
James C Gumbart

ListjofjPublicationsjbyjCitations

Source:jhttps://exaly.com/authorypdf/3118771/jamesycygumbartypublicationsybyycitations.pdf

Version:j2024y04y28j

Thisjdocumentjhasjbeenjgeneratedjbasedjonjthejpublicationsjandjcitationsjrecordedjbyjexaly.com.jForj

thejlatestjversionjofjthisjpublicationjlistxjvisitjthejlinkjgivenjabove.

ThejthirdjcolumnjisjthejimpactjfactorjsIFtjofjthejjournalxjandjthejfourthjcolumnjisjthejnumberjofj

citationsjofjthejarticle.

107
papers

17,252
citations

35
h-index

125
g-index

125
ext. papers

19,966
ext. citations

7.7
avg, IF

6.27
L-index



m Paper IF Citations

107 ScalableLmolecularLdynamicsLwithLNvMybLJournaliofiComputationaliChemistryYL2005YLfkYLelmeamdf 3.5 12650

106 RapidLparameterizationLofLsmallLmoleculesLusingLtheL’orceL’ieldLToolkitbLJournaliofiComputationali
ChemistryYL2013YLghYLflilald 3.5 313

105 StructuralLinsightLintoLtheLbiogenesisLofL˛†abarrelLmembraneLproteinsbLNatureYL2013YLideYLgmiand 50.4 309

104 TheLadaptiveLbiasingLforceLmethodoLeverythingLyouLalwaysLwantedLtoLknowLbutLwereLafraidLtoLaskbL
JournaliofiPhysicaliChemistryiBYL2015YLeenYLeefnaie 3.4 240

103 StructureLofLmonomericLyeastLandLmammalianLSeckeLcomplexesLinteractingLwithLtheLtranslatingL
ribosomebLScienceYL2009YLgfkYLegknalg 33.3 236

102 xryoazMLstructureLofLtheLribosomeaSecYzLcomplexLinLtheLmembraneLenvironmentbLNaturei
StructuraliandiMoleculariBiologyYL2011YLemYLkehafe 17.6 232

101 StandardLbindingLfreeLenergiesLfromLcomputerLsimulationsoLWhatLisLtheLbestLstrategytbLJournaliofi
ChemicaliTheoryiandiComputationYL2013YLnYLlnhamdf 6.4 224

100 StructuralLbasisLforLironLpiracyLbyLpathogenicLNeisseriabLNatureYL2012YLhmgYLigam 50.4 199

99 LateralLopeningLandLexitLporeLformationLareLrequiredLforLwamvLfunctionbLStructureYL2014YLffYLediiakf 5.2 142

98 zfficientLdeterminationLofLproteinaproteinLstandardLbindingLfreeLenergiesLfromLfirstLprinciplesbL
JournaliofiChemicaliTheoryiandiComputationYL2013YLnYL 6.4 133

97 SimulationawasedLvpproachesLforLyeterminingLMembraneLPermeabilityLofLSmallLxompoundsbL
JournaliofiChemicaliInformationiandiModelingYL2016YLikYLlfeagg 6.1 127

96 TheL˛†abarrelLassemblyLmachineryLinLmotionbLNatureiReviewsiMicrobiologyYL2017YLeiYLenlafdh 22.2 119

95 StructureLofLtheLSecYLchannelLduringLinitiationLofLproteinLtranslocationbLNatureYL2014YLidkYLedfak 50.4 119

94 RegulationLofLtheLproteinaconductingLchannelLbyLaLboundLribosomebLStructureYL2009YLelYLehigakh 5.2 95

93 βeneralizedLScalableLMultipleLxopyLvlgorithmsLforLMolecularLyynamicsLSimulationsLinLNvMybL
ComputeriPhysicsiCommunicationsYL2014YLemiYLndmanek 4.2 88

92 MechanicsLofLforceLpropagationLinLTonwadependentLouterLmembraneLtransportbLBiophysicaliJournalYL
2007YLngYLhnkaidh 2.9 88

