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327 qeINovoIsragmentIqesignIforIqrugIqiscoveryIandIphemicalIoiologyWIAngewandteeChemieete
InternationaleEditionUI2015UIbaUIZbYdfVe] 16.4 25

326 sragmentVoasedIqeINovoIqesignI“evealsIaI”mallVzoleculeIvnhibitorIofIuelicobacterIPyloriIutrnWI
AngewandteeChemieeteInternationaleEditionUI2015UIbaUIZY[aaVe 16.4 28

325 “evealingItheIzacromolecularI•argetsIofIsragmentVyikeINaturalIProductsWIAngewandteeChemieete
InternationaleEditionUI2015UIbaUIZYbZcV[Y 16.4 47

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

323 zehrdimensionalerIrntwurfIvonInntikrebspeptidenWIAngewandteeChemieUI2015UIZ[dUIZYbZ[VZYbZc 3.6 2

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

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

320 qualVdisplayIofIsmallImoleculesIenablesItheIdiscoveryIofIligandIpairsIandIfacilitatesIaffinityI
maturationWINatureeChemistryUI2015UIdUI[aZVf 17.6 143

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

318
vdentifyingItheImacromolecularItargetsIofIdeInovoVdesignedIchemicalIentitiesIthroughI
selfVorganizingImapIconsensusWIProceedingseofetheeNationaleAcademyeofeScienceseofetheeUnitedeStatese
ofeAmericaUI2014UIZZZUIaYcdVd[

11.5 169

317 oindingItoIlargeIenzymeIpocketsgIsmallVmoleculeIinhibitorsIofItrypanothioneIreductaseWI
ChemMedChemUI2014UIfUIZeeYVfZ 3.7 34

316 sutureIqeINovoIqrugIqesignWIMoleculareInformaticsUI2014UI]]UI]fdVaY[ 3.8 22

315
pombiningIonVchipIsynthesisIofIaIfocusedIcombinatorialIlibraryIwithIcomputationalItargetI
predictionIrevealsIimidazopyridineItPp“IligandsWIAngewandteeChemieeteInternationaleEditionUI2014UI
b]UIbe[Vb

16.4 60

314 nccessingInewIchemicalIentitiesIthroughImicrofluidicIsystemsWIAngewandteeChemieeteInternationale
EditionUI2014UIb]UIbdbYVe 16.4 76

313 vdentifizierungIvonIPyrrolopyrazinenIalsIpolypotenteIyigandenImitInntimalariawirkungWI
AngewandteeChemieUI2014UIZ[cUIdZffVd[Ya 3.6 2

312 sractalIqimensionsIofIzacromolecularI”tructuresWIMoleculareInformaticsUI2014UI]]UIbeeVbfc 3.8 9

311 “evealingItheImacromolecularItargetsIofIcomplexInaturalIproductsWINatureeChemistryUI2014UIcUIZYd[Ve 17.6 100

310 vnhibitingIutrnIproteaseIbyIaddressingIaIcomputationallyIpredictedIallostericIligandIbindingIsiteWI
ChemicaleScienceUI2014UIbUI]be]V]bfY 9.4 22

(2014-2015)
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309 zultiVobjectiveImolecularIdeInovoIdesignIbyIadaptiveIfragmentIprioritizationWIAngewandteeChemieete
InternationaleEditionUI2014UIb]UIa[aaVe 16.4 63

308 VanillinVderivedIantiproliferativeIcompoundsIinfluenceIPlkZIactivityWIBioorganiceandeMedicinale
ChemistryeLettersUI2014UI[aUIbYc]Vf 2.9 11

307
rxtendingItheIstructureVactivityIrelationshipIofIanthranilicIacidIderivativesIasIfarnesoidIXIreceptorI
modulatorsgIdevelopmentIofIaIhighlyIpotentIpartialIfarnesoidIXIreceptorIagonistWIJournaleofe
MedicinaleChemistryUI2014UIbdUIeY]bVbb

8.3 42

306 PeptideIlineupIagainstItramVnegativeIbacterialIinfectionIâ��IfirstVinVclassIpeptideIinhibitorIofIuWI
pyloriIutrnWIJournaleofeCheminformaticsUI2014UIcUI 8.6 78

305 •argetIpredictionIbyIcascadedIselfVorganizingImapsIforIligandIdeVorphaningIandIsideVeffectI
investigationWIJournaleofeCheminformaticsUI2014UIcUI 8.6 78

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

303 •argetingIdynamicIpocketsIofIuvVVZIproteaseIbyIstructureVbasedIcomputationalIscreeningIforI
allostericIinhibitorsWIJournaleofeChemicaleInformationeandeModelingUI2014UIbaUIfedVfZ 6.1 23

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

301 qeorphaningIpyrrolopyrazinesIasIpotentImultiVtargetIantimalarialIagentsWIAngewandteeChemieete
InternationaleEditionUI2014UIb]UIdYdfVea 16.4 27

300 oreakingItheIdataIbarrierIinIcomputationalImedicinalIchemistryWIFutureeMedicinaleChemistryUI2014UI
cUI[abVc 4.1 0

299 pombinatorialIchemistryIbyIantIcolonyIoptimizationWIFutureeMedicinaleChemistryUI2014UIcUI[cdVeY 4.1 15

298
xombinationIvonI„nVphipV”yntheseIeinerIfokussiertenIkombinatorischenIoibliothekImitI
computergestˆ…tzterIVorhersageIderIbiologischenInktivitˆ⁄tIenthˆ…lltIvmidazopyridineIalsI
tPp“VyigandenWIAngewandteeChemieUI2014UIZ[cUIbf]Vbfc

3.6 15

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

296 NeueIchemischeI”trukturenIdurchIzikrofluidiksystemeWIAngewandteeChemieUI2014UIZ[cUIbebeVbecc 3.6 12

295 slashbackIsorwardgI“eactionVqrivenIqeINovoIqesignIofIoioactiveIpompoundsWISynlettUI2014UI[bUIZdYVZde2.2 11

294 zachineIlearningIestimatesIofInaturalIproductIconformationalIenergiesWIPLoSeComputationale
BiologyUI2014UIZYUIeZYY]aYY 5 26

293 popingIwithIpolypharmacologyIbyIcomputationalImedicinalIchemistryWIChimiaUI2014UIceUIcaeVb] 1.3 6

