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l Paper IF Citations

151 üarkovLmodelsLofLmolecularLkineticskLgenerationLandLvalidation[LJournaljofjChemicaljPhysicsXL2011XL
bdeXLbhebaf 3.9 738

150 tonstructingLtheLequilibriumLensembleLofLfoldingLpathwaysLfromLshortLoffZequilibriumLsimulations[L
ProceedingsjofjthejNationaljAcademyjofjSciencesjofjthejUnitedjStatesjofjAmericaXL2009XLbagXLbjabbZg 11.5 586

149 zdentificationLofLslowLmolecularLorderLparametersLforLüarkovLmodelLconstruction[LJournaljofj
ChemicaljPhysicsXL2013XLbdjXLabfbac 3.9 522

148 PyvüürLckLrLSoftwareLPackageLforLvstimationXLValidationXLandLrnalysisLofLüarkovLüodels[LJournalj
ofjChemicaljTheoryjandjComputationXL2015XLbbXLffcfZec 6.4 504

147 üarkovLstateLmodelsLofLbiomolecularLconformationalLdynamics[LCurrentjOpinionjinjStructuralj
BiologyXL2014XLcfXLbdfZee 8.1 448

146 yierarchicalLanalysisLofLconformationalLdynamicsLinLbiomoleculeskLtransitionLnetworksLofL
metastableLstates[LJournaljofjChemicaljPhysicsXL2007XLbcgXLbffbac 3.9 322

145 SpatiotemporalLcontrolLofLendocytosisLbyLphosphatidylinositolZdXeZbisphosphate[LNatureXL2013XL
ejjXLcddZh 50.4 289

144 ProteinLconformationalLplasticityLandLcomplexLligandZbindingLkineticsLexploredLbyLatomisticL
simulationsLandLüarkovLmodels[LNaturejCommunicationsXL2015XLgXLhgfd 17.4 252

143 trystalLstructureLofLnucleotideZfreeLdynamin[LNatureXL2011XLehhXLffgZga 50.4 229

142 yTüukLyighZThroughputLüolecularLuynamicsLforLüolecularLuiscovery[LJournaljofjChemicaljTheoryj
andjComputationXL2016XLbcXLbiefZfc 6.4 219

141 tompleteLproteinZproteinLassociationLkineticsLinLatomicLdetailLrevealedLbyLmolecularLdynamicsL
simulationsLandLüarkovLmodelling[LNaturejChemistryXL2017XLjXLbaafZbabb 17.6 203

140 üachineLöearningLforLüolecularLSimulation[LAnnualjReviewjofjPhysicaljChemistryXL2020XLhbXLdgbZdja 15.7 193

139 VariationalLrpproachLtoLüolecularLKinetics[LJournaljofjChemicaljTheoryjandjComputationXL2014XLbaXLbhdjZfc6.4 193

138 rLVariationalLrpproachLtoLüodelingLSlowLProcessesLinLStochasticLuynamicalLSystems[LMultiscalej
ModelingjandjSimulationXL2013XLbbXLgdfZgff 1.8 180

137 VrüPnetsLforLdeepLlearningLofLmolecularLkinetics[LNaturejCommunicationsXL2018XLjXLf 17.4 168

136 soltzmannLgeneratorskLSamplingLequilibriumLstatesLofLmanyZbodyLsystemsLwithLdeepLlearning[L
ScienceXL2019XLdgfXL 33.3 166

135 üarkovLstateLmodelsLbasedLonLmilestoning[LJournaljofjChemicaljPhysicsXL2011XLbdeXLcaebaf 3.9 164
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134 TimeZlaggedLautoencoderskLueepLlearningLofLslowLcollectiveLvariablesLforLmolecularLkinetics[L
JournaljofjChemicaljPhysicsXL2018XLbeiXLcebhad 3.9 162

133 üachineLöearningLofLtoarseZxrainedLüolecularLuynamicsLworceLwields[LACSjCentraljScienceXL2019XLfXLhffZhgh16.8 160

132 OnLtheLrpproximationLQualityLofLüarkovLStateLüodels[LMultiscalejModelingjandjSimulationXL2010XLiXLbbfeZbbhh1.8 153

131 öearningLcontinuousLandLdataZdrivenLmolecularLdescriptorsLbyLtranslatingLequivalentLchemicalL
representations[LChemicaljScienceXL2019XLbaXLbgjcZbhab 9.4 152

