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86 yatabyrivenLyesignLandLvutonomousLzxperimentationLinLSoftLandLwiologicalLMaterialsL
zngineeringccLAnnuallReviewloflChemicallandlBiomolecularlEngineeringaL2022aL 8.9 1

85 FacileLformationLofLgiantLelastinblikeLpolypeptideLvesiclesLasLsyntheticLcellscLChemicall
CommunicationsaL2021aLjlaLfhgegbfhgej 5.8 1

84
yeterminingLSequencebyependentLyNvLOligonucleotideLHybridizationLandLyehybridizationL
MechanismsLUsingLxoarsebπrainedLMolecularLSimulationaLMarkovLStateLModelsaLandLInfraredL
SpectroscopycLJournalloflthelAmericanlChemicallSocietyaL2021aLfihaLflhnjbfliff

16.4 5

83
PvxvPLisLaLpathogenbinducibleLresidentLantimicrobialLneuropeptideLaffordingLrapidLandLcontextualL
molecularLhostLdefenseLofLtheLbraincLProceedingsloflthelNationallAcademyloflSciencesloflthelUnitedl
StatesloflAmericaaL2021aLffmaL

11.5 9

82 InverseLyesignLofLSelfbvssemblingLyiamondLPhotonicLLatticesLfromLvnisotropicLxolloidalLxlusterscL
JournalloflPhysicallChemistrylBaL2021aLfgjaLghnmbgife 3.4 3

81 NearLquantitativeLsynthesisLofLureaLmacrocyclesLenabledLbyLbulkyLNbsubstituentcLNaturel
CommunicationsaL2021aLfgaLfjlg 17.4 4

80 yatabdrivenLreactionLcoordinateLdiscoveryLinLoverdampedLandLnonbconservativeLsystemsoL
applicationLtoLopticalLmatterLstructuralLisomerizationcLNaturelCommunicationsaL2021aLfgaLgjim 17.4 2

79 TetranucleosomeLInteractionsLyriveLxhromatinLFoldingcLACSlCentrallScienceaL2021aLlaLfefnbfegl 16.8 5

78 xomputationallyLπuidedLTuningLofLPeptidebxonjugatedLPeryleneLyiimideLSelfbvssemblycLLangmuiraL
2021aLhlaLmjnibmkek 4 3

77 PushingLandLPullingoLvLyualLpHLTriggerLxontrolledLbyLVaryingLtheLvlkylLTailLLengthLinLHemeL
xoordinatingLPeptideLvmphiphilescLJournalloflPhysicallChemistrylBaL2021aLfgjaLfhflbfhhe 3.4 2

76 vcceleratedLpolymerizationLofLNbcarboxyanhydridesLcatalyzedLbyLcrownLethercLNaturel
CommunicationsaL2021aLfgaLlhg 17.4 11

75 feethLvnniversaryLofLMacromolecularLScienceLViewpointoLyatabyrivenLProteinLyesignccLACSlMacrol
LettersaL2021aLfeaLhglbhie 6.6 5

74 ddLVirtualLSpecialLIssueLonLMachineLLearningLinLPhysicalLxhemistrycLJournalloflPhysicallChemistrylBaL
2020aLfgiaLnlklbnllg 3.4 2

73 ddLVirtualLSpecialLIssueLonLMachineLLearningLinLPhysicalLxhemistrycLJournalloflPhysicallChemistrylAaL
2020aLfgiaLnffhbnffm 2.8 1

72 TheLJournalLofLPhysicalLxhemistryLvdwdxLVirtualLSpecialLIssueLonLMachineLLearningLinLPhysicalL
xhemistrycLJournalloflPhysicallChemistrylCaL2020aLfgiaLgiehhbgiehm 3.8 1

71 StatisticallyLOptimalLxontinuousLFreeLznergyLSurfacesLfromLwiasedLSimulationsLandLMultistateL
ReweightingcLJournalloflChemicallTheorylandlComputationaL2020aLfkaLifelbifgj 6.4 3

