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JournalpofpPhysicalpChemistrypATG2011TG[[cTG[bbZVc[ 2.8 34

72 —efinedGtheoreticalGestimatesGofGtheGatomizationGenergiesGandGmolecularGstructuresGofGselectedG
smallGoxygenGfluoridesWGJournalpofpPhysicalpChemistrypATG2010TG[[bTGd[aV]a 2.8 34

71 vighGlevelGcoupledGclusterGdeterminationGofGtheGstructureTGfrequenciesTGandGheatGofGformationGofG
waterWGJournalpofpChemicalpPhysicsTG2009TG[a[TG[cbaZd 3.9 34

70 oGtheoreticalGdeterminationGofGtheGelectronGaffinityGofGmethyleneWGJournalpofpChemicalpPhysicsTG1982
TGeeTGd[abVd[ba 3.9 34

69 vighVlevelGabGinitioGenthalpiesGofGformationGofG]TcVdimethylfuranTG]VmethylfuranTGandGfuranWGJournalp
ofpPhysicalpChemistrypATG2012TG[[dTG[[edfVec 2.8 32

68 wmprovedGestimatesGofGtheGtotalGcorrelationGenergyGinGtheGgroundGstateGofGtheGwaterGmoleculeWG
JournalpofpChemicalpPhysicsTG1997TG[ZdTGeeZdVeeZf 3.9 32

67  tructuresGandGheatsGofGformationGofGsimpleGalkaliGmetalGcompoundshGhydridesTGchloridesTGfluoridesTG
hydroxidesTGandGoxidesGforGziTG’aTGandGyWGJournalpofpPhysicalpChemistrypATG2010TG[[bTGb]e]Vf[ 2.8 31

66 qalculationGofGzeroGfieldGsplittingGparametersGforGtrimethylenemethaneWGJournalpofpChemicalpPhysicsTG
1981TGebTG]]cdV]]cg 3.9 30

65 ’eonGmatrixGs —GandGqwGtheoreticalGinvestigationGofG[ZptSGandG[[ptShG”hotoionizationGofGptGfromG
reactiveGlaserGsputteringGandGhighGtemperatureGsourcesWGJournalpofpChemicalpPhysicsTG1986TGfcTGcbaeVcbbc3.9 29

64 occurateGabGinitioGstudyGofGtheGenergeticsGofGphosphorusGnitridehGveatGofGformationTGionizationG
potentialTGandGelectronGaffinityWGJournalpofpChemicalpPhysicsTG2003TG[[fTGf]gZVf]gc 3.9 28

63 −heG‘olecularG tructureGandGwonizationG”otentialGofG i]hGG−heG—oleGofGtheGsxcitedG tatesGinGtheG
”hotoionizationGofG i]WGJournalpofpPhysicalpChemistrypATG2000TG[ZbTG]a]dV]aa] 2.8 28

62 oGtheoreticalGstudyGofGpathsGforGdecompositionGandGrearrangementGofGdihydroxycarbeneWGJournalpofp
ComputationalpChemistryTG1980TG[TG[cfV[dd 3.5 28

61 oGsystematicGapproachGtoGverticallyGexcitedGstatesGofGethyleneGusingGconfigurationGinteractionGandG
coupledGclusterGtechniquesWGJournalpofpChemicalpPhysicsTG2014TG[b[TG[ZbaZ] 3.9 27

60 obGinitioGcoupledGclusterGdeterminationGofGtheGequilibriumGstructuresGofGcisVGandG
transV[T]VdifluoroethyleneGandG[T[VdifluoroethyleneWGJournalpofpPhysicalpChemistrypATG2011TG[[cTGgbVf 2.8 25

59 oG’onparametrizedGobGwnitioGreterminationGofGtheGveatGofGtormationGofGvydroxylamineTG’v]“vWG
JournalpofpPhysicalpChemistrypATG2003TG[ZeTG[Zb[gV[Zb]e 2.8 25
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58 pasisG etsGforGobGwnitioG‘olecularG“rbitalGqalculationsGandGwntermolecularGwnteractionsWGReviewspinp
ComputationalpChemistryTG2007TG[Vba 22

