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TargetingJpαVvqW[fJRSnλSWpoVW]SJmainJproteaseJthroughJactiveJphytochemicalsJofJayurvedicJ
medicinalJplantsJWJRnshwagandhaSVJRtiloySJandJRTulsiSJWJaJmolecularJdockingJstudyXJJournalgofg
BiomoleculargStructuregandgDynamicsVJ2020VJ[W[a
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contaminatedJsoilsXJEnvironmentalgMonitoringgandgAssessmentVJ2008VJ[abVJdW[b 3.1 50

174 ˛†WSitosterolJtargetsJTrxYTrx[JreductaseJtoJinduceJapoptosisJinJnbafJcellsJviaJλαSJmediatedJ
mitochondrialJdysregulationJandJpb_JactivationXJScientificgReportsVJ2018VJeVJ]Zd[ 4.9 44
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StructureWbasedJvirtualJscreeningJandJmolecularJdynamicsJsimulationJofJSnλSWpoVW]JtuanineW–dJ
methyltransferaseJRnsp[aSJforJidentifyingJantiviralJinhibitorsJagainstJpαVvqW[fXJJournalgofg
BiomoleculargStructuregandgDynamicsVJ2021VJ_fVJabe]Wabf_

3.6 41

172 ponstitutiveJvnflammatoryJpytokineJStormgJnJzajorJThreatJtoJuumanJuealthXJJournalgofgInterferong
andgCytokinegResearchVJ2020VJaZVJ[fW]_ 3.5 39

171 ScreeningVJisolationJandJcharacterizationJofJbiosurfactantJproducingJstrainJn–SxynoZ_XJ
BioinformationVJ2018VJ[aVJ_ZaW_[a 1.1 35

170
vnsightsJintoJtheJstructuralJbasisJofJ_VbWdiaminoindazolesJasJpqx]JinhibitorsgJpredictionJofJbindingJ
modesJandJpotencyJbyJγzWzzJinteractionVJzrSβJandJzqJsimulationXJMoleculargBioSystemsVJ2014VJ
[ZVJ][efW]Z[

34

169 _qWγSnλJpozsnJstudyJonJindenopyrazoleJderivativesJasJcyclinJdependentJkinaseJaJRpqxaSJandJ
cyclinJdependentJkinaseJ]JRpqx]SJinhibitorsXJEuropeangJournalgofgMedicinalgChemistryVJ2006VJa[VJ[_[ZWf 6.8 34

168
nssessmentJofJdualJinhibitionJpropertyJofJnewlyJdiscoveredJinhibitorsJagainstJβpnsJandJtp–bJ
throughJinJsilicoJscreeningVJmolecularJdynamicsJsimulationJandJqsTJapproachXJJournalgofgReceptorg
andgSignalgTransductiongResearchVJ2015VJ_bVJ_dZWeZ

2.6 33

167
VitexinJinhibitsJn˛†JinducedJtoxicityJinJ–euroW]aJcellsJbyJaugmentingJ–rfW]YuαW[JdependentJ
antioxidantJpathwayJandJregulatingJlipidJhomeostasisJbyJtheJactivationJofJyXλW˛–XJToxicologygingVitro
VJ2018VJbZVJ[cZW[d[

3.6 33

166 rxploringJtheJselectivityJofJaJligandJcomplexJwithJpqx]Ypqx[gJaJmolecularJdynamicsJsimulationJ
approachXJJournalgofgMoleculargRecognitionVJ2012VJ]bVJbZaW[] 2.6 31

165
ValidationJofJpotentialJinhibitorsJforJSrtnJagainstJoacillusJanthracisJbyJcombinedJapproachJofJ
ligandWbasedJandJmolecularJdynamicsJsimulationXJJournalgofgBiomoleculargStructuregandgDynamicsVJ
2014VJ_]VJ[___Waf

3.6 30
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164 vnJsilicoJandJinJvitroJstudiesJofJcinnamaldehydeJandJtheirJderivativesJagainstJyuxSJinJStreptococcusJ
pyogenesgJeffectsJonJbiofilmJandJvirulenceJgenesXJJournalgofgMoleculargRecognitionVJ2014VJ]dVJ[ZcW[c 2.6 30

163
StructuralJinsightsJintoJtheJbindingJmodeJofJflavonolsJwithJtheJactiveJsiteJofJmatrixJ
metalloproteinaseWfJthroughJmolecularJdockingJandJmolecularJdynamicJsimulationsJstudiesXJ
JournalgofgBiomoleculargStructuregandgDynamicsVJ2018VJ_cVJ_d[eW_d_f

3.6 29

162
StructureWoasedJVirtualJScreeningJforJtheJvdentificationJofJuighJnffinityJpompoundsJasJβotentJ
Vrtsλ]JvnhibitorsJforJtheJTreatmentJofJλenalJpellJparcinomaXJCurrentgTopicsgingMedicinalgChemistryVJ
2018VJ[eVJ][daW][eb

3 29

161 nntiWamyloidogenicJandJantiWapoptoticJeffectJofJ˛–WbisabololJagainstJn˛†JinducedJneurotoxicityJinJ
βp[]JcellsXJEuropeangJournalgofgMedicinalgChemistryVJ2018VJ[a_VJ[[fcW[]Zd 6.8 28

160 olockingJtheJinteractionJbetweenJuvVW[JintegraseJandJhumanJyrqtsYpdbgJmutationalJstudiesVJ
virtualJscreeningJandJmolecularJdynamicsJsimulationsXJMoleculargBioSystemsVJ2014VJ[ZVJb]cW_c 28

159 vnJsilicoJandJinJvitroJstudiesJonJtheJproteinWproteinJinteractionsJbetweenJorugiaJmalayiJ
immunomodulatoryJproteinJcalreticulinJandJhumanJp[qXJPLoSgONEVJ2014VJfVJe[Zca[_ 3.7 28

158 rxplorationJofJtheJbindingJofJq–nJbindingJligandsJtoJStaphylococcalJq–nJthroughJγzYzzJdockingJ
andJmolecularJdynamicsJsimulationXJJournalgofgBiomoleculargStructuregandgDynamicsVJ2013VJ_[VJbc[Wd[ 3.6 27

157 vnJsilicoJscreeningJofJindinavirWbasedJcompoundsJtargetingJproteolyticJactivityJinJuvVJβλgJbindingJ
pocketJfitJapproachXJMedicinalgChemistrygResearchVJ2012VJ][VJaZcZWaZce 2.2 27

