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61
StructuralKexplorationKofKcommonKpharmacophoreKbasedKberberineKderivativesKasKnovelKhistoneK
deacetylaseKinhibitorKtargetingKwsprsKenzymesYYKJournalmofmBiomolecularmStructuremandmDynamicsWK
2022WK]X]c

3.6

60 romputationalKStudyKonKtheKxnhibitoryKtffectKofKNaturalKrompoundsKagainstKtheKSpRSXroVXaK
ProteinsYYKBioinorganicmChemistrymandmApplicationsWK2022WKa[aaWKgebd[dc 4.2 3

59 StructuralKinsightsKonKvitaminKsKreceptorKandKscreeningKofKnewKpotentKagonistKmoleculesiKstructureK
andKligandXbasedKapproachYKJournalmofmBiomolecularmStructuremandmDynamicsWK2021WKbhWKc]cgXc]dh 3.6 10

58 TargetingKreninKreceptorKforKtheKinhibitionKofKreninKangiotensinKaldosteroneKsystemiKpnKalternativeK
approachKthroughKinKsilicoKdrugKdiscoveryYKComputationalmandmTheoreticalmChemistryWK2021WK]a[gWK]]bdc] 2

57 romputationalKpredictionKofKsmallKmoleculesKwithKpredictedKbindingKtoKuvuRbKandKtestingK
biologicalKeffectsKinKboneKcellsYKExperimentalmBiologymandmMedicineWK2021WKaceWK]ee[X]eef 3.7

56
MechanisticKinsightsKonKnsSNPsKonKbindingKsiteKofKreninKandKcytochromeKPcd[KproteinsiKpK
computationalKperceptualKstudyKforKpharmacogenomicsKevaluationYKJournalmofmCellularmBiochemistryWK
2021WK]aaWK]ce[X]cfc

4.7 4

55 xnKSilicoKpnalysisKofKsrugKRepurposingKStrategyKforKtheKxdentificationKofKPotentialKNSbKwelicaseK
xnhibitorsKpgainstKZikaKVirusYKCurrentmChinesemScienceWK2021WK]WKbfbXbgd 0.2

54
StructuralKandKfunctionalKinsightsKonKvitaminKsKreceptorKandKrYPacp]KdeleteriousKsingleKnucleotideK
polymorphismsiKpKcomputationalKandKpharmacogenomicsKperpetualKapproachYKCellmBiochemistrymandm
FunctionWK2021WKbhWKgfcXggd

4.2 0

53 xnKsilicoKdrugKdesigningKforKtheKidentificationKofKpromisingKantagonistKhitKmoleculesKagainstK
bradykininKreceptorYKComputationalmandmTheoreticalmChemistryWK2021WK]a[aWK]]bbbc 2

52 VirtualKscreeningKassistedKdiscoveryKofKnovelKnaturalKproductsKtoKinhibitKtheKcatalyticKmechanismKofK
MycobacteriumKtuberculosisKxnhpYKJournalmofmMolecularmLiquidsWK2021WKbbdWK]]ea[c 6 4

51 sesignKandKsynthesisKofKimidazoleKbasedKzincKbindingKgroupsKasKnovelKsmallKmoleculeKinhibitorsK
targetingKwistoneKdeacetylaseKenzymesKinKlungKcancerYKJournalmofmMolecularmStructureWK2020WK]a]cWK]ag]ff3.4 8

50 romputationalKstudyKonKcrossXtalkingKcancerKsignallingKmechanismKofKringKfingerKproteinK]ceWKpXxNK
andKTankyraseKproteinKcomplexYKJournalmofmBiomolecularmStructuremandmDynamicsWK2020WKbgWKd]fbXd]gd 3.6 1

49 TRpuaKandKNrzXxnteractingKzinaseKxnhibitorsKforKrolorectalKranceriKxnKVitroKandKTheoreticalK
ValidationsYKACSmCombinatorialmScienceWK2020WKaaWKe[gXe]e 3.9 3

48 romputationalKandKPharmacogenomicKxnsightsKonKwypertensionKTreatmentiKRationalKsrugKsesignK
andKOptimizationKStrategiesYKCurrentmDrugmTargetsWK2020WKa]WK]gXbb 3 4

47 xnhibitoryKpotentialKofKwydroxychavicolKonKthrlichKascitesKcarcinomaKmodelKandKinteractionKonK
cancerKtargetsYKNaturalmProductmResearchWK2020WKbcWK]dh]X]dhe 2.3 3

