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227 rhalconesiJaJvalidJscaffoldJforJmonoamineJoxidasesJinhibitorsXJJournalbofbMedicinalbChemistryVJ2009VJ
daVJag]gWac 8.3 137

226 SynthesisVJmolecularJmodelingVJandJselectiveJinhibitoryJactivityJagainstJhumanJmonoamineJoxidasesJ
ofJbWcarboxamidoWfWsubstitutedJcoumarinsXJJournalbofbMedicinalbChemistryVJ2009VJdaVJ]hbdWca 8.3 126

225 rhromoneVJaJprivilegedJscaffoldJforJtheJdevelopmentJofJmonoamineJoxidaseJinhibitorsXJJournalbofb
MedicinalbChemistryVJ2011VJdcVJd]edWfb 8.3 124

224 TheJmechanismsJofJpharmacokineticJfoodWdrugJinteractionsJWJpJperspectiveJfromJtheJUNvpPJgroupXJ
EuropeanbJournalbofbPharmaceuticalbSciencesVJ2019VJ]bcVJb]Wdh 5.1 119

223
αuercetinJasJtheJactiveJprincipleJofJwypericumJhircinumJexertsJaJselectiveJinhibitoryJactivityJagainstJ
 pïWpiJextractionVJbiologicalJanalysisVJandJcomputationalJstudyXJJournalbofbNaturalbProductsVJ2006VJ
ehVJhcdWh

4.9 108

222
SynthesisVJmolecularJmodelingJstudiesVJandJselectiveJinhibitoryJactivityJagainstJmonoamineJoxidaseJ
ofJ]WthiocarbamoylWbVdWdiarylWcVdWdihydroWR]wSWJpyrazoleJderivativesXJJournalbofbMedicinalbChemistryVJ
2005VJcgVJf]]bWaa

8.3 98

221 vqP iJvβxsWbasedJpharmacophoreJmodeliJconceptJandJapplicationJstudiesJtoJproteinWproteinJ
recognitionXJBioinformaticsVJ2006VJaaVJ]cchWdd 7.2 93

220 xnhibitionJofJamineJoxidasesJactivityJbyJ]WacetylWbVdWdiphenylWcVdWdihydroWR]wSWpyrazoleJderivativesXJ
BioorganicbandbMedicinalbChemistrybLettersVJ2002VJ]aVJbeahWbb 2.9 91

219 wybridJligandWalkylatingJagentsJtargetingJtelomericJvWquadruplexJstructuresXJOrganicbandb
BiomolecularbChemistryVJ2012VJ][VJafhgWg[e 3.9 85

218 SynthesisVJbiologicalJevaluationVJandJmolecularJmodelingJofJoleuropeinJandJitsJsemisyntheticJ
derivativesJasJcyclooxygenaseJinhibitorsXJJournalbofbAgriculturalbandbFoodbChemistryVJ2009VJdfVJ]]]e]Wf 5.7 81

217 SynthesisJandJbiologicalJevaluationJofJNWsubstitutedWbVdWdiphenylWaWpyrazolineJderivativesJasJ
cyclooxygenaseJRrïXWaSJinhibitorsXJEuropeanbJournalbofbMedicinalbChemistryVJ2010VJcdVJe]bdWg 6.8 81

216 pJnewJseriesJofJflavonesVJthioflavonesVJandJflavanonesJasJselectiveJmonoamineJoxidaseWqJinhibitorsXJ
BioorganicbandbMedicinalbChemistryVJ2010VJ]gVJ]afbWh 3.4 78

215 womoisoflavonoidsiJnaturalJscaffoldsJwithJpotentJandJselectiveJmonoamineJoxidaseWqJinhibitionJ
propertiesXJJournalbofbMedicinalbChemistryVJ2011VJdcVJa]ddWec 8.3 77

214 SynthesisJandJselectiveJhumanJmonoamineJoxidaseJinhibitionJofJbWcarbonylVJbWacylVJandJ
bWcarboxyhydrazidoJcoumarinJderivativesXJEuropeanbJournalbofbMedicinalbChemistryVJ2011VJceVJcgceWda 6.8 77

213
SynthesisVJstereochemicalJidentificationVJandJselectiveJinhibitoryJactivityJagainstJhumanJmonoamineJ
oxidaseWqJofJaWmethylcyclohexylideneWRcWarylthiazolWaWylShydrazonesXJJournalbofbMedicinalbChemistry
VJ2008VJd]VJcgfcWg[

8.3 77

212 xnhibitionJofJmonoamineJoxidasesJbyJcoumarinWbWacylJderivativesiJbiologicalJactivityJandJ
computationalJstudyXJBioorganicbandbMedicinalbChemistrybLettersVJ2004VJ]cVJbehfWf[b 2.9 77

211 xdentificationJandJcharacterizationJofJnewJsNpJvWquadruplexJbindersJselectedJbyJaJcombinationJofJ
ligandJandJstructureWbasedJvirtualJscreeningJapproachesXJJournalbofbMedicinalbChemistryVJ2013VJdeVJgcbWdd8.3 75
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210 –igandJbindingJtoJtelomericJvWquadruplexJsNpJinvestigatedJbyJfunnelWmetadynamicsJsimulationsXJ
ProceedingsbofbthebNationalbAcademybofbSciencesbofbthebUnitedbStatesbofbAmericaVJ2017VJ]]cVJta]beWta]cd11.5 74

209 wrVJgenotypesJareJdifferentlyJproneJtoJtheJdevelopmentJofJresistanceJtoJlinearJandJmacrocyclicJ
proteaseJinhibitorsXJPLoSbONEVJ2012VJfVJebheda 3.7 74

208 SelectiveJinhibitoryJactivityJagainstJ pïJandJmolecularJmodelingJstudiesJofJaWthiazolylhydrazoneJ
derivativesXJJournalbofbMedicinalbChemistryVJ2007VJd[VJf[fW]a 8.3 73

207 xnvestigationsJonJtheJaWthiazolylhydrazyneJscaffoldiJsynthesisJandJmolecularJmodelingJofJselectiveJ
humanJmonoamineJoxidaseJinhibitorsXJBioorganicbandbMedicinalbChemistryVJ2010VJ]gVJdf]dWab 3.4 68

206
NWmyristoylationJdeterminesJdualJtargetingJofJmammalianJNpswWcytochromeJbdJreductaseJtoJtβJ
andJmitochondrialJouterJmembranesJbyJaJmechanismJofJkineticJpartitioningXJJournalbofbCellbBiologyVJ
2005VJ]egVJfbdWcd

7.3 66

205 sesignJandJsevelopmentJofJqiomimeticJNanovesiclesJUsingJaJ icrofluidicJppproachXJAdvancedb
MaterialsVJ2018VJb[VJe]f[afch 24 65

204
siscoveryJofJNewJrhemicalJtntitiesJforJïldJTargetsiJxnsightsJonJtheJ–eadJïptimizationJofJ
rhromoneWqasedJ onoamineJïxidaseJqJR pïWqSJxnhibitorsXJJournalbofbMedicinalbChemistryVJ2016VJ
dhVJdgfhWhb

8.3 65

203  onoamineJoxidaseJisoformWdependentJtautomericJinfluenceJinJtheJrecognitionJofJbVdWdiarylJ
pyrazoleJinhibitorsXJJournalbofbMedicinalbChemistryVJ2007VJd[VJcadWg 8.3 61

202 xnhibitionJofJwumanJ onoamineJïxidaseiJqiologicalJandJ olecularJ odelingJStudiesJonJSelectedJ
NaturalJulavonoidsXJJournalbofbAgriculturalbandbFoodbChemistryVJ2016VJecVJh[[cWh[]] 5.7 59

201
uurtherJstudiesJonJtheJinteractionJofJtheJdWhydroxytryptaminebJRdWwTbSJreceptorJwithJ
arylpiperazineJligandsXJdevelopmentJofJaJnewJdWwTbJreceptorJligandJshowingJpotentJ
acetylcholinesteraseJinhibitoryJpropertiesXJJournalbofbMedicinalbChemistryVJ2005VJcgVJbdecWfd

8.3 59

200 NonWcodingJβNpsJinJcanceriJplatformsJandJstrategiesJforJinvestigatingJtheJgenomicJLdarkJmatterLXJ
JournalbofbExperimentalbandbClinicalbCancerbResearchVJ2020VJbhVJ]]f 12.8 56

