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Overview

A classical molecular dynamics (MD) package that includes the following programs:

pmd parallel MD program

fitpot parameter optimization program for some force fields including neural-network and Morse potentials

nappy python scripts for pre/post-processing for pmd and fitpot

Fortran language is used for pmd and fitpot, Python language for nappy.

Requirements

macOS or Linux OS

OpenMPI

Python 2.x

Download

nap: Nagoya Atomistic-simulation Package : Github 

Manual website

Licence

This software is released under the MIT License.

Contact details for inquiries

Ryo Kobayashi
E-mail: kobayashi.ryo=nitech.ac.jp ([ = ] --> [ @ ])

Department of Physical Science and Engineering, Nagoya Institute of Technology

This site explains the content and usage of the data platform constructed by MI2I, that is being conducted as the JST Innovation Hub.

© 2017 National Institute for Materials Science (NIMS).

https://github.com/ryokbys/nap
http://ryokbys.web.nitech.ac.jp/contents/pmd_usage/
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