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Table 1. Crystal data and structure refinement.

	


Identification code 
2005src0459    

Empirical formula 
C27H35FeN3O2S

Formula weight 
521.49

Temperature 
120(2) K

Wavelength 
0.71073 Å

Crystal system 
Monoclinic

Space group 
P21/n 

Unit cell dimensions
a = 5.6181(7) Å
( = 90°


b = 56.744(11) Å
( = 102.877(11)°


c = 7.8992(8) Å
(  = 90°

Volume
2454.9(6) Å3
Z
4

Density (calculated)
1.411 Mg / m3
Absorption coefficient
0.730 mm(1
F(000)
1104

Crystal
Rod; Orange

Crystal size
0.35 ( 0.05 ( 0.03 mm3
( range for data collection
3.01 ( 27.48°

Index ranges
(7 ( h ( 7, (73 ( k ( 73, (8 ( l ( 8

Reflections collected
15657

Independent reflections
4750 [Rint = 0.1010]

Completeness to ( = 27.48°
84.4 % 

Absorption correction
Semi(empirical from equivalents

Max. and min. transmission
0.9784 and 0.7843

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
4750 / 0 / 308

Goodness-of-fit on F2
1.065

Final R indices [F2 > 2((F2)]
R1 = 0.0730, wR2 = 0.1461

R indices (all data)
R1 = 0.1436, wR2 = 0.1855

Largest diff. peak and hole
0.698 and (0.701 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: SADABS Version 2.10. (G. M. Sheldrick (2003)) Bruker AXS Inc., Madison, Wisconsin, USA. 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
2582(9)
7126(1)
(1620(8)
21(1)
1

C2
4948(9)
7222(1)
(1612(8)
27(2)
1

C3
5382(10)
7411(1)
(390(8)
28(2)
1

C4
3350(9)
7432(1)
389(8)
26(2)
1

C5
1597(10)
7258(1)
(379(8)
26(2)
1

C6
5264(10)
6745(1)
1350(8)
29(2)
1

C7
7568(10)
6853(1)
1376(9)
29(2)
1

C8
7899(10)
7034(1)
2668(8)
30(2)
1

C9
5839(10)
7039(1)
3435(8)
28(2)
1

C10
4200(10)
6860(1)
2607(8)
28(2)
1

C11
1326(10)
6918(1)
(2546(7)
22(1)
1

C12
2026(9)
6543(1)
(3943(8)
23(1)
1

C13
(295(9)
6508(1)
(4999(8)
26(2)
1

C14
(820(9)
6284(1)
(5682(8)
32(2)
1

C15
884(9)
6104(1)
(5313(8)
27(2)
1

C16
3109(9)
6156(1)
(4228(8)
26(1)
1

C17
4905(10)
5748(1)
(3919(8)
26(2)
1

C18
7276(9)
5625(1)
(3178(8)
28(2)
1

C19
7103(10)
5357(1)
(3222(8)
28(2)
1

C20
9612(9)
5242(1)
(2595(8)
27(2)
1

C21
9545(9)
4972(1)
(2625(8)
26(1)
1

C22
12053(10)
4862(1)
(2063(8)
29(2)
1

C23
12080(10)
4592(1)
(1996(9)
31(2)
1

C24
14616(9)
4489(1)
(1397(9)
29(2)
1

C25
14692(9)
4219(1)
(1369(9)
29(2)
1

C26
17209(9)
4121(1)
(547(9)
29(2)
1

C27
17287(10)
3853(1)
(486(9)
32(2)
1

N1
2797(8)
6764(1)
(3187(6)
24(1)
1

N2
3710(8)
6373(1)
(3567(6)
24(1)
1

N3
4998(8)
5991(1)
(3705(7)
29(1)
1

O1
(876(6)
6890(1)
(2724(6)
34(1)
1

O2
3071(7)
5646(1)
(4685(6)
37(1)
1

S1
20271(3)
3731(1)
455(3)
47(1)
1

Fe1
4831(1)
7099(1)
784(1)
23(1)
1

	


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

	


C1(C2
1.437(7)

C1(C5
1.440(8)

C1(C11
1.480(7)

C1(Fe1
2.039(5)

C2(C3
1.426(8)

C2(Fe1
2.034(6)

C2(H2
0.9500

C3(C4
1.418(8)

C3(Fe1
2.057(5)

C3(H3
0.9500

C4(C5
1.429(7)

C4(Fe1
2.062(5)

C4(H4
0.9500

C5(Fe1
2.054(5)

C5(H5
0.9500

C6(C10
1.425(8)

C6(C7
1.428(7)

C6(Fe1
2.057(5)

C6(H6
0.9500

C7(C8
1.431(8)

C7(Fe1
2.050(5)

C7(H7
0.9500

C8(C9
1.421(8)

