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Table 1. Crystal data and structure refinement details.

	


Identification code 
04skc0011p(18    

Empirical formula 
C20H50Br2N2O8
Formula weight 
606.44

Temperature 
120(2) K

Wavelength 
0.71073 Å

Crystal system 
Triclinic

Space group 
P(1 

Unit cell dimensions
a = 13.912(2) Å
( = 64.325(8)°


b = 14.2967(7) Å
( = 78.777(9)°


c = 16.456(2) Å
(  = 89.720(7)°

Volume
2881.6(6) Å3
Z
4

Density (calculated)
1.398 Mg / m3
Absorption coefficient
2.854 mm(1
F(000)
1272

Crystal
block; colourless

Crystal size
0.10 ( 0.08 ( 0.03 mm3
( range for data collection
3.00 ( 27.48°

Index ranges
(18 ( h ( 18, (18 ( k ( 18, (21 ( l ( 21

Reflections collected
64930

Independent reflections
13207 [Rint = 0.0756]

Completeness to ( = 27.48°
99.9 % 

Absorption correction
Semi(empirical from equivalents

Max. and min. transmission
0.9193 and 0.7634

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
13207 / 17 / 704

Goodness-of-fit on F2
1.012

Final R indices [F2 > 2((F2)]
R1 = 0.0488, wR2 = 0.0976

R indices (all data)
R1 = 0.0859, wR2 = 0.1111

Largest diff. peak and hole
1.246 and (0.785 e Å(3
	


Diffractometer: Nonius KappaCCD area detector (( 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 - Bruker Nonius area detector scaling and absorption correction - V2.10 Structure solution: SHELXS97 (G. M. Sheldrick, Acta Cryst. (1990) A46 467(473). Structure refinement: SHELXL97 (G. M. Sheldrick (1997), University of Göttingen, Germany). Graphics: Cameron - A Molecular Graphics Package. (D. M. Watkin, L. Pearce and C. K. Prout, Chemical Crystallography Laboratory, University of Oxford, 1993).

Special details: 

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.
Br01
1334(1)
3605(1)
7428(1)
30(1)
1

