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161
uiscoveryLofLpotentLcarbonicLanhydraseLandLacetylcholineLesteraseLinhibitorskLnovelL
sulfamoylcarbamatesLandLsulfamidesLderivedLfromLacetophenones[LBioorganicfandfMedicinalf
ChemistryXL2015XLcdXLdfjcYgac

3.4 119

160
rcetylcholinesteraseLandLcarbonicLanhydraseLinhibitoryLpropertiesLofLnovelLureaLandLsulfamideL
derivativesLincorporatingLdopaminergicLcYaminotetralinLscaffolds[LBioorganicfandfMedicinalf
ChemistryXL2016XLceXLcdbiYcj

3.4 103

159 tarbonicLanhydraseLinhibitoryLpropertiesLofLnovelLbenzylsulfamidesLusingLmolecularLmodelingLandL
experimentalLstudies[LBioorganicfChemistryXL2014XLfgXLhfYic 5.1 99

158
 ineticLandLdockingLstudiesLofLphenolYbasedLinhibitorsLofLcarbonicLanhydraseLisoformsLzXLzzXLzXLandL
XzzLevidenceLaLnewLbindingLmodeLwithinLtheLenzymeLactiveLsite[LBioorganicfandfMedicinalfChemistryXL
2011XLbjXLbdibYj

3.4 89

157 zdentificationLofLnovelLcholesterolYbindingLregionsLinL ircLchannels[LJournalfoffBiologicalfChemistryXL
2013XLciiXLdbbfeYge 5.4 77

156
tombinedLreceptorLandLligandYbasedLapproachLtoLtheLuniversalLpharmacophoreLmodelL
developmentLforLstudiesLofLdrugLblockadeLtoLtheLhvRxbLporeLdomain[LJournalfoffChemicalf
InformationfandfModelingXL2011XLfbXLegdYhe

6.1 77

155
tomputationalLdesignLofLnovelLfullereneLanaloguesLasLpotentialLyzVYbLδRLinhibitorskLrnalysisLofLtheL
bindingLinteractionsLbetweenLfullereneLinhibitorsLandLyzVYbLδRLresiduesLusingLduLκSrRXLmolecularL
dockingLandLmolecularLdynamicsLsimulations[LBioorganicfandfMedicinalfChemistryXL2008XLbgXLjjfhYhe

3.4 77

154 βanoscaleLenzymeLinhibitorskLfullerenesLinhibitLcarbonicLanhydraseLbyLoccludingLtheLactiveLsiteL
entrance[LBioorganicfandfMedicinalfChemistryXL2010XLbiXLciccYi 3.4 63

153
αodelingLofLopenXLclosedXLandLopenYinactivatedLstatesLofLtheLhvRxbLchannelkLstructuralL
mechanismsLofLtheLstateYdependentLdrugLbinding[LJournalfoffChemicalfInformationfandfModelingXL
2012XLfcXLchgaYhe

6.1 60

152 duLκSrRLtoαwr]toαSzrXLmolecularLdockingLandLmolecularLdynamicsLstudiesLofLfullereneYbasedL
yzVYbLδRLinhibitors[LBioorganicfandfMedicinalfChemistryfLettersXL2008XLbiXLgcidYj 2.9 56

151 TheLsynthesisLofLnovelLsulfamidesLderivedLfromL˛†YbenzylphenethylaminesLasLacetylcholinesteraseXL
butyrylcholinesteraseLandLcarbonicLanhydraseLenzymesLinhibitors[LBioorganicfChemistryXL2017XLheXLcdiYcfa5.1 55

150 uevelopmentLofLaccurateLbindingLaffinityLpredictionsLofLnovelLreninLinhibitorsLthroughLmolecularL
dockingLstudies[LJournalfoffMolecularfGraphicsfandfModellingXL2010XLcjXLecfYdf 2.8 53

149 znLsilicoLdrugLscreeningLapproachLforLtheLdesignLofLmagicLbulletskLaLsuccessfulLexampleLwithLantiYyzVL
fullereneLderivatizedLaminoLacids[LJournalfoffChemicalfInformationfandfModelingXL2009XLejXLbbdjYed 6.1 50

148
StructureYactivityLrelationshipsLforLtheLinteractionLofLfXbaYdihydroindeno[bXcYb]indoleLderivativesL
withLhumanLandLbovineLcarbonicLanhydraseLisoformsLzXLzzXLzzzXLzVLandLVz[LEuropeanfJournalfoffMedicinalf
ChemistryXL2012XLejXLgiYhd

6.8 49

147
tombinatorialLpeptideLlibraryLscreeningLforLdiscoveryLofLdiverseL˛–YglucosidaseLinhibitorsLusingL
molecularLdynamicsLsimulationsLandLbinaryLκSrRLmodels[LJournalfoffBiomolecularfStructurefandf
DynamicsXL2019XLdhXLhcgYhea

3.6 49

146
uoesLtheLdonorYacceptorLconceptLworkLforLdesigningLsyntheticLmetalspLzzz[LTheoreticalLinvestigationL
ofLcopolymersLbetweenLquinoidLacceptorsLandLaromaticLdonors[LJournalfoffMolecularfModelingXL
2006XLbcXLgihYhab

2 48

145 StructuralLrefinementLofLtheLhvRxbLporeLandLvoltageYsensingLdomainsLwithLRγSvTTrYmembraneL
andLmolecularLdynamicsLsimulations[LProteins:fStructuretfFunctionfandfBioinformaticsXL2010XLhiXLcjccYde 4.2 44

Serdar Durdagi

2



144
TheLapplicationLofLduYκSrRLstudiesLforLnovelLcannabinoidLligandsLsubstitutedLatLtheLtbSLpositionLofL
theLalkylLsideLchainLonLtheLstructuralLrequirementsLforLbindingLtoLcannabinoidLreceptorsLtsbLandL
tsc[LJournalfoffMedicinalfChemistryXL2007XLfaXLcihfYif

8.3 42

143 znhibitionLofLacetylcholinesteraseLandLbutyrylcholinesteraseLwithLuracilLderivativeskLkineticLandL
computationalLstudies[LJournalfoffEnzymefInhibitionfandfMedicinalfChemistryXL2019XLdeXLecjYedh 5.6 41

