
Molecular dynamics Trajectories 
for activated processes 



Introduction 

• Molecular dynamics simulation methods 
produce trajectories of atomic positions as a 
function of time  

• Optionally velocities and energies can also be 
produced in trajectories 

• Simulations on 10-100ns were carried out 
which gives trajectories with large amounts of 
data. 



Desmond 
trajectories 

• Trajectories of 
different frames can 
be visualized and 
analyzed. 

• Difference in 
interactions, 
conformational 
positions can be 
visualized. 

 

 











• Trajectories can be analyzed by RMSD, 
RMSF,calculations.Also we can analyse 

• Coloumbic interactios 

• Covalent bond interactions 

• Vanderwaals interactions  





Clustering MD trajectories 



Cluster metrics for MD trajectory 

 



RMSD plot 
for frames 



Plot for trajectories for different 
clustering algorithms 

 



More than 1,700 trajectories of proteins representative of all monomeric 
soluble structures in PDB 
Trajectories and analysis performed on them are stored in a large data 
warehouse, which can be queried for dynamic information on proteins, 
including interactions.  
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