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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 algorithms
involved and how to actually use them.

Part I 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 II considers the choice of compounds
that are best suited as drug leads. Part III 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 lead discovery.

Daniel E. Levy, editor of the Drug Discovery Series, is the 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:

Michael Harmon:

Do you have favorite book? If you have, what is your favorite's book? Reserve is very important thing for us
to find out everything in the world. Each e-book has different aim or maybe goal; it means that publication
has different type. Some people experience enjoy to spend their a chance to read a book. They are really
reading whatever they get because their hobby will be reading a book. Think about the person who don't like
reading a book? Sometime, man or woman feel need book after they found difficult problem or perhaps
exercise. Well, probably you'll have this Virtual Screening in Drug Discovery (Drug Discovery Series).

Angela Caves:

The reserve untitled Virtual Screening in Drug Discovery (Drug Discovery Series) is the book that
recommended to you to read. You can see the quality of the guide content that will be shown to you actually.
The language that article author use to explained their ideas are easily to understand. The article author was
did a lot of exploration when write the book, therefore the information that they share for your requirements
is absolutely accurate. You also could possibly get the e-book of Virtual Screening in Drug Discovery (Drug
Discovery Series) from the publisher to make you considerably more enjoy free time.

Ross Adams:

A lot of people always spent their free time to vacation or even go to the outside with them loved ones or
their friend. Do you know? Many a lot of people spent these people free time just watching TV, or even
playing video games all day long. In order to try to find a new activity that's look different you can read any
book. It is really fun in your case. If you enjoy the book that you just read you can spent the entire day to
reading a publication. The book Virtual Screening in Drug Discovery (Drug Discovery Series) it is very good
to read. There are a lot of folks that recommended this book. They were enjoying reading this book. In case
you did not have enough space to deliver this book you can buy the actual e-book. You can m0ore
effortlessly to read this book out of your smart phone. The price is not too costly but this book features high
quality.

Calvin Williams:

You can find this Virtual Screening in Drug Discovery (Drug Discovery Series) by go to the bookstore or
Mall. Just viewing or reviewing it might to be your solve difficulty if you get difficulties on your knowledge.
Kinds of this book are various. Not only through written or printed but also can you enjoy this book simply
by e-book. In the modern era like now, you just looking of your mobile phone and searching what your
problem. Right now, choose your personal ways to get more information about your reserve. It is most
important to arrange you to ultimately make your knowledge are still up-date. Let's try to choose appropriate
ways for you.
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