[image: image1.wmf]
University of Southampton  ·  Department of Chemistry

EPSRC National Crystallography Service
[image: image2.png]




Table 1. Crystal data and structure refinement.



Identification code 
00SRC116

Empirical formula 
C24H29O8
Formula weight 
445.47

Temperature 
150(2) K

Wavelength 
0.71073 Å

Crystal system 
Monoclinic

Space group 
P21
Unit cell dimensions
a = 7.7830(7) Å



b = 7.4943(8) Å
( = 90.027(4)°


c = 18.919(2) Å


Volume
1103.5(2) Å3
Z
2

Density (calculated)
1.341 Mg / m3
Absorption coefficient
0.100 mm-1
F(000)
474

Crystal
Colourless block

Crystal size
0.40 ( 0.20 ( 0.15 mm3
( range for data collection
2.92 ( 25.02°

Index ranges
(8 ( h ( 8, (8 ( k ( 8, (19 ( l ( 22

Reflections collected
7928

Independent reflections
3205 [Rint = 0.0696]

Completeness to ( = 25.02°
90.4 % 

Absorption correction
Multiscan, SORTAV

Max. and min. transmission
0.9851 and 0.9609

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
3205 / 1 / 296

Goodness-of-fit on F2
0.984

Final R indices [F2 > 2((F2)]
R1 = 0.0532, wR2 = 0.1186

R indices (all data)
R1 = 0.0840, wR2 = 0.1309

Absolute structure parameter
1.6(14)

Extinction coefficient
0.007(3)

Largest diff. peak and hole
0.234 and (0.212 e Å-3


Diffractometer: Enraf Nonius KappaCCD area detector (( scans and ( scans to fill Ewald sphere). Data collection 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). Program used to solve structure: SHELXS97 (G. M. Sheldrick, Acta Cryst. (1990) A46 467(473). Program used to refine structure: SHELXL97 (G. M. Sheldrick (1997), University of Göttingen, Germany).  
Further information:  http://www.soton.ac.uk/~xservice/strat.htm 

Special details:  All hydrogen atoms were placed in idealised positions and refined using a 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.
O1
8919(4)
2997(3)
4667(1)
44(1)
1

O3
6917(4)
3958(3)
476(1)
44(1)
1

O2
5647(4)
4211(3)
4684(1)
48(1)
1

O4
7455(4)
6825(3)
(263(1)
44(1)
1

O6
11584(4)
4932(3)
2494(1)
42(1)
1

C11
7912(5)
5254(5)
799(2)
36(1)
1

C13
9174(5)
8144(5)
683(2)
38(1)
1

C9
9535(6)
6519(5)
1768(2)
35(1)
1

C10
8568(5)
5118(5)
1475(2)
37(1)
1

C5
6127(6)
5873(5)
3592(2)
42(1)
1

C17
10277(5)
6312(5)
2509(2)
35(1)
1

C12
8195(6)
6779(5)
398(2)
38(1)
1

O5
9717(4)
10507(3)
2177(1)
46(1)
1

C1
8963(6)
5701(5)
3054(2)
37(1)
1

C18
11142(5)
8073(5)
2751(2)
38(1)
1

C3
8353(6)
4158(5)
4147(2)
37(1)
1

C4
6665(6)
4791(5)
4141(2)
38(1)
1

C6
7277(6)
6308(5)
3054(2)
41(1)
1

C14
9825(5)
8026(4)
1366(2)
35(1)
1

C2
9467(5)
4624(5)
3612(2)
35(1)
1

C21
12269(6)
8878(5)
2157(2)
40(1)
1

C8
3902(6)
4777(6)
4690(2)
59(1)
1

C19
9889(6)
9623(5)
2857(2)
45(1)
1

C20
10798(5)
9559(5)
1685(2)
38(1)
1

C7
9168(6)
3809(6)
5342(2)
53(1)
1

C15
6714(7)
2339(5)
857(2)
56(1)
1

C16
7558(6)
8464(5)
(645(2)
50(1)
1

O8
14470(4)
9781(3)
2962(1)
52(1)
1

O7
13270(4)
7494(3)
1840(1)
42(1)
1

C23
13377(6)
10388(5)
2413(2)
44(1)
1

C22
14297(7)
7989(6)
1243(2)
54(1)
1

C24
15419(6)
11175(6)
3272(2)
61(1)
1



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



O1(C3
1.384(4)

