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Fermi-Pasta-Ulam model

?
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Anharmonic system – numerical result

Equipartition of the energy !
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Molecular dynamics simulation

A numerical technique to compute 

the equilibrium and transport properties

of classical many-particle systems 

by solving Newton's equation of motion.
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A typical program

Initialization

Equilibration

Production

Analysis

• temperature scaling

• pressure scaling

• integrating the equation of 

motion

• force evaluation

• minimum image convention

• neighboring lists
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Normal modes
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Coupled harmonic oscillators

and normal modes
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Discrete Fourier transformation
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Discrete Fourier transformation

with shift
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