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A site, CN=8 B site, CN=6

Pyrochlore structure
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• Methods : First-principles calculations with hybrid functional (HSE06)
• Code : VASP ver. 5.3.2
• Basis set : Plane wave (Cut off energy : 400 eV)
• Exchange-correlation : GGA (Generalized Gradient Approximation)
• k-points : 2�2�2
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