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Table 1. Crystal data and structure refinement.

	


Identification code 
2008src0818 / MAB/JT/12    

Empirical formula 
C6H19B5N2O10
Formula weight 
333.28

Temperature 
120(2) K

Wavelength 
0.71073 Å

Crystal system 
Triclinic

Space group 
P(1 

Unit cell dimensions
a = 8.8129(2) Å
( = 74.0430(10)°


b = 8.8960(2) Å
( = 78.8540(10)°


c = 10.3618(2) Å
(  = 88.9620(10)°

Volume
765.80(3) Å3
Z
2

Density (calculated)
1.445 Mg / m3
Absorption coefficient
0.125 mm(1
F(000)
348

Crystal
Cut Block; Colourless

Crystal size
0.28 ( 0.23 ( 0.18 mm3
( range for data collection
3.41 ( 27.48°

Index ranges
(11 ( h ( 11, (11 ( k ( 11, (13 ( l ( 12

Reflections collected
16010

Independent reflections
3493 [Rint = 0.0281]

Completeness to ( = 27.48°
99.1 % 

Absorption correction
Semi(empirical from equivalents

Max. and min. transmission
0.9779 and 0.9659

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
3493 / 0 / 214

Goodness-of-fit on F2
1.051

Final R indices [F2 > 2((F2)]
R1 = 0.0322, wR2 = 0.0817

R indices (all data)
R1 = 0.0358, wR2 = 0.0842

Largest diff. peak and hole
0.234 and (0.243 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.

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
929(1)
1916(1)
1913(1)
13(1)
1

B2
(918(1)
4061(1)
2004(1)
17(1)
1

B3
(967(1)
1951(1)
4032(1)
15(1)
1

B4
3757(1)
1440(1)
1379(1)
15(1)
1

B5
2002(1)
(2(1)
660(1)
15(1)
1

O1
233(1)
3384(1)
1303(1)
16(1)
1

O2
(1500(1)
3377(1)
3380(1)
21(1)
1

O3
153(1)
1230(1)
3346(1)
15(1)
1

O4
2570(1)
2249(1)
1888(1)
16(1)
1

O5
3469(1)
211(1)
880(1)
19(1)
1

O6
793(1)
821(1)
1098(1)
15(1)
1

O7
(1524(1)
5430(1)
1417(1)
28(1)
1

O8
(1608(1)
1351(1)
5377(1)
21(1)
1

O9
5217(1)
1915(1)
1369(1)
20(1)
1

O10
1882(1)
(1056(1)
(58(1)
19(1)
1

C11
4606(1)
2516(1)
4682(1)
22(1)
1

C12
4985(1)
3927(1)
3455(1)
23(1)
1

C13
2371(1)
4825(1)
4097(1)
27(1)
1

C14
2088(1)
3405(1)
5324(1)
26(1)
1

C15
3215(2)
1611(2)
7021(1)
37(1)
1

C16
3869(2)
5876(2)
1735(1)
41(1)
1

N11
3527(1)
2917(1)
5781(1)
22(1)
1

N12
3532(1)
4495(1)
2959(1)
22(1)
1

	


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

	


B1(O1
1.4653(12)

B1(O3
1.4725(12)

B1(O6
1.4734(12)

B1(O4
1.4752(12)

B2(O7
1.3538(13)

B2(O1
1.3609(12)

B2(O2
1.3851(13)

B3(O8
1.3578(13)

B3(O3
1.3604(12)

B3(O2
1.3838(13)

B4(O9
1.3585(13)

B4(O4
1.3638(12)

B4(O5
1.3782(13)

B5(O6
1.3588(12)

B5(O10
1.3637(13)

B5(O5
1.3806(13)

O7(H7
0.8400

O8(H8
0.8400

O9(H9
0.8400

O10(H10
0.8400

C11(N11
1.4571(14)

C11(C12
1.5089(16)

C11(H11A
0.9900

C11(H11B
0.9900

C12(N12
1.4995(14)

C12(H12A
0.9900

C12(H12B
0.9900

C13(N12
1.4944(14)

C13(C14
1.5097(17)

C13(H13A
0.9900

C13(H13B
0.9900

C14(N11
1.4561(14)

C14(H14A
0.9900

C14(H14B
0.9900

C15(N11
1.4597(15)

C15(H15A
0.9800

C15(H15B
0.9800

C15(H15C
0.9800

C16(N12
1.4886(15)

C16(H16A
0.9800

C16(H16B
0.9800

C16(H16C
0.9800

N12(H12
0.9300

O1(B1(O3
111.17(7)

O1(B1(O6
108.26(8)

O3(B1(O6
109.99(8)

O1(B1(O4
108.52(8)

O3(B1(O4
108.34(8)

O6(B1(O4
110.56(7)

O7(B2(O1
122.58(9)

O7(B2(O2
116.89(9)

O1(B2(O2
120.52(9)

O8(B3(O3
123.04(9)

O8(B3(O2
116.22(9)

O3(B3(O2
120.73(9)

O9(B4(O4
117.17(9)

O9(B4(O5
122.17(9)

O4(B4(O5
120.65(9)

O6(B5(O10
123.31(9)

O6(B5(O5
121.69(9)

O10(B5(O5
114.97(9)

B2(O1(B1
123.94(8)

B3(O2(B2
119.84(8)

B3(O3(B1
123.55(8)

B4(O4(B1
123.50(8)

B4(O5(B5
118.78(8)

