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Evaluation of mechanical properties of LiCoO2 based on stress-strain curves by DFT calculations/ M. Torii, T. Kawakami*, S.
Yamanaka, M. Okumura (Osaka Univ.) /

LiCoO:z is a typical cathode material of Li ion batteries, so it is important to prevent its degradation because of mechanical stress. In
this study, we created the stress-strain curves of LiCoO: along each direction using DFT calculations and evaluated its mechanical
properties which were obtained by them. The Young’s modulus obtained by the stress-strain curve along X direction was 319.8 GPa
which was similar to the data obtained by stress tensor, and we evaluated the values of stress and strain at the yield point and the break
point.
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Fig. 1 The stress-strain curve of the simulated tensile test of LiCoO; along X direction.
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