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k Paper IF Citations

97 OpenMMNjpNwNReusablebN−xtensiblebNHardwareNIndependentNLibraryNforNHighNPerformanceNMolecularN
SimulationdNJournalloflChemicallTheorylandlComputationbN2013bNobNjlgcjlo 6.4 440

96 yloudcbasedNsimulationsNonNGoogleN−xacycleNrevealNligandNmodulationNofNGPyRNactivationN
pathwaysdNNaturelChemistrybN2014bNlbNgkchg 17.6 306

95 ToNmillisecondsNandNbeyondpNchallengesNinNtheNsimulationNofNproteinNfoldingdNCurrentlOpinionlinl
StructurallBiologybN2013bNhibNknclk 8.1 281

94 wctivationNpathwayNofNSrcNkinaseNrevealsNintermediateNstatesNasNtargetsNforNdrugNdesigndNNaturel
CommunicationsbN2014bNkbNiiom 17.4 244

93 MarkovNstateNmodelsNprovideNinsightsNintoNdynamicNmodulationNofNproteinNfunctiondNAccountslofl
ChemicallResearchbN2015bNjnbNjgjchh 24.3 172

92 InteractionNofNarginineNwithNproteinsNandNtheNmechanismNbyNwhichNitNinhibitsNaggregationdNJournallofl
PhysicallChemistrylBbN2010bNggjbNgijhlcin 3.4 153

91 wrginineNandNtheNHofmeisterNSeriespNtheNroleNofNioncionNinteractionsNinNproteinNaggregationN
suppressiondNJournalloflPhysicallChemistrylBbN2011bNggkbNmjjmckn 3.4 99

90 MolecularNcomputationsNofNpreferentialNinteractionNcoefficientsNofNproteinsdNJournalloflPhysicall
ChemistrylBbN2009bNggibNghkjlckj 3.4 70

89 MolecularNlevelNinsightNintoNintracsolventNinteractionNeffectsNonNproteinNstabilityNandNaggregationdN
AdvancedlDruglDeliverylReviewsbN2011bNlibNgfmjcnk 18.5 69

88 zynamicctemplatecdirectedNmultiscaleNassemblyNforNlargecareaNcoatingNofNhighlycalignedNconjugatedN
polymerNthinNfilmsdNNaturelCommunicationsbN2017bNnbNglfmf 17.4 66

87 yropsNpNGeneratingNVirtualNyropsNUsingNanNIntegrativeNandNMulticscaleNModelingNPlatformdNFrontiersl
inlPlantlSciencebN2017bNnbNmnl 6.2 61

86 UnderstandingNtheNsynergisticNeffectNofNarginineNandNglutamicNacidNmixturesNonNproteinNsolubilitydN
JournalloflPhysicallChemistrylBbN2011bNggkbNggnigco 3.4 53

85 TransitionNpathNtheoryNanalysisNofNccSrcNkinaseNactivationdNProceedingsloflthelNationallAcademylofl
SciencesloflthelUnitedlStatesloflAmericabN2016bNggibNogoicn 11.5 49

84 ReinforcementNLearningNxasedNwdaptiveNSamplingpNR−wPingNRewardsNbyN−xploringNProteinN
yonformationalNLandscapesdNJournalloflPhysicallChemistrylBbN2018bNghhbNninlcniok 3.4 48

83 PreferentialNinteractionNcoefficientsNofNproteinsNinNaqueousNarginineNsolutionsNandNtheirNmolecularN
originsdNJournalloflPhysicallChemistrylBbN2011bNggkbNghjicki 3.4 45

82 wNnetworkNofNmolecularNswitchesNcontrolsNtheNactivationNofNtheNtwoccomponentNresponseNregulatorN
NtrydNNaturelCommunicationsbN2015bNlbNmhni 17.4 38

81 yonformationalNheterogeneityNofNtheNcalmodulinNbindingNinterfacedNNaturelCommunicationsbN2016bN
mbNgfogf 17.4 38
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80 yloudNcomputingNapproachesNforNpredictionNofNligandNbindingNposesNandNpathwaysdNScientificl
ReportsbN2015bNkbNmogn 4.9 37

