Table 7a. Crystallographic coordinates and equivalent isotropic (Å2  104) displacement factors for muscovite crystals (2M1 polytype) from Oquossoc (Maine).

	Atom
	x
	y
	z
	Beq
	11*
	22*
	33*
	12*
	13*
	23*

	
	Sample O-G-92-2M1
	
	
	
	
	
	
	
	

	O11
	0.7512(4)
	0.3092(2)
	0.1582(1)
	1.29(4)
	117(6)
	36(2)
	9(1)
	–16(3)
	0(1)
	5(1)

	O21
	0.2510(3)
	0.3721(2)
	0.1696(1)
	1.11(4)
	106(6)
	28(2)
	8(1)
	21(3)
	1(1)
	–2(1)

	O22
	0.4142(3)
	0.0929(2)
	0.16914(8)
	1.13(3)
	158(6)
	19(2)
	7(1)
	10(3)
	5(1)
	–1(1)

	O31
	0.3838(3)
	0.2515(2)
	0.05369(8)
	0.77(3)
	92(5)
	12(1)
	6(1)
	3(2)
	2(1)
	2(1)

	O32
	0.9615(3)
	0.4439(2)
	0.05394(8)
	0.74(3)
	74(5)
	17(2)
	6(1)
	–2(2)
	3(1)
	2(1)

	O4
	0.9567(3)
	0.0619(2)
	0.05062(8)
	0.85(3)
	97(6)
	16(2)
	6(1)
	–4(2)
	4(1)
	–3(1)

	T1
	0.4510(1)
	0.25851(6)
	0.13619(3)
	0.54(1)
	55(2)
	8(1)
	5(1)
	2(1)
	1(1)
	0(1)

	T2
	0.9648(1)
	0.42969(6)
	0.13607(3)
	0.56(1)
	59(2)
	8(1)
	5(1)
	1(1)
	2(1)
	1(1)

	M1
	0.75
	0.25
	0
	0.50
	-
	-
	-
	-
	-
	-

	M2
	0.2498(1)
	0.08317(7)
	0.00007(3)
	0.60(1)
	60(2)
	10(1)
	5(1)
	–2(1)
	2(1)
	1(1)

	A
	0
	0.0984(1)
	0.25
	1.79(2)
	191(3)
	49(1)
	11(1)
	0
	5(1)
	0

	
	Sample O-H-56-2M1
	
	
	
	
	
	
	
	

	O11
	0.7569(6)
	0.3127(5)
	0.1585(2)
	1.95(9)
	5(10)
	102(6)
	16(1)
	18(6)
	5(2)
	3(2)

	O21
	0.2456(7)
	0.3679(5)
	0.1696(2)
	2.11(9)
	136(14)
	86(6)
	14(1)
	36(7)
	17(3)
	–1(2)

	O22
	0.4147(6)
	0.0930(5)
	0.1685(2)
	2.04(8)
	151(13)
	87(5)
	11(1)
	31(8)
	21(3)
	4(2)

	O31
	0.3815(6)
	0.2494(4)
	0.0539(2)
	1.53(7)
	56(11)
	73(5)
	10(1)
	–31(7)
	12(2)
	4(2)

	O32
	0.9629(6)
	0.4421(5)
	0.0542(2)
	2.00(9)
	119(13)
	103(6)
	9(1)
	71(8)
	6(3)
	5(2)

	O4
	0.9548(6)
	0.0617(4)
	0.0502(2)
	1.77(8)
	72(11)
	87(5)
	11(1)
	61(7)
	5(2)
	6(2)

	T1
	0.4519(3)
	0.2579(2)
	0.13604(6)
	1.55(3)
	106(5)
	69(2)
	8(1)
	18(3)
	4(1)
	4(1)

	T2
	0.9652(3)
	0.4304(2)
	0.13582(7)
	1.50(3)
	99(4)
	60(2)
	9(1)
	–3(3)
	5(1)
	3(1)