Br02
7746(1)
4155(1)
7311(1)
31(1)
1

Br03
6025(1)
(759(1)
7163(1)
31(1)
1

Br04
2343(1)
(1429(1)
7695(1)
37(1)
1

C1
4941(2)
5064(3)
7648(2)
21(1)
1

C2
5028(2)
4166(3)
7389(2)
20(1)
1

C3
4023(2)
3785(3)
7351(2)
21(1)
1

C4
4143(2)
2890(3)
7096(2)
21(1)
1

O1A
5155(2)
5067(2)
8317(2)
29(1)
1

O1B
4615(2)
5875(2)
7006(2)
27(1)
1

O2
5428(2)
3319(2)
8022(2)
25(1)
1

O3
3364(2)
3548(2)
8195(2)
28(1)
1

O4A
3756(2)
1981(2)
7761(2)
28(1)
1

O4B
4557(2)
3033(2)
6329(2)
32(1)
1

C21
7041(3)
5743(3)
9122(3)
30(1)
1

C22
7649(3)
5501(3)
10518(3)
29(1)
1

C23
8408(3)
4708(3)
9484(3)
33(1)
1

C24
6751(3)
4038(3)
10540(3)
27(1)
1

C25
6115(3)
6188(3)
9389(3)
33(1)
1

C26
8303(3)
6515(3)
10015(3)
31(1)
1

C27
8970(3)
3988(3)
10167(4)
52(1)
1

C28
6485(3)
3397(3)
10078(3)
35(1)
1

N21
7461(2)
5002(2)
9918(2)
20(1)
1

C31
8666(3)
14(3)
7589(3)
22(1)
1

C32
8738(2)
(872(3)
7313(2)
20(1)
1

C33
9748(3)
(1291(3)
7359(2)
22(1)
1

C34
9790(2)
(2169(3)
7078(3)
23(1)
1

O31A
8088(2)
7(2)
8235(2)
33(1)
1

O31B
9313(2)
819(2)
7001(2)
30(1)
1

O32
8017(2)
(1697(2)
7890(2)
27(1)
1

O33
9929(2)
(1562(2)
8243(2)
28(1)
1

O34A
9827(2)
(2001(2)
6283(2)
31(1)
1

O34B
9788(2)
(3105(2)
7753(2)
29(1)
1

C41
8212(3)
8697(3)
4127(2)
27(1)
1

C42
7694(3)
7904(3)
5792(2)
29(1)
1

C43
7971(4)
6767(3)
4983(3)
46(1)
1

C44
6535(3)
7771(4)
4860(3)
52(1)
1

C45
8263(3)
8694(3)
3202(3)
33(1)
1

C46
7148(3)
7041(3)
6693(3)
39(1)
1

C47
9039(4)
6656(4)
5023(3)
59(2)
1

C48
6026(3)
8723(5)
4829(4)
63(2)
1

N41
7601(2)
7784(2)
4939(2)
26(1)
1

C61A
5506(5)
(931(5)
10479(5)
21(2)
0.50

C62A
5991(19)
(1523(16)
9976(15)
32(5)
0.50

C63A
5682(5)
799(5)
9087(5)
24(2)
0.50

C64A
6540(10)
1231(13)
9284(9)
28(3)
0.50

C61B
5435(6)
(457(5)
9394(5)
26(2)
0.50

C62B
5872(16)
(1470(13)
9799(14)
27(4)
0.50

C63B
5845(5)
340(6)
10378(5)
28(2)
0.50

C64B
6631(11)
1133(13)
9631(8)
38(4)
0.50

N61
5000
0
10000
23(1)
1

C71A
359(5)
(1015(5)
10740(5)
23(2)
0.50

C72A
691(9)
(1830(9)
10412(8)
40(2)
0.50

C73A
793(6)
529(6)
9200(5)
34(2)
0.50

C74A
1724(8)
891(10)
9354(10)
40(2)
0.50

C71B
373(6)
(595(5)
9475(5)
28(2)
0.50

C72B
769(8)
(1602(8)
10082(8)
35(2)
0.50

C73B
831(5)
392(6)
10294(5)
31(2)
0.50

C74B
1671(8)
1047(10)
9558(10)
35(2)
0.50

N71
0
0
10000
24(1)
1

C81
6497(3)
3520(3)
4875(3)
37(1)
1

C82
6928(3)
1872(3)
4897(3)
41(1)
1

C83
8160(3)
3409(3)
4044(3)
38(1)
1

C84
7778(3)
2608(3)
5713(3)
41(1)
1

C85
6754(3)
4506(3)
4940(3)
38(1)
1

C86
7706(4)
1100(3)
4868(3)
59(2)
1

C87
7864(3)
3635(3)
3137(3)
30(1)
1

C88
7024(3)
2042(3)
6650(3)
33(1)
1

N81
7355(2)
2828(2)
4896(2)
23(1)
1

O1W
4006(2)
329(2)
7501(3)
56(1)
1

O2W
4391(2)
(2428(2)
7201(3)
45(1)
1

O3W
9335(2)
2448(3)
7327(3)
58(1)
1

O4W
9740(3)
5350(2)
7321(3)
41(1)
1

	


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

	


C1(O1A
1.197(4)

C1(O1B
1.336(4)

C1(C2
1.515(5)

C2(O2
1.410(4)

C2(C3
1.526(4)

C2(H2
1.0000

C3(O3
1.409(4)

C3(C4
1.508(5)

C3(H3
1.0000

C4(O4B
1.209(4)

C4(O4A
1.312(4)

O1B(H1
0.8400

O2(H2A
0.8400

O3(H3A
0.8400

O4A(H4
0.8400

C21(N21
1.507(5)

C21(C25
1.507(5)

C21(H21A
0.9900

C21(H21B
0.9900

C22(N21
1.505(4)

C22(C26
1.514(5)

C22(H22A
0.9900

C22(H22B
0.9900

C23(C27
1.505(6)

C23(N21
1.521(5)

C23(H23A
0.9900

C23(H23B
0.9900

C24(C28
1.506(5)

C24(N21
1.523(4)

C24(H24A
0.9900

C24(H24B
0.9900

C25(H25A
0.9800

C25(H25B
0.9800

C25(H25C
0.9800

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

C31(O31A
1.198(4)

C31(O31B
1.333(4)

C31(C32
1.517(5)

C32(O32
1.403(4)

C32(C33
1.528(5)

C32(H32
1.0000

C33(O33
1.408(4)

C33(C34
1.511(5)

C33(H33
1.0000

C34(O34A
1.213(4)

C34(O34B
1.317(4)

O31B(H31
0.8400

O32(H32A
0.8400

O33(H33A
0.8400

O34B(H34
0.8400

C41(N41
1.507(4)

C41(C45
1.513(5)

C41(H41A
0.9900

C41(H41B
0.9900

C42(C46
1.511(5)

C42(N41
1.514(4)

C42(H42A
0.9900

C42(H42B
0.9900

C43(C47
1.505(7)

C43(N41
1.516(5)

