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l Paper IF Citations

206 mHtaleHofHtwoHvectorsfHmHxanczosHalgorithmHforHcalculatingH“PmHmeanHexcitationHenergiesVVHJournalhofh
ChemicalhPhysicsTH2022THYabTHXY]YXZ 3.9

205 qxtendingHzy“H’uantumHoomputationH”ystemsHbyHqmployingHoompoundsHwithH”everalHteavyH
yetalsHasH’ubitsVHMagnetochemistryTH2022THdTH]c 3.1 0

204 †nHtheH–nexpectedHmccuracyHofHtheHyXbxHrunctionalHinHtheHoalculationHofH”pinU”pinHoouplingH
oonstantsVHJournalhofhChemicalhTheoryhandhComputationTH2021TH 6.4 2

203 mHpensityHrunctionalH•heoryH”tudyHofH†pticalH“otationHinH”omeHmziridineHandH†xiraneHperivativesVH
ChemPhysChemTH2021THZZTHcb]Ucc] 3.2 0

202 mzoUhydrazoneHmolecularHswitchesfH”ynthesisHandHzy“HconformationalHinvestigationVHMagnetich
ResonancehinhChemistryTH2021THaeTHYYYbUYYZa 2.1 1

201
mH’yWyyHstudyHofHtheHconformationHstabilityHandHelectronicHstructureHofHtheHphotochromicH
switchesHderivativesHofHptmW—trHinHacetonitrileHsolutionVHSpectrochimicahActahwhParthA:hMolecularh
andhBiomolecularhSpectroscopyTH2021THZaYTHYYe][]

4.4 3

200
nenchmarkingHoorrelatedHyethodsHforH”taticHandHpynamicHPolarizabilitiesfH•heH•Y]aHpataH”etH
qvaluatedHwithH“PmTH“PmPpQTHt“PmTHt“PmPpQTH”†PPmTH”†PPmPooZQTH”†PPmPoo”pQTHooZTHandHoo”pVH
JournalhofhPhysicalhChemistryhATH2021THYZaTH[cdaU[ceZ

2.8 0

199 •heHbestHdensityHfunctionalHtheoryHfunctionalHforHtheHpredictionHofHtHandHoHchemicalHshiftsHofH
protonatedHalkylpyrrolesVHJournalhofhComputationalhChemistryTH2021TH]ZTHYZ]dUYZbZ 3.5 2

198 umportanceHofH“elativisticHqffectsHforHoarbonHasHanHzy“H“eporterHzucleusHinHoarbideUnridgedH
[“uoPtβHoomplexesVHOrganometallicsTH2021TH]XTHY]][UY]a[ 3.8 3

197 •heHaugUccUp—•≤UvHbasisHsetHforHtheHpUblockHfourthUrowHelementsHsaTHseTHmsTH”eTHandHnrVHMagnetich
ResonancehinhChemistryTH2021THaeTHYY[]UYY]a 2.1 3

196 oalculationHofHmeanHexcitationHenergiesHofH[dUelementsHandHtheirHcationsVHMolecularhPhysicsTH2021TH
YYeTHeYdZ[aXd 1.7 2

195 qstimatingHtheHaccuracyHofHcalculatedHelectronHparamagneticHresonanceHhyperfineHcouplingsHforHaH
lyticHpolysaccharideHmonooxygenaseVHComputationalhandhStructuralhBiotechnologyhJournalTH2021THYeTHaaaUabc6.8 3

194 rreeHyoleculeH”tudiesHbyHPerturbedH˛‡U˛‡HmngularHoorrelationfHmHzewHPathHtoHmccurateHzuclearH
’uadrupoleHyomentsVHPhysicalhReviewhLettersTH2021THYZbTHYX[XXY 7.4 3

193 PredictionHofHtheHstandardHpotentialsHforHoneUelectronHoxidationHofHTTOTOHtetrasubstitutedH
UphenylenediaminesHbyHcalculationVHPhysicalhChemistryhChemicalhPhysicsTH2021THZ[THZX[]XUZX[aY 3.6 1

192
nenchmarkingHanisotropicHpolarizabilitiesHforHY]HPheteroQUaromaticHmoleculesHatH“PmTH“PmPpQTH
t“PmTHt“PmPpQTH”†PPmTH”†PPmPooZQTH”†PPmPoo”pQTHooZTHoo”pHandHoo[HlevelsVHInternationalh
JournalhofhQuantumhChemistryTH2021THYZYTHeZbae[

2.1 1

191 “PmPpQHandHt“PmPpQfHcalculationHofHcarbonâ��carbonHspinâ��spinHcouplingHconstantsHforHsaturatedH
cycloalkanesVHMolecularhPhysicsTH2020THYYdTHeYcaccc[ 1.7 7

190 unterfacialHtensionHinHwaterWnUdecaneWnaphthenicHacidHsystemsHpredictedHbyHaHcombinedHo†”y†U“”H
theoryHandHpendantHdropHexperimentalHstudyVHMolecularhPhysicsTH2020THYYdTHeYcb]b]a 1.7 1
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189 paltonHProjectfHmHPythonHplatformHforHmolecularUHandHelectronicUstructureHsimulationsHofHcomplexH
systemsVHJournalhofhChemicalhPhysicsTH2020THYaZTHZY]YYa 3.9 24

188 qnhancingHzy“H’uantumHoomputationHbyHqxploringHteavyHyetalHoomplexesHasHyultiqubitH
”ystemsfHmH•heoreticalHunvestigationVHJournalhofhPhysicalhChemistryhATH2020THYZ]TH]e]bU]eaa 2.8 5

187 †nHtheHrelationshipHbetweenHbondHcorrectionHfactorsHandHelementalHmeanHexcitationHenergiesVH
NuclearhInstrumentshohMethodshinhPhysicshResearchhBTH2020TH]c]THbUe 1.2