199
xdentificationJofJwxVW]JreverseJtranscriptaseJdualJinhibitorsJbyJaJcombinedJshapeWVJasWfingerprintWJ
andJpharmacophoreWbasedJvirtualJscreeningJapproachXJEuropeanbJournalbofbMedicinalbChemistryVJ
2012VJd[VJa]eWah

6.8 55

198
rharacterizationJandJstructuralJanalysisJofJnovelJmutationsJinJhumanJimmunodeficiencyJvirusJtypeJ
]JreverseJtranscriptaseJinvolvedJinJtheJregulationJofJresistanceJtoJnonnucleosideJinhibitorsXJJournalb
ofbVirologyVJ2007VJg]VJ]]d[fW]h

6.6 55

197 NewJstructureWactivityJrelationshipsJofJpWJandJsWringJmodifiedJsteroidalJaromataseJinhibitorsiJ
designVJsynthesisVJandJbiochemicalJevaluationXJJournalbofbMedicinalbChemistryVJ2012VJddVJbhhaWc[[a 8.3 54

196
SynthesisVJbiologicalJevaluationJandJbsWαSpβJofJ]VbVdWtrisubstitutedWcVdWdihydroWR]wSWpyrazoleJ
derivativesJasJpotentJandJhighlyJselectiveJmonoamineJoxidaseJpJinhibitorsXJCurrentbMedicinalb
ChemistryVJ2006VJ]bVJ]c]]Wag

4.3 54

195 TheJbetaxZbetaxxxWtubulinJisoformsJandJtheirJcomplexesJwithJantimitoticJagentsXJsockingJandJ
molecularJdynamicsJstudiesXJFEBSbJournalVJ2006VJafbVJbb[]W][ 5.7 54

194
SpecificJwxVW]JintegraseJpolymorphismsJchangeJtheirJprevalenceJinJuntreatedJversusJ
antiretroviralWtreatedJwxVW]WinfectedJpatientsVJallJnaiveJtoJintegraseJinhibitorsXJJournalbofb
AntimicrobialbChemotherapyVJ2010VJedVJab[dW]g

5.1 53

193 Svz]VJtheJNewJPlayerJinJtheJvameJofJβesistanceiJrhemoWβadioJ olecularJTargetJandJStrategyJforJ
xnhibitionXJCellularbPhysiologybandbBiochemistryVJ2016VJbhVJ]gebW]gfe 3.9 53
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192 pJPipelineJToJtnhanceJ–igandJVirtualJScreeningiJxntegratingJ olecularJsynamicsJandJuingerprintsJ
forJ–igandJandJProteinsXJJournalbofbChemicalbInformationbandbModelingVJ2015VJddVJaadeWfc 6.1 52

191 bWpcetylWaVdWdiarylWaVbWdihydroW]VbVcWoxadiazolesiJaJnewJscaffoldJforJtheJselectiveJinhibitionJofJ
monoamineJoxidaseJqXJJournalbofbMedicinalbChemistryVJ2011VJdcVJebhcWg 8.3 51

190
NW ethylWNWRR]WmethylWdWRbWR]WRaWmethylbenzylSpiperidinWcWylSpropoxySW]wWindolWaWylSmethylSpropWaWynW]WamineVJ
aJnewJcholinesteraseJandJmonoamineJoxidaseJdualJinhibitorXJJournalbofbMedicinalbChemistryVJ2014VJ
dfVJ][cddWeb

8.3 50

189
 odelingJandJbiologicalJevaluationJofJ
bVbQWR]VaWethanediylSbis[aWRcWmethoxyphenylSWthiazolidinWcWone]VJaJnewJsyntheticJcyclooxygenaseWaJ
inhibitorXJEuropeanbJournalbofbPharmacologyVJ2002VJccgVJf]Wg[

5.3 48

188 PreclinicalJmodelJinJwrriJtheJSvz]JkinaseJinhibitorJSx]]bJblocksJtumorJprogressionJinJvitroJandJinJ
vivoJandJsynergizesJwithJradiotherapyXJOncotargetVJ2015VJeVJbfd]]Wad 3.3 47

187 NewJraltegravirJresistanceJpathwaysJinduceJbroadJcrossWresistanceJtoJallJcurrentlyJusedJintegraseJ
inhibitorsXJJournalbofbAntimicrobialbChemotherapyVJ2014VJehVJa]]gWaa 5.1 46

186
NewJinsightsJintoJtheJbiologicalJpropertiesJofJrrocusJsativusJ–XiJchemicalJmodificationsVJhumanJ
monoamineJoxidasesJinhibitionJandJmolecularJmodelingJstudiesXJEuropeanbJournalbofbMedicinalb
ChemistryVJ2014VJgaVJ]ecWf]

6.8 46

185
qioactiveJcompoundsJofJrrocusJsativusJ–XJandJtheirJsemiWsyntheticJderivativesJasJpromisingJ
antiWwelicobacterJpyloriVJantiWmalarialJandJantiWleishmanialJagentsXJJournalbofbEnzymebInhibitionbandb
MedicinalbChemistryVJ2015VJb[VJ][afWbb

5.6 44

184 rurrentJstatusJofJantiviralsJandJdruggableJtargetsJofJSpβSJroVWaJandJotherJhumanJpathogenicJ
coronavirusesXJDrugbResistancebUpdatesVJ2020VJdbVJ][[fa] 23.2 44

183
SynthesisVJmolecularJmodelingJstudiesJandJselectiveJinhibitoryJactivityJagainstJ pïJofJ
N]WpropanoylWbVdWdiphenylWcVdWdihydroWR]wSWpyrazoleJderivativesXJEuropeanbJournalbofbMedicinalb
ChemistryVJ2008VJcbVJaaeaWf

6.8 43

182 PreparationVJcharacterizationVJmolecularJmodelingJandJinJvitroJactivityJofJpaclitaxelWcyclodextrinJ
complexesXJBioorganicbandbMedicinalbChemistrybLettersVJ2002VJ]aVJ]ebfWc] 2.9 43

181
Sx]]bVJaJSvz]JinhibitorVJpotentiatesJtheJeffectsJofJradiotherapyVJmodulatesJtheJresponseJtoJ
oxidativeJstressJandJinducesJcytotoxicJautophagyJinJhumanJglioblastomaJmultiformeJcellsXJ
OncotargetVJ2016VJfVJ]dgegWgc

3.3 43

180 Sx]]bVJaJspecificJinhibitorJofJtheJSgk]JkinaseJactivityJthatJcounteractsJcancerJcellJproliferationXJ
CellularbPhysiologybandbBiochemistryVJ2015VJbdVJa[[eW]g 3.9 42

179  editerraneanJproductsJasJpromisingJsourceJofJmultiWtargetJagentsJinJtheJtreatmentJofJmetabolicJ
syndromeXJEuropeanbJournalbofbMedicinalbChemistryVJ2020VJ]geVJ]]]h[b 6.8 42

178
SynthesisVJsemipreparativeJwP–rJseparationVJbiologicalJevaluationVJandJbsWαSpβJofJ
hydrazothiazoleJderivativesJasJhumanJmonoamineJoxidaseJqJinhibitorsXJBioorganicbandbMedicinalb
ChemistryVJ2010VJ]gVJd[ebWf[

3.4 41

177 rhromoneWaWJandJWbWcarboxylicJacidsJinhibitJdifferentlyJmonoamineJoxidasesJpJandJqXJBioorganicbandb
MedicinalbChemistrybLettersVJ2010VJa[VJaf[hW]a 2.9 41

176  ultiWtargetWdirectedJligandsJforJplzheimerQsJdiseaseiJsiscoveryJofJchromoneWbasedJmonoamineJ
oxidaseZcholinesteraseJinhibitorsXJEuropeanbJournalbofbMedicinalbChemistryVJ2018VJ]dgVJfg]Wg[[ 6.8 40

175 StructureWactivityJrelationshipsJofJnovelJsubstitutedJnaphthaleneJdiimidesJasJanticancerJagentsXJ
EuropeanbJournalbofbMedicinalbChemistryVJ2012VJdfVJc]fWag 6.8 39
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174  olecularJaspectsJofJtheJβTZdrugJinteractionsXJPerspectiveJofJdualJinhibitorsXJCurrentb
PharmaceuticalbDesignVJ2013VJ]hVJ]gd[Wh 3.3 39

