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44 βistantNPhejklNmutationNcompromisesNtheNstabilityNandNactivityNofNMycobacteriumNtuberculosisN
isocitrateNlyaseNbyNmodulatingNitsNstructuralNflexibilityeNScientificlReportscN2017cNncNhglo 4.9 53
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StructuredbasedNscreeningNandNmolecularNdynamicsNsimulationsNofferNnovelNnaturalNcompoundsNasN
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ylterationsNinNconformationalNtopologyNandNinteractionNdynamicsNcausedNbyNLkhoyNmutationNleadsN
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CommunicationscN2017cNkpgcNinmdioi
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41 HighdthroughputNrationalNdesignNofNtheNremdesivirNbindingNsiteNinNtheNRdRpNofNSyRSd–oVdirN
implicationsNforNpotentialNresistanceeNISciencecN2021cNikcNhghppi 6.1 39

40
IdentificationNofNpotentialNinhibitorsNofNFasciolaNgiganticaNthioredoxinhrNcomputationalNscreeningcN
molecularNdynamicsNsimulationcNandNbindingNfreeNenergyNstudieseNJournalloflBiomolecularlStructurel
andlDynamicscN2018cNjmcNihkndihmi

3.6 37

39 yNcombinedNbiochemicalNandNcomputationalNstudiesNofNtheNrhodclassNglutathioneNsdtransferaseN
sllhlklNofNSynechocystisNP––NmogjeNInternationallJournalloflBiologicallMacromoleculescN2017cNpkcNjnodjol7.9 31

38 IdentificationNofNMimickingNMoleculesNasNβefenseNInducersNTriggeringNJasmonicNycidNMediatedN
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37 StructuralNinsightsNintoNnaturalNcompoundsNasNinhibitorsNofNFasciolaNgiganticaNthioredoxinN
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IdentificationNofNnewNdrugdlikeNcompoundsNfromNmilletsNasNXanthineNoxidoreductaseNinhibitorsNforN
treatmentNofNHyperuricemiarNyNmolecularNdockingNandNsimulationNstudyeNComputationallBiologylandl
ChemistrycN2018cNnmcNjidkh

3.6 27
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StructuralNandNfunctionalNpropertieseNInternationallJournalloflBiologicallMacromoleculescN2017cNpncNhgmdhhk7.9 26
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IdentificationNofNnovelNnaturalNinhibitorsNofNOpisthorchisNfelineusNcytochromeNPklgNusingN
structuredbasedNscreeningNandNmolecularNdynamicNsimulationeNJournalloflBiomolecularlStructurelandl
DynamicscN2018cNjmcNjlkhdjllm

3.6 26

32
VirtualNscreeningcNpharmacokineticscNmolecularNdynamicsNandNbindingNfreeNenergyNanalysisNforNsmallN
naturalNmoleculesNagainstNcyclinddependentNkinaseNlNforNylzheimerVsNdiseaseeNJournallofl
BiomolecularlStructurelandlDynamicscN2020cNjocNikodimi
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31 StructuralNandNenergeticNunderstandingNofNnovelNnaturalNinhibitorsNofNMycobacteriumNtuberculosisN
malateNsynthaseeNJournalloflCellularlBiochemistrycN2018cNhigcNikmp 4.7 18
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sdtransferaseNfromNFasciolaNgiganticaeNScientificlReportscN2017cNncNhnlkn 4.9 15
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Rohit Shukla

2



27 MolecularNβynamicsNSimulationNofNProteinNandNProteinâ��LigandN–omplexesN2020cNhjjdhmh 14

26 StructuralNbasisNofNureadinducedNunfoldingNofNFasciolaNgiganticaNglutathioneNSdtransferaseeNJournall
oflCellularlPhysiologycN2019cNijkcNkkphdklgj 7 14

25 ExploringNMedicinalNPlantNLegacyNforNβrugNβiscoveryNinNPostdgenomicNEraeNProceedingsloflthel
NationallAcademyloflScienceslIndialSectionlBl-lBiologicallSciencescN2019cNopcNhhkhdhhlh 1.4 13

24 ylternateNpathwayNtoNascorbateNinducedNinhibitionNofNMycobacteriumNtuberculosiseNTuberculosiscN
2018cNhhhcNhmhdhmp 2.6 12

23 yNcomprehensiveNmetabolicNmodelingNofNthyroidNpathwayNinNrelationNtoNthyroidNpathophysiologyN
andNtherapeuticseNOMICSlAlJournalloflIntegrativelBiologycN2013cNhncNlokdpj 3.8 12

22
screeningNofNdeleteriousNsingleNnucleotideNpolymorphismsNWSNPsXNandNmolecularNdynamicsN
simulationNofNdiseaseNassociatedNmutationsNinNgeneNresponsibleNforNoculocutaneousNalbinismNtypeNmN
WO–yNmXNdisordereNJournalloflBiomolecularlStructurelandlDynamicscN2019cNjncNjlhjdjlij

3.6 12

21
ziochemicalNandNthermodynamicNcomparisonNofNtheNselenocysteineNcontainingNandNnondcontainingN
thioredoxinNglutathioneNreductaseNofNFasciolaNgiganticaeNBiochimicalEtlBiophysicalActal-lGenerall
SubjectscN2018cNhomicNhjgmdhjhm

