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Synopsis

Covering computational tools in drug design using techniques from chemoinformatics, molecular
modelling and computational chemistry, this book explores these methodologies and applications of
in silico medicinal chemistry. The first part of the book covers molecular representation methods in
computing in terms of chemical structure, together with guides on common structure file formats.
The second part examines commonly used classes of molecular descriptors. The third part provides
a guide to statistical learning methods using chemical structure data, covering topics such as
similarity searching, clustering and diversity selection, virtual library design, ligand docking and de
novo design. The final part of the book summarises the application of methods to the different
stages of drug discovery, from target ID, through hit finding and hit-to-lead, to lead optimisation. This
book is a practical introduction to the subject for researchers new to the fields of chemoinformatics,

molecular modelling and computational chemistry.

Book Information

Series: Theoretical and Computational Chemistry Series (Book 8)

Hardcover: 232 pages

Publisher: Royal Society of Chemistry (November 2, 2015)

Language: English

ISBN-10: 1782621636

ISBN-13: 978-1782621638

Product Dimensions: 6.4 x 0.7 x 9.3 inches

Shipping Weight: 1.6 pounds (View shipping rates and policies)

Average Customer Review: Be the first to review this item

Best Sellers Rank: #2,070,177 in Books (See Top 100 in Books) #122 inA Books > Science &
Math > Chemistry > Physical & Theoretical > Quantum Chemistry #5217 inA Books > Textbooks >
Science & Mathematics > Chemistry #14394 inA Books > Science & Math > Technology

Download to continue reading...

In Silico Medicinal Chemistry: Computational Methods to Support Drug Design (Theoretical and
Computational Chemistry Series) Computational Photochemistry, Volume 16 (Theoretical and
Computational Chemistry) Foye’s Principles of Medicinal Chemistry (Lemke, Foye’s Principles of
Medicinal Chemistry) Lead Generation: Methods and Strategies, Volume 67 (Methods and
Principles in Medicinal Chemistry) Non-Covalent Interactions: Theory and Experiment (Theoretical

and Computational Chemistry Series) Philosophical And Theoretical Perspectives For Advanced


http://ebooksreps.com/en-us/read-book/5lr2K/in-silico-medicinal-chemistry-computational-methods-to-support-drug-design-theoretical-and-computational-chemistry-series.pdf?r=95DKAPyu2lzBIXrMmo2LR1oIGmwIP9FUB%2B%2BjvJsZlTVyUABavbzY4EEvq2J8FMlX

Nursing Practice (Cody, Philosophical and Theoretical Perspectives for Advances Nursing Practice)
The Nature of Theoretical Thinking in Nursing: Third Edition (Kim, The Nature of Theoretical
Thinking in Nursing) Quantum Mechanics: The Theoretical Minimum (Theoretical Minimum, The)
Medicinal Herbs: Discover 12 Powerful Medicinal Herbs You Can Immediately Start Growing In
Your Garden (Herbal Remedies, Alternative Medicine, Healing Herbs, Growing Herbs) DIY Herbal
Gardening - Learn The Benefits Of Planting The Top 5 Medicinal Plants (Herbal Gardening, DIY
Herbal Gardening, Medicinal Plants, Herbal Medicines, Herbal Cure) Randomization Methods in
Algorithm Design: Dimacs Workshop, December 12-14, 1997 (Dimacs Series in Discrete
Mathematics and Theoretical Computer Science) The Calculus of Selfishness: (Princeton Series in
Theoretical and Computational Biology) Burger's Medicinal Chemistry and Drug Discovery,
Cardiovascular Agents and Endocrines (Volume 3) Nolo’s Essential Guide to Child Custody and
Support (Nolo’s Essential Guide to Child Custody & Support) Prehospital Trauma Life Support
(NAEMT PHTLS, Basic and Advanced Prehospital Trauma Support) Drug Discovery for the
Treatment of Addiction: Medicinal Chemistry Strategies The Organic Chemistry of Drug Synthesis,
Volume 3 (Organic Chemistry Series of Drug Synthesis) The Organic Chemistry of Drug Design and
Drug Action, Third Edition The Organic Chemistry of Drug Design and Drug Action Computational
Fluid Mechanics and Heat Transfer, Third Edition (Series in Computational and Physical Processes

in Mechanics and Thermal Sciences)

Dmca


http://ebooksreps.com/en-us/dmca

