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Table 1. Crystal data and structure refinement.

	


Identification code 
03src0648    

Empirical formula 
C24H14Br2FeO2
Formula weight 
550.02

Temperature 
120(2) K

Wavelength 
0.71073 Å

Crystal system 
Monoclinic

Space group 
Pc 

Unit cell dimensions
a = 15.9575(4) Å
( = 90°


b = 8.8522(2) Å
( = 101.9050(10)°


c = 13.7492(3) Å
(  = 90°

Volume
1900.42(8) Å3
Z
4

Density (calculated)
1.922 Mg / m3
Absorption coefficient
5.018 mm(1
F(000)
1080

Crystal
Plate; Dark Grey

Crystal size
0.26 ( 0.12 ( 0.01 mm3
( range for data collection
2.91 ( 27.48°

Index ranges
(20 ( h ( 19, (11 ( k ( 11, (17 ( l ( 16

Reflections collected
24120

Independent reflections
7305 [Rint = 0.0935]

Completeness to ( = 27.48°
99.7 % 

Absorption correction
Semi(empirical from equivalents

Max. and min. transmission
0.9515 and 0.3553

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
7305 / 2 / 524

Goodness-of-fit on F2
1.033

Final R indices [F2 > 2((F2)]
R1 = 0.0445, wR2 = 0.0999

R indices (all data)
R1 = 0.0538, wR2 = 0.1057

Absolute structure parameter
(0.014(11)

Extinction coefficient
0.0017(3)

Largest diff. peak and hole
0.886 and (0.606 e Å(3
	


Diffractometer: Nonius KappaCCD area detector (( scans and ( scans to fill asymmetric unit sphere). Cell determination: DirAx (Duisenberg, A.J.M.(1992). J. Appl. Cryst. 25, 92-96.) Data collection: Collect (Collect: Data collection software, R. Hooft, Nonius B.V., 1998). Data reduction and cell refinement: Denzo (Z. Otwinowski & W. Minor, Methods in Enzymology (1997) Vol. 276: Macromolecular Crystallography, part A, pp. 307(326; C. W. Carter, Jr. & R. M. Sweet, Eds., Academic Press). Absorption correction: SORTAV (R. H. Blessing, Acta Cryst. A51 (1995) 33(37; R. H. Blessing, J. Appl. Cryst. 30 (1997) 421(426). Structure solution: SHELXS97 (G. M. Sheldrick, Acta Cryst. (1990) A46 467(473). Structure refinement: SHELXL97 (G. M. Sheldrick (1997), University of Göttingen, Germany). Graphics: Cameron - A Molecular Graphics Package. (D. M. Watkin, L. Pearce and C. K. Prout, Chemical Crystallography Laboratory, University of Oxford, 1993).

Special details: 

All hydrogen atoms were fixed.

Table 2. Atomic coordinates [( 104], equivalent isotropic displacement parameters [Å2 ( 103] and site occupancy factors. Ueq is defined as one third of the trace of the orthogonalized Uij tensor.

