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j Paper IF Citations

129 szepineY–ndoleLslkaloidsLxromLεodulateLfYzTLReceptorsLandLPreventLProteinLToxicityLinLTransgenicL
ZZLFrontiershinhNeuroscienceXL2022XLbgXLicgcik 5.1 0

128 StudyingLandLmitigatingLtheLeffectsLofLdataLdriftsLonLεβLmodelLperformanceLatLtheLexampleLofL
chemicalLtoxicityLdataZZLScientifichReportsXL2022XLbcXLhcee 4.9 0

127 ydkcwLneuroserpinLcausingLtheLdementiaLxwη–tLisLsecretedLfromLcellsLbutLisLnotLsynaptotoxicZL
ScientifichReportsXL2021XLbbXLihgg 4.9 4

126 RationalityLoverLfashionLandLhypeLinLdrugLdesignZLF1000ResearchXL2021XLbaXL 3.6 7

125 uhemtioSimlLwnhancingLuonformalLPredictionLofL–nLVivoLToxicityLbyLUseLofLPredictedLtioactivitiesZL
JournalhofhChemicalhInformationhandhModelingXL2021XLgbXLdcffYdchc 6.1 5

124 yβORYxlLPredictionLofLtheLεetabolitesLResultingLfromLPhaseLbLandLPhaseLcLtiotransformationsLofL
XenobioticsZLChemicalhResearchhinhToxicologyXL2021XLdeXLcigYckk 4 20

123 zvsudiYxinderlLsLεachineLβearningYbasedLuomputationalLToolLtoLScreenLforLzvsudL–nhibitorsZL
MolecularhInformaticsXL2021XLeaXLecaaabaf 3.8 6

122 –nLSilicoLεodelsLtoLPredictLtheLPerturbationLofLεolecularL–nitiatingLwventsLRelatedLtoLThyroidL
zormoneLzomeostasisZLChemicalhResearchhinhToxicologyXL2021XLdeXLdkgYebb 4 3

121 SkinLvoctorLuPlLuonformalLPredictionLofLtheLSkinLSensitizationLPotentialLofLSmallLOrganicL
εoleculesZLChemicalhResearchhinhToxicologyXL2021XLdeXLddaYdee 4 5

120 sntibacterialLactivityLofLxyloseYderivedLβpxuLinhibitorsLYLSynthesisXLbiologicalLevaluationLandL
molecularLdockingLstudiesZLBioorganichChemistryXL2021XLbahXLbaegad 5.1 1

119
tonεOβiˆ¤relLSmallYSizedLβibrariesLofLReadilyLPurchasableLuompoundsXLOptimizedLtoLProduceL
yenuineLzitsLinLtiologicalLScreensLacrossLtheLProteinLSpaceZLInternationalhJournalhofhMolecularh
SciencesXL2021XLccXL

6.3 1

118 uYPstratelLsLSetLofLεachineLβearningLεodelsLforLtheLsccurateLulassificationLofLuytochromeLPefaL
wnzymeLSubstratesLandLηonYSubstratesZLMoleculesXL2021XLcgXL 4.8 2

117 PredictingLtheLSkinLSensitizationLPotentialLofLSmallLεoleculesLwithLεachineLβearningLεodelsL
TrainedLonLtiologicallyLεeaningfulLvescriptorsZLPharmaceuticalsXL2021XLbeXL 5.2 1

116
sαTbLandLPTwηLshowLtheLhighestLaffinitiesLamongLphosphoinositideLbindingLproteinsLforLtheL
secondLmessengersLPtd–nsTdXeXfUPLandLPtd–nsTdXeUPZLBiochemicalhandhBiophysicalhResearchh
CommunicationsXL2021XLfgiXLbbaYbbf

3.4 1

115 uYPlebritylLεachineLlearningLmodelsLforLtheLpredictionLofLinhibitorsLofLcytochromeLPefaLenzymesZL
BioorganichandhMedicinalhChemistryXL2021XLegXLbbgdii 3.4 3

114 uomputationalLspplicationsLinLSecondaryLεetaboliteLviscoveryLTusiSεvUlLanLonlineLworkshopZL
JournalhofhCheminformaticsXL2021XLbdXLge 8.6 1