C43(H43A
0.9900

C43(H43B
0.9900

C44(N41
1.515(5)

C44(C48
1.517(7)

C44(H44A
0.9900

C44(H44B
0.9900

C45(H45A
0.9800

C45(H45B
0.9800

C45(H45C
0.9800

C46(H46A
0.9800

C46(H46B
0.9800

C46(H46C
0.9800

C47(H47A
0.9800

C47(H47B
0.9800

C47(H47C
0.9800

C48(H48A
0.9800

C48(H48B
0.9800

C48(H48C
0.9800

C61A(N61
1.478(6)

C61A(C62A
1.496(16)

C61A(H61A
0.9900

C61A(H61B
0.9900

C62A(H62A
0.9800

C62A(H62B
0.9800

C62A(H62C
0.9800

C63A(C64A
1.497(12)

C63A(N61
1.559(6)

C63A(H63A
0.9900

C63A(H63B
0.9900

C64A(H64A
0.9800

C64A(H64B
0.9800

C64A(H64C
0.9800

C61B(N61
1.453(7)

C61B(C62B
1.492(15)

C61B(H61C
0.9900

C61B(H61D
0.9900

C62B(H62D
0.9800

C62B(H62E
0.9800

C62B(H62F
0.9800

C63B(C64B
1.508(13)

C63B(N61
1.599(7)

C63B(H63C
0.9900

C63B(H63D
0.9900

C64B(H64D
0.9800

C64B(H64E
0.9800

C64B(H64F
0.9800

N61(C61Bi
1.453(7)

N61(C61Ai
1.478(6)

N61(C63Ai
1.559(6)

N61(C63Bi
1.599(7)

C71A(C72A
1.518(13)

C71A(N71
1.592(7)

C71A(H71A
0.9900

C71A(H71B
0.9900

C72A(H72A
0.9800

C72A(H72B
0.9800

C72A(H72C
0.9800

C73A(N71
1.450(7)

C73A(C74A
1.503(12)

C73A(H73A
0.9900

C73A(H73B
0.9900

C74A(H74A
0.9800

C74A(H74B
0.9800

C74A(H74C
0.9800

C71B(N71
1.482(7)

C71B(C72B
1.528(11)

C71B(H71C
0.9900

C71B(H71D
0.9900

C72B(H72D
0.9800

C72B(H72E
0.9800

C72B(H72F
0.9800

C73B(C74B
1.479(13)

C73B(N71
1.531(7)

C73B(H73C
0.9900

C73B(H73D
0.9900

C74B(H74D
0.9800

C74B(H74E
0.9800

C74B(H74F
0.9800

N71(C73Aii
1.450(7)

N71(C71Bii
1.482(7)

N71(C73Bii
1.531(7)

N71(C71Aii
1.592(7)

C81(C85
1.509(6)

C81(N81
1.544(5)

C81(H81A
0.9900

C81(H81B
0.9900

C82(N81
1.492(5)

C82(C86
1.551(7)

C82(H82A
0.9900

C82(H82B
0.9900

C83(N81
1.516(5)

C83(C87
1.524(6)

C83(H83A
0.9900

C83(H83B
0.9900

C84(N81
1.479(5)

C84(C88
1.559(6)

C84(H84A
0.9900

C84(H84B
0.9900

C85(H85A
0.9800

C85(H85B
0.9800

C85(H85C
0.9800

C86(H86A
0.9800

C86(H86B
0.9800

C86(H86C
0.9800

C87(H87A
0.9800

C87(H87B
0.9800

C87(H87C
0.9800

C88(H88A
0.9800

C88(H88B
0.9800

C88(H88C
0.9800

O1W(H1W
0.832(18)

O1W(H2W
0.831(18)

O2W(H21W
0.833(19)

O2W(H22W
0.840(19)

O3W(H31W
0.829(19)

O3W(H32W
0.838(19)

O4W(H41W
0.71(5)

O4W(H42W
0.88(7)

O1A(C1(O1B
124.2(3)

O1A(C1(C2
125.5(3)

O1B(C1(C2
110.3(3)

O2(C2(C1
111.8(3)

O2(C2(C3
108.4(3)

C1(C2(C3
110.7(3)

O2(C2(H2
108.6

C1(C2(H2
108.6

C3(C2(H2
108.6

O3(C3(C4
114.7(3)

O3(C3(C2
108.9(3)

C4(C3(C2
108.9(3)

O3(C3(H3
108.1

C4(C3(H3
108.1

C2(C3(H3
108.1

O4B(C4(O4A
124.5(3)

O4B(C4(C3
120.8(3)