Atom 
x
y
z
Ueq
S.o.f.
C1
9993(5)
864(7)
434(5)
23(1)
1

C2
10584(4)
(42(7)
4(5)
20(1)
1

C3
10062(5)
(1034(7)
(693(5)
24(2)
1

C4
9182(5)
(766(8)
(674(5)
26(2)
1

C5
9143(4)
420(7)
24(5)
22(1)
1

C6
9103(4)
(2431(7)
1558(4)
17(1)
1

C7
9767(4)
(1536(7)
2176(5)
20(1)
1

C8
10560(4)
(2059(8)
2028(5)
22(1)
1

C9
10421(5)
(3263(8)
1349(5)
22(1)
1

C10
9537(5)
(3516(7)
1051(5)
20(1)
1

C11
8173(4)
(2236(7)
1415(4)
17(1)
1

C12
7805(4)
(1305(7)
2046(5)
21(1)
1

C13
6937(4)
(1156(7)
1918(5)
19(1)
1

C14
6568(4)
(172(7)
2611(5)
20(1)
1

C15
5622(4)
(65(7)
2481(5)
20(1)
1

C16
5268(5)
830(8)
3120(5)
23(1)
1

C17
4381(4)
948(7)
2996(5)
22(1)
1

C18
3850(5)
144(7)
2232(5)
19(1)
1

C19
4199(5)
(767(8)
1592(5)
23(1)
1

C20
5077(4)
(874(7)
1716(4)
18(1)
1

C21
5447(4)
(1812(8)
999(5)
21(1)
1

C22
6377(4)
(1945(7)
1145(5)
19(1)
1

C23
6739(4)
(2873(7)
518(5)
19(1)
1

C24
7618(4)
(2988(7)
645(5)
18(1)
1

O1
7043(4)
553(7)
3266(4)
40(1)
1

O2
4963(3)
(2408(6)
290(4)
30(1)
1

Fe1
9838(1)
(1353(1)
717(1)
17(1)
1

Br1
10353(1)
2361(1)
1404(1)
31(1)
1

Br2
2651(1)
344(1)
2059(1)
25(1)
1

C31
2802(5)
(4097(8)
(1324(5)
24(2)
1

C32
2237(4)
(5008(7)
(2038(5)
20(1)
1

C33
2772(5)
(6028(8)
(2442(5)
25(2)
1

C34
3640(5)
(5727(8)
(1994(5)
26(2)
1

C35
3664(4)
(4538(7)
(1279(5)
24(1)
1

C36
3710(4)
(7389(7)
261(4)
16(1)
1

C37
3052(5)
(6481(8)
568(5)
23(1)
1

C38
2249(4)
(6996(8)
64(5)
21(1)
1

C39
2374(5)
(8191(8)
(558(5)
23(1)
1

C40
3269(4)
(8473(7)
(440(5)
20(1)
1

C41
4635(4)
(7203(7)
560(4)
18(1)
1

C42
5004(4)
(6294(7)
1370(4)
18(1)
1

C43
5881(4)
(6141(7)
1673(4)
20(1)
1

C44
6248(5)
(5145(7)
2531(5)
21(1)
1

C45
7187(4)
(5067(8)
2855(5)
19(1)
1

C46
7556(4)
(4163(8)
3665(5)
22(1)
1

C47
8442(4)
(4053(7)
3979(5)
20(1)
1

C48
8964(5)
(4883(7)
3463(5)
20(2)
1

C49
8613(4)
(5770(8)
2663(5)
21(1)
1

C50
7730(4)
(5870(7)
2351(4)
18(1)
1

C51
7364(5)
(6821(8)
1459(5)
24(1)
1

C52
6429(4)
(6934(7)
1167(5)
19(1)
1

C53
6071(5)
(7853(8)
361(5)
21(1)
1

C54
5188(5)
(7990(8)
51(5)
23(2)
1

O31
5777(3)
(4414(7)
2948(4)
38(1)
1

O32
7843(3)
(7435(6)
989(4)
30(1)
1

Fe31
2966(1)
(6308(1)
(932(1)
18(1)
1

Br31
2410(1)
(2595(1)
(550(1)
33(1)
1

Br32
10161(1)
(4711(1)
3864(1)
24(1)
1

	


Table 3. Bond lengths [Å] and angles [°].

	


C1(C5
1.414(10)

C1(C2
1.453(9)

C1(Br1
1.884(7)

C1(Fe1
2.026(7)

C2(C3
1.434(10)

C2(Fe1
2.052(6)

C2(H2
0.9500

C3(C4
1.429(10)

C3(Fe1
2.063(6)

C3(H3
0.9500

C4(C5
1.433(9)

C4(Fe1
2.049(7)

C4(H4
0.9500

C5(Fe1
2.041(6)

C5(H5
0.9500

C6(C10
1.445(9)

C6(C7
1.450(9)

C6(C11
1.466(9)

C6(Fe1
2.044(6)

C7(C8
1.400(10)

C7(Fe1
2.039(6)

C7(H7
0.9500

C8(C9
1.404(10)

C8(Fe1
2.028(7)

C8(H8
0.9500

C9(C10
1.403(10)

C9(Fe1
2.036(7)

C9(H9
0.9500

C10(Fe1
2.049(6)

C10(H10
0.9500

C11(C24
1.401(9)

C11(C12
1.409(9)

C12(C13
1.367(10)

C12(H12
0.9500

C13(C22
1.422(9)

C13(C14
1.498(9)

C14(O1
1.230(9)

C14(C15
1.486(9)

C15(C16
1.388(9)

