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Table for crystallographic and structural refinement parameters of compound 7

Formula Ca4H5006
Formula Weight 674.84
Crystal System Orthorhombic
Space group P212121
al A 9.4392(3)
b/A 12.6456(5)
c/ A 31.178(1)
a/° 90

/e 90

v/° 90

v/ A3 3721.5(2)
Z 4

DJ gcm™ 1.204

i /mm™ 0.079
F(000) 1448

0 range/° 1.3-27.6
Reflections collected 65116
Unique reflections 8626
Reflections | > 2o(1) 5376

Rint 0.092
goodness-of-fit (F%) 1.03

R1 (1> 20()) ™ 0.0605
wWR2(1 > 26(I)) 0.1635

Ap min / max /e A® -0.43, 0.36

BIR, =3 | [Fol=|Fe| [/Z]Fo|, WR2 = [Z (W (Fo %= F2) 2) =w (Fo 2 )] %

S83




