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xyclinadependentMKinaseMhcnMWxyKhcnYMandMβistoneMyeacetlyaseeMWβyvxeYMagainstMMalignantM
xancerbMJournalnofnMedicinalnChemistry]M2018]Mke]Mgekkagenf
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49
StructuralMoptimizationMandMstructureaactivityMrelationshipMstudiesMofM
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ofMRzTMandMitsMdrugMresistanceMmutantsbMEuropeannJournalnofnMedicinalnChemistry]M2018]Mehg]Meehmaeekh
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NewMxlassMofMReceptoraInteractingMProteinMKinaseMeMWRIPKeYMInhibitors]MWhichMShowedMPotentM
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cellMlymphomaMWwxLYMmodelsbMOncotarget]M2017]Mm]Meeehniaeeeidl 3.3 1
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vutophagyMInducersbMJournalnofnMedicinalnChemistry]M2017]Mkd]Mkgglakgif 8.3 24

39 I{PTargetoMvMxustomizedMVirtualMTargetMIdentificationMMethodMwasedMonMProteinaLigandMInteractionM
{ingerprintingMvnalysesbMJournalnofnChemicalnInformationnandnModeling]M2017]Mil]Mekhdaekie 6.1 23

38 yiscoveryMofMselectiveMproteinMarginineMmethyltransferaseMiMinhibitorsMandMbiologicalMevaluationsbM
ChemicalnBiologynandnDrugnDesign]M2017]Mmn]Mimiainm 2.9 18
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ShowedMPotentMvctivityMinMaMPsoriaticMvnimalMModelbMJournalnofnMedicinalnChemistry]M2016]Min]Mmfngagdi
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35 zngineeringMPhidMPeroxygenaseMtoMxatalyzeMβighlyMznantioselectiveMzpoxidationMofM
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TripleMNegativeMwreastMxancerbMJournalnofnMedicinalnChemistry]M2016]Min]Mnlmmanmdi

8.3 14

33 IdentificationMofMnewMpgddMhistoneMacetyltransferaseMinhibitorsMfromMnaturalMproductsMbyMaM
customizedMvirtualMscreeningMmethodbMRSCnAdvances]M2016]Mk]Mkeeglakeehd 3.7 23

32 SynthesisMandMevaluationMofMstyrylpyranMfluorophoresMforMnoninvasiveMdetectionMofMcerebralM
˛†aamyloidMdepositsbMBioorganicnandnMedicinalnChemistry]M2016]Mfh]Mmflagh 3.4 12

31 yiscoveryMofMKyMivMinhibitorsoMβomologyMmodeling]MvirtualMscreeningMandMstructureaactivityM
relationshipManalysisbMBioorganicnandnMedicinalnChemistrynLetters]M2016]Mfk]Mffmham 2.9 16

30 PreclinicalMzvaluationMofMaMNovelMOrallyMvvailableMSRxcRafcVz}{RfMInhibitor]MSKLwkhk]MinMtheM
TreatmentMofMTripleaNegativeMwreastMxancerbMMolecularnCancernTherapeutics]M2016]Mei]Mgkkalm 6.1 17

29 yesign]MSynthesis]MandMwiologicalMzvaluationMofMeawenzylaeβapyrazoleMyerivativesMasMReceptorM
InteractingMProteinMeMKinaseMInhibitorsbMChemicalnBiologynandnDrugnDesign]M2016]Mml]Miknalh 2.9 5

28 TetMznzymesMRegulateMTelomereMMaintenanceMandMxhromosomalMStabilityMofMMouseMzSxsbMCelln
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27 YLhdlgMisMaMpotentMautophagyastimulatingMantitumorMagentMinManMinMvivoMmodelMofMLewisMlungM
carcinomabMOncologynReports]M2016]Mgi]Mfdmeam 3.5 4
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2.9 12
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2015]Mim]Mgnilalh

8.3 32

22 LzvyOPToManMautomaticMtoolMforMstructureabasedMleadMoptimization]MandMitsMapplicationMinMstructuralM
optimizationsMofMVz}{RfMandMSYKMinhibitorsbMEuropeannJournalnofnMedicinalnChemistry]M2015]Mng]Mifgagm 6.8 19

21 vMpyraneMbasedMfluorescenceMprobeMforMnoninvasiveMpredictionMofMcerebralM˛†aamyloidMfibrilsbM
BioorganicnandnMedicinalnChemistrynLetters]M2015]Mfi]Mhhlfak 2.9 7

20 yiscoveryMofMkaphenylimidazo[f]eab]thiazoleMderivativesMasMaMnewMtypeMofM{LTgMinhibitorsbMBioorganicn
andnMedicinalnChemistrynLetters]M2015]Mfi]Mhigham 2.9 11

19 vMpreclinicalMevaluationMofMSKLwfke]MaMmultikinaseMinhibitorMofMz}{RcSrccVz}{Rf]MasMaMtherapeuticM
agentMagainstMpancreaticMcancerbMMolecularnCancernTherapeutics]M2015]Meh]Mhdlaem 6.1 25

