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i Paper IF Citations

142
sccurateKSpectralKáropertiesKwithinKvouble[zybridKvensityKxunctionalKαheorylKsKSpin[ScaledK
øange[SeparatedKSecond[OrderKslgebraic[viagrammaticKuonstruction[tasedKspproach]]KJournaliofi
ChemicaliTheoryiandiComputationWK2022WK

6.4 2

141 SpeedingKupKzartree[xockKandK’ohn[ShamKcalculationsKwithKfirst[orderKcorrections]KJournaliofi
ChemicaliPhysicsWK2021WKcgfWKchfccf 3.9 3

140 OxygenKøeductionKøeactionKonK–[vopedKyraphenelKwffectKofKáositionsKandKScalingKøelationsKofK
sdsorptionKwnergies]KJournaliofiPhysicaliChemistryiCWK2021WKcdgWKjggc[jghc 3.8 2

139 “inear[ScalingKOpen[ShellK”ádKspproachlKslgorithmWKtenchmarksWKandK“arge[ScaleKspplications]K
JournaliofiChemicaliTheoryiandiComputationWK2021WKciWKdjjh[dkbg 6.4 5

138 †nteractionsKbetweenKlargeKmoleculesKposeKaKpuzzleKforKreferenceKquantumKmechanicalKmethods]K
NatureiCommunicationsWK2021WKcdWKekdi 17.4 22

137 Spin[ScaledKøange[SeparatedKvouble[zybridKvensityKxunctionalKαheoryKforKwxcitedKStates]KJournali
ofiChemicaliTheoryiandiComputationWK2021WKciWKfdcc[fddf 6.4 9

136 Size[consistentKexplicitlyKcorrelatedKtripleKexcitationKcorrection]KJournaliofiChemicaliPhysicsWK2021WK
cggWKbefcbi 3.9 5

135 sccurateKøeduced[uostKuuSvSαTKwnergieslKáarallelK†mplementationWKtenchmarksWKandK“arge[ScaleK
spplications]KJournaliofiChemicaliTheoryiandiComputationWK2021WKciWKjhb[jij 6.4 11

134 sKSimpleKøange[SeparatedKvouble[zybridKvensityKxunctionalKαheoryKforKwxcitedKStates]KJournaliofi
ChemicaliTheoryiandiComputationWK2021WKciWKkdi[kfd 6.4 19

133 tindingK”odesKofKaKáhenylpyridiniumKStyrylKxluorescentKvyeKwithKuucurbiturils]KMoleculesWK2020WK
dgWK 4.8 2

132 SpeedingKupKdensityKfittingKzartreeâ��xockKcalculationsKwithKmultipoleKapproximations]KMoleculari
PhysicsWK2020WKccjWKecihkdce 1.7 2

131 αheK”øuuKprogramKsystemlKsccurateKquantumKchemistryKfromKwaterKtoKproteins]KJournaliofi
ChemicaliPhysicsWK2020WKcgdWKbifcbi 3.9 125

130 †ntegral[virectKandKáarallelK†mplementationKofKtheKuuSvSαTK”ethodlKslgorithmicKvevelopmentsKandK
“arge[ScaleKspplications]KJournaliofiChemicaliTheoryiandiComputationWK2020WKchWKehh[ejf 6.4 28

129 uonditionallyKsctivatableKVisible[“ightKáhotocages]KJournaliofitheiAmericaniChemicaliSocietyWK2020WK
cfdWKcgchf[cgcic 16.4 23

128 SynthesisKandKcharacterizationKofKisophorondiamine[basedKoligoamideslKcatalyticKeffectKofKamidesK
duringKtheKcuringKofKepoxyKresins]KPolymeriBulletinWK2020WKiiWKfhgg[fhij 2.4 3

127 øeducingKtheK”any[wlectronKSelf[†nteractionKwrrorKinKtheKSecond[OrderKScreenedKwxchangeK
”ethod]KJournaliofiChemicaliTheoryiandiComputationWK2019WKcgWKhhbi[hhch 6.4 5

