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Table 1. Crystal data and structure refinement.

	


Identification code 
2009src0886 / MAB/JT/29   

Empirical formula 
C6H15B5N2O10
Formula weight 
329.25

Temperature 
120(2) K

Wavelength 
0.71073 Å

Crystal system 
Triclinic

Space group 
P(1 

Unit cell dimensions
a = 8.1239(5) Å
( = 106.587(3)°


b = 9.4947(5) Å
( = 91.279(3)°


c = 9.9342(4) Å
(  = 96.031(3)°

Volume
729.21(7) Å3
Z
2

Density (calculated)
1.500 Mg / m3
Absorption coefficient
0.130 mm(1
F(000)
340

Crystal
Plate; Colourless

Crystal size
0.52 ( 0.32 ( 0.08 mm3
( range for data collection
3.18 ( 27.48°

Index ranges
(10 ( h ( 10, (12 ( k ( 12, (12 ( l ( 12

Reflections collected
14787

Independent reflections
3347 [Rint = 0.0421]

Completeness to ( = 27.48°
99.8 % 

Absorption correction
Semi(empirical from equivalents

Max. and min. transmission
0.9896 and 0.9353

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
3347 / 24 / 271

Goodness-of-fit on F2
1.058

Final R indices [F2 > 2((F2)]
R1 = 0.0549, wR2 = 0.1452

R indices (all data)
R1 = 0.0720, wR2 = 0.1578

Largest diff. peak and hole
0.566 and (0.437 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.

The imidazolium cation was disordered over 2 main sites.

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.
B1
1078(2)
8180(2)
2034(2)
19(1)
1

B2
(869(3)
5898(2)
1867(2)
21(1)
1

B3
(964(3)
7988(2)
3843(2)
23(1)
1

B4
4066(3)
8568(2)
1741(2)
23(1)
1

B5
2233(3)
9416(2)
314(2)
23(1)
1

O1
286(2)
6657(1)
1301(1)
21(1)
1

O2
(1480(2)
6526(1)
3159(1)
25(1)
1

O3
176(2)
8802(1)
3309(1)
22(1)
1

O4
2788(2)
8150(2)
2447(1)
23(1)
1

O5
3779(2)
9076(2)
585(2)
31(1)
1

O6
929(2)
9089(1)
1063(1)
21(1)
1

O7
(1493(2)
4466(1)
1205(1)
25(1)
1

O8
(1606(2)
8562(2)
5118(1)
31(1)
1

O9
5653(2)
8523(2)
2170(2)
35(1)
1

O10
2057(2)
10089(2)
(709(2)
33(1)
1

C1A
5088(7)
7112(6)
7053(7)
21(1)
0.768(4)

C2A
3875(6)
7852(7)
5398(6)
48(2)
0.768(4)

C3A
2659(7)
7351(7)
6108(6)
47(2)
0.768(4)

C4A
6305(4)
6734(4)
7976(4)
47(1)
0.768(4)

C5A
5768(6)
5374(7)
8411(7)
59(1)
0.768(4)

C6A
8020(5)
6882(5)
7608(5)
61(1)
0.768(4)

N1A
3449(8)
6899(12)
7128(11)
28(1)
0.768(4)

N2A
5359(9)
7678(11)
5986(11)
33(1)
0.768(4)

C1B
4910(20)
6767(16)
6809(18)
17(4)
0.232(4)

C2B
3910(30)
8310(20)
5781(19)
62(8)
0.232(4)

C3B
2710(20)
7850(20)
6526(18)
40(5)
0.232(4)

C4B
5942(12)
5741(11)
7226(12)
47(1)
0.232(4)

C5B
6100(17)
6073(13)
8774(11)
32(3)
0.232(4)

C6B
7419(11)
5543(9)
6466(9)
25(2)
0.232(4)

N1B
3350(30)
6890(40)
7150(40)
28(1)
0.232(4)

N2B
5270(30)
7620(40)
5980(40)
33(1)
0.232(4)

	


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

	


B1(O4
1.445(2)

B1(O6
1.476(2)

B1(O3
1.481(2)

B1(O1
1.489(2)

B2(O1
1.352(2)

B2(O7
1.366(2)

B2(O2
1.379(2)

B3(O3
1.358(2)

B3(O8
1.366(2)

B3(O2
1.375(2)

B4(O4
1.354(2)

B4(O9
1.357(3)

B4(O5
1.390(3)

B5(O10
1.358(3)

B5(O6
1.368(2)

B5(O5
1.369(3)

O7(H7
0.8400

O8(H8
0.8400

O9(H9
0.8400

O10(H10
0.8400

C1A(N2A
1.330(6)

C1A(N1A
1.333(6)

C1A(C4A
1.473(5)

C2A(C3A
1.350(6)

C2A(N2A
1.374(7)

C2A(H2A
0.9500

C3A(N1A
1.378(6)

C3A(H3A
0.9500

C4A(C6A
1.451(5)

