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223 tesignWKβynthesisWKandKriologicalKuvaluationKofKcWcRXtifluorobenzhydrolKsarbamatesKasKβelectiveK–K
qntagonistsYYKPharmaceuticalsWK2022WK]dWK 5.2 2

222 βynthesisWKriologicalKuvaluationWKandKtockingKβtudiesKofKqntagonisticKxydroxylatedKqrecaidineK
ustersKγargetingKmqshαsYKMoleculesWK2022WKafWKb]fb 4.8 0

221 ymprovedK}ipophilicityKandKqqueousKβolubilityKäredictionKwithKsompositeKwraphK—euralK—etworksYK
MoleculesWK2021WKaeWK 4.8 5

220 βtructuralKynsightsKintoKtheK–echanismsKofKqctionKofKvunctionallyKtistinctKslassesKofKshikungunyaK
ηirusK—onstructuralKäroteinK]KynhibitorsYKAntimicrobialbAgentsbandbChemotherapyWK2021WKedWKe[adeea[ 5.9 4

219 εpdateKonKäuγKγracerKtevelopmentKforK–uscarinicKqcetylcholineKαeceptorsYKPharmaceuticalsWK2021WK
]cWK 5.2 2

218 ynKβilicoKydentificationKofKäotentialKtruggableKrindingKβitesKonKsy—gdKβxbKtomainYKInternationalb
JournalbofbMolecularbSciencesWK2021WKaaWK 6.3 2

217 βupportKηectorK–achineKasKaKβupervisedK}earningKforKtheKärioritizationKofK—ovelKäotentialK
βqαβXsoηXaK–ainKäroteaseKynhibitorsYKInternationalbJournalbofbMolecularbSciencesWK2021WKaaWK 6.3 2

216 qntiviralsKagainstKtheKshikungunyaKηirusYKVirusesWK2021WK]bWK 6.2 6

215 üäxqαiKquantitativeKpharmacophoreKactivityKrelationshipiKmethodKandKvalidationYKJournalbofb
CheminformaticsWK2021WK]bWKdf 8.6 1

214 andKstudiesKofKholothurinKqKonKandrogenKreceptorKinKprostateKcancerYKJournalbofbBiomolecularb
StructurebandbDynamicsWK2021WK]Xh 3.6 2

213
sonsecutiveKandKβelectiveKtoubleK–ethyleneKynsertionKofK}ithiumKsarbenoidsKtoKysothiocyanatesiKqK
tirectKqssemblyKofKvourX–emberedKβulfurXsontainingKsyclesYKAngewandtebChemiebqbInternationalb
EditionWK2021WKe[WKacgdcXacgdg

16.4 3

212 sognitiveKprofilingKandKproteomicKanalysisKofKtheKmodafinilKanalogueKβXsuX]abKinKexperiencedKagedK
ratsYYKScientificbReportsWK2021WK]]WKabhea 4.9 1

211 —ovelKslassKofKshikungunyaKηirusKβmallK–oleculeKynhibitorsKγhatKγargetsKtheKηiralKsappingK
–achineryYKAntimicrobialbAgentsbandbChemotherapyWK2020WKecWK 5.9 8

210 ydentificationKofKaXScXSähenylsulfonylTpiperazineX]XylTpyrimidineKqnaloguesKasK—ovelKynhibitorsKofK
shikungunyaKηirusYKACSbMedicinalbChemistrybLettersWK2020WK]]WKh[eXh]a 4.3 12

209 qpplicationsKofKtheKäharmacophoreKsonceptKinK—aturalKäroductKinspiredKtrugKtesignYKMolecularb
InformaticsWK2020WKbhWKea[[[[dh 3.8 13

208 tifferencesKinKxypothalamicK}ipidKärofilesKofKYoungKandKqgedK–aleKαatsKWithKympairedKandK
εnimpairedKβpatialKsognitiveKqbilitiesKandK–emoryYKFrontiersbinbAgingbNeuroscienceWK2020WK]aWKa[c 5.3 5

207
srystalKstructureWKxirshfeldKanalysisKandKaKmolXecularKdockingKstudyKofKaKnewKinhibitorKofKtheK
xepatitisKrKvirusKSxrηTiKethylK
dXmethylX]W]XdioxoXaX{[dXSpentanXbXylTX]WaWcXoxaXdiazolXbXyl]methXyl}XaX]WaWeXthiaXdiazineXcXcarboxylXateYK
ActabCrystallographicabSectionbE:bCrystallographicbCommunicationsWK2020WKfeWK]aX]f
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206 qKsombinationKofKäharmacophoreKandKtockingXbasedKηirtualKβcreeningKtoKtiscoverKnewKγyrosinaseK
ynhibitorsYKMolecularbInformaticsWK2020WKbhWKe]h[[[dc 3.8 7

205 –ultipleKηirtualKβcreeningKβtrategiesKforKtheKtiscoveryKofK—ovelKsompoundsKqctiveKqgainstKtengueK
ηirusiKqKxitKydentificationKβtudyYKScientiabPharmaceuticaWK2020WKggWKa 4.3 11

204 βtructureXqctivityKαelationshipsKofK—ovelKγhiazoleXrasedK–odafinilKqnaloguesKqctingKatK
–onoamineKγransportersYKJournalbofbMedicinalbChemistryWK2020WKebWKbh]Xc]f 8.3 9

203 qKsomputationalKqpproachKtoKydentifyKäotentialK—ovelKynhibitorsKagainstKtheKsoronavirusK
βqαβXsoηXaYKMolecularbInformaticsWK2020WKbhWKea[[[[h[ 3.8 21

202 qK—ovelKβeriesKofK[]WaWc]γriazolo[cWbXa]äyridineKβulfonamidesKasKäotentialKqntimalarialKqgentsiKynK
βilicoKβtudiesWKβynthesisKandKynKηitroKuvaluationYKMoleculesWK2020WKadWK 4.8 3

201 –ethylationKofK–ethylKcXxydroxyXaXthioxoX]WaXdihydroquinolineXbXcarboxylateiKβyntheticWK
srystallographicWKandK–olecularKtockingKβtudiesYKMoleculesWK2020WKadWK 4.8 1

200 shemoselectiveKxomologationXteoxygenationKβtrategyKunablingKtheKtirectKsonversionKofK
sarbonylsKintoKSTXxalomethylXqlkanesYKOrganicbLettersWK2020WKaaWKfeahXfebc 6.2 12

199 qKcompactKreviewKofKmolecularKpropertyKpredictionKwithKgraphKneuralKnetworksYYKDrugbDiscoveryb
Today:bTechnologiesWK2020WKbfWK]X]a 7.1 37

198 qXringKandKuXringKmodificationsKofKtheKcytotoxicKalkaloidK}uotoninKqiKβynthesisWKcomputationalKandK
biologicalKstudiesYKBioorganicbandbMedicinalbChemistryWK2020WKagWK]]dccb 3.4 1

197 somputationalKydentificationKofK—ovelK{ireKshannelKynhibitorsYKFrontiersbinbPharmacologyWK2019WK][WKdch 5.6 2

196 vluoxetineKynhibitsKunterovirusKαeplicationKbyKγargetingKtheKηiralKasKäroteinKinKaKβtereospecificK
–annerYKACSbInfectiousbDiseasesWK2019WKdWK]e[hX]eab 5.5 37

