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101 rontinuumJdynamicsJandJstatisticalJcorrectionJofJcompositionalJheterogeneityJinJmultivalentJxsαJ
oligomersJresolvedJbyJsingleWparticleJtMYYJJournaloofoMolecularoBiologyVJ2022VJ]efda[ 6.5 0

100 pJgentleJintroductionJtoJtheJnonWequilibriumJphysicsJofJtrajectoriesiJTheoryVJalgorithmsVJandJ
biomolecularJapplicationsYYJAmericanoJournaloofoPhysicsVJ2021VJghVJ][cgW][e] 0.7 2

99 MrüVxsispirborneiJpxWtnabledJMultiscaleJromputationalJMicroscopyJofJseltaJSpRSWroVWaJinJaJ
RespiratoryJperosolJ2021VJ 9

98 VascularJzJchannelJstructuralJdynamicsJrevealJregulatoryJmechanismJbyJMgWnucleotidesYJ
ProceedingsoofotheoNationaloAcademyoofoSciencesoofotheoUnitedoStatesoofoAmericaVJ2021VJ]]gVJ 11.5 9

97 WhatJMarkovJStateJModelsJranJandJrannotJsoiJrorrelationJversusJαathWqasedJübservablesJinJ
αroteinWuoldingJModelsYJJournaloofoChemicaloTheoryoandoComputationVJ2021VJ]fVJb]]hWb]bb 6.4 9

96 ronnexinJceJandJconnexinJd[JgapJjunctionJchannelJpropertiesJareJshapedJbyJstructuralJandJdynamicJ
featuresJofJtheirJÅWterminalJdomainsYJJournaloofoPhysiologyVJ2021VJdhhVJbb]bWbbbd 3.9 5

95 ShouldJVirusJrapsidsJpssembleJαerfectlynJTheoryJandJübservationJofJsefectsYJBiophysicaloJournalVJ
2020VJ]]hVJ]fg]W]fh[ 2.9 3

94 pJsystemsWbiologyJapproachJtoJmolecularJmachinesiJtxplorationJofJalternativeJtransporterJ
mechanismsYJPLoSoComputationaloBiologyVJ2020VJ]eVJe][[fggc 5 4
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2020VJ]eVJe][[ffgh 5 6
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91 üαTxMxZxÅvJWtxvwTtsJtÅStMq tJSpMα xÅvJüuJSTtpsYJSTpTtSYJMultiscaleoModelingoando
SimulationVJ2020VJ]gVJeceWefb 1.8 6

90 tmrtJremindsJusJtoJexpectJtheJunexpectedJinJmembraneJtransportYJJournaloofoGeneraloPhysiologyVJ
2020VJ]daVJ 3.4 5

89 pcceleratedJtstimationJofJ ongWTimescaleJzineticsJfromJWeightedJtnsembleJSimulationJviaJ
ÅonWMarkovianJLMicrobinLJpnalysisYJJournaloofoChemicaloTheoryoandoComputationVJ2020VJ]eVJefebWeffd 6.4 6

88 ronnexinWceZd[JinJaJdynamicJlipidJenvironmentJresolvedJbyJrryotMJatJ]YhJˆ�YJNatureo
CommunicationsVJ2020VJ]]VJcbb] 17.4 27

87 MiddleWwayJflexibleJdockingiJαoseJpredictionJusingJmixedWresolutionJMonteJrarloJinJestrogenJ
receptorJ˛–YJPLoSoONEVJ2019VJ]cVJe[a]dehc 3.7 6

86 StatisticalJUncertaintyJpnalysisJforJSmallWSampleVJwighJ ogWVarianceJsataiJrautionsJforJ
qootstrappingJandJqayesianJqootstrappingYJJournaloofoChemicaloTheoryoandoComputationVJ2019VJ]dVJbchhWbd[h6.4 15
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84 αrobingJMembraneJÅanodomainJürganizationJwithJSingleJαarticleJTrackingJviaJαhotoactivatedJ
 ocalizationJMicroscopyJRsptWαp MSYJMicroscopyoandoMicroanalysisVJ2019VJadVJ]acgW]ach 0.5 0
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atJaY]Jˆ�JResolutionYJMicroscopyoandoMicroanalysisVJ2019VJadVJ]a]eW]a]f 0.5

