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Table 1. Crystal data and structure refinement details.

	


Identification code 
2006src1374    

Empirical formula 
C36H40B4Fe2O8
Formula weight 
755.62

Temperature 
120(2) K

Wavelength 
0.71073 Å

Crystal system 
Orthorhombic

Space group 
Pbcn 

Unit cell dimensions
a = 19.6222(11) Å
( = 90°


b = 7.8609(3) Å
( = 90°


c = 21.3982(11) Å
(  = 90°

Volume
3300.6(3) Å3
Z
4

Density (calculated)
1.521 Mg / m3
Absorption coefficient
0.934 mm(1
F(000)
1568

Crystal
Plate; Brown

Crystal size
0.19 ( 0.04 ( 0.01 mm3
( range for data collection
2.95 ( 26.37°

Index ranges
(24 ( h ( 13, (8 ( k ( 9, (26 ( l ( 26

Reflections collected
25134

Independent reflections
3366 [Rint = 0.1290]

Completeness to ( = 26.37°
99.5 % 

Absorption correction
Semi(empirical from equivalents

Max. and min. transmission
0.9907 and 0.8425

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
3366 / 0 / 226

Goodness-of-fit on F2
1.219

Final R indices [F2 > 2((F2)]
R1 = 0.0905, wR2 = 0.1459

R indices (all data)
R1 = 0.1451, wR2 = 0.1676

Largest diff. peak and hole
0.546 and (0.476 e Å(3
	


Diffractometer: Bruker-Nonius APEX II CCD camera (( scans and ( scans to fill asymmetric unit ). 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: Sheldrick, G. M. SADABS - Bruker Nonius area detector scaling and absorption correction - V2.10 Structure solution: SHELXS97 (G. M. Sheldrick, Acta Cryst. (1990) A46 467(473). Structure refinement: SHELXL97 (G. M. Sheldrick (1997), University of Göttingen, Germany). Graphics: PLATON/PLUTON  (Spek, A. L. (1990). Acta Cryst. A46, C34) and ORTEP3 for windows  (Farrugia, L. J., (1997). J. Appl. Cryst. 30, 565).

Special details: 

Hydrogen atoms were fixed as riding models.

The molecule lies on a two-fold crystallographic rotation axis.

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
5953(3)
2405(8)
4634(3)
30(2)
1

C2
6610(3)
1926(8)
4393(3)
31(2)
1

C3
7095(4)
3159(8)
4566(3)
39(2)
1

C4
6756(4)
4399(8)
4928(3)
34(2)
1

C5
6055(4)
3954(8)
4966(3)
32(2)
1

C6
6293(3)
4174(8)
3101(2)
30(1)
1

C7
6692(4)
5590(8)
3318(3)
34(2)
1

C8
6256(4)
6638(8)
3688(3)
37(2)
1

C9
5609(4)
5916(8)
3708(3)
38(2)
1

C10
5621(3)
4419(8)
3350(3)
33(2)
1

C11
4505(3)
(236(7)
4009(3)
30(1)
1

C12
4122(3)
1345(8)
4264(3)
30(2)
1

C13
3660(3)
2235(8)
3813(3)
32(1)
1

C14
3024(3)
1176(8)
3651(3)
33(2)
1

C15
2919(3)
850(8)
2955(3)
31(1)
1

C16
3476(3)
(168(8)
2604(3)
33(2)
1

C17
3968(4)
(1314(8)
2968(3)
34(2)
1

C18
4567(3)
(464(7)
3298(3)
27(1)
1

O1
5194(2)
(51(5)
4253(2)
34(1)
1

O2
4665(2)
2486(5)
4452(2)
32(1)
1

O3
2909(2)
2472(5)
2628(2)
33(1)
1

O4
3857(2)
1106(5)
2257(2)
33(1)
1

Fe1
6316(1)
4248(1)
4058(1)
28(1)
1

B1
5271(4)
1592(9)
4453(3)
29(2)
1

B2
3486(4)
2561(9)
2260(3)
30(2)
1

	


