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Figure 1. Computed enegetical changes in heme oxidation by an iron-hydroperoxo species with
protoporphyrin IX in the doublet state. Energy in units of kcal/mol and bond distances in units of A.
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Figure 2. Computed geometrical and energetical changes in heme oxidation by an iron—oxo species
with the aid of a water molecule in the doublet (quartet) state. Energy in units of kcal/mol and bond
distances in units of A.
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Figure 3. A proposed mechanism of heme oxidation by HO.
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