186 nondHcorrectionHfactorsHandHtheirHapplicationsHtoHtheHcalculationHofHmolecularHmeanHexcitationH
energiesVHNuclearhInstrumentshohMethodshinhPhysicshResearchhBTH2020TH]bdTHZdU[b 1.2 2

185 •heH”econdU†rderUPolarizationUPropagatorUmpproximationHP”†PPmQHinHaHfourUcomponentHspinorH
basisVHJournalhofhChemicalhPhysicsTH2020THYaZTHY[]YY[ 3.9 11

184
nenchmarkingHoorrelatedHyethodsHforHrrequencyUpependentHPolarizabilitiesfHmromaticHyoleculesH
withHtheHoo[THoo”pTHooZTH”†PPmTH”†PPmPooZQTHandH”†PPmPoo”pQHyethodsVHJournalhofhChemicalh
TheoryhandhComputationTH2020THYbTH[XXbU[XYd

6.4 8

183 zoniterativeHpoublesHoorrectionsHtoHtheH“andomHPhaseHandHtigherH“andomHPhaseHmpproximationsfH
”ingletHandH•ripletHqxcitationHqnergiesVHJournalhofhComputationalhChemistryTH2020TH]YTH][Uaa 3.5 15

182 zy“HparametersHofHrzzrHasHaHtestHforHcoupledUclusterHmethodsfHoo”p•HshieldingHandHoo[HspinUspinH
couplingVHPhysicalhChemistryhChemicalhPhysicsTH2020THZZTHZY[aXUZY[ae 3.6 7

181
nenchmarkingHdoublesUcorrectedHrandomUphaseHapproximationHmethodsHforHfrequencyHdependentH
polarizabilitiesfHmromaticHmoleculesHcalculatedHatHtheH“PmTHt“PmTH“PmPpQTHt“PmPpQTHandH”†PPmH
levelsVHJournalhofhChemicalhPhysicsTH2020THYaZTHZ[]YXY

3.9 7

180 peterminingHshortUlivedHsolidHformsHduringHphaseHtransformationsHusingHmolecularHdynamicsVH
CrystEngCommTH2019THZYTH]XZXU]XZ] 3.3 8

179 •estHofHtheHvalidityHofHnraggâ��sHruleHforHmeanHexcitationHenergiesHofHsmallHmoleculesHandHionsVH
NuclearhInstrumentshohMethodshinhPhysicshResearchhBTH2019TH]]]THYYZUYYb 1.2 6

178 yeanHexcitationHenergiesHofHsinglyHchargedHatomicHanionsHwithH≤Hâ�⁄HYdVHJournalhofhPhysicshB:hAtomicvh
MolecularhandhOpticalhPhysicsTH2019THaZTHXeaXX] 1.3 5

177 qntropyWqnthalpyHoompensationHinHmnionHnindingfHniotin[bβurilHandHniotinUlUsulfoxide[bβurilH“evealH
”trongH”olventHpependencyVHJournalhofhOrganichChemistryTH2019THd]THZaccUZad] 4.2 12

176 noundHandHcontinuumHstateHcontributionsHtoHdipoleHoscillatorHstrengthHsumHrulesfH•otalHandHorbitalH
meanHexcitationHenergiesHforHcationsHofHoTHrTH”iTHandHolVHAdvanceshinhQuantumhChemistryTH2019THdXTHYZcUY]b1.4 3

175 oalculationHofHmeanHexcitationHenergiesVHAdvanceshinhQuantumhChemistryTH2019THdXTHZZaUZ]a 1.4 5

174 •hroughUspaceHspinâ��spinHcouplingHconstantsHinvolvingHfluorinefHbenchmarkingHpr•HfunctionalsVH
MolecularhPhysicsTH2019THYYcTHY]beUY]dX 1.7 12

173 oomputationalHPredictionHofHtHandHoHzy“HohemicalH”hiftsHforHProtonatedHmlkylpyrrolesfHqlectronH
oorrelationHandHzotH”olvationHisHtheH”alvationVHChemPhysChemTH2019THZXTHcdUeY 3.2 9

172 †nHtheHconvergenceHofHtheHccvUp—ø≤HandHpcvUnHbasisHsetsHinHoo”pHcalculationsHofHnuclearHspinâ��spinH
couplingHconstantsfHsomeHdifficultHcasesVHTheoreticalhChemistryhAccountsTH2018THY[cTHY 1.9 10

(2018-2020)
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171 •heoreticalHstudyHofHtheHzy“HchemicalHshiftHofHøeHinHsupercriticalHconditionVHJournalhofhMolecularh
ModelingTH2018THZ]THbZ 2 3

170 mHPhysicalHyodelHofHtheHProtonH“adiationHneltsHofHvupiterHinsideHquropaOsH†rbitVHJournalhofh
GeophysicalhResearch:hSpacehPhysicsTH2018THYZ[TH[aYZU[a[Z 2.6 18

169 ≤UdependenceHofHmeanHexcitationHenergiesHforHsecondHandHthirdHrowHatomsHandHtheirHionsVHJournalh
ofhChemicalhPhysicsTH2018THY]dTHYc][Xc 3.9 10

168 pevelopmentHofHpolarizationHconsistentHbasisHsetsHforHspinUspinHcouplingHconstantHcalculationsHforH
theHatomsHxiTHneTHzaTHandHygVHJournalhofhChemicalhPhysicsTH2018THY]eTHX]]YYc 3.9 14

167 •heHroleHofHexplicitHsolventHmoleculesHinHtheHcalculationHofHzy“HchemicalHshiftsHofHglycineHinHwaterVH
TheoreticalhChemistryhAccountsTH2018THY[cTHY 1.9 13

166 “elativisticHpr•HoalculationsHofHtyperfineHoouplingHoonstantsHinHadHtexafluoridoHoomplexesfH[“erHβH
andH[urrHβVHChemistryhwhAhEuropeanhJournalTH2018THZ]THaYZ]UaY[[ 4.8 13