156 βharmacophoreJmodellingJandJatomWbasedJ_qWγSnλJstudiesJonJ–WmethylJpyrimidonesJasJuvVW[J
integraseJinhibitorsXJJournalgofgEnzymegInhibitiongandgMedicinalgChemistryVJ2012VJ]dVJ__fWad 5.6 26

155 vdentificationJofJpotentialJuvVW[JintegraseJstrandJtransferJinhibitorsgJinJsilicoJvirtualJscreeningJandJ
γzYzzJdockingJstudiesXJSARgandgQSARgingEnvironmentalgResearchVJ2013VJ]aVJbe[Wfb 3.5 26

154 ShapeJandJpharmacophoreWbasedJvirtualJscreeningJtoJidentifyJpotentialJcytochromeJβabZJsterolJ
[a˛–WdemethylaseJinhibitorsXJJournalgofgReceptorgandgSignalgTransductiongResearchVJ2013VJ__VJ]_aWa_ 2.6 26

153 TargetingJzultidrugJλesistantJzycobacteriumJtuberculosisJutrn]JwithJvdenticalJphemicalJrntitiesJ
ofJsluoroquinolonesXJIndiangJournalgofgPharmaceuticalgSciencesVJ2012VJdaVJ][dW]] 1.5 26

152 zolecularJdynamicJsimulationsJrevealJsuboptimalJbindingJofJsalbutamolJinJT[cavJvariantJofJ˛†]J
adrenergicJreceptorXJPLoSgONEVJ2017VJ[]VJeZ[ecccc 3.7 25

151
–ovelJligandWbasedJdockinghJmolecularJdynamicJsimulationshJandJabsorptionVJdistributionVJ
metabolismVJandJexcretionJapproachJtoJanalyzingJpotentialJacetylcholinesteraseJinhibitorsJforJ
nlzheimerQsJdiseaseXJJournalgofgPharmaceuticalgAnalysisVJ2018VJeVJa[_Wa]Z

14 25

150
StructuralJinsightsJintoJtheJbindingJmodeJofJdWsorbitolJwithJsorbitolJdehydrogenaseJusingJ
γzWpolarizedJligandJdockingJandJmolecularJdynamicsJsimulationsXJBiochemicalgEngineeringgJournalVJ
2016VJ[[aVJ]aaW]bc

4.2 25

149 pombinedJligandJandJstructureWbasedJapproachesJonJuvVW[JintegraseJstrandJtransferJinhibitorsXJ
ChemicovBiologicalgInteractionsVJ2014VJ][eVJd[We[ 5 24

148
nJleishmaniasisJstudygJstructureWbasedJscreeningJandJmolecularJdynamicsJmechanisticJanalysisJforJ
discoveringJpotentJinhibitorsJofJspermidineJsynthaseXJBiochimicagEtgBiophysicagActagvgProteinsgandg
ProteomicsVJ2012VJ[e]aVJ[adcWe_

4 24

147
zolecularJinsightsJofJproteinJcontourJrecognitionJwithJligandJpharmacophoricJsitesJthroughJ
combinatorialJlibraryJdesignJandJzqJsimulationJinJvalidatingJuTyVW[JβλJinhibitorsXJMolecularg
BioSystemsVJ2015VJ[[VJ[deWef
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StructureWbasedJvirtualJscreeningJtowardJtheJdiscoveryJofJnovelJinhibitorsJforJimpedingJtheJ
proteinWproteinJinteractionJbetweenJuvVW[JintegraseJandJhumanJlensJepitheliumWderivedJgrowthJ
factorJRyrqtsYpdbSXJJournalgofgBiomoleculargStructuregandgDynamicsVJ2018VJ_cVJ_[ffW_][d

3.6 23

145
zolecularJdockingJandJstructureWbasedJvirtualJscreeningJstudiesJofJpotentialJdrugJtargetVJpnnXJ
prenylJproteasesVJofJyeishmaniaJdonovaniXJJournalgofgBiomoleculargStructuregandgDynamicsVJ2016VJ
_aVJ]_cdWec

3.6 22

144 zolecularJdockingVJγβyqVJandJnqzrJpredictionJstudiesJonJuvVW[JintegraseJleadsXJMedicinalg
ChemistrygResearchVJ2012VJ][VJa]_fWa]b[ 2.2 22

143 rxplorationJofJfluoroquinoloneJresistanceJinJStreptococcusJpyogenesgJcomparativeJstructureJ
analysisJofJwildWtypeJandJmutantJq–nJgyraseXJJournalgofgMoleculargRecognitionVJ2013VJ]cVJ]dcWeb 2.6 22

142 _qWγSnλJpozsnJstudyJonJoxindoleJderivativesJasJcyclinJdependentJkinaseJ[JRpqx[SJandJcyclinJ
dependentJkinaseJ]JRpqx]SJinhibitorsXJMedicinalgChemistryVJ2007VJ_VJdbWea 1.8 21

141
nJVirtualJScreeningJnpproachJforJtheJvdentificationJofJuighJnffinityJSmallJzoleculesJTargetingJ
opλWnoy[JvnhibitorsJforJtheJTreatmentJofJphronicJzyeloidJyeukemiaXJCurrentgTopicsgingMedicinalg
ChemistryVJ2017VJ[dVJ]fefW]ffc

3 21

140
VirtualJScreeningJnpproachesJinJvdentificationJofJoioactiveJpompoundsJnkinJtoJqelphinidinJasJ
βotentialJurλ]JvnhibitorsJforJtheJTreatmentJofJoreastJpancerXJAsiangPacificgJournalgofgCancerg
PreventionVJ2016VJ[dVJ]]f[Wb

1.7 21

139
StructureWoasedJVirtualJScreeningJandJoiologicalJrvaluationJofJaJpalpainJvnhibitorJforJβreventionJofJ
SeleniteWvnducedJpataractogenesisJinJanJinJVitroJSystemXJJournalgofgChemicalgInformationgandg
ModelingVJ2015VJbbVJ[cecWfd

6.1 20

138 rdJoncoproteinJofJhumanJpapillomavirusgJStructuralJdynamicsJandJinhibitorJscreeningJstudyXJGeneVJ
2018VJcbeVJ[bfW[dd 3.8 20

137 vnJVitroJandJvnJSilicoJStudiesJofJphitinJandJphitosanJoasedJ–anocarriersJforJpurcuminJandJvnsulinJ
qeliveryXJJournalgofgPolymersgandgthegEnvironmentVJ2018VJ]cVJaZfbWa[[_ 4.5 20

136 uelixWpoilJTransitionJSignaturesJoWλafJVcZZrJzutationJandJVirtualJScreeningJforJvnhibitorsJqirectedJ
ngainstJzutantJoWλafXJCurrentgDruggMetabolismVJ2017VJ[eVJb]dWb_a 3.5 20

