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Table 1. Crystal data and structure refinement.

	


Identification code 
2007src0218 / MAB/DK8    

Empirical formula 
C7H20B5NO11
Formula weight 
348.29

Temperature 
120(2) K

Wavelength 
0.71073 Å

Crystal system 
Monoclinic

Space group 
C2 

Unit cell dimensions
a = 14.7118(3) Å
( = 90°


b = 11.4599(3) Å
( = 103.911(2)°


c = 9.8194(3) Å
(  = 90°

Volume
1606.95(7) Å3
Z
4

Density (calculated)
1.440 Mg / m3
Absorption coefficient
0.125 mm(1
F(000)
728

Crystal
Plate; Light Yellow

Crystal size
0.60 ( 0.36 ( 0.16 mm3
( range for data collection
3.13 ( 27.48°

Index ranges
(19 ( h ( 19, (14 ( k ( 14, (12 ( l ( 12

Reflections collected
13456

Independent reflections
1932 [Rint = 0.0430]

Completeness to ( = 27.48°
99.6 % 

Absorption correction
Semi(empirical from equivalents

Max. and min. transmission
0.9802 and 0.9286

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
1932 / 1371 / 473

Goodness-of-fit on F2
1.077

Final R indices [F2 > 2((F2)]
R1 = 0.0599, wR2 = 0.1566

R indices (all data)
R1 = 0.0721, wR2 = 0.1702

Absolute structure parameter
?

Largest diff. peak and hole
0.375 and (0.280 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: SADABS Version 2.10. (G. M. Sheldrick (2003)) Bruker AXS Inc., Madison, Wisconsin, USA. 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 cation was disordered over 4 possible positions in its specific cavity space.

The system was solved in C2, as there was only a pseudo mirror plane

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
1900(2)
6216(7)
4134(3)
25(1)
1

B2
2987(5)
5179(6)
6102(6)
31(1)
1

B3
2984(5)
7253(7)
6071(7)
37(1)
1

B4
1229(2)
6214(8)
1551(3)
30(1)
1

B5
182(2)
6208(10)
3078(3)
42(1)
1

O1
2340(2)
5143(3)
4836(4)
29(1)
1

O2
3297(2)
6187(5)
6742(2)
42(1)
1

O3
2360(3)
7247(3)
4828(3)
28(1)
1

O4
1973(1)
6202(5)
2670(2)
27(1)
1

O5
324(1)
6192(7)
1730(2)
46(1)
1

O6
911(1)
6201(5)
4202(2)
28(1)
1

O7
3361(4)
4159(4)
6722(5)
58(2)
1

O8
3340(4)
8224(4)
6752(5)
52(1)
1

O9
1388(1)
6201(6)
255(2)
40(1)
1

O10
(718(2)
6196(11)
3158(2)
88(1)
1

N11
3632(14)
6211(18)
1289(19)
50(4)
0.225(3)

C12
4538(17)
6250(20)
2420(20)
51(5)
0.225(3)

C13
4460(20)
7210(20)
3399(17)
66(5)
0.225(3)

C14
4150(30)
8350(20)
2780(30)
79(6)
0.225(3)

C15
3410(20)
8370(20)
1390(30)
70(5)
0.225(3)

C16
3490(20)
7360(19)
500(20)
57(4)
0.225(3)

C17
3643(18)
5304(17)
190(20)
52(4)
0.225(3)

C18
4050(20)
4205(19)
810(30)
62(5)
0.225(3)

O19
3420(12)
3819(13)
1783(17)
41(3)
0.225(3)

N21
3551(19)
6455(15)
1520(20)
49(4)
0.221(7)

C22
4438(19)
6250(20)
2650(30)
46(5)
0.221(7)

C23
4379(19)
5050(20)
3260(20)
58(5)
0.221(7)

C24
3710(20)
4260(20)
2330(30)
75(5)
0.221(7)

C25
3670(30)
4424(19)
770(30)
64(5)
0.221(7)

C26
3510(30)
5647(19)
300(20)
55(5)
0.221(7)

C27
3408(17)
7692(16)
1030(20)
53(5)
0.221(7)

C28
4230(20)
8400(30)
1620(30)
68(5)
0.221(7)

O29
4410(20)
8500(30)
3230(30)
135(10)
0.221(7)

N31
3552(14)
5912(11)
1603(18)
35(3)
0.250(6)

C32
3560(20)
6589(16)
276(18)
48(4)
0.250(6)

C33
3410(20)
7864(17)
480(20)
62(5)
0.250(6)

