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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.
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From reader reviews:

Laura Wilson:

Book is to be different for each and every grade. Book for children until finally adult are different content.
As it is known to us that book is very important normally. The book Equilibrium Molecular Structures: From
Spectroscopy to Quantum Chemistry seemed to be making you to know about other know-how and of course
you can take more information. It is quite advantages for you. The e-book Equilibrium Molecular Structures:
From Spectroscopy to Quantum Chemistry is not only giving you considerably more new information but
also for being your friend when you sense bored. You can spend your spend time to read your book. Try to
make relationship together with the book Equilibrium Molecular Structures: From Spectroscopy to Quantum
Chemistry. You never sense lose out for everything when you read some books.

Steven Bemis:

Reading a book can be one of a lot of action that everyone in the world likes. Do you like reading book
consequently. There are a lot of reasons why people fantastic. First reading a book will give you a lot of new
info. When you read a publication you will get new information since book is one of numerous ways to share
the information or perhaps their idea. Second, looking at a book will make you more imaginative. When you
studying a book especially hype book the author will bring you to imagine the story how the character types
do it anything. Third, you can share your knowledge to other people. When you read this Equilibrium
Molecular Structures: From Spectroscopy to Quantum Chemistry, you could tells your family, friends in
addition to soon about yours reserve. Your knowledge can inspire average, make them reading a reserve.

Margaret Boyer:

Equilibrium Molecular Structures: From Spectroscopy to Quantum Chemistry can be one of your starter
books that are good idea. We recommend that straight away because this guide has good vocabulary that
could increase your knowledge in words, easy to understand, bit entertaining however delivering the
information. The copy writer giving his/her effort to place every word into satisfaction arrangement in
writing Equilibrium Molecular Structures: From Spectroscopy to Quantum Chemistry although doesn't
forget the main place, giving the reader the hottest along with based confirm resource data that maybe you
can be considered one of it. This great information can easily drawn you into fresh stage of crucial
pondering.

Daryl Steele:

As a scholar exactly feel bored to help reading. If their teacher requested them to go to the library in order to
make summary for some e-book, they are complained. Just minor students that has reading's heart or real
their leisure activity. They just do what the teacher want, like asked to the library. They go to at this time
there but nothing reading critically. Any students feel that reading through is not important, boring and also
can't see colorful pics on there. Yeah, it is to get complicated. Book is very important for you. As we know



that on this age, many ways to get whatever you want. Likewise word says, many ways to reach Chinese's
country. So , this Equilibrium Molecular Structures: From Spectroscopy to Quantum Chemistry can make
you experience more interested to read.
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