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Figure S1. Optimized structure of Mn(CO)s™ anion. Color code: C, grey; O, red; Mn, purple.
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Figure S2. CID fragments of the Mn(CO)s~ anion.
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Figure S3. Optimized structures of CH3I-Mn(CO)3~
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Figure S4. Additional conformers of the pre-reaction complex (RC) of CHal reacting with
Mn(CO)s . Energetic values are given in relative to the total energy of isolated Mn(CQO)s™ and

CHisl.
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Cartesian coordinates (A) of all calculated structures for Mn(CO)s™ + CRasl reactions (R =

H, F).
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