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n Paper IF Citations

139 —siciJanJopenWsourceJabJinitioJelectronicJstructureJprogramXJWileykInterdisciplinarykReviews:k
ComputationalkMolecularkScienceVJ2012VJaVJddeWded 7.9 678

138 xnJpursuitJofJtheJabJinitioJlimitJforJconformationalJenergyJprototypesXJJournalkofkChemicalkPhysicsVJ
1998VJ][gVJhfd]Whfec 3.9 606

137
pJsystematicJstudyJofJmolecularJvibrationalJanharmonicityJandJvibrationâ��rotationJinteractionJbyJ
selfWconsistentWfieldJhigherWderivativeJmethodsXJpsymmetricJtopJmoleculesXJChemicalkPhysicsVJ1988VJ
]abVJ]gfWabh

2.3 443

136 ÃheJrawdJUJ–aJ eactionJ‘echanismiJJwighW†evelJabJxnitioJrharacterizationsXJJournalkofkPhysicalk
ChemistrykAVJ2000VJ][cVJhgabWhgc[ 2.8 436

135 pJhierarchyJofJhomodesmoticJreactionsJforJthermochemistryXJJournalkofkthekAmericankChemicalk
SocietyVJ2009VJ]b]VJadcfWe[ 16.4 418

134 ÃheJheatJofJformationJofJ’r–XJJournalkofkChemicalkPhysicsVJ1993VJhhVJcebgWced[ 3.9 335

133 ÃowardJsubchemicalJaccuracyJinJcomputationalJthermochemistryiJfocalJpointJanalysisJofJtheJheatJofJ
formationJofJ’r–JandJσwV’VrV–]JisomersXJJournalkofkChemicalkPhysicsVJ2004VJ]a[VJ]]dgeWhh 3.9 285

132
pJsystematicJstudyJofJmolecularJvibrationalJanharmonicityJandJvibrationWrotationJinteractionJbyJ
selfWconsistentWfieldJhigherWderivativeJmethodsXJ†inearJpolyatomicJmoleculesXJChemicalkPhysicsVJ
1990VJ]cdVJcafWcee

2.3 250

131 —·xbiJanJopenWsourceJpbJxnitioJelectronicJstructureJpackageXJJournalkofkComputationalkChemistryVJ
2007VJagVJ]e][W]e]e 3.5 249

130 rouplingJtermJderivationJandJgeneralJimplementationJofJstateWspecificJmultireferenceJcoupledJ
clusterJtheoriesXJJournalkofkChemicalkPhysicsVJ2007VJ]afVJ[ac][a 3.9 242

129 raptureJofJhydroxymethyleneJandJitsJfastJdisappearanceJthroughJtunnellingXJNatureVJ2008VJcdbVJh[eWh 50.4 233

128 ‘ethylhydroxycarbeneiJtunnelingJcontrolJofJaJchemicalJreactionXJScienceVJ2011VJbbaVJ]b[[Wb 33.3 226

127 —opularJtheoreticalJmethodsJpredictJbenzeneJandJarenesJtoJbeJnonplanarXJJournalkofkthekAmericank
ChemicalkSocietyVJ2006VJ]agVJhbcaWb 16.4 205

126 wighWorderJexcitationsJinJstateWuniversalJandJstateWspecificJmultireferenceJcoupledJclusterJtheoriesiJ
modelJsystemsXJJournalkofkChemicalkPhysicsVJ2006VJ]adVJ]dc]]b 3.9 199

125 sefinitiveJabJinitioJstudiesJofJmodelJ·’aJreactionsJrwRbSXUuWJRXluVJrlVJr’VJ–wVJ·wVJ’wRaSVJ—wRaSSXJ
Chemistryk-kAkEuropeankJournalVJ2003VJhVJa]fbWha 4.8 185

124 –nJtheJabJinitioJdeterminationJofJhigherWorderJforceJconstantsJatJnonstationaryJreferenceJ
geometriesXJJournalkofkChemicalkPhysicsVJ1993VJhgVJahgbWb[]d 3.9 151

