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	Essentials of Computational Chemistry provides a balanced introduction to this dynamic subject.  Suitable for both experimentalists and theorists, a wide range of samples and applications are included drawn from all key areas.  The book carefully leads the reader thorough the necessary equations providing information explanations and reasoning where necessary and firmly placing each equation in context.



	Since publication of the first edition I have become increasingly, painfully aware of just

	how short the half-life of certain ‘Essentials’ can be in a field growing as quickly as is

	computational chemistry. While I utterly disavow any hubris on my part and indeed blithely

	assign all blame for this text’s title to my editor, that does not detract from my satisfaction at

	having brought the text up from the ancient history of 2001 to the present of 2004. Hopefully,

	readers too will be satisfied with what’s new and improved.





	So, what is new and improved? In a nutshell, new material includes discussion of docking,

	principal components analysis, force field validation in dynamics simulations, first-order

	perturbation theory for relativistic effects, tight-binding density functional theory, electronegativity

	equalization charge models, standard-state equilibrium constants, computation of pKa

	values and redox potentials, molecular dynamics with implicit solvent, and direct dynamics.

	With respect to improved material, the menagerie of modern force fields has been restocked

	to account for the latest in new and ongoing developments and a new menagerie of density

	functionals has been assembled to help the computational innocent navigate the forest of

	acronyms (in this last regard, the acronym glossary of Appendix A has also been expanded

	with an additional 64 entries). In addition, newly developed basis sets for electronic structure

	calculations are discussed, as are methods to scale various theories to infinite-basis-set limits,

	and new thermochemical methods. The performances of various more recent methods for the

	prediction of nuclear magnetic resonance chemical shifts are summarized, and discussion of

	the generation of condensed-phase potentials of mean force from simulation is expanded.
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PROC SQL by Example: Using SQL within SASSAS Institute, 2008
SAS defines Structured Query Language (SQL) as “a standardized, widely used language that retrieves data from and updates data in tables and the views that are based on those tables” (see Base SAS 9.2 Procedures Guide: Procedures: The SQL Procedure: Overview). SQL is not an exclusive feature of SAS; it has been implemented by many...
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Personal Computing DemystifiedMcGraw-Hill, 2004
Welcome to the personal computing adventure—and it is an adventure. You might be surprised to learn that few people, even the word wizards who write dictionaries and encyclopedias, attempt to define personal computing. It’s one of the phrases we just accept, thinking it has something to do with personal computers (PCs).And, it does....
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Java Fundamental Classes Reference (Java Series)O'Reilly, 1997

	
		The Java Fundamental Classes Reference provides complete reference documentation on the core Java 1.1 classes. These classes contain architecture-independent methods that serve as Java's gateway to the real world, by providing access to resources such as the network and the host filesystem. The core classes also include...
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The Integrity of the Judge (Law, Justice and Power)Ashgate, 2009
There is no consensus among legal scholars on the meaning of judicial integrity, nor has legal scholarship yet seen a well-articulated discussion about the normative concept of judicial integrity. This book fills this gap by developing a theory of judicial integrity that can be applied to safeguarding mechanisms. Author Jonathan Soeharno makes...
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OSx86: Creating a HackintoshJohn Wiley & Sons, 2010

	Unique guide to installing Apple's Mac OS X software on non-Apple hardware


	If you've always wished you could install Apple's rock solid Mac OS X on your non-Apple notebook, budget PC, or power-tower PC, wish no more. Yes, you can, and this intriguing book shows you exactly how. Walk through these step-by-step...
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Foundation Drupal 7Apress, 2010

	Drupal is a content management framework that powers web sites from simple online brochures to more advanced sites including social networking sites, blogs, e-commerce sites, business portals, and more. It is free, open source software that allows anyone to quickly and easily build web sites. Its full range of modules—including user...
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