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Virtual screening can reduce costs and increase hit rates for lead discovery by eliminating the need for
robotics, reagent acquisition or production, and compound storage facilities. The increased robustness of
computational algorithms and scoring functions, the availability of affordable computational power, and the
potential for timely structural determination of target molecules, have provided new opportunities for virtual
screening, and made it more practical. Why then, isn’t everyone using virtual screening? Examining the
scope and limitations of this method, Virtual Screening in Drug Discovery explores the agorithms
involved and how to actually use them.

Part | offers perspectives on both ligand-based and docking-based virtual screens. The authors of these
chapters frame many of the challenges currently facing the field. Part || considers the choice of compounds
that are best suited as drug leads. Part 111 discusses ligand-based approaches, including descriptor-based
similarity, traditional pharmacophore searching, and similarity based 3D-pharmacophore fingerprints. The
final two sections are devoted to molecular docking. Part IV outlines some important and practical
considerations relating to the energetics of protein-ligand binding and target-site topography, whereas
specific docking algorithms and strategies are discussed in Part V.

Notwithstanding this list of subjects, the book does not overwhelm you with more information than you
need?many of the strategies outlined will transcend the specifics of any given method. Nor does the book
purport to offer single best ways to use the programs. What it does is provide a snapshot of virtual screening
that gives you easy access to strategies and techniques for |ead discovery.

Danidl E. Levy, editor of the Drug Discovery Series, isthe founder of DEL BioPharma, a consulting service
for drug discovery programs. He also maintains a blog that explores organic chemistry.
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From reader reviews:
Iris Robertson:

This Virtual Screening in Drug Discovery (Drug Discovery Series) book is simply not ordinary book, you
have it then the world isin your hands. The benefit you have by reading this book is usually information
inside this book incredible fresh, you will get facts which is getting deeper an individual read alot of
information you will get. This Virtual Screening in Drug Discovery (Drug Discovery Series) without we
comprehend teach the one who reading through it become critical in imagining and analyzing. Don't become
worry Virtua Screening in Drug Discovery (Drug Discovery Series) can bring once you are and not make
your case space or bookshelves' turn out to be full because you can have it within your lovely laptop even
telephone. This Virtual Screening in Drug Discovery (Drug Discovery Series) having excellent arrangement
in word as well as layout, so you will not feel uninterested in reading.

Lisa Knight:

Here thing why this particular Virtual Screening in Drug Discovery (Drug Discovery Series) are different
and trustworthy to be yours. First of al reading a book is good nevertheless it depends in the content of
computer which is the content is as delightful asfood or not. Virtual Screening in Drug Discovery (Drug
Discovery Series) giving you information deeper as different ways, you can find any guide out there but
thereis no publication that similar with Virtual Screening in Drug Discovery (Drug Discovery Series). It
givesyou thrill reading journey, its open up your own personal eyes about the thing which happened in the
world which is possibly can be happened around you. Y ou can bring everywhere like in park your car, café,
or even in your technique home by train. In case you are having difficulties in bringing the paper book
maybe the form of Virtual Screening in Drug Discovery (Drug Discovery Series) in e-book can be your
choice.

Deanna Reed:

The book Virtual Screening in Drug Discovery (Drug Discovery Series) has alot info on it. So when you
check out this book you can get alot of help. The book was compiled by the very famous author. Mcdougal
makes some research prior to write this book. This book very easy to read you can obtain the point easily
after scanning this book.

Jose Brown:

Y our reading 6th sense will not betray an individual, why because this Virtual Screening in Drug Discovery
(Drug Discovery Series) publication written by well-known writer whose to say well how to make book
which might be understand by anyone who have read the book. Written within good manner for you, leaking
every ideas and producing skill only for eliminate your own personal hunger then you still question Virtual
Screening in Drug Discovery (Drug Discovery Series) as good book not simply by the cover but also through
the content. Thisis one guide that can break don't assess book by its deal with, so do you still needing
another sixth sense to pick this specific!? Oh come on your reading sixth sense already said so why you have



to listening to another sixth sense.
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