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Table 1. Crystal data and structure refinement details.

	


Identification code 
ssf1327    

Empirical formula 
C11H23NO4
Formula weight 
233.30

Temperature 
120(2) K

Wavelength 
0.6905 Å

Crystal system 
Triclinic

Space group 
P(1 

Unit cell dimensions
a = 11.189(7) Å
( = 84.512(7)°


b = 11.208(6) Å
( = 85.814(7)°


c = 21.906(13) Å
(  = 89.942(7)°

Volume
2727(3) Å3
Z
8

Density (calculated)
1.136 Mg / m3
Absorption coefficient
0.085 mm(1
F(000)
1024

Crystal
plate; colourless

Crystal size
0.04 ( 0.04 ( 0.01 mm3
( range for data collection
2.92 ( 21.34°

Index ranges
(11 ( h ( 11, (11 ( k ( 11, (22 ( l ( 23

Reflections collected
14900

Independent reflections
6612 [Rint = 0.0668]

Completeness to ( = 21.34°
98.9 % 

Absorption correction
None

Max. and min. transmission
0.9991 and 0.9966

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
6612 / 0 / 610

Goodness-of-fit on F2
1.050

Final R indices [F2 > 2((F2)]
R1 = 0.0988, wR2 = 0.2520

R indices (all data)
R1 = 0.1253, wR2 = 0.2717

Extinction coefficient
0.076(6)

Largest diff. peak and hole
0.376 and (0.298 e Å(3
	


Diffractometer: Nonius KappaCCD area detector (( scans and ( scans to fill asymmetric unit ). 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: Sheldrick, G. M. SADABS - Bruker Nonius area detector scaling and absorption correction - V2.10 Structure solution: SHELXS97 (G. M. Sheldrick, Acta Cryst. (1990) A46 467(473). Structure refinement: SHELXL97 (G. M. Sheldrick (1997), University of Göttingen, Germany). Graphics: Cameron - A Molecular Graphics Package. (D. M. Watkin, L. Pearce and C. K. Prout, Chemical Crystallography Laboratory, University of Oxford, 1993).

Special details: 

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.
C1
3460(7)
17753(7)
30(4)
38(2)
1