79 UnderstandingNtheNroleNofNarginineNasNanNeluentNinNaffinityNchromatographyNviaNmolecularN
computationsdNJournalloflPhysicallChemistrylBbN2011bNggkbNhljkckj 3.4 36

78 yomplexNpathwaysNinNfoldingNofNproteinNGNexploredNbyNsimulationNandNexperimentdNBiophysicall
JournalbN2014bNgfmbNojmckk 2.9 34

77 MolecularNdynamicsNsimulationsNrevealNtheNconformationalNdynamicsNofNxRIgNandNxwKgN
receptorclikeNkinasesdNJournalloflBiologicallChemistrybN2017bNhohbNghljicghlkh 5.4 33

76 −nhancedNunbiasedNsamplingNofNproteinNdynamicsNusingNevolutionaryNcouplingNinformationdN
ScientificlReportsbN2017bNmbNghmff 4.9 31

75 UniversalityNofNtheNSodiumNIonNxindingNMechanismNinNylassNwNGcProteincyoupledNReceptorsdN
AngewandtelChemiel-lInternationallEditionbN2018bNkmbNifjncifki 16.4 31

74 yomplexNinteractionsNbetweenNmolecularNionsNinNsolutionNandNtheirNeffectNonNproteinNstabilitydN
JournalloflthelAmericanlChemicallSocietybN2011bNgiibNgnmgicn 16.4 31

73 StructuralNarchitectureNofNaNdimericNclassNyNGPyRNbasedNonNcoctraffickingNofNsweetNtasteNreceptorN
subunitsdNJournalloflBiologicallChemistrybN2019bNhojbNjmkocjmmj 5.4 30

72 wllostericNyontrolNofNaNPlantNReceptorNKinaseNthroughNScGlutathionylationdNBiophysicallJournalbN2017
bNggibNhikjchili 2.9 28

71 MarkovNStateNModelsNandNtIywNRevealNaNNonnativeNFoldingNNucleusNinNSimulationsNofNNuGhdN
BiophysicallJournalbN2016bNggfbNgmglcgmgo 2.9 25

70 FreeN−nergyNLandscapeNofNtheNyompleteNTransportNyycleNinNaNKeyNxacterialNTransporterdNACSlCentrall
SciencebN2018bNjbNggjlcggkj 16.8 25

69 MolecularNxasisNofNtheNGlucoseNTransportNMechanismNinNPlantsdNACSlCentrallSciencebN2019bNkbNgfnkcgfol 16.8 23

68 zewettingNyontrolsNPlantNHormoneNPerceptionNandNInitiationNofNzroughtNResistanceNSignalingdN
StructurebN2019bNhmbNlohcmfhdei 5.2 22

67 HeatNdissipationNguidesNactivationNinNsignalingNproteinsdNProceedingsloflthelNationallAcademylofl
SciencesloflthelUnitedlStatesloflAmericabN2015bNgghbNgfimmcnh 11.5 21

66 RecruitingNmachineNlearningNmethodsNforNmolecularNsimulationsNofNproteinsdNMolecularlSimulationbN
2018bNjjbNnogcofj 2 21

65 ModelingNshellNformationNinNcorecshellNnanocrystalsNinNreverseNmicelleNsystemsdNLangmuirbN2006bNhhbNokffcl4 21

64 UsingNmolecularNsimulationNtoNexploreNtheNnanoscaleNdynamicsNofNtheNplantNkinomedNBiochemicall
JournalbN2018bNjmkbNofkcohg 3.8 18

63 yoagulationNofNnanoparticlesNinNreverseNmicellarNsystemspNaNMonteNyarloNmodeldNLangmuirbN2005bNhgbNggkhncii4 18
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62 wutomaticNSelectionNofNOrderNParametersNinNtheNwnalysisNofNLargeNScaleNMolecularNzynamicsN
SimulationsdNJournalloflChemicallTheorylandlComputationbN2014bNgfbNkhgmckhhi 6.4 15

61 −ffectsNofNsolutecsoluteNinteractionsNonNproteinNstabilityNstudiedNusingNvariousNcounterionsNandN
dendrimersdNPLoSlONEbN2011bNlbNehmllk 3.7 15

60 zegradationNofNcomplexNarabinoxylansNbyNhumanNcolonicNxacteroidetesdNNaturelCommunicationsbN
2021bNghbNjko 17.4 15