113 uomputationalLpredictionLofLfrequentLhittersLinLtargetYbasedLandLcellYbasedLassaysZLArtificialh
IntelligencehinhthehLifehSciencesXL2021XLbXLbaaaah
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112 ηwRvvlLaLwebLportalLprovidingLaccessLtoLinLsilicoLtoolsLforLdrugLdiscoveryZLBioinformaticsXL2020XLdgXLbckbYbckc7.2 16

111 TacklingLsntimicrobialLResistanceLwithLSmallLεoleculesLTargetingLβsrαlLuhallengesLandL
OpportunitiesZLJournalhofhMedicinalhChemistryXL2020XLgdXLbfcedYbfcfh 8.3 12

110
ScopeLofLdvLShapeYtasedLspproachesLinLPredictingLtheLεacromolecularLTargetsLofLStructurallyL
uomplexLSmallLεoleculesL–ncludingLηaturalLProductsLandLεacrocyclicLβigandsZLJournalhofhChemicalh
InformationhandhModelingXL2020XLgaXLcifiYcihf

6.1 10

109 SimilarityYtasedLεethodsLandLεachineLβearningLspproachesLforLTargetLPredictionLinLwarlyLvrugL
viscoverylLPerformanceLandLScopeZLInternationalhJournalhofhMolecularhSciencesXL2020XLcbXL 6.3 14

108 sβsvv–ηlLvockingLspproachLsugmentedLbyLεachineLβearningLforLProteinLStructureLSelectionL
YieldsLSuperiorLVirtualLScreeningLPerformanceZLMolecularhInformaticsXL2020XLdkXLebkaabad 3.8 5

107
ηYthiadiazoleYeYhydroxyYcYquinoloneYdYcarboxamidesLbearingLheteroaromaticLringsLasLnovelL
antibacterialLagentslLvesignXLsynthesisXLbiologicalLevaluationLandLtargetLidentificationZLEuropeanh
JournalhofhMedicinalhChemistryXL2020XLbiiXLbbcacc

6.8 19

106 uheminformaticsLinLηaturalLProductYbasedLvrugLviscoveryZLMolecularhInformaticsXL2020XLdkXLecaaabhb 3.8 33

105 ValidationLstrategiesLforLtargetLpredictionLmethodsZLBriefingshinhBioinformaticsXL2020XLcbXLhkbYiac 13.4 26

104 ηaturalLproductsLagainstLacuteLrespiratoryLinfectionslLStrategiesLandLlessonsLlearnedZLJournalhofh
EthnopharmacologyXL2020XLceiXLbbccki 5 15

103
uryoYwεLstructureLofLpleconarilYresistantLrhinovirusYtfLcomplexedLtoLtheLantiviralLOtRYfYdeaL
revealsLunexpectedLbindingLsiteZLProceedingshofhthehNationalhAcademyhofhScienceshofhthehUnitedh
StateshofhAmericaXL2019XLbbgXLbkbakYbkbbf

11.5 14

102 SkinLvoctorlLεachineLβearningLεodelsLforLSkinLSensitizationLPredictionLthatLProvideLwstimatesLandL
–ndicatorsLofLPredictionLReliabilityZLInternationalhJournalhofhMolecularhSciencesXL2019XLcaXL 6.3 7

101 ηPYScoutlLεachineLβearningLspproachLforLtheLQuantificationLandLVisualizationLofLtheLηaturalL
ProductYβikenessLofLSmallLεoleculesZLBiomoleculesXL2019XLkXL 5.9 31

100 yβORYlLyeneratorLofLtheLStructuresLofLβikelyLuytochromeLPefaLεetabolitesLtasedLonLPredictedL
SitesLofLεetabolismZLFrontiershinhChemistryXL2019XLhXLeac 5 43

99 uonformatorlLsLηovelLεethodLforLtheLyenerationLofLuonformerLwnsemblesZLJournalhofhChemicalh
InformationhandhModelingXL2019XLfkXLhdbYhec 6.1 26

98 snalysisLofLtheLxβVRLmotifLofLSz–PbLandLitsLimportanceLforLtheLproteinLstabilityLofLSzcLcontainingL
signalingLproteinsZLCellularhSignallingXL2019XLgdXLbakdia 4.9 2

97 xsεwLdlLPredictingLtheLSitesLofLεetabolismLinLSyntheticLuompoundsLandLηaturalLProductsLforL
PhaseLbLandLPhaseLcLεetabolicLwnzymesZLJournalhofhChemicalhInformationhandhModelingXL2019XLfkXLdeaaYdebc6.1 34

