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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:

Jan Doyle:

The book Computational Chemistry: Introduction to the Theory and Applications of Molecular and Quantum
Mechanics make one feel enjoy for your spare time. You need to use to make your capable far more increase.
Book can to become your best friend when you getting stress or having big problem with the subject. If you
can make reading a book Computational Chemistry: Introduction to the Theory and Applications of
Molecular and Quantum Mechanics to become your habit, you can get a lot more advantages, like add your
current capable, increase your knowledge about a number of or all subjects. You could know everything if
you like open up and read a reserve Computational Chemistry: Introduction to the Theory and Applications
of Molecular and Quantum Mechanics. Kinds of book are several. It means that, science publication or
encyclopedia or others. So , how do you think about this guide?

Nancy Farley:

In this 21st centuries, people become competitive in every single way. By being competitive now, people
have do something to make them survives, being in the middle of the crowded place and notice by
surrounding. One thing that sometimes many people have underestimated that for a while is reading. Yeah,
by reading a reserve your ability to survive boost then having chance to stand up than other is high. For you
who want to start reading a new book, we give you this kind of Computational Chemistry: Introduction to the
Theory and Applications of Molecular and Quantum Mechanics book as basic and daily reading book. Why,
because this book is greater than just a book.

Heather Reader:

The feeling that you get from Computational Chemistry: Introduction to the Theory and Applications of
Molecular and Quantum Mechanics is a more deep you excavating the information that hide in the words the
more you get considering reading it. It doesn't mean that this book is hard to comprehend but Computational
Chemistry: Introduction to the Theory and Applications of Molecular and Quantum Mechanics giving you
excitement feeling of reading. The writer conveys their point in specific way that can be understood by
simply anyone who read that because the author of this publication is well-known enough. That book also
makes your own personal vocabulary increase well. So it is easy to understand then can go along with you,
both in printed or e-book style are available. We highly recommend you for having this kind of
Computational Chemistry: Introduction to the Theory and Applications of Molecular and Quantum
Mechanics instantly.

Kimberly Martin:

Reading a e-book can be one of a lot of action that everyone in the world likes. Do you like reading book
therefore. There are a lot of reasons why people like it. First reading a book will give you a lot of new
details. When you read a e-book you will get new information since book is one of various ways to share the



information or their idea. Second, studying a book will make you actually more imaginative. When you
studying a book especially fictional book the author will bring someone to imagine the story how the
personas do it anything. Third, you can share your knowledge to some others. When you read this
Computational Chemistry: Introduction to the Theory and Applications of Molecular and Quantum
Mechanics, it is possible to tells your family, friends along with soon about yours reserve. Your knowledge
can inspire others, make them reading a e-book.
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