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132 zydrogenKbondKdynamicsKinKliquidKmethanol[KJournalnofnChemicalnPhysicsWK2003WKbbkWKggffXgggc 3.9 163

131 ylycerolKcondensedKphasesKPartK~~[sKmolecularKdynamicsKstudyKofKtheKconformationalKstructureKandK
hydrogenKbonding[KPhysicalnChemistrynChemicalnPhysicsWK1999WKbWKihkXiif 3.6 120

130 TheKVibrationalKSpectrumKofKxullereneKuga[KJournalnofnPhysicalnChemistrynAWK2001WKbafWKbbbkcXbbbkg 2.8 114

129 uharacterizationKofKstructuralKandKdynamicalKbehaviorKinKmonolayersKofKlongXchainKmoleculesKusingK
molecularXdynamicsKcalculations[KPhysicalnReviewnLettersWK1988WKgaWKcbfcXcbff 7.4 110

128 ylycerolKcondensedKphasesKPartK~[KsKmolecularKdynamicsKstudy[KPhysicalnChemistrynChemicalnPhysicsWK
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127 TheK~nfraredKandKRamanKSpectraKofKxullereneKuha[KvxTKualculationsKandKuorrelationKwithKuga[K
JournalnofnPhysicalnChemistrynAWK2002WKbagWKbibfXbicd 2.8 80

126 vensityKxunctionalKStudyKonKtheKsdsorptionKofKPyrazoleKontoKSilverKuolloidalKParticles[KJournalnofn
PhysicalnChemistrynBWK2002WKbagWKgihfXgiia 3.4 77

125 StructureKandKdynamicsKofKcarbonKdioxideKclusterslKsKmolecularKdynamicsKstudy[KJournalnofnChemicaln
PhysicsWK1989WKkaWKeeebXeeek 3.9 66

124 ualculationKofKopticalKspectraKinKliquidKmethanolKusingKmolecularKdynamicsKandKtheKchemicalK
potentialKequalizationKmethod[KJournalnofnChemicalnPhysicsWK1999WKbbbWKecbiXecck 3.9 65

123 SwRSKandKvxTKStudyKonKeX−ethylpyridineKsdsorbedKonKSilverKuolloidsKandKwlectrodes[KJournalnofn
PhysicalnChemistrynBWK2004WKbaiWKbhaahXbhabb 3.4 57

122 vensityKxunctionalKualculationKofKStructuralKandKVibrationalKPropertiesKofKylycerol[KJournalnofn
PhysicalnChemistrynAWK2000WKbaeWKfdfbXfdfh 2.8 57

121 SimulatedKstructureWKdynamicsWKandKvibrationalKspectraKofKliquidKbenzene[KJournalnofnChemicaln
PhysicsWK2000WKbbdWKgifbXgigd 3.9 57

120 TheKfastKdynamicsKofKbenzeneKinKtheKliquidKphase[KPartK~[KOpticalK—errKeffectKexperimentalK
investigation[KPhysicalnChemistrynChemicalnPhysicsWK2001WKdWKchkfXciac 3.6 56

119 NitromethaneKdecompositionKunderKhighKstaticKpressure[KJournalnofnPhysicalnChemistrynBWK2010WKbbeWKkecaXi3.4 51

118  owXxrequencyKVibrationsKofallXtransXRetinall´ KxarX~nfraredKandKRamanKSpectraKandKvensityK
xunctionalKualculations[KJournalnofnPhysicalnChemistrynAWK1998WKbacWKcbdbXcbdg 2.8 49

117 TheKfastKdynamicsKofKbenzeneKinKtheKliquidKphase[KPartK~~[KsKmolecularKdynamicsKsimulation[KPhysicaln
ChemistrynChemicalnPhysicsWK2001WKdWKciadXciba 3.6 48

116 OnKtheKvibrationalKassignmentKofKfullereneKuga[KJournalnofnChemicalnPhysicsWK1994WKbabWKbbahkXbbaib 3.9 46
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115 uharacterizationKofKaK angmuirXtlodgettKmonolayerKusingKmolecularKdynamicsKcalculations[K
ChemicalnPhysicsnLettersWK1988WKbefWKekdXeki 2.5 46