C8(Fe1
2.044(5)

C8(H8
0.9500

C9(C10
1.430(7)

C9(Fe1
2.071(6)

C9(H9
0.9500

C10(Fe1
2.065(6)

C10(H10
0.9500

C11(O1
1.224(6)

C11(N1
1.377(7)

C12(N2
1.339(6)

C12(C13
1.397(7)

C12(N1
1.411(6)

C13(C14
1.385(7)

C13(H13
0.9500

C14(C15
1.386(7)

C14(H14
0.9500

C15(C16
1.381(7)

C15(H15
0.9500

C16(N2
1.349(6)

C16(N3
1.407(6)

C17(O2
1.220(6)

C17(N3
1.387(6)

C17(C18
1.503(7)

C18(C19
1.526(7)

C18(H18A
0.9900

C18(H18B
0.9900

C19(C20
1.531(7)

C19(H19A
0.9900

C19(H19B
0.9900

C20(C21
1.533(7)

C20(H20A
0.9900

C20(H20B
0.9900

C21(C22
1.515(7)

C21(H21A
0.9900

C21(H21B
0.9900

C22(C23
1.530(7)

C22(H22A
0.9900

C22(H22B
0.9900

C23(C24
1.517(7)

C23(H23A
0.9900

C23(H23B
0.9900

C24(C25
1.530(7)

C24(H24A
0.9900

C24(H24B
0.9900

C25(C26
1.524(7)

C25(H25A
0.9900

C25(H25B
0.9900

C26(C27
1.520(7)

C26(H26A
0.9900

C26(H26B
0.9900

C27(S1
1.814(5)

C27(H27A
0.9900

C27(H27B
0.9900

N1(H1
0.8800

N3(H3A
0.8800

S1(H1A
1.3000

C2(C1(C5
107.1(5)

C2(C1(C11
130.1(5)

C5(C1(C11
122.6(5)

C2(C1(Fe1
69.2(3)

C5(C1(Fe1
70.0(3)

C11(C1(Fe1
121.9(4)

C3(C2(C1
107.9(5)

C3(C2(Fe1
70.5(4)

C1(C2(Fe1
69.5(3)

C3(C2(H2
126.0

C1(C2(H2
126.0

Fe1(C2(H2
125.5

C4(C3(C2
108.9(5)

C4(C3(Fe1
70.0(3)

C2(C3(Fe1
68.7(3)

C4(C3(H3
125.6

C2(C3(H3
125.6

Fe1(C3(H3
127.2

C3(C4(C5
107.7(5)

C3(C4(Fe1
69.7(3)

C5(C4(Fe1
69.4(3)

C3(C4(H4
126.1

C5(C4(H4
126.1

Fe1(C4(H4
126.3

C4(C5(C1
108.4(5)

C4(C5(Fe1
70.0(3)

C1(C5(Fe1
68.8(3)

C4(C5(H5
125.8

C1(C5(H5
125.8

Fe1(C5(H5
127.0

C10(C6(C7
108.3(5)

C10(C6(Fe1
70.1(3)

C7(C6(Fe1
69.4(3)

C10(C6(H6
125.8

C7(C6(H6
125.8

Fe1(C6(H6
126.2

C6(C7(C8
107.0(5)

C6(C7(Fe1
69.9(3)

C8(C7(Fe1
69.3(3)

C6(C7(H7
126.5

C8(C7(H7
126.5

Fe1(C7(H7
125.9

C9(C8(C7
109.2(5)

C9(C8(Fe1
70.8(3)

C7(C8(Fe1
69.8(3)

C9(C8(H8
125.4

C7(C8(H8
125.4

Fe1(C8(H8
125.5

C8(C9(C10
107.1(5)

C8(C9(Fe1
68.7(4)

C10(C9(Fe1
69.5(3)

C8(C9(H9
126.4

C10(C9(H9
126.4

Fe1(C9(H9
126.8

C6(C10(C9
108.4(5)

C6(C10(Fe1
69.5(3)

C9(C10(Fe1
70.0(3)

C6(C10(H10
125.8

C9(C10(H10
125.8

Fe1(C10(H10
126.3

O1(C11(N1
123.2(5)

O1(C11(C1
121.3(5)

N1(C11(C1
115.5(5)

N2(C12(C13
123.2(5)

N2(C12(N1
114.3(4)

C13(C12(N1
122.5(5)

C14(C13(C12
117.0(5)

C14(C13(H13
121.5

C12(C13(H13
121.5

C13(C14(C15
121.1(5)

C13(C14(H14
119.5

C15(C14(H14
119.5

C16(C15(C14
117.4(5)

C16(C15(H15
121.3

C14(C15(H15
121.3

N2(C16(C15
123.4(5)

N2(C16(N3
112.7(5)