C4A(C5A
1.500(5)

C4A(H4A
1.0000

C5A(H5A1
0.9800

C5A(H5A2
0.9800

C5A(H5A3
0.9800

C6A(H6A1
0.9800

C6A(H6A2
0.9800

C6A(H6A3
0.9800

N1A(H1A
0.8800

N2A(H2A1
0.8800

C1B(N1B
1.326(15)

C1B(N2B
1.329(15)

C1B(C4B
1.486(13)

C2B(C3B
1.346(16)

C2B(N2B
1.382(16)

C2B(H2B
0.9500

C3B(N1B
1.373(16)

C3B(H3B
0.9500

C4B(C6B
1.433(12)

C4B(C5B
1.479(13)

C4B(H4B
1.0000

C5B(H5B1
0.9800

C5B(H5B2
0.9800

C5B(H5B3
0.9800

C6B(H6B1
0.9800

C6B(H6B2
0.9800

C6B(H6B3
0.9800

N1B(H1B
0.8800

N2B(H2B1
0.8800

O4(B1(O6
111.76(14)

O4(B1(O3
108.94(14)

O6(B1(O3
108.96(15)

O4(B1(O1
110.43(15)

O6(B1(O1
107.55(14)

O3(B1(O1
109.15(14)

O1(B2(O7
122.36(16)

O1(B2(O2
121.68(16)

O7(B2(O2
115.96(16)

O3(B3(O8
121.67(17)

O3(B3(O2
121.75(16)

O8(B3(O2
116.53(17)

O4(B4(O9
120.28(18)

O4(B4(O5
120.70(18)

O9(B4(O5
119.01(17)

O10(B5(O6
122.04(18)

O10(B5(O5
117.59(17)

O6(B5(O5
120.37(18)

B2(O1(B1
123.83(14)

B3(O2(B2
118.66(15)

B3(O3(B1
123.75(14)

B4(O4(B1
122.44(15)

B5(O5(B4
119.54(16)

B5(O6(B1
121.52(15)

B2(O7(H7
109.5

B3(O8(H8
109.5

B4(O9(H9
109.5

B5(O10(H10
109.5

N2A(C1A(N1A
106.6(5)

N2A(C1A(C4A
128.7(5)

N1A(C1A(C4A
124.7(5)

C3A(C2A(N2A
107.3(4)

C3A(C2A(H2A
126.4

N2A(C2A(H2A
126.4

C2A(C3A(N1A
105.9(5)

C2A(C3A(H3A
127.1

N1A(C3A(H3A
127.1

C6A(C4A(C1A
115.9(4)

C6A(C4A(C5A
115.0(3)

C1A(C4A(C5A
114.8(4)

C6A(C4A(H4A
102.8

C1A(C4A(H4A
102.8

C5A(C4A(H4A
102.8

C1A(N1A(C3A
110.4(5)

C1A(N1A(H1A
124.8

C3A(N1A(H1A
124.8

C1A(N2A(C2A
109.8(5)

C1A(N2A(H2A1
125.1

C2A(N2A(H2A1
125.1

N1B(C1B(N2B
107.4(14)

N1B(C1B(C4B
123.5(16)

N2B(C1B(C4B
128.9(17)

C3B(C2B(N2B
105.9(15)

C3B(C2B(H2B
127.1

N2B(C2B(H2B
127.1

C2B(C3B(N1B
107.6(14)

C2B(C3B(H3B
126.2

N1B(C3B(H3B
126.2

C6B(C4B(C5B
117.9(9)

C6B(C4B(C1B
112.9(11)

C5B(C4B(C1B
110.9(10)

C6B(C4B(H4B
104.5

C5B(C4B(H4B
104.5

C1B(C4B(H4B
104.5

C4B(C5B(H5B1
109.5

C4B(C5B(H5B2
109.5

H5B1(C5B(H5B2
109.5

C4B(C5B(H5B3
109.5

H5B1(C5B(H5B3
109.5

H5B2(C5B(H5B3
109.5

C4B(C6B(H6B1
109.5

C4B(C6B(H6B2
109.5

H6B1(C6B(H6B2
109.5

C4B(C6B(H6B3
109.5

H6B1(C6B(H6B3
109.5

H6B2(C6B(H6B3
109.5

C1B(N1B(C3B
109.3(15)

C1B(N1B(H1B
125.3

C3B(N1B(H1B
125.3

C1B(N2B(C2B
109.8(15)

C1B(N2B(H2B1
125.1

C2B(N2B(H2B1
125.1

	


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
B1
18(1) 
21(1)
16(1) 
6(1)
6(1) 
(1(1)

B2
20(1) 
24(1)
18(1) 
6(1)
4(1) 
0(1)

B3
25(1) 
24(1)
19(1) 
5(1)
8(1) 
(2(1)

B4
21(1) 
26(1)
25(1) 
11(1)
5(1) 
0(1)

