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220 —estrictedTöarianceFnonstrainedSF—eactionF’athSFandFTransitionFStateFxolecularFzptimizationsF
ÃsingFrradientTpnhancedFvrigingUFJournalnofnChemicalnTheorynandnComputationSF2021SFXbSF]bXT]cY 6.4 8

219 STnhelatedFroldOtttPFnomplexeseFStructureFandF—eactivityUFInorganicnChemistrySF2021SFaWSFYc[bTYc]] 5.1 6

218
lnalyticFgradientsFforFmulticonfigurationFpairTdensityFfunctionalFtheoryFwithFdensityFfittingeF
oevelopmentFandFapplicationFtoFgeometryFoptimizationFinFtheFgroundFandFexcitedFstatesUFJournaln
ofnChemicalnPhysicsSF2021SFX][SFWb[XWc

3.9 2

217 znFtheFroleFofFsymmetryFinF−oøTnlS’TYUFJournalnofnChemicalnPhysicsSF2021SFX][SFWZ[XWY 3.9 3

216 salogenFmondFofFsaloniumFtonseFmenchmarkingFoqTFxethodsFforFtheFoescriptionFofFyx—FnhemicalF
ShiftsUFJournalnofnChemicalnTheorynandnComputationSF2020SFXaSFbadWTbbWX 6.4 4

215 —estrictedTöarianceFxolecularFreometryFzptimizationFmasedFonFrradientTpnhancedFvrigingUF
JournalnofnChemicalnTheorynandnComputationSF2020SFXaSFZdcdT[WWX 6.4 13

214 tmpactFofFpxcitedTStateFlntiaromaticityF—eliefFinFaFqundamentalFmenzeneF’hotoreactionFweadingFtoF
SubstitutedFmicycloπZUXUW]hexenesUFJournalnofnthenAmericannChemicalnSocietySF2020SFX[YSFXWd[YTXWd][ 16.4 12

213 xodernFquantumFchemistryFwithFπzpen]xolcasUFJournalnofnChemicalnPhysicsSF2020SFX]YSFYX[XXb 3.9 106

212 SimulationsFofFvalenceFexcitedFstatesFinFcoordinationFcomplexesFreachedFthroughFhardF−TrayF
scatteringUFPhysicalnChemistrynChemicalnPhysicsSF2020SFYYSFcZY]TcZZ] 3.6 5

211 SymmetryFofFthreeTcenterSFfourTelectronFbondsUFChemicalnScienceSF2020SFXXSFbdbdTbddW 9.4 18

210 xachineFlearningFforFanalysingFabFinitioFmolecularFdynamicsFsimulationsUFJournalnofnPhysics:n
ConferencenSeriesSF2020SFX[XYSFW[YWWZ 0.3 1

209 pxtendedFoynamicallyFøeightedFnlS’TYeFTheFmestFofFTwoFøorldsUFJournalnofnChemicalnTheorynandn
ComputationSF2020SFXaSFX]]]TX]ab 6.4 16

208
yonTradiativeFdecayFandFfragmentationFinFwaterFmoleculesFafterFXaF[aFexcitationFandFcoreF
ionizationFstudiedFbyFelectronTenergyTresolvedFelectronTionFcoincidenceFspectroscopyUFJournalnofn
ChemicalnPhysicsSF2020SFX]YSFWb[ZWY

3.9 0

207 lutomationFofFlctiveFSpaceFSelectionFforFxultireferenceFxethodsFviaFxachineFwearningFonF
nhemicalFmondFoissociationUFJournalnofnChemicalnTheorynandnComputationSF2020SFXaSFYZcdTYZdd 6.4 27

206 –uantifyingFsimilarityFforFspectraFwithFaFlargeFnumberFofFoverlappingFtransitionseFpxamplesFfromF
softF−TrayFspectroscopyUFChemicalnPhysicsSF2020SF]Z]SFXXWbca 2.3 5

205 pquationTofTxotionFnoupledTnlusterFxodelsF2020SFbbTXWc 2

204 xultiT—eferenceFnonfigurationFtnteractionF2020SFYbbTYdb 1
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203 ÃnravellingFtheFmechanismFofFpsTregulationFinFdinoflagellateFluciferaseUFInternationalnJournalnofn
BiologicalnMacromoleculesSF2020SFXa[SFYabXTYacW 7.9

202 ’athTtntegralFlpproachesFtoFyonTldiabaticFoynamicsF2020SFaYdTa]Z 3

201 xultiTnonfigurationalFoensityFqunctionalFTheoryeF’rogressFandFnhallengesF2020SF[bTb] 1

200 mohmianFlpproachesFtoFyonTldiabaticFxolecularFoynamicsF2020SF]aZT]d[ 0

199 TimeToependentFoensityFqunctionalFTheoryF2020SFXZT[a 6

198 pxactF–uantumFoynamicsFOøaveF’acketsPFinF—educedFoimensionalityF2020SFZ]]TZcX 4

197 qullFandFlbFtnitioFxultipleFSpawningF2020SF[Z]T[ab 3

196 SurfaceFsoppingFxolecularFoynamicsF2020SF[ddT]ZW 4

195 pxactFqactorizationFofFtheFplectronâ��yuclearFøaveFqunctioneFTheoryFandFlpplicationsF2020SF]ZXT]aY 6

194 pxactFsemiTclassicalFlightTmatterFinteractionFoperatorFappliedFtoFtwoTphotonFprocessesFwithFstrongF
relativisticFeffectsUFJournalnofnChemicalnPhysicsSF2020SFX]ZSFWY[XX[ 3.9 1

193 xotivationFandFmasicFnonceptsF2020SFXTXY

192 xultiTnonfigurationFTimeToependentFsartreeFxethodseFqromF–uantumFtoFSemiclassicalFandF
–uantumTnlassicalF2020SFZcZT[XX 3

191 raussianFøaveF’acketsFandFtheFooTvxnrFlpproachF2020SF[XZT[ZZ 1

190 SemiclassicalFxolecularFoynamicsFforFSpectroscopicFnalculationsF2020SF]d]TaYc 11

189 xultiTnonfigurationalF—eferenceF’erturbationFTheoryFwithFaFnlSSnqF—eferenceFqunctionF2020SFYddTZ]Z 3