91 vrchitectureLandLassemblyLofLtheLβramapositiveLcellLwallbLMoleculariMicrobiologyYL2013YLmmYLkkhalf 4.1 85
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90 StructuralLandL’unctionalLxharacterizationLofLtheLLPSLTransporterLLptyzLfromLβramaNegativeL
PathogensbLStructureYL2016YLfhYLnkianlk 5.2 77

89 MolecularLdynamicsLstudiesLofLtheLarchaealLtransloconbLBiophysicaliJournalYL2006YLndYLfgikakl 2.9 72

88 SupercomputerawasedLznsembleLyockingLyrugLyiscoveryLPipelineLwithLvpplicationLtoLxovidaenbL
JournaliofiChemicaliInformationiandiModelingYL2020YLkdYLimgfaimif 6.1 71

87 IntrinsicLcurvatureLpropertiesLofLphotosyntheticLproteinsLinLchromatophoresbLBiophysicaliJournalYL
2008YLniYLfmffagk 2.9 69

86 MechanismsLofLSecMamediatedLstallingLinLtheLribosomebLBiophysicaliJournalYL2012YLedgYLggeahe 2.9 67

85 zscherichiaLcoliLpeptidoglycanLstructureLandLmechanicsLasLpredictedLbyLatomicascaleLsimulationsbL
PLoSiComputationaliBiologyYL2014YLedYLeeddghli 5 66

84 ProteinainducedLmembraneLcurvatureLinvestigatedLthroughLmolecularLdynamicsLflexibleLfittingbL
BiophysicaliJournalYL2009YLnlYLgfean 2.9 64

83 SymmetryarestrainedLflexibleLfittingLforLsymmetricLzMLmapsbLStructureYL2011YLenYLefeeam 5.2 57

82 StructuralLdeterminantsLofLlateralLgateLopeningLinLtheLproteinLtransloconbLBiochemistryYL2007YLhkYLeeehlail3.2 55

81 ’reeaenergyLcostLforLtransloconaassistedLinsertionLofLmembraneLproteinsbLProceedingsiofithei
NationaliAcademyiofiSciencesiofitheiUnitediStatesiofiAmericaYL2011YLedmYLginkakde 11.5 54

80 yistributionLofLmechanicalLstressLinLtheLzscherichiaLcoliLcellLenvelopebLBiochimicaiEtiBiophysicaiActai
xiBiomembranesYL2018YLemkdYLfikkafili 3.8 48

79 TheLmobilityLofLtwoLkinaseLdomainsLinLtheLzscherichiaLcoliLchemoreceptorLarrayLvariesLwithL
signallingLstatebLMoleculariMicrobiologyYL2013YLmnYLmgeahe 4.1 45

78 yeterminationLofLmembraneainsertionLfreeLenergiesLbyLmolecularLdynamicsLsimulationsbLBiophysicali
JournalYL2012YLedfYLlniamde 2.9 43

77 vLnovelLhumanLmutationLresultsLinLTLandLNKLcelladrivenLimmuneLdysregulationbLJournaliofi
ExperimentaliMedicineYL2019YLfekYLefiiaefkl 16.6 38

76 MolecularLdynamicsLsimulationsLofLmembraneLproteinsLunderLasymmetricLionicLconcentrationsbL
JournaliofiGeneraliPhysiologyYL2013YLehfYLhkiali 3.4 38

75 vpplicationsLofLtheLmolecularLdynamicsLflexibleLfittingLmethodbLJournaliofiStructuraliBiologyYL2011YL
elgYLhfdal 3.4 38

74 ThermodynamicsLofLyecaaalanineL’oldingLinLWaterbLJournaliofiChemicaliTheoryiandiComputationYL
2014YLedYLfmgkafmhh 6.4 37

73 ReconcilingLtheLrolesLofLkineticLandLthermodynamicLfactorsLinLmembraneaproteinLinsertionbLJournali
ofitheiAmericaniChemicaliSocietyYL2013YLegiYLffneal 16.4 37
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72
xoarseagrainedLsimulationsLofLbacterialLcellLwallLgrowthLrevealLthatLlocalLcoordinationLaloneLcanLbeL
sufficientLtoLmaintainLrodLshapebLProceedingsiofitheiNationaliAcademyiofiSciencesiofitheiUnitedi
StatesiofiAmericaYL2015YLeefYLzgkmnanm