292 PilotingItheImembranolyticIactivitiesIofIpeptidesIwithIaIselfVorganizingImapWIChemBioChemUI2014UI
ZbUI[[[bV]Z 3.8 8
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291 ”teeringItargetIselectivityIandIpotencyIbyIfragmentVbasedIdeInovoIdrugIdesignWIAngewandtee
ChemieeteInternationaleEditionUI2013UIb[UIZYYYcVf 16.4 22

290 qeINovoIqesigngIsromIzodelsItoIzoleculesI2013UIZVbb 9

289 PharmacophoreVoasedIqeINovoIqesignI2013UI[YZV[Za

288 yigandVoasedIzolecularIqesignI–singIPseudoreceptorsI2013UI[[dV[aa 0

287 oioisosteresIinIqeINovoIqesignI2013UIaZdVa]b 1

286 sragmentVoasedIqesignIofIsocusedIpompoundIyibrariesI2013UI]afV]dZ 2

285 ponstructionIofIqrugVyikeIpompoundsIbyIzarkovIphainsI2013UI]ZZV][]

284 ”tructureVoasedIqeINovoIqrugIqesignI2013UIfdVZ[a 4

283 uitIandIyeadIvdentificationIfromIsragmentsI2013UIZa]V[YY 1

282 ]qVQ”n“InpproachesItoIqeINovoIqrugIqesignI2013UI[ZbV[[b

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

280 PeptideIqesignIbyINatureVvnspiredInlgorithmsI2013UIa]dVacb 2

279 sreeIrnergyIzethodsIinIyigandIqesignI2013UI]d]VaZb 1

278 popingIwithIpombinatorialI”paceIinIzolecularIqesignI2013UI][bV]ad 3

277 qeINovoIqesignIofIyigandsIagainstIzultitargetIProfilesI2013UI[edV]Yf

276 zultiobjectiveIqeINovoIqesignIofI”yntheticallyInccessibleIpompoundsI2013UI[cdV[eb 5

275
nminothiazoleVfeaturedIpirinixicIacidIderivativesIasIdualIbVlipoxygenaseIandImicrosomalI
prostaglandinIr[IsynthaseVZIinhibitorsIwithIimprovedIpotencyIandIefficiencyIinIvivoWIJournaleofe
MedicinaleChemistryUI2013UIbcUIfY]ZVaa

8.3 52

274 rxhaustiveIproteomeIminingIforIfunctionalIzupVvIligandsWIACSeChemicaleBiologyUI2013UIeUIZedcVeZ 4.9 10

(2013-2013)
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273 pommonInonVepigeneticIdrugsIasIepigeneticImodulatorsWITrendseineMoleculareMedicineUI2013UIZfUIda[Vb]11.5 54

272 qrugsIbyInumbersgIreactionVdrivenIdeInovoIdesignIofIpotentIandIselectiveIanticancerIleadsWI
AngewandteeChemieeteInternationaleEditionUI2013UIb[UIacdcVeZ 16.4 20

271 pn•”IforI”caffoldIuoppingIinIzedicinalIphemistryWIMethodseandePrincipleseineMedicinaleChemistryUI
2013UIZZfVZ]Y 0.4

270 qeInovoIdesignIVIhopQpRingIagainstIhopeWIDrugeDiscoveryeToday:eTechnologiesUI2013UIZYUIeab]VcY 7.1 26

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

268 qeInovoIdesignIandIoptimizationIofInuroraInIkinaseIinhibitorsWIChemicaleScienceUI2013UIaUIZ[[f 9.4 22

267 QuinolinVaQZuRViminesIareIpotentIantiplasmodialIdrugsItargetingItheIliverIstageIofImalariaWIJournale
ofeMedicinaleChemistryUI2013UIbcUIaeZZVb 8.3 18

266 ”ynthesisIandIpharmacologicalIcharacterizationIofIbenzenesulfonamidesIasIdualIspeciesIinhibitorsI
ofIhumanIandImurineImPtr”VZWIBioorganiceandeMedicinaleChemistryUI2013UI[ZUIdedaVe] 3.4 14

265 ndaptiveIpeptideIdesignWIChimiaUI2013UIcdUIebfVc] 1.3 3

264 ”crutinizingIzupVvIbindingIpeptidesIandItheirIlimitsIofIvariationWIPLoSeComputationaleBiologyUI2013UI
fUIeZYY]Yee 5 28

263 phemicallyIndvancedI•emplateI”earchIQpn•”RIforI”caffoldVuoppingIandIProspectiveI•argetI
PredictionIforIP„rphanPIzoleculesWIMoleculareInformaticsUI2013UI][UIZ]]VZ]e 3.8 109

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

261 ±irkstoffeInachIüahlengIreaktionsbasierterIqeVnovoVrntwurfIvonIpotentenIundIselektivenI
yeitstrukturenIfˆ…rIdieIxrebsforschungWIAngewandteeChemieUI2013UIZ[bUIaddaVaddf 3.6 9

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

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

258 NonlinearIdimensionalityIreductionIandImappingIofIcompoundIlibrariesIforIdrugIdiscoveryWIJournale
ofeMoleculareGraphicseandeModellingUI2012UI]aUIZYeVZd 2.8 55

257 VirtualIscreeningIforIcompoundsIthatImimicIproteinVproteinIinterfaceIepitopesWIJournaleofe
ComputationaleChemistryUI2012UI]]UIbd]Vf 3.5 14

256 sromIVirtualI”creeningItoIoioactiveIpompoundsIbyIVisualizingIandIplusteringIofIphemicalI”paceWI
MoleculareInformaticsUI2012UI]ZUI[ZVc 3.8 10
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255 vdentifizierungIeinesIimmunsuppressivenI±irkstoffmolekˆ…lsIdurchIstrukturbasiertesIvirtuellesI
”creeningInachIvnhibitorenIvonIProteinVProteinV±echselwirkungenWIAngewandteeChemieUI2012UIZ[aUI[caV[ce3.6 7

254 vmmunosuppressiveIsmallImoleculeIdiscoveredIbyIstructureVbasedIvirtualIscreeningIforIinhibitorsI
ofIproteinVproteinIinteractionsWIAngewandteeChemieeteInternationaleEditionUI2012UIbZUI[beVcZ 16.4 31

253 qesigningItheImolecularIfutureWIJournaleofeComputertAidedeMoleculareDesignUI2012UI[cUIZZbV[Y 4.2 13

252 PerspectivesIfromIzedicinalIphemistryI2012UI[ZdV[]Y 2

251 ”ignificanceIestimationIforIsequenceVbasedIchemicalIsimilarityIsearchingIQPhn”•RIandIapplicationI
toInuroranIkinaseIinhibitorsWIFutureeMedicinaleChemistryUI2012UIaUIZefdVfYc 4.1 4

