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j Paper IF Citations

168 vomputerMSimulationsMofMtheMwissociationMMechanismMofMzleevecMfromMtblMKinaseMwithMMilestoningaM
JournalhofhPhysicalhChemistryhBYM2021YMdehYMhjciZhjdh 3.4 8

167 vatalyticMMagnesiumMasMaMwoorMStopMforMwNtMSlidingaMJournalhofhPhysicalhChemistryhBYM2021YMdehYMfglgZfhcc3.4 0

166 ModelingMmolecularMkineticsMwithMMilestoningaMWileyhInterdisciplinaryhReviews:hComputationalh
MolecularhScienceYM2021YMddYMedhde 7.9 1

165 InterfacialMwynamicsMinMLipidMMembranesmMTheMxffectsMofM–eadgroupMStructuresaMJournalhofhPhysicalh
ChemistryhBYM2021YMdehYMdfgfZdfhc 3.4 7

164
ImpactMofMtheMProtonationMStateMofMPhosphatidylinositolMgYhZuisphosphateMUPIPeVMonMtheMuindingM
KineticsMandMThermodynamicsMtoMTransientMReceptorMPotentialMVanilloidMUTRPVhVmMtMMilestoningM
StudyaMJournalhofhPhysicalhChemistryhBYM2021YMdehYMlhgjZlhhi

3.4 2

163 xxploringMtheMReactionMMechanismMofM–IVMReverseMTranscriptaseMwithMaMNucleotideMSubstrateaM
JournalhofhPhysicalhChemistryhBYM2020YMdegYMgejcZgekf 3.4 5

162 SimpleMandMtnalyticalMModelMofMRNtMvollapseaMJournalhofhPhysicalhChemistryhBYM2020YMdegYMhdglZhdhh 3.4

161 MilestoningmMtnMxfficientMtpproachMforMttomicallyMwetailedMSimulationsMofMKineticsMinMuiophysicsaM
AnnualhReviewhofhBiophysicsYM2020YMglYMilZkh 21.1 15

160 PhaseMTransitionMinMaM–eterogeneousMMembranemMttomicallyMwetailedMPictureaMJournalhofhPhysicalh
ChemistryhLettersYM2020YMddYMheifZheij 6.4 2

159 MilestoningMwithMwindmMxxploringMtheMimpactMofMaMbiasingMpotentialMinMexactMcalculationMofMkineticsaM
JournalhofhChemicalhPhysicsYM2020YMdheYMeegdch 3.9 2

158 valciumZLipidMInteractionsMObservedMwithMIsotopeZxditedMInfraredMSpectroscopyaMBiophysicalhJournal
YM2020YMddkYMeilgZejce 2.9 5

157 LongZtimeMmethodsMforMmolecularMdynamicsMsimulationsmMMarkovMStateMModelsMandMMilestoningaM
ProgresshinhMolecularhBiologyhandhTranslationalhScienceYM2020YMdjcYMedhZefj 4 6

156 M2020YM 15

155 TheMSchrˆ¶dingerMRepresentationM2020YMgdZgj

154 tMSimpleMNumericalMxxampleMofMRateMvalculationsM2020YMeefZefd

153 PathMIntegralsM2020YMifZij

152 RareMxventsMandMReactionMvoordinatesM2020YMeffZegc
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151 TheMMasterMxquationMasMaMModelMforMTransitionsMuetweenMMacrostatesM2020YMecfZede

150 uarrierMvrossingM2020YMilZkj

149 tnMxxampleMofMtheMUseMofMvellsM2020YMehhZehj

148 TheMRateMofMvonformationalMvhangeM2020YMddjZdfd

147 ZwanzigZvaldeigaZLeggettMModelMforMLowZwimensionalMwynamicsM2020YMdffZdgh

146 TheMyokkerâ��PlanckMxquationM2020YMelZfl

145 xscapeMfromMaMPotentialMWellMinMtheMvaseMofMwynamicsMObeyingMtheMzeneralizedMLangevinMxquationM
2020YMdgjZdhi

