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j Paper IF Citations

129 áhotoisomerizationJofJLinearJandJStackedJysomersJofJaJshargedJStyrylJtyejJqJ−andemJyonJ obilityJ
StudyZJJournalpofpthepAmericanpSocietypforpMasspSpectrometryVJ2021VJcbVJbhdbXbhea 3.5

128 shemty ujJ–ineticallyJSteeredVJqutomatedJ echanismJwenerationJthroughJsombinedJ olecularJ
tynamicsJandJ asterJuquationJsalculationsZJJournalpofpChemicalpTheorypandpComputationVJ2021VJagVJdi]aXdiab6.4 5

127
NewJqpproachJforJsorrectingJNoncovalentJynteractionsJinJSemiempiricalJíuantumJ echanicalJ
 ethodsjJ−heJymportanceJofJ ultipleX·rientationJSamplingZJJournalpofpChemicalpTheorypandp
ComputationVJ2021VJagVJeeefXeefg

6.4 3

126 quto e–inb]bajJqnJopenXsourceJprogramJforJautomatedJreactionJdiscoveryZJJournalpofp
ComputationalpChemistryVJ2021VJdbVJb]cfXb]dh 3.5 7

125 vemtochemistryJunderJscrutinyjJslockingJstateXresolvedJchannelsJinJtheJphotodissociationJofJsxyJinJ
theJqXbandZJJournalpofpChemicalpPhysicsVJ2020VJaebVJ]adc]d 3.9 10

124 unhancingJqutomatedJñeactionJtiscoveryJwithJroxedJ olecularJtynamicsJinJunergyJSpaceZJ
ChemSystemsChemVJ2020VJbVJeai]]]bd 3.1 9

123
lXsysteineJ odifiedJbyJSXSulfationjJsonsequenceJonJvragmentationJárocessesJulucidatedJbyJ
−andemJ assJSpectrometryJandJshemicalJtynamicsJSimulationsZJJournalpofpPhysicalpChemistrypAVJ
2019VJabcVJcfheXcfif

2.8 16

122
SpecificJñeactionJáarameterJ ultigridJá·−vy−JRSñáX wávSjJqutomaticJwenerationJofJ
SumXofXároductsJvormJáotentialJunergyJSurfacesJforJíuantumJtynamicalJsalculationsZJFrontierspinp
ChemistryVJ2019VJgVJegf

5 4

121
ñeplyJtoJtheJQsommentJonJL ethanolJdimerJformationJdrasticallyJenhancesJhydrogenJabstractionJ
fromJmethanolJbyJ·xJatJlowJtemperatureLQJbyJtZJxeardVJñZJShannonVJzZJwomezJ artinVJñZJsaravanVJ
 ZJrlitzVJzZJálaneVJ ZJqntiˆ–oloVJ ZJqgundezVJuZJzimenezVJrZJrallesterosVJqZJsanosaVJwZJulJtibVJzZJ
qlbaladejoJandJzZJsernicharoVJáhysZJshemZJshemZJáhysZVJb]ahVJb]VJt·yjJa]Za]ci[sgsá]defaqZJ
PhysicalpChemistrypChemicalpPhysicsVJ2018VJb]VJhceeXhceg

3.6 5

120 íuasiXslassicalJ−rajectoryJtynamicsJStudyJofJtheJslRáSJUJsxJXnJxslRvVjSJUJsxJñeactionZJsomparisonJ
withJuxperimentZJJournalpofpPhysicalpChemistrypAVJ2018VJabbVJbfbfXbfcc 2.8 9

119 qnJexaminationJofJtheJnatureJofJlocalizedJmolecularJorbitalsJandJtheirJvalueJinJunderstandingJ
variousJphenomenaJthatJoccurJinJorganicJchemistryZJJournalpofpMolecularpModelingVJ2018VJbeVJg 2 8

118 qJ−rajectoryXrasedJ ethodJtoJuxploreJñeactionJ echanismsZJMoleculesVJ2018VJbcVJ 4.8 24

117 ynfluenceJofJ ultipleJsonformationsJandJáathsJonJñateJsonstantsJandJároductJrranchingJñatiosZJ
−hermalJtecompositionJofJaXáropanolJñadicalsZJJournalpofpPhysicalpChemistrypAVJ2018VJabbVJdgi]Xdh]] 2.8 27

