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tindingKxreeKwnergiesKofKzostXyuestKSystemsKbyKNonequilibriumKslchemicalKSimulationsKwithK
uonstrainedKvynamicslKTheoreticalKxramework[KJournalnofnChemicalnTheorynandnComputationWK2017WK
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110 NonequilibriumKuandidateK−onteKuarloKSimulationsKwithKuonfigurationalKxreezingKSchemes[K
JournalnofnChemicalnTheorynandnComputationWK2014WKbaWKechdXid 6.4 9
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97 SolvationKdynamicsKandKadsorptionKonKsgKhydrosolsKofKoxazolelKaKRamanKandKcomputationalKstudy[K
JournalnofnPhysicalnChemistrynAWK2009WKbbdWKbfbkiXcaf 2.8 13
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92 vxTKinvestigationKonKtheKSwRSKbandKatK~bacfKcmâ��bKofKpyridineKadsorbedKonKsilver[KChemicalnPhysicsn
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91 sKdensityKfunctionalKstudyKofKtheKSwRSKspectraKofKpyridineKadsorbedKonKsilverKclusters[KTheoreticaln
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90 ProblemsKinKmolecularKdynamicsKofKcondensedKphases[KTheoreticalnChemistrynAccountsWK2007WKbbhWKbbafXbbca1.9 5
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lifetimeKspectroscopy[KTheoreticalnChemistrynAccountsWK2007WKbbiWKeedXeei 1.9 6

88 TheKsolvationKdynamicsKofKNaVKandK—VKionsKinKliquidKmethanol[KTheoreticalnChemistrynAccountsWK2007WK
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86 sbKinitioKmolecularKdynamicsKstudyKofKtheKhydrolysisKreactionKofKdiborane[KPhysicalnChemistryn
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85  ithiumKhydroxideKphaseKtransitionKunderKhighKpressurelKanKabKinitioKmolecularKdynamicsKstudy[K
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84 sKcombinedKRamanWKvxTKandK−vKstudyKofKtheKsolvationKdynamicsKandKtheKadsorptionKprocessKofK
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83 SolidXstateKphaseKtransitionKinducedKbyKpressureKinK iOzKxKzcO[KJournalnofnPhysicalnChemistrynBWK
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79
PolarizationKresponseKofKwaterKandKmethanolKinvestigatedKbyKaKpolarizableKforceKfieldKandKdensityK
functionalKtheoryKcalculationslKimplicationsKforKchargeKtransfer[KJournalnofnChemicalnPhysicsWK2005WK
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78 uhargeKseparationKandKpolymerizationKofKhydrocarbonsKatKanKultrahighKpressure[KPhysicalnReviewnBWK
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ChemicalnPhysicsWK2004WKbcaWKfdchXdd 3.9 20

76 sbKinitiomolecularKdynamicsKstudyKofKtheKpotentialKenergyKsurfaceKforKtheKuzKdulVxâ��Kreaction[K
RendicontinLinceiWK2004WKbfWKkkXbbd 1.7 1

75 SurfaceXenhancedKRamanKspectraKofKpyridineKandKpyrazolideKonKsilverKcolloidslKchemicalKandK
electromagneticKeffects[KTheoreticalnChemistrynAccountsWK2004WKbbbWKcgeXcgk 1.9 44
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PhysicalnChemistrynBWK2004WKbaiWKbhaahXbhabb 3.4 57

73
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72 SubstitutionKandKwliminationKReactionKofKxXKwithKuczfullKKsnKabK~nitioK−olecularKvynamicsKStudy[K
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71 uarâ��ParrinelloKmolecularKdynamicsKonKtheKSNcKreactionKulâ��VuzdtrKinKwater[KComputationalnandn
TheoreticalnChemistryWK2003WKgdaWKbebXbek 23
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69 snKabKinitioKmolecularKdynamicsKstudyKofKtheKSNcKreactionKxâ��VuzdulXpuzdxVulâ��[KJournalnofnChemicaln
PhysicsWK2003WKbbiWKchgh 3.9 9

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

67 vynamicalKandKstructuralKcorrelationKinKsupercooledKliquidslKsKmolecularKdynamicsKinvestigationKofK
mXtoluidine[KJournalnofnChemicalnPhysicsWK2003WKbbkWKdfhXdgd 3.9 11

66 ThermalKeffectsKonKtheKulâ��VuluzcuNKreactionKbyKuarXParrinelloKmolecularKdynamics[KJournalnofn
ChemicalnPhysicsWK2002WKbbhWKcbkkXccae 3.9 6