195
βynthesisWKXXrayKsrystalKβtructureWKxirshfeldKβurfaceKqnalysisWKandK–olecularKtockingKβtudyKofK—ovelK
xepatitisKrKSxrηTKynhibitoriK
gXvluoroXdXScXfluorobenzylTXbXSaXmethoxybenzylTXbWdXdihydroXcxXpyrimido[dWcXb]indolXcXoneYK
CrystalsWK2019WKhWKbfh

2.3 4

194
γheK—ovelKqtypicalKtopamineKεptakeKynhibitorKXsuX]abKäartiallyKαeversesKtheKuffortXαelatedKuffectsK
ofKtheKtopamineKtepletingKqgentKγetrabenazineKandKyncreasesKärogressiveKαatioKαespondingYK
FrontiersbinbPharmacologyWK2019WK][WKega

5.6 18

193 γheKäharmacophoreKsonceptKandKytsKqpplicationsKinKsomputerXqidedKtrugKtesignYKProgressbinbtheb
ChemistrybofbOrganicbNaturalbProductsWK2019WK]][WKhhX]c] 1.9 17

192
βynthesisWKXXrayKcrystalKstructureWKxirshfeldKsurfaceKanalysisWKandKmolecularKdockingKstudyKofKnovelK
inhibitorKofKhepatitisKriKmethylKcXfluoroXbXSmorpholinosulfonylTbenzo[b]thiopheneXaXcarboxylateYK
HeliyonWK2019WKdWKe[afbg

3.6 7

191
sytotoxicityKOfKshalconeKOfKKKrurmKvYK}eavesKqgainstKγcftKrreastKsancerKsellK}inesKqndKytsK
äredictionKqsKqnKustrogenKαeceptorKqntagonistKrasedKOnKäharmacophoreX–olecularKtynamicsK
βimulationYKAdvancesbandbApplicationsbinbBioinformaticsbandbChemistryWK2019WK]aWKbbXcb

1.5 2

190 βynthesisWKβingleKsrystalKXXαayKqnalysisWKäredictionKandKβtudyKofKäharmacologicalKqctivityKofK
cXS]xXrenzo[d]imidazolXaXylTX]XähenylX]xX]WaWbXtriazolXdXqmineKandKytsKβolvatesYKCrystalsWK2019WKhWKecc 2.3 1

189 }igandβcoutKαemoteiKqK—ewKεserXvriendlyKynterfaceKforKxäsKandKsloudKαesourcesYKJournalbofb
ChemicalbInformationbandbModelingWK2019WKdhWKb]Xbf 6.1 3
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188 qKβtraightforwardKxomologationKofKsarbonKtioxideKwithK–agnesiumKsarbenoidsKenKαouteKtoK
˛–XxalocarboxylicKqcidsYKAdvancedbSynthesisbandbCatalysisWK2019WKbe]WK][[]X][[e 5.6 7

187 –odularKandKshemoselectiveKβtrategyKforKtheKtirectKqccessKtoK˛–XvluoroepoxidesKandKqziridinesKviaK
theKqdditionKofKvluoroiodomethyllithiumKtoKsarbonylX}ikeKsompoundsYKOrganicbLettersWK2019WKa]WKdgcXdgg6.2 43

186 βustainableKqsymmetricKOrganolithiumKshemistryiKunantioXKandKshemoselectiveKqcylationsKthroughK
αecyclingKofKβolventWKβparteineWKandKWeinrebKMqmineMYKChemSusChemWK2019WK]aWK]]cfX]]dc 8.3 11

185
γelescopedWKtivergentWKshemoselectiveKs]KandKs]Xs]KxomologationKofKymineKβurrogatesiKqccessKtoK
üuaternaryKshloroXKandKxalomethylXγrifluoromethylKqziridinesYKAngewandtebChemiebqbInternationalb
EditionWK2019WKdgWKacfhXacgc

16.4 37

184 tesignWKβynthesisWKandKäharmacologicalKuvaluationKofK—ovelK˛†aZbKβubunitXβelectiveK˛‡XqminobutyricK
qcidKγypeKqKSwqrqTKαeceptorK–odulatorsYKJournalbofbMedicinalbChemistryWK2019WKeaWKb]fXbc] 8.3 6

183 qKdailyKsingleKdoseKofKaKnovelKmodafinilKanalogueKsuX]abKimprovesKmemoryKacquisitionKandKmemoryK
retrievalYKBehaviouralbBrainbResearchWK2018WKbcbWKgbXhc 3.4 13

182 wαqy}iKwαidsKofKphqrmacophoreKynteractionKfie}dsYKJournalbofbChemicalbTheorybandbComputationWK
2018WK]cWKchdgXchf[ 6.4 12

181 γheKεseKofKtynamicKäharmacophoreKinKsomputerXqidedKxitKtiscoveryiKqKsaseKβtudyYKMethodsbinb
MolecularbBiologyWK2018WK]gacWKb]fXbbb 1.4 1

180 WorkflowKforKtheKtiscoveryKofK—aturalKäroductsKqctivatingKtheKwKäroteinXsoupledKrileKqcidK
αeceptorK]YKFrontiersbinbChemistryWK2018WKeWKaca 5 13

179 äharmacyKäracticeKandKuducationKinKqustriaYKPharmacyblBaselpbSwitzerlandmWK2018WKeWK 2 3

178 βqαXwuidedKβcoringKvunctionKandK–utationalKηalidationKαevealKtheKrindingK–odeKofKswβXga]eKatK
theK˛–]VZ˛‡aXKrenzodiazepineKβiteYKJournalbofbChemicalbInformationbandbModelingWK2018WKdgWK]egaX]ehe 6.1 3

177 γheK–uYγaY}igYKshemothecaiKqKsommunityXäopulatedK–olecularKtatabaseKforK–ultiXγargetK}igandsK
ydentificationKandKsompoundXαepurposingYKFrontiersbinbChemistryWK2018WKeWK]b[ 5 6

176 sonformationalKβamplingKofKβmallK–oleculesKWithKisoniKäerformanceKqssessmentKinKsomparisonK
WithKO–uwqYKFrontiersbinbChemistryWK2018WKeWKaah 5 22

175
rindingKinvestigationKandKpreliminaryKoptimisationKofKtheKbXaminoX]WaWcXtriazinXdSaxTXoneKcoreKforK
theKdevelopmentKofKnewKvynKinhibitorsYKJournalbofbEnzymebInhibitionbandbMedicinalbChemistryWK2018WK
bbWKhdeXhe]

5.6 16

174 xomologationKofKhalostannanesKwithKcarbenoidsiKaKconvenientKandKstraightforwardKoneXstepKaccessK
toK˛–XfunctionalizedKorganotinKreagentsYKChemicalbCommunicationsWK2018WKdcWK][]]aX][]]d 5.8 13

173 tiscoveryKofKäotentKynhibitorsKforKtheK}argeK—eutralKqminoKqcidKγransporterK]KS}qγ]TKbyK
βtructureXrasedK–ethodsYKInternationalbJournalbofbMolecularbSciencesWK2018WKa[WK 6.3 21

172 äharmacophoreXbasedKdiscoveryKofKaXSphenylaminoTacetoXhydrazidesKasKpotentKeosinophilK
peroxidaseKSuäOTKinhibitorsYKJournalbofbEnzymebInhibitionbandbMedicinalbChemistryWK2018WKbbWK]dahX]dbe 5.6 0

