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Development of a prediction method and diagram representation of optical
properties of cellulose derivatives based on computational chemistry

Hayakawa, Daichi

2,200,000

(€A
CA

CA

Cellulose derivatives are widely used as optical films such as a protective
film of the polarizing plate of liquid crystal display. Understanding the relations between the
three-dimensional molecular structure of cellulose derivatives and its birefringence are required
for the rational design of more advanced optical films. In this work, | developed a new method to
predict the birefringence of the films of cellulose derivatives. Additionally, the computer programs

to carry out the calculations were developed. The test calculations were carried out for the
cellulose derivative whose birefringence is known. The calculated birefringence is in accord with
the experimental one. This new calculation method would be a useful tool for the birefringence
prediction of the cellulose derivatives and the rational molecular design.
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