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Table S2 Anisotropic displacement parameters (A% x 10%).

A\

ScRhTe,. The anisotropic displacement factor exponent takes the form: -27[ h* a*?U,, + ...
+2hka*b* Uy, | ,

Ull U22 U33 U23 U13 U12

Sc(l) 12(1) 10(1) 181) 0 0 - 5(1)
Sc(2) 16(1) 20(1) 13(1) 0 0 10(1)
Te 11(1) 11(1) 13(1) 0 0 - &)

0 0 15(1)

Rh  31(1) 31(1) 11(1)

Sc4OsTe,. The anisotropic displacement factor exponent takes the form: -27’[ h2 a**U,, + ... +

2hka*b* U, ]
U, Up U, Uy U Uy
Se() 5(1) 3(1) 13(1) 0 0 2(1)
se 91  6(1) 8(1) 0 0. 3(1)
Te  5(1) 5(1) 6(1) 0 0 3(1)
0 0 10(1)

Os  21(1) 21(1) 6(1)

ScsTey 1975y By gs0, The anisotropic displacement factor exponent takes the form: -21°[ h? a**U,,
+... +2hka*b*U12] :

U, Uy : U?} ' Uy U U,
Se() 7() 70 16(1) 0 0 4(1)
Se(2)  10(1) 9(1) 9(1) 0 0 5(1)
Bi 8(1) - 8(1) 11(1) 0 0 4(1)
Te  10(1) 10(1) (1) - 0 0 5(1)

LugMoSb,. The anisotropic displacement factor exponent takes the form: -2n’[ h* a*2U;, + ... +

2hka*b* U]
Ui Uy Us; Uy Uy Uy,
Lu(l)  7(1) 7(1) 8(1) 0 0 3(1)
Lu2) 9(1) 9(1) (1) 0 0 5(1)
Sb 7(1) 7(1) 10(1) 0 0 - 4(1)
0 0 5(1)

Mo  11(1) 11(1) 7(1)
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Table S3 Parameters used in EH calculations -

atoms | orbital | H.(ev) ®, C &, C,
Sc 4s -6.74 1.3

4p 338 | 1.3

3d -6.12 44 | 04228 | 1.700 0.7276
Te 55 | 2120 | 25 '

|1 s5p -12.00 | 22|

Os 6s - -7.79 2.5

6p -4.04 | 24 _

5d - -6.41 56 | 0.6372 | 2416 0.5598
Ru 5s -4.33 2.1 :

5p | -2.08 2 N

4d -6.52 54 | 0.5340 | 2.300 0.6365
Fe 4s -5.26

4p -2.25

3d --0.47 54 [ 0.5505. 2.0 0.626
Mo 5s -5.78 2

5p -2.86 1.9

4d -6.66 4.5 | 0.6097 1.90 0.6097
Bi 6s -9.05 2.6

| ep -7.54 2

Sb 5s  -18.80 | 2.3

5p -11.70 2
Lu 6s - -7.46 1.7

6p -4.62 | 1.7 |

5d -6.00 2.8 | 0.7044 1.21 - 0.488
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