126 spproachingKtheKtasisKSetK“imitKofKuuSvSαTKwnergiesKforK“argeK”oleculesKwithK“ocalK–aturalKOrbitalK
uoupled[ulusterK”ethods]KJournaliofiChemicaliTheoryiandiComputationWK2019WKcgWKgdig[gdkj 6.4 58
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125
øeduced[ScalingKuorrelationK”ethodsKforKtheKwxcitedKStatesKofK“argeK”oleculeslK†mplementationK
andKtenchmarksKforKtheKSecond[OrderKslgebraic[viagrammaticKuonstructionKspproach]KJournaliofi
ChemicaliTheoryiandiComputationWK2019WKcgWKhccc[hcdh

6.4 9

124
øeduced[ScalingKspproachKforKuonfigurationK†nteractionKSinglesKandKαime[vependentKvensityK
xunctionalKαheoryKualculationsKπsingKzybridKxunctionals]KJournaliofiChemicaliTheoryiandi
ComputationWK2019WKcgWKchkb[cibf

6.4 6

123
StrongKionKpairKchargeKtransferKinteractionKofKcWj[naphthalimideâ��bipyridiniumKconjugatesKwithKbasicK
anionsKâ��KtowardsKtheKdevelopmentKofKaKnewKtypeKofKturn[onKfluorescentKanionKsensors]KNewiJournali
ofiChemistryWK2019WKfeWKhhhh[hhif

3.6 2

122 αhermochemistryKofKπracilWKαhymineWKuytosineWKandKsdenine]KJournaliofiPhysicaliChemistryiAWK2019WK
cdeWKfbgi[fbhi 2.8 1

121 uombinedKvensityKxunctionalKandKslgebraic[viagrammaticKuonstructionKspproachKforKsccurateK
wxcitationKwnergiesKandKαransitionK”oments]KJournaliofiChemicaliTheoryiandiComputationWK2019WKcgWKfffb[ffge6.4 8

120 OxygenKreductionKreactionKonKαiOdKrutileKScKcKbTKsurfaceKinKtheKpresenceKofKbridgingKhydroxylK
groups]KComputationaliandiTheoreticaliChemistryWK2019WKcchjWKccdhbi 2 5

119 uonstructionKofKaKøange[SeparatedKvual[zybridKvirectKøandomKáhaseKspproximation]KJournaliofi
ChemicaliTheoryiandiComputationWK2019WKcgWKhhij[hhji 6.4 7

118 øeduced[costKsecond[orderKalgebraic[diagrammaticKconstructionKmethodKforKexcitationKenergiesK
andKtransitionKmoments]KJournaliofiChemicaliPhysicsWK2018WKcfjWKbkfccc 3.9 25

117 áreparationKofKenantiopureKc[isopentyl[e[methyl[e[phospholeneKc[oxideKviaKtheKformationKofK
diastereomericKcomplexes]KHeteroatomiChemistryWK2018WKdkWKedcfcc 1.2

116 ssymmetricKcyclopropanationKreactionsKcatalyzedKbyKcarbohydrate[basedKcrownKethers]K
TetrahedronWK2018WKifWKegcd[egdh 2.4 13

115 SimpleK”odificationsKofKtheKSus–K”eta[yeneralizedKyradientKspproximationKxunctional]KJournaliofi
ChemicaliTheoryiandiComputationWK2018WKcfWKdfhk[dfik 6.4 23

114 wxperimentalKevidenceKofKα†uαKstateKinKf[piperidinyl[cWj[naphthalimideK[KaKkineticKandKmechanisticK
study]KPhysicaliChemistryiChemicaliPhysicsWK2018WKdbWKcbcgg[cbchf 3.6 15

113 –ovelKstrategyKtoKimplementKactive[spaceKcoupled[clusterKmethods]KJournaliofiChemicaliPhysicsWK
2018WKcfjWKcdfcbj 3.9 2

112 snKuracil[linkedKhydroxyflavoneKprobeKforKtheKrecognitionKofKsαá]KBeilsteiniJournaliofiOrganici
ChemistryWK2018WKcfWKifi[igg 2.5 7

111 vualKtasisKSetKspproachKforKvensityKxunctionalKandKWaveKxunctionKwmbeddingKSchemes]KJournaliofi
ChemicaliTheoryiandiComputationWK2018WKcfWKfhbb[fhcg 6.4 22

110 wfficientKevaluationKofKtheKgeometricalKfirstKderivativesKofKthree[centerKuoulombKintegrals]KJournali
ofiChemicaliPhysicsWK2018WKcfkWKcdfcbc 3.9 1