114 SurfaceXenhancedKRamanKspectraKofKpyridineKandKpyrazolideKonKsilverKcolloidslKchemicalKandK
electromagneticKeffects[KTheoreticalnChemistrynAccountsWK2004WKbbbWKcgeXcgk 1.9 44

113 sKdensityKfunctionalKstudyKofKtheKSwRSKspectraKofKpyridineKadsorbedKonKsilverKclusters[KTheoreticaln
ChemistrynAccountsWK2007WKbbhWKefbXefi 1.9 40

112 −icrosolvationKeffectKonKchemicalKreactivitylKTheKcaseKofKtheKulâ��VuzdtrKSNcKreaction[KJournalnofn
ChemicalnPhysicsWK2001WKbbeWKeaikXeaki 3.9 40

111
~nteractionKbetweenKsromaticKResidues[K−olecularKvynamicsKandKabK~nitioKwxplorationKofKtheK
PotentialKwnergyKSurfaceKofKtheKTryptophanâ��zistidineKPair[KJournalnofnPhysicalnChemistrynBWK2000WK
baeWKbbaiXbbbe

3.4 40

110 snharmonicKinfraredKandKRamanKspectraKinKuarXParrinelloKmolecularKdynamicsKsimulations[KJournaln
ofnChemicalnPhysicsWK2008WKbciWKccefbe 3.9 37

109
PolarizationKresponseKofKwaterKandKmethanolKinvestigatedKbyKaKpolarizableKforceKfieldKandKdensityK
functionalKtheoryKcalculationslKimplicationsKforKchargeKtransfer[KJournalnofnChemicalnPhysicsWK2005WK
bccWKahefae

3.9 36

108 VibrationalKfrequenciesKofKfullerenesKugaKandKuhaKunderKpressureKstudiedKwithKaKquantumKchemicalK
modelKincludingKspatialKconfinementKeffects[KJournalnofnPhysicalnChemistrynAWK2014WKbbiWKfakiXbbb 2.8 35

107 sKcombinedKRamanWKvxTKandK−vKstudyKofKtheKsolvationKdynamicsKandKtheKadsorptionKprocessKofK
pyridineKinKsilverKhydrosols[KPhysicalnChemistrynChemicalnPhysicsWK2006WKiWKbhbXi 3.6 35

106 uomputerKsimulationKofKtheKdynamicsKofKtheKplasticKphaseKofKsuccinonitrile[KJournalnofnChemicaln
PhysicsWK1991WKkfWKghkXgif 3.9 35

105 sbKinitioKmolecularKdynamicsKstudyKofKaqueousKformaldehydeKandKmethanediol[KMolecularnPhysicsWK
2007WKbafWKccadXccba 1.7 34

104 vensityKfunctionalKcalculationKofKstructureKandKvibrationalKspectraKofKpolyenes[KJournalnofnChemicaln
PhysicsWK1999WKbbaWKdcebXdcfa 3.9 34

103 zydrogenKtondKvynamicsKofK−ethylKscetateKinK−ethanol[KJournalnofnPhysicalnChemistrynLettersWK
2010WKbWKckfbXckff 6.4 33

102 uonformationalKvistributionKofKyasXphaseKylycerol[KJournalnofnPhysicalnChemistrynAWK2000WKbaeWKbbccaXbbccc2.8 32

101 ~nfraredKSpectrumKofKTwoKxullereneKverivativeslKugaOKandKugbzc[KThenJournalnofnPhysicalnChemistry
WK1994WKkiWKkkggXkkhb 30

100 VibrationalKfrequenciesKofKuha[KChemicalnPhysicsnLettersWK1992WKbkfWKdehXdfb 2.5 30

99 SolvationKdynamicsKofK iVKandKulXKionsKinKliquidKmethanol[KJournalnofnPhysicalnChemistrynBWK2005WKbakWKhehfXib3.4 29

98 snKabKinitioKmolecularKdynamicsKstudyKofKtheKSNcKreactionKulâ��VuzdtrXpuzdulVtrâ��[KJournalnofn
ChemicalnPhysicsWK1999WKbbbWKbaiihXbaike 3.9 28
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97 wxcitedKstateKphotoelectronKspectroscopyKofKanisole[KPhysicalnChemistrynChemicalnPhysicsWK2001WKdWKfdfiXfdgi3.6 27