130 üultiensembleLüarkovLmodelsLofLmolecularLthermodynamicsLandLkinetics[LProceedingsjofjthej
NationaljAcademyjofjSciencesjofjthejUnitedjStatesjofjAmericaXL2016XLbbdXLvdccbZda 11.5 133

129 uataZurivenLüodelLReductionLandLTransferLOperatorLrpproximation[LJournaljofjNonlinearjScienceXL
2018XLciXLjifZbaba 2.8 124

128 vüürkLrLSoftwareLPackageLforLüarkovLüodelLsuildingLandLrnalysis[LJournaljofjChemicaljTheoryjandj
ComputationXL2012XLiXLcccdZdi 6.4 123

127 tamostatLmesylateLinhibitsLSrRSZtoVZcLactivationLbyLTüPRSScZrelatedLproteasesLandLitsL
metaboliteLxsPrLexertsLantiviralLactivity[LEBioMedicineXL2021XLgfXLbadcff 8.8 120

126 KineticLdistanceLandLkineticLmapsLfromLmolecularLdynamicsLsimulation[LJournaljofjChemicaljTheoryj
andjComputationXL2015XLbbXLfaacZbb 6.4 113

125 ProbabilityLdistributionsLofLmolecularLobservablesLcomputedLfromLüarkovLmodels[LJournaljofj
ChemicaljPhysicsXL2008XLbciXLceebad 3.9 110

124 ueepZneuralZnetworkLsolutionLofLtheLelectronicLSchrˆ¶dingerLequation[LNaturejChemistryXL2020XLbcXLijbZijh17.6 103

123 ProjectedLandLhiddenLüarkovLmodelsLforLcalculatingLkineticsLandLmetastableLstatesLofLcomplexL
molecules[LJournaljofjChemicaljPhysicsXL2013XLbdjXLbiebbe 3.9 96

122 ReauuyZZaLsoftwareLforLparticleZbasedLreactionZdiffusionLdynamicsLinLcrowdedLcellularL
environments[LPLoSjONEXL2013XLiXLehecgb 3.7 91

121
uynamicalLfingerprintsLforLprobingLindividualLrelaxationLprocessesLinLbiomolecularLdynamicsLwithL
simulationsLandLkineticLexperiments[LProceedingsjofjthejNationaljAcademyjofjSciencesjofjthejUnitedj
StatesjofjAmericaXL2011XLbaiXLeiccZh

11.5 90

120 yigherZorderLarchitectureLofLrhodopsinLinLintactLphotoreceptorsLandLitsLimplicationLforL
phototransductionLkinetics[LStructureXL2015XLcdXLgciZdi 5.2 89

119 ProbingLmolecularLkineticsLwithLüarkovLmodelskLmetastableLstatesXLtransitionLpathwaysLandL
spectroscopicLobservables[LPhysicaljChemistryjChemicaljPhysicsXL2011XLbdXLbgjbcZch 3.6 86

118 KineticLcharacterizationLofLtheLcriticalLstepLinLyzVZbLproteaseLmaturation[LProceedingsjofjthej
NationaljAcademyjofjSciencesjofjthejUnitedjStatesjofjAmericaXL2012XLbajXLcaeejZfe 11.5 85

117 trystalLstructureLofLtheLdynaminLtetramer[LNatureXL2015XLfcfXLeaeZi 50.4 82
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116 TransitionLNetworksLforLtheLtomprehensiveLtharacterizationLofLtomplexLtonformationalLthangeL
inLProteins[LJournaljofjChemicaljTheoryjandjComputationXL2006XLcXLieaZfh 6.4 81

115 ProteinZpeptideLassociationLkineticsLbeyondLtheLsecondsLtimescaleLfromLatomisticLsimulations[L
NaturejCommunicationsXL2017XLiXLbajf 17.4 76

114 NanoscopicLcompartmentalizationLofLmembraneLproteinLmotionLatLtheLaxonLinitialLsegment[L
JournaljofjCelljBiologyXL2016XLcbfXLdhZeg 7.3 71

113 tollectiveLvariablesLforLtheLstudyLofLlongZtimeLkineticsLfromLmolecularLtrajectorieskLtheoryLandL
methods[LCurrentjOpinionjinjStructuraljBiologyXL2017XLedXLbebZbeh 8.1 69

