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58 ReXintegrationKwithKanchorKpointsKalgorithmKforKabKinitioKmolecularKdynamicsYKJournaltoftChemicalt
PhysicsWK2021WKbffWKahebag 3.9 1

57 νineticsKofKtheKMethanolKReactionKwithKOyKatKznterstellarWKrtmosphericWKandKtombustionK
TemperaturesYKJournaltoftthetAmericantChemicaltSocietyWK2018WKbeaWKcjagXcjbi 16.4 61

56
vfficientKxeometryKMinimizationKandKTransitionKStructureKOptimizationKUsingKznterpolatedK
PotentialKvnergyKSurfacesKandKzterativelyKUpdatedKyessiansYKJournaltoftChemicaltTheorytandt
ComputationWK2017WKbdWKgeceXgedc

6.4 28

55
νineticsKofKyydrogenKRadicalKReactionsKwithKTolueneKzncludingKthemicalKrctivationKTheoryK
vmployingKSystemXSpecificKQuantumKRRνKTheoryKtalibratedKbyKVariationalKTransitionKStateKTheoryYK
JournaltoftthetAmericantChemicaltSocietyWK2016WKbdiWKcgjaXhae

16.4 50

54 UltravioletKrbsorptionKSpectrumKofKMalonaldehydeKinKWaterKzsKuominatedKbyKSolventXStabilizedK
tonformationsYKJournaltoftthetAmericantChemicaltSocietyWK2015WKbdhWKiacgXj 16.4 15

53 vntropicKvffectsKonKtheKwreeKvnergiesKofKtlustersKinKSilaneKPlasmasYKJournaltoftPhysicaltChemistrytCWK
2015WKbbjWKbaaifXbabab 3.8 9

52 νineticsKofKtheKyydrogenKrbstractionKReactionKwromKcXsutanolKbyKOyKRadicalYKJournaltoftPhysicalt
ChemistrytAWK2015WKbbjWKbcbicXjc 2.8 17

51 PhotodissociationKdynamicsKofKphenolkKmultistateKtrajectoryKsimulationsKincludingKtunnelingYK
JournaltoftthetAmericantChemicaltSocietyWK2014WKbdgWKbgdhiXig 16.4 88

50 wullXdimensionalKpotentialsKandKstateKcouplingsKandKmultidimensionalKtunnelingKcalculationsKforKtheK
photodissociationKofKphenolYKChemicaltScienceWK2014WKfWKeggbXegia 9.4 80

49 rrmyKantsKtunnelingKforKclassicalKsimulationsYKChemicaltScienceWK2014WKfWKcajbXcajj 9.4 22

48
PredictionKofKexperimentallyKunavailableKproductKbranchingKratiosKforKbiofuelKcombustionkKtheKroleK
ofKanharmonicityKinKtheKreactionKofKisobutanolKwithKOyYKJournaltoftthetAmericantChemicaltSocietyWK
2014WKbdgWKfbfaXga

16.4 51

47 zncludingKTunnelingKinKNonXsornXOppenheimerKSimulationsYKJournaltoftPhysicaltChemistrytLettersWK
2014WKfWKcadjXed 6.4 15

46 RoleKofKconformationalKstructuresKandKtorsionalKanharmonicityKinKcontrollingKchemicalKreactionK
ratesKandKrelativeKyieldskKbutanalKVKyOcKreactionsYKChemicaltScienceWK2013WKeWKcaaXcbc 9.4 37

45 QuantumKThermochemistrykKMultistructuralKMethodKwithKTorsionalKrnharmonicityKsasedKonKaK
toupledKTorsionalKPotentialYKJournaltoftChemicaltTheorytandtComputationWK2013WKjWKbdfgXgh 6.4 110

44 xlobalKanalyticalKpotentialKenergyKsurfaceKforKtheKelectronicKgroundKstateKofKNydKfromKhighKlevelKabK
initioKcalculationsYKJournaltoftPhysicaltChemistrytAWK2013WKbbhWKhfacXcc 2.8 35