C34
3439(19)
8266(19)
1910(20)
60(5)
0.250(6)

C35
4198(19)
7623(17)
2980(20)
58(5)
0.250(6)

C36
4284(18)
6364(17)
2800(20)
55(4)
0.250(6)

C37
3497(13)
4640(14)
1420(30)
63(4)
0.250(6)

C38
4395(15)
4080(20)
1970(30)
67(5)
0.250(6)

O39
5105(12)
4470(20)
1155(19)
100(6)
0.250(6)

N41
3715(10)
6448(11)
1885(14)
52(3)
0.304(7)

C42
3652(15)
6029(15)
390(14)
54(3)
0.304(7)

C43
3419(16)
4745(16)
330(20)
64(5)
0.304(7)

C44
4080(16)
4032(18)
1380(20)
72(5)
0.304(7)

C45
4060(17)
4475(15)
2863(18)
68(5)
0.304(7)

C46
4339(14)
5710(14)
2977(19)
65(4)
0.304(7)

C47
4092(16)
7657(14)
2026(17)
79(4)
0.304(7)

C48
3983(18)
8391(16)
851(18)
63(4)
0.304(7)

O49
4346(9)
8030(14)
(398(11)
80(4)
0.304(7)

	


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

	


B1(O3
1.447(7)

B1(O4
1.468(3)

B1(O6
1.473(3)

B1(O1
1.480(8)

B2(O2
1.341(9)

B2(O1
1.374(6)

B2(O7
1.370(8)

B3(O8
1.338(9)

B3(O3
1.339(7)

B3(O2
1.412(9)

B4(O9
1.348(3)

B4(O4
1.352(3)

B4(O5
1.385(3)

B5(O6
1.341(3)

B5(O10
1.345(4)

B5(O5
1.390(4)

O7(H7
0.8400

O8(H8
0.8400

O9(H9
0.8400

O10(H10
0.8400

N11(C17
1.505(14)

N11(C12
1.517(14)

N11(C16
1.517(16)

N11(H11
0.9300

C12(C13
1.494(16)

C12(H12A
0.9900

C12(H12B
0.9900

C13(C14
1.462(16)

C13(H13A
0.9900

C13(H13B
0.9900

C14(C15
1.528(16)

C14(H14A
0.9900

C14(H14B
0.9900

C15(C16
1.473(16)

C15(H15A
0.9900

C15(H15B
0.9900

C16(H16A
0.9900

C16(H16B
0.9900

C17(C18
1.464(16)

C17(H17A
0.9900

C17(H17B
0.9900

C18(O19
1.553(17)

C18(H18A
0.9900

C18(H18B
0.9900

O19(H19
0.8400

N21(C27
1.498(14)

N21(C26
1.508(16)

N21(C22
1.512(14)

N21(H21
0.9300

C22(C23
1.510(16)

C22(H22A
0.9900

C22(H22B
0.9900

C23(C24
1.477(16)

C23(H23A
0.9900

C23(H23B
0.9900

C24(C25
1.532(17)

C24(H24A
0.9900

C24(H24B
0.9900

C25(C26
1.478(16)

C25(H25A
0.9900

C25(H25B
0.9900

C26(H26A
0.9900

C26(H26B
0.9900

C27(C28
1.458(16)

C27(H27A
0.9900

C27(H27B
0.9900

C28(O29
1.547(17)

C28(H28A
0.9900

C28(H28B
0.9900

O29(H29
0.8400

N31(C37
1.469(13)

N31(C36
1.484(15)

N31(C32
1.520(14)

N31(H31
0.9300

C32(C33
1.502(15)

C32(H32A
0.9900

C32(H32B
0.9900

C33(C34
1.460(16)

C33(H33A
0.9900

C33(H33B
0.9900

C34(C35
1.529(16)

C34(H34A
0.9900

C34(H34B
0.9900

C35(C36
1.463(15)

C35(H35A
0.9900

C35(H35B
0.9900

C36(H36A
0.9900

C36(H36B
0.9900

C37(C38
1.451(15)

C37(H37A
0.9900

C37(H37B
0.9900

C38(O39
1.528(17)

C38(H38A
0.9900

C38(H38B
0.9900

O39(H39
0.8400

N41(C47
1.486(14)

N41(C46
1.495(14)

N41(C42
1.526(12)

N41(H41
0.9300

C42(C43
1.510(15)

C42(H42A
0.9900

C42(H42B
0.9900

C43(C44
1.479(15)