O1(C7
1.428(5)

O3(C11
1.384(4)

O3(C15
1.420(5)

O2(C4
1.369(4)

O2(C8
1.422(5)

O4(C12
1.377(4)

O4(C16
1.427(4)

O6(C17
1.451(5)

C11(C10
1.380(5)

C11(C12
1.389(5)

C13(C12
1.384(5)

C13(C14
1.392(5)

C9(C14
1.379(5)

C9(C10
1.405(5)

C9(C17
1.524(5)

C5(C4
1.382(5)

C5(C6
1.395(6)

C17(C1
1.523(6)

C17(C18
1.551(5)

O5(C20
1.442(5)

O5(C19
1.452(4)

C1(C2
1.385(5)

C1(C6
1.389(6)

C18(C19
1.529(5)

C18(C21
1.548(5)

C3(C2
1.379(5)

C3(C4
1.397(5)

C14(C20
1.502(5)

C21(O7
1.430(4)

C21(C23
1.502(5)

C21(C20
1.539(6)

O8(C24
1.407(5)

O8(C23
1.417(5)

O7(C22
1.431(5)

C3(O1(C7
114.3(3)

C11(O3(C15
116.0(3)

C4(O2(C8
117.6(3)

C12(O4(C16
117.2(3)

C10(C11(O3
124.3(3)

C10(C11(C12
120.5(3)

O3(C11(C12
115.2(3)

C12(C13(C14
121.0(4)

C14(C9(C10
118.8(3)

C14(C9(C17
121.8(3)

C10(C9(C17
119.3(3)

C11(C10(C9
120.5(3)

C4(C5(C6
119.4(4)

O6(C17(C1
105.6(3)

O6(C17(C9
108.7(3)

C1(C17(C9
113.5(3)

O6(C17(C18
107.9(3)

C1(C17(C18
110.3(3)

C9(C17(C18
110.4(3)

O4(C12(C13
124.4(3)

O4(C12(C11
116.8(3)

C13(C12(C11
118.8(3)

C20(O5(C19
107.0(3)

C2(C1(C6
117.3(4)

C2(C1(C17
120.0(4)

C6(C1(C17
122.5(3)

C19(C18(C21
99.2(3)

C19(C18(C17
114.1(3)

C21(C18(C17
111.3(3)

C2(C3(O1
118.8(4)

C2(C3(C4
119.9(3)

O1(C3(C4
121.2(4)

O2(C4(C5
125.1(4)

O2(C4(C3
115.5(3)

C5(C4(C3
119.4(4)

C1(C6(C5
122.0(4)

C9(C14(C13
120.3(3)

C9(C14(C20
119.2(3)

C13(C14(C20
120.5(3)

C3(C2(C1
122.0(4)

O7(C21(C23
111.6(3)

O7(C21(C20
113.7(3)

C23(C21(C20
111.3(3)

O7(C21(C18
109.4(3)

C23(C21(C18
112.7(3)

C20(C21(C18
97.4(3)

O5(C19(C18
106.8(3)

O5(C20(C14
110.0(3)

O5(C20(C21
102.9(3)

C14(C20(C21
110.7(3)

C24(O8(C23
112.5(3)

C21(O7(C22
116.6(3)

O8(C23(C21
109.8(3)



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
O1
61(2) 
34(2)
38(2) 
9(1)
(1(1) 
(1(1)

O3
56(2) 
30(2)
46(2) 
(2(1)
(2(1) 
(8(2)

O2
52(2) 
45(2)
46(2) 
3(1)
10(2) 
(1(2)

