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n Paper IF Citations

150 themicallyJaccurateJsimulationJofJaJprototypicalJsurfaceJreactionkJycJdissociationJonJtuRbbbSXJ
ScienceVJ2009VJdcgVJidcWe 33.3 282

149 rtomicJandJmolecularJhydrogenJinteractingJwithJPtRbbbSXJJournalsofsChemicalsPhysicsVJ1999VJbbbVJbbbffWbbbgd3.9 176

148 ReactiveJandJnonreactiveJscatteringJofJycJfromJaJmetalJsurfaceJisJelectronicallyJadiabaticXJScienceVJ
2006VJdbcVJigWj 33.3 173

147 PredictingJcatalysiskJunderstandingJammoniaJsynthesisJfromJfirstWprinciplesJcalculationsXJJournalsofs
PhysicalsChemistrysBVJ2006VJbbaVJbhhbjWdf 3.4 168

146 QuantumJtheoryJofJdissociativeJchemisorptionJonJmetalJsurfacesXJAccountssofsChemicalsResearchVJ
2002VJdfVJbjdWcaa 24.3 154

145 tonstructingJaccurateJpotentialJenergyJsurfacesJforJaJdiatomicJmoleculeJinteractingJwithJaJsolidJ
surfacekJycUPtRbbbSJandJycUtuRbaaSXJJournalsofsChemicalsPhysicsVJ2002VJbbgVJdiebWdiff 3.9 127

144 QuantumJandJclassicalJdynamicsJofJreactiveJscatteringJofJycJfromJmetalJsurfacesXJChemicalsSocietys
ReviewsVJ2016VJefVJdgfiWhaa 58.5 116

143
rbJznitioJ×olecularJuynamicsJtalculationsJversusJQuantumWStateWResolvedJvxperimentsJonJtyudJUJ
PtRbbbSkJ₂ewJznsightsJintoJaJPrototypicalJxasWSurfaceJReactionXJJournalsofsPhysicalsChemistrysLetters
VJ2014VJfVJbcjeWj

6.4 112

142 SixWuimensionalJQuantumJuynamicsJofJuissociativeJthemisorptionJofJRJvnaVJjnaSJycJonJtuRbaaSXJ
PhysicalsReviewsLettersVJ1997VJhiVJdfidWdfig 7.4 109

141 ReactiveJandJdiffractiveJscatteringJofJycJfromJPtRbbbSJstudiedJusingJaJsixWdimensionalJwaveJpacketJ
methodXJJournalsofsChemicalsPhysicsVJ2002VJbbhVJfiifWfiji 3.9 107

140 TheoreticalJStudyJofJStableVJuefectWwreeJRTi−cSn₂anoparticlesJwithnnJbaâ��bgXJJournalsofsPhysicals
ChemistrysCVJ2007VJbbbVJbgiaiWbgibh 3.8 106

139 rnJanalyticalJsixWdimensionalJpotentialJenergyJsurfaceJforJdissociationJofJmolecularJhydrogenJonJ
tuRbaaSXJJournalsofsChemicalsPhysicsVJ1996VJbaeVJhdeeWhdfi 3.9 106

138 rccurateJ₂euralJ₂etworkJuescriptionJofJSurfaceJPhononsJinJReactiveJxasWSurfaceJuynamicskJ₂JUJ
RuRaaabSXJJournalsofsPhysicalsChemistrysLettersVJ2017VJiVJcbdbWcbdg 6.4 103

137 wrontiersJinJsurfaceJscatteringJsimulationsXJScienceVJ2008VJdcbVJhjeWh 33.3 101

136 vlectronicJfrictionJdominatesJhydrogenJhotWatomJrelaxationJonJPdRbaaSXJPhysicalsReviewsLettersVJ
2014VJbbcVJbadcad 7.4 97

135 themicallyJrccurateJSimulationJofJaJPolyatomicJ×oleculeW×etalJSurfaceJReactionXJJournalsofs
PhysicalsChemistrysLettersVJ2016VJhVJceacWg 6.4 93

134 vffectJofJsurfaceJmotionJonJtheJrotationalJquadrupoleJalignmentJparameterJofJucJreactingJonJ
tuRbbbSXJPhysicalsReviewsLettersVJ2012VJbaiVJcdgbae 7.4 89
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133 ×ultidimensionalJeffectsJonJdissociationJofJ₂cJonJRuRaaabSXJPhysicalsReviewsLettersVJ2006VJjgVJajgbac 7.4 85

132 SixWdimensionalJdynamicsJstudyJofJreactiveJandJnonJreactiveJscatteringJofJyRcSJfromJtuRbbbSJusingJaJ
chemicallyJaccurateJpotentialJenergyJsurfaceXJPhysicalsChemistrysChemicalsPhysicsVJ2010VJbcVJgejjWfbj 3.6 82

131 rpplicationJofJtheJmodifiedJShepardJinterpolationJmethodJtoJtheJdeterminationJofJtheJpotentialJ
energyJsurfaceJforJaJmoleculeWsurfaceJreactionkJycJUJPtRbbbSXJJournalsofsChemicalsPhysicsVJ2004VJbcaVJcdjcWeae3.9 81