171 sommonKxitsKqpproachiKsombiningKäharmacophoreK–odelingKandK–olecularKtynamicsK
βimulationsYKJournalbofbChemicalbInformationbandbModelingWK2017WKdfWKbedXbgd 6.1 47
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170
qK–olecularKtynamicsXβharedKäharmacophoreKqpproachKtoKroostKuarlyXunrichmentKηirtualK
βcreeningiKqKsaseKβtudyKonKäeroxisomeKäroliferatorXqctivatedKαeceptorK˛–YKChemMedChemWK2017WK
]aWK]bhhX]c[f

3.7 16

169
qKnovelKheterocyclicKcompoundKimprovesKworkingKmemoryKinKtheKradialKarmKmazeKandKmodulatesK
theKdopamineKreceptorKt]αKinKfrontalKcortexKofKtheKβpragueXtawleyKratYKBehaviouralbBrainbResearch
WK2017WKbbaWKb[gXb]d

3.4 5

168 btKäharmacophoreK–odelingKγechniquesKinKsomputerXqidedK–olecularKtesignKεsingK}igandβcoutK
2017WKafhXb[h 8

167 αecentKadvancementsKonKtheKuseKofKaXmethyltetrahydrofuranKinKorganometallicKchemistryYK
MonatsheftebFˆ…rbChemieWK2017WK]cgWKbfXcg 1.4 55

166 ufficientKqccessKtoKqllXsarbonKüuaternaryKandKγertiaryK˛–XvunctionalizedKxomoallylXtypeKqldehydesK
fromK{etonesYKAngewandtebChemieWK2017WK]ahWK]agd]X]agde 3.6 18

165 xeterocyclicKqnaloguesKofK–odafinilKasK—ovelWKqtypicalKtopamineKγransporterKynhibitorsYKJournalbofb
MedicinalbChemistryWK2017WKe[WKhbb[Xhbcg 8.3 10

164 αX–odafinilKexertsKweakKeffectsKonKspatialKmemoryKacquisitionKandKdentateKgyrusKsynapticK
plasticityYKPLoSbONEWK2017WK]aWKe[]fhefd 3.7 7

163 uxploitingKaKMreastMKinKsarbenoidKshemistryiKtevelopmentKofKaKβtraightforwardKtirectK—ucleophilicK
vluoromethylationKβtrategyYKJournalbofbthebAmericanbChemicalbSocietyWK2017WK]bhWK]becgX]bed] 16.4 79

162 ufficientKqccessKtoKqllXsarbonKüuaternaryKandKγertiaryK˛–XvunctionalizedKxomoallylXtypeKqldehydesK
fromK{etonesYKAngewandtebChemiebqbInternationalbEditionWK2017WKdeWK]aeffX]aega 16.4 50

161 uvidenceKandKisolationKofKtetrahedralKintermediatesKformedKuponKtheKadditionKofKlithiumK
carbenoidsKtoKWeinrebKamidesKandK—XacylpyrrolesYKChemicalbCommunicationsWK2017WKdbWKhchgXhd[] 5.8 39

160 –olecularKtockingKandKbtXäharmacophoreK–odelingKtoKβtudyKtheKynteractionsKofKshalconeK
terivativesKwithKustrogenKαeceptorKqlphaYKPharmaceuticalsWK2017WK][WK 5.2 30

159 qK—ovelKtopamineKγransporterKynhibitorKsuX]abKymprovesKsognitiveKvlexibilityKandK–aintainsK
ympulsivityKinKxealthyK–aleKαatsYKFrontiersbinbBehavioralbNeuroscienceWK2017WK]]WKaaa 3.5 12

158 äharmacophoreK–odelsKterivedKfromK–olecularKtynamicsKβimulationsKofKäroteinX}igandK
somplexesiKqKsaseKβtudyYKNaturalbProductbCommunicationsWK2016WK]]WK]hbcdfgX]e[]][] 0.9 2

157 vragmentKpharmacophoreXbasedKinKsilicoKscreeningiKaKpowerfulKapproachKforKefficientKleadK
discoveryYKMedChemCommWK2016WKfWKd[eXd]] 5 4

156 uvaluatingKtheKstabilityKofKpharmacophoreKfeaturesKusingKmolecularKdynamicsKsimulationsYK
BiochemicalbandbBiophysicalbResearchbCommunicationsWK2016WKcf[WKegdXegh 3.4 23

155 somparingKpharmacophoreKmodelsKderivedKfromKcrystalKstructuresKandKfromKmolecularKdynamicsK
simulationsYKMonatsheftebFˆ…rbChemieWK2016WK]cfWKddbXdeb 1.4 13

154 qKheterocyclicKcompoundKsuX][bKinhibitsKdopamineKreuptakeKandKmodulatesKdopamineKtransporterK
andKdopamineKt]XtbKcontainingKreceptorKcomplexesYKNeuropharmacologyWK2016WK][aWK]geXhe 5.5 12

153 γheKuseKofKtheKsominsX–eyersKqmideKinKβyntheticKshemistryiKqnKOverviewYKNaturalbProductb
CommunicationsWK2016WK]]WK]hbcdfgX]e[]][] 0.9 2
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152 qKnovelKheterocyclicKcompoundKtargetingKtheKdopamineKtransporterKimprovesKperformanceKinKtheK
radialKarmKmazeKandKmodulatesKdopamineKreceptorsKt]XtbYKBehaviouralbBrainbResearchWK2016WKb]aWK]afXbf3.4 6

151 shemoselectiveKqdditionKofKxalomethyllithiumsKtoKvunctionalizedKysatinsiqKβtraightforwardKqccessK
toKβpiroXupoxyoxindolesYKAdvancedbSynthesisbandbCatalysisWK2016WKbdgWK]faX]ff 5.6 40

150 tiscoveryKofK–ycobacteriumKtuberculosisKynhqKynhibitorsKbyKrindingKβitesKsomparisonKandK}igandsK
äredictionYKJournalbofbMedicinalbChemistryWK2016WKdhWK]][ehX]][fg 8.3 21

149 shemoselectiveKβchwartzKαeagentK–ediatedKαeductionKofKysocyanatesKtoKvormamidesYKOrganicb
LettersWK2016WK]gWKafd[Xb 6.2 52

148 xighlyKefficientKsynthesisKofKfunctionalizedK˛–XoxyketonesKviaKWeinrebKamidesKhomologationKwithK
˛–XoxygenatedKorganolithiumsYKChemicalbCommunicationsWK2016WKdaWKfdgcXf 5.8 35

147 tesignWKηirtualKβcreeningWKandKβynthesisKofKqntagonistsKofK˛–yyb˛†bKasKqntiplateletKqgentsYKJournalbofb
MedicinalbChemistryWK2015WKdgWKfeg]Xhc 8.3 18

146 qccessingKbiologicalKactionsKofKwanodermaKsecondaryKmetabolitesKbyKinKsilicoKprofilingYK
PhytochemistryWK2015WK]]cWK]]cXac 4 23

145 ydentificationKofKtheKputativeKbindingKpocketKofKvalerenicKacidKonKwqrqqKreceptorsKusingKdockingK
studiesKandKsiteXdirectedKmutagenesisYKBritishbJournalbofbPharmacologyWK2015WK]faWKdc[bX]b 8.6 21

