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Table 1. Crystal data and structure refinement.



Identification code 
00src072    

Empirical formula 
C28H22FeN4O3
Formula weight 
518.35

Temperature 
150(2) K

Wavelength 
0.71073 Å

Crystal system 
Monoclinic

Space group 
C2/c 

Unit cell dimensions
a = 11.862(2) Å
( = 90°


b = 17.910(4) Å
( = 90.95(3)°


c = 24.123(5) Å
(  = 90°

Volume
5124.2(18) Å3
Z
8

Density (calculated)
1.344 Mg / m3
Absorption coefficient
0.625 mm(1
F(000)
2144

Crystal
orange; prism

Crystal size
0.3 ( 0.15 ( 0.15 mm3
( range for data collection
3.24 ( 27.50°

Index ranges
(15 ( h ( 14, (23 ( k ( 23, (30 ( l ( 29

Reflections collected
24406

Independent reflections
5830 [Rint = 0.0744]

Completeness to ( = 27.50°
99.1 % 

Absorption correction
Semi(empirical from equivalents

Max. and min. transmission
0.905 and 0.856

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
5830 / 30 / 363

Goodness-of-fit on F2
1.121

Final R indices [F2 > 2((F2)]
R1 = 0.0623, wR2 = 0.1642

R indices (all data)
R1 = 0.1144, wR2 = 0.1872

Largest diff. peak and hole
0.677 and (0.630 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: 

Disordered Diethyl Ether present.

Sample was twinned, which has been deconvoluted, hence high(ish) R-factor.

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
2863(1)
5888(1)
8050(1)
40(1)
1

O1
3397(2)
7298(1)
6987(1)
35(1)
1

O2
4266(2)
5823(2)
9454(1)
56(1)
1

N1
1591(2)
7598(1)
7233(1)
31(1)
1

N2
74(2)
8114(1)
6776(1)
32(1)
1

N3
5692(2)
6168(2)
8887(1)
38(1)
1

N4
7602(2)
6077(2)
8970(2)
63(1)
1

C1
2352(4)
5360(2)
7341(2)
70(1)
1

C2
3485(4)
5179(3)
7466(2)
75(1)
1

C3
3521(4)
4839(2)
7988(3)
79(2)
1

C4
2390(4)
4814(2)
8198(3)
80(2)
1

C5
1680(4)
5133(2)
7789(2)
76(1)
1

C6
3912(2)
6780(2)
8103(1)
29(1)
1

C7
3758(2)
6466(2)
8639(1)
36(1)
1

C8
2581(3)
6488(2)
8751(1)
43(1)
1

C9
2012(2)
6809(2)
8297(1)
36(1)
1

C10
2830(2)
7001(2)
7892(1)
30(1)
1

C11
2649(2)
7309(2)
7327(1)
29(1)
1

C12
1155(2)
7908(2)
6734(1)
31(1)
1

C13
1768(3)
7976(2)
6254(1)
45(1)
1

C14
1220(3)
8310(3)
5803(2)
57(1)
1

C15
131(3)
8547(2)
5846(1)
52(1)
1

C16
(432(3)
8446(2)
6338(1)
39(1)
1

C17
(1632(3)
8692(2)
6406(2)
49(1)
1

C18
4579(3)
6119(2)
9030(1)
42(1)
1

C19
6619(3)
5869(2)
9181(1)
37(1)
1

C20
6530(3)
5399(2)
9629(1)
37(1)
1

C21
7507(3)
5140(2)
9877(2)
54(1)
1

C22
8519(3)
5349(3)
9667(2)
96(2)
1

C23
8544(3)
5822(3)
9205(2)
81(2)
1

C24
9633(3)
6062(4)
8947(3)
135(3)
1

O01
10169(9)
2908(4)
9326(4)
81(2)
0.50

O01'
9036(7)
3287(5)
9231(4)
103(3)
0.50

C01
9992(7)
3456(6)
8738(7)
137(6)
0.80

C01'
10280(40)
3690(20)
9070(20)
124(18)
0.20

C02
9568(9)
3851(7)
8286(5)
66(3)
0.40

C02'
9485(4)
4301(3)
8806(2)
30(1)
0.60

C03
10190(50)
3220(50)
9360(30)
450(40)
0.50

C03'
9416(18)
3029(9)
9703(9)
120(5)
0.50

C04
8288(16)
2784(8)
9967(5)
258(8)
1



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



Fe1(C9
2.028(3)

Fe1(C6
2.028(3)

Fe1(C10
2.029(3)

Fe1(C8
2.036(4)

