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321 NonacidicIinhibitorsIofIhumanImicrosomalIprostaglandinIsynthaseIZIQmPtr”IZRIidentifiedIbyIaI
multistepIvirtualIscreeningIprotocolWIJournaleofeMedicinaleChemistryUI2010UIb]UIfZZVb 8.3 34

320 nnalysisIandIpredictionIofImitochondrialItargetingIpeptidesWIMethodseineCelleBiologyUI2001UIcbUIZdbVed 1.8 34

319
NativeIrlectrosprayIvonizationIzassI”pectrometryI“evealsIzultipleIsacetsIofInptamerVyigandI
vnteractionsgIsromIzechanismItoIoindingIponstantsWIJournaleofetheeAmericaneChemicaleSocietyUI2018
UIZaYUIdaecVdafd

16.4 33

318 nIpomputationalIzethodIforI–nveilingItheI•argetIPromiscuityIofIPharmacologicallyInctiveI
pompoundsWIAngewandteeChemieeteInternationaleEditionUI2017UIbcUIZZb[YVZZb[a 16.4 33

317 ”tructuralIpropertiesIofIsoVcalledIN”nvqVphospholipidVcomplexesWIEuropeaneJournaleofe
PharmaceuticaleSciencesUI2011UIaaUIZY]VZc 5.1 33

316 uomologyImodelIadjustmentIandIligandIscreeningIwithIaIpseudoreceptorIofItheIhumanIhistamineI
uaIreceptorWIChemMedChemUI2009UIaUIe[YVd 3.7 33

315 vdentificationIandIvalidationIofIaIpotentItypeIvvIinhibitorIofIinactiveIpoloVlikeIkinaseIZWI
ChemMedChemUI2009UIaUIZeYcVf 3.7 32

314 poactosinVlikeIproteinIfunctionsIasIaIstabilizingIchaperoneIforIbVlipoxygenasegIroleIofItryptophanI
ZY[WIBiochemicaleJournalUI2009UIa[bUI[cbVda 3.8 32

313 nIfastIvirtualIscreeningIfilterIforIcytochromeIPabYI]naIinhibitionIliabilityIofIcompoundIlibrariesWI
QSAReandeCombinatorialeScienceUI2002UI[ZUI[afV[bc 32

312 uowImanyIpotentiallyIsecretedIproteinsIareIcontainedIinIaIbacterialIgenomelWIGeneUI1999UI[]dUIZZ]V[Z 3.8 32

311 uybridINetworkIzodelIforIKqeepIyearningKIofIphemicalIqatagInpplicationItoInntimicrobialI
PeptidesWIMoleculareInformaticsUI2017UI]cUIZcYYYZZ 3.8 31

310 vmmunosuppressiveIsmallImoleculeIdiscoveredIbyIstructureVbasedIvirtualIscreeningIforIinhibitorsI
ofIproteinVproteinIinteractionsWIAngewandteeChemieeteInternationaleEditionUI2012UIbZUI[beVcZ 16.4 31

(2012-2015)
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309 oiologicalIimpactIofIfreezingIPlkZIinIitsIinactiveIconformationIinIcancerIcellsWICelleCycleUI2010UIfUIdcZVd] 4.7 31

308 ”tructureVbasedIpharmacophoreIscreeningIforInaturalVproductVderivedIPPn“gammaIagonistsWI
ChemBioChemUI2009UIZYUIdbVe 3.8 31

307 VirtualIscreeningIforIselectiveIallostericImtlu“ZIantagonistsIandIstructureVactivityIrelationshipI
investigationsIforIcoumarineIderivativesWIChemMedChemUI2007UI[UIZdc]Vd] 3.7 31

306 ”caffoldVhoppingIcascadeIyieldsIpotentIinhibitorsIofIbVlipoxygenaseWIChemMedChemUI2008UI]UIZb]bVe 3.7 31

305 NewIinhibitorsIofItheI•atV•n“I“NnIinteractionIfoundIwithIaIKfuzzyKIpharmacophoreImodelWI
ChemBioChemUI2005UIcUIZZZfV[b 3.8 31

304 seatureVextractionIfromIendopeptidaseIcleavageIsitesIinImitochondrialItargetingIpeptidesWI
Proteins:eStructureseFunctioneandeBioinformaticsUI1998UI]YUIafVcY 4.2 31

303 nutomatedIdeInovoImolecularIdesignIbyIhybridImachineIintelligenceIandIruleVdrivenIchemicalI
synthesisWINatureeMachineeIntelligenceUI2019UIZUI]YdV]Zb 22.5 30

302 ”caffoldIhoppingIfromInaturalIproductsItoIsyntheticImimeticsIbyIholisticImolecularIsimilarityWI
CommunicationseChemistryUI2018UIZUI 6.3 29

301 “eactionVdrivenIdeInovoIdesignUIsynthesisIandItestingIofIpotentialItypeIvvIkinaseIinhibitorsWIFuturee
MedicinaleChemistryUI2011UI]UIaZbV[a 4.1 29

300
qiscoveryIandIbiologicalIevaluationIofIaInovelIclassIofIdualImicrosomalIprostaglandinIr[I
synthaseVZXbVlipoxygenaseIinhibitorsIbasedIonI[V₁QaUcVdiphenethoxypyrimidinV[VylRthioΔhexanoicI
acidWIJournaleofeMedicinaleChemistryUI2011UIbaUIaafYVbYd

8.3 29

299 ”hapeletsgIpossibilitiesIandIlimitationsIofIshapeVbasedIvirtualIscreeningWIJournaleofeComputationale
ChemistryUI2008UI[fUIZYeVZa 3.5 29

298 ”tatusIofIu•”IqataIziningInpproachesWIQSAReandeCombinatorialeScienceUI2004UI[]UI[YdV[Z] 29

297 PeptideIdesignIinImachinagIdevelopmentIofIartificialImitochondrialIproteinIprecursorIcleavageIsitesI
byIsimulatedImolecularIevolutionWIBiophysicaleJournalUI1995UIceUIa]aVad 2.9 29

296 zultidimensionalIqesignIofInnticancerIPeptidesWIAngewandteeChemieeteInternationaleEditionUI2015UI
baUIZY]dYVa 16.4 28

295 pomputerVnssistedIqiscoveryIofI“etinoidIXI“eceptorIzodulatingINaturalIProductsIandI
vsofunctionalIzimeticsWIJournaleofeMedicinaleChemistryUI2018UIcZUIbaa[Vbaad 8.3 28

294 sragmentVoasedIqeINovoIqesignI“evealsIaI”mallVzoleculeIvnhibitorIofIuelicobacterIPyloriIutrnWI
AngewandteeChemieeteInternationaleEditionUI2015UIbaUIZY[aaVe 16.4 28

293 ”crutinizingIzupVvIbindingIpeptidesIandItheirIlimitsIofIvariationWIPLoSeComputationaleBiologyUI2013UI
fUIeZYY]Yee 5 28

292 nrchitectureUIfunctionIandIpredictionIofIlongIsignalIpeptidesWIBriefingseineBioinformaticsUI2009UIZYUIbcfVde13.4 28
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291 traphIxernelsIforIzolecularI”imilarityWIMoleculareInformaticsUI2010UI[fUI[ccVd] 3.8 28

290 zolecularIqueryIlanguageIQzQyRVVaIcontextVfreeIgrammarIforIsubstructureImatchingWIJournaleofe
ChemicaleInformationeandeModelingUI2007UIadUI[fbV]YZ 6.1 28

