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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:

Wanda Leopard:

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 guide and reading a guide. Beside you can solve your trouble; you can add your
knowledge by the reserve entitled Computational Materials Science: An Introduction, Second Edition. Try to
make the book Computational Materials Science: An Introduction, Second Edition as your good friend. It
means that it can to get your friend when you really feel alone and beside that of course make you smarter
than ever. Yeah, it is very fortuned for you personally. The book makes you considerably more confidence
because you can know everything by the book. So , let's make new experience along with knowledge with
this book.

Cheree Kramer:

Have you spare time for just a day? What do you do when you have more or little spare time? Yep, you can
choose the suitable activity regarding spend your time. Any person spent all their spare time to take a stroll,
shopping, or went to the particular Mall. How about open or perhaps read a book called Computational
Materials Science: An Introduction, Second Edition? Maybe it is to become best activity for you. You realize
beside you can spend your time with your favorite's book, you can smarter than before. Do you agree with its
opinion or you have additional opinion?

Dennis Gaines:

As people who live in the particular modest era should be upgrade about what going on or details even
knowledge to make these people keep up with the era that is certainly always change and move ahead. Some
of you maybe will certainly update themselves by reading books. It is a good choice in your case but the
problems coming to you is you don't know which one you should start with. This Computational Materials
Science: An Introduction, Second Edition is our recommendation to cause you to keep up with the world.
Why, because book serves what you want and wish in this era.

Margaret Jackson:

This Computational Materials Science: An Introduction, Second Edition is brand-new way for you who has
intense curiosity to look for some information given it relief your hunger of information. Getting deeper you
on it getting knowledge more you know or you who still having small amount of digest in reading this
Computational Materials Science: An Introduction, Second Edition can be the light food in your case
because the information inside this book is easy to get through anyone. These books create itself in the form
which can be reachable by anyone, yes I mean in the e-book type. People who think that in guide form make
them feel sleepy even dizzy this reserve is the answer. So there is absolutely no in reading a reserve
especially this one. You can find actually looking for. It should be here for you actually. So , don't miss the
item! Just read this e-book sort for your better life in addition to knowledge.
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