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Table 1. Crystal data and structure refinement.

	


Identification code 
2010src0036 / HJM 128   

Empirical formula 
C17H15BrClN2O3Re

Formula weight 
596.87

Temperature 
120(2) K

Wavelength 
0.71073 Å

Crystal system 
Monoclinic

Space group 
P21/c 

Unit cell dimensions
a = 8.5959(2) Å
( = 90°


b = 13.7519(4) Å
( = 92.572(2)°


c = 15.1599(5) Å
(  = 90°

Volume
1790.25(9) Å3
Z
4

Density (calculated)
2.215 Mg / m3
Absorption coefficient
9.187 mm(1
F(000)
1128

Crystal
Cut Blade; Yellow

Crystal size
0.26 ( 0.13 ( 0.09 mm3
( range for data collection
3.25 ( 27.48°

Index ranges
(11 ( h ( 9, (17 ( k ( 17, (18 ( l ( 19

Reflections collected
20565

Independent reflections
4090 [Rint = 0.0449]

Completeness to ( = 27.48°
99.8 % 

Absorption correction
Semi(empirical from equivalents

Max. and min. transmission
0.4919 and 0.1986

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
4090 / 45 / 255

Goodness-of-fit on F2
1.074

Final R indices [F2 > 2((F2)]
R1 = 0.0334, wR2 = 0.0734

R indices (all data)
R1 = 0.0441, wR2 = 0.0774

Extinction coefficient
0.00109(15)

Largest diff. peak and hole
1.220 and (1.402 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 using a standard riding model.

There was disorder of two of the ligands (CO and Cl-) binding to the rhenium ion. The occupancy was allowed to freely refine, under the restraint that the total charge remained zero for the entire species. 

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.
Re1
8390(1)
5360(1)
1886(1)
25(1)
1

C1
5911(7)
7034(4)
1901(4)
32(1)
1

C2
4462(8)
7473(4)
1783(4)
39(2)
1

C3
3238(7)
6925(5)
1427(4)
40(2)
1

C4
3478(6)
5965(5)
1221(4)
34(1)
1

C5
4946(6)
5558(4)
1360(4)
29(1)
1

C6
5318(6)
4537(4)
1145(4)
25(1)
1

C7
4225(6)
3865(5)
835(4)
34(1)
1

C8
4672(7)
2933(5)
643(4)
35(1)
1

C9
6233(7)
2668(4)
741(4)
31(1)
1

C10
7271(6)
3372(4)
1057(4)
26(1)
1

C11
6781(7)
1665(4)
516(4)
35(1)
1

C12
6452(7)
921(4)
1228(4)
39(1)
1

C13
6810(8)
(133(4)
977(5)
41(2)
1

C14
8425(7)
(260(4)
708(5)
38(2)
1

N1
6168(5)
6096(3)
1695(3)
26(1)
1

N2
6836(5)
4284(3)
1261(3)
23(1)
1

Br1
8897(1)
(1636(1)
503(1)
45(1)
1

C21
10220(6)
4562(4)
2024(4)
30(1)
1

O21
11316(4)
4077(3)
2095(3)
36(1)
1

C31
9505(7)
6397(4)
2485(4)
33(1)
1

O31
10153(5)
7014(3)
2858(3)
47(1)
1

C41
9070(20)
5844(13)
770(8)
25(3)
0.735(13)

O41
9580(10)
6132(6)
141(6)
33(2)
0.735(13)

Cl41
9185(12)
5895(8)
456(5)
20(2)
0.265(13)

C51
7700(30)
4870(20)
3009(14)
17(4)
0.265(13)

O51
7340(20)
4685(15)
3646(16)
16(3)
0.265(13)

Cl51
7360(3)
4788(2)
3276(2)
24(1)
0.735(13)

	


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

	


Re1(C21
1.922(6)

Re1(C31
1.923(6)

Re1(C41
1.934(11)

Re1(C51
1.949(15)

Re1(N1
2.169(4)

Re1(N2
2.181(4)

Re1(Cl41
2.417(8)

Re1(Cl51
2.451(3)