C2
3797(7)
16687(7)
460(4)
39(2)
1

C3
3784(8)
14571(8)
633(5)
48(2)
1

O1A
4056(5)
18697(5)
84(2)
39(1)
1

O1B
2644(5)
17639(5)
(316(2)
40(1)
1

O2A
3494(5)
15637(5)
266(3)
38(1)
1

O2B
4290(6)
16747(5)
938(3)
58(2)
1

C21
4358(9)
11886(8)
1858(5)
57(3)
1

C22
4584(7)
10550(7)
1792(4)
37(2)
1

C23
5911(7)
10456(7)
1566(4)
33(2)
1

C24
6493(7)
9339(7)
1334(3)
31(2)
1

C26
4329(8)
9880(9)
2437(4)
53(2)
1

C27
3736(8)
10142(10)
1340(5)
61(3)
1

C28
7858(7)
9550(8)
1257(4)
36(2)
1

C29
6218(7)
8167(7)
1722(4)
37(2)
1

N25
6130(5)
9164(6)
691(3)
31(2)
1

C31
7207(7)
6601(7)
4908(3)
29(2)
1

C32
8325(7)
6276(7)
4512(4)
37(2)
1

C33
10437(7)
6251(7)
4419(4)
41(2)
1

O31A
6246(5)
6100(5)
4795(2)
37(1)
1

O31B
7323(5)
7325(5)
5297(3)
40(1)
1

O32A
8305(6)
5767(7)
4051(3)
66(2)
1

O32B
9328(4)
6607(5)
4734(2)
36(1)
1

C41
6631(10)
4071(9)
7136(5)
62(3)
1

C42
5711(7)
4386(7)
6642(4)
37(2)
1

C43
5496(7)
5729(7)
6607(4)
39(2)
1

C44
4433(7)
6368(7)
6330(3)
31(2)
1

C46
4584(9)
3611(8)
6844(4)
52(2)
1

C47
6279(8)
3985(7)
6032(4)
44(2)
1

C48
3241(7)
6123(8)
6695(4)
41(2)
1

C49
4703(7)
7723(6)
6272(4)
35(2)
1

N45
4260(5)
6096(5)
5677(3)
30(2)
1

C51
3301(7)
8983(7)
4551(4)
35(2)
1

C52
2229(7)
8488(7)
4994(4)
32(2)
1

C53
5405(7)
8984(8)
4359(4)
45(2)
1

O51A
4339(4)
8574(4)
4744(2)
35(1)
1

O51B
3187(5)
9638(6)
4087(3)
51(2)
1

O52A
1302(5)
9095(5)
4936(2)
39(1)
1

O52B
2380(5)
7569(5)
5334(3)
39(1)
1

C61
9834(9)
3485(10)
7845(5)
63(3)
1

C62
9920(7)
4386(7)
8329(4)
36(2)
1

C63
11272(7)
4640(7)
8366(4)
39(2)
1

C64
11803(7)
5699(7)
8665(3)
31(2)
1

C66
9197(8)
5495(9)
8144(4)
52(2)
1

C67
9359(8)
3792(8)
8944(4)
52(2)
1

C68
11616(8)
6932(7)
8313(4)
41(2)
1

C69
13135(7)
5447(7)
8700(4)
38(2)
1

N65
11312(5)
5770(6)
9318(3)
32(2)
1

C71
(1138(7)
8337(7)
9512(4)
34(2)
1

C72
(1610(7)
7181(7)
9909(4)
32(2)
1

C73
(1076(7)
10457(7)
9428(4)
42(2)
1

O71A
(1525(5)
9319(4)
9746(2)
35(1)
1

O71B
(527(7)
8323(6)
9056(3)
73(2)
1

O72A
(2428(5)
7296(5)
10300(3)
41(1)
1

O72B
(1052(5)
6253(5)
9798(2)
37(1)
1

C81
(113(9)
9910(9)
7438(4)
54(2)
1

C82
575(8)
9842(7)
6804(4)
43(2)
1

C83
505(7)
8577(7)
6584(4)
33(2)
1

C84
(605(7)
8038(7)
6339(4)
34(2)
1

C86
1917(8)
10028(9)
6898(5)
55(3)
1

C87
164(11)
10800(8)
6347(5)
68(3)
1

C88
(1772(7)
8157(7)
6738(4)
36(2)
1

C89
(358(8)
6724(7)
6263(4)
38(2)
1

N85
(794(5)
8631(6)
5700(3)
31(2)
1

	


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

	


C1(O1B
1.243(10)

C1(O1A
1.271(10)

C1(C2
1.514(12)

C2(O2B
1.226(10)

C2(O2A
1.341(10)

C3(O2A
1.426(10)

C3(H3A
0.9800

C3(H3B
0.9800

C3(H3C
0.9800

C21(C22
1.537(12)

C21(H21A
0.9800

C21(H21B
0.9800

C21(H21C
0.9800

C22(C27
1.521(12)

C22(C23
1.537(11)

C22(C26
1.544(12)

C23(C24
1.524(11)

C23(H23A
0.9900

C23(H23B
0.9900

C24(C29
1.514(11)

C24(N25
1.525(10)

C24(C28
1.540(10)

C26(H26A
0.9800

C26(H26B
0.9800

C26(H26C
0.9800

C27(H27A
0.9800

C27(H27B
0.9800

C27(H27C
0.9800

C28(H28A
0.9800

C28(H28B
0.9800

C28(H28C
0.9800

C29(H29A
0.9800

C29(H29B
0.9800

C29(H29C
0.9800

N25(H25A
0.9100

N25(H25B
0.9100

N25(H25C
0.9100

C31(O31B
1.245(9)

C31(O31A
1.265(9)

C31(C32
1.532(11)

C32(O32A
1.207(10)

C32(O32B
1.322(9)

C33(O32B
1.449(10)

C33(H33A
0.9800

C33(H33B
0.9800

C33(H33C
0.9800

C41(C42
1.564(12)

C41(H41A
0.9800

C41(H41B
0.9800

C41(H41C
0.9800

C42(C43
1.520(12)

C42(C47
1.544(12)

C42(C46
1.546(12)

C43(C44
1.521(11)