O4A(C4(C3
114.7(3)

C1(O1B(H1
109.5

C2(O2(H2A
109.5

C3(O3(H3A
109.5

C4(O4A(H4
109.5

N21(C21(C25
115.0(3)

N21(C21(H21A
108.5

C25(C21(H21A
108.5

N21(C21(H21B
108.5

C25(C21(H21B
108.5

H21A(C21(H21B
107.5

N21(C22(C26
114.9(3)

N21(C22(H22A
108.5

C26(C22(H22A
108.5

N21(C22(H22B
108.5

C26(C22(H22B
108.5

H22A(C22(H22B
107.5

C27(C23(N21
114.3(3)

C27(C23(H23A
108.7

N21(C23(H23A
108.7

C27(C23(H23B
108.7

N21(C23(H23B
108.7

H23A(C23(H23B
107.6

C28(C24(N21
115.3(3)

C28(C24(H24A
108.5

N21(C24(H24A
108.5

C28(C24(H24B
108.5

N21(C24(H24B
108.5

H24A(C24(H24B
107.5

C21(C25(H25A
109.5

C21(C25(H25B
109.5

H25A(C25(H25B
109.5

C21(C25(H25C
109.5

H25A(C25(H25C
109.5

H25B(C25(H25C
109.5

C22(C26(H26A
109.5

C22(C26(H26B
109.5

H26A(C26(H26B
109.5

C22(C26(H26C
109.5

H26A(C26(H26C
109.5

H26B(C26(H26C
109.5

C23(C27(H27A
109.5

C23(C27(H27B
109.5

H27A(C27(H27B
109.5

C23(C27(H27C
109.5

H27A(C27(H27C
109.5

H27B(C27(H27C
109.5

C24(C28(H28A
109.5

C24(C28(H28B
109.5

H28A(C28(H28B
109.5

C24(C28(H28C
109.5

H28A(C28(H28C
109.5

H28B(C28(H28C
109.5

C22(N21(C21
111.3(3)

C22(N21(C23
111.5(3)

C21(N21(C23
105.6(3)

C22(N21(C24
106.5(3)

C21(N21(C24
111.4(3)

C23(N21(C24
110.7(3)

O31A(C31(O31B
124.2(3)

O31A(C31(C32
124.7(3)

O31B(C31(C32
111.1(3)

O32(C32(C31
111.7(3)

O32(C32(C33
108.4(3)

C31(C32(C33
110.5(3)

O32(C32(H32
108.7

C31(C32(H32
108.7

C33(C32(H32
108.7

O33(C33(C34
114.8(3)

O33(C33(C32
109.1(3)

C34(C33(C32
108.8(3)

O33(C33(H33
108.0

C34(C33(H33
108.0

C32(C33(H33
108.0

O34A(C34(O34B
123.8(3)

O34A(C34(C33
121.2(3)

O34B(C34(C33
115.0(3)

C31(O31B(H31
109.5

C32(O32(H32A
109.5

C33(O33(H33A
109.5

C34(O34B(H34
109.5

N41(C41(C45
114.9(3)

N41(C41(H41A
108.5

C45(C41(H41A
108.5

N41(C41(H41B
108.5

C45(C41(H41B
108.5

H41A(C41(H41B
107.5

C46(C42(N41
114.8(3)

C46(C42(H42A
108.6

N41(C42(H42A
108.6

C46(C42(H42B
108.6

N41(C42(H42B
108.6

H42A(C42(H42B
107.5

C47(C43(N41
115.1(4)

C47(C43(H43A
108.5

N41(C43(H43A
108.5

C47(C43(H43B
108.5

N41(C43(H43B
108.5

H43A(C43(H43B
107.5

N41(C44(C48
115.2(4)

N41(C44(H44A
108.5

C48(C44(H44A
108.5

N41(C44(H44B
108.5

C48(C44(H44B
108.5

H44A(C44(H44B
107.5

C41(C45(H45A
109.5

C41(C45(H45B
109.5

H45A(C45(H45B
109.5

C41(C45(H45C
109.5

H45A(C45(H45C
109.5

H45B(C45(H45C
109.5

C42(C46(H46A
109.5

C42(C46(H46B
109.5

H46A(C46(H46B
109.5

C42(C46(H46C
109.5

H46A(C46(H46C
109.5

H46B(C46(H46C
109.5

C43(C47(H47A
109.5

C43(C47(H47B
109.5

H47A(C47(H47B
109.5

C43(C47(H47C
109.5

H47A(C47(H47C
109.5

H47B(C47(H47C
109.5

C44(C48(H48A
109.5

C44(C48(H48B
109.5

H48A(C48(H48B
109.5

C44(C48(H48C
109.5

H48A(C48(H48C
109.5

H48B(C48(H48C
109.5

C41(N41(C42
106.5(3)

