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Equilibrium
MD simulation
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Obtain or generate starting
configuration (xyz of all particles)

—{ select timestep etc. ‘

ﬁ Equilibration MD run ‘

Equilibrate the system
(remove excess energy, etc)
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No recording of trajectory

ﬁ Production run

—{ solve the EOMs to advance X,V ... ‘

requires forces from -d(V(x))/dx ‘

record trajectory
(and velocities, forces ...)

—{ Analyse the trajectories

time-independent quantities:
Statistical averages, histograms etc.

time-dependent quantities (D, spectra) ‘

Equilibrium
MC simulation

#

Obtain or generate starting
configuration (xyz of all particles)

—{ select maximum displacement ‘

Equilibrate the system
(remove excess energy, etc)
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No recording of configurations ‘

—{ Production run k_

—{ Equilibration MC run k ------ ——
~~.

———
-
———
-
-
-~
-~
~
~
~

~
SS

Metropolis algorithm
(downhill moves always accepted,
uphill moves sometimes accepted)

sample the phase space by using the

record configurations and
their energy

—{ Analyse the configurations ‘

time-independent quantities:
Statistical averages, histograms etc.




