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238 TheLroleLofLligandLefficiencyLmetricsLinLdrugLdiscovery[LNaturegReviewsgDruggDiscoveryXL2014XLbdXLbafYcb 64.1 649

237 TheLinfluenceLofLleadLdiscoveryLstrategiesLonLtheLpropertiesLofLdrugLcandidates[LNaturegReviewsg
DruggDiscoveryXL2009XLiXLcadYbc 64.1 466

236 windingLtheLsweetLspotkLtheLroleLofLnatureLandLnurtureLinLmedicinalLchemistry[LNaturegReviewsgDrugg
DiscoveryXL2012XLbbXLdffYgf 64.1 295

235 vxpandingLtheLmedicinalLchemistryLsyntheticLtoolbox[LNaturegReviewsgDruggDiscoveryXL2018XLbhXLhajYhch 64.1 223

234 trystallographicLandLelectrophilicLfragmentLscreeningLofLtheLSrRSYtoVYcLmainLprotease[LNatureg
CommunicationsXL2020XLbbXLfaeh 17.4 188

233 yitLdiscoveryLandLhitYtoYleadLapproaches[LDruggDiscoverygTodayXL2006XLbbXLhebYi 8.8 180

232
uesignLPrinciplesLforLwragmentL–ibrarieskLαaximizingLtheLValueLofL–earningsLfromLPharmaL
wragmentYsasedLurugLuiscoveryLTwsuuULProgramsLforLUseLinLrcademia[LJournalgofgMedicinalg
ChemistryXL2016XLfjXLibijYcag

8.3 134

231 zmpactLofLlipophilicLefficiencyLonLcompoundLquality[LJournalgofgMedicinalgChemistryXL2012XLffXLbcfcYga 8.3 126

230 PredictionLofLhvRxLpotassiumLchannelLaffinityLbyLtraditionalLandLhologramLqSrRLmethods[L
BioorganicgandgMedicinalgChemistrygLettersXL2003XLbdXLchhdYf 2.9 114

229 ThermodynamicsLguidedLleadLdiscoveryLandLoptimization[LDruggDiscoverygTodayXL2010XLbfXLjbjYdc 8.8 111

228 tontributionsLofLmolecularLpropertiesLtoLdrugLpromiscuity[LJournalgofgMedicinalgChemistryXL2013XLfgXLbhijYjf8.3 109

227 rLhighLthroughputLluminescentLassayLforLglycogenLsynthaseLkinaseYdbetaLinhibitors[LAssaygandgDrugg
DevelopmentgTechnologiesXL2007XLfXLhfYid 2.1 98

226 wullyLflexibleLlowYmodeLdockingkLapplicationLtoLinducedLfitLinLyzVLintegrase[LJournalgofgthegAmericang
ChemicalgSocietyXL2001XLbcdXLbchaiYj 16.4 91

225 uiscoveryLofLnovelLhumanLhistamineLyeLreceptorLligandsLbyLlargeYscaleLstructureYbasedLvirtualL
screening[LJournalgofgMedicinalgChemistryXL2008XLfbXLdbefYfd 8.3 88

224 ValidityLofLligandLefficiencyLmetrics[LACSgMedicinalgChemistrygLettersXL2014XLfXLgbgYi 4.3 85

223 RecentLadvancesLinLtheLpredictionLofLbloodYbrainLpartitioningLfromLmolecularLstructure[LJournalgofg
PharmaceuticalgSciencesXL2003XLjcXLdgaYha 3.9 85

222
bYTcXeXgYTriYtertYbutylphenylUYdYmethylphospholekLLrLPhospholeLwithLaLSignificantlyLwlattenedL
PhosphorusLPyramidLyavingLPronouncedLtharacteristicsLofLrromaticity[LJournalgofgthegAmericang
ChemicalgSocietyXL1997XLbbjXLfajfYfajj

16.4 84
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221 VirtualLscreeningLforLbetaYsecretaseLTsrtvbULinhibitorsLrevealsLtheLimportanceLofLprotonationL
statesLatLrspdcLandLrspcci[LJournalgofgMedicinalgChemistryXL2005XLeiXLdhejYff 8.3 79

220 VirtualLfragmentLdockingLbyLxlidekLaLvalidationLstudyLonLbjaLproteinYfragmentLcomplexes[LJournalg
ofgChemicalgInformationgandgModelingXL2010XLfaXLbbgfYhc 6.1 75

219 xPtRdbLinLcacbkLintegratingLxPtRLsequenceXLstructureLandLfunction[LNucleicgAcidsgResearchXL2021XL
ejXLuddfYuded 20.1 74

