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77 zynamicalLnonequilibriumLmolecularLdynamicsLrevealsLtheLstructuralLbasisLforLallosteryLandLsignalL
propagationLinLbiomolecularLsystemsdLEuropeannPhysicalnJournalnBbL2021bLojbLgjj 1.2 5

76 yomputerLMeetsLTheoreticalLPhysicsdLThenFrontiersnCollectionbL2020bL 0.3 8

75 wdiabaticLmotionLandLstatisticalLmechanicsLviaLmassczeroLconstrainedLdynamicsdLPhysicalnChemistryn
ChemicalnPhysicsbL2020bLhhbLgfmmkcgfmnk 3.6 5

74 NucleationLofLMolecularLyrystalsLzrivenLbyLRelativeLαnformationL†ntropydLJournalnofnChemicaln
TheorynandnComputationbL2018bLgjbLokocomh 6.4 19

73 −olonomicLyonstraintspLwLyaseLforLStatisticalLMechanicsLofLNonc−amiltonianLSystemsdLComputationbL
2018bLlbLgg 2.2 7

72 NuclearLquantumLeffectsLinLelectronicLTnonVadiabaticLdynamicsdLEuropeannPhysicalnJournalnBbL2018bL
ogbLg 1.2 21

71 yommunicationpLyonstrainedLmolecularLdynamicsLforLpolarizableLmodelsdLJournalnofnChemicaln
PhysicsbL2018bLgjobLgoggfh 3.9 8

70 MechanismsLandLNucleationLRateLofLMethaneL−ydrateLbyLzynamicalLNonequilibriumLMolecularL
zynamicsdLJournalnofnPhysicalnChemistrynCbL2017bLghgbLhjhhichjhij 3.8 21

69 NoncequilibriumLbyLmolecularLdynamicspLaLdynamicalLapproachdLMolecularnSimulationbL2016bLjhbLginkcgjff2 17

68 ProbabilisticLzerivationLofLSpatiotemporalLyorrelationL–unctionsLinLtheL−ydrodynamicLLimitdL
JournalnofnPhysicalnChemistrynBbL2016bLghfbLgoolchfff 3.4 2

67 ParticlecxasedLModelingLofLLivingLwctinL–ilamentsLinLanLOpticalLTrapdLPolymersbL2016bLnbL 4.5 1

66 wLStructuralLModelLofLtheL−umanL˛–mLNicotinicLReceptorLinLanLOpenLyonformationdLPLoSnONEbL2015bL
gfbLefgiifgg 3.7 10

65
TemperaturecacceleratedLmolecularLdynamicsLgivesLinsightsLintoLglobularLconformationsLsampledL
inLtheLfreeLstateLofLtheLwyLcatalyticLdomaindLProteins:nStructure,nFunctionnandnBioinformaticsbL2014bL
nhbLhjnicol

4.2 12

64 wpproximatingLTimeczependentLQuantumLStatisticalLPropertiesdLEntropybL2014bLglbLnlcgfo 2.8 2

63 zynamicalLNonc†quilibriumLMolecularLzynamicsdLEntropybL2014bLglbLhiichkm 2.8 33

62 QuantumLdynamicalLstructureLfactorLofLliquidLneonLviaLaLquasiclassicalLsymmetrizedLmethoddL
JournalnofnChemicalnPhysicsbL2013bLginbLfkjggn 3.9 11

61 MultiphotonLabsorptionLofLmyoglobincnitricLoxideLcomplexpLrelaxationLbyLzcN†MzLofLaLstationaryL
statedLJournalnofnPhysicalnChemistrynBbL2012bLgglbLiiomcjgf 3.4 10
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60 SilverLselfLaggregationLinLaLnanodeviceLforLenhancedLRamanLspectroscopypLexperimentsLvsdL
simplifiedLmodelingLviaLmolecularLdynamicsdLNanoscalebL2012bLjbLhilhcmg 7.7 7

59 TemperatureLacceleratedLMonteLyarloLTTwMyVpLaLmethodLforLsamplingLtheLfreeLenergyLsurfaceLofL
noncanalyticalLcollectiveLvariablesdLPhysicalnChemistrynChemicalnPhysicsbL2011bLgibLkokhco 3.6 28