C43(H43A
0.9900

C43(H43B
0.9900

C44(C45
1.553(16)

C44(H44A
0.9900

C44(H44B
0.9900

C45(C46
1.470(16)

C45(H45A
0.9900

C45(H45B
0.9900

C46(H46A
0.9900

C46(H46B
0.9900

C47(C48
1.405(15)

C47(H47A
0.9900

C47(H47B
0.9900

C48(O49
1.508(15)

C48(H48A
0.9900

C48(H48B
0.9900

O49(H49
0.8400

O3(B1(O4
109.5(4)

O3(B1(O6
110.0(5)

O4(B1(O6
110.52(18)

O3(B1(O1
110.92(19)

O4(B1(O1
108.6(4)

O6(B1(O1
107.2(4)

O2(B2(O1
122.2(5)

O2(B2(O7
118.2(4)

O1(B2(O7
119.6(6)

O8(B3(O3
124.1(6)

O8(B3(O2
116.2(5)

O3(B3(O2
119.8(6)

O9(B4(O4
118.5(2)

O9(B4(O5
120.7(2)

O4(B4(O5
120.8(2)

O6(B5(O10
123.7(3)

O6(B5(O5
120.8(2)

O10(B5(O5
115.5(2)

B2(O1(B1
121.8(4)

B2(O2(B3
119.4(2)

B3(O3(B1
125.0(5)

B4(O4(B1
124.1(2)

B4(O5(B5
119.3(2)

B5(O6(B1
124.4(2)

B2(O7(H7
109.5

B3(O8(H8
109.5

B4(O9(H9
109.5

B5(O10(H10
109.5

C17(N11(C12
112.6(13)

C17(N11(C16
104.8(13)

C12(N11(C16
110.1(14)

C17(N11(H11
109.8

C12(N11(H11
109.8

C16(N11(H11
109.8

C13(C12(N11
107.3(13)

C13(C12(H12A
110.3

N11(C12(H12A
110.3

C13(C12(H12B
110.3

N11(C12(H12B
110.3

H12A(C12(H12B
108.5

C14(C13(C12
117.4(15)

C14(C13(H13A
108.0

C12(C13(H13A
108.0

C14(C13(H13B
108.0

C12(C13(H13B
108.0

H13A(C13(H13B
107.2

C13(C14(C15
117.9(16)

C13(C14(H14A
107.8

C15(C14(H14A
107.8

C13(C14(H14B
107.8

C15(C14(H14B
107.8

H14A(C14(H14B
107.2

C16(C15(C14
112.3(16)

C16(C15(H15A
109.1

C14(C15(H15A
109.1

C16(C15(H15B
109.1

C14(C15(H15B
109.1

H15A(C15(H15B
107.9

C15(C16(N11
113.6(15)

C15(C16(H16A
108.9

N11(C16(H16A
108.9

C15(C16(H16B
108.9

N11(C16(H16B
108.9

H16A(C16(H16B
107.7

C18(C17(N11
111.7(14)

C18(C17(H17A
109.3

N11(C17(H17A
109.3

C18(C17(H17B
109.3

N11(C17(H17B
109.3

H17A(C17(H17B
107.9

C17(C18(O19
104.7(15)

C17(C18(H18A
110.8

O19(C18(H18A
110.8

C17(C18(H18B
110.8

O19(C18(H18B
110.8

H18A(C18(H18B
108.9

C27(N21(C26
110.2(15)

C27(N21(C22
114.5(14)

C26(N21(C22
110.6(15)

C27(N21(H21
107.1

C26(N21(H21
107.1

C22(N21(H21
107.1

N21(C22(C23
108.2(13)

N21(C22(H22A
110.1

C23(C22(H22A
110.1

N21(C22(H22B
110.1

C23(C22(H22B
110.1

H22A(C22(H22B
108.4

C24(C23(C22
113.9(13)

C24(C23(H23A
108.8

C22(C23(H23A
108.8

C24(C23(H23B
108.8

C22(C23(H23B
108.8

H23A(C23(H23B
107.7

C23(C24(C25
113.9(16)

C23(C24(H24A
108.8

C25(C24(H24A
108.8

C23(C24(H24B
108.8

C25(C24(H24B
108.8

H24A(C24(H24B
107.7

C26(C25(C24
113.5(15)

C26(C25(H25A
108.9

C24(C25(H25A
108.9

C26(C25(H25B
108.9

C24(C25(H25B
108.9

H25A(C25(H25B
107.7

C25(C26(N21
110.9(13)

