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Ab initio molecular dynamics revolutionized the field of realistic computer simulation of complex molecular
systems and processes, including chemical reactions, by unifying molecular dynamics and electronic
structure theory. This book provides the first coherent presentation of this rapidly growing field, covering a
vast range of methods and their applications, from basic theory to advanced methods. This fascinating text
for graduate students and researchers contains systematic derivations of various ab initio molecular dynamics
techniques to enable readers to understand and assess the merits and drawbacks of commonly used methods.
It also discusses the special features of the widely used Car-Parrinello approach, correcting various
misconceptions currently found in research literature. The book contains pseudo-code and program layout
for typical plane wave electronic structure codes, allowing newcomers to the field to understand commonly
used program packages and enabling developers to improve and add new features in their code.
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From reader reviews:

Debra Yarbrough:

The actual book Ab Initio Molecular Dynamics: Basic Theory and Advanced Methods will bring you to the
new experience of reading some sort of book. The author style to describe the idea is very unique. If you try
to find new book you just read, this book very appropriate to you. The book Ab Initio Molecular Dynamics:
Basic Theory and Advanced Methods is much recommended to you to see. You can also get the e-book
through the official web site, so you can easier to read the book.

Nancy Page:

The book untitled Ab Initio Molecular Dynamics: Basic Theory and Advanced Methods is the guide that
recommended to you to study. You can see the quality of the publication content that will be shown to you
actually. The language that article author use to explained their ideas are easily to understand. The article
author was did a lot of investigation when write the book, therefore the information that they share to you is
absolutely accurate. You also could possibly get the e-book of Ab Initio Molecular Dynamics: Basic Theory
and Advanced Methods from the publisher to make you far more enjoy free time.

Linda Guyette:

In this period globalization it is important to someone to obtain information. The information will make
someone to understand the condition of the world. The condition of the world makes the information better
to share. You can find a lot of sources to get information example: internet, newspapers, book, and soon.
You can observe that now, a lot of publisher which print many kinds of book. The particular book that
recommended to your account is Ab Initio Molecular Dynamics: Basic Theory and Advanced Methods this
reserve consist a lot of the information on the condition of this world now. This kind of book was
represented how do the world has grown up. The words styles that writer use for explain it is easy to
understand. The writer made some analysis when he makes this book. This is why this book suitable all of
you.

Lee Villegas:

As a pupil exactly feel bored to reading. If their teacher requested them to go to the library or to make
summary for some publication, they are complained. Just very little students that has reading's internal or
real their pastime. They just do what the educator want, like asked to the library. They go to there but
nothing reading significantly. Any students feel that studying is not important, boring along with can't see
colorful pics on there. Yeah, it is to get complicated. Book is very important in your case. As we know that
on this age, many ways to get whatever we really wish for. Likewise word says, ways to reach Chinese's
country. So , this Ab Initio Molecular Dynamics: Basic Theory and Advanced Methods can make you truly
feel more interested to read.
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