65 vensityKxunctionalKStudyKonKtheKsdsorptionKofKPyrazoleKontoKSilverKuolloidalKParticles[KJournalnofn
PhysicalnChemistrynBWK2002WKbagWKgihfXgiia 3.4 77

64 TheK~nfraredKandKRamanKSpectraKofKxullereneKuha[KvxTKualculationsKandKuorrelationKwithKuga[K
JournalnofnPhysicalnChemistrynAWK2002WKbagWKbibfXbicd 2.8 80

63 −olecularKdynamicsKofKglassXformingKliquidslKStructureKandKdynamicsKofKliquidKmetatoluidine[K
JournalnofnChemicalnPhysicsWK2002WKbbgWKgcafXgcbf 3.9 17

62 −icrosolvationKeffectKonKchemicalKreactivitylKTheKcaseKofKtheKulâ��VuzdtrKSNcKreaction[KJournalnofn
ChemicalnPhysicsWK2001WKbbeWKeaikXeaki 3.9 40
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61 TheKfastKdynamicsKofKbenzeneKinKtheKliquidKphase[KPartK~~[KsKmolecularKdynamicsKsimulation[KPhysicaln
ChemistrynChemicalnPhysicsWK2001WKdWKciadXciba 3.6 48

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

59 TheKVibrationalKSpectrumKofKxullereneKuga[KJournalnofnPhysicalnChemistrynAWK2001WKbafWKbbbkcXbbbkg 2.8 114

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

57 sbXinitioKmolecularKdynamicsKstudyKofKtheSNcKreactionKulâ��VKuluzcuN[KPhysicalnChemistrynChemicaln
PhysicsWK2001WKdWKcffkXcfgg 3.6 20

56 wxcitedKstateKphotoelectronKspectroscopyKofKanisole[KPhysicalnChemistrynChemicalnPhysicsWK2001WKdWKfdfiXfdgi3.6 27

55
~nteractionKbetweenKsromaticKResidues[K−olecularKvynamicsKandKabK~nitioKwxplorationKofKtheK
PotentialKwnergyKSurfaceKofKtheKTryptophanâ��zistidineKPair[KJournalnofnPhysicalnChemistrynBWK2000WK
baeWKbbaiXbbbe
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54 vensityKxunctionalKualculationKofKStructuralKandKVibrationalKPropertiesKofKylycerol[KJournalnofn
PhysicalnChemistrynAWK2000WKbaeWKfdfbXfdfh 2.8 57

53 uonformationalKvistributionKofKyasXphaseKylycerol[KJournalnofnPhysicalnChemistrynAWK2000WKbaeWKbbccaXbbccc2.8 32

52 SimulatedKstructureWKdynamicsWKandKvibrationalKspectraKofKliquidKbenzene[KJournalnofnChemicaln
PhysicsWK2000WKbbdWKgifbXgigd 3.9 57

51 ualculationKofKopticalKspectraKinKliquidKmethanolKusingKmolecularKdynamicsKandKtheKchemicalK
potentialKequalizationKmethod[KJournalnofnChemicalnPhysicsWK1999WKbbbWKecbiXecck 3.9 65

50 ylycerolKcondensedKphasesKPartK~[KsKmolecularKdynamicsKstudy[KPhysicalnChemistrynChemicalnPhysicsWK
1999WKbWKihbXihh 3.6 103

49 snKabKinitioKmolecularKdynamicsKstudyKofKtheKSNcKreactionKulâ��VuzdtrXpuzdulVtrâ��[KJournalnofn
ChemicalnPhysicsWK1999WKbbbWKbaiihXbaike 3.9 28

48 ylycerolKcondensedKphasesKPartK~~[sKmolecularKdynamicsKstudyKofKtheKconformationalKstructureKandK
hydrogenKbonding[KPhysicalnChemistrynChemicalnPhysicsWK1999WKbWKihkXiif 3.6 120

47 vensityKfunctionalKcalculationKofKstructureKandKvibrationalKspectraKofKpolyenes[KJournalnofnChemicaln
PhysicsWK1999WKbbaWKdcebXdcfa 3.9 34

46 ~ntermolecularKinteractionsKinKtheKNcXNcKdimer[KMolecularnPhysicsWK1998WKkfWKehhXeib 1.7 14

