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Supplementary table 4. Bond valences and their sums (BVS) of sample S33 (povondraite). The maximum uncertainty amounts to 0.01. Bond valence parameters have been taken from Breese & O'Keefe (1991) for all ion pairs except for O-H, which were taken from Malcherek and Schlüter (2007). For X-O and H-O all pairs up to 3.5Å, for all other ions only nearest neighbor pairs have been considered 
	
	X
	Y
	Z
	T
	B
	VOH
	BVS

	Atom
	Na0.634
	K0.366
	(Fe3+)0.546
	Mg0.257
	Ti0.197
	(Fe3+)0.661
	Mg0.261
	Al0.078
	Si
	B
	H
	

	O1
	0.02
	0.04
	0.54×3
	0.45×3
	0.63×3
	
	
	
	
	
	
	1.63

	O2
	0.10
×3
	0.23
×3
	0.45×2
×2
	0.38×2
×2
	0.52×2
×2
	
	
	
	
	0.96
	0.02×2
×2
	2.04

	O3
	
	
	0.35
	0.29
	0.41
	0.44×2
	0.37×2
	0.33×2
	
	
	0.75
	1.92

	O4
	0.06
×3
	0.15
×3
	
	
	
	
	
	
	0.98×2
	
	0.01
	2.05

	O5
	0.07
×3
	0.18
×3
	
	
	
	
	
	
	0.95×2
	
	0.05
	2.06

	O6
	
	
	0.49
×2
	0.41
×2
	0.57
×2
	0.50
	0.42
	0.37
	1.04
	
	0.01
×2
	2.01

	O7
	
	
	
	
	
	0.47

0.52
	0.40

0.44
	0.35

0.39
	1.05
	
	0.01
×2

0.02
×2
	2.01

	O8
	
	
	
	
	
	0.56

0.52
	0.47

0.44
	0.42

0.39
	
	1.00
×2
	0.03
×2
	2.04

	BVS
	0.71
	1.72
	2.77
	2.32
	3.22
	3.01
	2.54
	2.25
	4.02
	2.96
	0.99
	

	<BVS>
	1.08
	2.74
	2.83
	4.02
	2.96
	0.99
	


