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Table S1. The effect of the thinkness of the slab on the adsorption energy of CO 
species on InZr3(110) surface.

Thinkness of slab 4 5 6
Adsorption energy/eV -2.92 -2.90 -2.88

Table S2. The effect of the number of thr k-points on the adsorption energy of 
CO species on InZr3(110) surface.

k-point 3 × 2 × 2 4 × 3 × 2 5 × 4 × 3
Adsorption energy/eV -2.92 -2.90 -2.91
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