123 ÃheJtorsionalJconformationsJofJbutaneiJsefinitiveJenergeticsJfromJabJinitioJmethodsXJJournalkofk
ChemicalkPhysicsVJ1997VJ][eVJd]cbWd]d[ 3.9 145
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122 veometricalJstructuresVJforceJconstantsVJandJvibrationalJspectraJofJ·iwVJ·iwaVJ·iwbVJandJ·iwcXJ
ChemicalkPhysicsVJ1986VJ][gVJacbWafc 2.3 142

121 ‘echanismJofJtheJrawdU–aJreactionXJJournalkofkChemicalkPhysicsVJ1997VJ][fVJ]c]W]dd 3.9 137

120 wartreeâ��uockJorbitalJinstabilityJenvelopesJinJhighlyJcorrelatedJsingleWreferenceJwaveJfunctionsXJ
JournalkofkChemicalkPhysicsVJ1997VJ][fVJ][eaeW][eba 3.9 128

119
ÃripleJexcitationsJinJstateWspecificJmultireferenceJcoupledJclusterJtheoryiJapplicationJofJ
‘kW‘ rr·sÃJandJ‘kW‘ rr·sÃWnJmethodsJtoJmodelJsystemsXJJournalkofkChemicalkPhysicsVJ2008VJ
]agVJ]ac][c

3.9 119

118 xsJ‘oZllerâ��—lessetJperturbationJtheoryJaJconvergentJabJinitioJmethodnXJJournalkofkChemicalkPhysicsVJ
2000VJ]]aVJha]bWhaaa 3.9 117

117 rharacterizationJofJtheJXJJ]pâ��JstateJofJisocyanicJacidXJJournalkofkChemicalkPhysicsVJ1993VJhgVJ]ahhW]bag 3.9 116

116 ronformersJofJvaseousJrysteineXJJournalkofkChemicalkTheorykandkComputationVJ2009VJdVJ]d]]Wab 6.4 111

115 ÃheJlithiumJsuperoxideJradicaliJ·ymmetryJbreakingJphenomenaJandJpotentialJenergyJsurfacesXJ
ChemicalkPhysicsVJ1989VJ]bbVJ]]Wcd 2.3 111

114 pssessmentJofJsensityJuunctionalJÃheoryJforJ‘odelJ·’aJ eactionsi´ JrwbXJUJuWRXJlJuVJrlVJr’VJ–wVJ·wVJ
’waVJ—waSXJJournalkofkPhysicalkChemistrykAVJ2001VJ][dVJ]]bafW]]bce 2.8 107

113 ÃheJpuckeringJinversionJbarrierJandJvibrationalJspectrumJofJcyclopenteneXJpJscaledJquantumJ
mechanicalJforceJfieldJalgorithmXJJournalkofkthekAmericankChemicalkSocietyVJ1992VJ]]cVJegbcWegch 16.4 103

112
ÃheJanalyticJevaluationJofJenergyJfirstJderivativesJforJtwoWconfigurationJselfWconsistentWfieldJ
configurationJinteractionJRÃr·ruWrxSJwaveJfunctionsXJppplicationJtoJozoneJandJethyleneXJJournalkofk
ChemicalkPhysicsVJ1987VJgfVJf[eaWf[fd

3.9 102

111 ÃheJanharmonicJforceJfieldJandJequilibriumJmolecularJstructureJofJketeneXJJournalkofkChemicalk
PhysicsVJ1995VJ][aVJgd[eWgdba 3.9 96

110 txactJligandJconeJanglesXJJournalkofkComputationalkChemistryVJ2013VJbcVJ]]ghWhf 3.5 89

109 pbJxnitioJpnharmonicJ−ibrationalJpnalysesJofJ’onW igidJ‘oleculesJ1993VJbcbWbfb 80

108 ‘odelJidentityJ·’aJreactionsJrwbXJUJXWJRXJlJuVJrlVJr’VJ–wVJ·wVJ’waVJ—waSiJ‘arcusJtheoryJanalyzedXJ
JournalkofkPhysicalkChemistrykAVJ2005VJ][hVJ][e]bWag 2.8 72