C41(N41(C44
111.0(3)

C42(N41(C44
110.6(3)

C41(N41(C43
110.5(3)

C42(N41(C43
110.9(3)

C44(N41(C43
107.4(3)

N61(C61A(C62A
120.4(9)

N61(C61A(H61A
107.2

C62A(C61A(H61A
107.2

N61(C61A(H61B
107.2

C62A(C61A(H61B
107.2

H61A(C61A(H61B
106.9

C61A(C62A(H62A
109.5

C61A(C62A(H62B
109.5

H62A(C62A(H62B
109.5

C61A(C62A(H62C
109.5

H62A(C62A(H62C
109.5

H62B(C62A(H62C
109.5

C64A(C63A(N61
110.8(7)

C64A(C63A(H63A
109.5

N61(C63A(H63A
109.5

C64A(C63A(H63B
109.5

N61(C63A(H63B
109.5

H63A(C63A(H63B
108.1

C63A(C64A(H64A
109.5

C63A(C64A(H64B
109.5

H64A(C64A(H64B
109.5

C63A(C64A(H64C
109.5

H64A(C64A(H64C
109.5

H64B(C64A(H64C
109.5

N61(C61B(C62B
118.7(9)

N61(C61B(H61C
107.6

C62B(C61B(H61C
107.6

N61(C61B(H61D
107.6

C62B(C61B(H61D
107.6

H61C(C61B(H61D
107.1

C61B(C62B(H62D
109.5

C61B(C62B(H62E
109.5

H62D(C62B(H62E
109.5

C61B(C62B(H62F
109.5

H62D(C62B(H62F
109.5

H62E(C62B(H62F
109.5

C64B(C63B(N61
114.0(6)

C64B(C63B(H63C
108.8

N61(C63B(H63C
108.8

C64B(C63B(H63D
108.8

N61(C63B(H63D
108.8

H63C(C63B(H63D
107.7

C63B(C64B(H64D
109.5

C63B(C64B(H64E
109.5

H64D(C64B(H64E
109.5

C63B(C64B(H64F
109.5

H64D(C64B(H64F
109.5

H64E(C64B(H64F
109.5

C61Bi(N61(C61B
180.0(4)

C61Bi(N61(C61A
112.2(4)

C61B(N61(C61A
67.8(4)

C61Bi(N61(C61Ai
67.8(4)

C61B(N61(C61Ai
112.2(4)

C61A(N61(C61Ai
180.0(6)

C61Bi(N61(C63A
113.3(4)

C61B(N61(C63A
66.7(4)

C61A(N61(C63A
111.4(4)

C61Ai(N61(C63A
68.6(4)

C61Bi(N61(C63Ai
66.7(4)

C61B(N61(C63Ai
113.3(4)

C61A(N61(C63Ai
68.6(4)

C61Ai(N61(C63Ai
111.4(4)

C63A(N61(C63Ai
180.000(1)

C61Bi(N61(C63B
70.6(4)

C61B(N61(C63B
109.4(4)

C61A(N61(C63B
71.8(4)

C61Ai(N61(C63B
108.2(4)

C63A(N61(C63B
78.3(4)

C63Ai(N61(C63B
101.7(4)

C61Bi(N61(C63Bi
109.4(4)

C61B(N61(C63Bi
70.6(4)

C61A(N61(C63Bi
108.2(4)

C61Ai(N61(C63Bi
71.8(4)

C63A(N61(C63Bi
101.7(4)

C63Ai(N61(C63Bi
78.3(4)

C63B(N61(C63Bi
180.0(5)

C72A(C71A(N71
115.5(6)

C72A(C71A(H71A
108.4

N71(C71A(H71A
108.4

C72A(C71A(H71B
108.4

N71(C71A(H71B
108.4

H71A(C71A(H71B
107.5

C71A(C72A(H72A
109.5

C71A(C72A(H72B
109.5

H72A(C72A(H72B
109.5

C71A(C72A(H72C
109.5

H72A(C72A(H72C
109.5

H72B(C72A(H72C
109.5

N71(C73A(C74A
117.4(7)

N71(C73A(H73A
108.0

C74A(C73A(H73A
108.0

N71(C73A(H73B
108.0

C74A(C73A(H73B
108.0

H73A(C73A(H73B
107.2

C73A(C74A(H74A
109.5

C73A(C74A(H74B
109.5

H74A(C74A(H74B
109.5

C73A(C74A(H74C
109.5

H74A(C74A(H74C
109.5

H74B(C74A(H74C
109.5

N71(C71B(C72B
111.3(7)