96 ResourcesLforLuhemicalXLtiologicalXLandLStructuralLvataLonLηaturalLProductsZLProgresshinhtheh
ChemistryhofhOrganichNaturalhProductsXL2019XLbbaXLdhYhb 1.9 6

95 PhenylethyleneLglycolYderivedLβpxuLinhibitorsLwithLdiverseLZncWYbindingLgroupsZLTetrahedronXL2019
XLhfXLeigYfak 2.4 4

(2019-2020)
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94 –ηzbeXLaLSmallYεoleculeLUreaLverivativeXL–nhibitsLtheL–αα˛–/˛†YvependentLTβRL–nflammatoryL
ResponseZLChemBioChemXL2019XLcaXLhbaYhbh 3.8 6

93 uomputationalLmethodsLandLtoolsLtoLpredictLcytochromeLPefaLmetabolismLforLdrugLdiscoveryZL
ChemicalhBiologyhandhDrughDesignXL2019XLkdXLdhhYdig 2.9 62

92 zitLvexterLcZalLεachineYβearningLεodelsLforLtheLPredictionLofLxrequentLzittersZLJournalhofhChemicalh
InformationhandhModelingXL2019XLfkXLbadaYbaed 6.1 50

91 zitLvexterlLsLεachineYβearningLεodelLforLtheLPredictionLofLxrequentLzittersZLChemMedChemXL2018XL
bdXLfgeYfhb 3.7 26

90 viscoveryLofLtioactiveLηaturalLProductsLforLtheLTreatmentLofLscuteLRespiratoryL–nfectionsLYLsnL
–ntegratedLspproachZLPlantahMedicaXL2018XLieXLgieYgkf 3.1 11

89 uharacterizationLofLtheLuhemicalLSpaceLofLαnownLandLReadilyLObtainableLηaturalLProductsZLJournalh
ofhChemicalhInformationhandhModelingXL2018XLfiXLbfbiYbfdc 6.1 50

88 zowLviverseLsreLtheLProteinYtoundLuonformationsLofLSmallYεoleculeLvrugsLandLuofactorsqZL
FrontiershinhChemistryXL2018XLgXLgi 5 5

87 uomputationalLapproachesLforLskinLsensitizationLpredictionZLCriticalhReviewshinhToxicologyXL2018XLeiXLhdiYhga5.7 22

86 zighYQualityLvatasetLofLProteinYtoundLβigandLuonformationsLandL–tsLspplicationLtoLtenchmarkingL
uonformerLwnsembleLyeneratorsZLJournalhofhChemicalhInformationhandhModelingXL2017XLfhXLfckYfdk 6.1 39

85 slignmentYtasedLPredictionLofLSitesLofLεetabolismZLJournalhofhChemicalhInformationhandhModelingXL
2017XLfhXLbcfiYbcge 6.1 10

84 tenchmarkingLuommercialLuonformerLwnsembleLyeneratorsZLJournalhofhChemicalhInformationhandh
ModelingXL2017XLfhXLchbkYchci 6.1 51

83 vataLResourcesLforLtheLuomputerYyuidedLviscoveryLofLtioactiveLηaturalLProductsZLJournalhofh
ChemicalhInformationhandhModelingXL2017XLfhXLcakkYcbbb 6.1 99

82 xsεwLclLSimpleLandLwffectiveLεachineLβearningLεodelLofLuytochromeLPefaLRegioselectivityZL
JournalhofhChemicalhInformationhandhModelingXL2017XLfhXLbidcYbieg 6.1 36

81 viscoveryLandLuharacterizationLofLviazenylarylLSulfonicLscidsLasL–nhibitorsLofLViralLandLtacterialL
ηeuraminidasesZLFrontiershinhMicrobiologyXL2017XLiXLcaf 5.7 10

80 viscoveryLofLprenylatedLflavonoidsLwithLdualLactivityLagainstLinfluenzaLvirusLandLStreptococcusL
pneumoniaeZLScientifichReportsXL2016XLgXLchbfg 4.9 41

79 bbthLyermanLuonferenceLonLuhemoinformaticsLTyuuLcabfULlLxuldaXLyermanyZLiYbaLηovemberLcabfZL
JournalhofhCheminformaticsXL2016XLiXLbi 8.6

78 vualLsctingLηeuraminidaseL–nhibitorsLOpenLηewLOpportunitiesLtoLvisruptLtheLβethalLSynergismL
betweenLStreptococcusLpneumoniaeLandL–nfluenzaLVirusZLFrontiershinhMicrobiologyXL2016XLhXLdfh 5.7 31