135 StructureWbasedJVirtualJScreeningJforJtheJvdentificationJofJuighWaffinityJSmallJzoleculeJTowardsJ
STnT_JforJtheJplinicalJTreatmentJofJαsteosarcomaXJCurrentgTopicsgingMedicinalgChemistryVJ2018VJ[eVJ]b[[W]b]c3 20

134 StructuralJelucidationJofJSrtnJenzymeJinJrnterococcusJfaecalisgJanJemphasisJonJscreeningJofJ
potentialJinhibitorsJagainstJtheJbiofilmJformationXJMoleculargBioSystemsVJ2014VJ[ZVJ[ddbWef 19

133
zolecularJinsightsJonJanalogsJofJuvVJβλJinhibitorsJtowardJuTyVW[JβλJthroughJγzYzzJinteractionsJ
andJmolecularJdynamicsJstudiesgJcomparativeJstructureJanalysisJofJwildJandJmutantJuTyVW[JβλXJ
JournalgofgMoleculargRecognitionVJ2014VJ]dVJcfcWdZc

2.6 19

132 oiochemicalJchangesJinJplantJleavesJasJaJbiomarkerJofJpollutionJdueJtoJanthropogenicJactivityXJ
EnvironmentalgMonitoringgandgAssessmentVJ2011VJ[ddVJb]dW_b 3.1 18

131
vdentificationJofJSmallJzoleculeJasJaJuighJnffinityJPMfach]JngonistJβromiscuouslyJTargetingJWildJ
andJzutatedJRThr[cavleSJPMfachJ]JndrenergicJλeceptorJinJtheJTreatmentJofJoronchialJnsthmaXJ
CurrentgPharmaceuticalgDesignVJ2016VJ]]VJb]][Wb]__

3.3 18

130 nnJvnJSilicoJvnvestigationJofJβotentialJrtsλJvnhibitorsJforJtheJplinicalJTreatmentJofJpolorectalJ
pancerXJCurrentgTopicsgingMedicinalgChemistryVJ2018VJ[eVJ]_bbW]_cc 3 18

129 ShapeWbasedJzachineJyearningJzodelsJforJtheJβotentialJ–ovelJpαVvqW[fJβroteaseJvnhibitorsJ
nssistedJbyJzolecularJqynamicsJSimulationXJCurrentgTopicsgingMedicinalgChemistryVJ2020VJ]ZVJ][acW][cd 3 18
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128 nnJvnJsilicoJnpproachJtoJvdentifyJuighJnffinityJSmallJzoleculeJTargetingJmWTαλJvnhibitorsJforJtheJ
plinicalJTreatmentJofJoreastJpancerXJAsiangPacificgJournalgofgCancergPreventionVJ2019VJ]ZVJ[]]fW[]a[ 1.7 18

127 pombiningJinJsilicoJandJinJvitroJapproachesJtoJidentificationJofJpotentJinhibitorJagainstJ
phospholipaseJn]JRβyn]SXJInternationalgJournalgofgBiologicalgMacromoleculesVJ2020VJ[aaVJb_Wcc 7.9 18

126 SynthesisVJantibacterialJstudiesVJandJmolecularJmodelingJstudiesJofJ_VaWdihydropyrimidinoneJ
compoundsXJJournalgofgChemicalgBiologyVJ2016VJfVJ_[WaZ 17

125 pomparativeJstructuralJanalysisJofJtwoJproteinsJbelongingJtoJquorumJsensingJsystemJinJVibrioJ
choleraeXJJournalgofgBiomoleculargStructuregandgDynamicsVJ2012VJ_ZVJbdaWea 3.6 17

124 zicrobeWassistedJphytoremediationJapproachJforJecologicalJrestorationJofJzincJmineJspoilJdumpXJ
InternationalgJournalgofgEnvironmentgandgPollutionVJ2010VJa_VJ]_c 0.7 17

123 qesignJofJnovelJwnx_JvnhibitorsJtowardsJλheumatoidJnrthritisJusingJmolecularJdockingJanalysisXJ
BioinformationVJ2019VJ[bVJceWde 1.1 17

122 syT_JinhibitorJdesignJusingJmolecularJdockingJbasedJvirtualJscreeningJforJacuteJmyeloidJleukemiaXJ
BioinformationVJ2019VJ[bVJ[ZaW[[b 1.1 17

121 VirtualJScreeningJofJvyWcJvnhibitorsJforJvdiopathicJnrthritisXJBioinformationVJ2019VJ[bVJ[][W[_Z 1.1 17

120
zolecularJdockingJandJmolecularJdynamicsJsimulationJstudiesJtoJidentifyJpotentJnUλxnJinhibitorsgJ
assessingJtheJperformanceJofJdensityJfunctionalJtheoryVJzzWtoSnJandJmassJactionJkineticsJ
calculationsXJJournalgofgBiomoleculargStructuregandgDynamicsVJ2020VJ_eVJa_]bWa__b

3.6 17

119
rxamineJtheJcharacterizationJofJbiofilmJformationJandJinhibitionJbyJtargetingJSrtnJmechanismJinJ
oacillusJsubtilisgJaJcombinedJexperimentalJandJtheoreticalJstudyXJJournalgofgMoleculargModelingVJ
2014VJ]ZVJ]_ca

2 16

118
pomputerWaidedJqrugJqesigningJforJtheJvdentificationJofJuighWnffinityJSmallJzoleculeJTargetingJ
pq]ZJforJtheJplinicalJTreatmentJofJphronicJyymphocyticJyeukemiaJRpyySXJCurrentgTopicsgingMedicinalg
ChemistryVJ2018VJ[eVJ]b]dW]ba]

3 16

117 vnvestigatingJintoJtheJmolecularJinteractionsJofJflavonoidsJtargetingJ–S]oW–S_JproteaseJfromJZvxnJ
virusJthroughJapproachesXJJournalgofgBiomoleculargStructuregandgDynamicsVJ2021VJ_fVJ]d]W]ea 3.6 16

116 qesignJofJβqWy[JinhibitorsJforJlungJcancerXJBioinformationVJ2019VJ[bVJ[_fW[bZ 1.1 15

115 qihydroactinidiolideVJaJnaturalJproductJagainstJn˛†JinducedJtoxicityJinJ–euro]aJcellsgJSynthesisVJinJ
silicoJandJinJvitroJstudiesXJBioorganicgChemistryVJ2018VJe[VJ_aZW_af 5.1 15

