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Answering the need to facilitate quantum-chemical calculations of systems with thousands of atoms, Kazuo
Kitaura and his coworkers devel oped the Fragment Molecular Orbital (FMO) method in 1999. Today, the
FMO method can be applied to the study of whole proteins and protein-igand interactions, and is extremely
effectivein calculating the properties of biological systems and molecular clusters.

Providing a unique and accessible approach, The Fragment Molecular Orbital Method: Practical
Applicationsto Large Molecular Systemsis for those researchers eager to obtain useful information from
electronic structure calculations of large systems, and for those who wish to know what can be elucidated
with the calculations at present and in the near future. The text emphasizes the practical aspects, with aslittle
mathematical detail as possible and in language that is easy to understand.

The free modeling software Facio, in which FMO-related functions are implemented, is provided on the
accompanying CD-ROM, which aso provides input file samples, usage hints, annotated output from typical
calculations, easy-to-follow tutorial material, and AppliGuide movies that show the sequence of mouse
operations for data processing.

The book encourages readers to perform their own calculations ? describing the features of the freely
available FMO programs (GAMESS and ABINIT-MP) and reviewing many successful applications of the
FMO method to practical problems. Filled with practical advice from the inventors of the method and from
world-renowned contributors, this reference provides general scientists with the foundation required to use
FMO computational methods in awide range of biomolecular applications, including drug design,
protein-igand binding, enzyme reactivity, and light-driven processes.

Developersinterested in extending FM O capabilities or in advancing their own methods will find sufficient
information and mathematical detail to encourage method development.
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From reader reviews:
Diane Smith:

Here thing why that The Fragment Molecular Orbital Method: Practical Applications to Large Molecular
Systems are different and dependable to be yours. First of all examining abook is good however it depends
in the content from it which is the content is as delicious as food or not. The Fragment Molecular Orbital
Method: Practical Applicationsto Large Molecular Systems giving you information deeper as different
ways, you can find any publication out there but there is no guide that similar with The Fragment Molecular
Orbital Method: Practical Applicationsto Large Molecular Systems. It gives you thrill examining journey, its
open up your own personal eyes about the thing that happened in the world which is might be can be
happened around you. Y ou can actually bring everywhere like in playground, caf€, or even in your means
home by train. For anyone who is having difficulties in bringing the published book maybe the form of The
Fragment Molecular Orbital Method: Practical Applicationsto Large Molecular Systemsin e-book can be
your option.

Joni Thompson:

Does one one of the book lovers? If yes, do you ever feeling doubt if you are in the book store? Try and pick
one book that you just dont know the inside because don't determine book by its deal with may doesn't work
here is difficult job because you are scared that the inside maybe not because fantastic as in the outside
appearance likes. Maybe you answer could be The Fragment Molecular Orbital Method: Practical
Applications to Large Molecular Systems why because the excellent cover that make you consider regarding
the content will not disappoint an individual. The inside or content is actually fantastic as the outside or
perhaps cover. Y our reading 6th sense will directly assist you to pick up this book.

Baobby Gonsalves:

Do you like reading a guide? Confuse to looking for your favorite book? Or your book has been rare? Why
so many query for the book? But virtually any people fedl that they enjoy to get reading. Some people likes
reading, not only science book but additionally novel and The Fragment Molecular Orbital Method: Practical
Applications to Large Molecular Systems as well as others sources were given know-how for you. After you
know how the good a book, you feel wish to read more and more. Science publication was created for
teacher or maybe students especially. Those guides are helping them to bring their knowledge. In other case,
beside science reserve, any other book likes The Fragment Molecular Orbital Method: Practical Applications
to Large Molecular Systems to make your spare time much more colorful. Many types of book like this one.

Haydee Todd:

A lot of e-book has printed but it differs from the others. Y ou can get it by net on social media. Y ou can
choose the most beneficial book for you, science, comedian, novel, or whatever by simply searching fromit.
It is known as of book The Fragment Molecular Orbital Method: Practical Applicationsto Large Molecular



Systems. You'll be able to your knowledge by it. Without making the printed book, it may add your
knowledge and make an individual happier to read. It is most important that, you must aware about
publication. It can bring you from one destination to other place.
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