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

	


C1(C5
1.424(8)

C1(C2
1.439(9)

C1(B1
1.533(10)

C1(Fe1
2.031(6)

C2(C3
1.408(9)

C2(Fe1
2.044(6)

C2(H2
0.9500

C3(C4
1.412(9)

C3(Fe1
2.063(7)

C3(H3
0.9500

C4(C5
1.421(9)

C4(Fe1
2.056(6)

C4(H4
0.9500

C5(Fe1
2.023(6)

C5(H5
0.9500

C6(C10
1.434(9)

C6(C7
1.438(9)

C6(B2i
1.547(9)

C6(Fe1
2.049(5)

C7(C8
1.427(9)

C7(Fe1
2.042(6)

C7(H7
0.9500

C8(C9
1.391(9)

C8(Fe1
2.043(6)

C8(H8
0.9500

C9(C10
1.404(9)

C9(Fe1
2.050(7)

C9(H9
0.9500

C10(Fe1
2.043(6)

C10(H10
0.9500

C11(O1
1.457(7)

C11(C18
1.538(7)

C11(C12
1.551(8)

C11(H11
1.0000

C12(O2
1.450(7)

C12(C13
1.498(8)

C12(H12
1.0000

C13(C14
1.539(9)

C13(H13A
0.9900

C13(H13B
0.9900

C14(C15
1.525(8)

C14(H14A
0.9900

C14(H14B
0.9900

C15(O3
1.455(7)

C15(C16
1.550(8)

C15(H15
1.0000

C16(O4
1.454(7)

C16(C17
1.532(9)

C16(H16
1.0000

C17(C18
1.526(8)

C17(H17A
0.9900

C17(H17B
0.9900

C18(H18A
0.9900

C18(H18B
0.9900

O1(B1
1.369(8)

O2(B1
1.382(9)

O3(B2
1.380(8)

O4(B2
1.356(8)

B2(C6i
1.547(9)

C5(C1(C2
106.1(6)

C5(C1(B1
127.3(6)

C2(C1(B1
125.6(6)

C5(C1(Fe1
69.1(3)

C2(C1(Fe1
69.8(3)

B1(C1(Fe1
116.7(4)

C3(C2(C1
109.3(6)

C3(C2(Fe1
70.7(4)

C1(C2(Fe1
68.8(3)

C3(C2(H2
125.3

C1(C2(H2
125.3

Fe1(C2(H2
126.8

C2(C3(C4
107.5(6)

C2(C3(Fe1
69.2(4)

C4(C3(Fe1
69.7(4)

C2(C3(H3
126.3

C4(C3(H3
126.3

Fe1(C3(H3
126.4

C3(C4(C5
108.5(6)

C3(C4(Fe1
70.2(4)

C5(C4(Fe1
68.4(3)

C3(C4(H4
125.7

C5(C4(H4
125.7

Fe1(C4(H4
127.3

C4(C5(C1
108.5(6)

C4(C5(Fe1
70.9(4)

C1(C5(Fe1
69.7(3)

C4(C5(H5
125.7

C1(C5(H5
125.7

Fe1(C5(H5
125.3

C10(C6(C7
106.1(5)

C10(C6(B2i
123.6(6)

C7(C6(B2i
129.9(6)

C10(C6(Fe1
69.3(3)

C7(C6(Fe1
69.1(3)

B2i(C6(Fe1
121.0(4)

C8(C7(C6
107.3(6)

C8(C7(Fe1
69.6(3)

C6(C7(Fe1
69.7(3)

C8(C7(H7
126.3

C6(C7(H7
126.3

Fe1(C7(H7
126.0

C9(C8(C7
109.2(6)

C9(C8(Fe1
70.4(4)

C7(C8(Fe1
69.5(3)

C9(C8(H8
125.4

C7(C8(H8
125.4

Fe1(C8(H8
126.3

C8(C9(C10
108.1(6)

C8(C9(Fe1
69.8(4)