250 qiscoveryIofI˛‡VsecretaseImodulatorsIwithIaInovelIactivityIprofileIbyItextVbasedIvirtualIscreeningWI
ACSeChemicaleBiologyUI2012UIdUIZaeeVfb 4.9 4

249 zolecularIpharmacologicalIprofileIofIaInovelIthiazolinoneVbasedIdirectIandIselectiveI
bVlipoxygenaseIinhibitorWIBritisheJournaleofePharmacologyUI2012UIZcbUI[]YaVZ] 8.6 12

248 ProbingItheIbioactivityVrelevantIchemicalIspaceIofIrobustIreactionsIandIcommonImolecularIbuildingI
blocksWIJournaleofeChemicaleInformationeandeModelingUI2012UIb[UIZZcdVde 6.1 36

247 ”tructureVactivityIrelationshipIofInonacidicIquinazolinoneIinhibitorsIofIhumanImicrosomalI
prostaglandinIsynthaseIZIQmPtr”IZRWIJournaleofeMedicinaleChemistryUI2012UIbbUI]df[VeY] 8.3 46

246
vdentificationIofI–VVprotectiveIactivatorsIofInuclearIfactorIerythroidVderivedI[VrelatedIfactorI[I
QNrf[RIbyIcombiningIaIchemicalIlibraryIscreenIwithIcomputerVbasedIvirtualIscreeningWIJournaleofe
BiologicaleChemistryUI2012UI[edUI]]YYZVZ]

5.4 23

245 ”equentialIantiVcytomegalovirusIresponseImonitoringImayIallowIpredictionIofIcytomegalovirusI
reactivationIafterIallogeneicIstemIcellItransplantationWIPLoSeONEUI2012UIdUIebY[ae 3.7 27

244 qiscoveryIofIsmallVmoleculeIinterleukinV[IinhibitorsIfromIaIqNnVencodedIchemicalIlibraryWI
ChemistryeteAeEuropeaneJournalUI2012UIZeUIdd[fV]d 4.8 83

243 q„t”gIreactionVdrivenIdeInovoIdesignIofIbioactiveIcompoundsWIPLoSeComputationaleBiologyUI2012UI
eUIeZYY[]eY 5 151

242
PhenotypeVbasedIhighVcontentIchemicalIlibraryIscreeningIidentifiesIstatinsIasIinhibitorsIofIinIvivoI
lymphangiogenesisWIProceedingseofetheeNationaleAcademyeofeScienceseofetheeUnitedeStateseofeAmericaUI
2012UIZYfUIr[ccbVda

11.5 57

241 qistinctIrolesIofIsecretedIutrnIproteasesIfromIgramVnegativeIpathogensIinIcleavingItheIjunctionalI
proteinIandItumorIsuppressorIrVcadherinWIJournaleofeBiologicaleChemistryUI2012UI[edUIZYZZbVZYZ[Y 5.4 122

240 sromItheoryItoIbenchIexperimentIbyIcomputerVassistedIdrugIdesignWIChimiaUI2012UIccUIZ[YVa 1.3 4

239 qesigningIantimicrobialIpeptidesgIformIfollowsIfunctionWINatureeReviewseDrugeDiscoveryUI2011UIZZUI]dVbZ64.1 1190

238 “eactionVdrivenIdeInovoIdesignUIsynthesisIandItestingIofIpotentialItypeIvvIkinaseIinhibitorsWIFuturee
MedicinaleChemistryUI2011UI]UIaZbV[a 4.1 29

(2011-2012)
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237 nIclassIofIbVbenzylideneV[VphenylthiazolinonesIwithIhighIpotencyIasIdirectIbVlipoxygenaseI
inhibitorsWIJournaleofeMedicinaleChemistryUI2011UIbaUIZfa]Vd 8.3 27

236 ”ortingIPotentialI•herapeuticI•argetsIinInpicomplexaI2011UI]bVbZ

235 pomputationalImedicinalIchemistryWIFutureeMedicinaleChemistryUI2011UI]UI]f]Va 4.1 5

234
qiscoveryIandIbiologicalIevaluationIofIaInovelIclassIofIdualImicrosomalIprostaglandinIr[I
synthaseVZXbVlipoxygenaseIinhibitorsIbasedIonI[V₁QaUcVdiphenethoxypyrimidinV[VylRthioΔhexanoicI
acidWIJournaleofeMedicinaleChemistryUI2011UIbaUIaafYVbYd

8.3 29

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

232 vnhibitorsIofIuelicobacterIpyloriIproteaseIutrnIfoundIbyIPvirtualIligandPIscreeningIcombatIbacterialI
invasionIofIepitheliaWIPLoSeONEUI2011UIcUIeZdfec 3.7 47

231 oioassaysItoImonitorI•aspaseZIfunctionIforItheIidentificationIofIpharmacogeneticIinhibitorsWIPLoSe
ONEUI2011UIcUIeZe[b] 3.7 24

230 ”phericalIharmonicsIcoefficientsIforIligandVbasedIvirtualIscreeningIofIcyclooxygenaseIinhibitorsWI
PLoSeONEUI2011UIcUIe[Zbba 3.7 6

229
ndvancedIflowcytometricIanalysisIofIregulatoryI•IcellsgIpqZ[dIdownregulationIearlyIpostIstemIcellI
transplantationIandIalteredI•regXpq]QTRpqaQTRVratioIinIsevereItvuqIorIrelapseWIJournaleofe
ImmunologicaleMethodsUI2011UI]d]UI]cVaa

2.5 21

228 ”tructuralIpropertiesIofIsoVcalledIN”nvqVphospholipidVcomplexesWIEuropeaneJournaleofe
PharmaceuticaleSciencesUI2011UIaaUIZY]VZc 5.1 33

227 nIcollectionIofIrobustIorganicIsynthesisIreactionsIforIinIsilicoImoleculeIdesignWIJournaleofeChemicale
InformationeandeModelingUI2011UIbZUI]Yf]Ve 6.1 69

226 rnablingIfutureIdrugIdiscoveryIbyIdeInovoIdesignWIWileyeInterdisciplinaryeReviews:eComputationale
MoleculareScienceUI2011UIZUIda[Vdbf 7.9 51

225 yocalIneighborhoodIbehaviorIinIaIcombinatorialIlibraryIcontextWIJournaleofeComputertAidede
MoleculareDesignUI2011UI[bUI[]dVb[ 4.2 9