144 vomputerMSimulationsMofMMolecularMKineticsM2020YMdlfZece

143 wiscreteMSystemsM2020YMglZid

142 QuantumMxffectsMinMvhemicalMKineticsM2020YMdjfZdld

141 vellingM2020YMegdZehf

140 wirectMvalculationMofMRateMvoefficientsMwithMvomputerMSimulationsM2020YMedfZeed

139 TheMLangevinMxquationMandMStochasticMProcessesM2020YMdZej

138 wiffusiveMwynamicsMonMaMMultidimensionalMxnergyMLandscapeM2020YMdhjZdjd

137 SamplingMTransitionMPathsM2020YMklZddh

136 ScMilemMtMScriptMtoMInvestigateMKineticsMwithMShortMTimeMMolecularMwynamicsMTrajectoriesMandMtheM
MilestoningMTheoryaMJournalhofhChemicalhTheoryhandhComputationYM2020YMdiYMkicZkjg 6.4 2

135 TheMtransitionMbetweenMactiveMandMinactiveMconformationsMofMtblMkinaseMstudiedMbyMrockMclimbingM
andMMilestoningaMBiochimicahEthBiophysicahActahwhGeneralhSubjectsYM2020YMdkigYMdelhck 4 11

134 vomputerMsimulationsMofMaMheterogeneousMmembraneMwithMenhancedMsamplingMtechniquesaMJournalh
ofhChemicalhPhysicsYM2020YMdhfYMdggddc 3.9 5

(2020-2020)

3



133 wramaticMShapeMvhangesMOccurMasMvytochromeMyoldsaMJournalhofhPhysicalhChemistryhBYM2020YMdegYMkegcZkegk3.4 2

132 ValueMofMTemporalMInformationMWhenMtnalyzingMReactionMvoordinatesaMJournalhofhChemicalhTheoryh
andhComputationYM2020YMdiYMicjjZiclc 6.4 3

131 PartitionMofMPositivelyMandMNegativelyMvhargedMTryptophanMIonsMinMMembranesMwithMInvertedM
PhospholipidM–eadsmMSimulationsMandMxxperimentsaMJournalhofhPhysicalhChemistryhBYM2019YMdefYMfejeZfekd3.4 2

130 wefectZtssistedMPermeationMThroughMaMPhospholipidMMembranemMxxperimentalMandMvomputationalM
StudyMofMtheMPeptideMWKWaMJournalhofhPhysicalhChemistryhBYM2019YMdefYMijleZijlk 3.4 3

129 PreferentialMxquilibriumMPartitioningMofMPositivelyMvhargedMTryptophanMintoMPhosphatidylcholineM
uilayerMMembranesaMJournalhofhPhysicalhChemistryhBYM2019YMdefYMdjcZdjl 3.4 7

128 vonformationsMofManMRNtM–elixZöunctionZ–elixMvonstructMRevealedMbyMStXSMRefinementMofMMwM
SimulationsaMBiophysicalhJournalYM2019YMddiYMdlZfc 2.9 9

127 IonMPermeationMthroughMaMPhospholipidMMembranemMTransitionMStateYMPathMSplittingYMandMvalculationM
ofMPermeabilityaMJournalhofhChemicalhTheoryhandhComputationYM2019YMdhYMjecZjfc 6.4 14

126 WhyMwoesMRNtMvollapserMTheMImportanceMofMWaterMinMaMSimulationMStudyMofM–elixZöunctionZ–elixM
SystemsaMJournalhofhthehAmericanhChemicalhSocietyYM2018YMdgcYMdilgkZdilhd 16.4 13

125 PhysiologicalMvalciumMvoncentrationsMSlowMwynamicsMatMtheMLipidZWaterMInterfaceaMBiophysicalh
JournalYM2018YMddhYMdhgdZdhhd 2.9 16

