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168 TheJoptimumJcontractionJofJbasisJsetsJforJcalculatingJspinâ��spinJcouplingJconstantsXJTheoreticali
ChemistryiAccountsVJ2010VJ[]dVJae[Waf] 1.9 103

167 ₂ynthesisVJcomputationalJstudyJandJcytotoxicJactivityJofJnewJbWhydroxycoumarinJderivativesXJ
EuropeaniJournaliofiMedicinaliChemistryVJ2008VJbaVJdgbWeZd 6.8 98

166 rescribingJonionsJbyJrensityJtunctionalJTheoryhJtractionalJslectronJoffinityXJJournaliofiChemicali
TheoryiandiComputationVJ2010VJdVJ]e]dWac 6.4 95

165  henylJøadicalVJqationVJandJonionXJTheJTripletâ��₂ingletJuapJandJvigherJsxcitedJ₂tatesJofJtheJ henylJ
qationXJJournaliofitheiAmericaniChemicaliSocietyVJ1997VJ[[gVJfZfaWfZff 16.4 95

164 —verviewJofJtheoreticalJandJcomputationalJmethodsJappliedJtoJtheJoxygenWorganicJmoleculeJ
photosystemXJPhotochemistryiandiPhotobiologyVJ2006VJf]VJ[[adWdZ 3.6 94

163 øeactionJofJbWphenylW[V]VbWtriazolineWaVcWdioneJwithJsubstitutedJbutadienesXJoJnonconcertedJ
rielsWolderJreactionXJJournaliofitheiAmericaniChemicaliSocietyVJ1987VJ[ZgVJdaedWdafc 16.4 91

162  olarizationJconsistentJbasisJsetsXJbhJtheJelementsJveVJziVJpeVJpVJ–eVJ–aVJ’gVJolVJandJorXJJournaliofi
PhysicaliChemistryiAVJ2007VJ[[[VJ[[[gfW]Zb 2.8 89

161  olarizationJconsistentJbasisJsetsXJwVXJTheJbasisJsetJconvergenceJofJequilibriumJgeometriesVJ
harmonicJvibrationalJfrequenciesVJandJintensitiesXJJournaliofiChemicaliPhysicsVJ2003VJ[[fVJ]bcg 3.9 87
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VJ[[ZVJ]a[bW]a[c 16.4 85

159 ₂upramolecularJreceptorJdesignhJanionWtriggeredJbindingJofJqdZXJAngewandteiChemieiyiInternationali
EditionVJ2006VJbcVJdfbfWca 16.4 84

158 oJremarkableJlargeJeffectJofJspinJcontaminationJonJcalculatedJvibrationalJfrequenciesXJChemicali
PhysicsiLettersVJ1990VJ[dgVJc[gWc]f 2.5 83
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156
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CommunicationsiiniMassiSpectrometryVJ2002VJ[dVJ]]dZWc 2.2 59

142  yrroloJonnelatedJTetrathiafulvalenesh´ JTheJ arentJ₂ystemsXJOrganiciLettersVJ1999VJ[VJ[]g[W[]gb 6.2 59
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srrorsXJJournaliofiChemicaliTheoryiandiComputationVJ2010VJdVJ[ZZWd 6.4 57

140 —bservationJofJlaserWinducedJelectronicJstructureJinJorientedJpolyatomicJmoleculesXJNaturei
CommunicationsVJ2015VJdVJeZag 17.4 55

139 ₂tericJsffectsJinJ₂–]JøeactionsXJTheJwnfluenceJofJ’icrosolvationXJJournaliofiPhysicaliChemistryiAVJ
2001VJ[ZcVJa]cgWa]df 2.8 53

138 uradientJextremalJbifurcationJandJturningJpointshJonJapplicationJtoJtheJv]q—JpotentialJenergyJ
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AmericaniChemicaliSocietyVJ2007VJ[]gVJeacbWda 16.4 49
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134 qomprehensiveJanalysisJofJenergyJminimaJofJtheJ]ZJnaturalJaminoJacidsXJJournaliofiPhysicali
ChemistryiAVJ2014VJ[[fVJefedWg[ 2.8 43

133 occurateJcalculationsJofJtheJhydrationJfreeJenergiesJofJdruglikeJmoleculesJusingJtheJreferenceJ
interactionJsiteJmodelXJJournaliofiChemicaliPhysicsVJ2010VJ[aaVJZbb[Zb 3.9 43

132 qrownJetherJannelatedJtetrathiafulvalenesXJ]XJJournaliofiOrganiciChemistryVJ1993VJcfVJ[acgW[add 4.2 43

131 roJrotationalJbarriersJdictateJtheJregioselectivityJinJtheJeneJreactionsJofJsingletJoxygenJandJ
triazolinedioneJwithJalkenesmXJJournaliofitheiAmericaniChemicaliSocietyVJ1991VJ[[aVJa[fZWa[f[ 16.4 43

