
substance: hematite (α-Fe2O3) 
property: band structure

No extended band structure calculation reported. Xα-cluster calculation: Fig. 1 (see [74T, 73T, 76T]). From this,
the topmost O 2p level is 1t1g↓ and Fe d–t2g↑ levels lie well below the O 2p edge. The highest occupied level is
the Fe d–eg↑.
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Fig. 1.

Fe2O3. Xα-cluster calculation on FeO69–. Energy for Fe, O and the spin up and down states of the cluster [74T].
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