57 ”otentialGsurfacesGforGP’vQa]SGσtriaziridenylGdication]WGJournalpofpthepAmericanpChemicalpSocietyTG
1980TG[Z]TGcaZ]Vca[[ 16.4 22

56 snthalpyGofGtormationGofG’vGPvydrazineQG—evisitedWGJournalpofpPhysicalpChemistrypATG2017TG[][TGd[feVd[gf2.8 21

55
−heGgenerationGofG[]qa[”GandG[aqa[”GbyGreactiveGlaserGvaporizationGforGrareGgasGmatrixGelectronG
spinGresonanceGstudieshGqomparisonGwithGabGinitioGtheoreticalGcalculationsWGJournalpofpChemicalp
PhysicsTG1988TGffTGabb[VabcZ

3.9 21

54 −heGwmpactGofGzargerGpasisG etsGandGsxplicitlyGqorrelatedGqoupledGqlusterG−heoryGonGtheG
tellerâ��”etersonâ��rixonGqompositeG‘ethodWGAnnualpReportspinpComputationalpChemistryTG2016TGbeVef 1.8 20

53 VibrationalGspectroscopyGofG[T[VdifluorocyclopropaneVdZTGVd]TGandGVdbhGtheGequilibriumGstructureGofG
difluorocyclopropaneWGJournalpofpPhysicalpChemistrypATG2007TG[[[TG]bgfVcZd 2.8 20

52 obGwnitioGqwGqalculationsGofGtheGsnergyGrifferenceGbetweenG−rimethylenemethaneGandGputadieneWG
IsraelpJournalpofpChemistryTG1983TG]aTG[ZcV[Zf 3.4 20

51
qonfigurationGinteractionGcalculationsGonGtheGΠ[ igmaSgroundGstateGandGlowVlyingGo[”iGand[reltaG
excitedGstatesGofGtheG”’GmoleculeWGwWG”otentialGenergyGcurveGofGtheGΠ[ igmaSstateGofG”’WG
‘iscellaneousGspectroscopicGobservablesWGJournalpofpPhysicspB:pAtomic,pMolecularpandpOpticalpPhysics
TG1992TG]cTGbbaaVbbbc

1.3 18

50
ValenceGelectronGmomentumGdistributionsGofGtheGhydrogenGhalidesWGwWGqomparisonGofGs‘ G
measurementsGandGcalculationsGusingGvartreeâ��tockGlimitGandGconfigurationGinteractionG
wavefunctionsGforGhydrogenGfluorideWWGChemicalpPhysicsTG1993TG[e[TGaZaVa[e

2.3 18

49 qonfigurationGinteractionGcalculationsGonGtheGpropaneGradicalGcationTGqavGSfWGTheoreticapChimicap
ActaTG1990TGeeTG[[[V[]] 18

48 wnfraredGspectraGofGqtP]QkqvrGandGqtP]QkqrP]QhGscaledGquantumVchemicalGforceGfieldsGandGanG
equilibriumGstructureGforG[T[VdifluoroethyleneWGJournalpofpPhysicalpChemistrypATG2010TG[[bTGgaZgV[f 2.8 17

47 qollisionVwnducedGrissociationGandG−heoreticalG tudiesGofGogSPmethanolQnTGnGkG[â��GbWGJournalpofp
PhysicalpChemistrypATG2003TG[ZeTG]f]gV]faf 2.8 17

46 ‘etalGwonGpindingh´ GonGslectronicG tructureG tudyGofG‘SPrimethylGstherQnTG‘GkGquTGogTGandGouGandG
PnkG[â��bQTGqomplexesWGJournalpofpPhysicalpChemistrypATG2002TG[ZdTGc[adVc[ba 2.8 17

45 −heGdipoleGmomentGandGmagneticGhyperfineGpropertiesGofGtheGexcitedGoG]˛£SPasˇ�QG—ydbergGstateGofG
nitricGoxideWGJournalpofpChemicalpPhysicsTG1995TG[ZaTGac[eVac]c 3.9 17

44 opplicationGofGaGconvergentTGcompositeGcoupledGclusterGapproachGtoGboundGstateTGadiabaticG
electronGaffinitiesGinGatomsGandGsmallGmoleculesWGJournalpofpChemicalpPhysicsTG2016TG[bbTGZ[b[Zc 3.9 17

