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Hugoniot of complex fluids from molecular simulation: appli-
cation to nitromethane EMERIC BOURASSEAU, CEA-DAM, ANAIS HER-
VOUET, NICOLAS DESBIENS, JEAN-BERNARD MAILLET, CEA-DAM, DPTA
TEAM — The effect of molecular flexibility on the hugoniot shape is investigated
using both MD and MC simulations. In the case of nitromethane, it is shown that
molecular deformations with pressure play little role, and thus the rigid approxi-
mation may be used. A rigid model potential has then been fitted using a new
technique, allowing fitting simultaneously several pressures on the hugoniot curve.
This model is then used to simulate the behavior of nitromethane under shock con-
ditions. Results are in good quantitative agreement with experimental data.
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