114
nJthreeWdimensionalJchemicalJphaseJpharmacophoreJmappingVJγSnλJmodellingJandJelectronicJ
featureJanalysisJofJbenzofuranJsalicylicJacidJderivativesJasJyYβJinhibitorsXJSARgandgQSARging
EnvironmentalgResearchVJ2013VJ]aVJ[Z]bWaZ

3.5 14

113 sunctionalJvnhibitionJofJVrtsJandJrtsλJSuppressorsJinJpancerJTreatmentXJCurrentgTopicsging
MedicinalgChemistryVJ2019VJ[fVJ[deW[df 3 13

112 zechanisticJvnsightsJintoJZikaJVirusJ–S_JuelicaseJvnhibitionJbyJrpigallocatechinW_WtallateXJACSg
OmegaVJ2020VJbVJ[[][dW[[]]c 3.9 13

111 VirtualJscreeningJbasedJonJpharmacophoricJfeaturesJofJknownJcalpainJinhibitorsJtoJidentifyJpotentJ
inhibitorsJofJcalpainXJMedicinalgChemistrygResearchVJ2014VJ]_VJ]aabW]abb 2.2 13
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110 _qWγSnλJpozsnJandJpozSvnJstudyJonJbenzodipyrazolesJasJcyclinJdependentJkinaseJ]JinhibitorsXJ
MedicinalgChemistryVJ2008VJaVJ_[_W][ 1.8 13

109 qiscoveryJofJβotentJvnhibitorsJforJtheJvnhibitionJofJqengueJrnvelopeJβroteingJnnJvnJSilicoJnpproachXJ
CurrentgTopicsgingMedicinalgChemistryVJ2018VJ[eVJ[bebW[cZ] 3 13

108 vdentificationJofJuighWaffinityJSmallJzoleculesJTargetingJtammaJSecretaseJforJtheJTreatmentJofJ
nlzheimerQsJqiseaseXJCurrentgTopicsgingMedicinalgChemistryVJ2019VJ[fVJ[[d_W[[ed 3 13

107 ndvantagesJofJStructureWoasedJqrugJqesignJnpproachesJinJ–eurologicalJqisordersXJCurrentg
NeuropharmacologyVJ2017VJ[bVJ[[_cW[[bb 7.6 13

106 zechanisticJinsightsJofJSrtnâ��yβXTtJblockersJtargetingJtheJtranspeptidaseJmechanismJinJ
StreptococcusJmutansXJRSCgAdvancesVJ2015VJbVJ[ZZafeW[ZZb[Z 3.7 12

105
oacterialJproteinJazurinJandJderivedJpeptidesJasJpotentialJantiWSnλSWpoVW]JagentsgJinsightsJfromJ
molecularJdockingJandJmolecularJdynamicsJsimulationsXJJournalgofgBiomoleculargStructuregandg
DynamicsVJ2021VJ_fVJbdZcWbd][

3.6 12

104 zolecularJmodelingJstudiesJandJcomparativeJanalysisJonJstructurallyJsimilarJuTyVJandJuvVJproteaseJ
usingJuvVWβλJinhibitorsXJJournalgofgReceptorgandgSignalgTransductiongResearchVJ2014VJ_aVJ_c[Wd[ 2.6 12

103 nJdatabaseJforJtheJpredictedJpharmacophoricJfeaturesJofJmedicinalJcompoundsXJBioinformationVJ
2011VJcVJ[cdWe 1.1 12

102 uomologyJmodelingVJactiveJsiteJpredictionVJandJtargetingJtheJantiJhypertensionJactivityJthroughJ
molecularJdockingJonJendothelinJWJoJreceptorJdomainXJBioinformationVJ2012VJeVJe[Wc 1.1 12

101 TargetingJtheJcyclinWbindingJgrooveJsiteJtoJinhibitJtheJcatalyticJactivityJofJpqx]YcyclinJnJcomplexJ
usingJp]dRxvβ[SWderivedJpeptidomimeticJinhibitorsXJJournalgofgChemicalgBiologyVJ2015VJeVJ[[W]a 11

100
uomologyJmodelingVJmolecularJdynamicsVJandJdockingJstudiesJofJpatternWrecognitionJ
transmembraneJproteinWlipopolysaccharideJandJ˛†W[V_JglucanWbindingJproteinJfromJsenneropenaeusJ
indicusXJJournalgofgBiomoleculargStructuregandgDynamicsVJ2015VJ__VJ[]cfWeZ

3.6 11

99
VirtualJscreeningJofJyβXTtJcompetitiveJSrtnJinhibitorsJtargetingJsignalJtransductionJmechanismJinJ
oacillusJanthracisgJaJcombinedJexperimentalJandJtheoreticalJstudyXJJournalgofgReceptorgandgSignalg
TransductiongResearchVJ2014VJ_aVJ]][W_]

2.6 11

98 _qWγSnλJpozsnJStudyJonJnminothiazoleJqerivativesJasJpyclinWqependentJxinaseJ]JvnhibitorsXJ
QSARgandgCombinatorialgScienceVJ2007VJ]cVJebWf[ 11

97 nJpomputerJWJnidedJqrugJqesigningJforJβharmacologicalJvnhibitionJofJzutantJnyxJforJtheJ
TreatmentJofJ–onWsmallJpellJyungJpancerXJCurrentgTopicsgingMedicinalgChemistryVJ2019VJ[fVJ[[]fW[[aa 3 11

96 nrtificialJvntelligenceVJoigJqataJandJzachineJyearningJnpproachesJinJβrecisionJzedicineJPJqrugJ
qiscoveryXJCurrentgDruggTargetsVJ2021VJ]]VJc_[Wcbb 3 11

95
ScreeningVJisolationJandJcharacterizationJofJbiosurfactantWproducingJoacillusJtequilensisJstrainJ
n–SxynoZaJfromJbrackishJriverJwaterXJInternationalgJournalgofgEnvironmentalgSciencegandg
TechnologyVJ2019VJ[cVJd[Z_Wd[[]

3.3 11

94 pdkbgJnJmainJculpritJinJneurodegenerationXJInternationalgJournalgofgNeuroscienceVJ2019VJ[]fVJ[[f]W[[fd 2 10

93 vnvestigationsJonJtheJinteractionsJofJ˛»phageWderivedJpeptidesJagainstJtheJSrtnJmechanismJinJ
oacillusJanthracisXJAppliedgBiochemistrygandgBiotechnologyVJ2014VJ[d]VJ[dfZWeZc 3.2 10
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92 vnvestigatingJtheJfoldingJpathwayJandJsubstrateJinducedJconformationalJchangesJinJoXJmalayiJ
tuanylateJkinaseXJInternationalgJournalgofgBiologicalgMacromoleculesVJ2017VJfaVJc][Wc__ 7.9 10