107 pJhighJlevelJabJinitioJmapJandJdirectJstatisticalJtreatmentJofJtheJfragmentationJofJsingletJketeneXJ
JournalkofkChemicalkPhysicsVJ1996VJ][dVJ]]gW]c[ 3.9 72

106 ‘olecularJstructureJofJprolineXJChemistryk-kAkEuropeankJournalVJ2004VJ][VJcd]aWf 4.8 71

105 ÃheJ·’aJidentityJexchangeJreactionJrlrwar’JUJrlWJXfwdarwXJrlWJUJrlrwar’iJexperimentJandJtheoryXJ
JournalkofkthekAmericankChemicalkSocietyVJ1992VJ]]cVJh]beWh]db 16.4 71

(1992-1986)
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104 ønimolecularJthermalJfragmentationJofJorthoWbenzyneXJJournalkofkChemicalkPhysicsVJ2007VJ]aeVJ[ccb]a 3.9 70

103 xonizationJthresholdsJofJsmallJcarbonJclustersiJtunableJ−ø−JexperimentsJandJtheoryXJJournalkofkthek
AmericankChemicalkSocietyVJ2007VJ]ahVJ][aahWcb 16.4 69

102 pnalyticJgradientsJforJtheJstateWspecificJmultireferenceJcoupledJclusterJsinglesJandJdoublesJmodelXJ
JournalkofkChemicalkPhysicsVJ2009VJ]b]VJ[ec][h 3.9 68

101 ‘olecularJstructuresJofJtheJtwoJmostJstableJconformersJofJfreeJglycineXJJournalkofkComputationalk
ChemistryVJ2007VJagVJ]bfbWgb 3.5 68

100 –nJtheJaccuracyJlimitsJofJorbitalJexpansionJmethodsiJtxplicitJeffectsJofJkWfunctionsJonJatomicJandJ
molecularJenergiesXJJournalkofkChemicalkPhysicsVJ2003VJ]]gVJgdhcWge][ 3.9 68

99 ÃheJeffectJofJ]sJcorrelationJonJseVJreVJandJˇ�eJofJfirstWrowJdiatomicsXJJournalkofkChemicalkPhysicsVJ
1996VJ][cVJafceWafcg 3.9 67

98 ÃheJbarrierJtoJlinearityJofJwaterXJJournalkofkChemicalkPhysicsVJ1999VJ]][VJ]]hf]W]]hg] 3.9 65

97  eactionsJbetweenJresonanceWstabilizedJradicalsiJpropargylJUJallylXJJournalkofkPhysicalkChemistrykAVJ
2010VJ]]cVJcgg]Wh[ 2.8 64

96 ÃhermochemistryJofJdisputedJsootJformationJintermediatesJrcwbJandJrcwdXJJournalkofkChemicalk
PhysicsVJ2004VJ]a]VJgg[[W]b 3.9 64

95 †owestW†yingJronformersJofJplanineiJ—ushingJÃheoryJtoJpscertainJ—reciseJtnergeticsJandJ
·emiexperimentalJ eJ·tructuresXJJournalkofkChemicalkTheorykandkComputationVJ2010VJeVJb[eeWfg 6.4 63

94 –riginJofJtheJ·’aJbenzylicJeffectXJJournalkofkthekAmericankChemicalkSocietyVJ2008VJ]b[VJhggfWhe 16.4 63

93 sownfieldJprotonJchemicalJshiftsJareJnotJreliableJaromaticityJindicatorsXJOrganickLettersVJ2005VJfVJ]cdfWe[6.2 62

92 rompleteJbasisJsetJlimitJstudiesJofJconventionalJandJ ]aJcorrelationJmethodsiJÃheJsiliconJdicarbideJ
R·iraSJbarrierJtoJlinearityXJJournalkofkChemicalkPhysicsVJ2003VJ]]gVJfbdb 3.9 62

91  eactionJpathsJforJtheJdissociationJaJJbpâ��Jrwar–WmXJJbq]JrwaJUJXJJ]˛£UJr–XJJournalkofkChemicalk
PhysicsVJ1988VJghVJbahWbcc 3.9 61

90 pJcompanionJperturbationJtheoryJforJstateWspecificJmultireferenceJcoupledJclusterJmethodsXJ
PhysicalkChemistrykChemicalkPhysicsVJ2009VJ]]VJcfagWc] 3.6 60