N71(C71B(H71C
109.4

C72B(C71B(H71C
109.4

N71(C71B(H71D
109.4

C72B(C71B(H71D
109.4

H71C(C71B(H71D
108.0

C71B(C72B(H72D
109.5

C71B(C72B(H72E
109.5

H72D(C72B(H72E
109.5

C71B(C72B(H72F
109.5

H72D(C72B(H72F
109.5

H72E(C72B(H72F
109.5

C74B(C73B(N71
117.3(7)

C74B(C73B(H73C
108.0

N71(C73B(H73C
108.0

C74B(C73B(H73D
108.0

N71(C73B(H73D
108.0

H73C(C73B(H73D
107.2

C73B(C74B(H74D
109.5

C73B(C74B(H74E
109.5

H74D(C74B(H74E
109.5

C73B(C74B(H74F
109.5

H74D(C74B(H74F
109.5

H74E(C74B(H74F
109.5

C73Aii(N71(C73A
180.000(1)

C73Aii(N71(C71B
116.2(4)

C73A(N71(C71B
63.8(4)

C73Aii(N71(C71Bii
63.8(4)

C73A(N71(C71Bii
116.2(4)

C71B(N71(C71Bii
180.0(4)

C73Aii(N71(C73B
108.8(4)

C73A(N71(C73B
71.2(4)

C71B(N71(C73B
111.5(4)

C71Bii(N71(C73B
68.5(4)

C73Aii(N71(C73Bii
71.2(4)

C73A(N71(C73Bii
108.8(4)

C71B(N71(C73Bii
68.5(4)

C71Bii(N71(C73Bii
111.5(4)

C73B(N71(C73Bii
180.0(5)

C73Aii(N71(C71A
69.9(4)

C73A(N71(C71A
110.1(4)

C71B(N71(C71A
76.0(4)

C71Bii(N71(C71A
104.0(4)

C73B(N71(C71A
74.3(4)

C73Bii(N71(C71A
105.7(4)

C73Aii(N71(C71Aii
110.1(4)

C73A(N71(C71Aii
69.9(4)

C71B(N71(C71Aii
104.0(4)

C71Bii(N71(C71Aii
76.0(4)

C73B(N71(C71Aii
105.7(4)

C73Bii(N71(C71Aii
74.3(4)

C71A(N71(C71Aii
180.0(5)

C85(C81(N81
114.2(3)

C85(C81(H81A
108.7

N81(C81(H81A
108.7

C85(C81(H81B
108.7

N81(C81(H81B
108.7

H81A(C81(H81B
107.6

N81(C82(C86
112.7(4)

N81(C82(H82A
109.0

C86(C82(H82A
109.0

N81(C82(H82B
109.0

C86(C82(H82B
109.0

H82A(C82(H82B
107.8

N81(C83(C87
114.4(3)

N81(C83(H83A
108.7

C87(C83(H83A
108.7

N81(C83(H83B
108.7

C87(C83(H83B
108.7

H83A(C83(H83B
107.6

N81(C84(C88
113.8(3)

N81(C84(H84A
108.8

C88(C84(H84A
108.8

N81(C84(H84B
108.8

C88(C84(H84B
108.8

H84A(C84(H84B
107.7

C81(C85(H85A
109.5

C81(C85(H85B
109.5

H85A(C85(H85B
109.5

C81(C85(H85C
109.5

H85A(C85(H85C
109.5

H85B(C85(H85C
109.5

C82(C86(H86A
109.5

C82(C86(H86B
109.5

H86A(C86(H86B
109.5

C82(C86(H86C
109.5

H86A(C86(H86C
109.5

H86B(C86(H86C
109.5

C83(C87(H87A
109.5

C83(C87(H87B
109.5

H87A(C87(H87B
109.5

C83(C87(H87C
109.5

H87A(C87(H87C
109.5

H87B(C87(H87C
109.5

C84(C88(H88A
109.5

C84(C88(H88B
109.5

H88A(C88(H88B
109.5

C84(C88(H88C
109.5

H88A(C88(H88C
109.5

H88B(C88(H88C
109.5

C84(N81(C82
113.3(3)

C84(N81(C83
107.6(3)

C82(N81(C83
111.2(3)

C84(N81(C81
110.2(3)

C82(N81(C81
105.4(3)

C83(N81(C81
108.9(3)

H1W(O1W(H2W
108(3)

