
We	
   illustrate	
   the	
   main	
   layout	
   of	
   our	
   C++	
   parallel	
   general	
   purpose	
   	
   Molecular	
  
Dynamics	
  code.	
  Some	
  performance	
  improvements	
  are	
  presented	
  with	
  respect	
  to	
  
parallelization	
   among	
   different	
   CPU	
   cores	
   (MPI,	
   OpenMP)	
   as	
   well	
   as	
   serial	
  
computation	
   efficiency	
   techniques.	
   The	
   aforementioned	
   include:	
   domain	
  
decomposition,	
   static	
   polymorphism	
   vs	
   virtual	
   methods,	
   class	
   extensibility	
  
factories,	
   branch	
   prediction	
   minimization	
   etc.	
   Speedup	
   is	
   achieved	
   for	
   the	
  
systems	
  we	
  studied	
  so	
  far.	
  
	
  


