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58 UnprotectedMpeptideMmacrocyclizationMandMstaplingMviaMaMfluorine]thiolMdisplacementMreactionaaM
NaturelCommunications[M2022[Mdf[Mfhc 17.4 2

57 ystimationMofMbindingMratesMandMaffinitiesMfromMmultiensembleMMarkovMmodelsMandMligandM
decouplingaaMJournalloflChemicallPhysics[M2022[Mdhi[Mdfgddh 3.9 0

56 Metal]vindingMQ]ProlineMMacrocyclesaMJournalloflOrganiclChemistry[M2021[Mki[Mgkij]gkji 4.2 3

55 Solution]StateMPreorganizationMofMwyclicM˛†]−airpinMLigandsMxeterminesMvindingMMechanismMandM
uffinitiesMforMMxMeaMJournalloflChemicallInformationlandlModeling[M2021[Mid[Mefhf]efij 6.1 3

54 SuRS]woV]eMsimulationsMgoMexascaleMtoMpredictMdramaticMspikeMopeningMandMcrypticMpocketsMacrossM
theMproteomeaMNaturelChemistry[M2021[Mdf[Mihd]ihl 17.6 62

53 ReconcilingMSimulationsMandMyxperimentsMWithMvαwePsmMuMReviewaMFrontierslinlMolecularlBiosciences[M
2021[Mk[Miidhec 5.6 1

52 ussigningMconfidenceMtoMmolecularMpropertyMpredictionaMExpertlOpinionlonlDruglDiscovery[M2021[Mdi[Mdccl]dcef6.2 10

51 MetalMwation]vindingMMechanismsMofMQ]ProlineMPeptoidMMacrocyclesMinMSolutionaMJournallofl
ChemicallInformationlandlModeling[M2021[Mid[Mekdk]ekek 6.1 1

50 StackingM—aussianMprocessesMtoMimproveM[zormulamMseeMtext]MpredictionsMinMtheMSuMPLjMchallengeaM
JournalloflComputer-AidedlMolecularlDesign[M2021[Mfh[Mlhf]lid 4.2 0

49 yxpandedMynsembleMMethodsMwanMbeMUsedMtoMuccuratelyMPredictMProtein]LigandMRelativeMvindingM
zreeMynergiesaMJournalloflChemicallTheorylandlComputation[M2021[Mdj[Mihfi]ihgj 6.4 1

48 MarkovMStateMModelsMtoMylucidateMLigandMvindingMMechanismaMMethodslinlMolecularlBiology[M2021[M
eeii[Mefl]ehl 1.4 2

47 MicrocanonicalMcoarse]grainingMofMtheMkineticMαsingMmodelaMJournalloflChemicallPhysics[M2020[Mdhe[Mckgdcg3.9 2

46
ReconcilingMSimulatedMynsemblesMofMupomyoglobinMwithMyxperimentalM−ydrogenbxeuteriumM
yxchangeMxataMUsingMvayesianMαnferenceMandMMultiensembleMMarkovMStateMModelsaMJournallofl
ChemicallTheorylandlComputation[M2020[Mdi[Mdfff]dfgk

6.4 9

45 SuRS]woV]eMSimulationsM—oMyxascaleMtoMwaptureMSpikeMOpeningMandMRevealMwrypticMPocketsMucrossM
theMProteomeM2020[M 28

44 udaptiveMMarkovMstateMmodelMestimationMusingMshortMreseedingMtrajectoriesaMJournalloflChemicall
Physics[M2020[Mdhe[Mcegdcf 3.9 11

43 yxposingMtheMNucleationMSiteMinM˛–]−elixMzoldingmMuMβointMyxperimentalMandMSimulationMStudyaMJournall
oflPhysicallChemistrylB[M2019[Mdef[Mdjlj]dkcj 3.4 8

42 Site]SpecificMαmmuno]PyTMTracerMtoMαmageMPx]LdaMMolecularlPharmaceutics[M2019[Mdi[Mecek]ecfi 5.6 24
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41 zluorinatedMuromaticMMonomersMasMvuildingMvlocksMToMwontrolM˛–]PeptoidMwonformationMandM
StructureaMJournalloflthelAmericanlChemicallSociety[M2019[Mdgd[Mfgfc]fgfg 16.4 19

40 ModelMSelectionMUsingMvαwePsmMuMvayesianMupproachMforMzorceMzieldMValidationMandM
ParameterizationaMJournalloflPhysicallChemistrylB[M2018[Mdee[Mhidc]hiee 3.4 9

39 SimulationsMofMtheMregulatoryMuwTMdomainMofMhumanMphenylalanineMhydroxylaseMUPu−VMunveilMitsM
mechanismMofMphenylalanineMbindingaMJournalloflBiologicallChemistry[M2018[Melf[Mdlhfe]dlhgf 5.4 9