C1(N1
1.348(7)

C1(C2
1.389(8)

C1(H1
0.9500

C2(C3
1.384(10)

C2(H2
0.9500

C3(C4
1.375(9)

C3(H3
0.9500

C4(C5
1.388(8)

C4(H4
0.9500

C5(N1
1.364(7)

C5(C6
1.479(8)

C6(N2
1.354(7)

C6(C7
1.385(8)

C7(C8
1.374(9)

C7(H7
0.9500

C8(C9
1.392(8)

C8(H8
0.9500

C9(C10
1.388(7)

C9(C11
1.501(8)

C10(N2
1.349(7)

C10(H10
0.9500

C11(C12
1.522(8)

C11(H11A
0.9900

C11(H11B
0.9900

C12(C13
1.533(9)

C12(H12A
0.9900

C12(H12B
0.9900

C13(C14
1.475(9)

C13(H13A
0.9900

C13(H13B
0.9900

C14(Br1
1.962(6)

C14(H14A
0.9900

C14(H14B
0.9900

C21(O21
1.155(6)

C31(O31
1.150(7)

C41(O41
1.137(17)

C51(O51
1.06(3)

C21(Re1(C31
89.1(2)

C21(Re1(C41
90.7(6)

C31(Re1(C41
89.7(6)

C21(Re1(C51
89.2(9)

C31(Re1(C51
90.6(10)

C41(Re1(C51
179.7(11)

C21(Re1(N1
172.90(19)

C31(Re1(N1
97.7(2)

C41(Re1(N1
91.2(6)

C51(Re1(N1
88.8(9)

C21(Re1(N2
98.2(2)

C31(Re1(N2
172.1(2)

C41(Re1(N2
93.2(5)

C51(Re1(N2
86.5(10)

N1(Re1(N2
74.91(16)

C21(Re1(Cl41
90.5(3)

C31(Re1(Cl41
92.5(3)

C41(Re1(Cl41
2.8(7)

C51(Re1(Cl41
176.9(10)

N1(Re1(Cl41
91.2(3)

N2(Re1(Cl41
90.5(3)

C21(Re1(Cl51
92.80(19)

C31(Re1(Cl51
91.37(19)

C41(Re1(Cl51
176.3(6)

C51(Re1(Cl51
3.7(9)

N1(Re1(Cl51
85.12(13)

N2(Re1(Cl51
85.28(13)

Cl41(Re1(Cl51
175.0(3)

N1(C1(C2
122.8(6)

N1(C1(H1
118.6

C2(C1(H1
118.6

C3(C2(C1
118.4(6)

C3(C2(H2
120.8

C1(C2(H2
120.8

C4(C3(C2
119.5(6)

C4(C3(H3
120.2

C2(C3(H3
120.2

C3(C4(C5
119.8(6)

C3(C4(H4
120.1

C5(C4(H4
120.1

N1(C5(C4
121.2(5)

N1(C5(C6
115.2(5)

C4(C5(C6
123.6(6)

N2(C6(C7
120.5(5)

N2(C6(C5
115.6(5)

C7(C6(C5
123.9(5)

C8(C7(C6
120.2(5)

C8(C7(H7
119.9

C6(C7(H7
119.9

C7(C8(C9
119.9(5)

C7(C8(H8
120.0

C9(C8(H8
120.0

C10(C9(C8
117.1(5)

C10(C9(C11
121.1(5)

C8(C9(C11
121.8(5)

N2(C10(C9
123.2(5)

N2(C10(H10
118.4

C9(C10(H10
118.4

C9(C11(C12
112.7(5)

C9(C11(H11A
109.0

C12(C11(H11A
109.0

C9(C11(H11B
109.0

C12(C11(H11B
109.0

H11A(C11(H11B
107.8

C11(C12(C13
114.5(5)

C11(C12(H12A
108.6

C13(C12(H12A
108.6

C11(C12(H12B
108.6

C13(C12(H12B
108.6

H12A(C12(H12B
107.6

C14(C13(C12
112.5(5)

