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Table 1. Total charges, spin multiplicities, spin contamination, total energies (hartree), relative
energies (kcal/mol), spin coupling constants (cm™), and oxidation states of low and high spin states
for three complexes.

(OX,0Y) (C,25+1)® <S¢ Eq+4586.0 AEq Jure  OX. States

1,s (O, H0) ©, 3) 29454  -0.809697 0.0  -76  Mn(IV), Fe(lll)
lus (O, H,0) ©,9) 0.0527  -0.804923  3.00 Mn(IV), Fe(l11)
2,s  (OH, OH) 0, 3) 3.0478  -0.806370  2.09 -8  Mn(IV), Fe(lll)
2.5  (OH, OH) ©,9) 0.0616  -0.805858  2.41 Mn(IV), Fe(l11)
3s  (OH, H,0) ©, 2) 40291  -1457024 0.0  -12  Mn(llI), Fe(ll)
3us  (OH, H,0) (0, 10) 00435  -1.455098  0.64 Mn(I11), Fe(l11)

a) Total charge and spin multiplicity.
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Figure. Optimized geometry of 1, s. MYR is a myristic acid. Figure. Optimized geometry of 2, s.
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