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Drug discovery is all about finding small molecules that interact in a desired way with larger molecules,
namely proteins and other macromolecules in the human body. If the three-dimensional structures of both the
small and large molecule are known, their interaction can be tested by computer simulation with a reasonable
degree of accuracy. Alternatively, if active ligands are already available, molecular similarity searches can be
used to find new molecules. This virtual screening can even be applied to compounds that have yet to be
synthesized, as opposed to "real" screening that requires cost- and labor-intensive laboratory testing with
previously synthesized drug compounds.
Unique in its focus on the end user, this is a real "how to" book that does not presuppose prior experience in
virtual screening or a background
in computational chemistry. It is both a desktop reference and practical guide to virtual screening
applications in drug discovery, offering a comprehensive and up-to-date overview. Clearly divided into four
major sections, the first provides a detailed description of the methods required for and applied in virtual
screening, while the second discusses the most important challenges in order to improve the impact and
success of this technique. The third and fourth, practical parts contain practical guidelines and several case
studies covering the most
important scenarios for new drug discovery, accompanied by general guidelines for the entire workflow of
virtual screening studies.
Throughout the text, medicinal chemists from academia, as well as from large and small pharmaceutical
companies report on their experience and pass on priceless practical advice on how to make best use of these
powerful methods.
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From reader reviews:

Lena Drew:

The book Virtual Screening: Principles, Challenges, and Practical Guidelines, Volume 48 (Methods and
Principles in Medicinal Chemistry) can give more knowledge and also the precise product information about
everything you want. So just why must we leave a good thing like a book Virtual Screening: Principles,
Challenges, and Practical Guidelines, Volume 48 (Methods and Principles in Medicinal Chemistry)? Some
of you have a different opinion about book. But one aim that book can give many details for us. It is
absolutely right. Right now, try to closer along with your book. Knowledge or info that you take for that, you
may give for each other; you may share all of these. Book Virtual Screening: Principles, Challenges, and
Practical Guidelines, Volume 48 (Methods and Principles in Medicinal Chemistry) has simple shape
however you know: it has great and large function for you. You can look the enormous world by wide open
and read a publication. So it is very wonderful.

Lindsay Washington:

What do you in relation to book? It is not important along with you? Or just adding material when you
require something to explain what the one you have problem? How about your spare time? Or are you busy
individual? If you don't have spare time to perform others business, it is make one feel bored faster. And you
have spare time? What did you do? All people has many questions above. They need to answer that question
simply because just their can do in which. It said that about book. Book is familiar in each person. Yes, it is
suitable. Because start from on guardería until university need that Virtual Screening: Principles, Challenges,
and Practical Guidelines, Volume 48 (Methods and Principles in Medicinal Chemistry) to read.

Tiffany Hernandez:

The knowledge that you get from Virtual Screening: Principles, Challenges, and Practical Guidelines,
Volume 48 (Methods and Principles in Medicinal Chemistry) could be the more deep you looking the
information that hide within the words the more you get enthusiastic about reading it. It doesn't mean that
this book is hard to comprehend but Virtual Screening: Principles, Challenges, and Practical Guidelines,
Volume 48 (Methods and Principles in Medicinal Chemistry) giving you buzz feeling of reading. The article
writer conveys their point in selected way that can be understood by anyone who read that because the author
of this e-book is well-known enough. This kind of book also makes your own personal vocabulary increase
well. Therefore it is easy to understand then can go along, both in printed or e-book style are available. We
propose you for having this kind of Virtual Screening: Principles, Challenges, and Practical Guidelines,
Volume 48 (Methods and Principles in Medicinal Chemistry) instantly.

Shelley Gavin:

Typically the book Virtual Screening: Principles, Challenges, and Practical Guidelines, Volume 48 (Methods
and Principles in Medicinal Chemistry) has a lot info on it. So when you read this book you can get a lot of



benefit. The book was published by the very famous author. The writer makes some research just before
write this book. This particular book very easy to read you will get the point easily after scanning this book.
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