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Molecular study of impact fracture of amorphous polymer
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[ Abstract] We performed MD simulations on two glassy polymers, brittle PMMA
(polymethyl methacrylate) and ductile PC (polycarbonate) using the potential energy function
in the Morse type function form that describes bond breaking developed in our research group.
The structure of PMMA is rigid, and can hardly undergo any huge conformational changes,
and therefore the mainchains of PMMA cannot align themselves to the pulling directions. On
the other hand, the structure of PC is flexible, and undergoes evident conformational changes,
so that its mainchain can be aligned to the pulling directions in response of pulling.
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1. BHF+EHEORT vy LTV
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Vbond { angle (9) angle (92)}[1—9Xp{—a(r - ro)_b(r - ro)z}j| (1)
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