218 PharmacologicLinhibitionLofLSTrTfLinLacuteLmyeloidLleukemia[LLeukemiaXL2018XLdcXLbbdfYbbeg 10.7 68

217 tomparativeLvirtualLandLexperimentalLhighYthroughputLscreeningLforLglycogenLsynthaseL
kinaseYdbetaLinhibitors[LJournalgofgMedicinalgChemistryXL2005XLeiXLhjegYfj 8.3 65

216 rLneuralLnetworkLbasedLvirtualLscreeningLofLcytochromeLPefaLdreLinhibitors[LBioorganicgandg
MedicinalgChemistrygLettersXL2002XLbcXLebjYcb 2.9 65

215 yighYthroughputLpredictionLofLbloodYbrainLpartitioningkLaLthermodynamicLapproach[LJournalgofg
ChemicalgInformationgandgComputergSciencesXL2001XLebXLbcaYi 62

214 tomparativeLvvaluationLofLtovalentLuockingLTools[LJournalgofgChemicalgInformationgandgModelingXL
2018XLfiXLbeebYbefi 6.1 61

213 uiscoveryLofLcariprazineLTRxyYbiiUkLaLnovelLantipsychoticLactingLonLdopamineLud]ucLreceptors[L
BioorganicgandgMedicinalgChemistrygLettersXL2012XLccXLdedhYea 2.9 60

212 ThermodynamicsLofLfragmentLbinding[LJournalgofgChemicalgInformationgandgModelingXL2012XLfcXLbadjYef 6.1 55

211 yowLareLfragmentsLoptimizedpLrLretrospectiveLanalysisLofLbefLfragmentLoptimizations[LJournalgofg
MedicinalgChemistryXL2013XLfgXLcehiYig 8.3 52

210 yessianYfreeLlowYmodeLconformationalLsearchLforLlargeYscaleLproteinLloopLoptimizationkLapplicationL
toLcYjunLβYterminalLkinaseL†β’d[LJournalgofgComputationalgChemistryXL2001XLccXLcbYda 3.5 52

209 vnthalpicLefficiencyLofLligandLbinding[LJournalgofgChemicalgInformationgandgModelingXL2010XLfaXLbfdgYeb 6.1 51

208 znLsilicoLsiteLofLmetabolismLpredictionLofLcytochromeLPefaYmediatedLbiotransformations[LExpertg
OpiniongongDruggMetabolismgandgToxicologyXL2011XLhXLcjjYdbc 5.5 50

207 TheLchemistryLofLmacrocyclicLbisTbibenzylsU[LNaturalgProductgReportsXL1995XLbcXLgjYhf 15.1 49

206
StructureYsasedLOptimizationLStrategiesLforLxLProteinYtoupledLReceptorLTxPtRULrllostericL
αodulatorskLrLtaseLStudyLfromLrnalysesLofLβewLαetabotropicLxlutamateLReceptorLfLTmxluULXYrayL
Structures[LJournalgofgMedicinalgChemistryXL2019XLgcXLcahYccc

8.3 48

205 TheLimpactLofLmolecularLdynamicsLsamplingLonLtheLperformanceLofLvirtualLscreeningLagainstLxPtRs[L
JournalgofgChemicalgInformationgandgModelingXL2013XLfdXLcjjaYj 6.1 47

204 rLroadLmapLforLprioritizingLwarheadsLforLcysteineLtargetingLcovalentLinhibitors[LEuropeangJournalgofg
MedicinalgChemistryXL2018XLbgaXLjeYbah 6.8 47
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203 VirtualLfragmentLscreeningLonLxPtRskLaLcaseLstudyLonLdopamineLudLandLhistamineLyeLreceptors[L
EuropeangJournalgofgMedicinalgChemistryXL2014XLhhXLdiYeg 6.8 45

202 StructureYbasedLVirtualLScreeningLrpproachesLinL’inaseYdirectedLurugLuiscovery[LCurrentgTopicsging
MedicinalgChemistryXL2017XLbhXLccdfYccfj 3 45

201 sindingLmodeLanalysisLandLenrichmentLstudiesLonLhomologyLmodelsLofLtheLhumanLhistamineLyeL
receptor[LEuropeangJournalgofgMedicinalgChemistryXL2008XLedXLbafjYha 6.8 43

200 vnsembleLdockingLintoLflexibleLactiveLsites[LtriticalLevaluationLofLwlexvLagainstL†β’YdLandL
betaYsecretase[LJournalgofgChemicalgInformationgandgModelingXL2006XLegXLbhjfYiaf 6.1 43