11.5 35

71 w’zzoLvLUsera’riendlyLβraphicalLInterfaceL’acilitatingLvbsoluteLwindingL’reeaznergyLxalculationsbL
JournaliofiChemicaliInformationiandiModelingYL2018YLimYLiikaikd 6.1 34

70 MolecularLbasisLforLtheLactivationLofLaLcatalyticLasparagineLresidueLinLaLselfacleavingLbacterialL
autotransporterbLJournaliofiMoleculariBiologyYL2012YLheiYLefmahf 6.5 34

69 RoleLofLtheLNativeLOuteraMembraneLznvironmentLonLtheLTransporterLwtuwbLBiophysicaliJournalYL
2016YLeeeYLehdnaehel 2.9 34

68 vcceleratingLMembraneLSimulationsLwithLσydrogenLMassLRepartitioningbLJournaliofiChemicali
TheoryiandiComputationYL2019YLeiYLhklgahkmk 6.4 33

67 TheLrolesLofLporeLringLandLplugLinLtheLSecYLproteinaconductingLchannelbLJournaliofiGenerali
PhysiologyYL2008YLegfYLldnaen 3.4 31

66 xaterminalLkinkLformationLisLrequiredLforLlateralLgatingLinLwamvbLProceedingsiofitheiNationali
AcademyiofiSciencesiofitheiUnitediStatesiofiAmericaYL2018YLeeiYLzlnhfazlnhn 11.5 29

65 InhibitorLbindingLinfluencesLtheLprotonationLstatesLofLhistidinesLinLSvRSaxoVafLmainLproteasebbL
ChemicaliScienceYL2021YLefYLeiegaeifl 9.4 29

64 MembraneLcurvatureLinducedLbyLaggregatesLofLLσfsLandLmonomericLLσesbLBiophysicaliJournalYL
2009YLnlYLfnlmamh 2.9 28

63 xouplingLofLcalciumLandLsubstrateLbindingLthroughLloopLalignmentLinLtheLouteramembraneL
transporterLwtuwbLJournaliofiMoleculariBiologyYL2009YLgngYLeefnahf 6.5 27

62 TransitionsLofLyoubleaStrandedLyNvLwetweenLtheLvaLandLwa’ormsbLJournaliofiPhysicaliChemistryiBYL
2016YLefdYLmhhnaik 3.4 27

61 LivingLonLtheLedgeoLSimulationsLofLbacterialLouteramembraneLproteinsbLBiochimicaiEtiBiophysicai
ActaixiBiomembranesYL2016YLemimYLeligan 3.8 25

60 ’reeLenergyLofLnascentachainLfoldingLinLtheLtransloconbLJournaliofitheiAmericaniChemicaliSocietyYL
2011YLeggYLlkdfal 16.4 25

59 StructuralLbasisLforLsubstrateLselectionLbyLtheLtranslocationLandLassemblyLmoduleLofLtheL˛†abarrelL
assemblyLmachinerybLMoleculariMicrobiologyYL2017YLedkYLehfaeik 4.1 24

58 OuterLmembraneLproteinLsizeLandLLPSLOaantigenLdefineLprotectiveLantibodyLtargetingLtoLtheL
SalmonellaLsurfacebLNatureiCommunicationsYL2020YLeeYLmie 17.4 23

57 ˛†awarrelLproteinsLtetherLtheLouterLmembraneLinLmanyLβramanegativeLbacteriabLNatureiMicrobiologyYL
2021YLkYLenafk 26.6 23

56 ’oldingLfreeLenergyLlandscapesLofLasheetsLwithLnonapolarizableLandLpolarizableLxσvRMMLforceL
fieldsbLJournaliofiChemicaliPhysicsYL2018YLehnYLdlfgel 3.9 20

55 xonformationalLxhangesLofLtheLxlampLofLtheLProteinLTranslocationLvTPaseLSecvbLJournaliofi
MoleculariBiologyYL2015YLhflYLfghmain 6.5 20
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54 SelfaassemblyLofLphotosyntheticLmembranesbLChemPhysChemYL2010YLeeYLeeihan 3.2 19

