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Table 1. Crystal data and structure refinement.

	


Identification code 
2009src0116 / MAB/JT/21    

Empirical formula 
C7H14B5NO10
Formula weight 
326.24

Temperature 
120(2) K

Wavelength 
0.71073 Å

Crystal system 
Monoclinic

Space group 
P21/c 

Unit cell dimensions
a = 9.3511(2) Å
( = 90°


b = 14.5157(4) Å
( = 90.778(2)°


c = 10.4670(2) Å
(  = 90°

Volume
1420.64(6) Å3
Z
4

Density (calculated)
1.525 Mg / m3
Absorption coefficient
0.131 mm(1
F(000)
672

Crystal
block; colourless

Crystal size
0.16 ( 0.16 ( 0.14 mm3
( range for data collection
3.22 ( 27.48°

Index ranges
(12 ( h ( 11, (18 ( k ( 15, (13 ( l ( 13

Reflections collected
15637

Independent reflections
3244 [Rint = 0.0375]

Completeness to ( = 27.48°
99.8 % 

Absorption correction
Semi(empirical from equivalents

Max. and min. transmission
0.9818 and 0.9793

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
3244 / 0 / 213

Goodness-of-fit on F2
1.074

Final R indices [F2 > 2((F2)]
R1 = 0.0391, wR2 = 0.0874

R indices (all data)
R1 = 0.0457, wR2 = 0.0922

Largest diff. peak and hole
0.254 and (0.240 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
2081(2)
1367(1)
8997(1)
13(1)
1

B2
(532(2)
1162(1)
9058(1)
14(1)
1

B3
415(2)
2324(1)
7724(1)
14(1)
1

B4
3829(2)
1969(1)
10588(1)
16(1)
1

B5
4614(2)
894(1)
9008(1)
14(1)
1

O1
804(1)
806(1)
9241(1)
15(1)
1

O2
(735(1)
1973(1)
8395(1)
15(1)
1

O3
1770(1)
2036(1)
7968(1)
15(1)
1

O4
2448(1)
1855(1)
10191(1)
15(1)
1

O5
4945(1)
1562(1)
9922(1)
16(1)
1

O6
3232(1)
755(1)
8617(1)
14(1)
1

O7
(1694(1)
713(1)
9517(1)
16(1)
1

O8
92(1)
2959(1)
6799(1)
17(1)
1

O9
4202(1)
2461(1)
11637(1)
22(1)
1

O10
5634(1)
349(1)
8506(1)
20(1)
1

C1
6403(2)
1312(1)
3320(1)
26(1)
1

C2
7124(2)
729(1)
4326(1)
21(1)
1

C3
6689(2)
(177(1)
4515(2)
26(1)
1

C4
7346(2)
(711(1)
5453(2)
31(1)
1

C5
8447(2)
(348(1)
6189(2)
34(1)
1

C6
8913(2)
540(1)
5983(2)
31(1)
1

C7
8240(2)
1086(1)
5068(1)
26(1)
1

N1
7080(1)
1168(1)
2038(1)
18(1)
1

	


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

	


B1(O6
1.4550(17)

B1(O1
1.4706(17)

B1(O4
1.4727(17)

B1(O3
1.4761(17)

B2(O7
1.3606(17)

B2(O1
1.3632(17)

B2(O2
1.3781(18)

B3(O3
1.3556(17)

B3(O8
1.3680(18)

B3(O2
1.3897(17)

B4(O9
1.3508(18)

B4(O4
1.3615(17)

B4(O5
1.3944(18)

B5(O10
1.3506(18)

B5(O6
1.3649(17)

B5(O5
1.3938(18)

O7(H7
0.8400

O8(H8
0.8400

O9(H9
0.8400

O10(H10
0.8400

C1(C2
1.504(2)

C1(N1
1.5053(18)

C1(H1D
0.9900

C1(H1E
0.9900

C2(C3
1.391(2)

C2(C7
1.392(2)

C3(C4
1.388(2)

C3(H3
0.9500

C4(C5
1.382(3)

C4(H4
0.9500

C5(C6
1.378(3)

C5(H5
0.9500

C6(C7
1.387(2)

C6(H6
0.9500

C7(H7A
0.9500

N1(H1A
0.9100

N1(H1B
0.9100

N1(H1C
0.9100

O6(B1(O1
108.36(11)

O6(B1(O4
111.15(10)

O1(B1(O4
107.45(10)

O6(B1(O3
109.91(10)

O1(B1(O3
109.78(10)

O4(B1(O3
110.13(11)

O7(B2(O1
120.22(13)

O7(B2(O2
118.81(12)

O1(B2(O2
120.96(12)

O3(B3(O8
122.59(12)

O3(B3(O2
121.29(12)

O8(B3(O2
116.11(12)

O9(B4(O4
123.06(13)

O9(B4(O5
116.32(12)

O4(B4(O5
120.61(12)

O10(B5(O6
117.88(13)

O10(B5(O5
121.51(12)

