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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.
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From reader reviews:

Julianna Pepper:

Nowadays reading books become more than want or need but also become a life style. This reading practice
give you lot of advantages. The benefits you got of course the knowledge the actual information inside the
book in which improve your knowledge and information. The details you get based on what kind of
publication you read, if you want drive more knowledge just go with training books but if you want feel
happy read one together with theme for entertaining such as comic or novel. The actual Computational
Approaches for the Prediction of pKa Values (QSAR in Environmental and Health Sciences) is kind of
reserve which is giving the reader unpredictable experience.

Linnie Martinez:

The publication untitled Computational Approaches for the Prediction of pKa Values (QSAR in
Environmental and Health Sciences) is the guide that recommended to you to learn. You can see the quality
of the publication content that will be shown to a person. The language that article author use to explained
their ideas are easily to understand. The author was did a lot of research when write the book, hence the
information that they share to you is absolutely accurate. You also can get the e-book of Computational
Approaches for the Prediction of pKa Values (QSAR in Environmental and Health Sciences) from the
publisher to make you more enjoy free time.

Raymond Dahms:

Your reading sixth sense will not betray you, why because this Computational Approaches for the Prediction
of pKa Values (QSAR in Environmental and Health Sciences) publication written by well-known writer
whose to say well how to make book which can be understand by anyone who read the book. Written
throughout good manner for you, leaking every ideas and composing skill only for eliminate your personal
hunger then you still hesitation Computational Approaches for the Prediction of pKa Values (QSAR in
Environmental and Health Sciences) as good book not just by the cover but also by the content. This is one
book that can break don't judge book by its include, so do you still needing one more sixth sense to pick this
kind of!? Oh come on your examining sixth sense already alerted you so why you have to listening to
another sixth sense.

Stacey Pinkston:

Is it you actually who having spare time and then spend it whole day by watching television programs or just
lying on the bed? Do you need something new? This Computational Approaches for the Prediction of pKa
Values (QSAR in Environmental and Health Sciences) can be the response, oh how comes? A fresh book
you know. You are consequently out of date, spending your spare time by reading in this brand new era is
common not a nerd activity. So what these textbooks have than the others?
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