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155
TheHequationHofHmotionHcoupledUclusterHmethodVHrHsystematicHbiorthogonalHapproachHtoHmolecularH
excitationHenergiesTHtransitionHprobabilitiesTHandHexcitedHstateHpropertiesVHJournaloofoChemicalo
PhysicsTH1993THihTHgXbiUgXci

3.9 1895

154 yvrTkHyighHaccuracyHextrapolatedHabHinitioHthermochemistryVHJournaloofoChemicaloPhysicsTH2004TH
abaTHaaeiiUfac 3.9 606

153 TheHrtvμHzzHprogramHsystemVHInternationaloJournaloofoQuantumoChemistryTH1992THddTHhgiUhid 2.1 390

152 PerturbativeHtreatmentHofHtripleHexcitationsHinHcoupledUclusterHcalculationsHofHnuclearHmagneticH
shieldingHconstantsVHJournaloofoChemicaloPhysicsTH1996THaXdTHbegdUbehc 3.9 323

151 TheHaccurateHdeterminationHofHmolecularHequilibriumHstructuresVHJournaloofoChemicaloPhysicsTH2001TH
aadTHfedhUfeef 3.9 322

150 yighUaccuracyHextrapolatedHabHinitioHthermochemistryVHzzzVHrdditionalHimprovementsHandHoverviewVH
JournaloofoChemicaloPhysicsTH2008THabhTHaadaaa 3.9 315

149 yighUaccuracyHextrapolatedHabHinitioHthermochemistryVHzzVH—inorHimprovementsHtoHtheHprotocolHandH
aHvitalHsimplificationVHJournaloofoChemicaloPhysicsTH2006THabeTHfdaXh 3.9 277

148 zUPrtHtriticalHvvaluationHofHThermochemicalHPropertiesHofHμelectedHöadicalsVHPartHzVHJournaloofo
PhysicaloandoChemicaloReferenceoDataTH2005THcdTHegcUfef 4.3 275

147 ÃuantumUchemicalHcalculationHofHspectroscopicHparametersHforHrotationalHspectroscopyVH
InternationaloReviewsoinoPhysicaloChemistryTH2010THbiTHbgcUcfg 7 237

146 toupledUclusterHcalculationsHofHnuclearHmagneticHresonanceHchemicalHshiftsVHJournaloofoChemicalo
PhysicsTH1995THaXcTHcefaUcegg 3.9 233

145 rpplicationsHofHPostUyartreeâ��wockH—ethodskHrHTutorialVHReviewsoinoComputationaloChemistryTH2007THfeUafi 230

144 ÃuantitativeHpredictionHofHgasUphaseHactHnuclearHmagneticHshieldingHconstantsVHJournaloofoChemicalo
PhysicsTH2003THaahTHaXdXgUaXdag 3.9 229

143 toupledUclusterHopenUshellHanalyticHgradientskHzmplementationHofHtheHdirectHproductHdecompositionH
approachHinHenergyHgradientHcalculationsVHJournaloofoChemicaloPhysicsTH1991THieTHbfbcUbfch 3.9 229

142 —olecularHequilibriumHstructuresHfromHexperimentalHrotationalHconstantsHandHcalculatedH
vibrationâ��rotationHinteractionHconstantsVHJournaloofoChemicaloPhysicsTH2002THaafTHfdhbUfdif 3.9 222

141 rHdirectHproductHdecompositionHapproachHforHsymmetryHexploitationHinHmanyUbodyHmethodsVHzVH
vnergyHcalculationsVHJournaloofoChemicaloPhysicsTH1991THidTHdccdUdcde 3.9 220

140 xaugeUinvariantHcalculationHofHnuclearHmagneticHshieldingHconstantsHatHtheHcoupledâ��clusterHsinglesH
andHdoublesHlevelVHJournaloofoChemicaloPhysicsTH1995THaXbTHbeaUbec 3.9 189

139 OnHtheHextentHofHspinHcontaminationHinHopenUshellHcoupledUclusterHwaveHfunctionsVHJournaloofo
ChemicaloPhysicsTH1994THaXaTHcgaUcgd 3.9 184
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138 TheHvquilibriumHμtructureHofHsenzeneVHJournaloofoPhysicaloChemistryoATH2000THaXdTHbhfeUbhfh 2.8 164

137
—anyUbodyHmethodsHforHexcitedHstateHpotentialHenergyHsurfacesVHzVHxeneralHtheoryHofHenergyH
gradientsHforHtheHequationUofUmotionHcoupledUclusterHmethodVHJournaloofoChemicaloPhysicsTH1993TH
iiTHhhdXUhhdg

3.9 160

136 toupledUclusterHtechniquesHforHcomputationalHchemistrykHTheHtwOUöHprogramHpackageVHJournaloofo
ChemicaloPhysicsTH2020THaebTHbadaXh 3.9 156

