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91 NaphthoquinoneMasMaMNewMvhemicalMScaffoldMforMLeishmanicidalM–nhibitorsMofMLeishmaniaMzSβ]faM
Biomedicines[M2022[Mdc[Mddfi 4.8 2

90 vOV–w]dlMVaccineMRacemMtnalysisMofMtge]wependentM–mmuneMResponsesMagainstMStRS]voV]eM
–ndicatesMthatMmoreMthanM ustMOneMStrategyMMayMueMNeededaMCurrenthMedicinalhChemistry[M2021[Mek[Mflig]fljl4.3 4

89 ’ost]wirectedMywt]tpprovedMwrugsMwithMtntiviralMtctivityMagainstMStRS]voV]eM–dentifiedMbyM
’ierarchicalM–nMSilicob–nMVitroMScreeningMMethodsaMPharmaceuticals[M2021[Mdg[M 5.2 9

88 t–MinMdrugMdevelopmentmMaMmultidisciplinaryMperspectiveaMMolecularhDiversity[M2021[Meh[Mdgid]dgjl 3.1 1

87 –dentificationMofMpotentialMinhibitorsMofMprotein]proteinMinteractionMusefulMtoMfightMagainstMxbolaMandM
otherMhighlyMpathogenicMvirusesaMAntiviralhResearch[M2021[Mdki[Mdchcdd 10.8 7

86 –dentificationMofMNiemann]PickMvdMproteinMasMaMpotentialMnovelMStRS]voV]eMintracellularMtargetaM
AntiviralhResearch[M2021[Mdlg[Mdchdij 10.8 6

85 vOV–w]dlmMwrugMTargetsMandMPotentialMTreatmentsaMJournalhofhMedicinalhChemistry[M2020[Mif[Mdefhl]defki8.3 207

84
wecipheringMtheMenzymaticMtargetMofMaMnewMfamilyMofMantischistosomalMagentsMbearingMaMquinazolineM
scaffoldMusingMcomplementaryMcomputationalMtoolsaMJournalhofhEnzymehInhibitionhandhMedicinalh
Chemistry[M2020[Mfh[Mhdd]hef

5.6 1

83 TowardsMdiscoveryMofMnewMleishmanicidalMscaffoldsMableMtoMinhibitMzSβ]faMJournalhofhEnzymeh
InhibitionhandhMedicinalhChemistry[M2020[Mfh[Mdll]edc 5.6 7

82 TargetingMvannabinoidMReceptorMtctivationMandMutvx]dMtctivityMvounteractsMTgtPPMMiceMMemoryM
–mpairmentMandMtlzheimerTsMwiseaseMLymphoblastMtlterationsaMMolecularhNeurobiology[M2020[Mhj[Mdlfk]dlhd6.2 3

81 NewMcannabinoidMreceptorMantagonistsMasMpharmacologicalMtoolaMBioorganichandhMedicinalhChemistry[M
2020[Mek[Mddhije 3.4 1

80 zlycogenMsynthaseMkinaseMfMUzSβ]fVMinhibitorsmMaMpatentMupdateMUecdi]ecdlVaMExperthOpinionhonh
TherapeutichPatents[M2020[Mfc[Mkif]kje 6.8 11

79 QStRMModellingMforMwrugMwiscoverymMPredictingMtheMtctivityMofMLRRβeM–nhibitorsMforMParkinsonâ��sM
wiseaseMUsingMvheminformaticsMtpproachesaMAdvanceshinhIntelligenthSystemshandhComputing[M2019[Mif]jc 0.4 3

78 wiscoveryMofMnovelMPwxgtMinhibitorsMasMpotentialMagentsMagainstMschistosomiasisaMFuturehMedicinalh
Chemistry[M2019[Mdd[Mdjcf]djec 4.1 4

77 QStRMvlassificationMModelsMforMPredictingMtheMtctivityMofM–nhibitorsMofMueta]SecretaseMUutvxdVM
tssociatedMwithMtlzheimerTsMwiseaseaMScientifichReports[M2019[Ml[Mldce 4.9 19

76 –nnovativeMTherapeuticMPotentialMofMvannabinoidMReceptorsMasMTargetsMinMtlzheimerTsMwiseaseMandM
LessMWell]βnownMwiseasesaMCurrenthMedicinalhChemistry[M2019[Mei[Mffcc]ffgc 4.3 9

