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Table 1. Crystal data and structure refinement.

	


Identification code 
05src0094    

Empirical formula 
C27H24Cl3FeN2O2
Formula weight 
570.68

Temperature 
120(2) K

Wavelength 
0.71073 Å

Crystal system 
Triclinic

Space group 
P(1 

Unit cell dimensions
a = 10.9613(6) Å
( = 109.102(5)°


b = 11.0481(8) Å
( = 100.330(5)°


c = 11.1915(7) Å
(  = 96.187(6)°

Volume
1239.56(14) Å3
Z
2

Density (calculated)
1.529 Mg / m3
Absorption coefficient
0.961 mm(1
F(000)
586

Crystal
Block; Dark Red

Crystal size
0.40 ( 0.25 ( 0.20 mm3
( range for data collection
3.00 ( 27.48°

Index ranges
(14 ( h ( 13, (14 ( k ( 14, (14 ( l ( 14

Reflections collected
18761

Independent reflections
5641 [Rint = 0.0310]

Completeness to ( = 27.48°
99.1 % 

Absorption correction
Semi(empirical from equivalents

Max. and min. transmission
0.8311 and 0.6999

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
5641 / 0 / 318

Goodness-of-fit on F2
1.041

Final R indices [F2 > 2((F2)]
R1 = 0.0336, wR2 = 0.0792

R indices (all data)
R1 = 0.0455, wR2 = 0.0850

Largest diff. peak and hole
0.528 and (0.593 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.

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
3420(2)
5234(2)
7355(2)
27(1)
1

C2
3360(2)
4067(2)
6158(2)
32(1)
1

C3
5034(2)
6690(2)
9141(2)
22(1)
1

C4
6289(2)
7073(2)
10011(2)
22(1)
1

C5
7057(2)
6154(2)
10114(2)
18(1)
1

C6
8294(2)
6586(2)
10982(2)
21(1)
1

C7
9085(2)
5679(2)
11084(2)
24(1)
1

C8
10269(2)
6088(2)
11890(2)
31(1)
1

C9
10700(2)
7414(2)
12627(2)
37(1)
1

C10
9953(2)
8304(2)
12539(2)
37(1)
1

C11
8732(2)
7926(2)
11704(2)
27(1)
1

C12
7943(2)
8829(2)
11566(2)
33(1)
1

C13
6782(2)
8418(2)
10762(2)
30(1)
1

C14
4128(2)
7634(2)
9339(2)
32(1)
1

C15
3493(2)
1863(2)
6080(2)
21(1)
1

C16
4185(2)
894(2)
6372(2)
20(1)
1

C17
5408(2)
1227(2)
7162(2)
18(1)
1

C18
6050(2)
219(2)
7399(2)
20(1)
1

C19
7273(2)
541(2)
8210(2)
22(1)
1

C20
7878(2)
(420(2)
8427(2)
28(1)
1

C21
7286(2)
(1732(2)
7850(2)
31(1)
1

C22
6102(2)
(2065(2)
7063(2)
30(1)
1

C23
5446(2)
(1103(2)
6824(2)
24(1)
1

C24
4205(2)
(1409(2)
6035(2)
30(1)
1

C25
3618(2)
(457(2)
5828(2)
28(1)
1

C26
2188(2)
1363(2)
5203(2)
32(1)
1

N1
4693(1)
5565(2)
8205(2)
20(1)
1

N2
3984(1)
3093(2)
6537(2)
23(1)
1

O1
6710(1)
4895(1)
9479(1)
20(1)
1

O2
6032(1)
2423(1)
7733(1)
21(1)
1

Cl1
6846(1)
4668(1)
6460(1)
21(1)
1

Fe1
5738(1)
4074(1)
7752(1)
16(1)
1

C31
9962(2)
3552(3)
13173(2)
50(1)
1

Cl31
9393(1)
2411(1)
11594(1)
59(1)
1

Cl32
9358(1)
3098(1)
14341(1)
67(1)
1

	


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

	


C1(N1
1.473(2)

C1(C2
1.510(3)

C1(H1A
0.9900

C1(H1B
0.9900

C2(N2
1.470(2)

C2(H2A
0.9900

C2(H2B
0.9900

C3(N1
1.299(2)

C3(C4
1.465(3)

C3(C14
1.508(3)

C4(C5
1.407(3)

C4(C13
1.432(3)

C5(O1
1.314(2)

C5(C6
1.447(3)

C6(C7
1.413(3)

C6(C11
1.415(3)

C7(C8
1.374(3)

C7(H7
0.9500

C8(C9
1.403(3)

C8(H8
0.9500

C9(C10
1.362(4)

C9(H9
0.9500

C10(C11
1.420(3)

C10(H10
0.9500

C11(C12
1.416(3)

C12(C13
1.354(3)

C12(H12
0.9500

C13(H13
0.9500

C14(H14A
0.9800

C14(H14B
0.9800

C14(H14C
0.9800

C15(N2
1.298(2)