173 sNpJcrossWlinkingJbyJazinomycinJqiJ onteJrarloJsimulationsJinJtheJevaluationJofJsequenceJ
selectivityXJJournalbofbMedicinalbChemistryVJ2002VJcdVJge]Wf[ 8.3 39

172 TheJchemistryJtoolboxJofJmultitargetWdirectedJligandsJforJplzheimerQsJdiseaseXJEuropeanbJournalbofb
MedicinalbChemistryVJ2019VJ]g]VJ]]]dfa 6.8 38

171 pJmolecularJmodelJforJsNpJcrossWlinkingJbyJtheJantitumorJagentJazinomycinJqXJJournalbofbMedicinalb
ChemistryVJ2000VJcbVJafgbWg 8.3 38

170
NewJinsightJintoJtheJcentralJbenzodiazepineJreceptorWligandJinteractionsiJdesignVJsynthesisVJ
biologicalJevaluationVJandJmolecularJmodelingJofJbWsubstitutedJ
eWphenylWcwWimidazo[]VdWa][]Vc]benzodiazepinesJandJrelatedJcompoundsXJJournalbofbMedicinalb
ChemistryVJ2011VJdcVJdehcWf]]

8.3 37

169 zaempferolJasJSelectiveJwumanJ pïWpJxnhibitoriJpnalyticalJsetectionJinJralabrianJβedJWinesVJ
qiologicalJandJ olecularJ odelingJStudiesXJJournalbofbAgriculturalbandbFoodbChemistryVJ2016VJecVJ]bhcWc[[5.7 36

168 RbZSWbWRaW[cWRarylSW]VbWthiazolWaWyl]hydrazinW]WylideneSWaVbWdihydroW]wWindolWaWoneJderivativesJasJdualJ
inhibitorsJofJwxVW]JreverseJtranscriptaseXJEuropeanbJournalbofbMedicinalbChemistryVJ2015VJhbVJcdaWe[ 6.8 35

167 roumarinJversusJrhromoneJ onoamineJïxidaseJqJxnhibitorsiJαuoJVadisnXJJournalbofbMedicinalb
ChemistryVJ2017VJe[VJfa[eWfa]a 8.3 35

166 βibonucleaseJwZsNpJPolymeraseJwxVW]JβeverseJTranscriptaseJsualJxnhibitoriJ echanisticJStudiesJ
onJtheJpllostericJ odeJofJpctionJofJxsatinWqasedJrompoundJβ NreXJPLoSbONEVJ2016VJ]]VJe[]cfaad 3.7 35

165
vβxsWbasedJthreeWdimensionalJpharmacophoresJxxiJPharmqenchVJaJbenchmarkJdataJsetJforJ
evaluatingJpharmacophoreJelucidationJmethodsXJJournalbofbChemicalbInformationbandbModelingVJ
2012VJdaVJadhhWe[g

6.1 34

164 SpecificJenfuvirtideWassociatedJmutationalJpathwaysJinJwxVW]Jvpc]JareJsignificantlyJcorrelatedJwithJ
anJincreaseJinJrscRUSJcellJcountVJdespiteJvirologicalJfailureXJJournalbofbInfectiousbDiseasesVJ2008VJ]hfVJ]c[gW]g7 34

163 βationalJdesignVJsynthesisVJbiophysicalJandJantiproliferativeJevaluationJofJfluorenoneJderivativesJ
withJsNpJvWquadruplexJbindingJpropertiesXJChemMedChemVJ2010VJdVJdfdWgb 3.7 33

162
xnJsilicoJidentificationJandJbiologicalJevaluationJofJnovelJselectiveJserumZglucocorticoidWinducibleJ
kinaseJ]JinhibitorsJbasedJonJtheJpyrazoloWpyrimidineJscaffoldXJJournalbofbChemicalbInformationbandb
ModelingVJ2014VJdcVJ]gagWba

6.1 31

161 NewJconformationallyJlockedJbicyclicJNVïWnucleosideJanaloguesJofJantiviralJdrugsXJBioorganicbandb
MedicinalbChemistrybLettersVJ2005VJ]dVJdcdWd[ 2.9 31

160 TowardsJtheJdiscoveryJofJaJnovelJclassJofJmonoamineJoxidaseJinhibitorsiJstructureWpropertyWactivityJ
andJdockingJstudiesJonJchromoneJamidesXJChemMedChemVJ2011VJeVJeagWba 3.7 30

159
cWRbWNitrophenylSthiazolWaWylhydrazoneJderivativesJasJantioxidantsJandJselectiveJh pïWqJinhibitorsiJ
synthesisVJbiologicalJactivityJandJcomputationalJanalysisXJJournalbofbEnzymebInhibitionbandbMedicinalb
ChemistryVJ2019VJbcVJdhfWe]a

5.6 29

158 SynthesisJandJbiologicalJassessmentJofJnovelJaWthiazolylhydrazonesJandJcomputationalJanalysisJofJ
theirJrecognitionJbyJmonoamineJoxidaseJqXJEuropeanbJournalbofbMedicinalbChemistryVJ2012VJcgVJagcWhd 6.8 29

157 sifferentJevolutionJofJgenotypicJresistanceJprofilesJtoJemtricitabineJversusJlamivudineJinJ
tenofovirWcontainingJregimensXJJournalbofbAcquiredbImmunebDeficiencybSyndromesbjs999kVJ2010VJddVJbbeWcc3.1 29

(2010-2013)
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156 p qtβJforceJfieldJimplementationJofJtheJboronateJfunctionJtoJsimulateJtheJinhibitionJofJ
betaWlactamasesJbyJalkylJandJarylJboronicJacidsXJEuropeanbJournalbofbMedicinalbChemistryVJ2005VJc[VJ]]bcWca6.8 29

155 triocitrinJandJppigeninJasJNewJrarbonicJpnhydraseJVpJxnhibitorsJfromJaJVirtualJScreeningJofJ
ralabrianJNaturalJProductsXJPlantabMedicaVJ2015VJg]VJdbbWc[ 3.1 28

154
RThiazolWaWylShydrazoneJderivativesJfromJacetylpyridinesJasJdualJinhibitorsJofJ pïJandJprhtiJ
synthesisVJbiologicalJevaluationJandJmolecularJmodelingJstudiesXJJournalbofbEnzymebInhibitionbandb
MedicinalbChemistryVJ2015VJb[VJh[gW]h

5.6 28

153  acrocyclicJnaphthaleneJdiimidesJasJvWquadruplexJbindersXJBioorganicbandbMedicinalbChemistryVJ
2015VJabVJbg]hWb[ 3.4 28

152 TheJ editerraneanJsietJasJsourceJofJbioactiveJcompoundsJwithJmultiWtargetingJantiWcancerJprofileXJ
EuropeanbJournalbofbMedicinalbChemistryVJ2019VJ]g]VJ]]]dfh 6.8 28

151 TargetingJunimolecularJvWquadruplexJnucleicJacidsiJaJnewJparadigmJforJtheJdrugJdiscoverynXJExpertb
OpinionbonbDrugbDiscoveryVJ2014VJhVJ]]efWgf 6.2 28

150 NaturalJproductWinspiredJestersJandJamidesJofJferulicJandJcaffeicJacidJasJdualJinhibitorsJofJwxVW]J
reverseJtranscriptaseXJEuropeanbJournalbofbMedicinalbChemistryVJ2017VJ]b[VJacgWae[ 6.8 27

149 sesignVJsynthesisJandJbiochemicalJevaluationJofJnovelJmultiWtargetJinhibitorsJasJpotentialJ
antiWParkinsonJagentsXJEuropeanbJournalbofbMedicinalbChemistryVJ2018VJ]cbVJ]dcbW]dda 6.8 27

148 TargetingJTumorJpssociatedJrarbonicJpnhydrasesJxXJandJXxxiJwighlyJxsozymeJSelectiveJroumarinJ
andJPsoralenJxnhibitorsXJACSbMedicinalbChemistrybLettersVJ2018VJhVJfadWfah 4.3 27

147 xsolationJandJfunctionalJcharacterizationJofJpeptideJagonistsJofJPTPβyVJaJtyrosineJphosphataseJ
receptorJendowedJwithJtumorJsuppressorJactivityXJACSbChemicalbBiologyVJ2012VJfVJ]eeeWfe 4.9 27