116 uffectJofJtheJ etalJyonJonJtheJunantioselectivityJandJLinkageJysomerizationJofJ−hiosemicarbazoneJ
xelicatesZJChemistryp-pApEuropeanpJournalVJ2017VJbcVJdhhdXdhib 4.8 2

115 qnJautomatedJmethodJtoJfindJreactionJmechanismsJandJsolveJtheJkineticsJinJorganometallicJ
catalysisZJChemicalpScienceVJ2017VJhVJchdcXchea 9.4 66

114 wqvitjJqJgeneralXpurposeVJuserXfriendlyJprogramJforJfittingJpotentialJenergyJsurfacesZJComputerp
PhysicspCommunicationsVJ2017VJbagVJhiXih 4.2 14

113
−heoreticalJandJcomputationalJstudiesJofJnonXequilibriumJandJnonXstatisticalJdynamicsJinJtheJgasJ
phaseVJinJtheJcondensedJphaseJandJatJinterfacesZJPhilosophicalpTransactionspSeriespA,pMathematical,p
Physical,pandpEngineeringpSciencesVJ2017VJcgeVJ

3 14
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112 ysJáhotolyticJároductionJaJViableJSourceJofJxsNJandJxNsJinJqstrophysicalJunvironmentsoJqJ
LaboratoryXbasedJveasibilityJStudyJofJ ethylJsyanoformateZJAstrophysicalpJournalVJ2017VJhdiVJae 4.7 12

111 qnJinvestigationJintoJtheJapplicabilityJofJtheJsemiempiricalJmethodJá gJforJmodelingJtheJcatalyticJ
mechanismJinJtheJenzymeJchymotrypsinZJJournalpofpMolecularpModelingVJ2017VJbcVJaed 2 22

110 qJcomparisonJofJXXrayJandJcalculatedJstructuresJofJtheJenzymeJ −xaZJJournalpofpMolecularp
ModelingVJ2016VJbbVJafh 2 10

109 qJmethodJforJpredictingJindividualJresidueJcontributionsJtoJenzymeJspecificityJandJbindingXsiteJ
energiesVJandJitsJapplicationJtoJ −xaZJJournalpofpMolecularpModelingVJ2016VJbbVJbei 2 8

108  ethanolJdimerJformationJdrasticallyJenhancesJhydrogenJabstractionJfromJmethanolJbyJ·xJatJlowJ
temperatureZJPhysicalpChemistrypChemicalpPhysicsVJ2016VJahVJbbgabXh 3.6 21

107 áhotodissociationJofJacryloylJchlorideJatJaicJnmjJinterpretationJofJtheJproductJenergyJ
distributionsVJandJnewJeliminationJpathwaysZJPhysicalpChemistrypChemicalpPhysicsVJ2016VJahVJe]aiXbf 3.6 8

106 ·nJtheJgasJphaseJfragmentationJofJprotonatedJuraciljJaJstatisticalJperspectiveZJPhysicalpChemistryp
ChemicalpPhysicsVJ2016VJahVJadih]Xi] 3.6 28

105 qnJautomatedJtransitionJstateJsearchJusingJclassicalJtrajectoriesJinitializedJatJmultipleJminimaZJ
PhysicalpChemistrypChemicalpPhysicsVJ2015VJagVJadiabXba 3.6 72

104 tv−JandJ–ineticJ onteJsarloJStudyJofJ− SXSubstitutedJñutheniumJVinylJsarbenesjJ–eyJ
yntermediatesJforJStereoselectiveJsyclizationsZJACSpCatalysisVJ2015VJeVJfbeeXfbfb 13.1 10

103 StandardsXbasedJcurationJofJaJdecadeXoldJdigitalJrepositoryJdatasetJofJmolecularJinformationZJ
JournalpofpCheminformaticsVJ2015VJgVJdc 8.6 6

102 xsNJeliminationJfromJvinylJcyanidejJproductJenergyJpartitioningVJtheJroleJofJhydrogenXdeuteriumJ
exchangeJreactionsJandJaJnewJpathwayZJPhysicalpChemistrypChemicalpPhysicsVJ2015VJagVJfidhXee 3.6 21