C15(C16
1.464(3)

C15(C26
1.512(2)

C16(C17
1.404(3)

C16(C25
1.433(3)

C17(O2
1.311(2)

C17(C18
1.449(3)

C18(C19
1.413(3)

C18(C23
1.417(3)

C19(C20
1.375(3)

C19(H19
0.9500

C20(C21
1.405(3)

C20(H20
0.9500

C21(C22
1.368(3)

C21(H21
0.9500

C22(C23
1.415(3)

C22(H22
0.9500

C23(C24
1.420(3)

C24(C25
1.352(3)

C24(H24
0.9500

C25(H25
0.9500

C26(H26A
0.9800

C26(H26B
0.9800

C26(H26C
0.9800

N1(Fe1
2.0860(15)

N2(Fe1
2.0900(15)

O1(Fe1
1.8968(12)

O2(Fe1
1.8811(13)

Cl1(Fe1
2.2530(5)

C31(Cl32
1.750(3)

C31(Cl31
1.755(3)

C31(H31A
0.9900

C31(H31B
0.9900

N1(C1(C2
109.23(15)

N1(C1(H1A
109.8

C2(C1(H1A
109.8

N1(C1(H1B
109.8

C2(C1(H1B
109.8

H1A(C1(H1B
108.3

N2(C2(C1
109.40(16)

N2(C2(H2A
109.8

C1(C2(H2A
109.8

N2(C2(H2B
109.8

C1(C2(H2B
109.8

H2A(C2(H2B
108.2

N1(C3(C4
121.50(16)

N1(C3(C14
119.73(18)

C4(C3(C14
118.76(18)

C5(C4(C13
118.04(18)

C5(C4(C3
121.76(17)

C13(C4(C3
120.18(18)

O1(C5(C4
123.73(16)

O1(C5(C6
116.71(16)

C4(C5(C6
119.54(17)

C7(C6(C11
119.60(18)

C7(C6(C5
120.35(17)

C11(C6(C5
120.03(18)

C8(C7(C6
120.52(19)

C8(C7(H7
119.7

C6(C7(H7
119.7

C7(C8(C9
120.2(2)

C7(C8(H8
119.9

C9(C8(H8
119.9

C10(C9(C8
120.2(2)

C10(C9(H9
119.9

C8(C9(H9
119.9

C9(C10(C11
121.5(2)

C9(C10(H10
119.3

C11(C10(H10
119.3

C6(C11(C12
119.07(19)

C6(C11(C10
118.0(2)

C12(C11(C10
122.9(2)

C13(C12(C11
120.63(19)

C13(C12(H12
119.7

C11(C12(H12
119.7

C12(C13(C4
122.7(2)

C12(C13(H13
118.7

C4(C13(H13
118.7

C3(C14(H14A
109.5

C3(C14(H14B
109.5

H14A(C14(H14B
109.5

C3(C14(H14C
109.5

H14A(C14(H14C
109.5

H14B(C14(H14C
109.5

N2(C15(C16
121.60(16)

N2(C15(C26
121.52(18)

C16(C15(C26
116.88(17)

C17(C16(C25
117.54(18)

C17(C16(C15
122.61(17)

C25(C16(C15
119.85(17)

O2(C17(C16
124.00(17)

O2(C17(C18
116.05(15)

C16(C17(C18
119.95(16)

C19(C18(C23
119.43(17)

C19(C18(C17
120.59(16)

C23(C18(C17
119.97(17)

C20(C19(C18
120.34(18)

C20(C19(H19
119.8

C18(C19(H19
119.8

C19(C20(C21
120.3(2)

C19(C20(H20
119.8

C21(C20(H20
119.8

C22(C21(C20
120.29(19)

C22(C21(H21
119.9

C20(C21(H21
119.9

C21(C22(C23
120.95(19)

C21(C22(H22
119.5

C23(C22(H22
119.5

C22(C23(C18
118.63(19)

C22(C23(C24
122.58(19)

C18(C23(C24
118.80(18)

C25(C24(C23
120.50(18)

C25(C24(H24
119.7

C23(C24(H24
119.7

C24(C25(C16
123.24(19)

C24(C25(H25
118.4

C16(C25(H25
118.4

C15(C26(H26A
109.5

C15(C26(H26B
109.5

H26A(C26(H26B
109.5

C15(C26(H26C
109.5

H26A(C26(H26C
109.5

H26B(C26(H26C
109.5

C3(N1(C1
119.17(15)

C3(N1(Fe1
127.41(12)

C1(N1(Fe1
113.40(12)

C15(N2(C2
122.57(16)

C15(N2(Fe1
130.58(13)

C2(N2(Fe1
106.70(12)

C5(O1(Fe1
126.55(11)

C17(O2(Fe1
135.51(11)

O2(Fe1(O1
91.93(5)

O2(Fe1(N1
149.74(6)

