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ABSTRACT

The low pressure plasma has been applied to improve hydrophobicity of Thai
Silk. In this study, possible reactions were investigated through its model compounds
i.e. Glycine-Alanine (GA) and Alanine-Glycine (AG). Single crystals of simplified
model compounds of Bombyx mori silk were prepared using solvent evaporation
method. The obtained crystals were characterized by polarizing microscopy and X-ray
diffraction technique. The space group of P2;2,2; and P2; were found for AG and GA
respectively. The experimentally obtained structures were used for calculation as
initial structures. Molecular dynamic, Monte Carlo simulations and quantum
calculation using density functional theory at BHandHLYP level were utilized to
investigate possible hydrogen abstraction mechanisms of fluorine radical. The results
indicate that hydrogen atom of silk model compounds mostly abstracted at methyl

group of alanine residue.



