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Fig. 2 Geometry and frontier orbitals of model complex [Tp™"Ni(S2CNH,)]
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Fig. 3 PES of model complex and dimmer along Ni-N
Table 1. Optimized geometrical parameters®

expl. calcd.
Nil Ni2 monomer
T (K) 123 K 293 K 123 K 293 K singlet triplet

Ni-N1(A)  2.038  2.048 2401 2149 2927 (2478)  2.069 (2.027)
Ni-N3 (A) 2111 2111 2,003 2083  1.929(1.945)  2.128 (2.123)
Ni-N5 (A)  2.048  2.058 1972 2046  1.913(1.934)  2.063 (2.074)
Ni-S2 (A) 2342 2344 2257 2323 2219(2.234)  2.379(2.379)
Ni-SL(A) 2401 2393 2272 2361  2.227(2.249)  2.436 (2.448)

®In parentheses are optimized parameters of monomer with substituent in 123K
[3CHiR] [1] Huaibo et. al. J. Am. Chem. Soc. 133, 5644 (2011).