165 pirectHobservationHofHygHcomplexesHinHionicHliquidHsolutionsHbyHygH˛†Uzy“HspectroscopyVHDaltonh
TransactionsTH2018TH]cTHY]][YUY]][a 4.3 8

164 “PmPpQHandHt“PmPpQfH•woHnewHmodelsHforHcalculationsHofHzy“HindirectHnuclearHspinUspinHcouplingH
constantsVHJournalhofhComputationalhChemistryTH2018TH[eTHZb]cUZbbb 3.5 16

163 •heHinfluenceHofHrelativisticHeffectsHonHnuclearHmagneticHresonanceHspinUspinHcouplingHconstantH
polarizabilitiesHofHtH†HTHtH”HTHtH”eHTHandHtH•eVHJournalhofhComputationalhChemistryTH2018TH[eTHZadeUZbXX 3.5 5

162 mnalysisHofHtheHinteractionsHinHroorfPtZ†QHandHroorfPtZ†QZHcomplexesHthroughHtheHstudyHofHtheirH
indirectHspinâ��spinHcouplingHconstantsVHMolecularhPhysicsTH2018THYYbTHZ[ebUZ]Xa 1.7 6

161 mzadioxatrianguleniumHandHpiazaoxatrianguleniumfH’uantumH−ieldsHandHrundamentalH
PhotophysicalHPropertiesVHACShOmegaTH2017THZTHYe[UZX[ 3.9 23

160 ’uadrupoleHmomentsHofHodHandH≤nHnucleifH·henHsolidUstateTHmolecularTHatomicTHandHnuclearHtheoryH
meetVHEurophysicshLettersTH2017THYYcTHbZXXY 1.6 16

159 yeanHexcitationHenergiesHforHmolecularHionsVHNuclearhInstrumentshohMethodshinhPhysicshResearchhBTH
2017TH[e]THc[UdX 1.2 12

158 umportanceHofH•riplesHoontributionsHtoHzy“H”pinU”pinHoouplingHoonstantsHoomputedHatHtheHoo[H
andHoo”p•HxevelsVHJournalhofhChemicalhTheoryhandhComputationTH2017THY[THbebUcXe 6.4 37

157 yolecularH”witchingHinHoonfinedH”pacesfHqffectsHofHqncapsulatingHtheHptmW—trHPhotoU”witchHinH
oucurbiturilsVHChemistryhwhAhEuropeanhJournalTH2017THZ[THYcXYXUYcXYb 4.8 16

156 †nHtheHconvergenceHofHzeroUpointHvibrationalHcorrectionsHtoHnuclearHshieldingsHandHshieldingH
anisotropiesHtowardsHtheHcompleteHbasisHsetHlimitHinHwaterVHMolecularhPhysicsTH2017THYYaTHY]]UYbX 1.7 17

155 oontinuumHoontributionsHtoHpipoleH†scillatorU”trengthH”umH“ulesHforHtydrogenHinHriniteHnasisH”etsVH
AdvanceshinhQuantumhChemistryTH2017THcaTHZZeUZ]Y 1.4 8

154 xigandH”phereHoonversionsHinH•erminalHoarbideHoomplexesVHOrganometallicsTH2016TH[aTHYXXUYXa 3.8 18
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153
”pinUorbitH≤†“mHandHfourUcomponentHpiracUooulombHestimationHofHrelativisticHcorrectionsHtoH
isotropicHnuclearHshieldingsHandHchemicalHshiftsHofHnobleHgasHdimersVHJournalhofhComputationalh
ChemistryTH2016TH[cTH[eaU]X[

3.5 13

152 pr•HandHexperimentalHstudiesHonHstructureHandHspectroscopicHparametersHofH
[TbUdiiodoUeUethylUetUcarbazoleVHStructuralhChemistryTH2016THZcTHYeeUZXc 1.8 10

151 ohapterHcf“ovibrationalHandH•emperatureHqffectsHinH•heoreticalH”tudiesHofHzy“HParametersVHNewh
DevelopmentshinhNMRTH2016THZYdUZbb 0.9 16

150 oalculationHofHdipoleHpolarizabilityHderivativesHofHadamantaneHandHtheirHuseHinHelectronHscatteringH
computationsVHEuropeanhPhysicalhJournalhDTH2016THcXTHY 1.3 4

149 •heHqffectHofH”olvationHonHtheH“adiationHpamageH“ateHoonstantsHforHmdenineVHChemPhysChemTH
2016THYcTH[XdbU[Xea 3.2 3

148 PerformanceHofH”†PPmUbasedHmethodsHinHtheHcalculationHofHverticalHexcitationHenergiesHandH
oscillatorHstrengthsVHMolecularhPhysicsTH2015THYY[THZXZbUZX]a 1.7 27

147 mnionHbindingHbyHbiotin[bβurilHinHwaterVHOrganichandhBiomolecularhChemistryTH2015THY[TH[beUc[ 3.9 62

146 †nHtheHtruncationHofHtheHnumberHofHexcitedHstatesHinHdensityHfunctionalHtheoryHsumUoverUstatesH
calculationsHofHindirectHspinHspinHcouplingHconstantsVHJournalhofhChemicalhPhysicsTH2015THY][THZ]]YXc 3.9 1

145 unsightHintoHtheHyechanismHofHtheHunitialH“eactionHofHanH†tH“adicalHwithHpzmW“zmHzucleobasesfHmH
oomputationalHunvestigationHofH“adiationHpamageVHChemistryhwhAhEuropeanhJournalTH2015THZYTHYccdbUee 4.8 12

144 ”†PPmHandHoo”pHvibrationalHcorrectionsHtoHzy“HindirectHspinUspinHcouplingHconstantsHofHsmallH
hydrocarbonsH2015TH 10

143 •heHyeanHqxcitationHqnergyHofHmtomicHuonsVHAdvanceshinhQuantumhChemistryTH2015THZeU]X 1.4 12

