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VMD Tutorials Home Page 

Åhttp://www.ks.uiuc.edu/Training/Tutorials/ 
ïMain VMD tutorial 

ïVMD images and movies tutorial 

ïQwikMD simulation preparation and analysis plugin 

ïStructure check 

ïVMD quantum chemistry visualization tutorial 

ïVisualization and analysis of CPMD data with VMD 

ïParameterizing small molecules using ffTK 

 

 



Overview 
ÅIntroduction 

ÅData model 

ÅVisualization 

ÅScripting and analytical features 

ÅTrajectory analysis and visualization 

ÅHigh fidelity ray tracing 

ÅPlugins and user-extensibility 

ÅLarge system analysis and visualization 

 



MD Simulation 

VMD ï ñVisual Molecular Dynamicsò 

Cell-Scale Modeling 

Å 100,000 active users worldwide  

Å Visualization and analysis of: 

ï Molecular dynamics simulations 

ï Lattice cell simulations 

ï Quantum chemistry calculations 

ï Cryo-EM densities, volumetric data 

Å User extensible scripting and plugins 

Å http://www.ks.uiuc.edu/Research/vmd/ 



MD Simulations 

VMD ï ñVisual Molecular Dynamicsò 

 Cell-Scale Simulation 

Å Unique capabilities: 

ï Trajectories are fundamental to VMD 

ï Support for very large systems,          
now reaching billions of particles 

ï Extensive GPU acceleration 

ï Parallel analysis/visualization with MPI 

Integrate w/ Cryo-EM/ET 

Å Visualization and analysis of: 

ï Molecular dynamics simulations 

ï ñParticleò systems and whole cells 

ï Cryo-EM densities, volumetric data 

ï Quantum chemistry calculations 

ï Sequence information 



VMD Serves Many Communities 
Å VMD  user statistics:  

ï 103,000 unique registered users;  17,000 (16%) are NIH funded researchers 

ï 25,000 citations, over 3,000 citations per year 

Å Supports key data types, file formats, and databases 

Å User extensible  to support new tools, data types, custom analyses  

System Size 