	M1
	0.75
	0.25
	0
	1.33
	-
	-
	-
	-
	-
	-

	M2
	0.2494(3)
	0.0832(2)
	– 0.00005(7)
	1.60(3)
	115(4)
	67(2)
	9(1)
	6(3)
	5(1)
	2(1)

	A
	0
	0.0993(3)
	0.25
	2.76(5)
	185(6)
	119(3)
	15(1)
	0
	7(1)
	0


Table 7b. Crystallographic coordinates and equivalent isotropic displacement factors (Å2  104) of biotite crystals (1M polytype, space group C2/m and 2M1 polytype, space group C2/c) from Oquossoc and Bryant Pond (Maine). 

	Atom
	x
	y
	z
	Beq
	11*
	22*
	33*
	12*
	13*
	23*

	
	Sample O-G-92-1M
	
	
	
	
	
	
	
	

	O1
	0.0134(8)
	0
	0.1753(3)
	2.60(9)
	343(15)
	43(4)
	65(3)
	0
	48(6)
	0

	O2
	0.3290(4)
	0.2278(3)
	0.1707(2)
	2.34(6)
	215(8)
	79(3)
	49(2)
	–25(4)
	33(3)
	–19(2)

	O3
	0.1308(3)
	0.1684(4)
	0.3958(2)
	2.20(5)
	121(6)
	136(4)
	9(1)
	–35(5)
	–19(2)
	–4(2)

	O4
	0.1296(4)
	0.5
	0.3929(2)
	0.37(4)
	90(7)
	1(2)
	4(1)
	0
	10(2)
	0

	T
	0.0759(1)
	0.16645(9)
	0.22615(6)
	0.95(1)
	111(2)
	30(1)
	15(1)
	0(1)
	10(1)
	15()

	M1
	0
	0
	0.5
	2.36(3)
	158(3)
	125(2)
	23(1)
	0
	0(1)
	0

	M2
	0
	0.33215(9)
	0.5
	0.39(1)
	55(2)
	5(1)
	10(1)
	0
	7(1)
	0

	A
	0
	0.5
	0
	3.17(5)
	345(8)
	76(2)
	78(2)
	0
	47(3)
	0

	
	Sample O-J-67-1M
	
	
	
	
	
	
	
	

	O1
	0.0124(4)
	0
	0.1723(2)
	1.40(4)
	169(6)
	34(2)
	26(2)
	0
	–3(3)
	0

	O2
	0.3283(2)
	0.2280(2)
	0.1696(1)
	1.45(3)
	112(4)
	55(2)
	32(1)
	–27(2)
	15(2)
	–7(1)

	O3
	0.1331(2)
	0.1695(1)
	0.3928(1)
	1.08(2)
	106(4)
	36(1)
	19(1)
	0(2)
	1(1)
	0(1)

	O4
	0.1266(3)
	0.5
	0.3980(2)
	1.20(4)
	95(5)
	49(2)
	21(1)
	0
	5(2)
	0

	T
	0.0760(1)
	0.1672(1)
	0.2268(1)
	0.60(1)
	49(1)
	18(1)
	16(1)
	–1(1)
	5(1)
	 0(1)

	M1
	0
	0
	0.5
	0.66(1)
	49(2)
	16(1)
	22(1)
	0
	10(1)
	0

	M2
	0
	0.3334(1)
	0.5
	0.67(1)
	39(1)
	23(1)
	19(1)
	0
	3(1)
	0

	A
	0
	0.5
	0
	2.55(2)
	230(4)
	75(1)
	62(1)
	0
	18(1)
	0

	 
	Sample O-K-15-1M
	
	
	
	
	
	
	
	

	O1
	0.0120(5)
	0
	0.1716(3)
	1.50(5)
	180(9)
	30(2)
	34(2)
	0
	–0(4)
	0

	O2
	0.3284(3)
	0.2282(2)
	0.1701(2)
	1.56(4)
	122(5)
	55(2)
	37(2)
	–31(3)
	22(2)
	–6(2)