101 qnJautomatedJmethodJtoJfindJtransitionJstatesJusingJchemicalJdynamicsJsimulationsZJJournalpofp
ComputationalpChemistryVJ2015VJcfVJbbbXcd 3.5 111

100 UnderstandingJunergyJ−ransferJinJwasâ��SurfaceJsollisionsJfromJwasXáhaseJ odelsZJJournalpofp
PhysicalpChemistrypCVJ2014VJaahVJbf]iXbfba 3.8 10

99 UnravelingJtheJvactorsJ−hatJsontrolJSoftJLandingJofJSmallJSilylJyonsJonJvluorinatedJSelfXqssembledJ
 onolayersZJJournalpofpPhysicalpChemistrypCVJ2014VJaahVJa]aeiXa]afi 3.8 5

98
ñecentJapplicationsJofJboxedJmolecularJdynamicsjJaJsimpleJmultiscaleJtechniqueJforJatomisticJ
simulationsZJPhilosophicalpTransactionspSeriespA,pMathematical,pPhysical,pandpEngineeringpSciencesVJ
2014VJcgbVJ

3 20

97 ·ptimizationJofJparametersJforJsemiempiricalJmethodsJVyjJmoreJmodificationsJtoJtheJNtt·J
approximationsJandJreXoptimizationJofJparametersZJJournalpofpMolecularpModelingVJ2013VJaiVJaXcb 2 1126

96 sollisionXinducedJdissociationJmechanismsJofJ[LiRuracilS]UZJPhysicalpChemistrypChemicalpPhysicsVJ2013
VJaeVJgfbhXcg 3.6 21

95 unergyJ−ransferJandJ−hermalJqccommodationJinJ·zoneJScatteringJfromJaJáerfluorinatedJ
SelfXqssembledJ onolayerZJJournalpofpPhysicalpChemistrypCVJ2012VJaafVJbededXbedfd 3.8 8
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94 SemiempiricalJxamiltonianJforJsimulationJofJazobenzeneJphotochemistryZJJournalpofpPhysicalp
ChemistrypAVJ2012VJaafVJihXaa] 2.8 50

93 yntermolecularJpotentialsJforJsimulationsJofJcollisionsJofJSiNsSUJandJRsxcSbSiNsSUJionsJwithJ
fluorinatedJselfXassembledJmonolayersZJChemicalpPhysicsVJ2012VJciiVJaicXb]d 2.3 7

92 qbJinitioJandJññ– JstudyJofJtheJxsN[xNsJeliminationJchannelsJfromJvinylJcyanideZJJournalpofp
PhysicalpChemistrypAVJ2011VJaaeVJigiXhe 2.8 22

91 shemicalJtynamicsJStudyJofJN·JScatteringJfromJaJáerfluorinatedJSelfXqssembledJ onolayerZJ
JournalpofpPhysicalpChemistrypCVJ2011VJaaeVJbchagXbchc] 3.8 9

90 shemicalJtynamicsJSimulationsJofJs·binJtheJwroundJandJvirstJuxcitedJrendJStatesJsollidingJwithJaJ
áerfluorinatedJSelfXqssembledJ onolayerZJJournalpofpPhysicalpChemistrypCVJ2010VJaadVJahdeeXahdfd 3.8 12

89 tynamicsJofJ gUJUJxb·JUJxejJcaptureVJcollisionalJstabilizationJandJcollisionXinducedJdissociationZJ
JournalpofpPhysicalpChemistrypAVJ2010VJaadVJfdgbXi 2.8 9

88 qpplicationJofJtheJá fJmethodJtoJmodelingJproteinsZJJournalpofpMolecularpModelingVJ2009VJaeVJgfeXh]e 2 235

87 ymprovedJUnitedXqtomJ odelsJforJáerfluorinatedJSelfXqssembledJ onolayersZJJournalpofpPhysicalp
ChemistrypCVJ2009VJaacVJcc]]Xccab 3.8 5