124 ProbingMTranslocationMinMMutantsMofMtheMtnthraxMvhannelmMttomicallyMwetailedMSimulationsMwithM
MilestoningaMJournalhofhPhysicalhChemistryhBYM2018YMdeeYMdceliZdcfch 3.4 4

123 RevealingMtheMdistinctMfoldingMphasesMofManMRNtMthreeZhelixMjunctionaMNucleichAcidshResearchYM2018YM
giYMjfhgZjfih 20.1 23

122 tMmixedMalchemicalMandMequilibriumMdynamicsMtoMsimulateMheterogeneousMdenseMfluidsmMIllustrationsM
forMLennardZöonesMmixturesMandMphospholipidMmembranesaMJournalhofhChemicalhPhysicsYM2018YMdglYMcjefeh3.9 9

121
wirectMMeasurementMofMtheMxffectMofMvholesterolMandMiZKetocholestanolMonMtheMMembraneMwipoleM
xlectricMyieldMUsingMVibrationalMStarkMxffectMSpectroscopyMvoupledMwithMMolecularMwynamicsM
SimulationsaMJournalhofhPhysicalhChemistryhBYM2017YMdedYMfgegZfgfi

3.4 12

120 tMnewMparadigmMforMatomicallyMdetailedMsimulationsMofMkineticsMinMbiophysicalMsystemsaMQuarterlyh
ReviewshofhBiophysicsYM2017YMhcYMek 7 37

119 TheMImpactMofMProtonationMonMxarlyMTranslocationMofMtnthraxMLethalMyactormMKineticsMfromMMolecularM
wynamicsMSimulationsMandMMilestoningMTheoryaMJournalhofhthehAmericanhChemicalhSocietyYM2017YMdflYMdgkfjZdgkgc16.4 22

118 RockMclimbingmMtMlocalZglobalMalgorithmMtoMcomputeMminimumMenergyMandMminimumMfreeMenergyM
pathwaysaMJournalhofhChemicalhPhysicsYM2017YMdgjYMdhejdk 3.9 7

117 PyrophosphateMReleaseMinMtheMProteinM–IVMReverseMTranscriptaseaMJournalhofhPhysicalhChemistryhBYM
2017YMdedYMlhhjZlhih 3.4 11

116 valculatingMIsoZvommittorMSurfacesMasMOptimalMReactionMvoordinatesMwithMMilestoningaMEntropyYM
2017YMdlYM 2.8 30
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115 tMMtT–xMtTIvtLMyRtMxWORKMyORMxXtvTMMILxSTONINzaMMultiscalehModelinghandhSimulationYM
2016YMdgYMfcdZfee 1.8 13

114
PredictionMofMhomoproteinMandMheteroproteinMcomplexesMbyMproteinMdockingMandMtemplateZbasedM
modelingmMtMvtSPZvtPRIMexperimentaMProteins:hStructurevhFunctionhandhBioinformaticsYM2016YMkgM
SupplMdYMfefZgk

4.2 111

113 SimulationsMofMthermodynamicsMandMkineticsMonMroughMenergyMlandscapesMwithMmilestoningaMJournalh
ofhComputationalhChemistryYM2016YMfjYMiceZdf 3.5 9

112 PerspectivemMvomputerMsimulationsMofMlongMtimeMdynamicsaMJournalhofhChemicalhPhysicsYM2016YMdggYMciclcd3.9 46

111 MarkovianMandMNonZMarkovianMModelingMofMMembraneMwynamicsMwithMMilestoningaMJournalhofh
PhysicalhChemistryhBYM2016YMdecYMkeckZdi 3.4 12

110 vomprehensiveManalysisMofMsequencesMofMaMproteinMswitchaMProteinhScienceYM2016YMehYMdfhZgi 6.3 11

109 yromManMSNPMtoMaMwiseasemMtMvomprehensiveMStatisticalMtnalysisaMStructureYM2015YMefYMddhh 5.2 1

108 MolecularMdynamicsMstudiesMofMmodularMpolyketideMsynthaseMketoreductaseMstereospecificityaM
BiochemistryYM2015YMhgYMefgiZhl 3.2 14