	O3
	0.1324(3)
	0.1695(2)
	0.3924(2)
	1.27(3)
	130(5)
	37(2)
	27(1)
	–4(3)
	10(2)
	0(1)

	O4
	0.1255(4)
	0.5
	0.3968(3)
	1.28(5)
	87(7)
	50(3)
	30(2)
	0
	14(3)
	0

	T
	0.0757(1)
	0.1673(1)
	0.2269(1)
	0.76(1)
	50(2)
	21(1)
	25(1)
	1(1)
	9(1)
	 0(1)

	M1
	0
	0
	0.5
	0.79(2)
	49(2)
	20(1)
	28(1)
	0
	11(1)
	0

	M2
	0
	0.3329(1)
	0.5
	0.85(1)
	52(2)
	24(1)
	28(1)
	0
	8(1)
	0

	A
	0
	0.5
	0
	2.74(4)
	245(5)
	80(2)
	68(2)
	0
	23(2)
	0


Table 7b. Continued.

	
	Sample O-C-30-1M
	
	
	
	
	
	
	
	

	O1
	0.01292(7)
	0
	0.1699(4)
	1.90(8)
	190(2)
	40(4)
	51(3)
	0
	–0(5)
	0

	O2
	0.3278(4)
	0.2283(3)
	0.1696(2)
	1.90(5)
	131(7)
	68(3)
	47(2)
	–18(4)
	13(3)
	–4(2)

	O3
	0.1315(4)
	0.1670(3)
	0.3931(2)
	0.77(4)
	64(5)
	29(2)
	14(1)
	–2(3)
	–0(2)
	–3(2)

	O4
	0.1320(6)
	0.5
	0.3957(3)
	1.75(7)
	219(11)
	68(4)
	14(2)
	0
	16(4)
	0

	T
	0.0760(1)
	0.1662(1)
	0.2265(1)
	0.57(1)
	47(2)
	16(1)
	16(1)
	–6(1)
	5(1)
	0(1)

	M1
	0
	0
	0.5
	0.66(2)
	46(3)
	16(1)
	23(1)
	0
	8(1)
	0

	M2
	0
	0.3335(1)
	0.5
	0.65(1)
	52(2)
	15(1)
	21(1)
	0
	8(1)
	0

	A
	0
	0.5
	0
	2.36(5)
	180(6)
	75(2)
	64(2)
	0
	23(3)
	0

	 
	Sample O-K-9-1M
	
	
	
	
	
	
	
	

	O1
	0.00929(6)
	0
	0.1721(3)
	1.70(6)
	206(10)
	36(3)
	37(2)
	0
	–2(4)
	0

	O2
	0.3324(4)
	0.2260(2)
	0.1714(2)
	1.67(4)
	115(6)
	67(3)
	37(2)
	–36(3)
	14(2)
	–10(2)

	O3
	0.1321(3)
	0.1672(2)
	0.3928(2)
	0.74(3)
	84(5)
	24(2)
	11(1)
	5(3)
	2(2)
	1(1)

	O4
	0.1304(4)
	0.5
	0.3970(2)
	0.72(5)
	85(7)
	29(2)
	6(2)
	0
	8(3)
	0

	T
	0.0760(1)
	0.1667(1)
	0.2275(1)
	0.52(1)
	42(2)
	13(1)
	15(1)
	–1(1)
	4(1)
	 0(1)

	M1
	0
	0
	0.5
	0.56(2)
	42(3)
	15(1)
	17(1)
	0
	4(1)
	0

	M2
	0
	0.3331(1)
	0.5
	0.55(1)
	40(2)
	16(1)
	16(1)
	0
	4(1)
	0

	A
	0
	0.5
	0
	2.16(4)
	185(5)
	67(2)
	53(2)
	0
	15(2)
	0

	 
	Sample O-K-61-1M
	
	
	
	
	
	
	
	

	O1
	0.0113(8)
	0
	0.1709(5)
	2.70(1)
	146(14)
	74(6)
	101(6)
	0
	48(7)
	0

	O2
	0.3287(5)
	0.2286(3)
	0.1683(3)
	2.15(7)
	82(7)
	82(4)
	71(3)
	–36(4)
	44(4)
	–16(3)