135 OnHtheHchoiceHofHorbitalsHforHsymmetryHbreakingHproblemsHwithHapplicationHtoH˜OcVHJournaloofo
ChemicaloPhysicsTH1992THigTHeeedUeeei 3.9 150

134 OnHtheHvibronicHlevelHstructureHinHtheH˜OcHradicalVHzVHTheHgroundHelectronicHstateVHJournaloofo
ChemicaloPhysicsTH2007THabfTHacdcXi 3.9 127

133 μtructuresTHrutomerizationsTHandHzsomerizationsHofHtcybzsomersVHJournaloofotheoAmericanoChemicalo
SocietyTH1997THaaiTHehdgUehef 16.4 126

132 μimplePrQHalgebraicHequationHforHtransitionHmomentsHofHfundamentalHtransitionsHinHvibrationalH
secondUorderHperturbationHtheoryVHMolecularoPhysicsTH2006THaXdTHcggUchh 1.7 114

131 PhotoelectronHwaveHfunctionHinHphotoionizationkHplaneHwaveHorHtoulombHwavepVHJournaloofoPhysicalo
ChemistryoLettersTH2015THfTHdecbUdX 6.4 97

130
rnalyticHUywUttμuPTQHsecondHderivativeskHimplementationHandHapplicationHtoHtheHcalculationHofHtheH
vibrationUrotationHinteractionHconstantsHofH˜tOHandH˜tμVHTheoreticaloChemistryoAccountsTH1998TH
aXXTHeUaa

1.9 97

129 rHcoupledUclusterHbasedHeffectiveHyamiltonianHmethodHforHdynamicHelectricHpolarizabilitiesVHJournalo
ofoChemicaloPhysicsTH1993THiiTHeaghUeahc 3.9 95

128 rnalyticHevaluationHofHenergyHgradientsHatHtheHcoupledUclusterHsinglesHandHdoublesHlevelHusingH
quasiUrestrictedHyartreeâ��wockHopenUshellHreferenceHfunctionsVHJournaloofoChemicaloPhysicsTH1991THieTHbfciUbfde3.9 90

127
yighlyHcorrelatedHsingleUreferenceHstudiesHofHtheHOcHpotentialHsurfaceVHzVHvffectsHofHhighHorderH
excitationsHonHtheHequilibriumHstructureHandHharmonicHforceHfieldHofHozoneVHJournaloofoChemicalo
PhysicsTH1989THiXTHaXggUaXhb

3.9 87

126 TheHμimplestHtriegeeHzntermediateHPybtpOâ��OQkHzsotopicHμpectroscopyTHvquilibriumHμtructureTHandH
PossibleHwormationHfromHrtmosphericH–ightningVHJournaloofoPhysicaloChemistryoLettersTH2013THdTHdaccUdaci6.4 83

125 rnalyticHgradientsHforHtheHcoupledUclusterHsinglesTHdoublesTHandHtriplesHPttμuTQHmodelVHJournaloofo
ChemicaloPhysicsTH2002THaafTHaggcUaghb 3.9 77

124 –inearHandHcyclicHisomersHofHtdVHrHtheoreticalHstudyHwithHcoupledUclusterHmethodsHandHlargeHbasisH
setsVHJournaloofoChemicaloPhysicsTH1992THigTHhcgbUhcha 3.9 75

123 TreatmentHofHwermiHresonanceHeffectsHonHtransitionHmomentsHinHvibrationalHperturbationHtheoryVH
MolecularoPhysicsTH2007THaXeTHaXaUaXi 1.7 65

122 öestrictedHopenUshellHyartreeâ��wockUbasedHmanyUbodyHperturbationHtheorykHTheoryHandHapplicationH
ofHenergyHandHgradientHcalculationsVHJournaloofoChemicaloPhysicsTH1992THigTHffXfUffbX 3.9 65

121
μtabilizationHofHtheHμimplestHtriegeeHzntermediateHfromHtheHöeactionHbetweenHOzoneHandHvthylenekH
rHyighU–evelHÃuantumHthemicalHandH•ineticHrnalysisHofHOzonolysisVHJournaloofoPhysicaloChemistryoATH
2015THaaiTHeebdUcc

2.8 64
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120 rHsimpleHcorrectionHtoHfinalHstateHenergiesHofHdoubletHradicalsHdescribedHbyHequationUofUmotionH
coupledHclusterHtheoryHinHtheHsinglesHandHdoublesHapproximationVHTheoreticaoChimicaoActaTH1996THicTHcXcUcac 62

119 OnHtheHvibronicHlevelHstructureHinHtheH˜OcHradicalkHzzVHrdiabaticHcalculationHofHtheHinfraredHspectrumVH
MolecularoPhysicsTH2009THaXgTHaXeiUaXge 1.7 61

118
sondHuissociationHvnergiesHforHuiatomicH—oleculesHtontainingHcdHTransitionH—etalskHsenchmarkH
μcalarUöelativisticHtoupledUtlusterHtalculationsHforHbXH—oleculesVHJournaloofoChemicaloTheoryoando
ComputationTH2017THacTHaXddUaXef