112 tomplexLRNrLfoldingLkineticsLrevealedLbyLsingleZmoleculeLwRvTLandLhiddenLüarkovLmodels[L
JournaljofjthejAmericanjChemicaljSocietyXL2014XLbdgXLefdeZed 16.4 69

111 vstimationLandLuncertaintyLofLreversibleLüarkovLmodels[LJournaljofjChemicaljPhysicsXL2015XLbedXLbhebab 3.9 67

110 öipidZmediatedLPXZsrRLdomainLrecruitmentLcouplesLlocalLmembraneLconstrictionLtoLendocyticL
vesicleLfission[LNaturejCommunicationsXL2017XLiXLbfihd 17.4 66

109 VariationalLrpproachLforLöearningLüarkovLProcessesLfromLTimeLSeriesLuata[LJournaljofjNonlinearj
ScienceXL2020XLdaXLcdZgg 2.8 66

108 vfficientLmultiZobjectiveLmolecularLoptimizationLinLaLcontinuousLlatentLspace[LChemicaljScienceXL
2019XLbaXLiabgZiace 9.4 63

107 tombiningLexperimentalLandLsimulationLdataLofLmolecularLprocessesLviaLaugmentedLüarkovL
models[LProceedingsjofjthejNationaljAcademyjofjSciencesjofjthejUnitedjStatesjofjAmericaXL2017XLbbeXLicgfZicha11.5 62

106 StatisticallyLoptimalLanalysisLofLstateZdiscretizedLtrajectoryLdataLfromLmultipleLthermodynamicL
states[LJournaljofjChemicaljPhysicsXL2014XLbebXLcbebag 3.9 62

105 uynamicLpropertiesLofLforceLfields[LJournaljofjChemicaljPhysicsXL2015XLbecXLaiebab 3.9 60

104 VariationalLKoopmanLmodelskLSlowLcollectiveLvariablesLandLmolecularLkineticsLfromLshortL
offZequilibriumLsimulations[LJournaljofjChemicaljPhysicsXL2017XLbegXLbfebae 3.9 58

103 SimulationLtoolsLforLparticleZbasedLreactionZdiffusionLdynamicsLinLcontinuousLspace[LBMCjBiophysics
XL2014XLhXLbb 0 56

102 üachineLlearningLforLproteinLfoldingLandLdynamics[LCurrentjOpinionjinjStructuraljBiologyXL2020XLgaXLhhZie8.1 55

101 üechanismsLofLproteinZligandLassociationLandLitsLmodulationLbyLproteinLmutations[LBiophysicalj
JournalXL2011XLbaaXLhabZhba 2.9 54

100 StructureLandLassemblyLofLtheLmitochondrialLmembraneLremodellingLxTPaseLügmb[LNatureXL2019XL
fhbXLecjZedd 50.4 50

99 uynamicalLreweightingkLimprovedLestimatesLofLdynamicalLpropertiesLfromLsimulationsLatLmultipleL
temperatures[LJournaljofjChemicaljPhysicsXL2011XLbdeXLceebah 3.9 50
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98 üarkovLmodelsLandLdynamicalLfingerprintskLUnravelingLtheLcomplexityLofLmolecularLkinetics[L
ChemicaljPhysicsXL2012XLdjgXLjcZbah 2.3 48

97 OptimalLuseLofLdataLinLparallelLtemperingLsimulationsLforLtheLconstructionLofLdiscreteZstateLüarkovL
modelsLofLbiomolecularLdynamics[LJournaljofjChemicaljPhysicsXL2011XLbdeXLceebai 3.9 43

96 VariationalLtensorLapproachLforLapproximatingLtheLrareZeventLkineticsLofLmacromolecularLsystems[L
JournaljofjChemicaljPhysicsXL2016XLbeeXLafebaf 3.9 43

95 yierarchicalLTimeZöaggedLzndependentLtomponentLrnalysiskLtomputingLSlowLüodesLandLReactionL
toordinatesLforLöargeLüolecularLSystems[LJournaljofjChemicaljTheoryjandjComputationXL2016XLbcXLgbbiZgbcj6.4 41

94 tommuteLüapskLSeparatingLSlowlyLüixingLüolecularLtonfigurationsLforLKineticLüodeling[LJournalj
ofjChemicaljTheoryjandjComputationXL2016XLbcXLfgcaZfgda 6.4 40

93 znvestigatingLüolecularLKineticsLbyLVariationallyLOptimizedLuiffusionLüaps[LJournaljofjChemicalj
TheoryjandjComputationXL2015XLbbXLfjehZga 6.4 39

