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Table 1. Crystal data and structure refinement.



Identification code 
01sot001    

Empirical formula 
C29H27O8
Formula weight 
503.51

Temperature 
150(2) K

Wavelength 
0.71073 Å

Crystal system 
Monoclinic

Space group 
C2/c 

Unit cell dimensions
a = 37.557(7) Å
( = 90°


b = 7.0816(14) Å
( = 124.86(3)°


c = 22.498(4) Å
(  = 90°

Volume
4909.9(16) Å3
Z
8

Density (calculated)
1.362 Mg / m3
Absorption coefficient
0.099 mm(1
F(000)
2120

Crystal
needle; colourless

Crystal size
0.48 ( 0.07 ( 0.01 mm3
( range for data collection
2.95 ( 23.61°

Index ranges
(42 ( h ( 42, (7 ( k ( 7, (25 ( l ( 25

Reflections collected
18113

Independent reflections
3642 [Rint = 0.1666]

Completeness to ( = 23.61°
99.2 % 

Absorption correction
Semi(empirical from equivalents

Max. and min. transmission
0.9990 and 0.9538

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
3642 / 0 / 442

Goodness-of-fit on F2
1.011

Final R indices [F2 > 2((F2)]
R1 = 0.0527, wR2 = 0.1220

R indices (all data)
R1 = 0.0946, wR2 = 0.1481

Extinction coefficient
0.0019(3)

Largest diff. peak and hole
0.235 and (0.263 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: 

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
3385(1)
8414(5)
1315(2)
42(1)
1

C2
3433(1)
9533(4)
2349(2)
31(1)
1

C3
3193(1)
9927(4)
2676(1)
27(1)
1

C4
3430(1)
10389(4)
3410(2)
28(1)
1

C5
3215(1)
10802(4)
3727(1)
27(1)
1

C6
3449(1)
11377(4)
4505(1)
29(1)
1

C7
4130(1)
11704(6)
5625(2)
44(1)
1

C8
2764(1)
10754(4)
3320(2)
28(1)
1

C9
2519(1)
10276(4)
2580(1)
26(1)
1

C10
2743(1)
9894(4)
2271(2)
28(1)
1

C11
2037(1)
10244(4)
2152(1)
27(1)
1

C12
1822(1)
9779(4)
2469(2)
29(1)
1

C13
1368(1)
9779(4)
2066(1)
29(1)
1

C14
1129(1)
9323(4)
2394(2)
33(1)
1

C15
1187(1)
8514(6)
3463(2)
47(1)
1

C16
1126(1)
10236(4)
1334(2)
30(1)
1

C17
1337(1)
10696(4)
1010(1)
28(1)
1

C18
1093(1)
11270(4)
234(2)
32(1)
1

C19
397(1)
11579(6)
(866(2)
46(1)
1

C20
1786(1)
10708(4)
1414(2)
29(1)
1

C41
244(1)
4903(8)
2332(2)
68(1)
1

C42
243(2)
2999(9)
2335(2)
85(2)
1

C43
0
2056(9)
2500
101(3)
1

C46
0
5856(8)
2500
65(2)
1

C47
253(1)
4071(6)
656(2)
54(1)
1

C48
(79(1)
3137(5)
49(2)
56(1)
1

C49
329(1)
5926(6)
603(2)
56(1)
1

C53
2280(1)
2878(5)
309(2)
45(1)
1

C54
2291(1)
1050(5)
97(2)
43(1)
1

C55
2490(1)
4311(5)
214(2)
44(1)
1

O1
3181(1)
8772(3)
1685(1)
37(1)
1

O2
3816(1)
9838(3)
2644(1)
47(1)
1

O3
3270(1)
11884(3)
4781(1)
41(1)
1

O4
3879(1)
11263(3)
4853(1)
38(1)
1

O5
738(1)
9327(3)
2067(1)
41(1)
1

O6
1397(1)
8915(3)
3102(1)
39(1)
1

O7
1257(1)
11907(3)
(50(1)
46(1)
1

O8
667(1)
10959(3)
(114(1)
39(1)
1



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



C1(O1
1.440(4)

C2(O2
1.207(3)

C2(O1
1.341(3)