91 nrtificialJintelligenceJandJmachineJlearningJapproachesJforJdrugJdesigngJchallengesJandJ
opportunitiesJforJtheJpharmaceuticalJindustriesXJMoleculargDiversityVJ2021VJ[ 3.1 10

90 vdentificationJofJuighWnffinityJSmallJzoleculeJTargetingJvqu]JforJtheJplinicalJTreatmentJofJncuteJ
zyeloidJyeukemiaXJAsiangPacificgJournalgofgCancergPreventionVJ2019VJ]ZVJ]]edW]]fd 1.7 10

89
uighWThroughputJScreeningJandJγuantumJzechanicsJforJvdentifyingJβotentJvnhibitorsJngainstJzac[J
qomainJofJSnλSWpoVW]J–sp_XJIEEExACMgTransactionsgongComputationalgBiologygandgBioinformaticsVJ
2021VJ[eVJ[]c]W[]dZ

3 10

88 nnJinJsilicoJpharmacologicalJapproachJtowardJtheJdiscoveryJofJpotentJinhibitorsJtoJcombatJdrugJ
resistanceJuvVW[JproteaseJvariantsXJJournalgofgCellulargBiochemistryVJ2019VJ[]ZVJfZc_WfZe[ 4.7 10

87 zicrosecondJzqJSimulationJandJzultipleWponformationJVirtualJScreeningJtoJvdentifyJβotentialJ
nntiWpαVvqW[fJvnhibitorsJngainstJSnλSWpoVW]JzainJβroteaseXJFrontiersgingChemistryVJ2020VJeVJbfb]d_ 5 10

86 ntomWbasedJ_qWγSnλVJmolecularJdockingVJqsTVJandJsimulationJstudiesJofJacylhydrazoneVJhydrazineVJ
andJdiazeneJderivativesJasJv–WyrqtsYpdbJinhibitorsXJStructuralgChemistryVJ2021VJ_]VJ__dW_b] 1.8 10

85
rxplorationJofJcellJcycleJregulationJandJmodulationJofJtheJq–nJmethylationJmechanismJofJ
pelargonidingJvnsightsJfromJtheJmolecularJmodelingJapproachXJComputationalgBiologygandgChemistryVJ
2017VJdZVJ[dbW[eb

3.6 9

84 pyclinJqependentJxinaseJasJSignificantJTargetJforJpancerJTreatmentXJCurrentgCancergTherapyg
ReviewsVJ2012VJeVJ]]bW]_b 0.4 9

83 vnJSilicoJvnsightsJonJtq]JgJnJβotentialJTargetJforJβediatricJ–euroblastomaXJCurrentgTopicsging
MedicinalgChemistryVJ2019VJ[fVJ]dccW]de[ 3 9

82 TargetingJtheJ–TβaseJsiteJofJZikaJvirusJ–S_JhelicaseJforJinhibitorJdiscoveryXJJournalgofgBiomolecularg
StructuregandgDynamicsVJ2020VJ_eVJae]dWae_d 3.6 9

81
pomparativeJanalysisJofJvariousJelectrostaticJpotentialsJonJdockingJprecisionJagainstJ
cyclinWdependentJkinaseJ]JproteingJaJmultipleJdockingJapproachXJChemicalgBiologygandgDruggDesignVJ
2015VJebVJ[ZdW[e

2.9 8

80
vnsightJintoJtheJbindingJmodeJbetweenJ–WmethylJpyrimidonesJandJprototypeJfoamyJvirusJ
integraseWq–nJcomplexJbyJγzWpolarizedJligandJdockingJandJmolecularJdynamicsJsimulationsXJ
CurrentgTopicsgingMedicinalgChemistryVJ2015VJ[bVJa_Wf

3 8

79 UtilisationJofJmunicipalJsolidJwasteJasJanJamendmentJforJreclamationJofJcoalJmineJspoilJdumpXJ
InternationalgJournalgofgEnvironmentalgTechnologygandgManagementVJ2007VJdVJaZd 0.6 8

78 rWpharmacophoreWbasedJscreeningJofJmtluλbJnegativeJallostericJmodulatorsJforJcentralJnervousJ
systemJdisorderXJComputationalgBiologygandgChemistryVJ2019VJdeVJa[aWa]_ 3.6 8

77
vnteractionJinvestigationsJofJcrustaceanJ˛†WtoβJrecognitionJtowardJpathogenicJmicrobialJcellJ
membraneJandJstimulateJuponJprophenoloxidaseJactivationXJJournalgofgMoleculargRecognitionVJ2014
VJ]dVJ[d_We_

2.6 7

76 vnJsilicoJvnsightsJonJvyWcgJnJβotentialJTargetJforJzulticentricJpastlemanJqiseaseXJCurrentg
ComputervAidedgDruggDesignVJ2020VJ[cVJca[Wcb_ 1.4 7

75 StructureWoasedJVirtualJScreeningJλevealsJvbrutinibJandJZanubrutinibJasJβotentialJλepurposedJ
qrugsJagainstJpαVvqW[fXJInternationalgJournalgofgMoleculargSciencesVJ2021VJ]]VJ 6.3 7

(2021-2017)
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74 StructuralJvnsightsJintoJtheJzolecularJqesignJofJλαS[JvnhibitorJforJtheJTreatmentJofJ–onWSmallJpellJ
yungJpancerJR–SpypSXJCurrentgComputervAidedgDruggDesignVJ2021VJ[dVJ_edWaZ[ 1.4 7

73
ntomWbasedJ_qWγSnλVJinducedJfitJdockingVJandJmolecularJdynamicsJsimulationsJstudyJofJ
thieno[]V_Wb]pyridinesJnegativeJallostericJmodulatorsJofJmtluλbXJJournalgofgReceptorgandgSignalg
TransductiongResearchVJ2018VJ_eVJ]]bW]_f

2.6 7

72
vnvestigatingJtheJponformationalJStructureJandJβotentialJSiteJvnteractionsJofJSαqJvnhibitorsJonJ
rcWSαqJinJzarineJzudJprabJScyllaJserratagJnJzolecularJzodelingJnpproachXJInterdisciplinaryg
SciencesugComputationalgLifegSciencesVJ2016VJeVJ_[]We

3.5 6

71 ˛–WbisabololJ˛†WqWfucopyranosideJasJaJpotentialJmodulatorJofJ˛†WamyloidJpeptideJinducedJ
neurotoxicitygJnnJinJvitroJPinJsilicoJstudyXJBioorganicgChemistryVJ2019VJeeVJ[Z]f_b 5.1 6

