 −pectroscopicGimplicationsGofGtheGelectronGdonorUacceptorGeffectGinGtheGphotoactiveGyellowGproteinG
chromophoreVGChemistryp-pApEuropeanpJournalTG2010TGYbTGYYeccUd] 4.8 20

129 VibrationalGooupledGolusterGTheoryVGChallengespandpAdvancespinpComputationalpChemistrypandp
PhysicsTG2010TG]eYUaYZ 0.7 5

128 VibrationalGcoupledGclusterGtheoryGwithGfullGtwoUmodeGandGapproximateGthreeUmodeGcouplingsfGtheG
Voo[Zpt[]GmodelVGJournalpofpChemicalpPhysicsTG2009TGY[YTGX[]YYa 3.9 27

127 mGhierarchyGofGpotentialGenergyGsurfacesGconstructedGfromGenergiesGandGenergyGderivativesG
calculatedGonGgridsVGJournalpofpChemicalpPhysicsTG2009TGY[XTGY[]YX] 3.9 30

126
mutomatedGcalculationGofGanharmonicGvibrationalGcontributionsGtoGfirstGhyperpolarizabilitiesfG
quadraticGresponseGfunctionsGfromGvibrationalGconfigurationGinteractionGwaveGfunctionsVGJournalpofp
ChemicalpPhysicsTG2009TGY[YTGYa]YXY

3.9 28

125 mnGadaptiveGdensityUguidedGapproachGforGtheGgenerationGofGpotentialGenergyGsurfacesGofGpolyatomicG
moleculesVGTheoreticalpChemistrypAccountsTG2009TGYZ[TG]Y[U]Ze 1.9 63

124 TheGvibrationalGautoUadjustingGperturbationGtheoryVGTheoreticalpChemistrypAccountsTG2009TGYZ[TG]YU]e 1.9 8

123 VibrationalGeffectsGinGtheGparityUviolatingGcontributionsGtoGtheGisotropicGnuclearGmagneticGresonanceG
chemicalGshiftVGChemicalpPhysicspLettersTG2009TG]cXTGYbbUYcY 2.5 8

122 xinearGresponseGcoupledGclusterGstudyGofGtheGbenzeneGexcimerVGChemicalpPhysicspLettersTG2009TG]dZTG]]U]e2.5 23

121 †nGtheGcouplingGstrengthGinGpotentialGenergyGsurfacesGforGvibrationalGcalculationsVGChemicalpPhysicsp
LettersTG2009TG]d[TGY[dUY]Z 2.5 43

120 sasGphaseGabsorptionGstudiesGofGphotoactiveGyellowGproteinGchromophoreGderivativesVGJournalpofp
PhysicalpChemistrypATG2009TGYY[TGe]]ZUe 2.8 52

119 mutomaticGderivationGandGevaluationGofGvibrationalGcoupledGclusterGtheoryGequationsVGJournalpofp
ChemicalpPhysicsTG2009TGY[YTGZ[]YXe 3.9 60

118 –hotoabsorptionGstudiesGofGneutralGgreenGfluorescentGproteinGmodelGchromophoresGinGvacuoVG
PhysicalpChemistrypChemicalpPhysicsTG2009TGYYTGeeebUYXXXZ 3.6 40

117
–otentialGenergyGsurfacesGforGvibrationalGstructureGcalculationsGfromGaGmultiresolutionGadaptiveG
densityUguidedGapproachfGimplementationGandGtestGcalculationsVGJournalpofpPhysicalpChemistrypATG
2009TGYY[TGdcYZUZ[

2.8 27

116 VibrationalGcontributionsGtoGindirectGspinUspinGcouplingGconstantsGcalculatedGviaGvariationalG
anharmonicGapproachesVGJournalpofpPhysicalpChemistrypATG2008TGYYZTGd][bU]a 2.8 17
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115 qffectsGofGconjugationGlengthGandGresonanceGenhancementGonGtwoUphotonGabsorptionGinG
phenyleneUvinyleneGoligomersVGPhysicalpChemistrypChemicalpPhysicsTG2008TGYXTGYYccUeY 3.6 41

