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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:
Linda Cunningham:

What do you think of book? It isjust for students asthey are still students or theitem for al peoplein the
world, what best subject for that? Only you can be answered for that question above. Every person has
several personality and hobby for each and every other. Don't to be obligated someone or something that
they don't desire do that. Y ou must know how great in addition to important the book Understanding
Molecular Simulation: From Algorithms to Applications (Computational Science). All type of book isit
possible to see on many sources. Y ou can look for the internet sources or other social media.

Corinna Edwards:

As people who live in often the modest era should be update about what going on or facts even knowledge to
make these keep up with the erathat is certainly always change and advance. Some of you maybe will
probably update themselves by reading books. It is agood choice for yourself but the problems coming to
anyone is you don't know which you should start with. This Understanding Molecular Simulation: From
Algorithms to Applications (Computational Science) is our recommendation to cause you to keep up with the
world. Why, because book serves what you want and need in this era.

Francisco London:

Spent afree a chance to be fun activity to do! A lot of people spent their down time with their family, or all
their friends. Usually they accomplishing activity like watching television, gonna beach, or picnic inside the
park. They actually doing same every week. Do you fed it? Do you want to something different to fill your
own personal free time/ holiday? Might be reading a book might be option to fill your totally free time/
holiday. The first thing you will ask may be what kinds of book that you should read. If you want to test |ook
for book, may be the publication untitled Understanding Molecular Simulation: From Algorithms to
Applications (Computational Science) can be very good book to read. May be it might be best activity to
you.

Stephen Mosley:

In this age globalization it isimportant to someone to obtain information. The information will make
professionals understand the condition of the world. The health of the world makes the information much
easier to share. You can find alot of recommendations to get information example: internet, classifieds,
book, and soon. Y ou can see that now, alot of publisher that will print many kinds of book. The actual book
that recommended to you is Understanding Molecular Simulation: From Algorithms to Applications
(Computational Science) this reserve consist alot of the information from the condition of thisworld now.
This particular book was represented how does the world has grown up. The dialect styles that writer require
to explain it is easy to understand. The writer made some study when he makes this book. Honestly, that is
why this book suitable all of you.
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