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Table 4.

0(1)
C(2)
N(3)
C(4)
C(5)
€(21)
C(22)
0(22)
C(23)
C(24)
0(24)
C(25)
C(26)
C(27)
C(28)
C(29)
$4(3)
0(31)
0(32)
C(31)
C(32)
C(321)
C(33)
C(34)
C(341)
C(35)
C(36)
C(361)
C(41)
Cc(42)

Anisotropic displacement coefficients

Ull

47(1)
40(1)
37(1)
41 (1)
53(1)
41 (1)
40 (1)
53(1)
39(1)
33(1)
54 (1)
60 (1)
65(2)
74 (2)
43(1)
48 (1)
47(1)
49 (1)
88 (1)
44 (1)
47(1)
72(2)
41(1)
54 (1)
70 (2)
68 (1)
50(1)
66 (1)
52(1)
89(2)

Us2

56(1)
50(1)
54 (1)
61(1)
62(1)
51(1)
62 (1)
86 (1)
65(1)
76(1)
94 (1)
83(2)
62 (1)
51(1)
51.(1)
82(2)
66 (1)
116(1)
67(1)
56(1)
59(1)
67 (1)
77(1)
71(1)
94 (2)
53(1)
57(1)
63(1)
87(2)
125(2)

Uiz

54 (1)
37('L)
33.(1)
38(1)
574(1)
33(1)
334(1)
39(1)
42 (1)
41 (1)
41 (1)
52(1)
61(1)
60 (1)
45(1)
53(1)
29(1)
40(1)
51(1)
26(1)
25(1)
60(1)
36(1)
39(1)
70(2)
50(1)
41 (1)
93 (2)
35(1)
51(1)

Ul?.

4(1)
=3i(1)
=3{1)

8(1)
11(1)
-2(1)

2(1)

-10(1)
-4(1)

3(1)

8(1)
16(1)
24 (1)

5(1)
=1, (1)
17 (1)
-8(1)
=-5(1)

~-16 (1)

31(1)

6(1)
17(1)

341}

-12(1)
=33(1)
-4 (1)

6(1)
16(1)

3(1)

-33(2)

(A2x103)

Uis

=104(1)
-2(1)
=214}
-5(1)
-3(1)
0(1)
4(1)
10(1)
1(1)
=-6:(1)
-3:(1)
=08.(1)}
-5(1)
=2 (1)
0(1)
1(1)
0(1)
10(1)
=11 (1)
=1 (1)
-4(1)
=23(1)
-3 (1)
~2(1)
=10.(1)
-3(1)
=3 (1)
-14(1)
4(1)
14 (1)

The anisotropic displacement exponent takes the form:

‘21‘2 (hza*zUu # e

+ 2hka*b*U,,)

=16(1)
1(1)
2(1)
1(1)
=11(1)
-6(1)
=1 L)
1(1)
-4 (1)
=5(1)
=121}
4(1)
0(1)
1{1)
1(1)
=16(1)
4(1)

= (1)
23(1)
=5(1)
=1 {1.)
-10(1)
6(1)
10 (1)
18 (1)
-2(1)
-8(1)
-11(1)
2(1)
11(1)
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Table 5. H-Atom coordinates (x10%) and isotropic displacement
coefficients (A%?x103)

X Yy Z U
H(2) 4390 4166 7051 50
H(4) 7565 3924 6549 60
H(5A) 6315 3122 5332 70
H(5B) 5969 2879 6342 70
H(21) 4126 S5TIT 6870 50
H(22) 2458 (26) 4991 (15) 7580(12) 80
H(23A) 1452 4262 5664 60
H(23B) 2796 3964 5503 60
H(25A) 1023 6073 4520 80
H(25B) 2244 6292 4027 80
H(26) 1896 7237 5351 80
H(27A) 3841 7290 5826 80
H(27B) 3850 7102 4773 80
H(28A) 4304 5504 4989 60
H(28B) 5229 6091 5577 60
H(29A) 1122 6002 6286 80
H(29B) 2207 6505 6776 80
H(32R) 9937 3962 8323 100
H (32B) 8768 3634 7812 100
H(32C) 8736 3819 8865 100
H(33) 10466 5468 8536 60
H(34A) 10278 8035 8617 110
H(34B) 11232 7267 8306 110
H (34C) 10746 1256 9309 110
H(35) 8321 7766 8108 70
H(36A) 6390 7654 7572 110
H(36B) 5759 6844 8148 110
H(36C) 6016 6676 7110 110
H(41A) 7912 4297 5076 70
H(41B) 6796 4991 5087 70
H(42A) 7796 5994 6085 120
H(42B) 8528 5869 5180 120

H(42C) 8909 5298 6056 120
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