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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:

Morris Whitfield:

Reading a book for being new life style in this season; every people loves to study a book. When you learn a
book you can get a wide range of benefit. When you read books, you can improve your knowledge, because
book has a lot of information in it. The information that you will get depend on what sorts of book that you
have read. If you would like get information about your analysis, you can read education books, but if you
want to entertain yourself you are able to a fiction books, this sort of us novel, comics, as well as soon. The
Equilibrium Molecular Structures: From Spectroscopy to Quantum Chemistry provide you with new
experience in studying a book.

Judith Cole:

Don't be worry in case you are afraid that this book will probably filled the space in your house, you can
have it in e-book technique, more simple and reachable. That Equilibrium Molecular Structures: From
Spectroscopy to Quantum Chemistry can give you a lot of buddies because by you considering this one book
you have thing that they don't and make anyone more like an interesting person. This specific book can be
one of a step for you to get success. This guide offer you information that might be your friend doesn't know,
by knowing more than different make you to be great men and women. So , why hesitate? Let's have
Equilibrium Molecular Structures: From Spectroscopy to Quantum Chemistry.

Stacie Logan:

That e-book can make you to feel relax. This book Equilibrium Molecular Structures: From Spectroscopy to
Quantum Chemistry was colourful and of course has pictures on there. As we know that book Equilibrium
Molecular Structures: From Spectroscopy to Quantum Chemistry has many kinds or type. Start from kids
until young adults. For example Naruto or Private investigator Conan you can read and believe that you are
the character on there. So , not at all of book are make you bored, any it offers you feel happy, fun and chill
out. Try to choose the best book to suit your needs and try to like reading that will.

Tommy Wright:

Many people said that they feel weary when they reading a reserve. They are directly felt it when they get a
half regions of the book. You can choose the particular book Equilibrium Molecular Structures: From
Spectroscopy to Quantum Chemistry to make your own reading is interesting. Your skill of reading skill is
developing when you just like reading. Try to choose simple book to make you enjoy to see it and mingle the
feeling about book and reading especially. It is to be 1st opinion for you to like to wide open a book and read
it. Beside that the guide Equilibrium Molecular Structures: From Spectroscopy to Quantum Chemistry can to
be your new friend when you're experience alone and confuse with the information must you're doing of that
time.
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