199 WhyLSomeLTargetsLsenefitLfromLbeyondLRuleLofLwiveLurugs[LJournalgofgMedicinalgChemistryXL2019XL
gcXLbaaafYbaacf 8.3 42

198 zdentificationLofLaLnovelLinhibitorLofL†r’cLtyrosineLkinaseLbyLstructureYbasedLvirtualLscreening[L
BioorganicgandgMedicinalgChemistrygLettersXL2009XLbjXLdfjiYgab 2.9 39

197 zsLthereLaLlinkLbetweenLselectivityLandLbindingLthermodynamicsLprofilesp[LDruggDiscoverygTodayXL
2015XLcaXLigYje 8.8 37

196 OxamidesLasLnovelLβRcsLselectiveLβαurLreceptorLantagonists[LBioorganicgandgMedicinalgChemistryg
LettersXL2004XLbeXLdjfdYg 2.9 37

195 rLvirtualLhighLthroughputLscreenLforLhighLaffinityLcytochromeLPefacamLsubstrates[LzmplicationsLforL
inLsilicoLpredictionLofLdrugLmetabolism[LJournalgofgComputervAidedgMoleculargDesignXL2001XLbfXLgejYfh 4.2 36

194 SelectiveLβRb]csLβYmethylYuYaspartateLreceptorLantagonistsLamongLindoleYcYcarboxamidesLandL
benzimidazoleYcYcarboxamides[LJournalgofgMedicinalgChemistryXL2007XLfaXLjabYbe 8.3 35

193 rctivationLmechanismLofLtheLhumanLhistamineLyeLreceptorYYanLexplicitLmembraneLmolecularL
dynamicsLsimulationLstudy[LJournalgofgChemicalgInformationgandgModelingXL2008XLeiXLbbjjYcba 6.1 34

192 zmpactLofLligandLprotonationLonLvirtualLscreeningLagainstLbetaYsecretaseLTsrtvbU[LJournalgofg
ChemicalgInformationgandgModelingXL2007XLehXLcdggYhd 6.1 34

191 tovalentLfragmentLlibrariesLinLdrugLdiscovery[LDruggDiscoverygTodayXL2020XLcfXLjidYjjg 8.8 33

190 tomparativeLevaluationLofLp’TaULpredictionLtoolsLonLaLdrugLdiscoveryLdataset[LJournalgofg
PharmaceuticalgandgBiomedicalgAnalysisXL2012XLghYgiXLgdYha 3.5 32

189 RecentLdevelopmentsLonL†r’cLinhibitorskLaLpatentLreview[LExpertgOpiniongongTherapeuticgPatentsXL
2010XLcaXLehbYjf 6.8 32

188 rLneuralLnetworkLbasedLpredictionLofLoctanolYwaterLpartitionLcoefficientsLusingLatomicfL
fragmentalLdescriptors[LBioorganicgandgMedicinalgChemistrygLettersXL2004XLbeXLifbYd 2.9 32

187 zsolationLandLantibacterialLactivityLofLmarchantinLrXLaLcyclicLbisTbibenzylULconstituentLofLyungarianL
αarchantiaLpolymorpha[LPlantagMedicaXL1995XLgbXLdihYi 3.1 31

186 yomologyLmodellingLandLbindingLsiteLmappingLofLtheLhumanLhistamineLybLreceptor[LEuropeang
JournalgofgMedicinalgChemistryXL2004XLdjXLjfjYgh 6.8 30
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185 uistinctLbehaviorLofLmutantLtriosephosphateLisomeraseLinLhemolysateLandLinLisolatedLformkL
molecularLbasisLofLenzymeLdeficiency[LBloodXL2001XLjiXLdbagYbc 2.2 30

184 αultipleLfragmentLdockingLandLlinkingLinLprimaryLandLsecondaryLpocketsLofLdopamineLreceptors[L
ACSgMedicinalgChemistrygLettersXL2014XLfXLbabaYe 4.3 29

183 yistamineLyeLreceptorLligandsLandLtheirLpotentialLtherapeuticLapplicationskLanLupdate[LExpertg
OpiniongongTherapeuticgPatentsXL2012XLccXLcafYcb 6.8 29

182 SiteLofLmetabolismLpredictionLonLcytochromeLPefaLctjkLaLknowledgeYbasedLdockingLapproach[L
JournalgofgComputervAidedgMoleculargDesignXL2010XLceXLdjjYeai 4.2 29

181 TotalLsynthesisLofLplagiochinsLtLandLuXLmacrocyclicLbisTbibenzylULconstituentsLofLplagiochilaL
acantophylla[LTetrahedronXL1992XLeiXLjbdYjcc 2.4 29

