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» Defects such as interfaces and grain boundaries impact the | | CdTe Grain boundary mobility simulations

efficiency of the CdTe solar cells [1].
e Studying the nature of these defects at the atomic scale is
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Classical Molecular Dynamics (MD) using LAMMPS [3]
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' e MD together with DFT is a powerful combination to study defects in
Resuy ItS polycrystalline material.
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