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ÅResults
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Introduction

ÅMechanisms of drug resistance

ïDrug related

ïTarget related

ÅHow to deal with resistance in 
drug discovery?
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ÅP-glycoprotein (P-gp)
ïEfflux pump

ïMultidrug Resistance

ïProtection

ÅInfluence
ïDrug Absorption

ïMetabolism

ïExcretion

ïToxicity

ïDrug-drug Interactions
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ÅStructure
ï170 kDa

ïTwo homologous halves

ÅOverexpression
ïMultidrug Resistance (MDR)
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ÅComputational Classification

ïStatistica

ÅMachine LearningMethods

ïSupported Vector Machine(SVM)

ÅCompounds

ïFlavonoids
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Objectives
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ÅIt is a classification methodology

ïTwo category classification

ïMolecular Descriptors

ÅWorking

ïObjects Characteristics

ïHyperplane

ïModel Calculation

7Data Mining and Knowledge Discovery, 1998, 2, 121ï167

Supported Vector Machine
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Methods

ÅData from the literature and collaborative groups

ÅDesign of Structures

ïHyperChem

ïDescriptors Selection

ÅTraining Set

ςRatio 80:20

ςValidation study  - 6 Different Training Sets 

ςDiversity of Training Set

8Introduction to Machine Learning, 2004, 218-227 http://cqm.uma.pt