43 zncludingKTorsionalKrnharmonicityKinKtanonicalKandKMicrocanonicalKReactionKPathKtalculationsYK
JournaltoftChemicaltTheorytandtComputationWK2013WKjWKcihfXib 6.4 23

42 thloroformKasKaKhydrogenKatomKdonorKinKsartonKreductiveKdecarboxylationKreactionsYKJournaltoft
OrganictChemistryWK2013WKhiWKgghhXih 4.2 31
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41
MSTorKversionKcabdkKrKnewKversionKofKtheKcomputerKcodeKforKtheKmultiXstructuralKtorsionalK
anharmonicityWKnowKwithKaKcoupledKtorsionalKpotentialYKComputertPhysicstCommunicationsWK2013WK
bieWKcadcXcadd

4.2 75

40
MSTorkKrKprogramKforKcalculatingKpartitionKfunctionsWKfreeKenergiesWKenthalpiesWKentropiesWKandKheatK
capacitiesKofKcomplexKmoleculesKincludingKtorsionalKanharmonicityYKComputertPhysicst
CommunicationsWK2012WKbidWKbiadXbibc

4.2 84

39
MultiXstructuralKvariationalKtransitionKstateKtheorykKkineticsKofKtheKbWfXhydrogenKshiftKisomerizationK
ofKtheKbXbutoxylKradicalKincludingKallKstructuresKandKtorsionalKanharmonicityYKPhysicaltChemistryt
ChemicaltPhysicsWK2012WKbeWKecaeXbg

3.6 31

38 MultiXpathKvariationalKtransitionKstateKtheoryKforKchemicalKreactionKratesKofKcomplexKpolyatomicK
specieskKethanolKVKOyKreactionsYKFaradaytDiscussionsWK2012WKbfhWKfjXiilKdiscussionKbbdXea 3.6 106

37 MultipathKvariationalKtransitionKstateKtheorykKrateKconstantKofKtheKbWeXhydrogenKshiftKisomerizationK
ofKtheKcXcyclohexylethylKradicalYKJournaltoftPhysicaltChemistrytAWK2012WKbbgWKcjhXdai 2.8 61

36 StatisticalKthermodynamicsKofKtheKisomerizationKreactionKbetweenKnXheptaneKandKisoheptaneYK
PhysicaltChemistrytChemicaltPhysicsWK2012WKbeWKeicXje 3.6 23

35
siofuelKcombustionYKvnergeticsKandKkineticsKofKhydrogenKabstractionKfromKcarbonXbKinKnXbutanolKbyK
theKhydroperoxylKradicalKcalculatedKbyKcoupledKclusterKandKdensityKfunctionalKtheoriesKandK
multistructuralKvariationalKtransitionXstateKtheoryKwithKmultidimensionalKtunnelingYKJournaltoft
PhysicaltChemistrytAWK2012WKbbgWKbccagXbd

2.8 33

34 rKproductKbranchingKratioKcontrolledKbyKvibrationalKadiabaticityKandKvariationalKeffectskKkineticsKofK
theKyKVKtransXNcycKreactionsYKJournaltoftChemicaltPhysicsWK2012WKbdgWKbiedba 3.9 19

33 MultiXstructuralKvariationalKtransitionKstateKtheoryYKνineticsKofKtheKbWeXhydrogenKshiftKisomerizationK
ofKtheKpentylKradicalKwithKtorsionalKanharmonicityYKChemicaltScienceWK2011WKcWKcbjj 9.4 111

32 PerspectivesKonKsasisKSetsKseautifulkKSeasonalKPlantingsKofKuiffuseKsasisKwunctionsYKJournaltoft
ChemicaltTheorytandtComputationWK2011WKhWKdachXde 6.4 393

31
PracticalKmethodsKforKincludingKtorsionalKanharmonicityKinKthermochemicalKcalculationsKonKcomplexK
moleculeskKtheKinternalXcoordinateKmultiXstructuralKapproximationYKPhysicaltChemistrytChemicalt
PhysicsWK2011WKbdWKbaiifXjah

