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Crystallographic coordinates and equivalent isotropic displacement parameters (A2 ( 103) for crystal PBA-90-94 (2M1 polytype, space group C2/c). U(eq) is defined as one third of the trace of the orthogonalized Uij tensor (available on request).
	
	x
	y
	z
	U(eq)
	U11
	U22
	U33
	U23
	U13
	U12

	O(11)
	0.7400(3)
	0.3157(2)
	0.1655(1)
	22(1)
	19(1)
	26(1)
	21(1)
	2(1)
	1(1)
	-7(1)

	O(21)
	0.2398(3)
	0.3519(2)
	0.1660(1)
	22(1)
	21(1)
	24(1)
	20(1)
	-1(1)
	-2(1)
	7(1)

	O(22)
	0.4369(3)
	0.0837(2)
	0.1659(1)
	24(1)
	36(1)
	13(1)
	25(1)
	1(1)
	7(1)
	1(1)

	O(31)
	0.4327(3)
	0.2507(2)
	0.0542(1)
	14(1)
	14(1)
	13(1)
	14(1)
	0(1)
	0(1)
	4(1)

	O(32)
	0.9365(3)
	0.4183(2)
	0.0543(1)
	13(1)
	15(1)
	13(1)
	12(1)
	0(1)
	0(1)
	4(1)

	O(4)
	0.9342(3)
	0.0830(2)
	0.0515(1)
	17(1)
	18(1)
	15(1)
	19(1)
	1(1)
	1(1)
	4(1)

	T(1)
	0.4618(1)
	0.2503(1)
	0.1374(1)
	8(1)
	7(1)
	5(1)
	12(1)
	0(1)
	1(1)
	2(1)

	T(2)
	0.9632(1)
	0.4174(1)
	0.1373(1)
	11(1)
	10(1)
	9(1)
	15(1)
	2(1)
	2(1)
	3(1)

	M(1)
	0.75
	0.25
	0
	11(1)
	 9(1)
	8(1)
	15(1)
	-1(1)
	1(1)
	6(1)

	M(2)
	0.2465(1)
	0.0820(1)
	0.0000(1)
	12(1)
	14(1)
	8(1)
	14(1)
	0(1)
	1(1)
	9(1)

	A
	0
	0.0844(1)
	0.25
	36(1)
	33(1)
	29(1)
	47(1)
	0
	4(1)
	0


