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Theoretical estimation for electrical conductivity of clay minerals under
High-Temperature condition by DFT-MD hybrid calculation methods
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We estimated the crystal structure of phlogopite by using molecular dynamics
method under high temperature condition up to 400 ° C. Elastic constants of phlogopite were also
calculated under high-temperature condition. These estimated parameters can explain the elastic wave
velocities changes of biotite-rich rocks. These results suggested potential of computational
approaches to estimate physical properties of phyllosilicate minerals.
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