130 oJtheoreticalJstudyJofJstericJeffectsJinJ₂–]JreactionsXJChemicaliPhysicsiLettersVJ1992VJ[gdVJadfWaed 2.5 42

129 TheJstabilityJofJcageJandJringJisomersJforJcarbonJandJboronJnitrideJclustersXJChemicaliPhysicsiLetters
VJ1993VJ]ZgVJb[eWb]] 2.5 40
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potentialJanticancerJprodrugsXJJournaliofiMedicinaliChemistryVJ2014VJceVJdec[Wdb 8.3 39

126 oJTheoreticalJ₂tudyJofJtheJolleneJsffectJinJβ[VnπJ₂igmatropicJvydrogenJ₂hiftsXJJournaliofithei
AmericaniChemicaliSocietyVJ1995VJ[[eVJebfeWebg] 16.4 39
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ChemicaliPhysicsVJ2012VJ[adVJ[[b[Ze 3.9 38

124 TheJbasisJsetJconvergenceJofJtheJvartreeâ��tockJenergyJforJvaJUVJzi]JandJ–]XJTheoreticaliChemistryi
AccountsVJ2000VJ[ZbVJbfbWbgZ 1.9 37

123 øoleJofJ’ultiWslectronJsffectsJinJtheJosymmetryJofJ₂trongWtieldJwonizationJandJtragmentationJofJ
 olarJ’oleculeshJTheJ’ethylJvalideJ₂eriesXJJournaliofiPhysicaliChemistryiAVJ2015VJ[[gVJ[[ee]Wf] 2.8 36

122 slectrostaticJ otentialJofJwnsulinhJsxploringJtheJzimitationsJofJrensityJtunctionalJTheoryJandJtorceJ
tieldJ’ethodsXJJournaliofiChemicaliTheoryiandiComputationVJ2013VJgVJagefWfc 6.4 35

121 ₂ynthesisJofJentWpsWbacbeoJrevealsJaJpotentJhypoxiaWselectiveJanticancerJagentJandJuncoversJtheJ
biosyntheticJoriginJofJtheJo rWqzrJnaturalJproductsXJNatureiChemistryVJ2017VJgVJ]dbW]e] 17.6 35

120 zocatingJminimaJonJseamsJofJintersectingJpotentialJenergyJsurfacesXJonJapplicationJtoJtransitionJ
structureJmodelingXJJournaliofitheiAmericaniChemicaliSocietyVJ1992VJ[[bVJ[cgdW[dZa 16.4 35

119 sfficientJø–oWtargetingJbyJtheJintroductionJofJaromaticJstackingJinJtheJduplexJmajorJgrooveJviaJ
cWR[WphenylW[V]VaWtriazolWbWylSW]QWdeoxyuridinesXJBioorganiciandiMedicinaliChemistryVJ2010VJ[fVJbeZ]W[Z 3.4 33
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118 øeactionJofJorganicJsulfidesJwithJsingletJoxygenXJoJtheoreticalJstudyJincludingJelectronJcorrelationXJ
JournaliofiOrganiciChemistryVJ1992VJceVJdbefWdbfe 4.2 33

117  robingJpasisJ₂etJøequirementsJforJqalculatingJqoreJwonizationJandJqoreJsxcitationJ₂pectroscopyJ
byJtheJ˛�J₂elfWqonsistentWtieldJopproachXJJournaliofiChemicaliTheoryiandiComputationVJ2019VJ[cVJa]cWaae 6.4 33

116 yineticJwsotopeJsffectsJandJTransitionJ₂tateJueometriesXJoJTheoreticalJwnvestigationJofJs]J’odelJ
₂ystemsXJJournaliofiOrganiciChemistryVJ1997VJd]VJ]caW]dZ 4.2 32

115 ruplexJandJtriplexJformationJofJmixedJpyrimidineJoligonucleotidesJwithJstackingJofJphenylWtriazoleJ
moietiesJinJtheJmajorJgrooveXJJournaliofiOrganiciChemistryVJ2011VJedVJd[eeWfe 4.2 30

114 TheJeffectJofJdifferentJdensityJfunctionalJmethodsJonJbasisJsetJparametersXJChemicaliPhysicsi
LettersVJ2005VJbZ]VJc[ZWc[a 2.5 30

113 qorrelatedJtransitionJstructureJforJtheJ[VcWsigmatropicJhydrogenJshiftXJJournaliofitheiAmericani
ChemicaliSocietyVJ1987VJ[ZgVJa[agWa[bZ 16.4 30

112 pasisJ₂etsJinJQuantumJqhemistryXJReviewsiiniComputationaliChemistryVJ2017VJgaW[bg 29