289 ”zvyvogI“apidInssemblyIofIpombinatorialIyibrariesIinI”zvyr”INotationWIQSAReandeCombinatoriale
ScienceUI2003UI[[UIdZfVd[Z 28

288 qeVorphaningItheImarineInaturalIproductIQ´–RVmarinopyrroleInIbyIcomputationalItargetIpredictionI
andIbiochemicalIvalidationWIChemicaleCommunicationsUI2017UIb]UI[[d[V[[da 5.8 27

287 ”pottingIandIdesigningIpromiscuousIligandsIforIdrugIdiscoveryWIChemicaleCommunicationsUI2016UI
b[UIZZ]bVe 5.8 27

286 qeorphaningIpyrrolopyrazinesIasIpotentImultiVtargetIantimalarialIagentsWIAngewandteeChemieete
InternationaleEditionUI2014UIb]UIdYdfVea 16.4 27

285 ”equentialIantiVcytomegalovirusIresponseImonitoringImayIallowIpredictionIofIcytomegalovirusI
reactivationIafterIallogeneicIstemIcellItransplantationWIPLoSeONEUI2012UIdUIebY[ae 3.7 27

284 nIclassIofIbVbenzylideneV[VphenylthiazolinonesIwithIhighIpotencyIasIdirectIbVlipoxygenaseI
inhibitorsWIJournaleofeMedicinaleChemistryUI2011UIbaUIZfa]Vd 8.3 27

283 ”elfVorganizingImolecularIfingerprintsgIaIligandVbasedIviewIonIdrugVlikeIchemicalIspaceIandI
offVtargetIpredictionWIFutureeMedicinaleChemistryUI2009UIZUI[Z]Ve 4.1 27

282 qetectionIandIassessmentIofInearVzeroIdelaysIinIneuronalIspikingIactivityWIJournaleofeNeurosciencee
MethodsUI2006UIZb[UIfdVZYc 3 27

281 PeptideIdesignIaidedIbyIneuralInetworksgIbiologicalIactivityIofIartificialIsignalIpeptidaseIvIcleavageI
sitesWIBiochemistryUI1998UI]dUI]beeVf] 3.2 27

280 nrtificialIintelligenceIinIdrugIdiscoverygIrecentIadvancesIandIfutureIperspectivesWIExperteOpinioneone
DrugeDiscoveryUI2021UIZcUIfafVfbf 6.2 27

279 qeInovoIdesignIVIhopQpRingIagainstIhopeWIDrugeDiscoveryeToday:eTechnologiesUI2013UIZYUIeab]VcY 7.1 26

278 zachineIlearningIestimatesIofInaturalIproductIconformationalIenergiesWIPLoSeComputationale
BiologyUI2014UIZYUIeZYY]aYY 5 26

277 sromImolecularIshapeItoIpotentIbioactiveIagentsIvvgIfragmentVbasedIdeInovoIdesignWI
ChemMedChemUI2009UIaUIabVe 3.7 26

276 qeorphaningItheIzacromolecularI•argetsIofItheINaturalInnticancerIpompoundIqoliculideWI
AngewandteeChemieeteInternationaleEditionUI2016UIbbUIZ[aYeVZZ 16.4 26

275 qeInovoIdesignIofIanticancerIpeptidesIbyIensembleIartificialIneuralInetworksWIJournaleofeMoleculare
ModelingUI2019UI[bUIZZ[ 2 25

274 qeINovoIsragmentIqesignIforIqrugIqiscoveryIandIphemicalIoiologyWIAngewandteeChemieete
InternationaleEditionUI2015UIbaUIZbYdfVe] 16.4 25

(2015-2010)
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273 rxploringItheIchemicalIspaceIofIgammaVsecretaseImodulatorsWITrendseinePharmacologicaleSciencesUI
2010UI]ZUIaY[VZY 13.2 25

272 ”elfVorganizingIfuzzyIgraphsIforIstructureVbasedIcomparisonIofIproteinIpocketsWIJournaleofe
ProteomeeResearchUI2010UIfUIcafeVbZY 5.6 25

271 “apidIevaluationIandIoptimizationIofIrecombinantIproteinIproductionIusingItsPItaggingWIProteine
ExpressioneandePurificationUI2001UI[ZUI[[YV] 2 25

270 nnthranilicIacidIderivativesIasInovelIligandsIforIfarnesoidIXIreceptorIQsX“RWIBioorganiceandeMedicinale
ChemistryUI2014UI[[UI[aadVcY 3.4 24

269 zolecularIcharacterizationIofIrPcVVaInovelIimidazo₁ZU[VaΔpyridineIbasedIdirectIbVlipoxygenaseI
inhibitorWIBiochemicalePharmacologyUI2012UIe]UI[[eVaY 6 24

268 oioassaysItoImonitorI•aspaseZIfunctionIforItheIidentificationIofIpharmacogeneticIinhibitorsWIPLoSe
ONEUI2011UIcUIeZe[b] 3.7 24

267 NvPny”•“rrgIaInewIhierarchicalIclusteringIapproachIforIlargeIcompoundIlibrariesIandIitsI
applicationItoIvirtualIscreeningWIJournaleofeChemicaleInformationeandeModelingUI2006UIacUI[[[YVf 6.1 24

266 vdentificationIofInovelIcannabinoidIreceptorIligandsIviaIevolutionaryIdeInovoIdesignIandIrapidI
parallelIsynthesisWIQSAReandeCombinatorialeScienceUI2004UI[]UIa[cVa]Y 24

265 vmprovedIanaerobicIuseIofIarginineIbyI”accharomycesIcerevisiaeWIAppliedeandeEnvironmentale
MicrobiologyUI2003UIcfUIZc[]Ve 4.8 24

264 paspaseVmediatedIdegradationIofIhumanIbVlipoxygenaseIinIoIlymphocyticIcellsWIProceedingseofethee
NationaleAcademyeofeScienceseofetheeUnitedeStateseofeAmericaUI2005UIZY[UIZ]ZcaVf 11.5 24

263 phemographyIofInaturalIproductIspaceWIPlantaeMedicaUI2015UIeZUIa[fV]b 3.1 23

262 “obustImolecularIrepresentationsIforImodellingIandIdesignIderivedIfromIatomicIpartialIchargesWI
ChemicaleCommunicationsUI2016UIb[UIceZVa 5.8 23

261 vnIsilicoIdesignIandIoptimizationIofIselectiveImembranolyticIanticancerIpeptidesWIScientificeReportsUI
2019UIfUIZZ[e[ 4.9 23

260 •argetingIdynamicIpocketsIofIuvVVZIproteaseIbyIstructureVbasedIcomputationalIscreeningIforI
allostericIinhibitorsWIJournaleofeChemicaleInformationeandeModelingUI2014UIbaUIfedVfZ 6.1 23

259
vdentificationIofI–VVprotectiveIactivatorsIofInuclearIfactorIerythroidVderivedI[VrelatedIfactorI[I
QNrf[RIbyIcombiningIaIchemicalIlibraryIscreenIwithIcomputerVbasedIvirtualIscreeningWIJournaleofe
BiologicaleChemistryUI2012UI[edUI]]YYZVZ]