146 ronformationJandJstabilityJofJintramolecularJtelomericJvWquadruplexesiJsequenceJeffectsJinJtheJ
loopsXJPLoSbONEVJ2013VJgVJegc]]b 3.7 27

145 pctiveJromponentsJofJtssentialJïilsJasJpntiWïbesityJPotentialJsrugsJxnvestigatedJbyJinJSilicoJ
TechniquesXJJournalbofbAgriculturalbandbFoodbChemistryVJ2016VJecVJdahdWb[[ 5.7 26

144
srugJdesignVJsynthesisVJin´ vitroJandJinJsilicoJevaluationJofJselectiveJmonoaminoxidaseJqJinhibitorsJ
basedJonJbWacetylWaWdichlorophenylWdWarylWaVbWdihydroW]VbVcWoxadiazoleJchemicalJscaffoldXJEuropeanb
JournalbofbMedicinalbChemistryVJ2016VJ][gVJdcaWdda

6.8 26

143 pqrrJTransportersJ ediateJtheJVacuolarJpccumulationJofJrrocinsJinJSaffronJStigmasXJPlantbCellVJ
2019VJb]VJafghWag[c 11.6 26

142 sesignVJsynthesisVJandJSpβJanalysisJofJnovelJselectiveJsigma]JligandsXJBioorganicbandbMedicinalb
ChemistryVJ2007VJ]dVJff]Wgb 3.4 26

141
SynthesisVJmolecularJmodelingJstudiesVJandJselectiveJinhibitoryJactivityJagainstJmonoamineJoxidaseJ
ofJNVNQWbis[aWoxoWawWbenzopyran]WbWcarboxamidesXJBioorganicbandbMedicinalbChemistrybLettersVJ2006
VJ]eVJc]bdWc[

2.9 26

140  olecularJ odelingJofJtheJpntitumorJpgentsJpzinomycinsJpJandJqiJJuorceWuieldJParametrizationJ
andJsNpJrrossW–inkingWqasedJuilteringXJJournalbofbOrganicbChemistryVJ1998VJebVJcea[Wcead 4.2 26

139 xdentificationJofJvWquadruplexJsNpZβNpJbindersiJStructureWbasedJvirtualJscreeningJandJbiophysicalJ
characterizationXJBiochimicabEtbBiophysicabActabobGeneralbSubjectsVJ2017VJ]ge]VJ]bahW]bc[ 4 25
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138  olecularJinteractionJfieldsJinJdrugJdiscoveryiJrecentJadvancesJandJfutureJperspectivesXJWileyb
InterdisciplinarybReviews:bComputationalbMolecularbScienceVJ2013VJbVJdhcWe]b 7.9 25

137
romputationalJanalysisJofJwumanJxmmunodeficiencyJVirusJRwxVSJTypeW]JreverseJtranscriptaseJ
crystallographicJmodelsJbasedJonJsignificantJconservedJresiduesJfoundJinJwighlyJpctiveJ
pntiretroviralJTherapyJRwppβTSWtreatedJpatientsXJCurrentbMedicinalbChemistryVJ2010VJ]fVJah[Wb[g

4.3 25

136 RtSWbWweteroarylidenechromanWcWonesJasJpotentJandJselectiveJmonoamineJoxidaseWqJinhibitorsXJ
EuropeanbJournalbofbMedicinalbChemistryVJ2016VJ]]fVJahaWb[[ 6.8 25

135 prylJethynylJanthraquinonesiJaJusefulJplatformJforJtargetingJtelomericJvWquadruplexJstructuresXJ
OrganicbandbBiomolecularbChemistryVJ2014VJ]aVJbfccWdc 3.9 23

134 siscoveryJofJPTPβyJagonistJpeptidesJthatJeffectivelyJinhibitJinJvitroJcancerJcellJproliferationJandJ
tubeJformationXJACSbChemicalbBiologyVJ2013VJgVJ]chfWd[e 4.9 23

133
 olecularJdynamicsJandJfreeJenergyJstudiesJonJtheJwildWtypeJandJmutatedJwxVW]JproteaseJ
complexedJwithJfourJapprovedJdrugsiJmechanismJofJbindingJandJdrugJresistanceXJJournalbofb
ChemicalbInformationbandbModelingVJ2009VJchVJ]fd]We]

6.1 23

132 TetraplexJsNpJspecificJligandsJbasedJonJtheJfluorenoneWcarboxamideJscaffoldXJBioorganicbandb
MedicinalbChemistrybLettersVJ2007VJ]fVJad[hW]c 2.9 23

131 NovelJnaturalJnonWnucleosideJinhibitorsJofJwxVW]JreverseJtranscriptaseJidentifiedJbyJshapeWJandJ
structureWbasedJvirtualJscreeningJtechniquesXJEuropeanbJournalbofbMedicinalbChemistryVJ2019VJ]e]VJ]W][ 6.8 23

130 ]VdWsiphenylpentaWaVcWdienW]WonesJasJpotentJandJselectiveJmonoamineJoxidaseWqJinhibitorsXJ
EuropeanbJournalbofbMedicinalbChemistryVJ2013VJdhVJh]W][[ 6.8 22

129 WpcylbenzenesulfonamideJsihydroW]VbVcWoxadiazoleJwybridsiJSeekingJSelectivityJtowardJrarbonicJ
pnhydraseJxsoformsXJACSbMedicinalbChemistrybLettersVJ2017VJgVJfhaWfhe 4.3 22

128 StructureWbasedJvirtualJscreeningJofJnovelJnaturalJalkaloidJderivativesJasJpotentialJbindersJofJhWteloJ
andJcWmycJsNpJvWquadruplexJconformationsXJMoleculesVJ2014VJa[VJa[eWab 4.8 22

127 UnusuallyJhighJenantioselectivityJinJhighWperformanceJliquidJchromatographyJusingJcelluloseJ
trisRcWmethylbenzoateSJasJaJchiralJstationaryJphaseXJJournalbofbChromatographybAVJ2009VJ]a]eVJcefbWg 4.5 22

126 TheJpolymorphismsJofJsNpJvWquadruplexJinvestigatedJbyJdockingJexperimentsJwithJtelomestatinJ
enantiomersXJCurrentbPharmaceuticalbDesignVJ2012VJ]gVJ]gfbWh 3.3 22

125 witJidentificationJandJbiologicalJevaluationJofJanticancerJpyrazolopyrimidinesJendowedJwithJ
antiWinflammatoryJactivityXJChemMedChemVJ2010VJdVJ]acaWe 3.7 22

124
SynthesisJandJmolecularJmodellingJofJnovelJsubstitutedWcVdWdihydroWR]wSWpyrazoleJderivativesJasJ
potentJandJhighlyJselectiveJmonoamineJoxidaseWpJinhibitorsXJChemicalbBiologybandbDrugbDesignVJ
2006VJefVJa[eW]c

2.9 22

123
rWe˛–WJvsJrWf˛–WSubstitutedJSteroidalJpromataseJxnhibitorsiJWhichJxsJqetternJSynthesisVJqiochemicalJ
tvaluationVJsockingJStudiesVJandJStructureWpctivityJβelationshipsXJJournalbofbMedicinalbChemistryVJ
2019VJeaVJbebeWbedf

8.3 21

122 NWplkylJdienWJandJtrienamidesJfromJtheJrootsJofJïtanthusJmaritimusJwithJbindingJaffinityJforJopioidJ
andJcannabinoidJreceptorsXJBioorganicbandbMedicinalbChemistryVJ2013VJa]VJf[fcWga 3.4 21

121 ronformationalJstudiesJandJsolventWaccessibleJsurfaceJareaJanalysisJofJknownJselectiveJsNpJ
vWαuadruplexJbindersXJBiochimieVJ2011VJhbVJ]aefWfc 4.6 21

(2011-2013)
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120
xdentificationJofJtheJstereochemicalJrequirementsJinJtheJcWarylWaWcycloalkylidenhydrazinylthiazoleJ
scaffoldJforJtheJdesignJofJselectiveJhumanJmonoamineJoxidaseJqJinhibitorsXJBioorganicbandb
MedicinalbChemistryVJ2014VJaaVJaggfWhd