188 TheFllgebraicToiagrammaticFnonstructionFSchemeFforFtheF’olarizationF’ropagatorF2020SFXWdTXZX 2

187 qoundationFofFxultiTnonfigurationalF–uantumFnhemistryF2020SFXZZTYWZ 3

186 TheFoensityFxatrixF—enormalizationFrroupFforFStrongFnorrelationFinFrroundFandFpxcitedFStatesF
2020SFYW]TY[] 7
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185 pxcitedTStateFnalculationsFwithF–uantumFxonteFnarloF2020SFY[bTYb] 6

184 zpenxolcaseFqromFSourceFnodeFtoFtnsightUFJournalnofnChemicalnTheorynandnComputationSF2019SFX]SF]dY]T]da[6.4 310

183 oynamicallyFweightedFmultireferenceFperturbationFtheoryeFnombiningFtheFadvantagesFofF
multiTstateFandFstateTaveragedFmethodsUFJournalnofnChemicalnPhysicsSF2019SFX]WSFX[[XWb 3.9 10

182 xolecularFmasisFofFtheFnhemiluminescenceFxechanismFofFwuminolUFChemistryn-nAnEuropeannJournalSF
2019SFY]SF]YWYT]YXZ 4.8 24

181 SpectroscopyFofFlinearFandFcircularFpolarizedFlightFwithFtheFexactFsemiclassicalFlightâ��matterF
interactionUFAnnualnReportsninnComputationalnChemistrySF2019SFX]SFZdTba 1.8 3

180 sowFmachineFlearningFcanFassistFtheFinterpretationFofFmolecularFdynamicsFsimulationsFandF
conceptualFunderstandingFofFchemistryUFChemicalnScienceSF2019SFXWSFYYdcTYZWb 9.4 58

179 tmplementationFofFaFsemiclassicalFlightTmatterFinteractionFusingFtheFraussTsermiteFquadratureeFlF
simpleFalternativeFtoFtheFmultipoleFexpansionUFPhysicalnReviewnASF2019SFddSF 2.6 9

178 qingerprintingFplectronicFStructureFofFsemeFtronFbyFlbFtnitioFxodelingFofFxetalFwTpdgeF−TrayF
lbsorptionFSpectraUFJournalnofnChemicalnTheorynandnComputationSF2019SFX]SF[bbT[cd 6.4 14

177 nhemiTFandFmioluminescenceFofFnyclicF’eroxidesUFChemicalnReviewsSF2018SFXXcSFadYbTadb[ 68.1 172

176 –xVxxFStudyFofFtheFqormationFofFtheFoioxetanoneF—ingFinFqirefliesFthroughFaFSuperoxideFtonUF
JournalnofnPhysicalnChemistrynBSF2018SFXYYSF]XbZT]XcY 3.4 10

175 TheFxatterFSimulationFO—PevolutionUFACSnCentralnScienceSF2018SF[SFX[[TX]Y 16.8 66

174 lnalyticFrradientsFforFnompleteFlctiveFSpaceF’airToensityFqunctionalFTheoryUFJournalnofnChemicaln
TheorynandnComputationSF2018SFX[SFXYaTXZc 6.4 27

173 lutomaticFoifferentiationFinF–uantumFnhemistryFwithFlpplicationsFtoFqullyFöariationalF
sartreeTqockUFACSnCentralnScienceSF2018SF[SF]]dT]aa 16.8 35

172 ÃncontractedFbasisFsetsFforFabFinitioFcalculationsFofFmuonicFatomsFandFmoleculesUFInternationaln
JournalnofnQuantumnChemistrySF2018SFXXcSFeY]b]] 2.1 3

171 tnnerFprojectionFtechniquesFforFtheFlowTcostFhandlingFofFtwoTelectronFintegralsFinFquantumF
chemistryUFMolecularnPhysicsSF2017SFXX]SFYW]YTYWa[ 1.7 8

170 TripletFversusFsingletFchemiexcitationFmechanismFinFdioxetanoneeFaFnlSSnqVnlS’TYFstudyUF
TheoreticalnChemistrynAccountsSF2017SFXZaSFX 1.9 7

169 oynamicalFtnsightsFintoFtheFoecompositionFofFXSYToioxetaneUFJournalnofnChemicalnTheorynandn
ComputationSF2017SFXZSFY[[cTY[]b 6.4 18

168 raugeForiginFindependenceFinFfiniteFbasisFsetsFandFperturbationFtheoryUFChemicalnPhysicsnLettersSF
2017SFacZSF]ZaT][Y 2.5 9
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167 ÃnravelingFfactorsFleadingFtoFefficientFnorbornadieneâ��quadricyclaneFmolecularFsolarTthermalF
energyFstorageFsystemsUFJournalnofnMaterialsnChemistrynASF2017SF]SFXYZadTXYZbc 13 46

166 tnfluenceFofFtheFchoiceFofFprojectionFmanifoldsFinFtheFnlS’TYFimplementationUFMolecularnPhysicsSF
2017SFXX]SFYWbbTYWc] 1.7 3

165 xechanismFofFactivatedFchemiluminescenceFofFcyclicFperoxideseFXSYTdioxetanesFandF
XSYTdioxetanonesUFPhysicalnChemistrynChemicalnPhysicsSF2017SFXdSFZd]]TZdaY 3.6 25

164 lFcelebrationFofFtheFSwedishFschoolUFMolecularnPhysicsSF2017SFXX]SFXddZTXdd[ 1.7 1

163 sowFooFxethylFrroupsFpnhanceFtheFTripletFnhemiexcitationFYieldFofFoioxetanejUFJournalnofnPhysicaln
ChemistrynLettersSF2017SFcSFZbdWTZbd[ 6.4 16

162 lpplicationsFtoFmetalFvFpreTedgesFofFtransitionFmetalFdimersFillustrateFtheFapproximateForiginF
independenceFforFtheFintensitiesFinFtheFlengthFrepresentationUFMolecularnPhysicsSF2017SFXX]SFXb[TXcd 1.7 21

161 nlS’TYVnlSSnqFlpplicationsF2016SFX]bTYXd 2

160 —elativisticFpffectsF2016SF]dTab

159 masisFSetsF2016SFadTc[

158 xolecularFandFplectronicFStructureFofF—eYmr[O’xeZP[UFInorganicnChemistrySF2016SF]]SFbXXXTa 5.1 1

157 xetalTfreeFphotochemicalFsilylationsFandFtransferFhydrogenationsFofFbenzenoidFhydrocarbonsFandF
grapheneUFNaturenCommunicationsSF2016SFbSFXYdaY 17.4 47

