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vompScoremHuoostingHStructureVuasedHVirtualHScreeningHPerformanceHbyHIncorporatingHwockingH
ScoringHyunctionHvomponentsHintoHvonsensusHScoringaHJournaloofoChemicaloInformationoando
ModelingUH2019UHhlUHfihhVfiii

6.1 14

38 xnsembleVuasedHModelingHofHvhemicalHvompoundsHwithHtntimalarialHtctivityaHCurrentoTopicsoino
MedicinaloChemistryUH2019UHdlUHlhjVlil 3 6

37 tHdesirabilityVbasedHmultiHobjectiveHapproachHforHtheHvirtualHscreeningHdiscoveryHofHbroadVspectrumH
antiVgastricHcancerHagentsaHPLoSoONEUH2018UHdfUHecdledji 3.7 11

36 SystemicHQStRHandHphenotypicHvirtualHscreeningmHchasingHbutterfliesHinHdrugHdiscoveryaHDrugo
DiscoveryoTodayUH2017UHeeUHllgVdccj 8.8 25

35 yromHflamingoHdanceHtoHQdesirableRHdrugHdiscoverymHaHnatureVinspiredHapproachaHDrugoDiscoveryo
TodayUH2017UHeeUHdgklVdhce 8.8 17

34 vonsensusHstrategyHinHgenesHprioritizationHandHcombinedHbioinformaticsHanalysisHforHpreeclampsiaH
pathogenesisaHBMCoMedicaloGenomicsUH2017UHdcUHhc 3.7 14

33 yusingHwockingHScoringHyunctionsHImprovesHtheHVirtualHScreeningHPerformanceHforHwiscoveringH
ParkinsonOLflnsHwiseaseHwualHTargetHLigandsaHCurrentoNeuropharmacologyUH2017UHdhUHddcjVdddi 7.6 6

32 QuantitativeHStructureVxpigeneticHtctivityHRelationshipsaHChallengesoandoAdvancesoinoComputationalo
ChemistryoandoPhysicsUH2017UHfcfVffk 0.7 4

31 xfficientHandHbiologicallyHrelevantHconsensusHstrategyHforHParkinsonPsHdiseaseHgeneHprioritizationaH
BMCoMedicaloGenomicsUH2016UHlUHde 3.7 15

30
LigandVuasedHVirtualHScreeningHUsingHTailoredHxnsemblesmHtHPrioritizationHToolHforHwualH
tettdenosineHReceptorHtntagonistsHbHMonoamineHOxidaseHuHInhibitorsaHCurrentoPharmaceuticalo
DesignUH2016UHeeUHfckeVli

3.3 10

29 ProbingHtheHβypothesisHofHStRHvontinuityHRestorationHbyHtheHRemovalHofHtctivityHvliffsHzeneratorsH
inHQStRaHCurrentoPharmaceuticaloDesignUH2016UHeeUHhcgfVhchi 3.3 5

28
βarmonizationHofHQStRHuestHPracticesHandHMolecularHwockingHProvidesHanHxfficientHVirtualH
ScreeningHToolHforHwiscoveringHNewHzVQuadruplexHLigandsaHJournaloofoChemicaloInformationoando
ModelingUH2015UHhhUHeclgVddc

6.1 14

27 TowardHtheHcomputerVaidedHdiscoveryHofHyabβHinhibitorsaHwoHpredictiveHQStRHmodelsHensureHhighH
qualityHvirtualHscreeningHperformanceraHMolecularoDiversityUH2014UHdkUHifjVhg 3.1 5

26 tctivityHcliffsHinHdrugHdiscoverymHwrHJekyllHorHMrHβyderaHDrugoDiscoveryoTodayUH2014UHdlUHdcilVkc 8.8 103

25 vhemoinformaticsHprofilingHofHionicHliquidsVVuncoveringHstructureVcytotoxicityHrelationshipsHwithH
networkVlikeHsimilarityHgraphsaHToxicologicaloSciencesUH2014UHdfkUHdldVecg 4.4 9

24 vhemoinformaticsHprofilingHofHionicHliquidsVVautomaticHandHchemicallyHinterpretableHcytotoxicityH
profilingUHvirtualHscreeningUHandHcytotoxicophoreHidentificationaHToxicologicaloSciencesUH2013UHdfiUHhgkVih 4.4 19

23 wesirabilityVbasedHmultiVcriteriaHvirtualHscreeningHofHselectiveHantimicrobialHcyclicH˛†VhairpinHcationicH
peptidomimeticsaHCurrentoPharmaceuticaloDesignUH2013UHdlUHedgkVif 3.3 2
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22 RecentHadvancesHonHQStRVbasedHprofilingHofHagonistHandHantagonistHtfHadenosineHreceptorHligandsaH
CurrentoTopicsoinoMedicinaloChemistryUH2013UHdfUHdcgkVik 3 4

21 xvolutionaryHcomputationHandHQStRHresearchaHCurrentoComputer-AidedoDrugoDesignUH2013UHlUHeciVeh 1.4 22

20 wesirabilityVbasedHmultiVobjectiveHQStRHinHdrugHdiscoveryaHMini-ReviewsoinoMedicinaloChemistryUH
2012UHdeUHlecVfh 3.2 11

19 JointlyHhandlingHpotencyHandHtoxicityHofHantimicrobialHpeptidomimeticsHbyHsimpleHrulesHfromH
desirabilityHtheoryHandHchemoinformaticsaHJournaloofoChemicaloInformationoandoModelingUH2011UHhdUHfcicVjj6.1 21

