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Figure S1: Larger-area STM images of the a-Fe;03(1102) surface with (a) (1x1) termination (45x45

nmz, Usamp|e = +3 V, Itunnel = 0.1 nA) and (b) (le) terminatiOn (45)(45 nmz, Usample = '3 V, Itunnel = 0.1 nA).
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Missing O row (2x1) reconstructlon

Figure S2: Minimum-energy configurations for (2x1) reconstruction models found to be energetically
unfavourable, shown as dashed lines in Fig. 9. Panels (a,b) show a reconstruction model with every
other layer-1 oxygen zigzag row removed, as suggested in ref. 1. The model shown in (c,d) is based
on the alternating trench model (Fig. 10 (e,f)), with one additional layer-3 oxygen atom removed per
(2x1) unit cell. The subsurface oxygen vacancy model in (e,f) is constructed in a similar fashion as the
alternating trench model, but with oxygen removed from layer 3 instead of layer 1. Finally, (g,h)

shows a model where one iron interstitial per (2x1) unit cell was introduced below layer 5.
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The (1x1) and alternating trench (2x1) models in CIF file format are provided as separate

files, which were created using VESTA.2
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