75 QStRMModellingMtoM–dentifyMLRRβeM–nhibitorsMforMParkinsonTsMwiseaseaMJournalhofhIntegrativeh
Bioinformatics[M2019[Mdi[M 3.8 6
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74 ’ighlyMpotentMandMselectiveMaryl]d[e[f]triazolylMbenzylpiperidineMinhibitorsMtowardM
butyrylcholinesteraseMinMtlzheimerTsMdiseaseaMBioorganichandhMedicinalhChemistry[M2019[Mej[Mlfd]lgf 3.4 19

73 –ndazolylketonesMasMnewMmultitargetMcannabinoidMdrugsaMEuropeanhJournalhofhMedicinalhChemistry[M
2019[Mdii[Mlc]dcj 6.8 12

72 vomputer]aidedMmolecularMdesignMofMpyrazolotriazinesMtargetingMglycogenMsynthaseMkinaseMfaM
JournalhofhEnzymehInhibitionhandhMedicinalhChemistry[M2019[Mfg[Mkj]li 5.6 8

71 vhameleon]likeMbehaviorMofMindolylpiperidinesMinMcomplexMwithMcholinesterasesMtargetsmMPotentM
butyrylcholinesteraseMinhibitorsaMEuropeanhJournalhofhMedicinalhChemistry[M2018[Mdgh[Mgfd]ggg 6.8 13

70
Tau]ventricMMultitargetMtpproachMforMtlzheimerTsMwiseasemMwevelopmentMofMyirst]in]vlassMwualM
zlycogenMSynthaseMβinaseMf˛†MandMTau]tggregationM–nhibitorsaMJournalhofhMedicinalhChemistry[M2018[M
id[Mjigc]jihi

8.3 53

69
wecipheringMtheM–nhibitionMofMtheMNeuronalMvalciumMSensorMdMandMtheMzuanineMxxchangeMyactorM
RickaMwithMaMSmallMPhenothiazineMMoleculeMforMtheMRationalMzenerationMofMTherapeuticMSynapseM
yunctionMRegulatorsaMJournalhofhMedicinalhChemistry[M2018[Mid[Mhldc]hled

8.3 5

68
tctivationMofMtheMvannabinoidMTypeMeMReceptorMbyMaMNovelM–ndazoleMwerivativeMNormalizesMtheM
SurvivalMPatternMofMLymphoblastsMfromMPatientsMwithMLate]OnsetMtlzheimerTsMwiseaseaMCNShDrugs[M
2018[Mfe[Mhjl]hld

6.7 4

67 vyclicMNucleotide]SpecificMPhosphodiesterasesMasMPotentialMwrugMTargetsMforMtnti]LeishmaniaM
TherapyaMAntimicrobialhAgentshandhChemotherapy[M2018[Mie[M 5.9 12

66 –dentificationMofMnewMallostericMsitesMandMmodulatorsMofMtvhxMthroughMcomputationalMandM
experimentalMtoolsaMJournalhofhEnzymehInhibitionhandhMedicinalhChemistry[M2018[Mff[Mdcfg]dcgj 5.6 21

65
–nterferenceMofMtheMcomplexMbetweenMNvS]dMandMRickaMwithMphenothiazinesMregulatesMsynapticM
functionMandMisManMapproachMforMfragileMXMsyndromeaMProceedingshofhthehNationalhAcademyhofhSciencesh
ofhthehUnitedhStateshofhAmerica[M2017[Mddg[Mxlll]xdcck

11.5 26

64
NovelM–midazo[g[h]c][d[e[i]thiadiazineMe[e]dioxidesMasMantiproliferativeMtrypanosomaMcruziMdrugsmM
vomputationalMscreeningMfromMneuralMnetwork[MsynthesisMandMin´ vivoMbiologicalMpropertiesaM
EuropeanhJournalhofhMedicinalhChemistry[M2017[Mdfi[Meef]efg

6.8 8

63 SubtlyMModulatingMzlycogenMSynthaseMβinaseMfM˛†mMtllostericM–nhibitorMwevelopmentMandMTheirM
PotentialMforMtheMTreatmentMofMvhronicMwiseasesaMJournalhofhMedicinalhChemistry[M2017[Mic[Mglkf]hccd 8.3 36