6.4 60

117 torrelatedHstudiesHofHinfraredHintensitiesVHJournaloofoChemicaloPhysicsTH1989THiXTHcbdaUcbdi 3.9 57

116 ÃuantifyingHyydrogenUsondHPopulationsHinHuimethylHμulfoxideWWaterH—ixturesVHAngewandteo
Chemieo-oInternationaloEditionTH2017THefTHaacgeUaacgi 16.4 56

115 vlectronUtorrelatedHrpproachesHforHtheHtalculationHofH˜—öHthemicalHμhiftsVHAdvancesoinoChemicalo
PhysicsTH2003THceeUdbb 55

114 PotentialHnonrigidityHofHtheH˜OcHradicalVHJournaloofoChemicaloPhysicsTH1991THidTHdXhdUdXhg 3.9 55

113 rpplicationHofHanHequationUofUmotionHcoupledHclusterHmethodHincludingHhigherUorderHcorrectionsHtoH
potentialHenergyHsurfacesHofHradicalsVHJournaloofoChemicaloPhysicsTH1999THaaaTHhbgeUhbhe 3.9 54

112 μpontaneousHandHμelectiveHwormationHofHyμ˜OTHaHtrucialHzntermediateH–inkingHybμHandH˜itrosoH
themistriesVHJournaloofotheoAmericanoChemicaloSocietyTH2016THachTHaaddaUd 16.4 53

111 ˜onUorthogonalHspinUadaptationHofHcoupledHclusterHmethodskHrHnewHimplementationHofHmethodsH
includingHquadrupleHexcitationsVHJournaloofoChemicaloPhysicsTH2015THadbTHXfdaXh 3.9 51

110 rnalyticHfirstHandHsecondHderivativesHforHtheHttμuTUnHPnnaâ��cQHmodelskHaHfirstHstepHtowardsHtheH
efficientHcalculationHofHttμuTHpropertiesVHPhysicaloChemistryoChemicaloPhysicsTH2000THbTHbXdgUbXfX 3.6 50

109 uoesHchlorineHperoxideHexhibitHaHstrongHultravioletHabsorptionHnearHbeXHnmpVHJournaloofoChemicalo
PhysicsTH1993THihTHicceUicci 3.9 50

108 rHnewHapproachHtoHapproximateHequationUofUmotionHcoupledHclusterHwithHtripleHexcitationsVHJournalo
ofoChemicaloPhysicsTH2016THadeTHabdaXb 3.9 49

107 rHuiscussionHofHμomeHProblemsHrssociatedHwithHtheHÃuantumH—echanicalHTreatmentHofHOpenUμhellH
—oleculesVHAdvancesoinoChemicaloPhysicsTH2003THaXaUadf 47

106 thirpedUPulseHmillimeterUWaveHspectroscopyHforHdynamicsHandHkineticsHstudiesHofHpyrolysisH
reactionsVHPhysicaloChemistryoChemicaloPhysicsTH2014THafTHaegciUaegea 3.6 43

105 rnharmonicHforceHfieldsHfromHanalyticHttμuPTQHsecondHderivativeskHyOwHandHwbOVHJournaloofo
ChemicaloPhysicsTH1999THaaXTHcfhgUcfif 3.9 43

104 ÃuantitativeHanalysisHofHwermiHresonancesHbyHharmonicHderivativesHofHperturbationHtheoryH
correctionsVHMolecularoPhysicsTH2009THaXgTHbacUbbb 1.7 41

103 TowardsHhighlyHaccurateHabHinitioHthermochemistryHofHlargerHsystemskHbenzeneVHJournaloofoChemicalo
PhysicsTH2011THaceTHXddeac 3.9 40
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102 yarmonicHvibrationalHfrequenciesHandHinfraredHintensitiesHfromHanalyticHfourthUorderHmanyUbodyH
perturbationHtheoryHgradientsVHJournaloofoChemicaloPhysicsTH1991THidTHdXdUdac 3.9 39

101 yighUaccuracyHextrapolatedHabHinitioHthermochemistryHofHtheHpropargylHradicalHandHtheHsingletH
tPcQyPbQHcarbenesVHJournaloofoPhysicaloChemistryoATH2009THaacTHabddgUec 2.8 37

100 rnalyticHöOywâ��—sPTPbQHsecondHderivativesVHJournaloofoChemicaloPhysicsTH1992THigTHghbeUghbh 3.9 37

99 öotationalHspectroscopyHofHpyridazineHandHitsHisotopologsHfromHbceUcfXHxyzkHequilibriumHstructureH
andHvibrationalHsatellitesVHJournaloofoChemicaloPhysicsTH2013THaciTHbbdcXd 3.9 34

98 TheH—olecularHμtructureHofHgaucheUaTcUsutadienekHvxperimentalHvstablishmentHofH˜onUplanarityVH
AngewandteoChemieo-oInternationaloEditionTH2018THegTHahbaUahbe 16.4 34