111 qhemistryJofJsingletJoxygenXJbgXJ hotooxidationJofJthiiranesXJJournaliofitheiAmericaniChemicali
SocietyVJ1987VJ[ZgVJ[befW[bfc 16.4 27

110 ₂ystematicJwmprovementJofJ otentialWrerivedJotomicJ’ultipolesJandJøedundancyJofJtheJ
slectrostaticJ arameterJ₂paceXJJournaliofiChemicaliTheoryiandiComputationVJ2014VJ[ZVJcbgaWcZb 6.4 26

109 q]bhJøingJorJfullerenemXJJournaliofiChemicaliPhysicsVJ1998VJ[ZfVJa][aWa][e 3.9 26

108 TransitionJstructureJmodelingJbyJintersectingJpotentialJenergyJsurfacesXJJournaliofiComputationali
ChemistryVJ1994VJ[cVJ[[ggW[][d 3.5 26

107 wnferenceJofJTransitionJ₂tateJueometriesJfromJyineticJwsotopeJsffectshJonJobJwnitioJ₂tudyJofJanJs]J
’odelJ₂ystemXJJournaliofitheiAmericaniChemicaliSocietyVJ1994VJ[[dVJgaZ]Wga[Z 16.4 26

106
snergiesJandJpropertiesJofJionsJinvolvedJinJelectrophilicJhalogenationshJsingletJandJtripletJstatesJofJ
halogenJcationsJRΔUVJΔaUVJandJΔb]USJandJhydrohaloniumJionsJRvΔ]UJandJv]ΔUSXJJournaliofithei
AmericaniChemicaliSocietyVJ1990VJ[[]VJag]]Wag]d

16.4 26

105 —rganocatalyticJosymmetricJ[VdWodditionY[VbWodditionJ₂equenceJtoJ]VbWrienalsJforJtheJ₂ynthesisJofJ
qhiralJqhromansXJAngewandteiChemieVJ2015VJ[]eVJfa][Wfa]c 3.6 25

104 TheJaccuracyJofJlocalJ’ ]JmethodsJforJconformationalJenergiesXJMoleculariPhysicsVJ2008VJ[ZdVJ[fggW[gZd1.7 25

103 —nJtheJaccuracyJofJnumericalJvartreeâ��tockJenergiesXJTheoreticaliChemistryiAccountsVJ2005VJ[[aVJ[feW[gZ 1.9 24

102 snantioselectiveJ—rganocatalyticJqascadeJopproachJtoJrifferentJqlassesJofJpenzofusedJocetalsXJ
ChemistryiyiAiEuropeaniJournalVJ2016VJ]]VJ[df[ZW[df[f 4.8 24

101  olarizationJconsistentJbasisJsetsXJVwwwXJTheJtransitionJmetalsJ₂cWαnXJJournaliofiChemicaliPhysicsVJ
2013VJ[afVJZ[b[Ze 3.9 23
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100 opplicationJofJtheJweakWfieldJasymptoticJtheoryJtoJtunnelingJionizationJofJv]—XJPhysicaliReviewiAVJ
2014VJfgVJ 2.6 23

99 —nJtheJphotostabilityJofJpeptidesJafterJselectiveJphotoexcitationJofJtheJbackbonehJpromptJversusJ
slowJdissociationXJPhysicaliChemistryiChemicaliPhysicsVJ2014VJ[dVJ[cfa[Wf 3.6 22

98 pasisJ₂etJøecommendationsJforJrtTJqalculationsJofJuasW haseJ—pticalJøotationJatJrifferentJ
WavelengthsXJJournaliofiChemicaliTheoryiandiComputationVJ2012VJfVJbb]cWaa 6.4 22

97
 hotomagneticJswitchingJofJheterometallicJcomplexesJβ’RdmfSbRv]—SaRmuWq–SteRq–ScπXv]—J
R’k–dVJzaVJudVJΣSJanalyzedJbyJsingleWcrystalJΔWrayJdiffractionJandJabJinitioJtheoryXJChemistryiyiAi
EuropeaniJournalVJ2010VJ[dVJe][cW]a

4.8 22

96 ottosecondJtransientJabsorptionJspectroscopyJofJmolecularJnitrogenhJVibrationalJcoherencesJinJtheJ
bmJ[˛£UuJstateXJChemicaliPhysicsiLettersVJ2017VJdfaVJbZfWb[c 2.5 21

95 qontrolledJformationJandJtopologiesJofJthiophenolateWbasedJmacrocycleshJringsVJcylindersJandJ
bowlsXJDaltoniTransactionsVJ2006VJ[ZfW]Z 4.3 21

94 vowJzargeJisJtheJslephantJinJtheJrensityJtunctionalJTheoryJøoommXJJournaliofiPhysicaliChemistryiAVJ
2017VJ[][VJd[ZbWd[Ze 2.8 20