144
qKαobustWKucoXvriendlyKqccessKtoKβecondaryKγhioamidesKthroughKtheKqdditionKofKOrganolithiumK
αeagentsKtoKysothiocyanatesKinKsyclopentylK–ethylKutherKSsä–uTYKChemistrybqbAbEuropeanbJournalWK
2015WKa]WK]gheeXf[

4.8 34

143 αationalKdrugKdesignKparadigmsiKtheKodysseyKforKdesigningKbetterKdrugsYKCombinatorialbChemistryb
andbHighbThroughputbScreeningWK2015WK]gWKabgXde 1.3 8

142 γhienoquinolinesKasKnovelKdisruptorsKofKtheKä{s˛µZαqs{aKproteinXproteinKinteractionYKJournalbofb
MedicinalbChemistryWK2014WKdfWKbabdXce 8.3 20

141 tataK–iningKεsingK}igandKärofilingKandKγargetKvishingYKMethodsbandbPrinciplesbinbMedicinalb
ChemistryWK2013WKadfXaf[ 0.4 2

140 somputationalKmethodsKforKdrugKtargetKprofilingKandKpolypharmacologyK2013WK]fgX]gg 1

139 αecognizingKpitfallsKinKvirtualKscreeningiKaKcriticalKreviewYKJournalbofbChemicalbInformationbandb
ModelingWK2012WKdaWKgefXg] 6.1 295

138 βelectiveKOptimizationKofKβideKqctivitiesKSβOβqTiKqKäromisingKwayKforKtrugKtiscoveryK2012WKaafXacb 9

137 äharmacophoreK–odelsKforKηirtualKβcreeningYKMethodsbandbPrinciplesbinbMedicinalbChemistryWK2011WK]]dX]da0.4 5

136
ydentificationKofKchemicallyKdiverseWKnovelKinhibitorsKofK]f˛†XhydroxysteroidKdehydrogenaseKtypeKbK
andKdKbyKpharmacophoreXbasedKvirtualKscreeningYKJournalbofbSteroidbBiochemistrybandbMolecularb
BiologyWK2011WK]adWK]cgXe]

5.1 30

135
rarbituricKacidKderivativeKrqβK[a][chd]KinhibitsKä{s˛µWKä{s˛•WKä{s˛µZαqs{aKinteractionWKulkX]K
phosphorylationKinKxe}aKandKä{s˛µKandK˛•KtranslocationKinKäsbKcellsKfollowingKγäqXinductionYKJournalb
ofbBiochemistryWK2011WK]chWKbb]Xe

3.1 7
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134 upidermisXtypeKlipoxygenaseKbKregulatesKadipocyteKdifferentiationKandKperoxisomeK
proliferatorXactivatedKreceptorKgammaKactivityYKMolecularbandbCellularbBiologyWK2010WKb[WKc[ffXh] 4.8 41

133 qpplicationsKofKintegratedKdataKminingKmethodsKtoKexploringKnaturalKproductKspaceKforK
acetylcholinesteraseKinhibitorsYKCombinatorialbChemistrybandbHighbThroughputbScreeningWK2010WK]bWKdcXee 1.3 16

132
γheKεηXfilterKbenzophenoneX]KinhibitsK]fbetaXhydroxysteroidKdehydrogenaseKtypeKbiKηirtualK
screeningKasKaKstrategyKtoKidentifyKpotentialKendocrineKdisruptingKchemicalsYKBiochemicalb
PharmacologyWK2010WKfhWK]]ghXhh

6 61

131 äharmacophoresKinKtrugKαesearchYKMolecularbInformaticsWK2010WKahWKcf[Xd 3.8 43

130
βynthesisWKsemipreparativeKxä}sKseparationWKbiologicalKevaluationWKandKbtXüβqαKofK
hydrazothiazoleKderivativesKasKhumanKmonoamineKoxidaseKrKinhibitorsYKBioorganicbandbMedicinalb
ChemistryWK2010WK]gWKd[ebXf[

3.4 41

129 –orphinansKandKisoquinolinesiKacetylcholinesteraseKinhibitionWKpharmacophoreKmodelingWKandK
interactionKwithKopioidKreceptorsYKBioorganicbandbMedicinalbChemistryWK2010WK]gWKd[f]Xg[ 3.4 40

128 ynKsilicoKtargetKfishingKforKrationalizedKligandKdiscoveryKexemplifiedKonKconstituentsKofKαutaK
graveolensYKPlantabMedicaWK2009WKfdWK]hdXa[c 3.1 111

127 βtructureXbasedKoptimizationKofKbenzoicKacidsKasKinhibitorsKofKproteinKtyrosineKphosphataseK]rKandK
lowKmolecularKweightKproteinKtyrosineKphosphataseYKChemMedChemWK2009WKcWKhdfXea 3.7 27

126 dXqrylideneXaXphenyliminoXcXthiazolidinonesKasKäγä]rKandK}–WXäγäKinhibitorsYKBioorganicbandb
MedicinalbChemistryWK2009WK]fWK]hagXbf 3.4 66

125 βynthesisWKactivityKandKmolecularKmodelingKofKaKnewKseriesKofKchromonesKasKlowKmolecularKweightK
proteinKtyrosineKphosphataseKinhibitorsYKBioorganicbandbMedicinalbChemistryWK2009WK]fWKaedgXfa 3.4 35

124 xydrogenXbondingKpatternsKofKminorKgrooveXbinderXt—qKcomplexesKrevealKcriteriaKforKdiscoveryKofK
newKscaffoldsYKJournalbofbChemicalbInformationbandbModelingWK2009WKchWK][ebXh 6.1 11

123 xitKfindingiKtowardsKRsmarterRKapproachesYKCurrentbOpinionbinbPharmacologyWK2009WKhWKdghXhb 5.1 21

122 tiscoveryKofKnovelKsraKreceptorKligandsKbyKaKpharmacophoreXbasedKvirtualKscreeningKworkflowYK
JournalbofbMedicinalbChemistryWK2009WKdaWKbehXfg 8.3 30

121 –oleculeXpharmacophoreKsuperpositioningKandKpatternKmatchingKinKcomputationalKdrugKdesignYK
DrugbDiscoverybTodayWK2008WK]bWKabXh 8.8 249

120 ηirtualKscreeningKforKtheKdiscoveryKofKbioactiveKnaturalKproductsYKProgressbinbDrugbResearchb
FortschrittebDerbArzneimittelforschungbProgresbDesbRecherchesbPharmaceutiquesWK2008WKedWKa]]WKa]bXch 70

119 tiscoveryKofKnovelKääqαKligandsKbyKaKvirtualKscreeningKapproachKbasedKonKpharmacophoreK
modelingWKbtKshapeWKandKelectrostaticKsimilarityKscreeningYKJournalbofbMedicinalbChemistryWK2008WKd]WKeb[bX]f8.3 60

118 btKüuantitativeKβtructureâ��äropertyKαelationshipsK2008WKdgfXe[c 9

117 βtructureXbasedKvirtualKscreeningKforKtheKdiscoveryKofKnaturalKinhibitorsKforKhumanKrhinovirusKcoatK
proteinYKJournalbofbMedicinalbChemistryWK2008WKd]WKgcaXd] 8.3 70

(2008-2010)

7



116
tiscoveryKofKnonsteroidalK]fbetaXhydroxysteroidKdehydrogenaseK]KinhibitorsKbyK
pharmacophoreXbasedKscreeningKofKvirtualKcompoundKlibrariesYKJournalbofbMedicinalbChemistryWK2008
WKd]WKc]ggXhh