70 xomputationallyLπuidedLTuningLofLvminoLvcidLxonfigurationLInfluencesLtheLxhiropticalLPropertiesL
ofLSupramolecularLPeptidebˇ�bPeptideLNanostructurescLLangmuiraL2020aLhkaLklmgbklng 4 4
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69 MachineLLearningLForceLFieldsLandLxoarsebπrainedLVariablesLinLMolecularLyynamicsoLvpplicationLtoL
MaterialsLandLwiologicalLSystemscLJournalloflChemicallTheorylandlComputationaL2020aLfkaLiljlbillj 6.4 46

68 yiscoveryLofLSelfbvssemblingLˇ�bxonjugatedLPeptidesLbyLvctiveLLearningbyirectedLxoarsebπrainedL
MolecularLSimulationcLJournalloflPhysicallChemistrylBaL2020aLfgiaLhmlhbhmnf 3.4 37

67 MachineLlearningLforLcollectiveLvariableLdiscoveryLandLenhancedLsamplingLinLbiomolecularL
simulationcLMolecularlPhysicsaL2020aLffmaLeflhllig 1.7 41

66 TheLvalueLofLantimicrobialLpeptidesLinLtheLageLofLresistancecLLancetlInfectiouslDiseases,lTheaL2020aL
geaLegfkbeghe 25.5 243

65 zffectLofLxoreLOligomerLLengthLonLtheLPhaseLwehaviorLandLvssemblyLofLˇ�bxonjugatedLPeptidescL
ACSlAppliedlMaterialslsamp;lInterfacesaL2020aLfgaLgelggbgelhg 9.5 2

64 ReconstructionLofLproteinLstructuresLfromLsinglebmoleculeLtimeLseriescLJournalloflChemicallPhysicsaL
2020aLfjhaLfnifeg 3.9 1

63 FreeLenergyLcalculationsLofLtheLfunctionalLselectivityLofLjbHTgwLπLproteinbcoupledLreceptorcLPLoSl
ONEaL2020aLfjaLeegihhfh 3.7 2

62 InLsearchLofLaLnovelLchassisLmaterialLforLsyntheticLcellsoLemergenceLofLsyntheticLpeptideL
compartmentcLSoftlMatteraL2020aLfkaLfelknbfelme 3.6 2

61 MvRTINIbxompatibleLxoarsebπrainedLModelLforLtheLMesoscaleLSimulationLofLPeptoidscLJournallofl
PhysicallChemistrylBaL2020aLfgiaLllijbllki 3.4 10

60 MolecularLlatentLspaceLsimulatorscLChemicallScienceaL2020aLffaLnijnbnikl 9.4 12

59
HighbResolutionLMarkovLStateLModelsLforLtheLyynamicsLofLTrpbxageLMiniproteinLxonstructedLOverL
SlowLFoldingLModesLIdentifiedLbyLStatebFreeLReversibleLVvMPnetscLJournalloflPhysicallChemistrylBaL
2019aLfghaLlnnnbmeen

3.4 20

58 xapabilitiesLandLlimitationsLofLtimeblaggedLautoencodersLforLslowLmodeLdiscoveryLinLdynamicalL
systemscLJournalloflChemicallPhysicsaL2019aLfjfaLekifgh 3.9 13

57 PolymericLNxlickaseNLvcceleratesLtheLxopperLxlickLReactionLofLSmallLMoleculesaLProteinsaLandLxellscL
JournalloflthelAmericanlChemicallSocietyaL2019aLfifaLnknhbnlee 16.4 50

56 SynthesisLofLpolypeptidesLviaLbioinspiredLpolymerizationLofLinLsituLpurifiedLbcarboxyanhydridescL
ProceedingsloflthelNationallAcademyloflSciencesloflthelUnitedlStatesloflAmericaaL2019aLffkaLfekjmbfekkh11.5 52

55 NonlinearLdiscoveryLofLslowLmolecularLmodesLusingLstatebfreeLreversibleLVvMPnetscLJournallofl
ChemicallPhysicsaL2019aLfjeaLgfiffi 3.9 38

54 xontrollingLSupramolecularLxhiralityLinLPeptidebˇ�bPeptideLNetworksLbyLVariationLofLtheLvlkylL
SpacerLLengthcLLangmuiraL2019aLhjaLfiekebfielh 4 15

53 RevealingLtheLSequencebStructurebzlectronicLPropertyLRelationLofLSelfbvssemblingLˇ�bxonjugatedL
OligopeptidesLbyLMolecularLandLQuantumLMechanicalLModelingcLLangmuiraL2019aLhjaLfjggfbfjghf 4 5