86
slassicalVJquantumJandJstatisticalJsimulationsJofJvibrationallyJexcitedJx·S·RbSjJyVñVJdissociationVJ
andJimplicationsJforJ·xJUJS·RbSJkineticsJatJhighJpressuresZJPhysicalpChemistrypChemicalpPhysicsVJ2009
VJaaVJifcXgd

3.6 21

85
tynamicsJofJs·bJscatteringJoffJaJperfluorinatedJselfXassembledJmonolayerZJynfluenceJofJtheJ
incidentJcollisionJenergyVJmassJeffectsVJandJuseJofJdifferentJsurfaceJmodelsZJJournalpofpPhysicalp
ChemistrypAVJ2009VJaacVJche]Xfe

2.8 42

84
shemicalJtynamicsJSimulationsJofJunergyJ−ransferJinJsollisionsJofJárotonatedJáeptideâ��yonsJwithJaJ
áerfluorinatedJqlkylthiolJSelfXqssembledJ onolayerJSurfaceZJJournalpofpPhysicalpChemistrypCVJ2008VJ
aabVJicggXichf

3.8 35

83
ynternalJenergyJofJxslJuponJphotolysisJofJbXchloropropeneJatJaicJnmJinvestigatedJwithJ
timeXresolvedJvourierXtransformJspectroscopyJandJquasiclassicalJtrajectoriesZJJournalpofpChemicalp
PhysicsVJ2008VJabiVJbbdc]a

3.9 7

82 qpplicationJofJtheJá fJmethodJtoJmodelingJtheJsolidJstateZJJournalpofpMolecularpModelingVJ2008VJ
adVJdiiXece 2 125

81 −ranslationalJenergyJdistributionsJinJtheJphotodissociationJofJfluorobenzeneZJChemicalpPhysicsVJ
2008VJcdiVJbaiXbbe 2.3 6

80 ynelasticJscatteringJdynamicsJofJqrJfromJaJperfluorinatedJselfXassembledJmonolayerJsurfaceZJ
JournalpofpPhysicalpChemistrypAVJ2007VJaaaVJabgheXid 2.8 32

79 xydrogenJtransferJvsJprotonJtransferJinJgXhydroxyXquinolineZRNxcScjJaJsqSSsv[sqSá−bJstudyZJ
JournalpofpPhysicalpChemistrypAVJ2007VJaaaVJei]gXab 2.8 25

78
tirectXdynamicsJV−S−JstudyJofJtheJ[aVg]JhydrogenJshiftJinJgXmethyloctaXaVcRZSVeRZSXtrieneZJqJmodelJ
systemJforJtheJhydrogenJtransferJreactionJinJprevitaminJtcZJJournalpofpPhysicalpChemistrypAVJ2007VJ
aaaVJgaiXbe

2.8 14

77 ñepresentingJandJselectingJvibrationalJangularJmomentumJstatesJforJquasiclassicalJtrajectoryJ
chemicalJdynamicsJsimulationsZJJournalpofpPhysicalpChemistrypAVJ2007VJaaaVJa]bibXc]a 2.8 3
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76 shemicalJtynamicsJSimulationsJofJs·bScatteringJoffJaJvluorinatedJSelfXqssembledJ onolayerJ
SurfaceZJJournalpofpPhysicalpChemistrypCVJ2007VJaaaVJcedXcfd 3.8 66

75 qbJinitioJandJññ– JstudyJofJtheJeliminationJofJxvJandJxslJfromJchlorofluoroethyleneZJChemicalp
PhysicspLettersVJ2007VJdceVJagfXaha 2.5 7

74 ·ptimizationJofJparametersJforJsemiempiricalJmethodsJVjJmodificationJofJNtt·JapproximationsJ
andJapplicationJtoJg]JelementsZJJournalpofpMolecularpModelingVJ2007VJacVJaagcXbac 2 2577

73 ñ ajJaJreparameterizationJofJq aJforJxVJsVJNVJ·VJáVJSVJvVJslVJrrVJandJyZJJournalpofpComputationalp
ChemistryVJ2006VJbgVJaa]aXaa 3.5 571

72 qccelerationJofJslassicalJ echanicsJbyJáhaseJSpaceJsonstraintsZJJournalpofpChemicalpTheorypandp
ComputationVJ2006VJbVJiabXi 6.4 23