142 wineticsHandH•hermodynamicsHofHtheH“eactionHbetweenHtheHPâ�¢Q†tH“adicalHandHmdeninefHmH
•heoreticalHunvestigationVHJournalhofhPhysicalhChemistryhATH2015THYYeTHbaYbUZc 2.8 18

141 yolecularHmodelingHandHexperimentalHstudiesHonHstructureHandHzy“HparametersHofH
eUbenzylU[TbUdiiodoUetUcarbazoleVHStructuralhChemistryTH2015THZbTHeecUYXXb 1.8 13

140 qxploringHtheHrelationshipHbetweenHtheHconformationHandHpwafHcanHaHpwaHvalueHbeHusedHtoH
determineHtheHconformationalHequilibriumkVHOrganichandhBiomolecularhChemistryTH2015THY[TH[YYbUZY 3.9 10

139 •heHpaltonHquantumHchemistryHprogramHsystemVHWileyhInterdisciplinaryhReviews:hComputationalh
MolecularhScienceTH2014TH]THZbeUZd] 7.9 956

138 ooupledHclusterHcalculationsHofHmeanHexcitationHenergiesHofHtheHnobleHgasHatomsHteTHzeHandHmrHandH
ofHtheHtZHmoleculeVHMolecularhPhysicsTH2014THYYZTHcaYUcbY 1.7 11

137 †nHtheHtransferabilityHofHatomicHcontributionsHtoHtheHopticalHrotatoryHpowerHofHhydrogenHperoxideTH
methylHhydroperoxideHandHdimethylHperoxideVHMolecularhPhysicsTH2014THYYZTHYbZ]UYb[Z 1.7 3

136 †ptimizingHtheH”tructureHofH•etracyanoplatinateHPuuQfHmHoomparisonHofH“elativisticHpensityH
runctionalH•heoryHyethodsVHCurrenthInorganichChemistryTH2014TH[THZY[UZYe 5

(2014-2016)
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135 †nHtheH–seHofHxocallyHpenseHnasisH”etsHinHtheHoalculationHofHqP“HtyperfineHoouplingsfHmH”tudyHonH
yodelH”ystemsHforHnioUunorganicHreHandHooHoomplexesVHCurrenthInorganichChemistryTH2014TH[THZcXUZd[ 4

134
oommunicationfHxocalizedHmolecularHorbitalHanalysisHofHtheHeffectHofHelectronHcorrelationHonHtheH
anomalousHisotopeHeffectHinHtheHzy“HspinUspinHcouplingHconstantHinHmethaneVHJournalhofhChemicalh
PhysicsTH2014THY]YTHYaYYXY

3.9 6

133 •heH”econdU†rderHPolarizationHPropagatorHmpproximationHP”†PPmQHmethodHcoupledHtoHtheH
polarizableHcontinuumHmodelVHComputationalhandhTheoreticalhChemistryTH2014THYX]XUYX]YTHa]UbX 2 8

132 rirstHexampleHofHaHhighUlevelHcorrelatedHcalculationHofHtheHindirectHspinUspinHcouplingHconstantsH
involvingHtelluriumfHtelluropheneHandHdivinylHtellurideVHPhysicalhChemistryhChemicalhPhysicsTH2013THYaTHY[YXYUY[YXc3.6 26

131 railuresHofH•ppr•HinHdescribingHtheHlowestHintramolecularHchargeUtransferHexcitationHinH
paraUnitroanilineVHMolecularhPhysicsTH2013THYYYTHYZ[aUYZ]d 1.7 71

130 †nHtheHpeterminationHofHtheHyeanHqxcitationHqnergyHofH·aterVHAdvanceshinhQuantumhChemistryTH
2013THbaTHb[Ucc 1.4 11

129 talogenHeffectHonHstructureHandHY[oHzy“HchemicalHshiftHofH[TbUdisubstitutedUzUalkylHcarbazolesVH
MagnetichResonancehinhChemistryTH2013THaYTHb[XUa 2.1 21

128 yagneticHinteractionsHinHoxideUbridgedHdichromiumPuuuQHcomplexesVHoomputationalHdeterminationHofH
theHimportanceHofHnonUbridgingHligandsVHInorganicahChimicahActaTH2013TH[ebTHcZUcc 2.7 9

127 qstimationHofHisotropicHnuclearHmagneticHshieldingsHinHtheHoo”pP•QHandHyPZHcompleteHbasisHsetHlimitH
usingHaffordableHcorrelationHcalculationsVHMagnetichResonancehinhChemistryTH2013THaYTH]dZUe 2.1 18

126 —alidatingHandHmnalyzingHqP“HtyperfineHoouplingHoonstantsHwithHpensityHrunctionalH•heoryVH
JournalhofhChemicalhTheoryhandhComputationTH2013THeTHZ[dXUd 6.4 23

125 qffectiveHpotentialHenergyHcurvesHofHtheHgroundHelectronicHstateHofHotSVHJournalhofhChemicalhPhysicsTH
2013THY[dTHXZ][Ya 3.9 14

124 “elationHbetweenHpropertiesHofHlongUrangeHdiatomicHboundHstatesVHPhysicalhReviewhATH2013THdcTH 2.6 7

123 ’uantumUdynamicalHyodelingHofHtheH“ydbergHtoH—alenceHqxcitedU”tateHunternalHoonversionHinH
oyclobutanoneHandHoyclopentanoneVHEPJhWebhofhConferencesTH2013TH]YTHXZX[[ 0.3

122 rullyHrelativisticHcoupledHclusterHandHpr•HstudyHofHelectricHfieldHgradientsHatHtgHinHYeetgH
compoundsVHPhysicalhChemistryhChemicalhPhysicsTH2012THY]THZbaYUc 3.6 25

121 †nHtheHdiscrepancyHbetweenHtheoryHandHexperimentHforHtheHrUrHspinUspinHcouplingHconstantHofH
difluoroethyneVHPhysicalhChemistryhChemicalhPhysicsTH2012THY]THYb]]XUc 3.6 17

