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Table 1. Crystal data and structure refinement details.

	


Identification code 
2007src0902r    

Empirical formula 
C18H11ClFeN2
Formula weight 
346.59

Temperature 
120(2) K

Wavelength 
0.71073 Å

Crystal system 
Monoclinic

Space group 
P21/c 

Unit cell dimensions
a = 7.3730(5) Å
( = 90°


b = 13.2476(10) Å
( = 93.123(4)°


c = 30.324(2) Å
(  = 90°

Volume
2957.5(4) Å3
Z
8

Density (calculated)
1.557 Mg / m3
Absorption coefficient
1.196 mm(1
F(000)
1408

Crystal
Plate; Orange

Crystal size
0.27 ( 0.14 ( 0.01 mm3
( range for data collection
3.01 ( 25.03°

Index ranges
(8 ( h ( 8, (15 ( k ( 15, (36 ( l ( 35

Reflections collected
23330

Independent reflections
5192 [Rint = 0.0925]

Completeness to ( = 25.03°
99.3 % 

Absorption correction
Semi(empirical from equivalents

Max. and min. transmission
0.7456 and 0.6272

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
5192 / 0 / 397

Goodness-of-fit on F2
1.063

Final R indices [F2 > 2((F2)]
R1 = 0.0617, wR2 = 0.1066

R indices (all data)
R1 = 0.1121, wR2 = 0.1245

Largest diff. peak and hole
0.470 and (0.507 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 2007/2 - Bruker Nonius area detector scaling and absorption correction. Structure solution: Sir2004 (Burla, M.C., Caliandro, R., Carrozzini, B., Cascarano, G., De Caro, L., Giacovazzo, C. & Polidori, G. (2004). J. Appl. Cryst. 37, 258).  Structure refinement: SHELXL97 (Sheldrick, G. M. (1997). University of Göttingen, Germany). Graphics: PLATON/PLUTON  (Spek, A. L. (1990). Acta Cryst. A46, C34).
Special details: 

The hydrogen atoms were fixed as riding models.

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
1488(6)
2266(4)
6094(2)
20(1)
1

