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Table 1. Crystal data and structure refinement.

	


Identification code 
05src0140    

Empirical formula 
C33H48Cl3FeN2O2
Formula weight 
666.93

Temperature 
120(2) K

Wavelength 
0.71073 Å

Crystal system 
Monoclinic

Space group 
P21/c 

Unit cell dimensions
a = 11.2450(7) Å
( = 90°


b = 9.0486(8) Å
( = 97.632(5)°


c = 34.6489(18) Å
(  = 90°

Volume
3494.3(4) Å3
Z
4

Density (calculated)
1.268 Mg / m3
Absorption coefficient
0.691 mm(1
F(000)
1412

Crystal
Shard; Dark Red

Crystal size
0.32 ( 0.22 ( 0.08 mm3
( range for data collection
2.91 ( 27.48°

Index ranges
(14 ( h ( 14, (8 ( k ( 11, (38 ( l ( 44

Reflections collected
28498

Independent reflections
7994 [Rint = 0.0601]

Completeness to ( = 27.48°
99.7 % 

Absorption correction
Semi(empirical from equivalents

Max. and min. transmission
0.9468 and 0.8091

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
7994 / 36 / 410

Goodness-of-fit on F2
1.047

Final R indices [F2 > 2((F2)]
R1 = 0.0552, wR2 = 0.1150

R indices (all data)
R1 = 0.1069, wR2 = 0.1325

Largest diff. peak and hole
0.352 and (0.400 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: ORTEP3 for Windows (L. J. Farrugia, J. Appl. Crystallogr. 1997, 30, 565).

Special details: 

All hydrogen atoms were fixed.

There is a disordered molecule of DCM in the asymmetric unit.

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
(650(2)
5373(3)
2630(1)
25(1)
1

C2
(1597(3)
4467(4)
2380(1)
27(1)
1

C3
1210(2)
4311(3)
2909(1)
21(1)
1

C4
2371(2)
3626(3)
2912(1)
22(1)
1

C5
2839(2)
3233(3)
2565(1)
20(1)
1

C6
4015(2)
2655(3)
2590(1)
20(1)
1

C7
4664(3)
2512(3)
2958(1)
22(1)
1

C8
4225(3)
2875(3)
3307(1)
23(1)
1

C9
3067(3)
3419(3)
3275(1)
24(1)
1

C10
4547(2)
2218(3)
2220(1)
21(1)
1

C11
3798(3)
950(3)
2015(1)
25(1)
1

C12
4561(3)
3535(3)
1940(1)
27(1)
1

C13
5839(3)
1684(3)
2312(1)
27(1)
1

C14
4970(3)
2674(4)
3707(1)
29(1)
1

C15
4454(3)
1361(4)
3914(1)
44(1)
1

C16
4914(3)
4083(4)
3952(1)
36(1)
1

C17
6293(3)
2331(4)
3677(1)
38(1)
1

C18
(1874(3)
3761(3)
1713(1)
26(1)
1

C19
(1564(3)
3274(3)
1343(1)
26(1)
1

C20
(377(3)
2938(3)
1287(1)
25(1)
1

C21
(154(3)
2413(4)
916(1)
36(1)
1

C22
(1121(3)
2342(4)
625(1)
38(1)
1

C23
(2319(3)
2678(4)
673(1)
34(1)
1

C24
(2518(3)
3115(3)
1035(1)
31(1)
1

C25
1113(3)
1921(5)
852(1)
56(1)
1

C26
1484(4)
594(5)
1116(1)
68(1)
1

C27
1146(4)
1408(8)
429(1)
100(2)
1

C28
2025(4)
3171(6)
936(1)
75(2)
1

C29
(3314(3)
2580(4)
324(1)
44(1)
1

C30
(3260(4)
1078(6)
124(1)
79(2)
1

C31
(4561(3)
2732(4)
444(1)
47(1)
1

C32
(3123(4)
3856(6)
45(1)
82(2)
1

N1
509(2)
4670(3)
2600(1)
22(1)
1

N2
(1123(2)
4090(3)
2017(1)
23(1)
1

O1
2185(2)
3399(2)
2221(1)
22(1)
1

O2
514(2)
3059(2)
1575(1)
28(1)
1

Cl1
975(1)
6605(1)
1819(1)
35(1)
1

Fe1
728(1)
4289(1)
2020(1)
21(1)
1

C41
660(40)
3410(70)
(800(15)
70(3)
0.567(16)