C15(C20
1.414(9)

C16(C17
1.394(10)

C16(H16
0.9500

C17(C18
1.401(10)

C17(H17
0.9500

C18(C19
1.391(9)

C18(Br2
1.887(7)

C19(C20
1.379(10)

C19(H19
0.9500

C20(C21
1.500(9)

C21(O2
1.232(8)

C21(C22
1.460(9)

C22(C23
1.399(9)

C23(C24
1.381(9)

C23(H23
0.9500

C24(H24
0.9500

C31(C35
1.419(10)

C31(C32
1.436(10)

C31(Br31
1.888(7)

C31(Fe31
2.032(7)

C32(C33
1.431(10)

C32(Fe31
2.064(6)

C32(H32
0.9500

C33(C34
1.421(10)

C33(Fe31
2.050(6)

C33(H33
0.9500

C34(C35
1.435(10)

C34(Fe31
2.049(7)

C34(H34
0.9500

C35(Fe31
2.035(7)

C35(H35
0.9500

C36(C40
1.437(9)

C36(C37
1.452(9)

C36(C41
1.457(9)

C36(Fe31
2.053(6)

C37(C38
1.401(10)

C37(Fe31
2.045(6)

C37(H37
0.9500

C38(C39
1.399(10)

C38(Fe31
2.050(6)

C38(H38
0.9500

C39(C40
1.427(10)

C39(Fe31
2.034(7)

C39(H39
0.9500

C40(Fe31
2.057(6)

C40(H40
0.9500

C41(C42
1.402(9)

C41(C54
1.417(9)

C42(C43
1.383(9)

C42(H42
0.9500

C43(C52
1.411(9)

C43(C44
1.492(8)

C44(O31
1.222(8)

C44(C45
1.474(9)

C45(C46
1.399(9)

C45(C50
1.408(9)

C46(C47
1.394(10)

C46(H46
0.9500

C47(C48
1.408(9)

C47(H47
0.9500

C48(C49
1.373(10)

C48(Br32
1.881(7)

C49(C50
1.388(9)

C49(H49
0.9500

C50(C51
1.503(9)

C51(O32
1.225(8)

C51(C52
1.467(10)

C52(C53
1.398(9)

C53(C54
1.391(10)

C53(H53
0.9500

C54(H54
0.9500

C5(C1(C2
109.6(6)

C5(C1(Br1
127.2(5)

C2(C1(Br1
123.2(5)

C5(C1(Fe1
70.2(4)

C2(C1(Fe1
70.1(4)

Br1(C1(Fe1
125.2(3)

C3(C2(C1
105.9(6)

C3(C2(Fe1
70.0(4)

C1(C2(Fe1
68.2(3)

C3(C2(H2
127.1

C1(C2(H2
127.1

Fe1(C2(H2
126.3

C4(C3(C2
108.9(6)

C4(C3(Fe1
69.1(4)

C2(C3(Fe1
69.2(3)

C4(C3(H3
125.6

C2(C3(H3
125.6

Fe1(C3(H3
127.7

C3(C4(C5
108.3(6)

C3(C4(Fe1
70.2(4)

C5(C4(Fe1
69.2(4)

C3(C4(H4
125.9

C5(C4(H4
125.9

Fe1(C4(H4
126.3

C1(C5(C4
107.4(6)

C1(C5(Fe1
69.1(4)

C4(C5(Fe1
69.8(4)

C1(C5(H5
126.3

C4(C5(H5
126.3

Fe1(C5(H5
126.4

C10(C6(C7
106.3(6)

C10(C6(C11
125.9(6)

C7(C6(C11
127.7(6)

C10(C6(Fe1
69.5(3)

C7(C6(Fe1
69.0(3)

C11(C6(Fe1
123.5(4)

C8(C7(C6
107.9(6)

C8(C7(Fe1
69.4(4)

C6(C7(Fe1
69.4(3)

C8(C7(H7
126.1

C6(C7(H7
126.1

Fe1(C7(H7
126.7

C7(C8(C9
108.9(6)

C7(C8(Fe1
70.3(4)

C9(C8(Fe1
70.1(4)

C7(C8(H8
125.5

C9(C8(H8
125.5

Fe1(C8(H8
125.7

C10(C9(C8
109.1(6)

C10(C9(Fe1
70.4(4)