C2
1053(7)
2364(4)
5630(2)
23(1)
1

C3
2053(7)
1629(4)
5406(2)
25(1)
1

C4
3070(6)
1051(4)
5726(2)
31(1)
1

C5
2730(6)
1433(4)
6150(2)
24(1)
1

C6
(2368(7)
768(4)
5789(2)
29(1)
1

C7
(1555(6)
197(4)
5459(2)
20(1)
1

C8
(334(7)
(509(4)
5673(2)
24(1)
1

C9
(402(7)
(366(4)
6133(2)
28(1)
1

C10
(1672(7)
414(4)
6206(2)
34(2)
1

C11
845(6)
2876(4)
6459(2)
20(1)
1

C12
630(6)
3942(4)
6439(2)
21(1)
1

C13
82(6)
4498(4)
6792(2)
22(1)
1

C14
(260(6)
4011(4)
7181(2)
23(1)
1

C15
(29(7)
2953(4)
7219(2)
26(1)
1

C16
501(7)
2415(4)
6859(2)
23(1)
1

C17
(873(7)
4586(4)
7551(2)
27(1)
1

C18
(369(7)
2439(4)
7628(2)
29(1)
1

N1
(1409(6)
5038(3)
7841(2)
33(1)
1

N2
(624(7)
2030(4)
7951(2)
40(1)
1

Cl1
1119(2)
4611(1)
5965(1)
28(1)
1

Fe1
381(1)
946(1)
5833(1)
20(1)
1

C101
6395(6)
5672(4)
6019(2)
20(1)
1

C102
7546(6)
6552(4)
6060(2)
21(1)
1

C103
7989(6)
6844(4)
5631(2)
28(1)
1

C104
7121(7)
6185(4)
5317(2)
28(1)
1

C105
6127(7)
5469(4)
5558(2)
27(1)
1

C106
2799(7)
7245(4)
5928(2)
31(1)
1

C107
3993(7)
8083(4)
5978(2)
29(1)
1

C108
4521(7)
8349(4)
5548(2)
32(1)
1

C109
3638(8)
7689(5)
5241(2)
38(2)
1

C110
2590(7)
7009(4)
5477(2)
33(2)
1

C111
5722(6)
5131(4)
6398(2)
21(1)
1

C112
5619(6)
4081(4)
6426(2)
19(1)
1

C113
5151(6)
3592(4)
6804(2)
22(1)
1

C114
4737(6)
4121(4)
7176(2)
22(1)
1

C115
4783(6)
5194(4)
7158(2)
22(1)
1

C116
5272(6)
5669(4)
6775(2)
22(1)
1

C117
4302(7)
3618(4)
7575(2)
26(1)
1

C118
4350(7)
5777(4)
7543(2)
27(1)
1

N101
3969(6)
3186(4)
7892(2)
37(1)
1

N102
4014(7)
6219(4)
7850(2)
39(1)
1

Cl11
6215(2)
3321(1)
5988(1)
29(1)
1

Fe11
5253(1)
6895(1)
5684(1)
21(1)
1

	


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

	


C1(C5
1.437(7)

C1(C2
1.435(7)

C1(C11
1.468(7)

C1(Fe1
2.069(5)

C2(C3
1.416(7)

C2(Fe1
2.046(5)

C2(H2
0.9500

C3(C4
1.416(7)

C3(Fe1
2.045(5)

C3(H3
0.9500

C4(C5
1.417(7)

C4(Fe1
2.031(5)

C4(H4
0.9500

C5(Fe1
2.039(5)

C5(H5
0.9500

C6(C7
1.416(7)

C6(C10
1.418(8)

C6(Fe1
2.038(5)

C6(H6
0.9500

C7(C8
1.429(7)

C7(Fe1
2.033(5)

C7(H7
0.9500

C8(C9
1.412(7)

C8(Fe1
2.050(5)

C8(H8
0.9500

C9(C10
1.420(8)

C9(Fe1
2.059(5)

C9(H9
0.9500

C10(Fe1
2.064(5)

C10(H10
0.9500

C11(C16
1.393(7)

C11(C12
1.423(7)

C12(C13
1.376(7)

C12(Cl1
1.743(5)

C13(C14
1.381(7)

C13(H13
0.9500

C14(C15
1.415(7)

C14(C17
1.448(7)

C15(C16
1.377(7)

C15(C18
1.452(8)

C16(H16
0.9500

C17(N1
1.152(6)

C18(N2
1.143(7)

C101(C105
1.426(7)

C101(C102
1.444(7)

C101(C111
1.465(7)

C101(Fe11
2.067(5)

C102(C103
1.409(7)

C102(Fe11
2.037(5)

C102(H102
0.9500

C103(C104
1.419(7)

C103(Fe11
2.033(5)

C103(H103
0.9500

C104(C105
1.424(7)

C104(Fe11
2.046(5)

C104(H104
0.9500

C105(Fe11
2.039(5)

C105(H105
0.9500

C106(C110
1.403(7)

C106(C107
1.420(7)

C106(Fe11
2.045(5)

C106(H106
0.9500

C107(C108
1.425(7)

C107(Fe11
2.056(5)

C107(H107
0.9500

C108(C109
1.413(8)

C108(Fe11
2.036(5)

C108(H108
0.9500

C109(C110
1.408(8)

C109(Fe11
2.039(6)

C109(H109
0.9500

C110(Fe11
2.034(5)

C110(H110
0.9500

C111(C112
1.395(7)

C111(C116
1.402(7)

C112(C113
1.378(7)

C112(Cl11
1.743(5)

C113(C114
1.375(7)

C113(H113
0.9500

C114(C115
1.423(7)

C114(C117
1.434(7)

C115(C116
1.384(7)

