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Essentials of Computational Chemistry, Theories and Models provides an accessible introduction to this fast developing subject. Carefully developed to encourage student understanding, the book begins with a presentation of classical models, gradually moving on to increasingly more complex quantum mechanical and dynamical theories. While recognising that some prerequisite mathematics is needed, the book carefully guides the reader through the key equations, placing each in context, and provides essential background information, together with numerous examples and applications.

Opening with a general introduction to the subject, early emphasis is placed on single-molecule (gas-phase) calculation, followed by a discussion of extensions to condensed-phase media. Primarily focusing on the calculation of equilibrium properties, excited states and reaction dynamics are covered as advanced subjects towards the end of the book.

	An accessible introduction, emphasising basic concepts and applications and including both quantum mechanical and classical mechanical models.
	Coverage and examples from inorganic, organic and biological chemistry
	Numerous examples and applications with selected case studies designed as a basis for classroom discussion 


      An invaluable asset to all students taking a first course in computational chemistry, molecular modelling, computational quantum chemistry or electronic structure theory. This book will also be of interest to postgraduates, researchers and professionals needing an up-to-date, accessible introduction to this subject. 
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The Routledge Handbook of Chinese Discourse AnalysisRoutledge, 2019

	
		Chinese is a discourse-oriented language and the underlying mechanisms of the language involve encoding and decoding so the language can be correctly delivered and understood. To date, there has been a lack of consolidation at the discourse level such that a reference framework for understanding the language in a top-down fashion is...
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Selected Styles in Web-based Educational ResearchInformation Science Publishing, 2005
Web-based teaching has become ubiquitous in education and training departments around the world. Yet, few believe the Web to be a total solution to education. Simple provision of software management tools does not guarantee continuous student collaboration. Also, the current status of online collaborative environments does not match the variety of...
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Bootstrap Site BlueprintsPackt Publishing, 2014

	Design mobilefirst responsive websites with Bootstrap 3


	About This Book

	
		Learn the inner workings of Bootstrap 3 and create web applications with ease
	
		Quickly customize your designs working directly with Bootstrap's LESS files
	
		Leverage Bootstrap's excellent...
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Social Constructivism and the Philosophy of ScienceRoutledge, 2000
Social constructivists maintain that we invent the properties of the world rather than discover them. Is reality constructed by our own activity? Or, more provocatively, are scientific facts--is everything--constructed?  Social Constructivism and the Philosophy of Science is a clear assessment of this critical and...
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The Stand: Expanded Edition: For the First Time Complete and UncutSignet, 1991
This is the way the world ends: with a nanosecond of computer error in a Defense Department laboratory and a million casual contacts that form the links in a chain letter of death.

And here is the bleak new world of the day after: a world stripped of its institutions and emptied of 99 percent of its people. A world in which a handful...
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Magic GraphsBirkhauser, 2012

	Magic squares are among the more popular mathematical recreations. Over the last 50 years, many generalizations of “magic” ideas have been applied to graphs. Recently there has been a resurgence of interest in “magic labelings” due to a number of results that have applications to the problem of decomposing graphs into...
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