3.4 20

119 sesignVJsynthesisVJandJbiologicalJevaluationJofJ]VbWdiarylpropenonesJasJdualJinhibitorsJofJwxVW]J
reverseJtranscriptaseXJChemMedChemVJ2014VJhVJ]gehWfh 3.7 20

118 TowardJtheJdesignJofJnewJsNpJvWquadruplexJligandsJthroughJrationalJanalysisJofJpolymorphismJ
andJbindingJdataXJEuropeanbJournalbofbMedicinalbChemistryVJ2013VJegVJ]bhWch 6.8 20

117
sesignVJsynthesisJandJantiviralJevaluationJofJnovelJheteroarylcarbothioamideJderivativesJasJdualJ
inhibitorsJofJwxVW]JreverseJtranscriptaseWassociatedJβNaseJwJandJβssPJfunctionsXJPathogensbandb
DiseaseVJ2017VJfdVJ

4.2 20

116 txploringJcWsubstitutedWaWthiazolylhydrazonesJfromJaWVJbWVJandJcWacetylpyridineJasJselectiveJandJ
reversibleJh pïWqJinhibitorsXJEuropeanbJournalbofbMedicinalbChemistryVJ2013VJeeVJaa]Wf 6.8 20

115 xdentificationJandJstructuralJcharacterizationJofJnovelJgeneticJelementsJinJtheJwxVW]JVbJloopJ
regulatingJcoreceptorJusageXJAntiviralbTherapyVJ2011VJ]eVJ][bdWcd 1.6 20

114 Pyrrolo[aQVbQibVc]cyclohepta[]VaW][]Va]oxazolesVJaJNewJrlassJofJpntimitoticJpgentsJpctiveJagainstJ
 ultipleJ alignantJrellJTypesXJJournalbofbMedicinalbChemistryVJ2020VJebVJ]a[abW]a[ca 8.3 20

113 qenzoicJacidWderivedJnitronesiJpJnewJclassJofJpotentialJacetylcholinesteraseJinhibitorsJandJ
neuroprotectiveJagentsXJEuropeanbJournalbofbMedicinalbChemistryVJ2019VJ]fcVJ]]eW]ah 6.8 19

112 xndoleJandJaVcWThiazolidinedioneJconjugatesJasJpotentialJanticancerJmodulatorsXJPeerJVJ2018VJeVJedbge 3.1 19

111 SynthesisJandJmolecularJmodellingJstudiesJofJprenylatedJpyrazolinesJasJ pïWqJinhibitorsXJ
BioorganicbandbMedicinalbChemistrybLettersVJ2010VJa[VJecfhWga 2.9 19

110  olecularJrecognitionJofJaJcarboxyJpyridostatinJtowardJvWquadruplexJstructuresiJWhyJdoesJitJ
preferJβNpnXJChemicalbBiologybandbDrugbDesignVJ2017VJh[VJh]hWhad 2.9 18

109 xdentificationJofJnewJnaturalJsNpJvWquadruplexJbindersJselectedJbyJaJstructureWbasedJvirtualJ
screeningJapproachXJMoleculesVJ2013VJ]gVJ]a[d]Wf[ 4.8 18

108 pJdrugJrepurposingJscreeningJrevealsJaJnovelJepigeneticJactivityJofJhydroxychloroquineXJEuropeanb
JournalbofbMedicinalbChemistryVJ2019VJ]gbVJ]]]f]d 6.8 17

107 pJcomputerWassistedJdiscoveryJofJnovelJpotentialJantiWobesityJcompoundsJasJselectiveJcarbonicJ
anhydraseJVpJinhibitorsXJEuropeanbJournalbofbMedicinalbChemistryVJ2019VJ]g]VJ]]]ded 6.8 17

106  ethoxyflavonesJfromJStachysJglutinosaJwithJbindingJaffinityJtoJopioidJreceptorsiJinJsilicoVJinJvitroVJ
andJinJvivoJstudiesXJJournalbofbNaturalbProductsVJ2015VJfgVJehWfe 4.9 17

105
romputerWaidedJmolecularJdesignJofJasymmetricJpyrazoleJderivativesJwithJexceptionalJ
enantioselectiveJrecognitionJtowardJtheJrhiralcelJïyWwJstationaryJphaseXJJournalbofbChemicalb
InformationbandbModelingVJ2012VJdaVJechWdc

6.1 17

104 ˛†WryclodextrinJinteractionsJwithJthreeJdrugsJusedJinJinflammatoryJpathologiesiJpnJexperimentalJ
andJtheoreticalJstudyXJChemicalbPhysicsbLettersVJ2008VJcdcVJbfcWbg] 2.5 17

103
NewJcW[RbWcyclohexylWcWarylWaVbWdihydroW]VbWthiazolWaWylideneSamino]benzeneW]WsulfonamidesVJ
synthesisJandJinhibitoryJactivityJtowardJcarbonicJanhydraseJxVJxxVJxXVJXxxXJBioorganicbandbMedicinalb
ChemistrybLettersVJ2015VJadVJbag]Wc

2.9 16

Stefano Alcaro
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102 NW]VaVbWtriazoleWisatinJderivativesJforJcholinesteraseJandJ˛†WamyloidJaggregationJinhibitioniJpJ
comprehensiveJbioassayJstudyXJBioorganicbChemistryVJ2020VJhgVJ][bfdb 5.1 16

101
rhromenoneJderivativesJasJaJversatileJscaffoldJwithJdualJmodeJofJinhibitionJofJwxVW]JreverseJ
transcriptaseWassociatedJβibonucleaseJwJfunctionJandJintegraseJactivityXJEuropeanbJournalbofb
MedicinalbChemistryVJ2019VJ]gaVJ]]]e]f

6.8 16

100
pJchromatographicJandJcomputationalJstudyJonJtheJdrivingJforceJoperatingJinJtheJexceptionallyJ
largeJenantioseparationJofJNWthiocarbamoylWbWRcQWbiphenylSWdWphenylWcVdWdihydroWR]wSJpyrazoleJonJaJ
cWmethylbenzoateJcelluloseWbasedJchiralJstationaryJphaseXJJournalbofbChromatographybAVJ2014VJ
]bacVJf]Wf

4.5 16

99 pntioxidantJefficiencyJofJoxovitisinVJaJnewJclassJofJredJwineJpyranoanthocyaninsVJrevealedJthroughJ
quantumJmechanicalJinvestigationsXJJournalbofbChemicalbInformationbandbModelingVJ2013VJdbVJeeWfd 6.1 16

98 βeviewJaboutJtheJmultiWtargetJprofileJofJresveratrolJandJitsJimplicationJinJtheJSvz]JinhibitionXJ
EuropeanbJournalbofbMedicinalbChemistryVJ2019VJ]gbVJ]]]efd 6.8 15

97 setectingJandJunderstandingJgeneticJandJstructuralJfeaturesJinJwxVW]JqJsubtypeJVbJunderlyingJ
wxVW]JcoWreceptorJusageXJBioinformaticsVJ2013VJahVJcd]We[ 7.2 15

96 rhemoinformaticJsatabaseJquildingJandJinJSilicoJwitWxdentificationJofJPotentialJ ultiWTargetingJ
qioactiveJrompoundsJtxtractedJfromJ ushroomJSpeciesXJMoleculesVJ2017VJaaVJ 4.8 15

95 TndJtransposaseJasJaJusefulJplatformJtoJsimulateJwxVW]JintegraseJinhibitorJbindingJmodeXJ
BiochemicalbandbBiophysicalbResearchbCommunicationsVJ2007VJbebVJddcWe[ 3.4 15

94 NaphthaleneJdiimideWpolyamineJhybridsJasJantiproliferativeJagentsiJuocusJonJtheJarchitectureJofJ
theJpolyamineJchainsXJEuropeanbJournalbofbMedicinalbChemistryVJ2017VJ]agVJ][fW]aa 6.8 14

93 xdentificationJofJnewJantiWrandidaJcompoundsJbyJligandWbasedJpharmacophoreJvirtualJscreeningXJ
JournalbofbEnzymebInhibitionbandbMedicinalbChemistryVJ2016VJb]VJ]f[bWe 5.6 14

92  olecularJandJstructuralJaspectsJofJclinicallyJrelevantJmutationsJrelatedJtoJtheJapprovedJ
nonWnucleosideJinhibitorsJofJwxVW]JreverseJtranscriptaseXJDrugbResistancebUpdatesVJ2011VJ]cVJ]c]Wh 23.2 14