156 lnalysisFofFaFnompoundFnlassFwithFTripletFStatesFStabilizedFbyF’otentiallyFmairdFlromaticF
πXW]lnnulenylFoicationicF—ingsUFChemistryn-nAnEuropeannJournalSF2016SFYYSFYbdZTcWW 4.8 25

155
lnalyticalFStateTlverageFnompleteTlctiveTSpaceFSelfTnonsistentFqieldFyonadiabaticFnouplingF
öectorseFtmplementationFwithFoensityTqittedFTwoTplectronFtntegralsFandFlpplicationFtoFnonicalF
tntersectionsUFJournalnofnChemicalnTheorynandnComputationSF2016SFXYSFZaZaT]Z

6.4 75

154 menzophenoneFÃltrafastFTripletF’opulationeF—evisitingFtheFvineticFxodelFbyFSurfaceTsoppingF
oynamicsUFJournalnofnPhysicalnChemistrynLettersSF2016SFbSFaYYTa 6.4 71

153 ldvancesFinFcomputationalFphotochemistryFandFchemiluminescenceFofFbiologicalFandF
nanotechnologicalFmoleculesUFPhotochemistrySF2016SFXaTaW 1.8 2

152 wargeTscaleFcalculationsFofFgasFphaseFthermochemistryeFpnthalpyFofFformationSFstandardFentropySF
andFheatFcapacityUFJournalnofnChemicalnPhysicsSF2016SFX[]SFXX[ZW] 3.9 42

151 xolcasFceFyewFcapabilitiesFforFmulticonfigurationalFquantumFchemicalFcalculationsFacrossFtheF
periodicFtableUFJournalnofnComputationalnChemistrySF2016SFZbSF]WaT[X 3.5 1047

150 F2016SF 59

(2016-2017)
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149 zrbitalFentanglementFandFnlSSnqFanalysisFofFtheF—uTyzFbondFinFaF—utheniumFnitrosylFcomplexUF
PhysicalnChemistrynChemicalnPhysicsSF2015SFXbSFX[ZcZTdY 3.6 49

148 øhatFtsFtheF’riceFofFzpenTSourceFSoftwarejUFJournalnofnPhysicalnChemistrynLettersSF2015SFaSFYb]XT[ 6.4 8

147 TheoreticalFstudyFofFtheFdarkFphotochemistryFofFXSZTbutadieneFviaFtheFchemiexcitationFofFoewarF
dioxetaneUFPhysicalnChemistrynChemicalnPhysicsSF2015SFXbSFXca]ZTa[ 3.6 19

146 lnalyticalFgradientsFofFtheFstateTaverageFcompleteFactiveFspaceFselfTconsistentFfieldFmethodFwithF
densityFfittingUFJournalnofnChemicalnPhysicsSF2015SFX[ZSFW[[XXW 3.9 27

145 tnfluenceFofFllkoxyFrroupsFonFtheF’hotoinducedFoynamicsFofFzrganicFxoleculesFpxemplifiedFonF
llkylFöinylFpthersUFJournalnofnPhysicalnChemistrynASF2015SFXXdSFXXXW]TXY 2.8 9

144
nonstrainedFnumericalFgradientsFandFcompositeFgradientseF’racticalFtoolsFforFgeometryF
optimizationFandFpotentialFenergyFsurfaceFnavigationUFJournalnofnComputationalnChemistrySF2015SF
ZaSFXadcTbWc

3.5 4

143 lFsurfaceFhoppingFalgorithmFforFnonadiabaticFminimumFenergyFpathFcalculationsUFJournalnofn
ComputationalnChemistrySF2015SFZaSFZXYTYW 3.5 6

142
lnalyticalFgradientsFofFcompleteFactiveFspaceFselfTconsistentFfieldFenergiesFusingFnholeskyF
decompositioneFgeometryFoptimizationFandFspinTstateFenergeticsFofFaFrutheniumFnitrosylFcomplexUF
JournalnofnChemicalnPhysicsSF2014SFX[WSFXb[XWZ

3.9 42

141 lnalyticalFgradientsFofFtheFsecondTorderFxˆ‚llerâ��’lessetFenergyFusingFnholeskyFdecompositionsUF
InternationalnJournalnofnQuantumnChemistrySF2014SFXX[SFZYXTZYb 2.1 18

140 sybridF–xVxxFsimulationsFofFtheFobelinFbioluminescenceFandFfluorescenceFrevealFanFunexpectedF
lightFemitterUFJournalnofnPhysicalnChemistrynBSF2014SFXXcSFYcdaTdWZ 3.4 28

139 lccurateFcalculationsFofFgeometriesFandFsingletTtripletFenergyFdifferencesFforFactiveTsiteFmodelsFofF
πyiqe]FhydrogenaseUFPhysicalnChemistrynChemicalnPhysicsSF2014SFXaSFbdYbTZc 3.6 48

138
ShapeFofFxultireferenceSFpquationTofTxotionFnoupledTnlusterSFandFoensityFqunctionalFTheoryF
’otentialFpnergyFSurfacesFatFaFnonicalFtntersectionUFJournalnofnChemicalnTheorynandnComputationSF
2014SFXWSFZWb[Tc[

6.4 132

137 nhapterFYe—ecentFmethodFdevelopmentsFandFapplicationsFinFcomputationalFphotochemistrySF
chemiluminesceneFandFbioluminescenceUFPhotochemistrySF2014SFXXT[Y 1.8 2

136 SWFTiFSZFtransitionFinFrecombinationFproductsFofFphotodissociatedFdihalomethanesUFMolecularnPhysics
SF2014SFXXYSF]b]T]cY 1.7 1

135 lFtheoreticalFanalysisFofFtheFintrinsicFlightTharvestingFpropertiesFofFxanthopterinUFComputationaln
andnTheoreticalnChemistrySF2014SFXW[WTXW[XSFYZWTYZa 2 1

134
xappingFtheFpxcitedFStateF’otentialFpnergyFSurfaceFofFaF—etinalFnhromophoreFxodelFwithF
xultireferenceFandFpquationTofTxotionFnoupledTnlusterFxethodsUFJournalnofnChemicalnTheorynandn
ComputationSF2013SFdSF[[d]T]Wa

6.4 76

133 —evisitingFtheFyonadiabaticF’rocessFinFXSYToioxetaneUFJournalnofnChemicalnTheorynandnComputationSF
2013SFdSF][W[TXX 6.4 32