43 slectronGspinGresonanceGrareGgasGmatrixGstudiesGofG[]q“]â��TG[aq“]â��TGandGq[e“â��]hGqomparisonGwithG
abGinitioGcalculationsWGJournalpofpChemicalpPhysicsTG1996TG[ZcTGcde]Vcdfd 3.9 16

42 WhenGisGallylicGresonanceGunimportantmWGJournalpofpthepAmericanpChemicalpSocietyTG1983TG[ZcTGaabeVaabf 16.4 16

41 qonfigurationVinteractionGcalculationsGofGmiscellaneousGpropertiesGofGtheGq”GandGmoleculeshGwWGq”G
groundGstateWGJournalpofpPhysicspB:pAtomic,pMolecularpandpOpticalpPhysicsTG1996TG]gTGc]faVcaZa 1.3 15
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40
qonfigurationGinteractionGcalculationsGonGtheG”]moleculeWGwWG”otentialGenergyGcurvesGofGtheG
Π[ igmagSandGaa igmauSstatesGofG”]iGspectroscopicGpropertiesWGJournalpofpPhysicspB:pAtomic,p
MolecularpandpOpticalpPhysicsTG1994TG]eTG[dceV[deZ

1.3 15

39 −hermodynamicGpropertiesGofGarsenicGcompoundsGandGtheGheatGofGformationGofGtheGosGatomGfromG
highGlevelGelectronicGstructureGcalculationsWGJournalpofpPhysicalpChemistrypATG2011TG[[cTG[bddeVed 2.8 14

38
qonfigurationGinteractionGcalculationsGonGtheGΠ[ igmaSgroundGstateGandGlowVlyingGo[”iGand[reltaG
excitedGstatesGofGtheG”’GmoleculeWGwwWG”otentialGenergyGcurvesGofGtheGo[”iGand[reltaGexcitedGstatesG
ofG”’GandGspectroscopicGpropertiesWGJournalpofpPhysicspB:pAtomic,pMolecularpandpOpticalpPhysicsTG1993
TG]dTG[g[cV[gab

1.3 13

37 vartreeVtockGlimitGandGconfigurationGinteractionGcalculationsGofGtheGionVmoleculeGoverlapGamplitudeG
forGhydrogenGfluoridehGqomparisonGwithGs‘ GexperimentsWGChemicalpPhysicsTG1990TG[beTGbcVcZ 2.3 13

36 veatsGofGformationGofG‘vxqlyGP‘GkG iTG”TGosTG bQGcompoundsGandGmainGgroupGfluoridesGfromGhighG
levelGelectronicGstructureGcalculationsWGJournalpofpPhysicalpChemistrypATG2012TG[[dTGae[eV]e 2.8 12

35 qonfigurationGinteractionGcalculationsGonGtheGstateGofGq”GandGtheGVGtransitionGbandsWG‘iscellaneousG
propertiesWGJournalpofpPhysicspB:pAtomic,pMolecularpandpOpticalpPhysicsTG1998TGa[TGcZcaVcZec 1.3 12

34  omeGaspectsGofGtheGtripletGdiVWpiWVmethaneGrearrangementhGcomparisonGofGtheGringGopeningGofG
cyclopropyldicarbinylGandGcyclopropylcarbinylWGJournalpofpthepAmericanpChemicalpSocietyTG1985TG[ZeTGcZcbVcZcg16.4 12

33 −heGcyclicGisomerGofGq“]WGJournalpofpChemicalpPhysicsTG1980TGeaTGbc[eVbc]Z 3.9 12

32 obGinitioGcalculationGofGtheGpropertiesGandGtheGgeometryGofGtheGlowestGtripletGstateGofGpyrazineWGThep
JournalpofpPhysicalpChemistryTG1982TGfdTG[cfaV[cff 12

31  tatisticalGslectronicG tructureGqalibrationG tudyGofGtheGqq rP−RQVt[]bG‘ethodGforGotomizationG
snergiesWGJournalpofpPhysicalpChemistrypATG2015TG[[gTGeaecVfe 2.8 11