97 μeparabilityHpropertiesHofHreducedHandHeffectiveHdensityHmatricesHinHtheHequationUofUmotionH
coupledHclusterHmethodVHJournaloofoChemicaloPhysicsTH1994THaXaTHhibhUhicg 3.9 33

96 rbHinitioHdeterminationHofHtheHheatHofHformationHofHketenylHPyttOQHandHethynylHPttyQHradicalsVH
MolecularoPhysicsTH2005THaXcTHbaeiUbafh 1.7 32

95 rHcoupledUclusterHstudyHofHtheHgroundHstateHofHtScVHJournaloofoChemicaloPhysicsTH1991THidTHdcbXUdcbg 3.9 32

94 tommunicationkHThermalHunimolecularHdecompositionHofHsynUtytyOOkHrHkineticHstudyVHJournaloofo
ChemicaloPhysicsTH2016THadeTHacaaXb 3.9 32

93 PerturbativeHtreatmentHofHspinUorbitUcouplingHwithinHspinUfreeHexactHtwoUcomponentHtheoryHusingH
equationUofUmotionHcoupledUclusterHmethodsVHJournaloofoChemicaloPhysicsTH2018THadhTHXddaXh 3.9 28

92 uiscoveryHofHaH—issingH–inkkHuetectionHandHμtructureHofHtheHvlusiveHuisiliconHtarbideHtlusterVH
JournaloofoPhysicaloChemistryoLettersTH2015THfTHbaXgUaa 6.4 28

91 ÃuantitativeHvibronicHcouplingHcalculationskHtheHformyloxylHradicalVHTheoreticaloChemistryoAccountsTH
2011THabiTHebgUedc 1.9 27

90 ThermalHuecompositionHofHPotentialHvsterHsiofuelsVHPartHzkH—ethylHrcetateHandH—ethylHsutanoateVH
JournaloofoPhysicaloChemistryoATH2017THabaTHdfehUdfgg 2.8 26

89 OnHtheHyt˜HUHy˜tHvnergyHuifferenceVHJournaloofoPhysicaloChemistryoATH2015THaaiTHaXibiUcd 2.8 26

88 ‘etHcooledHcavityHringdownHspectroscopyHofHtheHˆ�PbQvPpQmUX¸�PbQrbHPOQHtransitionHofHtheH˜OcHradicalVH
JournaloofoChemicaloPhysicsTH2015THadbTHahdcXe 3.9 26

87 rHmasterHequationHsimulationHforHtheHOyHSHtyOyHreactionVHJournaloofoChemicaloPhysicsTH2019THaeXTHXhdaXe3.9 26

86 OnHtheHvibronicHlevelHstructureHinHtheH˜OcHradicalVHPartHzzzVHObservationHofHintensityHborrowingHviaH
groundHstateHmixingVHPhysicaloChemistryoChemicaloPhysicsTH2009THaaTHdgdbUd 3.6 25

85 μtructuralHandHThermodynamicHrnalysisHofHaHThreeUtomponentHrssemblyHwormingH
orthoUzminophenylboronateHvstersVHJournaloofoOrganicoChemistryTH2016THhaTHhcaiUcX 4.2 23
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84
thirpedUPulseHwourierHTransformH—icrowaveHμpectroscopyHtoupledHwithHaHwlashHPyrolysisH
—icroreactorkHμtructuralHueterminationHofHtheHöeactiveHzntermediateHtyclopentadienoneVHJournaloofo
PhysicaloChemistryoLettersTH2014THeTHbbXaUg

6.4 23

83 vlectronUtorrelatedH—ethodsHforHtheHtalculationHofH˜—öHthemicalHμhiftsH2004THabcUaci 23

82 yowHtoHVPTbkHrccurateHandHzntuitiveHμimulationsHofHtyHμtretchingHznfraredHμpectraHUsingHVPTbS•H
withH–argeHvffectiveHyamiltonianHöesonanceHTreatmentsVHJournaloofoPhysicaloChemistryoATH2021THabeTHacXaUacbd2.8 23

81 rHμteadyUμtateHrpproximationHtoHtheHTwoUuimensionalH—asterHvquationHforHthemicalH•ineticsH
talculationsVHJournaloofoPhysicaloChemistryoATH2015THaaiTHgfbgUcf 2.8 22

80 PhotoelectronHμpectroscopyHofHtheH—ethideHrnionkHvlectronHrffinitiesHofHPâ�¢QtycHandHPâ�¢QtucHandH
znversionHμplittingsHofHtycPUQHandHtucPUQVHJournaloofotheoAmericanoChemicaloSocietyTH2015THacgTHabiciUde 16.4 22

79 rnHunusuallyHlargeHnonadiabaticHerrorHinHtheHs˜sHmoleculeVHJournaloofoChemicaloPhysicsTH2010THaccTHagdcXi3.9 22

