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205 ]WarylWfWchloroW[V]VbWtriazoloγ[VcWa]quinoxalinWbWaminesIasIhighlyIpotentIo[IandIoaIadenosineI
receptorIantagonistsXIBioorganicfandfMedicinalfChemistryVI2005VI[aVIeZcW[c 3.4 33

204 resignVIsynthesisVIandIstructureWactivityIrelationshipsIofIazolylmethylpyrroloquinolinesIasI
nonsteroidalIaromataseIinhibitorsXIJournalfoffMedicinalfChemistryVI2013VIcdVIecadWc[ 8.3 32

203 wnteractionImodelIforIanthracyclineIactivityIagainstIr oItopoisomeraseIwwXIBiochemistryVI2004VIbaVIecZaW[a3.2 32

202 odvancesIinIqomputationalI⁸echniquesItoI⁵tudyIu²qRWzigandIRecognitionXITrendsfinf
PharmacologicalfSciencesVI2015VIadVIfefWfgZ 13.2 31

201
⁸heIchemistryIofIperoxovanadiumIspeciesIinIaqueousIsolutionsXI⁵tructureIandIreactivityIofIaI
neutralIdiperoxovanadiumIcomplexIasIprovidedIbyIc[₂W …RIdataVIabIinitioIcalculationsIandIkineticI
resultsXIJournalfoffMolecularfCatalysisfAVI1997VI[]ZVIgaWgg

31

200
⁵ynthesisIandIbiologicalIevaluationIofIaInewIseriesIofI[V]VbWtriazoloγ[VcWa]W[VaVcWtriazinesIasIhumanI
oR]oSIadenosineIreceptorIantagonistsIwithIimprovedIwaterIsolubilityXIJournalfoffMedicinalf
ChemistryVI2011VIcbVIfeeWfg

8.3 30

199 ⁸heIdarkIsideIofIproteinIkinaseIqy]IinhibitionXICurrentfMedicinalfChemistryVI2011VI[fVI]fdeWfb 4.3 30

198 ₁seIofIelectrosprayIionizationImassIspectrometryItoIcharacterizechiralIreactiveIintermediatesIinIaI
titaniumIalkoxideImediatedsulfoxidationIreactionXIChemicalfCommunicationsVI1997VIfdgWfeZ 5.8 30

(1997-2005)
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197  ovelIstrategiesIforItheIdesignIofInewIpotentIandIselectiveIhumanIoaIreceptorIantagonistshIanI
updateXICurrentfMedicinalfChemistryVI2006VI[aVIdagWbc 4.3 30

196
⁵coutingIhumanIoaIadenosineIreceptorIantagonistIbindingImodeIusingIaImolecularIsimplificationI
approachhIfromItriazoloquinoxalineItoIaIpyrimidineIskeletonIasIaIkeyIstudyXIJournalfoffMedicinalf
ChemistryVI2007VIcZVIdcgdWdZd

8.3 30

195 o]pIadenosineIreceptorIantagonistshIrecentIdevelopmentsXIMiniuReviewsfinfMedicinalfChemistryVI
2005VIcVI[ZcaWdZ 3.2 30

194 sxploringItheIrecognitionIpathwayIatItheIhumanIo]oIadenosineIreceptorIofItheIendogenousI
agonistIadenosineIusingIsupervisedImolecularIdynamicsIsimulationsXIMedChemCommVI2015VIdVI[Zf[W[Zfc5 29

193
⁵ynthesisIandIpharmacologicalIcharacterizationIofIaInewIseriesIofI
cVeWdisubstitutedWγ[V]Vb]triazoloγ[VcWa]γ[VaVc]triazineIderivativesIasIadenosineIreceptorIantagonistshI
oIpreliminaryIinspectionIofIligandWreceptorIrecognitionIprocessXIBioorganicfandfMedicinalfChemistryVI
2010VI[fVI]c]bWad

3.4 29

192
wnIsilicoIbindingIfreeIenergyIpredictabilityIbyIusingItheIlinearIinteractionIenergyIRzwsSImethodhI
bromobenzimidazoleIqy]IinhibitorsIasIaIcaseIstudyXIJournalfoffChemicalfInformationfandfModelingVI
2007VIbeVIce]Wf]

6.1 29

191 vistidineWqontainingIpisperoxovanadiumR₂SIqompoundshIwnsightIwntoItheI⁵olutionI⁵tructureIbyIanI
s⁵wW…⁵IandIc[₂W …RIqomparativeI⁵tudyXIEuropeanfJournalfoffInorganicfChemistryVI1999VI[gggVI[bfgW[bgc2.3 29

190 oItheoreticalIandIexperimentalIinvestigationIofItheIelectrophilicIoxidationIofIthioethersIandI
sulfoxidesIbyIperoxidesXITetrahedronVI1995VIc[VI[]adaW[]ae] 2.4 29

189 vydroxylationIofIaromaticsIwithIhydrogenIperoxideIcatalyzedIbyIvanadiumIR₂SIperoxocomplexesXI
JournalfoffMolecularfCatalysisVI1993VIfaVI[ZeW[[d 29

188  ovelIfluorescentIantagonistIasIaImolecularIprobeIinIoRaSIadenosineIreceptorIbindingIassaysIusingI
flowIcytometryXIBiochemicalfPharmacologyVI2012VIfaVI[cc]Wd[ 6 28

187
aWvydroxyW[vWquinazolineW]VbWdioneIderivativesIasInewIantagonistsIatIionotropicIglutamateI
receptorshImolecularImodelingIandIpharmacologicalIstudiesXIEuropeanfJournalfoffMedicinalf
ChemistryVI2012VIcbVIbeZWf]

6.8 28

186
⁵olvationVIpreferentialIsolvationIandIcomplexationIbyItheIsolventIofIperoxovanadiumIcomplexesI
studiedIbyIc[₂I …RIspectroscopyXIqorrelationsIwithItheIoxidativeIreactivityXIInorganicafChimicaf
ActaVI1998VI]e]VId]Wde

2.7 28

185 ⁸heIfuroxanIsystemhIdesignIofIselectiveInitricIoxideIR ®SIdonorIinhibitorsIofIq®−W]IendowedIwithI
antiWaggregatoryIandIvasodilatingIactivitiesXIChemistryfandfBiodiversityVI2005VI]VIffdWgZZ 2.5 28

184 tluorescentIligandsIforIadenosineIreceptorsXIBioorganicfandfMedicinalfChemistryfLettersVI2013VI]aVI]dWad2.9 27

183 odenosilandhIwalkingIthroughIadenosineIreceptorsIlandscapeXIEuropeanfJournalfoffMedicinalf
ChemistryVI2012VIcfVI]bfWce 6.8 27

182 rirectIsvidenceIofI⁵olventW²eroxovanadiumIqlustersIbyIslectrosprayIwonizationI…assI
⁵pectrometryXIEuropeanfJournalfoffInorganicfChemistryVI1998VI[ggfVI[[gaW[[ge 2.3 27

181
zinearIandInonlinearIarWQ⁵oRIapproachesIinItandemIwithIligandWbasedIhomologyImodelingIasIaI
computationalIstrategyItoIdepictItheIpyrazoloWtriazoloWpyrimidineIantagonistsIbindingIsiteIofItheI
humanIadenosineIo]oIreceptorXIJournalfoffChemicalfInformationfandfModelingVI2008VIbfVIacZWda