53 xomprehensiveLstructureLandLfunctionalLadaptationsLofLtheLyeastLnuclearLporeLcomplexbbLCellYL2021YL 56.2 18

52 TransmembraneLbutLnotLsolubleLhelicesLfoldLinsideLtheLribosomeLtunnelbLNatureiCommunicationsYL
2018YLnYLifhk 17.4 18

51 ’atalLarrhythmiasoLvnotherLreasonLwhyLdoctorsLremainLcautiousLaboutL
chloroquinechydroxychloroquineLforLtreatingLxOVIyaenbLHeartiRhythmYL2020YLelYLehhiaehie 6.7 17

50 StructureLandLMisfoldingLofLtheL’lexibleLTripartiteLxoiledaxoilLyomainLofLβlaucomaavssociatedL
MyocilinbLStructureYL2017YLfiYLeknlaeldlbei 5.2 16

49 xomputedL’reeLznergiesLofLPeptideLInsertionLintoLwilayersLareLIndependentLofLxomputationalL
MethodbLJournaliofiMembraneiBiologyYL2018YLfieYLghiagik 2.3 15

48
zxploringLadsorptionLofLneutralLaromaticLpollutantsLontoLgrapheneLnanomaterialsLviaLmolecularL
dynamicsLsimulationsLandLtheoreticalLlinearLsolvationLenergyLrelationshipsbLEnvironmentaliScience:i
NanoYL2018YLiYLfeelafefm

7.1 15

47
yevelopmentLofLxσvRMMaxompatibleL’orcea’ieldLParametersLforLxobalaminLandLRelatedL
xofactorsLfromLQuantumLMechanicalLxalculationsbLJournaliofiChemicaliTheoryiandiComputationYL
2018YLehYLlmhalnm

6.4 14

46 MachineLLearningLRevealsLtheLxriticalLInteractionsLforLSvRSaxoVafLSpikeLProteinLwindingLtoLvxzfbL
JournaliofiPhysicaliChemistryiLettersYL2021YLefYLihnhaiidf 6.4 14

45 StepwiseLgatingLofLtheLSeckeLproteinaconductingLchannelLbyLSeckgLandLSeckfbLNatureiStructuraliandi
MoleculariBiologyYL2021YLfmYLekfaelf 17.6 14

44 IdentificationLofLwindingLSitesLforLzffluxLPumpLInhibitorsLofLtheLvcrvwaTolxLxomponentLvcrvbL
BiophysicaliJournalYL2019YLeekYLkhmakim 2.9 13

43 yecryptingLproteinLinsertionLthroughLtheLtransloconLwithLfreeaenergyLcalculationsbLBiochimicaiEti
BiophysicaiActaixiBiomembranesYL2016YLemimYLekkgale 3.8 12

42 TuningLProtonLTransferLThermodynamicsLinLSvRSaxoVafLMainLProteaseoLImplicationsLforLxatalysisL
andLInhibitorLyesignbLJournaliofiPhysicaliChemistryiLettersYL2021YLefYLheniahfdf 6.4 11

41 NonadetergentLisolationLofLaLcyanobacterialLphotosystemLILusingLstyreneLmaleicLacidLalternatingL
copolymersbbLRSCiAdvancesYL2019YLnYLgelmeagelnk 3.7 11

40 xonformationalLyynamicsLofLvcrvLβovernLMultidrugLzffluxLPumpLvssemblybLACSiInfectiousiDiseasesYL
2019YLiYLenfkaengi 5.5 10

39 RedoxayrivenLxonformationalLyynamicsLinLaLPhotosystemaIIaInspiredL˛†aσairpinLMaquetteL
yeterminedLthroughLSpectroscopyLandLSimulationbLJournaliofiPhysicaliChemistryiBYL2017YLefeYLgigkagihi3.4 9

38
StructuralLandLbiophysicalLcharacterizationLofLanLepitopeaspecificLengineeredL’abLfragmentLandL
complexationLwithLmembraneLproteinsoLimplicationsLforLcoacrystallizationbLActaiCrystallographicai
SectioniD:iBiologicaliCrystallographyYL2015YLleYLmnkandk