C15(C16(N3
123.9(5)

O2(C17(N3
122.6(5)

O2(C17(C18
123.2(5)

N3(C17(C18
114.1(4)

C17(C18(C19
114.2(4)

C17(C18(H18A
108.7

C19(C18(H18A
108.7

C17(C18(H18B
108.7

C19(C18(H18B
108.7

H18A(C18(H18B
107.6

C18(C19(C20
111.6(4)

C18(C19(H19A
109.3

C20(C19(H19A
109.3

C18(C19(H19B
109.3

C20(C19(H19B
109.3

H19A(C19(H19B
108.0

C19(C20(C21
113.7(4)

C19(C20(H20A
108.8

C21(C20(H20A
108.8

C19(C20(H20B
108.8

C21(C20(H20B
108.8

H20A(C20(H20B
107.7

C22(C21(C20
112.9(4)

C22(C21(H21A
109.0

C20(C21(H21A
109.0

C22(C21(H21B
109.0

C20(C21(H21B
109.0

H21A(C21(H21B
107.8

C21(C22(C23
115.1(4)

C21(C22(H22A
108.5

C23(C22(H22A
108.5

C21(C22(H22B
108.5

C23(C22(H22B
108.5

H22A(C22(H22B
107.5

C24(C23(C22
113.6(4)

C24(C23(H23A
108.8

C22(C23(H23A
108.8

C24(C23(H23B
108.8

C22(C23(H23B
108.8

H23A(C23(H23B
107.7

C23(C24(C25
114.4(4)

C23(C24(H24A
108.6

C25(C24(H24A
108.6

C23(C24(H24B
108.6

C25(C24(H24B
108.6

H24A(C24(H24B
107.6

C26(C25(C24
113.0(4)

C26(C25(H25A
109.0

C24(C25(H25A
109.0

C26(C25(H25B
109.0

C24(C25(H25B
109.0

H25A(C25(H25B
107.8

C27(C26(C25
113.3(4)

C27(C26(H26A
108.9

C25(C26(H26A
108.9

C27(C26(H26B
108.9

C25(C26(H26B
108.9

H26A(C26(H26B
107.7

C26(C27(S1
114.4(4)

C26(C27(H27A
108.6

S1(C27(H27A
108.6

C26(C27(H27B
108.6

S1(C27(H27B
108.6

H27A(C27(H27B
107.6

C11(N1(C12
124.6(5)

C11(N1(H1
117.7

C12(N1(H1
117.7

C12(N2(C16
117.9(4)

C17(N3(C16
128.3(4)

C17(N3(H3A
115.8

C16(N3(H3A
115.8

C27(S1(H1A
109.5

C2(Fe1(C1
41.3(2)

C2(Fe1(C8
122.8(2)

C1(Fe1(C8
159.9(2)

C2(Fe1(C7
105.6(2)

C1(Fe1(C7
122.8(2)

C8(Fe1(C7
40.9(2)

C2(Fe1(C5
68.9(2)

C1(Fe1(C5
41.2(2)

C8(Fe1(C5
157.3(2)

C7(Fe1(C5
160.9(2)

C2(Fe1(C3
40.8(2)

C1(Fe1(C3
68.8(2)

C8(Fe1(C3
107.1(2)

C7(Fe1(C3
120.5(2)

C5(Fe1(C3
68.0(2)

C2(Fe1(C6
120.8(2)

C1(Fe1(C6
107.2(2)

C8(Fe1(C6
68.2(2)

C7(Fe1(C6
40.7(2)

C5(Fe1(C6
125.2(2)

C3(Fe1(C6
156.4(3)

C2(Fe1(C4
68.8(2)

C1(Fe1(C4
69.1(2)

C8(Fe1(C4
121.4(2)

C7(Fe1(C4
156.1(2)

C5(Fe1(C4
40.6(2)

C3(Fe1(C4
40.3(2)

C6(Fe1(C4
162.0(2)

C2(Fe1(C10
157.2(2)

C1(Fe1(C10
122.2(2)

C8(Fe1(C10
67.9(2)

C7(Fe1(C10
68.4(2)

C5(Fe1(C10
109.2(2)

C3(Fe1(C10
161.3(2)

C6(Fe1(C10
40.4(2)

C4(Fe1(C10
125.6(3)

C2(Fe1(C9
159.9(2)

C1(Fe1(C9
158.0(2)

C8(Fe1(C9
40.4(2)

C7(Fe1(C9
68.7(3)

C5(Fe1(C9
122.6(3)

C3(Fe1(C9
124.2(2)

C6(Fe1(C9
68.2(2)

C4(Fe1(C9
108.2(2)

C10(Fe1(C9
40.4(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) 
23(3)
21(4) 
2(2)
3(2) 
4(2)

