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Analysis on Vacancies in GaPN Crystal for Understanding Irradiation Effects on Dilute Nitride Alloys Solar Cell
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DFT Code  : CASTEP —
Functional : GGA-PBE
PWPP : OTFG Ultrasoft
MP k-points : 3X3x3
Cutoff energy : 517.0eV
Model : 64-atom GaP
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