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Figure S1. UB3LYP-D3/aug-cc-pVTZ relaxed-potential energy scan along the Zn-I bond for the  insertion of triplet atomic zinc into the C-I bond of methyl iodide, keeping the methyl group staggered with respect to the Zn atom (in an overall 3A' electronic state); further details of the scan are given in the main text.

