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Table 1. Crystal data and structure refinement.



Identification code 
00SRC400

Empirical formula 
C26H17BrFe

Formula weight 
465.16

Temperature 
150(2) K

Wavelength 
0.71073 Å

Crystal system 
Monoclinic

Space group 
P21/c 

Unit cell dimensions
a = 10.2730(3) Å



b = 16.4508(5) Å
( = 96.5376(17)°


c = 11.1879(4) Å


Volume
1878.45(10) Å3
Z
4

Density (calculated)
1.645 Mg / m3
Absorption coefficient
2.939 mm(1
F(000)
936

Crystal
Dark Red Plate

Crystal size
0.30 ( 0.10 ( 0.05 mm3
( range for data collection
3.08 ( 25.03°

Index ranges
(12 ( h ( 11, (19 ( k ( 19, (12 ( l ( 13

Reflections collected
13165

Independent reflections
3299 [Rint = 0.0660]

Completeness to ( = 25.03°
99.6 % 

Absorption correction
Empirical

Max. and min. transmission
0.8670 and 0.4726

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
3299 / 0 / 254

Goodness-of-fit on F2
1.069

Final R indices [F2 > 2((F2)]
R1 = 0.0525, wR2 = 0.1408

R indices (all data)
R1 = 0.0690, wR2 = 0.1502

Extinction coefficient
0.0029(8)

Largest diff. peak and hole
0.851 and (0.667 e Å(3


Diffractometer: Enraf Nonius KappaCCD area detector (( scans and ( scans to fill Ewald sphere). Data collection 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). Program used to solve structure: SHELXS97 (G. M. Sheldrick, Acta Cryst. (1990) A46 467(473). Program used to refine structure: SHELXL97 (G. M. Sheldrick 

(1997), University of Göttingen, Germany).  
Further information:  http://www.soton.ac.uk/~xservice/strat.htm 

Special details:  All hydrogen atoms were placed in idealised positions and refined using a riding model.

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.
Fe1
15126(1)
(2817(1)
4520(1)
32(1)
1

Br1
9150(1)
2089(1)
4052(1)
48(1)
1

C1
14661(6)
(3927(3)
5165(6)
49(2)
1

C2
13704(6)
(3355(3)
5362(6)
48(1)
1

C3
13175(5)
(3046(3)
4210(6)
43(1)
1

C4
13826(5)
(3424(3)
3330(5)
44(1)
1

C5
14757(6)
(3974(3)
3902(6)
51(2)
1

C6
15948(5)
(1937(3)
3565(5)
38(1)
1

C7
16920(5)
(2488(3)
4052(5)
40(1)
1

C8
16937(5)
(2480(3)
5311(5)
40(1)
1

C9
15974(5)
(1933(3)
5631(5)
36(1)
1

C10
15338(5)
(1582(3)
4533(4)
32(1)
1

C11
14296(5)
(1014(3)
4446(5)
36(1)
1

C12
13410(5)
(540(3)
4377(5)
35(1)
1

C13
12387(5)
47(3)
4316(4)
29(1)
1

C14
11949(5)
354(3)
5367(4)
32(1)
1

C15
12498(6)
77(3)
6527(5)
39(1)
1

C16
12077(6)
361(4)
7540(5)
45(1)
1

C17
11061(6)
949(4)
7472(5)
45(1)
1

C18
10523(5)
1240(3)
6396(5)
43(1)
1

C19
10943(5)
956(3)
5304(4)
30(1)
1

C20
10426(5)
1233(3)
4155(5)
32(1)
1

C21
10824(5)
923(3)
3093(4)
31(1)
1

C22
10271(6)
1175(3)
1923(5)
41(1)
1

C23
10679(6)
838(4)
928(5)
51(2)
1

C24
11658(6)
241(4)
1000(5)
50(2)
1

C25
12211(5)
(13(3)
2103(5)
39(1)
1

C26
11817(5)
318(3)
3172(4)
31(1)
1



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



C1(C2
1.396(8)

C1(C5
1.430(9)

C1(Fe1
2.039(5)

C2(C3
1.434(9)

C2(Fe1
2.029(6)

C3(C4
1.398(8)

C3(Fe1
2.030(5)

C4(C5
1.415(8)

C4(Fe1
2.036(5)

C5(Fe1
2.045(5)

C6(C7
1.411(7)

C6(C10
1.435(8)

C6(Fe1
2.039(5)

C7(C8
1.407(9)