62 MedicinalMandMuiologicalMvhemistryMUMuvVMLibrarymMtnMxfficientMSourceMofMNewM’itsaMJournalhofh
ChemicalhInformationhandhModeling[M2017[Mhj[Medgf]edhd 6.1 20

61 ’ybridizingMyeatureMSelectionMandMyeatureMLearningMtpproachesMinMQStRMModelingMforMwrugM
wiscoveryaMScientifichReports[M2017[Mj[Megcf 4.9 36

60 LeucineMrichMrepeatMkinaseMeMULRRβeVMinhibitorsMbasedMonMindolinoneMscaffoldmMPotentialM
pro]neurogenicMagentsaMEuropeanhJournalhofhMedicinalhChemistry[M2017[Mdfk[Mfek]fge 6.8 14

59 vannabinoidMderivativesMexertMaMpotentManti]myelomaMactivityMbothMinMvitroMandMinMvivoaMInternationalh
JournalhofhCancer[M2017[Mdgc[Mijg]ikh 7.5 20

58 yromMdualMbindingMsiteMacetylcholinesteraseMinhibitorsMtoMallostericMmodulatorsmMtMnewMavenueMforM
disease]modifyingMdrugsMinMtlzheimerTsMdiseaseaMEuropeanhJournalhofhMedicinalhChemistry[M2017[Mdfl[Mjjf]jld6.8 35

57 vhapterMjm–nMsilicoMToolsMforMTargetM–dentificationMandMwrugMMolecularMwockingMinMLeishmaniaaMRSCh
DrughDiscoveryhSeries[M2017[Mdfc]dhe 0.6 1
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56 NewMapplicationsMforMknownMdrugsmM’umanMglycogenMsynthaseMkinaseMfMinhibitorsMasMmodulatorsMofM
tspergillusMfumigatusMgrowthaMEuropeanhJournalhofhMedicinalhChemistry[M2016[Mddi[Mekd]ekl 6.8 7

55 TherapeuticMapproachesMforMtheMfutureMtreatmentMofMyragileMXaMCurrenthOpinionhinhBehavioralh
Sciences[M2015[Mg[Mi]ed 4 2

54 yromMuitopicM–nhibitorsMtoMMultitargetMwrugsMforMtheMyutureMTreatmentMofMtlzheimerTsMwiseaseaM
CurrenthMedicinalhChemistry[M2015[Mee[Mfjkl]kci 4.3 18

53 vannabinoidMagonistsMshowingMuuvhxMinhibitionMasMpotentialMtherapeuticMagentsMforMtlzheimerTsM
diseaseaMEuropeanhJournalhofhMedicinalhChemistry[M2014[Mjf[Mhi]je 6.8 33

52 MutagenicityMofMN]oxideMcontainingMheterocyclesMandMrelatedMcompoundsmMexperimentalMandM
theoreticalMstudiesaMCurrenthTopicshinhMedicinalhChemistry[M2014[Mdg[Mdfjg]kj 3 15

51 TheMvalueMofMselectedMinMvitroMandMinMsilicoMmethodsMtoMpredictMacuteMoralMtoxicityMinMaMregulatoryM
contextmMresultsMfromMtheMxuropeanMProjectMtvuteToxaMToxicologyhinhVitro[M2013[Mej[Mdfhj]ji 3.6 28

50 UnravelingMphosphodiesteraseMsurfacesaM–dentificationMofMphosphodiesteraseMjMallostericM
modulationMcavitiesaMEuropeanhJournalhofhMedicinalhChemistry[M2013[Mjc[Mjkd]k 6.8 4

49 trtificialMNeuralMNetworksMuasedMonMvOwxSMwescriptorsMinMPharmacologymM–dentificationMofMNovelM
TrypanocidalMwrugsMagainstMvhagasMwiseaseaMCurrenthComputerwAidedhDrughDesign[M2013[Ml[Mdfc]dgc 1.4 1

48 MultitargetMcannabinoidsMasMnovelMstrategyMforMtlzheimerMdiseaseaMCurrenthAlzheimerhResearch[M2013
[Mdc[Meel]fl 3 14

47 trtificialMNeuralMNetworksMuasedMonMvOwxSMwescriptorsMinMPharmacologymM–dentificationMofMNovelM
TrypanocidalMwrugsMagainstMvhagasMwiseaseaMCurrenthComputerwAidedhDrughDesign[M2013[Ml[Mdfc]dgc 1.4 4