82 TransientJprobabilityJcurrentsJprovideJupperJandJlowerJboundsJonJnonWequilibriumJsteadyWstateJ
currentsJinJtheJSmoluchowskiJpictureYJJournaloofoChemicaloPhysicsVJ2019VJ]d]VJ]fc][g 3.9 3

81 WhyJWeJÅeedJtheJ ivingJyournalJofJromputationalJMolecularJScienceYJLivingoJournaloofo
ComputationaloMolecularoScienceVJ2019VJ]VJ 10.1 2

80 qestJαracticesJforJuoundationsJinJMolecularJSimulationsJ[prticleJv]Y[]YJLivingoJournaloofo
ComputationaloMolecularoScienceVJ2019VJ]VJ 10.1 49

79 pJSuiteJofJTutorialsJforJtheJWtSTαpJRareWtventsJSamplingJSoftwareJ[prticleJv]Y[]YJLivingoJournaloofo
ComputationaloMolecularoScienceVJ2019VJ]VJ 10.1 9

78 wighWthroughputVJsingleWparticleJtrackingJrevealsJnestedJmembraneJdomainsJthatJdictateJzRasJ
diffusionJandJtraffickingYJELifeVJ2019VJgVJ 8.9 23

77 SupramolecularJselfJassemblyJofJnanodrillWlikeJstructuresJforJintracellularJdeliveryYJJournaloofo
ControlledoReleaseVJ2018VJagaVJfeWgh 11.7 11

76 SystematicJTestingJofJqeliefWαropagationJtstimatesJforJpbsoluteJureeJtnergiesJinJptomisticJ
αeptidesJandJαroteinsYJJournaloofoChemicaloTheoryoandoComputationVJ2018VJ]cVJcaeWccb 6.4 1

75 tscapeJofJaJSmallJMoleculeJfromJxnsideJTc´  ysozymeJbyJMultipleJαathwaysYJBiophysicaloJournalVJ
2018VJ]]cVJ][dgW][ee 2.9 30

74 αrefaceiJSpecialJTopicJonJtnhancedJSamplingJforJMolecularJSystemsYJJournaloofoChemicaloPhysicsVJ
2018VJ]chVJ[fa[[] 3.9 2

73 qestJαracticesJforJQuantificationJofJUncertaintyJandJSamplingJQualityJinJMolecularJSimulationsJ
[prticleJv]Y[]YJLivingoJournaloofoComputationaloMolecularoScienceVJ2018VJ]VJ 10.1 51

72 StructureJofJnativeJlensJconnexinJceZd[JintercellularJchannelsJbyJcryoWtMYJNatureVJ2018VJdecVJbfaWbff 50.4 52

71 WeightedJtnsembleJSimulationiJReviewJofJMethodologyVJppplicationsVJandJSoftwareYJAnnualo
ReviewoofoBiophysicsVJ2017VJceVJcbWdf 21.1 101

70 αathWsamplingJstrategiesJforJsimulatingJrareJeventsJinJbiomolecularJsystemsYJCurrentoOpinionoino
StructuraloBiologyVJ2017VJcbVJggWhc 8.1 44

69 qiophysicalJcomparisonJofJpTαWdrivenJprotonJpumpingJmechanismsJsuggestsJaJkineticJadvantageJ
forJtheJrotaryJprocessJdependingJonJcouplingJratioYJPLoSoONEVJ2017VJ]aVJe[]fbd[[ 3.7 3

68
tfficientJptomisticJSimulationJofJαathwaysJandJralculationJofJRateJronstantsJforJaJαroteinWαeptideJ
qindingJαrocessiJppplicationJtoJtheJMsMaJαroteinJandJanJxntrinsicallyJsisorderedJpdbJαeptideYJ
JournaloofoPhysicaloChemistryoLettersVJ2016VJfVJbcc[Wd