78 TheHglobalHminimumHstructureHofHμitckHTheHcontroversyHcontinuesVHJournaloofoChemicaloPhysicsTH2002
THaafTHiaeaUiaec 3.9 22

77 rctiveHThermochemicalHTableskHTheHrdiabaticHzonizationHvnergyHofHyydrogenHPeroxideVHJournaloofo
PhysicaloChemistryoATH2017THabaTHhgiiUhhXf 2.8 21

76 PyrolysisHofHtyclopentadienonekH—echanisticHznsightsHfromHaHuirectH—easurementHofHProductH
sranchingHöatiosVHJournaloofoPhysicaloChemistryoATH2015THaaiTHgbbbUcd 2.8 21

75 PreciseHequilibriumHstructureHdeterminationHofHhydrazoicHacidHPy˜cQHbyHmillimeterUwaveH
spectroscopyVHJournaloofoChemicaloPhysicsTH2015THadcTHaXdcaX 3.9 20

74 wactorsHtontributingHtoHtheHrccuracyHofHyarmonicHworceHwieldHtalculationsHforHWaterVHJournaloofo
ChemicaloTheoryoandoComputationTH2007THcTHabfgUgd 6.4 19

73 rccuracyHofHtoupledHtlusterHvxcitedHμtateHPotentialHvnergyHμurfacesVHJournaloofoChemicaloTheoryo
andoComputationTH2018THadTHeheiUehfi 6.4 19

72 uirectHmeasurementsHofHuOtOHisomersHinHtheHkineticsHofHOuHSHtOVHScienceoAdvancesTH2018THdTHeaaodggg 14.3 18

71 UnimolecularHöeactionHofH—ethylHzsocyanideHtoHrcetonitrilekHrHyighU–evelHTheoreticalHμtudyVHJournalo
ofoPhysicaloChemistryoLettersTH2018THiTHbecbUbech 6.4 18

70 μemiclassicalHTransitionUμtateHTheoryHsasedHonHwourthUOrderHVibrationalHPerturbationHTheorykHTheH
μymmetricalHvckartHsarrierVHJournaloofoPhysicaloChemistryoLettersTH2016THgTHbgXhUac 6.4 18

69 öevisitationHofH˜onorthogonalHμpinHrdaptationHinHtoupledHtlusterHTheoryVHJournaloofoChemicalo
TheoryoandoComputationTH2013THiTHbefgUgb 6.4 18

68 VibrationalHvnergyH–evelsHviaHwiniteUsasisHtalculationsHUsingHaHÃuasiUrnalyticHwormHofHtheH•ineticH
vnergyVHJournaloofoChemicaloTheoryoandoComputationTH2011THgTHadbhUdb 6.4 18

67 vxhaustiveHProductHrnalysisHofHThreeHsenzeneHuischargesHbyH—icrowaveHμpectroscopyVHJournaloofo
PhysicaloChemistryoATH2020THabdTHeagXUeaha 2.8 17
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66 yighUlevelHtheoreticalHstudyHofHtheHreactionHbetweenHhydroxylHandHammoniakHrccurateHrateH
constantsHfromHbXXHtoHbeXXH•VHJournaloofoChemicaloPhysicsTH2017THadgTHaebgXd 3.9 17

65 xroundHandHlowUlyingHexcitedHstatesHofHpropadienylideneHPybtntntkQHobtainedHbyHnegativeHionH
photoelectronHspectroscopyVHJournaloofoChemicaloPhysicsTH2012THacfTHacdcab 3.9 17

64
—olecularHstructureHdeterminationkHvquilibriumHstructureHofHpyrimidineHPmUty˜QHfromHrotationalH
spectroscopyHPrHQHandHhighUlevelHabHinitioHcalculationHPrQHagreeHwithinHtheHuncertaintyHofHexperimentalH
measurementVHJournaloofoChemicaloPhysicsTH2020THaebTHaXdcXc

3.9 16

63 tommunicationkHTheHgroundHelectronicHstateHofHμibtkHöovibrationalHlevelHstructureTHquantumH
monodromyTHandHastrophysicalHimplicationsVHJournaloofoChemicaloPhysicsTH2015THadbTHbcaaXa 3.9 16

62 –aserHspectroscopyHofHμictVHJournaloofoChemicaloPhysicsTH2005THabbTHabdcad 3.9 16

61 OnHtheHequilibriumHbondHlengthHofHammoniaHinHtheHfirstHexcitedHsingletHstateVHJournaloofoChemicalo
PhysicsTH1995THaXbTHaXifUaXig 3.9 16

60 ÃuantumUstateUcontrolledHreactionsHbetweenHmolecularHradicalsHandHionsVHPhysicaloReviewoATH2018TH
ihTH 2.6 16

59 öelativelyHμelectiveHProductionHofHtheHμimplestHtriegeeHzntermediateHinHaHtydWObHvlectricH
uischargekH•ineticHrnalysisHofHaHPlausibleH—echanismVHJournaloofoPhysicaloChemistryoATH2015THaaiTHgaigUbXd2.8 15