C2
18(3) 
25(3)
36(5) 
2(3)
6(3) 
3(2)

C3
33(3) 
16(3)
32(5) 
2(2)
3(3) 
(2(2)

C4
25(3) 
25(3)
26(4) 
(7(3)
0(3) 
5(2)

C5
21(3) 
29(3)
27(4) 
(2(3)
3(2) 
5(2)

C6
35(3) 
18(3)
26(4) 
2(2)
(5(3) 
(3(2)

C7
22(3) 
18(3)
46(5) 
5(3)
8(3) 
5(2)

C8
24(3) 
25(3)
37(5) 
(5(3)
2(3) 
0(2)

C9
31(3) 
30(3)
20(4) 
(2(3)
(1(3) 
3(2)

C10
23(3) 
36(3)
27(5) 
6(3)
7(3) 
2(2)

C11
32(3) 
22(3)
11(4) 
(1(2)
3(2) 
(2(2)

C12
29(3) 
24(3)
18(4) 
4(2)
6(2) 
0(2)

C13
24(3) 
26(3)
27(4) 
0(3)
1(3) 
4(2)

C14
16(3) 
33(3)
42(5) 
1(3)
(3(3) 
0(2)

C15
28(3) 
20(3)
31(4) 
(1(2)
2(3) 
(2(2)

C16
23(3) 
22(3)
35(4) 
6(3)
9(3) 
4(2)

C17
26(3) 
20(3)
31(5) 
(5(2)
6(3) 
(1(2)

C18
25(3) 
21(3)
36(5) 
1(3)
6(3) 
4(2)

C19
26(3) 
23(3)
33(5) 
1(3)
1(3) 
1(2)

C20
27(3) 
18(3)
36(5) 
0(2)
5(3) 
1(2)

C21
26(3) 
21(3)
28(4) 
(1(2)
3(3) 
(5(2)

C22
29(3) 
22(3)
36(5) 
(2(3)
4(3) 
1(2)

C23
24(3) 
27(3)
42(5) 
3(3)
6(3) 
0(2)

C24
24(3) 
21(3)
38(5) 
0(3)
0(3) 
0(2)

C25
24(3) 
20(3)
42(5) 
2(3)
8(3) 
(2(2)

C26
25(3) 
22(3)
39(5) 
1(3)
5(3) 
2(2)

C27
29(3) 
26(3)
39(5) 
0(3)
6(3) 
4(2)

N1
24(2) 
17(2)
31(4) 
(3(2)
4(2) 
1(2)

N2
23(2) 
18(2)
31(4) 
(2(2)
6(2) 
(2(2)

N3
22(2) 
20(2)
41(4) 
(4(2)
(1(2) 
(1(2)

O1
21(2) 
40(2)
38(3) 
(8(2)
4(2) 
(2(2)

O2
27(2) 
24(2)
53(3) 
0(2)
(4(2) 
0(2)

S1
43(1) 
38(1)
53(2) 
1(1)
(7(1) 
14(1)

Fe1
19(1) 
19(1)
28(1) 
1(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
6032
7170
(2300
32
1

H3
6802
7507
(139
33
1

H4
3183
7541
1264
31
1

H5
46
7234
(115
31
1

H6
4561
6619
619
34
1

H7
8672
6812
670
34
1

H8
9277
7135
2965
35
1

H9
5596
7142
4329
34
1

H10
2662
6823
2853
34
1

H13
(1460
6632
(5238
32
1

H14
(2374
6254
(6415
38
1

H15
535
5951
(5787
33
1

H18A
7872
5676
(1959
33
1

H18B
8498
5675
(3835
33
1

H19A
6387
5304
(4424
34
1

H19B
6005
5304
(2474
34
1

H20A
10315
5295
(1394
33
1

H20B
10706
5297
(3338
33
1

H21A
8504
4916
(1847
31
1

H21B
8790
4918
(3817
31
1

H22A
12829
4923
(896
35
1

H22B
13063
4914
(2873
35
1

H23A
11054
4539
(1199
37
1

H23B
11341
4531
(3167
37
1

H24A
15334
4548
(214
35
1

H24B
15651
4546
(2175
35
1

H25A
13502
4160
(714
34
1

H25B
14187
4160
(2574
34
1

H26A
18393
4178
(1213
35
1

H26B
17725
4183
651
35
1

H27A
16739
3792
(1684
38
1

H27B
16115
3797
193
38
1

H1
4324
6805
(3120
29
1

H3A
6421
6049
(3173
35
1

H1A
21485
3877
1594
71
1

	


[image: image2.wmf]






1

09/06/05 10:54:32                    Dr T Gelbrich          
98src212

User:

PAGE  
7
09/06/05 10:54:32                    Dr. P. N. Horton        
            2005SRC0459 / FESCH3

User: Dr. J. H. R. Tucker

