1. Record Nr.

Autore
Titolo

Pubbl/distr/stampa
ISBN

Edizione

Descrizione fisica

Disciplina
Soggetti

Lingua di pubblicazione
Formato

Livello bibliografico
Nota di bibliografia
Nota di contenuto

UNINA9910145814603321

Young David C. <1964->

Computational drug design : a guide for computational and medicinal
chemists / / David C. Young

Hoboken, N.J., : John Wiley & Sons, c2009

9786612267833
9781282267831
1282267833
9780470451854
0470451858
9780470451847
047045184X

[1st ed.]
1 online resource (xxxvi, 307 pages) : illustrations

615/.190285

Drugs - Design - Mathematical models
Drugs - Design - Data processing

Inglese
Materiale a stampa
Monografia

Includes bibliographical references and index.

COMPUTATIONAL DRUG DESIGN; CONTENTS; PREFACE;
ACKNOWLEDGMENTS; ABOUT THE AUTHOR; SYMBOLS USED IN THIS
BOOK; BOOK ABSTRACT:; 1 Introduction; 1.1 A Difficult Problem; 1.2 An
Expensive Problem; 1.3 Where Computational Techniques are Used;
Bibliography; PART | THE DRUG DESIGN PROCESS; 2 Properties that
Make a Molecule a Good Drug; 2.1 Compound Testing; 2.1.1
Biochemical Assays; 2.1.2 Cell-Based Assays; 2.1.3 Animal Testing;
2.1.4 Human Clinical Trials; 2.2 Molecular Structure; 2.2.1 Activity;

2.2.2 Bioavalilability and Toxicity; 2.2.3 Drug Side Effects; 2.2.4 Multiple
Drug Interactions

2.3 Metrics for Drug-Likeness; 2.4 Exceptions to the Rules;

Bibliography; 3 Target Identification; 3.1 Primary Sequence and
Metabolic Pathway; 3.2 Crystallography; 3.3 2D NMR; 3.4 Homology
Models; 3.5 Protein Folding; Bibliography; 4 Target Characterization;

4.1 Analysis of Target Mechanism; 4.1.1 Kinetics and Crystallography;
4.1.2 Automated Crevice Detection; 4.1.3 Transition Structures and



Sommario/riassunto

Reaction Coordinates; 4.1.4 Molecular Dynamics Simulations; 4.2 Where
the Target is Expressed; 4.3 Pharmacophore Identification; 4.4
Choosing an Inhibitor Mechanism; Bibliography

5 The Drug Design Process for a Known Protein Target; 5.1 The
Structure-Based Design Process; 5.2 Initial Hits; 5.3 Compound
Refinement; 5.4 ADMET,; 5.5 Drug Resistance; Bibliography; 6 The Drug
Design Process for an Unknown Target; 6.1 The Ligand-Based Design
Process; 6.2 Initial Hits; 6.3 Compound Refinement; 6.4 ADMET,;
Bibliography; 7 Drug Design for Other Targets; 7.1 DNA Binding; 7.2
RNA as a Target; 7.3 Allosteric Sites; 7.4 Receptor Targets; 7.5 Steroids;
7.6 Targets inside Cells; 7.7 Targets within the Central Nervous System;
7.8 Irreversibly Binding Inhibitors

7.9 Upregulating Target Activity; Bibliography; 8 Compound Library
Design; 8.1 Targeted Libraries versus Diverse Libraries; 8.2 From
Fragments versus from Reactions; 8.3 Non-Enumerative Techniques;
8.4 Drug-Likeness and Synthetic Accessibility; 8.5 Analyzing Chemical
Diversity and Spanning known Chemistries; 8.6 Compound Selection
Techniques; Bibliography; PART || COMPUTATIONAL TOOLS AND
TECHNIQUES; 9 Homology Model Building; 9.1 How much Similarity is
Enough?; 9.2 Steps for Building a Homology Model; 9.2.1 Step 1.:
Template Identification

9.2.2 Step 2: Alignment between the Unknown and the Template; 9.2.3
Step 3: Manual Adjustments to the Alignment; 9.2.4 Step 4: Replace
Template Side Chains with Model Side Chains; 9.2.5 Step 5: Adjust
Model for Insertions and Deletions; 9.2.6 Step 6: Optimization of the
Model; 9.2.7 Step 7: Model Validation; 9.2.8 Step 8: If Errors are Found,
Iterate Back to Previous Steps; 9.3 Reliability of Results; Bibliography;
10 Molecular Mechanics; 10.1 A Really Brief Introduction to Molecular
Mechanics; 10.2 Force Fields for Drug Design; Bibliography; 11 Protein
Folding; 11.1 The Difficulty of the Problem

Helps you choose the right computational tools and techniques to meet
your drug design goals Computational Drug Design covers all of the
major computational drug design techniques in use today, focusing on
the process that pharmaceutical chemists employ to design a new drug
molecule. The discussions of which computational tools to use and
when and how to use them are all based on typical pharmaceutical
industry drug design processes. Following an introduction, the book is
divided into three parts: Part One, The Drug Design Process, sets forth
a variety of design processes



2. Record Nr. UNIORUONO00221464

Titolo Deutsch als Fremdsprache | A : Strukturibungen und Tests / von Hans-
Werner Blaasch

Pubbl/distr/stampa Stuttgart, : Klett, 1978

ISBN 31-255-4150-6

Descrizione fisica 127 p. ; 21 cm.

Disciplina 438

Soggetti Lingua tedesca - Manuali di conversazione

Lingua tedesca - Manuali per stranieri

Lingua di pubblicazione Tedesco
Formato Materiale a stampa
Livello bibliografico Monografia



