
Parameters
Time step size,

number of steps etc.

Structure
Initial positions
& velocities.

Force field
Definition of
potentials.

Simulation

Forces
Compute the potential V(r) and
force F = −∂V (r)

∂r
for each atom.

Update
Update atom positions & velocities based on forces.

Write
Collect statistics & and save veloci-

ties, positions, energies etc. if needed.
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Trajectory
Positions & velocities for

each (saved) simulation step.

Analysis
Analyze the trajectory using exist-

ing analysis tools or write your own.


