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Table 1. Crystal data and structure refinement.

	


Identification code 
2010src0035 / MABJT/32    

Empirical formula 
C5H16B5NO10
Formula weight 
304.24

Temperature 
120(2) K

Wavelength 
0.71073 Å

Crystal system 
Monoclinic

Space group 
P21/c 

Unit cell dimensions
a = 9.4446(4) Å
( = 90°


b = 13.9129(7) Å
( = 92.517(3)°


c = 10.3330(3) Å
(  = 90°

Volume
1356.46(10) Å3
Z
4

Density (calculated)
1.490 Mg / m3
Absorption coefficient
0.131 mm(1
F(000)
632

Crystal
Cut Block; Colourless

Crystal size
0.42 ( 0.38 ( 0.18 mm3
( range for data collection
3.53 ( 27.48°

Index ranges
(12 ( h ( 12, (18 ( k ( 16, (13 ( l ( 13

Reflections collected
15990

Independent reflections
3110 [Rint = 0.0500]

Completeness to ( = 27.48°
99.8 % 

Absorption correction
Semi(empirical from equivalents

Max. and min. transmission
0.9768 and 0.9469

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
3110 / 13 / 215

Goodness-of-fit on F2
1.027

Final R indices [F2 > 2((F2)]
R1 = 0.0447, wR2 = 0.1078

R indices (all data)
R1 = 0.0665, wR2 = 0.1204

Largest diff. peak and hole
0.264 and (0.270 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 cyclopentane ring was disordered over two sites (76:24) resulting in the use of some mild distance and thermal restraints.

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
7796(2)
1246(1)
1286(2)
17(1)
1

B2
5289(2)
762(1)
1198(2)
18(1)
1

B3
6054(2)
1902(1)
(337(2)
20(1)
1

B4
10391(2)
996(1)
1350(2)
18(1)
1

B5
9430(2)
2147(1)
2774(2)
19(1)
1

O1
6662(1)
587(1)
1590(1)
18(1)
1

O2
4958(1)
1477(1)
303(1)
20(1)
1

O3
7417(1)
1802(1)
105(1)
19(1)
1

O4
9065(1)
681(1)
1010(1)
18(1)
1

O5
10592(1)
1730(1)
2231(1)
22(1)
1

O6
8092(1)
1901(1)
2381(1)
19(1)
1

O7
4267(1)
201(1)
1669(1)
25(1)
1

O8
5668(1)
2407(1)
(1421(1)
25(1)
1

O9
11553(1)
601(1)
840(1)
24(1)
1

O10
9738(1)
2815(1)
3705(1)
25(1)
1

C1
2586(4)
1578(4)
6626(5)
22(1)
0.741(3)

C2
1304(5)
996(3)
6056(5)
34(1)
0.741(3)

C3
1887(5)
373(3)
4970(3)
46(1)
0.741(3)

C4
3274(3)
816(2)
4673(2)
46(1)
0.741(3)

C5
3887(5)
1165(5)
5984(7)
33(1)
0.741(3)

N1
2727(9)
1443(9)
8069(5)
24(1)
0.741(3)

C21
2852(16)
1548(14)
6450(16)
22(1)
0.259(3)

C22
1399(17)
1209(12)
5883(17)
34(1)
0.259(3)

C23
1765(14)
234(11)
5324(12)
46(1)
0.259(3)

C24
3278(9)
126(6)
5270(7)
46(1)
0.259(3)

C25
3987(17)
1026(16)
5810(20)
33(1)
0.259(3)

N21
2880(30)
1430(30)
7880(16)
24(1)
0.259(3)

	


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

	


B1(O1
1.455(2)

B1(O6
1.4701(19)

B1(O4
1.4715(19)

B1(O3
1.4763(19)

B2(O7
1.349(2)

B2(O1
1.3639(19)

B2(O2
1.384(2)

B3(O3
1.354(2)

B3(O8
1.358(2)

B3(O2
1.385(2)

B4(O9
1.355(2)

B4(O4
1.3581(19)

B4(O5
1.374(2)

B5(O6
1.354(2)

B5(O10
1.359(2)

B5(O5
1.383(2)

O7(H7
0.8400

O8(H8
0.8400

O9(H9
0.8400

O10(H10
0.8400

C1(N1
1.504(5)

C1(C5
1.533(4)

C1(C2
1.551(5)

C1(H1
1.0000

C2(C3
1.539(5)

C2(H2A
0.9900

C2(H2B
0.9900

C3(C4
1.492(5)

C3(H3A
0.9900

C3(H3B
0.9900

C4(C5
1.529(6)

