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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:

Lauren Graves:

You may spend your free time to see this book this reserve. This Ab Initio Molecular Dynamics: Basic
Theory and Advanced Methods is simple to develop you can read it in the park your car, in the beach, train
in addition to soon. If you did not get much space to bring typically the printed book, you can buy the actual
e-book. It is make you simpler to read it. You can save typically the book in your smart phone. Consequently
there are a lot of benefits that you will get when one buys this book.

Larry Dolin:

Is it you who having spare time then spend it whole day by watching television programs or just lying down
on the bed? Do you need something new? This Ab Initio Molecular Dynamics: Basic Theory and Advanced
Methods can be the reply, oh how comes? It's a book you know. You are consequently out of date, spending
your extra time by reading in this completely new era is common not a geek activity. So what these ebooks
have than the others?

Myron Mendez:

Do you like reading a e-book? Confuse to looking for your favorite book? Or your book seemed to be rare?
Why so many concern for the book? But virtually any people feel that they enjoy to get reading. Some
people likes studying, not only science book and also novel and Ab Initio Molecular Dynamics: Basic
Theory and Advanced Methods as well as others sources were given expertise for you. After you know how
the great a book, you feel would like to read more and more. Science reserve was created for teacher or
maybe students especially. Those ebooks are helping them to add their knowledge. In various other case,
beside science e-book, any other book likes Ab Initio Molecular Dynamics: Basic Theory and Advanced
Methods to make your spare time more colorful. Many types of book like this.

Cherly Plaster:

Many people said that they feel weary when they reading a e-book. They are directly felt this when they get a
half regions of the book. You can choose the particular book Ab Initio Molecular Dynamics: Basic Theory
and Advanced Methods to make your own reading is interesting. Your personal skill of reading ability is
developing when you including reading. Try to choose straightforward book to make you enjoy to see it and
mingle the impression about book and reading through especially. It is to be initial opinion for you to like to
open a book and go through it. Beside that the book Ab Initio Molecular Dynamics: Basic Theory and
Advanced Methods can to be your brand new friend when you're feel alone and confuse in what must you're
doing of that time.
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