38 ylucidatingMtheMinhibitionMofMpeptidoglycanMbiosynthesisMinMStaphylococcusMaureusMbyMalbocycline[MaM
macrolactoneMisolatedMfromMStreptomycesMmaizeusaMBioorganiclandlMedicinallChemistry[M2018[Mei[Mfghf]fgic3.4 7

37 xivertedMTotalMSynthesisMofMwarolacton]αnspiredMunalogsMYieldsMThreeMxistinctMPhenotypesMinM
StreptococcusMmutansMviofilmsaMJournalloflthelAmericanlChemicallSociety[M2017[Mdfl[Mjdkk]jdld 16.4 22

36 womputationalMandMyxperimentalMyvaluationMofMxesignedM˛†]wapM−airpinsMUsingMMolecularM
SimulationsMandMλineticMNetworkMModelsaMJournalloflChemicallInformationlandlModeling[M2017[Mhj[Mdicl]diec6.1 6

35
MolecularMsimulationsMandMfree]energyMcalculationsMsuggestMconformation]dependentManionMbindingM
toMaMcytoplasmicMsiteMasMaMmechanismMforMNabλ]uTPaseMionMselectivityaMJournalloflBiologicallChemistry
[M2017[Mele[Mdegde]degef

5.4 8

34 wontrolMofMporphyrinMinteractionsMviaMstructuralMchangesMofMaMpeptoidMscaffoldaMOrganiclandl
BiomolecularlChemistry[M2017[Mdh[Mlijc]lijl 3.9 9

33 vridgingMMicroscopicMandMMacroscopicMMechanismsMofMphf]MxMeMvindingMwithMλineticMNetworkM
ModelsaMBiophysicallJournal[M2017[Mddf[Mjkh]jlf 2.9 51

32 PreciselyMtuneableMenergyMtransferMsystemMusingMpeptoidMhelix]basedMmolecularMscaffoldaMScientificl
Reports[M2017[Mj[Mgjki 4.9 17

31 uMMaximum]waliberMupproachMtoMPredictingMPerturbedMzoldingMλineticsMxueMtoMMutationsaMJournall
oflChemicallTheorylandlComputation[M2016[Mde[Mhjik]hjji 6.4 33

30 MarkovMmodelsMofMtheMapo]MxMeMlidMregionMrevealMdiffuseMyetMtwo]stateMbindingMdynamicsMandM
receptorMposesMforMcomputationalMdockingaMScientificlReports[M2016[Mi[Mfdifd 4.9 12

29 UsingMλineticMNetworkMModelsMToMProbeMNon]NativeMSalt]vridgeMyffectsMonM˛–]−elixMzoldingaMJournall
oflPhysicallChemistrylB[M2016[Mdec[Mlei]fh 3.4 15

28 MolecularMSimulationMofMwonformationalMPre]OrganizationMinMwyclicMR—xMPeptidesaMJournallofl
ChemicallInformationlandlModeling[M2015[Mhh[Mkci]df 6.1 33

27 λineticMnetworkMmodelsMofMtryptophanMmutationsMinM˛†]hairpinsMrevealMtheMimportanceMofMnon]nativeM
interactionsaMJournalloflChemicallTheorylandlComputation[M2015[Mdd[Mekcd]de 6.4 21

26 αnsightsMintoMPeptoidM−elixMzoldingMwooperativityMfromManMαmprovedMvackboneMPotentialaMJournallofl
PhysicallChemistrylB[M2015[Mddl[Mdhgcj]dj 3.4 27

25 MicrosecondMsimulationsMofMmdmeMandMitsMcomplexMwithMphfMyieldMinsightMintoMforceMfieldMaccuracyM
andMconformationalMdynamicsaMProteins:lStructure,lFunctionlandlBioinformatics[M2015[Mkf[Mdiih]ji 4.2 21

24 uMmolecularMinterpretationMofMexMαRMproteinMfoldingMexperimentsMwithMMarkovMstateMmodelsaM
BiophysicallJournal[M2014[Mdci[Mdfhl]jc 2.9 44
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23 womputationalMscreeningMandMselectionMofMcyclicMpeptideMhairpinMmimeticsMbyMmolecularMsimulationM
andMkineticMnetworkMmodelsaMJournalloflChemicallInformationlandlModeling[M2014[Mhg[Mdgeh]fe 6.1 44

22 vayesianMinferenceMofMconformationalMstateMpopulationsMfromMcomputationalMmodelsMandMsparseM
experimentalMobservablesaMJournalloflComputationallChemistry[M2014[Mfh[Meedh]eg 3.5 18

