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The interaction energies between the amino acid residues in [ adrenergic receptors and
ligand compounds were analyzed with Fragment Density Functional Theory (FDFT), to assign
active sites of these complexes. The strongly attractive interactions between the 1igands
and ASP at the same positions of the respective 1, B2, B3 receptors, were observed.
Furthermore, SER at the same positions attractively interacted with the agonists, but
hardly with the antagonists. The interaction energies between the SER and the agonists
were found to be corresponding to the EC,, values. Therefore, it was concluded that the
ASP and SER in the receptors were the major binding and active sites, respectively.
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Figure 1 : Interfragment energy Eu (a.u.) between ligand
and each of amino acid residues in adrenergic receptors.
| Eis| which is relatively larger and Ei which is considered
to be more important than others are shown. In FDFT
calculations, 2.0 ns MD simulations at 300K* and 325K**
snapshots were employed, for geometries of complexes
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