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Coarse-Grained Molecular Dynamics Simulation of Liquid Crystal Shear Flow
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Fig. 1 Concept of a coarse-grained molecule

Fig. 3 Lees-Edwards boundary condition



Table. 1 Conditions of Simulation

Simulation area [-] 4X4%X4
Temperature of system [-] 0.4
Time step [-] 1.0x103

Total time [-]

20 (without shear), 50

Distance between molecules [-]

0.8

Velocity of shear flow [-] 0.0, 1.0

Numerical solution method Velocity verlet method
Sets of molecules 125

Quantity of monomers 3

Length of connection [-] 1.1

Constant of connection energy [-] | 1.0X10°

Connection angle [°] 180
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Fig. 5 Movement of molecules with shear flow
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