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The calculation of chemical potentials is a practically important
problem, connected for example with phase equilibrium or with
defect formation energies. In this work we consider the method of
calculating the chemical potential by thermodynamic integration.
The result obtained using molecular statics is compared with their
direct calculations from molecular dynamics via defect formation
energies [1].
Molecular dynamic calculation performed in the FeO wustite slab,
which is in equilibrium with some dilute gas phase.The interatomic
interaction is given by the Tersoff potential [2].
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