109
zydrogenKbondingKeffectsKonKtheKfluorescenceKpropertiesKofKfR[diethylamino[e[hydroxyflavoneKinK
waterKandKwater[acetoneKmixtures]KSpectrochimicaiActaiyiPartiA:iMoleculariandiBiomoleculari
SpectroscopyWK2018WKdbeWKkh[cbg

4.4 6

108 zighKsccuracyKéuantumKuhemicalKandKαhermochemicalK–etworkKvataKforKtheKzeatsKofKxormationK
ofKxluorinatedKandKuhlorinatedK”ethanesKandKwthanes]KJournaliofiPhysicaliChemistryiAWK2018WKcddWKgkke[hbbh2.8 16

(2018-2019)
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107 OptimizationKofKtheK“inear[ScalingK“ocalK–aturalKOrbitalKuuSvSαTK”ethodlK†mprovedKslgorithmKandK
tenchmarkKspplications]KJournaliofiChemicaliTheoryiandiComputationWK2018WKcfWKfcke[fdcg 6.4 63

106 sccurateKαheoreticalKαhermochemistryKforKxluoroethylKøadicals]KJournaliofiPhysicaliChemistryiAWK
2017WKcdcWKccge[cchd 2.8 6

105 øeduced[costKlinear[responseKuudKmethodKbasedKonKnaturalKorbitalsKandKnaturalKauxiliaryKfunctions]K
JournaliofiChemicaliPhysicsWK2017WKcfhWKckfcbd 3.9 33

104 wfficientKevaluationKofKthree[centerKuoulombKintegrals]KJournaliofiChemicaliPhysicsWK2017WKcfhWKdbfcbc 3.9 9

103 uonstructionKofKaKSpin[uomponentKScaledKvual[zybridKøandomKáhaseKspproximation]KJournaliofi
ChemicaliTheoryiandiComputationWK2017WKceWKikh[jbe 6.4 23

102 wlectronKvensityKwrrorsKandKvensity[vrivenKwxchange[uorrelationKwnergyKwrrorsKinKspproximateK
vensityKxunctionalKualculations]KJournaliofiChemicaliTheoryiandiComputationWK2017WKceWKfige[fihf 6.4 33

101 OptimizationKofKtheKlinear[scalingKlocalKnaturalKorbitalKuuSvSαTKmethodlKøedundancy[freeKtriplesK
correctionKusingK“aplaceKtransform]KJournaliofiChemicaliPhysicsWK2017WKcfhWKdcfcbh 3.9 51

100 ”oderate[uostKsbK†nitioKαhermochemistryKwithKuhemicalKsccuracy]KJournaliofiChemicaliTheoryiandi
ComputationWK2017WKceWKfcke[fdbf 6.4 18

99 αheoreticalKstudyKonKtheKphotooxygenationKandKphotorearrangementKreactionsKofK
e[hydroxyflavone]KRSCiAdvancesWK2017WKiWKedcjg[edckd 3.7 9

98 †nteractionsWKstructureKandKpropertiesKinKá“saplasticizedKstarchKblends]KPolymerWK2016WKcbeWKk[cj 3.9 35

97 snK†ntegral[virectK“inear[ScalingKSecond[OrderK”ˆ‚ller[álessetKspproach]KJournaliofiChemicali
TheoryiandiComputationWK2016WKcdWKfjki[fkcf 6.4 53

96 SupramolecularKxøwαKmodulationKbyKpseudorotaxaneKformationKofKaKditopicKstilbazoliumKdyeKandK
carboxylato[pillar[g]arene]KDyesiandiPigmentsWK2016WKceeWKfcg[fde 4.6 12

95 αheKkineticsKandKmechanismKofKphotooxygenationKofKfR[diethylamino[e[hydroxyflavone]K
PhotochemicaliandiPhotobiologicaliSciencesWK2016WKcgWKdck[di 4.2 11

94 árefaceKtoKtheKspecialKcollectionKofKtheoreticalKchemistryKaccountsKinKhonourKofKáˆ'terKø]KSurjˆ¡n]K
TheoreticaliChemistryiAccountsWK2016WKcegWKc 1.9

93 sdsorptionKofKanKactiveKmoleculeKonKtheKsurfaceKofKhalloysiteKforKcontrolledKreleaseKapplicationlK
†nteractionWKorientationWKconsequences]KAppliediClayiScienceWK2016WKced[ceeWKchi[cif 5.2 12