107 MembraneMpermeationMofMaMpeptidemMitMisMbetterMtoMbeMpositiveaMJournalhofhPhysicalhChemistryhBYM2015
YMddlYMigdeZec 3.4 32

106 xnzymeMSelectivityMofM–IVMReverseMTranscriptasemMvonformationsYMLigandsYMandMyreeMxnergyM
PartitionaMJournalhofhPhysicalhChemistryhBYM2015YMddlYMddhdfZei 3.4 24

105 xxtractingMtheMdiffusionMtensorMfromMmolecularMdynamicsMsimulationMwithMMilestoningaMJournalhofh
ChemicalhPhysicsYM2015YMdgeYMcdgdch 3.9 12

104 tMStochasticMtlgorithmMforMtheMIsobaricZIsothermalMxnsembleMwithMxwaldMSummationsMforMtllMLongM
RangeMyorcesaMJournalhofhChemicalhTheoryhandhComputationYM2015YMddYMhiegZfj 6.4 48

103 xxactMmilestoningaMJournalhofhChemicalhPhysicsYM2015YMdgeYMclgdce 3.9 78

102 xxtensionMofMaMproteinMdockingMalgorithmMtoMmembranesMandMapplicationsMtoMamyloidMprecursorM
proteinMdimerizationaMProteins:hStructurevhFunctionhandhBioinformaticsYM2015YMkfYMedjcZkh 4.2 11

101
MeasurementMofMtheMmembraneMdipoleMelectricMfieldMinMwMPvMvesiclesMusingMvibrationalMshiftsMofM
pZcyanophenylalanineMandMmolecularMdynamicsMsimulationsaMJournalhofhPhysicalhChemistryhBYM2015YM
ddlYMekilZji

3.4 22

100 TwoMisMaMpairYMthreeMisMaMnetworkaMBiophysicalhJournalYM2015YMdckYMee 2.9

99 TheMenergyMlandscapeMofMaMproteinMswitchaMPhysicalhChemistryhChemicalhPhysicsYM2014YMdiYMigcjZed 3.6 12

98 ModelingMkineticsMandMequilibriumMofMmembranesMwithMfieldsmMmilestoningManalysisMandMimplicationM
toMpermeationaMJournalhofhChemicalhPhysicsYM2014YMdgdYMchgdcd 3.9 30

(2014-2016)
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97 MolecularMwynamicsMatMxxtendedMTimescalesaMIsraelhJournalhofhChemistryYM2014YMhgYMdfceZdfdc 3.4 1

96 wOvKbPIxRRmMwebMserverMforMstructureMpredictionMofMproteinZproteinMcomplexesaMMethodshinh
MolecularhBiologyYM2014YMddfjYMdllZecj 1.4 26

95 vomputationalMstudyMofMpeptideMpermeationMthroughMmembranemMSearchingMforMhiddenMslowM
variablesaMMolecularhPhysicsYM2013YMdddYMfhihZfhjk 1.7 31

94 voiledZcoilMresponseMtoMmechanicalMforcemMglobalMstabilityMandMlocalMcrackingaMBiophysicalhJournalYM
2013YMdchYMlhdZid 2.9 16

93 MolecularMmachinesaMCurrenthOpinionhinhStructuralhBiologyYM2013YMefYMeciZdd 8.1 8

92 ImprovingMrankingMofMmodelsMforMproteinMcomplexesMwithMsideMchainMmodelingMandMatomicM
potentialsaMProteins:hStructurevhFunctionhandhBioinformaticsYM2013YMkdYMhleZici 4.2 37

91 vatchMbondZlikeMkineticsMofMhelixMcrackingmMnetworkManalysisMbyMmolecularMdynamicsMandMmilestoningaM
JournalhofhChemicalhPhysicsYM2013YMdflYMdedlce 3.9 23