C8(C9(Fe1
69.5(4)

C10(C9(H9
125.4

C8(C9(H9
125.4

Fe1(C9(H9
126.3

C9(C10(C6
107.8(6)

C9(C10(Fe1
69.4(4)

C6(C10(Fe1
69.1(3)

C9(C10(H10
126.1

C6(C10(H10
126.1

Fe1(C10(H10
126.9

C24(C11(C12
117.7(6)

C24(C11(C6
120.7(6)

C12(C11(C6
121.7(6)

C13(C12(C11
121.2(6)

C13(C12(H12
119.4

C11(C12(H12
119.4

C12(C13(C22
120.8(6)

C12(C13(C14
119.7(6)

C22(C13(C14
119.5(6)

O1(C14(C15
120.8(6)

O1(C14(C13
120.4(6)

C15(C14(C13
118.8(6)

C16(C15(C20
119.5(6)

C16(C15(C14
119.7(6)

C20(C15(C14
120.8(6)

C15(C16(C17
120.0(6)

C15(C16(H16
120.0

C17(C16(H16
120.0

C16(C17(C18
119.7(6)

C16(C17(H17
120.1

C18(C17(H17
120.1

C19(C18(C17
120.6(7)

C19(C18(Br2
120.2(5)

C17(C18(Br2
119.2(5)

C20(C19(C18
119.4(6)

C20(C19(H19
120.3

C18(C19(H19
120.3

C19(C20(C15
120.7(6)

C19(C20(C21
119.0(6)

C15(C20(C21
120.2(6)

O2(C21(C22
121.9(6)

O2(C21(C20
119.3(6)

C22(C21(C20
118.8(6)

C23(C22(C13
118.3(6)

C23(C22(C21
120.0(6)

C13(C22(C21
121.8(6)

C24(C23(C22
120.1(6)

C24(C23(H23
119.9

C22(C23(H23
119.9

C23(C24(C11
121.9(6)

C23(C24(H24
119.0

C11(C24(H24
119.0

C1(Fe1(C8
113.6(3)

C1(Fe1(C9
145.4(3)

C8(Fe1(C9
40.4(3)

C1(Fe1(C7
107.5(3)

C8(Fe1(C7
40.3(3)

C9(Fe1(C7
68.1(3)

C1(Fe1(C5
40.7(3)

C8(Fe1(C5
143.8(3)

C9(Fe1(C5
173.9(3)

C7(Fe1(C5
112.7(3)

C1(Fe1(C6
131.9(3)

C8(Fe1(C6
68.9(3)

C9(Fe1(C6
68.7(3)

C7(Fe1(C6
41.6(3)

C5(Fe1(C6
107.7(3)

C1(Fe1(C4
68.5(3)

C8(Fe1(C4
174.4(3)

C9(Fe1(C4
135.2(3)

C7(Fe1(C4
144.9(3)

C5(Fe1(C4
41.0(3)

C6(Fe1(C4
113.9(3)

C1(Fe1(C10
172.8(3)

C8(Fe1(C10
68.2(3)

C9(Fe1(C10
40.2(3)

C7(Fe1(C10
69.1(3)

C5(Fe1(C10
133.9(3)

C6(Fe1(C10
41.4(2)

C4(Fe1(C10
110.4(3)

C1(Fe1(C2
41.7(3)

C8(Fe1(C2
108.7(3)

C9(Fe1(C2
114.5(3)

C7(Fe1(C2
132.1(3)

C5(Fe1(C2
69.8(3)

C6(Fe1(C2
172.5(2)

C4(Fe1(C2
69.2(3)

C10(Fe1(C2
145.2(2)

C1(Fe1(C3
68.6(3)

C8(Fe1(C3
134.5(3)

C9(Fe1(C3
111.2(3)

C7(Fe1(C3
172.5(3)

C5(Fe1(C3
68.8(3)

C6(Fe1(C3
145.7(3)

C4(Fe1(C3
40.7(3)

C10(Fe1(C3
115.6(3)

C2(Fe1(C3
40.8(3)

C35(C31(C32
109.9(6)

C35(C31(Br31
126.9(6)

C32(C31(Br31
123.1(5)

C35(C31(Fe31
69.7(4)

C32(C31(Fe31
70.7(4)

Br31(C31(Fe31
124.6(3)