70
qaucosterolJdisturbsJredoxJhomeostasisJandJelicitsJoxidativeWstressJmediatedJapoptosisJinJ
nbafJcellsJviaJtargetingJthioredoxinJreductaseJbyJaJpb_JdependentJmechanismXJEuropeangJournalgofg
PharmacologyVJ2019VJebbVJ[[]W[]_

5.3 6

69 StructuralJdynamicJstudiesJonJidentificationJofJrtptJanaloguesJforJtheJinhibitionJofJuumanJ
βapillomavirusJrdXJScientificgReportsVJ2020VJ[ZVJecc[ 4.9 6

68 StructureJbasedJidentificationJandJbiologicalJevaluationJofJnovelJandJpotentJinhibitorsJofJβpnsJ
catalyticJdomainXJInternationalgJournalgofgBiologicalgMacromoleculesVJ2018VJ[]ZVJe]_We_a 7.9 6

67 yigandWbasedJpharmacophoreJmodellingJandJscreeningJofJq–nJminorJgrooveJbindersJtargetingJ
StaphylococcusJaureusXJJournalgofgMoleculargRecognitionVJ2014VJ]dVJa]fW_d 2.6 6

66 zolecularJmodelingJandJstructuralJanalysisJofJnnphλJvariantsJuncoversJtheJmechanismJofJ
resistanceJtoJsnakeJtoxinsXJJournalgofgBiomoleculargStructuregandgDynamicsVJ2017VJ_bVJ[cbaW[cd[ 3.6 6

65 nnJαverviewJonJZikaJVirusJandJtheJvmportanceJofJpomputationalJqrugJqiscoveryXJJournalgofg
ExploratorygResearchgingPharmacologyVJ2018VJ_VJa_Wb[ 0.4 6

64 purrentJpomputationalJnpproachesJforJtheJqevelopmentJofJnntiWuvVJvnhibitorsgJnnJαverviewXJ
CurrentgPharmaceuticalgDesignVJ2019VJ]bVJ__fZW_aZb 3.3 6

63 vdentificationJofJ–ovelJβancreaticJyipaseJvnhibitorsJUsingJStudiesXJEndocrineugMetabolicgandgImmuneg
DisordersgvgDruggTargetsVJ2019VJ[fVJaafWabd 2.2 6

62 vdentificationJofJβotentJVrtsJvnhibitorsJforJtheJplinicalJTreatmentJofJtlioblastomaVJnJVirtualJ
ScreeningJnpproachXJAsiangPacificgJournalgofgCancergPreventionVJ2019VJ]ZVJ]ce[W]cf] 1.7 6

61 zodelingJofJmacromolecularJproteinsJinJprophenoloxidaseJcascadeJthroughJexperimentalJandJ
computationalJapproachesXJBiotechnologygandgAppliedgBiochemistryVJ2016VJc_VJddfWdee 2.8 6

60
rvaluationJofJpnnXJprenylJproteaseJvvJofJyeishmaniaJdonovaniJasJpotentialJdrugJtargetgJvnfectivityJ
andJgrowthJofJtheJparasiteJisJsignificantlyJloweredJafterJtheJgeneJknockoutXJEuropeangJournalgofg
PharmaceuticalgSciencesVJ2017VJ[Z]VJ[bcW[cZ

5.1 5

59 rxploringJtheJoiologyJandJStructuralJnrchitectureJofJSortaseJλoleJonJoiofilmJsormationJinJtramJ
βositiveJβathogensXJCurrentgTopicsgingMedicinalgChemistryVJ2018VJ[eVJ]ac]W]aeZ 3 5

58 sunctionalJinsightsJbyJcomparisonJofJmodeledJstructuresJofJ[ekqaJsmallJheatJshockJproteinJandJitsJ
mutantJinJzycobacteriumJlepraeXJBioinformationVJ2008VJ_VJ]_ZWa 1.1 5

57 phemopreventiveJeffectJofJsaponinJisolatedJfromJtymnemaJsylevestreJonJprostateJcancerJthroughJ
inJsilicoJandJinJvivoJanalysisXJMedicinalgChemistrygResearchVJ2017VJ]cVJ[f[bW[f]b 2.2 4
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56 UnderstandingJtheJbiologicalJroleJofJβqqoJinJusingJmolecularJdynamicsJsimulationJapproachXJ
JournalgofgBiomoleculargStructuregandgDynamicsVJ2020VJ[W[_ 3.6 4

55 UnravellingJnovelJcongenersJfromJacetyllysineJmimickingJligandJtargetingJaJlysineJacetyltransferaseJ
βpnsJbromodomainXJJournalgofgBiomoleculargStructuregandgDynamicsVJ2018VJ_cVJa_Z_Wa_[f 3.6 4

54 qeJ–ovoJqesignJofJyigandsJUsingJpomputationalJzethodsXJMethodsgingMoleculargBiologyVJ2018VJ
[dc]VJd[Wec 1.4 4

53
pommunicationJofJ˛‡JphageJlysinJplytJenzymesJbindingJtowardJSrtnJforJinhibitionJofJoacillusJ
anthracisgJproteinWproteinJinteractionJandJmolecularJdynamicsJstudyXJCellgCommunicationgandg
AdhesionVJ2014VJ][VJ]bdWcb

4

52 rxplicitJqrugJλeWpositioninggJβredictingJ–ovelJqrugWTargetJvnteractionsJofJtheJShelvedJzoleculesJ
withJγzYzzJoasedJnpproachesXJAdvancesgingProteingChemistrygandgStructuralgBiologyVJ2015VJ[ZZVJefW[[]5.3 4

51
rxplorationJofJproteinWproteinJinteractionJeffectsJonJ˛–W]WmacroglobulinJinJanJinhibitionJofJserineJ
proteaseJthroughJgeneJexpressionJandJmolecularJsimulationsJstudiesXJJournalgofgBiomolecularg
StructuregandgDynamicsVJ2014VJ_]VJ[ea[Wba

3.6 4

50
rxplorationJofJ–ewJandJβotentJyeadJzoleculesJngainstJpnnXJβrenylJβroteaseJvJofJyeishmaniaJ
donovaniJThroughJβharmacophoreJoasedJVirtualJScreeningJnpproachXJCombinatorialgChemistrygandg
HighgThroughputgScreeningVJ2017VJ]ZVJ]bbW]d[

1.3 4

49 strategiesJforJidentificationJofJpotentJinhibitorJforJzzβW[JtoJpreventJmetastasisJofJbreastJcancerXJ
JournalgofgBiomoleculargStructuregandgDynamicsVJ2021VJ_fVJd]daWd]f_ 3.6 4