C115(C118
1.452(7)

C116(H116
0.9500

C117(N101
1.155(6)

C118(N102
1.138(6)

C5(C1(C2
106.9(4)

C5(C1(C11
124.3(5)

C2(C1(C11
128.7(5)

C5(C1(Fe1
68.4(3)

C2(C1(Fe1
68.7(3)

C11(C1(Fe1
128.1(3)

C3(C2(C1
108.2(5)

C3(C2(Fe1
69.7(3)

C1(C2(Fe1
70.5(3)

C3(C2(H2
125.9

C1(C2(H2
125.9

Fe1(C2(H2
125.5

C4(C3(C2
108.4(5)

C4(C3(Fe1
69.1(3)

C2(C3(Fe1
69.8(3)

C4(C3(H3
125.8

C2(C3(H3
125.8

Fe1(C3(H3
126.8

C3(C4(C5
108.3(5)

C3(C4(Fe1
70.2(3)

C5(C4(Fe1
69.9(3)

C3(C4(H4
125.8

C5(C4(H4
125.8

Fe1(C4(H4
125.6

C4(C5(C1
108.1(5)

C4(C5(Fe1
69.3(3)

C1(C5(Fe1
70.6(3)

C4(C5(H5
125.9

C1(C5(H5
125.9

Fe1(C5(H5
125.7

C7(C6(C10
108.0(5)

C7(C6(Fe1
69.5(3)

C10(C6(Fe1
70.8(3)

C7(C6(H6
126.0

C10(C6(H6
126.0

Fe1(C6(H6
125.3

C6(C7(C8
107.9(5)

C6(C7(Fe1
69.8(3)

C8(C7(Fe1
70.1(3)

C6(C7(H7
126.0

C8(C7(H7
126.0

Fe1(C7(H7
125.6

C9(C8(C7
107.8(5)

C9(C8(Fe1
70.3(3)

C7(C8(Fe1
68.9(3)

C9(C8(H8
126.1

C7(C8(H8
126.1

Fe1(C8(H8
126.3

C8(C9(C10
108.1(5)

C8(C9(Fe1
69.5(3)

C10(C9(Fe1
70.0(3)

C8(C9(H9
125.9

C10(C9(H9
125.9

Fe1(C9(H9
126.1

C9(C10(C6
108.1(5)

C9(C10(Fe1
69.7(3)

C6(C10(Fe1
68.8(3)

C9(C10(H10
125.9

C6(C10(H10
125.9

Fe1(C10(H10
127.1

C16(C11(C12
116.5(5)

C16(C11(C1
119.7(4)

C12(C11(C1
123.7(5)

C13(C12(C11
122.4(5)

C13(C12(Cl1
116.9(4)

C11(C12(Cl1
120.8(4)

C12(C13(C14
119.3(5)

C12(C13(H13
120.4

C14(C13(H13
120.4

C13(C14(C15
120.3(5)

C13(C14(C17
119.8(5)

C15(C14(C17
120.0(5)

C16(C15(C14
119.2(5)

C16(C15(C18
120.3(5)

C14(C15(C18
120.5(5)

C15(C16(C11
122.4(5)

C15(C16(H16
118.8

C11(C16(H16
118.8

N1(C17(C14
178.2(6)

N2(C18(C15
179.5(6)

C4(Fe1(C7
127.3(2)

C4(Fe1(C6
166.8(2)

C7(Fe1(C6
40.70(19)

C4(Fe1(C5
40.7(2)

C7(Fe1(C5
165.9(2)

C6(Fe1(C5
152.1(2)

C4(Fe1(C3
40.6(2)

C7(Fe1(C3
107.0(2)

C6(Fe1(C3
129.9(2)

C5(Fe1(C3
68.4(2)

C4(Fe1(C2
68.5(2)

C7(Fe1(C2
117.0(2)

C6(Fe1(C2
110.1(2)

C5(Fe1(C2
68.8(2)