96 VibrationalKrelaxationKandKdephasingKofKtwoXphononKboundKstatesKinKmolecularKcrystals[KPhysicaln
ReviewnBWK1990WKecWKcdahXcdce 3.3 26

95 SubstitutionKandKwliminationKReactionKofKxXKwithKuczfullKKsnKabK~nitioK−olecularKvynamicsKStudy[K
JournalnofnPhysicalnChemistrynAWK2003WKbahWKcfeaXcfeh 2.8 25

94 PathXbreakingKschemesKforKnonequilibriumKfreeKenergyKcalculations[KJournalnofnChemicalnPhysicsWK
2013WKbdiWKcbebak 3.9 24

93 RoleKofKSurfaceK−etalKulustersKinKSwRSKSpectraKofK igandsKsdsorbedKonKsgKuolloidalKNanoparticles[K
JournalnofnPhysicalnChemistrynCWK2008WKbbcWKhgcXhgh 3.8 23

92 uhargeKseparationKandKpolymerizationKofKhydrocarbonsKatKanKultrahighKpressure[KPhysicalnReviewnBWK
2004WKhaWK 3.3 23

91 uarâ��ParrinelloKmolecularKdynamicsKonKtheKSNcKreactionKulâ��VuzdtrKinKwater[KComputationalnandn
TheoreticalnChemistryWK2003WKgdaWKbebXbek 23

90 StructureKandKdynamicsKofKtrXKionKinKliquidKmethanol[KJournalnofnPhysicalnChemistrynBWK2006WKbbaWKbekcdXi 3.4 22

89 VibrationalKpropertiesKofKXeâ��fullereneKadducts[KsKmolecularKdynamicsKapproach[KChemicalnPhysicsn
LettersWK1992WKcaaWKdkXef 2.5 22

88 vynamicsKofKaKmonolayerKofKnitrogenKphysisorbedKonKgraphite[KSurfacenScienceWK1985WKbfeWKcdbXcfd 1.8 21

87 WaveletKTransformKforKSpectroscopicKsnalysislKspplicationKtoKviolsKinKWater[KJournalnofnChemicaln
TheorynandnComputationWK2011WKhWKbbakXbi 6.4 20

86 vxTKinvestigationKonKtheKSwRSKbandKatK~bacfKcmâ��bKofKpyridineKadsorbedKonKsilver[KChemicalnPhysicsn
LettersWK2007WKedgWKbhkXbid 2.5 20

85 zighKpressureKreactivityKofKpropeneKbyKfirstKprinciplesKmolecularKdynamicsKcalculations[KJournalnofn
ChemicalnPhysicsWK2004WKbcaWKfdchXdd 3.9 20

84 sbXinitioKmolecularKdynamicsKstudyKofKtheSNcKreactionKulâ��VKuluzcuN[KPhysicalnChemistrynChemicaln
PhysicsWK2001WKdWKcffkXcfgg 3.6 20

83 snharmonicKinteractionsKandKxermiKresonanceKinKcrystalsKuSc[KChemicalnPhysicsWK1987WKbbhWKdebXdfd 2.3 20

82 −olecularKdynamicsKinKcrystallineKalphaKXnitrogen[KPhysicalnReviewnBWK1985WKdcWKceikXcekg 3.3 20

81 TheKsolvationKdynamicsKofKNaVKandK—VKionsKinKliquidKmethanol[KTheoreticalnChemistrynAccountsWK2007WK
bbiWKebhXecd 1.9 19

80 PressureKtuningKofKxermiKresonanceKinKcrystalKuOc[KJournalnofnChemicalnPhysicsWK1989WKkbWKdigkXdihg 3.9 19
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79  ithiumKhydroxideKphaseKtransitionKunderKhighKpressurelKanKabKinitioKmolecularKdynamicsKstudy[K
ChemPhysChemWK2006WKhWKbebXh 3.2 18

78 −olecularKdynamicsKandKheadXtailKdisorderKinKtheKRamanKspectrumKofKcrystallineKNcO[KChemicaln
PhysicsnLettersWK1987WKbecWKfhaXfhe 2.5 18

77 −echanismKofKtheKwthyleneKPolymerizationKatKVeryKzighKPressure[KJournalnofnChemicalnTheorynandn
ComputationWK2008WKeWKgegXfb 6.4 17

