
CONTENTS

Dedication (v)

Foreword (vii)

Preface (ix)

1. Drug Discovery Informatics 1

2. Receptors 35

3. Molecular Biology 59

4. Drug Discovery and Development 89

5. Quantitative -Structure  Activity Relationship  (QSAR) 135

6. Molecular Modeling 163

7. Virtual Screening 189

8. Molecular Docking 243

9. Sequence Analysis 271

10. Pairwise  Sequence Alignment (PSA) 289

11. Molecular Evolution, Multiple Sequence Alignment (MSA) and Phylogenetic Analysis 329

12. Gene Prediction, Hidden  Markov  Model and  Motif Identification 365

13. Structure Prediction 385

APPENDIX 407

Application of the in Silico Techniques in the Drug Discovery 407

Abbreviations 418

Glossary 426

Symbols 448

Index 451

(x i )(x i )(x i )(x i )(x i )