O4
62(2) 
36(2)
36(2) 
2(1)
(4(1) 
(2(1)

O6
53(2) 
28(1)
44(2) 
2(1)
0(1) 
7(1)

C11
40(3) 
27(2)
40(2) 
(5(2)
(1(2) 
(2(2)

C13
48(3) 
29(2)
37(2) 
4(2)
6(2) 
0(2)

C9
44(3) 
26(2)
35(2) 
2(2)
1(2) 
3(2)

C10
48(3) 
27(2)
36(2) 
2(2)
8(2) 
0(2)

C5
44(3) 
37(2)
46(2) 
2(2)
1(2) 
(1(2)

C17
42(3) 
25(2)
39(2) 
(2(2)
(1(2) 
(1(2)

C12
47(3) 
31(2)
35(2) 
(2(2)
(2(2) 
3(2)

O5
59(2) 
31(1)
49(2) 
1(1)
(1(2) 
4(1)

C1
50(3) 
25(2)
35(2) 
(1(2)
(3(2) 
0(2)

C18
48(3) 
28(2)
38(2) 
1(2)
(7(2) 
0(2)

C3
51(3) 
27(2)
32(2) 
1(2)
(7(2) 
(2(2)

C4
49(3) 
29(2)
36(2) 
1(2)
3(2) 
(1(2)

C6
56(3) 
33(2)
35(2) 
2(2)
(9(2) 
4(2)

C14
44(3) 
26(2)
36(2) 
(2(2)
6(2) 
2(2)

C2
39(3) 
27(2)
38(2) 
0(2)
(1(2) 
2(2)

C21
55(3) 
24(2)
41(2) 
0(2)
4(2) 
1(2)

C8
59(4) 
55(3)
64(3) 
(2(2)
14(3) 
4(3)

C19
68(3) 
31(2)
38(2) 
(5(2)
1(2) 
3(2)

C20
48(3) 
29(2)
36(2) 
(1(2)
4(2) 
(2(2)

C7
69(3) 
50(3)
40(2) 
6(2)
(10(2) 
(1(2)

C15
68(4) 
29(2)
70(3) 
4(2)
(9(3) 
(11(2)

C16
66(3) 
42(3)
43(2) 
8(2)
(11(2) 
(3(2)

O8
62(2) 
35(2)
58(2) 
(1(1)
(19(2) 
(6(2)

O7
48(2) 
32(2)
46(2) 
0(1)
3(2) 
(4(1)

C23
51(3) 
34(2)
46(2) 
1(2)
2(2) 
(2(2)

C22
66(3) 
47(3)
47(3) 
(2(2)
10(2) 
0(2)

C24
63(4) 
46(3)
74(3) 
(10(2)
(15(3) 
(7(3)



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

Atom 
x
y
z
Ueq
S.o.f.
H13
9404
9176
407
45
1

H10
8364
4069
1744
44
1

H5
4984
6317
3582
50
1

H18
11838
7873
3188
45
1

H6
6895
7043
2676
50
1

H2
10615
4195
3626
41
1

H8A
3854
6072
4759
89
1

H8B
3290
4180
5076
89
1

H8C
3361
4470
4238
89
1

H19A
8760
9172
3019
55
1

H19B
10339
10464
3215
55
1

H20
11242
10377
1309
45
1

H7A
9917
4852
5291
79
1

H7B
9702
2948
5664
79
1

H7C
8056
4183
5534
79
1

H15A
7841
1784
930
83
1

H15B
5976
1526
588
83
1

H15C
6185
2589
1317
83
1

H16A
7052
9424
(362
76
1

H16B
6929
8350
(1092
76
1

H16C
8765
8742
(744
76
1

H23A
14076
10852
2016
53
1

H23B
12643
11370
2589
53
1

H22A
13598
8679
910
80
1

H22B
14725
6911
1009
80
1

H22C
15270
8714
1403
80
1

H24A
16207
11681
2921
91
1

H24B
16080
10709
3672
91
1

H24C
14631
12105
3438
91
1
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