5.4 23

258 zultivariateIanalysesIofIimmuneIreconstitutionIinIchildrenIafterIalloV”p•gIriskVestimationIbasedIonI
ageVmatchedIleukocyteIsubVpopulationsWIBoneeMarroweTransplantationUI2010UIabUIcZ]V[Z 4.4 23

257 zxVeecUIanIinhibitorIofItheIbVlipoxygenaseVactivatingIproteinUIinhibitsIcyclooxygenaseVZIactivityI
andIsuppressesIplateletIaggregationWIEuropeaneJournaleofePharmacologyUI2009UIcYeUIeaVfY 5.3 23

256 ”ynergismIofIvirtualIscreeningIandImedicinalIchemistrygIidentificationIandIoptimizationIofIallostericI
antagonistsIofImetabotropicIglutamateIreceptorIZWIBioorganiceandeMedicinaleChemistryUI2009UIZdUIbdYeVZb3.4 23
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255 sromIvirtualItoIrealIscreeningIforIq]IdopamineIreceptorIligandsWIChemBioChemUI2005UIcUIffdVf 3.8 23

254 QualitativeIhighlyIdivergentInuclearIexportIsignalsIcanIregulateIexportIbyItheIcompetitionIforI
transportIcofactorsIinIvivoWITrafficUI2001UI[UIbaaVbb 5.7 23

253 nnalysisIofIcleavageVsiteIpatternsIinIproteinIprecursorIsequencesIwithIaIperceptronVtypeIneuralI
networkWIBiochemicaleandeBiophysicaleResearcheCommunicationsUI1993UIZfaUIfbZVf 3.4 23

252 zacromolecularItargetIpredictionIbyIselfVorganizingIfeatureImapsWIExperteOpinioneoneDruge
DiscoveryUI2017UIZ[UI[dZV[dd 6.2 22

251 sutureIqeINovoIqrugIqesignWIMoleculareInformaticsUI2014UI]]UI]fdVaY[ 3.8 22

250 vnhibitingIutrnIproteaseIbyIaddressingIaIcomputationallyIpredictedIallostericIligandIbindingIsiteWI
ChemicaleScienceUI2014UIbUI]be]V]bfY 9.4 22

249 ”teeringItargetIselectivityIandIpotencyIbyIfragmentVbasedIdeInovoIdrugIdesignWIAngewandtee
ChemieeteInternationaleEditionUI2013UIb[UIZYYYcVf 16.4 22

248 qeInovoIdesignIandIoptimizationIofInuroraInIkinaseIinhibitorsWIChemicaleScienceUI2013UIaUIZ[[f 9.4 22

247 ponceptsIandIapplicationsIofIKnaturalIcomputingKItechniquesIinIdeInovoIdrugIandIpeptideIdesignWI
CurrentePharmaceuticaleDesignUI2010UIZcUIZcbcVcb 3.3 22

246 ”caffoldVhoppingIpotentialIofIfragmentVbasedIdeInovoIdesigngItheIchancesIandIlimitsIofIvariationWI
CombinatorialeChemistryeandeHigheThroughputeScreeningUI2009UIZ[UI]e]Vfc 1.3 22

245 Phn”•gIpharmacophoreIalignmentIsearchItoolWIJournaleofeComputationaleChemistryUI2009UI]YUIdcZVdZ 3.5 22

244 pomparativeIvirtualIscreeningIandInoveltyIdetectionIforINzqnVtlycineoIantagonistsWIJournaleofe
ComputertAidedeMoleculareDesignUI2009UI[]UIecfVeZ 4.2 22

243
rlucidationIofItheIstructureIandIintermolecularIinteractionsIofIaIreversibleIcyclicVpeptideIinhibitorI
ofItheIproteasomeIbyINz“IspectroscopyIandImolecularImodelingWIAngewandteeChemieete
InternationaleEditionUI2010UIafUI]f]aVe

16.4 22

242 vmpactIofIdescriptorIvectorIscalingIonItheIclassificationIofIdrugsIandInondrugsIwithIartificialIneuralI
networksWIJournaleofeMoleculareModelingUI2004UIZYUI[YaVZZ 2 22

241 qesignIofINaturalVProductVvnspiredIzultitargetIyigandsIbyIzachineIyearningWIChemMedChemUI2019UI
ZaUIZZ[fVZZ]a 3.7 21

240 pharacterisationIofIanticancerIpeptidesIatItheIsingleVcellIlevelWILabeoneAeChipUI2017UIZdUI[f]]V[faY 7.2 21

239
ndvancedIflowcytometricIanalysisIofIregulatoryI•IcellsgIpqZ[dIdownregulationIearlyIpostIstemIcellI
transplantationIandIalteredI•regXpq]QTRpqaQTRVratioIinIsevereItvuqIorIrelapseWIJournaleofe
ImmunologicaleMethodsUI2011UI]d]UI]cVaa

2.5 21

238 NewIallostericImodulatorsIofImetabotropicIglutamateIreceptorIbIQmtlu“bRIfoundIbyIligandVbasedI
virtualIscreeningWIChemBioChemUI2005UIcUIc[YVb 3.8 21

(2005-2005)
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237 qrugsIbyInumbersgIreactionVdrivenIdeInovoIdesignIofIpotentIandIselectiveIanticancerIleadsWI
AngewandteeChemieeteInternationaleEditionUI2013UIb[UIacdcVeZ 16.4 20

236 qistanceIphenomenaIinIhighVdimensionalIchemicalIdescriptorIspacesgIconsequencesIforI
similarityVbasedIapproachesWIJournaleofeComputationaleChemistryUI2009UI]YUI[[ebVfc 3.5 20

235 PredictionIofIturnItypesIinIproteinIstructureIbyImachineVlearningIclassifiersWIProteins:eStructurese
FunctioneandeBioinformaticsUI2009UIdaUI]aaVb[ 4.2 20

234 nIVirtualI”creeningIsilterIforIvdentificationIofIpytochromeIPabYI[pfIQpäP[pfRIvnhibitorsWIQSAReande
CombinatorialeScienceUI2007UI[cUIcZeVc[e 20

233 rvaluationIofIdistanceImetricsIforIligandVbasedIsimilarityIsearchingWIChemBioChemUI2004UIbUIb]eVaY 3.8 20

232 ”iteIofIzetabolismIPredictionIoasedIonIabIinitioIqerivedIntomI“epresentationsWIChemMedChemUI
2017UIZ[UIcYcVcZ[ 3.7 19

231 palciumIbindingIprotectsIrVcadherinIfromIcleavageIbyIuelicobacterIpyloriIutrnWIGutePathogensUI
2016UIeUI[f 5.4 19

230 “evealingItheIzacromolecularI•argetsIofIsragmentVyikeINaturalIProductsWIAngewandteeChemieUI
2015UIZ[dUIZYcc[VZYccc 3.6 19

229 ”tructuralIinsightsIonIcholesterolIendosynthesisgIoindingIofIsqualeneIandI[U]VoxidosqualeneItoI
supernatantIproteinIfactorWIJournaleofeStructuraleBiologyUI2015UIZfYUI[cZVdY 3.4 19

228 PsuzzinessPIinIpharmacophoreVbasedIvirtualIscreeningIandIdeInovoIdesignWIDrugeDiscoveryeToday:e
TechnologiesUI2010UIdUIe[Y]VdY 7.1 19

227 nrchitecturalIrepertoireIofIligandVbindingIpocketsIonIproteinIsurfacesWIChemBioChemUI2010UIZZUIbbcVc] 3.8 19

