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In this book, density functional theory (DFT) is introduced within the overall
context of quantum chemistry. DFT has become the most frequently used theory
in quantum chemistry calculations. However, thus far, there has been no book on
the fundamentals of DFT that uses the terminology and methodology of quantum
chemistry, which is familiar to many chemists, including experimentalists. This
book first reviews the basic concepts and historical background of quantum
chemistry and then explains those of DFT, showing how the latter fits into the
bigger picture. Recent interesting topics of DFT in chemistry are also targeted. In
particular, the physical meanings of state-of-the-art exchange-correlation
functionals and their corrections are described in detail. Owing to its
unconventionality, this book is certain to be of great interest not only to chemists
but also to solid state physicists.
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Editorial Review

From the Back Cover
In this book, density functional theory (DFT) is introduced within the overall context of quantum chemistry.
DFT has become the most frequently used theory in quantum chemistry calculations. However, thus far,
there has been no book on the fundamentals of DFT that uses the terminology and methodology of quantum
chemistry, which is familiar to many chemists, including experimentalists. This book first reviews the basic
concepts and historical background of quantum chemistry and then explains those of DFT, showing how the
latter fits into the bigger picture. Recent interesting topics of DFT in chemistry are also targeted. In
particular, the physical meanings of state-of-the-art exchange-correlation functionals and their corrections
are described in detail. Owing to its unconventionality, this book is certain to be of great interest not only to
chemists but also to solid state physicists.

Users Review

From reader reviews:

Jean Young:

Why don't make it to be your habit? Right now, try to ready your time to do the important behave, like
looking for your favorite e-book and reading a guide. Beside you can solve your problem; you can add your
knowledge by the book entitled Density Functional Theory in Quantum Chemistry. Try to the actual book
Density Functional Theory in Quantum Chemistry as your friend. It means that it can to become your friend
when you really feel alone and beside that of course make you smarter than previously. Yeah, it is very
fortuned for you. The book makes you a lot more confidence because you can know everything by the book.
So , let us make new experience as well as knowledge with this book.

Alexander Macdougall:

Nowadays reading books be a little more than want or need but also work as a life style. This reading routine
give you lot of advantages. The huge benefits you got of course the knowledge your information inside the
book that improve your knowledge and information. The info you get based on what kind of guide you read,
if you want get more knowledge just go with schooling books but if you want feel happy read one having
theme for entertaining such as comic or novel. The particular Density Functional Theory in Quantum
Chemistry is kind of publication which is giving the reader unforeseen experience.

Jennifer Case:

Your reading 6th sense will not betray a person, why because this Density Functional Theory in Quantum
Chemistry e-book written by well-known writer whose to say well how to make book that may be understand
by anyone who have read the book. Written with good manner for you, still dripping wet every ideas and
publishing skill only for eliminate your own personal hunger then you still doubt Density Functional Theory
in Quantum Chemistry as good book not simply by the cover but also by content. This is one guide that can



break don't ascertain book by its cover, so do you still needing a different sixth sense to pick this particular!?
Oh come on your reading sixth sense already alerted you so why you have to listening to another sixth sense.

Alan Trevino:

As we know that book is significant thing to add our knowledge for everything. By a guide we can know
everything we really wish for. A book is a list of written, printed, illustrated or blank sheet. Every year ended
up being exactly added. This reserve Density Functional Theory in Quantum Chemistry was filled regarding
science. Spend your spare time to add your knowledge about your science competence. Some people has
different feel when they reading the book. If you know how big benefit from a book, you can feel enjoy to
read a book. In the modern era like currently, many ways to get book which you wanted.
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