Atomo

[noprocess]

Table 5. Crystallographic coordinates and equivalent isotropic (AZ) and anisotropic temperature factors (A2 _ 104) of biotite .

Atom" x/a y/b zlc Beq [ b11* || boo* || basg* || bao* b 13*||b23*
A4 (IM polytype)

01 [0.0130(7)] 0 0.1704(4) [1.69(8)|[190(10)[ 32(4) [41(4) || o | 3(6) 0

102 [0.3272(5)[0.2284(3) [ 0.1692(3) [[1.73(6)| 136(8) | 54(3) | 44(2) |-16(4)| 22(4) || -2(2)

(03 0.1316(4)|0.1690(3) [ 0.3916(2) [1.17(5)|[100(7) | 35(2) | 29(2) | -2(4) || 10(3) || 0(2)

04 [0.1280(6)| 0.5 [0.3972(4) [1.34(8)[ 93(11) [ 54(4) [ 253) | O | 5(5) 0

T [0.0757(1)[0.16714(9)|0.22626(8)0.77(2)|| 48(2) [[20.7(8)[24.6(7)| 0(1) || 8(1) [-1.7(8)

M1 0 0 05 [0.73@3)[ 48(4) [[16)) [27() [ 0 [13@ | o
M2 0 [03332)) 05 [0.732)[392) [20.08)24.78)] 0 | 6(1) | ©
A 0 05 0 |250(5)[209(6) [73(2) [65(2) || 0 |[25(3) | o©

GFS15a (1M polytype)
01 [0.0162(7)] 0 0.1700(3) [2.10(8)/[200(10)|| 49(4) [56.7(3)] 0 | 9(5) 0
02 |0.3264(4)|0.2315(3) || 0.1692(2) 2.21(6)||163(8) | 78(3) | 56(2) [-27(4)39(3) || -4(2)
(03 [0.1322(4)[0.1685(2) [ 0.3920(2) [1.75(5)[| 173(8) [ 51(2) | 40(2) | 2(4) | 21(3) | 0(2)
04 0.1285(6)] 0.5 [0.3969(3) 1.75(7)|[156(11)( 58(4) [39(3) | O |[24(5) | O
T [0.0758(1)(0.16694(9)|0.22642(8)[[1.23(2)|[ 85(2) |[36.7(8)|[38.7(7)[-1(1) | 22(0) || 1(7)

M1 0 0 05 |1.18(3)[ 85(4) [[28(1) [43() [ 0 [282) | o
M2 0 [03331(1) 05 [1.13(2)] 69(2) [30.6(9)39.18)] 0 [18(1) O
A 0 05 0 |3.37(5)[283(6) [103(2)[86(2) | 0 |B453)[ o0

H87 (1M polytype)
01 [0.0160(6)| O 0.1705(3) [1.82(6)[[199(10)[[ 33(3) [[493) [ 0 [[-14) | o
||oz 0.3270(4)“0.2296(2) 0.1690(2) [[1.86(4)[| 157(6) [ 53(2) [ 52(2) [-30(3)/[29(3) || -7(2)
|03 0.1330(3)|0.1690(2) | 0.3923(2) [11.39(4)|| 141(6) | 30(2) | 39(2) | -2(3) || 12(2) || O(2)
04 [0.1263(5)| 0.5 [0.3970(3) [1.52(6)[ 126(8) [ 48(3) [37(2) | 0 [10(4) | O
T [0.0755(1)(0.16709(6)|0.22608(6)(0.88(1)|| 66(2) [[12.4(5)[37.8(5) O(1) [15.2(7)[-0.1(5)

M1 0 0 05 [0.952)| 67(2) [12.3(8)43.1(9)| 0 [[20(1) | O
M2 0 [0.33309(7)[ 05 [0.95(1)[ 63(2) [15.8(6)[40.5(6)] O [[12.4(8)] ©
A 0 0.5 0 2.74(4)[2305) [[69(2) [[81(2) | 0 [[232 [ o

Table 5. Continued

Atom| x/a y/b zlc Beq [ b11* || b2o* || bag* |[b 1™ ||b 13*|[b 23*

CC1 (1M polytype)
01 [0.0156(7)] 0 0.1710(3) [[1.58(7)[160(10) 34(4) [ 37(3) [ 0 [-10(5)| ©
02 ]0.3271(4)0.2297(3) || 0.1689(2) [[1.63(5)| 122(8) | 60(3) || 35(2) [-27(4)|| 21(3) || -6(2)
|03 ]0.1326(4)|0.1693(3) | 0.3921(2) [1.11(4)[ 108(7) || 36(2) || 20(2) || -2(4) || -2(3) || 0(2)
04 [0.1269(6)| 0.5  [0.3977(3) [1.21(7)[90(10) || 51(4) [ 20(2) | 0 | 0(4) 0
T [0.0757(1)[0.16710(9)[0.22650(7)[0.66(1)| 47(2) [18.0(8)[19.2(6)| 0(1) |[6.0(9) || 0.9(7)
M1 0 0 05 [0.74(2)] 50(4) [ 18(1) [25(1) [ 0 [112) | o
M2 0 [03334()| 05 [0.75(2) 41(2) [2328)22.1(7)] O | 4(1) 0
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A | o | o5 | o [e614)216(6)]74@2) [692) | 0 [203) | o
C3-31 (1M polytype)

