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55 uutoxTβ[[nMdeepMunsupervisedMlearningMforMxTβMpredictionMbyMautoencodersaMBMCmBioinformatics]M
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MolecularmDiversity]M2021]Meh]Meif_ekk 3.1 5

51 NovelMandMPredictiveMQSuRMModelMforMSteroidalMandMNonsteroidalMh˛–_MReductaseMTypeMββMβnhibitorsaM
CurrentmDrugmDiscoverymTechnologies]M2021]Mdl]Mfdk_ffe 1.5
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49 xrug_designingMStudiesMonMSulforaphaneMunaloguesnMPharmacophoreMMapping]MMolecularMxockingM
andMQSuRMModelingaMCurrentmDrugmDiscoverymTechnologies]M2021]Mdl]Mdfm_dhk 1.5 4
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structure_basedMvirtualMscreeningMforMdrugMdiscoveryMagainstMbacteriaaaMPLoSmONE]M2021]Mdi]Meceideik 3.7
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SparseMfeatureMselectionMinMmulti_targetMmodelingMofMcarbonicManhydraseMisoformsMbyMexploitingM
sharedMinformationMamongMmultipleMtargetsaMChemometricsmandmIntelligentmLaboratorymSystems]M2020]M
ecc]Mdcgccc
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46 βnMsilicoMdrugMrepositioningMofMzxu_approvedMdrugsMtoMpredictMnewMinhibitorsMforMalpha_synucleinM
aggregationaMComputationalmBiologymandmChemistry]M2020]Mll]Mdckfcl 3.6 1
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whemometricsMapproachesMbasedMonMelectrochemicalMmethodsMforMtheMinvestigationMofMinteractionM
betweenMbovineMserumMalbuminMandMcarvacrolMwithMtheMaimMofMitsMapplicationMtoMproteinMsensingaM
JournalmofmElectroanalyticalmChemistry]M2019]Mlgh]Mgl_hi
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41 ylectrochemicalMinvestigationMofMtheMinhibitionMeffectMofMcarvacrolMonMxanthineMoxidaseMactivityM
mergingMwithMtheoreticalMstudiesaMProcessmBiochemistry]M2019]Mlf]Mli_mh 4.8 3
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PxKgMinMaMMouseMModelMofMMultipleMSclerosisaMFrontiersminmPharmacology]M2019]Mdc]Mdgk 5.6 17
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pulseMvoltammetryMinMcombinationMwithMtheoreticalMstudiesaMEnzymemandmMicrobialmTechnology]M2019]M
ded]Mem_fi

3.8 3

38 SynthesisMofMnewMtriazoleMtetheredMderivativesMofMcurcuminMandMtheirMantibacterialMandMantifungalM
propertiesaMJournalmofmthemIranianmChemicalmSociety]M2019]Mdi]Mgih_gkk 2 4

37 whiralMhalogenatedMSchiffMbaseMcompoundsnMgreenMsynthesis]ManticancerMactivityMandMxNu_bindingM
studyaMJournalmofmMolecularmStructure]M2018]Mddid]Mgmk_hdd 3.4 19

36
NewMinsightsMintoMtheMefficiencyMofMthymolMsynergisticMeffectMwithMp_cymeneMinMinhibitingMadvancedM
glycationMendMproductsnMuMmulti_wayManalysisMbasedMonMspectroscopicMandMelectrochemicalMmethodsM
inMcombinationMwithMmolecularMdockingMstudyaMJournalmofmPharmaceuticalmandmBiomedicalmAnalysis]M
2018]Mdhc]Mgfi_ghd

3.5 14

35
StudiesMonMxNuMbindingMpropertiesMofMnewMSchiffMbaseMligandsMusingMspectroscopic]MelectrochemicalM
andMcomputationalMmethodsnMβnfluenceMofMsubstitutionsMonMxNu_bindingaMJournalmofmMolecularm
Liquids]M2018]Mehf]Mid_kd

6 42
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βdentifyingMtheMnovelMnaturalMantioxidantsMbyMcouplingMdifferentMfeatureMselectionMmethodsMwithM
nonlinearMregressionsMandMgasMchromatography_massMspectroscopyaMMicrochemicalmJournal]M2018]M
dfm]Mfke_fkm

4.8 9

33 StructuralMstabilityMofM˛†_lactoglobulinMinMtheMpresenceMofMcetylpyridinumMbromidenMspectroscopicMandM
molecularMdockingMstudiesaMJournalmofmBiomolecularmStructuremandmDynamics]M2018]Mfi]Mkhf_kic 3.6 6
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MonitoringMtheMprotectiveMabilityMofMthymoquinoneMmixtureMwithMp_cymeneMagainstMbovineMserumM
albuminMUvSuVMglycationnMMwR_uLSManalysisMbasedMonMcombinedMspectroscopicMandMelectrochemicalM
methodsaMInternationalmJournalmofmBiologicalmMacromolecules]M2018]Mdck]Megih_egkg

