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In the 1970s, Density Functional Theory (DFT) was borrowed from physics and adapted to chemistry by a
handful of visionaries. Now chemical DFT is a diverse and rapidly growing field, its progress fueled by
numerous developing practical descriptors that make DFT as useful as it is vast. With 34 chapters written by
65 eminent scientists from 13 different countries, Chemical Reactivity Theory: A Density Functional
View represents the true collaborative spirit and excitement of purpose engendered by the study and use of
DFT.

This work instructs readers on how concepts from DFT can be used to describe, understand, and predict
chemical reactivity. Prior knowledge is not required as early chapters, written by the field’s original
pioneers, cover basic ground-state DFT and its extensions to time-dependent systems, excited states, and
spin-polarized molecules. While the text is accessible to senior undergraduate or beginning graduate
students, experienced researchers are certain to find interesting new insights in the perspectives presented by
these seasoned experts. This remarkable one-of-a-kind resource—

Provides authoritative accounts on aspects of the theory of chemical reactivity●

Describes various global reactivity descriptors, such as electronegativity, hardness, and electrophilicity●

Introduces and analyzes the usefulness of local reactivity descriptors such as Fukui, shape, and electron●

localization functions
Offers an in-depth analysis of how chemical reactivity changes during different physicochemical processes●

or in the presence of external perturbations

The book covers a gamut of related topics such as methods for determining atoms-in-molecules, population
analysis, electrostatic potential, molecular quantum similarity, aromaticity, and biological activity. It also
discusses the role of reactivity concepts in industrial and other practical applications. Whether you are
searching for new products or new research projects, this is the ultimate guide for understanding chemical
reactivity.
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From reader reviews:

Edward Peterson:

Have you spare time to get a day? What do you do when you have considerably more or little spare time?
Yes, you can choose the suitable activity regarding spend your time. Any person spent their very own spare
time to take a walk, shopping, or went to the Mall. How about open or read a book called Chemical
Reactivity Theory: A Density Functional View? Maybe it is to get best activity for you. You understand
beside you can spend your time with your favorite's book, you can cleverer than before. Do you agree with it
has the opinion or you have other opinion?

Sylvia Dozier:

The experience that you get from Chemical Reactivity Theory: A Density Functional View will be the more
deep you searching the information that hide inside the words the more you get interested in reading it. It
does not mean that this book is hard to comprehend but Chemical Reactivity Theory: A Density Functional
View giving you joy feeling of reading. The author conveys their point in specific way that can be
understood by simply anyone who read the item because the author of this book is well-known enough. This
kind of book also makes your personal vocabulary increase well. Therefore it is easy to understand then can
go together with you, both in printed or e-book style are available. We highly recommend you for having
that Chemical Reactivity Theory: A Density Functional View instantly.

Renee Middleton:

Reading a guide can be one of a lot of pastime that everyone in the world likes. Do you like reading book so.
There are a lot of reasons why people fantastic. First reading a book will give you a lot of new information.
When you read a guide you will get new information simply because book is one of numerous ways to share
the information as well as their idea. Second, studying a book will make you more imaginative. When you
reading a book especially fictional works book the author will bring one to imagine the story how the figures
do it anything. Third, you can share your knowledge to other people. When you read this Chemical
Reactivity Theory: A Density Functional View, it is possible to tells your family, friends as well as soon
about yours guide. Your knowledge can inspire the others, make them reading a e-book.

Melissa Fernandez:

A lot of people always spent their free time to vacation or go to the outside with them family or their friend.
Do you realize? Many a lot of people spent that they free time just watching TV, or even playing video
games all day long. If you want to try to find a new activity honestly, that is look different you can read the
book. It is really fun in your case. If you enjoy the book which you read you can spent the entire day to
reading a e-book. The book Chemical Reactivity Theory: A Density Functional View it is rather good to
read. There are a lot of people that recommended this book. These people were enjoying reading this book.
Should you did not have enough space to develop this book you can buy the e-book. You can m0ore very
easily to read this book out of your smart phone. The price is not to cover but this book features high quality.
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