120 qlectricHfieldHgradientsHinHtgHcompoundsfHmolecularHorbitalHPy†QHanalysisHandHcomparisonHofH
]UcomponentHandHZUcomponentHP≤†“mQHmethodsVHPhysicalhChemistryhChemicalhPhysicsTH2012THY]THYbXcXUe3.6 11

119
mnalysisHofHtheHinteractionsHbetweenHdifluoroacetyleneHandHoneHorHtwoHhydrogenHfluorideH
moleculesHbasedHonHcalculatedHspinâ��spinHcouplingHconstantsVHComputationalhandhTheoreticalh
ChemistryTH2012THeedTHedUYXa

2 14

118 umprovingHtheHcalculationHofHqlectronHParamagneticH“esonanceHhyperfineHcouplingHtensorsHforH
dUblockHmetalsVHPhysicalhChemistryhChemicalhPhysicsTH2012THY]THYXbbeUcb 3.6 27
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117 zuclearHmagneticHresonanceHvHcouplingHconstantHpolarizabilitiesHofHhydrogenHperoxidefHaHbasisHsetH
andHcorrelationHstudyVHJournalhofhComputationalhChemistryTH2012TH[[THYd]aUa[ 3.5 12

116 †nHtheHimportanceHofHexcitedHstateHdynamicHresponseHelectronHcorrelationHinHpolarizableH
embeddingHmethodsVHJournalhofhComputationalhChemistryTH2012TH[[THZXYZUZZ 3.5 33

115 qstimatingHtheHcarbonylHanharmonicHvibrationalHfrequencyHfromHaffordableHharmonicHfrequencyH
calculationsVHJournalhofhMolecularhModelingTH2012THYdTHZ]cYUd 2 10

114 •heoreticalHstudyHofHtheHtripletHexcitedHstateHofHPtP†PHandHtheHexciplexesHyUPtP†PHPyHiH•lTHmgQHinH
solutionHandHcomparisonHwithHultrafastHøUrayHscatteringHresultsVHChemicalhPhysicsTH2012TH[e[THYYcUYZZ 2.3 14

113 ”ymmetryTHvibrationalHenergyHredistributionHandHvibronicHcouplingfHtheHinternalHconversionH
processesHofHcycloketonesVHJournalhofhChemicalhPhysicsTH2012THY[cTHZZmaZZ 3.9 14

112 mHcomparisonHofHdensityHfunctionalHtheoryHandHcoupledHclusterHmethodsHforHtheHcalculationHofH
electricHdipoleHpolarizabilityHgradientsHofHmethaneH2012TH 11

111 •heoryHandHoalculationHofH”toppingHorossH”ectionsHofHzucleobasesHforH”wiftHuonsH2012THYeYUZXX

110 zuclearHmagneticHresonanceHshieldingHconstantsHandHchemicalHshiftsHinHlinearHYeetgHcompoundsfHaH
comparisonHofHthreeHrelativisticHcomputationalHmethodsVHJournalhofhChemicalhPhysicsTH2011THY[aTHX]][Xb 3.9 50

109 PopleH”tyleHnasisH”etsHforHtheHoalculationHofHzy“H”pinU”pinHoouplingHoonstantsfHtheHbU[YsUvHandH
bU[YYsUvHnasisH”etsVHJournalhofhChemicalhTheoryhandhComputationTH2011THcTH]XcXUb 6.4 42

108 yeanHqxcitationHqnergiesHforHniomoleculesfHslycineHtoHpzmVHAdvanceshinhQuantumhChemistryTH2011TH
bZTHZYaUZ]Z 1.4 11

107 qlectricHfieldHeffectsHonHnuclearHspinâ��spinHcouplingHtensorsHandHchiralHdiscriminationHviaHzy“H
spectroscopyVHTheoreticalhChemistryhAccountsTH2011THYZeTH[aeU[bb 1.9 16

106
oalculatedHrotationalHandHvibrationalHgHfactorsHofHxitHøHY˛£SHandHevaluationHofHparametersHinHradialH
functionsHfromHrotationalHandHvibrationUrotationalHspectraVHInternationalhJournalhofhQuantumh
ChemistryTH2011THYYYTHc[bUcaZ

2.1 4

105 pavidHyVHnishopfHqsteemedHcolleagueHandHdearHfriendVHInternationalhJournalhofhQuantumhChemistryTH
2011THYYYTHcZ[UcZ] 2.1

104 rromHoo”pP•QWaugUccUp—•≤UvHtoHoo”pP•QHcompleteHbasisHsetHlimitHisotropicHnuclearHmagneticH
shieldingsHviaHaffordableHpr•Won”HcalculationsVHMagnetichResonancehinhChemistryTH2011TH]eTHZ[YUb 2.1 36

103
•heHcouplingHconstantHpolarizabilityHandHhyperpolarizabiltyHofHYvPztQHinHzUmethylacetamideTHandHitsH
applicationHforHtheHmultipoleHspinUspinHcouplingHconstantHpolarizabilityWreactionHfieldHapproachHtoH
solvationVHJournalhofhComputationalhChemistryTH2011TH[ZTH[YbdUc]

3.5 4

102 teterobimetallicHzitrideHoomplexesHfromH•erminalHohromiumP—QHzitrideHoomplexesfHtyperfineH
oouplingHuncreasesHwithHpistanceVHAngewandtehChemieTH2011THYZ[TH]acZU]aca 3.6 2

101 teterobimetallicHnitrideHcomplexesHfromHterminalHchromiumP—QHnitrideHcomplexesfHhyperfineH
couplingHincreasesHwithHdistanceVHAngewandtehChemiehwhInternationalhEditionTH2011THaXTH]]dXU[ 16.4 19

100 nenchmarkingH”†PPmPooZQHforHtheHcalculationHofHindirectHnuclearHspinâ��spinHcouplingHconstantsfH
oarbocyclesVHChemicalhPhysicsTH2011TH[dYTH[aU][ 2.3 28

