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Reasoning
Cellulose decomposition Position of water at in the reaction pocket is
reaction hydrolysis crucial. (It can not be seen by X-ray.)

“Water is one of the substrates.”
Models proposed by X-ray
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Water molecules in the protein-cellulose complex
detected by the 3D-RISM method

Isosurface representation of the three-dimentional(3D)
distribution function of oxygen of H20O inside the cleft,
which consists of amino acid residuces of Cell44 A and
around the substrate. These surfaces show the area where
the distribution function, g(r), is greater than 8. The green
point denotes the position which has the strongest peak of
3D-distribution function within hydrogen-bonding distance
of glycosidic oxygen. Glul86 and Glu353 are the catalytic
residues of Cell44A. (a) The white licorice structure shows
the cellohexaose recognized by Cell44A.

Isosurface representation of the
three-dimentional(3D)-distribution
function of oxygen of H20 around
and inside the cleft, which consists
of amino acid residuces of Cell44 A.
These surfaces show the area where
the distribution function, g(r), is
greater than 8. Glul86 and Glu353
are the catalytic residues of Cell44A.
The green point denotes the position
which has the strongest peak of
3D-distribution function within
hydrogen-bonding distance of

Reaction Intermediate !!! glycosidic oxygen. :
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