130 TheoreticalJcalculationJofJtheJenergyJofJformationJofJLisyeXJChemicalsPhysicssLettersVJ2005VJeafVJhdWhi 2.5 79

129 SzXWuz×v₂Sz−₂rLJuY₂r×ztSJ−wJuzSS−tzrTzVvJtyv×zS−RPTz−₂J−wJycJ−₂J×vTrLJSURwrtvSXJ
JournalsofsTheoreticalsandsComputationalsChemistryVJ2005VJaeVJejdWfib 1.8 76

128 uissociativeJchemisorptionJofJmethaneJonJmetalJsurfaceskJtestsJofJdynamicalJassumptionsJusingJ
quantumJmodelsJandJabJinitioJmolecularJdynamicsXJJournalsofsChemicalsPhysicsVJ2014VJbebVJafebac 3.9 75

127 TowardsJchemicallyJaccurateJsimulationJofJmoleculeWsurfaceJreactionsXJPhysicalsChemistrysChemicals
PhysicsVJ2012VJbeVJbejggWib 3.6 73

126 SixWdimensionalJquantumJdynamicsJofJdissociativeJchemisorptionJofJycJonJtuRbaaSXJJournalsofs
ChemicalsPhysicsVJ1997VJbahVJddajWddcd 3.9 68

125 znWplaneJandJoutWofWplaneJdiffractionJofJyRcSJfromJmetalJsurfacesXJPhysicalsReviewsLettersVJ2004VJjdVJcegbae7.4 68

124 SsybakJrJsenchmarkJuatabaseJofJsarrierJyeightsJonJTransitionJ×etalJSurfacesXJJournalsofsPhysicals
ChemistrysCVJ2017VJbcbVJbjiahWbjibf 3.8 67

123
ReactiveJscatteringJofJycJfromJtuRbaaSkJcomparisonJofJdynamicsJcalculationsJbasedJonJtheJspecificJ
reactionJparameterJapproachJtoJdensityJfunctionalJtheoryJwithJexperimentXJJournalsofsChemicals
PhysicsVJ2013VJbdiVJaeehai

3.9 66

122 SurfaceJReactionJsarriometrykJ×ethaneJuissociationJonJwlatJandJSteppedJTransitionW×etalJ
SurfacesXJJournalsofsPhysicalsChemistrysLettersVJ2017VJiVJebhhWebic 6.4 64

121 QuantumJdynamicsJofJdissociativeJchemisorptionJofJtyReSJonJ₂iRbbbSkJznfluenceJofJtheJbendingJ
vibrationXJJournalsofsChemicalsPhysicsVJ2010VJbddVJbeedai 3.9 64

120 SixWdimensionalJquantumJdynamicsJofJscatteringJofJRvnaVJjnaSJycJfromJPtRbbbSkJcomparisonJtoJ
experimentJandJtoJclassicalJdynamicsJresultsXJChemicalsPhysicssLettersVJ2001VJdehVJchhWcie 2.5 63

119 uissociationJofJycJonJtuRbaaSkJuynamicsJonJaJnewJtwoWdimensionalJpotentialJenergyJsurfaceXJ
JournalsofsChemicalsPhysicsVJ1995VJbacVJdihdWdiid 3.9 63

118 TowardJaJuatabaseJofJthemicallyJrccurateJsarrierJyeightsJforJReactionsJofJ×oleculesJwithJ×etalJ
SurfacesXJJournalsofsPhysicalsChemistrysLettersVJ2015VJgVJebagWbe 6.4 61

117 SixWdimensionalJquantumJdynamicsJofJdissociativeJchemisorptionJofJycJonJRuRaaabSXJJournalsofs
ChemicalsPhysicsVJ2005VJbccVJeehab 3.9 59

116 ×olecularJdynamicsJsimulationsJofJtheJiceJtemperatureJdependenceJofJwaterJiceJphotodesorptionXJ
JournalsofsChemicalsPhysicsVJ2010VJbdcVJbiefba 3.9 56
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115 RovibrationallyJinelasticJscatteringJofJRvnbVJjnbSJycJfromJtuRbaaSkJvxperimentJandJtheoryXJJournalsofs
ChemicalsPhysicsVJ2001VJbbeVJejf 3.9 56

114 ×ultiWdimensionalJpotentialJenergyJsurfaceJdeterminationJbyJmodifiedJShepardJinterpolationJforJaJ
moleculeâ��surfaceJreactionkJycJUJPtRbJbJbSXJChemicalsPhysicssLettersVJ2003VJdhgVJfggWfhf 2.5 54

113 TheJeffectJofJtheJexchangeWcorrelationJfunctionalJonJycJdissociationJonJRuRaaabSXJJournalsofs
ChemicalsPhysicsVJ2014VJbeaVJaiehac 3.9 51

112 yydrogenJdissociationJonJtuRbbbSkJtheJinfluenceJofJlatticeJmotionXJPartJzXJPhysicalsChemistrys
ChemicalsPhysicsVJ2011VJbdVJeffcWgb 3.6 50

111 tompetitionJbetweenJvibrationalJexcitationJandJdissociationJinJcollisionsJofJycJwithJtuRbaaSXJ
PhysicalsReviewsBVJ1996VJfdVJbadjhWbaeab 3.3 49