89 ÃheJhighlyJanharmonicJqwdJpotentialJenergyJsurfaceJcharacterizedJinJtheJabJinitioJlimitXJJournalkofk
ChemicalkPhysicsVJ2005VJ]aaVJ][cb[a 3.9 58

88 veneralJderivativeJrelationsJforJanharmonicJforceJfieldsXJMolecularkPhysicsVJ1996VJghVJ]a]bW]aa] 1.7 58

87 ÃheJanharmonicJforceJfieldsJofJw–uJandJua–XJJournalkofkChemicalkPhysicsVJ1988VJghVJchedWchfd 3.9 57
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86 pssigningJquantumJlabelsJtoJvariationallyJcomputedJrotationalWvibrationalJeigenstatesJofJ
polyatomicJmoleculesXJJournalkofkChemicalkPhysicsVJ2010VJ]bbVJ[bc]]b 3.9 54

85 ÃhermochemistryJofJkeyJsootJformationJintermediatesiJrbwbJisomersXJJournalkofkPhysicalkChemistryk
AVJ2007VJ]]]VJbg]hWb[ 2.8 54

84 pnharmonicJforceJfieldVJvibrationalJenergiesVJandJbarrierJtoJinversionJofJ·iwbâ��XJJournalkofkChemicalk
PhysicsVJ2000VJ]]aVJc[dbWc[eb 3.9 52

83 ÃowardJresolutionJofJtheJsiliconJdicarbideJR·iraSJsagaiJpbJinitioJexcursionsJinJtheJwebJofJ
polytopismXJJournalkofkChemicalkPhysicsVJ1997VJ][fVJ]]hdW]a]] 3.9 51

82 pbJinitioJstudiesJofJtheJlowWlyingJelectronicJstatesJofJketeneXJJournalkofkChemicalkPhysicsVJ1986VJgcVJaa]aWaaad3.9 51

81 ÃheJ·’aJxdentityJtxchangeJ eactionJuWJUJrwbuJXfwdarwXJurwbJUJuWiJsefinitiveJabJxnitioJ—redictionsXJ
ThekJournalkofkPhysicalkChemistryVJ1994VJhgVJ]bdbaW]bdc[ 50

80 ÃheJabJinitioJlimitJquarticJforceJfieldJofJqwbXJJournalkofkComputationalkChemistryVJ2005VJaeVJ]][eW]a 3.5 49

79 xsJtheJoxywaterJradicalJcationJmoreJstableJthanJneutralJoxywaternXJJournalkofkChemicalkPhysicsVJ1996
VJ][cVJfe]dWfeab 3.9 49

78 σd]—aracyclophaneXJpnJimportantJexampleJofJringJstrainJandJaromaticityJinJhydrocarbonJ
compoundsXJJournalkofkthekAmericankChemicalkSocietyVJ1987VJ][hVJah[aWah[h 16.4 49

77 —henylhydroxycarbeneXJJournalkofkthekAmericankChemicalkSocietyVJ2010VJ]baVJfafbWd 16.4 48

76 ÃheJsecondWorderJ‘ˆ‚llerâ��—lessetJlimitJforJtheJbarrierJtoJlinearityJofJwaterXJJournalkofkChemicalk
PhysicsVJ2001VJ]]cVJagfdWagfg 3.9 47

75 sreamJorJ ealityiJrompleteJqasisJ·etJuullJronfigurationJxnteractionJ—otentialJtnergyJ
wypersurfacesJ2001VJb]fWbbh 47

74 ÃheJinfraredJspectrumJofJtheJhydrogenJbifluorideJanioniJunprecedentedJvariationJwithJlevelJofJ
theoryXJChemicalkPhysicskLettersVJ1986VJ]b]VJbdaWbdg 2.5 47

73 tstablishmentJofJtheJrRaSwRdSU–RaSJreactionJmechanismiJaJcombustionJarchetypeXJJournalkofk
ChemicalkPhysicsVJ2008VJ]agVJ[fcb[g 3.9 45