6.4 51

67 qiophysicalJcomparisonJofJpTαJsynthesisJmechanismsJshowsJaJkineticJadvantageJforJtheJrotaryJ
processYJProceedingsoofotheoNationaloAcademyoofoSciencesoofotheoUnitedoStatesoofoAmericaVJ2016VJ]]bVJ]]aa[W]]aad11.5 14
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66 pccurateJtstimationJofJαroteinJuoldingJandJUnfoldingJTimesiJqeyondJMarkovJStateJModelsYJJournalo
ofoChemicaloTheoryoandoComputationVJ2016VJ]aVJbcfbWg] 6.4 45

65 UnbiasedJRareJtventJSamplingJinJSpatialJStochasticJSystemsJqiologyJModelsJUsingJaJWeightedJ
tnsembleJofJTrajectoriesYJPLoSoComputationaloBiologyVJ2016VJ]aVJe][[ce]] 5 22

64 tntireWsatasetJpnalysisJofJÅMRJuastWtxchangeJTitrationJSpectraiJpJMgJTitrationJpnalysisJforJwxVW]J
RibonucleaseJwJsomainYJJournaloofoPhysicaloChemistryoBVJ2016VJ]a[VJ]aca[W]acb] 3.4 5

63 tstimatingJfirstWpassageJtimeJdistributionsJfromJweightedJensembleJsimulationsJandJ
nonWMarkovianJanalysesYJProteinoScienceVJ2016VJadVJefWfg 6.3 20

62 TabulationJasJaJhighWresolutionJalternativeJtoJcoarseWgrainingJproteinJinteractionsiJxnitialJ
applicationJtoJvirusJcapsidJsubunitsYJJournaloofoChemicaloPhysicsVJ2015VJ]cbVJacb]dh 3.9 6

61 StructuralJintegrityJofJtheJribonucleaseJwJdomainJinJwxVW]JreverseJtranscriptaseYJProteins:oStructure,o
FunctionoandoBioinformaticsVJ2015VJgbVJ]daeWbg 4.2 5

60 WtSTαpiJanJinteroperableVJhighlyJscalableJsoftwareJpackageJforJweightedJensembleJsimulationJandJ
analysisYJJournaloofoChemicaloTheoryoandoComputationVJ2015VJ]]VJg[[Wh 6.4 75

59 TunableJroarseJvrainingJforJMonteJrarloJSimulationsJofJαroteinsJviaJSmoothedJtnergyJTablesiJ
sirectJandJtxchangeJSimulationsYJJournaloofoChemicaloTheoryoandoComputationVJ2014VJ][VJd]e]Wd]ff 6.4 7

58 SimultaneousJromputationJofJsynamicalJandJtquilibriumJxnformationJUsingJaJWeightedJtnsembleJ
ofJTrajectoriesYJJournaloofoChemicaloTheoryoandoComputationVJ2014VJ][VJaedgWaeef 6.4 60

57 tfficientJstochasticJsimulationJofJchemicalJkineticsJnetworksJusingJaJweightedJensembleJofJ
trajectoriesYJJournaloofoChemicaloPhysicsVJ2013VJ]bhVJ]]d][d 3.9 29

56
pcceleratingJmolecularJMonteJrarloJsimulationsJusingJdistanceJandJorientationWdependentJenergyJ
tablesiJtuningJfromJatomisticJaccuracyJtoJsmoothedJLcoarseWgrainedLJmodelsYJJournaloofo
ComputationaloChemistryVJ2012VJbbVJaegWfd

3.5 8

55 TunableVJmixedWresolutionJmodelingJusingJlibraryWbasedJMonteJrarloJandJgraphicsJprocessingJunitsYJ
JournaloofoChemicaloTheoryoandoComputationVJ2012VJgVJaha]Wahah 6.4 10

54 SimulationsJofJtheJalternatingJaccessJmechanismJofJtheJsodiumJsymporterJMhp]YJBiophysicalo
JournalVJ2011VJ][]VJabhhWc[f 2.9 47