224 VisualizationIandIvirtualIscreeningIinImolecularIpropertyIspacesWIJournaleofeCheminformaticsUI2011UI
]UI 8.6 78

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

222 sromIuitsItoIyeadsgIphallengesIforItheINextIPhaseIofIzachineIyearningIinIzedicinalIphemistryWI
MoleculareInformaticsUI2011UI]YUIdbfVc] 3.8 2

221 PotentIinhibitorsIofIbVlipoxygenaseIidentifiedIusingIpseudoreceptorsWIChemMedChemUI2011UIcUIZYYZVb 3.7 9

220 PharmacophoreIalignmentIsearchItoolgIinfluenceIofIscoringIsystemsIonItextVbasedIsimilarityI
searchingWIJournaleofeComputationaleChemistryUI2011UI][UIZc]bVad 3.5 6
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219 PharmacophoreIalignmentIsearchItoolgIinfluenceIofItheIthirdIdimensionIonItextVbasedIsimilarityI
searchingWIJournaleofeComputationaleChemistryUI2011UI][UIZcZeV]a 3.5 1

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

217 NeighborhoodVpreservingIvisualizationIofIadaptiveIstructureVactivityIlandscapesgIapplicationItoI
drugIdiscoveryWIAngewandteeChemieeteInternationaleEditionUI2011UIbYUIZZc]]Vc 16.4 37

216 pontextVbasedIidentificationIofIproteinVproteinIinterfacesIandIKhotVspotKIresiduesWIChemistryeande
BiologyUI2011UIZeUI]aaVb] 50

215 ”caffoldVhoppingIfromIaminoglycosidesItoIsmallIsyntheticIinhibitorsIofIbacterialIproteinI
biosynthesisIusingIaIpseudoreceptorImodelWIMedChemCommUI2011UI[UIZeZ 5 1

214 yongIsignalIpeptidesIofI“tzaIandIqpoyq[IareIdissectibleIintoIsubdomainsIaccordingItoItheINtrapI
modelWIMoleculareBioSystemsUI2011UIdUIfa[VbZ 4

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

212 qimerizationIofIhumanIbVlipoxygenaseWIBiologicaleChemistryUI2011UI]f[UIZYfdVZZZ 4.5 38

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

210 qeInovoIdrugIdesignWIMethodseineMoleculareBiologyUI2011UIcd[UI[ffV][] 1.4 87

209 orainVlikeIProcessingIandIplassificationIofIphemicalIqataI2011UI[efV]Y]

208 uelicobacterIpyloriIutrnIisIaInewIsecretedIvirulenceIfactorIthatIcleavesIrVcadherinItoIdisruptI
intercellularIadhesionWIEMBOeReportsUI2010UIZZUIdfeVeYa 6.5 211

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

206 VirtualIscreeninggIanIendlessIstaircaselWINatureeReviewseDrugeDiscoveryUI2010UIfUI[d]Vc 64.1 368

205 nntidiabeticIsulfonylureasImodulateIfarnesoidIXIreceptorIactivationIandItargetIgeneItranscriptionWI
FutureeMedicinaleChemistryUI2010UI[UIbdbVec 4.1 4

204 ndhesionUIinvasionUIandIagglutinationImediatedIbyItwoItrimericIautotransportersIinItheIhumanI
uropathogenIProteusImirabilisWIInfectioneandeImmunityUI2010UIdeUIaee[Vfa 3.7 38

203 ”impleI[UaVdiacylphloroglucinolsIasIclassicItransientIreceptorIpotentialVcIactivatorsVVidentificationI
ofIaInovelIpharmacophoreWIMolecularePharmacologyUI2010UIddUI]ceVdd 4.3 74

202 zupIvIstabilizingIpotentialIofIcomputerVdesignedIoctapeptidesWIJournaleofeBiomedicineeande
BiotechnologyUI2010UI[YZYUI]fcead 3

(2010-2011)

15



201 oiologicalIimpactIofIfreezingIPlkZIinIitsIinactiveIconformationIinIcancerIcellsWICelleCycleUI2010UIfUIdcZVd] 4.7 31

200 ponceptsIandIapplicationsIofIKnaturalIcomputingKItechniquesIinIdeInovoIdrugIandIpeptideIdesignWI
CurrentePharmaceuticaleDesignUI2010UIZcUIZcbcVcb 3.3 22

199 NonacidicIinhibitorsIofIhumanImicrosomalIprostaglandinIsynthaseIZIQmPtr”IZRIidentifiedIbyIaI
multistepIvirtualIscreeningIprotocolWIJournaleofeMedicinaleChemistryUI2010UIb]UIfZZVb 8.3 34

198 PsuzzinessPIinIpharmacophoreVbasedIvirtualIscreeningIandIdeInovoIdesignWIDrugeDiscoveryeToday:e
TechnologiesUI2010UIdUIe[Y]VdY 7.1 19

197 rxploringItheIchemicalIspaceIofIgammaVsecretaseImodulatorsWITrendseinePharmacologicaleSciencesUI
2010UI]ZUIaY[VZY 13.2 25

196 ”elfVorganizingIfuzzyIgraphsIforIstructureVbasedIcomparisonIofIproteinIpocketsWIJournaleofe
ProteomeeResearchUI2010UIfUIcafeVbZY 5.6 25

195 yeadIidentificationIandIoptimizationIofIdiaminopyrimidinesIasIhistamineIuaIreceptorIligandsWI
InflammationeResearchUI2010UIbfI”upplI[UI”[afVbZ 7.2 4

194 sromImachineIlearningItoInaturalIproductIderivativesIthatIselectivelyIactivateItranscriptionIfactorI
PPn“gammaWIChemMedChemUI2010UIbUIZfZVa 3.7 47

193 ProteinVproteinIdockingIbyIshapeVcomplementarityIandIpropertyImatchingWIJournaleofe
ComputationaleChemistryUI2010UI]ZUIZfZfV[e 3.5 8

192 PharmacophoreIalignmentIsearchItoolgIvnfluenceIofIcanonicalIatomIlabelingIonIsimilarityIsearchingWI
JournaleofeComputationaleChemistryUI2010UI]ZUI[eZYV[c 3.5 7

191 qeInovoIqrugIqesignI2010UIZcbVZeb 4

190 nrchitecturalIrepertoireIofIligandVbindingIpocketsIonIproteinIsurfacesWIChemBioChemUI2010UIZZUIbbcVc] 3.8 19

189 vnIsilicoIcharacterizationIofIligandIbindingImodesIinItheIhumanIhistamineIuaIreceptorIandItheirI
impactIonIreceptorIactivationWIChemBioChemUI2010UIZZUIZebYVb 3.8 9