7.9 6

31 whemometricMstudiesMofMthymolMbindingMwithMbovineMserumMalbuminnMuMdevelopingMstrategyMforMtheM
successfulMinvestigationMofMpharmacologicalMactivityaMBioelectrochemistry]M2018]Mdeg]Mdke_dlg 5.6 7
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unMin_depthMviewMofMpotentialMdualMeffectMofMthymolMinMinhibitingMxanthineMoxidaseMactivitynM
ylectrochemicalMmeasurementsMinMcombinationMwithMfourMwayMPuRuzuwManalysisMandMmolecularM
dockingMinsightsaMInternationalmJournalmofmBiologicalmMacromolecules]M2018]Mddm]Mdeml_dfdc

7.9 7

29
uMnovelMproteochemometricsMmodelMforMpredictingMtheMinhibitionMofMnineMcarbonicManhydraseM
isoformsMbasedMonMsupervisedMLaplacianMscoreMandMk_nearestMneighbourMregressionaMSARmandmQSARminm
EnvironmentalmResearch]M2018]Mem]Mgdm_gfk

3.5 4

28 SynthesisMofMnovelMnorsufentanilManalogsMviaMaMfour_componentMUgiMreactionMandMinMvivo]Mdocking]M
andMQSuRMstudiesMofMtheirManalgesicMactivityaMChemicalmBiologymandmDrugmDesign]M2018]Mmd]Mmce_mdg 2.9 4

27
MultiMexperimentalMandMcomputationalMstudiesMforMxNuMandMαSuMinteractionMofMnewMnano_scaleM
ultrasound_assistedMsynthesizedMPdUββVMcomplexMasMaMpotentManticancerMdrugaMJournalmofmMolecularm
Liquids]M2018]Meig]Mfli_fmk

6 8

26
NovelMinsightsMintoMtheMeffectMofMfolateâ��albuminMbindingMonMtheMtransportMofMascorbicMacidMasManM
anticancerMagentnMchemometricManalysisMbasedMonMcombinedMspectroscopicMandMelectrochemicalM
studiesaMNewmJournalmofmChemistry]M2018]Mge]Mddcfd_ddcgh

3.6 1

25
wonstraintMscoreMforMsemi_supervisedMfeatureMselectionMinMligand_andMreceptor_basedMQSuRMonM
serinebthreonine_proteinMkinaseMPLKfMinhibitorsaMChemometricsmandmIntelligentmLaboratorymSystems]M
2017]Mdif]Mfd_gc
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24 zeatureMselectionMbasedMonMgraphMLaplacianMbyMusingMcompoundsMwithMknownMandMunknownM
activitiesaMJournalmofmChemometrics]M2017]Mfd]Meelmm 1.6 8

23 yxperimentalMandMtheoreticalMinvestigationMofMinteractionMbetweenMbovineMserumMalbuminMandMtheM
mixtureMofMcaffeicMacidMandMsalicylicMacidMasMtheMantioxidantsaMElectrochimicamActa]M2017]Mehh]Mgel_ggd 6.7 14

22
StudiesMofMxNu_MandMαSu_bindingMpropertiesMofMnewMnano_scaleMgreenMsynthesizedMNiMUββVMcomplexMasM
anticancerMagentMusingMspectroscopicMmethods]MviscosityMmeasurement]MmolecularMdocking]MMxM
simulationMandMQMbMMaMJournalmofmMolecularmLiquids]M2017]Megl]Meg_fh

6 21

21 TowardMaMhierarchicalMvirtualMscreeningMandMtoxicityMriskManalysisMforMidentifyingMnovelMwuMXββM
inhibitorsaMBioSystems]M2017]Mdie]Mfh_gf 1.9 3

20 uMSurveyMonMsemi_supervisedMfeatureMselectionMmethodsaMPatternmRecognition]M2017]Mig]Mdgd_dhl 7.7 221

19 SpectrophotometricMdeterminationMofMsyntheticMcolorantsMusingMPSO_–u_uNNaMFoodmChemistry]M2017
]Meec]Mfkk_flg 8.5 46

18 SequentialMandMMixedM–eneticMulgorithmMandMLearningMuutomataMUS–uLu]MM–uLuVMforMzeatureM
SelectionMinMQSuRaMIranianmJournalmofmPharmaceuticalmResearch]M2017]Mdi]Mhff_hhf 1.1 7

17
Synthesis]McharacterizationMandMseparationMofMchiralMandMachiralMdiastereomersMofMSchiffMbaseMPdUββVM
complexnMuMcomparativeMstudyMofMtheirMxNu_MandMαSu_bindingaMJournalmofmPhotochemistrymandm
PhotobiologymB:mBiology]M2016]Mdif]Megi_ic

