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Supplementary Table II. Anisotropic Displacement Coefficients (A? x 10°)

I(1)
o(1)
Br(l)
S(1)
I(2)
Cu(1)
Mo (1)
N(1)
c(1)
c{2)
Cc(4)
c(3)

The anisotropic displacement exponent takes the form -27:'2(h2(a*)2Uu + ... + 2bk@"(O®HU

Supplementary Table III. H-Atom coordinates (x 10%) and isotropic
displacement coefficients (A% x 10%).

H(1a)
H(1B)
H(2A)
H(2B)
H(4A)
H(4B)
H(4C)
H(3A)
H(3B)

U1 Uz2 Uz Uiz Ui Uz3
139(3) 139(3) 139(3) -6(3) -6(3) -6{3)
1597(307 1537(307 1597(307 56 (308 56 (308 56 (308)
487(85) 487(85) 487 (85) 76 (52) 76 (52) 76 (52)
131(15) 131(15) 131 (15) 39(8) 39(8) -39(8)
111(7) 111(7) 111(7) 26 (8) 26 (8) ~26(8)
388 (24) 388 (24) 388 (24) -46(12) -46(12) -46{12)
105(6) 105(6) 105(8) 31(7) 31(7) 31(7)

249(33) ‘249 (33) 82 (40) 0 0 0

843 (152 300(84) 136 (32) - -198(100 -201(51) 80 (46)
1121(197 155(34) 453 (106 147(80) ~-458(116 -117(50)
826 (161 1350(265 3978(304 446 (197 1252(231 -198(274)
1142 (179 192(39) 332(66) -165(86) -395(96) 171 (44)

x Y z u
-594 -133 1926 80
-324 440 1300 80
-885 719 2582 80

-1126 133 2666 80
-2118 995 1931 80
-19391 694 2484 80
-1702 1251 2348 80
~-1499 255 1815 80
-1211 809 1680 80
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Structure Factor Tables for (n-BugN)z [CuzMo0S3zBriz]

Supplementary Table I.
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-7
-7
-7
-7
-7
-7
-6
-7
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-5
-7
-6
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-7
2
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2
3
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3
3
2
2
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A
3
5
3
8
3
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5
7
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7
5
-7
-6
-6
-7
-7
-6
-6
-7
-7
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-8
3
-15
A
7
8
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49
54

63
54
47
12
3
3
1
3
3
1
6
7
7
6
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21
40
73
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