C25(C26(H26A
109.5

N21(C26(H26A
109.5

C25(C26(H26B
109.4

N21(C26(H26B
109.5

H26A(C26(H26B
108.0

C28(C27(N21
111.1(15)

C28(C27(H27A
109.4

N21(C27(H27A
109.4

C28(C27(H27B
109.4

N21(C27(H27B
109.4

H27A(C27(H27B
108.0

C27(C28(O29
111.6(16)

C27(C28(H28A
109.3

O29(C28(H28A
109.3

C27(C28(H28B
109.3

O29(C28(H28B
109.3

H28A(C28(H28B
108.0

C28(O29(H29
109.5

C37(N31(C36
116.9(13)

C37(N31(C32
114.3(14)

C36(N31(C32
110.2(13)

C37(N31(H31
104.7

C36(N31(H31
104.7

C32(N31(H31
104.7

C33(C32(N31
110.3(12)

C33(C32(H32A
109.6

N31(C32(H32A
109.6

C33(C32(H32B
109.6

N31(C32(H32B
109.6

H32A(C32(H32B
108.1

C34(C33(C32
117.8(13)

C34(C33(H33A
107.9

C32(C33(H33A
107.9

C34(C33(H33B
107.9

C32(C33(H33B
107.9

H33A(C33(H33B
107.2

C33(C34(C35
111.0(15)

C33(C34(H34A
109.4

C35(C34(H34A
109.4

C33(C34(H34B
109.4

C35(C34(H34B
109.4

H34A(C34(H34B
108.0

C36(C35(C34
117.5(14)

C36(C35(H35A
107.9

C34(C35(H35A
107.9

C36(C35(H35B
107.9

C34(C35(H35B
107.9

H35A(C35(H35B
107.2

C35(C36(N31
111.9(12)

C35(C36(H36A
109.2

N31(C36(H36A
109.2

C35(C36(H36B
109.2

N31(C36(H36B
109.2

H36A(C36(H36B
107.9

C38(C37(N31
111.9(14)

C38(C37(H37A
109.2

N31(C37(H37A
109.2

C38(C37(H37B
109.2

N31(C37(H37B
109.2

H37A(C37(H37B
107.9

C37(C38(O39
110.5(15)

C37(C38(H38A
109.5

O39(C38(H38A
109.5

C37(C38(H38B
109.5

O39(C38(H38B
109.5

H38A(C38(H38B
108.1

C47(N41(C46
108.0(12)

C47(N41(C42
108.5(11)

C46(N41(C42
113.4(12)

C47(N41(H41
108.9

C46(N41(H41
108.9

C42(N41(H41
108.9

C43(C42(N41
107.8(11)

C43(C42(H42A
110.2

N41(C42(H42A
110.2

C43(C42(H42B
110.2

N41(C42(H42B
110.2

H42A(C42(H42B
108.5

C44(C43(C42
113.9(15)

C44(C43(H43A
108.8

C42(C43(H43A
108.8

C44(C43(H43B
108.8

C42(C43(H43B
108.8

H43A(C43(H43B
107.7

C43(C44(C45
108.3(14)

C43(C44(H44A
110.0

C45(C44(H44A
110.0

C43(C44(H44B
110.0

C45(C44(H44B
110.0

H44A(C44(H44B
108.4

C46(C45(C44
108.5(14)

C46(C45(H45A
110.0

C44(C45(H45A
110.0

C46(C45(H45B
110.0

C44(C45(H45B
110.0

H45A(C45(H45B
108.4

C45(C46(N41
112.2(12)

C45(C46(H46A
109.2

N41(C46(H46A
109.2

C45(C46(H46B
109.2

N41(C46(H46B
109.2

H46A(C46(H46B
107.9

C48(C47(N41
121.0(14)

C48(C47(H47A
107.1

N41(C47(H47A
107.1

C48(C47(H47B
107.1

N41(C47(H47B
107.1

H47A(C47(H47B
106.8

C47(C48(O49
120.7(15)

C47(C48(H48A
107.1

O49(C48(H48A
107.1

C47(C48(H48B
107.1

O49(C48(H48B
107.1

H48A(C48(H48B
106.8

	


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
19(1) 
34(1)
19(1) 
0(3)
1(1) 
(6(3)

B2
29(3) 
33(3)
22(3) 
3(2)
(10(2) 
6(2)

B3
31(3) 
41(3)
35(3) 
4(3)
(3(2) 
6(3)

B4
21(1) 
47(2)
21(1) 
3(3)
2(1) 
(3(3)