(2011-2012)
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99 pefinitiveHnenchmarkH”tudyHofH“ingHourrentHqffectsHonHmmideHProtonHohemicalH”hiftsVHJournalhofh
ChemicalhTheoryhandhComputationTH2011THcTHZXcdUd] 6.4 16

98 mnHisofagomineHanalogueHwithHanHamidineHatHtheHpseudoanomericHpositionVHOrganichLettersTH2011TH
Y[THZeXdUYY 6.2 12

97
†ptimizedHnasisH”etsHforHoalculationHofHqlectronHParamagneticH“esonanceHtyperfineHoouplingH
oonstantsfHaugUccUp—•≤UvHforHtheH[dHmtomsH”cU≤nVHJournalhofhChemicalhTheoryhandhComputationTH
2011THcTH]XccUdc

6.4 64

96
nenchmarkingHtheHmultipoleHshieldingHpolarizabilityWreactionHfieldHapproachHtoHsolvationHagainstH
’yWyyfHapplicationsHtoHtheHshieldingHconstantsHofHzUmethylacetamideVHJournalhofhChemicalhPhysicsTH
2011THY[]THX]]aY]

3.9 9

95 yolecularHqlectromagnetismH2011TH 63

94 •hermalHaveragingHofHtheHindirectHnuclearHspinUspinHcouplingHconstantsHofHammoniafHtheHimportanceH
ofHtheHlargeHamplitudeHinversionHmodeVHJournalhofhChemicalhPhysicsTH2010THY[ZTHYY][Xa 3.9 28

93 †ptimizedHbasisHsetsHforHtheHcalculationHofHindirectHnuclearHspinUspinHcouplingHconstantsHinvolvingH
theHatomsHnTHmlTH”iTHPTHandHolVHJournalhofhChemicalhPhysicsTH2010THY[[THXa][Xd 3.9 74

92 oommunicationfH“otationalHgUfactorHandHspinUrotationHconstantHofHotSVHJournalhofhChemicalhPhysicsTH
2010THY[[THYcYYXY 3.9 8

91 yeanHexcitationHenergiesHandHenergyHdepositionHcharacteristicsHofHbioUorganicHmoleculesVHJournalhofh
PhysicalhChemistryhBTH2010THYY]THb[[Uc 3.4 16

90 yeanHqxcitationHqnergiesHandH•heirHpirectionalHoharacteristicsHforHqnergyHpepositionHbyH”wiftHuonsH
onHtheHpzmHandH“zmHzucleobasesâ� VHJournalhofhPhysicalhChemistryhCTH2010THYY]THZX[[aUZX[]Y 3.8 13

89 ”toppingHpowerHofHmoleculesHforHfastHionsVHMolecularhPhysicsTH2010THYXdTHZdeYUZdec 1.7 8

88 nasisHsetHeffectsHonHcoupledHclusterHbenchmarksHofHelectronicallyHexcitedHstatesfHoo[THoo”p“P[QHandH
ooZVHMolecularhPhysicsTH2010THYXdTH]a[U]ba 1.7 123

87 •heHqffectHofH”olvationHonHtheHyeanHqxcitationHqnergyHofHslycineVHJournalhofhPhysicalhChemistryh
LettersTH2010THYTHZ]ZUZ]a 6.4 16

86 nenchmarkingHzy“HindirectHnuclearHspinUspinHcouplingHconstantsfH”†PPmTH”†PPmPooZQTHandH
”†PPmPoo”pQHversusHoo”pVHJournalhofhChemicalhPhysicsTH2010THY[[THY]]YXb 3.9 64

85 nenchmarksHofHelectronicallyHexcitedHstatesfHbasisHsetHeffectsHonHom”P•ZHresultsVHJournalhofh
ChemicalhPhysicsTH2010THY[[THYc][Yd 3.9 177

84 oomparisonHofHtheHdirectionalHcharacteristicsHofHswiftHionHexcitationHforHtwoHsmallHbiomoleculesfH
glycineHandHalanineVHEuropeanhPhysicalhJournalhDTH2010THbXTHcYUcb 1.3 11

83 ”tructuralHtrendsHofHcc”eUYtHspinUspinHcouplingHconstantsHandHconformationalHbehaviorHofH
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82 †nHtheHrelationHbetweenHtheHnonUadiabaticHvibrationalHreducedHmassHandHtheHelectricHdipoleH
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80
nenchmarkingHsecondHorderHmethodsHforHtheHcalculationHofHverticalHelectronicHexcitationHenergiesfH
valenceHandH“ydbergHstatesHinHpolycyclicHaromaticHhydrocarbonsVHJournalhofhPhysicalhChemistryhATH
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YZeTHYX]YX[
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73 nenchmarksHforHelectronicallyHexcitedHstatesfHom”P•ZTHooZTHoo”pTHandHoo[VHJournalhofhChemicalh
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72 mminoHmcidHyeanHqxcitationHqnergiesHandHpirectionalHpependenciesHfromHooreHandHnondH
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71 mtomicHpartitionHofHtheHopticalHrotatoryHpowerHofHmethylhydroperoxideVHJournalhofhChemicalhPhysicsTH
2008THYZdTHXb][Yd 3.9 9

70 •heHanomalousHdeuteriumHisotopeHeffectHinHtheHzy“HspectrumHofHmethanefHanHanalysisHinHlocalizedH
molecularHorbitalsVHChemPhysChemTH2008THeTHYZaeUbY 3.2 14

69 †nHtheHaromaticityHofHtetrathiafulvaleneHcationsVHChemicalhPhysicshLettersTH2008TH]a[THY[bUY[e 2.5 23

68 oalculationsHofHPolarizabilitiesHandH•heirHsradientsHforHqlectronHqnergyUxossH”pectroscopyVH
CollectionhofhCzechoslovakhChemicalhCommunicationsTH2008THc[THYaXeUYaZ] 5

67 •heH“otationalHgHractorHofHpiatomicHyoleculesHinH”tateHY˛£SHorHXSVHAdvanceshinhChemicalhPhysicsTH
2007TH]caUa[b 11