18
MultidimensionalHdrugHdesignmHsimultaneousHanalysisHofHbindingHandHrelativeHefficacyHprofilesHofH
NQiRVsubstitutedVgPVthioadenosinesHtfHadenosineHreceptorHagonistsaHChemicaloBiologyoandoDrugo
DesignUH2010UHjhUHicjVdk

2.9 8

17
PrioritizingHβitsHwithHtppropriateHTradeVOffsHuetweenHβIVVdHReverseHTranscriptaseHInhibitoryH
xfficacyHandHMTgHuloodHvellsHToxicityHThroughHwesirabilityVuasedHMultiobjectiveHOptimizationHandH
RankingaHMolecularoInformaticsUH2010UHelUHfcfVed

3.8 12

16 zlobalHantifungalHprofileHoptimizationHofHchlorophenylHderivativesHagainstHuotrytisHcinereaHandH
volletotrichumHgloeosporioidesaHJournaloofoAgriculturaloandoFoodoChemistryUH2009UHhjUHgkfkVgf 5.7 7

15
wesirabilityVbasedHmethodsHofHmultiobjectiveHoptimizationHandHrankingHforHglobalHQStRHstudiesaH
yilteringHsafeHandHpotentHdrugHcandidatesHfromHcombinatorialHlibrariesaHACSoCombinatorialoScienceUH
2008UHdcUHkljVldf

40

14
fwVMxwNxsmHanHalternativeHJinHsilicoJHtechniqueHforHchemicalHresearchHinHtoxicologyaHeaHquantitativeH
proteomeVtoxicityHrelationshipsHQQPTRRHbasedHonHmassHspectrumHspiralHentropyaHChemicaloResearcho
inoToxicologyUH2008UHedUHidlVfe

4 35

13 vomputationalHchemistryHapproachHforHtheHearlyHdetectionHofHdrugVinducedHidiosyncraticHliverH
toxicityaHJournaloofoComputationaloChemistryUH2008UHelUHhffVgl 3.5 42

12
wesirabilityVbasedHmultiobjectiveHoptimizationHforHglobalHQStRHstudiesmHapplicationHtoHtheHdesignHofH
novelHNStIwsHwithHimprovedHanalgesicUHantiinflammatoryUHandHulcerogenicHprofilesaHJournaloofo
ComputationaloChemistryUH2008UHelUHegghVhl

3.5 40

11 StochasticHmolecularHdescriptorsHforHpolymersaHgaHStudyHofHcomplexHmixturesHwithHtopologicalH
indicesHofHmassHspectraHspiralHandHstarHnetworksmHTheHbloodHproteomeHcaseaHPolymerUH2008UHglUHhhjhVhhkj3.9 22

10
QuantitativeHProteomeVPropertyHRelationshipsHQQPPRsRaHPartHdmHfindingHbiomarkersHofHorganicHdrugsH
withHmeanHMarkovHconnectivityHindicesHofHspiralHnetworksHofHbloodHmassHspectraaHBioorganicoando
MedicinaloChemistryUH2008UHdiUHlikgVlf

3.4 13

9 MultiVtargetHQSPRHassembleHofHaHvomplexHNetworkHforHtheHdistributionHofHchemicalsHtoHbiphasicH
systemsHandHbiologicalHtissuesaHChemometricsoandoIntelligentoLaboratoryoSystemsUH2008UHlgUHdicVdih 3.8 6

8
vomputationalHchemistryHdevelopmentHofHaHunifiedHfreeHenergyHMarkovHmodelHforHtheHdistributionH
ofHdfccHchemicalsHtoHfkHdifferentHenvironmentalHorHbiologicalHsystemsaHJournaloofoComputationalo
ChemistryUH2007UHekUHdlclVef

3.5 67

7 vomputationalHmodelingHtoolsHforHtheHdesignHofHpotentHantimalarialHbisbenzamidinesmHovercomingH
theHantimalarialHpotentialHofHpentamidineaHBioorganicoandoMedicinaloChemistryUH2007UHdhUHhfeeVfl 3.4 15

6 vhemometricsHforHQStRHwithHlowHsequenceHhomologymHMycobacterialHpromoterHsequencesH
recognitionHwithHewVRNtHentropiesaHChemometricsoandoIntelligentoLaboratoryoSystemsUH2007UHkhUHecVei 3.8 23

5 SimpleHstochasticHfingerprintsHtowardsHmathematicalHmodelingHinHbiologyHandHmedicineHeaHUnifyingH
MarkovHmodelHforHdrugsHsideHeffectsaHBulletinoofoMathematicaloBiologyUH2006UHikUHdhejVhg 2.1 9
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4 SimpleHstochasticHfingerprintsHtowardsHmathematicalHmodelingHinHbiologyHandHmedicineaHfaHOcularH
irritabilityHclassificationHmodelaHBulletinoofoMathematicaloBiologyUH2006UHikUHdhhhVje 2.1 9

3 PredictingHmultipleHdrugsHsideHeffectsHwithHaHgeneralHdrugVtargetHinteractionHthermodynamicH
MarkovHmodelaHBioorganicoandoMedicinaloChemistryUH2005UHdfUHdddlVel 3.4 41

2
QStRHforHantiVRNtVvirusHactivityUHsynthesisUHandHassayHofHantiVRSVHcarbonucleosidesHgivenHaHunifiedH
representationHofHspectralHmomentsUHquadraticUHandHtopologicHindicesaHBioorganicoandoMedicinalo
ChemistryoLettersUH2005UHdhUHdihdVj

2.9 34

1 UnifiedHdrugVtargetHinteractionHthermodynamicHMarkovHmodelHusingHstochasticHentropiesHtoHpredictH
multipleHdrugsHsideHeffectsaHEuropeanoJournaloofoMedicinaloChemistryUH2005UHgcUHdcfcVgd 6.8 23
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