Sol-gel synthesis of CaBPO5: phase composition and thermal properties
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SUPPLEMENTARY INFORMATION
Table S1. Atomic coordinates and isotropic displacement parameters for the refined CaBPO5 model.
	Site
	x
	y
	z
	Occ.
	Uiso/Ueq (Å2)

	O3
	-0.0438(9)
	-0.0438(9)
	0.00000
	1.0000
	0.0070(11)

	O2
	0.6158(9)
	0.4601(12)
	0.1375(12)
	1.0000
	0.0070(11)

	P1
	0.4224(10)
	0.4224(10)
	0.00000
	1.0000
	0.0076(12)

	Ca1
	0.4140(6)
	0.4140(6)
	0.50000
	1.0000
	0.0151(10)

	B1
	0.88800
	0.88800
	0.50000
	1.0000
	0.0100*

	O1
	0.3605(8)
	0.2158(9)
	0.8523(12)
	1.0000
	0.0070(11)


* Fixed value.
Table S2. Selected interatomic distances in the refined CaBPO5 structure.
	Centre
	Ligand
	Distance (Å)

	P1
	O1
	1.568(9)

	P1
	O2
	1.495(8)

	B1
	O1
	1.568(4)

	B1
	O3
	1.442(3)

	Ca1
	O1
	2.557(8)

	Ca1
	O1
	2.613(8)

	Ca1
	O2
	2.275(6)

	Ca1
	O2
	2.690(8)

	Ca1
	O3
	2.854(4)
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