B5
20(1) 
85(3)
20(1) 
10(4)
1(1) 
(9(4)

O1
22(2) 
33(2)
24(2) 
1(2)
(7(1) 
4(2)

O2
45(1) 
39(1)
30(1) 
3(2)
(18(1) 
1(2)

O3
29(2) 
35(2)
18(2) 
0(2)
2(1) 
3(2)

O4
18(1) 
41(1)
19(1) 
4(2)
1(1) 
(3(2)

O5
19(1) 
103(2)
14(1) 
(2(3)
1(1) 
1(3)

O6
19(1) 
48(1)
16(1) 
(3(2)
2(1) 
1(2)

O7
62(4) 
41(2)
46(3) 
5(2)
(34(2) 
2(2)

O8
64(3) 
36(2)
37(3) 
5(2)
(22(2) 
(5(2)

O9
21(1) 
82(2)
17(1) 
(1(3)
1(1) 
4(3)

O10
20(1) 
224(4)
17(1) 
(6(5)
2(1) 
(3(5)

N11
35(6) 
68(7)
45(7) 
(8(8)
10(6) 
1(8)

C12
39(7) 
74(8)
38(7) 
(5(8)
7(6) 
6(9)

C13
54(10) 
73(10)
73(10) 
(3(9)
21(8) 
3(9)

C14
71(11) 
82(10)
73(10) 
(3(10)
(1(10) 
(1(10)

C15
66(9) 
86(9)
55(10) 
12(9)
10(9) 
(15(9)

C16
48(8) 
75(8)
48(8) 
15(7)
10(7) 
(19(8)

C17
44(8) 
63(9)
54(8) 
0(7)
21(7) 
(11(8)

C18
55(10) 
68(9)
61(10) 
10(9)
8(9) 
(14(9)

O19
39(5) 
36(5)
46(5) 
6(4)
9(4) 
(2(4)

N21
43(5) 
58(5)
46(5) 
(1(4)
13(4) 
(4(4)

C22
30(8) 
73(8)
36(7) 
6(8)
7(7) 
3(8)

C23
44(9) 
72(10)
66(9) 
7(9)
27(8) 
2(9)

C24
58(11) 
87(10)
73(11) 
(10(10)
0(10) 
24(9)

C25
58(10) 
74(9)
55(9) 
2(9)
6(9) 
7(9)

C26
51(6) 
60(6)
55(5) 
(3(4)
15(4) 
0(4)

C27
53(8) 
65(8)
35(8) 
(7(7)
1(8) 
0(7)

C28
62(9) 
85(9)
55(9) 
15(9)
9(9) 
(23(8)

O29
113(18) 
135(18)
134(16) 
(30(16)
(15(15) 
(5(16)

N31
26(4) 
46(5)
37(5) 
(2(4)
13(3) 
4(4)

C32
47(5) 
54(5)
44(5) 
3(4)
13(4) 
3(4)

C33
62(9) 
72(9)
44(9) 
16(8)
(2(8) 
(6(9)

C34
51(8) 
79(9)
43(9) 
12(8)
(1(8) 
(17(8)

C35
53(9) 
73(9)
44(8) 
7(8)
6(8) 
(13(9)

C36
42(7) 
74(8)
48(7) 
2(7)
12(7) 
5(8)

C37
54(8) 
68(8)
69(9) 
(4(8)
19(7) 
8(7)

C38
60(9) 
81(9)
60(10) 
(20(8)
13(8) 
18(8)

O39
79(10) 
127(16)
94(13) 
(24(12)
22(10) 
24(11)

N41
28(5) 
81(7)
52(6) 
(15(6)
21(5) 
(10(5)

C42
64(7) 
71(8)
40(6) 
(4(7)
38(5) 
(1(8)

C43
45(8) 
75(9)
68(9) 
(3(8)
4(8) 
5(8)

C44
40(8) 
89(9)
64(10) 
(4(8)
(32(8) 
23(7)

C45
47(9) 
90(9)
53(8) 
(34(8)
(15(7) 
19(8)

C46
34(7) 
87(9)
66(8) 
(9(8)
(6(7) 
7(9)

C47
69(7) 
88(7)
72(7) 
(4(7)
2(7) 
1(7)

C48
80(9) 
71(8)
35(7) 
(5(7)
8(7) 
(5(8)

O49
95(10) 
89(10)
42(6) 
9(6)
(10(6) 
(17(8)

	