30 rensityGtunctionalG−heoryGandGtheGpasisG etG−runcationG”roblemGwithGqorrelationGqonsistentGpasisG
 etshGslephantGinGtheG—oomGorG‘ouseGinGtheGqlosetmWGJournalpofpPhysicalpChemistrypATG2018TG[]]TG]cgfV]dZa2.8 11

29
qonfigurationGinteractionGcalculationsGonGtheG”]moleculeWGwwWG pectroscopicGpropertiesGofGtheG
ba˛ ]TgstateTGtheGba˛ ]TgVGaa˛£uStransitionGbandsGandGtheGaa˛£uSstateGrevisitedWGJournalpofpPhysicspB:p
Atomic,pMolecularpandpOpticalpPhysicsTG1995TG]fTG[agaV[b[Z

1.3 11

28 obGinitioGcalculationsGonGtheGdiphosphineGradicalGcationGP”]vbSWcntdotWQWGJournalpofpthepAmericanp
ChemicalpSocietyTG1985TG[ZeTG]cgdV]cge 16.4 10

27 −heoreticalGstudyGofGconcertedGvsWGstepwiseGfragmentationGofG]VcarbenaV[TaVdioxolaneWGJournalpofp
thepAmericanpChemicalpSocietyTG1981TG[ZaTG]ccfV]cdZ 16.4 10

26 sstimatingGtheGintrinsicGlimitGofGtheGtellerV”etersonVrixonGcompositeGapproachGwhenGappliedGtoG
adiabaticGionizationGpotentialsGinGatomsGandGsmallGmoleculesWGJournalpofpChemicalpPhysicsTG2017TG[beTGZab[Za3.9 9

25 obGinitioGcalculationsGofGtheG[aqGmagneticGhyperfineGparametersGinGqS]GusingGnumericalGandG
uaussianGbasisGsetGmethodsWGChemicalpPhysicspLettersTG1990TG[ecTGd]gVda] 2.5 9

24 WhyGisGthereGaGmolecularGrelativisticGeffectmWGInternationalpJournalpofpQuantumpChemistryTG1984TG]dTGbfgVbgc2.1 9

23 ”romiseGandGchallengeGofGhighVperformanceGcomputingTGwithGexamplesGfromGmolecularGmodellingWG
PhilosophicalpTransactionspSeriespA,pMathematical,pPhysical,pandpEngineeringpSciencesTG2002TGadZTG[ZegV[Zc3 9
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22
qonfigurationGinteractionGcalculationsGonGtheG”]moleculeWGwwwWG pectroscopicGpropertiesGofGtheG
o[”igstateTGtheGo[”igVGΠ[ igmagStransitionGbandsGandGaGcomparisonGwithGtheGresultsGforGtheG
Π[ igmagSTGaa igmauSTGandGba”i]TgstatesGandGrelatedGtransitionGbandsWGJournalpofpPhysicspB:p
Atomic,pMolecularpandpOpticalpPhysicsTG1995TG]fTGa[acVa[bd

1.3 8

21 obGinitioGcalculationsGofGtheGrelativeGenergiesGofGtripletG]TbVdimethylenecyclobutaneV[TaVdiylGandG
singletG]TbVdimethylenebicycloσ[W[WZ]butaneWGJournalpofpthepAmericanpChemicalpSocietyTG1982TG[ZbTG[][dV[][f16.4 8

20
qommentGonGâ��”opleGversusGrunningGbasisGsetsGforGgroupGwoGmetalGhydridesGandGsomeGotherGsecondG
rowGhydrideshG−heGcaseGagainstGaGreGtactoGstandardâ��GbyG—WoWGyleinGandG‘WoWGπottolaGσqhemWG”hysWG
zettWGb[gGP]ZZdQG]cbâ��]cf]WGChemicalpPhysicspLettersTG2006TGbaZTGbcgVbda

2.5 7

19 obGinitioGcalculationGofGtheGzeroVfieldGsplittingGparametersGofGvinylmethyleneWGThepJournalpofpPhysicalp
ChemistryTG1983TGfeTGbfaaVbfag 7

18 oGpossibleGrelativisticGcontributionGtoGtheGsingletVtripletGseparationGinGmethyleneWGChemicalpPhysicsp
LettersTG1980TGdgTG]Z[V]Z] 2.5 7