92 uynamicalLOrganizationLofLSyntaxinZbrLatLtheLPresynapticLrctiveLZone[LPLoSjComputationaljBiologyXL
2015XLbbXLebaaeeah 5 38

91 üarkovLstateLmodelsLfromLshortLnonZequilibriumLsimulationsâ��rnalysisLandLcorrectionLofL
estimationLbias[LJournaljofjChemicaljPhysicsXL2017XLbegXLajebae 3.9 37

90 vstimatingLtheLsamplingLerrorkLdistributionLofLtransitionLmatricesLandLfunctionsLofLtransitionL
matricesLforLgivenLtrajectoryLdata[LPhysicaljReviewjEXL2009XLiaXLacbbag 2.4 36

89 rlphaLbLrntitrypsinLisLanLznhibitorLofLtheLSrRSZtoVZcZPrimingLProteaseLTüPRSSc[LPathogensjandj
ImmunityXL2021XLgXLffZhe 4.9 36

88 toarseLgrainingLmolecularLdynamicsLwithLgraphLneuralLnetworks[LJournaljofjChemicaljPhysicsXL2020XL
bfdXLbjebab 3.9 34

87 UnsupervisedLöearningLüethodsLforLüolecularLSimulationLuata[LChemicaljReviewsXL2021XLbcbXLjhccZjhfi68.1 34

86 uataZbasedLparameterLestimationLofLgeneralizedLmultidimensionalLöangevinLprocesses[LPhysicalj
ReviewjEXL2007XLhgXLabghag 2.4 33

85 vxplicitLspatiotemporalLsimulationLofLreceptorZxLproteinLcouplingLinLrodLcellLdiskLmembranes[L
BiophysicaljJournalXL2014XLbahXLbaecZbafd 2.9 32

84 ProbabilityLdistributionsLofLmolecularLobservablesLcomputedLfromLüarkovLmodels[Lzz[LUncertaintiesL
inLobservablesLandLtheirLtimeZevolution[LJournaljofjChemicaljPhysicsXL2010XLbddXLbafbac 3.9 32

83
rutomatedLcomputationLofLlowZenergyLpathwaysLforLcomplexLrearrangementsLinLproteinskL
applicationLtoLtheLconformationalLswitchLofLRasLpcb[LProteins:jStructureyjFunctionjandjBioinformatics
XL2005XLfjXLfdeZee

4.2 32

82 tamostatLmesylateLinhibitsLSrRSZtoVZcLactivationLbyLTüPRSScZrelatedLproteasesLandLitsL
metaboliteLxsPrLexertsLantiviralLactivityL2020XL 30

81 ReactiveLSzNuykLuiscoveringLgoverningLreactionsLfromLconcentrationLdata[LJournaljofjChemicalj
PhysicsXL2019XLbfaXLacfbab 3.9 29
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80 üytLclassLzzLcomplexesLsampleLintermediateLstatesLalongLtheLpeptideLexchangeLpathway[LNaturej
CommunicationsXL2016XLhXLbdcce 17.4 29

79 vfficientLsayesianLestimationLofLüarkovLmodelLtransitionLmatricesLwithLgivenLstationaryL
distribution[LJournaljofjChemicaljPhysicsXL2013XLbdiXLbgebbd 3.9 29

78 SheddingLöightLonLtheLuockZöockLüechanismLinLrmyloidLwibrilLxrowthLUsingLüarkovLStateLüodels[L
JournaljofjPhysicaljChemistryjLettersXL2015XLgXLbahgZib 6.4 28

77 zntroductionLtoLüarkovLstateLmodelingLwithLtheLPyvüürLsoftwareL[rrticleLvb[a][LLivingjJournaljofj
ComputationaljMolecularjScienceXL2019XLbXL 10.1 28

76 ztLtakesLtwoLtransducinsLtoLactivateLtheLcxüPZphosphodiesteraseLgLinLretinalLrods[LOpenjBiologyXL
2018XLiXL 7 28

75 ReauuyLckLwastLandLflexibleLsoftwareLframeworkLforLinteractingZparticleLreactionLdynamics[LPLoSj
ComputationaljBiologyXL2019XLbfXLebaagida 5 27

74 OpenPathSamplingkLrLPythonLwrameworkLforLPathLSamplingLSimulations[Lb[Lsasics[LJournaljofj
ChemicaljTheoryjandjComputationXL2019XLbfXLibdZidg 6.4 27