58 ShortLrangeLhydrogenLdiffusionLinLNaiwl−ldLPhysicalnChemistrynChemicalnPhysicsbL2011bLgibLgfkjlckk 3.6 6

57 yombiningLRareL†ventsLTechniquespLPhaseLyhangeLinLSiLNanoparticlesdLJournalnofnStatisticalnPhysicsbL
2011bLgjkbLnghcnif 1.5 10

56 zirectLobservationLofLtheLsubstitutionLeffectsLonLtheLhydrogenLbridgeLdynamicsLinLselectedLSchiffL
basesccaLcomparativeLmolecularLdynamicsLstudydLJournalnofnChemicalnPhysicsbL2011bLgijbLfijifn 3.9 9

55 yommunicationspLOnLtheLlinearLresponseLofLmechanicalLsystemsLwithLconstraintsdLJournalnofn
ChemicalnPhysicsbL2010bLgihbLggggfi 3.9 7

54 MappingLtheLnetworkLofLpathwaysLofLyOLdiffusionLinLmyoglobindLJournalnofnthenAmericannChemicaln
SocietybL2010bLgihbLgfgfcm 16.4 91

53 −ydrationLstructureLofLtheLquaternaryLammoniumLcationsdLJournalnofnPhysicalnChemistrynBbL2010bL
ggjbLgkfgnchn 3.4 29

52 LinearizationLapproximationsLandLLiouvilleLquantumâ��classicalLdynamicsdLChemicalnPhysicsnLettersbL
2010bLjnjbLioocjfj 2.5 34

51 –astLsimulationLofLpolymerLchainsdLJournalnofnChemicalnPhysicsbL2009bLgifbLgjjgfg 3.9 3

50 zoLWeL−aveLaLyonsistentLNoncwdiabaticLQuantumcylassicalLStatisticalLMechanicsudLSpringernSeriesninn
ChemicalnPhysicsbL2009bLjimcjlm 0.3

49 xulkLviscosityLofLtheLLennardcJonesLsystemLatLtheLtripleLpointLbyLdynamicalLnonequilibriumL
molecularLdynamicsdLPhysicalnReviewnEbL2008bLmnbLfhghfj 2.4 14

48 TrottercbasedLsimulationLofLquantumcclassicalLdynamicsdLJournalnofnPhysicalnChemistrynBbL2008bLgghbLjhjcih3.4 88

47 yalculationsLofLfreeLenergyLbarriersLforLlocalLmechanismsLofLhydrogenLdiffusionLinLalanatesdLLecturen
NotesninnComputationalnSciencenandnEngineeringbL2008bLgnmchfl 0.3 3

46 OnLtheLassumptionsLunderlyingLmilestoningdLJournalnofnChemicalnPhysicsbL2008bLghobLgmjgfh 3.9 138

45 ProjectionLofLdiffusionsLonLsubmanifoldspLwpplicationLtoLmeanLforceLcomputationdLCommunicationsn
onnPurenandnAppliednMathematicsbL2008bLlgbLimgcjfn 2.5 53

44 yalculationsLofLfreeLenergyLbarriersLforLlocalLmechanismsLofLhydrogenLdiffusionLinLalanatesdL
ScientificnModelingnandnSimulationnSMNSbL2008bLgkbLgnmchfl 21

43 yomputingLtheLacidityLofLliquidsLviaLabLinitioLmolecularLdynamicsdLChemPhysChembL2007bLnbLhfmhcl 3.2 8

(2007-2012)

3



42 StringLmethodLinLcollectiveLvariablespLminimumLfreeLenergyLpathsLandLisocommittorLsurfacesdL
JournalnofnChemicalnPhysicsbL2006bLghkbLhjgfl 3.9 519

41 SecondcorderLintegratorsLforLLangevinLequationsLwithLholonomicLconstraintsdLChemicalnPhysicsn
LettersbL2006bLjhobLigfcigl 2.5 130

