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Generation Method of Polymer Crystalline Lamella in Molecular Dynamics Simulation
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In order to study fracture and deformation of semicrystalline polymer materials using a

molecular dynamics (MD) simulation, we have to generate lamella structures. In this study, a new

method to generate the lamella structures was proposed and tested. The MD simulations were
performed using NVT or NPT ensemble in the temperature range of 300-1000 K. The stability of

crystals, molecular arrangements, and chain entanglements were examined carefully, using various

initial chain arrangements and thermal histories. Obtained lamella structure shows satisfactory

response to external stresses.
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