
Computational Approaches for the Prediction of
pKa Values (QSAR in Environmental and Health

Sciences)
George C. Shields, Paul G. Seybold

Click here if your download doesn"t start automatically

http://zonebook.me/go/read.php?id=B00HRGWM42
http://zonebook.me/go/read.php?id=B00HRGWM42
http://zonebook.me/go/read.php?id=B00HRGWM42


Computational Approaches for the Prediction of pKa Values
(QSAR in Environmental and Health Sciences)

George C. Shields, Paul G. Seybold

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

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.
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From reader reviews:

Elvia Wirtz:

What do you with regards to book? It is not important to you? Or just adding material when you require
something to explain what you problem? How about your free time? Or are you busy man or woman? If you
don't have spare time to accomplish others business, it is make you feel bored faster. And you have extra
time? What did you do? Everybody has many questions above. The doctor has to answer that question since
just their can do which. It said that about e-book. Book is familiar on every person. Yes, it is appropriate.
Because start from on guardería until university need this Computational Approaches for the Prediction of
pKa Values (QSAR in Environmental and Health Sciences) to read.

Bobby Blade:

Here thing why this kind of Computational Approaches for the Prediction of pKa Values (QSAR in
Environmental and Health Sciences) are different and reputable to be yours. First of all reading through a
book is good however it depends in the content from it which is the content is as yummy as food or not.
Computational Approaches for the Prediction of pKa Values (QSAR in Environmental and Health Sciences)
giving you information deeper including different ways, you can find any reserve out there but there is no
guide that similar with Computational Approaches for the Prediction of pKa Values (QSAR in
Environmental and Health Sciences). It gives you thrill reading journey, its open up your own eyes about the
thing which happened in the world which is probably can be happened around you. You can bring
everywhere like in recreation area, café, or even in your way home by train. For anyone who is having
difficulties in bringing the paper book maybe the form of Computational Approaches for the Prediction of
pKa Values (QSAR in Environmental and Health Sciences) in e-book can be your substitute.

Daniel Rhoads:

The knowledge that you get from Computational Approaches for the Prediction of pKa Values (QSAR in
Environmental and Health Sciences) may be the more deep you rooting the information that hide inside
words the more you get interested in reading it. It doesn't mean that this book is hard to recognise but
Computational Approaches for the Prediction of pKa Values (QSAR in Environmental and Health Sciences)
giving you enjoyment feeling of reading. The writer conveys their point in particular way that can be
understood by simply anyone who read the item because the author of this e-book is well-known enough.
This particular book also 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 advise you for having this particular
Computational Approaches for the Prediction of pKa Values (QSAR in Environmental and Health Sciences)
instantly.

Jason Norfleet:

Do you like reading a reserve? Confuse to looking for your favorite book? Or your book seemed to be rare?



Why so many concern for the book? But any people feel that they enjoy with regard to reading. Some people
likes reading, not only science book but novel and Computational Approaches for the Prediction of pKa
Values (QSAR in Environmental and Health Sciences) as well as others sources were given understanding
for you. After you know how the good a book, you feel want to read more and more. Science publication was
created for teacher or perhaps students especially. Those ebooks are helping them to bring their knowledge.
In some other case, beside science reserve, any other book likes Computational Approaches for the
Prediction of pKa Values (QSAR in Environmental and Health Sciences) to make your spare time much
more colorful. Many types of book like here.
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