C43(H43A
0.9900

C43(H43B
0.9900

C44(C48
1.515(11)

C44(N45
1.517(9)

C44(C49
1.541(11)

C46(H46A
0.9800

C46(H46B
0.9800

C46(H46C
0.9800

C47(H47A
0.9800

C47(H47B
0.9800

C47(H47C
0.9800

C48(H48A
0.9800

C48(H48B
0.9800

C48(H48C
0.9800

C49(H49A
0.9800

C49(H49B
0.9800

C49(H49C
0.9800

N45(H45A
0.9100

N45(H45B
0.9100

N45(H45C
0.9100

C51(O51B
1.210(10)

C51(O51A
1.331(10)

C51(C52
1.555(11)

C52(O52B
1.232(9)

C52(O52A
1.247(9)

C53(O51A
1.458(10)

C53(H53A
0.9800

C53(H53B
0.9800

C53(H53C
0.9800

C61(C62
1.540(12)

C61(H61A
0.9800

C61(H61B
0.9800

C61(H61C
0.9800

C62(C66
1.520(12)

C62(C67
1.535(12)

C62(C63
1.549(11)

C63(C64
1.548(11)

C63(H63A
0.9900

C63(H63B
0.9900

C64(N65
1.504(10)

C64(C69
1.523(11)

C64(C68
1.538(11)

C66(H66A
0.9800

C66(H66B
0.9800

C66(H66C
0.9800

C67(H67A
0.9800

C67(H67B
0.9800

C67(H67C
0.9800

C68(H68A
0.9800

C68(H68B
0.9800

C68(H68C
0.9800

C69(H69A
0.9800

C69(H69B
0.9800

C69(H69C
0.9800

N65(H65A
0.9100

N65(H65B
0.9100

N65(H65C
0.9100

C71(O71B
1.169(10)

C71(O71A
1.317(9)

C71(C72
1.560(11)

C72(O72A
1.222(9)

C72(O72B
1.248(9)

C73(O71A
1.464(9)

C73(H73A
0.9800

C73(H73B
0.9800

C73(H73C
0.9800

C81(C82
1.545(13)

C81(H81A
0.9800

C81(H81B
0.9800

C81(H81C
0.9800

C82(C87
1.492(13)

C82(C83
1.545(11)

C82(C86
1.547(12)

C83(C84
1.536(11)

C83(H83A
0.9900

C83(H83B
0.9900

C84(N85
1.518(10)

C84(C89
1.520(11)

C84(C88
1.530(11)

C86(H86A
0.9800

C86(H86B
0.9800

C86(H86C
0.9800

C87(H87A
0.9800

C87(H87B
0.9800

C87(H87C
0.9800

C88(H88A
0.9800

C88(H88B
0.9800

C88(H88C
0.9800

C89(H89A
0.9800

C89(H89B
0.9800

C89(H89C
0.9800

N85(H85A
0.9100

N85(H85B
0.9100

N85(H85C
0.9100

O1B(C1(O1A
127.3(8)

O1B(C1(C2
119.1(7)

O1A(C1(C2
113.6(7)

O2B(C2(O2A
122.2(8)

O2B(C2(C1
125.1(8)

O2A(C2(C1
112.7(7)

O2A(C3(H3A
109.5

O2A(C3(H3B
109.5

H3A(C3(H3B
109.5

O2A(C3(H3C
109.5

H3A(C3(H3C
109.5

H3B(C3(H3C
109.5

C2(O2A(C3
117.4(7)

C22(C21(H21A
109.5

C22(C21(H21B
109.5

H21A(C21(H21B
109.5

C22(C21(H21C
109.5

H21A(C21(H21C
109.5

H21B(C21(H21C
109.5

C27(C22(C23
113.0(7)

C27(C22(C21
108.2(8)

C23(C22(C21
106.0(7)

C27(C22(C26
111.2(8)

C23(C22(C26
111.2(7)

C21(C22(C26
106.8(7)

C24(C23(C22
124.8(6)

C24(C23(H23A
106.1

C22(C23(H23A
106.1

C24(C23(H23B
106.1

C22(C23(H23B
106.1

H23A(C23(H23B
106.3

C29(C24(C23
116.4(6)