91 xnsightJonJ[]Vb]thiazolo[cVdWe]isoindolesJasJtubulinJpolymerizationJinhibitorsXJEuropeanbJournalbofb
MedicinalbChemistryVJ2021VJa]aVJ]]b]aa 6.8 14

90 TuningJtheJsualJxnhibitionJofJrarbonicJpnhydraseJandJryclooxygenaseJbyJsihydrothiazoleJ
qenzensulfonamidesXJACSbMedicinalbChemistrybLettersVJ2018VJhVJ][cdW][d[ 4.3 14

89 ïptimizedJVirtualJScreeningJWorkflowJforJtheJxdentificationJofJNovelJvWαuadruplexJ–igandsXJ
JournalbofbChemicalbInformationbandbModelingVJ2016VJdeVJcgcWd[[ 6.1 13

88 xdentificationJofJPiperidinylWamineJserivativesJasJNovelJsualJqindersJofJïncogeneJcWmycZcWzitJ
vWquadruplexesXJACSbMedicinalbChemistrybLettersVJ2018VJhVJgcgWgdb 4.3 13

87 tnantioselectiveJchromatographyJandJabsoluteJconfigurationJofJ
NVNWdimethylWbWRnaphthalenWaWylSWbutanW]WaminesiJpotentialJsigma]JligandsXJChiralityVJ2006VJ]gVJacdWdb 2.1 13

86
tnantioselectiveJrecognitionJofJaVbWbenzodiazepinWcWoneJderivativesJwithJanticonvulsantJactivityJonJ
severalJpolysaccharideJchiralJstationaryJphasesXJJournalbofbChromatographybB:bAnalyticalb
TechnologiesbinbthebBiomedicalbandbLifebSciencesVJ2006VJgbgVJdeWea

3.2 13

85 uhitJdelocalizesJannexinJacJfromJplasmaJmembraneJtoJcytosolJandJsensitizesJlungJcancerJcellsJtoJ
paclitaxelXJPLoSbONEVJ2013VJgVJefge][ 3.7 13

(2013-2020)
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84 NewJdeferiproneJderivativesJasJmultiWfunctionalJcholinesteraseJinhibitorsiJdesignVJsynthesisJandJ
in´ vitroJevaluationXJEuropeanbJournalbofbMedicinalbChemistryVJ2020VJ]hgVJ]]abd[ 6.8 13

83
witJxdentificationJofJaJNovelJsualJqinderJforJhWteloZcWmycJvWαuadruplexJbyJaJrombinationJofJ
PharmacophoreJStructureWqasedJVirtualJScreeningJandJsockingJβefinementXJChemMedChemVJ2016VJ
]]VJ]fa]Wbb

3.7 13

82
sockingJanalysisJandJresistanceJevaluationJofJclinicallyJrelevantJmutationsJassociatedJwithJtheJ
wxVW]JnonWnucleosideJreverseJtranscriptaseJinhibitorsJnevirapineVJefavirenzJandJetravirineXJ
ChemMedChemVJ2011VJeVJaa[bW]b

3.7 12

81  olecularJmodelingJofJsNpJcrossWlinkingJanaloguesJbasedJonJtheJazinomycinJscaffoldXJJournalbofb
ChemicalbInformationbandbModelingVJ2005VJcdVJe[aWh 6.1 12

80  olecularJmodellingJofJepitopesJrecognizedJbyJneoplasticJqJlymphocytesJinJrhronicJ–ymphocyticJ
–eukemiaXJEuropeanbJournalbofbMedicinalbChemistryVJ2020VJ]gdVJ]]]gbg 6.8 12

79 xmprovingJtheJTreatmentJofJpcuteJ–ymphoblasticJ–eukemiaXJBiochemistryVJ2020VJdhVJb]hbWba[[ 3.2 12

78 pJromparativeJsockingJStrategyJtoJxdentifyJPolyphenolicJserivativesJasJPromisingJpntineoplasticJ
qindersJofJvWquadruplexJsNpJcWmycJandJbclWaJSequencesXJMolecularbInformaticsVJ2016VJbdVJbh]Wc[a 3.8 12

77 rurrentJUpdatesJonJNaturallyJïccurringJrompoundsJβecognizingJSpβSWroVWaJsruggableJTargetsXJ
MoleculesVJ2021VJaeVJ 4.8 12

76 NovelJrompoundsJTargetingJtheJβNpWqindingJProteinJwuβXJStructureWqasedJsesignVJSynthesisVJandJ
xnteractionJStudiesXJACSbMedicinalbChemistrybLettersVJ2019VJ][VJe]dWea[ 4.3 11

75  olecularJβecognitionJofJwumanJTelomericJsNpJbyJPhenanthrolineWqasedJvWαuadruplexJ–igandsXJ
OpenbJournalbofbMedicinalbChemistryVJ2013VJ[bVJc]Wch 0.1 11

74 tffectJofJtheJhumanJimmunodeficiencyJvirusJtypeJ]JreverseJtranscriptaseJpolymorphismJ–euWa]cJonJ
replicationJcapacityJandJdrugJsusceptibilityXJJournalbofbVirologyVJ2009VJgbVJfcbcWh 6.6 11

73 qiocatalysedJsynthesisJofJbetaWïWglucosidesJfromJhWfluorenonWaWcarbohydroxyestersXJPartJbiJ
xuNWinducingJandJantiWwSVWaJpropertiesXJBioorganicbandbMedicinalbChemistryVJ2005VJ]bVJbbf]Wg 3.4 11

72 txploringJnewJchemicalJfunctionalitiesJtoJimproveJaromataseJinhibitionJofJsteroidsXJBioorganicbandb
MedicinalbChemistryVJ2016VJacVJagabWb] 3.4 11

71 ThroughJscaffoldJmodificationJtoJbVdWdiarylWcVdWdihydroisoxazolesiJnewJpotentJandJselectiveJ
inhibitorsJofJmonoamineJoxidaseJqXJJournalbofbEnzymebInhibitionbandbMedicinalbChemistryVJ2017VJbaVJaecWaf[5.6 10

70 romputerWbasedJtechniquesJforJleadJidentificationJandJoptimizationJxiJqasicsXJPhysicalbSciencesb
ReviewsVJ2019VJcVJ 1.4 10

69 uoldingJintermediateJstatesJofJtheJparallelJhumanJtelomericJvWquadruplexJsNpJexploredJusingJ
WellWTemperedJ etadynamicsXJScientificbReportsVJ2020VJ][VJb]fe 4.9 10

68
TargetingJmultipleJvWquadruplexWformingJsNpJsequencesiJsesignVJbiophysicalJandJbiologicalJ
evaluationsJofJindoloWnaphthyridineJscaffoldJderivativesXJEuropeanbJournalbofbMedicinalbChemistryVJ
2019VJ]gaVJ]]]eaf

6.8 10

67 pJchromatographicJstudyJonJtheJexceptionalJenantioselectivityJofJcelluloseJtrisRcWmethylbenzoateSJ
towardsJrdWchiralJcVdWdihydroWR]wSWpyrazoleJderivativesXJJournalbofbChromatographybAVJ2011VJ]a]gVJdedbWf4.5 10
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66 sependenceJofJsNpJsequenceJselectivityJandJcellJcytotoxicityJonJazinomycinJpJandJqJepoxyamideJ
stereochemistryXJOrganicbLettersVJ2007VJhVJ]gh]Wc 6.2 10

65  olecularJmodelingVJsynthesisVJandJpreliminaryJbiologicalJevaluationJofJglutathioneWSWtransferaseJ
inhibitorsJasJpotentialJtherapeuticJagentsXJJournalbofbMedicinalbChemistryVJ2005VJcgVJe[gcWh 8.3 10

64 pJuhitWmimeticJpeptideJsuppressesJannexinJpcWmediatedJchemoresistanceJtoJpaclitaxelJinJlungJ
cancerJcellsXJOncotargetVJ2016VJfVJahhafWbe 3.3 9

63 hWuluorenonWcWcarboxamidesiJsynthesisVJconformationalJanalysisVJantiWwSVWaVJandJ
immunomodulatoryJevaluationXJNoteJxxXJArkivocVJ2004VJa[[cVJbbcWbcg 0.9 9