226 vdentificationIofIhitsIandIleadIstructureIcandidatesIwithIlimitedIresourcesIbyIadaptiveIoptimizationWI
JournaleofeChemicaleInformationeandeModelingUI2008UIaeUIZad]VfZ 6.1 19

225 •heIPlasmodiumIexportIelementIrevisitedWIPLoSeONEUI2008UI]UIeZbcY 3.7 19

224 qomainIorganizationIofIlongIsignalIpeptidesIofIsingleVpassIintegralImembraneIproteinsIrevealsI
multipleIfunctionalIcapacityWIPLoSeONEUI2008UI]UIe[dcd 3.7 19

223 zultiVspaceIclassificationIforIpredictingItPp“VligandsWIMoleculareDiversityUI2005UIfUI]dZVe] 3.1 19

222 qevelopmentIofIsimpleIfitnessIlandscapesIforIpeptidesIbyIartificialIneuralIfilterIsystemsWIBiologicale
CyberneticsUI1995UId]UI[abVba 2.8 19

221 nrtificialIneuralInetworksIandIsimulatedImolecularIevolutionIareIpotentialItoolsIforI
sequenceVorientedIproteinIdesignWIBioinformaticsUI1994UIZYUIc]bVab 7.2 19

220 NewIuseIofIanIoldIdruggIinhibitionIofIbreastIcancerIstemIcellsIbyIbenztropineImesylateWIOncotargetUI
2017UIeUIZYYdVZY[[ 3.3 19
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219 QuinolinVaQZuRViminesIareIpotentIantiplasmodialIdrugsItargetingItheIliverIstageIofImalariaWIJournale
ofeMedicinaleChemistryUI2013UIbcUIaeZZVb 8.3 18

218 sromImolecularIshapeItoIpotentIbioactiveIagentsIvgIbioisostericIreplacementIofImolecularI
fragmentsWIChemMedChemUI2009UIaUIaZVa 3.7 18

217 ”earchingIforIdrugIscaffoldsIwithI]qIpharmacophoresIandIneuralInetworkIensemblesWIAngewandtee
ChemieeteInternationaleEditionUI2007UIacUIb]]cVf 16.4 18

216 ”„zzr“gIselfVorganisingImapsIforIeducationIandIresearchWIJournaleofeMoleculareModelingUI2007UIZ]UI[[bVe2 18

215 •otalI”ynthesisIofI“ipostatinIoIandI”tructureVnctivityI“elationshipI”tudiesIonI“ipostatinInnalogsWI
JournaleofeOrganiceChemistryUI2018UIe]UIdZbYVdZd[ 4.2 17

214 qiscoveryIofIaINovelIvnhibitorIofItheIuedgehogI”ignalingIPathwayIthroughIpellVbasedIpompoundI
qiscoveryIandI•argetIPredictionWIAngewandteeChemieeteInternationaleEditionUI2017UIbcUIZ]Y[ZVZ]Y[b 16.4 17

213 “ationalIqesignIofIzembraneVPoreVsormingIPeptidesWISmallUI2017UIZ]UIZdYZ]Zc 11 17

212 “eactionVzQygIlineInotationIforIfunctionalItransformationWIJournaleofeChemicaleInformationeande
ModelingUI2009UIafUIcVZ[ 6.1 17

211 •heIconceptIofItemplateVbasedIdeInovoIdesignIfromIdrugVderivedImolecularIfragmentsIandIitsI
applicationItoI•n“I“NnWIJournaleofeComputertAidedeMoleculareDesignUI2008UI[[UIbfVce 4.2 17

210 VirtualIscreeningIforIPPn“ImodulatorsIusingIaIprobabilisticIneuralInetworkWIChemMedChemUI2006UI
ZUIZ]acVbY 3.7 17

209 uydrogenIoondsIinIProteinVyigandIpomplexesWIMethodseandePrincipleseineMedicinaleChemistryUI2003UIZ]dVZcZ0.4 17

208 ”caffoldVuoppingIfromI”yntheticIqrugsIbyIuolisticIzolecularI“epresentationWIScientificeReportsUI
2018UIeUIZcacf 4.9 17

207 zet”coregI”iteIofIzetabolismIPredictionIoeyondIpytochromeIPabYIrnzymesWIChemMedChemUI2018UI
Z]UI[[eZV[[ef 3.7 17

206 zatrixVbasedIzolecularIqescriptorsIforIProspectiveIVirtualIpompoundI”creeningWIMoleculare
InformaticsUI2017UI]cUIZcYYYfZ 3.8 16

205 „ptimizationIofIaIPharmacophoreVbasedIporrelationIVectorIqescriptorIforI”imilarityI”earchingWI
QSAReandeCombinatorialeScienceUI2004UI[]UIZfV[[ 16

204 pomparisonIofI•hreeIuolographicIsingerprintIqescriptorsIandItheirIoinaryIpounterpartsWIQSAReande
CombinatorialeScienceUI2005UI[aUIfcZVfcd 16

203 zappingIofIproteinaseIactiveIsitesIbyIprojectionIofIsurfaceVderivedIcorrelationIvectorsWIJournaleofe
ComputationaleChemistryUI1999UI[YUI]]cV]ad 3.5 16

202 sragmentationIofIt±aYcaIledItoIaIhighlyIpotentIpartialIfarnesoidIXIreceptorIagonistIwithI
improvedIdrugVlikeIpropertiesWIBioorganiceandeMedicinaleChemistryUI2015UI[]UI]afYVe 3.4 15

(2015-2013)
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201 pombinatorialIchemistryIbyIantIcolonyIoptimizationWIFutureeMedicinaleChemistryUI2014UIcUI[cdVeY 4.1 15

200
xombinationIvonI„nVphipV”yntheseIeinerIfokussiertenIkombinatorischenIoibliothekImitI
computergestˆ…tzterIVorhersageIderIbiologischenInktivitˆ⁄tIenthˆ…lltIvmidazopyridineIalsI
tPp“VyigandenWIAngewandteeChemieUI2014UIZ[cUIbf]Vbfc

3.6 15

199 nrylIoisV”ulfonamideIvnhibitorsIofIvspsIfromInrabidopsisIthalianaIandIPlasmodiumIfalciparumWI
ChemMedChemUI2015UIZYUI[YfYVe 3.7 15

198 nIpseudoVligandIapproachItoIvirtualIscreeningWICombinatorialeChemistryeandeHigheThroughpute
ScreeningUI2006UIfUI]bfVca 1.3 15

197 teometricIdeepIlearningIonImolecularIrepresentationsWINatureeMachineeIntelligenceUI2021UI]UIZY[]VZY][ 22.5 15

196 pombiningIgenerativeIartificialIintelligenceIandIonVchipIsynthesisIforIdeInovoIdrugIdesignWISciencee
AdvancesUI2021UIdUI 14.3 15

195 vnI”ilicoI•argetIPredictionIforI”mallIzoleculesWIMethodseineMoleculareBiologyUI2019UIZeeeUI[d]V]Yf 1.4 15

194 VirtualIscreeningIforIcompoundsIthatImimicIproteinVproteinIinterfaceIepitopesWIJournaleofe
ComputationaleChemistryUI2012UI]]UIbd]Vf 3.5 14

193 ”ynthesisIandIpharmacologicalIcharacterizationIofIbenzenesulfonamidesIasIdualIspeciesIinhibitorsI
ofIhumanIandImurineImPtr”VZWIBioorganiceandeMedicinaleChemistryUI2013UI[ZUIdedaVe] 3.4 14