C4(H4A
0.9900

C4(H4B
0.9900

C5(H5A
0.9900

C5(H5B
0.9900

N1(H1A
0.9100

N1(H1B
0.9100

N1(H1C
0.9100

C21(C25
1.472(13)

C21(N21
1.486(14)

C21(C22
1.543(14)

C21(H21
1.0000

C22(C23
1.520(15)

C22(H22A
0.9900

C22(H22B
0.9900

C23(C24
1.441(13)

C23(H23A
0.9900

C23(H23B
0.9900

C24(C25
1.517(15)

C24(H24A
0.9900

C24(H24B
0.9900

C25(H25A
0.9900

C25(H25B
0.9900

N21(H21A
0.9100

N21(H21B
0.9100

N21(H21C
0.9100

O1(B1(O6
109.93(11)

O1(B1(O4
108.62(13)

O6(B1(O4
110.58(11)

O1(B1(O3
110.76(11)

O6(B1(O3
110.05(13)

O4(B1(O3
106.84(11)

O7(B2(O1
118.37(14)

O7(B2(O2
120.87(13)

O1(B2(O2
120.72(14)

O3(B3(O8
123.23(14)

O3(B3(O2
120.95(14)

O8(B3(O2
115.81(13)

O9(B4(O4
121.41(14)

O9(B4(O5
117.94(13)

O4(B4(O5
120.65(14)

O6(B5(O10
123.59(14)

O6(B5(O5
121.22(14)

O10(B5(O5
115.18(13)

B2(O1(B1
121.53(13)

B2(O2(B3
118.32(12)

B3(O3(B1
121.70(12)

B4(O4(B1
121.79(12)

B4(O5(B5
119.47(12)

B5(O6(B1
122.06(12)

B2(O7(H7
109.5

B3(O8(H8
109.5

B4(O9(H9
109.5

B5(O10(H10
109.5

N1(C1(C5
110.2(5)

N1(C1(C2
110.2(5)

C5(C1(C2
105.5(3)

N1(C1(H1
110.3

C5(C1(H1
110.3

C2(C1(H1
110.3

C3(C2(C1
105.8(3)

C3(C2(H2A
110.6

C1(C2(H2A
110.6

C3(C2(H2B
110.6

C1(C2(H2B
110.6

H2A(C2(H2B
108.7

C4(C3(C2
105.2(3)

C4(C3(H3A
110.7

C2(C3(H3A
110.7

C4(C3(H3B
110.7

C2(C3(H3B
110.7

H3A(C3(H3B
108.8

C3(C4(C5
104.5(3)

C3(C4(H4A
110.8

C5(C4(H4A
110.8

C3(C4(H4B
110.8

C5(C4(H4B
110.8

H4A(C4(H4B
108.9

C4(C5(C1
102.9(4)

C4(C5(H5A
111.2

C1(C5(H5A
111.2

C4(C5(H5B
111.2

C1(C5(H5B
111.2

H5A(C5(H5B
109.1

C25(C21(N21
114.2(16)

C25(C21(C22
109.5(12)

N21(C21(C22
108.5(15)

C25(C21(H21
108.2

N21(C21(H21
108.2

C22(C21(H21
108.2

C23(C22(C21
101.7(11)

C23(C22(H22A
111.4

C21(C22(H22A
111.4

C23(C22(H22B
111.4

C21(C22(H22B
111.4

H22A(C22(H22B
109.3

C24(C23(C22
110.5(11)

C24(C23(H23A
109.6

C22(C23(H23A
109.6

C24(C23(H23B
109.6

C22(C23(H23B
109.6

H23A(C23(H23B
108.1

C23(C24(C25
108.8(10)

C23(C24(H24A
109.9

C25(C24(H24A
109.9

C23(C24(H24B
109.9

C25(C24(H24B
109.9

H24A(C24(H24B
108.3

C21(C25(C24
104.7(11)

C21(C25(H25A
110.8

C24(C25(H25A
110.8

C21(C25(H25B
110.8

C24(C25(H25B
110.8

H25A(C25(H25B
108.9

C21(N21(H21A
109.5

C21(N21(H21B
109.5

H21A(N21(H21B
109.5

C21(N21(H21C
109.5

H21A(N21(H21C
109.5

H21B(N21(H21C
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
13(1) 
23(1)
16(1) 
(1(1)
1(1) 
(1(1)

B2
16(1) 
21(1)
18(1) 
(2(1)
0(1) 
0(1)

B3
17(1) 
24(1)
19(1) 
(3(1)
1(1) 
2(1)

B4
14(1) 
21(1)
18(1) 
0(1)
(1(1) 
0(1)

B5
17(1) 
23(1)
17(1) 
(1(1)
1(1) 
(1(1)

