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Computational chemistry, including electronic structure modeling, is a fast and accurate tool for treating large chemically meaningful systems. Unique among current quantum chemistry texts, Electronic Structure Modeling: Connections Between Theory and Software enables nonspecialists to employ computational methods in their own investigations.
The text illustrates theoretical methods with numerical detail and model calculations. It clarifies what these modeling programs can do, their known pathologies, which ones are suited for specific kinds of projects, and how to reproduce them using the accompanying PC-LOBE bundled software. While elucidating gradient-based molecular structure optimization, the text reviews notable successes and unsolved problems or failures in electronic structure modeling. It also describes the theory and computation of circular dichroism and optical rotation, including magnetically induced optical phenomena.    

Offering an accessible introduction to computational methods, Electronic Structure Modeling permits users to practice modeling with a full understanding of the algorithms that support their calculations.       
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Switching Power Supply Design, 3rd Ed.McGraw-Hill, 2009

	The World's #1 Guide to Power Supply Design Now Updated!


	Recognized worldwide as the definitive guide to power supply design for over 25 years, Switching Power Supply Design has been updated to cover the latest innovations in technology, materials, and components. This Third Edition presents the basic...
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DB2 9 for Linux, UNIX, and Windows: DBA Guide, Reference, and Exam Prep (6th Edition)IBM Press, 2007

	Today’s business leaders agree that effectively managing and leveraging information to make decisions has never been more important. More than 60 percent of CEOs feel their organizations need to do better at leveraging their information (IBM® Attributes and Capabilities Study, 2005). CFOs feel that if they leverage their information...
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Developing Applications with Salesforce ChatterPackt Publishing, 2013

	Make your business more social with Salesforce Chatter. This book walks you through configuring and customizing Chatter to boost collaboration in your organization. Can be used as a reference book or complete guide.


	Overview

	
		Understand Salesforce Chatter and its architecture.
	
		Configure and...
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Mass Spectrometry: Instrumentation, Interpretation, and ApplicationsJohn Wiley & Sons, 2008
With contributions from noted experts from Europe and North America, Mass Spectrometry Instrumentation, Interpretation, and Applications serves as a forum to introduce students to the whole world of mass spectrometry and to the many different perspectives that each scientific field brings to its use. The book emphasizes the use of this...
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Cisco IOS CookbookO'Reilly, 2006
Never has something cried out for a cookbook quite as much as Cisco's Internetwork Operating System (IOS). IOS is powerful and flexible, but also confusing and daunting. Most tasks can be accomplished in several different ways. And you don't want to spend precious time figuring out which way is best when you're trying to solve a...
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Foundation PHP 5 for FlashFriends of Ed, 2005
David Powers has been professionally involved with the electronic media for some 30 years, mostly in radio and television—he was BBC Tokyo correspondent in the late 1980s and early 1990s—but more recently with the Internet. He built his first site in 1995, and was instantly hooked. Eventually, the sheer tedium of updating content...
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