92
SynthesisWKuharacterizationWKandKspplicationKofKálatinumS††TKuomplexesK†ncorporatingKøacemicKandK
OpticallyKsctiveKf[uhloro[g[”ethyl[c[áhenyl[cWdWeWh[αetrahydrophosphinineK“igand]KHeteroatomi
ChemistryWK2016WKdiWKkc[cbc

1.2 9

91 sKvouble[ulickingKtis[szideKxluorogenicKvyeKforKtioorthogonalKSelf[“abelingKáeptideKαags]K
ChemistryiyiAiEuropeaniJournalWK2016WKddWKhejd[j 4.8 19

90 wxactKdensityKfunctionalKandKwaveKfunctionKembeddingKschemesKbasedKonKorbitalKlocalization]K
JournaliofiChemicaliPhysicsWK2016WKcfgWKbhfcbi 3.9 59
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89 wnthalpyKvifferencesKofKtheKn[áentaneKuonformers]KJournaliofiChemicaliTheoryiandiComputationWK
2016WKcdWKdhik[jj 6.4 7

88 urownKetherKderivedKfromKd[glucoseKasKanKefficientKphase[transferKcatalystKforKtheKenantioselectiveK
”ichaelKadditionKofKmalonatesKtoKenones]KTetrahedron:iAsymmetryWK2016WKdiWKkhb[kid 15

87 sccurateKviels[slderKreactionKenergiesKfromKefficientKdensityKfunctionalKcalculations]KJournaliofi
ChemicaliTheoryiandiComputationWK2015WKccWKdjik[jj 6.4 17

86 πnconventionalKbondKfunctionsKforKquantumKchemicalKcalculations]KTheoreticaliChemistryiAccountsWK
2015WKcefWKc 1.9 7

85 sKé”a””KprogramKusingKfrozenKlocalizedKorbitalsKandKtheKzuzinagaKequation]KTheoreticali
ChemistryiAccountsWK2015WKcefWKc 1.9 5

84 sKstudyKonKtheKopticalKresolutionKofKc[isopropyl[e[methyl[e[phospholeneKc[oxideKandKitsKuseKinKtheK
synthesisKofKboraneKandKplatinumKcomplexes]KJournaliofiOrganometalliciChemistryWK2015WKikiWKcfb[cgd 2.3 10

83 SynthesisKandKwvaluationKofK–icotinicKscidKverivedKαetrazinesKforKtioorthogonalK“abeling]KSynthesisWK
2015WKfiWKdiej[diff 2.9 12

82 uonstructionKandKapplicationKofKaKnewKdual[hybridKrandomKphaseKapproximation]KJournaliofi
ChemicaliTheoryiandiComputationWK2015WKccWKfhcg[dh 6.4 48

81 αheKˇ�[wlectronKvelocalizationKinKd[OxazolinesKøevisitedlKéuantificationKandKuomparisonKwithK†tsK
snalogueKinKwsters]KMaterialsWK2015WKjWKgejg[geki 3.5 5

80 “inear[scalingKimplementationKofKtheKdirectKrandom[phaseKapproximation]KJournaliofiChemicali
PhysicsWK2015WKcfdWKdbfcbg 3.9 74

79 sKsecond[orderKmulti[referenceKquasiparticle[basedKperturbationKtheory]KTheoreticaliChemistryi
AccountsWK2015WKcefWKc 1.9 1

78 αheoreticalKandKthermochemicalKnetworkKapproachesKtoKdetermineKtheKheatsKofKformationKforKzOdK
andKitsKionicKcounterparts]KJournaliofiPhysicaliChemistryiAWK2015WKcckWKcchf[ih 2.8 8

77
sKuaseKStudyKonKtheKøesolutionKofKtheKc[i[tutyl[e[methyl[e[phospholeneKc[OxideKviaK
viastereomericKuomplexKxormationKπsingKαsvvO“KverivativesKandKviaKviastereomericK
uoordinationKuomplexesKxormedKfromKtheKualciumKSaltsKofOWOq[viaroyl[SdøWeøT[tartaricKscids]K
HeteroatomiChemistryWK2015WKdhWKik[kb

