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Analysis of Friction in Crystalline Polymers by Coarse-Grained Molecular Dynamics Simulation
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Table.1 Potential energy parameter
parameter Value Unit
dy 0.153 nm
6, 1.2310 rad
k4 70000 kcal/nm? mol
kg 100 kcal/rad?® mol
kg 2.0 kcal/mol
ePP eMM 0.1984 kcal/mol Y Y
ePM 1.984 kcal/mol Crystal Amorphous
o 3.6239 A Fig. 1 Arrangement of macromolecules and metal
r.(cutof f, PP MM) 10.5 A spheres
r.(cutof f, PM) 4.068 A
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Fig. 2 Stress in the z direction of the sphere
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Fig. 3 Friction in the y direction of the sphere
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Fig. 4 Friction Simulation snapshot
a) 190 ps b) 210 ps c) 220 ps d) 230 ps)
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