110
₂ewJresultsJforJtheJ−yJRnuJnJaVjJnJaSJUJt−JRnuJnJaVjJnJaSJWWoJyJUJt−cJreactionkJwiveWJandJ
fullWdimensionalJquantumJdynamicalJstudyJonJseveralJpotentialJenergyJsurfacesXJJournalsofs
ChemicalsPhysicsVJ2004VJbcaVJecgdWhc

3.9 48

109 RotationalJeffectsJinJdissociationJofJycJonJPdRbbbSkJQuantumJandJclassicalJstudyXJJournalsofs
ChemicalsPhysicsVJ2003VJbbjVJbcffdWbcfgc 3.9 48

108
uynamicsJonJSixWuimensionalJPotentialJvnergyJSurfacesJforJycYtuRbbbSkJtorrugationJReducingJ
ProcedureJversusJ×odifiedJShepardJznterpolationJ×ethodJandJPWjbJversusJRPsvXJJournalsofs
PhysicalsChemistrysCVJ2010VJbbeVJbbbjcWbbcab

3.8 47

107 SixWdimensionalJquantumJdynamicsJofJscatteringJofJRvnaVjnaSJycJandJucJfromJtuRbbbSkJtestJofJtwoJ
LvPSJpotentialJenergyJsurfacesXJChemicalsPhysicssLettersVJ2002VJdgaVJdjaWdjj 2.5 47

106 rpplicationJofJanJefficientJasymptoticJanalysisJmethodJtoJmoleculeâ��surfaceJscatteringXJJournalsofs
ChemicalsPhysicsVJ1995VJbadVJbcbgWbccf 3.9 47

105
rpparentJfailureJofJtheJsornW−ppenheimerJstaticJsurfaceJmodelJforJvibrationalJexcitationJofJ
molecularJhydrogenJonJcopperXJProceedingssofsthesNationalsAcademysofsSciencessofsthesUnitedsStatess
ofsAmericaVJ2010VJbahVJcaiibWg

11.5 45

104 ×ethaneJdissociationJonJPtRbbbSkJSearchingJforJaJspecificJreactionJparameterJdensityJfunctionalXJ
JournalsofsChemicalsPhysicsVJ2016VJbeeVJaeehac 3.9 45

103 QuasiharmonicJapproximationJappliedJtoJLisyeJandJitsJdecompositionJproductsXJPhysicalsReviewsBVJ
2006VJhdVJ 3.3 44

102 ThermalJlatticeJexpansionJeffectJonJreactiveJscatteringJofJycJfromJtuRbbbSJatJTRsSJnJjcfJ–XJJournals
ofsPhysicalsChemistrysAVJ2013VJbbhVJihhaWib 2.8 43

101
rccurateJProbabilitiesJforJyighlyJrctivatedJReactionJofJPolyatomicJ×oleculesJonJSurfacesJUsingJaJ
yighWuimensionalJ₂euralJ₂etworkJPotentialkJtyuJUJtuRbbbSXJJournalsofsPhysicalsChemistrysLettersVJ
2019VJbaVJbhgdWbhgi

6.4 42

100 rdiabaticJvnergyJLossJinJyyperthermalJyJrtomJtollisionsJwithJtuJandJrukJrJsasisJforJTestingJtheJ
zmportanceJofJ₂onadiabaticJvnergyJLossXJJournalsofsPhysicalsChemistrysLettersVJ2013VJeVJdhdfWdhea 6.4 42

99 vnigmaticJytlJUJruRbbbSJReactionkJrJPuzzleJforJTheoryJandJvxperimentXJJournalsofsPhysicals
ChemistrysCVJ2016VJbcaVJcfhgaWcfhhj 3.8 40

98 VibrationalJdeexcitationJandJrotationalJexcitationJofJycJandJucJscatteredJfromJtuRbbbSkJadiabaticJ
versusJnonWadiabaticJdynamicsXJJournalsofsChemicalsPhysicsVJ2012VJbdhVJagehah 3.9 40
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97 ReactiveJandJnonreactiveJscatteringJofJ₂cJfromJRuRaaabSkJaJsixWdimensionalJadiabaticJstudyXJJournals
ofsChemicalsPhysicsVJ2006VJbcfVJbbehag 3.9 40

96 PerformanceJofJaJ₂onWLocalJvanJderJWaalsJuensityJwunctionalJonJtheJuissociationJofJycJonJ×etalJ
SurfacesXJJournalsofsPhysicalsChemistrysAVJ2015VJbbjVJbcbegWfi 2.8 37

95 uiffusionJ×onteJtarloJforJrccurateJuissociationJvnergiesJofJddJTransitionJ×etalJtontainingJ
×oleculesXJJournalsofsChemicalsTheorysandsComputationVJ2016VJbcVJcfidWjh 6.4 37

94 rbJinitioJmolecularJdynamicsJcalculationsJonJscatteringJofJhyperthermalJyJatomsJfromJtuRbbbSJandJ
ruRbbbSXJJournalsofsChemicalsPhysicsVJ2014VJbebVJafehaf 3.9 37