45  owXxrequencyKVibrationsKofallXtransXRetinall´ KxarX~nfraredKandKRamanKSpectraKandKvensityK
xunctionalKualculations[KJournalnofnPhysicalnChemistrynAWK1998WKbacWKcbdbXcbdg 2.8 49

44 sKmolecularKdynamicsKsimulationKofKtheKvibrationalKpropertiesKofKtheKsrbâ��xSNcTxKcrystal[KJournalnofn
ChemicalnPhysicsWK1998WKbakWKgdicXgdik 3.9 3
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43 sKmolecularKdynamicsKstudyKofKtheKuOc]NaulSaabTKsystem[KJournalnofnChemicalnPhysicsWK1997WKbagWKfgkdXfhaf3.9 6

42 sKmolecularKdynamicsKstudyKofKtranslationXrotationKcouplingKinKtheKNauNKplasticKcrystal[KJournalnofn
ChemicalnPhysicsWK1997WKbahWKiaebXiafa 3.9 8

41 OrientationalKorderingKinKtheKmixedKcrystalKsrbâ��xSNcTxlKsKmolecularKdynamicsKstudy[KJournalnofn
ChemicalnPhysicsWK1997WKbagWKibkgXicad 3.9 7

40 ualculationKofKelasticKcoherentKneutronKscatteringKspectraKfromKmolecularKdynamicsKdatalKTheKNauNK
plasticKcrystal[KChemicalnPhysicsnLettersWK1997WKcheWKddfXdea 2.5

39 sKcomparisonKbetweenKtheKrigidKandKflexibleKmodelKofKcyclohexaneKinKtheKplasticKphaseKbyK
molecularKdynamicKsimulations[KChemicalnPhysicsWK1995WKbkdWKbabXbai 2.3 9

38 OnKtheKvibrationalKassignmentKofKfullereneKuga[KJournalnofnChemicalnPhysicsWK1994WKbabWKbbahkXbbaib 3.9 46

37 sKmolecularKdynamicsKsimulationKofKtheKplasticKphaseKS~TKofKcyclopentane[KChemicalnPhysicsWK1994WK
bikWKbhXcd 2.3 4

36 ~nfraredKSpectrumKofKTwoKxullereneKverivativeslKugaOKandKugbzc[KThenJournalnofnPhysicalnChemistry
WK1994WKkiWKkkggXkkhb 30

35 −olecularKdynamicsKsimulationKofKtheKplasticKphaseKofKcXmethylXcXnitropropane[KChemicalnPhysicsWK
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34 SidebandKmodelingKinKmolecularKcrystalsKNcKandKuOc[KJournalnofnChemicalnPhysicsWK1992WKkgWKfhadXfhbb 3.9 12

33 snharmonicKlatticeKdynamicsKandKcomputerKsimulationKforKsimpleKmodelKsystems[KPhysicalnReviewnBWK
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32 snKintraXmolecularKpotentialKforKSi[KJournalnofnMolecularnStructureWK1992WKcggWKcckXcde 3.4 4
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29 sKmolecularKdynamicsKstudyKofKtheKisotopicKsubstitutionKeffectsKonKtheKlineshapeKofKanKinternalK
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28 VibrationalKpropertiesKofKXeâ��fullereneKadducts[KsKmolecularKdynamicsKapproach[KChemicalnPhysicsn
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27 −olecularKdynamicsKsimulationKofKcrystallineKimidazole[KChemicalnPhysicsWK1991WKbfgWKhbXhh 2.3 4

26 −olecularKdynamicsKsimulationKofKtheKvibrationalKpropertiesKofKaKdisorderedKNcOKcrystal[K~~[KTheK
symmetricKstretchingKmode[KJournalnofnChemicalnPhysicsWK1991WKkeWKcfacXcfai 3.9 13
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19 StructureKandKdynamicsKofKcarbonKdioxideKclusterslKsKmolecularKdynamicsKstudy[KJournalnofnChemicaln
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18 uharacterizationKofKaK angmuirXtlodgettKmonolayerKusingKmolecularKdynamicsKcalculations[K
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17 tiphononsKinKcrystalKNcO[KChemicalnPhysicsWK1988WKbbkWKcebXcfb 2.3 16
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molecularXdynamicsKcalculations[KPhysicalnReviewnLettersWK1988WKgaWKcbfcXcbff 7.4 110

15 −olecularKvynamicsKStudyKofKsK−odelK angmuirXtlodgettKxilm[KMaterialsnResearchnSocietynSymposian
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ChemicalnPhysicsWK1987WKbbhWKdffXdgg 2.3 13
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