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Object Oriented Vocabulary of 

Molecular Dynamics (MD) of chemical systems (CS)  

Systems : 
[Interacting, non-interacting] 

 

Interacting systems : [Irreversible, reversible] 

Reversible  [equilibrium, quasi-static] 

Interacting systems as a function of time : 

[Chemical kinetics,  

Molecular Dynamics (MD), 

Meta MD] 

 

Chemical kinetics :  
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[Slow, Fast] 

 

Molecular Dynamics : 

 

[Classical, ab initio] 

 

Accelerated MD : 

[Hyperdynamics ;  

Parallel-replica dynamics ;  

Temperature accelerated dynamics] 

 

Meta MD : 

[Altruistic;  Bias parallel; Bias-exchange;  

Gaussians -adaptive; Hyperdynamics;  
Metropolis–hastings; Multiple walkers;  
Path integral;  Replica-averaged;  
SAXS-guided; Tempered; ]  

  

Tempered meta MD  

[Collective-variable tempering;  

µ-tempered;  

Well-tempered;  

Transition-tempered;  

Parallel tempered ] 

   R. Sambasiva Rao, School of Chemistry  

Andhra University  
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