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	Extending and Modifying LAMMPS Writing Your Own Source Code: A pragmatic guide to extending LAMMPS as per custom simulation requirements, 9781800562264 (1800562268), Packt Publishing, 2021

	
		Understand the LAMMPS source code and modify it to meet your research needs, and run simulations for bespoke applications involving forces, thermostats, pair potentials and more with ease

	
		Key Features

		
			Understand the structure of the LAMMPS source code
	
			Implement custom features in the LAMMPS source code to meet your research needs
	
			Run example simulations involving forces, thermostats, and pair potentials based on implemented features


	
		Book Description

	
		LAMMPS is one of the most widely used tools for running simulations for research in molecular dynamics. While the tool itself is fairly easy to use, more often than not you'll need to customize it to meet your specific simulation requirements. Extending and Modifying LAMMPS bridges this learning gap and helps you achieve this by writing custom code to add new features to LAMMPS source code. Written by ardent supporters of LAMMPS, this practical guide will enable you to extend the capabilities of LAMMPS with the help of step-by-step explanations of essential concepts, practical examples, and self-assessment questions.

	
		This LAMMPS book provides a hands-on approach to implementing associated methodologies that will get you up and running and productive in no time. You'll begin with a short introduction to the internal mechanisms of LAMMPS, and gradually transition to an overview of the source code along with a tutorial on modifying it. As you advance, you'll understand the structure, syntax, and organization of LAMMPS source code, and be able to write your own source code extensions to LAMMPS that implement features beyond the ones available in standard downloadable versions.

	
		By the end of this book, you'll have learned how to add your own extensions and modifications to the LAMMPS source code that can implement features that suit your simulation requirements.

	
		What you will learn

		
			Identify how LAMMPS input script commands are parsed within the source code
	
			Understand the architecture of the source code
	
			Relate source code elements to simulated quantities
	
			Learn how stored quantities are accessed within the source code
	
			Explore the mechanisms controlling pair styles, computes, and fixes
	
			Modify the source code to implement custom features in LAMMPS


	
		Who this book is for

	
		This book is for students, faculty members, and researchers who are currently using LAMMPS or considering switching to LAMMPS, have a basic knowledge of how to use LAMMPS, and are looking to extend LAMMPS source code for research purposes. This book is not a tutorial on using LAMMPS or writing LAMMPS scripts, and it is assumed that the reader is comfortable with the basic LAMMPS syntax. The book is geared toward users with little to no experience in source code editing. Familiarity with C++ programming is helpful but not necessary.
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Hospitality Management AccountingJohn Wiley & Sons, 2003
Welcome to the eighth edition of Hospitality Management Accounting! Your studies of the hospitality, tourism, and service industries are taking place during a time of amazing growth and success. Around the world, new operations are being created, while established companies continue to expand their products and services, which, in turn, enhances...

		

Concepts and Fuzzy LogicMIT Press, 2011

	The classical view of concepts in psychology was challenged in the 1970s when experimental evidence showed that concept categories are graded and thus cannot be represented adequately by classical sets. The possibility of using fuzzy set theory and fuzzy logic for representing and dealing with concepts was recognized initially but then...


		

The Definitive Guide to Lift: A Scala-based Web Framework (Expert's Voice in Open Source)Apress, 2009
Welcome to The Definitive Guide to Lift: A Scala-Based Web Framework! We hope that you find reading our work as informative, fun, and exciting as writing it has been for us. This book started out as some informal discussions between the Lift committers about a need for a good guide beyond the documentation contained on the Lift wiki and API...




	

Mac OS X v. 10.3 Panther: Top 100 Simplified Tips & TricksJohn Wiley & Sons, 2004
You already know Mac OS X Panther basics. Now you’d like to go beyond, with shortcuts, tricks, and tips that let you work smarter and faster. And because you learn more easily when someone shows you how, this is the book for you. Inside, you’ll find clear, illustrated instructions for 100 tasks that reveal cool secrets, teach...

		

Real World Print Production with Adobe Creative Suite ApplicationsPeachpit Press, 2009

	Contrary to popular belief, print is not dead! With all the interest in online publishing here in the 21st century, it’s easy to lose sight of the fact that information is still widely disseminated through the good old medium of print.

	

	The advent of desktop publishing granted new levels of power and control to the...


		

Anatomical Terms and their DerivationWorld Scientific Publishing, 2007

	Anatomical terms are the vocabulary of medicine. Anatomy began as a descriptive science in the days when Latin was the universal scientific language. Early anatomists described the structures they saw in that language, comparing them to common and familiar objects, or borrowing terms from the Greek and Arabic masters before them. In anatomic...
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