77 PlatformLforLdeterminingLtheLinhibitionLprofileLofLneuraminidaseLinhibitorsLinLanLinfluenzaLvirusLηbL
backgroundZLJournalhofhVirologicalhMethodsXL2016XLcdhXLbkcYbkk 2.6 4
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76 PredictingLdrugLmetabolismlLexperimentLand/orLcomputationqZLNaturehReviewshDrughDiscoveryXL
2015XLbeXLdihYeae 64.1 255

75 sntipneumococcalLactivityLofLneuraminidaseLinhibitingLartocarpinZLInternationalhJournalhofhMedicalh
MicrobiologyXL2015XLdafXLcikYkh 3.7 27

74 uomplementaryLassaysLhelpingLtoLovercomeLchallengesLforLidentifyingLneuraminidaseLinhibitorsZL
FuturehVirologyXL2015XLbaXLhhYii 2.4 17

73 εolecularLmechanismLofLaLspecificLcapsidLbinderLresistanceLcausedLbyLmutationsLoutsideLtheL
bindingLpocketZLAntiviralhResearchXL2015XLbcdXLbdiYef 10.8 9

72 PyrazolopyrimidineslLPotentL–nhibitorsLTargetingLtheLuapsidLofLRhinoYLandLwnterovirusesZL
ChemMedChemXL2015XLbaXLbgckYde 3.7 26

71 srylLtisYSulfonamideL–nhibitorsLofL–spxLfromLsrabidopsisLthalianaLandLPlasmodiumLfalciparumZL
ChemMedChemXL2015XLbaXLcakaYi 3.7 15

70 –nterfaceLdynamicsLexplainLassemblyLdependencyLofLinfluenzaLneuraminidaseLcatalyticLactivityZL
JournalhofhBiomolecularhStructurehandhDynamicsXL2015XLddXLbaeYca 3.6 19

69 ThienoquinolinesLasLnovelLdisruptorsLofLtheLPαu˛µ/RsuαcLproteinYproteinLinteractionZLJournalhofh
MedicinalhChemistryXL2014XLfhXLdcdfYeg 8.3 20

68 uomputerYguidedLapproachLtoLaccessLtheLantiYinfluenzaLactivityLofLlicoriceLconstituentsZLJournalhofh
NaturalhProductsXL2014XLhhXLfgdYha 4.9 30

67 Qε/εεLStudiesLofLStructureLandLReactivityLofLuytochromeLPefaLwnzymeslLεethodologyLandL
SelectedLspplicationsZLMethodshandhPrincipleshinhMedicinalhChemistryXL2014XLbddYbhi 0.4 4

66 QuantitativeLStructureâ��sctivityLRelationshipLTQSsRULεethodsLforLtheLPredictionLofLSubstratesXL
–nhibitorsXLandL–nducersLofLεetabolicLwnzymesZLMethodshandhPrincipleshinhMedicinalhChemistryXL2014XLdbkYdfa0.4

65 PredictionLofLPhosphoglycoproteinLTPYgpUYεediatedLvispositionLinLwarlyLvrugLviscoveryZLMethodsh
andhPrincipleshinhMedicinalhChemistryXL2014XLdhdYdkg 0.4 2

64 αnowledgeYtasedLspproachesLforLPredictingLtheLSitesLandLProductsLofLεetabolismZLMethodshandh
PrincipleshinhMedicinalhChemistryXL2014XLckdYdbi 0.4 4

63 OnlineLvatabasesLandLWebLServersLforLvrugLεetabolismLResearchZLMethodshandhPrincipleshinh
MedicinalhChemistryXL2014XLfdYhe 0.4 4

62 PharmacophoreYtasedLεethodsLforLPredictingLtheL–nhibitionLandL–nductionLofLεetabolicLwnzymesZL
MethodshandhPrincipleshinhMedicinalhChemistryXL2014XLdfbYdhc 0.4 1

61 StructureYtasedLεethodsLforLPredictingLtheLSitesLandLProductsLofLεetabolismZLMethodshandh
PrincipleshinhMedicinalhChemistryXL2014XLcedYcge 0.4 4

60 PredictingLToxicLwffectsLofLεetabolitesZLMethodshandhPrincipleshinhMedicinalhChemistryXL2014XLdkhYebc 0.4 1

59 –nLVitroLεodelsLforLεetabolismlLspplicabilityLforLResearchLonLxoodLtioactivesZLMethodshandh
PrincipleshinhMedicinalhChemistryXL2014XLebdYeea 0.4

