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Table S1. Structural data obtained from the Rietveld refinement for Big9sNdo0sNiOs at 450 K.
Space group, Pnma, a = 5.54766(5) A, b =7.66767(7) A, ¢ = 5.35863(5) A, a.= B =y = 90°, and Ry,
=11.7%.

Atom x % z g B (A%
Bil 0.0528(2) 0.25 —0.0081(3) 0.95 0.72(2)
Nd1 0.0528(2) 0.25 —0.0081(3) 0.05 0.72(2)
Nil 0 0 05 1 0284)
01 0.468(3) 0.25 0.0883) 1 122)
02 0.299(2)  0.043(1) 06992) 1 12Q2)

Table S2. Structural data obtained from the Rietveld refinement for Big.9sNdo0sN1O3 at 300 K.
Space group, P1, a = 5.38711(5) A, b = 5.64705(6) A, ¢ = 7.70295(8) A, o = 91.9456(6)°, p =
89.8400(7)°, y =91.5717(6) °, and Rwy=8.9%.

Atom x y z g B (A%
Bil 0.0089(3) 0.0500(2) 0.2345(2) 0.95 0.50(3)
Ndl 0.0089(3) 0.0500(2) 0.2345(2) 0.05 0.50(3)
Bi2 0.5114(3) 0.4420(2) 0.7264(2) 0.95 0.54(3)
Nd2 0.5114(3) 0.4420(2) 0.7264(2) 0.05 0.54(3)
Nil 0.5 0 0 1 0.39(5)
Ni2 0 0.5 0 1 0.39(5)
Ni3 0.5 0 0.5 1 0.39(5)
Ni4 0 0.5 0.5 1 0.39(5)
01 —0.144(4) 0.462(3) 0.252(2) 1 0.5(2)
02 0.411(3) 0.078(3) 0.761(2) 1 0.5(2)
03 0.833(3) 0.176(3) —0.033(2) 1 0.5(2)
04 0.314(4) 0.339(3) 0.078(2) 1 0.5(2)
05 0.213(3) 0.783(3) 0.412(2) 1 0.5(2)
06 0.678(4) 0.690(3) 0.543(2) 1 0.5(2)