192 qesignIofIzupIvIstabilizingIpeptidesIbyIagentVbasedIexplorationIofIsequenceIspaceWIProteine
EngineeringseDesigneandeSelectionUI2007UI[YUIffVZYe 1.9 14

191 NavigationIinIphemicalI”pacegIyigandVoasedIqesignIofIsocusedIpompoundIyibrariesWIMethodseande
PrincipleseineMedicinaleChemistryUI2004UI]aZV]dc 0.4 14

190 yipophilicityIpredictionIofIpeptidesIandIpeptideIderivativesIbyIconsensusImachineIlearningWI
MedChemCommUI2018UIfUIZb]eVZbac 5 13

189 ”caffoldIhoppingIfromIsyntheticI“X“ImodulatorsIbyIvirtualIscreeningIandIdesignWIMedChemCommUI
2018UIfUIZ[efVZ[f[ 5 13

188 qesigningItheImolecularIfutureWIJournaleofeComputertAidedeMoleculareDesignUI2012UI[cUIZZbV[Y 4.2 13

187 pomputerVassistedIquantificationIofImotileIandIinvasiveIcapabilitiesIofIcancerIcellsWIScientifice
ReportsUI2015UIbUIZb]]e 4.9 13

186 nssayI“elatedI•argetI”imilarityIQn“•”RIVIchemogenomicsIapproachIforIquantitativeIcomparisonIofI
biologicalItargetsWIJournaleofeChemicaleInformationeandeModelingUI2011UIbZUIZefdVfYb 6.1 13

185 ooswellicIacidsItargetItheIhumanIimmuneIsystemVmodulatingIantimicrobialIpeptideIyyV]dWI
PharmacologicaleResearchUI2015UIZY[UIb]VcY 10.2 12

184 NeueIchemischeI”trukturenIdurchIzikrofluidiksystemeWIAngewandteeChemieUI2014UIZ[cUIbebeVbecc 3.6 12
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183 zolecularIpharmacologicalIprofileIofIaInovelIthiazolinoneVbasedIdirectIandIselectiveI
bVlipoxygenaseIinhibitorWIBritisheJournaleofePharmacologyUI2012UIZcbUI[]YaVZ] 8.6 12

182 NovelIPirinixicIncidsIasIPPn“˛–IPreferentialIqualIPPn“˛–X˛‡IngonistsWIQSAReandeCombinatorialeScience
UI2009UI[eUIbdcVbec 12

181 sateIofIprimaryIcellsIatItheItâ��X”IboundaryIafterIpoloVlikeIkinaseIZIinhibitionIbyI”orZ]WICelleCycleUI
2011UIZYUIdYeV[Y 4.7 12

180 nlignmentVsreeIPharmacophoreIPatternsIâ��InIporrelationVVectorInpproachWIMethodseandePrinciplese
ineMedicinaleChemistryUI2006UIafVdf 0.4 12

179 phem”pace”huttlegInItoolIforIdataIminingIinIdrugIdiscoveryIbyIclassificationUIprojectionUIandI]qI
visualizationWIQSAReandeCombinatorialeScienceUI2003UI[[UIbafVbbf 12

178 rvolutionaryIoptimizationIinImultimodalIsearchIspaceWIBiologicaleCyberneticsUI1996UIdaUI[Y]V[Yd 2.8 12

177 ndaptiveI”ystemsIinIqrugIqesign 12

176 ”parseINeuralINetworkIzodelsIofInntimicrobialIPeptideVnctivityI“elationshipsWIMoleculare
InformaticsUI2016UI]bUIcYcVcZa 3.8 12

175 zolecularIqesignIwithItenerativeIyongI”hortVtermIzemoryWIChimiaUI2019UId]UIZYYcVZYZZ 1.3 12

174 VonIkomplexenINaturstoffenIzuIsynthetischIleichtIzugˆ⁄nglichenIzimetikaImithilfeIvonI
computergestˆ…tztemIqeVnovoVqesignWIAngewandteeChemieUI2016UIZ[eUIcfYZVcfYa 3.6 11

173 VanillinVderivedIantiproliferativeIcompoundsIinfluenceIPlkZIactivityWIBioorganiceandeMedicinale
ChemistryeLettersUI2014UI[aUIbYc]Vf 2.9 11

172 slashbackIsorwardgI“eactionVqrivenIqeINovoIqesignIofIoioactiveIpompoundsWISynlettUI2014UI[bUIZdYVZde2.2 11

171 •argetIProfileIPredictionIandIPracticalIrvaluationIofIaIoiginelliV•ypeIqihydropyrimidineIpompoundI
yibraryWIPharmaceuticalsUI2011UIaUIZ[]cVZ[ad 5.2 11

170 tPp“ItargetedIlibraryIdesigngInovelIdopamineIq]IreceptorIligandsWIChemMedChemUI2007UI[UIZYYYVb 3.7 11

169 ”tructureIoptimizationIofIanIartificialIneuralIfilterIdetectingImembraneVspanningIaminoIacidI
sequencesWIBiopolymersUI1996UI]eUIZ]V[f 2.2 11

168 “epurposingIdeInovoIdesignedIentitiesIrevealsIphosphodiesteraseI]oIandIcathepsinIyImodulatorsWI
ChemicaleCommunicationsUI2015UIbZUIdadeVeZ 5.8 10

167 vdentificationIofIpirinixicIacidIderivativesIbearingIaI[VaminothiazoleImoietyIcombinesIdualIPPn“˛–X˛‡I
activationIandIdualIbVy„XmPtr”VZIinhibitionWIBioorganiceandeMedicinaleChemistryeLettersUI2014UI[aUI]dbdVc]2.9 10

166 sromIVirtualI”creeningItoIoioactiveIpompoundsIbyIVisualizingIandIplusteringIofIphemicalI”paceWI
MoleculareInformaticsUI2012UI]ZUI[ZVc 3.8 10

(2012-2012)
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165 rxhaustiveIproteomeIminingIforIfunctionalIzupVvIligandsWIACSeChemicaleBiologyUI2013UIeUIZedcVeZ 4.9 10

164 PeptideVzembraneIvnteractionIbetweenI•argetingIandIyysisWIACSeChemicaleBiologyUI2017UIZ[UI[[baV[[bf4.9 10

163 ”tructureVbasedIvirtualIscreeningIofIsts“IinhibitorsgIcrossVdecoysIandIinducedVfitIeffectWIBioDrugsUI
2007UI[ZUI]ZVab 7.9 10

162 qescriptorVoasedI”imilarityIzeasuresIforI”creeningIphemicalIqatabasesWIMethodseandePrincipleseine
MedicinaleChemistryUI2000UIbfVeY 0.4 10

161 ”imulatedIzolecularIrvolutionIforInnticancerIPeptideIqesignWIAngewandteeChemieeteInternationale
EditionUI2019UIbeUIZcdaVZcde 16.4 10

160 poloringIzoleculesIwithIrxplainableInrtificialIvntelligenceIforIPreclinicalI“elevanceInssessmentWI
JournaleofeChemicaleInformationeandeModelingUI2021UIcZUIZYe]VZYfa 6.1 10

