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Figure S1. Convergence of total energy for (a) the cubic and (b) the hexagonal phases of AlSb as a function of plane-wave cutoff energy (ENCUT), calculated using Monkhorst-Pack (red) and Γ-centered (black) k-point sampling schemes.
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Figure S2. Convergence of the total energy for (a) the cubic and (b) the hexagonal phases of AlSb as a function of k-point mesh density, calculated using the Monkhorst-Pack (red) and Γ-centered (black) sampling schemes.

Table S1. Comparison of SCAN-calculated crystal lattice parameters of cubic and hexagonal phases of AlSb with experimental data.
	AlSb
	Lattice constants
	SCAN
	Experimental

	F43m 
	a (Å)
	6.17
	6.14 [37, 38]

	
	α=β=γ , o
	90.00
	

	
	V (Å3)
	235.11
	

	P63mc
	a  (Å)
	4.35
	

	
	b (Å)
	3.76
	

	
	c (Å)
	7.17
	

	
	α= β≠γ, o
	90, 12
	

	
	V (Å3)
	117.55
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