O1
12(1) 
21(1)
20(1) 
1(1)
1(1) 
0(1)

O2
13(1) 
27(1)
21(1) 
3(1)
0(1) 
2(1)

O3
14(1) 
25(1)
18(1) 
3(1)
1(1) 
0(1)

O4
12(1) 
22(1)
21(1) 
(4(1)
1(1) 
0(1)

O5
13(1) 
27(1)
25(1) 
(8(1)
1(1) 
(2(1)

O6
14(1) 
25(1)
18(1) 
(3(1)
1(1) 
(1(1)

O7
13(1) 
29(1)
34(1) 
8(1)
(1(1) 
(1(1)

O8
17(1) 
35(1)
23(1) 
8(1)
0(1) 
2(1)

O9
13(1) 
30(1)
28(1) 
(10(1)
(2(1) 
1(1)

O10
17(1) 
33(1)
25(1) 
(11(1)
2(1) 
(3(1)

C1
18(2) 
25(1)
24(2) 
5(1)
12(1) 
7(1)

C2
33(1) 
41(3)
26(2) 
0(2)
(4(1) 
1(2)

C3
64(2) 
44(2)
31(2) 
(2(2)
7(2) 
2(1)

C4
62(2) 
47(2)
31(1) 
0(1)
14(1) 
20(1)

C5
35(1) 
29(2)
37(2) 
5(1)
19(1) 
12(1)

N1
19(2) 
28(1)
24(2) 
(2(2)
(1(1) 
3(2)

C21
18(2) 
25(1)
24(2) 
5(1)
12(1) 
7(1)

C22
33(1) 
41(3)
26(2) 
0(2)
(4(1) 
1(2)

C23
64(2) 
44(2)
31(2) 
(2(2)
7(2) 
2(1)

C24
62(2) 
47(2)
31(1) 
0(1)
14(1) 
20(1)

C25
35(1) 
29(2)
37(2) 
5(1)
19(1) 
12(1)

N21
19(2) 
28(1)
24(2) 
(2(2)
(1(1) 
3(2)

	


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

Atom 
x
y
z
Ueq
S.o.f.
H7
3469
396
1389
38
1

H8
6396
2619
(1763
38
1

H9
11300
194
275
36
1

H10
8993
2970
4068
37
1

H1
2472
2275
6409
27
0.741(3)

H2A
899
587
6731
40
0.741(3)

H2B
555
1434
5704
40
0.741(3)

H3A
2019
(299
5263
55
0.741(3)

H3B
1232
380
4195
55
0.741(3)

H4A
3138
1360
4062
56
0.741(3)

H4B
3908
337
4291
56
0.741(3)

H5A
4618
1666
5875
40
0.741(3)

H5B
4307
627
6497
40
0.741(3)

H1A
2827
807
8255
36
0.741(3)

H1B
1938
1673
8438
36
0.741(3)

H1C
3501
1769
8389
36
0.741(3)

H21
2953
2248
6253
27
0.259(3)

H22A
700
1149
6565
40
0.259(3)

H22B
1023
1652
5201
40
0.259(3)

H23A
1382
(281
5870
55
0.259(3)

H23B
1322
171
4442
55
0.259(3)

H24A
3540
28
4362
56
0.259(3)

H24B
3597
(441
5783
56
0.259(3)

H25A
4766
860
6448
40
0.259(3)

H25B
4376
1418
5114
40
0.259(3)

H21A
2874
795
8081
36
0.259(3)

H21B
2095
1716
8197
36
0.259(3)

H21C
3670
1712
8238
36
0.259(3)

	


Table 6. Hydrogen bonds [Å and °].

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

 O7(H7...O9i
0.84
1.89
2.7241(15)
169.2

 O8(H8...O6ii
0.84
1.98
2.8194(15)
178.2

 O9(H9...O4iii
0.84
1.82
2.6603(15)
174.1

 O10(H10...O3iv
0.84
1.90
2.7311(14)
171.0

 N1(H1A...O1v
0.91
2.00
2.902(12)
168.9

 N1(H1B...O10vi
0.91
2.22
3.103(8)
162.0

 N1(H1C...O8vii
0.91
2.23
3.108(10)
161.7

 N1(H1C...O2vii
0.91
2.39
3.056(8)
129.8

 N21(H21A...O1v
0.91
2.00
2.89(4)
166.8

 N21(H21B...O10vi
0.91
2.40
3.29(2)
166.0

 N21(H21C...O8vii
0.91
2.14
3.03(3)
165.5

 N21(H21C...O2vii
0.91
2.43
3.12(2)
132.2 
	


Symmetry transformations used to generate equivalent atoms: 

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

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

(vii) x,y,z+1  
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