6.1 27

180 omideIbondIdirectionImodulatesIuWquadruplexIrecognitionIandItelomeraseIinhibitionIbyI]VdIandI]VeI
bisWsubstitutedIanthracenedioneIderivativesXIBioorganicfandfMedicinalfChemistryVI2008VI[dVIacbWd[ 3.4 27
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179 zigandWbasedIdrugIdesignImethodologiesIinIdrugIdiscoveryIprocesshIanIoverviewXICurrentfDrugf
DiscoveryfTechnologiesVI2006VIaVI[ccWdc 1.5 27

178 ⁸argetingItheIcoronavirusI⁵oR⁵Wqo₂W]hIcomputationalIinsightsIintoItheImechanismIofIactionIofItheI
proteaseIinhibitorsIlopinavirVIritonavirIandInelfinavirXIScientificfReportsVI2020VI[ZVI]Zg]e 4.9 27

177 u⁸²WdependentIpackingIofIaIthreeWhelixIbundleIisIrequiredIforIatlastinWmediatedIfusionXI
ProceedingsfoffthefNationalfAcademyfoffSciencesfoffthefUnitedfStatesfoffAmericaVI2011VI[ZfVI[d]faWf 11.5 26

176 tlavonoidsIdiosmetinIandIhesperetinIareIpotentIinhibitorsIofIcytochromeI²bcZI]qgWmediatedIdrugI
metabolismIinIvitroXIDrugfMetabolismfandfPharmacokineticsVI2010VI]cVIbddWed 2.2 26

175
²redictionIofItheIaqueousIsolvationIfreeIenergyIofIorganicIcompoundsIbyIusingIautocorrelationIofI
molecularIelectrostaticIpotentialIsurfaceIpropertiesIcombinedIwithIresponseIsurfaceIanalysisXI
BioorganicfandfMedicinalfChemistryVI2008VI[dVIceaaWb]

3.4 26

174 onchimericIassistanceIeffectIonIregioselectiveIhydrolysisIofIbranchedI²sushIaImechanisticI
investigationXIBioorganicfandfMedicinalfChemistryVI2004VI[]VIcZa[We 3.4 26

173 opplicationIofIQ⁵oRIanalysisItoIorganicIanionItransportingIpolypeptideI[acIR®atp[acSIsubstratesXI
BioorganicfandfMedicinalfChemistryVI2005VI[aVIbdaWe[ 3.4 26

172 …appingIdrugIinteractionsIatItheIcovalentItopoisomeraseIwwWr oIcomplexIbyIbisantreneYamsacrineI
congenersXIJournalfoffBiologicalfChemistryVI1998VI]eaVI[]ea]Wg 5.4 26

171 oIvighW⁸hroughputI⁵creeningIwdentifiesI…wq₁[I⁸argetingIqompoundsXICellfReportsVI2020VIaZVI]a][W]aa[Xed10.6 25

170
 ewIinsightIintoIadenosineIreceptorsIselectivityIderivedIfromIaInovelIseriesIofI
γcWsubstitutedWbWphenylW[VaWthiazolW]Wyl]IbenzamidesIandIfuramidesXIEuropeanfJournalfoffMedicinalf
ChemistryVI2013VIdaVIg]bWab

6.8 25

169
]WorylpyrazoloγbVaWd]pyrimidinWeWaminoIderivativesIasInewIpotentIandIselectiveIhumanIoaI
adenosineIreceptorIantagonistsXI…olecularImodelingIstudiesIandIpharmacologicalIevaluationXI
JournalfoffMedicinalfChemistryVI2013VIcdVI]]cdWdg

8.3 24

168
⁵ynthesisIandIbiologicalIstudiesIofIaInewIseriesIofI
cWheteroarylcarbamoylaminopyrazoloγbVaWe][V]VbWtriazoloγ[VcWc]pyrimidinesIasIhumanIoaIadenosineI
receptorIantagonistsXIwnfluenceIofItheIheteroarylIsubstituentIonIbindingIaffinityIandImolecularI
modelingIinvestigationsXIJournalfoffMedicinalfChemistryVI2006VIbgVI[e]ZWg

8.3 24

167
⁸heIapplicationIofIaIarWQ⁵oRIRauto…s²Y²z⁵SIapproachIasIanIefficientIpharmacodynamicWdrivenI
filteringImethodIforIsmallWsizedIvirtualIlibraryhIapplicationItoIaIleadIoptimizationIofIaIhumanIoaI
adenosineIreceptorIantagonistXIBioorganicfandfMedicinalfChemistryVI2006VI[bVIbg]aWa]

3.4 24

166 svidenceIforItheIRecognitionIofI onW ucleotideIontagonistsI₃ithinItheI⁸ransmembraneIromainsI
ofItheIvumanI²]αR[SIReceptorXIDrugfDevelopmentfResearchVI2002VIceVI[eaW[f[ 5.1 24

165 ⁸heItopoisomeraseIwwIpoisonIclerocidinIalkylatesInonWpairedIguaninesIofIr ohIimplicationsIforI
irreversibleIstimulationIofIr oIcleavageXINucleicfAcidsfResearchVI2001VI]gVIb]]bWaZ 20.1 24

164
²erturbationIofIfluidIdynamicsIpropertiesIofIwaterImoleculesIduringIuIproteinWcoupledI
receptorWligandIrecognitionhItheIhumanIo]oIadenosineIreceptorIasIaIkeyIstudyXIJournalfoffChemicalf
InformationfandfModelingVI2014VIcbVI]fbdWcc

6.1 23

163 slucidationIofItheIribonucleaseIoIaggregationIprocessImediatedIbyIarIdomainIswappinghIaI
computationalIapproachIrevealsIpossibleInewImultimericIstructuresXIBiopolymersVI2008VIfgVI]dWag 2.2 23

162 wndoloγ]VaWb]WquinoliziniumIbromidehIanIefficientIintercalatorIwithIr oWphotodamagingIpropertiesXI
ChemBioChemVI2002VIaVIccZWf 3.8 23

(2002-2006)
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161 ⁵equenceWspecificIinteractionsIofIdrugsIinterferingIwithItheItopoisomeraseWr oIcleavageIcomplexXI
BiochimicafEtfBiophysicafActafufMolecularfBasisfoffDiseaseVI2002VI[cfeVI[bcWcb 6.9 23

160 qomparisonIofItheIvumanIoIodenosineIReceptorIRecognitionIbyIodenosineIandIwnosinehI ewI
wnsightIfromI⁵upervisedI…olecularIrynamicsI⁵imulationsXIChemMedChemVI2017VI[]VI[a[gW[a]d 3.7 22

159
eWominoW]WphenylpyrazoloγbVaWd]pyrimidineIderivativeshIstructuralIinvestigationsIatItheIcWpositionI
toItargetIhumanIoâ��IandIoR]oSIadenosineIreceptorsXI…olecularImodelingIandIpharmacologicalI
studiesXIEuropeanfJournalfoffMedicinalfChemistryVI2014VIfbVId[bW]e