8.3 51

115 γheKäroteinKtataKrankKSätrTWKitsKrelatedKservicesKandKsoftwareKtoolsKasKkeyKcomponentsKforKinKsilicoK
guidedKdrugKdiscoveryYKJournalbofbMedicinalbChemistryWK2008WKd]WKf[a]Xc[ 8.3 81

114 tiscoveryKofKnovelKcathepsinKβKinhibitorsKbyKpharmacophoreXbasedKvirtualKhighXthroughputK
screeningYKJournalbofbChemicalbInformationbandbModelingWK2008WKcgWK]ehbXf[d 6.1 23

113 ynKβilicoKβcreeningK2008WKa][Xaaf 1

112 WhyKtrugsKvailKâ��KqKβtudyKonKβideKuffectsKinK—ewKshemicalKuntitiesYKMethodsbandbPrinciplesbinb
MedicinalbChemistryWK2008WK]Xaa 0.4 2

111 }igandKveaturesKussentialKforKsytochromeKäcd[KynductionYKMethodsbandbPrinciplesbinbMedicinalb
ChemistryWK2008WKb]fXbbh 0.4

110 unhancingKdrugKdiscoveryKthroughKinKsilicoKscreeningiKstrategiesKtoKincreaseKtrueKpositivesKretrievalK
ratesYKCurrentbMedicinalbChemistryWK2008WK]dWKa[c[Xdb 4.3 72

109
uvaluationKofKtheKperformanceKofKbtKvirtualKscreeningKprotocolsiKα–βtKcomparisonsWKenrichmentK
assessmentsWKandKdecoyKselectionXXwhatKcanKweKlearnKfromKearlierKmistakesoYKJournalbofb
ComputerqAidedbMolecularbDesignWK2008WKaaWKa]bXag

4.2 278

108 βequenceXspecificKpositionsKofKwaterKmoleculesKatKtheKinterfaceKbetweenKt—qKandKminorKgrooveK
bindersYKChemPhysChemWK2008WKhWKafeeXf] 3.2 13

107
βynthesisWKinducedXfitKdockingKinvestigationsWKandKinKvitroKaldoseKreductaseKinhibitoryKactivityKofK
nonXcarboxylicKacidKcontainingKaWcXthiazolidinedioneKderivativesYKBioorganicbandbMedicinalbChemistry
WK2008WK]eWKdgc[Xda

3.4 49

106 shapterKbiäharmacophoreXbasedKηirtualKβcreeningKinKtrugKtiscoveryK2008WKfeX]]h 9

105 äarallelKscreeningKandKactivityKprofilingKwithKxyηKproteaseKinhibitorKpharmacophoreKmodelsYKJournalb
ofbChemicalbInformationbandbModelingWK2007WKcfWKdebXf] 6.1 44

104
vastKandKefficientKinKsilicoKbtKscreeningiKtowardKmaximumKcomputationalKefficiencyKofK
pharmacophoreXbasedKandKshapeXbasedKapproachesYKJournalbofbChemicalbInformationbandbModelingWK
2007WKcfWKa]gaXhe

6.1 64

103 t—qKminorKgrooveKpharmacophoresKdescribingKsequenceKspecificKpropertiesYKJournalbofbChemicalb
InformationbandbModelingWK2007WKcfWK]dg[Xh 6.1 21

102 tesignWKsynthesisWKandKβqαKanalysisKofKnovelKselectiveKsigma]KligandsYKBioorganicbandbMedicinalb
ChemistryWK2007WK]dWKff]Xgb 3.4 26

101 dXqrylideneXaWcXthiazolidinedionesKasKinhibitorsKofKproteinKtyrosineKphosphatasesYKBioorganicbandb
MedicinalbChemistryWK2007WK]dWKd]bfXch 3.4 93

100 uvaluationKofKinKvitroKaldoseKredutaseKinhibitoryKactivityKofKdXarylideneXaWcXthiazolidinedionesYK
BioorganicbandbMedicinalbChemistrybLettersWK2007WK]fWKbggeXhb 2.9 47

99 wenerationKofKaKhomologyKmodelKofKtheKhumanKhistamineKxSbTKreceptorKforKligandKdockingKandK
pharmacophoreXbasedKscreeningYKJournalbofbComputerqAidedbMolecularbDesignWK2007WKa]WKcbfXdb 4.2 63

Thierry Langer
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98 äharmacophoreKmodelingKandKparallelKscreeningKforKääqαKligandsYKJournalbofbComputerqAidedb
MolecularbDesignWK2007WKa]WKdfdXh[ 4.2 58

97 äharmacophoreXrasedKβcreeningKforKtheKβuccessfulKydentificationKofKrioXqctiveK—aturalKäroductsYK
ChimiaWK2007WKe]WKbd[Xbdc 1.3 6

96 xighXthroughputKstructureXbasedKpharmacophoreKmodellingKasKaKbasisKforKsuccessfulKparallelKvirtualK
screeningYKJournalbofbComputerqAidedbMolecularbDesignWK2006WKa[WKf[bX]d 4.2 47

95 ufficientKoverlayKofKsmallKorganicKmoleculesKusingKbtKpharmacophoresYKJournalbofbComputerqAidedb
MolecularbDesignWK2006WKa[WKffbXgg 4.2 211

94 yntegratedKinKsilicoKtoolsKforKexploitingKtheKnaturalKproductsRKbioactivityYKPlantabMedicaWK2006WKfaWKef]Xg 3.1 25

93 äredictingKdrugKmetabolismKinductionKinKsilicoYKCurrentbTopicsbinbMedicinalbChemistryWK2006WKeWK]eafXc[ 3 20

92
βynthesisWKbiologicalKevaluationKandKbtXüβqαKofK]WbWdXtrisubstitutedXcWdXdihydroXS]xTXpyrazoleK
derivativesKasKpotentKandKhighlyKselectiveKmonoamineKoxidaseKqKinhibitorsYKCurrentbMedicinalb
ChemistryWK2006WK]bWK]c]]Xag

4.3 54

91 βtrategiesKforKefficientKleadKstructureKdiscoveryKfromKnaturalKproductsYKCurrentbMedicinalbChemistryWK
2006WK]bWK]ch]Xd[f 4.3 77

90 tevelopmentKandKvalidationKofKanKinKsilicoKäcd[KprofilerKbasedKonKpharmacophoreKmodelsYKCurrentb
DrugbDiscoverybTechnologiesWK2006WKbWK]Xcg 1.5 39

89 qreKYouKβureKYouKxaveKaKwoodK–odeloYKMethodsbandbPrinciplesbinbMedicinalbChemistryWK2006WKbadXbec 0.4 13

88 wrä–iKwαytXbasedKpharmacophoreKmodeliKconceptKandKapplicationKstudiesKtoKproteinXproteinK
recognitionYKBioinformaticsWK2006WKaaWK]cchXdd 7.2 93

87 qpplicationKofKβtructureXrasedKqlignmentK–ethodsKforKbtKüβqαKqnalysesYKMethodsbandbPrinciplesbinb
MedicinalbChemistryWK2006WKaabXach 0.4 1

86 βtructureXbasedKpharmacophoreKdesignKandKvirtualKscreeningKforKnovelKangiotensinKconvertingK
enzymeKaKinhibitorsYKJournalbofbChemicalbInformationbandbModelingWK2006WKceWKf[gX]e 6.1 75