1.2 10

76
øesolutionKofKc[n[propoxy[e[methyl[e[phospholeneKc[oxideKbyKdiastereomericKcomplexKformationK
usingKαsvvO“KderivativesKandKcalciumKsaltsKofKOWOq[dibenzoyl[SdøWeøT[KorK
OWOq[di[p[toluoyl[SdøWeøT[tartaricKacid]KTetrahedron:iAsymmetryWK2014WKdgWKecj[edh

13

75 øesolutionKofKc[n[butyl[e[methyl[e[phospholeneKc[oxideKwithKαsvvO“KderivativesKandKcalciumKsaltsK
ofKOWOR[vibenzoyl[SdøWeøT[KorKOWOR[di[p[toluoyl[SdøWeøT[tartaricKacid]KChiralityWK2014WKdhWKcif[jd 2.1 12

74 zigh[accuracyKtheoreticalKthermochemistryKofKfluoroethanes]KJournaliofiPhysicaliChemistryiAWK2014WK
ccjWKfjdf[eh 2.8 20

73 OnKtheKprotonationKofKwater]KChemicaliScienceWK2014WKgWKebgi[ebhe 9.4 35

72 SolvationKandKprotonationKofKcoumarinKcbdKinKaqueousKmedialKaKfluorescenceKspectroscopicKandK
theoreticalKstudy]KJournaliofiPhysicaliChemistryiAWK2014WKccjWKgdej[fi 2.8 12

(2014-2016)
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71 –ewKgenerationKofKbioorthogonallyKapplicableKfluorogenicKdyesKwithKvisibleKexcitationsKandKlargeK
StokesKshifts]KBioconjugateiChemistryWK2014WKdgWKceib[f 6.3 31

70 sKsystematicKwayKforKtheKcostKreductionKofKdensityKfittingKmethods]KJournaliofiChemicaliPhysicsWK
2014WKcfcWKdffcce 3.9 36

69 sKquasiparticle[basedKmulti[referenceKcoupled[clusterKmethod]KJournaliofiChemicaliPhysicsWK2014WK
cfcWKcefccd 3.9 9

68
uinchonaKbasedKsquaramideKcatalysedKenantioselectiveK”ichaelKadditionKofK˛–[nitrophosphonatesKtoK
arylKacrylateslKenantioselectiveKsynthesisKofKquaternaryK˛–[aminophosphonates]KTetrahedron:i
AsymmetryWK2013WKdfWKchbg[chcf

19

67 snKefficientKlinear[scalingKuuSvSαTKmethodKbasedKonKlocalKnaturalKorbitals]KJournaliofiChemicali
PhysicsWK2013WKcekWKbkfcbg 3.9 294

66 sKnewKfamilyKofKbioorthogonallyKapplicableKfluorogenicKlabels]KOrganiciandiBiomoleculariChemistryWK
2013WKccWKedki[ebh 3.9 42

65 vissociationKofKtheKfluorineKmolecule]KJournaliofiPhysicaliChemistryiAWK2013WKcciWKggcj[dj 2.8 22

64 sKnon[fluorinatedKmonobenzocyclooctyneKforKrapidKcopper[freeKclickKreactions]KChemistryiyiAi
EuropeaniJournalWK2012WKcjWKjdd[j 4.8 62

63 éuantitativeKestimationKofKtheKstrengthKofKspecificKinteractionsKinKpolyurethaneKelastomersWKandK
theirKeffectKonKstructureKandKproperties]KEuropeaniPolymeriJournalWK2012WKfjWKcjgf[cjhg 5.2 21

62 SynthesisKofKaKpolySd[azanorborneneTKwithKaKhighKdegreeKofKcis[αα[stereoregularityKandKaKregularK
secondaryKsolutionKstructure]KPolymeriChemistryWK2012WKeWKdihb 4.9 6

61 SuperiorKperformanceKofK”ukherjeeâ��sKstate[specificKmulti[referenceKcoupled[clusterKtheoryKatKtheK
singlesKandKdoublesKtruncationKschemeKwithKlocalizedKactiveKorbitals]KChemicaliPhysicsWK2012WKekdWKje[jk 2.3 25

60 uostKreductionKofKhigh[orderKcoupled[clusterKmethodsKviaKactive[spaceKandKorbitalKtransformationK
techniques]KJournaliofiChemicaliPhysicsWK2011WKcefWKcdfccc 3.9 25

