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This important new book provides innovative material, including peer-reviewed chapters and survey articles
on new applied research and development, in the scientifically important field of QSAR in medicinal
chemistry.

QSAR is a growing field because available computing power is continuously increasing, QSAR’s potential is
enormous, limited only by the quantity and quality of the available experimental input, which are also
continuously improving. The number of possible structures for the design of new organic compounds is
difficult to imagine, and QSAR helps to predict their activities even before synthesis.

The book provides a wealth of valuable information and:

• Presents an overview of recent developments in QSAR methodologies along with a brief history of QSAR

• Covers the available web resource tools and in silico techniques used in virtual screening and drug
discovery processes, compiling an extensive review of web resources in the following categories: databases
related to chemical compounds, drug targets, and ADME/toxicity prediction; molecular modeling and drug
designing; virtual screening; pharmacophore generation; molecular descriptor calculation software; software
for quantum mechanics; ligand binding affinities (docking); and software related to ADME/toxicity
prediction

• Reviews the rm2 as a more stringent measure for the assessment of model predictivity compared to
traditional validation metrics, being specifically important since validation is a crucial step in any QSAR
study

• Presents linear model improvement techniques that take into account the conformation flexibility of the
modeled molecules



• Summarizes the building processes of four different pharmacophore models: common-feature, 3D-QSAR,
protein-, and protein-ligand complexes

• Shows the role of different conceptual density functional theory based chemical reactivity descriptors, such
as hardness, electrophilicity, net electrophilicity, and philicity in the design of different QSAR/QSPR/QSTR
models

• Reviews the use of chemometrics in PPAR research highlighting its substantial contribution in identifying
essential structural characteristics and understanding the mechanism of action

• Presents the structures and QSARs of antimicrobial and immunosuppressive cyclopeptides, discussing the
balance of antimicrobial and haemolytic activities for designing new antimicrobial cyclic peptides

• Shows the relationship between DFT global descriptors and experimental toxicity of a selected group of
polychlorinated biphenyls, exploring the efficacy of three DFT descriptors

• Reviews the applications of Quantitative Structure-Relative Sweetness Relationships (QSRSR), showing
that the last decade was marked by an increase in the number of studies regarding QSAR applications for
both understanding the sweetness mechanism and synthesizing novel sweetener compounds for the food
additive industry

The wide coverage makes this book an excellent reference for those in chemistry, pharmacology, and
medicine as well as for research centers, governmental organizations, pharmaceutical companies, and health
and environmental control organizations.
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From reader reviews:

Susan Arnold:

Book is usually written, printed, or descriptive for everything. You can learn everything you want by a
publication. Book has a different type. As it is known to us that book is important issue to bring us around
the world. Next to that you can your reading talent was fluently. A publication Chemometrics Applications
and Research: QSAR in Medicinal Chemistry will make you to possibly be smarter. You can feel more
confidence if you can know about every little thing. But some of you think that will open or reading a book
make you bored. It's not make you fun. Why they might be thought like that? Have you in search of best
book or ideal book with you?

Linda Monge:

What do you ponder on book? It is just for students as they are still students or it for all people in the world,
what best subject for that? Just you can be answered for that query above. Every person has various
personality and hobby for every other. Don't to be pressured someone or something that they don't need do
that. You must know how great and also important the book Chemometrics Applications and Research:
QSAR in Medicinal Chemistry. All type of book can you see on many sources. You can look for the internet
sources or other social media.

Jeffrey Spencer:

Hey guys, do you wishes to finds a new book to see? May be the book with the concept Chemometrics
Applications and Research: QSAR in Medicinal Chemistry suitable to you? The actual book was written by
popular writer in this era. The actual book untitled Chemometrics Applications and Research: QSAR in
Medicinal Chemistryis one of several books in which everyone read now. This book was inspired many
people in the world. When you read this reserve you will enter the new age that you ever know ahead of. The
author explained their concept in the simple way, thus all of people can easily to know the core of this book.
This book will give you a large amount of information about this world now. So you can see the represented
of the world within this book.

Valentin Gonzalez:

Guide is one of source of expertise. We can add our information from it. Not only for students but also native
or citizen will need book to know the update information of year in order to year. As we know those
textbooks have many advantages. Beside we add our knowledge, could also bring us to around the world.
From the book Chemometrics Applications and Research: QSAR in Medicinal Chemistry we can have more
advantage. Don't you to be creative people? For being creative person must like to read a book. Simply
choose the best book that appropriate with your aim. Don't end up being doubt to change your life with that
book Chemometrics Applications and Research: QSAR in Medicinal Chemistry. You can more inviting than
now.
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