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89 TheMmechanismMofMprotonMexclusionMinMtheMaquaporinaeMwaterMchannelbMJournalgofgMoleculargBiologyZM
2003ZMgggZMfkmamg 6.5 233

88 TransientMpocketsMonMproteinMsurfacesMinvolvedMinMproteinaproteinMinteractionbMJournalgofgMedicinalg
ChemistryZM2007ZMidZMghikajh 8.3 189

87 NWwhemnMPastZMpresentZMandMfuturebMJournalgofgChemicalgPhysicsZM2020ZMeifZMelhedf 3.9 187

86 ProtonMshuttleMinMgreenMfluorescentMproteinMstudiedMbyMdynamicMsimulationsbMProceedingsgofgtheg
NationalgAcademygofgSciencesgofgthegUnitedgStatesgofgAmericaZM2002ZMmmZMfkklale 11.5 131

85 xiffusionalMencounterMofMbarnaseMandMbarstarbMBiophysicalgJournalZM2006ZMmdZMemegafh 2.9 112

84 viPamediatedMclosingMofMtheMSecjeMchannelMlimitsMwafXMleakageMfromMtheMyRbMEMBOgJournalZM2012ZM
geZMgflfamj 13 111

83 utomisticMsimulationMofMwaterMpercolationMandMprotonMhoppingMinMNafionMfuelMcellMmembranebM
JournalgofgPhysicalgChemistrygBZM2010ZMeehZMegjleamd 3.4 108

82 ProteinMdynamicsMtightlyMconnectedMtoMtheMdynamicsMofMsurroundingMandMinternalMwaterMmoleculesbM
ChemPhysChemZM2007ZMlZMfgagg 3.2 85

81 womputationalMulchemyMToMwalculateMubsoluteMProteinâ��LigandMvindingMzreeMynergybMJournalgofgtheg
AmericangChemicalgSocietyZM1998ZMefdZMfkedafkeg 16.4 84

80 MolecularMdynamicsMsimulationMofMprotonMtransportMwithMquantumMmechanicallyMderivedMprotonM
hoppingMratesMUQaαOPMMxVbMJournalgofgChemicalgPhysicsZM2001ZMeeiZMkmmgalddi 3.9 80

79 StatisticalManalysisMofMpredominantlyMtransientMproteinaproteinMinterfacesbMProteins:gStructurewg
FunctiongandgBioinformaticsZM2005ZMjeZMghhaii 4.2 71

78 LowalyingMelectronicMexcitationsMofMtheMgreenMfluorescentMproteinMchromophorebMComputationalgandg
TheoreticalgChemistryZM2000ZMidjZMekmaelm 71

77 InteractionMofMcalmodulinMwithMSecje˛–MlimitsMwafXMleakageMfromMtheMendoplasmicMreticulumbMEMBOg
JournalZM2011ZMgdZMekage 13 70

76 MechanismMofMfastMpeptideMrecognitionMbyMSαgMdomainsbMAngewandtegChemiegxgInternationalgEditionZM
2008ZMhkZMkjfjagd 16.4 66

75 ProteinMtransportMintoMtheMhumanMendoplasmicMreticulumbMJournalgofgMoleculargBiologyZM2015ZMhfkZMeeimaki6.5 55

74 wyclophilinMuMbindsMtoMlinearMpeptideMmotifsMcontainingMaMconsensusMthatMisMpresentMinMmanyMhumanM
proteinsbMJournalgofgBiologicalgChemistryZM2005ZMfldZMfgjjlakh 5.4 55

73 TandemMrepeatsMinMtheMwp−MislandsMofMimprintedMgenesbMGenomicsZM2006ZMllZMgfgagf 4.3 52
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72 WhatMinducesMpocketMopeningsMonMproteinMsurfaceMpatchesMinvolvedMinMproteinaproteinMinteractionssbM
JournalgofgComputerxAidedgMoleculargDesignZM2009ZMfgZMkgalj 4.2 49

71 TzmiRnMaMwebMserverMforMconstructingMandManalyzingMdiseaseaspecificMtranscriptionMfactorMandMmiRNuM
coaregulatoryMnetworksbMNucleicgAcidsgResearchZM2015ZMhgZMWflgal 20.1 43