142 uesignXLsynthesisLandLbiologicalLevaluationLofLnovelLnitroaromaticLcompoundsLasLpotentL
glutathioneLreductaseLinhibitors[LBioorganicfandfMedicinalfChemistryfLettersXL2011XLcbXLfdjiYeac 2.9 41

141
sindingLofLnovelLfullereneLinhibitorsLtoLyzVYbLproteasekLinsightLthroughLmolecularLdynamicsLandL
molecularLmechanicsLδoissonYsoltzmannLsurfaceLareaLcalculations[LJournalfoffComputeruAidedf
MolecularfDesignXL2011XLcfXLjfjYhg

4.2 41

140 rpplicationLofLduLκSrRLtoαwr]toαSzrLandLinLsilicoLdockingLstudiesLonLnovelLreninLinhibitorsL
againstLcardiovascularLdiseases[LEuropeanfJournalfoffMedicinalfChemistryXL2009XLeeXLdhadYbb 6.8 40

139
rntihypertensiveLdrugLvalsartanLinLsolutionLandLatLtheLrTbLreceptorkLconformationalLanalysisXL
dynamicLβαRLspectroscopyXLinLsilicoLdockingXLandLmolecularLdynamicsLsimulations[LJournalfoff
ChemicalfInformationfandfModelingXL2009XLejXLhcgYdj

6.1 39

138 znteractionLofLcarbonicLanhydraseLisozymesLzXLzzXLandLzXLwithLsomeLpyridineLandLphenolL
hydrazinecarbothioamideLderivatives[LBioorganicfandfMedicinalfChemistryfLettersXL2015XLcfXLfgdgYeb 2.9 34

137 SynthesisLofLSomeLβovelLβorborneneYwusedLδyridazinesLasLδotentLznhibitorsLofLtarbonicLrnhydraseL
andLrcetylcholinesterase[LJournalfoffHeterocyclicfChemistryXL2016XLfdXLcaejYcafg 1.9 34

136
sindingLznteractionsLofLuopamineLandLrpomorphineLinLucyighLandLucLowLStatesLofLyumanL
uopamineLucLReceptorLUsingLtomputationalLandLvxperimentalLTechniques[LACSfChemicalf
NeuroscienceXL2016XLhXLbifYjf

5.7 34

135
tarbonicLanhydraseLinhibitorskLuesignXLsynthesisXLkineticXLdockingLandLmolecularLdynamicsLanalysisL
ofLnovelLglycineLandLphenylalanineLsulfonamideLderivatives[LBioorganicfandfMedicinalfChemistryXL
2015XLcdXLhdfdYi

3.4 33

134 znvestigationLofLznhibitionLαechanismLofLthemokineLReceptorLttRfLbyLαicroYsecondLαolecularL
uynamicsLSimulations[LScientificfReportsXL2015XLfXLbdbia 4.9 33

133
SynthesisXLbiologicalLactivityLandLmultiscaleLmolecularLmodelingLstudiesLofLbisYcoumarinsLasL
selectiveLcarbonicLanhydraseLzXLandLXzzLinhibitorsLwithLeffectiveLcytotoxicityLagainstLhepatocellularL
carcinoma[LBioorganicfChemistryXL2019XLihXLidiYifa

5.1 32

132 znhibitionLofLhumanLcarbonicLanhydraseLisozymesLzXLzzLandLVzLwithLaLseriesLofLbisphenolXLmethoxyLandL
bromophenolLcompounds[LJournalfoffEnzymefInhibitionfandfMedicinalfChemistryXL2012XLchXLeghYhf 5.6 32

131 tholesterolLupYregulatesLneuronalLxLproteinYgatedLinwardlyLrectifyingLpotassiumLTxzR ULchannelL
activityLinLtheLhippocampus[LJournalfoffBiologicalfChemistryXL2017XLcjcXLgbdfYgbeh 5.4 31

130 SynthesisXLanticholinesteraseLactivityLandLmolecularLmodelingLstudyLofLnovelL
carbamateYsubstitutedLthymol]carvacrolLderivatives[LBioorganicfandfMedicinalfChemistryXL2017XLcfXLbdfcYbdgd3.4 31

129 znhibitionLofLmammalianLcarbonicLanhydrasesLzYXzVLwithLgrayanotoxinLzzzkLsolutionLandLinLsilicoL
studies[LJournalfoffEnzymefInhibitionfandfMedicinalfChemistryXL2014XLcjXLegjYhf 5.6 31

128
znsightsLintoLtheLmolecularLbasisLofLactionLofLtheLrTbLantagonistLlosartanLusingLaLcombinedLβαRL
spectroscopyLandLcomputationalLapproach[LBiochimicafEtfBiophysicafActafufBiomembranesXL2014XL
bidiXLbadbYeg

3.8 29

127
rLcomputationalLstudyLonLcannabinoidLreceptorsLandLpotentLbioactiveLcannabinoidLligandskL
homologyLmodelingXLdockingXLdeLnovoLdrugLdesignLandLmolecularLdynamicsLanalysis[LMolecularf
DiversityXL2010XLbeXLcfhYhg

3.1 29
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126 tombinedLduLκSrRLandLmolecularLdockingLstudiesLtoLrevealLnovelLcannabinoidLligandsLwithL
optimumLbindingLactivity[LBioorganicfandfMedicinalfChemistryfLettersXL2007XLbhXLghfeYgd 2.9 29

125
VirtualLscreeningLofLeighteenLmillionLcompoundsLagainstLdengueLviruskLtombinedLmolecularL
dockingLandLmolecularLdynamicsLsimulationsLstudy[LJournalfoffMolecularfGraphicsfandfModellingXL
2016XLggXLjjYbah

2.8 29

124
tharacterizationXLinLVivoLvvaluationXLandLαolecularLαodelingLofLuifferentLδropofolYtyclodextrinL
tomplexesLToLrssessLTheirLurugLueliveryLδotentialLatLtheLsloodYsrainLsarrierLLevel[LJournalfoff
ChemicalfInformationfandfModelingXL2016XLfgXLbjbeYbjcc

6.1 27

123 vlucidationLofLconformationalLstatesXLdynamicsXLandLmechanismLofLbindingLinLhumanL˛”YopioidL
receptorLcomplexes[LJournalfoffChemicalfInformationfandfModelingXL2014XLfeXLccjeYdai 6.1 25

