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	This volume, like those prior to it, features chapters by experts in various fields of computational chemistry. Topics covered in Volume 18 include molecular modeling, computer-assisted molecular design (camd), quantum chemistry, molecular mechanics and dynamics, and quantitative structure-activity relationships (qsar).



	After our first publisher produced our first volume and we were in the

	process of readying manuscripts for Volume 2, the publisher’s executive editor

	innocently asked us if there was anything in the field of computational chemistry

	that we had not already covered in Volume 1. We assured him that there

	was much. The constancy of change was noted centuries ago when Honorat de

	Bueil, Marquis de Racan (1589–1670) observed that ‘‘Nothing in the world

	lasts, save eternal change.’’ Science changes too. As stated by Emile Duclaux

	(1840–1904), French biologist and physician and successor to Louis Pasteur in

	heading the Pasteur Institute, ‘‘It is because science is sure of nothing that it is

	always advancing.’’ Science is able to contribute to the well-being of mankind

	because it can evolve. Topics in a number of important areas of computational

	chemistry are the substance of this volume.





	Cheminformatics, a term so new that scientists have not yet come to an

	agreement on how to spell it, is a facet of computational chemistry where the

	emphasis is on managing digital data and mining the data to extract knowledge.

	Cheminformatics holds a position at the intersection of several traditional

	disciplines including chemical information (library science), quantitative

	structure-property relationships, and computer science as it pertains to managing

	computers and databases. One powerful way to extract an understanding

	of the contents of a data set is with clustering methods, whereby the mutual

	proximity of data points is measured. Clustering can show how much similarity

	or diversity there is in a data set. Chapter 1 of this volume is a tutorial on

	clustering methods. The authors, Drs. Geoff M. Downs and John M. Barnard,

	were educated at the University of Sheffield—the veritable epicenter and

	fountainhead of cheminformatics. Each clustering method is described along

	with its strengths and weaknesses. As frequent consultants to pharmaceutical

	and chemical companies, the authors can knowledgeably point to published

	examples where real-world research problems were aided by one or more of

	the clustering methods.






	Comments

		


	[image: ]Add Your Comment
(HTML tags aren't allowed.)











	Amazing Books

	[image: ][image: Medical Education at St Bartholomew's Hospital, 1123-1995]

Medical Education at St Bartholomew's Hospital, 1123-1995Boydell Press, 2003

	Medical Education at St Bartholomew's Hospital traces the evolution of medical education at Barts from its foundation in 1123 to the college's merger with The London and Queen Mary & Westfield College in 1995. Drawing on the hospital's rich archives, it investigates how training was institutionalised and organised at Barts to...
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C++ Footprint and Performance Optimization (Sams Professional)Pearson Education, 2000
As the title suggests, the aim of this book is to help the reader optimize performance and footprint of software. Regardless of whether the reader is a software architect, an implementer, or even a project leader, this book serves as a tutorial to help the reader acquire or enhance the following essential skills:
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Power Filmmaking KitFocal Press, 2008

	Think big, spend little! Everything you need to make your movie is in this complete resource kit.

	

	The Power Filmmaking Kit is a comprehensive, multimedia book and DVD package that empowers you to produce your own Hollywood-quality movie. Emmy-award winning director Jason Tomaric produced an independent film using only...
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Primary Care Medicine: Office Evaluation and Management of the Adult Patient (Primary Care Medicine (Goroll))Lippincott Williams & Wilkins, 2005

	
		Completely updated for its Fifth Edition, this comprehensive text presents a practical approach to the office evaluation and management of every problem seen by primary care practitioners. In 239 problem-oriented chapters, the book provides essential information on medical diagnosis, lab tests, treatment options, and health...
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Enterprise-Scale Agile Software Development (Applied Software Engineering Series)CRC Press, 2009

	Enterprise-Scale Agile Software Development is the collective sum of knowledge accumulated during the full-scale transition of a 1400-person organization to agile development—considered the largest implementation of agile development and Scrum ever attempted anywhere in the world.


	Now James Schiel, a...
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Antenna Design for Mobile Devices (Wiley - IEEE)John Wiley & Sons, 2017

	Expanded and updated, this practical guide is a one-stop design reference containing all an engineer needs when designing antennas

	
		Integrates state-of-the-art technologies with a special section for step-by-step antenna design
	
		Features up-to-date bio-safety and electromagnetic compatibility regulation...
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