159 pombinedIProteomicIandIvnI”ilicoI•argetIvdentificationI“evealIaI“oleIforIbVyipoxygenaseIinI
qevelopmentalI”ignalingIPathwaysWICelleChemicaleBiologyUI2018UI[bUIZYfbVZZYcWe[] 8.2 10

158 nutomatedIqeINovoIqrugIqesigngInreI±eINearlyI•hereIäetlWIAngewandteeChemieUI2019UIZ]ZUIZYfYcVZYfZd3.6 9

157 QuantificationIofIhydrolyzedIpeptidesIandIproteinsIbyIaminoIacidIfluorescenceWIJournaleofePeptidee
ScienceUI2018UI[aUIe]ZZ] 2.1 9

156 sractalIqimensionsIofIzacromolecularI”tructuresWIMoleculareInformaticsUI2014UI]]UIbeeVbfc 3.8 9

155 qeINovoIqesigngIsromIzodelsItoIzoleculesI2013UIZVbb 9

154 ±irkstoffeInachIüahlengIreaktionsbasierterIqeVnovoVrntwurfIvonIpotentenIundIselektivenI
yeitstrukturenIfˆ…rIdieIxrebsforschungWIAngewandteeChemieUI2013UIZ[bUIaddaVaddf 3.6 9

153 yocalIneighborhoodIbehaviorIinIaIcombinatorialIlibraryIcontextWIJournaleofeComputertAidede
MoleculareDesignUI2011UI[bUI[]dVb[ 4.2 9

152 PotentIinhibitorsIofIbVlipoxygenaseIidentifiedIusingIpseudoreceptorsWIChemMedChemUI2011UIcUIZYYZVb 3.7 9

151 NeighborhoodVPreservingIVisualizationIofIndaptiveI”tructureâ��nctivityIyandscapesgInpplicationItoI
qrugIqiscoveryWIAngewandteeChemieUI2011UIZ[]UIZZe]dVZZeaY 3.6 9

150 vnIsilicoIcharacterizationIofIligandIbindingImodesIinItheIhumanIhistamineIuaIreceptorIandItheirI
impactIonIreceptorIactivationWIChemBioChemUI2010UIZZUIZebYVb 3.8 9

149 nutomatedIqockingIofIslexibleIzoleculesIvntoI“eceptorIoindingI”itesIbyIyigandI”elfV„rganizationI
vnI”ituWIMoleculareInformaticsUI2010UI[fUIZefVf] 3.8 9

148 zissingIValueIrstimationIforIpompoundV•argetInctivityIqataWIMoleculareInformaticsUI2010UI[fUIcdeVea 3.8 9
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147 “ationalIdesignIofIaIpirinixicIacidIderivativeIthatIactsIasIsubtypeVselectiveIPPn“gammaImodulatorWI
BioorganiceandeMedicinaleChemistryeLettersUI2010UI[YUI[acfVd] 2.9 9

146 •ruxillicIacidIderivativesIactIasIperoxisomeIproliferatorVactivatedIreceptorIgammaIactivatorsWI
BioorganiceandeMedicinaleChemistryeLettersUI2010UI[YUI[f[YV] 2.9 9

145 uVoloXgIvisualizingIalignmentIblockIentropiesWIJournaleofeMoleculareGraphicseandeModellingUI2001UI
ZfUI]YaVcUI]df 2.8 9

144 zultidimensionalIqeINovoIqesignI“evealsIbVu•[oI“eceptorV”electiveIyigandsWIAngewandteeChemieUI
2015UIZ[dUIZbdZVZbdb 3.6 8

143 silovirusInntiviralInctivityIofIpationicInmphiphilicIqrugsIvsInssociatedIwithIyipophilicityIandInbilityI
•oIvnduceIPhospholipidosisWIAntimicrobialeAgentseandeChemotherapyUI2020UIcaUI 5.9 8

142 oindingI”pecificitiesIofINanobodyâ�¢zembraneIProteinIpomplexesI„btainedIfromIphemicalI
prossVyinkingIandIuighVzassIznyqvIzassI”pectrometryWIAnalyticaleChemistryUI2018UIfYUIb]YcVb]Z] 7.8 8

141
zachineIlearningImodelsIforIhydrogenIbondIdonorIandIacceptorIstrengthsIusingIlargeIandIdiverseI
trainingIdataIgeneratedIbyIfirstVprinciplesIinteractionIfreeIenergiesWIJournaleofeCheminformaticsUI
2019UIZZUIbf

8.6 8

140 zehrdimensionalesIqeVnovoVzolekˆ…ldesignIdurchIadaptiveIsragmentauswahlWIAngewandteeChemie
UI2014UIZ[cUIa]]YVa]]a 3.6 8

139 PrivilegierteI”trukturenIneuIbetrachtetWIAngewandteeChemieUI2017UIZ[fUIeYdfVeYe] 3.6 8

138 PilotingItheImembranolyticIactivitiesIofIpeptidesIwithIaIselfVorganizingImapWIChemBioChemUI2014UI
ZbUI[[[bV]Z 3.8 8

137 ProteinVproteinIdockingIbyIshapeVcomplementarityIandIpropertyImatchingWIJournaleofe
ComputationaleChemistryUI2010UI]ZUIZfZfV[e 3.5 8

136 zultistepIvirtualIscreeningIforIrapidIandIefficientIidentificationIofInonVnucleosideIbacterialI
thymidineIkinaseIinhibitorsWIChemistryeteAeEuropeaneJournalUI2010UIZcUIfc]YVd 4.8 8

135 •argetIProfileIPredictiongIprossVnctivationIofIPeroxisomeIProliferatorVnctivatedI“eceptorIQPPn“RI
andIsarnesoidIXI“eceptorIQsX“RWIMoleculareInformaticsUI2010UI[fUI[edVf[ 3.8 8

134 ”ynergismIofIshrewVZPsIsignalIpeptideIandItransmembraneIsegmentIrequiredIforIplasmaImembraneI
localizationWITrafficUI2008UIfUIZ]aaVb] 5.7 8

133 vmpactIofIdifferentIsoftwareIimplementationsIonItheIperformanceIofItheIzaxminImethodIforI
diverseIsubsetIselectionWIMoleculareDiversityUI2004UIeUIa[ZVb 3.1 8

132 PredictionIofINonVbondedIvnteractionsIinIqrugIqesignWIMethodseandePrincipleseineMedicinale
ChemistryUI2003UI]V[Y 0.4 8

131 ProteinIsoldingI”imulationIbyIParticleI”warmI„ptimizationWITheeOpeneStructuraleBiologyeJournalUI
2007UIZUIZVc 8

130 vdentifizierungIeinesIimmunsuppressivenI±irkstoffmolekˆ…lsIdurchIstrukturbasiertesIvirtuellesI
”creeningInachIvnhibitorenIvonIProteinVProteinV±echselwirkungenWIAngewandteeChemieUI2012UIZ[aUI[caV[ce3.6 7

(2012-2010)
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129 nIpomputationalIzethodIforI–nveilingItheI•argetIPromiscuityIofIPharmacologicallyInctiveI
pompoundsWIAngewandteeChemieUI2017UIZ[fUIZZcdeVZZce[ 3.6 7

128 –nravelingItheInctivationIzechanismIofI•aspaseZIwhichIpontrolsItheI„ncogenicInsaVzyyIsusionI
ProteinWIEBioMedicineUI2015UI[UI]ecVfb 8.8 7