59 zigh[accuracyKtheoreticalKthermochemistryKofKatmosphericallyKimportantKnitrogenKoxideK
derivatives]KJournaliofiPhysicaliChemistryiAWK2011WKccgWKecff[ge 2.8 16

58 sKgeneral[orderKlocalKcoupled[clusterKmethodKbasedKonKtheKcluster[in[moleculeKapproach]KJournali
ofiChemicaliPhysicsWK2011WKcegWKcbfccc 3.9 160

57 ”etalKcomplexesKofKtheKmerocyanineKformKofKnitrobenzospyranlKStructureWKopticalKspectraWKstability]K
JournaliofiMoleculariStructureWK2011WKcbbbWKii[jf 3.4 35

56 zigh[accuracyKtheoreticalKthermochemistryKofKatmosphericallyKimportantKsulfur[containingK
molecules]KJournaliofiPhysicaliChemistryiAWK2011WKccgWKijde[ee 2.8 32

55 tenchmarkKtheoreticalKstudyKonKtheKdissociationKenergyKofKchlorine]KJournaliofiPhysicaliChemistryiAWK
2011WKccgWKiihg[id 2.8 6

54 øelativisticKgeneral[orderKcoupled[clusterKmethodKforKhigh[precisionKcalculationslKspplicationKtoKtheK
slVKatomicKclock]KPhysicaliReviewiAWK2011WKjeWK 2.6 34
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53 αowardsKhighlyKaccurateKabKinitioKthermochemistryKofKlargerKsystemslKbenzene]KJournaliofiChemicali
PhysicsWK2011WKcegWKbffgce 3.9 40

52 †nclusionKofKselectedKhigherKexcitationsKinvolvingKactiveKorbitalsKinKtheKstate[specificKmultireferenceK
coupled[clusterKtheory]KJournaliofiChemicaliPhysicsWK2010WKceeWKdefccb 3.9 30

51 zigh[accuracyKtheoreticalKstudyKonKtheKthermochemistryKofKseveralKformaldehydeKderivatives]K
JournaliofiPhysicaliChemistryiAWK2010WKccfWKcedce[dc 2.8 19

50 zigh[accuracyKthermochemistryKofKatmosphericallyKimportantKfluorinatedKandKchlorinatedKmethaneK
derivatives]KJournaliofiPhysicaliChemistryiAWK2010WKccfWKcebke[cbe 2.8 79

49 xullKimplementationKandKbenchmarkKstudiesKofK”ukherjeeRsKstate[specificKmultireferenceK
coupled[clusterKansatz]KJournaliofiChemicaliPhysicsWK2010WKcedWKbifcbe 3.9 107

48 yeneralKimplementationKofKtheKrelativisticKcoupled[clusterKmethod]KJournaliofiChemicaliPhysicsWK
2010WKceeWKdefcbk 3.9 39

47
sssignmentKofKabsoluteKconfigurationsKofKchiralKphospholeneKoxidesKbyKπVauvKspectroscopyKusingK
αv[vxαKquantumKchemicalKcalculationsKandKsingularKvalueKdecompositionKapproachKforKtheKanalysisK
ofKtheKspectra]KComputationaliandiTheoreticaliChemistryWK2009WKkbhWKkf[kk

9

46 ”ethyleneKblueâ��calixarenesulfonateKsupramolecularKcomplexesKandKaggregatesKinKaqueousK
solutions]KJournaliofiPhotochemistryiandiPhotobiologyiA:iChemistryWK2009WKdbiWKchi[cid 4.7 17

45 ualculationKofKelectronicKg[tensorsKusingKcoupledKclusterKtheory]KJournaliofiPhysicaliChemistryiAWK
2009WKcceWKccgfc[k 2.8 50

44
spproximateKtreatmentKofKhigherKexcitationsKinKcoupled[clusterKtheory]K††]KwxtensionKtoKgeneralK
single[determinantKreferenceKfunctionsKandKimprovedKapproachesKforKtheKcanonicalKzartree[xockK
case]KJournaliofiChemicaliPhysicsWK2008WKcdkWKcffcbc

3.9 106

43 uhiralKcyclohexaneKbasedKfluorescentKchemosensorsKforKenantiomericKdiscriminationKofKaspartate]K
TetrahedronWK2008WKhfWKedci[eddf 2.4 23

