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Verlet propagator

Time-reversible.
Symplectic.
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Potential energy formulas:
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2 atom system / water molecule.
Lennard-Jones uid.

Water uid.

Butane.

Synopsis:
Light on ideas, heavy on detalls.

Great introduction and overview to the material.
Good source for references.
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Periodic boundary conditions ensure the system does
not have an abrupt border ...

PBC can introduce periodicity into the system.
Stable helix unfolds in larger periodic box.

The importance of pressure in simulation.
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