122 wullereneYbasedLinhibitorsLofLyzVYbLprotease[LJournalfoffPeptidefScienceXL2015XLcbXLigcYha 2.1 25

121 αodelingLandLproteinLengineeringLstudiesLofLactiveLandLinactiveLstatesLofLhumanLdopamineLucL
receptorLTucRULandLinvestigationLofLdrug]receptorLinteractions[LMolecularfDiversityXL2015XLbjXLdcbYdc 3.1 25

120
StructureYguidedLtopographicLmappingLandLmutagenesisLtoLelucidateLbindingLsitesLforLtheLhumanL
etherYaYgoYgoYrelatedLgeneLbLpotassiumLchannelLT tβycULactivatorLβSbged[LJournalfoff
PharmacologyfandfExperimentalfTherapeuticsXL2012XLdecXLeebYfc

4.7 25

119
δroteinYproteinLinteractionskLinhibitionLofLmammalianLcarbonicLanhydrasesLzYXVLbyLtheLmurineL
inhibitorLofLcarbonicLanhydraseLandLotherLmembersLofLtheLtransferrinLfamily[LJournalfoffMedicinalf
ChemistryXL2012XLffXLffcjYdf

8.3 25

118 rTbLantagonistskLaLpatentLreviewLTcaaiLYLcabcU[LExpertfOpinionfonfTherapeuticfPatentsXL2013XLcdXLbeidYje6.8 24

117 vffectsLofLpropolisXLcaffeicLacidLphenethylLesterXLandLpollenLonLrenalLinjuryLinLhypertensiveLratkLrnL
experimentalLandLtheoreticalLapproach[LCellfBiochemistryfandfFunctionXL2017XLdfXLdaeYdbe 4.2 24

116 βSbgedLinteractsLaroundLLfcjLofLhvRxLtoLalterLvoltageLsensorLmovementLonLtheLpathLtoLactivation[L
BiophysicalfJournalXL2015XLbaiXLbeaaYbebd 2.9 23

115 αolecularLmodelingLandLinLvitroLapproachesLtowardsLcholinesteraseLinhibitoryLeffectLofLsomeL
naturalLxanthohumolXLnaringeninXLandLacylLphloroglucinolLderivatives[LPhytomedicineXL2018XLecXLcfYdd 6.5 23

114
SynthesisXLbiologicalLactivityLandLmultiscaleLmolecularLmodelingLstudiesLforLcoumarylYcarboxamideL
derivativesLasLselectiveLcarbonicLanhydraseLzXLinhibitors[LJournalfoffEnzymefInhibitionfandfMedicinalf
ChemistryXL2017XLdcXLbaecYbafc

5.6 23

113
TheLdiscoveryLofLnewLpotentLnonYpeptideLrngiotensinLzzLrTbLreceptorLblockerskLaLconciseLsynthesisXL
molecularLdockingLstudiesLandLbiologicalLevaluationLofLβYsubstitutedLfYbutylimidazoleLderivatives[L
EuropeanfJournalfoffMedicinalfChemistryXL2012XLffXLdfiYhe

6.8 23

112
znvestigatingLtheLmolecularLmechanismLofLstaphylococcalLuβrLgyraseLinhibitorskLrLcombinedL
ligandYbasedLandLstructureYbasedLresourcesLpipeline[LJournalfoffMolecularfGraphicsfandfModellingXL
2018XLifXLbccYbcj

2.8 21

111
znvestigationLofLδuvf]δuvgLandLδuvf]δuvbbLselectiveLpotentLtadalafilYlikeLδuvfLinhibitorsLusingL
combinationLofLmolecularLmodelingLapproachesXLmolecularLfingerprintYbasedLvirtualLscreeningL
protocolsLandLstructureYbasedLpharmacophoreLdevelopment[LJournalfoffEnzymefInhibitionfandf
MedicinalfChemistryXL2017XLdcXLdbbYdda

5.6 20

110
δroposingLβovelLαrγYsLyitLznhibitorsLUsingLαultidimensionalLαolecularLαodelingLrpproachesLandL
rpplicationLofLsinaryLκSrRLαodelsLforLδredictionLofLTheirLTherapeuticLrctivityXLδharmacokineticL
andLToxicityLδroperties[LACSfChemicalfNeuroscienceXL2018XLjXLbhgiYbhic

5.7 20

109 RoleLofLtheLpyLinLstateYdependentLblockadeLofLhvRxLcurrents[LScientificfReportsXL2016XLgXLdcfdg 4.9 20
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108 TargetingLtheLβwY˛”s]z˛”s˛–LcomplexLviaLfragmentYbasedLvYδharmacophoreLvirtualLscreeningLandL
binaryLκSrRLmodels[LJournalfoffMolecularfGraphicsfandfModellingXL2019XLigXLcgeYchh 2.8 20

107 VirtualLdrugLrepurposingLstudyLagainstLSrRSYtoVYcLTαδRSScLtarget[LTurkishfJournalfoffBiologyXL
2020XLeeXLbifYbjb 3.1 19

106
tomparisonLofLthermalLeffectsLofLstilbenoidLanalogsLinLlipidLbilayersLusingLdifferentialLscanningL
calorimetryLandLmolecularLdynamicskLcorrelationLofLthermalLeffectsLandLtopographicalLpositionLwithL
antioxidantLactivity[LEuropeanfBiophysicsfJournalXL2011XLeaXLigfYhf

1.9 19

105 δartialLinterdigitationLofLlipidLbilayers[LInternationalfJournalfoffQuantumfChemistryXL2011XLbbbXLbbhcYbbid2.1 19

104 LeveragingLβαRLandLXYrayLuataLofLtheLwreeLLigandsLtoLsuildLsetterLurugsLTargetingLrngiotensinLzzL
TypeLbLxYδroteinLtoupledLReceptor[LCurrentfMedicinalfChemistryXL2016XLcdXLdgYfj 4.3 18

103 SolubilityLprofilesXLhydrationLandLdesolvationLofLcurcuminLcomplexedLwithL˛‡YcyclodextrinLandL
hydroxypropylY˛‡Ycyclodextrin[LJournalfoffMolecularfStructureXL2017XLbbdeXLjbYji 3.4 17