114
mGvirtualGvibrationalGselfUconsistentUfieldGmethodGforGefficientGcalculationGofGmolecularGvibrationalG
partitionGfunctionsGandGthermalGeffectsGonGmolecularGpropertiesVGJournalpofpChemicalpPhysicsTG2008TG
YZdTGYc]YXb

3.9 18

113
TowardsGfastGcomputationsGofGcorrelatedGvibrationalGwaveGfunctionsfGvibrationalGcoupledGclusterG
responseGexcitationGenergiesGatGtheGtwoUmodeGcouplingGlevelVGJournalpofpChemicalpPhysicsTG2008TG
YZdTGYa]YY[

3.9 40

112 †nGtheGperformanceGofGquantumGchemicalGmethodsGtoGpredictGsolvatochromicGeffectsfGtheGcaseGofG
acroleinGinGaqueousGsolutionVGJournalpofpChemicalpPhysicsTG2008TGYZdTGYe]aX[ 3.9 68

111
peterminationGofGrateGconstantsGforGtheGuptakeGprocessGinvolvingG−†ZGandGanGaerosolGparticleVGmG
quantumGmechanicsWmolecularGmechanicsGandGquantumGstatisticalGinvestigationVGChemicalpPhysicsTG
2008TG[]dTGZYU[X

2.3 7

110 †neUGandGtwoUphotonGphotosensitizedGsingletGoxygenGproductionfGcharacterizationGofGaromaticG
ketonesGasGsensitizerGstandardsVGJournalpofpPhysicalpChemistrypATG2007TGYYYTGacabUbc 2.8 56

109
VibrationalGstructureGtheoryfGnewGvibrationalGwaveGfunctionGmethodsGforGcalculationGofGanharmonicG
vibrationalGenergiesGandGvibrationalGcontributionsGtoGmolecularGpropertiesVGPhysicalpChemistryp
ChemicalpPhysicsTG2007TGeTGZe]ZUa[

3.6 205

108
TwoUphotonGabsorptionGinGtetraphenylporphycenesfGareGporphycenesGbetterGcandidatesGthanG
porphyrinsGforGprovidingGoptimalGopticalGpropertiesGforGtwoUphotonGphotodynamicGtherapykVGJournalp
ofpthepAmericanpChemicalpSocietyTG2007TGYZeTGaYddUee

16.4 173

107 oalculationGofGvibrationalGinfraredGintensitiesGandGøamanGactivitiesGusingGexplicitGanharmonicGwaveG
functionsVGJournalpofpPhysicalpChemistrypATG2007TGYYYTGYYZXaUY[ 2.8 36

106 −olventGeffectsGonGzyøGisotropicGshieldingGconstantsVGaGcomparisonGbetweenGexplicitGpolarizableG
discreteGandGcontinuumGapproachesVGJournalpofpPhysicalpChemistrypATG2007TGYYYTG]YeeUZYX 2.8 73

105 saugeUoriginGindependentGmagnetizabilitiesGfromGhybridGquantumGmechanicsWmolecularGmechanicsG
modelsfGTheoryGandGapplicationsGtoGliquidGwaterVGChemicalpPhysicspLettersTG2007TG]]ZTG[ZZU[Zd 2.5 3

104 VibrationalGandGthermalGeffectsGonGtheGdipoleGpolarizabilityGofGmethaneGandGcarbonGtetrachlorideG
fromGvibrationalGstructureGcalculationsVGJournalpofpChemicalpPhysicsTG2007TGYZcTGYa][Ya 3.9 17

103
pensityGfunctionalGselfUconsistentGquantumGmechanicsWmolecularGmechanicsGtheoryGforGlinearGandG
nonlinearGmolecularGpropertiesfGmpplicationsGtoGsolvatedGwaterGandGformaldehydeVGJournalpofp
ChemicalpPhysicsTG2007TGYZbTGYa]YYZ