93 ₂queezingJtheJβquW—vXXXv]—WquπaUJbridgeJbyJcryptateJencapsulationXJInorganiciChemistryVJ2005VJbbVJcgfeWg5.1 20

92 ’ethodJqalibrationJorJrataJtittingmXJJournaliofiChemicaliTheoryiandiComputationVJ2018VJ[bVJbdc[Wbdd[ 6.4 19

91 varmonicJVibrationalJonalysisJinJrelocalizedJwnternalJqoordinatesXJJournaliofiChemicaliTheoryiandi
ComputationVJ2011VJeVJ]]aWaZ 6.4 19

90 pasisJ₂etJandJqorrelationJsffectsJonJTransitionJ₂tateJueometriesJandJyineticJwsotopeJsffectsXJThei
JournaliofiPhysicaliChemistryVJ1996VJ[ZZVJ[dfg]W[dfgf 18

89 oJgeneralJprocedureJforJobtainingJwaveJfunctionsJobeyingJtheJvirialJtheoremXJJournaliofi
ComputationaliChemistryVJ1991VJ[]VJ[ZfgW[Zgd 3.5 18

88 øeactionJofJsingletJoxygenJwithJorganicJsulfidesXJoJtheoreticalJstudyXJJournaliofitheiAmericani
ChemicaliSocietyVJ1988VJ[[ZVJ]adfW]aec 16.4 18

87 rynamicJresolutionJofJ]WcyclohexylideneJacetaldehydesJthroughJorganocatalyticJdienamineJβbU]πJ
cycloadditionXJChemicaliCommunicationsVJ2016VJc]VJe[caWd 5.8 18

86 ₂tationaryJpointsJonJtheJv]q—JpotentialJenergyJsurfacehJdependenceJonJtheoreticalJlevelXJ
TheoreticaliChemistryiAccountsVJ1998VJggVJ]gcWaZZ 1.9 17

85 −singJforceJfieldsJmethodsJforJlocatingJtransitionJstructuresXJJournaliofiChemicaliPhysicsVJ2003VJ[[gVJffZbWffZf3.9 17

84 ronorJstrengthJofJˇ�WextendedJtetrathiafulvaleneshJionisationJenergiesJvsXJoxidationJpotentialsXJoJ
jointJtheoreticalJandJexperimentalJstudyXJJournaliofiMaterialsiChemistryVJ2004VJ[bVJ[edfW[eea 17

83 TheJbasisJsetJconvergenceJofJtheJdensityJfunctionalJenergyJforJv]XJChemicaliPhysicsiLettersVJ2000VJ
a[eVJbZZWbZa 2.5 17
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82 wmprovedJradicalJstabilizationJenergiesXJJournaliofiOrganiciChemistryVJ1991VJcdVJffbWffc 4.2 17

81 rescribingJ’olecularJ olarizabilityJbyJaJpondJqapacityJ’odelXJJournaliofiChemicaliTheoryiandi
ComputationVJ2019VJ[cVJaZgaWa[Ze 6.4 16

80 ’odelingJchemicalJreactionsJforJconformationallyJmobileJsystemsJwithJforceJfieldJmethodsXJJournali
ofiChemicaliPhysicsVJ2003VJ[[fVJac]aWaca[ 3.9 16

79 øingJ₂trainJsffectsJonJtheJwnterconversionJofJwntermediatesJinJtheJøeactionJofJ—rganicJ₂ulfidesJwithJ
₂ingletJ—xygenXJJournaliofiOrganiciChemistryVJ1996VJd[VJb[ZeWb[[Z 4.2 16

78 qhemistryJofJsingletJoxygenWWbfXJwsolationJandJstructureJofJtheJprimaryJproductJofJ
photooxygenationJofJaVcWdiWtWbutylJcatecholXJPhotochemistryiandiPhotobiologyVJ1987VJbdVJa]cWaZ 3.6 16

77 snantioselectiveJtormalJβbU]πJqycloadditionsJtoJaW–itroindolesJbyJTrienamineJqatalysishJ₂ynthesisJ
ofJqhiralJrihydrocarbazolesXJAngewandteiChemieVJ2016VJ[]fVJ[Za]W[Zad 3.6 16

76 TheJwalkJrearrangementJinJbicycloβ]X[XZπpentW]WeneXJonJ’q₂qtJstudyXJJournaliofitheiAmericani
ChemicaliSocietyVJ1989VJ[[[VJbdbaWbdbe 16.4 15

75 ₂earchingJtheJtorceJtieldJslectrostaticJ’ultipoleJ arameterJ₂paceXJJournaliofiChemicaliTheoryiandi
ComputationVJ2016VJ[]VJ[f]bWa] 6.4 15

74
’odelingJtheJsffectJofJ₂olventsJonJ–onradiativeJ₂ingletJ—xygenJreactivationhJuoingJbeyondJWeakJ
qouplingJinJwntermolecularJslectronicWtoWVibrationalJsnergyJTransferXJJournaliofiPhysicaliChemistryi
BVJ2020VJ[]bVJ]]bcW]]cb