	O3
	0.1327(4)
	0.1678(3)
	0.3923(3)
	1.29(5)
	49(6)
	37(3)
	52(3)
	–8(4)
	22(3)
	3(3)

	O4
	0.1259(6)
	0.5
	0.3951(4)
	1.33(8)
	43(10)
	70(5)
	28(4)
	0
	15(5)
	0

	T
	0.0753(1)
	0.1668(1)
	0.22645(9)
	0.96(2)
	18(2)
	28(1)
	45(1)
	0(2)
	24(1)
	0(1)

	M1
	0
	0
	0.5
	1.01(3)
	19(4)
	29(1)
	47(2)
	0
	25(2)
	0

	M2
	0
	0.3334(1)
	0.5
	0.89(2)
	8(2)
	35(1)
	35(1)
	0
	15(1)
	0

	A
	0
	0.5
	0
	2.74(6)
	164(7)
	89(3)
	86(3)
	0
	48(4)
	0


Table 7b. Continued.

	 
	Sample O-H-49’-M
	
	
	
	
	
	
	
	

	O1
	0.0125(8)
	0
	0.1707(4)
	2.29(9)
	256(15)
	49(4)
	55(4)
	0
	10(6)
	0

	O2
	0.3310(5)
	0.2275(3)
	0.1704(3)
	2.03(6)
	164(8)
	69(3)
	50(2)
	–38(4)
	36(4)
	–10(2)

	O3
	0.1303(3)
	0.1679(2)
	0.3923(2)
	0.85(4)
	61(5)
	29(2)
	21(2)
	8(3)
	4(2)
	2(2)

	O4
	0.1326(6)
	0.5
	0.3966(3)
	1.03(6)
	163(11)
	36(3)
	2(2)
	0
	11(4)
	0

	T
	0.0757(1)
	0.16636(8)
	0.22634(7)
	0.67(1)
	55(2)
	21(1)
	17(1)
	7(1)
	6(1)
	–1(1)

	M1
	0
	0
	0.5
	0.43(2)
	31(3)
	12(1)
	13(1)
	0
	5(1)
	0

	M2
	0
	0.33325(9)
	0.5
	0.52(1)
	30(2)
	15(1)
	17(1)
	0
	3(1)
	0 

	A
	0
	0.5
	0
	2.87(5)
	245(7)
	89(3)
	71(2)
	0
	36(3)
	0

	 
	Sample 14-7/2/60-1M
	
	
	
	
	
	
	

	O1
	0.0130(5)
	0
	0.1704(2)
	1.60(5)
	193(9)
	34(2)
	35(2)
	0
	5(3)
	0

	O2
	0.3263(3)
	0.2290(2)
	0.1688(2)
	1.64(4)
	137(5)
	63(2)
	33(1)
	–25(3)
	20(2)
	–5(1)

	O3
	0.1328(3)
	0.1685(2)
	0.3921(1)
	1.13(3)
	128(5)
	38(2)
	17(1)
	2(2)
	7(2)
	1(2)

	O4
	0.1279(4)
	0.5
	0.3975(2)
	1.22(5)
	114(7)
	52(3)
	15(2)
	0
	8(3)
	0

	T
	0.0752(1)
	0.1669(1)
	0.2258(1)
	0.61(1)
	59(1)
	19(1)
	13(1)
	0(1)
	5(1)
	 0(1)

	M1
	0
	0
	0.5
	0.69(1)
	63(2)
	19(1)
	19(1)
	0
	11(1)
	0

	M2
	0
	0.3337(1)
	0.5
	0.66(1)
	50(2)
	22(1)
	16(1)
	0
	3(1)
	0

	A
	0
	0.5
	0
	2.47(3)
	218(4)
	76(2)
	59(1)
	0
	17(2)
	0

	 
	Sample 5-9/20/61-1M
	
	
	