93 uissociativeJchemisorptionJofJmethaneJonJ₂iRbbbSJusingJaJchemicallyJaccurateJfifteenJdimensionalJ
potentialJenergyJsurfaceXJPhysicalsChemistrysChemicalsPhysicsVJ2017VJbjVJdafeaWdaffa 3.6 36

92 TheJinfluenceJofJsurfaceJmotionJonJtheJdirectJsubsurfaceJabsorptionJofJycJonJPdRbbbSXJJournalsofs
ChemicalsPhysicsVJ1997VJbahVJbagfcWbaggb 3.9 36

91 uissociativeJchemisorptionJofJycJonJtheJtuRbbaSJsurfacekJaJquantumJandJquasiclassicalJdynamicalJ
studyXJJournalsofsChemicalsPhysicsVJ2007VJbchVJbgehcc 3.9 36

90 themicallyJaccurateJsimulationJofJdissociativeJchemisorptionJofJucJonJPtRbJbJbSXJChemicalsPhysicss
LettersVJ2017VJgidVJdcjWddf 2.5 33

89 −rbitalWuependentJvlectronicJwrictionJSignificantlyJrffectsJtheJuescriptionJofJReactiveJScatteringJ
ofJ₂JfromJRuRaaabSXJJournalsofsPhysicalsChemistrysLettersVJ2019VJbaVJcjfhWcjgc 6.4 33

88 SignaturesJofJsiteWspecificJreactionJofJycJonJtuRbaaSXJJournalsofsChemicalsPhysicsVJ2002VJbbhVJgghdWggih 3.9 33

87 QuantumJdynamicsJofJtheJdissociationJofJycJonJtuRbaaSkJdependenceJofJtheJsiteWreactivityJonJinitialJ
rovibrationalJstateXJFaradaysDiscussionsVJ2000VJbajWdclJdiscussionJbgbWij 3.6 33

86 uiffractiveJandJreactiveJscatteringJofJycJfromJRuRaaabSkJexperimentalJandJtheoreticalJstudyXJ
PhysicalsChemistrysChemicalsPhysicsVJ2011VJbdVJifidWjh 3.6 32

85 ×olecularJknifeJthrowingkJaimingJforJdissociationJatJspecificJsurfaceJsitesJthroughJstateWselectionXJ
ChemicalsPhysicssLettersVJ2000VJdciVJdbhWdce 2.5 31

84 TheJeffectJofJcorrugationJonJtheJquantumJdynamicsJofJdissociativeJandJdiffractiveJscatteringJofJycJ
fromJPtRbbbSXJJournalsofsChemicalsPhysicsVJ2000VJbbdVJidaaWidbc 3.9 31

83 uissociationJandJrecombinationJofJuâ��JonJtuRbbbSkJabJinitioJmolecularJdynamicsJcalculationsJandJ
improvedJanalysisJofJdesorptionJexperimentsXJJournalsofsChemicalsPhysicsVJ2014VJbebVJbcehaf 3.9 30

82 rccuracyJofJtrajectoryJmethodsJforJactivatedJadsorptionJofJycJonJtuRbaaSXJChemicalsPhysicssLettersVJ
1998VJcjgVJfbfWfca 2.5 30

81 uiffractiveJandJreactiveJscatteringJofJRvnaVJjnaSJyuJfromJPtRbbbSkJSixWdimensionalJquantumJ
dynamicsJcomparedJwithJexperimentXJJournalsofsChemicalsPhysicsVJ2003VJbbiVJebjaWebjh 3.9 30

80 RotationalJvffectsJonJVibrationalJvxcitationJofJycJonJtuRbaaSXJPhysicalsReviewsLettersVJ1999VJicVJbebaWbebd7.4 30

(1999-2006)
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79 PerformanceJofJaJfullyJcloseWcoupledJwaveJpacketJmethodJforJtheJycULiwRaabSJmodelJproblemXJ
JournalsofsChemicalsPhysicsVJ1995VJbacVJffbcWffce 3.9 30

78 PerformanceJofJcloseWcoupledJwaveJpacketJmethodsJforJmoleculeWcorrugatedJsurfaceJscatteringXJ
JournalsofsChemicalsPhysicsVJ1995VJbadVJfbcbWfbdg 3.9 29

77 uissociativeJandJdiffractiveJscatteringJofJycJfromJPtRbbbSkJrJfourWdimensionalJquantumJdynamicsJ
studyXJJournalsofsChemicalsPhysicsVJ2002VJbbgVJjedfWjeei 3.9 28

76 rJclassicalJstudyJofJrotationalJeffectsJinJdissociationJofJycJonJtuRbaaSXJPhysicalsChemistrysChemicals
PhysicsVJ1999VJbVJbdfjWbdhe 3.6 28

75 SurfaceJTemperatureJvffectsJonJuissociativeJthemisorptionJofJycJonJtuRbaaSXJJournalsofsPhysicals
ChemistrysCVJ2013VJbbhVJiifbWiigd 3.8 27

74 rJclassicalJdynamicsJmethodJforJycJdiffractionJfromJmetalJsurfacesXJJournalsofsChemicalsPhysicsVJ
2005VJbccVJbfehag 3.9 27