71 íuasiclassicalJtrajectoryJstudyJofJtheJcollisionXinducedJdissociationJdynamicsJofJqrJUJsxcSxUJusingJ
anJabJinitioJinterpolatedJpotentialJenergyJsurfaceZJJournalpofpPhysicalpChemistrypAVJ2006VJaa]VJabbeXca 2.8 21

70
−rajectoryJdynamicsJstudyJofJcollisionXinducedJdissociationJofJtheJqrJUJsxdJreactionJatJ
hyperthermalJconditionsjJvibrationalJexcitationJandJisotopeJsubstitutionZJJournalpofpPhysicalp
ChemistrypAVJ2006VJaa]VJgaacXba

2.8 2

69 ñotationalJdistributionsJofJxrrJinJtheJphotodissociationJofJvinylJbromideJatJaicJnmjJqnJ
investigationJbyJdirectJquasiclassicalJtrajectoryJcalculationsZJChemicalpPhysicspLettersVJ2006VJdbeVJbbXbg 2.5 8

68 ·nJtheJconformationalJmemoryJinJtheJphotodissociationJofJformicJacidZJJournalpofpPhysicalp
ChemistrypAVJ2005VJa]iVJbhcfXi 2.8 18

67 −rajectoryJdynamicsJstudyJofJtheJqrJUJsxdJdissociationJreactionJatJhighJtemperaturesjJtheJ
importanceJofJzeroXpointXenergyJeffectsZJJournalpofpPhysicalpChemistrypAVJ2005VJa]iVJedaeXbc 2.8 42

66 íuasiclassicalJtrajectoryJstudyJofJtheJvJUJsxdJreactionJdynamicsJonJaJdualXlevelJinterpolatedJ
potentialJenergyJsurfaceZJJournalpofpPhysicalpChemistrypAVJ2005VJa]iVJhdeiXg] 2.8 51

65 −heoreticalJinvestigationsJonJtheJvibronicJcouplingJbetweenJtheJelectronicJstatesJS]JandJSaJofJ
formicJacidJincludingJtheJphotodissociationJatJbdhJnmZJChemicalpPhysicspLettersVJ2005VJd]gVJaffXag] 2.5 8

64 áhotodissociationJofJformicJacidjJqJtrajectoryJsurfaceJhoppingJstudyZJChemicalpPhysicspLettersVJ2005VJ
dabVJceXd] 2.5 19

63 íuasiclassicalJtrajectoryJcalculationsJonJtheJphotodissociationJofJsvbsxslJatJaicJnmjJproductJ
energyJdistributionsJforJtheJxvJandJxslJeliminationsZJJournalpofpChemicalpPhysicsVJ2005VJabbVJa]dcaf 3.9 7

62 íuasiclassicalJdynamicsJsimulationJofJtheJcollisionXinducedJdissociationJofJsrRs·SfJUJwithJXeZJ
JournalpofpChemicalpPhysicsVJ2005VJabcVJaedcaa 3.9 44

61 UseJofJSemiempiricalJ ethodsJforJtetectingJqnomaliesJinJñeportedJunthalpiesJofJvormationJofJ
·rganicJsompoundsZJJournalpofpPhysicalpandpChemicalpReferencepDataVJ2004VJccVJgacXgbd 4.3 24

60 íuasiclassicalJtrajectoryJstudyJofJtheJcollisionXinducedJdissociationJofJsxcSxUJUJqrZJJournalpofp
ChemicalpPhysicsVJ2004VJabaVJbegaXg 3.9 26

59 ñovibrationalJdistributionsJofJxvJinJtheJphotodissociationJofJvinylJfluorideJatJaicJnmjJaJdirectJ ábJ
quasiclassicalJtrajectoryJstudyZJJournalpofpChemicalpPhysicsVJ2004VJabaVJeagiXhb 3.9 14
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58 somparisonJofJtheJaccuracyJofJsemiempiricalJandJsomeJtv−JmethodsJforJpredictingJheatsJofJ
formationZJJournalpofpMolecularpModelingVJ2004VJa]VJfXab 2 95