	
	
	
	

	O1
	0.0138(5)
	0
	0.1702(3)
	2.09(7)
	129(9)
	56(3)
	70(3)
	0
	0(4)
	0

	O2
	0.3266(3)
	0.2287(2)
	0.1685(2)
	2.31(5)
	101(6)
	77(3)
	83(2)
	–19(3)
	37(3)
	–4(2)

	O3
	0.1317(3)
	0.1691(2)
	0.3919(2)
	1.43(4)
	49(5)
	38(2)
	62(2)
	–2(3)
	18(3)
	2(2)

	O4
	0.1256(5)
	0.5
	0.3963(3)
	1.68(6)
	60(8)
	69(3)
	51(3)
	0
	15(4)
	0

	T
	0.0757(1)
	0.1671(1)
	0.2260(1)
	1.22(1)
	36(2)
	39(1)
	48(1)
	–2(1)
	12(1)
	 0(1)

	M1
	0
	0
	0.5
	1.05(2)
	23(3)
	31(1)
	47(1)
	0
	16(1)
	0

	M2
	0
	0.3339(1)
	0.5
	1.15(2)
	16(2)
	40(1)
	48(1)
	0
	10(1)
	0

	A
	0
	0.5
	0
	3.26(4)
	191(5)
	91(2)
	113(2)
	0
	28(3)
	0


Table 7b. Continued.

	
	Sample O-B-41-1M
	
	
	
	
	
	
	
	

	O1
	0.0234(6)
	0
	0.1703(3)
	1.59(6)
	213(10)
	28(2)
	33(2)
	0
	4(4)
	0

	O2
	0.3226(4)
	0.2331(2)
	0.1687(2)
	1.64(4)
	135(6)
	63(2)
	32(2)
	–29(3)
	17(2)
	–5(2)

	O3
	0.1311(3)
	0.1685(2)
	0.3915(2)
	1.24(3)
	150(6)
	32(2)
	21(1)
	1(3)
	2(2)
	2(1)

	O4
	0.1263(5)
	0.5
	0.3969(3)
	1.36(5)
	124(8)
	49(3)
	23(2)
	0
	3(3)
	0

	T
	0.0755(1)
	0.1670(1)
	0.2265(1)
	0.72(1)
	72(2)
	16(1)
	19(1)
	0(1)
	6(1)
	0(1)

	M1
	0
	0
	0.5
	0.84(2)
	75(3)
	18(1)
	26(1)
	0
	9(1)
	0

	M2
	0
	0.3330(1)
	0.5
	0.81(1)
	64(2)
	21(1)
	23(1)
	0
	3(1)
	0

	A
	0
	0.5
	0
	2.74(3)
	259(5)
	78(2)
	63(1)
	0
	18(2)
	0

	
	Sample O-B-41 2M1
	
	
	
	
	
	
	

	O11
	0.7406(4)
	0.3177(3)
	0.1650(1)
	1.46(5)
	71(7)
	55(3)
	10(1)
	–14(4)
	0(2)
	1(1)

	O21
	0.2378(1)
	0.3516(3)
	0.1656(1)
	1.81(6)
	181(10)
	61(3)
	7(1)
	43(4)
	–1(2)
	–6(1)

	O22
	0.4367(4)
	0.0840(3)
	0.1657(1)
	1.62(5)
	204(8)
	35(2)
	9(1)
	37(4)
	12(2)
	3(1)

	O31
	0.4300(4)
	0.2362(2)
	0.0538(1)
	0.54(4)
	75(6)
	1(2)
	5(1)
	–5(3)
	3(1)
	1(1)

	O32
	0.9363(4)
	0.4031(2)
	0.0543(1)
	0.73(4)
	83(6)
	5(2)
	7(1)
	7(3)
	5(1)
	0(1)

	O4
	0.9362(4)
	0.0671(2)
	0.0517(1)
	0.64(4)
	87(6)
	3(2)
	5(1)
	14(3)
	2(1)
	–1(1)