72 –nJapparentJquantizedJtransitionWstateJthresholdsJinJtheJphotofragmentationJofJacetaldehydeXJ
JournalkofkChemicalkPhysicsVJ2000VJ]]aVJddgdWddha 3.9 44

71
pnJexaminationJofJtheJaJ]p]JstatesJofJformaldehydeJandJketeneJincludingJanalyticJconfigurationJ
interactionJenergyJfirstJderivativesJforJsingletJexcitedJelectronicJstatesJofJtheJsameJsymmetryJasJ
theJgroundJstateXJJournalkofkChemicalkPhysicsVJ1987VJgfVJf[feWf[hd

3.9 43

70 —robingJtheJselicateJqalanceJbetweenJ—auliJ epulsionJandJ†ondonJsispersionJwithJ
ÃriphenylmethylJserivativesXJJournalkofkthekAmericankChemicalkSocietyVJ2018VJ]c[VJ]cca]W]ccba 16.4 43

69 pnJabJinitioJstudyJofJtheJvibrationalJspectrumJofJbicycloσ]X]X[]butW]RbSWeneXJJournalkofkthekAmericank
ChemicalkSocietyVJ1987VJ][hVJ]e]dW]ea] 16.4 42
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68 ÃheJtlectronicJ·tructureJandJ−ibrationalJ·pectrumJoftransWw’––â� XJJournalkofkPhysicalkChemistrykAVJ
2004VJ][gVJaghbWah[b 2.8 40

67 ·ystematicJ·tudyJofJ·electedJsiagonalizationJ‘ethodsJforJronfigurationJxnteractionJ‘atricesXJ
JournalkofkComputationalkChemistryVJ2001VJaaVJ]dfcW]dgh 3.5 40

66 tnthalpyJofJformationJandJanharmonicJforceJfieldJofJdiacetyleneXJJournalkofkChemicalkPhysicsVJ2009VJ
]b[VJ[ccb[] 3.9 39

65 pnchoringJtheJpbsoluteJ—rotonJpffinityJ·caleXJJournalkofkChemicalkTheorykandkComputationVJ2008VJcVJ]aa[Wh6.4 39

64 †owWlyingJelectronicJstatesJofJue’rJandJuer’iJaJtheoreticalJjourneyJintoJisomerizationJandJ
quartetZsextetJcompetitionXJJournalkofkChemicalkPhysicsVJ2004VJ]a[VJcfaeWc] 3.9 38

63 ÃamingJtheJlowWlyingJelectronicJstatesJofJuewXJJournalkofkChemicalkPhysicsVJ2012VJ]bfVJabcb[b 3.9 37

62 sominoJÃunnelingXJJournalkofkthekAmericankChemicalkSocietyVJ2015VJ]bfVJfgagWbc 16.4 36

61
pJcombinedJcrossedWbeamVJabJinitioVJandJ iceâ�� amspergerâ��zasselâ��J‘arcusJinvestigationJofJtheJ
reactionJofJcarbonJatomsJrRb—jSJwithJbenzeneVJreweRXJ]p]gSJandJdeWbenzeneVJreseRXJ]p]gSXJ
JournalkofkChemicalkPhysicsVJ2002VJ]]eVJbacgWbaea

3.9 36

60 qenchmarkJconfigurationJinteractionJspectroscopicJconstantsJforJXJ]˛£gUJraJandJXJ]˛£UJr’UXJJournalk
ofkChemicalkPhysicsVJ1998VJ][gVJef]fWefa] 3.9 36

59 ÃheJsodiumJsuperoxideJradicaliJXJapaJandJˆ�JaqaJpotentialJenergyJsurfacesXJChemicalkPhysicskLettersVJ
1991VJ]geVJbceWbdd 2.5 36

58 uragmentationJpathJforJhydrogenJatomJdissociationJfromJmethoxyJradicalXJJournalkofkChemicalk
PhysicsVJ2002VJ]]eVJ][aahW][abf 3.9 32

57 —olytwistaneXJChemistryk-kAkEuropeankJournalVJ2014VJa[VJ]ebgWcd 4.8 30

56 ˇ�WromplexationJinJnickelWcatalyzedJcrossWcouplingJreactionsXJJournalkofkOrganickChemistryVJ2014VJfhVJ]gbeWc]4.2 30