C29(C24(N25
106.3(6)

C23(C24(N25
110.8(6)

C29(C24(C28
109.7(6)

C23(C24(C28
108.0(6)

N25(C24(C28
105.1(6)

C22(C26(H26A
109.5

C22(C26(H26B
109.5

H26A(C26(H26B
109.5

C22(C26(H26C
109.5

H26A(C26(H26C
109.5

H26B(C26(H26C
109.5

C22(C27(H27A
109.5

C22(C27(H27B
109.5

H27A(C27(H27B
109.5

C22(C27(H27C
109.5

H27A(C27(H27C
109.5

H27B(C27(H27C
109.5

C24(C28(H28A
109.5

C24(C28(H28B
109.5

H28A(C28(H28B
109.5

C24(C28(H28C
109.5

H28A(C28(H28C
109.5

H28B(C28(H28C
109.5

C24(C29(H29A
109.5

C24(C29(H29B
109.5

H29A(C29(H29B
109.5

C24(C29(H29C
109.5

H29A(C29(H29C
109.5

H29B(C29(H29C
109.5

C24(N25(H25A
109.5

C24(N25(H25B
109.5

H25A(N25(H25B
109.5

C24(N25(H25C
109.5

H25A(N25(H25C
109.5

H25B(N25(H25C
109.5

O31B(C31(O31A
126.7(7)

O31B(C31(C32
118.1(6)

O31A(C31(C32
115.2(7)

O32A(C32(O32B
123.1(7)

O32A(C32(C31
124.4(7)

O32B(C32(C31
112.4(7)

O32B(C33(H33A
109.5

O32B(C33(H33B
109.5

H33A(C33(H33B
109.5

O32B(C33(H33C
109.5

H33A(C33(H33C
109.5

H33B(C33(H33C
109.5

C32(O32B(C33
116.5(6)

C42(C41(H41A
109.5

C42(C41(H41B
109.5

H41A(C41(H41B
109.5

C42(C41(H41C
109.5

H41A(C41(H41C
109.5

H41B(C41(H41C
109.5

C43(C42(C47
112.4(7)

C43(C42(C46
114.4(7)

C47(C42(C46
108.7(7)

C43(C42(C41
107.9(7)

C47(C42(C41
106.5(7)

C46(C42(C41
106.5(7)

C42(C43(C44
125.2(7)

C42(C43(H43A
106.0

C44(C43(H43A
106.0

C42(C43(H43B
106.0

C44(C43(H43B
106.0

H43A(C43(H43B
106.3

C48(C44(N45
106.6(6)

C48(C44(C43
114.8(7)

N45(C44(C43
113.8(6)

C48(C44(C49
109.4(6)

N45(C44(C49
104.2(6)

C43(C44(C49
107.5(6)

C42(C46(H46A
109.5

C42(C46(H46B
109.5

H46A(C46(H46B
109.5

C42(C46(H46C
109.5

H46A(C46(H46C
109.5

H46B(C46(H46C
109.5

C42(C47(H47A
109.5

C42(C47(H47B
109.5

H47A(C47(H47B
109.5

C42(C47(H47C
109.5

H47A(C47(H47C
109.5

H47B(C47(H47C
109.5

C44(C48(H48A
109.5

C44(C48(H48B
109.5

H48A(C48(H48B
109.5

C44(C48(H48C
109.5

H48A(C48(H48C
109.5

H48B(C48(H48C
109.5

C44(C49(H49A
109.5

C44(C49(H49B
109.5

H49A(C49(H49B
109.5

C44(C49(H49C
109.5

H49A(C49(H49C
109.5

H49B(C49(H49C
109.5

C44(N45(H45A
109.5

C44(N45(H45B
109.5

H45A(N45(H45B
109.5

C44(N45(H45C
109.5

H45A(N45(H45C
109.5

H45B(N45(H45C
109.5

O51B(C51(O51A
125.3(7)

O51B(C51(C52
123.5(7)

O51A(C51(C52
111.2(7)

O52B(C52(O52A
129.0(7)

O52B(C52(C51
118.2(7)

O52A(C52(C51
112.8(7)