6.8 22

158
olternativeIqualityIassessmentIstrategyItoIcompareIperformancesIofIu²qRWligandIdockingI
protocolshItheIhumanIadenosineIoR]oSIreceptorIasIaIcaseIstudyXIJournalfoffChemicalfInformationfandf
ModelingVI2014VIcbVI]]baWcb

6.1 22

157 sllagicIacidIandIpolyhydroxylatedIurolithinsIareIpotentIcatalyticIinhibitorsIofIhumanItopoisomeraseI
wwhIanIinIvitroIstudyXIJournalfoffAgriculturalfandfFoodfChemistryVI2012VIdZVIg[d]WeZ 5.7 22

156
qombiningIselectivityIandIaffinityIpredictionsIusingIanIintegratedI⁵upportI₂ectorI…achineIR⁵₂…SI
approachhIonIalternativeItoolItoIdiscriminateIbetweenItheIhumanIadenosineIoR]oSIandIoRaSI
receptorIpyrazoloWtriazoloWpyrimidineIantagonistsIbindingIsitesXIBioorganicfandfMedicinalfChemistryVI
2009VI[eVIc]cgWeb

3.4 22

155 QuantitationIofIcamptothecinIandIrelatedIcompoundsXIBiomedicalfApplicationsVI2001VIedbVI[][WbZ 22

154 ⁵upervisedI…olecularIrynamicsIR⁵u…rSIwnsightsIintoItheImechanismIofIactionIofI⁵oR⁵Wqo₂W]ImainI
proteaseIinhibitorI²tWZea][aa]XIJournalfoffEnzymefInhibitionfandfMedicinalfChemistryVI2021VIadVI[dbdW[dcZ5.6 22

153 sstimationIofIkineticIandIthermodynamicIligandWbindingIparametersIusingIcomputationalI
strategiesXIFuturefMedicinalfChemistryVI2017VIgVIcZeWc]a 4.1 21

152 ˛†]IWulycoprotein´ wIbindsItoIthrombinIandIselectivelyIinhibitsItheIenzymeIprocoagulantIfunctionsXI
JournalfoffThrombosisfandfHaemostasisVI2013VI[[VI[ZgaW[Z] 15.4 21

151 ²eroxovanadiumIcomplexesIasIradicalIoxidantsIinIorganicIsolventsIandIinIaqueousIsolutionsXI
JournalfoffMolecularfCatalysisfAVI1997VI[[eVI[agW[bg 21

150 alphaW aphthylaminopropanW]WolIrerivativesIasIpoqs[IwnhibitorsXIChemMedChemVI2008VIaVI[caZWb 3.7 21

149 qharacterizationIandIReactivityIofI⁸riperoxoI₂anadiumIqomplexesIwnI²roticI⁵olventsXIEuropeanf
JournalfoffInorganicfChemistryVI2001VI]ZZ[VI]g[a 2.3 21

148 qorrelationIbetweenIoneWelectronIreductionIandIoxygenWoxygenIbondIstrengthIinIdZItransitionI
metalIperoxoIcomplexesXIInorganicfChemistryVI1993VIa]VIcegeWcegg 5.1 21

147  ovelIaW⁵ubstitutedIeW²henylpyrroloγaV]Wf]quinolinWgRdvSWonesIasI⁵ingleIsntitiesIwithI…ultitargetI
ontiproliferativeIoctivityXIJournalfoffMedicinalfChemistryVI2015VIcfVIegg[WfZ[Z 8.3 20

146 …olecularImodelingIasIaItoolItoIinvestigateImolecularIrecognitionIinI²]αIreceptorsXICurrentf
PharmaceuticalfDesignVI2002VIfVI]bZ[W[a 3.3 20

145 …imickingI²eptidesâ�ƒIwnI⁵ilicoXIMolecularfInformaticsVI2012VIa[VI[]W]Z 3.8 19

144 obIwnitioIqalculationsIonI₃aterâ��²eroxovanadiumIqlustersVI₂®R®]SRv]®SnUIRnIkI[â��cSXIwmplicationsI
forItheI⁵tructureIinIoqueousI⁵olutionXIJournalfoffPhysicalfChemistryfAVI1997VI[Z[VIbdaeWbdbZ 2.8 19
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143
⁵ynthesisIandI…olecularI…odelingI⁵tudiesIofItullereneâ��cVdVeW⁸rimethoxyindoleâ��®ligonucleotideI
qonjugatesIasI²ossibleI²robesIforI⁵tudyIofI²hotochemicalIReactionsIinIr oI⁸ripleIvelicesXI
EuropeanfJournalfoffOrganicfChemistryVI2002VI]ZZ]VIbZcWb[a

3.2 19

142  ewI[VbWanthraceneWgV[ZWdioneIderivativesIasIpotentialIanticancerIagentsXIIlfFarmacoVI2000VIccVI[Wc 19

141 ²henolicI[VaWdiketonesIattenuateIlipopolysaccharideWinducedIinflammatoryIresponseIbyIanI
alternativeImagnesiumWmediatedImechanismXIBritishfJournalfoffPharmacologyVI2017VI[ebVI[ZgZW[[Za 8.6 18

140 ⁵emisynthesisVIbiologicalIactivityVIandImolecularImodelingIstudiesIofIqWringWmodifiedI
camptothecinsXIJournalfoffMedicinalfChemistryVI2009VIc]VI[Z]gWag 8.3 18

139 qombiningIselfWIandIcrossWdockingIasIbenchmarkItoolshItheIperformanceIofIrockpenchIinItheIraRI
urandIqhallengeI]XIJournalfoffComputeruAidedfMolecularfDesignVI2018VIa]VI]c[W]db 4.2 17

138
zeukaemicIcellsIfromIchronicIlymphocyticIleukaemiaIpatientsIundergoIapoptosisIfollowingI
microtubuleIdepolymerizationIandIzynIinhibitionIbyInocodazoleXIBritishfJournalfoffHaematologyVI
2014VI[dcVIdcgWe]

4.5 17

137 qarbazoleWcontainingIarylcarboxamidesIasIpoqs[IinhibitorsXIBioorganicfandfMedicinalfChemistryf
LettersVI2011VI][VIddceWd[ 2.9 17

136 ²yrazoloWtriazoloWpyrimidinesIasIadenosineIreceptorIantagonistshIoIcompleteIstructureWactivityI
profileXIPurinergicfSignallingVI2007VIaVI[faWga 3.8 17

135
®nItheI…echanismIofItheI®xygenI⁸ransferItoI⁵ulfoxidesIbyIR²eroxoSγtrisRhydroxyalkylSamine]⁸iw₂I
qomplexesIâ��IsvidenceIforIaI…etalW⁸emplateWossistedI²rocessXIEuropeanfJournalfoffOrganicf
ChemistryVI2003VI]ZZaVIcZeWc[[

3.2 17

134 …olecularIrecognitionIinI²]IreceptorshIligandIdevelopmentIaidedIbyImolecularImodelingIandI
mutagenesisXIProgressfinfBrainfResearchVI1999VI[]ZVI[[gWa] 2.9 17

133 oqua……ap⁵hIonIolternativeI⁸oolItoI…onitorItheIRoleIofI₃aterI…oleculesIruringI²roteinWzigandI
ossociationXIChemMedChemVI2018VI[aVIc]]Wca[ 3.7 17

