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Molecular Dynamics Simulations

 Molecular Dynamics simulation are the study of 
the atoms by computer simulations.



  

Available MD Software

 GROMACS
 editconf
 x2top
 make_ndx
 gen_box

 Tinker
 nucleic
 xyzpdb

 NAMD
 VMD
 psfgen
 solvate
 minmax

 Amber
 xleap
 tleap



  

Requirements to setup a simulation
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Visual Molecular Dynamics (VMD)

 Main purpose is molecule 
visualization

 Additional functionality 
added as extensions

 Built-in Python language 
interpreter with:
 Tkinter
 library for interacting with 

VMD features



  

VMD Extensions Usability Problems



  

Problem

To develop a Molecular Dynamics Simulation 
software for Fiber-Polymer Hybrid systems that 

avoids the actual problems of usability.  



  

MoSDAS and VMD

 VMD Python Library

 MoSDAS Library 
 by Computational Science Group of UPR-H



  

MoSDAS GUI

GUI
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MoSDAS GUI
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MoSDAS GUI



  

MoSDAS GUI



  

MoSDAS GUI



  

MoSDAS GUI Video



  

Conclusions

 MoSDAS GUI greatly simplifies the setup of the 
simulation and aviods the risk of errors in the 
setup process.

 The time to setup and make all the necesary 
files to run a MD simulation was reduced from 
hours to minutes.

 MoSDAS GUI are going to be a good tool to 
perform MD simulations of CNT-Polymer 
hybrids.
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