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The pKa of a compound describes its acidity or basicity and, therefore, is one of its most important
properties. Its value determines what form of the compound—positive ion, negative ion, or neutral
species—will be present under different circumstances. This is crucial to the action and detection of the
compound as a drug, pollutant, or other active chemical agent. In many cases it is desirable to predict pKa

values prior to synthesizing a compound, and enough is now known about the salient features that influence
a molecule’s acidity to make these predictions.

Computational Approaches for the Prediction of pKa Values describes the insights that have been gained
on the intrinsic and extrinsic features that influence a molecule’s acidity and discusses the computational
methods developed to estimate acidity from a compound’s molecular structure. The authors examine the
strengths and weaknesses of the theoretical techniques and show how they have been used to obtain
information about the acidities of different classes of chemical compounds.

The book presents theoretical methods for both general and more specific applications, covering methods for
various acids in aqueous solutions—including oxyacids and related compounds, nitrogen acids, inorganic
acids, and excited-state acids—as well as acids in nonaqueous solvents. It also considers temperature effects,
isotope effects, and other important factors that influence pKa. This book provides a resource for predicting
pKa values and understanding the bases for these determinations, which can be helpful in designing better
chemicals for future uses.

 Download Computational Approaches for the Prediction of pKa ...pdf

 Read Online Computational Approaches for the Prediction of p ...pdf

http://sapek.club/go/read.php?id=B00HRGWM42
http://sapek.club/go/read.php?id=B00HRGWM42
http://sapek.club/go/read.php?id=B00HRGWM42
http://sapek.club/go/read.php?id=B00HRGWM42
http://sapek.club/go/read.php?id=B00HRGWM42
http://sapek.club/go/read.php?id=B00HRGWM42
http://sapek.club/go/read.php?id=B00HRGWM42
http://sapek.club/go/read.php?id=B00HRGWM42


Download and Read Free Online Computational Approaches for the Prediction of pKa Values (QSAR
in Environmental and Health Sciences) George C. Shields, Paul G. Seybold

From reader reviews:

Gloria Robey:

What do you concentrate on book? It is just for students as they are still students or it for all people in the
world, the actual best subject for that? Merely you can be answered for that issue above. Every person has
diverse personality and hobby per other. Don't to be obligated someone or something that they don't want do
that. You must know how great and important the book Computational Approaches for the Prediction of pKa
Values (QSAR in Environmental and Health Sciences). All type of book could you see on many options.
You can look for the internet methods or other social media.

Inocencia Hensley:

Book is to be different for each grade. Book for children till adult are different content. To be sure that book
is very important normally. The book Computational Approaches for the Prediction of pKa Values (QSAR in
Environmental and Health Sciences) was making you to know about other know-how and of course you can
take more information. It is quite advantages for you. The guide Computational Approaches for the
Prediction of pKa Values (QSAR in Environmental and Health Sciences) is not only giving you more new
information but also to be your friend when you experience bored. You can spend your current spend time to
read your e-book. Try to make relationship while using book Computational Approaches for the Prediction
of pKa Values (QSAR in Environmental and Health Sciences). You never sense lose out for everything if
you read some books.

Maureen Guzman:

This Computational Approaches for the Prediction of pKa Values (QSAR in Environmental and Health
Sciences) are usually reliable for you who want to be considered a successful person, why. The reason why
of this Computational Approaches for the Prediction of pKa Values (QSAR in Environmental and Health
Sciences) can be one of several great books you must have will be giving you more than just simple reading
food but feed anyone with information that maybe will shock your before knowledge. This book is definitely
handy, you can bring it everywhere and whenever your conditions in the e-book and printed types. Beside
that this Computational Approaches for the Prediction of pKa Values (QSAR in Environmental and Health
Sciences) giving you an enormous of experience including rich vocabulary, giving you test of critical
thinking that we know it useful in your day action. So , let's have it and luxuriate in reading.

Donna Johnson:

Reserve is one of source of understanding. We can add our understanding from it. Not only for students but
additionally native or citizen will need book to know the revise information of year for you to year. As we
know those books have many advantages. Beside many of us add our knowledge, can also bring us to around
the world. By book Computational Approaches for the Prediction of pKa Values (QSAR in Environmental
and Health Sciences) we can have more advantage. Don't that you be creative people? To get creative person



must like to read a book. Only choose the best book that suitable with your aim. Don't be doubt to change
your life at this book Computational Approaches for the Prediction of pKa Values (QSAR in Environmental
and Health Sciences). You can more inviting than now.
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