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Figure S1. Potential energy diagrams for H,SO, production through SO, reaction
with O,-adsorbed (010) edge of MMT (Path 1V), where the reaction centers are AI**

or Mg** site.
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Local structures for reactions at Al site are shown. Color scheme: Si (cyan), Al (pink), O (red), S

(orange) and H (white).
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Figure S2. Profile of Gibbs free energy changes (298.15 K) for H,SO, production
through direct reaction of SO, and H,O with O3 at (010) edge of MMT (Path III).

Corresponding profile of internal energy changes (0 K) is depicted for comparison,
and related structures are shown in Figure 5.