90 tnalyzingMmilestoningMnetworksMforMmolecularMkineticsmMdefinitionsYMalgorithmsYMandMexamplesaM
JournalhofhChemicalhPhysicsYM2013YMdflYMdjgdch 3.9 17

89 –owMconformationalMdynamicsMofMwNtMpolymeraseMselectMcorrectMsubstratesmMexperimentsMandM
simulationsaMStructureYM2012YMecYMidkZej 5.2 91

88 laeMvoarseZzrainedMMethodsmMTheoryM2012YMeZei 1

87 xxperimentsMandMcomprehensiveMsimulationsMofMtheMformationMofMaMhelicalMturnaMJournalhofhPhysicalh
ChemistryhBYM2012YMddiYMihlkZidc 3.4 20

86 RevisitingMMolecularMwynamicsMonMaMvPUbzPUMsystemmMWaterMKernelMandMS–tKxMParallelizationaM
JournalhofhChemicalhTheoryhandhComputationYM2012YMkYMgiegZgifi 6.4 18

85 xarlyMeventsMinMhelixMunfoldingMunderMexternalMforcesmMaMmilestoningManalysisaMJournalhofhPhysicalh
ChemistryhBYM2012YMddiYMkiieZld 3.4 19

84 ThermodynamicMvycleMWithoutMTurningMOffMSelfZInteractionsmMyormalMwiscussionMandMaMNumericalM
xxampleaMJournalhofhChemicalhTheoryhandhComputationYM2012YMkYMfceeZfcff 6.4 7

83 TheMionicMatmosphereMaroundMtZRNtmMPoissonZuoltzmannMandMmolecularMdynamicsMsimulationsaM
BiophysicalhJournalYM2012YMdceYMkelZfk 2.9 57

82 RNtMandMitsMionicMcloudmMsolutionMscatteringMexperimentsMandMatomicallyMdetailedMsimulationsaM
BiophysicalhJournalYM2012YMdceYMkdlZek 2.9 75

81 vhapterMimxnhancingMtheMvapacityMofMMolecularMwynamicsMSimulationsMwithMTrajectoryMyragmentsaM
RSChBiomolecularhSciencesYM2012YMddjZdfj 1

80 SuperMfoldsYMnetworksYMandMbarriersaMProteins:hStructurevhFunctionhandhBioinformaticsYM2012YMkcYMgifZjc 4.2 11
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79 UnassistedMtransportMofMNZacetylZLZtryptophanamideMthroughMmembranemMexperimentMandM
simulationMofMkineticsaMJournalhofhPhysicalhChemistryhBYM2012YMddiYMejflZhc 3.4 51

78 wynamicsMofMinducedZfitMinM–IVMreverseMtranscriptaseMspecificityMandMresistanceaMFASEBhJournalYM2012YM
eiYMligah 0.9

77 MOILZoptmMxnergyZvonservingMMolecularMwynamicsMonMaMzPUbvPUMsystemaMJournalhofhChemicalh
TheoryhandhComputationYM2011YMjYMfcjeZfcke 6.4 42

76 ProgressMatMlastaMStructureYM2011YMdlYMdjeh 5.2 1

75 SimulationsMofMallostericMtransitionsaMCurrenthOpinionhinhStructuralhBiologyYM2011YMedYMdijZje 8.1 35

74 S–tKxMparallelizationaMEuropeanhPhysicalhJournal:hSpecialhTopicsYM2011YMeccYMeddZeef 2.3 36

73 RevisitingMandMcomputingMreactionMcoordinatesMwithMwirectionalMMilestoningaMJournalhofhPhysicalh
ChemistryhAYM2011YMddhYMidfjZgk 2.8 61

72 xnergyMdesignMforMproteinZproteinMinteractionsaMJournalhofhChemicalhPhysicsYM2011YMdfhYMcihdce 3.9 12

71 ttomicallyMdetailedMsimulationMofMtheMrecoveryMstrokeMinMmyosinMbyMMilestoningaMProceedingshofhtheh
NationalhAcademyhofhScienceshofhthehUnitedhStateshofhAmericaYM2010YMdcjYMhccdZh 11.5 58