O6(B5(O5
120.59(12)

B2(O1(B1
120.68(11)

B2(O2(B3
117.75(11)

B3(O3(B1
121.00(11)

B4(O4(B1
121.77(11)

B5(O5(B4
118.50(11)

B5(O6(B1
121.94(11)

B2(O7(H7
109.5

B3(O8(H8
109.5

B4(O9(H9
109.5

B5(O10(H10
109.5

C2(C1(N1
110.87(12)

C2(C1(H1D
109.5

N1(C1(H1D
109.5

C2(C1(H1E
109.5

N1(C1(H1E
109.5

H1D(C1(H1E
108.1

C3(C2(C7
119.39(14)

C3(C2(C1
120.14(14)

C7(C2(C1
120.47(14)

C4(C3(C2
120.04(15)

C4(C3(H3
120.0

C2(C3(H3
120.0

C5(C4(C3
120.05(16)

C5(C4(H4
120.0

C3(C4(H4
120.0

C6(C5(C4
120.29(16)

C6(C5(H5
119.9

C4(C5(H5
119.9

C5(C6(C7
120.02(16)

C5(C6(H6
120.0

C7(C6(H6
120.0

C6(C7(C2
120.16(16)

C6(C7(H7A
119.9

C2(C7(H7A
119.9

C1(N1(H1A
109.5

C1(N1(H1B
109.5

H1A(N1(H1B
109.5

C1(N1(H1C
109.5

H1A(N1(H1C
109.5

H1B(N1(H1C
109.5

	


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
10(1) 
15(1)
15(1) 
1(1)
(1(1) 
0(1)

B2
13(1) 
16(1)
13(1) 
(2(1)
0(1) 
1(1)

B3
14(1) 
15(1)
13(1) 
(2(1)
0(1) 
0(1)

B4
14(1) 
16(1)
16(1) 
2(1)
0(1) 
0(1)

B5
13(1) 
15(1)
15(1) 
2(1)
0(1) 
(1(1)

O1
10(1) 
16(1)
18(1) 
4(1)
0(1) 
0(1)

O2
12(1) 
16(1)
18(1) 
3(1)
1(1) 
2(1)

O3
12(1) 
17(1)
15(1) 
4(1)
0(1) 
(1(1)

O4
12(1) 
19(1)
15(1) 
(2(1)
0(1) 
2(1)

O5
10(1) 
19(1)
19(1) 
(2(1)
0(1) 
0(1)

O6
11(1) 
16(1)
16(1) 
(1(1)
0(1) 
0(1)

O7
11(1) 
18(1)
20(1) 
5(1)
0(1) 
1(1)

O8
14(1) 
20(1)
18(1) 
5(1)
1(1) 
1(1)

O9
14(1) 
28(1)
22(1) 
(9(1)
(2(1) 
2(1)

O10
11(1) 
24(1)
26(1) 
(7(1)
(1(1) 
1(1)

C1
27(1) 
32(1)
19(1) 
0(1)
4(1) 
10(1)

C2
25(1) 
21(1)
18(1) 
(1(1)
4(1) 
5(1)

C3
28(1) 
26(1)
26(1) 
(5(1)
5(1) 
(2(1)

C4
46(1) 
19(1)
30(1) 
1(1)
10(1) 
1(1)

C5
53(1) 
28(1)
21(1) 
4(1)
2(1) 
13(1)

C6
41(1) 
30(1)
21(1) 
(5(1)
(7(1) 
5(1)

C7
35(1) 
20(1)
21(1) 
(2(1)
0(1) 
0(1)

N1
17(1) 
20(1)
17(1) 
0(1)
(2(1) 
0(1)

	


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

Atom 
x
y
z
Ueq
S.o.f.
H7
(1433
217
9863
25
1

H8
828
3076
6377
26
1

H9
3461
2647
12001
32
1

H10
6443
528
8761
30
1

H1D
6477
1970
3563
31
1

H1E
5375
1150
3263
31
1

H3
5941
(430
4002
32
1

H4
7040
(1327
5589
38
1

H5
8884
(711
6840
41
1

H6
9696
778
6467
37
1

H7A
8541
1704
4948
31
1

H1A
7985
1399
2056
27
1

H1B
6555
1464
1425
27
1

H1C
7109
555
1859
27
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
1.85
2.6855(14)
174.5

 O8(H8...O4ii
0.84
1.97
2.8030(13)
169.1

 O9(H9...O3iii
0.84
1.94
2.7812(13)
173.8

 O10(H10...O7iv
0.84
1.92
2.7513(13)
168.9

 N1(H1A...O8v
0.91
2.20
3.1019(15)
171.0

 N1(H1B...O5vi
0.91
2.17
3.0162(15)
154.9

 N1(H1B...O9vi
0.91
2.64
3.3024(16)
129.8

 N1(H1C...O6vii
0.91
1.99
2.8892(16)
168.8 
	


Symmetry transformations used to generate equivalent atoms: 

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

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

(vii) (x+1,(y,(z+1  
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