C7(Fe1
2.046(5)

C8(C9
1.412(8)

C8(Fe1
2.044(5)

C9(C10
1.444(7)

C9(Fe1
2.043(5)

C10(C11
1.416(7)

C10(Fe1
2.043(5)

C11(C12
1.195(7)

C12(C13
1.422(7)

C13(C14
1.401(7)

C13(C26
1.418(7)

C14(C19
1.427(7)

C14(C15
1.429(7)

C15(C16
1.343(8)

C16(C17
1.418(9)

C17(C18
1.354(8)

C18(C19
1.420(8)

C19(C20
1.410(7)

C20(C21
1.396(7)

C20(Br1
1.918(5)

C21(C26
1.420(7)

C21(C22
1.429(7)

C22(C23
1.351(9)

C23(C24
1.402(9)

C24(C25
1.364(8)

C25(C26
1.414(7)

C2(C1(C5
108.8(5)

C2(C1(Fe1
69.5(3)

C5(C1(Fe1
69.7(3)

C1(C2(C3
107.4(6)

C1(C2(Fe1
70.3(3)

C3(C2(Fe1
69.3(3)

C4(C3(C2
108.2(5)

C4(C3(Fe1
70.1(3)

C2(C3(Fe1
69.3(3)

C3(C4(C5
108.6(5)

C3(C4(Fe1
69.6(3)

C5(C4(Fe1
70.1(3)

C4(C5(C1
107.1(5)

C4(C5(Fe1
69.4(3)

C1(C5(Fe1
69.3(3)

C7(C6(C10
108.7(5)

C7(C6(Fe1
70.1(3)

C10(C6(Fe1
69.6(3)

C8(C7(C6
107.9(5)

C8(C7(Fe1
69.8(3)

C6(C7(Fe1
69.5(3)

C7(C8(C9
109.3(5)

C7(C8(Fe1
69.9(3)

C9(C8(Fe1
69.7(3)

C8(C9(C10
107.5(5)

C8(C9(Fe1
69.9(3)

C10(C9(Fe1
69.3(3)

C11(C10(C6
127.5(5)

C11(C10(C9
126.0(5)

C6(C10(C9
106.6(4)

C11(C10(Fe1
125.2(3)

C6(C10(Fe1
69.3(3)

C9(C10(Fe1
69.3(3)

C12(C11(C10
179.4(6)

C11(C12(C13
177.9(5)

C14(C13(C26
120.3(4)

C14(C13(C12
120.7(4)

C26(C13(C12
118.9(4)

C13(C14(C19
120.6(4)

C13(C14(C15
121.1(5)

C19(C14(C15
118.3(5)

C16(C15(C14
121.6(5)

C15(C16(C17
119.9(5)

C18(C17(C16
120.8(5)

C17(C18(C19
121.0(5)

C20(C19(C18
124.0(5)

C20(C19(C14
117.7(4)

C18(C19(C14
118.4(4)

C21(C20(C19
122.8(4)

C21(C20(Br1
118.8(4)

C19(C20(Br1
118.4(4)

C20(C21(C26
118.8(4)

C20(C21(C22
123.3(5)

C26(C21(C22
117.9(5)

C23(C22(C21
120.5(5)

C22(C23(C24
121.9(5)

C25(C24(C23
119.3(6)

C24(C25(C26
121.2(5)

C25(C26(C13
120.9(5)

C25(C26(C21
119.3(4)

C13(C26(C21
119.7(5)

C2(Fe1(C3
41.4(2)

C2(Fe1(C4
68.7(2)

C3(Fe1(C4
40.2(2)

C2(Fe1(C6
156.4(2)

C3(Fe1(C6
120.2(2)

C4(Fe1(C6
106.6(2)

C2(Fe1(C1
40.1(2)

C3(Fe1(C1
68.2(2)

C4(Fe1(C1
68.3(2)

C6(Fe1(C1
161.6(2)

C2(Fe1(C9
107.9(2)

C3(Fe1(C9
125.5(2)

C4(Fe1(C9
161.7(2)

C6(Fe1(C9
68.9(2)

C1(Fe1(C9
121.5(2)

C2(Fe1(C10
120.8(2)

C3(Fe1(C10
106.7(2)

C4(Fe1(C10
123.6(2)

C6(Fe1(C10
41.2(2)

C1(Fe1(C10
156.4(2)

C9(Fe1(C10
41.41(19)

C2(Fe1(C8
125.8(2)