3.6 166

30 MinimallyKaugmentedKνarlsruheKbasisKsetsYKTheoreticaltChemistrytAccountsWK2011WKbciWKcjfXdaf 1.9 388

29 MultiXstructuralKthermodynamicsKofKtXyKbondKdissociationKinKhexaneKandKisohexaneKyieldingKsevenK
isomericKhexylKradicalsYKPhysicaltChemistrytChemicaltPhysicsWK2011WKbdWKbjdbiXce 3.6 26

28
TestsKofKtheKRPsvWKrevPsvWKtauXytTyhybWKomegasjhXXuWKandKMOyLYPKdensityKfunctionalK
approximationsKandKcjKothersKagainstKrepresentativeKdatabasesKforKdiverseKbondKenergiesKandK
barrierKheightsKinKcatalysisYKJournaltoftChemicaltPhysicsWK2010WKbdcWKbgebbh

3.9 178

27
tomputationalKThermochemistrykKScaleKwactorKuatabasesKandKScaleKwactorsKforKVibrationalK
wrequenciesKObtainedKfromKvlectronicKModelKthemistriesYKJournaltoftChemicaltTheorytandt
ComputationWK2010WKgWKcihcXih

6.4 892

26 νineticsKofKhydrogenXtransferKisomerizationsKofKbutoxylKradicalsYKPhysicaltChemistrytChemicalt
PhysicsWK2010WKbcWKhhicXjd 3.6 135

25 uensityKfunctionalKapproximationsKforKchargeKtransferKexcitationsKwithKintermediateKspatialK
overlapYKPhysicaltChemistrytChemicaltPhysicsWK2010WKbcWKbcgjhXhab 3.6 86

24 uirectKdynamicsKstudyKofKhydrogenXtransferKisomerizationKofKbXpentylKandKbXhexylKradicalsYKJournalt
oftPhysicaltChemistrytAWK2009WKbbdWKbbjbjXcf 2.8 38
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23
MechanisticKrnalysisKofKtheKsaseXtatalyzedKywKvliminationKfromK
eXwluoroXeXSeRXnitrophenylTbutaneXcXoneKsasedKonKLiquidXPhaseKνineticKzsotopeKvffectsKtalculatedK
byKuynamicsKModelingKwithKMultidimensionalKTunnelingYKJournaltoftChemicaltTheorytandt
ComputationWK2009WKfWKfjXgh

6.4 8

22 vfficientKuiffuseKsasisKSetskKccXpVxZVKandKmaugXccXpVxZYKJournaltoftChemicaltTheorytandt
ComputationWK2009WKfWKbbjhXcac 6.4 206

21 PhaseKspaceKpredictionKofKproductKbranchingKratioskKcanonicalKcompetitiveKnonstatisticalKmodelYK
JournaltoftthetAmericantChemicaltSocietyWK2009WKbdbWKbfhfeXga 16.4 39

20 TheKusyceZaiKuatabaseKandKztsKUseKtoKrssessKvlectronicKStructureKModelKthemistriesKforKthemicalK
ReactionKsarrierKyeightsYKJournaltoftChemicaltTheorytandtComputationWK2009WKfWKiaiXcb 6.4 410

19 QuantumKandKmolecularKmechanicalKstudyKofKtheKfirstKprotonKtransferKinKtheKcatalyticKcycleKofK
cytochromeKPefacamKandKitsKmutantKucfbNYKJournaltoftPhysicaltChemistrytBWK2008WKbbcWKfbcgXdi 3.4 35

18 uensityKfunctionalKstudyKofKmethylKradicalKassociationKkineticsYKJournaltoftPhysicaltChemistrytAWK2008
WKbbcWKbbfajXbd 2.8 23

17 MultireferenceKModelKthemistriesKforKThermochemicalKνineticsYKJournaltoftChemicaltTheorytandt
ComputationWK2008WKeWKbcaiXbj 6.4 107

16
rKcomparativeKassessmentKofKtheKperturbativeKandKrenormalizedKcoupledKclusterKtheoriesKwithKaK
noniterativeKtreatmentKofKtripleKexcitationsKforKthermochemicalKkineticsWKincludingKaKstudyKofKbasisK
setKandKcoreKcorrelationKeffectsYKJournaltoftChemicaltPhysicsWK2008WKbciWKaeebai