180 uirectLTargetingLOptionsLforLSTrTdLandLSTrTfLinLtancer[LCancersXL2019XLbbXL 6.6 29

179 βovelLhistamineLyeLreceptorLligandsLandLtheirLpotentialLtherapeuticLapplicationskLanLupdate[LExpertg
OpiniongongTherapeuticgPatentsXL2014XLceXLbbifYjh 6.8 28

178 rnthropogenicLreactionLparametersYYtheLmissingLlinkLbetweenLchemicalLintuitionLandLtheLavailableL
chemicalLspace[LChemicalgSocietygReviewsXL2014XLedXLfdihYjj 58.5 27

177 yitYtoYleadLoptimizationLofLpyrrolo[bXcYa]quinoxalinesLasLnovelLcannabinoidLtypeLbLreceptorL
antagonists[LBioorganicgandgMedicinalgChemistrygLettersXL2009XLbjXLdehbYf 2.9 27

176 OnLtheLconformationLofLtiazofurinLanalogues[LJournalgofgMedicinalgChemistryXL1997XLeaXLebfeYj 8.3 27

175 TheLbiologicalLactivityLofLcyclicLbisTbibenzylsUkLaLrationalLapproach[LBioorganicgandgMedicinalg
ChemistryXL1995XLdXLbfbbYh 3.4 27

174 SynthesisLandLrevisedLstructureLofLgaruganinLzzz[LJournalgofgOrganicgChemistryXL1993XLfiXLghcfYghci 4.2 25

173 uesignLandLcharacterizationLofLaLheterocyclicLelectrophilicLfragmentLlibraryLforLtheLdiscoveryLofL
cysteineYtargetedLcovalentLinhibitors[LMedChemCommXL2019XLbaXLcgdYcgh 5 24

172 WhenLfragmentsLlinkkLaLbibliometricLperspectiveLonLtheLdevelopmentLofLfragmentYbasedLdrugL
discovery[LDruggDiscoverygTodayXL2018XLcdXLbfjgYbgaj 8.8 24

171 zntegrationLofLvirtualLandLhighLthroughputLscreeningLinLleadLdiscoveryLsettings[LCombinatorialg
ChemistrygandgHighgThroughputgScreeningXL2011XLbeXLiijYjh 1.3 24

170
tytochromeLPYefaLtatalyzedLznsecticideLαetabolism[LPredictionLofLRegioYLandLStereoselectivityLinL
theLPrimerLαetabolismLofLtarbofurankLLrLTheoreticalLStudy[LJournalgofgthegAmericangChemicalg
SocietyXL1997XLbbjXLfbcgYfbdb

16.4 24

169 OnLtheLenthalpicLpreferenceLofLfragmentLbinding[LMedChemCommXL2016XLhXLddcYddh 5 23

168 tonstructionLofLaLduLmodelLofLoligopeptidaseLsXLaLpotentialLprocessingLenzymeLinLprokaryotes[L
JournalgofgMoleculargGraphicsgandgModellingXL2000XLbiXLhYbhXLfhYi 2.8 23
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167 SolventLandLligandLeffectsLonLselectiveLmonoYLandLdilithiationLofLbYTchlorophenylUpyrrolesLandL
bYTmethoxyphenylUpyrroles[LJournalgofgthegChemicalgSocietyugPerkingTransactionsgzXL2001XLbadjYbaed 23

166 ProtonationLstateLofLrspdaLexertsLcrucialLinfluenceLoverLsurfaceLloopLrearrangementsLresponsibleL
forLβOLreleaseLinLnitrophorinLe[LFEBSgLettersXL2005XLfhjXLfdjcYi 3.8 22

165 TheLsynthesisLofLgarugamblinYb[LTetrahedronXL1993XLejXLeijdYejaa 2.4 22

164 rnalysisLofLtractableLallostericLsitesLinLxLproteinYcoupledLreceptors[LScientificgReportsXL2019XLjXLgbia 4.9 21

163 yistamineLyeLreceptorLligandsLandLtheirLpotentialLtherapeuticLapplications[LExpertgOpiniongong
TherapeuticgPatentsXL2009XLbjXLbbjYdf 6.8 20

162 QuinolinylYLandLphenantridinylYacetamidesLasLbradykininLsbLreceptorLantagonists[LBioorganicgandg
MedicinalgChemistrygLettersXL2012XLccXLdajfYj 2.9 19

161 yitYtoYleadLoptimizationLofLdisubstitutedLoxadiazolesLandLtetrazolesLasLmxluRfLβrαs[LBioorganicg
andgMedicinalgChemistrygLettersXL2010XLcaXLdhdhYeb 2.9 19