46 NeuroprotectiveMefficacyMofMquinazolineMtypeMphosphodiesteraseMjMinhibitorsMinMcellularMculturesMandM
experimentalMstrokeMmodelaMEuropeanhJournalhofhMedicinalhChemistry[M2012[Mgj[Mdjh]kh 6.8 53

45 tmidinesMbearingMbenzofuroxanMorMbenzimidazoleMd[f]dioxideMcoreMscaffoldsMasMTrypanosomaM
cruzi]inhibitorsmMstructuralMbasisMforMtheirMinteractionsMwithMcruzipainaMMedChemComm[M2012[Mf[Mlc]dcd 5 11

44 –dentificationMinMsilicoMandMexperimentalMvalidationMofMnovelMphosphodiesteraseMjMinhibitorsMwithM
efficacyMinMexperimentalMautoimmuneMencephalomyelitisMmiceaMACShChemicalhNeuroscience[M2012[Mf[Mjlf]kcf5.7 18

43
xffectMofMphosphodiesteraseMjMUPwxjVMinhibitorsMinMexperimentalMautoimmuneMencephalomyelitisM
miceaMwiscoveryMofMaMnewMchemicallyMdiverseMfamilyMofMcompoundsaMJournalhofhMedicinalhChemistry[M
2012[Mhh[Mfejg]kg

8.3 43

42 h]imino]d[e[g]thiadiazolesmMfirstMsmallMmoleculesMasMsubstrateMcompetitiveMinhibitorsMofMglycogenM
synthaseMkinaseMfaMJournalhofhMedicinalhChemistry[M2012[Mhh[Mdigh]id 8.3 61

41 wissimilarMinteractionMofMvudbvueMwithMlipidMbilayersMasMrevealedMbyMmolecularMdynamicsMsimulationaM
PhysicalhChemistryhChemicalhPhysics[M2011[Mdf[Mfiic]k 3.6 5

40 xxploringMtheMbindingMsitesMofMglycogenMsynthaseMkinaseMfaM–dentificationMandMcharacterizationMofM
allostericMmodulationMcavitiesaMJournalhofhMedicinalhChemistry[M2011[Mhg[Mkgid]jc 8.3 78

39 vpl]j[MaMlysozymeMencodedMbyMaMpneumococcalMbacteriophageMwithMaMnovelMcellMwall]bindingMmotifaM
JournalhofhBiologicalhChemistry[M2010[Mekh[Mffdkg]ffdli 5.4 34
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38 vhagasMdiseasemMprogressMandMnewMperspectivesaMCurrenthMedicinalhChemistry[M2010[Mdj[Mgef]he 4.3 45

37
wevelopmentMofMsecondMgenerationMamidinohydrazones[Mthio]MandMsemicarbazonesMasMTrypanosomaM
cruzi]inhibitorsMbearingMbenzofuroxanMandMbenzimidazoleMd[f]dioxideMcoreMscaffoldsaM
MedChemComm[M2010[Md[Medi

5 30

36 NeuralMcomputationalMpredictionMofMoralMdrugMabsorptionMbasedMonMvOwxSMewMdescriptorsaMEuropeanh
JournalhofhMedicinalhChemistry[M2010[Mgh[Mlfc]gc 6.8 24

35 p]voumaricMacidMdecarboxylaseMfromMLactobacillusMplantarummMstructuralMinsightsMintoMtheMactiveMsiteM
andMdecarboxylationMcatalyticMmechanismaMProteins:hStructurevhFunctionhandhBioinformatics[M2010[Mjk[Mdiie]ji4.2 39

34 Tacrine]melatoninMhybridsMasMmultifunctionalMagentsMforMtlzheimerTsMdisease[MwithMcholinergic[M
antioxidant[MandMneuroprotectiveMpropertiesaMChemMedChem[M2009[Mg[Mkek]gd 3.7 132

33 Synthesis[MstructuralManalysis[MandMbiologicalMevaluationMofMthioxoquinazolineMderivativesMasM
phosphodiesteraseMjMinhibitorsaMChemMedChem[M2009[Mg[Mkii]ji 3.7 53