46 TannicKacidKpreventsKmacrophageXinducedKproXfibroticKresponseKinKlungKepithelialKcellsKviaK
suppressingKTβRcXmediatedKmacrophageKpolarizationYKInflammationmResearchWK2019WKegWK][]]X][ac 7.2 19

45 xnvestigationKofKsrugKxnteractionKPotentialsKandKqindingKModesKonKsirectKReninKxnhibitorsiKpK
romputationalKModelingKStudiesYKLettersminmDrugmDesignmandmDiscoveryWK2019WK]eWKh]hXhbg 0.8 8
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44 insightsKonKtankyraseKproteiniKpKpotentialKtargetKforKcolorectalKcancerYKJournalmofmBiomolecularm
StructuremandmDynamicsWK2019WKbfWKbebfXbecg 3.6 14

43 xnKsilicoKidentificationKandKscreeningKofKrYPacp]KinhibitorsiKbsKQSpRKpharmacophoreKmappingKandK
molecularKdynamicsKanalysisYKJournalmofmBiomolecularmStructuremandmDynamicsWK2019WKbfWK]f[[X]f]c 3.6 12

42
VitaminKsKreceptorKSVsRTKnonXsynonymousKsingleKnucleotideKpolymorphismsKSnsSNPsTKaffectKtheK
calcitriolKdrugKresponseKXKpKtheoreticalKinsightYKJournalmofmMolecularmGraphicsmandmModellingWK2018WK
g]WK]cXac

2.8 3

41 rurrentKScenarioKinKStructureKandKβigandXqasedKsrugKsesignKonKpntiXcolonKrancerKsrugsYKCurrentm
PharmaceuticalmDesignWK2018WKacWKbgahXbgc] 3.3 5

40 ptomXbasedKandKPharmacophoreXbasedKbsKXKQSpRKStudiesKonKVitaminKsKReceptorKSVsRTYK
CombinatorialmChemistrymandmHighmThroughputmScreeningWK2018WKa]WKbahXbcb 1.3 3

39
romputationalKandKinKvitroKinsightsKonKsnakeKvenomKphospholipaseKpKinhibitorKofKphytocompoundK
ikshusterolbXOXglucosideKofKrlematisKgourianaKRoxbYKexKsrYKJournalmofmBiomolecularmStructuremandm
DynamicsWK2018WKbeWKc]hfXca[g

3.6 3

38 TannicKacidKattenuatesKTvuX˛†]XinducedKepithelialXtoXmesenchymalKtransitionKbyKeffectivelyK
interveningKTvuX˛†KsignalingKinKlungKepithelialKcellsYKJournalmofmCellularmPhysiologyWK2018WKabbWKad]bXadad 7 42

37 pKtheoreticalKinsightKtoKunderstandKtheKmolecularKmechanismKofKdualKtargetKligandKrTpX[]gKinKtheK
chronicKkidneyKdiseaseKpathogenesisYKPLoSmONEWK2018WK]bWKe[a[b]hc 3.7 8

36
xsolationKandKcharacterizationKofKbioactiveKcompoundsKofKrlematisKgourianaKRoxbYKexKsrKagainstK
snakeKvenomKphospholipaseKpKSPβpTKcomputationalKandKinKvitroKinsightsYKJournalmofmBiomolecularm
StructuremandmDynamicsWK2017WKbdWK]hbeX]hch

3.6 5

35 txploringKtheKrarbamazepineKxnteractionKwithKwumanKPregnaneKXKReceptorKandKtffectKonKpqrraK
UsingKinKVitroKandKinKSilicoKppproachYKPharmaceuticalmResearchWK2017WKbcWK]cccX]cdg 4.5 5

34 rombinedKsequenceKandKsequenceXstructureKbasedKmethodsKforKanalyzingKuvuabWKrYPacp]KandK
VsRKgenesYKMetamGeneWK2016WKhWKaeXbe 0.7 5

33 pntidiabeticWKantihyperlipidaemicWKandKantioxidantKactivityKofKSyzygiumKdensiflorumKfruitsKinK
streptozotocinKandKnicotinamideXinducedKdiabeticKratsYKPharmaceuticalmBiologyWK2016WKdcWK]f]eXae 3.8 18

32
pKcomputationalKstudyKonKroleKofK
eXShydroxymethylTXbX[bWcWdXtrihydroxyXeX[SbWcWdXtrihydroxyoxanXaXylToxymethyl]oxanXaXyl]oxyoxaneXaWcWdXtriolK
inKtheKregulationKofKbloodKglucoseKlevelYKJournalmofmBiomolecularmStructuremandmDynamicsWK2016WKbcWKadhhXae]g