C14(C13(H13A
109.1

C12(C13(H13A
109.1

C14(C13(H13B
109.1

C12(C13(H13B
109.1

H13A(C13(H13B
107.8

C13(C14(Br1
111.2(4)

C13(C14(H14A
109.4

Br1(C14(H14A
109.4

C13(C14(H14B
109.4

Br1(C14(H14B
109.4

H14A(C14(H14B
108.0

C1(N1(C5
118.3(5)

C1(N1(Re1
124.6(4)

C5(N1(Re1
117.1(3)

C10(N2(C6
119.0(5)

C10(N2(Re1
124.0(3)

C6(N2(Re1
116.8(3)

O21(C21(Re1
179.1(5)

O31(C31(Re1
178.6(6)

O41(C41(Re1
174.9(16)

O51(C51(Re1
173(3)

	


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
Re1
21(1) 
18(1)
35(1) 
(2(1)
0(1) 
(1(1)

C1
34(3) 
20(3)
42(4) 
0(2)
12(3) 
3(2)

C2
48(4) 
27(3)
45(4) 
9(3)
19(3) 
14(3)

C3
35(3) 
41(4)
43(4) 
15(3)
9(3) 
17(3)

C4
25(3) 
40(3)
37(3) 
8(3)
3(2) 
6(2)

C5
27(3) 
28(3)
30(3) 
8(2)
5(2) 
6(2)

C6
25(3) 
29(3)
23(3) 
3(2)
3(2) 
1(2)

C7
21(3) 
42(3)
37(3) 
(4(3)
0(2) 
(6(2)

C8
26(3) 
40(3)
39(4) 
(6(3)
1(2) 
(8(2)

C9
40(3) 
25(3)
29(3) 
(2(2)
3(2) 
(4(2)

C10
26(3) 
24(3)
29(3) 
(1(2)
(3(2) 
(1(2)

C11
42(3) 
26(3)
37(4) 
1(3)
4(3) 
(5(3)

C12
40(3) 
32(3)
46(4) 
3(3)
5(3) 
(1(3)

C13
41(4) 
28(3)
54(4) 
3(3)
(5(3) 
(5(3)

C14
40(3) 
22(3)
52(4) 
3(3)
(2(3) 
(1(2)

N1
24(2) 
22(2)
32(3) 
2(2)
3(2) 
0(2)

N2
22(2) 
19(2)
27(2) 
1(2)
2(2) 
(1(2)

Br1
41(1) 
29(1)
63(1) 
(1(1)
(1(1) 
(2(1)

C21
27(3) 
25(3)
36(3) 
(1(2)
0(2) 
(8(2)

O21
25(2) 
31(2)
54(3) 
3(2)
0(2) 
6(2)

C31
30(3) 
28(3)
39(4) 
2(3)
(1(3) 
3(2)

O31
47(3) 
30(2)
63(3) 
(11(2)
(11(2) 
(6(2)

C41
18(4) 
21(4)
35(7) 
0(6)
10(6) 
1(3)

O41
31(4) 
32(4)
37(5) 
5(3)
3(3) 
1(3)

Cl41
19(4) 
23(3)
21(6) 
6(4)
10(4) 
(2(2)

C51
18(7) 
18(7)
15(8) 
(2(7)
10(6) 
3(6)

O51
11(5) 
16(6)
22(8) 
(3(7)
13(6) 
(5(4)

Cl51
26(1) 
26(1)
21(3) 
5(2)
5(1) 
(2(1)

	


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

Atom 
x
y
z
Ueq
S.o.f.
H1
6757
7410
2137
38
1

H2
4314
8133
1943
47
1

H3
2240
7211
1325
47
1

H4
2641
5581
983
40
1

H7
3163
4050
754
40
1

H8
3916
2469
444
42
1

H10
8340
3204
1134
32
1

H11A
7915
1684
430
42
1

H11B
6258
1457
(48
42
1

H12A
5340
967
1367
47
1

H12B
7079
1089
1770
47
1

H13A
6630
(561
1488
49
1

H13B
6085
(336
485
49
1

H14A
9152
(1
1176
46
1

H14B
8578
114
161
46
1
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