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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:

Bertha Montes:

Have you spare time for the day? What do you do when you have much more or little spare time? Yep, you
can choose the suitable activity to get spend your time. Any person spent their very own spare time to take a
move, shopping, or went to the Mall. How about open as well as read a book entitled The Fragment
Molecular Orbital Method: Practical Applications to Large Molecular Systems? Maybe it is being best
activity for you. You already know beside you can spend your time with the favorite's book, you can smarter
than before. Do you agree with it has the opinion or you have various other opinion?

Angel Jones:

The book The Fragment Molecular Orbital Method: Practical Applications to Large Molecular Systems give
you a sense of feeling enjoy for your spare time. You can use to make your capable a lot more increase.
Book can being your best friend when you getting stress or having big problem along with your subject. If
you can make looking at a book The Fragment Molecular Orbital Method: Practical Applications to Large
Molecular Systems being your habit, you can get much more advantages, like add your own capable,
increase your knowledge about many or all subjects. You can know everything if you like wide open and
read a publication The Fragment Molecular Orbital Method: Practical Applications to Large Molecular
Systems. Kinds of book are several. It means that, science publication or encyclopedia or other people. So ,
how do you think about this publication?

Maria Holder:

What do you concerning book? It is not important to you? Or just adding material when you need something
to explain what your own problem? How about your time? Or are you busy particular person? If you don't
have spare time to accomplish others business, it is give you a sense of feeling bored faster. And you have
free time? What did you do? Everyone has many questions above. They need to answer that question
because just their can do which. It said that about e-book. Book is familiar in each person. Yes, it is
appropriate. Because start from on guardería until university need this kind of The Fragment Molecular
Orbital Method: Practical Applications to Large Molecular Systems to read.

Nicholas Ko:

Reading can called brain hangout, why? Because when you find yourself reading a book specifically book
entitled The Fragment Molecular Orbital Method: Practical Applications to Large Molecular Systems your
brain will drift away trough every dimension, wandering in every aspect that maybe not known for but surely
will become your mind friends. Imaging just about every word written in a reserve then become one web
form conclusion and explanation that maybe you never get ahead of. The The Fragment Molecular Orbital
Method: Practical Applications to Large Molecular Systems giving you one more experience more than
blown away the mind but also giving you useful facts for your better life in this particular era. So now let us



demonstrate the relaxing pattern the following 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 shelling out spare time
activity?
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