73 TheoreticalJReactionJuynamicsJStudyJofJtheJvffectJofJVibrationalJvxcitationJofJt−JonJtheJ−yJUJt−JWoJ
yJUJt−cReactionâ� XJJournalsofsPhysicalsChemistrysAVJ2004VJbaiVJighcWigib 2.8 27

72 SixWdimensionalJquantumJdynamicsJofJRvnaVjnaSucJandJofJRvnbVjnaSycJscatteringJfromJtubbbXJ
JournalsofsChemicalsPhysicsVJ2005VJbccVJcbehaj 3.9 27

71 TheoreticalJrateJconstantsJforJtheJ−yUt−WoyUt−cJreactionJusingJvariationalJtransitionJstateJtheoryJ
onJanalyticalJpotentialJenergyJsurfacesXJJournalsofsChemicalsPhysicsVJ2002VJbbhVJihdgWihee 3.9 27

70 rJgeneralJmethodJforJcontrollingJandJresolvingJrotationalJorientationJofJmoleculesJinJ
moleculeWsurfaceJcollisionsXJNaturesCommunicationsVJ2017VJiVJbfdfh 17.4 26

69 StickingJofJytlJtoJiceJatJhyperthermalJenergieskJuependenceJonJincidenceJenergyVJincidenceJangleVJ
andJsurfaceJtemperatureXJJournalsofsChemicalsPhysicsVJ2001VJbbfVJeicWejb 3.9 26

68 tomputationalJapproachesJtoJdissociativeJchemisorptionJonJmetalskJtowardsJchemicalJaccuracyXJ
PhysicalsChemistrysChemicalsPhysicsVJ2021VJcdVJijgcWjaei 3.6 26

67 wullWdimensionalJquantalJinitialJstateWselectedJreactionJprobabilitiesJR†naSJforJtheJreactionJ
−yRvnaVjnaSUt−RvnaVjnaSWot−cUyXJChemicalsPhysicssLettersVJ2002VJdfcVJcibWcih 2.5 25

66 QuantumJ×onteJtarloJtalculationsJonJaJsenchmarkJ×oleculeW×etalJSurfaceJReactionkJyJUJtuRbbbSXJ
JournalsofsChemicalsTheorysandsComputationVJ2017VJbdVJdcaiWdcbj 6.4 24

65 QuantumJdynamicalJstudyJofJtheJycJandJucJdissociativeJadsorptionJandJdiffractionJfromJtheJ₂irlJ
RbbaSJalloyJsurfaceXJPhysicalsReviewsBVJ2006VJhdVJ 3.3 24

64 rnomalousJuependenceJofJtheJReactivityJonJtheJPresenceJofJStepskJuissociationJofJuJonJtuRcbbSXJ
JournalsofsPhysicalsChemistrysLettersVJ2018VJjVJbhaWbhf 6.4 23

63
ReactiveJscatteringJofJycJfromJtuRbaaSkJsixWdimensionalJquantumJdynamicsJresultsJforJreactionJandJ
scatteringJobtainedJwithJaJnewVJaccuratelyJfittedJpotentialWenergyJsurfaceXJJournalsofsChemicals
PhysicsVJ2004VJbcbVJbbdhjWih

3.9 23

62 VibrationalJvxcitationJofJyJScatteringJfromJtuRbbbSkJvffectsJofJSurfaceJTemperatureJandJofJ
rllowingJvnergyJvxchangeJwithJtheJSurfaceXJJournalsofsPhysicalsChemistrysCVJ2017VJbcbVJbdgbhWbdgdd 3.8 22
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61 RotationalJeffectsJonJtheJdissociationJdynamicsJofJtyudJonJPtRbbbSXJPhysicalsChemistrysChemicals
PhysicsVJ2016VJbiVJibheWif 3.6 22

60 ×ulticonfigurationJtimeWdependentJyartreeJmethodJappliedJtoJmolecularJdissociationJonJsurfaceskJ
ycJUJPtRbbbSXJJournalsofsChemicalsPhysicsVJ2006VJbceVJhehag 3.9 22

59 QuantumJandJclassicalJdynamicsJofJycJscatteringJfromJPdRbbbSJatJoffWnormalJincidenceXJPhysicals
ReviewsBVJ2005VJhcVJ 3.3 22

58 TheJyâ��uJisotopeJeffectJinJtheJstabilityJofJlithiumJalanateXJChemicalsPhysicssLettersVJ2006VJecdVJbacWbaf 2.5 21

57 RoleJofJt−JvibrationJinJtheJcomplexWformingJ−yUt−WoyUt−cJreactionXJPhysicalsReviewsAVJ2004VJhaVJ 2.6 21

56 ReactiveJandJ₂onreactiveJScatteringJofJytlJfromJruRbbbSkJrnJrbJznitioJ×olecularJuynamicsJStudyXJ
JournalsofsPhysicalsChemistrysCVJ2019VJbcdVJccihWccjj 3.8 21

55
SpecificJReactionJParameterJuensityJwunctionalJsasedJonJtheJ×etaWxeneralizedJxradientJ
rpproximationkJrpplicationJtoJyJUJtuRbbbSJandJyJUJrgRbbbSXJJournalsofsPhysicalsChemistrysAVJ2019VJ
bcdVJfdjfWfeag