57 ·ptimizationJofJparametersJforJsemiempiricalJmethodsJyVjJextensionJofJ Nt·VJq aVJandJá cJtoJ
moreJmainJgroupJelementsZJJournalpofpMolecularpModelingVJ2004VJa]VJaeeXfd 2 213

56 NewJinterpretationJofJgroundXJandJexcitedXstateJtunnelingJsplittingJinJ
bXpyridone´•bXhydroxypyridineZJChemicalpPhysicspLettersVJ2004VJchfVJcifXd]b 2.5 15

55 vurtherJinvestigationJofJtheJxslJeliminationJinJtheJphotodissociationJofJvinylJchlorideJatJaicJnmjJaJ
directJ áb[fXcawRdVpSJtrajectoryJstudyZJChemicalpPhysicspLettersVJ2004VJchfVJbbeXbcb 2.5 22

54 ññ– JandJdirectJ áb[fXcawRdVpSJquasiclassicalJtrajectoryJstudyJofJtheJxbJeliminationJinJtheJ
photodissociationJofJvinylJchlorideJatJaicJnmZJChemicalpPhysicspLettersVJ2004VJcifVJddbXddg 2.5 8

53 tirectJdynamicsJstudyJofJtheJphotodissociationJofJtripletJpropanalJatJthresholdZJChemicalpPhysicsp
LettersVJ2003VJchaVJcgXdd 2.5 12

52 ároductJenergyJdistributionsJfromJethyleneJphotodissociationJatJaicJnmjJaJtv−JdirectJclassicalJ
trajectoryJstudyZJChemicalpPhysicspLettersVJ2003VJcfiVJaXg 2.5 4

51 qJdirectJtv−JdynamicsJstudyJofJtheJphotodissociationJofJtripletJacetaldehydeZJChemicalpPhysicsp
LettersVJ2003VJcgeVJeiaXeig 2.5 12

50 tissociationJofJtifluoroethylenesZJyZJwlobalJáotentialJunergyJSurfaceVJññ– VJandJV−S−JsalculationsZJ
JournalpofpPhysicalpChemistrypAVJ2003VJa]gVJachiXacig 2.8 18

49 qJtirectJslassicalJ−rajectoryJStudyJofJxslJuliminationJfromJtheJaicJnmJáhotodissociationJofJVinylJ
shlorideZJJournalpofpPhysicalpChemistrypAVJ2003VJa]gVJgfaaXgfah 2.8 22

48 tissociationJofJtifluoroethylenesZJyyZJtirectJslassicalJ−rajectoryJStudyJofJtheJxvJuliminationJfromJ
aVbXtifluoroethyleneZJJournalpofpPhysicalpChemistrypAVJ2003VJa]gVJacihXad]d 2.8 23

47 tynamicsJcalculationsJforJtheJslUsbxfJabstractionJreactionjJ−hermalJrateJconstantsJandJkineticJ
isotopeJeffectsZJJournalpofpChemicalpPhysicsVJ2003VJaahVJfbh]Xfbhh 3.9 21

46 íuasiXclassicalJtrajectoryJstudyJofJxbJeliminationJinJtheJphotodissociationJofJdifluoroethylenesJatJ
aicJnmZJJournalpofpChemicalpPhysicsVJ2003VJaahVJfidaXfide 3.9 10

45 qJdirectJclassicalJtrajectoryJstudyJofJtheJacetoneJphotodissociationJonJtheJtripletJsurfaceZJJournalpofp
ChemicalpPhysicsVJ2003VJaaiVJa]fahXa]fbe 3.9 12

44 ñateJconstantsJforJtheJsxc·JUJN·JXnJsxc·N·JreactionJbyJclassicalJtrajectoryJandJcanonicalJ
variationalJtransitionJstateJtheoryJcalculationsZJJournalpofpPhysicalpOrganicpChemistryVJ2002VJaeVJabcXabi 2.1 4

43 tissociationJofJethyleneJandJseveralJdeuteratedJderivativesJatJaicJandJaegJnmJbyJdirectJclassicalJ
trajectoriesZJChemicalpPhysicspLettersVJ2002VJcecVJdahXdbe 2.5 15