Cl41
1512(4)
1857(6)
(749(1)
67(2)
0.567(16)

Cl42
(554(6)
3341(8)
(527(2)
86(2)
0.567(16)

C51
590(60)
3470(90)
(825(19)
70(3)
0.433(16)

Cl51
1407(11)
1801(16)
(772(4)
175(5)
0.433(16)

Cl52
82(14)
3882(9)
(368(3)
104(4)
0.433(16)

	


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

	


C1(N1
1.467(4)

C1(C2
1.521(4)

C1(H1A
0.9900

C1(H1B
0.9900

C2(N2
1.471(4)

C2(H2A
0.9900

C2(H2B
0.9900

C3(N1
1.285(4)

C3(C4
1.444(4)

C3(H3
0.9500

C4(C9
1.401(4)

C4(C5
1.421(4)

C5(O1
1.323(3)

C5(C6
1.414(4)

C6(C7
1.390(4)

C6(C10
1.535(4)

C7(C8
1.402(4)

C7(H7
0.9500

C8(C9
1.383(4)

C8(C14
1.533(4)

C9(H9
0.9500

C10(C13
1.524(4)

C10(C12
1.539(4)

C10(C11
1.540(4)

C11(H11A
0.9800

C11(H11B
0.9800

C11(H11C
0.9800

C12(H12A
0.9800

C12(H12B
0.9800

C12(H12C
0.9800

C13(H13A
0.9800

C13(H13B
0.9800

C13(H13C
0.9800

C14(C17
1.536(4)

C14(C16
1.538(5)

C14(C15
1.540(5)

C15(H15A
0.9800

C15(H15B
0.9800

C15(H15C
0.9800

C16(H16A
0.9800

C16(H16B
0.9800

C16(H16C
0.9800

C17(H17A
0.9800

C17(H17B
0.9800

C17(H17C
0.9800

C18(N2
1.294(4)

C18(C19
1.440(4)

C18(H18
0.9500

C19(C20
1.407(4)

C19(C24
1.417(4)

C20(O2
1.323(3)

C20(C21
1.423(4)

C21(C22
1.385(4)

C21(C25
1.536(5)

C22(C23
1.412(4)

C22(H22
0.9500

C23(C24
1.362(4)

C23(C29
1.536(4)

C24(H24
0.9500

C25(C28
1.529(6)

C25(C26
1.534(6)

C25(C27
1.540(5)

C26(H26A
0.9800

C26(H26B
0.9800

C26(H26C
0.9800

C27(H27A
0.9800

C27(H27B
0.9800

C27(H27C
0.9800

C28(H28A
0.9800

C28(H28B
0.9800

C28(H28C
0.9800

C29(C31
1.522(5)

C29(C30
1.530(6)

C29(C32
1.538(6)

C30(H30A
0.9800

C30(H30B
0.9800

C30(H30C
0.9800

C31(H31A
0.9800

C31(H31B
0.9800

C31(H31C
0.9800

C32(H32A
0.9800

C32(H32B
0.9800

C32(H32C
0.9800

N1(Fe1
2.084(2)

N2(Fe1
2.088(2)

O1(Fe1
1.8744(19)

O2(Fe1
1.890(2)

Cl1(Fe1
2.2373(9)

C41(Cl41
1.70(6)

C41(Cl42
1.76(5)

C41(H41A
0.9900

C41(H41B
0.9900

C51(Cl52
1.79(7)

C51(Cl51
1.77(8)

C51(H51A
0.9900

C51(H51B
0.9900

N1(C1(C2
106.7(2)

N1(C1(H1A
110.4

C2(C1(H1A
110.4

N1(C1(H1B
110.4

C2(C1(H1B
110.4

H1A(C1(H1B
108.6

N2(C2(C1
107.9(2)

N2(C2(H2A
110.1

C1(C2(H2A
110.1

N2(C2(H2B
110.1

C1(C2(H2B
110.1

H2A(C2(H2B
108.4

N1(C3(C4
124.7(3)

N1(C3(H3
117.6

C4(C3(H3
117.6

C9(C4(C5
120.0(3)