70 uttractionMwithinMtheMmembranebMzorcesMbehindMtransmembraneMproteinMfoldingMandM
supramolecularMcomplexMassemblybMEMBOgReportsZM2002ZMgZMeeggal 6.5 43

69 uXyRMisManMuTPcuxPMexchangerMinMtheMmembraneMofMtheMendoplasmicMreticulumbMNatureg
CommunicationsZM2018ZMmZMghlm 17.4 42

68 wonservedMgatingMelementsMinMTRPwhMandMTRPwiMchannelsbMJournalgofgBiologicalgChemistryZM2013ZM
fllZMemhkealg 5.4 40

67 uMspatialMmodelMofMtheMchromatophoreMvesiclesMofMRhodobacterMsphaeroidesMandMtheMpositionMofMtheM
wytochromeMbceMcomplexbMBiophysicalgJournalZM2006ZMmeZMmfeaj 2.9 40

66 ProteomicsMrevealsMsignalMpeptideMfeaturesMdeterminingMtheMclientMspecificityMinMhumanM
TRuPadependentMyRMproteinMimportbMNaturegCommunicationsZM2018ZMmZMgkji 17.4 37

65 ReconstructionMofMaMkineticMmodelMofMtheMchromatophoreMvesiclesMfromMRhodobacterMsphaeroidesbM
BiophysicalgJournalZM2006ZMmeZMmfkagk 2.9 36

64 zattyMacidMelongationMinMnonaalcoholicMsteatohepatitisMandMhepatocellularMcarcinomabMInternationalg
JournalgofgMoleculargSciencesZM2014ZMeiZMikjfakg 6.3 35

63 zreeMynergyMLandscapeMofMProteinaProteinMyncounterMResultingMfromMvrownianMxynamicsM
SimulationsMofMvarnasenvarstarbMJournalgofgChemicalgTheorygandgComputationZM2005ZMeZMkfgagj 6.4 35

62 wompactMparameterMsetMforMfastMestimationMofMprotonMtransferMratesbMJournalgofgChemicalgPhysicsZM
2001ZMeehZMeefiaeegf 3.9 33

61 uMstructuralMmodelMofMtheMcomplexMformedMbyMphospholambanMandMtheMcalciumMpumpMofM
sarcoplasmicMreticulumMobtainedMbyMmolecularMmechanicsbMChemBioChemZM2002ZMgZMefddal 3.8 31

60
TitrationMbehaviorMofMresiduesMatMtheMentranceMofMtheMxapathwayMofMcytochromeMcMoxidaseMfromM
paracoccusMdenitrificansMinvestigatedMbyMcontinuumMelectrostaticMcalculationsbMBiophysicalgJournalZM
2005ZMlmZMfgfhage

2.9 29

59 vrownianMdynamicsMsimulationsMofMsimplifiedMcytochromeMcMmoleculesMinMtheMpresenceMofMaMchargedM
surfacebMJournalgofgChemicalgPhysicsZM2004ZMefeZMhikajh 3.9 27

58 ReactionMratesMforMprotonMtransferMoverMsmallMbarriersMandMconnectionMtoMtransitionMstateMtheorybM
JournalgofgChemicalgPhysicsZM2001ZMeeiZMkmliakmmf 3.9 27

57 PreTISnMuMToolMtoMPredictMNonacanonicalMiTMUTRMTranslationalMInitiationMSitesMinMαumanMandMMousebM
PLoSgComputationalgBiologyZM2016ZMefZMeeddiekd 5 27

56 MatchedacohortMxNuMmicroarrayMdiversityManalysisMofMmethicillinMsensitiveMandMmethicillinMresistantM
StaphylococcusMaureusMisolatesMfromMhospitalMadmissionMpatientsbMPLoSgONEZM2012ZMkZMeifhlk 3.7 26

55 xruggabilityMofMdynamicMproteinaproteinMinterfacesbMCurrentgPharmaceuticalgDesignZM2012ZMelZMhimmajdj 3.3 26
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54 xNuMcoamethylationManalysisMsuggestsMnovelMfunctionalMassociationsMbetweenMgeneMpairsMinMbreastM
cancerMsamplesbMHumangMoleculargGeneticsZM2013ZMffZMgdejaff 5.6 24

