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s a truly predictive model in our future?




tenable timescale : this process is fast

Ext. of Rxn
1

Pressure 1.40e-007 s
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Equation of state of single crystal PETN: DFT-MD

Rankine-Hugoniot Jump Conditions
PoD = p1 (D - uy)
P1= poDus-
E - Eo = (P + Po)(Vo — V)
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THE END. ANY QUESTIONS? ... | HAVE SOME.

» Is a truly predictive model in our future?
» DFT-MD
» Reactive MD
» Course Grained MD
» Grain scale hydrocode simulation
» Continuum scale hydrocode simulation
» Grain-scale vs Continuum: Do we gain anything?
» MD to hydrodynamics: Which constitutive relationships matter?
» Can we use these simulations to predict failure / performance?

» Can we design an optimal microstructure for a specific application?






