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Study of chiral recognition on polysaccharide derivatives using molecular
simulation combined with data analysis method

Yui, Toshifumi
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Analysis and separation of optical isomers are important in the development,
synthesis and manufacturing of chiral chemical products such as pharmaceuticals. Chiral packing
materials have been developed in which polysaccharide derivatives are coated on silica gel supports
as chiral selectors, and in addition to chiral selectors based on cellulose derivatives, chiral
columns using the amylose derivative amylose tris(3,5-dimethylphenylcarbamate) (ADMPC) as (3,
5-dimethylphenylcarbamate) (ADMPC), an amylose derivative, as the stationary phase. In this study,
we conducted a simulation study of chiral recognition and separation using ADMPC.
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CTMB

/ns 1 2 3 4
12 10.0 1 200 0.09 0.19 0.27 0.30
12 5.0 1 200 0.20 0.15 0.31 0.34
12 5.0 240 0.13 0.05 0.20 0.25
24 5.0 480 0.17 0.17 0.31 0.26
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5 0.05 1.04 0.07 1.03 34.0
6 0.02 1.01 0.06 1.10 89.8
7 0.08 1.05 0.00 1.00 73.2
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16 2.50 0.09 0.08 0.04
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32 1.25 0.34 0.10 0.20
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