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	There are strong indications that, in the 21st century, computational chemistry will be a prime research tool not only for the basic sciences but also for the life and materials sciences. Recent developments in nanotechnology allow us to detect a layer of single atoms. Researchers are able not only to image but also to manipulate molecules and atoms. It does not take much imagination to realize that before performing such a task on a real system it is much easier and faster to study models on computers. That is the aim of this volume - it provides up-to-date reviews which cover representative areas of computational chemistry. In Chapter 1, Y. Ishikawa and M.J. Vilkas provide a review of multi-reference Moller-Plesset (MR-MP) perturbation theory. Fifteen years ago Roberto Car of Princeton University and Michele Parrinello of Max Planck Institute introduced a method that revolutionized electronic structure calculations for molecules, liquids and solids. Ursula Rothlisberger, a former member of Parrinello's group, reviews the formation of the method in its most common implementations in Chapter 2. In the third chapter, Isaac B. Bersuker describes the general theory of the combined quantum mechanics-molecular mechanics (QM/MM) approach. In Chapter 4, Marcel Allavena and David White present a review of applications of computational chemistry to proton transfer, the primary process for acid-base chemistry on zeolites. Chapter 5 is a review by S. Roszak and J. Leszczynski of recent data on the clusters formed from the charged ion and weakly interacting ligands. The last chapter, contributed by Carlos R. Handy, is devoted to recent developments in the incorporation of continuous wavelet transform analysis into quantum operator theory.
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Microsoft Dynamics CRM 2011 Reporting and Business IntelligencePackt Publishing, 2012

	Everything you need to know to work with reports in Dynamics CRM 2011


	Overview

	
		Create reports with SQL Reporting Services for CRM
	
		Empower your reports with the different Report Wizards and dashboards
	
		Troubleshoot and optimize your reports for better performance
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Visual C#: .Net Developer's Handbook with CDROMSybex, 2002
Visual C# .NET Developer's Handbook offers advanced, practical, and comprehensive coverage of major development issues for the hottest new programming language. Well-known programming author John Mueller starts out with expert advice for building complex desktop applications and moves on to major enterprise topics, such as working with Acive...
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Multi-Agent-Based Simulation III: 4th International Workshop, MABS 2003, Melbourne, Australia, July 14th, 2003, Revised PapersSpringer, 2004
This book constitutes the thoroughly refereed post-proceedings of the 4th International Workshop on Multi-Agent-Based Simulation, MABS 2003, held in Melbourne, Australia as part of AAMAS 2003.
The 11 revised full papers presented together with 3 invited papers were carefully selected during two rounds of reviewing and improvement. The papers...
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Optimal Control of Hybrid Vehicles (Advances in Industrial Control)Springer, 2013

	Optimal Control of Hybrid Vehicles provides a description of power train control for hybrid vehicles. The background, environmental motivation and control challenges associated with hybrid vehicles are introduced. The text includes mathematical models for all relevant components in the hybrid power train. The power split problem in hybrid...
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Acting Lessons for TeachersPraeger Publishers, 2006
We love teaching. Both your authors and you, the readers, love the classroom experience. We accept that the students don’t always learn as much or as readily as we might have hoped, and we accept that we might not have executed a planned lesson as smoothly as we had hoped. But we still love the excitement of the first day, the thrill of...
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Oracle SOA BPEL Process Manager 11gR1 – A Hands-on TutorialPackt Publishing, 2013

	Your step-by-step, hands-on guide to Oracle SOA BPEL PM 11gR1


	Overview

	
		Learn by doing, with immediate results
	
		Create, integrate, and troubleshoot BPEL services with Oracle BPEL Process Manager and JDeveloper step by step
	
		Design, develop, test, deploy, and run a full SOA...
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