53 IdentificationMofMkeyMplayerMgenesMinMgeneMregulatoryMnetworksbMBMCgSystemsgBiologyZM2016ZMedZMll 3.5 23

52
TMvαMMnMaMfrequencyMprofileMbasedMαMMMforMpredictingMtheMtopologyMofMtransmembraneMbetaM
barrelMproteinsMandMtheMexposureMstatusMofMtransmembraneMresiduesbMBiochimicagEtgBiophysicagActagxg
ProteinsgandgProteomicsZM2011ZMelehZMjjhakd

4 23

51 NovelMscoringMfunctionMforMmodelingMstructuresMofMoligomersMofMtransmembraneMalphaahelicesbM
Proteins:gStructurewgFunctiongandgBioinformaticsZM2004ZMikZMikkali 4.2 22

50 ynergeticsMofMαydrophilicMProteinaProteinMussociationMandMtheMRoleMofMWaterbMJournalgofgChemicalg
TheorygandgComputationZM2014ZMedZMgiefafh 6.4 21

49 wommunityaussociatedMStaphylococcusMaureusMfromMSubaSaharanMufricaMandM−ermanynMuM
wrossaSectionalM−eographicMworrelationMStudybMScientificgReportsZM2017ZMkZMeih 4.9 20

48 ureMsolvationMfreeMenergiesMofMhomogeneousMhelicalMpeptidesMadditivesbMJournalgofgPhysicalg
ChemistrygBZM2005ZMedmZMemdddak 3.4 20

47
MulticopyMmolecularMdynamicsMsimulationsMsuggestMhowMtoMreconcileMcrystallographicMandMproductM
formationMdataMforMcamphorMenantiomersMboundMtoMcytochromeMPahidcambMJournalgofgInorganicg
BiochemistryZM2000ZMleZMefeage

4.2 20

46 ynergeticsMofMliposomesMencapsulatingMsilicaMnanoparticlesbMJournalgofgMoleculargModelingZM2013ZMemZMfhimakf2 19

45 xownhillMbindingMenergyMsurfaceMofMtheMbarnaseabarstarMcomplexbMBiopolymersZM2010ZMmgZMmkkali 2.2 19

44 InterfacingMvrownianMdynamicsMsimulationsbMJournalgofgChemicalgPhysicsZM2004ZMefdZMhikgald 3.9 19

43 PutativeMcholesterolabindingMsitesMinMhumanMimmunodeficiencyMvirusMUαIVVMcoreceptorsMwXwRhMandM
wwRibMProteins:gStructurewgFunctiongandgBioinformaticsZM2013ZMleZMiiiajk 4.2 18

42 PolyaminesnMnaturallyMoccurringMsmallMmoleculeMmodulatorsMofMelectrostaticMproteinaproteinM
interactionsbMJournalgofgInorganicgBiochemistryZM2010ZMedhZMeelafi 4.2 18

41 TightlyMconnectedMwaterMwiresMfacilitateMfastMprotonMuptakeMatMtheMprotonMentranceMofMprotonM
pumpingMproteinsbMJournalgofgthegAmericangChemicalgSocietyZM2009ZMegeZMfdldae 16.4 17

40 LanthanumMionsMinhibitMtheMmammalianMSecjeMcomplexMinMitsMchannelMdynamicsMandMproteinM
transportMactivitybMFEBSgLettersZM2009ZMilgZMfgimajh 3.8 17

39 TheMmRNuabindingMProteinMTTPcZzPgjMinMαepatocarcinogenesisMandMαepatocellularMwarcinomabM
CancersZM2019ZMeeZM 6.6 16

38 xynamicMprotonationMequilibriumMofMsolvatedMaceticMacidbMAngewandtegChemiegxgInternationalgEditionZM
2007ZMhjZMfmgmahg 16.4 16

37 vyclearnMvatchMyffectMxetectionMandMudjustmentMinMxNuMMethylationMxatabMPLoSgONEZM2016ZMeeZMedeimmfe3.7 16
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36 wlassifyingMsubstrateMspecificitiesMofMmembraneMtransportersMfromMurabidopsisMthalianabMJournalgofg
ChemicalgInformationgandgModelingZM2010ZMidZMelmmamdi 6.1 14