2.8 20

54
uensityJwunctionalJTheoryJforJ×oleculeW×etalJSurfaceJReactionskJWhenJuoesJtheJxeneralizedJ
xradientJrpproximationJxetJztJRightVJandJWhatJtoJuoJzfJztJuoesJ₂otXJJournalsofsPhysicalsChemistrys
LettersVJ2020VJbbVJbaffcWbafga

6.4 20

53 TheoreticalJznvestigationJofJTwoJycJ×oleculesJznsideJtheJtagesJofJtheJStructureJyJtlathrateJ
yydrateXJJournalsofsPhysicalsChemistrysCVJ2012VJbbgVJcbggeWcbghc 3.8 20

52 talculationsJonJrotationallyJandJdiffractionallyJinelasticJmoleculeWsurfaceJscatteringJforJarbitraryJ
anglesJofJincidencekJrJnewJwaveJpacketJtechniqueXJJournalsofsChemicalsPhysicsVJ1994VJbabVJiafWibd 3.9 19

51 uynamicsJofJyJdissociationJonJtheJcloseWpackedJRbbbSJsurfaceJofJtheJnoblestJmetalkJyJUJruRbbbSXJ
JournalsofsChemicalsPhysicsVJ2016VJbefVJbeehab 3.9 19

50 vffectJofJTransitionJ×etalJuopantsJonJznitialJ×assJTransportJinJtheJuehydrogenationJofJ₂arlyekJ
uensityJwunctionalJTheoryJStudyXJJournalsofsPhysicalsChemistrysCVJ2013VJbbhVJdWbe 3.8 18

49 ×odelingJsurfaceJmotionJeffectsJinJ₂cJdissociationJonJWRbbaSkJrbJinitioJmolecularJdynamicsJ
calculationsJandJgeneralizedJLangevinJoscillatorJmodelXJJournalsofsChemicalsPhysicsVJ2016VJbeeVJceehai 3.9 18

48 ₂cJdissociationJonJWRbbaSkJrnJabJinitioJmolecularJdynamicsJstudyJonJtheJeffectJofJphononsXJJournals
ofsChemicalsPhysicsVJ2015VJbecVJbaehac 3.9 17

47 uynamicsJofJdissociativeJadsorptionJofJhydrogenJonJaJt−WprecoveredJRuRaaabSJsurfacekJaJ
comparisonJofJtheoreticalJandJexperimentalJresultsXJPhysicalsChemistrysChemicalsPhysicsVJ2010VJbcVJbddbWea3.6 17

46 rJTheoreticalJStudyJofJycJReactingJonJTiYrlRbaaSJSurfacesXJJournalsofsPhysicalsChemistrysCVJ2009VJ
bbdVJbbachWbbade 3.8 17

45
TowardJuetectionJofJvlectronWyoleJPairJvxcitationJinJyWatomJtollisionsJwithJruRbbbSkJrdiabaticJ
×olecularJuynamicsJwithJaJSemiWvmpiricalJwullWuimensionalJPotentialJvnergyJSurfaceXJZeitschriftsFurs
PhysikalischesChemieVJ2013VJcchVJ

3.1 16

44
thebyshevJhighWdimensionalJmodelJrepresentationJRthebyshevWyu×RSJpotentialskJapplicationJtoJ
reactiveJscatteringJofJycJfromJPtRbbbSJandJtuRbbbSJsurfacesXJPhysicalsChemistrysChemicalsPhysicsVJ
2012VJbeVJigciWed

3.6 16

(2012-2016)
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43 tonvergedJfiveWdimensionalJquantumJcalculationsJforJ−yUt−WoyUt−cXJJournalsofsChemicalsPhysicsVJ
2002VJbbgVJebieWebjb 3.9 16

42 TransferabilityJofJtheJSpecificJReactionJParameterJuensityJwunctionalJforJyJUJPtRbbbSJtoJyJUJPtRcbbSXJ
JournalsofsPhysicalsChemistrysCVJ2019VJbcdVJcjhdWcjig 3.8 16

41 zncidentJrngleJuependenceJofJtyuJuissociationJonJtheJSteppedJPtRcbbSJSurfaceXJJournalsofsPhysicals
ChemistrysCVJ2018VJbccVJbjgfcWbjgga 3.8 15

40 QuantumJuynamicsJofJuissociativeJthemisorptionJofJyJonJtheJSteppedJtuRcbbSJSurfaceXJJournalsofs
PhysicalsChemistrysCVJ2019VJbcdVJcdaejWcdagd 3.8 15

39 ycJuiffractionJfromJaJStrainedJPseudomorphicJ×onolayerJofJtuJuepositedJonJRuRaaabSXJJournalsofs
PhysicalsChemistrysCVJ2012VJbbgVJbdghbWbdghi 3.8 15

38 zdentifyingJspectatorJbondsJinJmodelingJreactionskJ−yUt−WoyUt−cXJChemicalsPhysicssLettersVJ2006VJ
ebhVJedWeh 2.5 15

37 TransferabilityJofJtheJSRPdcWvdWJspecificJreactionJparameterJfunctionalJtoJtyuJdissociationJonJ
PtRbbaSWRcJˆ�JbSXJJournalsofsChemicalsPhysicsVJ2019VJbfaVJbcehac 3.9 14