3.9 135

102 VibrationalGexcitationGenergiesGfromGvibrationalGcoupledGclusterGresponseGtheoryVGJournalpofp
ChemicalpPhysicsTG2007TGYZbTGZX]YXY 3.9 77

101 VariationalGcalculationGofGstaticGandGdynamicGvibrationalGnonlinearGopticalGpropertiesVGJournalpofp
ChemicalpPhysicsTG2007TGYZcTGXd]YYd 3.9 28

100 mutomaticGgenerationGofGpotentialGenergyGandGpropertyGsurfacesGofGpolyatomicGmoleculesGinGnormalG
coordinatesVGJournalpofpChemicalpPhysicsTG2007TGYZcTGZX]YXb 3.9 51

99 zuclearGmagneticGshieldingGconstantsGofGliquidGwaterfGinsightsGfromGhybridGquantumG
mechanicsWmolecularGmechanicsGmodelsVGJournalpofpChemicalpPhysicsTG2007TGYZbTGX[]aYX 3.9 57

98 seneralGbiorthogonalGprojectedGbasesGasGappliedGtoGsecondUorderGyˆ‚llerU–lessetGperturbationG
theoryVGJournalpofpChemicalpPhysicsTG2007TGYZcTGXc]YXb 3.9 28

(2007-2008)
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97 ooupledGolusterGTheoryGwithGqmphasisGonG−electedGzewGpevelopmentsVGTheoreticalpChemistryp
AccountsTG2006TGYYbTGYXbUYZ[ 1.9 51

96
mutomaticGgenerationGofGforceGfieldsGandGpropertyGsurfacesGforGuseGinGvariationalGvibrationalG
calculationsGofGanharmonicGvibrationalGenergiesGandGzeroUpointGvibrationalGaveragedGpropertiesVG
JournalpofpChemicalpPhysicsTG2006TGYZaTGYZ]YXd

3.9 69

95 mGvariationalGapproachGforGcalculatingGrranckUoondonGfactorsGincludingGmodeUmodeGanharmonicG
couplingVGJournalpofpChemicalpPhysicsTG2006TGYZaTGYa]YY] 3.9 33

94 nenchmarkingGtwoUphotonGabsorptionGwithGoo[GquadraticGresponseGtheoryTGandGcomparisonGwithG
densityUfunctionalGresponseGtheoryVGJournalpofpChemicalpPhysicsTG2006TGYZ]TGXa][ZZ 3.9 125

93 xinearGresponseGfunctionsGforGaGvibrationalGconfigurationGinteractionGstateVGJournalpofpChemicalp
PhysicsTG2006TGYZaTGZY][Xe 3.9 49

92 −tatisticalGmechanicallyGaveragedGmolecularGpropertiesGofGliquidGwaterGcalculatedGusingGtheG
combinedGcoupledGclusterWmolecularGdynamicsGmethodVGJournalpofpChemicalpPhysicsTG2006TGYZ]TGYZ]aX[ 3.9 50

91 mccurateGzonlinearG†pticalG–ropertiesGforG−mallGyoleculesVGChallengespandpAdvancespinp
ComputationalpChemistrypandpPhysicsTG2006TGaYUee 0.7 20

90 TwoUphotonGabsorptionGcrossGsectionsfGanGinvestigationGofGsolventGeffectsVGTheoreticalGstudiesGonG
formaldehydeGandGwaterVGJournalpofpChemicalpPhysicsTG2006TGYZaTGYd]aXY 3.9 30

89 ooupledUclusterGtheoryGinGaGprojectedGatomicGorbitalGbasisVGJournalpofpChemicalpPhysicsTG2006TGYZ]TGXd]YX[3.9 42

88 πptakeGofGphenolGonGaerosolGparticlesVGJournalpofpPhysicalpChemistrypATG2006TGYYXTGbbXUcX 2.8 18
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