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MD and other accelerated methods





Molecular Dynamics Simulation

Molecule: (classical) N-particle system
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Integrate numerically via the „leapfrog“ scheme:

(equivalent to the Verlet algorithm)

with

∆t ≈ 1fs!





























OTHER TECHNIQUES NOT SEEN HERE :

�Multicanonical simulations

�Genetic or Greedy Approaches

�Harmonic Dynamics



NEXT TIME: READING AND DISCUSSION




