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L - Geometric and electronic structures for end-on ds-u-1,2 (Ca,) and side-on p-n%7* (Dyy) models of the oxyhemoc;]nnin active
%‘t*’—: top, geometric structures; center, contours of the HOMO and LUMO orbitals of each from broken-symmetry SCF-Xa-SW calculations;
ottom, energy-level diagrams showing dominant orbital contributions. (Cu, a.n_d Cug refer to each of the two coppers in the dimer.)
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