Fe1(C4
2.037(4)

Fe1(C1
2.038(4)

Fe1(C3
2.040(4)

Fe1(C5
2.040(4)

Fe1(C7
2.042(3)

Fe1(C2
2.044(4)

O1(C11
1.218(3)

O2(C18
1.215(4)

N1(C11
1.373(4)

N1(C12
1.415(4)

N2(C12
1.339(4)

N2(C16
1.347(4)

N3(C18
1.374(4)

N3(C19
1.405(4)

N4(C23
1.326(5)

N4(C19
1.333(4)

C1(C2
1.410(6)

C1(C5
1.414(7)

C2(C3
1.399(7)

C3(C4
1.442(7)

C4(C5
1.407(7)

C6(C7
1.425(4)

C6(C10
1.429(4)

C7(C8
1.427(4)

C7(C18
1.480(5)

C8(C9
1.400(5)

C9(C10
1.430(4)

C10(C11
1.484(4)

C12(C13
1.384(4)

C13(C14
1.392(5)

C14(C15
1.365(5)

C15(C16
1.382(5)

C16(C17
1.502(5)

C19(C20
1.374(4)

C20(C21
1.376(4)

C21(C22
1.364(5)

C22(C23
1.400(6)

C23(C24
1.505(5)

O01(C03'
1.30(2)

O01(O01'
1.520(14)

O01(C01'
1.53(3)

O01(C01
1.73(2)

O01'(C03'
1.302(18)

O01'(C03
1.40(6)

O01'(C01
1.685(16)

O01'(C01'
1.69(4)

C01(C01'
0.95(6)

C01(C02
1.387(17)

C01(C02'
1.638(11)

C01(C03
1.58(8)

C01'(C03
1.11(10)

C01'(C02'
1.57(3)

C02(C02'
1.496(14)

C03(C03'
1.29(8)

C03'(C04
1.55(2)

C9(Fe1(C6
69.44(12)

C9(Fe1(C10
41.28(11)

C6(Fe1(C10
41.25(12)

C9(Fe1(C8
40.31(13)

C6(Fe1(C8
68.98(13)

C10(Fe1(C8
68.60(13)

C9(Fe1(C4
125.25(17)

C6(Fe1(C4
154.61(16)

C10(Fe1(C4
162.93(16)

C8(Fe1(C4
107.7(2)

C9(Fe1(C1
118.82(16)

C6(Fe1(C1
126.29(17)

C10(Fe1(C1
107.07(16)

C8(Fe1(C1
153.09(16)

C4(Fe1(C1
68.2(2)

C9(Fe1(C3
164.35(18)

C6(Fe1(C3
119.63(15)

C10(Fe1(C3
153.68(16)

C8(Fe1(C3
127.95(19)

C4(Fe1(C3
41.42(19)

C1(Fe1(C3
67.6(2)

C9(Fe1(C5
106.65(17)

C6(Fe1(C5
163.66(17)

C10(Fe1(C5
125.57(16)

C8(Fe1(C5
118.97(18)

C4(Fe1(C5
40.38(19)

C1(Fe1(C5
40.57(19)

C3(Fe1(C5
68.25(18)

C9(Fe1(C7
68.81(13)

C6(Fe1(C7
40.99(12)

C10(Fe1(C7
68.97(13)

C8(Fe1(C7
40.97(12)

C4(Fe1(C7
119.92(18)

C1(Fe1(C7
164.45(17)

C3(Fe1(C7
108.82(18)

C5(Fe1(C7
153.86(18)

C9(Fe1(C2
153.50(19)

C6(Fe1(C2
107.71(16)

C10(Fe1(C2
119.10(18)

C8(Fe1(C2
165.18(17)

C4(Fe1(C2
68.7(2)

C1(Fe1(C2
40.40(17)

C3(Fe1(C2
40.1(2)

C5(Fe1(C2
68.30(19)

C7(Fe1(C2
127.24(15)

C11(N1(C12
127.5(2)

C12(N2(C16
118.5(3)

C18(N3(C19
126.7(3)

C23(N4(C19
118.5(3)

C2(C1(C5
108.6(5)

C2(C1(Fe1
70.0(3)

C5(C1(Fe1
69.8(3)

C3(C2(C1
107.9(4)

C3(C2(Fe1
69.8(3)

C1(C2(Fe1
69.6(2)

C2(C3(C4
108.4(4)

C2(C3(Fe1
70.1(2)

C4(C3(Fe1
69.2(2)

C5(C4(C3
106.9(5)

C5(C4(Fe1
69.9(2)