53 tquilibriumJsamplingJinJbiomolecularJsimulationsYJAnnualoReviewoofoBiophysicsVJ2011VJc[VJc]Wea 21.1 171

52 RapidJsamplingJofJallWatomJpeptidesJusingJaJlibraryWbasedJpolymerWgrowthJapproachYJJournaloofo
ComputationaloChemistryVJ2011VJbaVJbheWc[d 3.5 4

51 txtendingJfragmentWbasedJfreeJenergyJcalculationsJwithJlibraryJMonteJrarloJsimulationiJannealingJ
inJinteractionJspaceYJJournaloofoComputationaloChemistryVJ2011VJbaVJ]]bdWcb 3.5 8

50 qeyondJmicroscopicJreversibilityiJpreJobservableJnonWequilibriumJprocessesJpreciselyJreversiblenYJ
JournaloofoChemicaloTheoryoandoComputationVJ2011VJfVJada[Wadaf 6.4 33

49 TheJLweightedJensembleLJpathJsamplingJmethodJisJstatisticallyJexactJforJaJbroadJclassJofJstochasticJ
processesJandJbinningJproceduresYJJournaloofoChemicaloPhysicsVJ2010VJ]baVJ[dc][f 3.9 122
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48 SteadyWstateJsimulationsJusingJweightedJensembleJpathJsamplingYJJournaloofoChemicaloPhysicsVJ2010
VJ]bbVJ[]c]][ 3.9 62

47 tfficientJequilibriumJsamplingJofJallWatomJpeptidesJusingJlibraryWbasedJMonteJrarloYJJournaloofo
PhysicaloChemistryoBVJ2010VJ]]cVJdgf[Wf 3.4 7

46 weterogeneousJpathJensemblesJforJconformationalJtransitionsJinJsemiWatomisticJmodelsJofJ
adenylateJkinaseYJJournaloofoChemicaloTheoryoandoComputationVJ2010VJeVJbdafWbdbh 6.4 31

45 putomatedJsamplingJassessmentJforJmolecularJsimulationsJusingJtheJeffectiveJsampleJsizeYJJournalo
ofoChemicaloTheoryoandoComputationVJ2010VJeVJb[cgWb[df 6.4 28

44 pbsoluteJfreeJenergiesJandJequilibriumJensemblesJofJdenseJfluidsJcomputedJfromJaJnondynamicJ
growthJmethodYJJournaloofoChemicaloPhysicsVJ2009VJ]b]VJa]c]][ 3.9 4

43 ResamplingJimprovesJtheJefficiencyJofJaJLfastWswitchLJequilibriumJsamplingJprotocolYJJournaloofo
ChemicaloPhysicsVJ2009VJ]b[VJ[g]][a 3.9 7

42 pbsoluteJfreeJenergiesJestimatedJbyJcombiningJprecalculatedJmolecularJfragmentJlibrariesYJJournalo
ofoComputationaloChemistryVJ2009VJb[VJ]eg[Wh] 3.5 12

41 veneralJlibraryWbasedJMonteJrarloJtechniqueJenablesJequilibriumJsamplingJofJsemiWatomisticJ
proteinJmodelsYJJournaloofoPhysicaloChemistryoBVJ2009VJ]]bVJ][gh]Wh[c 3.4 22

40 QuantifyingJuncertaintyJandJsamplingJqualityJinJbiomolecularJsimulationsYJAnnualoReportsoino
ComputationaloChemistryVJ2009VJdVJabWcg 1.8 216

39 pJblackWboxJreWweightingJanalysisJcanJcorrectJflawedJsimulationJdataYJProceedingsoofotheoNationalo
AcademyoofoSciencesoofotheoUnitedoStatesoofoAmericaVJ2008VJ][dVJfhgaWf 11.5 10

38 αrinciplesJandJαracticalitiesJofJranonicalJMixedWResolutionJSamplingJofJqiomoleculesJ2008VJ]f]W]gc 1