188 zultistepIvirtualIscreeningIforIrapidIandIefficientIidentificationIofInonVnucleosideIbacterialI
thymidineIkinaseIinhibitorsWIChemistryeteAeEuropeaneJournalUI2010UIZcUIfc]YVd 4.8 8

187
rlucidationIofItheIstructureIandIintermolecularIinteractionsIofIaIreversibleIcyclicVpeptideIinhibitorI
ofItheIproteasomeIbyINz“IspectroscopyIandImolecularImodelingWIAngewandteeChemieete
InternationaleEditionUI2010UIafUI]f]aVe

16.4 22

186 nttractorsIinI”equenceI”pacegIngentVoasedIrxplorationIofIzupIvIoindingIPeptidesWIMoleculare
InformaticsUI2010UI[fUIcbVda 3.8 4

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

184 nutomatedIqockingIofIslexibleIzoleculesIvntoI“eceptorIoindingI”itesIbyIyigandI”elfV„rganizationI
vnI”ituWIMoleculareInformaticsUI2010UI[fUIZefVf] 3.8 9
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183 traphIxernelsIforIzolecularI”imilarityWIMoleculareInformaticsUI2010UI[fUI[ccVd] 3.8 28

182 zissingIValueIrstimationIforIpompoundV•argetInctivityIqataWIMoleculareInformaticsUI2010UI[fUIcdeVea 3.8 9

181 “ationalIdesignIofIaIpirinixicIacidIderivativeIthatIactsIasIsubtypeVselectiveIPPn“gammaImodulatorWI
BioorganiceandeMedicinaleChemistryeLettersUI2010UI[YUI[acfVd] 2.9 9

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

179 xernelIlearningIforIligandVbasedIvirtualIscreeninggIdiscoveryIofIaInewIPPn“˛‡IagonistWIJournaleofe
CheminformaticsUI2010UI[UI 8.6 2

178 PredictionIofItypeIvvvIsecretionIsignalsIinIgenomesIofIgramVnegativeIbacteriaWIPLoSeONEUI2009UIaUIebfZd 3.7 95

177
zodelIstructureIofInP„orp]pIrevealsIaIbindingIpocketImodulatingIribonucleicIacidIinteractionI
requiredIforIencapsidationWIProceedingseofetheeNationaleAcademyeofeScienceseofetheeUnitedeStateseofe
AmericaUI2009UIZYcUIZ[YdfVea

11.5 38

176 vdentificationIofIhumanIcathepsinItIasIaIfunctionalItargetIofIboswellicIacidsIfromItheI
antiVinflammatoryIremedyIfrankincenseWIJournaleofeImmunologyUI2009UIZe]UI]a]]Va[ 5.3 60

175 ”peciesVspecificIinhibitionIofInP„orp]pIbyItheIprototypeIfoamyIvirusIproteinIbetWIJournaleofe
BiologicaleChemistryUI2009UI[eaUIbeZfV[c 5.4 60

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

173 ”elfVorganizingImapsIinIdrugIdiscoverygIcompoundIlibraryIdesignUIscaffoldVhoppingUIrepurposingWI
CurrenteMedicinaleChemistryUI2009UIZcUI[beVcc 4.3 90

172 nrchitectureUIfunctionIandIpredictionIofIlongIsignalIpeptidesWIBriefingseineBioinformaticsUI2009UIZYUIbcfVde13.4 28

171 VoyagesItoItheIQunRknowngIadaptiveIdesignIofIbioactiveIcompoundsWITrendseineBiotechnologyUI2009UI
[dUIZeV[c 15.1 76

170 zxVeecUIanIinhibitorIofItheIbVlipoxygenaseVactivatingIproteinUIinhibitsIcyclooxygenaseVZIactivityI
andIsuppressesIplateletIaggregationWIEuropeaneJournaleofePharmacologyUI2009UIcYeUIeaVfY 5.3 23

169 ”tructureVbasedIpharmacophoreIscreeningIforInaturalVproductVderivedIPPn“gammaIagonistsWI
ChemBioChemUI2009UIZYUIdbVe 3.8 31

168 •heIstateIofItheIartIofIchemicalIbiologyWIChemBioChemUI2009UIZYUIZcV[f 3.8 38

167 sromImolecularIshapeItoIpotentIbioactiveIagentsIvgIbioisostericIreplacementIofImolecularI
fragmentsWIChemMedChemUI2009UIaUIaZVa 3.7 18

166 sromImolecularIshapeItoIpotentIbioactiveIagentsIvvgIfragmentVbasedIdeInovoIdesignWI
ChemMedChemUI2009UIaUIabVe 3.7 26
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165 uomologyImodelIadjustmentIandIligandIscreeningIwithIaIpseudoreceptorIofItheIhumanIhistamineI
uaIreceptorWIChemMedChemUI2009UIaUIe[YVd 3.7 33

164 vdentificationIandIvalidationIofIaIpotentItypeIvvIinhibitorIofIinactiveIpoloVlikeIkinaseIZWI
ChemMedChemUI2009UIaUIZeYcVf 3.7 32

163 Phn”•gIpharmacophoreIalignmentIsearchItoolWIJournaleofeComputationaleChemistryUI2009UI]YUIdcZVdZ 3.5 22

162 qistanceIphenomenaIinIhighVdimensionalIchemicalIdescriptorIspacesgIconsequencesIforI
similarityVbasedIapproachesWIJournaleofeComputationaleChemistryUI2009UI]YUI[[ebVfc 3.5 20

161 [UaVqiaminopyrimidinesIasIhistamineIuaIreceptorIligandsVV”caffoldIoptimizationIandI
pharmacologicalIcharacterizationWIBioorganiceandeMedicinaleChemistryUI2009UIZdUIdZecVfc 3.4 57

160 pomparativeIvirtualIscreeningIandInoveltyIdetectionIforINzqnVtlycineoIantagonistsWIJournaleofe
ComputertAidedeMoleculareDesignUI2009UI[]UIecfVeZ 4.2 22

159 uyperforinIisIaInovelItypeIofIbVlipoxygenaseIinhibitorIwithIhighIefficacyIinIvivoWICellulareande
MoleculareLifeeSciencesUI2009UIccUI[dbfVdZ 10.3 48

158 PredictionIofIturnItypesIinIproteinIstructureIbyImachineVlearningIclassifiersWIProteins:eStructurese
FunctioneandeBioinformaticsUI2009UIdaUI]aaVb[ 4.2 20

