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Demonstrates how anyone in math, science, and engineering can master DFT calculations

Density functional theory (DFT) is one of the most frequently used computational tools for studying and
predicting the properties of isolated molecules, bulk solids, and material interfaces, including surfaces.
Although the theoretical underpinnings of DFT are quite complicated, this book demonstrates that the basic
concepts underlying the calculations are simple enough to be understood by anyone with a background in
chemistry, physics, engineering, or mathematics. The authors show how the widespread availability of
powerful DFT codes makes it possible for students and researchers to apply this important computational
technique to a broad range of fundamental and applied problems.

Density Functional Theory: A Practical Introduction offers a concise, easy-to-follow introduction to the key
concepts and practical applications of DFT, focusing on plane-wave DFT. The authors have many years of
experience introducing DFT to students from a variety of backgrounds. The book therefore offers several
features that have proven to be helpful in enabling students to master the subject, including:

Problem sets in each chapter that give readers the opportunity to test their knowledge by performing their●

own calculations
Worked examples that demonstrate how DFT calculations are used to solve real-world problems●

Further readings listed in each chapter enabling readers to investigate specific topics in greater depth●

This text is written at a level suitable for individuals from a variety of scientific, mathematical, and
engineering backgrounds. No previous experience working with DFT calculations is needed.
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From reader reviews:

Sharon Hall:

What do you about book? It is not important together with you? Or just adding material when you want
something to explain what yours problem? How about your spare time? Or are you busy person? If you don't
have spare time to complete others business, it is make one feel bored faster. And you have time? What did
you do? Everybody has many questions above. They should answer that question because just their can do
which. It said that about publication. Book is familiar in each person. Yes, it is proper. Because start from on
pre-school until university need that Density Functional Theory: A Practical Introduction to read.

Wilma Baca:

As people who live in often the modest era should be change about what going on or data even knowledge to
make them keep up with the era that is always change and advance. Some of you maybe will update
themselves by examining books. It is a good choice for you but the problems coming to you actually is you
don't know what type you should start with. This Density Functional Theory: A Practical Introduction is our
recommendation to cause you to keep up with the world. Why, because book serves what you want and wish
in this era.

Lonnie Fazio:

That book can make you to feel relax. That book Density Functional Theory: A Practical Introduction was
bright colored and of course has pictures on there. As we know that book Density Functional Theory: A
Practical Introduction has many kinds or genre. Start from kids until teenagers. For example Naruto or
Investigation company Conan you can read and think that you are the character on there. Therefore not at all
of book are usually make you bored, any it offers you feel happy, fun and unwind. Try to choose the best
book in your case and try to like reading this.

Jeri McKeen:

As a pupil exactly feel bored to help reading. If their teacher questioned them to go to the library or to make
summary for some book, they are complained. Just very little students that has reading's spirit or real their
leisure activity. They just do what the teacher want, like asked to the library. They go to right now there but
nothing reading very seriously. Any students feel that studying is not important, boring as well as can't see
colorful images on there. Yeah, it is to get complicated. Book is very important to suit your needs. As we
know that on this age, many ways to get whatever we would like. Likewise word says, ways to reach
Chinese's country. So , this Density Functional Theory: A Practical Introduction can make you really feel
more interested to read.
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