102 vffectsLofLtholesterolLonLxδtRLwunctionkLznsightsLfromLtomputationalLandLvxperimentalLStudies[L
AdvancesfinfExperimentalfMedicinefandfBiologyXL2019XLbbdfXLijYbad 3.6 17

101 StructuralLandLdynamicalLpropertiesLofLsidWLinLwater[LChemicalfPhysicsfLettersXL2005XLeagXLcaYcd 2.5 16

100 znLvitroLandLinLsilicoLapproachesLtoLappraiseLδolygonumLmaritimumLL[LasLaLsourceLofLinnovativeL
productsLwithLantiYageingLpotential[LIndustrialfCropsfandfProductsXL2018XLbbbXLdjbYdjj 5.9 16

99 znLsilicoLinvestigationLofLδrRδYbLcatalyticLdomainsLinLholoLandLapoLstatesLforLtheLdesignLofL
highYaffinityLδrRδYbLinhibitors[LJournalfoffEnzymefInhibitionfandfMedicinalfChemistryXL2016XLdbXLbbcYca 5.6 15

98 rnalysisLofLtheLxlutamateLrgonistLLYeaeXadjLsindingLtoLβonstaticLuopamineLReceptorLucLuimerL
StructuresLandLtonsensusLuocking[LACSfChemicalfNeuroscienceXL2017XLiXLbeaeYbebf 5.7 15

97
rnLefficientLsynthesisLofLaLrationallyLdesignedLbXfLdisubstitutedLimidazoleLrTTbULangiotensinLzzL
receptorLantagonistkLreorientationLofLimidazoleLpharmacophoreLgroupsLinLlosartanLreservesLhighL
receptorLaffinityLandLconfirmsLdockingLstudies[LJournalfoffComputeruAidedfMolecularfDesignXL2010XL
ceXLhejYfi

4.2 15

96
rtomisticLmolecularLdynamicsLsimulationsLofLtypicalLandLatypicalLantipsychoticLdrugsLatLtheL
dopamineLucLreceptorLTucRULelucidatesLtheirLinhibitionLmechanism[LJournalfoffBiomolecularf
StructurefandfDynamicsXL2017XLdfXLhdiYhfe

3.6 14

95 siologicalLznsightsLofLtheLuopaminergicLStabilizerLrtRbgLatLtheLsindingLδocketLofLuopamineLucL
Receptor[LACSfChemicalfNeuroscienceXL2017XLiXLicgYidg 5.7 14

94 RehabilitatingLdrugYinducedLlongYκTLpromoterskLinYsilicoLdesignLofLhvRxYneutralLcisaprideL
analoguesLwithLretainedLpharmacologicalLactivity[LBMCfPharmacologyfmamp;fToxicologyXL2014XLbfXLbe 2.6 14

93 StructureLdrivenLdesignLofLnovelLhumanLetherYaYgoYgoYrelatedYgeneLchannelLThvRxbULactivators[L
PLoSfONEXL2014XLjXLebafffd 3.7 14

92
yostYxuestLznteractionsLbetweenLtandesartanLandLztsLδrodrugLtandesartanLtilexetilLinLtomplexL
withLcYyydroxypropylY˛†YcyclodextrinkLγnLtheLsiologicalLδotencyLforLrngiotensinLzzLrntagonism[L
MolecularfPharmaceuticsXL2019XLbgXLbcffYbchb

5.6 13

91 αolecularLSimulationsLofLSolvedLtoYcrystallizedLXYRayLStructuresLzdentifyLrctionLαechanismsLofL
δuv˛·Lznhibitors[LBiophysicalfJournalXL2015XLbajXLbbgdYi 2.9 13

(2015-2019)
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90
zntegrationLofLmultiYscaleLmolecularLmodelingLapproachesLwithLexperimentsLforLtheLinLsilicoLguidedL
designLandLdiscoveryLofLnovelLhvRxYβeutralLantihypertensiveLoxazaloneLandLimidazoloneL
derivativesLandLanalysisLofLtheirLpotentialLrestrictiveLeffectsLonLcellLproliferation[LEuropeanfJournalf
offMedicinalfChemistryXL2018XLbefXLchdYcja

6.8 13

89
uiscoveryLofLselectiveLdengueLvirusLinhibitorsLusingLcombinationLofLmolecularLfingerprintYbasedL
virtualLscreeningLprotocolsXLstructureYbasedLpharmacophoreLmodelLdevelopmentXLmolecularL
dynamicsLsimulationsLandLinLvitroLstudies[LJournalfoffMolecularfGraphicsfandfModellingXL2018XLhjXLiiYbac

2.8 13

88 uevelopmentLofLSmallLαoleculeLαvzSLznhibitorsLthatLmodulateLyStLactivity[LScientificfReportsXL2020XL
baXLhjje 4.9 12

87 StructureYbasedLdesignLofLhvRxYneutralLantihypertensiveLoxazaloneLandLimidazoloneLderivatives[L
JournalfoffMolecularfGraphicsfandfModellingXL2018XLhjXLbadYbbh 2.8 12

86
tomparativeLmolecularLdynamicsLsimulationsLofLtheLpotentLsyntheticLclassicalLcannabinoidLligandL
rαxdLinLsolutionLandLatLbindingLsiteLofLtheLtsbLandLtscLreceptors[LBioorganicfandfMedicinalf
ChemistryXL2008XLbgXLhdhhYih

3.4 12

85
ScreeningLofLtlinicallyLrpprovedLandLznvestigationLurugsLasLδotentialLznhibitorsLofLSrRSYtoVYcL
αainLδroteaseLandLSpikeLReceptorYsindingLuomainLsoundLwithLrtvcLtγVzubjLTargetLδroteinskLrL
VirtualLurugLRepurposingLStudy

12

84 urugLrepurposingLstudiesLofLδrRδLinhibitorsLasLaLnewLtherapyLforLinheritedLretinalLdegeneration[L
CellularfandfMolecularfLifefSciencesXL2020XLhhXLcbjjYccbg 10.3 12