42 ñateJconstantsJandJkineticJisotopeJeffectsJforJslUsxdXnslxUsxcjJaJcomparisonJbetweenJLSsXyVñJandJ
statisticalJtheoriesZJChemicalpPhysicspLettersVJ2002VJcf]VJeiXfd 2.5 7

41 −heJroleJofJaromaticityJinJtheJplanarityJofJlumiflavinZJJournalpofpOrganicpChemistryVJ2002VJfgVJfcdgXeb 4.2 31
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40 qJ−heoreticalJStudyJofJtheJtynamicsJofJtheJSJUJcXscxJñeactionZJJournalpofpPhysicalpChemistrypAVJ
2002VJa]fVJhhaaXhhai 2.8 4

39 UnimolecularJreactionJdynamicsJofJxS·ZJqnalysisJofJtheJinfluenceJofJdifferentJbarrierJsamplingsJonJ
theJproductJenergyJdistributionsZJPhysicalpChemistrypChemicalpPhysicsVJ2002VJdVJbgiXbhg 3.6 18

38 tinˆ¡micaJdeJreaccionesJunimolecularesJenJfaseJgasjJtesviacionesJdelJcomportamientoJestadˆ›sticoZJ
QuimicapNovaVJ2002VJbeVJegiXehh 1.6 4

37 ñateJconstantsJandJisotopeJeffectsJforJtheJsxcUxbXnsxdUxJreactionJbyJanJapproximateJ
semiclassicalJinitialXvalueJrepresentationJmethodZJChemicalpPhysicspLettersVJ2001VJcdaVJceaXceg 2.5 6

36 ároductJenergyJdistributionsJforJtheJfourXcenterJxvJeliminationJfromJaVaXdifluoroethyleneZJqJdirectJ
dynamicsJstudyZJChemicalpPhysicspLettersVJ2001VJcdhVJhaXhh 2.5 20

35 qbJynitioJsalculationsJonJtheJVinylJvluorideJvragmentationJñeactionsZJStructuralpChemistryVJ2001VJabVJieXa]]1.8 16

34 qJdirectJdynamicsJstudyJofJtheJxbJeliminationJfromJbVeXdihydrofuranZJJournalpofpChemicalpPhysicsVJ
2001VJaaeVJghgbXghh] 3.9 6

33 −heJunimolecularJdissociationJofJtheJpropionylJradicaljJqJclassicalJdynamicsJstudyZJJournalpofp
ChemicalpPhysicsVJ2001VJaadVJcedfXceec 3.9 4

32 qnharmonicJíuasiclassicalJrarrierJSamplingsJinJ−rajectoryJsalculationsJandJ−heirJynfluenceJonJtheJ
somputedJároductJunergyJtistributionsZJJournalpofpPhysicalpChemistrypAVJ2001VJa]eVJdh]hXdhac 2.8 5

31 SingleXValuedJt ruJáotentialJunergyJSurfaceJforJxS·j´ JqJtistributednXrodyJáolynomialJqpproachZJ
JournalpofpPhysicalpChemistrypAVJ2001VJa]eVJeibcXeicb 2.8 60

30
wuidelinesJforJpreservationJofJmethodologicalJchoicesJinJtheJpublicationJofJcomputationalJresultsjJ
rZJSemiempiricalJelectronicJstructureJcalculationsR−echnicalJreportSZJPurepandpAppliedpChemistryVJ
2000VJgbVJaddiXadeb

2.1 2

29 tirectJdynamicsJsimulationJofJtheJmethanethiolJcationJdecompositionZJChemicalpPhysicspLettersVJ
2000VJcbdVJhhXid 2.5 9

28 −hreeXcenterJvsZJfourXcenterJxvJeliminationJfromJvinylJfluoridejJaJdirectJdynamicsJstudyZJChemicalp
PhysicspLettersVJ2000VJccbVJehcXei] 2.5 20

27 ñotationalJeffectsJinJtheJunimolecularJdissociationJofJtheJacetylJradicalZJChemicalpPhysicspLettersVJ
2000VJcafVJdgaXdgf 2.5 6

26 qbJinitioJandJññ– JcalculationsJonJtheJdissociationJofJtheJpropionylJradicalZJJournalpofpMolecularp
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