C3(C4(Fe1
69.4(2)

C4(C5(C1
108.3(4)

C4(C5(Fe1
69.7(2)

C1(C5(Fe1
69.6(2)

C7(C6(C10
107.7(2)

C7(C6(Fe1
70.05(18)

C10(C6(Fe1
69.41(17)

C6(C7(C8
107.6(3)

C6(C7(C18
130.6(3)

C8(C7(C18
121.7(3)

C6(C7(Fe1
68.96(18)

C8(C7(Fe1
69.3(2)

C18(C7(Fe1
124.0(2)

C9(C8(C7
108.9(3)

C9(C8(Fe1
69.52(19)

C7(C8(Fe1
69.8(2)

C8(C9(C10
108.1(3)

C8(C9(Fe1
70.2(2)

C10(C9(Fe1
69.42(17)

C9(C10(C6
107.8(3)

C9(C10(C11
129.0(3)

C6(C10(C11
123.0(2)

C9(C10(Fe1
69.30(17)

C6(C10(Fe1
69.33(17)

C11(C10(Fe1
122.7(2)

O1(C11(N1
124.7(3)

O1(C11(C10
121.1(3)

N1(C11(C10
114.2(2)

N2(C12(C13
123.8(3)

N2(C12(N1
112.3(2)

C13(C12(N1
123.9(3)

C12(C13(C14
116.5(3)

C15(C14(C13
120.3(3)

C14(C15(C16
119.7(3)

N2(C16(C15
121.1(3)

N2(C16(C17
117.0(3)

C15(C16(C17
121.9(3)

O2(C18(N3
123.2(3)

O2(C18(C7
120.8(3)

N3(C18(C7
116.0(3)

N4(C19(C20
123.4(3)

N4(C19(N3
112.5(3)

C20(C19(N3
124.1(3)

C19(C20(C21
118.3(3)

C22(C21(C20
119.0(3)

C21(C22(C23
119.5(4)

N4(C23(C22
121.3(3)

N4(C23(C24
116.6(4)

C22(C23(C24
122.1(4)

C03'(O01(O01'
54.3(8)

C03'(O01(C01'
101.4(14)

O01'(O01(C01'
67.2(17)

C03'(O01(C01
113.7(10)

O01'(O01(C01
62.0(6)

C01'(O01(C01
33(2)

C03'(O01'(C03
57(4)

C03'(O01'(O01
54.4(11)

C03(O01'(O01
21(3)

C03'(O01'(C01
117.0(13)

C03(O01'(C01
61(3)

O01(O01'(C01
65.3(7)

C03'(O01'(C01'
94(2)

C03(O01'(C01'
41(4)

O01(O01'(C01'
56.8(11)

C01(O01'(C01'
32.6(19)

C01'(C01(C02
124(2)

C01'(C01(O01'
74(2)

C02(C01(O01'
114.1(9)

C01'(C01(C02'
69.1(18)

C02(C01(C02'
58.6(8)

O01'(C01(C02'
81.0(6)

C01'(C01(O01
62(2)

C02(C01(O01
165.6(8)

O01'(C01(O01
52.8(6)

C02'(C01(O01
118.8(8)

C01'(C01(C03
44(4)

C02(C01(C03
159(2)

O01'(C01(C03
51(2)

C02'(C01(C03
102(2)

O01(C01(C03
19(3)

C01(C01'(C03
100(6)

C01(C01'(C02'
77(3)

C03(C01'(C02'
137(4)

C01(C01'(O01
85(3)

C03(C01'(O01
16(3)

C02'(C01'(O01
138(3)

C01(C01'(O01'
73(3)

C03(C01'(O01'
56(4)

C02'(C01'(O01'
83(2)

O01(C01'(O01'
56.0(13)

C01(C02(C02'
69.1(7)

C02(C02'(C01'
84.8(19)

C02(C02'(C01
52.3(6)

C01'(C02'(C01
34(2)

C03'(C03(O01'
58(3)

C03'(C03(C01'
133(5)

O01'(C03(C01'
84(5)

C03'(C03(C01
126(4)

O01'(C03(C01
69(3)

C01'(C03(C01
36(4)

C03(C03'(O01'
66(3)

C03(C03'(O01
25(3)

O01'(C03'(O01
71.4(13)

C03(C03'(C04
164(3)

O01'(C03'(C04
99.8(15)

O01(C03'(C04
147.5(17)



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
Fe1
22(1) 
29(1)
69(1) 
9(1)
(2(1) 
0(1)

O1
27(1) 
43(1)
34(1) 
(2(1)
6(1) 
2(1)

