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Table 1. P450 Mulliken population analysis  a

 Optimized bond length / Å Mulliken charge (spin) populationState Sz
Fe-S Fe-O ΔFe Fe S O

A 1/2 2.28 2.10 -0.087  0.574
(1.024)

0.216
(0.060)

-0.710
(0.001)

B 5/2 2.35 — -0.509 1.017
(4.100)

0.099
(0.471)

–

C 4/2 2.44 — -0.505 0.825
(3.840)

-0.180
(0.236)

—

C 2/2 2.47 — -0.285 0.605
(2.30)

-0.160
(0.329)

—

a UB3LYP/CEP-31G
b  Fe
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