37 ünJtheJstructuralJconvergenceJofJbiomolecularJsimulationsJbyJdeterminationJofJtheJeffectiveJ
sampleJsizeYJJournaloofoPhysicaloChemistryoBVJ2007VJ]]]VJ]agfeWga 3.4 49

36 semonstratedJronvergenceJofJtheJtquilibriumJtnsembleJforJaJuastJUnitedWResidueJαroteinJModelYJ
JournaloofoChemicaloTheoryoandoComputationVJ2007VJbVJ]ge[We 6.4 4

35 TransitionWeventJdurationsJinJoneWdimensionalJactivatedJprocessesYJJournaloofoChemicaloPhysicsVJ
2007VJ]aeVJ[fcd[c 3.9 79

34
tfficientJandJverifiedJsimulationJofJaJpathJensembleJforJconformationalJchangeJinJaJunitedWresidueJ
modelJofJcalmodulinYJProceedingsoofotheoNationaloAcademyoofoSciencesoofotheoUnitedoStatesoofo
AmericaVJ2007VJ][cVJ]g[cbWg

11.5 101

33 pnnealedJimportanceJsamplingJofJpeptidesYJJournaloofoChemicaloPhysicsVJ2007VJ]afVJ[ed][] 3.9 20

32 SimpleJestimationJofJabsoluteJfreeJenergiesJforJbiomoleculesYJJournaloofoChemicaloPhysicsVJ2006VJ
]acVJ][c][d 3.9 30

31 ResolutionJexchangeJsimulationYJPhysicaloReviewoLettersVJ2006VJheVJ[ag][d 7.4 167
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30 tnsembleWbasedJconvergenceJanalysisJofJbiomolecularJtrajectoriesYJBiophysicaloJournalVJ2006VJh]VJ]ecWfa2.9 95

29 ResolutionJtxchangeJSimulationJwithJxncrementalJroarseningYJJournaloofoChemicaloTheoryoando
ComputationVJ2006VJaVJedeWee 6.4 64

28 pJSecondJ ookJatJranonicalJSamplingJofJqiomoleculesJusingJReplicaJtxchangeJSimulationYJJournalo
ofoChemicaloTheoryoandoComputationVJ2006VJaVJ]a[[]a[a 6.4 84

27 pJSecondJ ookJatJranonicalJSamplingJofJqiomoleculesJUsingJReplicaJtxchangeJSimulationJ[yYJrhemYJ
TheoryJromputYJaVJ]a[[W]a[aJRa[[eS]YJJournaloofoChemicaloTheoryoandoComputationVJ2006VJaVJ]ehb 6.4 24

26 romparisonJofJfreeJenergyJmethodsJforJmolecularJsystemsYJJournaloofoChemicaloPhysicsVJ2006VJ]adVJ]gc]]c3.9 115

25 αeptideJconformationalJequilibriaJcomputedJviaJaJsingleWstageJshiftingJprotocolYJJournaloofoPhysicalo
ChemistryoBVJ2005VJ][hVJh[heW][b 3.4 14

24 SingleWensembleJnonequilibriumJpathWsamplingJestimatesJofJfreeJenergyJdifferencesYJJournaloofo
ChemicaloPhysicsVJ2004VJ]a[VJ][gfeWh 3.9 94

23 SystematicJuiniteWSamplingJxnaccuracyJinJureeJtnergyJsifferencesJandJütherJÅonlinearJQuantitiesYJ
JournaloofoStatisticaloPhysicsVJ2004VJ]]cVJ]b[bW]bab 1.5 40

22 tfficientJuseJofJnonequilibriumJmeasurementJtoJestimateJfreeJenergyJdifferencesJforJmolecularJ
systemsYJJournaloofoComputationaloChemistryVJ2004VJadVJ]fchWdh 3.5 67

21 ToolsJforJchannelsiJmovingJtowardsJmolecularJcalculationsJofJgatingJandJpermeationJinJionJchannelJ
biophysicsYJJournaloofoMolecularoGraphicsoandoModellingVJ2004VJaaVJbdhWeg 2.8 16

