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ABSTRACT

Quantum calculation and molecular dynamics simulation were used to clarify
chemical modification of Bombyx mori silk reacting with energetic fluorine in sulpher
hexafluoride plasma treatment process. The silk surface model poly(Glycine-
Alanine), exposing to fluorine in plasma was simulated via molecular dynamics
calculation. Reaction pathways were investigated using quantum calculation. The
result supports the possibility of H abstraction from both nitrogen and carbon atoms
and water molecules are attracted to the plasma treatment silk surface less than

untreated one.