73 üolecularLmechanismLofLinhibitingLtheLSrRSZtoVZcLcellLentryLfacilitatorLTüPRSScLwithLcamostatL
andLnafamostat[[LChemicaljScienceXL2021XLbcXLjidZjjc 9.4 27

72 VariationalLselectionLofLfeaturesLforLmolecularLkinetics[LJournaljofjChemicaljPhysicsXL2019XLbfaXLbjebai 3.9 25

71 vnsembleLlearningLofLcoarseZgrainedLmolecularLdynamicsLforceLfieldsLwithLaLkernelLapproach[L
JournaljofjChemicaljPhysicsXL2020XLbfcXLbjebag 3.9 25

70 ReauuyüükLwastLinteractingLparticleLreactionZdiffusionLsimulationsLusingLgraphicalLprocessingL
units[LBiophysicaljJournalXL2015XLbaiXLefhZgb 2.9 25

69 rlphaLbLrntitrypsinLisLanLznhibitorLofLtheLSrRSZtoVZcZPrimingLProteaseLTüPRSScL2020XL 24

68 rLsasisLSetLforLPeptidesLforLtheLVariationalLrpproachLtoLtonformationalLKinetics[LJournaljofj
ChemicaljTheoryjandjComputationXL2015XLbbXLdjjcZeaae 6.4 23

67 xTRrükLvstimatingLvquilibriumLvxpectationsLfromLTimeZtorrelatedLSimulationLuataLatLüultipleL
ThermodynamicLStates[LPhysicaljReviewjXXL2014XLeXL 9.1 23

66 TorchüukLrLueepLöearningLwrameworkLforLüolecularLSimulations[LJournaljofjChemicaljTheoryjandj
ComputationXL2021XLbhXLcdffZcdgd 6.4 23

65 TargetedLrdversarialLöearningLOptimizedLSampling[LJournaljofjPhysicaljChemistryjLettersXL2019XLbaXLfhjbZfhjh6.4 22

64 uynamicallyLurivenLrllosteryLinLüytLProteinskLPeptideZuependentLTuningLofLtlassLzLüytLxlobalL
wlexibility[LFrontiersjinjImmunologyXL2019XLbaXLjgg 8.4 22

63 PredictingLtheLKineticsLofLRNrLOligonucleotidesLUsingLüarkovLStateLüodels[LJournaljofjChemicalj
TheoryjandjComputationXL2017XLbdXLjcgZjde 6.4 21
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62 OptimalLvstimationLofLwreeLvnergiesLandLStationaryLuensitiesLfromLüultipleLsiasedLSimulations[L
MultiscalejModelingjandjSimulationXL2014XLbcXLcfZfe 1.8 21

61 uynamicLneutronLscatteringLfromLconformationalLdynamics[Lz[LTheoryLandLüarkovLmodels[LJournalj
ofjChemicaljPhysicsXL2013XLbdjXLbhfbab 3.9 20

60 SingleLeventLvisualizationLofLunconventionalLsecretionLofLwxwc[LJournaljofjCelljBiologyXL2019XLcbiXLgidZgjj7.3 20

59
OpenPathSamplingkLrLPythonLwrameworkLforLPathLSamplingLSimulations[Lc[LsuildingLandL
tustomizingLPathLvnsemblesLandLSampleLSchemes[LJournaljofjChemicaljTheoryjandjComputationXL
2019XLbfXLidhZifg

6.4 20

58 TheLzsomericLPreferenceLofLanLrtypicalLuopamineLTransporterLznhibitorLtontributesLtoLztsLSelectionL
ofLtheLTransporterLtonformation[LACSjChemicaljNeuroscienceXL2017XLiXLbhdfZbheg 5.7 18

57 üechanisticLüodelsLofLthemicalLvxchangeLznducedLRelaxationLinLProteinLNüR[LJournaljofjthej
AmericanjChemicaljSocietyXL2017XLbdjXLcaaZcba 16.4 18

56 OptimalLidentificationLofLsemiZrigidLdomainsLinLmacromoleculesLfromLmolecularLdynamicsL
simulation[LPLoSjONEXL2010XLfXLebaejb 3.7 18

55 üSü]RukLtouplingLüarkovLstateLmodelsLofLmolecularLkineticsLwithLreactionZdiffusionLsimulations[L
JournaljofjChemicaljPhysicsXL2018XLbeiXLcbebah 3.9 17