O2
25(1) 
90(2)
54(2) 
42(1)
9(1) 
7(1)

N1
26(1) 
35(2)
34(1) 
2(1)
(2(1) 
1(1)

N2
28(1) 
31(1)
37(1) 
(1(1)
(5(1) 
(3(1)

N3
24(1) 
49(2)
41(1) 
19(1)
3(1) 
1(1)

N4
25(2) 
77(2)
87(2) 
49(2)
7(2) 
6(2)

C1
66(3) 
39(2)
105(3) 
(24(2)
(25(3) 
(1(2)

C2
51(2) 
44(3)
131(4) 
(31(3)
(3(3) 
11(2)

C3
55(3) 
28(2)
155(5) 
9(3)
(18(3) 
8(2)

C4
57(3) 
37(2)
146(4) 
27(3)
(13(3) 
(14(2)

C5
41(2) 
44(3)
142(4) 
4(3)
(11(3) 
(13(2)

C6
21(1) 
31(2)
36(2) 
3(1)
3(1) 
(1(1)

C7
24(2) 
41(2)
42(2) 
14(1)
2(1) 
4(1)

C8
26(2) 
57(2)
47(2) 
21(2)
10(1) 
6(2)

C9
21(1) 
38(2)
49(2) 
11(1)
8(1) 
6(1)

C10
26(2) 
26(2)
39(2) 
2(1)
1(1) 
2(1)

C11
29(2) 
21(2)
36(2) 
(1(1)
(4(1) 
(1(1)

C12
30(2) 
31(2)
33(2) 
1(1)
(6(1) 
(5(1)

C13
37(2) 
60(2)
40(2) 
5(2)
(2(2) 
2(2)

C14
51(2) 
82(3)
38(2) 
17(2)
2(2) 
(5(2)

C15
46(2) 
62(3)
46(2) 
18(2)
(11(2) 
(2(2)

C16
33(2) 
38(2)
45(2) 
7(2)
(12(1) 
(3(2)

C17
41(2) 
48(2)
58(2) 
12(2)
(15(2) 
4(2)

C18
23(2) 
54(2)
48(2) 
14(2)
4(1) 
4(2)

C19
24(2) 
41(2)
46(2) 
11(2)
3(1) 
1(1)

C20
29(2) 
41(2)
40(2) 
8(1)
1(1) 
(1(1)

C21
32(2) 
65(3)
64(2) 
33(2)
(5(2) 
2(2)

C22
27(2) 
120(5)
140(4) 
86(4)
(14(2) 
4(2)

C23
23(2) 
104(4)
115(4) 
72(3)
4(2) 
3(2)

C24
20(2) 
183(6)
204(7) 
134(6)
12(3) 
6(3)

O01
106(6) 
34(3)
103(6) 
(17(4)
23(5) 
(10(4)

O01'
93(6) 
83(6)
134(7) 
(36(5)
(34(5) 
9(4)

C01
59(4) 
109(8)
243(15) 
(102(11)
44(7) 
(23(5)

C01'
130(30) 
90(19)
150(30) 
80(20)
130(30) 
100(20)

C02
44(6) 
66(7)
89(8) 
35(6)
(6(6) 
(40(5)

C02'
10(2) 
17(2)
62(3) 
(10(2)
2(2) 
(2(2)

C03
290(50) 
640(80)
410(60) 
(390(50)
(20(40) 
170(50)

C03'
133(14) 
98(11)
127(14) 
22(10)
(20(12) 
13(10)

C04
420(30) 
188(15)
162(9) 
(49(9)
(101(15) 
68(15)



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

Atom 
x
y
z
Ueq
S.o.f.
H1
1141
7590
7509
37
1

H3
5837
6406
8587
45
1

H1A
2091
5589
7018
84
1

H2
4099
5270
7241
91
1

H3A
4164
4661
8169
95
1

H4
2172
4622
8538
96
1

H5
902
5186
7811
91
1

H6
4595
6832
7923
35
1

H8
2246
6317
9073
52
1

H9
1238
6884
8265
43
1

H13
2508
7808
6233
55
1

H14
1597
8373
5471
69
1

H15
(231
8775
5546
62
1

H17A
(2130
8286
6313
74
1

H17B
(1788
9107
6165
74
1

H17C
(1746
8839
6784
74
1

H20
5828
5261
9761
44
1

H21
7477
4826
10184
64
1

H22
9188
5180
9829
115
1

H24A
9501
6180
8563
203
1

H24B
10174
5665
8977
203
1

H24C
9919
6496
9137
203
1
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