C3(Fe1(C2
40.49(19)

C4(Fe1(C8
105.5(2)

C7(Fe1(C8
40.98(19)

C6(Fe1(C8
68.5(2)

C5(Fe1(C8
127.6(2)

C3(Fe1(C8
115.0(2)

C2(Fe1(C8
148.8(2)

C4(Fe1(C9
115.3(2)

C7(Fe1(C9
68.3(2)

C6(Fe1(C9
68.2(2)

C5(Fe1(C9
108.1(2)

C3(Fe1(C9
147.7(2)

C2(Fe1(C9
170.5(2)

C8(Fe1(C9
40.2(2)

C4(Fe1(C10
149.6(3)

C7(Fe1(C10
68.0(2)

C6(Fe1(C10
40.5(2)

C5(Fe1(C10
118.6(2)

C3(Fe1(C10
169.6(2)

C2(Fe1(C10
132.5(2)

C8(Fe1(C10
67.8(2)

C9(Fe1(C10
40.3(2)

C4(Fe1(C1
68.6(2)

C7(Fe1(C1
151.2(2)

C6(Fe1(C1
119.5(2)

C5(Fe1(C1
40.95(19)

C3(Fe1(C1
68.3(2)

C2(Fe1(C1
40.80(19)

C8(Fe1(C1
167.5(2)

C9(Fe1(C1
131.2(2)

C10(Fe1(C1
111.4(2)

C105(C101(C102
106.6(4)

C105(C101(C111
130.0(5)

C102(C101(C111
123.4(5)

C105(C101(Fe11
68.6(3)

C102(C101(Fe11
68.3(3)

C111(C101(Fe11
128.5(3)

C103(C102(C101
107.9(5)

C103(C102(Fe11
69.6(3)

C101(C102(Fe11
70.5(3)

C103(C102(H102
126.1

C101(C102(H102
126.1

Fe11(C102(H102
125.4

C102(C103(C104
109.4(5)

C102(C103(Fe11
69.9(3)

C104(C103(Fe11
70.1(3)

C102(C103(H103
125.3

C104(C103(H103
125.3

Fe11(C103(H103
126.2

C103(C104(C105
106.9(5)

C103(C104(Fe11
69.2(3)

C105(C104(Fe11
69.3(3)

C103(C104(H104
126.5

C105(C104(H104
126.5

Fe11(C104(H104
126.5

C104(C105(C101
109.2(5)

C104(C105(Fe11
69.8(3)

C101(C105(Fe11
70.7(3)

C104(C105(H105
125.4

C101(C105(H105
125.4

Fe11(C105(H105
125.6

C110(C106(C107
108.2(5)

C110(C106(Fe11
69.5(3)

C107(C106(Fe11
70.1(3)

C110(C106(H106
125.9

C107(C106(H106
125.9

Fe11(C106(H106
126.1

C106(C107(C108
107.1(5)

C106(C107(Fe11
69.3(3)

C108(C107(Fe11
68.9(3)

C106(C107(H107
126.4

C108(C107(H107
126.4

Fe11(C107(H107
126.9

C109(C108(C107
108.2(5)

C109(C108(Fe11
69.8(3)

C107(C108(Fe11
70.4(3)

C109(C108(H108
125.9

C107(C108(H108
125.9

Fe11(C108(H108
125.5

C110(C109(C108
107.8(5)

C110(C109(Fe11
69.6(3)

C108(C109(Fe11
69.6(3)

C110(C109(H109
126.1

C108(C109(H109
126.1

Fe11(C109(H109
126.2

C106(C110(C109
108.7(5)

C106(C110(Fe11
70.3(3)

C109(C110(Fe11
70.0(3)

C106(C110(H110
125.7

C109(C110(H110
125.7

Fe11(C110(H110
125.7

C112(C111(C116
116.2(5)

C112(C111(C101
123.9(5)

C116(C111(C101
119.8(5)

