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1 INTRODUCTION
Virtual Versus High-Throughput Screening
Compound Sources
Ligand- Versus Target-Based Virtual Screening

2 SELECTED SCIENTIFIC CONCEPTS FOR VIRTUAL SCREENING
Molecular descriptors and chemical spaces
Molecular similarity
Quantitative Structure–Activity Relationship Analysis

3 GENERAL LIMITATIONS OF VIRTUAL SCREENING ANALYSIS
Similar Property Principle Revisited
Quantifying Molecular Similarity
Potency and Selectivity Issues

4 SPECIFIC METHODS
Two-Dimensional Substructure Searching
Topological and Shape Representations
Three-Dimensional Pharmacophores
Molecular Fingerprints
Two-Dimensional Versus Three-Dimensional Methods
Clustering Techniques
Partitioning Methods
QSAR Models in Virtual Screening
Drug Likeness

1

Pharmaceutical Sciences Encyclopedia: Drug Discovery, Development, and Manufacturing
Edited by Shayne C. Gad 
Copyright © 2010 John Wiley & Sons, Inc.


	pse004



