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Over the past several decades there have been major advances in our ability to computationally evaluate the
electronic structure of inorganic molecules, particularly transition metal systems. This advancement is due to
the Moore's Law increase in computing power as well as the impact of density functional theory (DFT) and
its implementation in commercial and freeware programs for quantum chemical calculations. Improved pure
and hybrid density functionals are allowing DFT calculations with accuracy comparable to high-level
Hartree-Fock treatments, and the results of these calculations can now be evaluated by experiment.

When calculations are correlated to, and supported by, experimental data they can provide fundamental
insight into electronic structure and its contributions to physical properties and chemical reactivity. This
interplay continues to expand and contributes to both improved value of experimental results and improved
accuracy of computational predictions.

The purpose of this EIC Book is to provide state-of-the-art presentations of quantum mechanical and related
methods and their applications, written by many of the leaders in the field. Part 1 of this volume focuses on
methods, their background and implementation, and their use in describing bonding properties, energies,
transition states and spectroscopic features. Part 2 focuses on applications in bioinorganic chemistry and Part
3 discusses inorganic chemistry, where electronic structure calculations have already had a major impact.
This addition to the EIC Book series is of significant value to both experimentalists and theoreticians, and we
anticipate that it will stimulate both further development of the methodology and its applications in the many
interdisciplinary fields that comprise modern inorganic and bioinorganic chemistry.

This volume is also available as part of "Encyclopedia of Inorganic Chemistry, 5 Volume Set."

This set combines all volumes published as EIC Books from 2007 to 2010, representing areas of key
developments in the field of inorganic chemistry published in the "Encyclopedia of Inorganic Chemistry."
Find out more.
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From reader reviews:

Thelma Burke:

Book is actually written, printed, or descriptive for everything. You can know everything you want by a
reserve. Book has a different type. As it is known to us that book is important point to bring us around the
world. Adjacent to that you can your reading skill was fluently. A reserve Computational Inorganic and
Bioinorganic Chemistry will make you to be smarter. You can feel more confidence if you can know about
everything. But some of you think this open or reading the book make you bored. It is far from make you
fun. Why they might be thought like that? Have you trying to find best book or suitable book with you?

Christi Shoup:

Typically the book Computational Inorganic and Bioinorganic Chemistry has a lot info on it. So when you
check out this book you can get a lot of help. The book was authored by the very famous author. This articles
author makes some research before write this book. This kind of book very easy to read you can obtain the
point easily after reading this article book.

Justin Pritchett:

Playing with family inside a park, coming to see the water world or hanging out with buddies is thing that
usually you might have done when you have spare time, subsequently why you don't try issue that really
opposite from that. Just one activity that make you not sense tired but still relaxing, trilling like on roller
coaster you are ride on and with addition details. Even you love Computational Inorganic and Bioinorganic
Chemistry, you may enjoy both. It is good combination right, you still need to miss it? What kind of hang
type is it? Oh occur its mind hangout folks. What? Still don't understand it, oh come on its referred to as
reading friends.

John Rivera:

In this period globalization it is important to someone to get information. The information will make
someone to understand the condition of the world. The condition of the world makes the information quicker
to share. You can find a lot of recommendations to get information example: internet, newspapers, book, and
soon. You can observe that now, a lot of publisher that print many kinds of book. Typically the book that
recommended to you is Computational Inorganic and Bioinorganic Chemistry this book consist a lot of the
information with the condition of this world now. This specific book was represented how do the world has
grown up. The language styles that writer make usage of to explain it is easy to understand. The writer made
some investigation when he makes this book. That is why this book appropriate all of you.
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