42 αheKaccuracyKofKmolecularKbondKlengthsKcomputedKbyKmultireferenceKelectronicKstructureKmethods]K
ChemicaliPhysicsWK2008WKefkWKei[gi 2.3 27

41 αheKbarrierKheightKofKtheKxVzdKreactionKrevisitedlKcoupled[clusterKandKmultireferenceK
configuration[interactionKbenchmarkKcalculations]KJournaliofiChemicaliPhysicsWK2008WKcdjWKbefebg 3.9 122

40 snalyticKevaluationKofKøamanKintensitiesKinKcoupled[clusterKtheory]KMoleculariPhysicsWK2007WKcbgWKdffi[dfge1.7 13

39 wfficientKsinglet[stateKdeactivationKofKcyano[substitutedKindolinesKinKproticKsolventsKviaKu–[[zOK
hydrogenKbonds]KChemPhysChemWK2007WKjWKdhdi[eg 3.2 13

38 uircularKdichroismKspectraKofKtrans[chalconeKepoxides]KTetrahedron:iAsymmetryWK2007WKcjWKcgdc[cgdj 4

37 yauge[originKindependentKcalculationKofKmagnetizabilitiesKandKrotationalKgKtensorsKatKtheK
coupled[clusterKlevel]KJournaliofiChemicaliPhysicsWK2007WKcdiWKbifcbc 3.9 46

36 ualculationKofKfrequency[dependentKhyperpolarizabilitiesKusingKgeneralKcoupled[clusterKmodels]K
JournaliofiChemicaliPhysicsWK2007WKcdiWKcefcbk 3.9 24

(2007-2011)
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35 αheKoriginKofKsystematicKerrorKinKtheKstandardKenthalpiesKofKformationKofKhydrocarbonsKcomputedK
viaKatomizationKschemes]KChemPhysChemWK2006WKiWKchhf[i 3.2 42

34 OnKtheKroleKofKhighKexcitationsKinKtheKintermolecularKpotentialKofKzdâ��uO]KMoleculariPhysicsWK2006WK
cbfWKdeei[defg 1.7 16

33 zigh[accuracyKextrapolatedKabKinitioKthermochemistry]K††]K”inorKimprovementsKtoKtheKprotocolKandK
aKvitalKsimplification]KJournaliofiChemicaliPhysicsWK2006WKcdgWKhfcbj 3.9 277

32 tasis[setKextrapolationKtechniquesKforKtheKaccurateKcalculationKofKmolecularKequilibriumK
geometriesKusingKcoupled[clusterKtheory]KJournaliofiChemicaliPhysicsWK2006WKcdgWKffcbj 3.9 203

31 xemtosecondKstudiesKofKcharge[transferKmediatedKprotonKtransferKinK
d[butylamino[h[methyl[f[nitropyridineK–[oxide]KJournaliofiPhysicaliChemistryiAWK2006WKccbWKibjh[kc 2.8 16

30 snalyticKcalculationKofKtheKdiagonalKtorn[OppenheimerKcorrectionKwithinKconfiguration[interactionK
andKcoupled[clusterKtheory]KJournaliofiChemicaliPhysicsWK2006WKcdgWKcffccc 3.9 164

29 αhermochemicalKpropertiesKofKsmallKopen[shellKsystemslKexperimentalKandKhigh[levelKabKinitioK
resultsKforK–zdKand]KMoleculariPhysicsWK2006WKcbfWKcfgi[cfhc 1.7 14

28 ualculationKofKfrequency[dependentKpolarizabilitiesKusingKgeneralKcoupled[clusterKmodels]K
ComputationaliandiTheoreticaliChemistryWK2006WKihjWKic[ii 34

27 spproximateKtreatmentKofKhigherKexcitationsKinKcoupled[clusterKtheory]KJournaliofiChemicaliPhysicsWK
2005WKcdeWKdcfcbg 3.9 293

26 ”olecularKequilibriumKgeometriesKbasedKonKcoupled[clusterKcalculationsKincludingKquadrupleK
excitations]KMoleculariPhysicsWK2005WKcbeWKdcbk[dccg 1.7 155

25 wquation[of[motionKcoupled[clusterKmethodsKforKionizedKstatesKwithKanKapproximateKtreatmentKofK
tripleKexcitations]KJournaliofiChemicaliPhysicsWK2005WKcddWKcgfcbi 3.9 39
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