3.9 20

15
RepresentativeKsenchmarkKSuitesKforKsarrierKyeightsKofKuiverseKReactionKTypesKandKrssessmentKofK
vlectronicKStructureKMethodsKforKThermochemicalKνineticsYKJournaltoftChemicaltTheorytandt
ComputationWK2007WKdWKfgjXic

6.4 193

14 ThermochemicalKkineticsKofKhydrogenXatomKtransfersKbetweenKmethylWKmethaneWKethynylWKethyneWK
andKhydrogenYKJournaltoftPhysicaltChemistrytAWK2007WKbbbWKegdcXec 2.8 54

13 ReactionsKofKhydrogenKatomKwithKhydrogenKperoxideYKJournaltoftPhysicaltChemistrytAWK2007WKbbbWKbdffeXgg2.8 39

12 tommonKsystemKsetupKforKtheKentireKcatalyticKcycleKofKcytochromeKPefaScamTKinKquantumK
mechanicalZmolecularKmechanicalKstudiesYKJournaltoftComputationaltChemistryWK2007WKciWKcbehXfi 3.5 46

11 QMZMMKstudyKofKmechanismsKforKcompoundKzKformationKinKtheKcatalyticKcycleKofKcytochromeK
PefacamYKJournaltoftthetAmericantChemicaltSocietyWK2006WKbciWKbdcaeXbf 16.4 98

10 TheoreticalKQuantitativeKSpectroscopykKtomputerKSimulationKofKMolecularKSpectraK2006WKbhbXbid 1

9 NewKfeaturesKinKtheKcatalyticKcycleKofKcytochromeKPefaKduringKtheKformationKofKcompoundKzKfromK
compoundKaYKJournaltoftPhysicaltChemistrytBWK2005WKbajWKbjjegXfb 3.4 50

8 uipoleKmomentKandKrovibrationalKintensitiesKinKtheKelectronicKgroundKstateKofKNydkKbridgingKtheK
gapKbetweenKabKinitioKtheoryKandKspectroscopicKexperimentYKJournaltoftChemicaltPhysicsWK2005WKbccWKbaedbh3.9 41

7 Rotationâ��vibrationKmotionKofKpyramidalKXYdKmoleculesKdescribedKinKtheKvckartKframekKTheoryKandK
applicationKtoKNydYKMoleculartPhysicsWK2005WKbadWKdfjXdhi 1.7 52

6 PotentialXenergyKsurfaceKforKtheKelectronicKgroundKstateKofKNydKupKtoKcaWaaaKcmXbKaboveK
equilibriumYKJournaltoftChemicaltPhysicsWK2005WKbcdWKbdedai 3.9 66
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5 yighXresolutionKspectrumKofKtheKWKandK˛‰dV˛‰eSrcTKbandsKofKtheKPydKmoleculekKassignmentsKandK
preliminaryKanalysisYKJournaltoftQuantitativetSpectroscopytandtRadiativetTransferWK2004WKidWKfjjXgbi 2.1 9

4 rnKabKinitioKanharmonicKforceKfieldKofKSiytzdYKMoleculartPhysicsWK2003WKbabWKbbgfXbbha 1.7 1

3 OnKtheKStudyKofKResonanceKznteractionsKandKSplittingsKinKtheKPydKMoleculekK˛‰bWK˛‰dWK˛‰cV˛‰eWKandKc˛‰eK
sandsYKJournaltoftMoleculartSpectroscopyWK2002WKcbfWKcjfXdai 1.3 33

2
StudyKofKtheKstretchingKvibrationalKbandKintensitiesKofKXyeKmoleculesKemployingKfourXdimensionalK
abKinitioKSXntKandKSnTKandKeffectiveKSXntKandKSiTKdipoleKmomentKsurfacesYKJournaltoftChemicalt
PhysicsWK2002WKbbhWKbaahdXbaaia

3.9 3

1 rKnewKcylindricalKphotoacousticKcellKwithKimprovedKperformanceYKReviewtoftScientifictInstrumentsWK
2002WKhdWKeaeXeba 1.7 14
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