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Frozen-cell projected DOS near the Fermi level
Atom index = QE input order: hetero #1 Zr, #2 C, #3-4 Cl, #5-6 Sc.

Frozen coordinates, not relaxed equilibrium. EF alignment gives no absolute band offsets or charge transfer.

Sc2C layer: C#2 + Sc#5-6 isolated Sc2C: Sc#1-2 + C#3 ZrCl2 layer: Zr#1 + Cl#3-4