85 äharmacophoreKmodellingiKapplicationsKinKdrugKdiscoveryYKExpertbOpinionbonbDrugbDiscoveryWK2006WK
]WKae]Xf 6.2 40

84 äarallelKscreeningiKaKnovelKconceptKinKpharmacophoreKmodelingKandKvirtualKscreeningYKJournalbofb
ChemicalbInformationbandbModelingWK2006WKceWKa]ceXdf 6.1 107

83 äharmacophoreKmodelingKandKinKsilicoKscreeningKforKnewKäcd[K]hKSaromataseTKinhibitorsYKJournalbofb
ChemicalbInformationbandbModelingWK2006WKceWK]b[]X]] 6.1 83

82 γaspineiKbioactivityXguidedKisolationKandKmolecularKligandXtargetKinsightKofKaKpotentK
acetylcholinesteraseKinhibitorKfromK–agnoliaKxKsoulangianaYKJournalbofbNaturalbProductsWK2006WKehWK]bc]Xe4.9 46

81
somparativeKperformanceKassessmentKofKtheKconformationalKmodelKgeneratorsKomegaKandK
catalystiKaKlargeXscaleKsurveyKonKtheKretrievalKofKproteinXboundKligandKconformationsYKJournalbofb
ChemicalbInformationbandbModelingWK2006WKceWK]gcgXe]

6.1 151

(2006-2007)
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80
ynfluenceKofKtheKconditionsKinKpharmacophoreKgenerationWKscoringWKandKbtKdatabaseKsearchKforK
chemicalKfeatureXbasedKpharmacophoreKmodelsiKoneKapplicationKstudyKofKuγqXKandKuγrXselectiveK
antagonistsYKJournalbofbChemicalbInformationbandbModelingWK2006WKceWK]cbhXdd

6.1 3

79
WhyKisK]]betaXhydroxysteroidKdehydrogenaseKtypeK]KfacingKtheKendoplasmicKreticulumKlumenoK
ähysiologicalKrelevanceKofKtheKmembraneKtopologyKofK]]betaXxβt]YKMolecularbandbCellularb
EndocrinologyWK2006WKacgWK]dXab

4.4 61

78 qpplicationKofKäharmacophoreK–odelsKinK–edicinalKshemistryYKMethodsbandbPrinciplesbinbMedicinalb
ChemistryWK2006WKad]Xaga 0.4 1

77 äharmacophoresKfromK–acromolecularKsomplexesKwithK}igandβcoutYKMethodsbandbPrinciplesbinb
MedicinalbChemistryWK2006WK]b]X]d[ 0.4 20

76 wαytXbasedKäharmacophoreK–odelsiKsonceptKandKqpplicationKuxamplesYKMethodsbandbPrinciplesbinb
MedicinalbChemistryWK2006WK]d]X]f[ 0.4 3

75 qlignmentXvreeKäharmacophoreKäatternsKâ��KqKsorrelationXηectorKqpproachYKMethodsbandbPrinciplesb
inbMedicinalbChemistryWK2006WKchXfh 0.4 12

74 äharmacophoreK–odelKwenerationKβoftwareKγoolsYKMethodsbandbPrinciplesbinbMedicinalbChemistryWK
2006WK]dXcf 0.4 12

73 äharmacophoresKforKxumanKqt–uZγoxXαelatedKäroteinsYKMethodsbandbPrinciplesbinbMedicinalb
ChemistryWK2006WKahhXbac 0.4 4

72 qpplicationKofKäharmacophoreKvingerprintsKtoKβtructureXrasedKtesignKandKtataK–iningYKMethodsb
andbPrinciplesbinbMedicinalbChemistryWK2006WK]hbXa[e 0.4 6

71
vurtherKstudiesKonKimidazo[cWdXb]pyridineKqγ]KangiotensinKyyKreceptorKantagonistsYKuffectsKofKtheK
transformationKofKtheKcXphenylquinolineKbackboneKintoKcXphenylisoquinolinoneKorK]XphenylindeneK
scaffoldsYKJournalbofbMedicinalbChemistryWK2006WKchWKecd]Xec

8.3 70

70 γheKdiscoveryKofKnewK]]betaXhydroxysteroidKdehydrogenaseKtypeK]KinhibitorsKbyKcommonKfeatureK
pharmacophoreKmodelingKandKvirtualKscreeningYKJournalbofbMedicinalbChemistryWK2006WKchWKbcdcXee 8.3 107

69
somparativeKanalysisKofKproteinXboundKligandKconformationsKwithKrespectKtoKcatalystRsK
conformationalKspaceKsubsamplingKalgorithmsYKJournalbofbChemicalbInformationbandbModelingWK2005WK
cdWKcaaXb[

6.1 125

68 somparativeKenzymologyKofK]]betaXhydroxysteroidKdehydrogenaseKtypeK]KfromKsixKspeciesYKJournalb
ofbMolecularbEndocrinologyWK2005WKbdWKghX][] 4.5 63

67
xumanKrhinovirusKbsKproteaseiKgenerationKofKpharmacophoreKmodelsKforKpeptidicKandKnonpeptidicK
inhibitorsKandKtheirKapplicationKinKvirtualKscreeningYKJournalbofbChemicalbInformationbandbModelingWK
2005WKcdWKf]eXac

6.1 27

66 βynthesisKandKpharmacologicalKevaluationKofK]xXimidazolesKasKligandsKforKtheKestrogenKreceptorK
andKcytotoxicKinhibitorsKofKtheKcyclooxygenaseYKJournalbofbMedicinalbChemistryWK2005WKcgWKed]eXa] 8.3 62

65 γheKidentificationKofKligandKfeaturesKessentialKforKäXαKactivationKbyKpharmacophoreKmodelingYK
JournalbofbChemicalbInformationbandbModelingWK2005WKcdWKcb]Xh 6.1 73

64 tiscoveryKofKhighXaffinityKligandsKofKsigma]KreceptorWKuαwaWKandKemopamilKbindingKproteinKbyK
pharmacophoreKmodelingKandKvirtualKscreeningYKJournalbofbMedicinalbChemistryWK2005WKcgWKcfdcXec 8.3 104

63 WhyKdrugsKfailXXaKstudyKonKsideKeffectsKinKnewKchemicalKentitiesYKCurrentbPharmaceuticalbDesignWK
2005WK]]WKbdcdXdh 3.3 329

Thierry Langer
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62 βtructureXactivityKrelationshipsKandKmolecularKmodellingKofKdXarylideneXaWcXthiazolidinedionesK
activeKasKaldoseKreductaseKinhibitorsYKBioorganicbandbMedicinalbChemistryWK2005WK]bWKag[hXab 3.4 92

61 }igandβcoutiKbXtKpharmacophoresKderivedKfromKproteinXboundKligandsKandKtheirKuseKasKvirtualK
screeningKfiltersYKJournalbofbChemicalbInformationbandbModelingWK2005WKcdWK]e[Xh 6.1 1255

60 äharmacophoreKidentificationWKinKsilicoKscreeningWKandKvirtualKlibraryKdesignKforKinhibitorsKofKtheK
humanKfactorKXaYKJournalbofbChemicalbInformationbandbModelingWK2005WKcdWK]ceXdh 6.1 57