32 vrystalMstructureMofMvbpy[MaMbifunctionalMcholine]bindingMproteinMandMautolysisMregulatorMfromM
StreptococcusMpneumoniaeaMEMBOhReports[M2009[Mdc[Megi]hd 6.5 43

31 vrystalMstructureMofMvbpy[MaMbifunctionalMcholine]bindingMproteinMandMautolysisMregulatorMfromM
StreptococcusMpneumoniaeaMEMBOhReports[M2009[Mdc[Mgdf]gdf 6.5 2

30 –nteractionMstudiesMbetweenMhumanMalpha]tocopherolMtransferMproteinMandMnitricMoxideMdonorM
tocopherolManaloguesMwithMLwL]protectiveMactivityaMBioorganichandhMedicinalhChemistry[M2009[Mdj[Mkdgf]k 3.4 3

29 vannabinoidMsystemMinMneurodegenerationmMnewMperspectivesMinMtlzheimerTsMdiseaseaMMiniwReviewsh
inhMedicinalhChemistry[M2009[Ml[Mhfl]hl 3.2 26

28 PwxjMinhibitorsMasMnewMdrugsMforMneurologicalMandMinflammatoryMdisordersaMExperthOpinionhonh
TherapeutichPatents[M2008[Mdk[Mddej]ddfl 6.8 37

27 wocking[Msynthesis[MandMNMRMstudiesMofMmannosylMtrisaccharideMligandsMforMwv]S–zNMlectinaMOrganich
andhBiomolecularhChemistry[M2008[Mi[Mejgf]hg 3.9 34

26 trtificialMNeuralMNetworksMinMtwMxTMModelingmMPredictionMofMuloodâ��urainMuarrierMPermeationaM
QSARhandhCombinatorialhScience[M2008[Mej[Mhki]hlg 35

25 wesign[Msynthesis[MandMevaluationMofMpotentialMinhibitorsMofMnitricMoxideMsynthaseaMBioorganichandh
MedicinalhChemistry[M2008[Mdi[Midlf]eci 3.4 19

24 –nMvivoManti]vhagasMvinylthio][Mvinylsulfinyl][MandMvinylsulfonylbenzofuroxanMderivativesaMJournalhofh
MedicinalhChemistry[M2007[Mhc[Miccg]dh 8.3 32

23 TheMTautomerismMofMh]tmino]f]oxo]d[e[g]thiadiazolemMtnMxxperimentalMandMTheoreticalMStudyaM
EuropeanhJournalhofhOrganichChemistry[M2007[Meccj[Mhicf]hick 3.2 2

22
TheMroleMofMcofactorMbindingMinMtryptophanMaccessibilityMandMconformationalMstabilityMofM’is]taggedM
w]aminoMacidMoxidaseMfromMTrigonopsisMvariabilisaMBiochimicahEthBiophysicahActahwhProteinshandh
Proteomics[M2007[Mdjjg[Mhhi]ih

4 13

21 xlucidationMofMtheMmolecularMrecognitionMofMbacterialMcellMwallMbyMmodularMpneumococcalMphageM
endolysinMvPL]daMJournalhofhBiologicalhChemistry[M2007[Meke[Megllc]l 5.4 53
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20 wirectedMmutagenesisMaltersMtheMstereochemistryMofMcatalysisMbyMisolatedMketoreductaseMdomainsM
fromMtheMerythromycinMpolyketideMsynthaseaMChemistryhandhBiology[M2006[Mdf[Mejj]kh 89

19 UnravellingMtheMstructureMofMtheMpneumococcalMautolyticMlysozymeaMBiochemicalhJournal[M2005[Mfld[Mgd]l 3.8 13

18 ’omologyMmodellingMandMactive]site]mutagenesisMstudyMofMtheMcatalyticMdomainMofMtheM
pneumococcalMphosphorylcholineMesteraseaMBioorganichandhMedicinalhChemistry[M2005[Mdf[Migcg]df 3.4 4

17 ’omologyMmodelsMofMtheMcannabinoidMvudMandMvueMreceptorsaMtMdockingManalysisMstudyaMEuropeanh
JournalhofhMedicinalhChemistry[M2005[Mgc[Mjh]kf 6.8 72