3.6 13

31 wighXaffinityKselectiveKinhibitorKagainstKphospholipaseKpaKSPβpaTiKaKcomputationalKstudyYKJournalmofm
ReceptormandmSignalmTransductionmResearchWK2016WKbeWK]]]Xg 2.6 4

30
tXpharmacophoreKfilteringKandKmolecularKdynamicsKsimulationKstudiesKinKtheKdiscoveryKofKpotentK
drugXlikeKmoleculesKforKchronicKkidneyKdiseaseYKJournalmofmBiomolecularmStructuremandmDynamicsWK
2016WKbcWKaabbXaad[

3.6 9

29 romputationalKpredictionKofKimmunodominantKantigenicKregionsKQKpotentialKprotectiveKepitopesK
forKdengueKvaccinationYKIndianmJournalmofmMedicalmResearchWK2016WK]ccWKdgfXdh] 2.9 3

28 TheKqindingKModeKPredictionKandKSimilarKβigandKPotencyKinKtheKpctiveKSiteKofKVitaminKsKReceptorK
withKQMZMMKxnteractionWKMtSPWKandKMsKSimulationYKChemicalmBiologymandmDrugmDesignWK2016WKggWKafaXg[2.9 7

27
PlantKxsoquinolineKplkaloidKqerberineKtxhibitsKrhromatinKRemodelingKbyKModulationKofKwistoneK
seacetylaseKToKxnduceKvrowthKprrestKandKppoptosisKinKtheKpdchKrellKβineYKJournalmofmAgriculturalm
andmFoodmChemistryWK2016WKecWKhdcaXhdd[

5.7 42
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26 ZnaVKionKofKtheKsnakeKvenomKmetalloproteinaseKSSVMPTKplaysKaKcriticalKroleKinKligandKbindingiKaK
molecularKdynamicsKsimulationKstudyYKRSCmAdvancesWK2015WKdWKf[deeXf[dfe 3.7 12

25 xdentificationKofKpotentKinhibitorsKagainstKsnakeKvenomKmetalloproteinaseKSSVMPTKusingKmolecularK
dockingKandKmolecularKdynamicsKstudiesYKJournalmofmBiomolecularmStructuremandmDynamicsWK2015WKbbWK]d]eXaf3.6 16

24
romputationalKinsightsKintoKtheKinhibitionKofKinfluenzaKvirusesKbyKrupestonicKacidKderivativesiK
pharmacophoreKmodelingWKbsXQSpRWKroMupKandKrOMSxpKstudiesYKCombinatorialmChemistrymandm
HighmThroughputmScreeningWK2015WK]gWKebXfc

1.3 2

23 xnKvitroKevaluationKofKantioxidantKandKantidiabeticKactivitiesKofKSyzygiumKdensiflorumKfruitsYKAsianm
PacificmJournalmofmTropicalmDiseaseWK2015WKdWKh]aXh]f 7

22 prtKssKgenotypeKassociatedKwithKtheKfemaleKrhronicKzidneyKsiseaseKpatientsKofKTamilnaduK
populationYKEgyptianmJournalmofmMedicalmHumanmGeneticsWK2015WK]eWKahXbb 2

21
UnderstandingKtheKevolutionaryKrelationshipKofKhemagglutininKproteinKfromKinfluenzaKvirusesKusingK
phylogeneticKandKmolecularKmodelingKstudiesYKJournalmofmBiomolecularmStructuremandmDynamicsWK2014
WKbaWKg]eXb[

3.6 5

20 SightingKofKtankyraseKinhibitorsKbyKstructureXKandKligandXbasedKscreeningKandKinKvitroKapproachYK
MolecularmBioSystemsWK2014WK][WKaehhXf]a 15

19 MolecularKinsightsKonKTNzS]ZTNzSaKandKinhibitorXxWR]KinteractionsYKMolecularmBioSystemsWK2014WK
][WKag]Xhb 14

18 yakaKinhibitorXXaKjackpotKforKpharmaceuticalKindustriesiKaKcomprehensiveKcomputationalKmethodKinK
theKdiscoveryKofKnewKpotentKyakaKinhibitorsYKMolecularmBioSystemsWK2014WK][WKa]ceXdh 5

17 wighKthroughputKvirtualKscreeningKandKtXpharmacophoreKfilteringKinKtheKdiscoveryKofKnewKqprtX]K
inhibitorsYKInterdisciplinarymSciences,mComputationalmLifemSciencesWK2013WKdWK]]hXae 3.5 17