(2014-2015)
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58 εetaboliteLvetectionLandLProfilingZLMethodshandhPrincipleshinhMedicinalhChemistryXL2014XLeifYeki 0.4 5

57 –nLVitroLspproachesLtoLStudyLvrugâ��vrugL–nteractionsZLMethodshandhPrincipleshinhMedicinalhChemistryXL
2014XLeebYeie 0.4 1

56 uytochromeLPefaLsiteLofLmetabolismLpredictionLfromLcvLtopologicalLfingerprintsLusingLyPUL
acceleratedLprobabilisticLclassifiersZLJournalhofhCheminformaticsXL2014XLgXLck 8.6 25

55 uytochromeLPefaLSubstrateLRecognitionLandLtindingZLMethodshandhPrincipleshinhMedicinalhChemistry
XL2014XLbadYbdc 0.4 3

54 ReactivityYtasedLspproachesLandLεachineLβearningLεethodsLforLPredictingLtheLSitesLofL
uytochromeLPefaYεediatedLεetabolismZLMethodshandhPrincipleshinhMedicinalhChemistryXL2014XLcgfYckc 0.4 2

53 εetabolismLinLvrugLvevelopmentZLMethodshandhPrincipleshinhMedicinalhChemistryXL2014XLbYcg 0.4 2

52 SoftwareLforLεetabolismLPredictionZLMethodshandhPrincipleshinhMedicinalhChemistryXL2014XLchYfc 0.4 5

51 StructureLandLvynamicsLofLzumanLvrugYεetabolizingLuytochromeLPefaLwnzymesZLMethodshandh
PrincipleshinhMedicinalhChemistryXL2014XLhfYbac 0.4 3

50 uomputationalLxreeLwnergyLεethodsLforLsscertainingLβigandL–nteractionLwithLεetabolizingL
wnzymesZLMethodshandhPrincipleshinhMedicinalhChemistryXL2014XLbhkYbki 0.4 2

49 wxperimentalLspproachesLtoLsnalysisLofLReactionsLofLuytochromeLPefaLwnzymesZLMethodshandh
PrincipleshinhMedicinalhChemistryXL2014XLbkkYcca 0.4 5

48 εolecularL–nteractionLxieldsLforLPredictingLtheLSitesLandLProductsLofLεetabolismZLMethodshandh
PrincipleshinhMedicinalhChemistryXL2014XLccbYcec 0.4 0

47 QuantifyingLtheLshiftsLinLphysicochemicalLpropertyLspaceLintroducedLbyLtheLmetabolismLofLsmallL
organicLmoleculesZLJournalhofhCheminformaticsXL2013XLfXL 8.6 78

46 zowLdoLmetabolitesLdifferLfromLtheirLparentLmoleculesLandLhowLareLtheyLexcretedqZLJournalhofh
ChemicalhInformationhandhModelingXL2013XLfdXLdfeYgh 6.1 29

45 xsstLεwtabolizerLTxsεwUlLsLrapidLandLaccurateLpredictorLofLsitesLofLmetabolismLinLmultipleLspeciesL
byLendogenousLenzymesZLJournalhofhChemicalhInformationhandhModelingXL2013XLfdXLcikgYkah 6.1 41

44 SupportLVectorLεachineLTSVεULεodelsLforLPredictingL–nhibitorsLofLtheLdSLProcessingLStepLofLz–VYbL
–ntegraseZLMolecularhInformaticsXL2013XLdcXLibbYcg 3.8 3

43 sntiYcancerLvrugLvevelopmentlLuomputationalLStrategiesLtoL–dentifyLandLTargetLProteinsL–nvolvedL
inLuancerLεetabolismZLCurrenthPharmaceuticalhDesignXL2013XLbkXLfdcYfhh 3.3 24

42 sntiYcancerLdrugLdevelopmentlLcomputationalLstrategiesLtoLidentifyLandLtargetLproteinsLinvolvedLinL
cancerLmetabolismZLCurrenthPharmaceuticalhDesignXL2013XLbkXLfdcYhh 3.3 8