17 −heoreticalGopproachesGtoGs —G pectroscopyG1991TGb]gVbcc 7

16 qorrectionGtoGâ��obGwnitioGqoupledGqlusterGreterminationGofGtheGveatsGofGtormationGofGq]v]t]TGq]t]TG
andGq]tbâ��WGJournalpofpPhysicalpChemistrypATG2011TG[[cTGa[f]Va[f] 2.8 6

15 −owardsGaGconfirmationGofGtheoreticalGpredictionsGofGselectedGspectroscopicGconstantsGforGtheGstateG
ofG”’WGJournalpofpPhysicspB:pAtomic,pMolecularpandpOpticalpPhysicsTG1996TG]gTGdZdgVdZeb 1.3 6

14 snthalpyGofGtormationGofGqv“GP“xalicGocidQGfromGvighVzevelGqalculationsGandGtheGoctiveG
−hermochemicalG−ablesGopproachWGJournalpofpPhysicalpChemistrypATG2019TG[]aTGabf[Vabgd 2.8 5

13 qommentGonGtheGvyperfineG tructureGofGtheGΠ]W”wWGuroundG tateGofG’itricG“xideWGThepJournalpofp
PhysicalpChemistryTG1994TGgfTG[ZaecV[Zaec 4

12 qwGeffectsGonGoneVelectronGpropertieshGtheGcaseGofGtheGelectricGquadrupoleGmomentGofG“q WGJournalp
ofpPhysicspB:pAtomicpandpMolecularpPhysicsTG1987TG]ZTGca]cVcaab 4

11 −heoreticalGinvestigationsGofGtheGelectronicGstatesGofGporphyrinsWGwVWGzowVlyingGelectronicGstatesGofG
bisammineporphinatoironPwwQWGInternationalpJournalpofpQuantumpChemistryTG1985TG]fTGegeVf]] 2.1 4

10 −heoreticalGinvestigationsGofGteGporphyrinsWGVWGzowVlyingGelectronicGstatesGofG
bisammineporphinatoironPwwwQWGInternationalpJournalpofpQuantumpChemistryTG1985TG]fTGf]aVfb] 2.1 4

9 slaboratedGthermochemicalGtreatmentGofGvtTGq“TG’TGandGv“hGwnsightGintoGvso−GandGitsGextensionsWG
JournalpofpChemicalpPhysicsTG2021TG[ccTG[fb[Zg 3.9 4

8 oGtheoreticalGstudyGofGtheGadiabaticGandGverticalGionizationGpotentialsGofGwaterWGJournalpofpChemicalp
PhysicsTG2018TG[bfTG]abaZf 3.9 4

7 obGinitioGstudyGofGtheGWolffGrearrangementGofGqdvb“GintermediateGinGtheGgasGphaseWGRussianp
ChemicalpBulletinTG1999TGbfTG[db]V[dbd 1.7 3

6 ‘ulticonfigurationalGselfVconsistentGfieldGstudyGofGtheGr]hGdissociationGofGexcitedVstateGethyleneWG
ThepJournalpofpPhysicalpChemistryTG1983TGfeTG]e][V]e]] 3

5 otomicGisotropicGhyperfineGpropertiesGforGfirstGrowGelementsGPpVtQGrevisitedWWGJournalpofpChemicalp
PhysicsTG2022TG[cdTGZabaZb 3.9 2

(2022-1995)
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4 qomputationalGqhemistryGinGtheGsnvironmentalG‘olecularG ciencesGzaboratoryG1999TG][cV]]f 2

3 wmprovedGaccuracyGbenchmarksGofGsmallGmoleculesGusingGcorrelationGconsistentGbasisGsetsWG
HighlightspinpTheoreticalpChemistryTG2015TGa[Vbd 1

2 qanGanyGinformationGaboutGreactionGpathsGbeGobtainedGfromGtheGreducedGmassmWGComputationalpandp
TheoreticalpChemistryTG1983TG[ZaTG[eeV[f[ 1

1 qhemicalGaccuracyGinGabGinitioGthermochemistryGandGspectroscopyhGcurrentGstrategiesGandGfutureG
challengesG2012TG[d[V[fZ
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