76 −olecularKdynamicsKofKglassXformingKliquidslKStructureKandKdynamicsKofKliquidKmetatoluidine[K
JournalnofnChemicalnPhysicsWK2002WKbbgWKgcafXgcbf 3.9 17

75 snharmonicKlatticeKdynamicsKandKcomputerKsimulationKforKsimpleKmodelKsystems[KPhysicalnReviewnBWK
1992WKefWKcbbdXcbcf 3.3 17

74 spplicationKofKnormalKmodeKanalysisKinKmolecularKdynamicsKsimulationKofKmodelKalkanes[KChemicaln
PhysicsWK1990WKbegWKbehXbfd 2.3 17

73 SpectroscopicKpropertiesKwithKaKcombinedKapproachKofKabKinitioKmolecularKdynamicsKandKwaveletK
analysis[KJournalnofnMolecularnStructureWK2011WKkkdWKediXeec 3.4 16

72 tiphononsKinKcrystalKNcO[KChemicalnPhysicsWK1988WKbbkWKcebXcfb 2.3 16

71 sbK~nitioK−olecularKvynamicsKStudyKofK−gScVTKandKuaScVTK~onsKinK iquidK−ethanol[KJournalnofn
ChemicalnTheorynandnComputationWK2008WKeWKbfgXgd 6.4 15

70 uombiningKpathXbreakingKwithKbidirectionalKnonequilibriumKsimulationsKtoKimproveKefficiencyKinK
freeKenergyKcalculations[KJournalnofnChemicalnPhysicsWK2014WKbeaWKagebae 3.9 14

69 StructuralKandKvibrationalKpropertiesKofKarsenicKsulfideslKalacraniteKSssiSkT[KJournalnofnPhysicaln
ChemistrynAWK2011WKbbfWKeffiXgc 2.8 14

68 ~ntermolecularKinteractionsKinKtheKNcXNcKdimer[KMolecularnPhysicsWK1998WKkfWKehhXeib 1.7 14

67 ~nsightsKintoKpositronKannihilationKlifetimeKspectroscopyKbyKmolecularKdynamicsKsimulations[K
EuropeannPhysicalnJournalnDWK2005WKdcWKcikXckh 1.3 14

66 sKmolecularKdynamicsKsimulationKofKcrystallineKSi[KChemicalnPhysicsWK1992WKbgfWKdbdXdcc 2.3 14

65 SolvationKdynamicsKandKadsorptionKonKsgKhydrosolsKofKoxazolelKaKRamanKandKcomputationalKstudy[K
JournalnofnPhysicalnChemistrynAWK2009WKbbdWKbfbkiXcaf 2.8 13

64 uarâ��ParrinelloKmolecularKdynamicsKofKtheKSNcKreactionKulâ��KVKulcuzc[KPhysicalnChemistrynChemicaln
PhysicsWK2001WKdWKeihaXeihd 3.6 13

63 −olecularKdynamicsKsimulationKofKtheKvibrationalKpropertiesKofKaKdisorderedKNcOKcrystal[K~~[KTheK
symmetricKstretchingKmode[KJournalnofnChemicalnPhysicsWK1991WKkeWKcfacXcfai 3.9 13

62 −olecularKdynamicsKandKanharmonicKeffectsKinKtheKphononKspectraKofKsolidKcarbonKdioxide[K
ChemicalnPhysicsWK1987WKbbhWKdffXdgg 2.3 13
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61 yasâ��surfaceKpotentialsKandKtheKdynamicsKofKoverlayers[KFaradaynDiscussionsnofnthenChemicalnSocietyWK
1985WKiaWKcchXcdi 13

60 vxTKcalculationsKofKtheK~RKandKRamanKspectraKofKanthraquinoneKdyesKandKlakes[KJournalnofnRamann
SpectroscopyWK2018WKekWKggiXgid 2.3 12

59
TheKsbsorptionKSpectrumKofKsnisoleKandKtheKsnisole]uOcKblbXuluster[KTheK~nfluenceKofK
~ntermolecularK~nteractionKonK~ntramolecularKVibrations[KZeitschriftnFurnPhysikalischenChemieWK2004WK
cbiWKbcdXbfe