O1(Fe1(N1
85.92(6)

O2(Fe1(N2
85.66(6)

O1(Fe1(N2
147.18(6)

N1(Fe1(N2
80.18(6)

O2(Fe1(Cl1
108.26(4)

O1(Fe1(Cl1
106.72(4)

N1(Fe1(Cl1
101.23(4)

N2(Fe1(Cl1
105.10(5)

Cl32(C31(Cl31
113.07(15)

Cl32(C31(H31A
109.0

Cl31(C31(H31A
109.0

Cl32(C31(H31B
109.0

Cl31(C31(H31B
109.0

H31A(C31(H31B
107.8

	


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
18(1) 
35(1)
36(1) 
22(1)
7(1) 
10(1)

C2
25(1) 
33(1)
34(1) 
16(1)
(9(1) 
3(1)

C3
30(1) 
25(1)
22(1) 
15(1)
13(1) 
13(1)

C4
31(1) 
21(1)
18(1) 
8(1)
12(1) 
8(1)

C5
24(1) 
18(1)
14(1) 
6(1)
8(1) 
3(1)

C6
24(1) 
23(1)
16(1) 
7(1)
7(1) 
(2(1)

C7
23(1) 
28(1)
20(1) 
7(1)
5(1) 
0(1)

C8
21(1) 
46(1)
25(1) 
14(1)
4(1) 
1(1)

C9
24(1) 
52(2)
25(1) 
7(1)
2(1) 
(11(1)

C10
37(1) 
37(1)
24(1) 
(1(1)
8(1) 
(16(1)

C11
33(1) 
25(1)
19(1) 
2(1)
12(1) 
(6(1)

C12
50(1) 
18(1)
27(1) 
1(1)
17(1) 
(2(1)

C13
50(1) 
19(1)
25(1) 
7(1)
18(1) 
10(1)

C14
41(1) 
36(1)
28(1) 
15(1)
16(1) 
24(1)

C15
17(1) 
28(1)
15(1) 
6(1)
5(1) 
(2(1)

C16
23(1) 
21(1)
15(1) 
5(1)
7(1) 
(2(1)

C17
23(1) 
16(1)
14(1) 
5(1)
7(1) 
(1(1)

C18
29(1) 
16(1)
17(1) 
6(1)
12(1) 
3(1)

C19
31(1) 
18(1)
19(1) 
7(1)
8(1) 
6(1)

C20
39(1) 
25(1)
24(1) 
11(1)
12(1) 
14(1)

C21
51(1) 
23(1)
32(1) 
16(1)
25(1) 
18(1)

C22
51(1) 
13(1)
32(1) 
7(1)
26(1) 
6(1)

C23
37(1) 
16(1)
23(1) 
6(1)
18(1) 
2(1)

C24
39(1) 
17(1)
27(1) 
0(1)
13(1) 
(7(1)

C25
26(1) 
26(1)
23(1) 
2(1)
5(1) 
(9(1)

C26
22(1) 
36(1)
30(1) 
9(1)
(4(1) 
(5(1)

N1
19(1) 
25(1)
22(1) 
13(1)
7(1) 
8(1)

N2
19(1) 
25(1)
23(1) 
11(1)
(2(1) 
1(1)

O1
21(1) 
16(1)
19(1) 
6(1)
0(1) 
3(1)

O2
20(1) 
14(1)
24(1) 
7(1)
(2(1) 
0(1)

Cl1
24(1) 
18(1)
23(1) 
9(1)
7(1) 
3(1)

Fe1
15(1) 
14(1)
18(1) 
7(1)
1(1) 
1(1)

C31
46(1) 
51(2)
46(2) 
13(1)
10(1) 
(9(1)

Cl31
54(1) 
48(1)
57(1) 
6(1)
(11(1) 
13(1)

Cl32
63(1) 
77(1)
85(1) 
49(1)
35(1) 
11(1)

	


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

Atom 
x
y
z
Ueq
S.o.f.
H1A
3227
5983
7101
32
1

H1B
2787
5033
7825
32
1

H2A
2470
3686
5707
38
1

H2B
3785
4339
5553
38
1

H7
8797
4780
10591
29
1

H8
10796
5472
11949
37
1

H9
11516
7691
13190
45
1

H10
10257
9197
13047
45
1

H12
8232
9732
12041
40
1

H13
6273
9046
10693
36
1

H14A
4056
8009
8653
48
1

H14B
4441
8331
10187
48
1

H14C
3299
7175
9305
48
1

H19
7678
1426
8606
26
1

H20
8702
(195
8971
33
1

H21
7710
(2390
8006
37
1

H22
5714
(2957
6671
36
1

H24
3785
(2290
5650
36
1

H25
2788
(695
5296
34
1

H26A
1738
2093
5258
48
1

H26B
1725
731
5478
48
1

H26C
2256
942
4305
48
1

H31A
10893
3664
13399
60
1

H31B
9739
4402
13194
60
1
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