20 SimulationJofJanJtnsembleJofJronformationalJTransitionsJinJaJUnitedWResidueJModelJofJralmodulinYJ
JournaloofoPhysicaloChemistryoBVJ2004VJ][gVJd]afWd]bf 3.4 77

19 MolecularJdynamicsJsimulationsJofJionicJconcentrationJgradientsJacrossJmodelJbilayersYJJournaloofo
ChemicaloPhysicsVJ2003VJ]]gVJ]hdfW]heh 3.9 9

18 rritiqueJofJtlectrolyteJTheoriesJUsingJThermodynamicJqoundsJ2002VJc]dWc]g

17 üvercomingJfiniteWsamplingJerrorsJinJfastWswitchingJfreeWenergyJestimatesiJextrapolativeJanalysisJ
ofJaJmolecularJsystemYJChemicaloPhysicsoLettersVJ2002VJbd]VJccdWcdb 2.5 58

16 TheoryJofJaJsystematicJcomputationalJerrorJinJfreeJenergyJdifferencesYJPhysicaloReviewoLettersVJ
2002VJghVJ]g[e[a 7.4 130

15 TransitionJeventsJinJbutaneJsimulationsiJSimilaritiesJacrossJmodelsYJJournaloofoChemicaloPhysicsVJ
2002VJ]]eVJadgeWadh] 3.9 49

14 wydrophobicJMatchingJMechanismJxnvestigatedJbyJMolecularJsynamicsJSimulationsYJLangmuirVJ
2002VJ]gVJ]bc[W]bd] 4 79

13 tfficientJdynamicJimportanceJsamplingJofJrareJeventsJinJoneJdimensionYJPhysicaloReviewoEVJ2001VJebVJ[]ef[a2.4 50
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12 psymmetricJprimitiveWmodelJelectrolytesiJsebyeWwˆ…ckelJtheoryVJcriticalityVJandJenergyJboundsYJ
PhysicaloReviewoEVJ2001VJecVJ[]]a[e 2.4 31

11 synamicJreactionJpathsJandJratesJthroughJimportanceWsampledJstochasticJdynamicsYJJournaloofo
ChemicaloPhysicsVJ1999VJ]]]VJhcfdWhcgc 3.9 78

10 rhemicalJassociationJviaJexactJthermodynamicJformulationsYJChemicaloPhysicsoLettersVJ1998VJahbVJce]Wceg2.5 5

9 VesicleWvesicleJadhesionJbyJmobileJlockWandWkeyJmoleculesiJsebyeWwˆ…ckelJtheoryJandJMonteJrarloJ
simulationYJPhysicaloReviewoEVJ1998VJdfVJhecWhff 2.4 25

8 txactJthermodynamicJformulationJofJchemicalJassociationYJJournaloofoChemicaloPhysicsVJ1998VJ][hVJfhe]Wfhg]3.9 20

7 rritiqueJofJprimitiveJmodelJelectrolyteJtheoriesYJPhysicaloReviewoEVJ1997VJdeVJedehWedg[ 2.4 38

6 StatisticalJmechanicsJofJmembraneJadhesionJbyJreversibleJmolecularJbondsYJPhysicaloReviewoLettersVJ
1995VJfcVJbh[[Wbh[b 7.4 45

5 StatisticalJαhysicsJofJqiomolecules 59

4 ronnexinWceZd[JinJaJdynamicJlipidJenvironmentJresolvedJbyJrryotMJatJ]YhJˆ� 2

3 romputationalJestimationJofJmsWsecJatomisticJfoldingJtimes 2

2 txtensiveJtvaluationJofJWeightedJtnsembleJStrategiesJforJralculatingJRateJronstantsJandJqindingJ
pffinitiesJofJMolecularJpssociationZsissociationJαrocesses 1

1 WhatJMarkovJstateJmodelsJcanJandJcannotJdoiJrorrelationJversusJpathWbasedJobservablesJinJ
proteinJfoldingJmodels 2
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