52 InverseLdesignLofLselfbassemblingLcolloidalLcrystalsLwithLomnidirectionalLphotonicLbandgapscLSoftl
MatteraL2019aLfjaLmmembmmgk 3.6 14
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51 LandmarkLdiffusionLmapsLTLbdMapsUoLvcceleratedLmanifoldLlearningLoutbofbsampleLextensioncL
AppliedlandlComputationallHarmoniclAnalysisaL2019aLilaLfnebgff 3.1 17

50
vLStudyLofLtheLMorphologyaLyynamicsaLandLFoldingLPathwaysLofLRingLPolymersLwithLSupramolecularL
TopologicalLxonstraintsLUsingLMolecularLSimulationLandLNonlinearLManifoldLLearningcL
MacromoleculesaL2018aLjfaLjnmbkfk

5.5 10

49 MachineLlearningbenabledLdiscoveryLandLdesignLofLmembranebactiveLpeptidescLBioorganiclandl
MedicinallChemistryaL2018aLgkaLglembglfm 3.4 45

48 RationalLdesignLofLpatchyLcolloidsLviaLlandscapeLengineeringcLMolecularlSystemslDesignlandl
EngineeringaL2018aLhaLinbkj 4.6 23

47 MachineLlearningLandLmolecularLdesignLofLselfbassemblingLbconjugatedLoligopeptidescLMolecularl
SimulationaL2018aLiiaLnhebnij 2 18

46 xomputationalLdesignLofLhepatitisLxLvirusLimmunogensLfromLhostbpathogenLdynamicsLoverL
empiricalLviralLfitnessLlandscapescLPhysicallBiologyaL2018aLfkaLefkeei 3 12

45 NonlinearLmachineLlearningLinLsimulationsLofLsoftLandLbiologicalLmaterialscLMolecularlSimulationaL
2018aLiiaLfenebffel 2 17

44 MachineLlearningLandLdataLscienceLinLsoftLmaterialsLengineeringcLJournalloflPhysicslCondensedl
MatteraL2018aLheaLeiheeg 1.8 73

43 RecoveryLofLProteinLFoldingLFunnelsLfromLSinglebMoleculeLTimeLSeriesLbyLyelayLzmbeddingsLandL
ManifoldLLearningcLJournalloflPhysicallChemistrylBaL2018aLfggaLffnhfbffnjg 3.4 6

42 MachineLlearningLantimicrobialLpeptideLsequencesoLSomeLsurprisingLvariationsLonLtheLthemeLofL
amphiphilicLassemblycLCurrentlOpinionlinlColloidlandlInterfacelScienceaL2018aLhmaLgeibgfh 7.6 14

41 MolecularLenhancedLsamplingLwithLautoencodersoLOnbthebflyLcollectiveLvariableLdiscoveryLandL
acceleratedLfreeLenergyLlandscapeLexplorationcLJournalloflComputationallChemistryaL2018aLhnaLgelnbgfeg3.5 83

40 PatchyLParticleLModelLofLtheLHierarchicalLSelfbvssemblyLofLˇ�bxonjugatedLOptoelectronicLPeptidescL
JournalloflPhysicallChemistrylBaL2018aLfggaLfegfnbfeghk 3.4 11

39 znzymeblikeLxlickLxatalysisLbyLaLxopperbxontainingLSinglebxhainLNanoparticlecLJournalloflthel
AmericanlChemicallSocietyaL2018aLfieaLfhknjbfhleg 16.4 57

38 zvidenceLforLPrenucleatedLFibrilogenesisLofLvcidbMediatedLSelfbvssemblingLOligopeptidesLviaL
MolecularLSimulationLandLFluorescenceLxorrelationLSpectroscopycLLangmuiraL2018aLhiaLlhikblhji 4 7

37 xollectiveLvariableLdiscoveryLandLenhancedLsamplingLusingLautoencodersoLInnovationsLinLnetworkL
architectureLandLerrorLfunctionLdesigncLJournalloflChemicallPhysicsaL2018aLfinaLelghfg 3.9 56

