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Fig. S1 Intrinsic reaction coordinate (IRC) path for the transition states involved in the H,
dissociation calculated at MN-12SX/def2TZVPP level of theory.
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Fig. S2 The LUMO+1 of the SnTiO4 cluster for the description of H, dissociation over Sn-O
bridge calculated via NBO at MN-12SX/def2TZVPP level of theory.
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