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Understanding Molecular Simulation: From Algorithms to Applications explains the physics behind the
"recipes" of molecular simulation for materials science. Computer simulators are continuously confronted
with questions 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 a simulation program. The
implementation of simulation methods is illustrated in pseudocodes and their practical use in the case studies
used in the text.

Since the first 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 schemes to 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 alternative for constraints
· Defects in 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:

Marcia Fullerton:

Throughout other case, little individuals like to read book Understanding Molecular Simulation: From
Algorithms to Applications (Computational Science). You can choose the best book if you appreciate
reading a book. Providing we know about how is important a book Understanding Molecular Simulation:
From Algorithms to Applications (Computational Science). You can add expertise and of course you can
around the world by the book. Absolutely right, due to the fact from book you can realize everything! From
your country right up until foreign or abroad you can be known. About simple factor until wonderful thing
you may know that. In this era, we could open a book or maybe searching by internet product. It is called e-
book. You need to use it when you feel weary to go to the library. Let's go through.

Carlos Terrill:

The event that you get from Understanding Molecular Simulation: From Algorithms to Applications
(Computational Science) will be the more deep you digging the information that hide in the words the more
you get serious about reading it. It doesn't mean that this book is hard to understand but Understanding
Molecular Simulation: From Algorithms to Applications (Computational Science) giving you enjoyment
feeling of reading. The author conveys their point in certain way that can be understood through anyone who
read the idea because the author of this e-book is well-known enough. That book also makes your own
vocabulary increase well. Making it easy to understand then can go along, both in printed or e-book style are
available. We advise you for having this specific Understanding Molecular Simulation: From Algorithms to
Applications (Computational Science) instantly.

James Harris:

This book untitled Understanding Molecular Simulation: From Algorithms to Applications (Computational
Science) to be one of several books in which best seller in this year, here is because when you read this
publication you can get a lot of benefit upon it. You will easily to buy this particular book in the book store
or you can order it by means of online. The publisher of the book sells the e-book too. It makes you more
easily to read this book, as you can read this book in your Cell phone. So there is no reason for your
requirements to past this guide from your list.

Floyd Brown:

Exactly why? Because this Understanding Molecular Simulation: From Algorithms to Applications
(Computational Science) is an unordinary book that the inside of the book waiting for you to snap this but
latter it will shock you with the secret that inside. Reading this book next to it was fantastic author who all
write the book in such awesome way makes the content inside of easier to understand, entertaining technique
but still convey the meaning entirely. So , it is good for you for not hesitating having this anymore or you
going to regret it. This book will give you a lot of gains than the other book have such as help improving



your expertise and your critical thinking technique. So , still want to hold up having that book? If I had been
you I will go to the reserve store hurriedly.
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