B5
19(1) 
28(1)
25(1) 
12(1)
6(1) 
(1(1)

O1
22(1) 
22(1)
18(1) 
5(1)
8(1) 
(3(1)

O2
28(1) 
23(1)
21(1) 
4(1)
11(1) 
(6(1)

O3
23(1) 
21(1)
18(1) 
3(1)
9(1) 
(4(1)

O4
19(1) 
30(1)
21(1) 
12(1)
4(1) 
(1(1)

O5
19(1) 
49(1)
34(1) 
28(1)
9(1) 
5(1)

O6
18(1) 
25(1)
22(1) 
12(1)
7(1) 
1(1)

O7
28(1) 
24(1)
21(1) 
3(1)
12(1) 
(6(1)

O8
34(1) 
27(1)
24(1) 
0(1)
15(1) 
(10(1)

O9
21(1) 
53(1)
40(1) 
30(1)
4(1) 
(1(1)

O10
17(1) 
56(1)
40(1) 
33(1)
9(1) 
6(1)

C1A
22(2) 
14(2)
20(2) 
(2(2)
3(1) 
(5(2)

C2A
38(2) 
82(4)
38(3) 
44(3)
(7(2) 
(12(2)

C3A
29(2) 
77(4)
49(4) 
42(3)
(6(2) 
(5(2)

C4A
32(2) 
33(2)
80(2) 
30(2)
(22(2) 
(6(1)

C5A
42(2) 
76(4)
85(4) 
64(3)
5(2) 
7(3)

C6A
37(2) 
78(3)
79(3) 
40(2)
5(2) 
7(2)

N1A
24(1) 
38(1)
27(1) 
17(1)
7(1) 
(1(1)

N2A
29(1) 
43(1)
26(1) 
13(1)
8(1) 
(8(1)

C1B
27(6) 
8(7)
11(6) 
(1(5)
(5(4) 
(10(5)

C2B
105(17) 
61(11)
25(8) 
9(7)
3(8) 
40(11)

C3B
34(8) 
58(11)
28(8) 
8(7)
3(6) 
13(7)

C4B
32(2) 
33(2)
80(2) 
30(2)
(22(2) 
(6(1)

C5B
40(7) 
23(5)
37(6) 
17(5)
(3(4) 
0(5)

C6B
31(5) 
31(4)
26(4) 
22(4)
23(3) 
23(4)

N1B
24(1) 
38(1)
27(1) 
17(1)
7(1) 
(1(1)

N2B
29(1) 
43(1)
26(1) 
13(1)
8(1) 
(8(1)

	


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

Atom 
x
y
z
Ueq
S.o.f.
H7
(1060
4177
429
38
1

H8
(1131
9419
5497
46
1

H9
6307
8891
1685
52
1

H10
1099
10346
(713
50
1

H2A
3731
8250
4633
58
0.768(4)

H3A
1498
7317
5940
57
0.768(4)

H4A
6298
7547
8874
56
0.768(4)

H5A1
5702
4500
7589
88
0.768(4)

H5A2
4676
5455
8808
88
0.768(4)

H5A3
6573
5280
9120
88
0.768(4)

H6A1
8177
6092
6754
92
0.768(4)

H6A2
8744
6808
8382
92
0.768(4)

H6A3
8296
7845
7441
92
0.768(4)

H1A
2942
6523
7743
34
0.768(4)

H2A1
6342
7907
5701
39
0.768(4)

H2B
3828
8977
5235
74
0.232(4)

H3B
1620
8126
6604
48
0.232(4)

H4B
5259
4754
6901
56
0.232(4)

H5B1
6257
5167
9023
48
0.232(4)

H5B2
5091
6457
9180
48
0.232(4)

H5B3
7056
6815
9144
48
0.232(4)

H6B1
7185
4725
5599
38
0.232(4)

H6B2
8284
5317
7049
38
0.232(4)

H6B3
7798
6453
6229
38
0.232(4)

H1B
2816
6435
7695
34
0.232(4)

H2B1
6230
7726
5604
39
0.232(4)

	


Table 6. Hydrogen bonds [Å and °].

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

 O7(H7...O1i
0.84
1.83
2.6667(17)
173.1

 O8(H8...O3ii
0.84
1.84
2.6708(18)
167.4

 O9(H9...O10iii
0.84
1.99
2.829(2)
174.4

 O10(H10...O6iv
0.84
1.84
2.6715(19)
169.2

 N1A(H1A...O7v
0.88
1.93
2.803(7)
168.6

 N2A(H2A1...O8vi
0.88
1.88
2.757(7)
175.1

 N1B(H1B...O7v
0.88
1.86
2.74(2)
174.4

 N2B(H2B1...O8vi
0.88
1.98
2.83(2)
163.4 
	


Symmetry transformations used to generate equivalent atoms: 

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

(iv)  (x,(y+2,(z    (v) (x,(y+1,(z+1    (vi) x+1,y,z  
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