O51A(C53(H53A
109.5

O51A(C53(H53B
109.5

H53A(C53(H53B
109.5

O51A(C53(H53C
109.5

H53A(C53(H53C
109.5

H53B(C53(H53C
109.5

C51(O51A(C53
115.6(6)

C62(C61(H61A
109.5

C62(C61(H61B
109.5

H61A(C61(H61B
109.5

C62(C61(H61C
109.5

H61A(C61(H61C
109.5

H61B(C61(H61C
109.5

C66(C62(C67
108.5(7)

C66(C62(C61
109.2(7)

C67(C62(C61
107.6(7)

C66(C62(C63
113.9(7)

C67(C62(C63
111.0(7)

C61(C62(C63
106.5(7)

C64(C63(C62
125.6(7)

C64(C63(H63A
105.9

C62(C63(H63A
105.9

C64(C63(H63B
105.9

C62(C63(H63B
105.9

H63A(C63(H63B
106.3

N65(C64(C69
105.6(6)

N65(C64(C68
107.3(6)

C69(C64(C68
110.3(6)

N65(C64(C63
112.9(6)

C69(C64(C63
106.4(6)

C68(C64(C63
114.0(7)

C62(C66(H66A
109.5

C62(C66(H66B
109.5

H66A(C66(H66B
109.5

C62(C66(H66C
109.5

H66A(C66(H66C
109.5

H66B(C66(H66C
109.5

C62(C67(H67A
109.5

C62(C67(H67B
109.5

H67A(C67(H67B
109.5

C62(C67(H67C
109.5

H67A(C67(H67C
109.5

H67B(C67(H67C
109.5

C64(C68(H68A
109.5

C64(C68(H68B
109.5

H68A(C68(H68B
109.5

C64(C68(H68C
109.5

H68A(C68(H68C
109.5

H68B(C68(H68C
109.5

C64(C69(H69A
109.5

C64(C69(H69B
109.5

H69A(C69(H69B
109.5

C64(C69(H69C
109.5

H69A(C69(H69C
109.5

H69B(C69(H69C
109.5

C64(N65(H65A
109.5

C64(N65(H65B
109.5

H65A(N65(H65B
109.5

C64(N65(H65C
109.5

H65A(N65(H65C
109.5

H65B(N65(H65C
109.5

O71B(C71(O71A
124.5(7)

O71B(C71(C72
123.4(7)

O71A(C71(C72
112.0(7)

O72A(C72(O72B
128.3(7)

O72A(C72(C71
117.4(7)

O72B(C72(C71
114.2(7)

O71A(C73(H73A
109.5

O71A(C73(H73B
109.5

H73A(C73(H73B
109.5

O71A(C73(H73C
109.5

H73A(C73(H73C
109.5

H73B(C73(H73C
109.5

C71(O71A(C73
116.5(6)

C82(C81(H81A
109.5

C82(C81(H81B
109.5

H81A(C81(H81B
109.5

C82(C81(H81C
109.5

H81A(C81(H81C
109.5

H81B(C81(H81C
109.5

C87(C82(C83
112.9(7)

C87(C82(C81
110.6(8)

C83(C82(C81
111.8(7)

C87(C82(C86
109.9(8)

C83(C82(C86
104.6(7)

C81(C82(C86
106.6(7)

C84(C83(C82
125.0(7)

C84(C83(H83A
106.1

C82(C83(H83A
106.1

C84(C83(H83B
106.1

C82(C83(H83B
106.1

H83A(C83(H83B
106.3

N85(C84(C89
106.2(6)

N85(C84(C88
107.6(6)

C89(C84(C88
109.9(7)

N85(C84(C83
110.0(6)

C89(C84(C83
108.1(7)

C88(C84(C83
114.8(6)