	T1
	0.4615(2)
	0.24937(8)
	0.13669(4)
	0.68(2)
	61(2)
	15(1)
	5(1)
	15(1)
	4(1)
	2(1)

	T2
	0.9629(1)
	0.41555(8)
	0.13679(4)
	0.69(1)
	61(2)
	17(1)
	5(1)
	20(1)
	4(1)
	3(1)

	M1
	0.75
	0.25
	0
	0.74(2)
	66(3)
	14(1)
	6(1)
	2(1)
	5(1)
	1(1)

	M2
	0.2505(1)
	0.08322(6)
	0.00001(3)
	0.73(1)
	56(2)
	16(1)
	6(1)
	9(1)
	2(1)
	3(1)

	A
	0
	0.0868(2)
	0.25
	2.46(3)
	230(4)
	66(1)
	15(1)
	0
	6(1)
	0

	
	Sample O-K-27-1M
	
	
	
	
	
	
	

	O1
	0.0175(5)
	0
	0.1715(2)
	1.68(5)
	233(10)
	32(2)
	31(2)
	0
	4(4)
	0

	O2
	0.3257(3)
	0.2305(2)
	0.1692(2)
	1.66(4)
	145(5)
	60(2)
	33(1)
	–27(3)
	20(2)
	–6(1)

	O3
	0.1327(3)
	0.1698(2)
	0.3922(2)
	1.31(3)
	160(5)
	36(2)
	22(1)
	–3(3)
	8(2)
	 1(1)

	O4
	0.1248(5)
	0.5
	0.3977(2)
	1.42(5)
	128(7)
	57(3)
	21(2)
	0
	5(3)
	0

	T
	0.0755(1)
	0.1672(1)
	0.2264(1)
	0.77(1)
	78(2)
	20(1)
	19(1)
	0(1)
	7(1)
	–1(1)

	M1
	0
	0
	0.5
	0.85(2)
	82(2)
	19(1)
	25(1)
	0
	12(1)
	0

	M2
	0
	0.3334(1)
	0.5
	0.89(1)
	77(2)
	25(1)
	23(1)
	0
	7(1)
	0

	A
	0
	0.5
	0
	2.68(3)
	258(5)
	76(2)
	62(2)
	0
	22(2)
	0


Table 7b. Continued

	
	O-K-47-1M
	
	
	
	
	
	
	
	

	O1
	0.0185(6)
	0
	0.1709(3)
	1.85(7)
	226(11)
	36(3)
	42(3)
	0
	6(4)
	0

	O2
	0.3257(4)
	0.2310(3)
	0.1694(2)
	1.88(4)
	142(6)
	71(3)
	42(2)
	–33(3)
	20(3)
	–4(2)

	O3
	0.1322(3)
	0.1681(2)
	0.3922(2)
	1.11(3)
	134(5)
	31(2)
	20(1)
	4(3)
	9(2)
	–1(1)

	O4
	0.1300(5)
	0.5
	0.3966(2)
	1.17(5)
	122(8)
	45(3)
	15(2)
	0
	8(3)
	0

	T
	0.0756(1)
	0.16658(7)
	0.22649(6)
	0.68(1)
	67(2)
	16(1)
	19(1)
	0(1)
	9(1)
	0(1)

	M1
	0
	0
	0.5
	0.66(2)
	62(2)
	13(1)
	22(1)
	0
	11(1)
	0

	M2
	0
	0.3335(1)
	0.5
	0.76(1)
	66(2)
	17(1)
	24(1)
	0
	8(1)
	0

	A
	0
	0.5
	0
	2.39(4)
	208(5)
	72(2)
	60(2)
	0
	23(2)
	0


Notes: * exp[–(h211+...+2hk12+...)]; standard deviations are given in parentheses. 