160 [LEuropeangJournalgofgOrganicgChemistryXL1998XLbjjiXLfcbYfce 3.2 19

159
uiscoveryLandLPreclinicalLtharacterizationLofL
dYTTeYTeYthlorophenylUYhYfluoroquinolineYdYylUsulfonylUbenzonitrileXLaLβovelLβonYacetylenicL
αetabotropicLxlutamateLReceptorLfLTmxluRfULβegativeLrllostericLαodulatorLforLPsychiatricL
zndications[LJournalgofgMedicinalgChemistryXL2017XLgaXLcehaYceie

8.3 18

158 rLneuralLnetworkLbasedLclassificationLschemeLforLcytotoxicityLpredictionskValidationLonLdaXaaaL
compounds[LBioorganicgandgMedicinalgChemistrygLettersXL2006XLbgXLbadhYj 2.9 18

157
SynthesisLofLvincaLalkaloidsLandLrelatedLcompounds[Lbaa[LStereoselectiveLoxidationLreactionsLofL
compoundsLwithLtheLaspidospermaneLandLquebrachamineLringLsystem[LwirstLsynthesisLofLsomeL
alkaloidsLcontainingLtheLepoxyLring[LJournalgofgOrganicgChemistryXL2002XLghXLhcffYga

4.2 18

156
themicalLmodelsLofLcytochromeLPefaLcatalyzedLinsecticideLmetabolism[LrpplicationLtoLtheL
oxidativeLmetabolismLofLcarbamateLinsecticides[LJournalgofgAgriculturalgandgFoodgChemistryXL1999XL
ehXLhgcYj

5.7 18

155 rLneuralLnetworkLbasedLvirtualLhighLthroughputLscreeningLtestLforLtheLpredictionLofLtβSLactivity[L
CombinatorialgChemistrygandgHighgThroughputgScreeningXL2000XLdXLfdfYea 1.3 18

154 uUcktovkLaLuynamicLUndockingYsasedLVirtualLScreeningLProtocolLforLtovalentLsinders[L
ChemMedChemXL2019XLbeXLbabbYbacb 3.7 17

153 uiscoveryLofLSubtypeLSelectiveL†anusL’inaseLT†r’ULznhibitorsLbyLStructureYsasedLVirtualLScreening[L
JournalgofgChemicalgInformationgandgModelingXL2016XLfgXLcdeYeh 6.1 17

152
rntioxidantLactivityYguidedLphytochemicalLinvestigationLofLrrtemisiaLgmeliniiLWebb[LexLStechm[kL
isolationLandLspectroscopicLchallengesLofLdXfYOYdicaffeoylLTepipULquinicLacidLandLitsLethylLester[L
JournalgofgPharmaceuticalgandgBiomedicalgAnalysisXL2012XLfjXLidYj

3.5 17

151 αultipleLligandLdockingLbyLxlidekLimplicationsLforLvirtualLsecondYsiteLscreening[LJournalgofg
ComputervAidedgMoleculargDesignXL2012XLcgXLicbYde 4.2 17

150 tomparativeLreactivityLanalysisLofLsmallYmoleculeLthiolLsurrogates[LBioorganicgandgMedicinalg
ChemistryXL2020XLciXLbbfdfh 3.4 16
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149 sindingLkineticsLofLcariprazineLandLaripiprazoleLatLtheLdopamineLuLreceptor[LScientificgReportsXL2018
XLiXLbcfaj 4.9 16

148 StructuralLzmplicationsLofLSTrTdLandLSTrTfLSycLuomainLαutations[LCancersXL2019XLbbXL 6.6 16

147 yomologyLmodelingLandLbindingLsiteLassessmentLofLtheLhumanLPYglycoprotein[LFuturegMedicinalg
ChemistryXL2011XLdXLcjhYdah 4.1 16

146 tarbamoyloximesLasLnovelLnonYcompetitiveLmxlufLreceptorLantagonists[LBioorganicgandgMedicinalg
ChemistrygLettersXL2010XLcaXLedhbYf 2.9 16

145
StereoelectronicLtontrolLonLtheLtoordinationLofLSubstratesLtoLxlobinLProteins[LTheLRoleLofL
ProximalLyisjdLonLtheLβOLReleaseLfromLαyoglobin[LJournalgofgthegAmericangChemicalgSocietyXL1998XL
bcaXLhjjbYhjjc

16.4 16

144 siosynthesisLandLmolecularLstrain[LrLcomputationalLstudyLonLtheLconformationLofLcyclicL
bisTbibenzylULconstituentsLofLliverwortLspecies[LPhytochemistryXL1992XLdbXLbfhdYbfhg 4 16

