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Figure S1 Surface free energy, vsuf, as a function of oxygen chemical potential and its stabilization due to
molecular adsorption as calculated by PBE and PBE+D functionals.t For a given surface, the upper vgu line
corresponds to a bare surface and the middle and bottom lines to a BTAH covered surface, i.e., middle line
corresponds to PBE and bottom line to PBE+D calculated stabilization. This stabilization is also indicated
by two consecutive vertical arrows: the first corresponds to PBE calculated adsorption stabilization and the
second represents the stabilization due to dispersion correction.
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'The PBE+D adsorption energy was calculated as Eaqs(PBE + D) = Eaqs(PBE-D') — Eliteral(PBE-D') + Eljter*!(PBE-D)

and the total stabilization energy per unit area due to molecular adsorption as a;‘(’its(PBE + D) = nE,qs(PBE + D)/A. For the
meaning of labels refer to the manuscript.
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