H21W(O2W(H22W
108(3)

H31W(O3W(H32W
107(3)

H41W(O4W(H42W
107(5)

	


Symmetry transformations used to generate equivalent atoms: 

(i) (x+1,(y,(z+2    (ii) (x,(y,(z+2 

	


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
Br01
23(1) 
22(1)
44(1) 
(14(1)
(11(1) 
3(1)

Br02
20(1) 
25(1)
50(1) 
(18(1)
(8(1) 
2(1)

Br03
23(1) 
27(1)
46(1) 
(19(1)
(10(1) 
3(1)

Br04
22(1) 
23(1)
60(1) 
(13(1)
(10(1) 
3(1)

C1
14(2) 
20(2)
26(2) 
(10(2)
(2(1) 
0(1)

C2
15(2) 
18(2)
25(2) 
(9(2)
(4(1) 
2(1)

C3
17(2) 
24(2)
27(2) 
(16(2)
(4(2) 
3(1)

C4
16(2) 
23(2)
28(2) 
(13(2)
(9(2) 
2(1)

O1A
34(2) 
32(2)
28(2) 
(17(1)
(13(1) 
5(1)

O1B
34(2) 
19(1)
34(2) 
(13(1)
(17(1) 
7(1)

O2
19(1) 
22(1)
35(2) 
(10(1)
(9(1) 
2(1)

O3
15(1) 
40(2)
37(2) 
(25(1)
1(1) 
(1(1)

O4A
36(2) 
22(1)
30(2) 
(15(1)
(6(1) 
0(1)

O4B
34(2) 
38(2)
29(2) 
(22(1)
2(1) 
(4(1)

C21
39(2) 
27(2)
22(2) 
(9(2)
(9(2) 
1(2)

C22
34(2) 
30(2)
25(2) 
(13(2)
(7(2) 
0(2)

C23
26(2) 
30(2)
43(2) 
(22(2)
8(2) 
3(2)

C24
28(2) 
23(2)
27(2) 
(10(2)
(3(2) 
2(2)

C25
35(2) 
26(2)
41(2) 
(14(2)
(20(2) 
10(2)

C26
28(2) 
34(2)
37(2) 
(21(2)
(9(2) 
0(2)

C27
32(2) 
32(2)
82(4) 
(19(2)
(8(2) 
8(2)

C28
35(2) 
27(2)
43(3) 
(18(2)
(4(2) 
(1(2)

N21
22(2) 
17(1)
19(2) 
(6(1)
(3(1) 
3(1)

C31
21(2) 
21(2)
27(2) 
(8(2)
(11(2) 
5(1)

C32
19(2) 
18(2)
23(2) 
(9(2)
(5(1) 
0(1)

C33
22(2) 
20(2)
26(2) 
(10(2)
(9(2) 
3(1)

C34
14(2) 
20(2)
34(2) 
(14(2)
(1(2) 
3(1)

O31A
41(2) 
28(1)
29(2) 
(15(1)
1(1) 
1(1)

O31B
29(2) 
19(1)
40(2) 
(15(1)
0(1) 
0(1)

O32
17(1) 
22(1)
42(2) 
(12(1)
(8(1) 
1(1)

O33
22(1) 
33(1)
39(2) 
(22(1)
(14(1) 
8(1)

O34A
36(2) 
31(2)
29(2) 
(16(1)
(3(1) 
6(1)

O34B
33(2) 
20(1)
36(2) 
(15(1)
(8(1) 
5(1)

C41
33(2) 
20(2)
25(2) 
(8(2)
(2(2) 
(1(2)

C42
35(2) 
30(2)
25(2) 
(14(2)
(9(2) 
2(2)

C43
89(4) 
21(2)
28(2) 
(13(2)
(5(2) 
(2(2)

C44
36(3) 
78(4)
46(3) 
(34(3)
(5(2) 
(21(2)

C45
37(2) 
37(2)
25(2) 
(13(2)
(6(2) 
12(2)

C46
59(3) 
30(2)
24(2) 
(11(2)
(5(2) 
3(2)

C47
87(4) 
45(3)
43(3) 
(19(2)
(11(3) 
35(3)

C48
27(2) 
115(5)
58(3) 
(45(3)
(16(2) 
18(3)

N41
31(2) 
25(2)
21(2) 
(11(1)
(3(1) 
(7(1)

C61A
25(4) 
16(3)
20(4) 
(5(3)
(8(3) 
3(3)

C62A
47(9) 
34(7)
41(9) 
(28(6)
(35(6) 
30(6)

C63A
31(4) 
14(3)
19(4) 
(4(3)
3(3) 
2(3)

