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This corrected second edition contains new material which includes solvent effects, the treatment of singlet
diradicals, and the fundamentals of computaional chemistry.

"Computational Chemistry: Introduction to the Theory and Applications of Molecular and Quantum
Mechanics" is 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 Hueckel methods;
- ab initio, 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:

Javier Link:

What do you consider book? It is just for students as they are still students or this for all people in the world,
the actual best subject for that? Just simply you can be answered for that query above. Every person has
several personality and hobby for every other. Don't to be pressured someone or something that they don't
desire do that. You must know how great in addition to important the book Computational Chemistry:
Introduction to the Theory and Applications of Molecular and Quantum Mechanics. All type of book would
you see on many resources. You can look for the internet methods or other social media.

Gina Keller:

Are you kind of stressful person, only have 10 as well as 15 minute in your time to upgrading your mind
proficiency or thinking skill even analytical thinking? Then you have problem with the book in comparison
with can satisfy your short time to read it because this all time you only find reserve that need more time to
be read. Computational Chemistry: Introduction to the Theory and Applications of Molecular and Quantum
Mechanics can be your answer since it can be read by a person who have those short extra time problems.

James Holmes:

You may spend your free time to see this book this e-book. This Computational Chemistry: Introduction to
the Theory and Applications of Molecular and Quantum Mechanics is simple bringing you can read it in the
recreation area, in the beach, train in addition to soon. If you did not get much space to bring the printed
book, you can buy the particular e-book. It is make you quicker to read it. You can save the particular book
in your smart phone. Therefore there are a lot of benefits that you will get when one buys this book.

Larry Huff:

That reserve can make you to feel relax. This specific book Computational Chemistry: Introduction to the
Theory and Applications of Molecular and Quantum Mechanics was bright colored and of course has
pictures on there. As we know that book Computational Chemistry: Introduction to the Theory and
Applications of Molecular and Quantum Mechanics has many kinds or category. Start from kids until teens.
For example Naruto or Private investigator Conan you can read and believe you are the character on there.
Therefore not at all of book are generally make you bored, any it offers you feel happy, fun and rest. Try to
choose the best book for you and try to like reading which.
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