66
saugeHinvariantHcalculationsHofHnuclearHmagneticHshieldingHconstantsHusingHtheHcontinuousH
transformationHofHtheHoriginHofHtheHcurrentHdensityHapproachVHuuVHpensityHfunctionalHandHcoupledH
clusterHtheoryVHJournalhofhChemicalhPhysicsTH2007THYZbTHYa]YYY

3.9 32

65 •woUphotonHabsorptionHcrossHsectionsfHanHinvestigationHofHtheHaccuracyHofHcalculatedHabsoluteHandH
relativeHvaluesVHJournalhofhChemicalhPhysicsTH2006THYZ]THYY]YXd 3.9 21

64
†nHtheHmngularHpependenceHofHtheH—icinalHrluorineUrluorineHoouplingHoonstantHinH
YTZUpifluoroethanefHHpeviationHfromHaHwarplusUlikeH”hapeVHJournalhofhChemicalhTheoryhandh
ComputationTH2006THZTHYXYeUZc
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63
pirectionalHdependenceHofHtheHmeanHexcitationHenergyHandHspectralHmomentsHofHtheHdipoleH
oscillatorHstrengthHdistributionHofHglycineHandHitsHzwitterionVHJournalhofhPhysicalhChemistryhATH2006TH
YYXTHddYYUc

2.8 24

62 •heH“otationalHgH•ensorHofHtrTHtZ†THzt[THandHot]fHmHoomparisonHofHoorrelatedHmbHunitioHyethodsVH
AdvanceshinhQuantumhChemistryTH2005TH]dTH]beU]eX 1.4 4

61 •heHvibrationalHgUfactorHofHdihydrogenHfromHtheoreticalHcalculationHandHanalysisHofH
vibrationUrotationalHspectraVHPhysicalhChemistryhChemicalhPhysicsTH2005THcTHYc]cUad 3.6 27

60 unteractionHenergiesHandHzy“HindirectHnuclearHspinUspinHcouplingHconstantsHinHlinearHtozHandHtzoH
complexesVHJournalhofhPhysicalhChemistryhATH2005THYXeTHbaaaUb] 2.8 48
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’uantumUohemicalHoalculationsHofH“adialHrunctionsHforH“otationalHandH—ibrationalHgHractorsTH
qlectricHpipolarHyomentHandHmdiabaticHoorrectionsHtoHtheHPotentialHqnergyHforHmnalysisHofH”pectraH
ofHtetSVHAdvanceshinhQuantumhChemistryTH2005TH[YeU[[]

1.4 17

58 †nHtheH–sageHofHxocallyHpenseHnasisH”etsHinHtheHoalculationHofHzy“HundirectHzuclearH”pinâ��”pinH
oouplingHoonstantsfH—icinalHrluorineâ��rluorineHoouplingsVHAdvanceshinhQuantumhChemistryTH2005THYbYUYd[ 1.4 58

57 mnalysisHofHPureH“otationalHandH—ibrationUrotationalH”pectraHofHzaolHøHY˛£SHandH’uantumUchemicalH
oalculationHofH“elatedHyolecularHPropertiesVHJournalhofhthehChinesehChemicalhSocietyTH2005THaZTHb[YUb[e 1.5 3

56 oalculationsHofHpipoleHandH’uadrupoleHPolarizabilityH“adialHrunctionsHforHxitHandHtrfHmHoomparisonH
ofHpifferentHxinearH“esponseHyethodsVHAdvanceshinhQuantumhChemistryTH2005TH]dTHYdaUZXd 1.4 15

55 rirstHprincipleHcalculationsHofHPYY[QodHchemicalHshiftsHforHproteinsHandHmodelHsystemsVHJournalhofh
BiologicalhInorganichChemistryTH2004THeTHaeYUe 3.7 34

54 zonUempiricalHcalculationsHofHzy“HindirectHcarbonUcarbonHcouplingHconstantsVHPartH
dUUmonocycloalkanesVHMagnetichResonancehinhChemistryTH2004TH]ZTHbcYUdb 2.1 49

53 xargeHxongU“angeHrâ��rHundirectH”pinâ��”pinHoouplingHoonstantsVHPredictionHofHyeasurableHrâ��rH
oouplingsHoverHaHrewHzanometersVHJournalhofhPhysicalhChemistryhATH2004THYXdTHa[e[Ua[ed 2.8 46

52 •heHqffectHofH”ubstituentsHonHundirectHzuclearH”pinU”pinHoouplingHoonstantsfHyethanUHandH
qthanimineTHyethanalUHandHqthanaloximeVHInternationalhJournalhofhMolecularhSciencesTH2003TH]THZ[YUZ]d 6.3 22

51 ”ubstituentHqffectsHonH”calarHZvPYerTYerQHandH[vPYerTYerQHzy“HoouplingsfHHmHoomparisonHofH”†PPmH
andHpr•HyethodsVHJournalhofhPhysicalhChemistryhATH2003THYXcTH]c]dU]ca] 2.8 93

50
oorrelatedHandHgaugeHinvariantHcalculationsHofHnuclearHmagneticHshieldingHconstantsHusingHtheH
continuousHtransformationHofHtheHoriginHofHtheHcurrentHdensityHapproachVHJournalhofhChemicalh
PhysicsTH2003THYYdTHbd[XUbd]a

3.9 43

49
“esponseHtheoryHinHtheHmultipoleHreactionHfieldHmodelHforHequilibriumHandHnonequilibriumH
solvationfHqxactHtheoryHandHtheHsecondHorderHpolarizationHpropagatorHapproximationVHJournalhofh
ChemicalhPhysicsTH2003THYYeTH[d]eU[dcX

3.9 15

48 zonUempiricalHcalculationsHofHzy“HindirectHcarbonâ��carbonHcouplingHconstantsfHYVH•hreeUmemberedH
ringsVHMagnetichResonancehinhChemistryTH2002TH]XTHYdcUYe] 2.1 61

