Supplementary material

Table S1. The experimental lattice parameters (a.,,) collected from Pearson’s book [18] and those from
APB (agpp ), AFLOW [17] (aqf10w ), and from Materials Project [20] (a;,q¢), are tabulated for MgCus
type compounds. The elemental radii R, and Ry are also given in the table [19].

Sl.no Compounds a.,, QAapp Agaflow Anat Ry Rp
A) (A) A) A) (A) (A)

1 BaPd> 7.95 8.10 8.08 8.13 2.22 1.37
2 SrRh; 7.69 7.87 7.75 7.78 2.15 1.34
3 BaPt, 7.92 8.20 8.02 8.08 2.22 1.39
4 CaNi> 7.26 7.18 7.16 7.18 1.97 1.24
5 Srlrz 7.85 7.97 7.71 7.76 2.15 1.36
6 CsBi> 9.80 10.20 9.79 9.84 2.67 1.7

7 SrPd2 7.82 8.02 7.91 7.94 2.15 1.37
8 YbNi; 7.09 7.15 7.14 6.99 1.94 1.24
9 YbCoz 7.12 7.21 7.79 7.11 1.94 1.25
10 SrPt> 1.77 8.11 7.83 7.89 2.15 1.39
11 LaNi: 7.39 7.09 7.40 7.35 1.87 1.24
12 NdNi: 7.27 7.06 7.29 7.30 1.82 1.24
13 PrNi; 7.28 7.06 7.27 7.34 1.82 1.24
14 SmNi> 7.23 7.05 7.24 1.81 1.24
15 CeNi: 7.22 7.05 7.22 7.17 1.81 1.24
16 RbBi> 9.61 9.87 9.66 9.71 2.48 1.7

17 PrCo> 7.31 7.11 7.36 7.33 1.82 1.25
18 NdCo> 7.31 7.11 7.04 7.28 1.82 1.25
19 TbNi> 7.16 7.04 7.10 7.17 1.8 1.24
20 DyNi> 7.16 7.04 7.08 7.17 1.8 1.24

21 CeCo2 7.16 7.10 7.63 7.07 1.81 1.25
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7.57
7.03
6.27
7.25
7.73
7.73
6.97
7.72
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7.53
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7.32
7.32
7.35
7.61
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7.06
7.52
7.53
7.72
7.73
7.54

1.79

1.51
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