59 TheNshapeNofNwaterNinNzeolitesNandNitsNimpactNonNepoxidationNcatalysisdNNaturelCatalysisbN2021bNjbNmomcnfn36.5 14

58 TLmutationpNPredictingNtheN−ffectsNofNMutationsNUsingNTransferNLearningdNJournalloflPhysicall
ChemistrylBbN2020bNghjbNinjkcinkj 3.4 13

57 −ffectsNofNPwMwMNzendrimerNSaltNSolutionsNonNProteinNStabilitydNJournalloflPhysicallChemistryl
LettersbN2011bNhbNgmnhcgmnn 6.4 13

56 yayOWiXNnanoparticleNsynthesisNbyNcarbonationNofNlimeNsolutionNinNmicroemulsionNsystemsdN
NanotechnologybN2007bNgnbNfiklfm 3.4 13

55 PredictingNOptimalNz−−RNLabelNPositionsNtoNStudyNProteinNyonformationalNHeterogeneitydNJournall
oflPhysicallChemistrylBbN2017bNghgbNomlgcommf 3.4 12

54 ModelingNofNformationNofNnanoparticlesNinNreverseNmicellarNsystemspNOstwaldNripeningNofNsilverN
halideNparticlesdNLangmuirbN2009bNhkbNimnlcoi 4 12

53 wNMonteNyarloNModelNforNtheNFormationNofNyoreâ��ShellNNanocrystalsNinNReverseNMicellarNSystemsdN
Industriallsamp;lEngineeringlChemistrylResearchbN2006bNjkbNhhjochhkj 3.9 12

52 −lucidatingNLigandcModulatedNyonformationalNLandscapeNofNGPyRsNUsingNyloudcyomputingN
wpproachesdNMethodslinlEnzymologybN2015bNkkmbNkkgcmh 1.7 11

51 UniversalityNofNtheNSodiumNIonNxindingNMechanismNinNylassNwNGcProteincyoupledNReceptorsdN
AngewandtelChemiebN2018bNgifbNigfhcigfm 3.6 11

50 yharacterizingNyonformationalNzynamicsNofNProteinsNUsingN−volutionaryNyouplingsdNJournallofl
PhysicallChemistrylBbN2018bNghhbNgfgmcgfhk 3.4 11

49 SwXScguidedN−nhancedNUnbiasedNSamplingNforNStructureNzeterminationNofNProteinsNandNyomplexesdN
ScientificlReportsbN2018bNnbNgmmjn 4.9 11

48 zistinctNSubstrateNTransportNMechanismNIdentifiedNinNHomologousNSugarNTransportersdNJournallofl
PhysicallChemistrylBbN2019bNghibNnjggcnjgn 3.4 10

47
IonNGelNzynamicNTemplatesNforNLargeNModulationNofNMorphologyNandNyhargeNTransportNPropertiesN
ofNSolutioncyoatedNyonjugatedNPolymerNThinNFilmsdNACSlAppliedlMaterialslsamp;lInterfacesbN2019bN
ggbNhhklgchhkmj

9.5 10

46 yonserveNWaterpNwNMethodNforNtheNwnalysisNofNSolventNinNMolecularNzynamicsdNJournalloflChemicall
TheorylandlComputationbN2015bNggbNgfojcgfg 6.4 10

45 −ngineeredNwy−hNdecoyNmitigatesNlungNinjuryNandNdeathNinducedNbyNSwRScyoVchNvariantsddNNaturel
ChemicallBiologybN2022bN 11.7 10

Diwakar Shukla

4



44 FingerprintyontactspNPredictingNwlternativeNyonformationsNofNProteinsNfromNyoevolutiondNJournall
oflPhysicallChemistrylBbN2020bNghjbNilfkcilgk 3.4 8

43 wNmodelNforNparticleNcoagulationNinNreverseNmicellesNwithNaNsizeNdependentNcoagulationNratedN
NanotechnologybN2006bNgmbNhlgchlm 3.4 8

42 MolecularNMechanismNofNxrassinosteroidNPerceptionNbyNtheNPlantNGrowthNReceptorNxRIgdNJournallofl
PhysicallChemistrylBbN2020bNghjbNikkcilk 3.4 8