C82(C86(H86A
109.5

C82(C86(H86B
109.5

H86A(C86(H86B
109.5

C82(C86(H86C
109.5

H86A(C86(H86C
109.5

H86B(C86(H86C
109.5

C82(C87(H87A
109.5

C82(C87(H87B
109.5

H87A(C87(H87B
109.5

C82(C87(H87C
109.5

H87A(C87(H87C
109.5

H87B(C87(H87C
109.5

C84(C88(H88A
109.5

C84(C88(H88B
109.5

H88A(C88(H88B
109.5

C84(C88(H88C
109.5

H88A(C88(H88C
109.5

H88B(C88(H88C
109.5

C84(C89(H89A
109.5

C84(C89(H89B
109.5

H89A(C89(H89B
109.5

C84(C89(H89C
109.5

H89A(C89(H89C
109.5

H89B(C89(H89C
109.5

C84(N85(H85A
109.5

C84(N85(H85B
109.5

H85A(N85(H85B
109.5

C84(N85(H85C
109.5

H85A(N85(H85C
109.5

H85B(N85(H85C
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
C1
36(5) 
35(5)
43(5) 
(9(4)
1(4) 
(1(4)

C2
33(5) 
40(5)
45(6) 
(5(4)
(2(4) 
(5(4)

C3
36(5) 
36(5)
73(7) 
1(5)
(10(5) 
(8(4)

O1A
41(3) 
34(3)
45(3) 
(4(3)
(13(3) 
(14(3)

O1B
43(3) 
34(3)
43(3) 
0(3)
(12(3) 
(16(3)

O2A
35(3) 
26(3)
55(4) 
(5(3)
(8(3) 
(9(2)

O2B
77(5) 
45(4)
54(4) 
(4(3)
(32(4) 
(9(3)

C21
60(6) 
48(6)
62(6) 
(7(5)
12(5) 
3(5)

C22
40(5) 
33(5)
38(5) 
(11(4)
(3(4) 
2(4)

C23
35(5) 
33(5)
29(4) 
(2(4)
1(4) 
(11(3)

C24
29(4) 
35(5)
30(4) 
0(4)
(4(3) 
(8(3)

C26
47(6) 
58(6)
48(6) 
2(5)
14(4) 
3(4)

C27
31(5) 
72(7)
86(8) 
(33(6)
(2(5) 
6(5)

C28
26(4) 
44(5)
39(5) 
(8(4)
(4(4) 
(7(4)

C29
40(5) 
34(5)
38(5) 
(5(4)
(1(4) 
(1(4)

N25
28(3) 
33(4)
32(4) 
(3(3)
(3(3) 
(9(3)

C31
31(5) 
24(4)
34(5) 
(4(4)
(6(4) 
(10(3)

C32
28(5) 
34(5)
50(6) 
(4(4)
(3(4) 
(8(4)

C33
35(5) 
28(5)
58(6) 
(7(4)
0(4) 
(3(4)

O31A
34(3) 
37(3)
42(3) 
(7(3)
(4(2) 
(10(3)

O31B
32(3) 
45(3)
45(3) 
(17(3)
(2(3) 
(12(3)

O32A
45(4) 
102(6)
61(4) 
(51(4)
(6(3) 
0(4)

O32B
25(3) 
34(3)
51(4) 
(13(3)
(2(3) 
(8(2)

C41
74(7) 
53(6)
64(7) 
(5(5)
(43(6) 
11(5)

C42
41(5) 
32(5)
39(5) 
4(4)
(13(4) 
(3(4)

C43
36(5) 
44(5)
38(5) 
(6(4)
(9(4) 
(6(4)

C44
39(5) 
30(4)
23(4) 
(7(3)
(2(3) 
(1(3)

C46
60(6) 
42(5)
52(6) 
2(4)
(3(5) 
(5(4)

C47
47(5) 
31(5)
55(6) 
(5(4)
(10(4) 
(6(4)

C48
43(5) 
39(5)
40(5) 
(9(4)
4(4) 
(1(4)

C49
43(5) 
21(4)
43(5) 
(7(4)
(7(4) 
0(3)

N45
28(4) 
26(4)
37(4) 
(3(3)
(5(3) 
(4(3)

C51
30(5) 
33(5)
41(5) 
(8(4)
1(4) 
(4(4)

C52
28(5) 
28(5)
40(5) 
(7(4)
(4(4) 
(3(4)

C53
35(5) 
34(5)
64(6) 
(3(4)
2(4) 
(16(4)

O51A
30(3) 
30(3)
43(3) 
(2(2)
3(2) 
(3(2)

O51B
45(4) 
59(4)
45(4) 
17(3)
1(3) 
(9(3)