3.4 14

73 revelopmentJofJpolarizationJconsistentJbasisJsetsJforJspinWspinJcouplingJconstantJcalculationsJforJ
theJatomsJziVJpeVJ–aVJandJ’gXJJournaliofiChemicaliPhysicsVJ2018VJ[bgVJZbb[[e 3.9 14

72
sxperimentalJandJabJwnitioJqomputationalJsvidenceJforJ–ewJ eroxidicJwntermediatesJ
RwminopersulfinicJocidsSXJ₂ubstituentJsffectsJinJtheJ hotooxidationsJofJ₂ulfenicJocidJrerivativesXJ
JournaliofitheiAmericaniChemicaliSocietyVJ1997VJ[[gVJbafZWbafe

16.4 13

71
obJinitioJstudyJofJtheJnucleophilicJringJopeningJofJethyleneJoxideXJqonnectionJbetweenJsecondaryJ
kineticJisotopeJeffectsJandJtransitionJstructuresXJJournaliofitheiChemicaliSocietyiPerkiniTransactionsi
IIVJ1994VJfe[

12

70 ’–r—JcalculationsJonJtetrathiafulvalenesXJSyntheticiMetalsVJ1989VJa]VJ[egW[gZ 3.6 12

69 o’[JcalculationsJofJsubstituentJeffectsJinJretroWrielsWolderJreactionsXJJournaliofiOrganiciChemistryVJ
1990VJccVJ[ZabW[ZbZ 4.2 12

68 ₂tructuralJwnvestigationJofJΣeâ��elimiteVJqabold—[]₂—bVJbyJ]eolJ’o₂JandJ’Q’o₂J–’øJatJrifferentJ
’agneticJtieldsXJJournaliofiPhysicaliChemistryiCVJ2018VJ[]]VJ[]ZeeW[]Zfg 3.8 12

67 ₂tructureJfactorsJforJtunnelingJionizationJratesJofJmoleculeshJueneralJvartreeWtockWbasedJintegralJ
representationXJPhysicaliReviewiAVJ2017VJgdVJ 2.6 11

66 recayJrateJmeasurementJofJtheJfirstJvibrationallyJexcitedJstateJofJ’gvUJinJaJcryogenicJ aulJtrapXJ
PhysicaliReviewiLettersVJ2013VJ[[[VJZcaZZ] 7.4 11

65 rtTJstudyJofJtheJstructureJandJspectralJbehaviorJofJnewJptRwwSJcomplexesJwithJ
cWmethylWcRbWpyridylShydantoinXJInternationaliJournaliofiQuantumiChemistryVJ2009VJ[ZgVJf]dWfad 2.1 11

Frank Jensen

8



64 sxperimentalJandJqomputationalJsvidenceJforJtheJtormationJofJwminopersulfinicJocidsXJJournaliofi
OrganiciChemistryVJ1998VJdaVJaageWabZ] 4.2 11

63 qonformationalJwnterconversionsJofJominoJocidJrerivativesXJJournaliofiChemicaliTheoryiandi
ComputationVJ2016VJ[]VJdgbWeZc 6.4 10

62  robingJtheJwmportanceJofJqhargeJtluxJinJtorceJtieldJ’odelingXJJournaliofiChemicaliTheoryiandi
ComputationVJ2017VJ[aVJae[cWae][ 6.4 10

61 wnfluenceJofJ₂ubstituentsJonJyineticJwsotopeJsffectsXJJournaliofitheiAmericaniChemicaliSocietyVJ1996VJ
[[fVJ[ZceeW[Zcfa 16.4 10

60 TheJcalculationJofJelectricJdipoleJmomentsJfromJtheJpolarizationJpropagatorXJTheoryJandJ
applicationXJJournaliofiChemicaliPhysicsVJ1989VJg[VJadbWade 3.9 10

59 TheJsameJnumberJofJoptimizedJparametersJschemeJforJdeterminingJintermolecularJinteractionJ
energiesXJJournaliofiChemicaliPhysicsVJ2015VJ[b]VJ[[b[[d 3.9 9

58 qontractedJbasisJsetsJforJdensityJfunctionalJcalculationshJsegmentedJversusJgeneralJcontractionXJ
JournaliofiChemicaliPhysicsVJ2005VJ[]]VJZeb[[[ 3.9 9

57 oJ–ovelJαeoliteWwnducedJ opulationJofJaJ lanarJViologenJqonformationXJ–ewJViologenJqhargeJ
TransferJqomplexesJandJolkeneYViologenYαeoliteJorraysXJJournaliofiPhysicaliChemistryiBVJ2004VJ[ZfVJbdeaWbdef3.4 9