21 SurprisalMMetricsMforMQuantifyingMPerturbedMwonformationalMxynamicsMinMMarkovMStateMModelsaM
JournalloflChemicallTheorylandlComputation[M2014[Mdc[Mhjdi]ek 6.4 20

20 ProbingMantibodyMinternalMdynamicsMwithMfluorescenceManisotropyMandMmolecularMdynamicsM
simulationsaMMAbs[M2013[Mh[Mfci]ee 6.6 24

19 xeMnovoMstructureMpredictionMandMexperimentalMcharacterizationMofMfoldedMpeptoidMoligomersaM
ProceedingsloflthelNationallAcademyloflSciencesloflthelUnitedlStatesloflAmerica[M2012[Mdcl[Mdgfec]h 11.5 74

18 SlowMunfolded]stateMstructuringMinMucyl]wouMbindingMproteinMfoldingMrevealedMbyMsimulationMandM
experimentaMJournalloflthelAmericanlChemicallSociety[M2012[Mdfg[Mdehih]jj 16.4 113

17 walculationMofMrateMspectraMfromMnoisyMtimeMseriesMdataaMProteins:lStructure,lFunctionlandl
Bioinformatics[M2012[Mkc[Mfge]hd 4.2 13

16 MarkovMstateMmodelMrevealsMfoldingMandMfunctionalMdynamicsMinMultra]longMMxMtrajectoriesaMJournall
oflthelAmericanlChemicallSociety[M2011[Mdff[Mdkgdf]l 16.4 129

15 TamingMtheMcomplexityMofMproteinMfoldingaMCurrentlOpinionlinlStructurallBiology[M2011[Med[Mg]dd 8.1 139

14 PeptoidMconformationalMfreeMenergyMlandscapesMfromMimplicit]solventMmolecularMsimulationsMinM
uMvyRaMBiopolymers[M2011[Mli[Mifl]hc 2.2 43

13 utomisticMfoldingMsimulationsMofMtheMfive]helixMbundleMproteinM˛»Uiâ��khVaMJournalloflthelAmericanl
ChemicallSociety[M2011[Mdff[Miig]j 16.4 125

12 Unfolded]stateMdynamicsMandMstructureMofMproteinMLMcharacterizedMbyMsimulationMandMexperimentaM
JournalloflthelAmericanlChemicallSociety[M2010[Mdfe[Mgjce]l 16.4 80

11 MolecularMsimulationMofMabMinitioMproteinMfoldingMforMaMmillisecondMfolderMNTLlUd]flVaMJournalloflthel
AmericanlChemicallSociety[M2010[Mdfe[Mdhei]k 16.4 410

10 PredictingMpeptideMstructuresMinMnativeMproteinsMfromMphysicalMsimulationsMofMfragmentsaMPLoSl
ComputationallBiology[M2009[Mh[Medcccekd 5 27

9 ProbingMtheMnanosecondMdynamicsMofMaMdesignedMthree]strandedMbeta]sheetMwithMaMmassivelyM
parallelMmolecularMdynamicsMsimulationaMInternationallJournalloflMolecularlSciences[M2009[Mdc[Mdcdf]fc 6.3 6

8 vlindMtestMofMphysics]basedMpredictionMofMproteinMstructuresaMBiophysicallJournal[M2009[Mli[Mldj]eg 2.9 42

7 TheMproteinMfoldingMproblemmMwhenMwillMitMbeMsolvedsaMCurrentlOpinionlinlStructurallBiology[M2007[Mdj[Mfge]i8.1 182

6 yxploringMzippingMandMassemblyMasMaMproteinMfoldingMprincipleaMProteins:lStructure,lFunctionlandl
Bioinformatics[M2007[Mii[Mkjj]kk 4.2 26
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5 αnformationMcontentMofMmolecularMstructuresaMBiophysicallJournal[M2003[Mkh[Mdjg]lc 2.9 19

4 MolecularMdynamicsMsimulationMofMsite]directedMspinMlabelingmMexperimentalMvalidationMinMmuscleM
fibersaMBiophysicallJournal[M2002[Mkf[Mdkhg]ii 2.9 42

3 uMwooperativeMMolecularMModelingMyxerciseâ��TheM−ypersurfaceMasMwlassroomaMJournalloflChemicall
Education[M2001[Mjk[Mdece 2.4 3

2 vridgingMmicroscopicMandMmacroscopicMmechanismsMofMphf]MxMeMbindingMusingMmolecularM
simulationsMandMkineticMnetworkMmodels 2

1 MetalMwation]vindingMMechanismsMofMQ]ProlineMPeptoidMMacrocyclesMinMSolution 2
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