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Fig. S1 The M versus H plot. The observed data (0) and the theoretical curves by the
average magnetization method (---), the average g-factor method (- - -), and the average

Zeeman coefficients method (—), with the best-fitting parameter set (4, x, 4) = (-110
cm!, 0.86, -530 cm™).



DFT calculation results

(a) Cartesian coordinates for all atoms
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ATOM CHARGE X
Cco 27.0 0.0861378863
S 16.0 2.9827619623
S 16.0 -0.1503595035
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DFT calculation

(b) main bond distances (A) and angles (°) for the optimized structure

DFT calculation
(c) MO diagram

Main occupied orbitals
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DFT calculation

(d) total energy value
TOTAL ENERGY = -4696.2220026946 (a.u.)



DFT calculation

(e) Mulliken spin density values of main atoms
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