41 StructureNandNPotentialczependentNSelectivityNinNRedoxcMetallopolymerspN−lectrochemicallyN
MediatedNMulticomponentNMetalNSeparationsdNAdvancedlFunctionallMaterialsbN2021bNigbNhffoifm 15.6 7

40 RoleNofNsubstrateNrecognitionNinNmodulatingNstrigolactoneNreceptorNselectivityNinNwitchweeddN
JournalloflBiologicallChemistrybN2021bNhombNgfgfoh 5.4 7

39 wpplicationNofNHiddenNMarkovNModelsNinNxiomolecularNSimulationsdNMethodslinlMolecularlBiologybN
2017bNgkkhbNhocjg 1.4 6

38 zodineNasNaNKosmocyhaotropicNwgentdNJournalloflPhysicallChemistrylLettersbN2019bNgfbNhlffchlfk 6.4 5

37 PricingNpolicyNforNdecliningNdemandNusingNitemNpreservationNtechnologydNSpringerPlusbN2016bNkbNgokm 5

36 StructuralNyonsequencesNofNMultisiteNPhosphorylationNinNtheNxwKgNKinaseNzomaindNBiophysicall
JournalbN2020bNggnbNloncmfm 2.9 5

35 wncestralNclasscpromiscuityNasNaNdriverNofNfunctionalNdiversityNinNtheNxwHzNacyltransferaseNfamilyNinNplants 4

34 HowNdoNbrassinosteroidsNactivateNtheirNreceptorsu 4

33 IdentificationNandNanalysisNofNsugarNtransportersNcapableNofNcoctransportingNglucoseNandNxyloseN
simultaneouslydNBiotechnologylJournalbN2021bNglbNehgffhin 5.6 4

32 WhenNSW−−TsNTurnNTweenspNUpdatesNandNPerspectivesddNAnnuallReviewloflPlantlBiologybN2021bN 30.7 4

31 UnderstandingNtheNyonformationalNziversityNofNProtoncyoupledNOligopeptideNTransporterNWPOTXN
FamilydNBiophysicallJournalbN2017bNgghbNglacgma 2.9 3

30 MolecularNbasisNofNtheNactivationNandNdissociationNofNdimericNPYLhNreceptorNinNabscisicNacidN
signalingddNPhysicallChemistrylChemicallPhysicsbN2021bN 3.6 3

29 zivalentNcationsNpromoteNTwL−NzNwcbindingNspecificitydNNucleiclAcidslResearchbN2020bNjnbNgjflcgjhh 20.1 3

28 InventoryNmodelNforNconvertibleNitemNwithNdeteriorationdNCommunicationslinlStatisticsl-lTheorylandl
MethodsbN2016bNjkbNggimcggjm 0.5 3

27 MaximizingNKineticNInformationNGainNofNMarkovNStateNModelsNforNOptimalNzesignNofNSpectroscopyN
−xperimentsdNJournalloflPhysicallChemistrylBbN2018bNghhbNgfmoicgfnfk 3.4 3

(2018-2020)

5



26 HowNdoNantiportersNexchangeNsubstratesNacrossNtheNcellNmembraneuNwnNatomicclevelNdescriptionNofN
theNcompleteNexchangeNcycleNinNNarKdNStructurebN2021bNhobNohhcoiidei 5.2 3

25 yhiralNemergenceNinNmultistepNhierarchicalNassemblyNofNachiralNconjugatedNpolymersddNNaturel
CommunicationsbN2022bNgibNhmin 17.4 3

24 MachineNLearningNGuidedNLigandcProteinNSimulationNwpproachN−lucidatesNtheNxindingNMechanismNofN
wbscisicNwciddNBiophysicallJournalbN2017bNgghbNijoa 2.9 2

23 wutomaticNFeatureNSelectionNinNMarkovNStateNModelsNUsingNGeneticNwlgorithmdNJournallofl
ComputationallSciencelEducationbN2018bNobNgjchh 1.5 2

