Lo ScienceDirect
s

Journals & Books ® Q

Molecular Docking for Computer-Aided Drug Design

Fundamentals, Techniques, Resources and Applications

Book « 2021

Browse this book
By table of contents

Book description

Purchase book

Share this book

Molecular Docking for Computer-Aided Drug Design: Fundamentals,

Techniques, Resources and Applications offers in-depth coverage on the use of

molecular docking for drug design. The ... read full description
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Description

Molecuiar Docking for Computer-Alded Drug Design: Fundamentals, Techniques,
Resources and Applications offers in-depth coverage on the use of malecular docking
for drug design. The book is divided into three main sections thol cover basic
techniques, tools, web servers and applications. It Is an essential reference for
students and researchers involved in drug design ond discovery.
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Abstract

Several structure determination techniques such as X-ray diffraction (XRD), nuclear
magnetic resonance (NMR), cryogenic electron microscopy (cryo-EM), small angle X-ray
scattering (SAXS), and X-ray free electron laser (XFEL) are widely used to decode the
structural information of biological macromolecules and its complexes, among which
NMR, cryo-EM, SAXS, and XFEL are categorized by solution state and can only analyze the
relative stereochemistry of the macromolecule, while single-crystal XRD is the ultimate
method to determine the most accurate high-resolution atomic crystalline structure. The
main bottle neck of X-ray crystallography is to determine the phase problem which
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