132
cVeWrisubstitutedWγ[V]Vb]triazoloγ[VcWa]γ[VaVc]triazinesIasIpharmacologicalItoolsItoIexploreItheI
antagonistIselectivityIprofilesItowardIadenosineIreceptorsXIEuropeanfJournalfoffMedicinalfChemistry
VI2016VI[ZfVIc]gWcb[

6.8 16

131
⁵tructuralIrefinementIofIpyrazoloγbVaWd]pyrimidineIderivativesItoIobtainIhighlyIpotentIandI
selectiveIantagonistsIforItheIhumanIoaIadenosineIreceptorXIEuropeanfJournalfoffMedicinalf
ChemistryVI2016VI[ZfVI[[eW[aa

6.8 16

130
sxploringItheIdirectionalityIofIcWsubstitutionsIinIaInewIseriesIofI
cWalkylaminopyrazoloγbVaWe][V]VbWtriazoloγ[VcWc]pyrimidineIasIaIstrategyItoIdesignInovelIhumanIaRaSI
adenosineIreceptorIantagonistsXIJournalfoffMedicinalfChemistryVI2012VIccVIgdcbWdf

8.3 16

129
⁸andemIarWQ⁵oRsIapproachIasIaIvaluableItoolItoIpredictIbindingIaffinityIdatahIdesignIofInewI
ulyY …roIreceptorIantagonistsIasIaIkeyIstudyXIJournalfoffChemicalfInformationfandfModelingVI2007VI
beVI[g[aW]]

6.1 16

128 uIproteinWcoupledIreceptorsIasIchallengingIdruggableItargetshIinsightsIfromIinIsilicoIstudiesXINewf
JournalfoffChemistryVI2006VIaZVIaZ[ 3.6 16

127 oIandIoIadenosineIreceptorshI⁸heIextracellularIloopI]IdeterminesIhighIRoSIorIlowIaffinityIRoSIforI
adenosineXIBiochemicalfPharmacologyVI2020VI[e]VI[[ae[f 6 16

126 oI⁸riazolotriazineWpasedIrualIu⁵yWa˛†YqyW[˛·IzigandIasIaI²otentialI europrotectiveIogentI
²resentingI⁸woIrifferentI…echanismsIofIsnzymaticIwnhibitionXIChemMedChemVI2019VI[bVIa[ZWa[b 3.7 16

(2019-2002)
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125 wmpactIofIproteinWligandIsolvationIandIdesolvationIonItransitionIstateIthermodynamicIpropertiesIofI
adenosineIoIligandIbindingIkineticsXIInfSilicofPharmacologyVI2017VIcVI[d 4.3 15

124
⁵upportingItheIwdentificationIofI ovelItragmentWpasedI²ositiveIollostericI…odulatorsI₁singIaI
⁵upervisedI…olecularIrynamicsIopproachhIoIRetrospectiveIonalysisIqonsideringItheIvumanIo]oI
odenosineIReceptorIasIaIyeyIsxampleXIMoleculesVI2017VI]]VI

4.8 15

123
sxploringIpotencyIandIselectivityIreceptorIantagonistIprofilesIusingIaImultilabelIclassificationI
approachhItheIhumanIadenosineIreceptorsIasIaIkeyIstudyXIJournalfoffChemicalfInformationfandf
ModelingVI2009VIbgVI]f]ZWad

6.1 15

122 qomparativeIstudiesIonItheIr oWbindingIpropertiesIofIlinearIandIangularIdibenzoquinoliziniumI
ionsXIJournalfoffOrganicfChemistryVI2006VIe[VIfbZ[W[[ 4.2 15

121 ontitumorIoβoWanthrapyrazoleshIbiophysicalIandIbiochemicalIstudiesIonIfWIandIgWazaIregioisomersXI
BiochemicalfPharmacologyVI2004VIdeVIda[Wb] 6 15

120  ewIwaterIsolubleIpyrroloquinolineIderivativesIasInewIpotentialIanticancerIagentsXIBioorganicfandf
MedicinalfChemistryVI2005VI[aVIbeaaWg 3.4 15

119 r oWinteractiveIanticancerIazaWanthrapyrazoleshIbiophysicalIandIbiochemicalIstudiesIrelevantItoI
theImechanismIofIactionXIMolecularfPharmacologyVI2001VIcgVIgdW[Za 4.3 15

118 ⁵ynthesisVIbiologicalIevaluationIandImolecularImodelingIstudiesIofIphthalazinW[R]vSWoneIderivativesI
asInovelIcholinesteraseIinhibitorsXIRSCfAdvancesVI2016VIdVIbd[eZWbd[fc 3.7 15

117
⁸heIroleIofIcWarylalkylaminoWIandIcWpiperazinoWImoietiesIonItheIeWaminopyrazoloγbVaWd]pyrimidineI
coreIinIaffectingIadenosineIoIandIoIreceptorIaffinityIandIselectivityIprofilesXIJournalfoffEnzymef
InhibitionfandfMedicinalfChemistryVI2017VIa]VI]bfW]da

5.6 14

116 oI⁵upervisedI…olecularIrynamicsIopproachItoI₁nbiasedIzigandW²roteinI₁nbindingXIJournalfoff
ChemicalfInformationfandfModelingVI2020VIdZVI[fZbW[f[e 6.1 14

115 wnhibitionIofIcytochromeI²bcZI]qfWmediatedIdrugImetabolismIbyItheIflavonoidIdiosmetinXIDrugf
MetabolismfandfPharmacokineticsVI2011VI]dVIccgWdf 2.2 14

114 riazoniapolycyclicIionsIinhibitItheIactivityIofItopoisomeraseIwIandItheIgrowthIofIcertainItumorIcellI
linesXIChemMedChemVI2008VIaVI[de[Wd 3.7 14

113 ⁸heIxylanaseIinhibitorI⁸o−wWwwwIcounteractsItheInecroticIactivityIofIaItusariumIgraminearumI
xylanaseIinIvitroIandIinIdurumIwheatItransgenicIplantsXIMolecularfPlantfPathologyVI2015VI[dVIcfaWg] 5.7 13

112 valogenIpondsIinIzigandW²roteinI⁵ystemshI…olecularI®rbitalI⁸heoryIforIrrugIresignXIJournalfoff
ChemicalfInformationfandfModelingVI2020VIdZVI[a[eW[a]f 6.1 13

111 RationalIdesignVIsynthesisVIandIr oIbindingIpropertiesIofInovelIsequenceWselectiveIpeptidylI
congenersIofIametantroneXIChemMedChemVI2010VIcVI[ZfZWg[ 3.7 13

110
⁵ynthesisVIstructureWactivityIrelationshipsIandIbiologicalIevaluationIof´ eWphenylWpyrroloquinolinoneI
aWamideIderivativesIasIpotentIantimitoticIagentsXIEuropeanfJournalfoffMedicinalfChemistryVI2017VI
[]eVIdbaWddZ

6.8 12

109 RevisitingIaIreceptorWbasedIpharmacophoreIhypothesisIforIhumanIoR]oSIadenosineIreceptorI
antagonistsXIJournalfoffChemicalfInformationfandfModelingVI2013VIcaVI[d]ZWae 6.1 12

