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Fig.2 FENE chains stress predictons
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Fig.3 Comparison of stress in different shear velocity
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Molecule Dynamics Simulation of Micro Force Field of Dilute Polymer Solution

MIN Zhi - yu, ZHANGV'Chun -jie, CAO Wei, SHEN Chang - yu

( National Engineering Res;earch Center of Advanced Polymer Pr essing Technol gy ,Zhengzhou University, Zhengzhou 450002,
China)

Abstract; Brownian dynamics simulation is used to capture the most important features of dynamics of dilute
polymer solution. The molecular configurations and the molecular mechanics in molecular simulations are sum-
marized. The simulations analyze the effects of shear — rate and different molecular chains on molecular force
field. The efficiency numerical schemes have been evaluated by performing FENE (finitely extensible nonlinear
elastic) bead — spring chain models in simple shear flow. The semi — implicit predictor — corrector method is
employed to solve governing equations while Newtonian iteration method is used to solve nonlinear equations.
Key words; Brownian dynamics simulation; FENE bead — spring model; semi - implicit predictor — corrector

method ; Newtonian iteration method