36 TowardsJaJspecificJreactionJparameterJdensityJfunctionalJforJreactiveJscatteringJofJycJfromJ
PdRbbbSXJJournalsofsChemicalsPhysicsVJ2013VJbdjVJceehah 3.9 14

35 UsingJnWmodeJpotentialsJforJreactiveJscatteringkJrpplicationJtoJtheJguJycJUJPtRbJbJbSJproblemXJ
ChemicalsPhysicssLettersVJ2007VJeeaVJddeWdea 2.5 14

34 tyuJdissociationJonJPtRbbbSkJrJcomparisonJofJtheJreactionJdynamicsJbasedJonJtheJPsvJfunctionalJ
andJonJaJspecificJreactionJparameterJfunctionalXJJournalsofsChemicalsPhysicsVJ2018VJbejVJaeehab 3.9 14

33 huJQuantumJuynamicsJofJycJScatteringJfromJtuRbbbSkJTheJrccuracyJofJtheJPhononJSuddenJ
rpproximationyXJZeitschriftsFursPhysikalischesChemieVJ2013VJbdagbhadfcchaac 3.1 13

32 SixWdimensionalJquasiclassicalJandJquantumJdynamicsJofJycJdissociationJonJtheJcRcJˆ�JcSWTiYrlRbaaSJ
surfaceXJJournalsofsChemicalsPhysicsVJ2011VJbdeVJbbehai 3.9 13

31 tlosingJtheJxapJsetweenJvxperimentJandJTheorykJReactiveJScatteringJofJytlJfromJruRbbbSXJJournals
ofsPhysicalsChemistrysCVJ2020VJbceVJbfjeeWbfjga 3.8 12

30 uynamicsJofJycJdissociationJonJtheJbYcJ×LJcRcJˆ�JcSWTiYrlRbaaSJsurfaceXJPhysicalsChemistrysChemicals
PhysicsVJ2012VJbeVJdcdeWeh 3.6 12

29 rpplicationJofJvanJderJWaalsJfunctionalsJtoJtheJcalculationJofJdissociativeJadsorptionJofJ₂cJonJ
WRbbaSJforJstaticJandJdynamicJsystemsXJJournalsofsChemicalsPhysicsVJ2016VJbeeVJaiehac 3.9 12

28 uissociationJofJtyuJonJtuRbbbSVJtuRcbbSVJandJsingleJatomJalloysJofJtuRbbbSXJJournalsofsChemicals
PhysicsVJ2018VJbejVJccehab 3.9 12

27 ×ethaneJonJaJsteppedJsurfacekJuynamicalJinsightsJonJtheJdissociationJofJtyuJonJPtRbbbSJandJ
PtRcbbSXJJournalsofsChemicalsPhysicsVJ2018VJbejVJajehab 3.9 12

26 y−uJonJ₂iRbbbSkJmolecularJdynamicsJpredictionJofJmolecularJbeamJexperimentsXJJournalsofs
ChemicalsPhysicsVJ2018VJbejVJceehag 3.9 11
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25 rnalysisJofJvnergyJuissipationJthannelsJinJaJsenchmarkJSystemJofJrctivatedJuissociationkJ₂JonJ
RuRaaabSXJJournalsofsPhysicalsChemistrysCVJ2018VJbccVJcdehaWcdeia 3.8 11

24 tyudJuissociationJonJtheJ–inkedJPtRcbaSJSurfacekJrJtomparisonJofJvxperimentJandJTheoryXJJournals
ofsPhysicalsChemistrysCVJ2019VJbcdVJbefdaWbefdj 3.8 10

23 rssessmentJofJTwoJProblemsJofJSpecificJReactionJParameterJuensityJwunctionalJTheorykJStickingJ
andJuiffractionJofJyJonJPtRbbbSXJJournalsofsPhysicalsChemistrysCVJ2019VJbcdVJbaeagWbaebi 3.8 9

22 TowardJaJSpecificJReactionJParameterJuensityJwunctionalJforJycJUJ₂iRbbbSkJtomparisonJofJTheoryJ
withJ×olecularJseamJStickingJvxperimentsXJJournalsofsPhysicalsChemistrysCVJ2019VJbcdVJcaecaWcaedd 3.8 9

21 turiousJ×echanismJofJtheJuissociativeJthemisorptionJofJrmmoniaJonJRuRaaabSXJJournalsofsPhysicals
ChemistrysCVJ2019VJbcdVJcicjbWcidaa 3.8 9

20 TestJofJtheJTransferabilityJofJtheJSpecificJReactionJParameterJwunctionalJforJyJUJtuRbbbSJtoJuJUJ
rgRbbbSXJJournalsofsPhysicalsChemistrysCVJ2018VJbccVJccjdjWccjfc 3.8 9

19 uynamicalJStudyJofJtheJuissociativeJthemisorptionJofJtyuJonJPdRbbbSXJJournalsofsPhysicals
ChemistrysCVJ2019VJbcdVJceabdWceacd 3.8 8

