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vibrationalGenergiesGandGvibrationalGcontributionsGtoGmolecularGpropertiesVGPhysicalpChemistryp
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3.6 205
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PhysicsTG1996TGYXaTGaXdZUaXeX 3.9 175
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TheoreticalpChemistrypAccountsTG1997TGecTGYaXUYac 1.9 173

190
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ofpthepAmericanpChemicalpSocietyTG2007TGYZeTGaYddUee

16.4 173

189 xargeUscaleGcalculationsGofGexcitationGenergiesGinGcoupledGclusterGtheoryfGTheGsingletGexcitedGstatesG
ofGbenzeneVGJournalpofpChemicalpPhysicsTG1996TGYXaTGbeZYUbe[e 3.9 173

188 yˆ‚llerâ��–lessetGperturbationGtheoryGforGvibrationalGwaveGfunctionsVGJournalpofpChemicalpPhysicsTG
2003TGYYeTGacc[UacdY 3.9 166
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187 TwoUphotonGdissociationGandGionizationGofGliquidGwaterGstudiedGbyGfemtosecondGtransientG
absorptionGspectroscopyVGJournalpofpChemicalpPhysicsTG1999TGYYXTG[]a[U[]bZ 3.9 155

186 TheGintegralUdirectGcoupledGclusterGsinglesGandGdoublesGmodelVGJournalpofpChemicalpPhysicsTG1996TG
YX]TG]YacU]Yba 3.9 146

185 TheGbenzeneâ��argonGcomplexfGmGgroundGandGexcitedGstateGabGinitioGstudyVGJournalpofpChemicalpPhysics
TG1998TGYXdTGZcd]UZceX 3.9 139

184
pensityGfunctionalGselfUconsistentGquantumGmechanicsWmolecularGmechanicsGtheoryGforGlinearGandG
nonlinearGmolecularGpropertiesfGmpplicationsGtoGsolvatedGwaterGandGformaldehydeVGJournalpofp
ChemicalpPhysicsTG2007TGYZbTGYa]YYZ

3.9 135

183 qxcitedGstateGcoupledGclusterGmethodsVGWileypInterdisciplinarypReviews:pComputationalpMolecularp
ScienceTG2012TGZTGabbUad] 7.9 132

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

181 mtomicGintegralGdrivenGsecondGorderGpolarizationGpropagatorGcalculationsGofGtheGexcitationGspectraG
ofGnaphthaleneGandGanthraceneVGJournalpofpChemicalpPhysicsTG2000TGYYZTG]Yc[U]Yda 3.9 122

180
–olarizabilitiesGofGo†TGzZTGtrTGzeTGntTGandGotSGfromGabGinitioGcalculationsfG−ystematicGstudiesGofG
electronGcorrelationTGbasisGsetGerrorsTGandGvibrationalGcontributionsVGJournalpofpChemicalpPhysicsTG
1998TGYXeTG]c]aU]cac

3.9 120

179 rrequencyUdependentGfirstGhyperpolarizabilitiesGusingGcoupledGclusterGquadraticGresponseGtheoryVG
ChemicalpPhysicspLettersTG1997TGZbeTG]ZdU][] 2.5 119

178 ooupledUclusterGresponseGtheoryGforGnearUedgeGxUrayUabsorptionGfineGstructureGofGatomsGandG
moleculesVGPhysicalpReviewpATG2012TGdaTG 2.6 117

177 rirstUorderGoneUelectronGpropertiesGinGtheGintegralUdirectGcoupledGclusterGsinglesGandGdoublesG
modelVGJournalpofpChemicalpPhysicsTG1997TGYXcTGd]eUdbb 3.9 117

176 mGdirectGatomicGorbitalGdrivenGimplementationGofGtheGcoupledGclusterGsinglesGandGdoublesGPoo−pQG
modelVGChemicalpPhysicspLettersTG1994TGZZdTGZ[[UZ[d 2.5 115

175 TheG—yWyyGapproachGforGwavefunctionsTGenergiesGandGresponseGfunctionsGwithinGselfUconsistentG
fieldGandGcoupledGclusterGtheoriesVGMolecularpPhysicsTG2002TGYXXTGYdY[UYdZd 1.7 112

174 xinearGresponseGfunctionsGforGcoupledGclusterWmolecularGmechanicsGincludingGpolarizationG
interactionsVGJournalpofpChemicalpPhysicsTG2003TGYYdTGYbZXUYb[[ 3.9 111