127 ”teeringI•argetI”electivityIandIPotencyIbyIsragmentVoasedIqeINovoIqrugIqesignWIAngewandtee
ChemieUI2013UIZ[bUIZYZfYVZYZf] 3.6 7

126 PharmacophoreIalignmentIsearchItoolgIvnfluenceIofIcanonicalIatomIlabelingIonIsimilarityIsearchingWI
JournaleofeComputationaleChemistryUI2010UI]ZUI[eZYV[c 3.5 7

125 ndaptiveIcombinatorialIdesignIofIfocusedIcompoundIlibrariesWIMethodseineMoleculareBiologyUI2009UI
bd[UIZ]bVad 1.4 7

124 oeamI”earchIforInutomatedIqesignIandI”coringIofINovelI“„“IyigandsIwithIzachineIvntelligenceSWI
AngewandteeChemieeteInternationaleEditionUI2021UIcYUIZfaddVZfae[ 16.4 7

123 taussianIProcessI“egressionIzodelsIforItheIPredictionIofIuydrogenIoondIncceptorI”trengthsWI
MoleculareInformaticsUI2019UI]eUIeZeYYZZb 3.8 7

122
vntroducingItheIp”PInnalyzergInInovelIzachineIyearningVbasedIapplicationIforIautomatedIanalysisI
ofItwoVdimensionalINz“IspectraIinINz“IfragmentVbasedIscreeningWIComputationaleandeStructurale
BiotechnologyeJournalUI2020UIZeUIcY]VcZZ

6.8 6

121 sragmentVoasedIqeINovoIqesignI“evealsIaI”mallVzoleculeIvnhibitorIofIuelicobacterIPyloriIutrnWI
AngewandteeChemieUI2015UIZ[dUIZY]e[VZY]ec 3.6 6

120 popingIwithIpolypharmacologyIbyIcomputationalImedicinalIchemistryWIChimiaUI2014UIceUIcaeVb] 1.3 6

119 pomputationalI“esourcesIforIzupIyigandIvdentificationWIMoleculareInformaticsUI2013UI][UI][cV]c 3.8 6

118 ”phericalIharmonicsIcoefficientsIforIligandVbasedIvirtualIscreeningIofIcyclooxygenaseIinhibitorsWI
PLoSeONEUI2011UIcUIe[Zbba 3.7 6

117 PharmacophoreIalignmentIsearchItoolgIinfluenceIofIscoringIsystemsIonItextVbasedIsimilarityI
searchingWIJournaleofeComputationaleChemistryUI2011UI][UIZc]bVad 3.5 6

116 qomainIorganizationIofIlongIautotransporterIsignalIsequencesWIBioinformaticseandeBiologyeInsightsUI
2009UI]UIZefV[Ya 5.3 6

115 ”yntheticInctivatorsIofIpellIzigrationIqesignedIbyIponstructiveIzachineIyearningWIChemistryOpenUI
2019UIeUIZ]Y]VZ]Ye 2.3 6

114 PolypharmacologicalIqrugVtargetIvnferenceIforIphemogenomicsWIMoleculareInformaticsUI2018UI]dUIeZeYYYbY3.8 6

113 VirtualI”creeningIandIqesignIwithIzachineIvntelligenceInppliedItoIPimVZIxinaseIvnhibitorsWI
MoleculareInformaticsUI2020UI]fUIe[YYYZYf 3.8 5

112 nInovelIs“r•IpeptideIassayIrevealsIefficientIuelicobacterIpyloriIutrnIinhibitionIthroughIzincIandI
copperIbindingWIScientificeReportsUI2020UIZYUIZYbc] 4.9 5
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111 zultiobjectiveIqeINovoIqesignIofI”yntheticallyInccessibleIpompoundsI2013UI[cdV[eb 5

110 ”coringIofIdeInovoIqesignedIphemicalIrntitiesIbyIzacromolecularI•argetIPredictionWIMoleculare
InformaticsUI2017UI]cUIZcYYZZY 3.8 5

109 nttractorsIinI”equenceI”pacegIPeptideIzorphingIbyIqirectedI”imulatedIrvolutionWIMoleculare
InformaticsUI2015UI]aUIdYfVdZa 3.8 5

108 qeVnovoVsragmententwurfIfˆ…rIdieI±irkstoffforschungIundIchemischeIoiologieWIAngewandteeChemie
UI2015UIZ[dUIZb[faVZb[fe 3.6 5

107 pomputationalImedicinalIchemistryWIFutureeMedicinaleChemistryUI2011UI]UI]f]Va 4.1 5

106 ”mallIzoleculeI”creeningIonIphemicalIzicroarraysWIMethodseandePrincipleseineMedicinaleChemistryUI
2003UI[Z]V[]c 0.4 5

105 vnI”ilicoIndoptionIofIanI„rphanINuclearI“eceptorIN“anZWIPLoSeONEUI2015UIZYUIeYZ]b[ac 3.7 5

104 ponceptsIinIProteinIrngineeringIandIqesignI1994UI 5

103 yearningIfromINaturegIsromIaIzarineINaturalIProductItoI”yntheticIpyclooxygenaseVZIvnhibitorsIbyI
nutomatedIqeINovoIqesignWIAdvancedeScienceUI2021UIeUIe[ZYYe][ 13.6 5

102 qesigningIzultiVtargetIpompoundIyibrariesIwithItaussianIProcessIzodelsWIMoleculareInformaticsUI
2016UI]bUIZf[Ve 3.8 5

101 ”tructureVoasedIqeINovoIqrugIqesignI2013UIfdVZ[a 4

100 qiscoveryIofIaINovelIvnhibitorIofItheIuedgehogI”ignalingIPathwayIthroughIpellVbasedIpompoundI
qiscoveryIandI•argetIPredictionWIAngewandteeChemieUI2017UIZ[fUIZ][YZVZ][Yb 3.6 4

99 ”ignificanceIestimationIforIsequenceVbasedIchemicalIsimilarityIsearchingIQPhn”•RIandIapplicationI
toInuroranIkinaseIinhibitorsWIFutureeMedicinaleChemistryUI2012UIaUIZefdVfYc 4.1 4

98 qiscoveryIofI˛‡VsecretaseImodulatorsIwithIaInovelIactivityIprofileIbyItextVbasedIvirtualIscreeningWI
ACSeChemicaleBiologyUI2012UIdUIZaeeVfb 4.9 4

97 zappingIphemicalI”tructuresItoIzarkushI”tructuresI–singI”zv“x”WIMoleculareInformaticsUI2011UI]YUIccbVdZ3.8 4

96 nntidiabeticIsulfonylureasImodulateIfarnesoidIXIreceptorIactivationIandItargetIgeneItranscriptionWI
FutureeMedicinaleChemistryUI2010UI[UIbdbVec 4.1 4

95 yongIsignalIpeptidesIofI“tzaIandIqpoyq[IareIdissectibleIintoIsubdomainsIaccordingItoItheINtrapI
modelWIMoleculareBioSystemsUI2011UIdUIfa[VbZ 4

94 sromItheoryItoIbenchIexperimentIbyIcomputerVassistedIdrugIdesignWIChimiaUI2012UIccUIZ[YVa 1.3 4

(2012-2013)
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93 yeadIidentificationIandIoptimizationIofIdiaminopyrimidinesIasIhistamineIuaIreceptorIligandsWI
InflammationeResearchUI2010UIbfI”upplI[UI”[afVbZ 7.2 4

