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Figure 1S Comparison of IR spectra computed for HS (red lines) and LS (blue lines) states of

complex 1 with the use of a) 6-31G*, b) 6-31+G*, ¢) 6-311++G** basis sets.
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Table 1S. Scaling factors for the force fields of the compounds studied.

scaling factor value
stretch CC, CN 0.9207*
stretch CH (arom.) 0.915
stretch CH (aliph.) 0.889"
bend I(\:Igg’ CNN, 1.0144%
bend CCH, NCH 0.950"
bend HCH 0.9016"
torsion all 0.9523*

*J. Baker, A. Jarzecki and P. Pulay, J. Phys. Chem. A 1998, 102, 1412 — 1424.
°g. Katsyuba, R. Schmutzler and J. Grunenberg, Dalton Trans. 2005, 9, 1701 — 1706.
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