18 QuantumJ×onteJtarloJcalculationsJonJdissociativeJchemisorptionJofJyJUJrlRbbaSkJ×inimumJbarrierJ
heightsJandJtheirJcomparisonJtoJuwTJvaluesXJJournalsofsChemicalsPhysicsVJ2020VJbfdVJccehab 3.9 8

17 rnJrz×uJstudyJofJdissociativeJchemisorptionJofJmethanolJonJtuRbbbSJwithJimplicationsJforJ
formaldehydeJformationXJJournalsofsChemicalsPhysicsVJ2019VJbfaVJacehag 3.9 8

16 uensityJfunctionalJembeddingJforJperiodicJandJnonperiodicJdiffusionJ×onteJtarloJcalculationsXJ
PhysicalsReviewsBVJ2018VJjiVJ 3.3 7

15 PossibleJeffectJofJstaticJsurfaceJdisorderJonJdiffractiveJscatteringJofJyJfromJRuRaaabSkJtomparisonJ
betweenJtheoryJandJexperimentXJJournalsofsChemicalsPhysicsVJ2017VJbehVJceehaf 3.9 7

14 vfficientJpenetrationJofJtheJbasalJplaneJRaaabSJfaceJofJiceJzhJbyJywJatJTsnbfaJ–kJdependenceJonJ
incidenceJenergyVJincidenceJangleVJandJrotationalJenergyXJJournalsofsChemicalsPhysicsVJ2004VJbcaVJbbhjgWiad3.9 7

13 PerformanceJandJapplicationJofJaJsymmetryJadaptedJpseudoJspectralJmethodJforJscatteringJofJaJ
diatomicJmoleculeJfromJaJsquareJsurfacekJycJUJtuRbJaJaSXJChemicalsPhysicsVJ2004VJdaeVJfjWhh 2.3 7

12 TheJdependenceJofJdissociativeJchemisorptionJofJycJonJPdRbJbJbSJonJycJrotationkJaJsixWdimensionalJ
quantumJdynamicsJstudyXJChemicalsPhysicssLettersVJ2004VJdjdVJbggWbhc 2.5 6

11
uesigningJnewJSRPJdensityJfunctionalsJincludingJnonWlocalJvdWWuwcJcorrelationJforJyJUJtuRbbbSJandJ
theirJtransferabilityJtoJyJUJrgRbbbSVJruRbbbSJandJPtRbbbSXJPhysicalsChemistrysChemicalsPhysicsVJ2021VJ
cdVJhihfWhjab

3.6 6

10 PredictionsJonJtheJeffectJofJinitialJmolecularJorientationJandJrotationJonJpenetrationJofJtheJRaaabSJ
faceJofJhexagonalJiceJbyJytlXJChemicalsPhysicssLettersVJ2003VJdhgVJfibWfih 2.5 5

9 vxploringJsurfaceJlandscapesJwithJmoleculeskJrotationallyJinducedJdiffractionJofJyJonJLiwRaabSJ
underJfastJgrazingJincidenceJconditionsXJPhysicalsChemistrysChemicalsPhysicsVJ2017VJbjVJbgdbhWbgdcc 3.6 4

8 rJtheoreticalJstudyJofJyRcSJdissociationJonJRsqXrtRdSJxJsqXrtRdSSRdaJdegreesJt−YRuRaaabSXJJournalsofs
ChemicalsPhysicsVJ2010VJbdcVJbeehae 3.9 4
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7 ycYLiwRaabSJdiffractiveJscatteringJunderJfastJgrazingJincidenceJusingJaJuwTWbasedJpotentialJenergyJ
surfaceXJPhysicalsReviewsBVJ2017VJjgVJ 3.3 3

6 TheoryJofJ×olecularJScatteringJfromJandJPhotochemistryJatJzceJSurfacesXJProceedingssofsthes
InternationalsAstronomicalsUnionVJ2005VJbVJech 0.1 3

5 PerformanceJofJ×adeJSimpleJ×etaWxxrJwunctionalsJwithJrVVbaJ₂onlocalJtorrelationJforJyJUJ
tuRbbbSVJuJUJrgRbbbSVJyJUJruRbbbSVJandJuJUJPtRbbbSXJJournalsofsPhysicalsChemistrysCVJ2021VJbcfVJijjdWjaba3.8 3

4 rnJabJinitioJmolecularJdynamicsJstudyJofJucJdissociationJonJt−WprecoveredJRuRaaabSXJPhysicals
ChemistrysChemicalsPhysicsVJ2016VJbiVJcbbjaWcab 3.6 3

3 rssessingJdensityJfunctionalsJforJdescribingJmethaneJdissociativeJchemisorptionJonJPtRbbaSWRcˆ�bSJ
surfaceXJChinesesJournalsofsChemicalsPhysicsVJ2021VJdeVJiidWijf 0.9 1

2 yighlyJvfficientJrctivationJofJytlJuissociationJonJruRbbbSJviaJRotationalJPreexcitationXJJournalsofs
PhysicalsChemistrysLettersVJ2021VJbcVJhcfcWhcga 6.4 0

1 ThreeWdimensionalJLangevinJdynamicsJofJ₂JatomJscatteringJfromJ₂WcoveredJrgRbJbJbSXJChemicals
PhysicsVJ2022VJfgaVJbbbffh 2.3
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