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Figure S1 The spin-resolved transmission spectra at zero bias of complexes la-1c, 2a-2c¢ and 3a-

3c.
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Figure S2: The first eigenchannels at Fermi level for complexes 2a-2c and 3a-3c
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Figure S3 The partial distribution of MPSH orbitals of complexes 2a-2c and 3a-3c
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Figure S4 The shapes of all complexes 1a-3a, 1b-3b and 1c-3c obtained at PBE/6-31G(d,p) level

of theory



