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Figure 1 Fragmentation of (Gly)s peptide.
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Figure 2 Potential Energy surface of Figure 3 Trajectory of (Gly)s peptide

dissociation for (Gly)s peptide. The results of
RHF, UHF, MP2, and RHF-FMO are shown
as rhombus, square, triangle, and cross,
respectively.

computed by FMO-HA (A). The energy
difference (AE) between FMO-HA and RHF
MO-MD is shown in (B).
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