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Relaxed Fe,0, (0001) surfaces
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Un-relaxed Fe,0O, (0001) surfaces
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Summary:
FP-LAPWV calculations for Fe ,O,(0001) surface

predict the existence of two domains wath (1x1)
penodicity: Fe-O_-Fe- ... and O, -Fe-Fe- ...,
as well as higher-energy metastable structures.

Lattice relaxations are huge (57 % for the Fe
terminated, 79 % for the O, terminated surface).

Both surfaces exhibit surface states of Fe 3d
character.

STM experiments at Fe O, films, created under
high oxygen pressure conditions, confirm the
presence of two domains.
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Full-Potential-LAPW
calculations
with lattice relaxation
and magnetism

and STM experiments
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Relaxed Fe,O, (0001) surfaces
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Un-relaxed Fe,O, (0001) surfaces