70 MilestoningMwithoutMaMReactionMvoordinateaMJournalhofhChemicalhTheoryhandhComputationYM2010YMiYMdkchZdkdj6.4 89

69 LigandMdiffusionMinMglobinsmMsimulationsMversusMexperimentaMCurrenthOpinionhinhStructuralhBiologyYM
2010YMecYMdieZj 8.1 72

68 WatchingMbiomolecularMmachinesMinMactionaMStructureYM2010YMdkYMgdhZi 5.2 0

67 PIxZefficientMfiltersMandMcoarseMgrainedMpotentialsMforMunboundMproteinZproteinMdockingaMProteins:h
StructurevhFunctionhandhBioinformaticsYM2010YMjkYMgccZdl 4.2 39

66 vomputationalMexplorationMofMtheMnetworkMofMsequenceMflowMbetweenMproteinMstructuresaMProteins:h
StructurevhFunctionhandhBioinformaticsYM2010YMjkYMlkhZdccf 4.2 19

65 tMcoarseZgrainedMpotentialMforMfoldMrecognitionMandMmolecularMdynamicsMsimulationsMofMproteinsaM
Proteins:hStructurevhFunctionhandhBioinformaticsYM2009YMjiYMkeeZfi 4.2 43

64 uuildingMandMassessingMatomicMmodelsMofMproteinsMfromMstructuralMtemplatesmMlearningMandM
benchmarksaMProteins:hStructurevhFunctionhandhBioinformaticsYM2009YMjiYMlfcZgh 4.2 23

63 KineticsMofMhelixMunfoldingmMmolecularMdynamicsMsimulationsMwithMmilestoningaMJournalhofhPhysicalh
ChemistryhAYM2009YMddfYMjgidZjf 2.8 57

62 TowardMquantitativeMsimulationsMofMcarbonMmonoxideMescapeMpathwaysMinMmyoglobinaMJournalhofh
PhysicalhChemistryhBYM2008YMddeYMidgjZhg 3.4 32

(2008-2012)
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61 OnMtheMassumptionsMunderlyingMmilestoningaMJournalhofhChemicalhPhysicsYM2008YMdelYMdjgdce 3.9 138

60 tMtemplateZfindingMalgorithmMandMaMcomprehensiveMbenchmarkMforMhomologyMmodelingMofMproteinsaM
Proteins:hStructurevhFunctionhandhBioinformaticsYM2008YMjeYMldcZek 4.2 17

59 xxtendingMmolecularMdynamicsMtimeMscalesMwithMmilestoningmMexampleMofMcomplexMkineticsMinMaM
solvatedMpeptideaMJournalhofhChemicalhPhysicsYM2007YMdeiYMdghdcg 3.9 140

58 tMmilestoningMstudyMofMtheMkineticsMofManMallostericMtransitionmMatomicallyMdetailedMsimulationsMofM
deoxyMScapharcaMhemoglobinaMBiophysicalhJournalYM2007YMleYMLkhZj 2.9 83

57 TheMnetworkMofMsequenceMflowMbetweenMproteinMstructuresaMProceedingshofhthehNationalhAcademyhofh
ScienceshofhthehUnitedhStateshofhAmericaYM2007YMdcgYMddiejZfe 11.5 40

56 valculationMofMPointZtoZPointMShortZTimeMandMRareMTrajectoriesMwithMuoundaryMValueMyormulationaM
JournalhofhChemicalhTheoryhandhComputationYM2006YMeYMgkgZlg 6.4 19

55
SStLNmManMalignmentMalgorithmMusingMstructureZdependentMsubstitutionMmatricesMandMgapMpenaltiesM
learnedMfromMstructurallyMalignedMproteinMpairsaMProteins:hStructurevhFunctionhandhBioinformaticsYM
2006YMieYMkkdZld