36 xoarsebπrainedLMolecularLSimulationLandLNonlinearLManifoldLLearningLofLvrchipelagoLvsphalteneL
vggregationLandLFoldingcLJournalloflPhysicallChemistrylBaL2018aLfggaLkkglbkkil 3.4 11

35 xoarsebπrainedLMolecularLSimulationLofLtheLHierarchicalLSelfbvssemblyLofLˇ�bxonjugatedL
OptoelectronicLPeptidescLJournalloflPhysicallChemistrylBaL2017aLfgfaLfkmibflek 3.4 26

34 MesoscaleLSimulationLandLMachineLLearningLofLvsphalteneLvggregationLPhaseLwehaviorLandL
MolecularLvssemblyLLandscapescLJournalloflPhysicallChemistrylBaL2017aLfgfaLinghbinii 3.4 25
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33
wayesWHvMoLvLwayesianLapproachLforLfreeLenergyLestimationaLreweightingaLandLuncertaintyL
quantificationLinLtheLweightedLhistogramLanalysisLmethodcLJournalloflComputationallChemistryaL
2017aLhmaLfjmhbfkej

3.5 35

32 MachineLlearningLforLautonomousLcrystalLstructureLidentificationcLSoftlMatteraL2017aLfhaLilhhbilij 3.6 64

31 xontrolLofLtheLhierarchicalLassemblyLofLˇ�bconjugatedLoptoelectronicLpeptidesLbyLpHLandLflowcL
OrganiclandlBiomolecularlChemistryaL2017aLfjaLjimibjjeg 3.9 14

30 WhatLcanLmachineLlearningLdoLforLantimicrobialLpeptidesaLandLwhatLcanLantimicrobialLpeptidesLdoL
forLmachineLlearningtcLInterfacelFocusaL2017aLlaLgefkefjh 3.9 54

29 ModulationLofLpolypeptideLconformationLthroughLdonorbacceptorLtransformationLofLsidebchainL
hydrogenLbondingLligandscLNaturelCommunicationsaL2017aLmaLng 17.4 33

28 MolecularLMotorLynmfLSynergisticallyLInducesLMembraneLxurvatureLToLFacilitateLMitochondrialL
FissioncLACSlCentrallScienceaL2017aLhaLffjkbffkl 16.8 17

27 MesoscaleLSimulationLofLvsphalteneLvggregationcLJournalloflPhysicallChemistrylBaL2016aLfgeaLmefkbhj 3.4 48

26 NonlinearLreconstructionLofLsinglebmoleculeLfreebenergyLsurfacesLfromLunivariateLtimeLseriescL
PhysicallReviewlEaL2016aLnhaLehgifg 2.4 19

25 MappingLmembraneLactivityLinLundiscoveredLpeptideLsequenceLspaceLusingLmachineLlearningcL
ProceedingsloflthelNationallAcademyloflSciencesloflthelUnitedlStatesloflAmericaaL2016aLffhaLfhjmmbfhjnh11.5 87

24 ThermodynamicsaLmorphologyaLandLkineticsLofLearlybstageLselfbassemblyLofLˇ�bconjugatedL
oligopeptidescLMolecularlSimulationaL2016aLigaLnjjbnlj 2 24

23 πlobalLgraphLmatchingLusingLdiffusionLmapscLIntelligentlDatalAnalysisaL2016aLgeaLkhlbkji 1.1 6

22 ThermalLUnthreadingLofLtheLLassoLPeptidesLvstexinbgLandLvstexinbhcLACSlChemicallBiologyaL2016aL
ffaLheihbhejf 4.9 33

21 NonlinearLmachineLlearningLandLdesignLofLreconfigurableLdigitalLcolloidscLSoftlMatteraL2016aLfgaLlffnbhj 3.6 18

20 zrrorLcatastropheLandLphaseLtransitionLinLtheLempiricalLfitnessLlandscapeLofLHIVcLPhysicallReviewlEaL
2015aLnfaLehglej 2.4 9

19 HelicalLantimicrobialLpolypeptidesLwithLradialLamphiphilicitycLProceedingsloflthelNationallAcademyl
oflSciencesloflthelUnitedlStatesloflAmericaaL2015aLffgaLfhfjjbke 11.5 120