56 TheJstructureJofJhigherJhomologuesJofJ[VdVda˛»bWtrithiapentalenesJtheJquestionJofJ
noWbondWsingleWbondWresonanceJinJfiveJsulfuratomJhomologuesXJTetrahedronVJ2003VJcgVJ[Z]ccW[Z]cg 2.4 9

55 qonformationsJofJulycolicJocidXXJActaiChemicaiScandinavicaVJ1997VJc[VJbagWbb[ 9

54 TungstenJwodideJqlustersJasJ₂ingletJ—xygenJ hotosensitizershJsxploringJtheJromainJofJøesonantJ
snergyJTransferJatJ[JeVXJJournaliofiPhysicaliChemistryiAVJ2019VJ[]aVJ[eaZW[eag 2.8 8

53 occeleratingJyohnW₂hamJresponseJtheoryJusingJdensityJfittingJandJtheJauxiliaryWdensityWmatrixJ
methodXJInternationaliJournaliofiQuantumiChemistryVJ2018VJ[[fVJe]cdag 2.1 8

52 onalysisJofJenergyWoptimizedJuaussianJbasisJsetsJforJcondensedJphaseJdensityJfunctionalJ
calculationsXJTheoreticaliChemistryiAccountsVJ2013VJ[a]VJ[ 1.9 8

51 ₂earchingJ eptideJqonformationalJ₂paceXJJournaliofiChemicaliTheoryiandiComputationVJ2011VJeVJ[efaWgZ6.4 8

50
wnfluenceJofJtheJchalcogenocarbonylJgroupJonJtheJstructureJofJheterocyclicJanaloguesJofJ
˛†WtricarbonylJcompoundsXJ₂ynthesisJandJstructuralJfeaturesJofJ₂chiffJbasesJderivedJfromJ
aWformylWbWthioRselenoScoumarinXJJournaliofitheiChemicaliSocietyiPerkiniTransactionsiIIVJ1993VJ]b]aW]b]f

8

49 ₂tructureJfactorsJforJtunnelingJionizationJratesJofJmoleculeshJueneralJgridWbasedJmethodologyJandJ
convergenceJstudiesXJJournaliofiChemicaliPhysicsVJ2018VJ[bgVJ[db[Ze 3.9 8

48
’olecularJrynamicsJ−singJ–onvariationalJ olarizableJtorceJtieldshJTheoryVJ eriodicJpoundaryJ
qonditionsJwmplementationVJandJopplicationJtoJtheJpondJqapacityJ’odelXJJournaliofiChemicali
TheoryiandiComputationVJ2019VJ[cVJd][aWd]]b

6.4 7

47 ₂ynthesisJandJevaluationJofJgalactoWnoeurostegineJandJitsJ]WdeoxyJanalogueJasJglycosidaseJ
inhibitorsXJOrganiciandiBiomoleculariChemistryVJ2015VJ[aVJegegWg] 3.9 7

(2015-1998)

9



46 torceJtieldJ’odellingJofJqonformationalJsnergiesXJMoleculariSimulationVJ2004VJaZVJfZ[WfZd 2 7

45 –ucleophilicJteleWsubstitutionJinJ]WchloroWaWformylindolesJviaJringJopeningâ��ringJclosureXJJournaliofi
theiChemicaliSocietyiChemicaliCommunicationsVJ1988VJ[cfaW[cfb 7

44  robingJbasisJsetJrequirementsJforJcalculatingJhyperfineJcouplingJconstantsXJJournaliofiChemicali
PhysicsVJ2019VJ[c[VJ[eb[Ze 3.9 7

43 wncludingJimplicitJsolvationJinJtheJbondJcapacityJpolarizationJmodelXJJournaliofiChemicaliPhysicsVJ
2019VJ[c[VJ[[b[[f 3.9 6

42 zocalJdecompositionJofJimaginaryJpolarizabilitiesJandJdispersionJcoefficientsXJPhysicaliChemistryi
ChemicaliPhysicsVJ2017VJ[gVJ]Z]b[W]Z]cZ 3.6 6

41  redictingJlargeWscaleJconformationalJchangesJinJproteinsJusingJenergyWweightedJnormalJmodesXJ
Proteins:iStructurewiFunctioniandiBioinformaticsVJ2011VJegVJ]eefWga 4.2 6

40 TheJmagnitudeJofJpseudoWpotentialJerrorsJforJdensityJfunctionalJcalculationsXJChemicaliPhysicsi
LettersVJ2005VJbZdVJcZ[WcZa 2.5 6

39 −singJvalenceJbondJmethodsJtoJestimateJintramolecularJbasisJsetJsuperpositionJerrorsXJJournaliofi
ChemicaliPhysicsVJ2017VJ[bdVJ[fb[Zg 3.9 5

38  rotonationJofJaqueousJalanineJbyJphotoionizationJofJwaterXJPhysicaliChemistryiChemicaliPhysicsVJ
2017VJ[gVJ[cdZW[ceZ 3.6 5

