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MD Simulation 

VMD ï ñVisual Molecular Dynamicsò 

Cell-Scale Modeling 

Å Visualization and analysis of: 

ï Molecular dynamics simulations 

ï Lattice cell simulations 

ï Quantum chemistry calculations 

ï Cryo-EM densities, volumetric data 

ï Sequence information 

Å User extensible scripting and plugins 

Å Over 100,000 users, 28,000 citations 

Å http://www.ks.uiuc.edu/Research/vmd/ 
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Goal: A Computational Microscope 
Study the molecular machines in living cells 

Ribosome: target for antibiotics Poliovirus 
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Goal: Intuitive interactive viz. in crowded molecular complexes 

Results from 64M atom, 1 ɛs sim! 

Close-up view of chloride ions permeating through 

HIV-1 capsid hexameric centers 


