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This book covers the essentials of Computational Science and gives tools and techniques to solve materials
science problems using molecular dynamics (MD) and first-principles methods. The new edition expands
upon the density functional theory (DFT) and how the original DFT has advanced to a more accurate level
by GGA+U and hybrid-functional methods. It offers 14 new worked examples in the LAMMPS, Quantum
Espresso, VASP and MedeA-VASP programs, including computation of stress-strain behavior of Si-CNT
composite, mean-squared displacement (MSD) of ZrO2-Y2O3, band structure and phonon spectra of silicon,
and Mo-S battery system. It discusses methods once considered too expensive but that are now cost-
effective. New examples also include various post-processed results using VESTA, VMD, VTST, and
MedeA.
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From reader reviews:

Sam Richey:

The book Computational Materials Science: An Introduction, Second Edition can give more knowledge and
also the precise product information about everything you want. Exactly why must we leave the great thing
like a book Computational Materials Science: An Introduction, Second Edition? Wide variety you have a
different opinion about book. But one aim this book can give many details for us. It is absolutely appropriate.
Right now, try to closer along with your book. Knowledge or data that you take for that, you can give for
each other; you could share all of these. Book Computational Materials Science: An Introduction, Second
Edition has simple shape however, you know: it has great and big function for you. You can appearance the
enormous world by start and read a e-book. So it is very wonderful.

Mary Kenney:

Often the book Computational Materials Science: An Introduction, Second Edition has a lot of information
on it. So when you read this book you can get a lot of advantage. The book was compiled by the very famous
author. This articles author makes some research prior to write this book. This kind of book very easy to read
you can get the point easily after reading this book.

William Copeland:

Is it you actually who having spare time subsequently spend it whole day through watching television
programs or just lying on the bed? Do you need something totally new? This Computational Materials
Science: An Introduction, Second Edition can be the respond to, oh how comes? A fresh book you know.
You are consequently out of date, spending your extra time by reading in this new era is common not a geek
activity. So what these books have than the others?

Roger Moxley:

That book can make you to feel relax. That book Computational Materials Science: An Introduction, Second
Edition was multi-colored and of course has pictures around. As we know that book Computational
Materials Science: An Introduction, Second Edition has many kinds or category. Start from kids until
adolescents. For example Naruto or Investigation company Conan you can read and believe 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 loosen up. Try to choose the best book for you and try to like reading that.
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