01 [0.0181(6)] O 0.1700(3) [[1.59(7)[170(10)| 26(3) [ 47(3) | 0 | 9(5) 0

102 ]0.3252(4)[0.2307(3) || 0.1681(2) [1.59(5)| 148(8) || 49(3) || 37(2) [-32(4)]| 22(3) || -7(2)

(03 ]0.1322(4)|0.1686(2) | 0.3915(2) [1.19(4)| 138(7) | 28(2) | 26(2) [ -4(3) || 8(3) | -1(2)

04 [0.1280(6)| 0.5  [0.3975(3) [1.33(7)[110(10)| 44(4) [ 30(3) [ 0 | 9(4) 0

T [0.0756(1)[0.16706(8)[0.22573(7)[0.74(2)[ 70(2) [14.8(8)[23.3(7)[ 1(1) [7.7(9) || 0.1(7)

M1 0 0 05 [0.77(2)| 64(3) [ 13(1) [30(1) | O [14(2) || ©
M2 0 [033325(9) 05 [0.89(2)| 63(2) [21.8(8)[29.7(7)] O | 6(1) 0
A 0 0.5 0 2.74(4)[233(6) [ 73(2) [ 78(2) | O [[26(3) | O

B1 (1M polytype)
01 [0.0169(4)] 0 0.1704(2) |IL.67(5)[ 191(8) [ 34(2) [39(2) | O | -5(3) | 0
(02 ]j0.3256(3)[0.2313(2) [ 0.1685(2) [[1.71(4)[ 125(5) | 66(2) || 39(1) [-35(2) | 16(2) || -6(1)
103 ]j0.1326(3)[0.1687(2) | 0.3919(1) [1.23(3) 116(4) | 38(2) || 26(1) || 0(2) | 4(2) | O(1)
04 [0.1268(4)| 0.5 [0.3978(2) [1.42(5)| 101(6) [ 60(3) [ 26(2) | 0 | 0(3) 0
T [0.0756(1)[0.16702(6)[0.22575(5)[0.78(1)| 52(2) [[22.5(5)[24.8(4)[0.6(8)||5.3(6) | 0.3(4)

M1 0 0 0.5 [0.80(1) 52(2) [19.1(7)[30.2(7)] O [11.3(9)] O
M2 0 [0.33318(6)| 05 [0.91(1)f 51(2) [27.8(6)[29.0(5)] O [4.8(6)| O
A 0 0.5 0 2.64(3)" 212(4) [ 78(2) [71(1) | 0 |[202 | O

Table 5. Continued

Atom| x/a y/b zlc Beq |[b11* || b oo™ | bas* b 1p* |[b13*[b 23*
C6c¢ (2M1 polytype)
011 [0.7424(4)[0.3147(2) || 0.1645(1) [[1.78(5) [ 158(9) | 58(2) [|9.6(4) [-30(4)[ 0(2) || 3.2(8)
1021 [0.2417(4)[0.3546(2) || 0.1656(1) |[1.82(5) [153(9) || 64(2) [|9.4(4) [ 23(4) | 0(2) || -3.4(8)
1022 [0.4327(4)[0.0846(2) [0.16571(8) | 1.69(4) [226(8) || 31(2) [|9.1(4) [ -3(4) || 7(2) || 0.08)
(031 ]0.4295(4)|0.2432(2) [0.05410(8) || 1.31(4) [[132(7) | 37(2) || 7.3(4) || -4(4) || O(1) [-0.1(8)
(032 [0.9373(4)[0.4125(2) [0.05407(8) | 1.41(4) [ 153(7) || 40(2) | 6.9(3) [ 11(5) || 0O(2) || -1.5(8)
04 ]0.9364(4)[0.0739(2) [0.05117(8)|[1.37(4) [ 174(8) | 27(2) | 7.5(3) [ 17(4) | 2(1) || -5.0(7)
T1 [0.4614(1)|0.25084(7)[0.13691(3) [0.93(1) || 91(3) [22.0(6)|6.1(1) || 2(1) [1.2(4) | -0.1(3)
T2 [0.9628(1)[0.41783(8)[0.13689(3) [0.92(1) || 81(2) [23.6(6)[6.5(2) [ -3(2) [ 1.8(4) | 0.2(3)

M1 0.75 0.25 0 0.93(1) [ 78(3) [[21.3(6)| 7.1(2) || -6(2) [|2.5(4) | -0.7(3)
M2 0.2501(1)[0.08323(5)(0.00002(2)[0.92(1) || 80(2) |[21.2(4)[6.9(2) |[-1(2) [[1.0(3) || 1.0(2)
A 0 [0.0852(1) 0.25 [2.87(2)[267(4)]79(2) [18.22)| 0 [46(7)| O

* anisotropic temperature factors b j; are of the form exp [- (h2b 11+...+2hkb 1o+..)].

[/noprocess]
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