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Cellobiohydralase I (CBH I), from Trichoderma reesei, is a thermostable cellulase enzyme that hydrolyzes cellulose in a processive manner, liberating cellobiose residues. CBH I is a multi-domain enzyme consisting of a catalytic domain containing an active site tunnel and a small cellulose binding domain joined to one another by a 27 amino acid residue linker.  Although the spatial conformation adopted by the linker peptide is yet to be determined, it is thought to play an important role in the enzymatic hydrolysis of cellulose.  Since the protein linker is relatively small, it is possible to study the energetic conformations adopted by the linker through molecular mechanics and molecular dynamics techniques.  In this work, we will present results of preliminary computer simulations of the glycosylated linker peptide in an aqueous environment in order to gain insight into the role of the linker in cellulose hydrolysis.

