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Figure S1. Structures of intermediates and transition states (TS) involved in the methanol
synthesis reaction on the Cu29 nanoparticle (Big brown: Cu; small white: H; small red: O; small

grey: C)
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FIG. S2. Structures of intermediates and transition states (TS) involved in the methanol
synthesis reaction on the Cu(111) surface (Big brown: Cu; small white: H; small red: O; small
grey: C)