35 αowMstronglyMdoMsequenceMconservationMpatternsMandMempiricalMscalesMcorrelateMwithMexposureM
patternsMofMtransmembraneMhelicesMofMmembraneMproteinssbMBiopolymersZM2006ZMlgZMglmamm 2.2 14

34 xynamicalMbindingMofMprolinearichMpeptidesMtoMtheirMrecognitionMdomainsbMBiochimicagEtgBiophysicag
ActagxgProteinsgandgProteomicsZM2005ZMekihZMfgfal 4 14

33 uLLOnMuMtoolMtoMdiscriminateMandMprioritizeMallostericMpocketsbMChemicalgBiologygandgDruggDesignZM
2018ZMmeZMlhialig 2.9 13

32 RuleabasedMregulatoryMandMmetabolicMmodelMforMQuorumMsensingMinMPbMaeruginosabMBMCgSystemsg
BiologyZM2013ZMkZMle 3.5 13

31 ussemblyMofMtransmembraneMhelicesMofMsimpleMpolytopicMmembraneMproteinsMfromMsequenceM
conservationMpatternsbMProteins:gStructurewgFunctiongandgBioinformaticsZM2006ZMjhZMlmiamdi 4.2 13

30 TransferringMfunctionalMannotationsMofMmembraneMtransportersMonMtheMbasisMofMsequenceMsimilarityM
andMsequenceMmotifsbMBMCgBioinformaticsZM2013ZMehZMghg 3.6 12

29 zunctionalMclassificationMofMmembraneMtransportersMandMchannelsMbasedMonMfilteredMTMcnonaTMM
aminoMacidMcompositionbMBiopolymersZM2012ZMmkZMiilajk 2.2 12

28 SNPMandMindelMfrequenciesMatMtranscriptionMstartMsitesMandMatMcanonicalMandMalternativeMtranslationM
initiationMsitesMinMtheMhumanMgenomebMPLoSgONEZM2019ZMehZMedfehlej 3.7 11

27 xesignMofMaMgatedMmolecularMprotonMchannelbMAngewandtegChemiegxgInternationalgEditionZM2011ZMidZMkjlake16.4 11

26 TransientMpocketsMonMXIuPavIRfnMtowardMtheMcharacterizationMofMputativeMbindingMsitesMofM
smallamoleculeMXIuPMinhibitorsbMJournalgofgMoleculargModelingZM2012ZMelZMfdgeahf 2 10

25 IdentifyingMcontinuousMporesMinMproteinMstructuresMwithMPROPORySMbyMcomputationalMrepositioningM
ofMgatingMresiduesbMProteins:gStructurewgFunctiongandgBioinformaticsZM2012ZMldZMhfeagf 4.2 9

24 wontributionMofMchargedMandMpolarMresiduesMforMtheMformationMofMtheMyeayfMheterodimerMfromM
αepatitisMwMVirusbMJournalgofgMoleculargModelingZM2010ZMejZMejfiagk 2 9

23 MechanismMofMphosphorylMtransferMinMkinasesMinvestigatedMbyMsemiempiricalMcalculationsbM
InternationalgJournalgofgQuantumgChemistryZM2003ZMmiZMhkmahlj 2.1 9

22 wellularMfunctionsMofMgeneticallyMimprintedMgenesMinMhumanMandMmouseMasMannotatedMinMtheMgeneM
ontologybMPLoSgONEZM2012ZMkZMeidfli 3.7 8

21 TRuMeMproteinMmayMsupportMyRMproteinMimportMbyMmodulatingMtheMphospholipidMbilayerMnearMtheM
lateralMgateMofMtheMSecjeachannelbMChannelsZM2020ZMehZMflahh 3 6

20 LinkingMαematopoieticMxifferentiationMtoMwoayxpressedMSetsMofMPluripotencyaussociatedMandM
ImprintedM−enesMandMtoMRegulatoryMmicroRNuaTranscriptionMzactorMMotifsbMPLoSgONEZM2017ZMefZMedejjlif3.7 6

19 RelativeMPrincipalMwomponentsMunalysisnMupplicationMtoMunalyzingMviomolecularMwonformationalM
whangesbMJournalgofgChemicalgTheorygandgComputationZM2019ZMeiZMfejjafekl 6.4 5
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18 vatchMtautomerMgenerationMwithMMolTPwbMJournalgofgComputationalgChemistryZM2013ZMghZMfhliamf 3.5 5