C9(C4(C3
117.5(3)

C5(C4(C3
122.5(3)

O1(C5(C6
120.0(2)

O1(C5(C4
120.6(2)

C6(C5(C4
119.3(3)

C7(C6(C5
117.5(3)

C7(C6(C10
121.8(2)

C5(C6(C10
120.7(2)

C6(C7(C8
124.6(3)

C6(C7(H7
117.7

C8(C7(H7
117.7

C9(C8(C7
116.7(3)

C9(C8(C14
120.7(3)

C7(C8(C14
122.6(3)

C8(C9(C4
121.8(3)

C8(C9(H9
119.1

C4(C9(H9
119.1

C13(C10(C6
112.0(2)

C13(C10(C12
106.7(2)

C6(C10(C12
111.4(2)

C13(C10(C11
107.9(2)

C6(C10(C11
109.1(2)

C12(C10(C11
109.6(2)

C10(C11(H11A
109.5

C10(C11(H11B
109.5

H11A(C11(H11B
109.5

C10(C11(H11C
109.5

H11A(C11(H11C
109.5

H11B(C11(H11C
109.5

C10(C12(H12A
109.5

C10(C12(H12B
109.5

H12A(C12(H12B
109.5

C10(C12(H12C
109.5

H12A(C12(H12C
109.5

H12B(C12(H12C
109.5

C10(C13(H13A
109.5

C10(C13(H13B
109.5

H13A(C13(H13B
109.5

C10(C13(H13C
109.5

H13A(C13(H13C
109.5

H13B(C13(H13C
109.5

C8(C14(C17
112.3(3)

C8(C14(C16
110.1(3)

C17(C14(C16
108.4(3)

C8(C14(C15
108.6(2)

C17(C14(C15
107.7(3)

C16(C14(C15
109.7(3)

C14(C15(H15A
109.5

C14(C15(H15B
109.5

H15A(C15(H15B
109.5

C14(C15(H15C
109.5

H15A(C15(H15C
109.5

H15B(C15(H15C
109.5

C14(C16(H16A
109.5

C14(C16(H16B
109.5

H16A(C16(H16B
109.5

C14(C16(H16C
109.5

H16A(C16(H16C
109.5

H16B(C16(H16C
109.5

C14(C17(H17A
109.5

C14(C17(H17B
109.5

H17A(C17(H17B
109.5

C14(C17(H17C
109.5

H17A(C17(H17C
109.5

H17B(C17(H17C
109.5

N2(C18(C19
125.8(3)

N2(C18(H18
117.1

C19(C18(H18
117.1

C20(C19(C24
120.7(3)

C20(C19(C18
122.3(3)

C24(C19(C18
116.9(3)

O2(C20(C19
121.0(3)

O2(C20(C21
120.1(3)

C19(C20(C21
118.8(3)

C22(C21(C20
117.2(3)

C22(C21(C25
122.3(3)

C20(C21(C25
120.5(3)

C21(C22(C23
125.0(3)

C21(C22(H22
117.5

C23(C22(H22
117.5

C24(C23(C22
116.5(3)

C24(C23(C29
123.4(3)

C22(C23(C29
120.1(3)

C23(C24(C19
121.6(3)

C23(C24(H24
119.2

C19(C24(H24
119.2

C28(C25(C26
110.0(3)

C28(C25(C21
111.7(3)

C26(C25(C21
108.9(4)

C28(C25(C27
107.8(4)

C26(C25(C27
106.9(4)

C21(C25(C27
111.5(3)

C25(C26(H26A
109.5

C25(C26(H26B
109.5

H26A(C26(H26B
109.5

C25(C26(H26C
109.5

H26A(C26(H26C
109.5

H26B(C26(H26C
109.5

C25(C27(H27A
109.5

C25(C27(H27B
109.5

H27A(C27(H27B
109.5

C25(C27(H27C
109.5

H27A(C27(H27C
109.5

H27B(C27(H27C
109.5

C25(C28(H28A
109.5

C25(C28(H28B
109.5

H28A(C28(H28B
109.5

C25(C28(H28C
109.5

H28A(C28(H28C
109.5

H28B(C28(H28C
109.5

C31(C29(C30
107.3(3)

C31(C29(C23
112.4(3)