62 syW]JProteoformsJinJqreastJrancerJrellsiJTheJtscapeJofJ etabolicJtpigeneticJ isregulationXJCellsVJ
2020VJhVJ 7.9 9

61 xncompleteJpPïqtrbvZuJNeutralizationJbyJwxVW]JVifJ utantsJuacilitatesJtheJveneticJtvolutionJ
fromJrrβdJtoJrXrβcJUsageXJAntimicrobialbAgentsbandbChemotherapyVJ2015VJdhVJcgf[Wg] 5.9 8

60 PathwayJinvolvingJtheJN]ddwJmutationJinJwxVW]JintegraseJleadsJtoJdolutegravirJresistanceXJJournalb
ofbAntimicrobialbChemotherapyVJ2018VJfbVJ]]dgW]]ee 5.1 8

59
StructuralJmodificationsJinducedJbyJspecificJwxVW]JproteaseWcompensatoryJmutationsJhaveJanJ
impactJonJtheJvirologicalJresponseJtoJaJfirstWlineJlopinavirZritonavirWcontainingJregimenXJJournalbofb
AntimicrobialbChemotherapyVJ2013VJegVJaa[dWh

5.1 8

58 tnantioselectiveJsemiWpreparativeJwP–rJofJtwoJaWarylpropionicJacidsJonJglycopeptidesJcontainingJ
chiralJstationaryJphasesXJTetrahedron:bAsymmetryVJ2002VJ]bVJehWfd 8

57  olecularJmodelingJandJenzymaticJstudiesJofJtheJinteractionJofJaJcholineJanalogueJandJ
acetylcholinesteraseXJBioorganicbandbMedicinalbChemistrybLettersVJ2002VJ]aVJaghhWh[d 2.9 8

56 PyrazolonesJpctivateJtheJProteasomeJbyJvatingJ echanismsJandJProtectJNeuronalJrellsJfromJ
˛†WpmyloidJToxicityXJChemMedChemVJ2020VJ]dVJb[aWb]e 3.7 8

55 SelectiveJinhibitionJofJcarbonicJanhydraseJxXJandJXxxJbyJcoumarinJandJpsoralenJderivativesXJJournalb
ofbEnzymebInhibitionbandbMedicinalbChemistryVJ2021VJbeVJegdWeha 5.6 8

54 qenzo[]tiophenWbWolJderivativesJasJeffectiveJinhibitorsJofJhumanJmonoamineJoxidaseiJdesignVJ
synthesisVJandJbiologicalJactivityXJJournalbofbEnzymebInhibitionbandbMedicinalbChemistryVJ2019VJbcVJ]d]]W]dad5.6 7

53
xdentificationJofJaJrareJmutationJatJreverseJtranscriptaseJ–ysedJRzedtSJinJwxVW]WinfectedJpatientsJ
failingJonJnucleosRtSideJreverseJtranscriptaseJinhibitorsXJJournalbofbAntimicrobialbChemotherapyVJ
2013VJegVJa]hhWa[c

5.1 7

52 SimpleJcholineJestersJasJpotentialJantiWplzheimerJagentsXJCurrentbPharmaceuticalbDesignVJ2010VJ]eVJehaWf3.3 7

51
 olecularJmodellingJandJenzymaticJstudiesJofJacetylcholinesteraseJandJbutyrylcholinesteraseJ
recognitionJwithJparaquatJandJrelatedJcompoundsXJSARbandbQSARbinbEnvironmentalbResearchVJ2007VJ
]gVJdhdWe[a

3.5 7

50  icrowaveJassistedJsynthesisJofJchiralJpyrrolinesJwithJbiologicalJactivityXJTetrahedron:bAsymmetryVJ
2004VJ]dVJbe[]Wbe[g 7

49 txtendedJNaphthaleneJsiimidesJwithJsonorZpcceptorJwydrogenWqondingJPropertiesJTargetingJ
vWαuadruplexJNucleicJpcidsXJEuropeanbJournalbofbOrganicbChemistryVJ2016VJa[]eVJcgacWcgbb 3.2 7

(2016-2007)
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48 txplorationJofJligandJbindingJmodesJtowardsJtheJidentificationJofJcompoundsJtargetingJwuβiJaJ
combinedJSTsWN βJandJ olecularJ odellingJapproachXJScientificbReportsVJ2018VJgVJ]bfg[ 4.9 7

47 βealWlifeJbsJtherapyJfailureiJpnalysisJofJNSdpJhbwJβpSJplusJ][gJzJpolymorphismJinJcomplexJwithJ
ombitasvirJbyJmolecularJmodelingXJJournalbofbMedicalbVirologyVJ2018VJh[VJ]adfW]aeb 19.7 6

46 TheJ uXTaX–igXJrhemothecaiJpJrommunityWPopulatedJ olecularJsatabaseJforJ ultiWTargetJ–igandsJ
xdentificationJandJrompoundWβepurposingXJFrontiersbinbChemistryVJ2018VJeVJ]b[ 5 6

45 rhiralJarylpyrrolidinolsiJpreparationJandJbiologicalJprofileXJBioorganicbandbMedicinalbChemistryVJ2005
VJ]bVJb]]fWae 3.4 6

44 xnsideJPerspectiveJofJtheJSyntheticJandJromputationalJToolboxJofJypzJxnhibitorsiJβecentJUpdatesXJ
MoleculesVJ2020VJadVJ 4.8 6

43
zeyJgeneticJelementsVJsingleJandJinJclustersVJunderlyingJgeographicallyJdependentJSpβSWroVWaJ
geneticJadaptationJandJtheirJimpactJonJbindingJaffinityJforJdrugsJandJimmuneJcontrolXJJournalbofb
AntimicrobialbChemotherapyVJ2021VJfeVJbheWc]a

5.1 6

42
txploringJnewJstructuralJfeaturesJofJtheJ
cW[RbWmethylWcWarylWaVbWdihydroW]VbWthiazolWaWylideneSamino]benzenesulphonamideJscaffoldJforJtheJ
inhibitionJofJhumanJcarbonicJanhydrasesXJJournalbofbEnzymebInhibitionbandbMedicinalbChemistryVJ2019
VJbcVJ]daeW]dbb

5.6 5

41  ultiWTargetingJqioactiveJrompoundsJtxtractedJfromJtssentialJïilsJasJzinaseJxnhibitorsXJMoleculesVJ
2020VJadVJ 4.8 5

40 Tr–]pJinteractsJwithJTPebJandJenhancesJtheJsurvivalJofJβajiJqurkittJlymphomaJcellJlineXJBritishb
JournalbofbHaematologyVJ2018VJ]gbVJd[hWd]a 4.5 5

39
StructuralJ odelingJofJNewJPolymorphismJrlustersJofJwrVJPolymeraseJxsolatedJfromJsirectWpctingJ
pntiviralJNaˆflveJPatientsiJuocusJonJsasabuvirJandJSetrobuvirJqindingJpffinityXJChemistrySelectVJ2018VJ
bVJe[[hWe[]f

1.8 5

38 StateWofWtheWartJandJdisseminationJofJcomputationalJtoolsJforJdrugWdesignJpurposesiJaJsurveyJ
amongJxtalianJacademicsJandJindustrialJinstitutionsXJFuturebMedicinalbChemistryVJ2013VJdVJh[fWaf 4.1 5

37
SynthesisJofJawWxmidazo[aQV]QiaVb]J[]Vb]thiazolo[cVdWe]isoindolWgWylWphenylureasJwithJpromisingJ
therapeuticJfeaturesJforJtheJtreatmentJofJacuteJmyeloidJleukemiaJRp –SJwithJu–TbZxTsJmutationsXXJ
EuropeanbJournalbofbMedicinalbChemistryVJ2022VJabdVJ]]caha

6.8 5

36 SynthesisVJ onoamineJïxidaseJxnhibitionJandJromputationalJpnalysisJofJsiverselyJSubstitutedJ
NWPropargylatedW]VbVdWtriazinesXJChemistrySelectVJ2019VJcVJgbbcWgbbf 1.8 4

35 SynthesisJandJpharmacologicalJevaluationJofJnewJNWmethylWarylpyrrolidinolsJwithJanalgesicJactivityXJ
IlbFarmacoVJ2003VJdgVJhbhWce 4