54 seatingLtheLmillisecondLbarrierLinLmolecularLdynamicsLsimulations[LBiophysicaljJournalXL2015XLbaiXLcciZj 2.9 16

53 OptimalLuataZurivenLvstimationLofLxeneralizedLüarkovLStateLüodelsLforLNonZvquilibriumL
uynamics[LComputationXL2018XLgXLcc 2.2 16

52 uynamicLgraphicalLmodelsLofLmolecularLkinetics[LProceedingsjofjthejNationaljAcademyjofjSciencesjofj
thejUnitedjStatesjofjAmericaXL2019XLbbgXLbfaabZbfaag 11.5 16

51 ReversibleLznteractingZParticleLReactionLuynamics[LJournaljofjPhysicaljChemistryjBXL2018XLbccXLbbceaZbbcfa3.4 16

50 zdentificationLofLkineticLorderLparametersLforLnonZequilibriumLdynamics[LJournaljofjChemicaljPhysics
XL2019XLbfaXLbgebca 3.9 15

49 ParticleZbasedLmembraneLmodelLforLmesoscopicLsimulationLofLcellularLdynamics[LJournaljofj
ChemicaljPhysicsXL2018XLbeiXLaeejab 3.9 15

48
zdentifyingLtonformationalZSelectionLandLznducedZwitLrspectsLinLtheLsindingZznducedLwoldingLofL
PüzLfromLüarkovLStateLüodelingLofLrtomisticLSimulations[LJournaljofjPhysicaljChemistryjBXL2018XL
bccXLfgejZfgfg

3.4 15

47 SpectralLRateLTheoryLforLTwoZStateLKinetics[LPhysicaljReviewjXXL2014XLeXL 9.1 15

46 rnLefficientLmultiZscaleLxreenSsLfunctionLreactionLdynamicsLscheme[LJournaljofjChemicaljPhysicsXL
2017XLbehXLbiebag 3.9 14

45 tollectiveLhydrogenZbondLrearrangementLdynamicsLinLliquidLwater[LJournaljofjChemicaljPhysicsXL
2018XLbejXLceefae 3.9 14
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44 xaussianLüarkovLtransitionLmodelsLofLmolecularLkinetics[LJournaljofjChemicaljPhysicsXL2015XLbecXLaiebae3.9 13

43 TheLmechanismLofLRNrLbaseLfrayingkLüolecularLdynamicsLsimulationsLanalyzedLwithLcoreZsetL
üarkovLstateLmodels[LJournaljofjChemicaljPhysicsXL2019XLbfaXLbfebcd 3.9 12

42 öargeZscaleLsimulationLofLbiomembranesLincorporatingLrealisticLkineticsLintoLcoarseZgrainedL
models[LNaturejCommunicationsXL2020XLbbXLcjfb 17.4 12

41 uiffusionZinfluencedLreactionLratesLinLtheLpresenceLofLpairLinteractions[LJournaljofjChemicaljPhysicsXL
2019XLbfbXLbgebaf 3.9 12

40 ProjectedLmetastableLüarkovLprocessesLandLtheirLestimationLwithLobservableLoperatorLmodels[L
JournaljofjChemicaljPhysicsXL2015XLbedXLbeebab 3.9 12

39 uynamicLneutronLscatteringLfromLconformationalLdynamics[Lzz[LrpplicationLusingLmolecularL
dynamicsLsimulationLandLüarkovLmodeling[LJournaljofjChemicaljPhysicsXL2013XLbdjXLbhfbac 3.9 11

38 NeuraldecipherLZLreverseZengineeringLextendedZconnectivityLfingerprintsLTvtwPsULtoLtheirLmolecularL
structures[LChemicaljScienceXL2020XLbbXLbadhiZbadij 9.4 11

37 RapidLtalculationLofLüolecularLKineticsLUsingLtompressedLSensing[LJournaljofjChemicaljTheoryjandj
ComputationXL2018XLbeXLchhbZchid 6.4 10

36 üolecularLdynamicsLsimulationsLdataLofLtheLtwentyLencodedLaminoLacidsLinLdifferentLforceLfields[L
DatajinjBriefXL2016XLhXLficZja 1.2 10

35 üachineLöearningLforLüolecularLuynamicsLonLöongLTimescales[LLecturejNotesjinjPhysicsXL2020XLddbZdhc 0.8 10

