Contents

1 Engineering G Protein-Coupled Receptors for Drug Design .......... 1
Miles Congreve, Andrew S. Doré, Ali Jazayeri,
and Rebecca Nonoo

2 Structural Insights into Activation and Allosteric
Modulation of G Protein-Coupled Receptors ........................... 19
Andrew C. Kruse

3 Epigenetic Drug DiscoOvery .............ccoooiiiiiiiiiiiiiiiiii i 27
Chun-wa Chung

4  Crystallography and Biopharmaceuticals ............................... 41
Richard Pauptit

5  Structural Chemistry and Molecular Modeling in the
Design of DPP4 Inhibitors ... 53
Giovanna Scapin

6 Considerations for Structure-Based Drug Design

Targeting HIV-1 Reverse Transcriptase.................................. 69
Eddy Arnold, Sergio E. Martinez, Joseph D. Bauman,
and Kalyan Das

7  Protein-Ligand Interactions as the Basis for Drug Action ............. 83
Gerhard Klebe

8 The Protein Data Bank: Overview and Tools for Drug Discovery .... 93

Helen M. Berman, Peter W. Rose, Shuchismita Dutta,
Christine Zardecki, and Andreas Prli¢

9  Small Molecule Crystal Structures in Drug Discovery ................. 107
Colin Groom

vii



viii

10

11

12

13

14

15

16

17

Protein Aggregation and Its Prediction ......................
Ricardo Grafia-Montes and Salvador Ventura

Importance of Protonation States for the Binding
of Ligands to Pharmaceutical Targets........................
Alberto Podjarny and Eduardo Howard

Protein-Protein Interactions: Structures and Druggability
David B. Ascher, Harry C. Jubb, Douglas E.V. Pires,
Takashi Ochi, Alicia Higueruelo, and Tom L. Blundell

Achieving High Quality Ligand Chemistry
in Protein-Ligand Crystal Structures for Drug Design.....
Oliver S. Smart and Gérard Bricogne

Molecular Obesity, Potency and Other Addictions in Drug
DISCOVETY ..ot
Michael M. Hann

Adventures in Small Molecule Fragment Screening
by X-ray Crystallography .........................ool.
Joseph D. Bauman, Disha Patel, and Eddy Arnold

Structure-Based Drug Design to Perturb Function

of a tRNA-Modifying Enzyme by Active Site

and Protein-Protein Interface Inhibition ....................
Gerhard Klebe

Molecular Interaction Analysis for Discovery of Drugs
Targeting Enzymes and for Resolving Biological Function
U. Helena Danielson

Contents



2 Springer
http://www.springer.com/978-94-017-9718-4

Multifaceted Roles of Crystallography in Modern Drug
Discovery

Scapin, G.; Patel, D.; Arnold, E. (Eds.)

2015, XI, 240 p. 107 illus., 89 illus. in color., Hardcover
ISBEN: 278-24-017-9718-4