18 MachineLlearningLassemblyLlandscapesLfromLparticleLtrackingLdatacLSoftlMatteraL2015aLffaLmfifbjh 3.6 44

17 MachineLlearningLofLsingleLmoleculeLfreeLenergyLsurfacesLandLtheLimpactLofLchemistryLandL
environmentLuponLstructureLandLdynamicscLJournalloflChemicallPhysicsaL2015aLfigaLfejfef 3.9 26

16 zmpiricalLfitnessLmodelsLforLhepatitisLxLvirusLimmunogenLdesigncLPhysicallBiologyaL2015aLfgaLekkeek 3 11
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15 SupramolecularLpolymorphismoLtunableLelectronicLinteractionsLwithinLˇ�bconjugatedLpeptideL
nanostructuresLdictatedLbyLprimaryLaminoLacidLsequencecLLangmuiraL2014aLheaLjnikbjk 4 56

14 NonlinearLmachineLlearningLofLpatchyLcolloidLselfbassemblyLpathwaysLandLmechanismscLJournallofl
PhysicallChemistrylBaL2014aLffmaLiggmbii 3.4 56

13 InvestigatingLtheLoptimalLsizeLofLanticancerLnanomedicinecLProceedingsloflthelNationallAcademylofl
SciencesloflthelUnitedlStatesloflAmericaaL2014aLfffaLfjhiibn 11.5 406

12 VariationLofLformalLhydrogenbbondingLnetworksLwithinLelectronicallyLdelocalizedLˇ�bconjugatedL
oligopeptideLnanostructurescLLangmuiraL2014aLheaLffhljbmj 4 26

11 TheLfitnessLlandscapeLofLHIVbfLgagoLadvancedLmodelingLapproachesLandLvalidationLofLmodelL
predictionsLbyLinLvitroLtestingcLPLoSlComputationallBiologyaL2014aLfeaLefeehllk 5 93

10 TranslatingLHIVLsequencesLintoLquantitativeLfitnessLlandscapesLpredictsLviralLvulnerabilitiesLforL
rationalLimmunogenLdesigncLImmunityaL2013aLhmaLkekbfl 32.3 160

9 SpinLmodelsLinferredLfromLpatientbderivedLviralLsequenceLdataLfaithfullyLdescribeLHIVLfitnessL
landscapescLPhysicallReviewlEaL2013aLmmaLekglej 2.4 59

8 xomputationalLpredictionLofLbroadlyLneutralizingLHIVbfLantibodyLepitopesLfromLneutralizationL
activityLdatacLPLoSlONEaL2013aLmaLemejkg 3.7 15

7 vLcomputationalLinvestigationLofLtheLphaseLbehaviorLandLcapillaryLsublimationLofLwaterLconfinedL
betweenLnanoscaleLhydrophobicLplatescLJournalloflChemicallPhysicsaL2012aLfhlaLfiijef 3.9 36

6 NonlinearLdimensionalityLreductionLinLmolecularLsimulationoLTheLdiffusionLmapLapproachcLChemicall
PhysicslLettersaL2011aLjenaLfbff 2.5 103

5 IntegratingLdiffusionLmapsLwithLumbrellaLsamplingoLapplicationLtoLalanineLdipeptidecLJournallofl
ChemicallPhysicsaL2011aLfhiaLfhjfeh 3.9 55

4 SystematicLdeterminationLofLorderLparametersLforLchainLdynamicsLusingLdiffusionLmapscL
ProceedingsloflthelNationallAcademyloflSciencesloflthelUnitedlStatesloflAmericaaL2010aLfelaLfhjnlbkeg 11.5 115

3 vnLexperimentalLandLcomputationalLinvestigationLofLspontaneousLlassoLformationLinLmicrocinLJgjcL
BiophysicallJournalaL2010aLnnaLhejkbkj 2.9 51

2 SolubilityLandLmolecularLconformationsLofLnbalkaneLchainsLinLwatercLJournalloflPhysicallChemistrylBaL
2009aLffhaLkiejbfi 3.4 116

1 OxidationLofLhydroquinoneLtoLpbbenzoquinoneLcatalyzedLbyLxuTIIULsupportedLonLchitosanLflakescL
JournalloflAppliedlPolymerlScienceaL2006aLfeeaLhehibheih 2.9 22
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