9

37 TheLzffectLofLTaUazpigallocatechinagaβallateLonLtheLvmyloida˛†LSecondaryLStructurebLBiophysicali
JournalYL2020YLeenYLghnagin 2.9 9
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36 ParametrizationLofLmacrolideLantibioticsLusingLtheLforceLfieldLtoolkitbLJournaliofiComputationali
ChemistryYL2015YLgkYLfdifakg 3.5 9

35 yNvLScrunchingLinLtheLPackagingLofLViralLβenomesbLJournaliofiPhysicaliChemistryiBYL2016YLefdYLkfddal 3.4 8

34 StableLcalciumafreeLmyocilinLolfactomedinLdomainLvariantsLrevealLchallengesLinLdifferentiatingL
betweenLbenignLandLglaucomaacausingLmutationsbLJournaliofiBiologicaliChemistryYL2019YLfnhYLeflelaeflfm5.4 7

33 MembraneLthinningLandLlateralLgatingLareLconsistentLfeaturesLofLwamvLacrossLmultipleLspeciesbL
PLoSiComputationaliBiologyYL2020YLekYLeeddmgii 5 7

32 SupercomputerawasedLznsembleLyockingLyrugLyiscoveryLPipelineLwithLvpplicationLtoLxovidaenbL
ChemRxivYL2020YL 4.4 7

31 PresenceLofLsubstrateLaidsLlateralLgateLseparationLinLLptybLBiochimicaiEtiBiophysicaiActaixi
BiomembranesYL2020YLemkfYLemgdfi 3.8 7

30 TowardLtheLrationalLdesignLofLmacrolideLantibioticsLtoLcombatLresistancebLChemicaliBiologyiandi
DrugiDesignYL2017YLndYLkheakif 2.9 6

29 TyrosineYLcysteineYLandLprotonLcoupledLelectronLtransferLinLaLribonucleotideLreductaseainspiredL
betaLhairpinLmaquettebLChemicaliCommunicationsYL2019YLiiYLngnnanhdf 5.8 6

28 StructuralLinsightLintoLtoxinLsecretionLbyLcontactadependentLgrowthLinhibitionLtransportersbLELifeYL
2020YLnYL 8.9 6

27 wifunctionalLJanusLParticlesLasLMultivalentLSyntheticLNanoparticleLvntibodiesLTSNvbsULforLSelectiveL
yepletionLofLTargetLxellsbLNanoiLettersYL2021YLfeYLmliammk 11.5 6

26 QuantifyingLarrhythmicLlongLQTLeffectsLofLhydroxychloroquineLandLazithromycinLwithLwholeaheartL
opticalLmappingLandLsimulationsbLHeartiRhythmiO2YL2021YLfYLgnhahdh 1.5 6

25 vxzfLglycansLpreferentiallyLinteractLwithLSvRSaxoVafLoverLSvRSaxoVbLChemicaliCommunicationsYL
2021YLilYLinhnainif 5.8 6

24 vcceleratingLtheLuseLofLmolecularLmodelingLinLtheLhighLschoolLclassroomLwithLVMyLLitebL
BiochemistryiandiMoleculariBiologyiEducationYL2016YLhhYLefhan 1.3 5

23 IcmQLinLtheLTypeLhbLsecretionLsystemLcontainsLanLNvyWLbindingLdomainbLStructureYL2013YLfeYLegkealg 5.2 5

22 vccurateLdeterminationLofLproteinoligandLstandardLbindingLfreeLenergiesLfromLmolecularLdynamicsL
simulationsbbLNatureiProtocolsYL2022YL 18.8 5

21 wamvLisLrequiredLforLautotransporterLsecretionbLBiochimicaiEtiBiophysicaiActaixiGeneraliSubjectsYL
2020YLemkhYLefnime 4 4

20 PlasticityLwithinLtheLbarrelLdomainLofLwamvLmediatesLaLhybridabarrelLmechanismLbyLwvMbLNaturei
CommunicationsYL2021YLefYLlege 17.4 4