Table 7a. Continued {{AU: Should this be 7b?}}

	
	sample O-K-27-2M1 
	
	
	
	
	
	
	

	O11
	0.7498(4)
	0.3115(2)
	0.1575(1)
	1.30(4)
	92 (6)
	44(2)
	9(1)
	–20(3)
	–3(1)
	7(1)

	O21
	0.2483(3)
	0.3704(2)
	0.16901(8)
	1.06(3)
	84(5)
	37(2)
	7(1)
	14(3)
	1(1)
	–2(1)

	O22
	0.4185(3)
	0.0942(2)
	0.16837(8)
	1.05(3)
	139(6)
	23(2)
	6(1)
	12(3)
	4(1)
	1(1)

	O31
	0.3841(3)
	0.2514(2)
	0.05331(7)
	0.77(3)
	63(5)
	29(2)
	4(1)
	–5(3)
	2(1)
	1(1)

	O32
	0.9620(3)
	0.4435(2)
	0.05331(8)
	0.81(3)
	63(5)
	33(2)
	4(1)
	0(3)
	5(1)
	0(1)

	O4
	0.9574(3)
	0.0617(2)
	0.05045(8)
	0.89(3)
	69(5)
	19(2)
	8(1)
	–6(3)
	4(1)
	–4(1)

	T1
	0.4516(1)
	0.25842(7)
	0.13536(3)
	0.59(1)
	42(2)
	18(1)
	4(1)
	2(1)
	0(1)
	0(1)

	T2
	0.9652(1)
	0.42947(6)
	0.13547(3)
	0.56(1)
	45(2)
	13(1)
	5(1)
	–2(1)
	1(1)
	0(1)

	M1
	0.75
	0.25
	0
	1.00
	-
	-
	-
	-
	-
	-

	M2
	0.2491(1)
	0.08329(7)
	0.00007(3)
	0.58(1)
	39(2)
	18(1)
	5(1)
	–3(1)
	2(1)
	1(1)

	A
	0
	0.0985(1)
	0.25
	1.72(2)
	157(3)
	51(1)
	11(1)
	0
	5(1)
	0

	
	Sample O-K-47-2M1 
	
	
	
	
	
	
	
	

	O11
	0.7493(4)
	0.3119(2)
	0.1578(1)
	1.53(4)
	136(7)
	50(2)
	9(1)
	–15(3)
	–1(1)
	4(1)

	O21
	0.2477(3)
	0.3684(2)
	0.1688(1)
	1.28(4)
	101(6)
	40(2)
	9(1)
	13(3)
	5(1)
	–2(1)

	O22
	0.4198(4)
	0.0929(2)
	0.1683(1)
	1.34(4)
	172(6)
	30(2)
	8(1)
	0(3)
	7(1)
	1(1)

	O31
	0.3864(3)
	0.2514(2)
	0.05345(8)
	1.02(3)
	102(5)
	28(2)
	7(1)
	–1(3)
	3(1)
	1(1)

	O32
	0.9611(3)
	0.4428(2)
	0.05344(8)
	0.97(3)
	98(6)
	26(2)
	6(1)
	4(2)
	2(1)
	0(1)

	O4
	0.9560(3)
	0.0628(2)
	0.05033(8)
	1.07(3)
	96(6)
	29(2)
	8(1)
	5(3)
	8(1)
	–2(1)

	T1
	0.4523(1)
	0.25823(7)
	0.13538(3)
	0.75(1)
	64(2)
	19(1)
	6(1)
	1(1)
	2(1)
	1(1)

	T2
	0.9650(1)
	0.42943(7)
	0.13534(3)
	0.73(1)
	62(2)
	18(1)
	6(1)
	0(1)
	3(1)
	1(1)

	M1
	0.75
	0.25
	0
	1.24
	-
	-
	-
	-
	-
	-

	M2
	0.2496(1)
	0.08351(7)
	– 0.00001(3)
	0.85(1)
	74(2)
	21(1)
	7(1)
	–1(1)
	3(1)
	1(1)

	A
	0
	0.0983(1)
	0.25
	1.90(2)
	183(3)
	56(1)
	12(1)
	0
	5(1)
	0

	Notes: exp[–(h211+...+2hk12+...)]; standard deviations are given in parentheses.
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