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Computational modelling of TiPd-Ir high
temperature shape memory alloys.

HPC content

Stability of the B2 TiPd-Ir high-temperature shape memory alloys calculations were achieved by utilizing
various codes in the Medea environment at the CHPC.

The structural, thermodynamic, phonon dispersion curves and elastic properties were achieved by utilizing
the VASP code, CASTEP code was utilized to study the density of states of the compound.

Application code: VASP, CASTEP

Problem size: 16 — 1024 atoms

Core count: 48

Computational challenges: no challenges so far.
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