173 mGsecondGquantizationGformulationGofGmultimodeGdynamicsVGJournalpofpChemicalpPhysicsTG2004TGYZXTGZY]XUd3.9 108

172 TheGelectronicGspectrumGofGpyrroleVGJournalpofpChemicalpPhysicsTG1999TGYYYTGaZaUa[c 3.9 108

171 TheGpolarizableGembeddingGcoupledGclusterGmethodVGJournalpofpChemicalpPhysicsTG2011TGY[]TGYX]YXd 3.9 106

170 rullGconfigurationGinteractionGbenchmarkingGofGcoupledUclusterGmodelsGforGtheGlowestGsingletG
energyGsurfacesGofGzZVGJournalpofpChemicalpPhysicsTG2000TGYY[TGbbccUbbdb 3.9 104
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169 −electedGnewGdevelopmentsGinGvibrationalGstructureGtheoryfGpotentialGconstructionGandGvibrationalG
waveGfunctionGcalculationsVGPhysicalpChemistrypChemicalpPhysicsTG2012TGY]TGbbcZUdc 3.6 101

168 rrequencyUdependentGsecondGhyperpolarizabilitiesGusingGcoupledGclusterGcubicGresponseGtheoryVG
ChemicalpPhysicspLettersTG1998TGZdZTGY[eUY]b 2.5 101

167 ooupledGclusterGcalculationGofGtheGnGUUjGpiRGelectronicGtransitionGofGacetoneGinGaqueousGsolutionVG
JournalpofpPhysicalpChemistrypATG2005TGYXeTGdXXYUYX 2.8 101

166 †verviewGofGtheoreticalGandGcomputationalGmethodsGappliedGtoGtheGoxygenUorganicGmoleculeG
photosystemVGPhotochemistrypandpPhotobiologyTG2006TGdZTGYY[bUbX 3.6 94

165 ooupledGclusterGresponseGtheoryGforGsolvatedGmoleculesGinGequilibriumGandGnonequilibriumG
solvationVGJournalpofpChemicalpPhysicsTG1999TGYYXTGd[]dUd[bX 3.9 90

164 msymmetricUxanczosUohainUprivenGumplementationGofGqlectronicGøesonanceGoonvergentG
ooupledUolusterGxinearGøesponseGTheoryVGJournalpofpChemicalpTheorypandpComputationTG2012TGdTGYbYbUZd 6.4 87

163 −crutinizingGtheGeffectsGofGpolarizationGinG—yWyyGexcitedGstateGcalculationsVGPhysicalpChemistryp
ChemicalpPhysicsTG2011TGY[TGYdaaYUbX 3.6 84

162 mGcoupledUclusterGsolventGreactionGfieldGmethodVGJournalpofpChemicalpPhysicsTG1999TGYYXTGY[baUY[ca 3.9 84

161 −pinUorbitGcouplingGconstantsGfromGcoupledUclusterGresponseGtheoryVGPhysicalpChemistrypChemicalp
PhysicsTG2000TGZTGebaUecY 3.6 83

160 –olarizabilitiesGandGfirstGhyperpolarizabilitiesGofGtrTGzeTGandGntGfromGfullGconfigurationGinteractionG
andGcoupledGclusterGcalculationsVGJournalpofpChemicalpPhysicsTG1999TGYYYTGYeYcUYeZa 3.9 80

159 VibrationalGexcitationGenergiesGfromGvibrationalGcoupledGclusterGresponseGtheoryVGJournalpofp
ChemicalpPhysicsTG2007TGYZbTGZX]YXY 3.9 77

158 yultiphotonGtransitionGmomentsGandGabsorptionGcrossGsectionsGinGcoupledGclusterGresponseGtheoryG
employingGvariationalGtransitionGmomentGfunctionalsVGJournalpofpChemicalpPhysicsTG1998TGYXdTGd[[YUd[a] 3.9 77

157 †nGtheGinherentGdivergenceGinGtheGyˆ‚llerU–lessetGseriesVGTheGneonGatomGâ��GaGtestGcaseVGChemicalp
PhysicspLettersTG1996TGZbYTG[beU[cd 2.5 74

156 −olventGeffectsGonGzyøGisotropicGshieldingGconstantsVGaGcomparisonGbetweenGexplicitGpolarizableG
discreteGandGcontinuumGapproachesVGJournalpofpPhysicalpChemistrypATG2007TGYYYTG]YeeUZYX 2.8 73

