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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:

Noah Cale:

Do you have favorite book? If you have, what is your favorite's book? Guide is very important thing for us to
learn everything in the world. Each publication has different aim or maybe goal; it means that book has
different type. Some people feel enjoy to spend their time to read a book. They may be reading whatever
they get because their hobby is usually reading a book. How about the person who don't like looking at a
book? Sometime, person feel need book if they found difficult problem or exercise. Well, probably you will
require this Computational Chemistry: Introduction to the Theory and Applications of Molecular and
Quantum Mechanics.

Lilian Anderson:

Book is to be different for each grade. Book for children till adult are different content. As we know that
book is very important for people. The book Computational Chemistry: Introduction to the Theory and
Applications of Molecular and Quantum Mechanics had been making you to know about other knowledge
and of course you can take more information. It is very advantages for you. The reserve Computational
Chemistry: Introduction to the Theory and Applications of Molecular and Quantum Mechanics is not only
giving you a lot more new information but also for being your friend when you sense bored. You can spend
your current spend time to read your guide. Try to make relationship with all the book Computational
Chemistry: Introduction to the Theory and Applications of Molecular and Quantum Mechanics. You never
experience lose out for everything in the event you read some books.

Mary Ponce:

Information is provisions for individuals to get better life, information currently can get by anyone in
everywhere. The information can be a know-how or any news even a problem. What people must be
consider any time those information which is inside the former life are difficult to be find than now's taking
seriously which one would work to believe or which one the actual resource are convinced. If you receive the
unstable resource then you get it as your main information you will have huge disadvantage for you. All of
those possibilities will not happen in you if you take Computational Chemistry: Introduction to the Theory
and Applications of Molecular and Quantum Mechanics as your daily resource information.

George Jamison:

In this time globalization it is important to someone to get information. The information will make
professionals understand the condition of the world. The health of the world makes the information simpler
to share. You can find a lot of references to get information example: internet, classifieds, book, and soon.
You will see that now, a lot of publisher in which print many kinds of book. The book that recommended to
you personally is Computational Chemistry: Introduction to the Theory and Applications of Molecular and
Quantum Mechanics this book consist a lot of the information of the condition of this world now. This



specific book was represented just how can the world has grown up. The terminology styles that writer
require to explain it is easy to understand. Typically the writer made some analysis when he makes this book.
That's why this book appropriate all of you.
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