48 vnJvitroJandJinJsilicoJstudiesJonJcellJadhesionJproteinJperoxinectinJfromJsenneropenaeusJindicusJandJ
screeningJofJhemeJblockersJagainstJactivityXJJournalgofgMoleculargRecognitionVJ2016VJ]fVJ[ecWfe 2.6 4

47 pompetitiveJvnhibitionJofJγuercetinJandJnpigeninJatJtheJnTβJoindingJsiteJofJqWnlanineWqWnlanineJ
yigaseJofJuelicobacterJpyloriJâ��JnJzolecularJzodelingJnpproachXJCurrentgBiotechnologyVJ2019VJdVJ_aZW_ae 0.6 4

46 nnalysisJofJbiosurfactantsJproducedJbyJbacteriaJgrowingJonJtextileJsludgeJandJtheirJtoxicityJ
evaluationJforJenvironmentalJapplicationXJJournalgofgDispersiongSciencegandgTechnologyVJ2020VJa[VJb[ZWb]]1.5 4

45
rnergeticallyJoptimizedJpharmacophoreJmodelingJtoJidentifyJdualJnegativeJallostericJmodulatorsJ
againstJgroupJvJmtluλsJinJneurodegenerativeJdiseasesXJJournalgofgBiomoleculargStructuregandg
DynamicsVJ2020VJ_eVJ]_]cW]__d

3.6 4

44 StructureWoasedJVirtualJScreeningVJzolecularJqockingVJandJzolecularJqynamicsJSimulationJofJVrtsJ
inhibitorsJforJtheJclinicalJtreatmentJofJαvarianJpancerXXJJournalgofgMoleculargModelingVJ2022VJ]eVJ[ZZ 2 4

43 –aturalJvsXJreclaimedJforestsJâ��JaJcaseJstudyJofJsuccessionalJchangeVJreclamationJtechniqueJandJ
phytodiversityXJInternationalgJournalgofgMiningugReclamationgandgEnvironmentVJ2015VJ]fVJadcWafe 2.2 3

42
UnderstandingJtheJimportanceJofJconservativeJhypotheticalJproteinJydoβx_ZdZZ]ZJinJyeishmaniaJ
donovaniJandJitsJroleJinJsubsistenceJofJtheJparasiteXJArchivesgofgBiochemistrygandgBiophysicsVJ2016VJ
bfcVJ[ZW][

4.1 3

41
qecipheringJtheJbindingJmodeJandJmechanisticJinsightsJofJpentadecylidenemalonateJR[bSJasJ
activatorJofJhistoneJacetyltransferaseJβpnsXJJournalgofgBiomoleculargStructuregandgDynamicsVJ2019VJ
_dVJ]]fcW]_Zf

3.6 3

40 βharmacophoricJfeaturesJofJnucleosidicJuvVW[λTJinhibitorsXJBioorganicgandgMedicinalgChemistryVJ
2003VJ[[VJ[eZ[Wd 3.4 3

39 pommonJbindingJmodeJforJstructurallyJandJchemicallyJdiverseJnonWnucleosidicJuvVW[λTJinhibitorsXJ
ComputationalgandgTheoreticalgChemistryVJ2005VJd]_VJ]ZbW]Zf 3

(2005-2020)
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38
vdentificationJofJβotentialJqualJ–egativeJnllostericJzodulatorsJofJtroupJvJmtluλJsamilygJnJShapeJ
oasedJScreeningVJnqzrJβredictionVJvnducedJsitJqockingJandJzolecularJqynamicsJnpproachJngainstJ
–eurodegenerativeJqiseasesXJCurrentgTopicsgingMedicinalgChemistryVJ2019VJ[fVJ]cedW]dZd

3 3

37 zechanisticJinsightsJintoJZikaJvirusJ–S_JhelicaseJinhibitionJbyJrpigallocatechinW_Wgallate 3

36 pomputationalJidentificationJandJantifungalJbioassayJrevealsJphytosterolsJasJpotentialJinhibitorJofXJ
JournalgofgBiomoleculargStructuregandgDynamicsVJ2020VJ_eVJ[[a_W[[bd 3.6 3

35 StructuralJinsightsJofJmacromoleculesJinvolvedJinJbacteriaWinducedJapoptosisJinJtheJpathogenesisJ
ofJhumanJdiseasesXJAdvancesgingProteingChemistrygandgStructuralgBiologyVJ2021VJ[]cVJ[W_e 5.3 3

34
vnterrogationJofJSrtnJactiveJsiteJloopJformingJopenYcloseJlidJconformationsJthroughJextensiveJzqJ
simulationsJforJunderstandingJbindingJselectivityJofJSrtnJinhibitorsXJSaudigJournalgofgBiologicalg
SciencesVJ2021VJ]eVJ_cbZW_cbf

4 3

33 StructuralJUnderstandingJofJSnλSWpoVW]JqrugJTargetsVJnctiveJSiteJpontourJzapJnnalysisJandJ
pαVvqW[fJTherapeuticsXJCurrentgMoleculargPharmacologyVJ2021VJ 3.7 3

32
zolecularJcloningVJrelativeJexpressionVJandJstructuralJanalysisJofJpatternJrecognitionJmoleculeJ
˛†WglucanJbindingJproteinJfromJmangroveJcrabJrpisesarmaJtetragonumXJBiotechnologygandgAppliedg
BiochemistryVJ2015VJc]VJa[cW]_

2.8 2

31 pomputationalJanalysisJidentifiesJdruggableJmutationsJinJhumanJronTJmediatedJpystinuriaXJJournalg
ofgBiomoleculargStructuregandgDynamicsVJ2021VJ_fVJbZbeWbZcd 3.6 2

30 nJreplicaJplacementJandJreplacementJalgorithmJforJdataWgridJinJqλTqoSJ2014VJ 2

29 nnJabJinitioJquantumJmechanicalJdrugJdesigningJproceduregJapplicationJtoJtheJdesignJofJbalancedJ
dualJnprY–rβJinhibitorsXJJournalgofgMoleculargModelingVJ2009VJ[bVJ[aadWc] 2 2

28 βhageJβroteinJvnteractionsJinJtheJvnhibitionJzechanismJofJoacterialJpellJ2020VJ[][W[a] 2

27 uomologyJmodelingJandJinJsilicoJsiteJdirectedJmutagenesisJofJpyruvateJferredoxinJoxidoreductaseJ
fromJplostridiumJthermocellumXJCombinatorialgChemistrygandgHighgThroughputgScreeningVJ2015VJ[eVJfdbWef1.3 2