4.2 68

54 RevisitingMandMparallelizingMS–tKxaMJournalhofhComputationalhPhysicsYM2005YMeclYMdlfZeci 4.1 55

53 LongZtimescaleMsimulationMmethodsaMCurrenthOpinionhinhStructuralhBiologyYM2005YMdhYMdhdZi 8.1 145

52 ttomicallyMdetailedMpotentialsMtoMrecognizeMnativeMandMapproximateMproteinMstructuresaMProteins:h
StructurevhFunctionhandhBioinformaticsYM2005YMidYMggZhh 4.2 38

51 vomputingMtimeMscalesMfromMreactionMcoordinatesMbyMmilestoningaMJournalhofhChemicalhPhysicsYM2004YM
decYMdckkcZl 3.9 476

50 TheMevolutionaryMcapacityMofMproteinMstructuresM2004YM 6

49 vomputationalManalysisMofMsequenceMselectionMmechanismsaMStructureYM2004YMdeYMhgjZhj 5.2 15

48 LargeZscaleMlinearMprogrammingMtechniquesMforMtheMdesignMofMproteinMfoldingMpotentialsaM
MathematicalhProgrammingYM2004YMdcdYMfcd 2.1 17

47 xnrichingMtheMsequenceMsubstitutionMmatrixMbyMstructuralMinformationaMProteins:hStructurevhFunctionh
andhBioinformaticsYM2004YMhgYMgdZk 4.2 78

46 uridgingMtheMzapMbetweenMLongMTimeMTrajectoriesMandMReactionMPathwaysaMAdvanceshinhChemicalh
PhysicsYM2003YMlfZdel 27

45 KineticsMofMcytochromeMvMfoldingmMatomicallyMdetailedMsimulationsaMProteins:hStructurevhFunctionhandh
BioinformaticsYM2003YMhdYMeghZhj 4.2 52

44 MaximumMfeasibilityMguidelineMinMtheMdesignMandManalysisMofMproteinMfoldingMpotentialsaMJournalhofh
ComputationalhChemistryYM2002YMefYMdddZk 3.5 21
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43 tnMatomicallyMdetailedMstudyMofMtheMfoldingMpathwaysMofMproteinMtMwithMtheMstochasticMdifferenceM
equationaMProceedingshofhthehNationalhAcademyhofhScienceshofhthehUnitedhStateshofhAmericaYM2002YMllYMdcflgZk11.5 119

42 LongMtimeMdynamicsMofMcomplexMsystemsaMAccountshofhChemicalhResearchYM2002YMfhYMfliZgcf 24.3 96

41 ProteinMRecognitionMbyMSequenceZtoZStructureMyitnessmMuridgingMxfficiencyMandMvapacityMofM
ThreadingMModelsaMAdvanceshinhChemicalhPhysicsYM2002YMjjZdfc 4

40
xnzymaticMcircularizationMofMaMmaltoZoctaoseMlinearMchainMstudiedMbyMstochasticMreactionMpathM
calculationsMonMcyclodextrinMglycosyltransferaseaMProteins:hStructurevhFunctionhandhBioinformaticsYM
2001YMgfYMfejZfh

4.2 31

39 LinearMprogrammingMoptimizationMandMaMdoubleMstatisticalMfilterMforMproteinMthreadingMprotocolsaM
Proteins:hStructurevhFunctionhandhBioinformaticsYM2001YMghYMegdZid 4.2 113

38 OnMtheMdesignMandManalysisMofMproteinMfoldingMpotentialsaMProteins:hStructurevhFunctionhandh
BioinformaticsYM2000YMgcYMjdZkh 4.2 100

37 wistanceZdependentYMpairMpotentialMforMproteinMfoldingmMResultsMfromMlinearMoptimizationaMProteins:h
StructurevhFunctionhandhBioinformaticsYM2000YMgdYMgcZgi 4.2 155

36 ProbingMtheMroleMofMlocalMpropensityMinMpeptideMturnMformationaMInternationalhJournalhofhQuantumh
ChemistryYM2000YMkcYMddehZddek 2.1 3