41 SynthesisLandLbiologicalLassessmentLofLnovelLcYthiazolylhydrazonesLandLcomputationalLanalysisLofL
theirLrecognitionLbyLmonoamineLoxidaseLtZLEuropeanhJournalhofhMedicinalhChemistryXL2012XLeiXLcieYkf 6.8 29
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40
–dentificationLofLz–VYbLreverseLtranscriptaseLdualLinhibitorsLbyLaLcombinedLshapeYXLcvYfingerprintYL
andLpharmacophoreYbasedLvirtualLscreeningLapproachZLEuropeanhJournalhofhMedicinalhChemistryXL
2012XLfaXLcbgYck

6.8 55

39 –nfluenzaLneuraminidaselLaLdruggableLtargetLforLnaturalLproductsZLNaturalhProducthReportsXL2012XL
ckXLbbYdg 15.1 116

38 ηovelLpharmacologicalLchaperonesLthatLcorrectLphenylketonuriaLinLmiceZLHumanhMolecularhGenetics
XL2012XLcbXLbihhYih 5.6 50

37 uomputationalLpredictionLofLmetabolismlLsitesXLproductsXLSsRXLPefaLenzymeLdynamicsXLandL
mechanismsZLJournalhofhChemicalhInformationhandhModelingXL2012XLfcXLgbhYei 6.1 212

36 TheLuhallengesL–nvolvedLinLεodelingLToxicityLvataL–nLSilicolLsLReviewZLCurrenthDrughMetabolismXL
2012XLbiXLbcggYbckb 3.5 4

35 TheLchallengesLinvolvedLinLmodelingLtoxicityLdataLinLsilicolLaLreviewZLCurrenthPharmaceuticalhDesignXL
2012XLbiXLbcggYkb 3.3 67

34 sntiYcancerLvrugLvevelopmentlLuomputationalLStrategiesLtoL–dentifyLandLTargetLProteinsL–nvolvedL
inLuancerLεetabolismZLCurrenthPharmaceuticalhDesignXL2012XLbkXLfdcYfhh 3.3

33 uonsiderationLofLWaterLandLSolvationLwffectsLinLVirtualLScreeningZLMethodshandhPrincipleshinh
MedicinalhChemistryXL2011XLcgdYcik 0.4 8

32 xromLinLsilicoLtargetLpredictionLtoLmultiYtargetLdrugLdesignlLcurrentLdatabasesXLmethodsLandL
applicationsZLJournalhofhProteomicsXL2011XLheXLcffeYhe 3.9 214

31
–dentificationLofLchemicallyLdiverseXLnovelLinhibitorsLofLbh˛†YhydroxysteroidLdehydrogenaseLtypeLdL
andLfLbyLpharmacophoreYbasedLvirtualLscreeningZLJournalhofhSteroidhBiochemistryhandhMolecularh
BiologyXL2011XLbcfXLbeiYgb

5.1 30

30
tarbituricLacidLderivativeLtsSLacbaekfbLinhibitsLPαu˛µXLPαu˛•XLPαu˛µ/RsuαcLinteractionXLwlkYbL
phosphorylationLinLzeβaLandLPαu˛µLandL˛•LtranslocationLinLPudLcellsLfollowingLTPsYinductionZLJournalh
ofhBiochemistryXL2011XLbekXLddbYg

3.1 7

29 ηovelLneuraminidaseLinhibitorslLidentificationXLbiologicalLevaluationLandLinvestigationsLofLtheL
bindingLmodeZLFuturehMedicinalhChemistryXL2011XLdXLedhYfa 4.1 30

28 vevelopmentLofLantiYviralLagentsLusingLmolecularLmodelingLandLvirtualLscreeningLtechniquesZL
InfectioushDisordershxhDrughTargetsXL2011XLbbXLgeYkd 1.1 33

27 εodulatorsLofLproteinYproteinLinteractionslLnovelLapproachesLinLtargetingLproteinLkinasesLandL
otherLpharmaceuticallyLrelevantLbiomoleculesZLCurrenthTopicshinhMedicinalhChemistryXL2011XLbbXLbdafYbk 3 19

26 visruptionLofLtheLviralLpolymeraseLcomplexLassemblyLasLaLnovelLapproachLtoLattenuateLinfluenzaLsL
virusZLJournalhofhBiologicalhChemistryXL2011XLcigXLiebeYiece 5.4 28

25 OneLconceptXLthreeLimplementationsLofLdvLpharmacophoreYbasedLvirtualLscreeninglLdistinctL
coverageLofLchemicalLsearchLspaceZLJournalhofhChemicalhInformationhandhModelingXL2010XLfaXLbcebYh 6.1 46