37 TheJprimaryJphotoWdissociationJdynamicsJofJcarboxylateJanionsJinJaqueousJsolutionhJ
decarboxylationXJPhysicaliChemistryiChemicaliPhysicsVJ2019VJ][VJeacfWeadd 3.6 5

36  rimaryJphotochemistryJofJperoxynitriteJinJaqueousJsolutionXJChemicaliPhysicsiLettersVJ2015VJdb[VJ[feW[g]2.5 5

35 zocatingJseamJminimaJforJmacromolecularJsystemsXJTheoreticaliChemistryiAccountsVJ2009VJ[]aVJbeeWbfc 1.9 5

34 olkoxyJwsothiocyanatesJasJwntermediatesJinJtheJtlashJVacuumJ yrolysisJofJolkoxythioureasXJ
AustralianiJournaliofiChemistryVJ2009VJd]VJdg 1.2 5

33 oJclickJchemistryJapproachJtowardsJnucleicJacidJmajorJgrooveJfunctionalizationXJNucleiciAcidsi
SymposiumiSeriesVJ2008VJ[bgWcZ 5

32 TheJmagnitudeJofJpseudoWpotentialJerrorsJforJbondJdistancesJandJvibrationalJfrequenciesXJChemicali
PhysicsiLettersVJ2005VJb[]VJ[]W[c 2.5 5

31 zaserWinducedJqoulombWexplosionJimagingJofJtheJq₂]JdimerhJTheJeffectJofJnonWqoulombicJ
interactionsXJPhysicaliReviewiAVJ2020VJ[Z]VJ 2.6 5

30 wnteractionJofJomyloidW˛†WR[Wb]SJ eptideJandJwtsJoggregatesJwithJzipidYWaterJwnterfacesJ robedJbyJ
VibrationalJ₂umWtrequencyJuenerationJ₂pectroscopyXJJournaliofiPhysicaliChemistryiBVJ2021VJ[]cVJ[[]ZfW[[][f3.4 5

29 TowardJanJsnhancedJ₂amplingJ’olecularJrynamicsJ’ethodJforJ₂tudyingJzigandWwnducedJ
qonformationalJqhangesJinJ roteinsXJJournaliofiPhysicaliChemistryiBVJ2015VJ[[gVJ[bcgbWdZa 3.4 4

Frank Jensen

10



28 sxperimentalJandJTheoreticalJ₂tudiesJonJtheJøeductionJofJq—]JtoJq—JwithJqhloroRmethylSdisilaneJ
qomponentsJfromJtheJrirectJ rocessXJSynlettVJ2017VJ]fVJ]bagW]bbb 2.2 4

27 ₂ynthesisJandJwnhibitingJoctivityJofJ₂omeJbWvydroxycoumarinJrerivativesJonJvwVW[J roteaseXJISRNi
PharmaceuticsVJ2011VJ]Z[[VJ[aedae 4

26 ₂ynthesisJandJrtTJstudyJofJtheJspectralJbehaviorJofJnewJbWhydroxycoumarinsXJInternationaliJournali
ofiQuantumiChemistryVJ2008VJ[ZfVJ[abZW[ac[ 2.1 4

25 TheJβ[VaπWhydrogenJshiftJinJcyclopropeneXJroesJitJexistmXJChemicaliPhysicsiLettersVJ1989VJ[d[VJadfWaeb 2.5 4

24  olarizableJchargesJinJaJgeneralizedJpornJreactionJpotentialXJJournaliofiChemicaliPhysicsVJ2020VJ[caVJZ]b[[[3.9 4

23  robingJpasisJ₂etJøequirementsJforJqalculatingJqoreJwonizationJandJqoreJsxcitationJ₂pectraJ−singJ
qorrelatedJWaveJtunctionJ’ethodsXJJournaliofiChemicaliTheoryiandiComputationVJ2021VJ[eVJ]fa]W]fb] 6.4 4

22 uasWphaseJactionJandJfluorescenceJspectroscopyJofJmassWselectedJfluoresceinJmonoanionsJandJtwoJ
derivativesXJPhysicaliChemistryiChemicaliPhysicsVJ2020VJ]]VJg][ZWg][c 3.6 3

21 ₂pectroscopyJandJpicosecondJdynamicsJofJaqueousJ–—â��XJJournaliofiChemicaliPhysicsVJ2014VJ[b[VJZdba[Z 3.9 3

20 oJcomparisonJofJpolarizationJandJbondJfunctionsJforJdensityJfunctionalJcalculationsXJMoleculari
PhysicsVJ2004VJ[Z]VJ]ccgW]cd] 1.7 3

19 qhapterJ[JonJwntroductionJtoJtheJ₂tateJofJtheJortJinJQuantumJqhemistryXJAnnualiReportsiini
ComputationaliChemistryVJ2005VJ[VJaW[e 1.8 3