58 rnalyticHvvaluationHofHμecondHuerivativesHofHtheHvnergykHtomputationalHμtrategiesHforHtheHttμuH
andHttμuPTQHrpproximationsVHRecentoAdvancesoinoComputationalTH1997THdiUgi 15

57
rHsimpleHcorrectionHtoHfinalHstateHenergiesHofHdoubletHradicalsHdescribedHbyHequationUofUmotionH
coupledHclusterHtheoryHinHtheHsinglesHandHdoublesHapproximationHPvrratumQVHTheoreticaoChimicaoActaTH
1997THieTHigUih

15

56 PointHgroupHsymmetryHandHcartesianHforceHconstantHredundancyVHInternationaloJournaloofoQuantumo
ChemistryTH1991THciTHaiUbi 2.1 15

55 ÃuantifyingHyydrogenUsondHPopulationsHinHuimethylHμulfoxideWWaterH—ixturesVHAngewandteo
ChemieTH2017THabiTHaaeccUaaecg 3.6 14

54 TheHionisationHenergyHofHcyclopentadienonekHaHphotoelectronâ��photoionHcoincidenceHstudyVH
MolecularoPhysicsTH2015THaacTHbceXUbceh 1.7 14

53 sarrierHtoH—ethylHznternalHöotationHofHtisUHandHTransUbU—ethylvinoxyHöadicalsHinHtheHXHPbrâ��Hâ��QHandH
sHPbrâ��Hâ��QHμtateskHHvxperimentHandHTheoryVHJournaloofoPhysicaloChemistryoATH2000THaXdTHiiXfUiiac 2.8 14

52 ÃuantitativeHvibronicHcouplingHcalculationsVHTheHvisibleHspectrumHofHpropadienylideneVHFaradayo
DiscussionsTH2011THaeXTHccaUdclHdiscussionHciaUdah 3.6 13

51 μtructureTHenergeticsTHandHvibrationalHspectraHofHberylliumHborohydrideHisomersVHJournaloofoChemicalo
PhysicsTH1988THhhTHegbfUegcd 3.9 13

50
–owUlyingHvibronicHlevelHstructureHofHtheHgroundHstateHofHtheHmethoxyHradicalkHμlowHelectronH
velocityUmapHimagingHPμvVzQHspectraHandH•ˆ¶ppelUuomckeUtederbaumHP•utQHvibronicHyamiltonianH
calculationsVHJournaloofoChemicaloPhysicsTH2017THadfTHbbdcXi

3.9 12

49 sroadbandH—icrowaveHμpectroscopyHofHbUwuranyloxyHöadicalkHPrimaryHPyrolysisHProductHofHtheH
μecondUxenerationHsiofuelHbU—ethoxyfuranVHJournaloofoPhysicaloChemistryoATH2018THabbTHfhgiUfhhe 2.8 12
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48 xasUPhaseHwormationHofHtheHuisilavinylideneHPyHμiμiQHTransientVHAngewandteoChemieo-oInternationalo
EditionTH2017THefTHabfdUabfh 16.4 11

47 rbHinitioHthermalHrateHcoefficientsHforHyHSH˜ycHpHybHSH˜ybVHInternationaloJournaloofoChemicaloKinetics
TH2019THeaTHcbaUcbh 1.4 11

46 TheHequilibriumHstructureHofHtheHammoniumHradicalHöydbergHgroundHstateVHJournaloofoChemicalo
PhysicsTH2001THaadTHihfcUihfe 3.9 11

45
vlectronUWithdrawingHvffectsHinHtheHPhotodissociationHofHtyztlHToHwormHtytlHöadicalTH
μimultaneouslyHViewedHThroughHtheHtarbonH•HandHthlorineH–HXUrayHvdgesVHJournaloofotheoAmericano
ChemicaloSocietyTH2018THadXTHaccfXUaccff

16.4 11

44 rHyighlyUvfficientHzmplementationHofHtheHuoktorovHöecurrenceHvquationsHforHwranckUtondonH
talculationsVHJournaloofoChemicaloTheoryoandoComputationTH2016THabTHgbhUci 6.4 10

43 zsomerizationHandHwragmentationHofHtyclohexanoneHinHaHyeatedH—icroUöeactorVHJournaloofoPhysicalo
ChemistryoATH2015THaaiTHabfceUdg 2.8 10

42
TheHgasUphaseHstructureHofHtheHasymmetricTHtransUdinitrogenHtetroxideHP˜OQTHformedHbyH
dimerizationHofHnitrogenHdioxideHP˜OQTHfromHrotationalHspectroscopyHandHabHinitioHquantumH
chemistryVHJournaloofoChemicaloPhysicsTH2017THadfTHacdcXe

3.9 9

41 ÃuantumUstateUspecificHreactionHrateHmeasurementsHforHtheHphotoUinducedHreactionHtaSHSHObHUoH
taOSHSHOVHMolecularoPhysicsTH2019THaagTHcXcfUcXdb 1.7 9