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

Atom 
x
y
z
Ueq
S.o.f.
H7
3180
3600
6170
86
1

H8
3008
8799
6412
78
1

H9
896
6389
(337
61
1

H10
(762
6506
3915
131
1

H11
3132
6074
1694
59
0.225(3)

H12A
4639
5494
2931
61
0.225(3)

H12B
5075
6386
1996
61
0.225(3)

H13A
4012
6965
3958
79
0.225(3)

H13B
5074
7320
4061
79
0.225(3)

H14A
4706
8772
2643
94
0.225(3)

H14B
3899
8801
3472
94
0.225(3)

H15A
2777
8376
1579
84
0.225(3)

H15B
3478
9097
877
84
0.225(3)

H16A
4018
7489
60
69
0.225(3)

H16B
2910
7306
(266
69
0.225(3)

H17A
2995
5161
(363
62
0.225(3)

H17B
4009
5600
(465
62
0.225(3)

H18A
4706
4324
1349
75
0.225(3)

H18B
4048
3614
70
75
0.225(3)

H19
2868
3733
1306
61
0.225(3)

H21
3052
6262
1907
59
0.221(7)

H22A
4502
6850
3390
56
0.221(7)

H22B
4990
6297
2241
56
0.221(7)

H23A
5009
4693
3476
70
0.221(7)

H23B
4189
5136
4158
70
0.221(7)

H24A
3082
4385
2491
90
0.221(7)

H24B
3898
3443
2597
90
0.221(7)

H25A
4264
4149
579
76
0.221(7)

H25B
3158
3933
218
76
0.221(7)

H26A
2887
5714
(368
66
0.221(7)

H26B
3990
5880
(204
66
0.221(7)

H27A
3279
7711
(11
63
0.221(7)

H27B
2858
8023
1305
63
0.221(7)

H28A
4141
9194
1202
82
0.221(7)

H28B
4785
8052
1370
82
0.221(7)

H29
4988
8574
3581
203
0.221(7)

H31
2988
6117
1811
43
0.250(6)

H32A
4174
6478
38
58
0.250(6)

H32B
3067
6289
(513
58
0.250(6)

H33A
3881
8307
134
74
0.250(6)

H33B
2786
8075
(116
74
0.250(6)

H34A
2823
8131
2121
72
0.250(6)

H34B
3567
9114
1971
72
0.250(6)

H35A
4808
7985
2977
69
0.250(6)

H35B
4083
7759
3921
69
0.250(6)

H36A
4234
5961
3671
65
0.250(6)

H36B
4910
6190
2641
65
0.250(6)

H37A
3033
4322
1900
75
0.250(6)

H37B
3279
4457
406
75
0.250(6)

H38A
4320
3225
1902
80
0.250(6)

H38B
4628
4289
2973
80
0.250(6)

H39
5427
3898
1021
149
0.250(6)

H41
3118
6453
2046
62
0.304(7)

H42A
3159
6467
(279
65
0.304(7)

H42B
4256
6158
136
65
0.304(7)

H43A
2781
4644
479
77
0.304(7)

H43B
3411
4449
(620
77
0.304(7)

H44A
4721
4106
1229
87
0.304(7)

H44B
3895
3200
1274
87
0.304(7)

H45A
3422
4390
3014
81
0.304(7)

H45B
4497
4011
3585
81
0.304(7)

H46A
4992
5778
2879
79
0.304(7)

H46B
4322
6003
3918
79
0.304(7)

H47A
3808
8064
2712
94
0.304(7)

H47B
4772
7600
2456
94
0.304(7)

H48A
4282
9145
1187
76
0.304(7)

H48B
3305
8545
505
76
0.304(7)

H49
3893
7928
(1094
120
0.304(7)

	


Table 6. Hydrogen bonds [Å and °].

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

 O7(H7...O3i
0.84
1.90
2.732(6)
169.2

 O8(H8...O1ii
0.84
1.96
2.742(6)
154.9

 O9(H9...O5iii
0.84
1.99
2.789(3)
158.6

 O10(H10...O6iv
0.84
1.94
2.674(3)
144.6

 N11(H11...O4
0.93
2.15
3.06(2)
166.3

 N21(H21...O4
0.93
1.91
2.83(3)
168.3

 O29(H29...O8v
0.84
2.59
3.32(4)
145.9

 N31(H31...O4
0.93
1.89
2.79(2)
162.6

 N41(H41...O4
0.93
1.95
2.862(15)
167.7

 O49(H49...O8vi
0.84
2.10
2.842(11)
146.7 
	


Symmetry transformations used to generate equivalent atoms: 

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

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