C33(C32(C31
106.3(6)

C33(C32(Fe31
69.1(4)

C31(C32(Fe31
68.3(4)

C33(C32(H32
126.9

C31(C32(H32
126.9

Fe31(C32(H32
127.2

C34(C33(C32
108.6(6)

C34(C33(Fe31
69.7(4)

C32(C33(Fe31
70.2(4)

C34(C33(H33
125.7

C32(C33(H33
125.7

Fe31(C33(H33
126.0

C33(C34(C35
108.7(6)

C33(C34(Fe31
69.8(4)

C35(C34(Fe31
68.9(4)

C33(C34(H34
125.6

C35(C34(H34
125.6

Fe31(C34(H34
127.3

C31(C35(C34
106.4(6)

C31(C35(Fe31
69.5(4)

C34(C35(Fe31
70.0(4)

C31(C35(H35
126.8

C34(C35(H35
126.8

Fe31(C35(H35
125.4

C40(C36(C37
106.4(6)

C40(C36(C41
126.2(5)

C37(C36(C41
127.4(6)

C40(C36(Fe31
69.7(4)

C37(C36(Fe31
68.9(4)

C41(C36(Fe31
123.9(4)

C38(C37(C36
108.6(6)

C38(C37(Fe31
70.2(4)

C36(C37(Fe31
69.5(3)

C38(C37(H37
125.7

C36(C37(H37
125.7

Fe31(C37(H37
126.1

C39(C38(C37
108.5(6)

C39(C38(Fe31
69.3(4)

C37(C38(Fe31
69.8(4)

C39(C38(H38
125.8

C37(C38(H38
125.8

Fe31(C38(H38
126.7

C38(C39(C40
109.2(6)

C38(C39(Fe31
70.6(4)

C40(C39(Fe31
70.5(4)

C38(C39(H39
125.4

C40(C39(H39
125.4

Fe31(C39(H39
125.1

C39(C40(C36
107.4(6)

C39(C40(Fe31
68.7(4)

C36(C40(Fe31
69.4(4)

C39(C40(H40
126.3

C36(C40(H40
126.3

Fe31(C40(H40
127.2

C42(C41(C54
118.2(6)

C42(C41(C36
121.6(6)

C54(C41(C36
120.2(6)

C43(C42(C41
121.9(6)

C43(C42(H42
119.0

C41(C42(H42
119.0

C42(C43(C52
119.6(6)

C42(C43(C44
120.3(6)

C52(C43(C44
120.1(6)

O31(C44(C45
121.3(6)

O31(C44(C43
120.3(6)

C45(C44(C43
118.4(6)

C46(C45(C50
118.7(6)

C46(C45(C44
120.1(6)

C50(C45(C44
121.2(6)

C47(C46(C45
121.3(6)

C47(C46(H46
119.4

C45(C46(H46
119.4

C46(C47(C48
118.4(6)

C46(C47(H47
120.8

C48(C47(H47
120.8

C49(C48(C47
121.0(7)

C49(C48(Br32
120.2(5)

C47(C48(Br32
118.8(5)

C48(C49(C50
120.3(6)

C48(C49(H49
119.8

C50(C49(H49
119.8

C49(C50(C45
120.2(6)

C49(C50(C51
119.1(6)

C45(C50(C51
120.6(6)

O32(C51(C52
122.4(6)

O32(C51(C50
120.0(6)

C52(C51(C50
117.6(6)

C53(C52(C43
119.2(6)

C53(C52(C51
118.9(6)

C43(C52(C51
122.0(6)

C54(C53(C52
121.1(6)

C54(C53(H53
119.5

C52(C53(H53
119.5

C53(C54(C41
120.0(6)

C53(C54(H54
120.0

C41(C54(H54
120.0

C31(Fe31(C39
144.6(3)

C31(Fe31(C35
40.8(3)

C39(Fe31(C35
174.5(3)

C31(Fe31(C37
108.5(3)

C39(Fe31(C37
67.7(3)

C35(Fe31(C37
111.6(3)

C31(Fe31(C34
68.1(3)

C39(Fe31(C34
136.5(3)

C35(Fe31(C34
41.1(3)

C37(Fe31(C34
143.3(3)

C31(Fe31(C38
113.8(3)

C39(Fe31(C38
40.1(3)

