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Under standing Molecular Simulation: From Algorithmsto Applications explains the physics behind the
"recipes’ of molecular simulation for materials science. Computer simulators are continuously confronted
with guestions concerning the choice of a particular technique for a given application. A wide variety of
tools exist, so the choice of technique requires a good understanding of the basic principles. More
importantly, such understanding may greatly improve the efficiency of asimulation program. The
implementation of simulation methods isillustrated in pseudocodes and their practical use in the case studies
used in the text.

Sincethefirst edition only five years ago, the simulation world has changed significantly -- current
techniques have matured and new ones have appeared. This new edition deals with these new developments;
in particular, there are sections on:

- Transition path sampling and diffusive barrier crossing to simulaterare events

- Dissipative particle dynamic as a course-grained simulation technique

- Novel schemesto compute the long-ranged forces

- Hamiltonian and non-Hamiltonian dynamics in the context constant-temperature and constant-pressure
molecular dynamics simulations

- Multiple-time step algorithms as an aternative for constraints

- Defectsin solids

- The pruned-enriched Rosenbluth sampling, recoil-growth, and concerted rotations for complex molecules
- Parallel tempering for glassy Hamiltonians

Examples are included that highlight current applications and the codes of case studies are available on the
World Wide Web. Several new examples have been added since the first edition to illustrate recent
applications. Questions are included in this new edition. No prior knowledge of computer simulation is
assumed.
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From reader reviews:
Kathryn Glover:

This Understanding Molecular Simulation, Second Edition: From Algorithms to Applications
(Computational Science) are reliable for you who want to be described as a successful person, why. The
reason why of this Understanding Molecular Simulation, Second Edition: From Algorithms to Applications
(Computational Science) can be one of many great books you must have is actually giving you more than
just simple studying food but feed you with information that probably will shock your before knowledge.
This book is actually handy, you can bring it just about everywhere and whenever your conditions both in e-
book and printed people. Beside that this Understanding Molecular Simulation, Second Edition: From
Algorithms to Applications (Computational Science) giving you an enormous of experience such asrich
vocabulary, giving you test of critical thinking that we know it useful in your day task. So , let's have it and
luxuriate in reading.

Keith Cochran:

Don't be worry should you be afraid that this book will filled the space in your house, you can haveitin e-
book technique, more simple and reachable. Thiskind of Understanding Molecular Simulation, Second
Edition: From Algorithms to Applications (Computational Science) can give you alot of pals because by you
taking alook at this one book you have thing that they don't and make an individual more like an interesting
person. This specific book can be one of a step for you to get success. This book offer you information that
possibly your friend doesn't understand, by knowing more than some other make you to be great men and
women. So , why hesitate? We should have Understanding Molecular Simulation, Second Edition: From
Algorithms to Applications (Computational Science).

Cheryl Fisher:

Asapupil exactly feel bored for you to reading. If their teacher requested them to go to the library aswell as
to make summary for some e-book, they are complained. Just very little students that has reading's spirit or
real their hobby. They just do what the instructor want, like asked to the library. They go to there but nothing
reading really. Any students feel that looking at is not important, boring and can't see colorful pics on there.
Yeah, itisfor being complicated. Book is very important for you personally. Aswe know that on thistime,
many ways to get whatever we really wish for. Likewise word says, ways to reach Chinese's country.
Therefore, this Understanding Molecular Simulation, Second Edition: From Algorithms to Applications
(Computational Science) can make you experience more interested to read.

Pearlie Wong:

A lot of people said that they feel bored stiff when they reading areserve. They are directly felt the item
when they get a half regions of the book. Y ou can choose often the book Understanding Molecular
Simulation, Second Edition: From Algorithms to Applications (Computational Science) to make your



reading isinteresting. Y our skill of reading ability is developing when you such as reading. Try to choose
very simple book to make you enjoy to learn it and mingle the opinion about book and reading through
especially. Itisto be 1st opinion for you to like to available abook and examine it. Beside that the reserve
Understanding Molecular Simulation, Second Edition: From Algorithms to Applications (Computational
Science) can to be your friend when you're sense alone and confuse in doing what must you're doing of these
time.
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