34 romputerWbasedJtechniquesJforJleadJidentificationJandJoptimizationJxxiJpdvancedJsearchJmethodsXJ
PhysicalbSciencesbReviewsVJ2019VJdVJ 1.4 4

33 NaturalJProductsJtxtractedJfromJuungalJSpeciesJasJNewJPotentialJpntiWrancerJsrugsiJpJ
StructureWqasedJsrugJβepurposingJppproachJTargetingJwsprfXJMoleculesVJ2020VJadVJ 4.8 4

32
ProbingJSubstituentsJinJtheJ]WJandJbWPositioniJTetrahydropyrazinoWpnnelatedJWaterWSolubleJ
XanthineJserivativesJasJ ultiWTargetJsrugsJWithJPotentJpdenosineJβeceptorJpntagonisticJpctivityXJ
FrontiersbinbChemistryVJ2018VJeVJa[e

5 3

31 vβxsWbasedJPharmacophoreJ odelsiJronceptJandJppplicationJtxamplesXJMethodsbandbPrinciplesbinb
MedicinalbChemistryVJ2006VJ]d]W]f[ 0.4 3
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30 qïPr]JtnantiomersJPreparationJandJwuβJxnteractionJStudyXJuromJ olecularJ odelingJtoJaJruriousJ
sttPWSTsJN βJppplicationXJACSbMedicinalbChemistrybLettersVJ2020VJ]]VJggbWggg 4.3 3

29 yoiningJturopeanJScientificJuorcesJtoJuaceJPandemicsXJTrendsbinbMicrobiologyVJ2021VJahVJhaWhf 12.4 3

28  appingJrhromoneWbWPhenylcarboxamideJPharmacophoreiJnXJJournalbofbMedicinalbChemistryVJ2021VJ
ecVJ]]]ehW]]]ga 8.3 3

27 NovelJpropargylamineWbasedJinhibitorsJofJcholinesterasesJandJmonoamineJoxidasesiJSynthesisVJ
biologicalJevaluationJandJdockingJstudyXJBioorganicbChemistryVJ2021VJ]]eVJ][db[] 5.1 3

26  olecularJcleftsJofJβebekJrevisitediJpotentialJapplicationJasJdrugJcarriersJforJtheJantiviralJacyclovirXJ
JournalbofbInclusionbPhenomenabandbMacrocyclicbChemistryVJ2015VJgbVJa[bWa[g 1.7 2

25 NewJsihydrothiazoleJqenzensulfonamidesiJ–ookingJforJSelectivityJtowardJrarbonicJpnhydraseJ
xsoformsJxVJxxVJxXVJandJXxxXJACSbMedicinalbChemistrybLettersVJ2020VJ]]VJgdaWgde 4.3 2

24 NewJresistanceJmutationsJtoJnucleosideJreverseJtranscriptaseJinhibitorsJatJcodonJ]gcJofJwxVW]J
reverseJtranscriptaseJR ]gc–JandJ ]gcTSXJChemicalbBiologybandbDrugbDesignVJ2019VJhbVJd[Wdh 2.9 2

23 sesignVJSynthesisVJandJtvaluationJofJNewJTripeptidesJasJrïXWaJxnhibitorsXJJournalbofbAminobAcidsVJ
2013VJa[]bVJe[eaga 2

22 ronformationalJsearchJofJantisenseJnucleotidesXJBioorganicbandbMedicinalbChemistrybLettersVJ2001VJ
]]VJaafbWf 2.9 2

21 NewJPyrimidineJandJPyridineJserivativesJasJ ultitargetJrholinesteraseJxnhibitorsiJsesignVJ
SynthesisVJandJandJtvaluationXJACSbChemicalbNeuroscienceVJ2021VJ]aVJc[h[Wc]]a 5.7 2

20 xnJSilicoJxdentificationJandJqiologicalJtvaluationJofJpntioxidantJuoodJromponentsJtndowedJwithJxXJ
andJXxxJrpJxnhibitionXJAntioxidantsVJ2020VJhVJ 7.1 2

19 txploringJNewJScaffoldsJforJtheJsualJxnhibitionJofJwxVW]JβTJPolymeraseJandJβibonucleaseJ
pssociatedJuunctionsXJMoleculesVJ2021VJaeVJ 4.8 2

18
TheJwxVW]JreverseJtranscriptaseJpolymorphismJphgSJimprovesJtheJresponseJtoJtenofovirJdisoproxilJ
fumarateUemtricitabineWcontainingJwppβTJbothJinJvivoJandJinJvitroXJJournalbofbGlobalbAntimicrobialb
ResistanceVJ2016VJfVJ]Wf

3.4 2

17 ]aXJromputerWbasedJtechniquesJforJleadJidentificationJandJoptimizationJxiJqasicsJ2020VJb]]Wbba 1

16 TheoreticalJandJstructuralJstudiesJonJmechanismJofJtheJStecJreactionXJTetrahedronVJ2012VJegVJdddcWddeb 2.4 1

15 βationalJppproachesJtoJpnticancerJsrugJsesignZinJsilicoJsrugJsevelopmentahWce 1

14 ronformationalJbehaviorJofJantineoplasticJpeptidesJsolastatinJ][JandJsolastatinJ]dJfromJ onteJ
rarloJandJmolecularJdynamicsJsimulationsXJInternationalbJournalbofbQuantumbChemistryVJ2007VJ][fVJb]gWbad2.1 1

13 romputationalJmethodsJappliedJtoJtheJdiscoveryJofJstemJcellJfactorJligandsXJTheoreticalbChemistryb
AccountsVJ2008VJ]a[VJdabWdb] 1.9 1
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12 sockingJexperimentsJshowingJsimilarJrecognitionJpatternsJofJpaclitaxelJwhenJinteractingJwithJ
differentJmacromolecularJtargetsXJIlbFarmacoVJ2003VJdgVJeh]Wg 1

11 sisruptingJProteinâ��ProteinJxnterfacesJUsingJvβxsJ olecularJxnteractionJuieldsJ2013VJe]Wga 1

10 cWïxoquinolinesJandJmonoamineJoxidaseiJWhenJtautomerismJmattersXJEuropeanbJournalbofb
MedicinalbChemistryVJ2021VJa]bVJ]]b]gb 6.8 1

9 vWquadruplexJStructureJPredictionJandJintegrationJinJtheJvensataa[a[JdataJmodelJ2016VJ 1

8
uromJwomologyJ odelingJtoJtheJwitJxdentificationJandJsrugJβepurposingiJpJStructureWqasedJ
ppproachJinJtheJsiscoveryJofJNovelJPotentialJpntiWïbesityJrompoundsXJMethodsbinbMolecularb
BiologyVJ2021VJaaeeVJaebWaff

1.4 1

7 xdentificationJofJrompoundsJTargetingJwusXJpnotherJqrickJinJtheJWallJofJNeurodegenerativeJ
siseaseJTreatmentXJJournalbofbMedicinalbChemistryVJ2021VJecVJhhghW][[[[ 8.3 0

6 rhromeneJserivativesJasJSelectiveJTtββpJvWαuadruplexJβNpJqindersJwithJpntiproliferativeJ
PropertiesXJPharmaceuticalsVJ2022VJ]dVJdcg 5.2 0

5
sesignVJSynthesisVJandJxnJVitroVJxnJSilicoJandJxnJrelluloJtvaluationJofJNewJPyrimidineJandJPyridineJ
pmideJandJrarbamateJserivativesJasJ ultiWuunctionalJrholinesteraseJxnhibitorsXJPharmaceuticalsVJ
2022VJ]dVJefb

5.2 0

4 ]bXJromputerWbasedJtechniquesJforJleadJidentificationJandJoptimizationJxxiJpdvancedJsearchJ
methodsJ2020VJbbbWbe[

3 ronformationalJsearchJofJantisenseJnucleotidesXJPartJaXJIlbFarmacoVJ2004VJdhVJ]ehWfb

2 TowardsJtheJ odulationJofJβNpWqindingJProteinsiJNewJrompoundsJTargetingJProteinJwuβXJ
ProceedingsbjmdpikVJ2019VJaaVJed 0.3

1 sesignJandJsynthesisJofJchromoneWbasedJmonoamineJoxidaseJqJinhibitorsJwithJimprovedJdrugWlikeJ
propertiesXJEuropeanbJournalbofbMedicinalbChemistryVJ2022VJ]]cd[f 6.8
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