18 VirtualMscreeningMinMsmallMmoleculeMdiscoveryMforMepigeneticMtargetsbMMethods]M2015]Mle]Meimakk 4.6 16

17 SKLwakll]ManM{LTgMandMWntc˛†acateninMsignalingMinhibitor]MdisplaysMpotentMactivityMinMmodelsMofM
{LTgadrivenMvMLbMScientificnReports]M2015]Mi]Meikhk 4.9 23

16 TSaxhemscore]MaMTargetaSpecificMScoringM{unction]MSignificantlyMImprovesMtheMPerformanceMofM
ScoringMinMVirtualMScreeningbMChemicalnBiologynandnDrugnDesign]M2015]Mmk]Meam 2.9 10

15 iaMethoxyquinolineMyerivativesMasMaMNewMxlassMofMzZβfMInhibitorsbMMolecules]M2015]Mfd]Mlkfdagk 4.8 9

14 yiscoveryMandMstructureaactivityMrelationshipsMstudyMofMnovelMthieno[f]gab]pyridineManaloguesMasM
hepatitisMxMvirusMinhibitorsbMBioorganicnandnMedicinalnChemistrynLetters]M2014]Mfh]Meimeam 2.9 32

13 znhancedMturnoverMrateMandMenantioselectivityMinMtheMasymmetricMepoxidationMofMstyreneMbyMnewM
Tfeg}MmutantsMofMxYPMeenbMRSCnAdvances]M2014]Mh]Mflifkaflige 3.7 13

12 vMfacileMlargeascaleMmicrowaveMsynthesisMofMhighlyMfluorescentMcarbonMdotsMfromMbenzenediolM
isomersbMJournalnofnMaterialsnChemistrynC]M2014]Mf]Midfmaidgi 7.1 63

11 vMpredictionMmodelMofMdrugainducedMototoxicityMdevelopedMbyManMoptimalMsupportMvectorMmachineM
WSVMYMmethodbMComputersninnBiologynandnMedicine]M2014]Mie]Meffal 7 16

10 PharmacophoreawasedMyeMNovoMyesignM2013]Mfdeafeh
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9 {acileMSynthesisMofMkavrylagacyanopyridineafaWeβYathionesMfromMvrylMKetonesbMSyntheticn
Communications]M2012]Mhf]Meifeaeige 1.7 9

8
StructuralMoptimizationMandMstructureaactivityMrelationshipsMofM
NfaWhaWhaMethylpiperazinaeaylYphenylYaNmaphenylanβapurineaf]madiamineMderivatives]MaMnewMclassMofM
reversibleMkinaseMinhibitorsMtargetingMbothMz}{RaactivatingMandMresistanceMmutationsbMJournalnofn
MedicinalnChemistry]M2012]Mii]Medkmiann

8.3 37
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yiscoveryMofMtheMnovelMpotentMandMselectiveM{LTgMinhibitorMea{ia[laWgaM
morpholinopropoxyYquinazolinahaylthio]a[e]g]h]thiadiazolafayl}agapatolylureaMandMitsMantiaacuteM
myeloidMleukemiaMWvMLYMactivitiesMinMvitroMandMinMvivobMJournalnofnMedicinalnChemistry]M2012]Mii]Mgmifakk

8.3 29

6
yiscoveryMofMnovelMPimaeMkinaseMinhibitorsMbyMaMhierarchicalMmultistageMvirtualMscreeningMapproachM
basedMonMSVMMmodel]Mpharmacophore]MandMmolecularMdockingbMJournalnofnChemicalnInformationnandn
Modeling]M2011]Mie]Megkhali

6.1 58

5 PharmacophoreMmodelingMandMapplicationsMinMdrugMdiscoveryoMchallengesMandMrecentMadvancesbMDrugn
DiscoverynToday]M2010]Mei]Mhhhaid 8.8 488

4 TakingMquinazolineMasMaMgeneralMsupportaNogMtoMdesignMpotentMandMselectiveMkinaseMinhibitorsoM
applicationMtoM{MSalikeMtyrosineMkinaseMgbMChemMedChem]M2010]Mi]Miegak 3.7 15

3
vnMintegratedMschemeMforMfeatureMselectionMandMparameterMsettingMinMtheMsupportMvectorMmachineM
modelingMandMitsMapplicationMtoMtheMpredictionMofMpharmacokineticMpropertiesMofMdrugsbMArtificialn
IntelligenceninnMedicine]M2009]Mhk]Meiiakg

7.4 42

2
WhetherMprotonMtransitionMtoMtheMtriphosphateMtailMofMvTPMoccursMatMproteinMkinaseMenvironmentoMvM
xaraParrinelloMabMinitioMmolecularMdynamicsMstudybMInternationalnJournalnofnQuantumnChemistry]M2008
]Medm]Mefgnaefhi

2.1 1

1
{reeMenergyMprofilesMforMmonomerMcaptureMinM}rubbsaMandMSβOPatypeMolefinMpolymerizationM
catalystsoMaMconstraintMabMinitioMmolecularMdynamicsMstudybMJournalnofnComputationalnChemistry]M2007
]Mfm]Miegam
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