C30(C29(C23
109.8(3)

C31(C29(C32
108.3(3)

C30(C29(C32
111.5(4)

C23(C29(C32
107.6(3)

C29(C30(H30A
109.5

C29(C30(H30B
109.5

H30A(C30(H30B
109.5

C29(C30(H30C
109.5

H30A(C30(H30C
109.5

H30B(C30(H30C
109.5

C29(C31(H31A
109.5

C29(C31(H31B
109.5

H31A(C31(H31B
109.5

C29(C31(H31C
109.5

H31A(C31(H31C
109.5

H31B(C31(H31C
109.5

C29(C32(H32A
109.5

C29(C32(H32B
109.5

H32A(C32(H32B
109.5

C29(C32(H32C
109.5

H32A(C32(H32C
109.5

H32B(C32(H32C
109.5

C3(N1(C1
120.2(2)

C3(N1(Fe1
128.6(2)

C1(N1(Fe1
111.16(17)

C18(N2(C2
118.6(2)

C18(N2(Fe1
124.6(2)

C2(N2(Fe1
116.70(17)

C5(O1(Fe1
137.53(18)

C20(O2(Fe1
131.77(18)

O1(Fe1(O2
93.47(8)

O1(Fe1(N1
85.53(9)

O2(Fe1(N1
149.83(9)

O1(Fe1(N2
141.86(9)

O2(Fe1(N2
85.74(9)

N1(Fe1(N2
76.97(9)

O1(Fe1(Cl1
112.30(7)

O2(Fe1(Cl1
107.79(7)

N1(Fe1(Cl1
100.38(7)

N2(Fe1(Cl1
104.12(7)

Cl41(C41(Cl42
112(3)

Cl41(C41(H41A
109.1

Cl42(C41(H41A
109.1

Cl41(C41(H41B
109.1

Cl42(C41(H41B
109.1

H41A(C41(H41B
107.8

Cl52(C51(Cl51
108(4)

Cl52(C51(H51A
110.1

Cl51(C51(H51A
110.1

Cl52(C51(H51B
110.1

Cl51(C51(H51B
110.1

H51A(C51(H51B
108.5

	


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
22(2) 
29(2)
26(2) 
(3(1)
5(1) 
5(1)

C2
18(2) 
34(2)
29(2) 
(1(1)
5(1) 
3(1)

C3
20(1) 
21(2)
23(2) 
(4(1)
4(1) 
(6(1)

C4
20(1) 
21(2)
23(2) 
(1(1)
1(1) 
(3(1)

C5
20(1) 
15(2)
23(2) 
2(1)
0(1) 
(3(1)

C6
18(1) 
14(1)
26(2) 
(1(1)
1(1) 
(5(1)

C7
18(1) 
16(2)
32(2) 
2(1)
0(1) 
(1(1)

C8
25(2) 
17(2)
25(2) 
1(1)
(2(1) 
(5(1)

C9
27(2) 
25(2)
22(2) 
0(1)
4(1) 
(5(1)

C10
17(1) 
20(2)
27(2) 
1(1)
4(1) 
1(1)

C11
21(2) 
25(2)
31(2) 
(5(1)
5(1) 
0(1)

C12
22(2) 
27(2)
34(2) 
5(1)
9(1) 
4(1)

C13
22(2) 
25(2)
36(2) 
(1(1)
7(1) 
1(1)

C14
29(2) 
30(2)
25(2) 
3(1)
(7(1) 
(4(1)

C15
48(2) 
48(2)
33(2) 
12(2)
(9(2) 
(14(2)

C16
36(2) 
45(2)
24(2) 
(5(2)
(5(1) 
(2(2)

C17
30(2) 
47(2)
35(2) 
(2(2)
(9(2) 
3(2)

C18
17(1) 
28(2)
31(2) 
0(1)
2(1) 
3(1)

C19
26(2) 
25(2)
26(2) 
0(1)
0(1) 
1(1)

C20
22(2) 
24(2)
28(2) 
(2(1)
(3(1) 
6(1)

C21
32(2) 
45(2)
30(2) 
(7(2)
(2(2) 
17(2)

C22
40(2) 
47(2)
26(2) 
(8(2)
(4(2) 
17(2)

C23
33(2) 
36(2)
29(2) 
(4(2)
(7(1) 
12(2)