108
ocuteIinIvitroIeffectsIofIdronedaroneVIanIiodineWfreeIderivativeVIandIamiodaroneVIonItheIrabbitI
sinoatrialInodeIautomaticityhIaIcomparativeIstudyXIJournalfoffCardiovascularfPharmacologyfandf
TherapeuticsVI2007VI[]VI]bfWce

2.6 12
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107 qombiningIligandWbasedIandIstructureWbasedIdrugIdesignIinItheIvirtualIscreeningIarenaXIExpertf
OpinionfonfDrugfDiscoveryVI2007VI]VIaeWbg 6.2 12

106 r oWbindingIpreferencesIofIbisantreneIanalogueshIrelevanceItoItheIsequenceIspecificityIofI
drugWmediatedItopoisomeraseIwwIpoisoningXIMolecularfPharmacologyVI1998VIcbVI[ZadWbc 4.3 12

105 …olecularIdockingImethodologiesXIMethodsfinfMolecularfBiologyVI2013VIg]bVIaagWdZ 1.4 11

104  …RWossistedI…olecularIrockingI…ethodologiesXIMolecularfInformaticsVI2015VIabVIc[aW]c 3.8 11

103 …etabolismIofI]WhydroxyWaWdeoxyestradiolIbyIratIliverImicrosomesXIBiochemicalfPharmacologyVI
1977VI]dVIedgWea 6 11

102 ⁸heIriseIofImolecularIsimulationsIinIfragmentWbasedIdrugIdesignIRtprrShIanIoverviewXIDrugf
DiscoveryfTodayVI2020VI]cVI[dgaW[eZ[ 8.8 10

101 rockpenchIasIdockingIselectorItoolhItheIlessonIlearnedIfromIraRIurandIqhallengeI]Z[cXIJournalfoff
ComputeruAidedfMolecularfDesignVI2016VIaZVIeeaWefg 4.2 10

100
⁵caffoldIdecorationIatIpositionsIcIandIfIofI[V]VbWtriazoloγ[VcWc]pyrimidinesItoIexploreItheI
antagonistIprofilingIonIadenosineIreceptorshIaIpreliminaryIstructureWactivityIrelationshipIstudyXI
JournalfoffMedicinalfChemistryVI2014VIceVId][ZW]c

8.3 10

99 wnIsilicoIinvestigationIofI²vrWaIspecificIvwt[W˛–IprolineIcdeIhydroxylationhIaInewIplayerIinItheI
₂vzYvwtW[˛–IinteractionIpathwaymXIFEBSfLettersVI2013VIcfeVI]ggdWaZZ[ 3.8 10

98 wmplementingItheILpestI⁸emplateI⁵earchingLItoolIintoIodenosilandIplatformXIInfSilicof
PharmacologyVI2013VI[VI]c 4.3 10

97 qarboxylationWdependentIconformationalIchangesIofIhumanIosteocalcinXIFrontiersfinfBiosciencefuf
LandmarkVI2014VI[gVI[[ZcW[d 2.8 10

96
roesItheIcombinationIofIoptimalIsubstitutionsIatItheIq´†WVI â�µWIandI â�‚WpositionsIofItheI
pyrazoloWtriazoloWpyrimidineIscaffoldIguaranteeIselectiveImodulationIofItheIhumanIoâ��IadenosineI
receptorsmXIBioorganicfandfMedicinalfChemistryVI2011VI[gVId[]ZWab

3.4 10

95 ⁵upportI₂ectorI…achineIR⁵₂…SIasIolternativeI⁸oolItoIossignIocuteIoquaticI⁸oxicityI₃arningIzabelsI
toIqhemicalsXIMolecularfInformaticsVI2010VI]gVIc[Wdb 3.8 10

94 ²yrazoloγbVaWe]γ[V]Vb]triazoloγ[VcWc]pyrimidinesIandI⁵tructurallyI⁵implifiedIonalogsXIqhemistryIandI
⁵oRI²rofileIasIodenosineIReceptorIontagonistsXICurrentfTopicsfinfMedicinalfChemistryVI2016VI[dVIa]]bWa]ce3 10

93  ovelIcoumarinWpyridazineIhybridsIasIselectiveI…o®WpIinhibitorsIforItheI²arkinsonQsIdiseaseI
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92
⁸argetingI²roteinIyinaseIqy[˛·IwithIRiluzolehIqouldIwtIpeI®neIofItheI²ossibleI…issingIpricksItoI
wnterpretIwtsIsffectIinItheI⁸reatmentIofIoz⁵IfromIaI…olecularI²ointIofI₂iewmXIChemMedChemVI2018VI
[aVI]dZ[W]dZc

3.7 10

91 ⁵upervisedI…olecularIrynamicsIR⁵u…rSIopproachesIinIrrugIresignXIMethodsfinfMolecularfBiologyVI
2018VI[f]bVI]feW]gf 1.4 9

90
recipheringItheI…olecularIRecognitionI…echanismIofI…ultidrugIResistanceI oroIsffluxI²umpI
₁singIaI⁵upervisedI…olecularIrynamicsIopproachXIInternationalfJournalfoffMolecularfSciencesVI2019VI
]ZVI

6.3 9

(2019-2007)

13



89 vumanIoaIadenosineIreceptorIasIversatileIuIproteinWcoupledIreceptorIexampleItoIvalidateItheI
receptorIhomologyImodelingItechnologyXICurrentfPharmaceuticalfDesignVI2009VI[cVIbZdgWfb 3.3 9

88 ²yrazoloWtriazoloWpyrimidinesIasIadenosineIreceptorIantagonistshIsffectIofItheI WcIbondItypeIonI
theIaffinityIandIselectivityIatItheIfourIadenosineIreceptorIsubtypesXIPurinergicfSignallingVI2008VIbVIagWbd 3.8 9

87 resignVIsynthesisIandIbiologicalIpropertiesIofIfulleropyrrolidineIderivativesIasIpotentialIr oI
photoWprobesXIJournalfoffSupramolecularfChemistryVI2002VI]VIa]eWaab 9

86 wnteractionsIbetweenIr oIandIbenzoWIandItetrahydrobenzofurocoumarinshIthermodynamicIandI
molecularImodelingIstudiesXIIlfFarmacoVI2000VIccVI]edWfd 9

85 ²hotophysicalIpropertiesIofItheIlowestIexcitedIsingletIandItripletIstatesIofIthioWIandI
selenoWpsoralensXIPhotochemistryfandfPhotobiologyVI2000VIe[VIcZdW[a 3.6 9

84 riscoveryIofIvw₂W[IintegraseIinhibitorsIthroughIaInovelIcombinationIofIligandIandIstructureWbasedI
drugIdesignXIMedicinalfChemistryVI2005VI[VI]daWec 1.8 9

83 o⁸²InonWcompetitiveI⁵erY⁸hrIkinaseIinhibitorsIasIpotentialIanticancerIagentsXIAntiuCancerfAgentsfinf
MedicinalfChemistryVI2009VIgVIeefWfd 2.2 9

82 ²eekingIatIuWproteinWcoupledIreceptorsIthroughItheImolecularIdynamicsIkeyholeXIFuturefMedicinalf
ChemistryVI2019VI[[VIcggWd[c 4.1 8