35 TemperatureMdependentMreactionMcoordinatesaMJournalhofhChemicalhPhysicsYM2000YMddeYMhhflZhhgh 3.9 66

34 fweaemMaMquantitativeMtraitMlocusMkeyMtoMtheMevolutionMofMtomatoMfruitMsizeaMScienceYM2000YMeklYMkhZk 33.3 1084

33 vhemicalMwevelopmentMofMLatentMyingerprintsmMvomputationalMwesignMofMNinhydrinMtnaloguesaM
JournalhofhForensichSciencesYM2000YMghYMdgjijö 1.8 20

32 vhemicalMdevelopmentMofMlatentMfingerprintsmMcomputationalMdesignMofMninhydrinManaloguesaMJournalh
ofhForensichSciencesYM2000YMghYMjhjZic 1.8 1

31 wistanceZdependentYMpairMpotentialMforMproteinMfoldingmMresultsMfromMlinearMoptimizationaMProteins:h
StructurevhFunctionhandhBioinformaticsYM2000YMgdYMgcZi 4.2 57

30 UnitZvectorMRMSMUURMSVMasMaMtoolMtoManalyzeMmolecularMdynamicsMtrajectoriesaMProteins:hStructurevh
FunctionhandhBioinformaticsYM1999YMfjYMhhgZhig 4.2 41

29 StochasticMPathMtpproachMtoMvomputeMttomicallyMwetailedMTrajectoriesmMMtpplicationMtoMtheMyoldingM
ofMvMPeptideaMJournalhofhPhysicalhChemistryhBYM1999YMdcfYMkllZldd 3.4 96

28 UnitZvectorMRMSMUURMSVMasMaMtoolMtoManalyzeMmolecularMdynamicsMtrajectoriesM1999YMfjYMhhg 1

27 UnitZvectorMRMSMUURMSVMasMaMtoolMtoManalyzeMmolecularMdynamicsMtrajectoriesM1999YMfjYMhhg 1

26 YetManotherMlookMatMtheMsteepestMdescentMpathaMComputationalhandhTheoreticalhChemistryYM1997YM
flkZfllYMifZjd 68

(1997-2002)
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25 valculationMofMclassicalMtrajectoriesMwithMaMveryMlargeMtimeMstepmMyormalismMandMnumericalMexamplesaM
JournalhofhChemicalhPhysicsYM1996YMdchYMlellZlfdh 3.9 182

24 RxtvTIONMPtT–MSTUwIxSMOyMuIOLOzIvtLMMOLxvULxSaMAdvancedhSerieshinhPhysicalhChemistryYM1996
YMihZdfi 7

23 –omologyMasMaMToolMinMOptimizationMProblemsmMStructureMweterminationMofMewM–eteropolymersaMTheh
JournalhofhPhysicalhChemistryYM1995YMllYMddhhcZddhhi 13

22 vomputerMdeterminationMofMpeptideMconformationsMinMwatermMdifferentMroadsMtoMstructureaM
ProceedingshofhthehNationalhAcademyhofhScienceshofhthehUnitedhStateshofhAmericaYM1995YMleYMfdlcZf 11.5 31

21 SodiumMinMgramicidinmManMexampleMofMaMpermionaMBiophysicalhJournalYM1995YMikYMlciZeg 2.9 62

20 MOILmMtMprogramMforMsimulationsMofMmacromoleculesaMComputerhPhysicshCommunicationsYM1995YMldYMdhlZdkl4.2 145

19
TheMthermalMequilibriumMaspectsMofMtheMtimeMdependentM–artreeMandMtheMlocallyMenhancedMsamplingM
approximationsmMyormalMpropertiesYMaMcorrectionYMandMcomputationalMexamplesMforMrareMgasMclustersaM
JournalhofhChemicalhPhysicsYM1993YMlkYMffkcZffkk

3.9 38

18 LigandMbindingMandMconformationMchangeMinMtheMdimericMhemoglobinMofMtheMclamMScapharcaM
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