83
zntegratingLLigandLandLTargetYurivenLsasedLVirtualLScreeningLrpproachesLWithLyumanLtellLLineL
αodelsLandLTimeYResolvedLwluorescenceLResonanceLvnergyLTransferLrssayLtoLzdentifyLβovelLyitL
tompoundsLrgainstLstLYc[LFrontiersfinfChemistryXL2020XLiXLbgh

5 12

82
VirtualLscreeningLofLsmallLmoleculesLdatabasesLforLdiscoveryLofLnovelLδrRδYbLinhibitorskL
combinationLofLinLsilicoLandLinLvitroLstudies[LJournalfoffBiomolecularfStructurefandfDynamicsXL2017XL
dfXLbijjYbjbf

3.6 11

81 uesignXLSynthesisXLandLαolecularLαodelingLStudiesLofLβovelLtoumarinLtarboxamideLuerivativesLasL
evwYc Lznhibitors[LJournalfoffChemicalfInformationfandfModelingXL2020XLgaXLbhggYbhhi 6.1 11

80  ineticLandLinLsilicoLanalysisLofLthiazolidinYbasedLinhibitorsLofL˛–YcarbonicLanhydraseLisoenzymes[L
JournalfoffEnzymefInhibitionfandfMedicinalfChemistryXL2013XLciXLdhaYe 5.6 11

79 γligomerizationLandLcooperativityLinLxδtRsLfromLtheLperspectiveLofLtheLangiotensinLrTbLandL
dopamineLucLreceptors[LNeurosciencefLettersXL2019XLhaaXLdaYdh 3.3 11

78
uiscoveringLnovelLcarbonicLanhydraseLtypeLzXLTtrLzXULinhibitorsLfromLsevenLmillionLcompoundsL
usingLvirtualLscreeningLandLinLvitroLanalysis[LJournalfoffEnzymefInhibitionfandfMedicinalfChemistryXL
2016XLdbXLecfYdd

5.6 10

77  ineticLandLinLsilicoLstudiesLofLhydroxyYbasedLinhibitorsLofLcarbonicLanhydraseLisoformsLzLandLzz[L
JournalfoffEnzymefInhibitionfandfMedicinalfChemistryXL2016XLdbXLdbYh 5.6 10

76
SynthesisLofLbXeYbisTindolinYbYylmethylUbenzeneLderivativesLandLtheirLstructureYactivityL
relationshipsLforLtheLinteractionLofLhumanLcarbonicLanhydraseLisoformsLzLandLzz[LBioorganicfandf
MedicinalfChemistryXL2013XLcbXLbehhYic

3.4 10

75
TheLsignalingLpathwayLofLdopamineLucLreceptorLTucRULactivationLusingLnormalLmodeLanalysisL
TβαrULandLtheLconstructionLofLpharmacophoreLmodelsLforLucRLligands[LJournalfoffBiomolecularf
StructurefandfDynamicsXL2017XLdfXLcaeaYcaei

3.6 9

74
βovelLtumorLnecrosisLfactorY˛–LTTβwY˛–ULinhibitorsLfromLsmallLmoleculeLlibraryLscreeningLforLtheirL
therapeuticLactivityLprofilesLagainstLrheumatoidLarthritisLusingLtargetYdrivenLapproachesLandLbinaryL
κSrRLmodels[LJournalfoffBiomolecularfStructurefandfDynamicsXL2019XLdhXLcegeYcehg

3.6 9

73
duLκSrR]toαwrLandLtoαSzrLstudiesLonLantileukemicLsteroidalLestersLcoupledLwithL
conformationallyLflexibleLnitrogenLmustards[LJournalfoffChemicalfInformationfandfModelingXL2008XL
eiXLccfeYge

6.1 9
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72 tombinedLmolecularLmodelingLandLcholinesteraseLinhibitionLstudiesLonLsomeLnaturalLandL
semisyntheticLγYalkylcoumarinLderivatives[LBioorganicfChemistryXL2019XLieXLdffYdgc 5.1 9

71
wormationLofLtheLinclusionLcomplexLofLwaterLsolubleLfluorescentLcalix[e]areneLandLnaringeninkL
solubilityXLcytotoxicLeffectLandLmolecularLmodelingLstudies[LJournalfoffBiomolecularfStructurefandf
DynamicsXL2020XLdiXLdiabYdibd

3.6 9

70 ScreeningLofLwurLapprovedLdrugsLforLfindingLpotentialLinhibitorsLagainstLxranzymeLsLasLaLpotentL
drugYrepurposingLtarget[LJournalfoffMolecularfGraphicsfandfModellingXL2020XLjfXLbahegc 2.8 9

69 turrentLstatusLofLmultiscaleLsimulationsLonLxδtRs[LCurrentfOpinionfinfStructuralfBiologyXL2019XLffXLjdYbad8.1 8

68
TheLeffectsLofLpollenXLpropolisXLandLcaffeicLacidLphenethylLesterLonLtyrosineLhydroxylaseLactivityLandL
totalLRβrLlevelsLinLhypertensiveLratsLcausedLbyLnitricLoxideLsynthaseLinhibitionkLexperimentalXL
dockingLandLmolecularLdynamicLstudies[LJournalfoffBiomolecularfStructurefandfDynamicsXL2018XLdgXLgajYgca

3.6 8

67 αolecularLinsightsLintoLtheLrTbLantagonismLbasedLonLbiophysicalLandLinLsilicoLstudiesLofL
telmisartan[LMedicinalfChemistryfResearchXL2013XLccXLeiecYeifh 2.2 8

66 TheLneutralizationLeffectLofLmontelukastonLSrRSYtoVYcLisLshownLbyLmultiscaleLinLsilicosimulationsL
andLcombinedLin´ vitroLstudies[LMolecularfTherapyXL2021XL 11.7 8

65 βovelLrthvLandLsthvLinhibitorsLusingLcombinedLvirtualLscreeningXLtextLminingLandLinLvitroLbindingL
assays[LJournalfoffBiomolecularfStructurefandfDynamicsXL2020XLdiXLddecYddfi 3.6 8

64
uiscoveryLofL lothoLpeptideLantagonistsLagainstLWntdLandLWntdaLtargetLproteinsLusingL
combinationLofLproteinLengineeringXLproteinYproteinLdockingXLpeptideLdockingLandLmolecularL
dynamicsLsimulations[LJournalfoffEnzymefInhibitionfandfMedicinalfChemistryXL2017XLdcXLieYji