40 μpectroscopyHofHvthylenedioneHandHvthynediolidekHrHöeinvestigationVHAngewandteoChemieo-o
InternationaloEditionTH2018THegTHecidUecig 16.4 9

39 öeducedHdimensionHrovibrationalHvariationalHcalculationsHofHtheHμPaQHstateHofHtbybVHzzVHTheHμPaQH
rovibrationalHmanifoldHandHtheHeffectsHofHisomerizationVHJournaloofoChemicaloPhysicsTH2014THadXTHXbdcac 3.9 9

38 tommunicationkHyeliumHnanodropletHisolationHandHrovibrationalHspectroscopyHofH
hydroxymethyleneVHJournaloofoChemicaloPhysicsTH2014THadXTHagaaXb 3.9 9

37 vquationUofUmotionHcoupledUclusterHmethodHwithHdoubleHelectronUattachingHoperatorskHTheoryTH
implementationTHandHbenchmarksVHJournaloofoChemicaloPhysicsTH2021THaedTHaadaae 3.9 9

36 öelativisticHcoupledUclusterHcalculationsHonHXewfkHuelicateHinterplayHbetweenHelectronUcorrelationH
andHbasisUsetHeffectsVHJournaloofoChemicaloPhysicsTH2015THadbTHbbdcXi 3.9 8

35 yighUöesolutionHPhotoelectronHμpectroscopyHofHtryogenicallyHtooledH˜OHVHJournaloofoPhysicalo
ChemistryoLettersTH2020THaaTHcieUdXX 6.4 8

34 PyrolysisHofHtheHμimplestHtarbohydrateTHxlycolaldehydeHPtyOUtybOyQTHandHxlyoxalHinHaHyeatedH
—icroreactorVHJournaloofoPhysicaloChemistryoATH2016THabXTHbafaUgb 2.8 8

33
öadicalHöearrangementHthemistryHinHUltravioletHPhotodissociationHofHzodotyrosineHμystemskH
znsightsHfromH—etastableHuissociationTHznfraredHzonHμpectroscopyTHandHöeactionHPathwayH
talculationsVHJournaloofotheoAmericanoSocietyoforoMassoSpectrometryTH2018THbiTHagiaUahXa

3.5 8

32 PragmaticHμolutionHforHaHwullyHTUöesolvedH—asterHvquationVHJournaloofoPhysicaloChemistryoATH2020TH
abdTHbiXgUbiah 2.8 7

31 TheH—olecularHμtructureHofHgaucheUaTcUsutadienekHvxperimentalHvstablishmentHofH˜onUplanarityVH
AngewandteoChemieTH2018THacXTHahciUahdc 3.6 7
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30 μpectroscopyHofHvthylenedioneHandHvthynediolidekHrHöeinvestigationVHAngewandteoChemieTH2018TH
acXTHedibUedie 3.6 7

29 vquilibriumHstructureHofH–ittyVHInternationaloJournaloofoQuantumoChemistryTH2000THggTHcXeUcaX 2.1 7

28 ThreeUuimensionalH—asterHvquationHPcu—vQHrpproachVHJournaloofoPhysicaloChemistryoATH2018THabbTHggegUggfg2.8 7

27 wirstUPrinciplesHtalculationHofH‘ahnUTellerHöotationalHuistortionHParametersVHJournaloofoPhysicalo
ChemistryoATH2019THabcTHdiiXUeXXd 2.8 6

26 μtructuralHtharacterizationHofHPhenoxyHöadicalHwithH—assUtorrelatedHsroadbandH—icrowaveH
μpectroscopyVHJournaloofoPhysicaloChemistryoLettersTH2019THaXTHbiaiUbibc 6.4 6

25 öeactiveHintermediatesHinHPdQyeHnanodropletskHinfraredHlaserHμtarkHspectroscopyHofH
dihydroxycarbeneVHJournaloofoChemicaloPhysicsTH2015THadbTHaddcXi 3.9 6

24 tomputationHofHquadraticHelectricHdipoleHmomentHfunctionsVHJournaloofoChemicaloPhysicsTH1988THhhTHgfeXUgfeb3.9 6

23 PressureUuependentHöateHtonstantHtausedHbyHTunnelingHvffectskHOyHSHy˜OHasHanHvxampleVHJournalo
ofoPhysicaloChemistryoLettersTH2020THaaTHcgabUcgag 6.4 5

22 toupledUclusterHstudiesHofHsingletHpropynylideneVHMolecularoPhysicsTH1999THifTHeXeUeXi 1.7 5

21 μemiclassicalHtransitionHstateHtheoryWmasterHequationHkineticsHofHyOHSHtOkHPerformanceHevaluationVH
InternationaloJournaloofoChemicaloKineticsTH2020THebTHaXbbUaXde 1.4 5