3.1 12

58 SidebandKmodelingKinKmolecularKcrystalsKNcKandKuOc[KJournalnofnChemicalnPhysicsWK1992WKkgWKfhadXfhbb 3.9 12

57 tifurcatedKhydrogenKbondKinKlithiumKnitrateKtrihydrateKprobedKbyKabKinitioKmolecularKdynamics[K
JournalnofnPhysicalnChemistrynAWK2012WKbbgWKcbehXfd 2.8 11

56 vynamicalKandKstructuralKcorrelationKinKsupercooledKliquidslKsKmolecularKdynamicsKinvestigationKofK
mXtoluidine[KJournalnofnChemicalnPhysicsWK2003WKbbkWKdfhXdgd 3.9 11

55 VibrationalKrelaxationKandKdephasingKofKxermiKresonanceKstatesKinKmolecularKcrystals[KJournalnofn
ChemicalnPhysicsWK1991WKkfWKcfcdXcfdg 3.9 11

54 SolidKandKliquidKcarbonKmonoxideKstudiedKwithKtheKuseKofKconstantXpressureKmolecularKdynamics[K
PhysicalnReviewnBWK1986WKddWKdeebXdeeh 3.3 11

53 SolidXstateKphaseKtransitionKinducedKbyKpressureKinK iOzKxKzcO[KJournalnofnPhysicalnChemistrynBWK
2006WKbbaWKbdfdkXeg 3.4 10

52 ~nsightsKonKtheKRealgarKurystalKUnderKPressureKfromKXPXPu−KandKPeriodicK−odelKualculations[K
JournalnofnPhysicalnChemistrynAWK2017WKbcbWKiicfXiide 2.8 9

51
tindingKxreeKwnergiesKofKzostXyuestKSystemsKbyKNonequilibriumKslchemicalKSimulationsKwithK
uonstrainedKvynamicslKTheoreticalKxramework[KJournalnofnChemicalnTheorynandnComputationWK2017WK
bdWKfiheXfiig

6.4 9

50 XPXPu−KualculationsKofKzighKPressureKStructuralKandKVibrationalKPropertiesKofKPeSd[KJournalnofn
PhysicalnChemistrynAWK2016WKbcaWKfbdgXee 2.8 9

49 NonequilibriumKuandidateK−onteKuarloKSimulationsKwithKuonfigurationalKxreezingKSchemes[K
JournalnofnChemicalnTheorynandnComputationWK2014WKbaWKechdXid 6.4 9

48
StructuralKandKspectroscopicKpropertiesKofKmethanediolKinKaqueousKsolutionsKfromKquantumK
chemistryKcalculationsKandKabKinitioKmolecularKdynamicsKsimulations[KJournalnofnPhysicalnChemistrynAWK
2015WKbbkWKckaXi

2.8 9

47 snKabKinitioKmolecularKdynamicsKstudyKofKtheKSNcKreactionKxâ��VuzdulXpuzdxVulâ��[KJournalnofnChemicaln
PhysicsWK2003WKbbiWKchgh 3.9 9

46 sKcomparisonKbetweenKtheKrigidKandKflexibleKmodelKofKcyclohexaneKinKtheKplasticKphaseKbyK
molecularKdynamicKsimulations[KChemicalnPhysicsWK1995WKbkdWKbabXbai 2.3 9

45 −olecularKdynamicsKsimulationKofKtheKvibrationalKpropertiesKofKaKdisorderedKNcOKcrystal[K~[K atticeK
frequencies[KJournalnofnChemicalnPhysicsWK1990WKkdWKbkhdXbkia 3.9 9

44 vynamicsKofKregisteredKsolidKxenonKoverlayersKonKgraphite[KPhysicalnReviewnBWK1984WKdaWKhbhhXhbib 3.3 9
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43 ~midazoleKinKsqueousKSolutionlKzydrogenKtondK~nteractionsKandKStructuralKReorganizationKwithK
uoncentration[KJournalnofnPhysicalnChemistrynBWK2019WKbcdWKeaffXeage 3.4 8

42
tindingKxreeKwnergiesKofKzostXyuestKSystemsKbyKNonequilibriumKslchemicalKSimulationsKwithK
uonstrainedKvynamicslK~llustrativeKualculationsKandKNumericalKValidation[KJournalnofnChemicaln
TheorynandnComputationWK2017WKbdWKfiihXfikk