55 –pticalJactivityJinJconformationallyJflexibleJmoleculesiJaJtheoreticalJstudyJofJlargeWamplitudeJ
vibrationalJaveragingJinJR SWbWchloroW]WbuteneXJMolecularkPhysicsVJ2009VJ][fVJ][c]W][df 1.7 30

54 −ariableJreactionJcoordinateJdirectJ  z‘JtheoryXJZeitschriftkFurkElektrotechnikkUndkElektrochemieVJ
1997VJ][]VJcabWcbf 30

53 ryclopropyneJandJ·ilacyclopropyneiJJpJWorldJofJsifferenceXJJournalkofkthekAmericankChemicalk
SocietyVJ1996VJ]]gVJf]dgWf]eb 16.4 30

52 ureeJryclooctatetraeneJsianioniJ—lanarityVJpromaticityVJandJÃheoreticalJrhallengesXJJournalkofk
ChemicalkTheorykandkComputationVJ2013VJhVJccbeWcb 6.4 28

51 –nJtheJ oleJofJsisproportionationJtnergyJinJzumadaJratalystWÃransferJ—olycondensationXJACSk
MacrokLettersVJ2012VJ]VJhhdW][[[ 6.6 28
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50 ÃheJσuwrl]â��JmolecularJanioniJ·tructuralJaspectsVJglobalJsurfaceVJandJvibrationalJeigenspectrumXJ
JournalkofkChemicalkPhysicsVJ1993VJhhVJbgedWbghf 3.9 28

49
veometricJtnergyJserivativesJatJtheJrompleteJqasisJ·etJ†imitiJppplicationJtoJtheJtquilibriumJ
·tructureJandJ‘olecularJuorceJuieldJofJuormaldehydeXJJournalkofkChemicalkTheorykandkComputationVJ
2018VJ]cVJ]bbbW]bd[

6.4 25

48
ÃheJexperimentalJvibrationalJspectraVJvibrationalJassignmentVJandJnormalJcoordinateJanalysisJofJ
thiiraneWhcJandJWdcJandJcisWJandJtransW]VaWdideuteriothiiraneiJpbJinitioJtheoreticalJx JspectraJofJ
thiiraneVJthiireneVJandJisotopicallyJsubstitutedJderivativesXJJournalkofkChemicalkPhysicsVJ1986VJgcVJca]]Wcaaf

3.9 25

47 pdsorbingJrolloidJulotationJofJruRxxSJwithJaJrhelatingJ·urfactantXJSeparationkSciencekandkTechnologyVJ
1979VJ]cVJfehWffe 2.5 25

46 ÃunnellingJinJcarbonicJacidXJChemicalkCommunicationsVJ2016VJdaVJfgdgWe] 5.8 24

45
·tructureâ��reactivityJrelationshipsJforJaromaticJmoleculesiJelectrostaticJpotentialsJatJnucleiJandJ
electrophileJaffinityJindicesXJWileykInterdisciplinarykReviews:kComputationalkMolecularkScienceVJ2013VJ
bVJbfWdd

7.9 24

44 pdiabaticJapproximationsJtoJinternalJrotationXJJournalkofkChemicalkPhysicsVJ2006VJ]acVJaacb][ 3.9 24

43 ’earlyJdegenerateJisomersJofJrRqwSaiJcumuleneVJcarbeneVJorJcarbonenXJChemistryk-kAkEuropeank
JournalVJ2013VJ]hVJ]dhc]Wdc 4.8 22

42 sipoleJ‘omentJofJtheJw–––J adicaliJ esolutionJofJaJ·tructuralJtnigmaXJJournalkofkPhysicalk
ChemistrykLettersVJ2013VJcVJbdgcWbdgh 6.4 22

41 ÃheJprotonWtransferJsurfaceJofJrwb–wuâ��XJJournalkofkChemicalkPhysicsVJ1994VJ][[VJa[dgWa[gg 3.9 22