O52A
34(3) 
40(3)
41(3) 
7(3)
(1(3) 
(3(3)

O52B
38(3) 
37(4)
42(3) 
5(3)
(2(3) 
0(3)

C61
53(6) 
73(7)
68(7) 
(34(6)
(14(5) 
(14(5)

C62
43(5) 
31(5)
39(5) 
(14(4)
(15(4) 
(9(4)

C63
39(5) 
38(5)
42(5) 
(9(4)
1(4) 
(7(4)

C64
30(4) 
33(5)
31(5) 
(5(4)
0(3) 
0(3)

C66
47(5) 
59(6)
50(6) 
(8(5)
(11(4) 
(9(5)

C67
43(5) 
50(6)
65(6) 
(16(5)
(5(5) 
(19(4)

C68
50(5) 
37(5)
34(5) 
(1(4)
1(4) 
(6(4)

C69
34(5) 
36(5)
44(5) 
(6(4)
8(4) 
(1(4)

N65
28(4) 
28(4)
39(4) 
(3(3)
2(3) 
(11(3)

C71
33(5) 
31(5)
36(5) 
(6(4)
10(4) 
(3(4)

C72
29(4) 
26(5)
41(5) 
(10(4)
4(4) 
(6(4)

C73
37(5) 
31(5)
55(6) 
5(4)
0(4) 
(5(4)

O71A
35(3) 
21(3)
47(3) 
3(3)
5(3) 
(6(2)

O71B
102(6) 
37(4)
73(5) 
(8(3)
38(5) 
(7(4)

O72A
41(3) 
31(3)
51(4) 
(8(3)
5(3) 
(10(3)

O72B
32(3) 
31(3)
47(3) 
(6(3)
0(3) 
(5(3)

C81
59(6) 
47(6)
60(6) 
(24(5)
(7(5) 
(5(4)

C82
51(5) 
38(5)
45(5) 
(10(4)
(21(4) 
(14(4)

C83
29(4) 
37(5)
30(4) 
2(4)
(4(3) 
(3(3)

C84
33(5) 
36(5)
35(5) 
(9(4)
1(4) 
(10(4)

C86
42(5) 
62(6)
65(6) 
(12(5)
(14(5) 
(15(5)

C87
99(9) 
36(6)
73(7) 
3(5)
(34(6) 
(34(5)

C88
29(4) 
35(5)
46(5) 
(9(4)
(8(4) 
(1(3)

C89
46(5) 
32(5)
36(5) 
(3(4)
(10(4) 
3(4)

N85
28(4) 
33(4)
34(4) 
(7(3)
(6(3) 
(3(3)

	


Table 5. Hydrogen bonds [Å and °].

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

 N45(H45A...O31A
0.91
1.95
2.837(8)
163.6

 N45(H45B...O52B
0.91
1.88
2.775(8)
165.4

 N85(H85C...O52A
0.91
1.90
2.800(8)
170.2

 N25(H25A...O72Ai
0.91
1.91
2.803(9)
168.3

 N25(H25A...O71Ai
0.91
2.64
3.216(8)
122.1

 N25(H25B...O1Aii
0.91
1.92
2.818(8)
168.1

 N25(H25C...O1Aiii
0.91
2.11
2.831(8)
135.3

 N45(H45C...O31Aiv
0.91
2.02
2.832(8)
147.2

 N65(H65A...O1Bv
0.91
1.89
2.785(8)
168.8

 N65(H65B...O72Bvi
0.91
1.98
2.838(8)
157.7

 N65(H65C...O72Bvii
0.91
2.02
2.844(8)
149.9

 N85(H85A...O52Aviii
0.91
2.17
2.863(8)
132.5

 N85(H85A...O51Bviii
0.91
2.59
3.336(9)
139.7

 N85(H85B...O31Bix
0.91
1.92
2.808(8)
164.2

 N85(H85B...O32Bix
0.91
2.62
3.244(8)
126.0 
	


Symmetry transformations used to generate equivalent atoms: 

(i) x+1,y,z(1    (ii) (x+1,(y+3,(z    (iii) x,y(1,z    (iv)  (x+1,(y+1,(z+1 

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

(viii) (x,(y+2,(z+1    (xi) x(1,y,z  
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