C10(C9(Fe1
69.7(4)

C8(C9(H9
126.0

C10(C9(H9
126.0

Fe1(C9(H9
126.1

C9(C10(C6
109.2(6)

C9(C10(Fe1
70.2(4)

C6(C10(Fe1
69.7(3)

C9(C10(H10
125.4

C6(C10(H10
125.4

Fe1(C10(H10
126.3

O1(C11(C18
107.0(5)

O1(C11(C12
104.1(5)

C18(C11(C12
118.7(5)

O1(C11(H11
108.9

C18(C11(H11
108.9

C12(C11(H11
108.9

O2(C12(C13
109.6(5)

O2(C12(C11
103.8(5)

C13(C12(C11
116.2(5)

O2(C12(H12
109.0

C13(C12(H12
109.0

C11(C12(H12
109.0

C12(C13(C14
112.5(5)

C12(C13(H13A
109.1

C14(C13(H13A
109.1

C12(C13(H13B
109.1

C14(C13(H13B
109.1

H13A(C13(H13B
107.8

C15(C14(C13
114.9(5)

C15(C14(H14A
108.5

C13(C14(H14A
108.5

C15(C14(H14B
108.5

C13(C14(H14B
108.5

H14A(C14(H14B
107.5

O3(C15(C14
109.0(5)

O3(C15(C16
103.1(4)

C14(C15(C16
117.7(5)

O3(C15(H15
108.9

C14(C15(H15
108.9

C16(C15(H15
108.9

O4(C16(C17
109.9(5)

O4(C16(C15
104.8(4)

C17(C16(C15
120.1(5)

O4(C16(H16
107.1

C17(C16(H16
107.1

C15(C16(H16
107.1

C18(C17(C16
117.6(5)

C18(C17(H17A
107.9

C16(C17(H17A
107.9

C18(C17(H17B
107.9

C16(C17(H17B
107.9

H17A(C17(H17B
107.2

C17(C18(C11
116.6(5)

C17(C18(H18A
108.1

C11(C18(H18A
108.1

C17(C18(H18B
108.1

C11(C18(H18B
108.1

H18A(C18(H18B
107.3

B1(O1(C11
108.0(5)

B1(O2(C12
108.6(5)

B2(O3(C15
108.0(5)

B2(O4(C16
107.6(5)

C5(Fe1(C1
41.1(2)

C5(Fe1(C7
153.6(2)

C1(Fe1(C7
165.1(2)

C5(Fe1(C8
117.6(2)

C1(Fe1(C8
150.7(3)

C7(Fe1(C8
40.9(2)

C5(Fe1(C10
123.5(3)

C1(Fe1(C10
105.3(3)

C7(Fe1(C10
68.4(3)

C8(Fe1(C10
67.2(3)

C5(Fe1(C2
68.4(2)

C1(Fe1(C2
41.3(2)

C7(Fe1(C2
129.1(3)

C8(Fe1(C2
166.8(3)

C10(Fe1(C2
120.5(3)

C5(Fe1(C6
162.1(3)

C1(Fe1(C6
125.4(3)

C7(Fe1(C6
41.2(2)

C8(Fe1(C6
68.7(2)

C10(Fe1(C6
41.0(2)

C2(Fe1(C6
109.4(2)

C5(Fe1(C9
104.7(3)

C1(Fe1(C9
116.2(3)

C7(Fe1(C9
68.3(3)

C8(Fe1(C9
39.7(3)

C10(Fe1(C9
40.1(3)

C2(Fe1(C9
152.9(3)

C6(Fe1(C9
68.8(3)

C5(Fe1(C4
40.8(2)

C1(Fe1(C4
68.8(3)

C7(Fe1(C4
121.4(3)

C8(Fe1(C4
108.8(3)

C10(Fe1(C4
161.5(3)

C2(Fe1(C4
67.4(2)

C6(Fe1(C4
156.3(3)

C9(Fe1(C4
125.3(3)

C5(Fe1(C3
68.5(3)