132 lnalyticalFrradientsFofFsartreeTqockFpxchangeFwithFoensityFqittingFlpproximationsUFJournalnofn
ChemicalnTheorynandnComputationSF2013SFdSFYW[TXY 6.4 24
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131 xzwnlSâ��aFsoftwareFforFmulticonfigurationalFquantumFchemistryFcalculationsUFWileyn
InterdisciplinarynReviews:nComputationalnMolecularnScienceSF2013SFZSFX[ZTX[d 7.9 61

130 lreFtheFbioTFandFchemiluminescenceFstatesFofFtheFfireflyFoxyluciferinFtheFsameFasFtheFfluorescenceF
statejUFPhotochemistrynandnPhotobiologySF2013SFcdSFZXdTY] 3.6 45

129 lttractiveFelectronTelectronFinteractionsFwithinFrobustFlocalFfittingFapproximationsUFJournalnofn
ComputationalnChemistrySF2013SFZ[SFX[caTda 3.5 52

128 lbFinitioFandFoqTFanalysisFofFtheFlowTlyingFelectronicFstatesFofFmetalFdihalideseFquantumFchemicalF
calculationsFonFtheFneutralFmrxnlFOxFhFnuSFlgSFluPUFPhysicalnChemistrynChemicalnPhysicsSF2013SFX]SFXWX]XTb3.6

127 ’arallelizationFofFaFmulticonfigurationalFperturbationFtheoryUFJournalnofnComputationalnChemistrySF
2013SFZ[SFXdZbT[c 3.5 29

126 ’rotonVsydrogenFTransferFxechanismsFinFtheFruanineTnytosineFmaseF’aireF’hotostabilityFandF
TautomerismUFJournalnofnChemicalnTheorynandnComputationSF2013SFdSF[cXTda 6.4 38

125 nommunicationeFtheoreticalFpredictionFofFtheFstructureFandFspectroscopicFpropertiesFofFtheF−FFandF
ˆ�FstatesFofFhydroxymethylFperoxyFOsznsYzzPFradicalUFJournalnofnChemicalnPhysicsSF2013SFXZcSFWYXXW] 3.9 4

124 TheFmergmanFcyclizationsFofFtheFenediyneFandFitsFyTsubstitutedFanalogsFusingFmulticonfigurationalF
secondTorderFperturbationFtheoryUFJournalnofnComputationalnChemistrySF2012SFZZSF]ZbT[d 3.5 13

123 nanFtheFnlosedTShellFoqTFxethodsFoescribeFtheFThermolysisFofFXSYToioxetanonejUFJournalnofn
ChemicalnTheorynandnComputationSF2012SFcSF[Z]dTaZ 6.4 26

122 nhemiluminescenceFofFnoelenterazineFandFqluorescenceFofFnoelenteramideeFlFSystematicF
TheoreticalFStudyUFJournalnofnChemicalnTheorynandnComputationSF2012SFcSFYbdaTcWb 6.4 39

121
yovelFinsightsFintoFcyclooxygenasesSFlinoleateFdiolFsynthasesSFandFlipoxygenasesFfromFdeuteriumF
kineticFisotopeFeffectsFandFoxidationFofFsubstrateFanalogsUFBiochimicanEtnBiophysicanActan-nMolecularn
andnCellnBiologynofnLipidsSF2012SFXcYXSFX]WcTXb

5 11

120 öariationalFcalculationsFforFtheFhydrogenTantihydrogenFsystemFwithFaFmassTscaledF
mornTzppenheimerFpotentialUFOpennPhysicsSF2012SFXWSF 1.3 4

119 oynamicFplectronFnorrelationFpffectsFonFtheFrroundFStateF’otentialFpnergyFSurfaceFofFaF—etinalF
nhromophoreFxodelUFJournalnofnChemicalnTheorynandnComputationSF2012SFcSF[WadTcW 6.4 127

118
’hotostabilityFxechanismsFinFsumanF˛‡mTnrystallineF—oleFofFtheFTyrosineFnornerFÃnveiledFbyF
–uantumFxechanicsFandFsybridF–uantumFxechanicsVxolecularFxechanicsFxethodologiesUFJournaln
ofnChemicalnTheorynandnComputationSF2012SFcSFXZ]XTd

6.4 4

117 znFtheFphotophysicsFandFphotochemistryFofFtheFwaterFdimerUFJournalnofnChemicalnPhysicsSF2012SF
XZbSFY[[ZWd 3.9 22

116 xultiTelectronFintegralsUFWileynInterdisciplinarynReviews:nComputationalnMolecularnScienceSF2012SFYSFYdWTZWZ7.9 44

115
xulticonfigurationFsecondTorderFperturbationFtheoryFapproachFtoFstrongFelectronFcorrelationFinF
chemistryFandFphotochemistryUFWileynInterdisciplinarynReviews:nComputationalnMolecularnScienceSF
2012SFYSF]c]TaWZ

7.9 143

114
noupledFnlusterFandFxˆ‚llerT’lessetF’erturbationFTheoryFnalculationsFofFyoncovalentF
tntermolecularFtnteractionsFusingFoensityFqittingFwithFluxiliaryFmasisFSetsFfromFnholeskyF
oecompositionsUFJournalnofnChemicalnTheorynandnComputationSF2012SFcSFXdYXTc

6.4 32

(2012-2013)
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113 nommentFonFHoensityFfunctionalFtheoryFstudyFofFXSYTdioxetanoneFdecompositionFinFcondensedF
phaseHUFJournalnofnComputationalnChemistrySF2012SFZZSFYXY[TafFauthorFreplyFYXYbTZW 3.5 11

112 plectronicFstructureFofFtheFtwoFisomersFofFtheFanionicFformFofFpTcoumaricFacidFchromophoreUF
JournalnofnChemicalnPhysicsSF2011SFXZ[SFWZ[ZXW 3.9 46

111 pssentialFonFtheF’hotophysicsFandF’hotochemistryFofFtheFtndoleFnhromophoreFbyFÃsingFaFTotallyF
ÃnconstrainedFTheoreticalFlpproachUFJournalnofnChemicalnTheorynandnComputationSF2011SFbSF[WccTda 6.4 43

110
TheFultrafastFphotoisomerizationsFofFrhodopsinFandFbathorhodopsinFareFmodulatedFbyFbondFlengthF
alternationFandFszz’FdrivenFelectronicFeffectsUFJournalnofnthenAmericannChemicalnSocietySF2011SF
XZZSFZZ][Ta[

16.4 139

109 SystematicFTheoreticalFtnvestigationFonFtheFwightFpmitterFofFqireflyUFJournalnofnChemicalnTheorynandn
ComputationSF2011SFbSFbdcTcWZ 6.4 71