26 vonJphannelsJasJTherapeuticJTargetsJforJTypeJ[JqiabetesJzellitusXJCurrentgDruggTargetsVJ2020VJ][VJ[_]W[ad3 2

25 rffectJofJuvVW[JSubtypeJpJintegraseJmutationsJimpliedJusingJmolecularJmodelingJandJdockingJdataXJ
BioinformationVJ2016VJ[]VJ]][W]_Z 1.1 2

24 vnJsilicoJidentificationJofJnaturalJproductJinhibitorsJagainstJαctamerWbindingJtranscriptionJfactorJaJ
RαctaSJtoJimpedeJtheJmechanismJofJgliomaJstemJcellsXJPLoSgONEVJ2021VJ[cVJeZ]bbeZ_ 3.7 2

23 rffectJofJnminoJncidJSubstitutionJinJtheJβenaeusJmonodonJytoβJandJSpecificityJThroughJ
zutationalJnnalysisXJInternationalgJournalgofgPeptidegResearchgandgTherapeuticsVJ2020VJ]cVJ[defW[eZ[ 2.1 2

22 rxperimentsJandJsimulationJonJZvxVJ–S]oW–S_JproteaseJrevealJitsJcomplexJfoldingXJVirologyVJ2021VJ
bbcVJ[[ZW[]_ 3.6 2

21 vdentificationJandJpharacterizationJofJyipopeptideJoiosurfactantJβroducingJspJvsolatedJfromJ
orackishJλiverJWaterXJCurrentgTopicsgingMedicinalgChemistryVJ2020VJ]ZVJ]]][W]]_a 3 1
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20 parbonJSequestrationJinJTerrestrialJrcosystemsXJEnvironmentalgChemistrygforgAgSustainablegWorldVJ
2015VJffW[_[ 0.8 1

19 vnterpretationsJonJtheJvnteractionJbetweenJβroteinJTyrosineJβhosphataseJandJrdJαncoproteinsJofJ
uighJandJyowWλiskJuβVgJnJpomputationalJβerceptionXJACSgOmegaVJ2021VJcVJ[cad]W[caed 3.9 1

18
SpectroscopicJandJmolecularJdockingJstudiesJforJtheJbindingJandJinteractionJaspectsJofJ
curcuminWcysteineJconjugateJandJrosmarinicJacidJwithJhumanJtelomericJtWquadruplexJq–nXJ
InternationalgJournalgofgBiologicalgMacromoleculesVJ2021VJ[e]VJ[ac_W[ad]

7.9 1

17
vnJsilicoJvirtualJscreeningJofJpotentJinhibitorJtoJhamperJtheJinteractionJbetweenJuvVW[JintegraseJ
andJyrqtsYpdbJinteractionJusingJrWpharmacophoreJmodelingVJmolecularJdockingVJandJdynamicsJ
simulationsXJComputationalgBiologygandgChemistryVJ2021VJf_VJ[ZdbZf

3.6 1

16 SubcellularJlocalizationJstudiesJofJydoβx_ZdZZ]ZVJaJconservedJproteinJofXJJournalgofgVectorgBorneg
DiseasesVJ2016VJb_VJ_dbW_de 0.7 1

15
StructureWoasedJVirtualJScreeningVJzolecularJqockingVJzolecularJqynamicsJSimulationJandJ
βharmacokineticJmodellingJofJpyclooxygenaseW]JRpαXW]SJinhibitorJforJtheJclinicalJtreatmentJofJ
polorectalJpancerXJMoleculargSimulationV[W][

2 1

14 qrugJdiscoveryJforJcancerJtherapyJwithJspecialJreferenceJtoJinhibitorsJofJproteinJkinaseJpathwayJ
2022VJd[Wfc 1

13 sragmentWoasedJqeJ–ovoJqesignJofJpyclinWqependentJxinaseJ]JvnhibitorsXJMethodsgingMolecularg
BiologyVJ2016VJ[__cVJadWbe 1.4 0

12 vmmunologicalJinsightsJofJselectinsJinJhumanJdiseaseJmechanismXXJAdvancesgingProteingChemistryg
andgStructuralgBiologyVJ2022VJ[]fVJ[c_W[ee 5.3 0

11 phemoinformaticsJandJγSnλJ2021VJ[e_W][] 0

10 pharacterizationJandJstructuralJanalysisJofJprophenoloxidaseJinJmudJcrabJScyllaJserrataJandJ
discoveringJnovelJchemicalJinhibitorsJthroughJvirtualJscreeningXJStructuralgChemistryVJ2020VJ_[VJ[bc_W[bea1.8

9 βroteinWβroteinJvnteractionJforJtheJqeJ–ovoJqesignJofJpyclinWqependentJxinaseJβeptideJvnhibitorsXJ
MethodsgingMoleculargBiologyVJ2016VJ[__cVJbfWcc 1.4

8
ThresholdJinteractionJenergyJofJ–λTvQsJR]QWdeoxyJ_QWsubstitutedJnucleosidicJanalogsJofJreverseJ
transcriptaseJinhibitorsSJtoJundergoJcompetitiveJinhibitionXJBioorganicgandgMedicinalgChemistryg
LettersVJ2004VJ[aVJ]cddWeZ

2.9

7 rnvisagingJtheJconformationalJspaceJofJproteinsJbyJcouplingJmachineJlearningJandJmolecularJ
dynamicsJ2022VJacdWadb

6
zolecularJinteractionJanalysisJofJ˛†W[VJ_JglucanJbindingJproteinJwithJoacillusJlicheniformisJandJ
evaluationJofJitsJimmunostimulantJpropertyJinJαreochromisJmossambicusXXJFishgandgShellfishg
ImmunologyVJ2021VJ[][VJ[e_W[e_

4.3

5 βredictingJβroteinJsoldingJandJβroteinJStabilityJbyJzolecularJqynamicsJSimulationsJforJ
pomputationalJqrugJqiscoveryJ2021VJ[b_W[dd

4 αmicsWoasedJ–anomedicineJ2018VJ]]dW]ae

3 zedicinalJnpplicationJofJSyntheticJoiologyJ2018VJedWfa

(2018-2015)
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2 zagnitudeJandJndvancementsJofJpnqqJinJvdentifyingJTherapeuticJvnterventionJagainstJslavivirusesJ
2021VJ[dfW]Z_

1 StructureJandJchemistryJofJenzymaticJactiveJsitesJthatJplayJaJroleJinJtheJswitchJandJconformationJ
mechanismXXJAdvancesgingProteingChemistrygandgStructuralgBiologyVJ2022VJ[_ZVJbfWe_ 5.3
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