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Table 1. The excitation energies of iron(III)—CAT complexes calculated by MS-CASPT2

and the weight of iron(III)—CAT configuration in MS-CASPT2 wavefunction.

MS-CASPT2 Exptl.
Cplx.
AE/eV  ( £ W AE/ eV
[Fe(TPA)(CAT)] 145 (017 ) 0.74 1.53
[Fe(TPA)YDMC? )] 125 (019 ) 0.68 139
[Fe(TPA)(4CC?)]" 154 (017 ) 0.76 1.58

4 Weight of iron(III)—CAT configuration

»DMC = 3,5-dimethylcatecholate, 4CC = 4-chlorocatecholate
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Figure 1. Potential energy curves of dioxygen

binding process calculated by CASPT2 method
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