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Figure 1. QM models from the Human Hemoglobin
(a) Heme, (b) Heme+Im, (c) Heme+His, (d) octametylporphyrin (OMP)
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Table 1. The net atomic charges of Heme, Heme+His, and
Heme+Im models by BSLYP calculation

(7 B~ DN T D Fe N: Ne Ns N4
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Table 2. The net atomic charges of Heme model calculated by QM
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~ DB i Fe N: No N3 N4
A N > Heme (QM/MM) 0.520 -0.629 -0.593 -0.611 -0.600
L.NO O e Heme 0.613 -0.630 -0.620 -0.620 -0.620
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Figure 2. UV/vis absorption spectra of Heme model calculated by (a) QM and (b)
QM/MM methods
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