108 nhemiluminescenceFandFqluorescenceFStatesFofFaFSmallFxodelFforFnoelenteramideFandFnypridinaF
zxyluciferineFlFnlSSnqVnlS’TYFStudyUFJournalnofnChemicalnTheorynandnComputationSF2011SFbSF[WaWTd 6.4 45

107 xultireferenceFtheoreticalFstudiesFonFtheFsolventFeffectFofFfireflyFmulticolorFbioluminescenceUF
InternationalnJournalnofnQuantumnChemistrySF2011SFXXXSFZZbXTZZbb 2.1 12

106 ÃniqueF–xVxxFpotentialFenergyFsurfaceFexplorationFusingFmicroiterationsUFInternationalnJournalnofn
QuantumnChemistrySF2011SFXXXSFZZZdTZZ[a 2.1 50

105 TheFchemistryFofFbioluminescenceeFanFanalysisFofFchemicalFfunctionalitiesUFChemPhysChemSF2011SF
XYSFZWa[Tba 3.2 93

104 nholeskyFoecompositionFTechniquesFinFplectronicFStructureFTheoryUFChallengesnandnAdvancesninn
ComputationalnChemistrynandnPhysicsSF2011SFZWXTZ[Z 0.7 61

103 ÃtilizingFhighFperformanceFcomputingFforFchemistryeFparallelFcomputationalFchemistryUFPhysicaln
ChemistrynChemicalnPhysicsSF2010SFXYSFacdaTdYW 3.6 73

102 nolorTtuningFmechanismFofFfireflyFinvestigatedFbyFmultiTconfigurationalFperturbationFmethodUF
JournalnofnthenAmericannChemicalnSocietySF2010SFXZYSFbWaTXY 16.4 100

101 masisFsetFrepresentationFofFtheFelectronFdensityFatFanFatomicFnucleusUFJournalnofnChemicalnPhysicsSF
2010SFXZZSFX[[XXX 3.9 27

100 nalibrationFofFnholeskyFluxiliaryFmasisFSetsFforFxulticonfigurationalF’erturbationFTheoryF
nalculationsFofFpxcitationFpnergiesUFJournalnofnChemicalnTheorynandnComputationSF2010SFaSFb[bT][ 6.4 73

99 xzwnlSFbeFtheFnextFgenerationUFJournalnofnComputationalnChemistrySF2010SFZXSFYY[T[b 3.5 1425

98 lFypxzFpotentialFthatFincludesFtheFdipoleTquadrupoleFandFquadrupoleTquadrupoleFpolarizabilityUF
JournalnofnComputationalnChemistrySF2010SFZXSFX]cZTdX 3.5 45

97 ltomicFnholeskyFdecompositionseFaFrouteFtoFunbiasedFauxiliaryFbasisFsetsFforFdensityFfittingF
approximationFwithFtunableFaccuracyFandFefficiencyUFJournalnofnChemicalnPhysicsSF2009SFXZWSFX][XWb 3.9 160

96
lFnlSSnqVnlS’TYFapproachFtoFtheFdecompositionFofFthiazoleTsubstitutedFdioxetanoneeF
SubstitutionFeffectsFandFchargeTtransferFinducedFelectronFexcitationUFChemicalnPhysicsnLettersSF2009
SF[c[SFadTb]

2.5 46
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95 oensityFfittingFwithFauxiliaryFbasisFsetsFfromFnholeskyFdecompositionsUFTheoreticalnChemistryn
AccountsSF2009SFXY[SFXTXW 1.9 123

94 —oleFofFelectronicFcurveFcrossingFofFbenzeneFSXFstateFinFtheFphotodissociationFofFarylFhalidesSFeffectF
ofFfluorinationeF—lSStTSzFxSTnlS’TYFstudyUFInternationalnJournalnofnQuantumnChemistrySF2009SFXWdSFXdaYTXdb[2.1 7

93 TheoreticalFstudyFofFtheFchemiluminescentFdecompositionFofFdioxetanoneUFJournalnofnthenAmericann
ChemicalnSocietySF2009SFXZXSFaXcXTc 16.4 84

92 lbFtnitioFoensityFqittingeFlccuracyFlssessmentFofFluxiliaryFmasisFSetsFfromFnholeskyF
oecompositionsUFJournalnofnChemicalnTheorynandnComputationSF2009SF]SFX][]T]Z 6.4 51

91 wocationFofFTwoFSeamsFinFtheF’roximityFofFtheFnYvFˇ�ˇ�QFxinimumFpnergyF’athFofFqormaldehydeUF
JournalnofnChemicalnTheorynandnComputationSF2009SF]SFXcaTdX 6.4 6

90 yewFrelativisticFatomicFnaturalForbitalFbasisFsetsFforFlanthanideFatomsFwithFapplicationsFtoFtheFneF
diatomFandFwuqZUFJournalnofnPhysicalnChemistrynASF2008SFXXYSFXX[ZXT] 2.8 296

89 pmbeddingFqragmentFabFtnitioFxodelF’otentialsFinFnlSSnqVnlS’TYFnalculationsFofFoopedFSolidseF
tmplementationFandFlpplicationsUFJournalnofnChemicalnTheorynandnComputationSF2008SF[SF]caTd[ 6.4 41

88 yuclearFquadrupoleFmomentFofFXXdSnUFJournalnofnPhysicalnChemistrynASF2008SFXXYSFXaaaTbY 2.8 36

87 lnalyticFderivativesFforFtheFnholeskyFrepresentationFofFtheFtwoTelectronFintegralsUFJournalnofn
ChemicalnPhysicsSF2008SFXYdSFWZ[XWa 3.9 57

86 winearFscalingFmultireferenceFsinglesFandFdoublesFconfigurationFinteractionUFJournalnofnChemicaln
PhysicsSF2008SFXYcSFYY[XWa 3.9 74

85 lFcombinedFtheoreticalFandFexperimentalFstudyFofFsimpleFterminalFgroupFaFnitrideFandFphosphideF
yπtripleFbond]x−ZFandF’πtripleFbond]x−ZFmoleculesUFJournalnofnPhysicalnChemistrynASF2008SFXXYSFcWZWTb 2.8 26

84 lccurateFabFinitioFdensityFfittingFforFmulticonfigurationalFselfTconsistentFfieldFmethodsUFJournalnofn
ChemicalnPhysicsSF2008SFXYdSFWY[XXZ 3.9 145