5.6 7

63 TowardLUnderstandingLtheLzmpactLofLuimerizationLznterfacesLinLrngiotensinLzzLTypeLbLReceptor[L
JournalfoffChemicalfInformationfandfModelingXL2019XLfjXLedbeYedch 6.1 6

62 znvestigationLofLinhibitionLofLhumanLglucoseLgYphosphateLdehydrogenaseLbyLsomeLjjmTcLchelatorsL
byLinLsilicoLandLinLvitroLmethods[LJournalfoffEnzymefInhibitionfandfMedicinalfChemistryXL2016XLdbXLbebYbeh 5.6 6

61 zdentifyingLnewLpiperazineYbasedLδrRδbLinhibitorsLusingLtextLminingLandLintegratedLmolecularL
modelingLapproaches[LJournalfoffBiomolecularfStructurefandfDynamicsXL2021XLdjXLgibYgja 3.6 6

60 rLκαLproteinYligandLinvestigationLofLantipsychoticLdrugsLwithLtheLdopamineLucLReceptorLTucRU[L
JournalfoffBiomolecularfStructurefandfDynamicsXL2018XLdgXLcggiYcghh 3.6 6

59 βearYphysiologicalYtemperatureLserialLcrystallographyLrevealsLconformationsLofLSrRSYtoVYcLmainL
proteaseLactiveLsiteLforLimprovedLdrugLrepurposing[LStructureXL2021XLcjXLbdicYbdjg[eg 5.2 6

58
zdentificationLofLnovelLserotoninLreuptakeLinhibitorsLtargetingLcentralLandLallostericLbindingLsiteskLrL
virtualLscreeningLandLmolecularLdynamicsLsimulationsLstudy[LJournalfoffMolecularfGraphicsfandf
ModellingXL2017XLheXLbjdYcac

2.8 5

57 StructuralLmodelingLofLtheLβYterminalLsignalYreceivingLdomainLofLz˛”s˛–[LFrontiersfinfMolecularf
BiosciencesXL2015XLcXLdc 5.6 5

56 αechanismLofL W]βaWLselectivityLinLpotassiumLchannelsLfromLtheLperspectiveLofLtheLnonYselectiveL
bacterialLchannelLβa [LChannelsXL2011XLfXLbjiYcaa 3 5

55 ScreeningLofLtlinicallyLrpprovedLandLznvestigationLurugsLasLδotentialLznhibitorsLofLtγVzuYbjLαainL
δroteasekLrLVirtualLurugLRepurposingLStudy 5

(-2019)
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54 SynthesisXLanticholinesteraseLactivityLandLmolecularLmodelingLstudiesLofLnovelL
carvacrolYsubstitutedLamideLderivatives[LJournalfoffBiomolecularfStructurefandfDynamicsXL2020XLdiXLiebYifj3.6 5

53 SynthesisXLmolecularLdockingLandLmolecularLdynamicsLstudiesLofLnovelLtacrineYcarbamateL
derivativesLasLpotentLcholinesteraseLinhibitors[LBioorganicfChemistryXL2021XLbbfXLbafccf 5.1 5

52 TranscriptionLfactorLβwY˛”sLasLtargetLforLSrRSYtoVYcLdrugLdiscoveryLeffortsLusingL
inflammationYbasedLκSrRLscreeningLmodel[LJournalfoffMolecularfGraphicsfandfModellingXL2021XLbaiXLbahjgi2.8 5

51 wirstLuniversalLpharmacophoreLmodelLforLhvRxbL LchannelLactivatorskLacthvR[LJournalfoffMolecularf
GraphicsfandfModellingXL2017XLheXLbfdYbha 2.8 4

50 αutatedLformLTxfcvULofLinactiveLdiphtheriaLtoxinLtRαbjhkLmolecularLsimulationsLclearlyLdisplayL
effectLofLtheLmutationLtoLβruLbinding[LJournalfoffBiomolecularfStructurefandfDynamicsXL2016XLdeXLcegcYi3.6 4

49
δroposingLnovelLTβw˛–LdirectLinhibitorLScaffoldsLusingLfragmentYdockingLbasedLeYpharmacophoreL
modelingLandLbinaryLκSrRYbasedLvirtualLscreeningLprotocolsLpipeline[LJournalfoffMolecularfGraphicsf
andfModellingXL2018XLifXLbbbYbcb

2.8 4

48 urugLReYpositioningLStudiesLforLβovelLyzVYbLznhibitorsLUsingLsinaryLκSrRLαodelsLandL
αultiYtargetYdrivenLznLSilicoLStudies[LMolecularfInformaticsXL2021XLeaXLecaaaabc 3.8 4

47 βewLnimesulideLderivativesLwithLamide]sulfonamideLmoietieskLSelectiveLtγXYcLinhibitionLandL
antitumorLeffects[LEuropeanfJournalfoffMedicinalfChemistryXL2021XLccbXLbbdfgg 6.8 4

46 StructuralLznvestigationLofLtheLuopamineYcLReceptorLrgonistLsromocriptineLsindingLtoLuimericL
ucRLandLucRLStates[LJournalfoffChemicalfInformationfandfModelingXL2018XLfiXLicgYidg 6.1 3

45
siochemicalLchangesLinducedLbyLgrapeLseedLextractLandLlowLlevelLlaserLtherapyLadministrationL
duringLintraoralLwoundLhealingLinLratLliverkLanLexperimentalLandLinLsilicoLstudy[LJournalfoff
BiomolecularfStructurefandfDynamicsXL2018XLdgXLjjdYbaai

3.6 3

44 uesigningLofLmultiYtargetedLmoleculesLusingLcombinationLofLmolecularLscreeningLandLinLsilicoLdrugL
cardiotoxicityLpredictionLapproaches[LJournalfoffMolecularfGraphicsfandfModellingXL2014XLfaXLbgYde 2.8 3

43
rnLeffortLtoLdiscoverLtheLpreferredLconformationLofLtheLpotentLrαxdLcannabinoidLanalogLwhenL
reachingLtheLactiveLsitesLofLtheLcannabinoidLreceptors[LEuropeanfJournalfoffMedicinalfChemistryXL
2012XLehXLeeYfb

