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Molecular Simulation Studies of the Isotropic-to-Nematic Transition of Rod-like Polymers in the Bulk and

Under Confinement
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Investigate the factors that affect the isotropic-to- _
nematic transition of hard, colloidal, rod-like polymers. ® Inbulk case, the effect of different N,  ® In bulk case, the effect of different k,
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Monte Carlo method: Simu-D simulator-descriptor [1]. Brem e Packing Density, ¢
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€ Interactions between monomers are described by the Hard Sphere (HS) > o Ng=10
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» Bending stiffness affects profoundly the isotropic-to-nematic transition. The

transition occurs at very high packing densities for low values of kg.
» Intensity of confinement accelerates the transition but also reduces the level of

The chain orientational order is defined by the averages of a second-order Iong-range order.. L : .
» Full confinement inhibits the long-range ordering transition.

LONG-RANGE ORDER

invariant of all the molecular orientations, the second-order tensor Q [3,4].
A scalar order parameter, g, is obtained by comparing the Q tensor of the
system with the QPRO tensor of a perfect prolate nematic system.
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