143 sindingLthermodynamicsLdiscriminatesLfragmentsLfromLdruglikeLcompoundskLaLthermodynamicL
descriptionLofLfragmentYbasedLdrugLdiscovery[LDruggDiscoverygTodayXL2017XLccXLgibYgij 8.8 15

142
βovelLsulfonamidesLhavingLdualLdopamineLucLandLudLreceptorLaffinityLshowLinLvivoLantipsychoticL
efficacyLwithLbeneficialLcognitiveLandLvPSLprofile[LBioorganicgandgMedicinalgChemistrygLettersXL2007XL
bhXLfdeaYe

2.9 15

141 rpplicationLofLtheLsuLrtTOneLtechnologyLforLtheLhighYthroughputLscreeningLofLxsYcoupledL
receptorLantagonists[LJournalgofgBiomoleculargScreeningXL2007XLbcXLbagiYhd 15

140 vffectLofLaLtrifluoromethylLgroupLonLmolecularLstructurekLtompetitiveLmonoYLandLdilithiationLofL
bY[TtrifluoromethylUphenyl]pyrroles[LTetrahedronXL1999XLffXLhiibYhijc 2.4 15

139 βuclearLmagneticLresonanceLandLmolecularLmodelingLstudyLonLmycophenolicLacidkLimplicationsLforL
bindingLtoLinosineLmonophosphateLdehydrogenase[LJournalgofgMedicinalgChemistryXL1996XLdjXLbcdgYec 8.3 15

138 StructureYsasedLtonsensusLScoringLSchemeLforLSelectingLtlassLrLrminergicLxPtRLwragments[L
JournalgofgChemicalgInformationgandgModelingXL2016XLfgXLebcYcc 6.1 14

137 αetalloporphyrinLcatalysedLbiomimeticLoxidationLofLarylLbenzylLethers[LzmplicationsLforLligninL
peroxidaseLcatalysis[LTetrahedronXL1999XLffXLeefhYeegg 2.4 14

136 Spiro[pyrrolidineYdXdSYoxindoles]LandLTheirLzndolineLrnaloguesLasLβewLfYyTgLReceptorLthemotypes[L
MoleculesXL2017XLccXL 4.8 13

135 Thieno[cXdYb]pyridinesLasLnegativeLallostericLmodulatorsLofLmetabotropicLxluRfLreceptorskL–eadL
optimization[LBioorganicgandgMedicinalgChemistrygLettersXL2015XLcfXLbhceYbhcj 2.9 13

134 znhibitorsLofLcytochromeLPefaLcatalyzedLinsecticideLmetabolismkLrLrationalLapproach[LInternationalg
JournalgofgQuantumgChemistryXL1999XLhdXLbcdYbdf 2.1 13

133 SynthesisLofLxarugamblinYcXLaLαacrocyclicLuiarylheptanoidLtonstituentLofLxarugaLgamblei[LLiebigsg
AnnalengDergChemieXL1994XLbjjeXLdgbYdge 13

132 rnLelectrophilicLwarheadLlibraryLforLmappingLtheLreactivityLandLaccessibilityLofLtractableLcysteinesL
inLproteinLkinases[LEuropeangJournalgofgMedicinalgChemistryXL2020XLcahXLbbcidg 6.8 13
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131 tysteineLspecificLbioconjugationLwithLbenzylLisothiocyanates[[LRSCgAdvancesXL2020XLbaXLbejciYbejdg 3.7 13

130 TheLstilbenoidLtyrosineLkinaseLinhibitorXLxgXLsuppressesL†akcYVgbhwYmediatedLhumanLpathologicalL
cellLgrowthLinLvitroLandLinLvivo[LJournalgofgBiologicalgChemistryXL2011XLcigXLeciaYjb 5.4 12

129 tytochromeLPefaLcatalyzedLnitricLoxideLsynthesiskLaLtheoreticalLstudy[LJournalgofgBiomolecularg
StructuregandgDynamicsXL2000XLbhXLhfjYgh 3.6 12

128 vnantiomericLrecognitionLofL˛–YTbYnaphthylUethylammoniumLperchlorateLbyLenantiomericallyLpureL
dimethylphenazinoYbiYcrownYgLligandLinLsolidLandLgasLphases[LTetrahedron:gAsymmetryXL1999XLbaXLbjjfYcaaf 12

127 vmergingLtherapeuticLtargetsLinLmyeloproliferativeLneoplasmsLandLperipheralLTYcellLleukemiaLandL
lymphomas[LExpertgOpiniongongTherapeuticgTargetsXL2018XLccXLefYfh 6.4 12