16 SynthesisMandMnematocideMactivityMofMS]glycopyranosyl]i[j]diarylthiolumazinesaMBioorganichandh
MedicinalhChemistry[M2004[Mde[Mggfd]j 3.4 6

15 tMstudyMofMpeculiarMtautomerismMofMpyrido[e[f]c][d[e[i]thiadiazineMe[e]dioxideMsystemaM
ComputationalhandhTheoreticalhChemistry[M2004[Mijk[Mkf]kl 5

14 tctive]site]mutagenesisMstudyMofMratMliverMbetaine]homocysteineMS]methyltransferaseaMBiochemicalh
Journal[M2003[Mfjc[Mlgh]he 3.8 19

13
TheMoriginMofMtheMserumMresistanceMassociatedMUSRtVMgeneMandMaMmodelMofMtheMstructureMofMtheMSRtM
polypeptideMfromMTrypanosomaMbruceiMrhodesienseaMMolecularhandhBiochemicalhParasitology[M2003[M
dej[Mjl]kg

1.9 46

12
OnMtheMReactivityMofMd’]Pyrazino[e[f]c][d[e[i]thiadiazineMe[e]wioxideMandMwerivativesmMNucleophilicM
Substitution[Mtmination[Mtldol]TypeMvondensation[MOxidation[MandM’ydrolysisaMHelveticahChimicah
Acta[M2003[Mki[Mdfl]dgi

2 8

11
Plant]basedMheterologousMexpressionMofMMalMdMe[MaMthaumatin]likeMproteinMandMallergenMofMappleM
UMalusMdomesticaV[MandMitsMcharacterizationMasManMantifungalMproteinaMJournalhofhMolecularhBiology[M
2003[Mfel[Mjed]fc

6.5 121

10 UnconventionalMtlkoxylationMofMPyrazino[e[f]c][d[e[i]thiadiazineMe[e]wioxidesMMediatedMbyM
N]’alosuccinimidesaMEuropeanhJournalhofhOrganichChemistry[M2002[Mecce[Medcl 3.2 5

9 NovelMbronchodilatorsMinMtheMtreatmentMofMasthmaMandMvOPwaMExperthOpinionhonhTherapeutichPatents
[M2002[Mde[Mhf]if 6.8 3

8 PhosphoribosyltransferaseMsuperfamilymMtMcomparativeMstructuralManalysisaMJournalhofhMolecularh
Modeling[M2001[Mj[Mkc]kl 2 1

7 NovelMbronchodilatorsmMsynthesis[MtransaminationMreactions[MandMpharmacologyMofMaMseriesMofM
pyrazino[e[f]c][d[e[i]thiadiazineMe[Me]dioxidesaMJournalhofhMedicinalhChemistry[M2000[Mgf[Mgedl]ej 8.3 15

6 tnMiterativeMstructure]assistedMapproachMtoMsequenceMalignmentMandMcomparativeMmodelingM1999[M
fj[Mhh]ic 29

5
NovelMarylpyrazino[e[f]c][d[e[i]thiadiazineMe[e]dioxidesMasMplateletMaggregationMinhibitorsaMeaM
OptimizationMbyMquantitativeMstructure]activityMrelationshipsaMJournalhofhMedicinalhChemistry[M1999[M
ge[Mfejl]kk

8.3 8

4 NovelMarylpyrazino[e[f]c][d[e[i]thiadiazineMe[e]dioxidesMasMinhibitorsMofMplateletMaggregationaMdaM
SynthesisMandMpharmacologicalMevaluationaMJournalhofhMedicinalhChemistry[M1999[Mge[Mdilk]jcg 8.3 18

3 SolventMeffectMonMtheMtautomerismMofMg]aminopyrazino[e[f]c][d[e[i]thiadiazineMe[e]dioxidesaMJournalh
ofhthehChemicalhSocietyhPerkinhTransactionshII[M1998[Mdkkl]dkle 11
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2 RingMStrainMandM’ydrogenMuondMtcidityaMJournalhofhOrganichChemistry[M1998[Mif[Mjjhl]jjif 4.2 25

1 tMNovelMTetracyclicMSystemMvontainingMtheMd[e[i]ThiadiazineMRingmMSynthesis[MStructuralMtssignmentM
andMTautomericMStudiesaMHeterocycles[M1998[Mgk[Mdkff 0.8 5
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