155 railuresGofGTpprTGinGdescribingGtheGlowestGintramolecularGchargeUtransferGexcitationGinG
paraUnitroanilineVGMolecularpPhysicsTG2013TGYYYTGYZ[aUYZ]d 1.7 71

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

153 −olventGeffectsGonGtheGnUUjpiRGelectronicGtransitionGinGformaldehydefGaGcombinedGcoupledG
clusterWmolecularGdynamicsGstudyVGJournalpofpChemicalpPhysicsTG2004TGYZYTGd][aU]a 3.9 71

152 pivergenceGinGyˆ‚llerâ��–lessetGtheoryfGmGsimpleGexplanationGbasedGonGaGtwoUstateGmodelVGJournalpofp
ChemicalpPhysicsTG2000TGYYZTGec[bUec]d 3.9 71
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151
−olvationGqffectsGonGqlectronicGTransitionsfGqxploringGtheG–erformanceGofGmdvancedG−olventG
–otentialsGinG–olarizableGqmbeddingGoalculationsVGJournalpofpChemicalpTheorypandpComputationTG
2011TGcTGZZXeUYc

6.4 70

150
mutomaticGgenerationGofGforceGfieldsGandGpropertyGsurfacesGforGuseGinGvariationalGvibrationalG
calculationsGofGanharmonicGvibrationalGenergiesGandGzeroUpointGvibrationalGaveragedGpropertiesVG
JournalpofpChemicalpPhysicsTG2006TGYZaTGYZ]YXd

3.9 69

149 ooupledGolusterWyolecularGyechanicsGyethodfGGumplementationGandGmpplicationGtoGxiquidGWaterVG
JournalpofpPhysicalpChemistrypATG2003TGYXcTGZacdUZadd 2.8 69

148 †nGtheGperformanceGofGquantumGchemicalGmethodsGtoGpredictGsolvatochromicGeffectsfGtheGcaseGofG
acroleinGinGaqueousGsolutionVGJournalpofpChemicalpPhysicsTG2008TGYZdTGYe]aX[ 3.9 68

147 TheGqlectronicG−pectrumGofGruranVGJournalpofpthepAmericanpChemicalpSocietyTG1998TGYZXTG[]Z[U[][X 16.4 68

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

145 mGtheoreticalGstudyGofGtheGelectronicGspectrumGofGwaterVGJournalpofpChemicalpPhysicsTG2000TGYY[TGdYXYUdYYZ3.9 65

144
−econdGharmonicGgenerationGsecondGhyperpolarizabilityGofGwaterGcalculatedGusingGtheGcombinedG
coupledGclusterGdielectricGcontinuumGorGdifferentGmolecularGmechanicsGmethodsVGJournalpofp
ChemicalpPhysicsTG2004TGYZXTG[cdcUed

3.9 64

143 mGcoupledGclusterGstudyGofGtheGYGYmYgGandGYGYnZuGstatesGofGbenzeneVGJournalpofpChemicalpPhysicsTG
1998TGYXdTG[edcU]XXY 3.9 64

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

141 mutomaticGderivationGandGevaluationGofGvibrationalGcoupledGclusterGtheoryGequationsVGJournalpofp
ChemicalpPhysicsTG2009TGY[YTGZ[]YXe 3.9 60

140 zewGrormulationGandGumplementationGofGVibrationalG−elfUoonsistentGrieldGTheoryVGJournalpofp
ChemicalpTheorypandpComputationTG2010TGbTGZ[aU]d 6.4 59

139 øesponseGtheoryGforGvibrationalGwaveGfunctionsVGJournalpofpChemicalpPhysicsTG2005TGYZZTGYe]YXa 3.9 58

138 zuclearGmagneticGshieldingGconstantsGofGliquidGwaterfGinsightsGfromGhybridGquantumG
mechanicsWmolecularGmechanicsGmodelsVGJournalpofpChemicalpPhysicsTG2007TGYZbTGX[]aYX 3.9 57

137 †neUGandGtwoUphotonGphotosensitizedGsingletGoxygenGproductionfGcharacterizationGofGaromaticG
ketonesGasGsensitizerGstandardsVGJournalpofpPhysicalpChemistrypATG2007TGYYYTGacabUbc 2.8 56

136 neyondGvibrationalGselfUconsistentUfieldGmethodsfGnenchmarkGcalculationsGforGtheGfundamentalG
vibrationsGofGethyleneVGInternationalpJournalpofpQuantumpChemistryTG2005TGYX]TGbbcUbdX 2.1 56