157 sormIfollowsIfunctiongIshapeIanalysisIofIproteinIcavitiesIforIreceptorVbasedIdrugIdesignWI
ProteomicsUI2009UIfUIabZVf 4.8 40

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

155 VirtualIscreeningIforIPPn“VgammaIligandsIusingItheIv”„nxImolecularIgraphIkernelIandIgaussianI
processesWIChemistryeCentraleJournalUI2009UI]UI 1

154 PockettraphgIgraphIrepresentationIofIbindingIsiteIvolumesWIChemistryeCentraleJournalUI2009UI]UI 1

153 ”tandardizationIofI±•ZIm“NnIquantitationIforIminimalIresidualIdiseaseImonitoringIinIchildhoodI
nzyIandIimplicationsIofI±•ZIgeneImutationsgIaIruropeanImulticenterIstudyWILeukemiaUI2009UI[]UIZad[Vf10.7 44

152 ”ynergismIofIvirtualIscreeningIandImedicinalIchemistrygIidentificationIandIoptimizationIofIallostericI
antagonistsIofImetabotropicIglutamateIreceptorIZWIBioorganiceandeMedicinaleChemistryUI2009UIZdUIbdYeVZb3.4 23

151 nnIunusualIr“nqVlikeIcomplexIisItargetedItoItheIapicoplastIofIPlasmodiumIfalciparumWIEukaryotice
CellUI2009UIeUIZZ]aVab 125

150 ”elfVorganizingImolecularIfingerprintsgIaIligandVbasedIviewIonIdrugVlikeIchemicalIspaceIandI
offVtargetIpredictionWIFutureeMedicinaleChemistryUI2009UIZUI[Z]Ve 4.1 27

149 “eactionVzQygIlineInotationIforIfunctionalItransformationWIJournaleofeChemicaleInformationeande
ModelingUI2009UIafUIcVZ[ 6.1 17

148 poactosinVlikeIproteinIfunctionsIasIaIstabilizingIchaperoneIforIbVlipoxygenasegIroleIofItryptophanI
ZY[WIBiochemicaleJournalUI2009UIa[bUI[cbVda 3.8 32
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147 qomainIorganizationIofIlongIautotransporterIsignalIsequencesWIBioinformaticseandeBiologyeInsightsUI
2009UI]UIZefV[Ya 5.3 6

146 ndaptiveIcombinatorialIdesignIofIfocusedIcompoundIlibrariesWIMethodseineMoleculareBiologyUI2009UI
bd[UIZ]bVad 1.4 7

145 PseudoreceptorImodelsIinIdrugIdesigngIbridgingIligandVIandIreceptorVbasedIvirtualIscreeningWI
NatureeReviewseDrugeDiscoveryUI2008UIdUIccdVdd 64.1 69

144 vdentificationIandIfunctionalIanalysisIofIcyclooxygenaseVZIasIaImolecularItargetIofIboswellicIacidsWI
BiochemicalePharmacologyUI2008UIdbUIbY]VZ] 6 73

143 vdentificationIofIhitsIandIleadIstructureIcandidatesIwithIlimitedIresourcesIbyIadaptiveIoptimizationWI
JournaleofeChemicaleInformationeandeModelingUI2008UIaeUIZad]VfZ 6.1 19

142 oenzodioxolesgInovelIcannabinoidVZIreceptorIinverseIagonistsIforItheItreatmentIofIobesityWIJournale
ofeMedicinaleChemistryUI2008UIbZUI[ZZbV[d 8.3 39

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

140 •heIPlasmodiumIexportIelementIrevisitedWIPLoSeONEUI2008UI]UIeZbcY 3.7 19

139 qomainIorganizationIofIlongIsignalIpeptidesIofIsingleVpassIintegralImembraneIproteinsIrevealsI
multipleIfunctionalIcapacityWIPLoSeONEUI2008UI]UIe[dcd 3.7 19

138 PredictionIofIextracellularIproteasesIofItheIhumanIpathogenIuelicobacterIpyloriIrevealsI
proteolyticIactivityIofItheIupZYZeXZfIproteinIutrnWIPLoSeONEUI2008UI]UIe]bZY 3.7 64

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

136 ”caffoldVhoppingIcascadeIyieldsIpotentIinhibitorsIofIbVlipoxygenaseWIChemMedChemUI2008UI]UIZb]bVe 3.7 31

135 ”hapeletsgIpossibilitiesIandIlimitationsIofIshapeVbasedIvirtualIscreeningWIJournaleofeComputationale
ChemistryUI2008UI[fUIZYeVZa 3.5 29

134 ”caffoldIdiversityIofInaturalIproductsgIinspirationIforIcombinatorialIlibraryIdesignWINaturaleProducte
ReportsUI2008UI[bUIef[VfYa 15.1 178

133 ”ynergismIofIshrewVZPsIsignalIpeptideIandItransmembraneIsegmentIrequiredIforIplasmaImembraneI
localizationWITrafficUI2008UIfUIZ]aaVb] 5.7 8

132 ponceptIofIcombinatorialIdeInovoIdesignIofIdrugVlikeImoleculesIbyIparticleIswarmIoptimizationWI
ChemicaleBiologyeandeDrugeDesignUI2008UId[UIZcV[c 2.9 45

131 phapterIdgsragmentVbasedIqeINovoIqesignIofIqrugVlikeIzoleculesI2008UI[ZdV[]f 3

130 xernelIapproachItoImolecularIsimilarityIbasedIonIiterativeIgraphIsimilarityWIJournaleofeChemicale
InformationeandeModelingUI2007UIadUI[[eYVc 6.1 54
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129 zolecularIqueryIlanguageIQzQyRVVaIcontextVfreeIgrammarIforIsubstructureImatchingWIJournaleofe
ChemicaleInformationeandeModelingUI2007UIadUI[fbV]YZ 6.1 28

128 vdentificationIofInaturalVproductVderivedIinhibitorsIofIbVlipoxygenaseIactivityIbyIligandVbasedI
virtualIscreeningWIJournaleofeMedicinaleChemistryUI2007UIbYUI[caYVc 8.3 61

127 sluxIQ[RgIcomparisonIofImolecularImutationIandIcrossoverIoperatorsIforIligandVbasedIdeInovoI
designWIJournaleofeChemicaleInformationeandeModelingUI2007UIadUIcbcVcd 6.1 56

126 plassificationIofIyocalIProteinI”tructuralIzotifsIbyIxohonenINetworksI2007UIebVf[ 1