34 WhatLüarkovLStateLüodelsLtanLandLtannotLuokLtorrelationLversusLPathZsasedLObservablesLinL
ProteinZwoldingLüodels[LJournaljofjChemicaljTheoryjandjComputationXL2021XLbhXLdbbjZdbdd 6.4 9

33 üultiZbodyLeffectsLinLaLcoarseZgrainedLproteinLforceLfield[LJournaljofjChemicaljPhysicsXL2021XLbfeXLbgebbd3.9 9

32 xeometricalLcharacterizationLofLTLcellLreceptorLbindingLmodesLrevealsLclassZspecificLbindingLtoL
maximizeLaccessLtoLantigen[LProteins:jStructureyjFunctionjandjBioinformaticsXL2020XLiiXLfadZfbd 4.2 9

31 xrandLcanonicalLdiffusionZinfluencedLreactionskLrLstochasticLtheoryLwithLapplicationsLtoLmultiscaleL
reactionZdiffusionLsimulations[LJournaljofjChemicaljPhysicsXL2018XLbejXLaeebac 3.9 8

30 ueflationLrevealsLdynamicalLstructureLinLnondominantLreactionLcoordinates[LJournaljofjChemicalj
PhysicsXL2019XLbfbXLafebad 3.9 8

29 KernelLmethodsLforLdetectingLcoherentLstructuresLinLdynamicalLdata[LChaosXL2019XLcjXLbcdbbc 3.3 8

28 uiscoveryLofLaLhiddenLtransientLstateLinLallLbromodomainLfamilies[LProceedingsjofjthejNationalj
AcademyjofjSciencesjofjthejUnitedjStatesjofjAmericaXL2021XLbbiXL 11.5 8

27 NanoscaleLcouplingLofLendocyticLpitLgrowthLandLstability[LSciencejAdvancesXL2019XLfXLeaaxfhhf 14.3 7
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26 RoadmapLonLüachineLöearningLinLvlectronicLStructure[LElectronicjStructureX 2.6 7

25 üachineLlearningLimplicitLsolvationLforLmolecularLdynamics[LJournaljofjChemicaljPhysicsXL2021XLbffXLaiebab3.9 6

24 tyclizationLandLRelaxationLuynamicsLofLwiniteZöengthLtollapsedLSelfZrvoidingLPolymers[LPhysicalj
ReviewjLettersXL2019XLbccXLaghiab 7.4 5

23 touplingLofLtonformationalLSwitchesLinLtalciumLSensorLUnraveledLwithLöocalLüarkovLüodelsLandL
TransferLvntropy[LJournaljofjChemicaljTheoryjandjComputationXL2020XLbgXLcfieZcfjd 6.4 5

22 PolymerZlikeLüodelLtoLStudyLtheLuynamicsLofLuynaminLwilamentsLonLueformableLüembraneLTubes[L
BiophysicaljJournalXL2019XLbbhXLbihaZbijb 2.9 5

21 SymmetricLandLantisymmetricLkernelsLforLmachineLlearningLproblemsLinLquantumLphysicsLandL
chemistry[LMachinejLearning:jSciencejandjTechnologyXL2021XLcXLaefabg 5.1 5

20 üultiscaleLmolecularLkineticsLbyLcouplingLüarkovLstateLmodelsLandLreactionZdiffusionLdynamics[L
JournaljofjChemicaljPhysicsXL2021XLbffXLbcebaj 3.9 5

19 rLscalableLapproachLtoLtheLcomputationLofLinvariantLmeasuresLforLhighZdimensionalLüarkovianL
systems[LScientificjReportsXL2018XLiXLbhjg 4.9 4

18 grˆ…nifaikLinteractiveLmultiparameterLoptimizationLofLmoleculesLinLaLcontinuousLvectorLspace[L
BioinformaticsXL2020XLdgXLeajdZeaje 7.2 3

17
ResponseLtoLcommentLNTransientLcomplexesLbetweenLdarkLrhodopsinLandLtransducinkL
circumstantialLevidenceLorLphysiologicalLnecessitypNLbyLu[LuellSOrcoLandLK[ZW[LKoch[LBiophysicalj
JournalXL2015XLbaiXLhhiZj

2.9 3

16 ueeptimekLaLPythonLlibraryLforLmachineLlearningLdynamicalLmodelsLfromLtimeLseriesLdata[LMachinej
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