83 SimpleFyπtripleFbond]ÃqZFandF’πtripleFbond]ÃqZFmoleculesFwithFtripleFbondsFtoFuraniumUF
AngewandtenChemien-nInternationalnEditionSF2008SF[bSF]ZaaTbW 16.4 71

82 lbFinitioFinvestigationFonFtheFchemicalForiginFofFtheFfireflyFbioluminescenceUFJournalnofn
PhotochemistrynandnPhotobiologynA:nChemistrySF2008SFXd[SFYaXTYab 4.7 56

81 TheFoouglasâ��vrollâ��sessFelectronFdensityFatFanFatomicFnucleusUFChemicalnPhysicsnLettersSF2008SF[a]SFX]bTXa[2.5 42

80 nhemiluminescenceFofFXSYTdioxetaneUF—eactionFmechanismFuncoveredUFJournalnofnPhysicalnChemistryn
ASF2007SFXXXSFcWXZTd 2.8 95

79 lgosticFinteractionFinFtheFmethylideneFmetalFdihydrideFcomplexesFsYxnsYFOxhYSFγrSFybSFxoSF—uSF
ThSForFÃPUFJournalnofnPhysicalnChemistrynASF2007SFXXXSFa[YWT[ 2.8 75

78 lccuracyFofFdistributedFmultipolesFandFpolarizabilitieseFcomparisonFbetweenFtheFwo’ropFandF
xp’ropFmodelsUFJournalnofnComputationalnChemistrySF2007SFYcSFXWcZTdW 3.5 29

(2007-2009)
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77 SpinTorbitFabFinitioFinvestigationFofFtheFultravioletFphotolysisFofFdiiodomethaneUFChemPhysChemSF
2007SFcSFcdWTc 3.2 21

76 TheFchargeFcapacityFofFtheFchemicalFbondUFChemicalnPhysicsnLettersSF2007SF[ZaSFYdbTZWX 2.5 6

75 lbFinitioFoqTFstudyFofFγâ��pFisomerizationFpathwaysFofFyâ��benzylideneanilineUFTheoreticalnChemistryn
AccountsSF2007SFXXcSFYbXTYbd 1.9 26

74 lnalyticFhighTorderFoouglasTvrollTsessFelectricFfieldFgradientsUFJournalnofnChemicalnPhysicsSF2007SF
XYbSFWb[XW] 3.9 60

73 lFcombinedFexperimentalFandFtheoreticalFstudyFofFuraniumFpolyhydridesFwithFnewFevidenceFforFtheF
largeFcomplexFÃs[OsYPaUFJournalnofnPhysicalnChemistrynASF2007SFXXXSFaZcZTb 2.8 34

72 wowTcostFevaluationFofFtheFexchangeFqockFmatrixFfromFnholeskyFandFdensityFfittingFrepresentationsF
ofFtheFelectronFrepulsionFintegralsUFJournalnofnChemicalnPhysicsSF2007SFXYaSFXd[XWa 3.9 256

71 ÃnbiasedFauxiliaryFbasisFsetsFforFaccurateFtwoTelectronFintegralFapproximationsUFJournalnofnChemicaln
PhysicsSF2007SFXYbSFXX[XWb 3.9 228

70 TheFpredictionFofFtheFnuclearFquadrupoleFsplittingFofFXXdSnFxˆ¶ssbauerFspectroscopyFdataFbyFscalarF
relativisticFoqTFcalculationsUFChemistryn-nAnEuropeannJournalSF2006SFXYSF]XXaTYX 4.8 10

69 SpinTorbitFabFinitioFinvestigationFofFtheFphotolysisFofFbromoiodomethaneUFChemPhysChemSF2006SFbSFd]]TaZ3.2 23

68 yewFrelativisticFlyzFbasisFsetsFforFtransitionFmetalFatomsUFJournalnofnPhysicalnChemistrynASF2005SF
XWdSFa]b]Td 2.8 799

67 yewFrelativisticFlyzFbasisFsetsFforFactinideFatomsUFChemicalnPhysicsnLettersSF2005SF[WdSFYd]TYdd 2.5 220

66 yewFreneralFToolsFforFnonstrainedFreometryFzptimizationsUFJournalnofnChemicalnTheorynandn
ComputationSF2005SFXSFXWYdTZb 6.4 81

65 nomputationFofFconicalFintersectionsFbyFusingFperturbationFtechniquesUFJournalnofnChemicalnPhysicsSF
2005SFXYYSFXW[XWb 3.9 107

64 wocalFpropertiesFofFquantumFchemicalFsystemseFtheFwo’ropFapproachUFJournalnofnChemicalnPhysicsSF
2004SFXYXSF[[d[T]WW 3.9 282

63 SpinTorbitFabFinitioFstudyFofFalkylFhalideFdissociationFviaFelectronicFcurveFcrossingUFJournalnofn
ChemicalnPhysicsSF2004SFXYXSF]baXTa 3.9 42

62 norrelationFpotentialsFforFaFmulticonfigurationalTbasedFdensityFfunctionalFtheoryFwithFexactF
exchangeUFTheoreticalnChemistrynAccountsSF2004SFXXYSFc[Td[ 1.9 52

61 YxzwnlSFasFaFdevelopmentFplatformFforFquantumFchemistryFsoftwareUFInternationalnJournalnofn
QuantumnChemistrySF2004SFXWWSFaYaTaZ] 2.1 293

60 ÃsingFonTtopFpairFdensityFforFconstructionFofFcorrelationFfunctionalsFforFmultideterminantFwaveF
functionsUFMolecularnPhysicsSF2004SFXWYSFYYWbTYYXa 1.7 46
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59 xainFrroupFltomsFandFoimersFStudiedFwithFaFyewF—elativisticFlyzFmasisFSetUFJournalnofnPhysicaln
ChemistrynASF2004SFXWcSFYc]XTYc]c 2.8 1020

58 lnalyticalFenergyFgradientsFforFlocalFsecondTorderFxˆ‚llerT’lessetFperturbationFtheoryFusingFdensityF
fittingFapproximationsUFJournalnofnChemicalnPhysicsSF2004SFXYXSFbZbT]W 3.9 206

57 SemidirectFparallelFselfTconsistentFfieldeFtheFloadFbalancingFproblemFinFtheFinputVoutputFintensiveF
selfTconsistentFfieldFiterationsUFTheoreticalnChemistrynAccountsSF2003SFXXWSFX]aTXa[ 1.9 6

