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Computational chemistry has become extremely important in the last decade, being widely used in academic
and industrial research. Y et there have been few books designed to teach the subject to nonspecialists.
Computational Chemistry: Introduction to the Theory and Applications of Molecular and Quantum
Mechanicsis an invaluable tool for teaching and researchers alike. The book provides an overview of the
field, explains the basic underlying theory at a meaningful level that is not beyond beginners, and it gives
numerous comparisons of different methods with one another and with experiment.

The following concepts are illustrated and their possibilities and limitations are given:

- potential energy surfaces;

- simple and extended Hiickel methods;

- abinitio, AM1 and related semiempirical methods;
- density functional theory (DFT).

Topics are placed in a historical context, adding interest to them and removing much of their apparently
arbitrary aspect. The large number of references, to all significant topics mentioned, should make this book
useful not only to undergraduates but also to graduate students and academic and industrial researchers.
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From reader reviews:
Deborah Green:

The event that you get from Computational Chemistry: Introduction to the Theory and Applications of
Molecular and Quantum Mechanics is a more deep you looking the information that hide into the words the
more you get considering reading it. It does not mean that this book is hard to know but Computational
Chemistry: Introduction to the Theory and Applications of Molecular and Quantum Mechanics giving you
enjoyment feeling of reading. The copy writer conveys their point in selected way that can be understood by
simply anyone who read it because the author of this guide is well-known enough. This specific book aso
makes your current vocabulary increase well. That makes it easy to understand then can go together with
you, both in printed or e-book style are available. We advise you for having this specific Computational
Chemistry: Introduction to the Theory and Applications of Molecular and Quantum Mechanics instantly.

Mark Thomas:

This Computational Chemistry: Introduction to the Theory and Applications of Molecular and Quantum
Mechanics tend to be reliable for you who want to be considered a successful person, why. The reason why
of this Computational Chemistry: Introduction to the Theory and Applications of Molecular and Quantum
Mechanics can be one of the great books you must have will be giving you more than just ssmple reading
through food but feed an individual with information that might be will shock your before knowledge. This
book is actually handy, you can bring it just about everywhere and whenever your conditions in e-book and
printed ones. Beside that this Computational Chemistry: Introduction to the Theory and Applications of
Molecular and Quantum Mechanics giving you an enormous of experience for instance rich vocabulary,
giving you trial of critical thinking that we realize it useful in your day task. So, let's have it appreciate
reading.

Kimberly Lunceford:

Many people spending their time frame by playing outside having friends, fun activity together with family
or just watching TV all day every day. Y ou can have new activity to enjoy your whole day by reading
through a book. Ugh, do you consider reading a book can actually hard because you have to bring the book
everywhere? It okay you can have the e-book, getting everywhere you want in your Mabile phone. Like
Computational Chemistry: Introduction to the Theory and Applications of Molecular and Quantum
Mechanics which is finding the e-book version. So, try out this book? Let's notice.

William Evans;

Isit you who having spare time subsequently spend it whole day by simply watching television programs or
just lying down on the bed? Do you need something new? This Computational Chemistry: Introduction to
the Theory and Applications of Molecular and Quantum M echanics can be the answer, oh how comes? It'sa
book you know. Y ou are consequently out of date, spending your free time by reading in this new erais
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common not a nerd activity. So what these textbooks have than the others?
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