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            Abstract
The nature of the stable phase of iron in the Earth's solid inner core is still highly controversial. Laboratory experiments1 suggest the possibility of an uncharacterized phase transformation in iron at core conditions and seismological observations2,3,4 have indicated the possible presence of complex, inner-core layering. Theoretical studies5,6 currently suggest that the hexagonal close packed (h.c.p.) phase of iron is stable at core pressures and that the body centred cubic (b.c.c.) phase of iron becomes elastically unstable at high pressure. In other h.c.p. metals, however, a high-pressure b.c.c. form has been found to become stabilized at high temperature. We report here a quantum mechanical study of b.c.c.-iron able to model its behaviour at core temperatures as well as pressures, using ab initio molecular dynamics free-energy calculations. We find that b.c.c.-iron indeed becomes entropically stabilized at core temperatures, but in its pure state h.c.p.-iron still remains thermodynamically more favourable. The inner core, however, is not pure iron, and our calculations indicate that the b.c.c. phase will be stabilized with respect to the h.c.p. phase by sulphur or silicon impurities in the core. Consequently, a b.c.c.-structured alloy may be a strong candidate for explaining the observed seismic complexity of the inner core2,3,4.
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                    Figure 1: The calculated phonon dispersion curves for b.c.c.-Fe at nine different volumes (corresponding to ∼40–350 GPa).[image: ]


Figure 2: The calculated stress tensors as a function of simulation time (upper row) and position correlation functions (lower row) for a 64-atom cubic supercell at different temperatures.[image: ]
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