125 ”caffoldIhoppingIbyIKfuzzyKIpharmacophoresIandIitsIapplicationItoI“NnItargetsWIChemBioChemUI
2007UIeUIZf][Vc 3.8 41

124 ”earchingIforIdrugIscaffoldsIwithI]qIpharmacophoresIandIneuralInetworkIensemblesWIAngewandtee
ChemieeteInternationaleEditionUI2007UIacUIb]]cVf 16.4 18

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

122 tPp“ItargetedIlibraryIdesigngInovelIdopamineIq]IreceptorIligandsWIChemMedChemUI2007UI[UIZYYYVb 3.7 11

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

120 PredictingIolfactoryIreceptorIneuronIresponsesIfromIodorantIstructureWIChemistryeCentraleJournalUI
2007UIZUIZZ 39

119 PocketPickergIanalysisIofIligandIbindingVsitesIwithIshapeIdescriptorsWIChemistryeCentraleJournalUI
2007UIZUId 228

118 ”miyibIv[WYgInIwavaVoasedI•oolIforI“apidIpombinatorialIyibraryIrnumerationWIQSAReande
CombinatorialeScienceUI2007UI[cUIaYdVaZY 44

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

116 •heImolecularImechanismIofItheIinhibitionIbyIlicofeloneIofItheIbiosynthesisIofIbVlipoxygenaseI
productsWIBritisheJournaleofePharmacologyUI2007UIZb[UIadZVeY 8.6 61

115 ProcessingIandIclassificationIofIchemicalIdataIinspiredIbyIinsectIolfactionWIProceedingseofethee
NationaleAcademyeofeScienceseofetheeUnitedeStateseofeAmericaUI2007UIZYaUI[Y[ebVf 11.5 70

114 qesignIofIzupIvIstabilizingIpeptidesIbyIagentVbasedIexplorationIofIsequenceIspaceWIProteine
EngineeringseDesigneandeSelectionUI2007UI[YUIffVZYe 1.9 14

113 plassificationIandIPredictionIofI•ripeptidesIvnhibitingIuvVVZI•atX•n“V“NnIvnteractionI–singIaI
”elfV„rganizingIzapWILetterseineDrugeDesigneandeDiscoveryUI2007UIaUIaZYVaZc 0.8

112 ”tructureVbasedIvirtualIscreeningIofIsts“IinhibitorsgIcrossVdecoysIandIinducedVfitIeffectWIBioDrugsUI
2007UI[ZUI]ZVab 7.9 10
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111 ”„zzr“gIselfVorganisingImapsIforIeducationIandIresearchWIJournaleofeMoleculareModelingUI2007UIZ]UI[[bVe2 18

110 ProteinIsoldingI”imulationIbyIParticleI”warmI„ptimizationWITheeOpeneStructuraleBiologyeJournalUI
2007UIZUIZVc 8

109 PropertiesIandInrchitectureIofIqrugsIandINaturalIProductsI“evisitedWICurrenteChemicaleBiologyUI
2007UIZUIZZbVZ[d 0.4 74

108 „ptimizedIParticleI”warmI„ptimizationIQ„P”„RIandIitsIapplicationItoIartificialIneuralInetworkI
trainingWIBMCeBioinformaticsUI2006UIdUIZ[b 3.6 156

107 ”caffoldVhoppingIpotentialIofIligandVbasedIsimilarityIconceptsWIChemMedChemUI2006UIZUIZeZVb 3.7 80

106 PredictingIcompoundIselectivityIbyIselfVorganizingImapsgIcrossVactivitiesIofImetabotropicI
glutamateIreceptorIantagonistsWIChemMedChemUI2006UIZUIZYccVe 3.7 51

105 VirtualIscreeningIforIPPn“ImodulatorsIusingIaIprobabilisticIneuralInetworkWIChemMedChemUI2006UI
ZUIZ]acVbY 3.7 17

104 nIpseudoVligandIapproachItoIvirtualIscreeningWICombinatorialeChemistryeandeHigheThroughpute
ScreeningUI2006UIfUI]bfVca 1.3 15

103 sluxIQZRgIaIvirtualIsynthesisIschemeIforIfragmentVbasedIdeInovoIdesignWIJournaleofeChemicale
InformationeandeModelingUI2006UIacUIcffVdYd 6.1 88

102 vmpactIofIconformationalIflexibilityIonIthreeVdimensionalIsimilarityIsearchingIusingIcorrelationI
vectorsWIJournaleofeChemicaleInformationeandeModelingUI2006UIacUI[][aV][ 6.1 46

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

100 nlignmentVsreeIPharmacophoreIPatternsIâ��InIporrelationVVectorInpproachWIMethodseandePrinciplese
ineMedicinaleChemistryUI2006UIafVdf 0.4 12

99 ”caffoldVuoppinggIuowIsarIpanIäouIwumplWIQSAReandeCombinatorialeScienceUI2006UI[bUIZZc[VZZdZ 123

98 qetectionIandIassessmentIofInearVzeroIdelaysIinIneuronalIspikingIactivityWIJournaleofeNeurosciencee
MethodsUI2006UIZb[UIfdVZYc 3 27

97
rxtractionIandIvisualizationIofIpotentialIpharmacophoreIpointsIusingIsupportIvectorImachinesgI
applicationItoIligandVbasedIvirtualIscreeningIforIp„XV[IinhibitorsWIJournaleofeMedicinaleChemistryUI
2005UIaeUIcffdVdYYa

8.3 60

96 nIhierarchicalIclusteringIapproachIforIlargeIcompoundIlibrariesWIJournaleofeChemicaleInformationeande
ModelingUI2005UIabUIeYdVZb 6.1 45

95 nIneuroVfuzzyIapproachItoIvirtualIscreeningIinImolecularIbioinformaticsWIFuzzyeSetseandeSystemsUI
2005UIZb[UIcdVe[ 3.7 2

94 pomputerVbasedIdeInovoIdesignIofIdrugVlikeImoleculesWINatureeReviewseDrugeDiscoveryUI2005UIaUIcafVc] 64.1 583
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93 NewIallostericImodulatorsIofImetabotropicIglutamateIreceptorIbIQmtlu“bRIfoundIbyIligandVbasedI
virtualIscreeningWIChemBioChemUI2005UIcUIc[YVb 3.8 21

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

91 sromIvirtualItoIrealIscreeningIforIq]IdopamineIreceptorIligandsWIChemBioChemUI2005UIcUIffdVf 3.8 23

