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Deformation Simulation by Phase Field Crystal Method
Tomoyuki HIROUCHI, Tomohiro TAKAKI and Yoshihiro TOMITA
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Fig. 1: Proposed numerical scheme of tensile deforma-

tion in two dimensions.
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Fig. 2: (a) Phase field profile at the initial condition of

single-crystal and (b) atomic displacement distributions.
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Fig. 3: Initial structure and deformation behaviors of

bicrystal with ’stepped’ grain boundaries.
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Fig. 4: Initial structure and deformation behaviors of

bicrystal with 'planar’ grain boundaries.
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Fig. 5: Desired nanopolycrystalline structure with reg-

ular hexagonal grains.
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Fig. 6: Initial structure and deformated states of

nanopolycrystalline structure.
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