
ChemE I5800 Molecular Simulation Spring 2019

Problem Set 11 – due Dec. 11

Use the Green-Kubo formulas
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to calculate the diffusion coefficient and the shear viscosity of the Lennard-Jones fluid at
density 0.8 and (reduced) temperature 1.0. Check the diffusivity against the direct calcula-
tion of the mean-square displacement built into the code, and the viscosity against the result
of the previous problem set.