6.4 8

41 zydrogenKbondKeffectsKinKtheKvibrationalKspectraKofKbWdXpropanediolKinKacetonitrilelKabKinitioKandK
experimentalKstudy[KJournalnofnChemicalnPhysicsWK2012WKbdhWKceefab 3.9 8

40 sKmolecularKdynamicsKstudyKofKtranslationXrotationKcouplingKinKtheKNauNKplasticKcrystal[KJournalnofn
ChemicalnPhysicsWK1997WKbahWKiaebXiafa 3.9 8

39 RecursiveKcomputationKofKmanyXphononKdensitiesKofKstates[KPhysicalnReviewnLettersWK1987WKfkWKcbkgXcbki7.4 8

38 NewKatomisticKmodelKofKpyrroleKwithKimprovedKliquidKstateKpropertiesKandKstructure[KInternationaln
JournalnofnQuantumnChemistryWK2018WKbbiWKecfffe 2.1 8

37 RamanKandKinfraredKspectraKofKmineralsKfromKabKinitioKmolecularKdynamicsKsimulationslKTheK
spodumeneKcrystal[KJournalnofnMolecularnStructureWK2011WKkkdWKbfbXbfe 3.4 7

36 OrientationalKorderingKinKtheKmixedKcrystalKsrbâ��xSNcTxlKsKmolecularKdynamicsKstudy[KJournalnofn
ChemicalnPhysicsWK1997WKbagWKibkgXicad 3.9 7

35 sbKinitioKmolecularKdynamicsKstudyKofKtheKhydrolysisKreactionKofKdiborane[KPhysicalnChemistryn
ChemicalnPhysicsWK2007WKkWKdifhXgd 3.6 7

34 wvidenceKofKaK owXzighKvensityKTurningKPointKinK iquidKWaterKatKOrdinaryKTemperatureKunderK
PressurelKsK−olecularKvynamicsKStudy[KJournalnofnPhysicalnChemistrynLettersWK2019WKbaWKgebeXgebi 6.4 6

33 sKmolecularKdynamicsKstudyKofKtheKuOc]NaulSaabTKsystem[KJournalnofnChemicalnPhysicsWK1997WKbagWKfgkdXfhaf3.9 6

32 xreeKvolumeKfromKmolecularKdynamicsKsimulationsKandKitsKrelationshipsKtoKtheKpositronKannihilationK
lifetimeKspectroscopy[KTheoreticalnChemistrynAccountsWK2007WKbbiWKeedXeei 1.9 6

31 ~ntramolecularKsolvationKeffectsKinKtheKSNcKreactionKulâ��VulSuzcTnuN[KJournalnofnChemicalnPhysicsWK
2003WKbbkWKkagdXkahc 3.9 6

30 ThermalKeffectsKonKtheKulâ��VuluzcuNKreactionKbyKuarXParrinelloKmolecularKdynamics[KJournalnofn
ChemicalnPhysicsWK2002WKbbhWKcbkkXccae 3.9 6

29 vispersionKofKsurfaceKphononsKinKxenonKoverlayersKphysisorbedKonKtheKsgSbbbTKsurface[KPhysicaln
ReviewnBWK1985WKdcWKecgbXecgd 3.3 6

28 uomputingKxreeKwnergyKvifferencesKofKuonfigurationalKtasins[KJournalnofnChemicalnTheorynandn
ComputationWK2015WKbbWKdfgbXhb 6.4 5

27 uommentKonKMxermiKresonanceKinKsolidKuOcKunderKpressureMK[–[Kuhem[KPhys[KbdiWKahefabKScabdT][K
JournalnofnChemicalnPhysicsWK2014WKbeaWKbhhbab 3.9 5

26 ProblemsKinKmolecularKdynamicsKofKcondensedKphases[KTheoreticalnChemistrynAccountsWK2007WKbbhWKbbafXbbca1.9 5
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23 sKmolecularKdynamicsKsimulationKofKtheKplasticKphaseKS~TKofKcyclopentane[KChemicalnPhysicsWK1994WK
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22 −olecularKdynamicsKsimulationKofKcrystallineKimidazole[KChemicalnPhysicsWK1991WKbfgWKhbXhh 2.3 4
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20 snalyticalKapproximationsKtoKvirialKcoefficientsKforKpureKandKmixedKsystems[KMolecularnPhysicsWK1986WK
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19
wlasticKtarrierKvynamicalKxreezingKinKxreeKwnergyKualculationslKsKWayKToKSpeedKUpKNonequilibriumK
−olecularKvynamicsKSimulationsKbyKOrdersKofK−agnitude[KJournalnofnChemicalnTheorynandn
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6.4 3