92 qeInovoIqrugIqesignI2010UIZcbVZeb 4

91 nttractorsIinI”equenceI”pacegIngentVoasedIrxplorationIofIzupIvIoindingIPeptidesWIMoleculare
InformaticsUI2010UI[fUIcbVda 3.8 4

90 PrinciplesIofIrnzymeVvnhibitorIqesignWIMethodseandePrincipleseineMedicinaleChemistryUI2003UIZc]VZeb 0.4 4

89 rvolutionˆ⁄resIqeVnovoVqesignIbioaktiverIzolekˆ…legIeinInnsatzIzumIvirtuellenI”creeningWI
AngewandteeChemieUI2000UIZZ[UIa]YbVa]Yf 3.6 4

88 PerplexityVoasedIzoleculeI“ankingIandIoiasIrstimationIofIphemicalIyanguageIzodelsWWIJournaleofe
ChemicaleInformationeandeModelingUI2022UI 6.1 4

87 ˛�VQuantumImachineVlearningIforImedicinalIchemistryWWIPhysicaleChemistryeChemicalePhysicsUI2022UI 3.6 4

86 QzugsUIquantumImechanicalIpropertiesIofIdrugVlikeImoleculesWIScientificeDataUI2022UIfUI 8.2 4

85 •heIquantumIchemicalIsearchIforInovelImaterialsIandItheIissueIofIdataIprocessinggI•heIvnfozolI
projectWIJournaleofeComputationaleScienceUI2016UIZbUIcbVd] 3.4 3

84 ”hapeI”imilarityIbyIsractalIqimensionalitygInnInpplicationIinItheIdeInovoIqesignIofIQVRVrnglerinInI
zimeticsWIChemMedChemUI2020UIZbUIbccVbdY 3.7 3

83 vnteractionIanalysisIofIglycoengineeredIantibodiesIwithIpqZcagIaInativeImassIspectrometryI
approachWIMAbsUI2020UIZ[UIZd]cfdb 6.6 3

82 popingIwithIpombinatorialI”paceIinIzolecularIqesignI2013UI][bV]ad 3

81 ndaptiveIpeptideIdesignWIChimiaUI2013UIcdUIebfVc] 1.3 3

80 zupIvIstabilizingIpotentialIofIcomputerVdesignedIoctapeptidesWIJournaleofeBiomedicineeande
BiotechnologyUI2010UI[YZYUI]fcead 3

79 ”ucheInachI±irkstoffVtrundgerˆ…stenImitI]qVPharmakophorhypothesenIundIrnsemblesIneuronalerI
NetzeWIAngewandteeChemieUI2007UIZZfUIba][Vba]b 3.6 3

78 •heIoiophoreIponceptWIMethodseandePrincipleseineMedicinaleChemistryUI2003UId]VZYb 0.4 3

77 uighV•hroughputI”creeningIandIVirtualI”creeninggIrntryIPointsItoIqrugIqiscoveryWIMethodseande
PrincipleseineMedicinaleChemistryUI2000UIZVZa 0.4 3

76 PracticalInpproachesItoIrvolutionaryIqesignWIMethodseandePrincipleseineMedicinaleChemistryUI2000UIZedV[Yb0.4 3
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75 vntegratingIVirtualI”creeningIzethodsItoItheIQuestIforINovelIzembraneIProteinIyigandsWICurrente
MedicinaleChemistryeteCentraleNervouseSystemeAgentsUI2001UIZUIffVZZ[ 3

74 PredictionIofItheI”econdaryI”tructureIofIProteinsIfromItheInminoIncidI”equenceIwithInrtificialI
NeuralINetworksWIAngewandteeChemieeInternationaleEditioneineEnglishUI1993UI][UIZZaZVZZa] 3

73 nnalysisIofIzitochondrialIandIphloroplastI•argetingI”ignalsIbyINeuralINetworkI”ystemsI1997UI[ZaV[[f 3

72 phapterIdgsragmentVbasedIqeINovoIqesignIofIqrugVlikeIzoleculesI2008UI[ZdV[]f 3

71 zolecularI”caffoldIuoppingIviaIuolisticIzolecularI“epresentationWIMethodseineMoleculareBiologyUI
2021UI[[ccUIZZV]b 1.4 3

70 rxploringItheI”tructuralI”paceIofItheItalectinVZVyigandIvnteractionWIChemBioChemUI2017UIZeUIZaddVZaeZ 3.8 2

69 qeorphaningItheIzacromolecularI•argetsIofItheINaturalInnticancerIpompoundIqoliculideWI
AngewandteeChemieUI2016UIZ[eUIZ[bfcVZ[bff 3.6 2

68 vdentifizierungIvonIPyrrolopyrazinenIalsIpolypotenteIyigandenImitInntimalariawirkungWI
AngewandteeChemieUI2014UIZ[cUIdZffVd[Ya 3.6 2

67 sragmentVoasedIqesignIofIsocusedIpompoundIyibrariesI2013UI]afV]dZ 2

66 “eactionVqrivenIqeINovoIqesigngIaIxeystoneIforInutomatedIqesignIofI•argetIsamilyV„rientedI
yibrariesI2013UI[abV[cc 2

65 PeptideIqesignIbyINatureVvnspiredInlgorithmsI2013UIa]dVacb 2

64 zehrdimensionalerIrntwurfIvonInntikrebspeptidenWIAngewandteeChemieUI2015UIZ[dUIZYbZ[VZYbZc 3.6 2

63 PerspectivesIfromIzedicinalIphemistryI2012UI[ZdV[]Y 2

62 PharmacophoreInlignmentI”earchI•oolIQPhn”•RgI”ignificanceInssessmentIofIphemicalI”imilarityWI
MoleculareInformaticsUI2013UI][UIc[bVac 3.8 2

61 sromIuitsItoIyeadsgIphallengesIforItheINextIPhaseIofIzachineIyearningIinIzedicinalIphemistryWI
MoleculareInformaticsUI2011UI]YUIdbfVc] 3.8 2

60 xernelIlearningIforIligandVbasedIvirtualIscreeninggIdiscoveryIofIaInewIPPn“˛‡IagonistWIJournaleofe
CheminformaticsUI2010UI[UI 8.6 2

59 oioisostericI“eplacementIofIzolecularI”caffoldsgIsromINaturalIProductsItoI”yntheticIpompoundsWI
NaturaleProducteCommunicationsUI2008UI]UIZf]abdeXYeYY]YY 0.9 2

58 “eceptorVyigandIvnteractionWIMethodseandePrincipleseineMedicinaleChemistryUI2003UIZYdVZ]b 0.4 2

(2003-2001)
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57 vntroductionItoIzolecularI“ecognitionIzodelsWIMethodseandePrincipleseineMedicinaleChemistryUI2003UI[ZVbY0.4 2

56 nIneuroVfuzzyIapproachItoIvirtualIscreeningIinImolecularIbioinformaticsWIFuzzyeSetseandeSystemsUI
2005UIZb[UIcdVe[ 3.7 2

55 PredictionIofIhumanIpharmacokineticsIbasedIonIpreclinicalIinIvitroIandIinIvivoIdataWIErnsteScheringe
ResearcheFoundationeWorkshopUI2002UIeZVZYa 2

54 rvolutionaryIzolecularIqesignIinIVirtualIsitnessIyandscapesWIMethodseandePrincipleseineMedicinale
ChemistryUI2000UIZcZVZec 0.4 2
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