16 PharmacophoreKmodelingWKbsXQSpRKandKsuTKstudiesKofKxWRKsmallXmoleculeKinhibitorsKofKWntK
responseYKJournalmofmReceptormandmSignalmTransductionmResearchWK2013WKbbWKafeXgd 2.6 7

15
PharmacophoreKmodelingWKbsXQSpRWKandKmolecularKdockingKstudyKonKnaphthyridineKderivativesKasK
inhibitorsKofKbXphosphoinositideXdependentKproteinKkinaseX]YKMedicinalmChemistrymResearchWK2013WK
aaWKbg]aXbgaa

2.2 2

14
MolecularKmodelingWKquantumKpolarizedKligandKdockingKandKstructureXbasedKbsXQSpRKanalysisKofK
theKimidazoleKseriesKasKdualKpTS]TKandKtTSpTKreceptorKantagonistsYKActamPharmacologicamSinicaWK2013WK
bcWK]dhaXe[e

8 41

13 xnKsilicoKstructuralKandKfunctionalKanalysisKofKtheKhumanKTOPzKproteinKbyKstructureKmodelingKandK
molecularKdynamicsKstudiesYKJournalmofmMolecularmModelingWK2013WK]hWKc[fX]h 2 11

12 womologyKmodelingWKmolecularKdynamicsWKeXpharmacophoreKmappingKandKdockingKstudyKofK
rhikungunyaKvirusKnsPaKproteaseYKJournalmofmMolecularmModelingWK2012WK]gWKbhXd] 2 70

11 TheoreticalKstudiesKonKbenzimidazoleKderivativesKasKtYKcoliKbiotinKcarboxylaseKinhibitorsYKMedicinalm
ChemistrymResearchWK2012WKa]WKa]ehXa]g[ 2.2 4

10 tXPharmacophoreKmappingKandKdockingKstudiesKonKVitaminKsKreceptorKSVsRTYKBioinformationWK2012WK
gWKf[dX][ 1.1 13

9 StructureXbasedKdrugKdiscoveryKofKppotcKinhibitorsKfromKtheKplantKcompoundsYKMedicinalmChemistrym
ResearchWK2012WKa]WKgadXgbb 2.2 3
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8 womologyKmodelingWKmolecularKdynamicsWKandKmolecularKdockingKstudiesKofKTrichomonasKvaginalisK
carbamateKkinaseYKMedicinalmChemistrymResearchWK2012WKa]WKa][dXa]]e 2.2 9

7 sockingKStudiesKofKpdenosineKpnaloguesKwithKNSdKMethyltransferaseKofKYellowKueverKVirusYKIndianm
JournalmofmMicrobiologyWK2012WKdaWKagXbc 3.7 4

6
βigandXbasedKPharmacophoreKModelingjKptomXbasedKbsXQSpRKpnalysisKandKMolecularKsockingK
StudiesKofKPhosphoinositideXsependentKzinaseX]KxnhibitorsYKIndianmJournalmofmPharmaceuticalm
SciencesWK2012WKfcWK]c]Xd]

1.5 14

5 tpitopeXbasedKimmunoinformaticsKandKmolecularKdockingKstudiesKofKnucleocapsidKproteinKandK
ovarianKtumorKdomainKofKcrimeanXcongoKhemorrhagicKueverKvirusYKFrontiersminmGeneticsWK2011WKaWKfa 4.5 11

4 PharmacophoreKfilteringKandKbsXQSpRKinKtheKdiscoveryKofKnewKypzaKinhibitorsYKJournalmofmMolecularm
GraphicsmandmModellingWK2011WKb[WK]geXhf 2.8 39

3 MyocilinKmutationsKamongKPOpvKpatientsKfromKtwoKpopulationsKofKTamilKNaduWKSouthKxndiaWKaK
comparativeKanalysisYKMolecularmVisionWK2011WK]fWKbacbXdb 2.3 13

2 xnKsilicoKstudiesKonKmarineKactinomycetesKasKpotentialKinhibitorsKforKvlioblastomaKmultiformeYK
BioinformationWK2011WKeWK][[Xe 1.1 9

1 xnKsilicoKgenomeKanalysisKandKdrugKefficacyKtestKofKinfluenzaKpKvirusKSw]N]TKa[[hYKIndianmJournalmofm
MicrobiologyWK2009WKchWKbdgXec 3.7 4
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