20 VibronicallyHcoupledHstateskHcomputationalHconsiderationsHandHcharacterisationHofHvibronicHandH
rovibronicHspectroscopicHparametersVHInternationaloReviewsoinoPhysicaloChemistryTH2021THdXTHafeUbih 7 5

19
PreciseHequilibriumHstructureHdeterminationHofHthiopheneHPcUtyμQHbyHrotationalH
spectroscopyUμtructureHofHaHfiveUmemberedHheterocycleHcontainingHaHthirdUrowHatomVHJournaloofo
ChemicaloPhysicsTH2021THaedTHbddcaX

3.9 5

18 μpectralHanalysesHofHtransUHandHcisUuOtOHtransientsHviaHcombHspectroscopyVHMolecularoPhysicsTH2018TH
aafTHcgaXUcgag 1.7 5

17 TheHyuntHforHvlusiveH—oleculeskHznsightsHfromH‘ointHTheoreticalHandHvxperimentalHznvestigationsVH
Chemistryo-oAoEuropeanoJournalTH2019THbeTHgbdcUgbeh 4.8 4

16 TheoreticalHpredictionHofHmagneticHexchangeHcouplingHconstantsHfromHbrokenUsymmetryHcoupledH
clusterHcalculationsVHJournaloofoChemicaloPhysicsTH2020THaebTHbcdaae 3.9 4

15 rnHrccurateH—olecularHμtructureHofHPhenylTHtheHμimplestHrrylHöadicalVHAngewandteoChemieTH2015TH
abgTHahbhUahca 3.6 4

14 rHsimpleHcorrectionHtoHfinalHstateHenergiesHofHdoubletHradicalsHdescribedHbyHequationUofUmotionH
coupledHclusterHtheoryHinHtheHsinglesHandHdoublesHapproximationH1996THicTHcXc 4

13 uirectedHxasUPhaseHwormationHofHtheHxermaniumsilyleneHsutterflyH—oleculeHPxeP˛…UyQμiQVHJournaloofo
PhysicaloChemistryoLettersTH2019THaXTHabfdUabga 6.4 4
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12 PhotodissociationHofHdicarbonkHyowHnatureHbreaksHanHunusualHmultipleHbondVVHProceedingsoofotheo
NationaloAcademyoofoSciencesoofotheoUnitedoStatesoofoAmericaTH2021THaahTH 11.5 3

11 rtomicHisotropicHhyperfineHpropertiesHforHfirstHrowHelementsHPsUwQHrevisitedVVHJournaloofoChemicalo
PhysicsTH2022THaefTHXcdcXd 3.9 2

10 PreciseHequilibriumHstructureHofHthiazoleHPcUty˜μQHfromHtwentyUfourHisotopologuesVHJournaloofo
ChemicaloPhysicsTH2021THaeeTHXedcXb 3.9 2

9 rHsimpleHcorrectionHtoHfinalHstateHenergiesHofHdoubletHradicalsHdescribedHbyHequationUofUmotionH
coupledHclusterHtheoryHinHtheHsinglesHandHdoublesHapproximationHPvrratumQH1997THieTHig 1

8 UsingHisotopologuesHtoHprobeHtheHpotentialHenergyHsurfaceHofHreactionsHofHtyHStyVHJournaloofo
ChemicaloPhysicsTH2021THaedTHabdcaX 3.9 1

7 μemiUvxperimentalHvquilibriumHPQHandHTheoreticalHμtructuresHofHPyridazineHPUty˜QVHJournaloofo
PhysicaloChemistryoATH2021THabeTHgigfUgihg 2.8 0

6 ProbingHtheHvxitHthannelHofHtheHOyHSHtyOyHUoHyOHSHtyOHöeactionHbyHPhotodetachmentHofH
tyOPyOQVVHJournaloofoPhysicaloChemistryoLettersTH2021THadbUadh 6.4 0

5 rHVμvPöUinspiredHforceHfieldHforHdeterminingHmolecularHpropertiesHofHPweVHMolecularoPhysicsTH2019TH
aagTHacddUaceX 1.7

4 znnentitelbildkHμpectroscopyHofHvthylenedioneHandHvthynediolidekHrHöeinvestigationHPrngewVHthemVH
aiWbXahQVHAngewandteoChemieTH2018THacXTHebgfUebgf 3.6

3 TitelbildkHÃuantifyingHyydrogenUsondHPopulationsHinHuimethylHμulfoxideWWaterH—ixturesHPrngewVH
themVHchWbXagQVHAngewandteoChemieTH2017THabiTHaadbiUaadbi 3.6

2 vquilibriumHμtructureHofHtheHμiliconHTrimerVHACSoSymposiumoSeriesTH2007THaicUbXX 0.4

1 ThermalHuecompositionHofHtyOkHrHturiousHtaseHofHPressureUuependentHTunnelingHvffectsVHJournalo
ofoPhysicaloChemistryoATH2021THabeTHfgfaUfgga 2.8
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