6.8 3

42 StructuralLinvestigationLofLvesnarinoneLatLtheLporeLdomainsLofLopenLandLopenYinactivatedLstatesLofL
hvRxbL Lchannel[LJournalfoffMolecularfGraphicsfandfModellingXL2017XLhhXLdjjYebc 2.8 3

41
StructuralLmodificationLofLellipticineLderivativesLwithLalkylLgroupsLofLvaryingLlengthLisLinfluentialLonL
theirLeffectsLonLhumanLuβrLtopoisomeraseLzzkLaLcombinedLexperimentalLandLcomputationalLstudy[L
MedicinalfChemistryfResearchXL2020XLcjXLbijYbji

2.2 3

40 δroposingLnovelLαuαcLinhibitorskLtombinedLphysicsYdrivenLhighYthroughputLvirtualLscreeningLandL
inLvitroLstudies[LChemicalfBiologyfandfDrugfDesignXL2020XLjgXLgieYhaa 2.9 3

39 zntegratedLsinaryLκSrRYurivenLVirtualLScreeningLandLznLVitroLStudiesLforLwindingLβovelL
hαrγYsYSelectiveLznhibitors[LJournalfoffChemicalfInformationfandfModelingXL2020XLgaXLeaehYeaff 6.1 3

38 rnLzntegratedLinLsilicoLrpproachLandLinLvitroLStudyLforLtheLuiscoveryLofLSmallYαoleculeLUSδhL
znhibitorsLasLδotentialLtancerLTherapies[LChemMedChemXL2021XLbgXLfffYfgh 3.7 3

37 ScreeningLofLtlinicallyLrpprovedLandLznvestigationLurugsLasLδotentialLznhibitorsLofLSrRSYtoVYckLrL
tombinedLinLsilicoLandLinLvitroLStudy[LMolecularfInformaticsXL2021XLecbaaagc 3.8 3
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36
znstantLdeterminationLofLtheLartemisininLfromLvariousLrrtemisiaLannuaLL[LextractsLbyLLtYvSzYαS]αSL
andLtheirLinYsilicoLmodellingLandLinLvitroLantiviralLactivityLstudiesLagainstLSrRSYtoVYc[LPhytochemicalf
AnalysisXL2021XL

3.4 3

35 znLsilicoLcharacterizationLofLadipokineticLhormoneLreceptorLandLscreeningLforLpesticideLcandidatesL
againstLstickLinsectXLtarausiusLmorosus[LJournalfoffMolecularfGraphicsfandfModellingXL2020XLbabXLbahhca 2.8 2

34  ineticLandLdockingLstudiesLofLcytosolic]tumorYassociatedLcarbonicLanhydraseLisozymesLzXLzzLandLzXL
withLsomeLhydroxylicLcompounds[LJournalfoffEnzymefInhibitionfandfMedicinalfChemistryXL2016XLdbXLbcbeYca5.6 2

33 RehabilitationLStudiesLforLwithdrawnLurugsLfromLtheLαarketkLuerivationLofLβonYhvRxbLthannelL
slockerLtisaprideLrnaloguesLusingLαultiYwacetedLrpproaches[LBiophysicalfJournalXL2013XLbaeXLcgga 2.9 2

32
uevelopmentLofLrtomisticLαodelsLforLtlosedXLγpenLandLγpenYznactivatedLStatesLofLhvRxbLthannelL
usingLRosettaLδroteinLαodelingLSuiteLandLαolecularLuynamicsLSimulations[LBiophysicalfJournalXL
2012XLbacXLghja

2.9 2

31 αechanisticLinsightLintoLtheLimpactLofLaLbivalentLligandLonLtheLstructureLandLdynamicsLofLaLxδtRL
oligomer[[LComputationalfandfStructuralfBiotechnologyfJournalXL2022XLcaXLjcfYjdg 6.8 2

30 sisLbenzothiopheneLSchiffLbaseskLsynthesisLandLinLsilicoYguidedLbiologicalLactivityLstudies[LTurkishf
JournalfoffChemistryXL2020XLeeXLbbgeYbbhg 1 2

29
δhysicsYdrivenLidentificationLofLclinicallyLapprovedLandLinvestigationLdrugsLagainstLhumanL
neutrophilLserineLproteaseLeLTβSδeUkLrLvirtualLdrugLrepurposingLstudy[LJournalfoffMolecularfGraphicsf
andfModellingXL2020XLbabXLbahhee

2.8 2

28 βearYδhysiologicalYTemperatureLSerialLwemtosecondLXYrayLtrystallographyLRevealsLβovelL
tonformationsLofLSrRSYtoVYcLαainLδroteaseLrctiveLSiteLforLzmprovedLurugLRepurposing 2

27 δotentLnovelLinhibitorsLagainstLhepatitisLtLvirusLβSdLTytVLβSdLxTYdaULproteaseLdomain[LJournalfoff
MolecularfGraphicsfandfModellingXL2020XLbabXLbahhch 2.8 2

26 yybridLandLTRYwRvTYxuidedLuiscoveryLofLβovelLstLYcLznhibitors[LACSfPharmacologyfandf
TranslationalfScienceXL2021XLeXLbbbbYbbcd 5.9 2

25 znLvitroLandLinLsilicoLstudiesLofLnitrobenzamideLderivativesLasLpotentialLantiYneuroinflammatoryL
agents[LJournalfoffBiomolecularfStructurefandfDynamicsXL2020XLdiXLegffYeggi 3.6 2

24
znvestigationLofLsupramolecularLinteractionLofLquercetinLwithLβXβYdimethylamineYfunctionalizedL
pYsulfonatedLcalix[eXi]arenesLusingLmolecularLmodelingLandLtheirLinLvitroLcytotoxicLresponseL
towardsLselectedLcancerLcells[LNewfJournalfoffChemistryX

3.6 2

23 βovelLinhibitorsLofLeukaryoticLelongationLfactorLcLkinasekLznLsilicoXLsynthesisLandLinLvitroLstudies[L
BioorganicfChemistryXL2021XLbbgXLbafcjg 5.1 2

22 zdentifyingLhighlyLeffectiveLcoumarinYbasedLnovelLcholinesteraseLinhibitorsLbyLinLsilicoLandLinLvitroL
studies[LJournalfoffMolecularfGraphicsfandfModellingXL2022XLbaicba 2.8 2

