Table 3 (deposited). Crystallographic coordinates and equivalent isotropic and anisotropic temperature factors (Å2 ( 103) for Fe, Mn, Li-rich mica-1M [layer symmetry C12(1)], space group C2. Estimated standard deviations in parenthesis.

	Atom
	x/a
	y/b
	z/c
	Ueq
	U11
	U22
	U33
	U23
	U13
	U12

	Sample: Hirukawa

	T1
	0.0749(4)
	0.1698(1)
	0.2290(3)
	12(1)
	12(2)
	3(1)
	19(2)
	-2(1)
	2(1)
	0(1)

	T11
	0.5862(4)
	0.3331(1)
	0.2299(2)
	10(1)
	8(1)
	7(1)
	17(2)
	-1(1)
	4(1)
	1(1)

	M1
	0
	0.9929(7)
	0.5
	12(1)
	12(2)
	7(2)
	20(2)
	0
	8(1)
	0

	M2
	0
	0.3234(4)
	0.5
	10(1)
	10(2)
	9(2)
	14(2)
	0
	7(1)
	0

	M3
	0.5
	0.1613(5)
	0.5
	12(2)
	8(3)
	5(2)
	22(3)
	0
	-3(2)
	0

	A
	0
	0.5020(4)
	0
	28(1)
	27(1)
	22(1)
	34(1)
	0
	8(1)
	0

	O1
	0.0405(6)
	1.0026(7)
	0.1710(3)
	22(1)
	30(2)
	11(2)
	24(2)
	-6(3)
	2(1)
	2(3)

	O2
	0.3160(12)
	0.2422(6)
	0.1693(7)
	25(2)
	19(3)
	30(3)
	26(4)
	-3(3)
	2(3)
	-3(3)

	O22
	0.8183(12)
	0.2592(6)
	0.1627(7)
	21(1)
	15(3)
	21(3)
	27(4)
	-3(3)
	9(3)
	4(2)

	O3
	0.1173(11)
	0.1760(7)
	0.3921(6)
	14(1)
	12(2)
	13(3)
	17(3)
	-4(3)
	0(2)
	-1(2)

	O33
	0.6618(10)
	0.3270(8)
	0.3930(6)
	18(1)
	15(2)
	11(2)
	26(3)
	-2(3)
	3(2)
	0(2)

	O4
	0.1090(5)
	0.4715(3)
	0.3987(3)
	18(2)
	24(2)
	8(3)
	23(2)
	0(1)
	7(1)
	-4(2)

	Sample: Mokrusha

	T1
	0.0754(4)
	0.1693(1)
	0.2296(3)
	13(1)
	9(2)
	10(2)
	23(2)
	1(1)
	6(1)
	4(1)

	T11
	0.5859(4)
	0.3332(2)
	0.2291(2)
	11(1)
	13(1)
	8(1)
	11(2)
	2(1)
	0(1)
	3(1)

	M1
	0
	0.9920(7)
	0.5
	15(1)
	11(2)
	10(2)
	25(2)
	0
	5(1)
	0

	M2
	0
	0.3226(4)
	0.5
	14(1)
	5(2)
	9(2)
	28(3)
	0
	6(1)
	0

	M3
	0.5
	0.1620(6)
	0.5
	9(2)
	8(3)
	8(3)
	8(4)
	0
	-3(2)
	0

	A
	0
	0.5010(4)
	0
	29(1)
	28(1)
	23(1)
	35(1)
	0
	3(1)
	0

	O1
	0.0301(6)
	1.0026(8)
	0.1717(3)
	23(1)
	23(2)
	18(2)
	25(2)
	-11(3)
	0(1)
	5(3)

	O2
	0.3206(13)
	0.2370(6)
	0.1697(7)
	27(2)
	20(3)
	37(3)
	23(5)
	-8(3)
	5(2)
	-6(3)

	O22
	0.8197(12)
	0.2635(5)
	0.1633(7)
	21(1)
	19(3)
	23(3)
	23(4)
	-3(2)
	10(2)
	7(2)

	O3
	0.1203(11)
	0.1770(7)
	0.3937(6)
	17(1)
	18(3)
	21(3)
	10(3)
	-2(3)
	-1(2)
	9(2)

	O33
	0.6602(10)
	0.3288(8)
	0.3931(7)
	21(1)
	27(3)
	8(3)
	28(3)
	2(3)
	4(2)
	10(2)

	O4
	0.1116(6)
	0.4749(5)
	0.4001(3)
	19(2)
	19(2)
	17(3)
	21(2)
	-1(2)
	2(1)
	-5(2)

	Sample: Boise

	T1
	0.0745(2)
	0.1699(1)
	0.2275(1)
	11(1)
	8(1)
	11(1)
	14(1)
	0(1)
	2(1)
	1(1)

	T11
	0.5852(2)
	0.3328(1)
	0.2273(1)
	11(1)
	8(1)
	11(1)
	13(1)
	0(1)
	1(1)
	1(1)

	M1
	0
	0.9921(2)
	0.5
	12(1)
	12(1)
	10(1)
	14(1)
	0
	4(1)
	0

	M2
	0
	0.3231(2)
	0.5
	9(1)
	8(1)
	10(1)
	8(1)
	0
	1(1)
	0

	M3
	0.5
	0.1615(2)
	0.5
	13(1)
	8(1)
	15(1)
	16(1)
	0
	0(1)
	0

	A
	0
	0.5029(2)
	0
	29(1)
	26(1)
	30(1)
	30(1)
	0
	3(1)
	0

	O1
	0.0359(4)
	1.0025(4)
	0.1718(2)
	23(1)
	27(1)
	20(1)
	20(1)
	-1(2)
	1(1)
	-2(2)

	O2
	0.3222(6)
	0.2398(3)
	0.1724(3)
	21(1)
	17(1)
	27(2)
	19(2)
	-1(1)
	5(1)
	-6(1)

	O22
	0.8149(6)
	0.2616(3)
	0.1594(4)
	21(1)
	19(1)
	26(2)
	17(2)
	1(1)
	3(1)
	6(1)

	O3
	0.1143(5)
	0.1754(4)
	0.3924(3)
	12(1)
	11(1)
	13(1)
	12(2)
	1(1)
	4(1)
	2(1)

	O33
	0.6641(5)
	0.3272(4)
	0.3921(3)
	14(1)
	10(1)
	14(1)
	18(2)
	0(1)
	1(1)
	2(1)

	O4
	0.1092(3)
	0.4718(2)
	0.3978(2)
	16(1)
	15(1)
	17(2)
	15(1)
	3(1)
	2(1)
	-2(1)

	Note: Ueq is defined as one third of the trace of the orthogonalized Uij tensor. The anisotropic displacement factor exponent takes the form: exp {–2(2 [h2 (a*)2 U11+...+2hka*b* U12+...]}.