56 mjˆ¶rnâ��sFtopFtenUFTheoreticalnChemistrynAccountsSF2003SFXXWSFXX]TXXb 1.9 1

55 ’hotodissociationFofFbromobenzeneFinFsolutionUFChemicalnPhysicsnLettersSF2003SFZabSFb]dTbaa 2.5 32

54 xzwnlSeFaFprogramFpackageFforFcomputationalFchemistryUFComputationalnMaterialsnScienceSF2003SF
YcSFYYYTYZd 3.2 1617

53 —elativisticFandFcorrelatedFcalculationsFonFtheFgroundFandFexcitedFstatesFofFThzUFJournalnofn
ChemicalnPhysicsSF2003SFXXdSFbdcTcW] 3.9 57

52 lFtheoreticalFstudyFofFtheFYXlgFgTFXXlgFtwoTphotonFtransitionFandFitsFvibronicFbandFinF
transTstilbeneUFMolecularnPhysicsSF2002SFXWWSFXbdXTXbda 1.7 5

51 lnalysisFofFtheF—elativeFStabilityFofFcisTÃrocanicFlcidFinFnondensedF’haseUFTheFÃseFofFwangevinF
oipolesUFJournalnofnPhysicalnChemistrynBSF2002SFXWaSFbXX]TbXYW 3.4 4

50 TheFammoniaFdimerFequilibriumFdissociationFenergyeFconvergenceFtoFtheFbasisFsetFlimitFatFtheF
correlatedFlevelUFMolecularnPhysicsSF2002SFXWWSFZZcdTZZdd 1.7 30

49 xolecularFintegralsFbyFnumericalFquadratureUFtUF—adialFintegrationUFTheoreticalnChemistrynAccountsSF
2001SFXWaSFXbcTXcb 1.9 56

48 lnalyticalFgradientsFofFaFstateFaverageFxnSnqFstateFandFaFstateFaverageFdiagnosticUFMolecularn
PhysicsSF2001SFddSFXWZTXX[ 1.7 59

47 oissociationFreactionFofFycFazapentaleneFtoF[yYeFlFtheoreticalFstudyUFInternationalnJournalnofn
QuantumnChemistrySF2000SFbbSFZXXTZX] 2.1 67

46 TheoreticalFstudiesFofFisomersFofFnZsYFusingFaFmulticonfigurationalFapproachUFTheoreticaln
ChemistrynAccountsSF2000SFXW]SFX]TZW 1.9 20

45 tntegralTdirectFelectronFcorrelationFmethodsUFMolecularnPhysicsSF1999SFdaSFbXdTbZZ 1.7 73

44 oifferentFbasesFforFdifferentFcorrelationFeffectseFmultireferenceFxˆ‚llerâ��’lessetFperturbationF
theoryFinFtheFextendedFbasisFfunctionFspaceUFChemicalnPhysicsnLettersSF1999SFZWWSFZWZTZXX 2.5 16

43 qorceTconstantFweightedFredundantFcoordinatesFinFmolecularFgeometryFoptimizationsUFChemicaln
PhysicsnLettersSF1999SFZWZSF]abT]b] 2.5 28

42 TheoreticalFstudyFofFtheFelectronicFgroundFstateFofFironOttPFporphineUFttUFJournalnofnChemicalnPhysicsSF
1999SFXXXSFZcZbTZc[] 3.9 72

(1999-2004)
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41 lFdirectFimplementationFofFtheFsecondTorderFderivativesFofFmulticonfigurationalFSnqFenergiesFandF
anFanalysisFofFtheFpreconditioningFinFtheFassociatedFresponseFequationUFMolecularnPhysicsSF1999SFdaSFaXbTaYc1.7 27

40 menzyneFThermochemistryeFFlFmenchmarkFabFtnitioFStudyUFJournalnofnPhysicalnChemistrynASF1999SFXWZSFddXZTddYW2.8 64

39 znFtheFThermodynamicFStabilityFofFlrz[UFJournalnofnPhysicalnChemistrynASF1999SFXWZSFcYd]TcZWY 2.8 13

38 TetramethyleneeFlFnlS’TYFstudyUFChemicalnPhysicsnLettersSF1998SFYcdSF[[YT[]W 2.5 34

37 lbFinitioFmodelFpotentialFembeddedTclusterFstudyFofFtheFgroundFandFlowestFexcitedFstatesFofFnrZRF
defectsFinFtheFelpasolitesFnsYyaYnlaFandFnsYyaYmraUFJournalnofnChemicalnPhysicsSF1998SFXWcSFYWW]TYWX[ 3.9 37

36 TheFwaterFdimerFinteractionFenergyeFnonvergenceFtoFtheFbasisFsetFlimitFatFtheFcorrelatedFlevelUF
JournalnofnChemicalnPhysicsSF1997SFXWbSF[]dbT[aW] 3.9 106

35 lnFintegralFdirectSFdistributedTdataSFparallelFx’YFalgorithmUFTheoreticanChimicanActaSF1997SFd]SFXZTZ[ 14

34 znFtheFsignificanceFofFtheFtriggerFreactionFinFtheFactionFofFtheFcalicheamicinF˛‡XtFantiTcancerFdrugUF
TheoreticalnChemistrynAccountsSF1997SFdbSFYWZTYXW 1.9 24

33 lnFintegralFdirectSFdistributedTdataSFparallelFx’YFalgorithmUFTheoreticanChimicanActaSF1997SFd]SFXZ 16

32
znFtheF—elationFbetweenF—etentionFtndexesFandFtheFtnteractionFbetweenFtheFSoluteFandFtheF
nolumnFinFrasâ��wiquidFnhromatographyUFJournalnofnChemicalnInformationnandnComputernSciencesSF
1996SFZaSFXX]ZTXXaX

3

31 oirectFselfTconsistentFreactionFfieldFwithF’auliFrepulsioneFsolvationFeffectsFonFmethyleneFperoxideUF
ChemicalnPhysicsnLettersSF1996SFY]XSFX[XTX[d 2.5 28

30 SingletFbenzyneFthermochemistryeFaFnlS’TYFstudyFofFtheFenthalpiesFofFformationUFChemicalnPhysicsn
LettersSF1996SFY]cSF[WdT[X] 2.5 35

29
pxtendedFabFtnitioFandFTheoreticalFThermodynamicsFStudiesFofFtheFmergmanF—eactionFandFtheF
pnergyFSplittingFofFtheFSingletFoTSFmTSFandFpTmenzynesUFJournalnofnthenAmericannChemicalnSocietySF
1995SFXXbSFbXcaTbXd[