59
äharmacophoreKmodelingWKdockingWKandKprincipalKcomponentKanalysisKbasedKclusteringiKcombinedK
computerXassistedKapproachesKtoKidentifyKnewKinhibitorsKofKtheKhumanKrhinovirusKcoatKproteinYK
JournalbofbMedicinalbChemistryWK2005WKcgWKead[Xe[

8.3 40

58 }igandβcoutiKbXtKäharmacophoresKterivedKfromKäroteinXroundK}ingandsKandKγheirKεseKasKηirtualK
βcreeningKviltersYYKChemInformWK2005WKbeWKno 3

57
tockingKηersusKäharmacophoreK–odelKwenerationiKqKsomparisonKofKxighXγhroughputKηirtualK
βcreeningKβtrategiesKforKtheKβearchKofKxumanKαhinovirusKsoatKäroteinKynhibitorsYKQSARbandb
CombinatorialbScienceWK2005WKacWKcf[Xcfh

19

56 αecentKqdvancesKinKtockingKandKβcoringYKCurrentbComputerqAidedbDrugbDesignWK2005WK]WKhbX][a 1.4 115

55 tiscoveringKsOXXinhibitingKconstituentsKofK–orusKrootKbarkiKactivityXguidedKversusKcomputerXaidedK
methodsYKPlantabMedicaWK2005WKf]WKbhhXc[d 3.1 43

54
qpplicationKofKtheKinKcomboKscreeningKapproachKforKtheKdiscoveryKofKnonXalkaloidK
acetylcholinesteraseKinhibitorsKfromKsichoriumKintybusYKCurrentbDrugbDiscoverybTechnologiesWK2005WK
aWK]gdXhb

1.5 21

53 —XSbWcXtichlorobenzylTazolesâ��ynvestigationsKαegardingKβynthesisWK—–αXβpectroscopyKandKqffinityK
γowardsKβismaX]KandKβigmaXaKαeceptorsYKScientiabPharmaceuticaWK2004WKfaWK]hfXa]] 4.3 1

52 ynKvitroKopioidKactivityKprofilesKofKeXaminoKacidKsubstitutedKderivativesKofK
]cXOXmethyloxymorphoneYKEuropeanbJournalbofbPharmacologyWK2004WKcgbWKb[]Xg 5.3 25

51 }eadKidentificationKforKmodulatorsKofKmultidrugKresistanceKbasedKonKinKsilicoKscreeningKwithKaK
pharmacophoricKfeatureKmodelYKArchivbDerbPharmazieWK2004WKbbfWKb]fXaf 4.3 55

50
ynfluenzaKvirusKneuraminidaseKinhibitorsiKgenerationKandKcomparisonKofKstructureXbasedKandK
commonKfeatureKpharmacophoreKhypothesesKandKtheirKapplicationKinKvirtualKscreeningYKJournalbofb
ChemicalbInformationbandbComputerbSciencesWK2004WKccWK]gchXde

54

49 shemicalKfunctionKbasedKpharmacophoreKgenerationKofKendothelinXqKselectiveKreceptorK
antagonistsYKJournalbofbMedicinalbChemistryWK2004WKcfWKafd[Xe[ 8.3 37

48 äharmacophoreKdefinitionKandKbtKsearchesYKDrugbDiscoverybToday:bTechnologiesWK2004WK]WKa[bXf 7.1 59

47 sombiningKethnopharmacologyKandKvirtualKscreeningKforKleadKstructureKdiscoveryiKsOXXinhibitorsKasK
applicationKexampleYKJournalbofbChemicalbInformationbandbComputerbSciencesWK2004WKccWKcg[Xg 53

46 qcetylcholinesteraseKinhibitoryKactivityKofKscopolinKandKscopoletinKdiscoveredKbyKvirtualKscreeningK
ofKnaturalKproductsYKJournalbofbMedicinalbChemistryWK2004WKcfWKeacgXdc 8.3 167

45 ympactKofKscoringKfunctionsKonKenrichmentKinKdockingXbasedKvirtualKscreeningiKanKapplicationKstudyK
onKreninKinhibitorsYKJournalbofbChemicalbInformationbandbComputerbSciencesWK2004WKccWK]]abXh 56

(2004-2005)
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44 ηirtualKcombinatorialKchemistryKandKinKsilicoKscreeningiKufficientKtoolsKforKleadKstructureKdiscoveryoYK
PurebandbAppliedbChemistryWK2004WKfeWKhh]Xhhe 2.1 33

43 ynKsilicoKscreeningKwithKbenzofuraneXKandKbenzopyraneXtypeK–tαXmodulatorsYKIlbFarmacoWK2003WKdgWK]gdXh] 12

42 —onXpeptideKangiotensinKyyKreceptorKantagonistsiKchemicalKfeatureKbasedKpharmacophoreK
identificationYKJournalbofbMedicinalbChemistryWK2003WKceWKf]eXae 8.3 84

41 äutativeKtynamicsKofKηasopressinKinKitsKη]aKαeceptorKrindingKβiteYKReceptorsbandbChannelsWK2003WKhWKhbX][e 4

40 shemicalKfeatureXbasedKpharmacophoresKandKvirtualKlibraryKscreeningKforKdiscoveryKofKnewKleadsYK
CurrentbOpinionbinbDrugbDiscoverybhbDevelopmentWK2003WKeWKbf[Xe 26

39 –olekˆ…lsondenKzurKurforschungKvonKyonenkanˆ⁄leniKterKWegKvonKyonenKdurchKdieKZellmembranYK
BiologiebinbUnsererbZeitWK2002WKbaWK][aX][h 0.1 1

38
βynthesisKandKmolecularKmodelingKofKnewK]XarylXbX[cXarylpiperazinX]Xyl]X]XpropaneKderivativesKwithK
highKaffinityKatKtheKserotoninKtransporterKandKatKdXxγS]qTKreceptorsYKJournalbofbMedicinalbChemistryWK
2002WKcdWKc]agXbh

8.3 42

37 äotentialKofKpyrazolooxadiazinoneKderivativesKasKserineKproteaseKinhibitorsYKJournalbofbEnzymeb
InhibitionbandbMedicinalbChemistryWK2001WK]eWK]dXbc 3

36
–appingKandKfittingKtheKperipheralKbenzodiazepineKreceptorKbindingKsiteKbyKcarboxamideK
derivativesYKsomparisonKofKdifferentKapproachesKtoKquantitativeKligandXreceptorKinteractionK
modelingYKJournalbofbMedicinalbChemistryWK2001WKccWK]]bcXd[

8.3 61

35 ηirtualKscreeningiKanKeffectiveKtoolKforKleadKstructureKdiscoveryoYKCurrentbPharmaceuticalbDesignWK
2001WKfWKd[hXaf 3.3 90

34
qKbtKüβqαKstudyKofKmonoaminoKoxidaseXrKinhibitorsKusingKtheKchemicalKfunctionKbasedK
pharmacophoreKgenerationKapproachYKJournalbofbEnzymebInhibitionbandbMedicinalbChemistryWK2001WK
]eWK]hhXa]d

15

33 sonservedKsaaVXantagonistXbindingKpropertiesKandKputativeKfoldingKstructureKofKaKrecombinantK
highXaffinityKdihydropyridineXbindingKdomainYKBiochemicalbJournalWK2000WKbcfWKgah 3.8 27

32 ηariabilityKinKchemicalKconstituentsKinKäetasitesKhybridusKfromKqustriaYKBiochemicalbSystematicsbandb
EcologyWK2000WKagWKca]Xcba 1.4 21

