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Molecular structure is the most basic information about a substance, determining
most of its properties. Determination of accurate structures is hampered in that
every method applies its own definition of "structure" and thus results from
different sources can yield significantly different results. Sophisticated protocols
exist to account for these differences, but until now, no textbook has been written
to discuss such topics in a widely accessible manner.

Balancing quantum theory with practical experiments, Equilibrium Molecular
Structures focuses on the theory involved in determining and converting
measured and computed data sets into accurate and well-defined equilibrium
structures.

This textbook begins with a discussion of quantum chemistry and the concept of
potential energy surfaces, quantum chemical computation of structures and
anharmonic force fields. The reader is next introduced to the method of least
squares and the problem of ill-conditioning, leverage points, perturbation theory,
computational aspects of determining semi-experimental equilibrium structures,
the determination of moments of inertia from spectra, and the treatment of
resonances. The textbook also examines the determination of diatomic molecular
potentials using semiclassical and quantum mechanical methods as well as
position and distance averages.

From basic elements to the latest advances and current best practices,
Equilibrium Molecular Structures contains abundant references, examples,
and exercises and includes a CD with additional examples. These features make
the book ideal for class instruction but also user-friendly for self-instruction. It is
recommended for newcomers to the field and also for experienced
spectroscopists who want to expand their area of knowledge.

http://mbooknom.men/go/best.php?id=1439811326
http://mbooknom.men/go/best.php?id=1439811326
http://mbooknom.men/go/best.php?id=1439811326


 Download Equilibrium Molecular Structures: From Spectroscop ...pdf

 Read Online Equilibrium Molecular Structures: From Spectrosc ...pdf

http://mbooknom.men/go/best.php?id=1439811326
http://mbooknom.men/go/best.php?id=1439811326
http://mbooknom.men/go/best.php?id=1439811326
http://mbooknom.men/go/best.php?id=1439811326
http://mbooknom.men/go/best.php?id=1439811326
http://mbooknom.men/go/best.php?id=1439811326
http://mbooknom.men/go/best.php?id=1439811326
http://mbooknom.men/go/best.php?id=1439811326


Equilibrium Molecular Structures: From Spectroscopy to
Quantum Chemistry

From Brand: CRC Press

Equilibrium Molecular Structures: From Spectroscopy to Quantum Chemistry From Brand: CRC Press

Molecular structure is the most basic information about a substance, determining most of its properties.
Determination of accurate structures is hampered in that every method applies its own definition of
"structure" and thus results from different sources can yield significantly different results. Sophisticated
protocols exist to account for these differences, but until now, no textbook has been written to discuss such
topics in a widely accessible manner.

Balancing quantum theory with practical experiments, Equilibrium Molecular Structures focuses on the
theory involved in determining and converting measured and computed data sets into accurate and well-
defined equilibrium structures.

This textbook begins with a discussion of quantum chemistry and the concept of potential energy surfaces,
quantum chemical computation of structures and anharmonic force fields. The reader is next introduced to
the method of least squares and the problem of ill-conditioning, leverage points, perturbation theory,
computational aspects of determining semi-experimental equilibrium structures, the determination of
moments of inertia from spectra, and the treatment of resonances. The textbook also examines the
determination of diatomic molecular potentials using semiclassical and quantum mechanical methods as well
as position and distance averages.

From basic elements to the latest advances and current best practices, Equilibrium Molecular Structures
contains abundant references, examples, and exercises and includes a CD with additional examples. These
features make the book ideal for class instruction but also user-friendly for self-instruction. It is
recommended for newcomers to the field and also for experienced spectroscopists who want to expand their
area of knowledge.
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Editorial Review

Review

"... well written by practicing experts in the field ... excellent lists of references to well-known introductory
texts and current, advanced journal articles ... Recommended."
?  M. Coplan, Institute for Physical Science and Technology in CHOICE Magazine, December 2011

"The book contains many references, examples, and exercises and includes a CD with additional examples
which make the book ideal for class instruction as well as for reader self-instruction. The book will be useful
for newcomers to the field and also for experienced spectroscopists who want to expand their area of
knowledge."
?Dr. James G. Speight in Petroleum and Science Technology, June 2011

About the Author
University of Lille, France University of Texas, Austin, USA Eotvos University, Budapest, Hungary

Users Review

From reader reviews:

Megan Snyder:

The actual book Equilibrium Molecular Structures: From Spectroscopy to Quantum Chemistry will bring
you to definitely the new experience of reading any book. The author style to describe the idea is very
unique. In case you try to find new book to learn, this book very suited to you. The book Equilibrium
Molecular Structures: From Spectroscopy to Quantum Chemistry is much recommended to you to see. You
can also get the e-book from the official web site, so you can more readily to read the book.

Mary McClellan:

Reading a guide tends to be new life style in this particular era globalization. With reading through you can
get a lot of information that could give you benefit in your life. Together with book everyone in this world
may share their idea. Publications can also inspire a lot of people. A great deal of author can inspire their
own reader with their story or perhaps their experience. Not only the storyplot that share in the guides. But
also they write about advantage about something that you need example. How to get the good score toefl, or
how to teach your children, there are many kinds of book that you can get now. The authors on earth always
try to improve their proficiency in writing, they also doing some research before they write with their book.
One of them is this Equilibrium Molecular Structures: From Spectroscopy to Quantum Chemistry.



Stephen Comerford:

Does one one of the book lovers? If yes, do you ever feeling doubt if you find yourself in the book store?
Aim to pick one book that you just dont know the inside because don't evaluate book by its handle may
doesn't work here is difficult job because you are scared that the inside maybe not as fantastic as in the
outside appear likes. Maybe you answer may be Equilibrium Molecular Structures: From Spectroscopy to
Quantum Chemistry why because the wonderful cover that make you consider about the content will not
disappoint an individual. The inside or content is actually fantastic as the outside or cover. Your reading
sixth sense will directly make suggestions to pick up this book.

Richard McCormick:

Many people spending their time period by playing outside using friends, fun activity having family or just
watching TV the entire day. You can have new activity to invest your whole day by examining a book. Ugh,
ya think reading a book can definitely hard because you have to bring the book everywhere? It fine you can
have the e-book, getting everywhere you want in your Cell phone. Like Equilibrium Molecular Structures:
From Spectroscopy to Quantum Chemistry which is keeping the e-book version. So , try out this book? Let's
observe.
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