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

Providing a unique and accessible approach, The Fragment Molecular Orbital Method: Practical
Applications to Large Molecular Systems is 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 as little
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 also 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 a wide range of biomolecular applications, including drug design,
protein–ligand binding, enzyme reactivity, and light-driven processes.

Developers interested in extending FMO 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:

Allen Brown:

A lot of people always spent their own free time to vacation as well as go to the outside with them loved
ones or their friend. Did you know? Many a lot of people spent these people free time just watching TV, or
maybe playing video games all day long. If you want to try to find a new activity here is look different you
can read some sort of book. It is really fun for yourself. If you enjoy the book that you just read you can
spent all day long to reading a reserve. The book The Fragment Molecular Orbital Method: Practical
Applications to Large Molecular Systems it doesn't matter what good to read. There are a lot of people that
recommended this book. They were enjoying reading this book. In case you did not have enough space
bringing this book you can buy typically the e-book. You can m0ore quickly to read this book from a smart
phone. The price is not too costly but this book has high quality.

Richard Williams:

Reading can called brain hangout, why? Because when you are reading a book specifically book entitled The
Fragment Molecular Orbital Method: Practical Applications to Large Molecular Systems the mind will drift
away trough every dimension, wandering in each aspect that maybe unidentified for but surely will become
your mind friends. Imaging every single word written in a e-book then become one contact form conclusion
and explanation that will maybe you never get previous to. The The Fragment Molecular Orbital Method:
Practical Applications to Large Molecular Systems giving you another experience more than blown away
your brain but also giving you useful data for your better life in this era. So now let us show you the relaxing
pattern here is your body and mind are going to be pleased when you are finished studying it, like winning a
game. Do you want to try this extraordinary wasting spare time activity?

Jere Araujo:

In this time globalization it is important to someone to obtain information. The information will make you to
definitely understand the condition of the world. The health of the world makes the information better to
share. You can find a lot of recommendations to get information example: internet, magazine, book, and
soon. You will observe that now, a lot of publisher this print many kinds of book. The book that
recommended for your requirements is The Fragment Molecular Orbital Method: Practical Applications to
Large Molecular Systems this book consist a lot of the information from the condition of this world now.
This specific book was represented how can the world has grown up. The terminology styles that writer
value to explain it is easy to understand. The writer made some analysis when he makes this book. That is
why this book appropriate all of you.

Brooke Fisher:

That guide can make you to feel relax. This specific book The Fragment Molecular Orbital Method: Practical
Applications to Large Molecular Systems was bright colored and of course has pictures around. As we know



that book The Fragment Molecular Orbital Method: Practical Applications to Large Molecular Systems has
many kinds or category. Start from kids until youngsters. For example Naruto or Private eye Conan you can
read and believe you are the character on there. Therefore , not at all of book tend to be make you bored, any
it can make you feel happy, fun and loosen up. Try to choose the best book to suit your needs and try to like
reading this.
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