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As a result of new statistical and mathematical approaches, improved visualization tools, and recognition by
international regulatory groups, quantitative structure-activity relationships (QSARs) now play important
roles in pharmacology for the design of new drugs as well as in toxicology and ecotoxicology for hazard
identification and risk assessment. Providing up-to-date coverage of the field, Three Dimensional QSAR:
Applications in Pharmacology and Toxicology presents the most recent QSAR methods and illustrates
their scope, advantages, and limitations.

Part I
The first part of the book addresses CoMFA and related methods, such as CoMSIA, FLUFF, SOMFA. It also
describes shape-, surface-, and volume-based approaches, including MSA, excluded volume, LIV, HASL,
receptor surface model, COMPASS, and CoMSA.

Part II
Focusing on methods that use 3D information, the second part covers autocorrelation methods, such as
GRIND; similarity-based methods, including similarity matrices and quantum similarity indices; and
quantitative spectroscopic data–activity relationships. Some applications in data mining are also explored.

Part III
The third part deals with post-3D models. The authors discuss the adaptation of the receptor and
simultaneous presence of several conformers or solvation mechanisms.

Part IV
The final part presents receptor-related approaches as well as docking and free energy calculations, which
are treated at various levels. This part concerns the extensive sampling of phase space and approximate
methods, such as linear interaction energy, Poisson–Boltzmann, and generalized Born models. A case study
covering several parallel approaches is also developed.

An appendix offers the basic principles of modeling and statistical tools routinely required in QSAR
methodologies, including optimization methods, molecular mechanics and dynamics, multivariate analysis,



nonlinear models, and evolutionary techniques. It provides newcomers with the concepts necessary to fully
grasp the essentials of these methods and gives a basic grounding in their correct use.

Illustrated with numerous examples and a color insert, this book supplies a clear overview of the strengths
and weaknesses of 3D-QSAR approaches. It explains how these modern techniques can link the biological
activity of chemicals to their structure, encompassing both their 2D structural formulae and 3D geometry.
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From reader reviews:

Emily Walker:

Book is to be different per grade. Book for children until finally adult are different content. To be sure that
book is very important for people. The book Three Dimensional QSAR: Applications in Pharmacology and
Toxicology (QSAR in Environmental and Health Sciences) ended up being making you to know about other
understanding and of course you can take more information. It is very advantages for you. The publication
Three Dimensional QSAR: Applications in Pharmacology and Toxicology (QSAR in Environmental and
Health Sciences) is not only giving you a lot more new information but also to get your friend when you
truly feel bored. You can spend your own personal spend time to read your e-book. Try to make relationship
together with the book Three Dimensional QSAR: Applications in Pharmacology and Toxicology (QSAR in
Environmental and Health Sciences). You never experience lose out for everything should you read some
books.

Theresa Pepper:

Spent a free time for you to be fun activity to perform! A lot of people spent their sparetime with their
family, or their particular friends. Usually they carrying out activity like watching television, going to beach,
or picnic from the park. They actually doing same thing every week. Do you feel it? Do you need to
something different to fill your current free time/ holiday? May be reading a book might be option to fill
your no cost time/ holiday. The first thing that you will ask may be what kinds of book that you should read.
If you want to attempt look for book, may be the guide untitled Three Dimensional QSAR: Applications in
Pharmacology and Toxicology (QSAR in Environmental and Health Sciences) can be fine book to read. May
be it may be best activity to you.

Lavada Rowlett:

Many people spending their time period by playing outside along with friends, fun activity together with
family or just watching TV all day long. You can have new activity to pay your whole day by looking at a
book. Ugh, do you consider reading a book will surely hard because you have to bring the book everywhere?
It okay you can have the e-book, having everywhere you want in your Smart phone. Like Three Dimensional
QSAR: Applications in Pharmacology and Toxicology (QSAR in Environmental and Health Sciences) which
is getting the e-book version. So , why not try out this book? Let's view.

Clarice Stephens:

In this era which is the greater particular person or who has ability in doing something more are more special
than other. Do you want to become considered one of it? It is just simple approach to have that. What you
need to do is just spending your time almost no but quite enough to get a look at some books. Among the
books in the top record in your reading list is usually Three Dimensional QSAR: Applications in
Pharmacology and Toxicology (QSAR in Environmental and Health Sciences). This book that is qualified as



The Hungry Inclines can get you closer in turning into precious person. By looking up and review this book
you can get many advantages.
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