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Figure 1. Model of helical domains in myvoglobin.
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Figure 2. Model for nitrosylmyoglobin.
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Structure L 0 Total energy HOMO-LUMO Isotropic Hyperfine parameter
S 15Ny 14N, 57Fe
1 1.74 112 -62212.87 0.024 -21.36 5.56 5.98
2 1.74 120 -62213.01 0.006 -40.83 8.37 8.81
3 1.74 130 -62210.35 0.009 3.19 47.20 12.14
4 1.74 140 -62212.97 0.004 -90.87 18.64 14.42
5 1.74 150 -62213.36 0.109 35.37 -14.66 13.14
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15 1.89 150 -62212.70 0.016 -86.91 21.16 15.36
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