16.4 103

28 TheoreticalFStudyFofFtheFtnternalFnhargeFTransferFinFlminobenzonitrilesUFJournalnofnthenAmericann
ChemicalnSocietySF1995SFXXbSFZXcdTZYW[ 16.4 170

27 znFtheFuseFofFaFsessianFmodelFfunctionFinFmolecularFgeometryFoptimizationsUFChemicalnPhysicsn
LettersSF1995SFY[XSF[YZT[Yc 2.5 67

26 TheFfraternalFtwinsFofFquartetFzR[UFJournalnofnChemicalnPhysicsSF1994SFXWWSFYY[TYZb 3.9 39

25 SymmetryFbreakingFinFzR[eFanFapplicationFofFtheFmruecknerFcoupledTclusterFmethodUFChemicaln
PhysicsnLettersSF1994SFYYZSFYWbTYX[ 2.5 66

24 lbFtnitioFStudyFofFtheFmergmanF—eactioneFTheFlutoaromatizationFofFsexTZTeneTXS]TdiyneUFJournalnofn
thenAmericannChemicalnSocietySF1994SFXXaSF[daZT[dad 16.4 78
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23 norrectionUFlbFtnitioFStudyFofFtheFmergmanF—eactioneFTheFlutoaromatizationFofF
sexTZTeneTXS]TdiyneUFJournalnofnthenAmericannChemicalnSocietySF1994SFXXaSFd[XXTd[XX 16.4 1

22 TowardsFanFaccurateFmolecularForbitalFtheoryFforFexcitedFstateseFptheneSFbutadieneSFandF
hexatrieneUFJournalnofnChemicalnPhysicsSF1993SFdcSFZX]XTZXaY 3.9 380

21 TheoreticalFstudyFofFtheFelectronicFspectrumFofFallTtransTXSZS]SbToctatetraeneUFThenJournalnofn
PhysicalnChemistrySF1993SFdbSFdZaWTdZac 122

20 mondFlengthSFdipoleFmomentSFandFharmonicFfrequencyFofFnzUFJournalnofnChemicalnPhysicsSF1993SFdcSFZdbYTZdbb3.9 29

19 StructureFandFenergeticsFofFnrOnzPaFandFnrOnzP]UFJournalnofnChemicalnPhysicsSF1993SFdcSFZdbcTZdcd 3.9 50

18 TheFreducedFmultiplicationFschemeFofFtheF—ysTraussFquadratureFforFXstForderFintegralFderivativesUF
TheoreticanChimicanActaSF1993SFc]SF[YZT[[W 48

17 –uantumFchemistryFonFparallelFcomputerFarchitectureseFcoupledTclusterFtheoryFappliedFtoFtheF
bendingFpotentialFofFfulminicFacidUFChemicalnPhysicsnLettersSF1992SFXd[SFc[Td[ 2.5 60

16 lnFefficientFmethodFofFimplementingFtheFhorizontalFrecurrenceFrelationFinFtheFevaluationFofF
electronFrepulsionFintegralsFusingFnartesianFraussianFfunctiosUFChemicalnPhysicsnLettersSF1991SFXc]SF]aYT]ac2.5 25

15 lccurateFabFinitioFcalculationsFofFtheFquadrupoleFmomentFofFacetyleneUFlFcombinedFstudyFofFbasisF
setSFcorrelationSFandFvibrationalFeffectsUFJournalnofnChemicalnPhysicsSF1991SFd[SF[Z]aT[Zac 3.9 13

14 TheFreducedFmultiplicationFschemeFofFtheF—ysFquadratureFandFnewFrecurrenceFrelationsFforF
auxiliaryFfunctionFbasedFtwoTelectronFintegralFevaluationUFJournalnofnChemicalnPhysicsSF1991SFd]SF]ccdT]cdb3.9 235

13 TheFenergyFseparationFbetweenFtheFclassicalFandFnonclassicalFisomersFofFprotonatedFacetyleneUFlnF
extensiveFstudyFinFoneTFandFnTparticleFspaceUFJournalnofnChemicalnPhysicsSF1991SFd[SFcWWcTcWX[ 3.9 44

12 lFsubmatrixFalgorithmFforFtheFmatrixTvectorFmultiplicationFofFveryFlargeFmatricesUFJournalnofn
ComputationalnChemistrySF1989SFXWSFZ[[TZ[] 3.5

11 lFtheoreticalFstudyFofFtheFdiffusenessFofFtheFöOXmXuPFstateFofFplanarFethyleneUFInternationalnJournaln
ofnQuantumnChemistrySF1989SFZ]SFcXZTcY] 2.1 76

10 wowTrankFconfigurationFinteractionFwithForbitalFoptimizationFTFtheFw—FSnqFapproachUFChemicaln
PhysicsnLettersSF1988SFX[cSFYbaTYcW 2.5 6

9 lnFabFinitioFstudyFofFtheFmolecularFstructureFandFvibrationTrotationFspectrumFofFtheFtripletFradicalF
snnyUFTheoreticanChimicanActaSF1988SFbZSFX]]TXbX 37

8 lFnlSFSnqFntFstudyFofFtheFhydrogenFmigrationFpotentialFinFprotonatedFacetyleneSFnYsZRUFChemicaln
PhysicsnLettersSF1987SFXZdSF[WbT[Xa 2.5 47

7 lFnonTlinearFapproachFtoFconfigurationFinteractionUFChemicalnPhysicsnLettersSF1987SFXZZSFdXTXWX 2.5 11

6 lFxnSnqFstudyFofFhomoaromaticityFandFtheFroleFofFionFpairingFinFtheFstabilizationFofFcarbanionsUF
JournalnofnthenAmericannChemicalnSocietySF1986SFXWcSFa]][Ta]aX 16.4 12

(1986-1994)
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5 lpproachesFtoFtheFTricriticalF’ointFinF–uasibinaryFqluidFxixturesUFPhysicalnReviewnLettersSF1984SF]YSFcZdTc[Y7.4 16

4 nomputationalF’hotochemistryFandF’hotophysicseFtheFstateFofFtheFartUFPhotochemistryS[YTbY 1.8 7

3 zpenxolcaseFqromFSourceFnodeFtoFtnsight 4

2 lFdirectFimplementationFofFtheFsecondTorderFderivativesFofFmulticonfigurationalFSnqFenergiesFandF
anFanalysisFofFtheFpreconditioningFinFtheFassociatedFresponseFequation 1

1 tntegralTdirectFelectronFcorrelationFmethods 11
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