18 ₂urfaceWenhancedJøamanJspectroscopicJinvestigationsJofJthiazoleJorangeJderivativesJusingJvisibleJ
andJnearWinfraredJexcitationXJJournaliofiRamaniSpectroscopyVJ1995VJ]dVJ[ZZgW[Z[e 2.3 3

17 ueometryJrependenceJofJ₂pinW—rbitJqouplingJinJqomplexesJofJ’olecularJ—xygenJwithJotomsVJvVJorJ
—rganicJ’oleculesXXJJournaliofiPhysicaliChemistryiAVJ2022VJ 2.8 3

16 TheJprimaryJphotoWdissociationJdynamicsJofJaminoJacidsJinJaqueousJsolutionhJbreakingJtheJqWbondXJ
PhysicaliChemistryiChemicaliPhysicsVJ2020VJ]]VJ]aZeW]a[f 3.6 3

15
øeactivityJofJ˛–Vˇ�WrihydrofluoropolyethersJtowardJ—vJ redictedJbyJ’ulticonformerJTransitionJ
₂tateJTheoryJandJtheJwnteractingJQuantumJotomsJopproachXJJournaliofiPhysicaliChemistryiAVJ2020VJ
[]bVJabdZWabeZ

2.8 2

14 ’odelingJenzymaticJtransitionJstatesJbyJforceJfieldJmethodsXJInternationaliJournaliofiQuantumi
ChemistryVJ2009VJ[ZgVJaeaWafa 2.1 2

13 TorsionalJeffectsJinJstrongWfieldJionizationJofJmoleculesXJPhysicaliReviewiResearchVJ2019VJ[VJ 3.9 2

12 −singJatomicJchargesJtoJmodelJmolecularJpolarizationXXJPhysicaliChemistryiChemicaliPhysicsVJ2022VJ 3.6 2

11 ₂tructureVJrtTJbasedJinvestigationsJonJvibrationalJandJnonlinearJopticalJbehaviorJofJaJnewJ
guanidiniumJcobaltJthiocyanateJcomplexXJStructuraliChemistryVJ2020VJa[VJ[ZaW[[b 1.8 2

(2020-2017)

11



10 TheJcomplexJbetweenJmolecularJoxygenJandJanJorganicJmoleculehJmodelingJopticalJtransitionsJtoJ
theJintermolecularJchargeWtransferJstateXJPhysicaliChemistryiChemicaliPhysicsVJ2021VJ]aVJ[cZafW[cZbf 3.6 2

9 TheJoxygenWorganicJmoleculeJphotosystemhJrevisitingJtheJpastVJrecalibratingJtheJpresentVJandJ
redefiningJtheJfutureXXJPhotochemicaliandiPhotobiologicaliSciencesVJ2022VJ[ 4.2 2

8 osymmetricJrissociativeJTunnelingJwonizationJofJTetrafluoromethaneJinJWJ]JwntenseJzaserJtieldsXXJ
FrontiersiiniChemistryVJ2022VJ[ZVJfcefda 5 2

7 ottosecondJchargeJmigrationJandJitsJlaserJcontrolXJJournaliofiPhysics:iConferenceiSeriesVJ2015VJdacVJ[[][ad0.3 1

6 ₂tabilityJofJtheJthreeJtetracoordinatedJdianionsJVJVJandXJChemicaliPhysicsVJ2008VJacaVJ[fgW[g] 2.3 1

5 TheJprimaryJphotoWdissociationJdynamicsJofJlactateJinJaqueousJsolutionhJdecarboxylationJpreventsJ
dehydroxylationXJPhysicaliChemistryiChemicaliPhysicsVJ2021VJ]aVJbcccWbcdf 3.6 1

4 velicityWdependentJdissociativeJtunnelingJionizationJofJqtJinJmulticycleJcircularlyJpolarizedJintenseJ
laserJfieldsXXJPhysicaliChemistryiChemicaliPhysicsVJ2022VJ 3.6 1

3 øepresentingJsxactJslectronJrensitiesJbyJaJ₂ingleJ₂laterJreterminantJinJtiniteJpasisJ₂etsXJJournaliofi
ChemicaliTheoryiandiComputationVJ2021VJ[eVJ]dgW]ed 6.4 0

2 TheJprimaryJphotolysisJdynamicsJofJoxalateJinJaqueousJsolutionhJdecarboxylationXJPhysicali
ChemistryiChemicaliPhysicsVJ2021VJ]aVJ[ZZbZW[ZZcZ 3.6 0

1 TheJinfluenceJofJisotopomersJonJcalculatedJthermodynamicsJquantitiesXJMoleculariPhysicsVJ2003VJ
[Z[VJ]a[cW]a[f 1.7

Frank Jensen

12


