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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:
Jenna Springer:

Here thing why this Understanding Molecular Simulation: From Algorithms to Applications (Computational
Science) are different and trusted to be yours. First of all studying abook is good nevertheless it dependsin
the content of it which isthe content is as tasty as food or not. Understanding Molecular Simulation: From
Algorithms to Applications (Computational Science) giving you information deeper including different
ways, you can find any e-book out there but there is no e-book that similar with Understanding Molecul ar
Simulation: From Algorithms to Applications (Computational Science). It gives you thrill looking at journey,
its open up your personal eyes about the thing which happened in the world which is possibly can be
happened around you. It is possible to bring everywhere like in playground, café, or even in your way home
by train. If you are having difficultiesin bringing the branded book maybe the form of Understanding
Molecular Simulation: From Algorithms to Applications (Computational Science) in e-book can be your
option.

David Dozier:

The book untitled Understanding Molecular Simulation: From Algorithms to Applications (Computational
Science) contain alot of information on that. The writer explains your ex ideawith easy technique. The
language is very straightforward all the people, so do not worry, you can easy to read the idea. The book was
authored by famous author. The author brings you in the new era of literary works. Y ou can actually read
this book because you can read on your smart phone, or gadget, so you can read the book inside anywhere
and anytime. In a situation you wish to purchase the e-book, you can open up their official web-sitein
addition to order it. Have a nice examine.

Brian Rocha;

Y ou could spend your free time to see this book this guide. This Understanding Molecular Simulation: From
Algorithms to Applications (Computational Science) is simple bringing you can read it in the playground, in
the beach, train as well as soon. If you did not have got much space to bring often the printed book, you can
buy often the e-book. It is make you quicker to read it. Y ou can save typically the book in your smart phone.
Thus there are alot of benefits that you will get when you buy this book.

CharlesFrye:

Guide is one of source of knowledge. We can add our understanding from it. Not only for students but
additionally native or citizen need book to know the update information of year for you to year. As we know
those textbooks have many advantages. Beside all of us add our knowledge, can bring us to around the
world. By the book Understanding Molecular Simulation: From Algorithmsto Applications (Computational
Science) we can get more advantage. Don't you to be creative people? To be creative person must love to
read a book. Just choose the best book that ideal with your aim. Don't end up being doubt to change your life



with that book Understanding Molecular Simulation: From Algorithms to Applications (Computational
Science). Y ou can more appealing than now.
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