135 TheGeffectGofGtripleGexcitationsGinGcoupledGclusterGcalculationsGofGfrequencyUdependentG
polarizabilitiesVGChemicalpPhysicspLettersTG1998TGZeZTG][cU]]b 2.5 55

134
zonlinearGopticalGresponseGpropertiesGofGmoleculesGinGcondensedGphasesGusingGtheGcoupledG
clusterWdielectricGcontinuumGorGmolecularGmechanicsGmethodsVGJournalpofpChemicalpPhysicsTG2003TG
YYeTGYXaYeUYXa[a

3.9 54
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133 sasGphaseGabsorptionGstudiesGofGphotoactiveGyellowGproteinGchromophoreGderivativesVGJournalpofp
PhysicalpChemistrypATG2009TGYY[TGe]]ZUe 2.8 52

132 TripleGexcitationGeffectsGinGcoupledUclusterGcalculationsGofGfrequencyUdependentG
hyperpolarizabilitiesVGChemicalpPhysicspLettersTG1998TGZebTGYYcUYZ] 2.5 51

131 ooupledGolusterGTheoryGwithGqmphasisGonG−electedGzewGpevelopmentsVGTheoreticalpChemistryp
AccountsTG2006TGYYbTGYXbUYZ[ 1.9 51

130 mutomaticGgenerationGofGpotentialGenergyGandGpropertyGsurfacesGofGpolyatomicGmoleculesGinGnormalG
coordinatesVGJournalpofpChemicalpPhysicsTG2007TGYZcTGZX]YXb 3.9 51

129 untegralGdirectGcalculationGofGooZGexcitationGenergiesfGsingletGexcitedGstatesGofGbenzeneVGChemicalp
PhysicspLettersTG1996TGZb[TGa[XUa[e 2.5 51

128 −tatisticalGmechanicallyGaveragedGmolecularGpropertiesGofGliquidGwaterGcalculatedGusingGtheG
combinedGcoupledGclusterWmolecularGdynamicsGmethodVGJournalpofpChemicalpPhysicsTG2006TGYZ]TGYZ]aX[ 3.9 50

127 xinearGøesponseG–ropertiesGofGxiquidGWaterGoalculatedGπsingGooZGandGoo−pGwithinGpifferentG
yolecularGyechanicsGyethodsâ� VGJournalpofpPhysicalpChemistrypATG2004TGYXdTGdb]bUdbad 2.8 50

126 oauchyGmomentsGandGdispersionGcoefficientsGusingGcoupledGclusterGlinearGresponseGtheoryVGJournalp
ofpChemicalpPhysicsTG1997TGYXcTGYXaeZUYXaed 3.9 49

125 xinearGresponseGfunctionsGforGaGvibrationalGconfigurationGinteractionGstateVGJournalpofpChemicalp
PhysicsTG2006TGYZaTGZY][Xe 3.9 49

124 TheoreticalGstudyGofGtheGelectronicGgasUphaseGspectrumGofGglycineTGalanineTGandGrelatedGaminesGandG
carboxylicGacidsVGJournalpofpPhysicalpChemistrypATG2005TGYXeTGY][XU]X 2.8 48

123 †ptimizedGcoordinatesGinGvibrationalGcoupledGclusterGcalculationsVGJournalpofpChemicalpPhysicsTG2014TG
Y]XTGYa]YXZ 3.9 47

122 –erformanceGofGpopularGXoUfunctionalsGforGtheGdescriptionGofGexcitationGenergiesGinGsr–UlikeG
chromophoreGmodelsVGInternationalpJournalpofpQuantumpChemistryTG2012TGYYZTGcdeUdXX 2.1 45

121 VibrationalGcoupledGclusterGresponseGtheoryfGaGgeneralGimplementationVGJournalpofpChemicalpPhysicsTG
2011TGY[]TGXa]YYe 3.9 45

120 pipoleGandGquadrupoleGmomentsGofGliquidGwaterGcalculatedGwithinGtheGcoupledGclusterWmolecularG
mechanicsGmethodVGChemicalpPhysicspLettersTG2002TG[b]TG[ceU[db 2.5 45

119 qquilibriumGgeometriesGofGcyclicG−io[GisomersVGJournalpofpChemicalpPhysicsTG2001TGYY]TGZee[UZeea 3.9 45