90 zultiVspaceIclassificationIforIpredictingItPp“VligandsWIMoleculareDiversityUI2005UIfUI]dZVe] 3.1 19

89 pomparisonIofI•hreeIuolographicIsingerprintIqescriptorsIandItheirIoinaryIpounterpartsWIQSAReande
CombinatorialeScienceUI2005UI[aUIfcZVfcd 16

88 paspaseVmediatedIdegradationIofIhumanIbVlipoxygenaseIinIoIlymphocyticIcellsWIProceedingseofethee
NationaleAcademyeofeScienceseofetheeUnitedeStateseofeAmericaUI2005UIZY[UIZ]ZcaVf 11.5 24

87 vmpactIofIdifferentIsoftwareIimplementationsIonItheIperformanceIofItheIzaxminImethodIforI
diverseIsubsetIselectionWIMoleculareDiversityUI2004UIeUIa[ZVb 3.1 8

86 vmpactIofIdescriptorIvectorIscalingIonItheIclassificationIofIdrugsIandInondrugsIwithIartificialIneuralI
networksWIJournaleofeMoleculareModelingUI2004UIZYUI[YaVZZ 2 22

85 ndvancesIinItheIpredictionIofIproteinItargetingIsignalsWIProteomicsUI2004UIaUIZbdZVeY 4.8 90

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

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

82 vdentificationIofInovelIcannabinoidIreceptorIligandsIviaIevolutionaryIdeInovoIdesignIandIrapidI
parallelIsynthesisWIQSAReandeCombinatorialeScienceUI2004UI[]UIa[cVa]Y 24

81 rvaluationIofIdistanceImetricsIforIligandVbasedIsimilarityIsearchingWIChemBioChemUI2004UIbUIb]eVaY 3.8 20

80 pomparisonIofI”upportIVectorIzachineIandInrtificialINeuralINetworkI”ystemsIforIqrugXNondrugI
plassificationWWIChemInformUI2004UI]bUIno 1

79 ”VzVbasedIfeatureIselectionIforIcharacterizationIofIfocusedIcompoundIcollectionsWIJournaleofe
ChemicaleInformationeandeComputereSciencesUI2004UIaaUIff]Vf 54

78 suzzyIpharmacophoreImodelsIfromImolecularIalignmentsIforIcorrelationVvectorVbasedIvirtualI
screeningWIJournaleofeMedicinaleChemistryUI2004UIadUIacb]Vca 8.3 48

77 NavigationIinIphemicalI”pacegIyigandVoasedIqesignIofIsocusedIpompoundIyibrariesWIMethodseande
PrincipleseineMedicinaleChemistryUI2004UI]aZV]dc 0.4 14

76 pomparisonIofIcorrelationIvectorImethodsIforIligandVbasedIsimilarityIsearchingWIJournaleofe
ComputertAidedeMoleculareDesignUI2003UIZdUIcedVfe 4.2 74
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75 PropertiesIandIpredictionIofImitochondrialItransitIpeptidesIfromIPlasmodiumIfalciparumWIMoleculare
andeBiochemicaleParasitologyUI2003UIZ][UIbfVcc 1.9 105

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

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

72 pollectionIofIoioactiveI“eferenceIpompoundsIforIsocusedIyibraryIqesignWIQSAReandeCombinatoriale
ScienceUI2003UI[[UIdZ]VdZe 112

71 pomparisonIofIsupportIvectorImachineIandIartificialIneuralInetworkIsystemsIforIdrugXnondrugI
classificationWIJournaleofeChemicaleInformationeandeComputereSciencesUI2003UIa]UIZee[Vf 402

70 yigandVbasedIcombinatorialIdesignIofIselectiveIpurinergicIreceptorIQn[nRIantagonistsIusingI
selfVorganizingImapsWIACSeCombinatorialeScienceUI2003UIbUI[]]Vd 65

69 “eceptorVyigandIvnteractionWIMethodseandePrincipleseineMedicinaleChemistryUI2003UIZYdVZ]b 0.4 2

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

67 PredictionIofINonVbondedIvnteractionsIinIqrugIqesignWIMethodseandePrincipleseineMedicinale
ChemistryUI2003UI]V[Y 0.4 8

66 vntroductionItoIzolecularI“ecognitionIzodelsWIMethodseandePrincipleseineMedicinaleChemistryUI2003UI[ZVbY0.4 2

65 rxperimentalInpproachesItoIqetermineItheI•hermodynamicsIofIProteinVyigandIvnteractionsWI
MethodseandePrincipleseineMedicinaleChemistryUI2003UIbZVdZ 0.4

64 •heIoiophoreIponceptWIMethodseandePrincipleseineMedicinaleChemistryUI2003UId]VZYb 0.4 3

63 uydrogenIoondsIinIProteinVyigandIpomplexesWIMethodseandePrincipleseineMedicinaleChemistryUI2003UIZ]dVZcZ0.4 17

62 PrinciplesIofIrnzymeVvnhibitorIqesignWIMethodseandePrincipleseineMedicinaleChemistryUI2003UIZc]VZeb 0.4 4

61 •ailoringIProteinI”caffoldsIforIyigandI“ecognitionWIMethodseandePrincipleseineMedicinaleChemistryUI
2003UIZedV[ZZ 0.4

60 vmprovedIanaerobicIuseIofIarginineIbyI”accharomycesIcerevisiaeWIAppliedeandeEnvironmentale
MicrobiologyUI2003UIcfUIZc[]Ve 4.8 24

59 ”upportIvectorImachineIapplicationsIinIbioinformaticsWIAppliedeBioinformaticsUI2003UI[UIcdVdd 127

58 VirtualIscreeningIandIfastIautomatedIdockingImethodsWIDrugeDiscoveryeTodayUI2002UIdUIcaVdY 8.8 214
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57 VirtualIscreeningIandIfastIautomatedIdockingImethodsWIDrugeDiscoveryeTodayUI2002UIdUIcaVdY 8.8 228

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

55 nIvirtualIscreeningImethodIforIpredictionIofItheIur“tIpotassiumIchannelIliabilityIofIcompoundI
librariesWIChemBioChemUI2002UI]UIabbVf 3.8 152

54 •rendsIinIvirtualIcombinatorialIlibraryIdesignWICurrenteMedicinaleChemistryUI2002UIfUI[YfbVZYZ 4.3 65

53 qevelopmentIofIaIvirtualIscreeningImethodIforIidentificationIofIKfrequentIhittersKIinIcompoundI
librariesWIJournaleofeMedicinaleChemistryUI2002UIabUIZ]dVa[ 8.3 258
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