24 sntiviralLpotentialLandLmolecularLinsightLintoLneuraminidaseLinhibitingLdiarylheptanoidsLfromL
slpiniaLkatsumadaiZLJournalhofhMedicinalhChemistryXL2010XLfdXLhhiYig 8.3 101

23 spplicationsLofLintegratedLdataLminingLmethodsLtoLexploringLnaturalLproductLspaceLforL
acetylcholinesteraseLinhibitorsZLCombinatorialhChemistryhandhHighhThroughputhScreeningXL2010XLbdXLfeYgg 1.3 16

(2010-2012)
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22 PredictingLuyclooxygenaseL–nhibitionLbyLThreeYvimensionalLPharmacophoricLProfilingZLPartL–lLεodelL
yenerationXLValidationLandLspplicabilityLinLwthnopharmacologyZLMolecularhInformaticsXL2010XLckXLhfYig 3.8 27

21
SynthesisXLsemipreparativeLzPβuLseparationXLbiologicalLevaluationXLandLdvYQSsRLofL
hydrazothiazoleLderivativesLasLhumanLmonoamineLoxidaseLtLinhibitorsZLBioorganichandhMedicinalh
ChemistryXL2010XLbiXLfagdYha

3.4 41

20 εorphinansLandLisoquinolineslLacetylcholinesteraseLinhibitionXLpharmacophoreLmodelingXLandL
interactionLwithLopioidLreceptorsZLBioorganichandhMedicinalhChemistryXL2010XLbiXLfahbYia 3.4 40

19 zydrogenYbondingLpatternsLofLminorLgrooveYbinderYvηsLcomplexesLrevealLcriteriaLforLdiscoveryLofL
newLscaffoldsZLJournalhofhChemicalhInformationhandhModelingXL2009XLekXLbagdYk 6.1 11

18 uriticalLcomparisonLofLvirtualLscreeningLmethodsLagainstLtheLεUVLdataLsetZLJournalhofhChemicalh
InformationhandhModelingXL2009XLekXLcbgiYhi 6.1 38

17 zowLtoLoptimizeLshapeYbasedLvirtualLscreeninglLchoosingLtheLrightLqueryLandLincludingLchemicalL
informationZLJournalhofhChemicalhInformationhandhModelingXL2009XLekXLghiYkc 6.1 164

16 viscoveryLofLnovelLutcLreceptorLligandsLbyLaLpharmacophoreYbasedLvirtualLscreeningLworkflowZL
JournalhofhMedicinalhChemistryXL2009XLfcXLdgkYhi 8.3 30

15 viscoveryLofLnovelLPPsRLligandsLbyLaLvirtualLscreeningLapproachLbasedLonLpharmacophoreL
modelingXLdvLshapeXLandLelectrostaticLsimilarityLscreeningZLJournalhofhMedicinalhChemistryXL2008XLfbXLgdadYbh8.3 60

14 StructureYbasedLvirtualLscreeningLforLtheLdiscoveryLofLnaturalLinhibitorsLforLhumanLrhinovirusLcoatL
proteinZLJournalhofhMedicinalhChemistryXL2008XLfbXLiecYfb 8.3 70

13
viscoveryLofLnonsteroidalLbhbetaYhydroxysteroidLdehydrogenaseLbLinhibitorsLbyL
pharmacophoreYbasedLscreeningLofLvirtualLcompoundLlibrariesZLJournalhofhMedicinalhChemistryXL2008
XLfbXLebiiYkk

8.3 51

12 TheLProteinLvataLtankLTPvtUXLitsLrelatedLservicesLandLsoftwareLtoolsLasLkeyLcomponentsLforLinLsilicoL
guidedLdrugLdiscoveryZLJournalhofhMedicinalhChemistryXL2008XLfbXLhacbYea 8.3 81

11 viscoveryLofLnovelLcathepsinLSLinhibitorsLbyLpharmacophoreYbasedLvirtualLhighYthroughputL
screeningZLJournalhofhChemicalhInformationhandhModelingXL2008XLeiXLbgkdYhaf 6.1 23

10 wnhancingLdrugLdiscoveryLthroughLinLsilicoLscreeninglLstrategiesLtoLincreaseLtrueLpositivesLretrievalL
ratesZLCurrenthMedicinalhChemistryXL2008XLbfXLcaeaYfd 4.3 72
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