47 unfraredHspectraHofHo†HinHabsorptionHandHevaluationHofHradialHfunctionsHforHpotentialHenergyHandH
electricHdipolarHmomentVHTheoreticalhChemistryhAccountsTH2002THYXdTHdaUec 1.9 41

46 qlectricHfieldHgradientsHofHwaterfHmHsystematicHinvestigationHofHbasisHsetTHelectronHcorrelationTHandH
rovibrationalHeffectsVHJournalhofhChemicalhPhysicsTH2002THYYbTHY]Z]UY][] 3.9 20
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45 mbHinitioHcalculationsHonHZUimidazolylUZUthiazolylHazoHcompoundsHâ��HanHinvestigationHofHpotentialH
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44 “elativisticHcalculationsHofHtheHrotationalHgHfactorHofHtheHhydrogenHhalidesHandHnobleHgasHhydrideH
cationsVHJournalhofhChemicalhPhysicsTH2001THYY]THd] 3.9 19

43 zuclearHspinâ��spinHcouplingHinHsilaneHandHitsHisotopomersfHmbHinitioHcalculationHandHexperimentalH
investigationVHJournalhofhChemicalhPhysicsTH2001THYYaTHaee]UbXXb 3.9 64
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•heHeffectHofHloneHpairsHandHelectronegativityHonHtheHindirectHnuclearHspinâ��spinHcouplingHconstantsH
inHotZøHPøiotZTHztTH†TH”QfHmbHinitioHcalculationsHusingHoptimizedHcontractedHbasisHsetsVHJournalhofh
ChemicalhPhysicsTH2001THYYaTHY[Z]UY[[]
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41 mHmultipoleHsecondHorderHyˆ‚llerâ��PlessetHsolventHreactionHfieldHmethodVHJournalhofhChemicalhPhysicsTH
2001THYY]THcca[UccbX 3.9 10

40 •heoreticalHunvestigationHofH”tericHandHqlectronicHqffectsHinHooenzymeHnYZHyodelsVHOrganometallics
TH2001THZXTHaaXUaab 3.8 53

39 riveUmemberedHringsHasHdiazoHcomponentsHinHopticalHdataHstorageHdevicesfHanHabHinitioHinvestigationH
ofHtheHlowestHsingletHexcitationHenergiesVHChemicalhPhysicshLettersTH2000TH[ZaTHYYaUYYe 2.5 56

38 zuclearHspinâ��spinHcouplingHinHtheHacetyleneHisotopomersHcalculatedHfromHabHinitioHcorrelatedH
surfacesHforHYvPoTHtQTHYvPoTHoQTHZvPoTHtQTHandH[vPtTHtQVHJournalhofhChemicalhPhysicsTH2000THYYZTH[c[aU[c]b 3.9 92

37 zuclearHmagneticHshieldingHinHtheHacetyleneHisotopomersHcalculatedHfromHcorrelatedHshieldingH
surfacesVHJournalhofhChemicalhPhysicsTH2000THYYZTHc[bUc]b 3.9 48

36 mtomicHintegralHdrivenHsecondHorderHpolarizationHpropagatorHcalculationsHofHtheHexcitationHspectraH
ofHnaphthaleneHandHanthraceneVHJournalhofhChemicalhPhysicsTH2000THYYZTH]Yc[U]Yda 3.9 122

35 –nexpectedHdifferentialHsensitivityHofHnuclearHspinâ��spinUcouplingHconstantsHtoHbondHstretchingHinH
nt]â��THzt]STHandH”it]VHJournalhofhChemicalhPhysicsTH2000THYY[TH[YZYU[YZe 3.9 71

34
•heHuseHofHlocallyHdenseHbasisHsetsHinHtheHcalculationHofHindirectHnuclearHspinâ��spinHcouplingH
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2000THYYZTHbZXYUbZXd
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andHsecondUorderHpolarizationHpropagatorHmethodsVHMolecularhPhysicsTH2000THedTHYedYUYeeX 1.7 26

32 mbHunitioHoalculationHofHtheHqlectronicH”pectrumHofHmzobenzeneHpyesHandHutsHumpactHonHtheHpesignH
ofH†pticalHpataH”torageHyaterialsVHJournalhofhthehAmericanhChemicalhSocietyTH2000THYZZTH[]dZU[]dc 16.4 103

31 oalculationsHofHtheHindirectHnuclearHspinâ��spinHcouplingHconstantsHofHPbt]VHTheoreticalhChemistryh
AccountsTH1999THYX[THY]bUYa[ 1.9 49

30 •heHnetheH”umH“uleHandHnasisH”etH”electionHinHtheHoalculationHofHseneralizedH†scillatorH”trengthsVH
AdvanceshinhQuantumhChemistryTH1999THYcaUYeZ 1.4 8

29 oalculatedHnuclearHshieldingHsurfacesHinHtheHwaterHmoleculegHpredictionHandHanalysisHofHˇ�P†QTHˇ�PtQH
andHˇ�PpQHinHwaterHisotopomersVHMolecularhPhysicsTH1999THebTHYaeaUYbXc 1.7 30

28 mHsecondUorderHdoublesHcorrectionHtoHexcitationHenergiesHinHtheHrandomUphaseHapproximationVH
ChemicalhPhysicshLettersTH1998THZd]TH]cUaa 2.5 36
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26
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yethodsVHJournalhofhPhysicalhChemistryhATH1998THYXZTHaZbeUaZc] 2.8 63
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1.3 134
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20 •heHvibrationalHdependenceHofHtheHhydrogenHandHoxygenHnuclearHmagneticHshieldingHconstantsHinH
†tâ��HandH†tâ��H´•HtZ†VHChemicalhPhysicsTH1997THZY]THeYUYXY 2.3 17

19 •heoreticalHestimatesHofHtheHrotationalHgUfactorTHmagnetizabilityHandHelectricHdipoleHmomentHofH
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