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Inhibitor

Oxyanion hole
Inhibitor

Inhibitor is formed via
covalent bonding of

Ser195
Gly193

Ser195 (catalytic residue)

Elastase

Oxygen atom is present as an oxygen
anion rather than a hydroxyl group.

(a serine protease)
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Colors represent hydrogen (white), carbon in protein/inhibitor 
(green/gray), nitrogen (blue), oxygen (red), sulfur (yellow), and 
fluorine (light blue). Inhibitor and protein bound waters are 
shown as sphere models.
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The meshed maps represent nuclear density and show the 
location of hydrogen (red) and deuterium (blue) atoms. In this 
study, some hydrogens were substituted to deuterium, which 
had similar chemical properties.