C113(C112(C111
122.4(5)

C113(C112(Cl11
116.6(4)

C111(C112(Cl11
120.8(4)

C114(C113(C112
121.3(5)

C114(C113(H113
119.4

C112(C113(H113
119.4

C113(C114(C115
118.0(5)

C113(C114(C117
121.7(5)

C115(C114(C117
120.3(5)

C116(C115(C114
119.7(5)

C116(C115(C118
120.8(5)

C114(C115(C118
119.5(5)

C115(C116(C111
122.4(5)

C115(C116(H116
118.8

C111(C116(H116
118.8

N101(C117(C114
177.9(6)

N102(C118(C115
178.8(6)

C103(Fe11(C110
157.4(2)

C103(Fe11(C108
105.6(2)

C110(Fe11(C108
68.1(2)

C103(Fe11(C109
120.8(2)

C110(Fe11(C109
40.5(2)

C108(Fe11(C109
40.6(2)

C103(Fe11(C102
40.5(2)

C110(Fe11(C102
161.2(2)

C108(Fe11(C102
121.8(2)

C109(Fe11(C102
157.0(2)

C103(Fe11(C105
68.2(2)

C110(Fe11(C105
108.7(2)

C108(Fe11(C105
157.1(2)

C109(Fe11(C105
122.2(2)

C102(Fe11(C105
68.7(2)

C103(Fe11(C104
40.7(2)

C110(Fe11(C104
122.2(2)

C108(Fe11(C104
120.2(2)

C109(Fe11(C104
105.3(2)

C102(Fe11(C104
68.8(2)

C105(Fe11(C104
40.8(2)

C103(Fe11(C106
159.6(2)

C110(Fe11(C106
40.2(2)

C108(Fe11(C106
68.2(2)

C109(Fe11(C106
68.0(2)

C102(Fe11(C106
124.9(2)

C105(Fe11(C106
124.9(2)

C104(Fe11(C106
159.4(2)

C103(Fe11(C107
122.2(2)

C110(Fe11(C107
68.0(2)

C108(Fe11(C107
40.8(2)

C109(Fe11(C107
68.3(2)

C102(Fe11(C107
108.0(2)

C105(Fe11(C107
161.0(2)

C104(Fe11(C107
157.1(2)

C106(Fe11(C107
40.5(2)

C103(Fe11(C101
68.5(2)

C110(Fe11(C101
124.8(2)

C108(Fe11(C101
159.6(2)

C109(Fe11(C101
159.3(2)

C102(Fe11(C101
41.18(19)

C105(Fe11(C101
40.64(19)

C104(Fe11(C101
68.8(2)

C106(Fe11(C101
110.2(2)

C107(Fe11(C101
124.7(2)

	


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
20(3) 
21(3)
19(3) 
0(2)
(4(2) 
(8(2)

C2
25(3) 
10(3)
33(3) 
(3(2)
1(2) 
(5(2)

C3
29(3) 
21(3)
26(3) 
(6(2)
9(2) 
(12(3)

C4
11(3) 
27(3)
56(4) 
(13(3)
11(3) 
(8(2)

C5
18(3) 
21(3)
33(4) 
(2(3)
(5(2) 
(1(2)

C6
13(3) 
25(3)
51(4) 
(7(3)
10(3) 
(9(2)

C7
20(3) 
16(3)
24(3) 
0(2)
(2(2) 
(5(2)

C8
21(3) 
16(3)
34(4) 
(9(3)
2(2) 
(8(2)

C9
38(3) 
22(3)
25(3) 
7(3)
0(3) 
(15(3)

C10
35(3) 
37(4)
31(4) 
(16(3)
19(3) 
(23(3)

C11
14(3) 
24(3)
22(3) 
(1(2)
(3(2) 
1(2)

C12
15(3) 
22(3)
25(3) 
0(2)
(1(2) 
(1(2)

C13
22(3) 
15(3)
29(3) 
(4(2)
(5(2) 
2(2)