19 SynergisticLwiophysicalLTechniquesLRevealLStructuralLMechanismsLofLzngineeredLxationicL
vntimicrobialLPeptidesLinLLipidLModelLMembranesbLChemistryixiAiEuropeaniJournalYL2020YLfkYLkfhlakfik 4.8 2
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18 xoarseaβrainedLMolecularLyynamicsLSimulationsLofLtheLwacterialLxellLWallbLMethodsiiniMoleculari
BiologyYL2016YLehhdYLfhlald 1.4 2

17 vLMinimalLMembraneLMetalLTransportLSystemoLyynamicsLandLznergeticsLofLmerLProteinsbLJournaliofi
ComputationaliChemistryYL2020YLheYLifmaigl 3.5 2

16 βatekeepingLKetosynthasesLyictateLInitiationLofLvssemblyLLineLwiosynthesisLofLPyrrolicL
PolyketidesbLJournaliofitheiAmericaniChemicaliSocietyYL2021YLehgYLlkelalkff 16.4 2

15 MolecularLMachineryLResponsibleLforLβrapheneLOxideâ��sLyistinctLInhibitoryLzffectsLtowardL
PseudomonasLaeruginosaLandLStaphylococcusLaureusLPathogensbLACSiAppliediBioiMaterialsYL2021YLhYLkkdakkm4.1 2

14 PreparingLMembraneLProteinsLforLSimulationLUsingLxσvRMMaβUIbLMethodsiiniMoleculariBiologyYL
2021YLfgdfYLfglafie 1.4 2

13 TuningLProtonLTransferLThermodynamicsLinLSvRSaxovafLMainLProteaseoLImplicationsLforLxatalysisL
andLInhibitorLyesignbLChemRxivYL2020YL 4.4 2

12 SvRSaxoVafLspikeLopeningLdynamicsLandLenergeticsLrevealLtheLindividualLrolesLofLglycansLandLtheirL
collectiveLimpact 2

11 LppLpositionsLpeptidoglycanLatLtheLvcrvaTolxLinterfaceLinLtheLvcrvwaTolxLmultidrugLeffluxLpumpbL
BiophysicaliJournalYL2021YLefdYLgnlgagnmf 2.9 2

10 StructureLandL’unctionLofLTryptophanaTyrosineLyyadsLinLwiomimeticL˛†LσairpinsbLJournaliofiPhysicali
ChemistryiBYL2019YLefgYLflmdaflne 3.4 1

9 vTPayependentLSignalingLinLSimulationsLofLaLRevisedLModelLofLxysticL’ibrosisLTransmembraneL
xonductanceLRegulatorLTx’TRUbLJournaliofiPhysicaliChemistryiBYL2019YLefgYLgellagemm 3.4 1

8 ’oldingLandLInsertionLofLTransmembraneLσelicesLatLtheLzRbLInternationaliJournaliofiMoleculari
SciencesYL2021YLffYL 6.3 1

7 ParameterizationLofLaLdrugLmoleculeLwithLaLhalogenLˇ�aholeLparticleLusingLffTKoLImplementationYL
testingYLandLcomparisonbLJournaliofiChemicaliPhysicsYL2020YLeigYLekhedh 3.9 1

6 xoarseaβrainedLSimulationsLofLyNvLRevealLvngularLyependenceLofLStickyazndLwindingbLJournaliofi
PhysicaliChemistryiBYL2021YLefiYLhdekahdfh 3.4 1

5 xriticalLinteractionsLforLSvRSaxoVafLspikeLproteinLbindingLtoLvxzfLidentifiedLbyLmachineLlearning 1

4 InwardafacingLglycineLresiduesLcreateLsharpLturnsLinL˛†abarrelLmembraneLproteinsbLBiochimicaiEti
BiophysicaiActaixiBiomembranesYL2021YLemkgYLemgkkf 3.8 0

3 yiverseLProteina’oldingLPathwaysLandL’unctionsLofL˛†aσairpinsLandL˛†aSheetsL2018YLeafd

2 ProducingLmembraneLproteinsLoneLsimulationLatLaLtimebLJournaliofiBiologicaliChemistryYL2017YLfnfYLenihkaenihl5.4

1 vLNovelLvpproachLtoLSimulatingLtheLβatingLTransitionsLofLMechanosensitiveLxhannelsbLBiophysicali
JournalYL2021YLefdYLemiaemk 2.9
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