18
~dentificationKofKviSoxymethyleneTglycolKinKtheKRamanKSpectrumKofKxormaldehydeKsqueousK
SolutionsKbyKabK~nitioK−olecularKvynamicsKSimulationsKandKQuantumKuhemistryKualculations[K
JournalnofnPhysicalnChemistrynAWK2015WKbbkWKkhifXkd

2.8 3

17 SpectroscopyKandKmonitoringKofKhighKpressureKphenomena[KJournalnofnMolecularnStructureWK2009WK
kceXkcgWKcXi 3.4 3

16 sKmolecularKdynamicsKsimulationKofKtheKvibrationalKpropertiesKofKtheKsrbâ��xSNcTxKcrystal[KJournalnofn
ChemicalnPhysicsWK1998WKbakWKgdicXgdik 3.9 3

15 sKmolecularKdynamicsKstudyKofKtheKisotopicKsubstitutionKeffectsKonKtheKlineshapeKofKanKinternalK
modeKinKaKmolecularKcrystal[KChemicalnPhysicsnLettersWK1992WKcaaWKffcXffi 2.5 3

14 −olecularKvynamicsKStudyKofKsK−odelK angmuirXtlodgettKxilm[KMaterialsnResearchnSocietynSymposian
ProceedingsWK1988WKbebWKebb 3

13 urystallineKstructuresKofKcondensedKfilmsKatKliquidKinterfaces[KChemicalnPhysicsnLettersWK1982WKkdWKfddXfdh2.5 3

12 NonequilibriumKworkKtheoremsKappliedKtoKtransitionsKbetweenKconfigurationalKdomains[KJournalnofn
StatisticalnMechanics:nTheorynandnExperimentWK2016WKcabgWKbcdcae 1.9 3

11 −olecularKdynamicsKsimulationKofKtheKplasticKphaseKofKcXmethylXcXnitropropane[KChemicalnPhysicsWK
1993WKbhiWKkdXbad 2.3 2

10 sKmolecularKdynamicsKstudyKofKtranslationXrotationKcouplingKinKtheKNauNKplasticKcrystal 2

9 MuyclopropylideneKwffectMKinKtheKbWdXvipolarKuycloadditionKofKNitronesKtoKslkylideneK
uyclopropaneslKsKuomputationalKRationalization[KJournalnofnPhysicalnChemistrynAWK2021WKbcfWKdikcXdikk 2.8 2

8 snnealedKimportanceKsamplingKwithKconstantKcoolingKrate[KJournalnofnChemicalnPhysicsWK2015WKbecWKahebac3.9 1
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7 SimulationsKinKgeneralizedKensemblesKthroughKnoninstantaneousKswitches[KPhysicalnReviewnEWK2015WK
kcWKaeddba 2.4 1

6 sbKinitiomolecularKdynamicsKstudyKofKtheKpotentialKenergyKsurfaceKforKtheKuzKdulVxâ��Kreaction[K
RendicontinLinceiWK2004WKbfWKkkXbbd 1.7 1

5 VirialKcoefficientsKofKgasKmonolayers[KChemicalnPhysicsnLettersWK1982WKihWKbiXcc 2.5 1

4 TowardKanKUnderstandingKofKtheKPressureKwffectKonKtheK~ntramolecularKVibrationalKxrequenciesKofK
SulfurKzexafluoride[KJournalnofnPhysicalnChemistrynAWK2021WKbcfWKgdgcXgdhd 2.8 1

3 RegioselectiveKveuterationKofKaKdWeXvialkoxypyrrolineKNXOxideKandKSynthesisKofKiaXdX~ndolizidines[K
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2
uorrespondenceKbetweenKlightXabsorptionKspectrumKandKnonequilibriumKworkKdistributionKasKaK
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2018WKbekWKaiebab

3.9
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