C14
21(3) 
29(3)
19(3) 
(10(3)
0(2) 
0(2)

C15
31(3) 
22(3)
23(3) 
1(3)
(5(2) 
(8(3)

C16
30(3) 
17(3)
23(3) 
(4(2)
(5(2) 
1(2)

C17
28(3) 
24(3)
26(4) 
1(3)
(8(3) 
(8(3)

C18
33(3) 
21(3)
34(4) 
(6(3)
(4(3) 
1(3)

N1
40(3) 
29(3)
31(3) 
(9(2)
(1(2) 
2(2)

N2
55(3) 
35(3)
30(3) 
2(3)
2(3) 
(2(3)

Cl1
32(1) 
22(1)
30(1) 
3(1)
2(1) 
0(1)

Fe1
17(1) 
20(1)
23(1) 
(2(1)
2(1) 
(3(1)

C101
17(3) 
16(3)
27(3) 
0(2)
(2(2) 
4(2)

C102
17(3) 
17(3)
29(3) 
(1(2)
(5(2) 
0(2)

C103
15(3) 
26(3)
43(4) 
7(3)
5(2) 
2(2)

C104
28(3) 
33(3)
26(3) 
5(3)
12(3) 
7(3)

C105
23(3) 
27(3)
31(4) 
1(3)
4(2) 
2(3)

C106
21(3) 
34(4)
38(4) 
17(3)
14(3) 
10(3)

C107
27(3) 
22(3)
39(4) 
(10(3)
(3(3) 
12(3)

C108
25(3) 
22(3)
50(4) 
7(3)
11(3) 
7(3)

C109
38(4) 
44(4)
32(4) 
12(3)
7(3) 
16(3)

C110
16(3) 
39(4)
43(4) 
(4(3)
(9(3) 
6(3)

C111
15(3) 
25(3)
22(3) 
0(2)
(3(2) 
0(2)

C112
15(3) 
21(3)
21(3) 
0(2)
(3(2) 
(1(2)

C113
21(3) 
19(3)
25(3) 
7(3)
(8(2) 
(2(2)

C114
20(3) 
26(3)
21(3) 
0(3)
(1(2) 
(1(2)

C115
22(3) 
24(3)
20(3) 
(2(2)
(3(2) 
4(2)

C116
23(3) 
17(3)
26(3) 
0(2)
(5(2) 
(2(2)

C117
26(3) 
20(3)
32(4) 
(1(3)
(2(3) 
(5(3)

C118
30(3) 
28(3)
22(3) 
6(3)
0(3) 
(1(3)

N101
45(3) 
32(3)
34(3) 
10(3)
1(2) 
(5(2)

N102
52(3) 
36(3)
29(3) 
(1(3)
8(3) 
(2(3)

Cl11
35(1) 
20(1)
33(1) 
(6(1)
5(1) 
(1(1)

Fe11
17(1) 
20(1)
25(1) 
2(1)
1(1) 
1(1)

	


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

Atom 
x
y
z
Ueq
S.o.f.
H2
234
2840
5495
27
1

H3
2044
1538
5096
30
1

H4
3847
502
5666
37
1

H5
3236
1183
6423
29
1

H6
(3229
1295
5741
35
1

H7
(1780
270
5149
24
1

H8
394
(989
5531
29
1

H9
284
(729
6355
34
1

H10
(1999
656
6486
40
1

H13
(58
5209
6767
27
1

H16
636
1704
6885
28
1

H102
7936
6878
6327
26
1

H103
8749
7395
5564
33
1

H104
7189
6216
5006
34
1

H105
5401
4940
5432
33
1

H106
2238
6903
6160
37
1

H107
4369
8406
6248
35
1

H108
5327
8879
5481
38
1

H109
3733
7700
4930
45
1

H110
1862
6479
5353
40
1

H113
5113
2875
6809
26
1

H116
5304
6385
6768
26
1
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