Harmonically Mapped Averaging for Everyone

Ensemble Averages Performance: Heat capacity

* Core of statistical mechanics —— . : .
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« Relate molecule coordinate 02 p=10 .
averages to material properties .
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« Example: Pressure tensor E
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» Writes averages rigorously as T Comventioml
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: .- Scaled temperature, T/T
* For crystals, a good starting point is a me
harmonic lattice SSE project: Implement in these codes

* Example: internal energy

U=§NkT+<U +1F-Ar>
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