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Table 1. Low and high spin states for two complexes in two different spin
configurations.

(C,2S+1)” AE.” <552 J9 Oxidation State
1is (-1, 2) 000 41425 -9 Mn(Il1)-00(2-)-Fe(ll)
Lus (1,100 051  0.1299 Mn(111)-00(2-)-Fe(l11)
20s (-1,2) 454 31784 Mn(111)-00(2-)-Fe(l11)
2us (-1, 8) 377 02234 26 Mn(Il)-00(2-)-Fe(ll)

a) Total charge and spin multiplicity. b) Relative energy in unit of kcal/mol.
¢) Spin contamination. d) Spin coupling constant in cm™.
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