6.7 26

16 αybridMdocking_QSuRMstudiesMofMxPP_βVMinhibitionMactivitiesMofMaMseriesMofMaminomethyl_piperidonesaM
ComputationalmBiologymandmChemistry]M2016]Mig]Mffh_fgh 3.6 12

15 unMinMsilicoMapproachMtoMdesignMpeptideMmimeticsMbasedMonMdockingMandMmolecularMdynamicsM
simulationMofMy–zRâ��matuzumabMcomplexaMJournalmofmthemIranianmChemicalmSociety]M2016]Mdf]Mdlch_dldk 2 3

14
Synthesis]McharacterizationMandMbiologicalMapplicationMofMfourMnovelMmetal_SchiffMbaseMcomplexesM
derivedMfromMallylamineMandMtheirMinteractionsMwithMhumanMserumMalbuminnMyxperimental]MmolecularM
dockingMandMONβOMMcomputationalMstudyaMJournalmofmPhotochemistrymandmPhotobiologymB:mBiology]M
2016]Mdie]Mggl_gie

6.7 53

13 NewMandMmildMmethodMforMtheMsynthesisMofMalprazolamMandMdiazepamMandMcomputationalMstudyMofM
theirMbindingMmodeMtoM–uvuuMreceptoraMMedicinalmChemistrymResearch]M2016]Meh]Mdhfl_dhhc 2.2 12

12 ScoringMmultipleMfeaturesMtoMpredictMdrugMdiseaseMassociationsMusingMinformationMfusionMandM
aggregationaMSARmandmQSARminmEnvironmentalmResearch]M2016]Mek]Micm_el 3.5 18

11 SynthesisMandMuntibacterialMyvaluationMofMNovelMXanthoneMSulfonamidesaMJournalmofmChemicalm
Research]M2015]Mfm]Mgff_gfk 0.6 5

10 QSuRMandMdockingMstudiesMofMsomeMd]e]f]g_tetrahydropyrimidinesnMevaluationMofMgpgdMasMpossibleM
targetMforManti_αβV_dMactivityaMMedicinalmChemistrymResearch]M2015]Meg]Mdkck_dkeg 2.2 9

9 QSuRMpredictionMofMαβV_dMproteaseMinhibitoryMactivitiesMusingMdockingMderivedMmolecularM
descriptorsaMJournalmofmTheoreticalmBiology]M2015]Mfim]Mdf_ee 2.3 28

8 MolecularMdynamicsMsimulationMstudyMandMmolecularMdockingMdescriptorsMinMstructure_basedMQSuRM
onMacetylcholinesteraseMUuwhyVMinhibitorsaMSARmandmQSARminmEnvironmentalmResearch]M2013]Meg]Mkkf_mg 3.5 29

7 MultitargetMfragment_basedMdesignMofMnovelMinhibitorsMforMuwhyMandMSSuObVuP_dMenzymesaMJournalm
ofmChemometrics]M2013]Mek]Memk_fch 1.6 1
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6 xocking]MmolecularMdynamicsMsimulationMstudies]MandMstructure_basedMQSuRMmodelMonMcytochromeM
PghcMeuiMinhibitorsaMStructuralmChemistry]M2012]Mef]Mfgd_fhc 1.8 19

5 βnvestigationMofMtheMinteractionMbetweenMamodiaquineMandMhumanMserumMalbuminMbyMfluorescenceM
spectroscopyMandMmolecularMmodelingaMEuropeanmJournalmofmMedicinalmChemistry]M2012]Mhg]Mehh_if 6.8 93

4 βnteractionsMbetweenMuctivin_LikeMKinaseMhMUuLKhVMreceptorMandMitsMinhibitorsMandMtheMconstructionM
ofMaMxockingMxescriptor_vasedMQSuRMmodelaMJournalmofmthemBrazilianmChemicalmSociety]M2012]Mef]Mecgf_ecme1.5 8

3
uMstructure_basedMQSuRMandMdockingMstudyMonM
imidazo[d]h_a][d]e]g]_triazolo[d]h_d][d]g]]benzodiazepinesMasMSelectiveM–uvuUuVM˛–hMinverseMagonistsaM
ChemicalmBiologymandmDrugmDesign]M2011]Mkl]Mide_ed

2.9 7

2 PredictionMofMselectivityMcoefficientsMofMunivalentManionsMforManion_selectiveMelectrodeMusingMsupportM
vectorMmachineaMElectrochimicamActa]M2008]Mhf]Mgeki_gele 6.7 28

1 uMnovelMQSuRMmodelMforMpredictionMofMapoptosis_inducingMactivityMofMg_aryl_g_α_chromenesMbasedMonM
supportMvectorMmachineaMBioorganicmandmMedicinalmChemistry]M2007]Mdh]Mkkgi_hg 3.4 71
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