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============================================================= NAMD is a multiple-component system that integrates
a molecular graphics module with a molecular dynamics module. NAMD uses the CHARMM molecular mechanics forcefield. The molecular
graphics module is capable of the visualization of the trajectory files generated by NAMD and the creation of trajectory files from the visual

output. The molecular dynamics module can be set to use any of the following simulation techniques: Langevin dynamics, Brownian dynamics,
and velocity-Verlet integration. These settings can be specified from the command line or from the files associated with trajectory files. The

molecular dynamics module is able to generate conformational statistics in a variety of formats including three-dimensional graphics and
ASCII output. ============================================================= NAMD is a molecular dynamics program

designed for the study of macromolecular systems. NAMD is used by many groups to study biopolymer systems. Many users have found
NAMD to be a very flexible and robust molecular dynamics program. NAMD has a very rich menu of features for specifying conformational

changes, solvation effects, and forcefield parameters. NAMD has direct support for the CHARMM, CHARMM22/CMAP, OPLS/AA,
AMBER99/ff99SB, and AMBER99SB/CMAP forcefields. NAMD can also be used to study systems involving only Lennard-Jones
interactions, or bonded interactions only. The application of NAMD is very wide-ranging. NAMD is used to study the properties of

biomolecules such as protein folding and unfolding, noncovalent interactions between two or more molecules, the dynamics of protein binding,
receptor-ligand binding, enzyme catalysis, and lipid membrane dynamics. NAMD also has an extensive set of options to model solvent and

solute interactions, as well as the specification of any of a number of molecular models (e.g. Lennard-Jones, bond, angle, dihedral potentials,
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and solute-solute and solute-solvent interactions). NAMD is particularly useful in the study of protein folding, which is a notoriously difficult
problem for all simulation programs. NAMD is a well-regarded, easy-to-use and powerful molecular dynamics program. The NAMD

molecular dynamics package can be used to simulate a wide variety of non-reactive biological systems, as well as reactive systems and other
systems where one or more of the interacting particles is a radical.
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* Number of processors * Varies from 1 to 65534 on most systems * Use 32 for best scalability * Usually set dynamically by NAMD * Run
'nmndyn' with no args to find out your current setting * Number of processors on commodity clusters * Use 1 or more, to the number of cores
* Large files * Turn off large file support to reduce I/O in multithreaded runs * Increase the current block size for larger files * Use 'nmlsx' to
obtain the current block size for large files * Note: switching between large and regular file is currently slow * Performance and scaling * The
original NAMD software can be used for this * Use -np # to specify the number of processes * Use -O2 or -O3 for maximum performance
and/or reduce code size * You can use -tn to split up large simulation boxes and let NAMD decide the best approach * Run with the -printfps
option to get a nice 'wall clock' performance plot * Run without NAMD for an accurate check on the performance of a single process *
Scaling, multithreading, and memory management * You can use -np 16 to run with 16 processes, or -np 1 for a single process * 16+
processors is recommended to avoid cache problems * Run with 16 threads and a high number of blocks to see the performance difference *
Run with 1 thread and a small number of blocks to measure memory usage * Output formats * The 'native' output format is VMD ASCII files
and/or VMD xml * Other output formats are supported through the

What's New in the?

========== This directory contains the source code for version 2.9 of the NAMD simulation engine. NAMD is a parallel molecular
dynamics code designed for high-performance simulation of large biomolecular systems. Based on Charm++ parallel objects, NAMD scales to
hundreds of processors on high-end parallel platforms and tens of processors on commodity clusters using gigabit ethernet. NAMD uses the
popular molecular graphics program VMD for simulation setup and trajectory analysis, but is also file-compatible with AMBER, CHARMM,
and X-PLOR. Give NAMD a try to see what it's really capable of! NOTES: ========= NAMD is licensed under the GPL version 2 or later.
It can be obtained from You can also download the latest source code from Source code for version 2.8 of the NAMD simulation engine.
NAMD is a parallel molecular dynamics code designed for high-performance simulation of large biomolecular systems. Based on Charm++
parallel objects, NAMD scales to hundreds of processors on high-end parallel platforms and tens of processors on commodity clusters using
gigabit ethernet. NAMD uses the popular molecular graphics program VMD for simulation setup and trajectory analysis, but is also file-
compatible with AMBER, CHARMM, and X-PLOR. Give NAMD a try to see what it's really capable of! Description: ========== This
directory contains the source code for version 2.8 of the NAMD simulation engine. NAMD is a parallel molecular dynamics code designed for
high-performance simulation of large biomolecular systems. Based on Charm++ parallel objects, NAMD scales to hundreds of processors on
high-end parallel platforms and tens of processors on commodity clusters using gigabit ethernet. NAMD uses the popular molecular graphics
program VMD for simulation setup and trajectory analysis, but is also file-compatible with AMBER, CHARMM, and X-
PLOR. Give NAMD a try to see what it's really capable of! NOTES: ========= NAMD is licensed under the GPL version 2 or later. It can
be obtained from You can also download the latest source code from Source code for version 2.7 of the NAMD simulation engine. NAMD is a
parallel molecular dynamics code designed for high-performance simulation of large biomolecular systems. Based on Charm++ parallel
objects, NAMD scales to hundreds of processors on high-end parallel platforms and tens
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System Requirements For NAMD:

Minimum: OS: Windows XP SP3 or later Processor: 2.8 GHz or faster Memory: 256 MB or more Graphics: DirectX 9.0 DirectX: Version 9.0
Network: Broadband Internet connection Hard Drive: 600 MB of free hard drive space Recommended: Memory: 1 GB or more Graphics:
DirectX 10 DirectX: Version 10 Network
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