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Cellulose and chitin, a primary components of plant cell walls and the
exoskeletons of arthropods, respectively, are the most abundant biomass present on Earth. The
present study has focused on carbohydrate biding module proteins which bind to and recognize
specifically the biomass materials, and has aimed to reveal the mechanisms of the substrate
recognition with atomistic details by using molecular simulation method. It was suggested that the
CBM of cellobiohydrolase recognizes the specific positions of the cellulose crystal surface. The CBM

of chitinase, also recognizing the topology of chitin chain, binds the chain to its surface with
the specific direction. Similar biding feature is observed in the chitin biding peptide, Hevein.
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