40 xlueLmoonLsamplingbLvectorialLreactionLcoordinatesbLandLunbiasedLconstrainedLdynamicsdL
ChemPhysChembL2005bLlbLgnfocgj 3.2 132

39 MolecularLdynamicspLwnLaccountLofLitsLevolutionL2005bLjhkcjjg 2

38 Nonc†quilibriumLMolecularLzynamicsL2005bLmjkcmlg 7

37 SimulatingLReactionsLThatLOccurLOnceLinLaLxlueLMoonL2005bLgkomcglgg 1

36 Nonc†quilibriumLMolecularLzynamicsL2005bLmjkcmlg

35 SimulatingLReactionsLThatLOccurLOnceLinLaLxlueLMoonL2005bLgkomcglgg

34 wtomicLmeancsquareLdisplacementsLinLproteinsLbyLmolecularLdynamicspLaLcaseLforLanalysisLofL
variancedLBiophysicalnJournalbL2004bLnlbLhmlkcmh 2.9 16

33 zeterministicLandLstochasticLalgorithmsLforLmechanicalLsystemsLunderLconstraintsdLPhilosophicaln
TransactionsnSeriesnA,nMathematical,nPhysical,nandnEngineeringnSciencesbL2004bLilhbLgknicoj 3 11

32 wlgorithmsLforLxrownianLdynamicsdLMolecularnPhysicsbL2003bLgfgbLgohmcgoig 1.7 61

31 yonstantLpressurecconstantLtemperatureLmolecularLdynamicspLaLcorrectLconstrainedLNPTLensembleL
usingLtheLmolecularLvirialdLMolecularnPhysicsbL2003bLgfgbLmlkcmmn 1.7 56

30 yonstrainedLreactionLcoordinateLdynamicsLforLsystemsLwithLconstraintsdLMolecularnPhysicsbL2003bL
gfgbLhnnkchnoj 1.7 29

29 SurfacechoppingLdynamicsLofLaLspincbosonLsystemdLJournalnofnChemicalnPhysicsbL2002bLgglbLhijlchiki 3.9 83

28 Proteinâ��trehaloseâ��waterLstructuresLinLtrehaloseLcoatedLcarboxycmyoglobindLJournalnofnChemicaln
PhysicsbL2002bLggmbLonlhconll 3.9 102

27 †ffectiveLbindingLforceLcalculationLinLaLdimericLproteinLbyLmolecularLdynamicsLsimulationdLJournalnofn
ChemicalnPhysicsbL2002bLgglbLlihocliin 3.9 26

26 SequentialLshortctimeLpropagationLofLquantum´ classicalLdynamicsdLJournalnofnPhysicsnCondensedn
MatterbL2002bLgjbLoflocofml 1.8 67

25 SolubilityLofLK–LinLwaterLbyLmolecularLdynamicsLusingLtheLKirkwoodLintegrationLmethoddLJournalnofn
ChemicalnPhysicsbL2002bLggmbLjojmcjoki 3.9 81
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24 wLStatisticalLMechanicalLTheoryLofLQuantumLzynamicsLinLylassicalL†nvironmentsdLLecturenNotesninn
PhysicsbL2002bLjjkcjmh 0.8 16

23 StatisticalLmechanicsLofLquantumcclassicalLsystemsdLJournalnofnChemicalnPhysicsbL2001bLggkbLknfkckngk 3.9 110

22 Nonc−amiltonianLmolecularLdynamicspL eneralizingL−amiltonianLphaseLspaceLprinciplesLtoL
nonc−amiltonianLsystemsdLJournalnofnChemicalnPhysicsbL2001bLggkbLglmncgmfh 3.9 244

21 MolecularLdynamicsLsimulationLofLcarboxycmyoglobinLembeddedLinLaLtrehalosecwaterLmatrixdL
BiophysicalnJournalbL2001bLnfbLoigcn 2.9 86

20 yonstrainedLαsothermalâ��αsobaricLMolecularLzynamicsLwithL–ullLwtomicLVirialâ� dLJournalnofnPhysicaln
ChemistrynBbL2001bLgfkbLlmgfclmgk 3.4 13