C64A
19(5) 
26(5)
37(7) 
(11(6)
(9(5) 
5(4)

C61B
32(4) 
22(4)
21(4) 
(11(3)
0(3) 
5(3)

C62B
26(6) 
27(7)
32(8) 
(13(6)
(12(7) 
10(5)

C63B
29(4) 
27(4)
30(4) 
(11(3)
(15(3) 
7(3)

C64B
26(5) 
26(6)
60(10) 
(15(8)
(19(7) 
(1(4)

N61
24(2) 
16(2)
22(2) 
(5(2)
2(2) 
(1(2)

C71A
26(4) 
23(4)
18(4) 
(6(3)
(6(3) 
(1(3)

C72A
37(5) 
29(4)
43(6) 
(13(3)
8(3) 
(2(3)

C73A
32(4) 
37(5)
21(4) 
(5(4)
4(3) 
(2(3)

C74A
37(5) 
29(4)
43(6) 
(13(3)
8(3) 
(2(3)

C71B
40(5) 
26(4)
24(4) 
(14(3)
(11(3) 
7(3)

C72B
33(4) 
27(4)
47(6) 
(20(3)
(5(3) 
4(3)

C73B
33(4) 
28(4)
40(5) 
(22(4)
(14(4) 
1(3)

C74B
33(4) 
27(4)
47(6) 
(20(3)
(5(3) 
4(3)

N71
22(2) 
29(2)
20(2) 
(10(2)
(5(2) 
0(2)

C81
31(2) 
40(2)
37(2) 
(16(2)
(7(2) 
9(2)

C82
42(3) 
35(2)
45(3) 
(20(2)
(3(2) 
(5(2)

C83
30(2) 
37(2)
42(3) 
(15(2)
(3(2) 
3(2)

C84
44(3) 
43(3)
40(3) 
(18(2)
(16(2) 
6(2)

C85
48(3) 
32(2)
35(2) 
(18(2)
(6(2) 
11(2)

C86
93(4) 
27(2)
48(3) 
(17(2)
6(3) 
1(2)

C87
35(2) 
28(2)
25(2) 
(10(2)
(5(2) 
3(2)

C88
50(3) 
27(2)
23(2) 
(11(2)
(12(2) 
7(2)

N81
20(2) 
26(2)
23(2) 
(12(1)
(4(1) 
0(1)

O1W
30(2) 
43(2)
121(3) 
(56(2)
(26(2) 
13(2)

O2W
26(2) 
33(2)
84(2) 
(38(2)
(2(2) 
(2(1)

O3W
26(2) 
47(2)
135(3) 
(67(2)
(24(2) 
10(2)

O4W
24(2) 
35(2)
80(2) 
(39(2)
(12(2) 
7(1)

	


Table 5. Hydrogen bonds [Å and °].

 D(H···A
d(D(H)
d(H···A)
d(D···A)
((DHA)

 O2(H2A...Br02
0.84
2.43
3.248(2)
163.7

 O3(H3A...Br01
0.84
2.49
3.298(3)
161.1

 O4A(H4...O1W
0.84
1.77
2.587(4)
165.5

 O31B(H31...O3W
0.84
1.78
2.607(4)
167.9

 O32(H32A...Br03
0.84
2.46
3.282(2)
166.1

 O1W(H1W...Br03
0.832(18)
2.45(2)
3.273(3)
174(4)

 O1W(H2W...Br04
0.831(18)
2.46(2)
3.292(3)
175(4)

 O2W(H21W...Br04
0.833(19)
2.47(2)
3.299(3)
174(5)

 O2W(H22W...Br03
0.840(19)
2.44(2)
3.276(3)
174(5)

 O3W(H32W...Br02
0.838(19)
2.45(2)
3.281(3)
169(5)

 O4W(H42W...Br02
0.88(7)
2.40(7)
3.272(3)
175(5)

 O1B(H1...O2Wiii
0.84
1.77
2.593(4)
165.3

 O33(H33A...Br04iv
0.84
2.47
3.287(3)
163.5

 O3W(H31W...Br01iv
0.829(19)
2.48(2)
3.311(3)
175(5)

 O4W(H41W...Br01iv
0.71(5)
2.60(5)
3.299(3)
172(5)

 O34B(H34...O4Wv
0.84
1.77
2.602(4)
170.1 
	


Symmetry transformations used to generate equivalent atoms: 

(i) (x+1,(y,(z+2    (ii) (x,(y,(z+2    (iii) x,y+1,z 

(iv)  x+1,y,z    (v) x,y(1,z  
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