C24
25(2) 
31(2)
34(2) 
(1(2)
(4(1) 
7(1)

C25
36(2) 
98(4)
32(2) 
(24(2)
(4(2) 
29(2)

C26
55(3) 
80(3)
63(3) 
(28(3)
(22(2) 
40(2)

C27
57(3) 
197(6)
41(2) 
(47(3)
(6(2) 
66(4)

C28
39(2) 
136(5)
53(3) 
(6(3)
19(2) 
10(3)

C29
39(2) 
58(2)
30(2) 
(8(2)
(14(2) 
17(2)

C30
66(3) 
102(4)
58(3) 
(51(3)
(32(2) 
36(3)

C31
37(2) 
54(2)
45(2) 
(10(2)
(16(2) 
9(2)

C32
58(3) 
130(5)
51(3) 
40(3)
(15(2) 
3(3)

N1
20(1) 
22(1)
25(1) 
(2(1)
3(1) 
0(1)

N2
19(1) 
26(1)
24(1) 
(1(1)
2(1) 
3(1)

O1
17(1) 
26(1)
22(1) 
(1(1)
2(1) 
3(1)

O2
23(1) 
34(1)
26(1) 
(8(1)
(2(1) 
9(1)

Cl1
40(1) 
27(1)
38(1) 
6(1)
10(1) 
2(1)

Fe1
17(1) 
22(1)
22(1) 
(1(1)
2(1) 
2(1)

C41
75(6) 
77(5)
59(7) 
28(5)
14(5) 
14(5)

Cl41
56(2) 
77(3)
77(2) 
31(2)
39(2) 
25(2)

Cl42
77(3) 
103(3)
80(2) 
11(2)
24(2) 
31(2)

C51
76(6) 
77(5)
58(7) 
29(5)
12(5) 
12(5)

Cl51
160(9) 
182(10)
196(9) 
45(7)
71(7) 
74(7)

Cl52
139(8) 
90(4)
93(5) 
25(3)
50(5) 
34(4)

	


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

Atom 
x
y
z
Ueq
S.o.f.
H1A
(652
6405
2535
30
1

H1B
(810
5381
2904
30
1

H2A
(1777
3555
2519
32
1

H2B
(2347
5045
2322
32
1

H3
946
4512
3153
25
1

H7
5460
2143
2975
27
1

H9
2734
3660
3505
29
1

H11A
2965
1277
1947
38
1

H11B
3821
96
2190
38
1

H11C
4129
671
1778
38
1

H12A
5094
4306
2063
41
1

H12B
3746
3932
1879
41
1

H12C
4850
3207
1700
41
1

H13A
6152
1440
2069
41
1

H13B
5865
803
2477
41
1

H13C
6331
2465
2448
41
1

H15A
3616
1566
3945
67
1

H15B
4923
1217
4170
67
1

H15C
4493
464
3757
67
1

H16A
5220
4922
3815
54
1

H16B
5405
3951
4205
54
1

H16C
4081
4275
3991
54
1

H17A
6351
1379
3546
58
1

H17B
6745
2287
3938
58
1

H17C
6626
3110
3526
58
1

H18
(2704
3848
1735
31
1

H22
(968
2045
373
46
1

H24
(3315
3317
1082
37
1

H26A
2293
274
1077
103
1

H26B
918
(220
1050
103
1

H26C
1480
878
1388
103
1

H27A
981
2250
252
149
1

H27B
537
642
362
149
1

H27C
1941
1004
404
149
1

H28A
1773
4021
770
112
1

H28B
2814
2832
883
112
1

H28C
2073
3461
1211
112
1

H30A
(3951
975
(78
118
1

H30B
(3278
289
317
118
1

H30C
(2517
1007
6
118
1

H31A
(4656
3725
549
71
1

H31B
(4665
1995
644
71
1

H31C
(5166
2574
217
71
1

H32A
(3739
3811
(183
123
1

H32B
(2327
3768
(38
123
1

H32C
(3183
4801
179
123
1

H41A
344
3547
(1078
84
0.567(16)

H41B
1166
4276
(716
84
0.567(16)

H51A
1102
4282
(900
84
0.433(16)

H51B
(109
3367
(1031
84
0.433(16)
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