4 11

20 TargetingNNucleotideNzindingNβomainNofNMultidrugNResistancedassociatedNProteindhNWMRPhXNforNtheN
ReversalNofNMultiNβrugNResistanceNinN–ancereNScientificlReportscN2018cNocNhhpnj 4.9 8

19 StructuredbasedNdiscoveryNofNphenylddiketoNacidsNderivativesNasNmalateNsynthaseNinhibitorseNJournall
oflBiomolecularlStructurelandlDynamicscN2021cNjpcNipkldiplo 3.6 8

18 IdentificationNandNcharacterizationNofNglyceraldehydeNjdphosphateNdehydrogenaseNfromNFasciolaN
giganticaeNParasitologylResearchcN2019cNhhocNomhdoni 2.4 6

17
UnfoldingNofNycinetobacterNbaumanniiNMuryNproceedsNthroughNaNmetastableNintermediaterNyN
combinedNspectroscopicNandNcomputationalNinvestigationeNInternationallJournalloflBiologicall
MacromoleculescN2019cNhimcNpkhdplh

7.9 5

16
identificationNofNmimickingNmoleculeWsXNtriggeringNvonNWillebrandNfactorNinNhumanrNaNmolecularNdrugN
targetNforNregulatingNcoagulationNpathwayeNJournalloflBiomolecularlStructurelandlDynamicscN2020cN
jocNhikdhjm

3.6 5

15 StructuredfunctionNstudiesNofNtheNasparaginyldtRNyNsynthetaseNfromNunderstandingNtheNroleNofN
catalyticNandNnondcatalyticNdomainseNBiochemicallJournalcN2018cNknlcNjjnndjjph 3.8 5

14 MachineNlearningNinNexpertNsystemsNforNdiseaseNdiagnosticsNinNhumanNhealthcareN2021cNhnpdigg 5

13
IdentificationNofNsmallNmoleculesNagainstNcyclinNdependentNkinasedlNusingNchemoinformaticsN
approachNforNylzheimerVsNdiseaseNandNotherNtauopathieseNJournalloflBiomolecularlStructurelandl
DynamicscN2020cNhdhj

3.6 3

12 IdentificationNandNcharacterizationNofNcytosolicNmalateNdehydrogenaseNfromNtheNliverNflukeNFasciolaN
giganticaeNScientificlReportscN2020cNhgcNhjjni 4.9 3

11
HighdthroughputNscreeningNofNnaturalNcompoundsNandNinhibitionNofNaNmajorNtherapeuticNtargetN
HsGSKdj˛†NforNylzheimerVsNdiseaseNusingNcomputationalNapproacheseNJournalloflGeneticlEngineeringl
andlBiotechnologycN2021cNhpcNmh

3.1 2

10 MolecularNβynamicsNSimulationNinNβrugNβiscoveryrNOpportunitiesNandN–hallengesN2021cNipldjhm 2
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9
–hemometricNapproachNtoNestimateNkineticNpropertiesNofNpaclitaxelNprodrugsNandNtheirN
substructuresNforNsolubilityNpredictionNthroughNmolecularNmodellingNandNsimulationNstudieseNJournall
oflChemometricscN2019cNjjcNejhoh

1.6 1

8 nucleosideNdiphosphateNkinaseNshowsNinteractionNwithNputativeNyTPNbindingNcassetteNWyz–XN
transportercNRvhinjceNJournalloflBiomolecularlStructurelandlDynamicscN2020cNjocNhgojdhgpj 3.6 1

7 ypplicationNofNβeepNLearningNinNziologicalNzigNβataNynalysiseNAdvanceslinlInformationlSecurity,l
Privacy,landlEthicslBooklSeriescN2021cNhhndhko 0.3 1

6
yNdistantNangiogeninNvariantNcausesNamyotrophicNlateralNsclerosisNthroughNlossdofdfunctionN
mechanismsrNInsightsNfromNlongdtimescaleNatomisticNsimulationsNandNconformationalNdynamicseN
ComputerslinlBiologylandlMedicinecN2021cNhjlcNhgkmgi

7 1

5 UnravelingNtheNStructuralNzasisNofNUreadinducedNUnfoldingNofNFasciolaNgiganticaN–ytosolicNMalateN
βehydrogenaseeNJournalloflMolecularlLiquidscN2021cNhhohng 6 0

4
PhysicochemicalNcharacterizationNofNpaclitaxelNprodrugsNwithNcytochromeNjykNtoNcorrelateNsolubilityN
andNbioavailabilityNimplementingNmolecularNdockingNandNsimulationNstudieseNJournalloflBiomolecularl
StructurelandlDynamicscN2021cNhdhj

3.6 0

3 PointNmutationNyjpkENinNtheNcentralNintrinsicNdisorderedNregionNofNRnahkNleadsNtoNchromosomalN
instabilityNinNfissionNyeasteNInternationallJournalloflBiologicallMacromoleculescN2018cNhhpcNnoldnph 7.9

2 SystemsNbiologyNandNbigNdataNanalyticsN2022cNkildkki

1 TopologicalNparameterscNpatternscNandNmotifsNinNbiologicalNnetworksN2022cNjmndjog
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