81
γ[V]Vb]⁸riazoloγ[VcWc]pyrimidinesIasIadenosineIreceptorIantagonistshI…odificationsIatItheIfIpositionI
toIreachIselectivityItowardsIoIadenosineIreceptorIsubtypeXIEuropeanfJournalfoffMedicinalfChemistry
VI2018VI[ceVIfaeWfc[

6.8 8

80 ReactivityIofIclerocidinItowardsIadeninehIimplicationsIforIbaseWmodulatedIr oIdamageXIOrganicf
andfBiomolecularfChemistryVI2009VIeVIgedWfc 3.9 8

79 ²roteinIkinaseIqy]IinhibitorshIemergingIanticancerItherapeuticIagentsmXIAntiuCancerfAgentsfinf
MedicinalfChemistryVI2008VIfVIegfWfZd 2.2 8

78 ]WvydroxyWaWcarboxyWdihydrocinnamicIacidhIqomplexationIpropertiesItowardsIaluminiumRwwwSIandI
ironRwwwSXIPolyhedronVI2007VI]dVIab[gWab]e 2.7 8

77 ²yrazoloquinazolineI⁸ricyclicI⁵ystemIasI ovelI⁵caffoldItoIresignI ewIyinaseIqy]IwnhibitorsXILettersf
infDrugfDesignfandfDiscoveryVI2006VIaVI]f[W]fb 0.8 8

76
RethinkingItoIriluzoleImechanismIofIactionhItheImolecularIlinkIamongIproteinIkinaseIqy[˛·IactivityVI
⁸r²WbaIphosphorylationVIandIamyotrophicIlateralIsclerosisIpharmacologicalItreatmentXINeuralf
RegenerationfResearchVI2019VI[bVI]ZfaW]Zfc

4.5 8

75 ⁵ulfonamidoWderivativesIofIunsubstitutedIcarbazolesIasIpoqs[IinhibitorsXIBioorganicfandfMedicinalf
ChemistryfLettersVI2017VI]eVIbf[]Wbf[d 2.9 7

74
svaluatingItheIeffectsIofIfluorineIonIbiologicalIpropertiesIandImetabolicIstabilityIofIsomeI
antitubulinIaWsubstitutedIeWphenylWpyrroloquinolinonesXIEuropeanfJournalfoffMedicinalfChemistryVI
2019VI[efVI]geWa[b

6.8 7

73 qanI₃eI⁵tillI⁸rustIrockingIResultsmIonIsxtensionIofItheIopplicabilityIofIrockpenchIonI²rpbindI
ratabaseXIInternationalfJournalfoffMolecularfSciencesVI2019VI]ZVI 6.3 7

72 ReceptorWdrivenIidentificationIofInovelIhumanIoâ��IadenosineIreceptorIantagonistsIasIpotentialI
therapeuticIagentsXIMethodsfinfEnzymologyVI2010VIbfcVI]]cWbb 1.7 7
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71 oInovelIglucosyltransferaseIfromIqatharanthusIroseusIcellIsuspensionsXIProcessfBiochemistryVI2010VI
bcVIdccWdcg 4.8 7

70 oIversatileIsynthesisIofItheI[VbWdihydroxynaphthoquinoneInucleusXITetrahedronfLettersVI2000VIb[VIdda[Wddab2 7

69 ⁸argetingItubulinIpolymerizationIbyInovelIeWarylWpyrroloquinolinoneshI⁵ynthesisVIbiologicalIactivityI
andI⁵oRsXIEuropeanfJournalfoffMedicinalfChemistryVI2018VI[baVI]bbW]cf 6.8 7

68 oIreepWzearningIopproachItowardIRationalI…olecularIrockingI²rotocolI⁵electionXIMoleculesVI2020VI
]cVI 4.8 6

67
sxploringItheIR oWRecognitionI…echanismI₁singI⁵upervisedI…olecularIrynamicsIR⁵u…rSI
⁵imulationshI⁸owardIaIRationalIresignIforIRibonucleicW⁸argetingI…oleculesmXIFrontiersfinfChemistryVI
2020VIfVI[Ze

5 6

66
RevisitingItheIollostericIRegulationIofI⁵odiumIqationIonItheIpindingIofIodenosineIatItheIvumanIoI
odenosineIReceptorhIwnsightsIfromI⁵upervisedI…olecularIrynamicsIR⁵u…rSI⁵imulationsXIMoleculesVI
2019VI]bVI

4.8 6

65 ozyIkinaseIdomainImutationsIinIprimaryIanaplasticIlargeIcellIlymphomahIconsequencesIonI
 ²…WozyIactivityIandIsensitivityItoItyrosineIkinaseIinhibitorsXIPLoSfONEVI2015VI[ZVIeZ[][aef 3.7 6

64 tunctionalIsignificanceIofItheInovelIvWRo⁵IgeneImutationI…e]wIinIaIpatientIwithImedullaryIthyroidI
cancerXIExperimentalfandfClinicalfEndocrinologyfandfDiabetesVI2013VI[][VIcbdWcZ 2.3 6

63 ResponseI⁵urfaceIonalysisIasIolternativeIarWQ⁵oRI⁸oolhIvumanIoaIodenosineIReceptorI
ontagonistsIasIaIyeyI⁵tudyXILettersfinfDrugfDesignfandfDiscoveryVI2007VIbVI[]]W[]e 0.8 6

62 RiboseImodifiedInucleosidesIandInucleotidesIasIligandsIforIpurineIreceptorsXINucleosidestf
NucleotidesfandfNucleicfAcidsVI2001VI]ZVIaaaWb[ 1.4 6

61 wsolationIandIcharacterizationIofIaIuolgiWrichIfractionIfromItheIvardingW²asseyImouseImelanomaXI
TohokufJournalfoffExperimentalfMedicineVI1978VI[]dVIdaWeZ 2.4 6

60 ⁵coutingI ovelI²roteinIyinaseIoIR²yoSIwnhibitorsIbyI₁singIaIqonsensusIrockingWpasedI₂irtualI
⁵creeningIopproachXILettersfinfDrugfDesignfandfDiscoveryVI2009VIdVIa]eWaad 0.8 6

59 wnspectingItheI…echanismIofItragmentIvitsIpindingIonI⁵oR⁵Wqo₂W]I…IbyI₁singI⁵upervisedI
…olecularIrynamicsIR⁵u…rSI⁵imulationsXIChemMedChemVI2021VI[dVI]ZecW]Zf[ 3.7 6

58 v⁸W⁵u…rhImakingImolecularIdynamicsIsimulationsIsuitableIforIfragmentWbasedIscreeningXIoI
comparativeIstudyIwithI …RXIJournalfoffEnzymefInhibitionfandfMedicinalfChemistryVI2021VIadVI[W[b 5.6 6

57
qouldItheIpresenceIofIsodiumIionIinfluenceItheIaccuracyIandIprecisionIofItheIligandWposingIinItheI
humanIoIadenosineIreceptorIorthostericIbindingIsiteIusingIaImolecularIdockingIapproachmIwnsightsI
fromIrockbenchXIJournalfoffComputeruAidedfMolecularfDesignVI2018VIa]VI[aaeW[abd

4.2 6

56 [W⁸hiopsoralenVIaInewIphotobiologicallyIactiveIheteropsoralenXI²hotophysicalVIphotochemicalIandI
computerIaidedIstudiesXIIlfFarmacoVI1997VIc]VIdbcWc] 6