B5(O6(B1
122.66(8)

B2(O7(H7
109.5

B3(O8(H8
109.5

B4(O9(H9
109.5

B5(O10(H10
109.5

N11(C11(C12
110.29(9)

N11(C11(H11A
109.6

C12(C11(H11A
109.6

N11(C11(H11B
109.6

C12(C11(H11B
109.6

H11A(C11(H11B
108.1

N12(C12(C11
109.65(9)

N12(C12(H12A
109.7

C11(C12(H12A
109.7

N12(C12(H12B
109.7

C11(C12(H12B
109.7

H12A(C12(H12B
108.2

N12(C13(C14
110.51(9)

N12(C13(H13A
109.5

C14(C13(H13A
109.5

N12(C13(H13B
109.5

C14(C13(H13B
109.5

H13A(C13(H13B
108.1

N11(C14(C13
110.81(9)

N11(C14(H14A
109.5

C13(C14(H14A
109.5

N11(C14(H14B
109.5

C13(C14(H14B
109.5

H14A(C14(H14B
108.1

N11(C15(H15A
109.5

N11(C15(H15B
109.5

H15A(C15(H15B
109.5

N11(C15(H15C
109.5

H15A(C15(H15C
109.5

H15B(C15(H15C
109.5

N12(C16(H16A
109.5

N12(C16(H16B
109.5

H16A(C16(H16B
109.5

N12(C16(H16C
109.5

H16A(C16(H16C
109.5

H16B(C16(H16C
109.5

C14(N11(C11
109.32(8)

C14(N11(C15
109.96(10)

C11(N11(C15
111.93(9)

C16(N12(C13
112.35(10)

C16(N12(C12
110.99(10)

C13(N12(C12
110.07(8)

C16(N12(H12
107.7

C13(N12(H12
107.7

C12(N12(H12
107.7

	


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
14(1) 
14(1)
12(1) 
(4(1)
(2(1) 
4(1)

B2
18(1) 
17(1)
14(1) 
(3(1)
(1(1) 
5(1)

B3
15(1) 
17(1)
13(1) 
(3(1)
(2(1) 
3(1)

B4
16(1) 
16(1)
13(1) 
(4(1)
(2(1) 
3(1)

B5
17(1) 
15(1)
13(1) 
(4(1)
(2(1) 
4(1)

O1
18(1) 
15(1)
12(1) 
(2(1)
(1(1) 
6(1)

O2
25(1) 
21(1)
13(1) 
0(1)
2(1) 
12(1)

O3
17(1) 
15(1)
11(1) 
(2(1)
(1(1) 
5(1)

O4
14(1) 
17(1)
17(1) 
(8(1)
(2(1) 
3(1)

O5
15(1) 
21(1)
24(1) 
(12(1)
(4(1) 
6(1)

O6
15(1) 
17(1)
14(1) 
(6(1)
(3(1) 
4(1)

O7
35(1) 
24(1)
15(1) 
4(1)
6(1) 
17(1)

O8
22(1) 
22(1)
13(1) 
1(1)
1(1) 
10(1)

O9
14(1) 
23(1)
25(1) 
(13(1)
(1(1) 
4(1)

O10
17(1) 
23(1)
23(1) 
(14(1)
(6(1) 
7(1)

C11
22(1) 
22(1)
27(1) 
(11(1)
(9(1) 
6(1)

C12
20(1) 
28(1)
23(1) 
(12(1)
(2(1) 
(3(1)

C13
30(1) 
28(1)
30(1) 
(15(1)
(12(1) 
13(1)

C14
20(1) 
35(1)
25(1) 
(14(1)
(2(1) 
1(1)

C15
55(1) 
27(1)
25(1) 
0(1)
(12(1) 
(9(1)

C16
72(1) 
22(1)
28(1) 
1(1)
(17(1) 
(7(1)

N11
25(1) 
21(1)
19(1) 
(5(1)
(6(1) 
(1(1)

N12
31(1) 
18(1)
19(1) 
(6(1)
(8(1) 
1(1)

	


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

Atom 
x
y
z
Ueq
S.o.f.
H7
(1090
5751
589
42
1

H8
(1156
536
5704
31
1

H9
5858
1399
971
30
1

H10
1014
(991
(288
29
1

H11A
4142
1666
4419
27
1

H11B
5568
2136
5003
27
1

H12A
5476
4769
3708
27
1

H12B
5724
3646
2715
27
1

H13A
1387
5116
3783
32
1

H13B
2755
5717
4357
32
1

H14A
1344
3654
6077
31
1

H14B
1629
2538
5081
31
1

H15A
2724
735
6833
55
1

H15B
2521
1939
7747
55
1

H15C
4189
1281
7317
55
1

H16A
4284
6747
1986
61
1

H16B
2914
6183
1396
61
1

H16C
4632
5605
1019
61
1

H12
3118
3695
2700
26
1

	


Table 6. Hydrogen bonds [Å and °].

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

 O7(H7...O1i
0.84
1.90
2.7422(10)
175.0

 O8(H8...O3ii
0.84
1.91
2.7466(10)
172.6

 O9(H9...O10iii
0.84
2.09
2.8508(10)
150.6

 O10(H10...O6iv
0.84
1.92
2.7570(10)
171.0

 N12(H12...O4
0.93
1.84
2.7548(11)
169.2 
	


Symmetry transformations used to generate equivalent atoms: 

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

(iv)  (x,(y,(z  
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