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Figure 1. An example of automatically generated ASE model (left)
for the alpha site of diels-alderase catalytic antibody 1E9 (PDB ID:
1CI1E) and its hapten (right). White spheres in the ASE model depict
alpha spheres. Red, gray, and blue spheres stand for the excluded
volumes of oxygen, carbon, and nitrogen atoms, respectively, in the
receptor.
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Figure 2. The docked structure of 1C1E calculated by ASEDock. The
X-ray, posed, and optimized structures of the ligand are depicted in red,
green, and blue sticks, respectively. The receptor atoms are shown in
thin lines. The centers of alpha spheres are in magenta small spheres.
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