55 qonjugatesIbetweenIminorIgrooveIbindersIandIβnRwwSWtachIcomplexeshI⁵ynthesisVIcharacterizationVI
andIinteractionIwithIplasmidIr oXITetrahedronVI2017VIeaVIaZ[bWaZ]b 2.4 5

54 ⁸heIroleIofItheI WterminalIdomainIinItheIregulationIofItheILconstitutivelyIactiveLIconformationIofI
proteinIkinaseIqy]˛–hIinsightIfromIaImolecularIdynamicsIinvestigationXIChemMedChemVI2011VIdVI[]ZeW[d 3.7 5
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53 ⁵tructureWactivityIrelationshipIstudyIofI[dIaWthiocamptothecinshIanIintegratedIinIvitroIandIinIsilicoI
approachXIChemMedChemVI2010VIcVI]ZZdW[c 3.7 5

52
poqs[IinhibitoryIactivitiesIofIenantiomericallyIpureVIvariouslyIsubstitutedI
 WRaWRbWbenzhydrylpiperazinW[WylSW]WhydroxypropylSIarylsulfonamidesXIBioorganicfandfMedicinalf
ChemistryVI2010VI[fVIegg[Wd

3.4 5

51 [W⁸hioangelicinhIcrystalIstructureVIcomputerWaidedIstudiesIandIphotobiologicalIactivityXIIlfFarmacoVI
2004VIcgVI[]cWa] 5

50
⁵ynthesisVIbiologicalIstudiesIandImolecularImodelingIinvestigationIofI
[VaWdimethylW]VbWdioxoWdWmethylWfWRsubstitutedSI[V]VaVbWtetrahydroIγ[V]Vb]WtriazoloIγaVbWf]WpurinesIasI
potentialIadenosineIreceptorIantagonistsXIIlfFarmacoVI2005VIdZVI]ggWaZd

5

49
⁵ynthesisVIbiologicalIandImodelingIstudiesIofI[VaWdiWnWpropylW]VbWdioxoWdWmethylWfWRsubstitutedSI
[V]VaVbWtetrahydroIγ[V]Vb]WtriazoloIγaVbWf]WpurinesIasIadenosineIreceptorIantagonistsXIIlfFarmacoVI
2005VIdZVIdbaWc[

5

48
⁸heIwnfluenceIofItheI[WRaW⁸rifluoromethylWpenzylSW[vW²yrazoleWbWylI…oietyIonItheIodenosineI
ReceptorsIoffinityI²rofileIofI²yrazoloγbVaWe]γ[V]Vb]⁸riazoloγ[VcWc]²yrimidineIrerivativesXIPLoSfONEVI
2015VI[ZVIeZ[bacZb

3.7 5

47 qonjugableIoIadenosineIreceptorIantagonistsIforItheIdevelopmentIofIfunctionalizedIligandsIandI
theirIuseIinIfluorescentIprobesXIEuropeanfJournalfoffMedicinalfChemistryVI2020VI[fdVI[[[ffd 6.8 5

46
⁵ynthesisIandIpreliminaryIstructureWactivityIrelationshipIstudyIofI
]WarylW]vWpyrazoloγbVaWc]quinolinWaWonesIasIpotentialIcheckpointIkinaseI[IRqhk[SIinhibitorsXIJournalf
offEnzymefInhibitionfandfMedicinalfChemistryVI2017VIaaVI[e[W[fa

5.6 5

45 qouldIodenosineIRecognizeIitsIReceptorsIwithIaI⁵toichiometryI®therIthanI[IhI[mXIMolecularf
InformaticsVI2018VIaeVIe[fZZZZg 3.8 5

44 oIqomputationalI₃orkflowIforItheIwdentificationIofI ovelItragmentsIoctingIasIwnhibitorsIofItheI
octivityIofI²roteinIyinaseIqy[˛·XIInternationalfJournalfoffMolecularfSciencesVI2021VI]]VI 6.3 5

43 oInewIinactiveIconformationIofI⁵oR⁵Wqo₂W]ImainIproteaseXXIActafCrystallographicafSectionfD:f
StructuralfBiologyVI2022VIefVIadaWaef 5.5 5

42
oIqomparisonIinItheI₁seIofItheIqrystallographicI⁵tructureIofItheIvumanIo[IorItheIo]oIodenosineI
ReceptorsIasIaI⁸emplateIforItheIqonstructionIofIaIvomologyI…odelIofItheIoaI⁵ubtypeXIAppliedf
SciencesfoSwitzerlandpVI2019VIgVIf][

2.6 4

41 oIclusterIofIfactorI−wWdeficientIpatientsIdueItoIaInewImutationIRwleIbadIzysSIinInortheasternIwtalyXI
EuropeanfJournalfoffHaematologyVI2012VIffVI]]gWad 3.8 4

40 oInovelIsplicingIvariantIencodingIputativeIcatalyticIalphaIsubunitIofImaizeIproteinIkinaseIqy]XI
PhysiologiafPlantarumVI2009VI[adVI]c[Wda 4.6 4

39 qlick…rhIanIintuitiveIwebWorientedImolecularIdynamicsIplatformXIFuturefMedicinalfChemistryVI2011VI
aVIg]aWa[ 4.1 4

38 wnhibitoryIeffectsIofIglycosaminoglycansIonIbasalIandIstimulatedItransformingIgrowthIfactorW˛†[I
expressionIinImesangialIcellshIbiochemicalIandIstructuralIconsiderationsXIGlycobiologyVI2011VI][VI[Z]gWae5.8 4

37 resigningIaIligandIforIpharmaceuticalIpurposesXIExpertfOpinionfonfDrugfDiscoveryVI2008VIaVIcegWgZ 6.2 4

36 ⁵tructurallyIrelatedInucleotidesIasIselectiveIagonistsIandIantagonistsIatI²]α[IreceptorsXIIlfFarmacoVI
2001VIcdVIe[Wc 4
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35  ewIbenzoquinolizinWcWoneIderivativesIasIfurocoumarinIanalogshIr oWinteractionsIandImolecularI
modelingIstudiesXIIlfFarmacoVI1999VIcbVIcc[Wd[ 4

34 ReWsxploringItheIobilityIofIqommonIrockingI²rogramsItoIqorrectlyIReproduceItheIpindingI…odesI
ofI onWqovalentIwnhibitorsIofI⁵oR⁵Wqo₂W]I²roteaseI…XXIPharmaceuticalsVI2022VI[cVI 5.2 4

33 ²yrazoloγbVaW]γ[V]Vb]triazoloγ[VcW]pyrimidinesItoIdevelopIfunctionalizedIligandsItoItargetIadenosineI
receptorshIfluorescentIligandsIasIanIexampleXIMedChemCommVI2019VI[ZVI[ZgbW[[Zf 5 4

32  ewIwnsightsIintoIyeyIreterminantsIforIodenosineI[IReceptorIontagonistsI⁵electivityI₁singI
⁵upervisedI…olecularIrynamicsI⁵imulationsXIBiomoleculesVI2020VI[ZVI 5.9 3

31 wnI⁵ilicoIarI…odelingIofIpindingIoctivitiesXIMethodsfinfMolecularfBiologyVI2016VI[b]cVI]aWac 1.4 3