22 TheNSubstrateNImportNMechanismNofNtheNHumanNSerotoninNTransporter 2

21 StructuralNxasisNforNNegativeNRegulationNofNwxwNSignalingNbyNROPggNGTPase 2

20 RoleNofNsubstrateNrecognitionNinNmodulatingNstrigolactoneNreceptorNselectivityNinNwitchweed 2

19 MarkovNstateNmodelingNofNmembraneNtransportNproteinsdNJournalloflStructurallBiologybN2021bNhgibNgfmnff3.4 2

18 wctivationNMechanismNofNStrigolactoneNReceptorsNandNItsNImpactNonNLigandNSelectivityNbetweenN
HostNandNParasiticNPlantsddNJournalloflChemicallInformationlandlModelingbN2022bN 6.1 2

17 InhibitionNofNlungNmicrobiotacderivedNproapoptoticNpeptidesNamelioratesNacuteNexacerbationNofN
pulmonaryNfibrosisddNNaturelCommunicationsbN2022bNgibNgkkn 17.4 2

16 UnderstandingNtheNRoleNofNwrginineNandNyitrateNasN−luentsNinNwffinityNyhromatographydNACSl
SymposiumlSeriesbN2013bNlmcnl 0.4 1

15 zistinctNxindingNMechanismsNforNwllostericNSodiumNIonNinNyannabinoidNReceptorsddNACSlChemicall
NeurosciencebN2022bN 5.7 1

14 TLmutationpNpredictingNtheNeffectsNofNmutationsNusingNtransferNlearning 1

13 MolecularNxasisNofNtheNwctivationNandNzissociationNofNzimericNPYLhNReceptorNinNwbscisicNwcidNSignaling 1

12 zeepNMutagenesisNofNaNTransporterNforNUptakeNofNaNNoncNativeNSubstrateNIdentifiesN
yonformationallyNzynamicNRegions 1

11 wctivationNMechanismNofNStrigolactoneNReceptorsNwndNItsNImpactNOnNLigandNSelectivityNxetweenN
HostNwndNParasiticNPlants 1

10 ImpactNofNIncreasedNMembraneNRealismNonNyonformationalNSamplingNofNProteinsdNJournallofl
ChemicallTheorylandlComputationbN2021bNgmbNkijhckikm 6.4 1

9 InvestigationNofNgatingNinNouterNmembraneNporinsNprovidesNnewNperspectivesNonNantibioticN
resistanceNmechanisms 1
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8 RoleNofNinternalNloopNdynamicsNinNantibioticNpermeabilityNofNouterNmembraneNporinsddNProceedingslofl
thelNationallAcademyloflSciencesloflthelUnitedlStatesloflAmericabN2022bNggobN 11.5 1

7 zualNRoleNofNStrigolactoneNReceptorNSignalingNPartnerNinNInhibitingNSubstrateNHydrolysisddNJournallofl
PhysicallChemistrylBbN2022bN 3.4 1

6 −ngineeredNHighcwffinityNwy−hNPeptideNMitigatesNwRzSNandNzeathNInducedNbyNMultipleNSwRScyoVchN
VariantsdN2021bN 1

5 MachineNlearningNguidedNdesignNofNhighNaffinityNwy−hNdecoysNforNSwRScyoVchNneutralizationdN2021bN 1

4 MechanisticNOriginNofNPartialNwgonismNofNTetrahydrocannabinolNforNyannabinoidNReceptorsddNJournall
oflBiologicallChemistrybN2022bNgfgmlj 5.4 0

3 IntegrationNofNmachineNlearningNwithNcomputationalNstructuralNbiologyNofNplantsddNBiochemicall
JournalbN2022bNjmobNohgcohn 3.8 0

2
HowNdoesNevolutionNdesignNfunctionalNfreeNenergyNlandscapesNofNproteinsuNwNcaseNstudyNonNtheN
emergenceNofNregulationNinNtheNyyclinNzependentNKinaseNfamilydNMolecularlSystemslDesignlandl
EngineeringbN2020bNkbNiohcjff

4.6

1
−lectrosorptionpNStructureNandNPotentialczependentNSelectivityNinNRedoxcMetallopolymerspN
−lectrochemicallyNMediatedNMulticomponentNMetalNSeparationsNWwdvdNFunctdNMaterdNgkehfhgXdN
AdvancedlFunctionallMaterialsbN2021bNigbNhgmfgfi
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