21
uiscoveryLofLselectiveLdengueLvirusLinhibitorsLusingLcombinationLofLmolecularLfingerprintYbasedL
virtualLscreeningLprotocolsXLstructureYbasedLpharmacophoreLmodelLdevelopmentXLmolecularL
dynamicsLsimulationsLandLinLvitroLstudies[LJournalfoffMolecularfGraphicsfandfModellingXL2017XLhhXLddi

2.8 1

20 znLsilicoLdesignLofLnovelLhvRxYneutralLsildenafilYlikeLδuvfLinhibitors[LJournalfoffBiomolecularf
StructurefandfDynamicsXL2017XLdfXLcidaYcifc 3.6 1

19 taseLStudyLofLyighYThroughputLurugLScreeningLandLRemoteLuataLtollectionLforLSrRSYtoVYcLαainL
δroteaseLbyLUsingLSerialLwemtosecondLXYrayLtrystallography[LCrystalsXL2021XLbbXLbfhj 2.3 1

(2021-2021)
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18 znLSilicoLrnalysisLofLsacteriocinsLfromLLacticLrcidLsacteriaLrgainstLSrRSYtoVYc[LProbioticsfandf
AntimicrobialfProteinsXL2021XLb 5.5 1

17
αolecularLsimulationsLrevealLtheLimpactLofLRrαδbLonLligandLbindingLandLdynamicsLofLcalcitoninL
geneYrelatedLpeptideLreceptorLTtxRδRULheterodimer[[LComputersfinfBiologyfandfMedicineXL2021XL
bebXLbafbda

7 1

16 TheLneutralizationLeffectLofLαontelukastLonLSrRSYtoVYcLisLshownLbyLmultiscaleLinLsilicoLsimulationsL
andLcombinedLinLvitroLstudies 1

15 TargetYdrivenLdesignLofLaLcoumarinylLchalconeLscaffoldLbasedLnovelLvwcL inaseLinhibitorLsuppressesL
breastLcancerLgrowthinLvivo 1

14 vlucidationLofLinteractionLmechanismLofLhvRxbLpotassiumLchannelLwithLscorpionLtoxinsLse mYbL
andLsmTxdb[LJournalfoffMolecularfGraphicsfandfModellingXL2020XLjgXLbahfae 2.8 1

13 tombinedLligandLandLstructureYbasedLvirtualLscreeningLapproachesLforLidentificationLofLnovelLrthvL
inhibitors[LTurkishfJournalfoffChemistryXL2020XLeeXLfheYfii 1 1

12
ScreeningLofLsmallLmoleculeLlibrariesLusingLcombinedLtextLminingXLligandYLandLtargetYdrivenLbasedL
approachesLforLidentificationLofLnovelLgranzymeLyLinhibitors[LJournalfoffMolecularfGraphicsfandf
ModellingXL2021XLbafXLbahihg

2.8 1

11 StructuralLandLwunctionalLtharacterizationLofLrllatostatinLReceptorLTypeYtLofLXLaLδotentialLTargetL
forLβextYxenerationLδestLtontrolLrgents[LJournalfoffChemicalfInformationfandfModelingXL2021XLgbXLhbfYhci6.1 1

10 zdentificationLofLfirstYinYclassLplasmodiumLγTULinhibitorsLwithLpotentLantiYmalarialLactivity[L
BiochemicalfJournalXL2021XLehiXLdeefYdegg 3.8 1

9
uesignLandLsynthesisLofLnovelLcaffeicLacidLphenethylLesterLTtrδvULderivativesLandLtheirLbiologicalL
activityLstudiesLinLglioblastomaLmultiformeLTxsαULcancerLcellLlines[[LJournalfoffMolecularfGraphicsf
andfModellingXL2022XLbbdXLbaibga

2.8 1

8 uevelopmentLofLimidazoloneLbasedLangiotensinLzzLreceptorLtypeLzLinhibitorLsmallLmoleculeLasLaL
chemotherapeuticLagentLforLcellLcycleLinhibitionL2021XLbeXLghiYgja 0

7
StructuresLofLαvRSYtoVLmacroLdomainLinLaqueousLsolutionLwithLdynamicskLzmpactsLofLparallelL
temperingLsimulationLtechniquesLandLtyrRααdgmLandLrαsvRjjSsLforceLfieldLparameters[L
Proteins:fStructuretfFunctionfandfBioinformaticsXL2021XLijXLbcijYbcjj

4.2 0

6 TargetYurivenLuesignLofLaLtoumarinylLthalconeLScaffoldLsasedLβovelLvwcL inaseLznhibitorL
SuppressesLsreastLtancerLxrowth[LACSfPharmacologyfandfTranslationalfScienceXL2021XLeXLjcgYjea 5.9 0

5 sinaryYκSrRLguidedLvirtualLscreeningLofLwurLapprovedLdrugsLandLcompoundsLinLclinicalL
investigationLagainstLSrRSYtoVYcLmainLprotease[LTurkishfJournalfoffBiologyXL2021XLefXLefjYegi 3.1 0

4 vvolutionaryLassociationLofLreceptorYwideLaminoLacidsLwithLxLproteinâ��couplingLselectivityLinL
aminergicLxδtRs[LLifefSciencefAllianceXL2022XLfXLecaccabedj 5.8 0

3 rpplicationLofLαultiscaleLSimulationLToolsLonLxδtRs[LrnLvxampleLwithLrngiotensinLzzLTypeLbL
Receptor[LMethodsfinfMolecularfBiologyXL2018XLbiceXLedbYeei 1.4

2 StructureYbasedLdesignLofLhvRxYneutralLantihypertensiveLoxazaloneLandLimidazoloneLderivatives[L
JournalfoffMolecularfGraphicsfandfModellingXL2017XLhhXLceaYcej 2.8

1
zdentifyingLtheLβovelLδyrimidineYsasedLtu cLznhibitorsLasLrnticancerLrgentsLUsingLTextYαiningL
andLtombinedLαolecularLαodelingLrpproaches[LJournalfoffthefTurkishfChemicalfSocietytfSectionfA:f
ChemistryXdidYeae

0.5
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