30  ewI⁸rendsIinIwnspectingIu²qRWligandIRecognitionI²rocesshItheIqontributionIofItheI…olecularI
…odelingI⁵ectionIR……⁵SIatItheI₁niversityIofI²adovaXIMolecularfInformaticsVI2016VIacVIbbZWf 3.8 3

29  ovelIinsightsIonItheIr oIinteractionIofIcalicheamicinI˛‡â��RwSXIBiopolymersVI2015VI[ZaVIbbgWcg 2.2 3

28 svaluationIofItheIstericIimpactIofIflavinIadenineIdinucleotideIinIrrosophilaImelanogasterI
cryptochromeIfunctionXIBiochemicalfandfBiophysicalfResearchfCommunicationsVI2014VIbcZVI[dZdW[[ 3.4 3

27 rissectingIreactivityIofIclerocidinItowardIcommonIbufferIsystemsIbyImeansIofIselectedIdrugI
analoguesXIChemicalfResearchfinfToxicologyVI2005VI[fVIacWbZ 4 3

26 oInovelIconformationalIstateIforI⁵oR⁵Wqo₂W]ImainIprotease 3

25 revelopingInovelIclassesIofIproteinIkinaseIqy[˛·IinhibitorsIbyIfusingIγ[V]Vb]triazoleIwithIdifferentI
bicyclicIheteroaromaticIsystemsXIEuropeanfJournalfoffMedicinalfChemistryVI2021VI][dVI[[aaa[ 6.8 3

24 qouplingI⁵upervisedI…olecularIrynamicsIR⁵u…rSIwithIsntropyIsstimationsI⁸oI⁵hineIzightIonItheI
⁵tabilityIofI…ultipleIpindingI⁵itesXIACSfMedicinalfChemistryfLettersVI2019VI[ZVIbbbWbbg 4.3 3

23 qomparingItragmentIpindingI²osesI²redictionI₁singIv⁵²gZIasIaIyeyI⁵tudyhI₃henIpoundI₃aterI
…akesItheIrifferenceXIMoleculesVI2020VI]cVI 4.8 2

22 ⁵caffoldIRepurposingIofIinWvouseIqhemicalIzibraryItowardItheIwdentificationIofI ewIqaseinIyinaseI
[I˛·IwnhibitorsXIACSfMedicinalfChemistryfLettersVI2020VI[[VI[[dfW[[eb 4.3 2

21 …atrixImetalloproteaseIaIR……²aSIinhibitionIeffectIofIaIviscosupplementIbasedIonIaIhyaluronicIacidI
amideIderivativeIRvαorrbSXIOsteoarthritisfandfCartilageVI2018VI]dVI⁵]fdW⁵]fe 6.2 2

20 riscoveryIofI]WaminoimidazoleIandI]WaminoIimidazolylWthiazolesIasInonWxanthineIhumanIadenosineI
oIreceptorIantagonistshI⁵oRIandImolecularImodelingIstudiesXIMedChemCommVI2018VIgVIdedWdfb 5 2

19 ……srustyhIanIolternativeIwnqhwWpasedI⁸oolItoI…inimizeIqhemicalIRedundancyXIMolecularf
InformaticsVI2013VIa]VIdf[Wb 3.8 2

18 oI ovelIueneralizedIarWQ⁵oRI…odelIofIqamptothecinIonalogsXIMolecularfInformaticsVI2011VIaZVIg]eWaf 3.8 2
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17 qomputationallyIdrivenIdiscoveryIofI⁵oR⁵Wqo₂W]I…IinhibitorshIfromIdesignItoIexperimentalI
validationXXIChemicalfScienceVI2022VI[aVIadebWadfe 9.4 2

16 ⁸argetingIuI²roteinWqoupledIReceptorsIwithI…agneticIqarbonI anotubeshI⁸heIqaseIofItheIoI
odenosineIReceptorXIChemMedChemVI2020VI[cVI[gZgW[g]Z 3.7 2

15 ⁵heddingIzightIonItheI…olecularIRecognitionIofI⁵ubWyilodaltonI…acrocyclicI²eptidesIonI⁸hrombinI
byI⁵upervisedI…olecularIrynamicsXIFrontiersfinfMolecularfBiosciencesVI2021VIfVIeZedd[ 5.6 2

14 patIcoronavirusesIrelatedItoI⁵oR⁵Wqo₂W]hIwhatIaboutItheirIaqzIproteasesIR…²roSmXIJournalfoff
EnzymefInhibitionfandfMedicinalfChemistryVI2022VIaeVI[ZeeW[Zf] 5.6 2

13 ……sw q´fihIoI ewI²ublicIzargeW⁵caleIqhemoinformaticsIratabaseI⁵ystemI2008VI 1

12
qonformationalIqhangesIofIqongenitalIt₂wwI₂ariantsIwithIrefectiveIpindingItoI⁸issueItactorI
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InternationalfJournalfoffBiomedicalfScienceVI2013VIgVI[fcWga

1

11 ²qoWpasedIRepresentationsIofIuraphsIforI²redictionIinIQ⁵oRI⁵tudiesXILecturefNotesfinfComputerf
ScienceVI2009VI[ZcW[[b 0.9 1

10 ®nItheImechanismIofItumorIcellIentryIofIaloeWemodinVIaInaturalIcompoundIendowedIwithI
anticancerIactivityXIInternationalfJournalfoffCancerVI2021VI[bgVI[[]gW[[ad 7.5 1

9 ²yridazinonesIcontainingIdithiocarbamoylImoietiesIasIaInewIclassIofIselectiveI…o®WpIinhibitorsXI
BioorganicfChemistryVI2021VI[[cVI[Zc]Za 5.1 1

8 omphiphilicIpeptideWbasedI……²aIinhibitorsIforIintraWarticularItreatmentIofIkneeI®oXIBioorganicf
andfMedicinalfChemistryVI2021VIafVI[[d[a] 3.4 0

7 sditorialIγvotI⁸opichIqomputationalIopplicationsIinI…edicinalIqhemistryIsxecutiveIRsditorhI⁵tefanoI
…oroS]XICurrentfPharmaceuticalfDesignVI2006VI[]VI]ZdcW]Zdd 3.3

6 ²otentIandI⁵electiveIo]oIodenosineIReceptorIontagonistshIRecentIwmprovementsXIFrontiersfinfDrugf
DesignfandfDiscoveryVI2005VI]VIbgWd]

5 ⁸etralogyIofItallotIinIaIblastocysticIimplantationXIAmericanfJournalfoffCardiologyVI1987VIdZVI[]Zd 3

4 slectrophoreticIprofileIofItyrosinaseItreatedIwithIneuraminidaseIinIvariousIsubcellularIfractionsI
fromImouseImelanomaXIJournalfoffDermatologyVI1979VIdVI[]cWe 1.6

3 …olecularI…odelingIandIReengineeringIofIoaIodenosineIReceptorsI2010VI[bgW[d[

2 ²otentIandIselectiveIoIadenosineIreceptorIantagonistsIbearingIaminoestersIasIheterobifunctionalI
moietiesXIRSCfMedicinalfChemistryVI2021VI[]VI]cbW]d] 3.5
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