40 ‘odelJsystemsJforJprobingJmetalJcationJhydrationiJtheJ−URwa–SJandJpr−URwa–SJcomplexesXJJournalk
ofkPhysicalkChemistrykAVJ2007VJ]]]VJfdhhWe][ 2.8 21

39 –nJtheJnatureJofJtheJ‘ˆ‚llerW—lessetJcriticalJpointXJJournalkofkChemicalkPhysicsVJ2005VJ]abVJec][d 3.9 21

38 ronformersJofJvaseousJ·erineXJJournalkofkChemicalkTheorykandkComputationVJ2016VJ]aVJbdf]Wga 6.4 20

37 uragmentationJsurfaceJofJtripletJketeneXJFaradaykDiscussionsVJ1998VJ]][VJabWd[ 3.6 20

36 wWrW·iwbiJdirectJgenerationJandJspectroscopicJidentificationJofJethylideneQsJcousinXJJournalkofkthek
AmericankChemicalkSocietyVJ2005VJ]afVJ]a]deWf 16.4 20

35 wowJbentJcanJaJbenzeneJbenJÃheJmolecularJstructureVJinfraredJspectrumJandJenergeticsJofJ
σe]paracyclophaneXJChemicalkPhysicsVJ1988VJ]abVJ]Wad 2.3 20

34 txactJ†igandJ·olidJpnglesXJJournalkofkChemicalkTheorykandkComputationVJ2013VJhVJdfbcWcc 6.4 19

33 xnJsearchJofJdefinitiveJsignaturesJofJtheJelusiveJ’rr–JradicalXJJournalkofkChemicalkPhysicsVJ2007VJ
]afVJ[]cb[e 3.9 19

(2007-1993)
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32 ÃripletJwWrW·iwrlRaSiJcombinedJmatrixWx JandJrr·sRÃSJidentificationVJandJtheJroleJofJtheJopenWshellJ
singletJstateXJOrganickLettersVJ2004VJeVJ]]ebWe 6.2 19

31 ·econdaryJstructuresJofJpeptidesJandJproteinsJviaJ’‘ JchemicalWshieldingJanisotropyJRr·pSJ
parametersXJJournalkofkthekAmericankChemicalkSocietyVJ2007VJ]ahVJ]degWff 16.4 18

30 pJfirstJprinciplesJtheoreticalJdeterminationJofJtheJrateJconstantJforJtheJdissociationJofJsingletJ
keteneXJJournalkofkChemicalkPhysicsVJ1994VJ][]VJh]hgWha[] 3.9 18

29 soJˇ�WconjugativeJeffectsJfacilitateJ·’aJreactionsnXJJournalkofkthekAmericankChemicalkSocietyVJ2014VJ
]beVJb]]gWae 16.4 17

28  ingWWalkingJofJπerovalentJ’ickelJonJprylJwalidesXJJournalkofkChemicalkTheorykandkComputationVJ
2017VJ]bVJ]f[eW]f]] 6.4 15

27 –nJtheJconvergenceJofJπWaveragedJperturbationJtheoryXJJournalkofkChemicalkPhysicsVJ2008VJ]agVJ[fc][f 3.9 15

26 xnterlockingJÃripletJtlectronicJ·tatesJofJxsocyanicJpcidiJJ·ourcesJofJ’onadiabaticJ
—hotofragmentationJsynamicsâ� XJJournalkofkPhysicalkChemistrykAVJ2001VJ][dVJaf]eWafb[ 2.8 14

25 ÃheJelectronicJstructureJofJvanadiumJmonochlorideJcationJR−rlRUSSiJtacklingJtheJcomplexitiesJofJ
transitionJmetalJspeciesXJJournalkofkChemicalkPhysicsVJ2014VJ]c]VJa[cb[a 3.9 12

24 ÃheJmultichannelJnWpropylJUJ–aJreactionJsurfaceiJsefinitiveJtheoryJonJaJmodelJhydrocarbonJ
oxidationJmechanismXJJournalkofkChemicalkPhysicsVJ2018VJ]cgVJ[hcb[b 3.9 11

23 xnfraredJsignaturesJofJtheJ’rr–JradicalXJPhysicalkChemistrykChemicalkPhysicsVJ2009VJ]]VJ][bgdWh[ 3.6 11
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