C3(Fe1(C8
163.0(2)

C4(Fe1(C8
155.9(2)

C6(Fe1(C8
67.9(2)

C1(Fe1(C8
109.1(2)

C9(Fe1(C8
40.4(2)

C10(Fe1(C8
68.63(19)

C2(Fe1(C5
68.6(3)

C3(Fe1(C5
68.2(2)

C4(Fe1(C5
40.6(2)

C6(Fe1(C5
123.8(2)

C1(Fe1(C5
41.0(3)

C9(Fe1(C5
156.6(2)

C10(Fe1(C5
160.6(2)

C8(Fe1(C5
121.6(2)

C2(Fe1(C7
162.1(2)

C3(Fe1(C7
155.0(2)

C4(Fe1(C7
120.4(2)

C6(Fe1(C7
40.4(2)

C1(Fe1(C7
125.6(2)

C9(Fe1(C7
68.4(2)

C10(Fe1(C7
68.9(2)

C8(Fe1(C7
40.2(2)

C5(Fe1(C7
107.3(2)



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
47(3) 
28(3)
71(4) 
11(3)
0(3) 
(6(2)

C2
45(3) 
35(3)
66(4) 
6(3)
14(3) 
(9(2)

C3
24(3) 
37(3)
67(4) 
(6(3)
0(3) 
(1(2)

C4
42(3) 
39(3)
52(3) 
(7(3)
6(3) 
(7(2)

C5
50(4) 
25(3)
78(5) 
(5(3)
11(3) 
(7(2)

C6
40(3) 
31(2)
43(3) 
3(2)
2(2) 
(12(2)

C7
31(3) 
33(3)
57(4) 
(3(2)
12(3) 
(3(2)

C8
30(3) 
30(3)
59(4) 
8(2)
(1(2) 
(5(2)

C9
37(3) 
34(2)
35(3) 
(1(2)
1(2) 
(7(2)

C10
35(3) 
25(2)
36(3) 
2(2)
2(2) 
(8(2)

C11
42(3) 
26(2)
39(3) 
(2(2)
1(2) 
(7(2)

C12
43(3) 
24(2)
36(3) 
(2(2)
4(2) 
(4(2)

C13
35(3) 
22(2)
30(2) 
0(2)
3(2) 
(4(2)

C14
38(3) 
26(2)
30(3) 
4(2)
1(2) 
(8(2)

C15
46(3) 
34(3)
35(3) 
5(2)
(1(2) 
(7(2)

C16
51(4) 
53(3)
30(3) 
9(2)
(4(3) 
(20(3)

C17
54(4) 
58(3)
27(3) 
(9(2)
13(2) 
(21(3)

C18
41(3) 
42(3)
48(3) 
(10(3)
13(3) 
(9(2)

C19
32(3) 
26(2)
31(3) 
1(2)
1(2) 
(7(2)

C20
31(3) 
25(2)
41(3) 
(1(2)
5(2) 
(1(2)

C21
35(3) 
28(2)
29(2) 
6(2)
(4(2) 
(7(2)

C22
46(3) 
39(3)
35(3) 
7(2)
(6(2) 
(5(2)

C23
56(4) 
60(4)
33(3) 
13(3)
(6(3) 
(11(3)

C24
56(4) 
66(4)
30(3) 
(7(3)
10(3) 
(14(3)

C25
42(3) 
40(3)
35(3) 
(4(2)
11(2) 
(7(2)

C26
33(3) 
28(2)
31(3) 
(1(2)
1(2) 
(6(2)

Fe1
30(1) 
22(1)
43(1) 
2(1)
1(1) 
(3(1)

Br1
39(1) 
44(1)
61(1) 
(7(1)
2(1) 
11(1)



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

Atom 
x
y
z
Ueq
S.o.f.
H1
15166
(4234
5771
59
1

H2
13451
(3200
6120
58
1

H3
12498
(2652
4070
52
1

H4
13670
(3328
2489
53
1

H5
15336
(4311
3519
61
1

H6
15733
(1821
2734
46
1

H7
17467
(2807
3608
48
1

H8
17506
(2792
5861
48
1

H9
15780
(1818
6423
43
1

H15
13178
(317
6583
46
1

H16
12458
169
8301
54
1

H17
10755
1141
8190
55
1

H18
9855
1641
6371
52
1

H22
9612
1583
1843
49
1

H23
10292
1011
159
61
1

H24
11933
16
289
60
1

H25
12873
(418
2154
46
1
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