C35(Fe31(C38
142.5(3)

C37(Fe31(C38
40.0(3)

C34(Fe31(C38
176.1(3)

C31(Fe31(C33
68.4(3)

C39(Fe31(C33
112.0(3)

C35(Fe31(C33
69.3(3)

C37(Fe31(C33
174.5(3)

C34(Fe31(C33
40.6(3)

C38(Fe31(C33
136.4(3)

C31(Fe31(C36
133.0(3)

C39(Fe31(C36
68.8(3)

C35(Fe31(C36
107.0(3)

C37(Fe31(C36
41.5(3)

C34(Fe31(C36
112.6(3)

C38(Fe31(C36
68.8(2)

C33(Fe31(C36
143.9(3)

C31(Fe31(C40
173.3(3)

C39(Fe31(C40
40.8(3)

C35(Fe31(C40
133.7(3)

C37(Fe31(C40
68.6(3)

C34(Fe31(C40
110.2(3)

C38(Fe31(C40
68.2(3)

C33(Fe31(C40
115.0(3)

C36(Fe31(C40
40.9(2)

C31(Fe31(C32
41.0(3)

C39(Fe31(C32
115.0(3)

C35(Fe31(C32
69.6(3)

C37(Fe31(C32
134.1(3)

C34(Fe31(C32
68.5(3)

C38(Fe31(C32
110.5(3)

C33(Fe31(C32
40.7(3)

C36(Fe31(C32
173.7(3)

C40(Fe31(C32
145.2(3)

	


Symmetry transformations used to generate equivalent atoms: 

	


Table 4. Anisotropic displacement parameters [Å2( 103]. The anisotropic displacement

factor exponent takes the form: (2( 2[h2a*2U11 + ... + 2 h k a* b* U12 ].

Atom
U11
U22
U33
U23
U13
U12
C1
27(4) 
16(3)
25(3) 
6(3)
1(3) 
(3(3)

C2
24(4) 
18(3)
21(3) 
5(2)
10(3) 
3(3)

C3
36(4) 
22(3)
17(3) 
6(3)
12(3) 
7(3)

C4
29(4) 
26(4)
19(3) 
4(3)
(2(3) 
(3(3)

C5
23(4) 
20(3)
23(3) 
5(3)
5(3) 
3(3)

C6
20(3) 
17(3)
14(3) 
2(2)
5(3) 
0(2)

C7
24(4) 
20(3)
16(3) 
(1(3)
3(3) 
(4(3)

C8
17(3) 
23(3)
26(3) 
6(3)
3(3) 
(5(3)

C9
27(4) 
28(3)
14(3) 
8(3)
11(3) 
4(3)

C10
32(4) 
16(3)
14(3) 
(1(2)
9(3) 
1(3)

C11
24(4) 
15(3)
14(3) 
3(2)
7(3) 
(1(2)

C12
22(4) 
20(3)
21(3) 
4(3)
2(3) 
3(3)

C13
22(4) 
17(3)
17(3) 
(1(2)
5(3) 
(1(2)

C14
15(4) 
23(3)
23(3) 
(5(3)
2(3) 
(1(3)

C15
24(4) 
21(3)
12(3) 
0(2)
2(3) 
2(3)

C16
25(4) 
25(4)
18(3) 
(6(3)
5(3) 
(1(3)

C17
25(4) 
21(3)
21(3) 
(2(3)
8(3) 
4(3)

C18
13(3) 
25(3)
20(3) 
5(3)
3(3) 
1(2)

C19
35(4) 
19(3)
15(3) 
0(2)
3(3) 
(3(3)

C20
20(3) 
19(3)
14(3) 
(2(2)
2(3) 
(3(3)

C21
17(4) 
24(4)
21(3) 
5(3)
1(3) 
(2(3)

C22
22(4) 
20(3)
14(3) 
5(2)
3(3) 
4(3)

C23
27(4) 
13(3)
16(3) 
3(2)
2(3) 
(4(3)

C24
18(4) 
19(3)
15(3) 
2(2)
1(3) 
1(3)

O1
28(3) 
50(4)
43(3) 
(27(3)
6(3) 
(7(3)

O2
24(3) 
38(3)
26(3) 
(9(2)
1(2) 
0(2)

Fe1
19(1) 
16(1)
15(1) 
1(1)
4(1) 
1(1)

