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Fig. 1 (a) Phase diagram obtained by numerical calculation, (b) Snapshot of rodlike micelles.

Mesoscopic Simulation of Phase Behaviors and Structures in an Amphiphile/Solvent System
K. YAMADA!, E. YASUNO!, Y. KAWABATA? T. OKUZONO?® T. Kato? (Anan National College of
Technology®, Tokyo Metropolitan Univ. 2, Nagoya City Univ. 3, kyamada@anan-nct.ac.jp)

We have performed a three-dimensional simulation of mesoscopic structures in a mixture of AB diblock
copolymer and C solvent by employing the density functional theory under the conditions that (1) the size of the
AB is much larger than C and (2) the affinity between A and B is much larger than the affinity between B and C.
First, we have calculated the free energy of well-known five periodic structures. In addition to these periodic
structures, it has been shown that non-periodic structures such as spherical and rodlike micelles can be obtained
although they might be metastable phase.



