Electronic Supplementary Material (ESI) for Physical Chemistry Chemical Physics.

ThIS JOU rnal IS © the OW&%E élQ&lﬁgseC%a‘%(q)g(? ARTICLE TEMPLATE - SEE www.rsc.org/electronicfiles FOR DETAILS
ARTICLETYPE WWW. 15C.0rg/ 3ok | XXXXXXXX

Supplementary Information: Modeling the chemistry of Mn-doped
MgO for bulk and (100) surfaces
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CO2 axis | B3LYP | B97-3
X 20.66 | -0.74
My y 074 | -0.80
z 000 | -0.01
X 2079 | -0.86
Mn,

flsub z 001 | 0.00
20.68 ;

Mg! *
£ z 0.12 ;

Table 1 £,4,(CO,) on Os, sites over Mn-MgO (100) surface. Also
presented are previously calculated results for CO, adsorption on
MgO using the B3LYP XC functional and similar basis sets. ! All
values are given in eV.
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