17 StatisticalManalysisMandMexposureMstatusMclassificationMofMtransmembraneMbetaMbarrelMresiduesbM
ComputationalgBiologygandgChemistryZM2011ZMgiZMmjaedk 3.6 5

16 xifferentMprotonationMequilibriaMofMhamethylimidazoleMandMaceticMacidbMChemPhysChemZM2007ZMlZMfhhiaie 3.2 5

15 MolecularMdynamicsMsimulationMofMtruncatedMbovineMadrenodoxinbMBiopolymersZM2005ZMklZMmafd 2.2 5

14 αelicalMintegrityMandMmicrosolvationMofMtransmembraneMdomainsMfromMzlaviviridaeMenvelopeM
glycoproteinsbMBiochimicagEtgBiophysicagActagxgBiomembranesZM2011ZMeldlZMedhdam 3.8 4

13 xetectionMofMucidicMPharmaceuticalMwompoundsMUsingMVirusavasedMMolecularlyMImprintedMPolymersbM
PolymersZM2018ZMedZM 4.5 4

12 PredictionMofMSynergisticMToxicityMofMvinaryMMixturesMtoMVibrioMfischeriMvasedMonMviomolecularM
InteractionMNetworksbMChemicalgResearchgingToxicologyZM2018ZMgeZMeeglaeeid 4 3

11 MethylationatargetedMspecificityMofMtheMxNuMbindingMproteinsMRbxpnIMandMMewPfMstudiedMbyM
molecularMdynamicsMsimulationsbMJournalgofgMoleculargModelingZM2017ZMfgZMeif 2 2

10 TopologyMwonsistencyMofMxiseaseaspecificMxifferentialMwoaregulatoryMNetworksbMBMCgBioinformaticsZM
2019ZMfdZMiid 3.6 2

9 ylucidatingMtheMenergeticMcontributionsMtoMtheMbindingMfreeMenergybMJournalgofgChemicalgPhysicsZM
2017ZMehjZMdehedi 3.9 2

8 αowMdoesMSecjgMaffectMtheMconformationMofMSecjeMinMyeastsbMPLoSgComputationalgBiologyZM2021ZMekZMeeddllii5 2

7 −raphatheoreticalMidentificationMofMdissociationMpathwaysMonMfreeMenergyMlandscapesMofM
biomolecularMinteractionbMJournalgofgComputationalgChemistryZM2010ZMgeZMlhkaih 3.5 1

6 InterorganelleMTetheringMtoMyndocyticMOrganellesMxeterminesMxirectionalMwytokineMTransportMinM
wxhMTMwellsbMJournalgofgImmunologyZM2020ZMfdiZMfmllagddd 5.3 1

5 ProPoresfnMWebMServiceMandMStandauloneMToolMforMIdentifyingZMManipulatingZMandMVisualizingMPoresM
inMProteinMStructuresbMJournalgofgChemicalgInformationgandgModelingZM2021ZMjeZMeiiiaeiim 6.1 1

4
QuantitativeMProteomicsMandMxifferentialMProteinMubundanceMunalysisMafterMxepletionMofMPutativeM
mRNuMReceptorsMinMtheMyRMMembraneMofMαumanMwellsMIdentifiesMNovelMuspectsMofMmRNuMTargetingM
toMtheMyRbMMoleculesZM2021ZMfjZM

4.8 1

3 TopwontrolnMuMToolMtoMPrioritizeMwandidateMxiseaseaassociatedM−enesMbasedMonMTopologicalMNetworkM
zeaturesbMScientificgReportsZM2019ZMmZMemhkf 4.9 1

2 uMlongerMisoformMofMStimeMisMaMnegativeMSOwyMregulatorMbutMincreasesMcuMPamodulatedMNzuTM
signalingbbMEMBOgReportsZM2021ZMeigegi 6.5 1

1 uMMethylationaxirectedZMSyntheticMPapMSwitchMvasedMonMSelfawomplementaryMRegulatoryMxNuM
ReconstitutedMinManMullMwellazreeMyxpressionMSystembMACSgSyntheticgBiologyZM2021ZMedZMfkfiafkgm 5.7
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