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Molecular modeling is becoming an increasingly important part of chemical research and education as
computers become faster and programs become easier to use. The results, however, have not become easier
to understand. Addressing the need for a "workshop-oriented” book, M olecular M odeling Basics provides
the fundamental theory needed to understand not only what molecular modeling programs do, but also the
gist of research papers that describe molecular modeling results.

Written in a succinct manner using informal language, the book presents concise coverage of key concepts
suitable for novices to the field. It begins by examining the potential energy surface (PES), which provides
the connection between experimental data and molecular modeling. It explores ways to calcul ate energy by
molecular and quantum mechanics. It describes molecular properties and the condensed phase, and shows
how to extract and interpret information from a program output. The author uses hands-on exercises to
illustrate concepts and he supplements the text with a blog containing animated tutorials and interactive
figures.

Drawn from the author’ s own lecture notes from a class he taught for many years at the University of lowa,
this volume introduces topics in such away that beginners can clearly comprehend molecular modeling
results. A perfect supplement to a molecular modeling textbook, the book offers students the "hands-on"
practice they need to grasp sophisticated concepts.

In addition to his blog, the author maintains a website describing his research and one detailing his seminars.
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From reader reviews:
Kyle Raya:

The ability that you get from Molecular Modeling Basics is a more deep you rooting the information that
hide inside the words the more you get interested in reading it. It doesn't mean that this book is hard to
recognise but Molecular Modeling Basics giving you thrill feeling of reading. The article writer conveys
their point in selected way that can be understood simply by anyone who read this because the author of this
reserve is well-known enough. This kind of book aso makes your own vocabulary increase well. It is
therefore easy to understand then can go to you, both in printed or e-book style are available. We suggest you
for having this Molecular Modeling Basics instantly.

Shirley Arrington:

Typically the book Molecular Modeling Basics will bring someone to the new experience of reading the
book. The author style to describe the ideais very unique. Should you try to find new book you just read, this
book very suited to you. The book Molecular Modeling Basics is much recommended to you to read. Y ou
can also get the e-book from official web site, so you can more easily to read the book.

Lucy Broussard:

In this period of time globalization it isimportant to someone to acquire information. The information will
make professionals understand the condition of the world. The condition of the world makes the information
much easier to share. Y ou can find alot of personal references to get information example: internet,
classifieds, book, and soon. Y ou can view that now, alot of publisher which print many kinds of book. The
book that recommended for your requirementsis Molecular Modeling Basics this reserve consist alot of the
information of the condition of thisworld now. This specific book was represented just how can the world
has grown up. The terminology styles that writer value to explain it is easy to understand. The actua writer
made some analysis when he makes this book. Here is why this book ideal al of you.

Shirley Pedro:

This Molecular Modeling Basics is fresh way for you who has attention to look for some information since it
relief your hunger details. Getting deeper you onto it getting knowledge more you know or you who still
having small amount of digest in reading this Molecular Modeling Basics can be the light food to suit your
needs because the information inside this specific book is easy to get by means of anyone. These books build
itself in the form which is reachable by anyone, sure | mean in the e-book contact form. People who think
that in e-book form make them feel tired even dizzy thisreserve isthe answer. So you cannot find any in
reading a book especialy thisone. Y ou can find actually looking for. It should be here for an individual. So,
don't missit! Just read this e-book kind for your better life aswell as knowledge.
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