19 MixedLquantumcclassicalLsurfaceLhoppingLdynamicsdLJournalnofnChemicalnPhysicsbL2000bLgghbLlkjiclkki 3.9 134

18 MixedLquantumcclassicalLdynamicsdLJournalnofnChemicalnPhysicsbL1999bLggfbLnogocnoho 3.9 520

17 –reeLenergyLfromLconstrainedLmolecularLdynamicsdLJournalnofnChemicalnPhysicsbL1998bLgfobLmmimcmmjj 3.9 633

16
StructuralLandLdynamicLpropertiesLofLtheLhomodimericLhemoglobinLfromLScapharcaLinaequivalvisL
ThrcmhcctαleLmutantpLmolecularLdynamicsLsimulationbLlowLtemperatureLvisibleLabsorptionL
spectroscopybLandLresonanceLRamanLspectroscopyLstudiesdLBiophysicalnJournalbL1998bLmkbLhjnockfi

2.9 6

15 MolecularLdynamicsLstudyLofLsolvationLeffectsLonLacidLdissociationLinLaproticLmediadLJournalnofn
ChemicalnPhysicsbL1996bLgfjbLlklfclkln 3.9 15

14 MolecularLdynamicsLstudyLofLaLmonomericLhemeLundecapeptideLofLcytochromecdLJournalnofn
Computer-AidednMaterialsnDesignbL1995bLhbLochh 3

13 QuantumLeffectsLonLtheLsolventLcontributionLtoLtheLactivationLfreeLenergydLJournalnofnMolecularn
LiquidsbL1994bLlgbLimcjm 6 5

12 wctivationLfreeLenergyLforLprotonLtransferLinLsolutiondLChemicalnPhysicsbL1994bLgnfbLgngcgno 2.3 31

11 −ooverLNPTLdynamicsLforLsystemsLvaryingLinLshapeLandLsizedLMolecularnPhysicsbL1993bLmnbLkiickjj 1.7 871

10 TemperatureLandLtemperatureLcontrolLinLnonequilibriumcmolecularcdynamicsLsimulationsLofLtheL
shearLflowLofLdenseLliquidsdLPhysicalnReviewnAbL1992bLjkbLinkocinll 2.6 57

9 MolecularcdynamicsLstudyLofLadiabaticLprotonctransferLreactionsLinLsolutiondLJournalnofnChemicaln
PhysicsbL1992bLombLimncinn 3.9 99

8 wctivationLenergiesLbyLmolecularLdynamicsLwithLconstraintsdLChemicalnPhysicsnLettersbL1991bLgmlbLkngcknm2.5 64

7 zynamicsLofLionLpairLinterconversionLinLaLpolarLsolventdLJournalnofnChemicalnPhysicsbL1990bLoibLmgimcmgjm 3.9 166
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6 †nvironmentalLzynamicsLandL†lectronLTransferLReactionsdLJerusalemnSymposianonnQuantumn
ChemistrynandnBiochemistrybL1990bLgiicgjn 3

5 yonstrainedLreactionLcoordinateLdynamicsLforLtheLsimulationLofLrareLeventsdLChemicalnPhysicsn
LettersbL1989bLgklbLjmhcjmm 2.5 726

4 yonstrainedLmolecularLdynamicsLandLtheLmeanLpotentialLforLanLionLpairLinLaLpolarLsolventdLChemicaln
PhysicsbL1989bLghobLhjgchkg 2.3 221

3 StationaryLnonequilibriumLstatesLbyLmolecularLdynamicsdLααdLNewtonSsLlawdLPhysicalnReviewnAbL1984bL
hobLoglcohk 2.6 99

2 StationaryLnonequilibriumLstatesLbyLmolecularLdynamicsdL–ourierSsLlawdLPhysicalnReviewnAbL1982bLhkbLhmmnchmnm2.6 171

1 NumericalLintegrationLofLtheLcartesianLequationsLofLmotionLofLaLsystemLwithLconstraintspLmolecularL
dynamicsLofLncalkanesdLJournalnofnComputationalnPhysicsbL1977bLhibLihmcijg 4.1 15568
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