118 oarbonGXUrayGabsorptionGspectraGofGfluoroethenesGandGacetonefGaGstudyGatGtheGcoupledGclusterTG
densityGfunctionalTGandGstaticUexchangeGlevelsGofGtheoryVGJournalpofpChemicalpPhysicsTG2013TGY[dTGYZ][YY 3.9 44

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

116 TheGnGUjGˇ�RGqlectronicGTransitionGinGyicrosolvatedGrormaldehydeVGmGooupledGolusterGandGoombinedG
ooupledGolusterWyolecularGyechanicsG−tudyâ� VGJournalpofpPhysicalpChemistrypATG2004TGYXdTGdbZ]Udb[Z 2.8 43
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115 ooupledUclusterGtheoryGinGaGprojectedGatomicGorbitalGbasisVGJournalpofpChemicalpPhysicsTG2006TGYZ]TGXd]YX[3.9 42

114 qffectsGofGconjugationGlengthGandGresonanceGenhancementGonGtwoUphotonGabsorptionGinG
phenyleneUvinyleneGoligomersVGPhysicalpChemistrypChemicalpPhysicsTG2008TGYXTGYYccUeY 3.6 41

113 −olventGqffectsGonGøotatoryG−trengthGTensorsVGYVGTheoryGandGmpplicationGofGtheGoombinedGooupledG
olusterWpielectricGoontinuumGyodelVGJournalpofpPhysicalpChemistrypATG2004TGYXdTG[b[ZU[b]Y 2.8 41

112 –hotoabsorptionGstudiesGofGneutralGgreenGfluorescentGproteinGmodelGchromophoresGinGvacuoVG
PhysicalpChemistrypChemicalpPhysicsTG2009TGYYTGeeebUYXXXZ 3.6 40

111
TowardsGfastGcomputationsGofGcorrelatedGvibrationalGwaveGfunctionsfGvibrationalGcoupledGclusterG
responseGexcitationGenergiesGatGtheGtwoUmodeGcouplingGlevelVGJournalpofpChemicalpPhysicsTG2008TG
YZdTGYa]YY[

3.9 40

110 oommunicationfGmGreducedUspaceGalgorithmGforGtheGsolutionGofGtheGcomplexGlinearGresponseG
equationsGusedGinGcoupledGclusterGdampedGresponseGtheoryVGJournalpofpChemicalpPhysicsTG2013TGY[eTGZYYYXZ3.9 39

109 ooupledGclusterGresponseGcalculationsGofGtwoUphotonGtransitionGprobabilityGrateGconstantsGforG
heliumTGneonGandGargonVGJournalpofpChemicalpPhysicsTG1998TGYXdTGd[aaUd[ae 3.9 38

108 saussianGprocessGregressionGtoGaccelerateGgeometryGoptimizationsGrelyingGonGnumericalG
differentiationVGJournalpofpChemicalpPhysicsTG2018TGY]dTGZ]YcX] 3.9 37

107 πnravelingGtheGsimilarityGofGtheGphotoabsorptionGofGdeprotonatedGpUcoumaricGacidGinGtheGgasGphaseG
andGwithinGtheGphotoactiveGyellowGproteinVGPhysicalpChemistrypChemicalpPhysicsTG2011TGY[TGYadaUe 3.6 37

106 mGsecondUorderGdoublesGcorrectionGtoGexcitationGenergiesGinGtheGrandomUphaseGapproximationVG
ChemicalpPhysicspLettersTG1998TGZd]TG]cUaa 2.5 36

105 oalculationGofGvibrationalGinfraredGintensitiesGandGøamanGactivitiesGusingGexplicitGanharmonicGwaveG
functionsVGJournalpofpPhysicalpChemistrypATG2007TGYYYTGYYZXaUY[ 2.8 36

104 mGooZGdielectricGcontinuumGmodelGandGaGooZGmolecularGmechanicsGmodelVGMolecularpPhysicsTG2003TG
YXYTGZXaaUZXcY 1.7 36

103 −taticGandGfrequencyUdependentGpolarizabilitiesGofGexcitedGsingletGstatesGusingGcoupledGclusterG
responseGtheoryVGJournalpofpChemicalpPhysicsTG1998TGYXeTGeZ[cUeZ][ 3.9 36

102
sroundGandGexcitedGstateGpolarizabilitiesGandGdipoleGtransitionGpropertiesGofGbenzeneGfromGcoupledG
clusterGresponseGtheoryVGSpectrochimicapActap-pPartpA:pMolecularpandpBiomolecularpSpectroscopyTG
1999TGaaTGaXeUaZ]

