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Table S1: Experimental vs. DFT predicted 1H chemical shifts for a) 5 and b) A conformers.

Fig S1: Geometry optimised molecular structure of [Ni(A-k*-N,C,N’-S-L™®)(Cl)]*. Hydrogens are
omitted for clarity.
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-3.64780000
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0.20010000

-1.53360000

-0.55430000

2.03330000

0.46900000

1.40530000

-0.33330000

0.20320000

Table S2: Coordinates for the Geometry optimised molecular structures of [Ni(8-k>-N,C,N’-S-LV®)(CI)]*
and [Ni(A-k*-N,C,N’-S-LV®)(C)]".
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