Br1
41(1) 
22(1)
35(1) 
(6(1)
17(1) 
(6(1)

Br2
20(1) 
31(1)
24(1) 
6(1)
6(1) 
2(1)

C31
27(4) 
23(4)
23(3) 
2(3)
6(3) 
4(3)

C32
12(3) 
27(3)
17(3) 
5(3)
(2(2) 
(2(2)

C33
37(4) 
21(3)
17(3) 
3(3)
7(3) 
(2(3)

C34
29(4) 
28(4)
24(3) 
(2(3)
9(3) 
(1(3)

C35
21(4) 
22(3)
29(4) 
5(3)
5(3) 
1(3)

C36
13(3) 
17(3)
18(3) 
2(2)
5(2) 
(3(2)

C37
27(4) 
29(4)
16(3) 
2(3)
10(3) 
(1(3)

C38
21(4) 
30(4)
15(3) 
10(3)
5(3) 
1(3)

C39
20(4) 
37(4)
9(3) 
4(3)
(4(2) 
(2(3)

C40
25(4) 
18(3)
16(3) 
0(2)
1(3) 
(2(3)

C41
21(4) 
16(3)
17(3) 
(1(2)
3(3) 
1(2)

C42
18(3) 
20(3)
16(3) 
(1(2)
7(3) 
(3(2)

C43
27(4) 
17(3)
14(3) 
(1(2)
4(3) 
(1(3)

C44
25(4) 
20(3)
16(3) 
(5(3)
(2(3) 
(3(3)

C45
20(4) 
24(3)
13(3) 
4(2)
3(3) 
2(3)

C46
23(4) 
25(3)
19(3) 
(5(3)
3(3) 
3(3)

C47
27(4) 
18(3)
17(3) 
(2(2)
7(3) 
(3(3)

C48
15(4) 
20(3)
26(4) 
3(3)
7(3) 
(5(3)

C49
23(4) 
24(3)
17(3) 
3(3)
8(3) 
(1(3)

C50
19(3) 
16(3)
17(3) 
3(2)
0(3) 
(2(2)

C51
30(4) 
22(3)
19(3) 
2(3)
6(3) 
2(3)

C52
24(4) 
16(3)
16(3) 
1(2)
6(3) 
0(3)

C53
26(4) 
19(3)
16(3) 
(5(2)
0(3) 
(3(3)

C54
25(4) 
21(3)
22(3) 
2(3)
3(3) 
(1(3)

O31
20(3) 
56(4)
39(3) 
(27(3)
7(2) 
0(3)

O32
22(3) 
41(3)
29(3) 
(15(2)
9(2) 
1(2)

Fe31
19(1) 
18(1)
15(1) 
2(1)
4(1) 
(3(1)

Br31
41(1) 
23(1)
32(1) 
(5(1)
5(1) 
4(1)

Br32
18(1) 
32(1)
21(1) 
3(1)
1(1) 
(4(1)

	


Table 5. Hydrogen coordinates [( 104] and isotropic displacement parameters [Å2 ( 103].

Atom 
x
y
z
Ueq
S.o.f.
H2
11192
12
154
24
1

H3
10267
(1753
(1101
28
1

H4
8706
(1284
(1059
31
1

H5
8638
832
183
26
1

H7
9681
(736
2606
24
1

H8
11103
(1665
2338
27
1

H9
10855
(3817
1127
26
1

H10
9272
(4268
596
24
1

H12
8167
(772
2569
25
1

H16
5631
1364
3643
27
1

H17
4138
1572
3428
26
1

H19
3836
(1310
1075
27
1

H23
6379
(3425
3
23
1

H24
7853
(3595
198
21
1

H32
1630
(4945
(2209
23
1

H33
2578
(6781
(2929
30
1

H34
4124
(6229
(2142
32
1

H35
4160
(4128
(858
29
1

H37
3149
(5673
1033
27
1

H38
1711
(6601
132
26
1

H39
1932
(8728
(990
28
1

H40
3527
(9238
(765
24
1

H42
4640
(5767
1721
21
1

H46
7195
(3614
4008
27
1

H47
8687
(3432
4527
24
1

H49
8976
(6318
2322
25
1

H53
6437
(8394
20
25
1

H54
4955
(8612
(502
28
1
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