4.4 36

101 πsingGqlectronicGqnergyGperivativeGunformationGinGmutomatedG–otentialGqnergyG−urfaceG
oonstructionGforGVibrationalGoalculationsVGJournalpofpChemicalpTheorypandpComputationTG2010TGbTG[YbZUca 6.4 34

100 †nGtheGelectricGfieldGgradientGinducedGbirefringenceGandGelectricGquadrupoleGmomentGofGo†TGzZ†TG
andG†o−VGJournalpofpChemicalpPhysicsTG2003TGYYdTGc[Ze 3.9 34

99 mbGinitioGmodelingGofGexcitedGstateGabsorptionGofGpolyenesVGPhysicalpChemistrypChemicalpPhysicsTG
2001TG[TGZabcUZaca 3.6 34

98 mGvariationalGapproachGforGcalculatingGrranckUoondonGfactorsGincludingGmodeUmodeGanharmonicG
couplingVGJournalpofpChemicalpPhysicsTG2006TGYZaTGYa]YY] 3.9 33
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97 xinearUscalingGgenerationGofGpotentialGenergyGsurfacesGusingGaGdoubleGincrementalGexpansionVG
JournalpofpChemicalpPhysicsTG2016TGY]aTGXb]YXa 3.9 32

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

95 TheoreticalGcalculationsGofGexcitedGstateGabsorptionVGPhysicalpChemistrypChemicalpPhysicsTG2000TGZTGa[acUa[b[3.6 31

94 mGhierarchyGofGpotentialGenergyGsurfacesGconstructedGfromGenergiesGandGenergyGderivativesG
calculatedGonGgridsVGJournalpofpChemicalpPhysicsTG2009TGY[XTGY[]YX] 3.9 30

93 TwoUphotonGabsorptionGcrossGsectionsfGanGinvestigationGofGsolventGeffectsVGTheoreticalGstudiesGonG
formaldehydeGandGwaterVGJournalpofpChemicalpPhysicsTG2006TGYZaTGYd]aXY 3.9 30

92 umplementationGofGelectronicGgroundGstatesGandGsingletGandGtripletGexcitationGenergiesGinGcoupledG
clusterGtheoryGwithGapproximateGtriplesGcorrectionsVGJournalpofpChemicalpPhysicsTG2002TGYYbTGaeb[UaecX 3.9 30

91 tybridG†ptimizedGandGxocalizedGVibrationalGooordinatesVGJournalpofpPhysicalpChemistrypATG2015TGYYeTGYYXXcUZY2.8 29

90 yachineGlearningGforGpotentialGenergyGsurfacesfGmnGextensiveGdatabaseGandGassessmentGofGmethodsVG
JournalpofpChemicalpPhysicsTG2019TGYaXTGZ]]YY[ 3.9 29

89 mpproximateGhighGmodeGcouplingGpotentialsGusingGsaussianGprocessGregressionGandGadaptiveG
densityGguidedGsamplingVGJournalpofpChemicalpPhysicsTG2019TGYaXTGY[YYXZ 3.9 28

88
mutomatedGcalculationGofGanharmonicGvibrationalGcontributionsGtoGfirstGhyperpolarizabilitiesfG
quadraticGresponseGfunctionsGfromGvibrationalGconfigurationGinteractionGwaveGfunctionsVGJournalpofp
ChemicalpPhysicsTG2009TGY[YTGYa]YXY

3.9 28

87 VariationalGcalculationGofGstaticGandGdynamicGvibrationalGnonlinearGopticalGpropertiesVGJournalpofp
ChemicalpPhysicsTG2007TGYZcTGXd]YYd 3.9 28
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51 mnharmonicGvibrationalGspectraGfromGdoubleGincrementalGpotentialGenergyGandGdipoleGsurfacesVG
PhysicalpChemistrypChemicalpPhysicsTG2018TGZXTG[]]aU[]ab 3.6 15

50 typerfineGandGnuclearGquadrupoleGcouplingGinGchlorineGandGfluorineGdioxidesVGJournalpofpChemicalp
PhysicsTG1997TGYXbTGYd]cUYdaa 3.9 15

49 TheoryGofGhyperfineGcouplingGconstantsGofGsolvatedGmoleculesfGmpplicationsGinvolvingGmethylGandG
ol†ZGradicalsGinGdifferentGsolventsVGJournalpofpChemicalpPhysicsTG1996TGYX]TGbZeUb[a 3.9 15
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