126 rffinityLandLSelectivityLrssessmentLofLtovalentLznhibitorsLbyLwreeLvnergyLtalculations[LJournalgofg
ChemicalgInformationgandgModelingXL2020XLgaXLgfhjYgfje 6.1 11

125 eYrrylYdYarylsulfonylYquinolinesLasLnegativeLallostericLmodulatorsLofLmetabotropicLxluRfLreceptorskL
wromLyTSLhitLtoLdevelopmentLcandidate[LBioorganicgandgMedicinalgChemistrygLettersXL2016XLcgXLbcejYfc 2.9 11

124 StructureYfunctionLcorrelationLofLxgXLaLnovelLsmallLmoleculeLinhibitorLofL†akckLindispensabilityLofL
theLstilbenoidLcore[LJournalgofgBiologicalgChemistryXL2010XLcifXLdbdjjYeah 5.4 11

123 PositiveLallostericLmodulatorsLforLmxluRcLreceptorskLaLmedicinalLchemistryLperspective[LCurrentg
TopicsgingMedicinalgChemistryXL2014XLbeXLbhhbYii 3 11

122 tellYbasedLandLvirtualLfragmentLscreeningLforLadrenergicL˛–ctLreceptorLagonists[LBioorganicgandg
MedicinalgChemistryXL2015XLcdXLdjjbYj 3.4 10

121
rLnovelLthreeYcomponentLreactionLbetweenLisocyanidesXLalcoholsLorLthiolsLandLelementalLsulfurkLaL
mildXLcatalystYfreeLapproachLtowardsLYthiocarbamatesLandLdithiocarbamates[LBeilsteingJournalgofg
OrganicgChemistryXL2019XLbfXLbfcdYbfdd

2.5 10

120 wragmentYbasedLleadLdiscoveryLonLxYproteinYcoupledLreceptors[LExpertgOpiniongongDruggDiscoveryXL
2013XLiXLibbYca 6.2 10

119 SynthesisLofLzsoplagiochinLrâ� [LJournalgofgOrganicgChemistryXL1997XLgcXLdgggYdgha 4.2 10

118 SolidYphaseLsynthesisLofLgYhydroxyYcXeYdiaminoquinazolines[LTetrahedronXL2005XLgbXLjdhfYjdia 2.4 10

117 rssessmentLofLTractableLtysteinesLforLtovalentLTargetingLbyLScreeningLtovalentLwragments[L
ChemBioChemXL2021XLccXLhedYhfd 3.8 10

116
TheLvuropeanLResearchLβetworkLonLSignalLTransductionLTvRβvSTUkLTowardLaLαultidimensionalL
yolisticLUnderstandingLofLxLProteinYtoupledLReceptorLSignaling[LACSgPharmacologygandg
TranslationalgScienceXL2020XLdXLdgbYdha

5.9 9

115 sradykininLsbLreceptorLantagonistskLaLpatentLupdateLcaajLYLcabc[LExpertgOpiniongongTherapeuticg
PatentsXL2012XLccXLbeedYfc 6.8 9

114 TheL†akcLinhibitorXLxgXLalleviatesL†akcYVgbhwYmediatedLmyeloproliferativeLneoplasiaLbyLprovidingL
significantLtherapeuticLefficacyLtoLtheLboneLmarrow[LNeoplasiaXL2011XLbdXLbafiYgi 6.4 9
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113 vffectiveLvirtualLscreeningLprotocolLforLtYPctjLligandsLusingLaLscreeningLsiteLconstructedLfromL
flurbiprofenLandLSYwarfarinLpockets[LJournalgofgComputervAidedgMoleculargDesignXL2007XLcbXLfdjYei 4.2 9

112 SolidYphaseLsynthesisLofLanLβYTphenylalkylUcinnamideLlibraryLviaLyornerYWadsworthYvmmonsL
reaction[LBioorganicgandgMedicinalgChemistrygLettersXL2004XLbeXLbchjYib 2.9 9

111
UnusuallyLlargeLreactivityLdifferencesLinLtheLtransformationLofLcyclopropaneLlactonesLtoL
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1.2 9
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αetalloporphyrinLcatalyzedLoxidationLofLβYhydroxyguanidineskLaLbiomimeticLmodelLforLtheL
ycOcYdependentLactivityLofLnitricLoxideLsynthase[LBioorganicgandgMedicinalgChemistrygLettersXL2000XL
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106 StructuralLimpactLofLxTPLbindingLonLdownstreamL’RrSLsignaling[LChemicalgScienceXL2020XLbbXLjchcYjcij 9.4 9