C1(Fe1(C3
69.1(3)

C7(Fe1(C3
110.8(3)

C8(Fe1(C3
129.0(3)

C10(Fe1(C3
155.9(3)

C2(Fe1(C3
40.1(3)

C6(Fe1(C3
122.1(3)

C9(Fe1(C3
163.7(3)

C4(Fe1(C3
40.1(3)

O1(B1(O2
112.6(6)

O1(B1(C1
124.7(6)

O2(B1(C1
122.7(6)

O4(B2(O3
113.6(6)

O4(B2(C6i
122.5(6)

O3(B2(C6i
123.9(6)

	


Symmetry transformations used to generate equivalent atoms: 

(i) (x+1,y,(z+1/2 

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
41(4) 
28(3)
23(3) 
9(3)
(1(3) 
2(3)

C2
46(4) 
24(3)
24(3) 
4(3)
0(3) 
12(3)

C3
37(4) 
36(4)
43(4) 
8(3)
(4(3) 
2(3)

C4
49(4) 
31(4)
23(3) 
2(3)
(9(3) 
(2(3)

C5
47(4) 
31(4)
18(3) 
1(3)
(4(3) 
2(3)

C6
46(4) 
27(3)
17(2) 
2(2)
1(3) 
1(3)

C7
49(4) 
31(3)
21(3) 
6(3)
1(3) 
(7(3)

C8
67(5) 
20(3)
23(3) 
3(2)
1(3) 
(3(3)

C9
54(5) 
31(4)
29(3) 
10(3)
9(3) 
15(4)

C10
37(4) 
40(4)
20(3) 
5(3)
(6(3) 
0(3)

C11
38(4) 
24(3)
27(3) 
7(3)
2(3) 
(5(3)

C12
42(4) 
26(3)
22(3) 
5(2)
7(3) 
2(3)

C13
41(4) 
28(3)
27(3) 
0(3)
10(3) 
2(3)

C14
37(4) 
32(4)
30(3) 
2(3)
6(3) 
(5(3)

C15
38(4) 
23(3)
32(3) 
3(3)
(2(3) 
(4(3)

C16
43(4) 
25(3)
29(3) 
(2(3)
(4(3) 
(5(3)

C17
47(4) 
30(3)
25(3) 
(1(3)
1(3) 
(4(3)

C18
37(4) 
21(3)
23(3) 
(1(2)
7(3) 
9(3)

O1
47(3) 
26(2)
27(2) 
(2(2)
(3(2) 
7(2)

O2
37(3) 
29(2)
29(2) 
(5(2)
1(2) 
(1(2)

O3
38(3) 
32(2)
30(2) 
0(2)
1(2) 
2(2)

O4
45(3) 
30(2)
22(2) 
1(2)
5(2) 
2(2)

Fe1
42(1) 
23(1)
18(1) 
1(1)
2(1) 
4(1)

B1
41(5) 
31(4)
14(3) 
5(3)
1(3) 
3(4)

B2
34(4) 
31(4)
24(3) 
(8(3)
(1(3) 
0(3)

	


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

Atom 
x
y
z
Ueq
S.o.f.
H2
6702
933
4155
38
1

H3
7565
3157
4459
46
1

H4
6962
5368
5115
41
1

H5
5713
4584
5178
38
1

H7
7160
5791
3231
40
1

H8
6386
7666
3888
44
1

H9
5226
6358
3926
46
1

H10
5243
3684
3283
39
1

H11
4295
(1284
4192
36
1

H12
3854
1008
4642
36
1

H13A
3915
2484
3425
39
1

H13B
3514
3334
3996
39
1

H14A
3058
66
3868
40
1

H14B
2618
1769
3816
40
1

H15
2470
272
2894
37
1

H16
3239
(903
2290
39
1

H17A
3701
(1939
3286
41
1

H17B
4154
(2169
2673
41
1

H18A
4637
671
3108
32
1

H18B
4982
(1144
3212
32
1
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