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2-Phase state of Al-Cu alloy

SRR AR
Kubota Kouhei, Yosuke Kataoka

EBR PR AR EDIC AL 2 R

Molecular dynamics simulations are performed on an Al-Cu alloy by GEAM (Generalized Embedded Atom
Method) molecular interaction function. The number of Al is 648 and that of Cu is 216. The 2-phase state was found
between 891 K and 600 K in the cooling process. Liquid part and solid one was observed by molecular configurations.
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Al-Cu alloy, Molecular Dynamics
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Fig.1 The plot of molar internal energy for Al-Cu alloy
in heating process.
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Fig.2 The plot of molar internal energy for Al-Cu alloy
in cooling process.
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Fig.3 The plot of molar internal energy for Al-Cu alloy
in heating (red) and cooling (blue) process.
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Fig.4 The plot of self-diffusion coefficient for Al-Cu
alloy in heating (red) and cooling (blue) process.
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Fig.5 Internal energy vs. time of Al-Cu alloy.
(1300 K-300 K, every 100 K)
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Fig.6 The plot of the pair correlation function  gajcu(r)
of Al- Cu alloy in heating process.

Fig.7 The plot of the pair correlation function gacy(r) of
Al- Cu alloy in cooling process.
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Fig.8 The plot of molar volume for Al-Cu alloy in
heating (red) and cooling (blue) process
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Fig.9 Final molecular configuration of Al-Cu alloy at
800K.
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Fig.10 Final molecular configuration of Al-Cu alloy at
100K
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Fig.11 The plot of molar internal energy for Al in heating
(red) and cooling (blue) process
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Fig.12 The plot of molar internal energy for Cu in
heating (red) and cooling (blue) process
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