105 vxploringLproteinLhotspotsLbyLoptimizedLfragmentLpharmacophores[LNaturegCommunicationsXL2021XL
bcXLdcab 17.4 9

104 wragmentLsasedLOptimizationLofLαetabotropicLxlutamateLReceptorLcLTmxluRcULPositiveLrllostericL
αodulatorsLinLtheLrbsenceLofLStructuralLznformation[LJournalgofgMedicinalgChemistryXL2019XLgcXLcdeYceg 8.3 9
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2.4 8

99 SmallLmoleculeLinhibitorsLofLRrSLproteinsLwithLoncogenicLmutations[LCancergandgMetastasisgReviews
XL2020XLdjXLbbahYbbcg 9.6 8

98 TheLimpactLofLbindingLthermodynamicsLonLmedicinalLchemistryLoptimizations[LFuturegMedicinalg
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97
ValidationLofLtautomericLandLprotomericLbindingLmodesLbyLfreeLenergyLcalculations[LrLcaseLstudyL
forLtheLstructureLbasedLoptimizationLofLuYaminoLacidLoxidaseLinhibitors[LJournalgofgComputervAidedg
MoleculargDesignXL2018XLdcXLddbYdef

4.2 7

96 zdentificationLofLβovelLyistamineLyeL–igandsLbyLVirtualLScreeningLonLαolecularLuynamicsL
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acantophylla[LLiebigsgAnnalengDergChemieXL1992XLbjjcXLbcdjYbced 7
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89 yeterocyclicLelectrophilesLasLnewLαurrLinhibitors[LArchivgDergPharmazieXL2018XLdfbXLebiaabie 4.3 7
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85 Spiro[pyrrolidineYdXdSYoxindoles]LasLfYyTLreceptorLligands[LBioorganicgandgMedicinalgChemistryg
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84 uiscoveryLofLzmmunoproteasomeLznhibitorsLUsingL–argeYScaleLtovalentLVirtualLScreening[L
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83
tatalyticLαechanismLandLtovalentLznhibitionLofLUuPYYrcetylglucosamineLvnolpyruvylLTransferaseL
TαurrUkLzmplicationsLtoLtheLuesignLofLβovelLrntibacterials[LJournalgofgChemicalgInformationgandg
ModelingXL2019XLfjXLfbgbYfbhd
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82 Thieno[cXdYb]pyridinesLasLnegativeLallostericLmodulatorsLofLmetabotropicLxluRfLreceptorskL
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81 TheLsmallLmoleculeLinhibitorLxgLsignificantlyLreducesLboneLmarrowLfibrosisLandLtheLmutantLburdenL
inLaLmouseLmodelLofL†akcYmediatedLmyelofibrosis[LAmericangJournalgofgPathologyXL2012XLbibXLifiYgf 5.8 6
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PyridineYtypeLcomplexesLofLtransitionYmetalLhalides[LzzzkLStructuralLandLthermalLrelationshipsLamongL
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67 PharmacoSTORαLnanoscaleLpharmacologyLrevealsLcariprazineLbindingLonLzslandsLofLtallejaLgranuleL
cells[LNaturegCommunicationsXL2021XLbcXLgfaf 17.4 5
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ComputervAidedgMoleculargDesignXL2021XLdfXLccdYcee 4.2 5
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6.8 4
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MedChemCommXL2015XLgXLbijiYbjae 5 4

61 rpplicationLofLsoroisoquinolineLwluorophoresLasLthemodosimetersLforLwluorideLzonLandLPdLTaU[L
MaterialsXL2020XLbdXL 3.5 4
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4
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45 wunctionalLvirtualLscreeningLofLestrogenLreceptorL˛–LmodulatorsLbyLwlexXYPharm[LComputationalgandg
TheoreticalgChemistryXL2005XLhcfXLcdjYcec 3
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HighgThroughputgScreeningXL2005XLiXLdehYfc 1.3 3

43 sackLdonationLinLdichloroYbisTpyridmeUYcobaltTzzULcomplexes[LComputationalgandgTheoreticalg
ChemistryXL1994XLdagXLcijYcjc 3

42 tontrollingLtheLselectivityLofLaminergicLxPtRLligandsLfromLtheLextracellularLvestibule[LBioorganicg
ChemistryXL2021XLbbbXLbaeidc 5.1 3
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38 TheLfirstLsynthesisLofLfuro[cXdYLcL]pyridazinYeTbLyLUYoneLderivatives[LTetrahedrongLettersXL2016XLfhXLgeYgg 2 2
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