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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:

Armando Rodgers:

Reading a reserve tends to be new life style in this era globalization. With studying you can get a lot of
information that can give you benefit in your life. Along with book everyone in this world can share their
idea. Guides can also inspire a lot of people. Many author can inspire their own reader with their story or
perhaps their experience. Not only the story that share in the textbooks. But also they write about the ability
about something that you need case in point. How to get the good score toefl, or how to teach your kids,
there are many kinds of book that you can get now. The authors nowadays always try to improve their ability
in writing, they also doing some exploration before they write to the book. One of them is this Three
Dimensional QSAR: Applications in Pharmacology and Toxicology (QSAR in Environmental and Health
Sciences).

Richard Riggins:

The book untitled Three Dimensional QSAR: Applications in Pharmacology and Toxicology (QSAR in
Environmental and Health Sciences) contain a lot of information on that. The writer explains the girl idea
with easy method. The language is very easy to understand all the people, so do certainly not worry, you can
easy to read that. The book was authored by famous author. The author provides you in the new period of
time of literary works. You can easily read this book because you can read more your smart phone, or
gadget, so you can read the book within anywhere and anytime. If you want to buy the e-book, you can
available their official web-site and also order it. Have a nice read.

Homer Douglas:

It is possible to spend your free time to see this book this reserve. This Three Dimensional QSAR:
Applications in Pharmacology and Toxicology (QSAR in Environmental and Health Sciences) is simple
bringing you can read it in the playground, in the beach, train in addition to soon. If you did not have got
much space to bring the printed book, you can buy the e-book. It is make you easier to read it. You can save
the actual book in your smart phone. Thus there are a lot of benefits that you will get when you buy this
book.

James Daniels:

Do you like reading a publication? Confuse to looking for your preferred book? Or your book has been rare?
Why so many query for the book? But just about any people feel that they enjoy with regard to reading.
Some people likes reading, not only science book but in addition novel and Three Dimensional QSAR:
Applications in Pharmacology and Toxicology (QSAR in Environmental and Health Sciences) as well as
others sources were given information for you. After you know how the truly amazing a book, you feel need
to read more and more. Science guide was created for teacher or students especially. Those ebooks are
helping them to increase their knowledge. In some other case, beside science book, any other book likes



Three Dimensional QSAR: Applications in Pharmacology and Toxicology (QSAR in Environmental and
Health Sciences) to make your spare time a lot more colorful. Many types of book like this.
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