31 shemicalKfunctionKbasedKpharmacophoreKmodelsKasKsuitableKfiltersKforKvirtualKbtXdatabaseK
screeningYKComputationalbandbTheoreticalbChemistryWK2000WKd[bWKdhXfa 7

30 }ongKchainKdiaminesKinhibitKgrowthKofKseKgliomaKcellsKaccordingKtoKtheirKhydrophobicityYKqnKinKvitroK
andKmolecularKmodelingKstudyYKNaunynqSchmiedebergisbArchivesbofbPharmacologyWK2000WKbe]WKabdXce 3.4 8

29 shemicalKvunctionKrasedKqlignmentKwenerationKforKbtKüβqαKofKxighlyKvlexibleKälateletK
qggregationKynhibitorsK2000WKb]gXba[

28 –olecularKsimilarityKcharacterizationKusingKso–vqYKJournalbofbComputerbqbAidedbMolecularbDesignWK
1998WK]aZ]cWKa]dXab] 4

27 —ewKärincipalKsomponentsKterivedKäarametersKtescribingK–olecularKtiversityKofKxeteroaromaticK
αesiduesYKQSARbandbCombinatorialbScienceWK1998WK]fWKa]]Xaab 5

Thierry Langer
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26 qcylationKofKaKnovelKquinoxalinylKsubstitutedKpyrazoleKderivativeYKsynthesisWKquantumKchemistryK
calculationsWKandKxXrayKstructureKanalysisYKJournalbofbHeterocyclicbChemistryWK1998WKbdWK]]bX]]d 1.9 4

25 ruildingKaKmodelKofKinteractionKatKtheK—{XaKreceptorsiKäolycondensedKheterocyclesKcontainingKtheK
pyrimidoindoleKskeletonYKEuropeanbJournalbofbMedicinalbChemistryWK1998WKbaWKhfbXhgd 6.8 13

24 –olecularKβimilarityKsharacterizationKεsingKso–vqK1998WKa]dXab]

23 OnKtheKεseKofKshemicalKvunctionXrasedKqlignmentsKasKynputKforKbtXüβqαYKJournalbofbChemicalb
InformationbandbComputerbSciencesWK1998WKbgWKbadXbb[ 17

22
—ovelKpotentKandKselectiveKcentralKdXxγbKreceptorKligandsKprovidedKwithKdifferentKintrinsicKefficacyYK
]YK–appingKtheKcentralKdXxγbKreceptorKbindingKsiteKbyKarylpiperazineKderivativesYKJournalbofb
MedicinalbChemistryWK1998WKc]WKfagXc]

8.3 71

21 uxternalKactionKofKdiXKandKpolyaminesKonKmaxiKcalciumXactivatedKpotassiumKchannelsiKanK
electrophysiologicalKandKmolecularKmodelingKstudyYKBiophysicalbJournalWK1998WKfcWKfaaXb[ 2.9 34

20 qzinylKandKdiazinylKhydrazonesKderivedKfromKarylK—XheteroarylKketonesiKsynthesisKandK
antiproliferativeKactivityYKJournalbofbMedicinalbChemistryWK1997WKc[WKcca[Xd 8.3 41

19 γhiazolylKandKbenzothiazolylKhydrazonesKderivedKfromK˛–XS—TXacetylpyridinesKandKdiazinesiKsynthesisWK
antiproliferativeKactivityKandKso–vqKstudiesYKEuropeanbJournalbofbMedicinalbChemistryWK1997WKbaWKbhfXc[g6.8 42

18 —ovelKdiazinylKbXpyridylKketonesiKufficientKsynthesisKandKcompleteKassignmentKofK]xKandK]bsK—–αK
spectraYKJournalbofbHeterocyclicbChemistryWK1997WKbcWK]fX]h 1.9 2

17 qrylKtiazinylK{etoximesiKβynthesisKandKsonfigurationalKqssignmentYKHeterocyclesWK1996WKcbWK]d] 0.8 11

16 qKcompetitiveKenzymeKimmunoassayKforKtheKpyrrolizidineKalkaloidsKofKtheKsenecionineKtypeYKPlantab
MedicaWK1996WKeaWKaefXf] 3.1 33

15 OnKtheKbioisostericKpotentialKofKdiazinesiKdiazineKanaloguesKofKtheKcombinedKthromboxaneKqaK
receptorKantagonistKandKsynthetaseKinhibitorKαidogrelYKJournalbofbMedicinalbChemistryWK1996WKbhWKc[dgXec8.3 13

14
–olecularKbasisKofKperipheralKvsKcentralKbenzodiazepineKreceptorKselectivityKinKaKnewKclassKofK
peripheralKbenzodiazepineKreceptorKligandsKrelatedKtoKalpidemYKJournalbofbMedicinalbChemistryWK
1996WKbhWKcafdXgc

8.3 85

13 qlkylationKofKnonXelectronKrichKnitrogenKheterocyclesKbyKalkylKorthoformatesiKüuantumKchemistryK
calculationsYKJournalbofbHeterocyclicbChemistryWK1996WKbbWK]c]bX]c]d 1.9 1

12 äyridazinesK}XXηyyyKOnKtheKreactivityKofKcXmethoxyX[ScXpyridazinylTmethylidene]anilineKinKesterK
enolateXimineKcondensationKreactionsYKJournalbofbHeterocyclicbChemistryWK1996WKbbWK]fb]X]fbd 1.9 3

11 –olecularKstructureKandKdynamicsKofKsomeKpotentKdXxγbKreceptorKantagonistsYKynsightKintoKtheK
interactionKwithKtheKreceptorYKBioorganicbandbMedicinalbChemistryWK1996WKcWK]addXeh 3.4 18

10 –olecularKβimilarityKteterminationKofKxeteroaromaticKαingKvragmentsKεsingKwαytKandK–ultivariateK
tataKqnalysisYKQSARbandbCombinatorialbScienceWK1996WK]dWKcehXcfc 3

9 βyntheticKruildingKrlocksKsontainingKtheK]WaXtiazineK–oietyiK—XKandKOXärotectedK
bXScXäyridazinylTisoserinesYKHeterocyclesWK1996WKcbWK][df 0.8 5

(1996-1998)
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8
somputerXaidedKmolecularKmodelingWKsynthesisWKandKbiologicalKevaluationKofK
gXSbenzyloxyTXaXphenylpyrazolo[cWbXc]quinolineKasKaKnovelKbenzodiazepineKreceptorKagonistKligandYK
JournalbofbMedicinalbChemistryWK1995WKbgWKhd[Xf

8.3 19

7
—ovelWKpotentWKandKselectiveKdXxγbKreceptorKantagonistsKbasedKonKtheKarylpiperazineKskeletoniK
synthesisWKstructureWKbiologicalKactivityWKandKcomparativeKmolecularKfieldKanalysisKstudiesYKJournalbofb
MedicinalbChemistryWK1995WKbgWKaehaXf[c

8.3 79

6 –olecularKβimilarityKteterminationKofKxeteroaromaticsKεsingKso–vqKandK–ultivariateKtataK
qnalysisYKQSARbandbCombinatorialbScienceWK1994WK]bWKc[aXc[d

5 ufficientK}argeXβcaleKäreparationKofKähenylKbXäyridazinylK{etone]YKSyntheticbCommunicationsWK1994WK
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