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Table S1. Structural parameters after the Rietveld refinement of Sros(TiosNbo.1)Os-» from NPD
data at 300 °C in the Pm-3m space group, a = 3.92942 (5) A, with A= 1.051 A. Discrepancy factors:
Rp = 2.36%, pr = 3.11%, Rexp = 2.03%, RBragg = 465, XZ = 251

Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (A?)

X y z Uiso®/Ueq Occ. (<1)
Sr 0.50000 0.50000 0.50000 0.0137 (4)* 0.9
Ti 0.00000 0.00000 0.00000 0.0077 (5)* 0.88
Nb 0.00000 0.00000 0.00000 0.0077 (5)* 0.12
01 0.50000 0.00000 0.00000 0.0147 (5) 0.947 (10)

Atomic displacement parameters (A2)

Uu Uz uss U2 us u=
o1 0.0056 (7) 0.0192 (4) 0.0192 (4) 0.00000 0.00000 0.00000




Table S2. Structural parameters after the Rietveld refinement of Sros(TiosNbo.1)Os» from NPD
data at 600 °C in the Pm-3m space group, a = 3.94097 (8) A, with A=1.051 A. Discrepancy factors:
Rp = 2.22%, pr = 2.78%, Rexp = 2.03%, RBragg = 6.70%, X2 =1.87.

Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (A?)

x y z Uiso*/Ueq Occ. (<1)

Sr 0.50000 0.50000 0.50000 0.0197 (6)* 0.9
Ti 0.00000 0.00000 0.00000 0.0112 (6)* 0.88
Nb 0.00000 0.00000 0.00000 0.0112 (6)* 0.12
o1 0.50000 0.00000 0.00000 0.0211 (6) 0.952 (10)
Atomic displacement parameters (A2)

Un L22 L33 L12 L3 L23
01 0.0095 (8) 0.0268 (6) 0.0268 (6) 0.00000 0.00000 0.00000

Table S3. Structural parameters after the Rietveld refinement of Sros(TiosNbo.1)Os-» from NPD
data at 800 °C in the Pm-3m space group, a = 3.94935 (10) A, with A=1.051 A. Discrepancy factors:
Rp = 2.08%, pr = 2.57%, Rexp = 2.04%, RBragg = 6.62%, x2 = 165

Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (A2)

X y z Uliso™/Ueq Occ. (<1)

Sr 0.50000 0.50000 0.50000 0.0225 (7)* 0.9
Ti 0.00000 0.00000 0.00000 0.0139 (8)* 0.87
Nb 0.00000 0.00000 0.00000 0.0139 (8)* 0.12
01 0.50000 0.00000 0.00000 0.0253 (7) 0.950 (10)
Atomic displacement parameters (A2)

umn U= uss un ums u»
O1 0.0114 (9) 0.0322 (6) 0.0322 (6) 0.00000 0.00000 0.00000
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Figure S1. Observed (red crosses), calculated (black line), and difference (lower blue line) NPD
profiles for Sros(TiosNbo.1)Os-s, at 300 °C. The allowed Bragg positions are shown as green vertical
marks.
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Figure S2. Observed (red crosses), calculated (black line), and difference (lower blue line) NPD
profiles for Sros(TiosNbo.1)Os-s, at 600 °C. The allowed Bragg positions are shown as green vertical
marks.
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