C2(C3
1.484(4)

C3(C10
1.386(4)

C3(C4
1.395(4)

C4(C5
1.379(4)

C5(C8
1.392(4)

C5(C6
1.498(4)

C6(O3
1.200(3)

C6(O4
1.334(3)

C7(O4
1.460(4)

C8(C9
1.407(4)

C9(C10
1.390(4)

C9(C11
1.488(4)

C11(C12
1.389(4)

C11(C20
1.401(4)

C12(C13
1.399(4)

C13(C16
1.390(4)

C13(C14
1.486(4)

C14(O5
1.209(3)

C14(O6
1.342(3)

C15(O6
1.450(4)

C16(C17
1.389(4)

C17(C20
1.384(4)

C17(C18
1.490(4)

C18(O7
1.202(3)

C18(O8
1.340(4)

C19(O8
1.457(4)

C41(C42
1.348(7)

C41(C46
1.356(5)

C42(C43
1.342(7)

C43(C42i
1.342(7)

C46(C41i
1.356(5)

C47(C49
1.364(5)

C47(C48
1.383(5)

C48(C49ii
1.378(5)

C49(C48ii
1.378(5)

C53(C55
1.376(5)

C53(C54
1.388(5)

C54(C55iii
1.375(5)

C55(C54iii
1.375(5)

O2(C2(O1
123.1(3)

O2(C2(C3
124.2(3)

O1(C2(C3
112.6(3)

C10(C3(C4
119.7(3)

C10(C3(C2
122.0(2)

C4(C3(C2
118.2(3)

C5(C4(C3
119.6(3)

C4(C5(C8
120.4(3)

C4(C5(C6
122.4(3)

C8(C5(C6
117.1(3)

O3(C6(O4
124.2(3)

O3(C6(C5
123.9(3)

O4(C6(C5
111.9(3)

C5(C8(C9
120.8(3)

C10(C9(C8
117.6(3)

C10(C9(C11
122.3(2)

C8(C9(C11
120.1(3)

C3(C10(C9
121.8(3)

C12(C11(C20
118.0(3)

C12(C11(C9
121.4(2)

C20(C11(C9
120.6(3)

C11(C12(C13
121.2(3)

C16(C13(C12
119.8(3)

C16(C13(C14
117.8(3)

C12(C13(C14
122.4(3)

O5(C14(O6
123.2(3)

O5(C14(C13
124.5(3)

O6(C14(C13
112.3(3)

C17(C16(C13
119.6(3)

C20(C17(C16
120.2(3)

C20(C17(C18
118.1(3)

C16(C17(C18
121.7(3)

O7(C18(O8
123.8(3)

O7(C18(C17
124.5(3)

O8(C18(C17
111.7(3)

C17(C20(C11
121.3(3)

C42(C41(C46
119.4(5)

C43(C42(C41
120.3(5)

C42i(C43(C42
120.4(6)

C41i(C46(C41
120.3(6)

C49(C47(C48
119.3(3)

C49ii(C48(C47
120.2(4)

C47(C49(C48ii
120.5(4)

C55(C53(C54
120.2(3)

C55iii(C54(C53
119.5(3)

C54iii(C55(C53
120.4(3)

C2(O1(C1
116.3(3)

C6(O4(C7
115.3(3)

C14(O6(C15
115.4(3)

C18(O8(C19
115.8(3)



Symmetry transformations used to generate equivalent atoms: 

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



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
46(3) 
55(2)
34(2) 
(4(2)
27(2) 
0(2)

C2
29(2) 
36(2)
25(2) 
5(1)
13(2) 
1(1)

C3
28(2) 
27(2)
25(2) 
0(1)
14(1) 
(2(1)

C4
22(2) 
31(2)
24(2) 
4(1)
9(1) 
1(1)

C5
29(2) 
24(1)
25(2) 
1(1)
14(1) 
(2(1)

C6
27(2) 
33(2)
24(2) 
2(1)
13(2) 
(4(1)

C7
38(2) 
63(2)
20(2) 
(4(2)
10(2) 
(9(2)

C8
30(2) 
29(2)
27(2) 
2(1)
17(2) 
0(1)

C9
26(2) 
28(2)
22(2) 
0(1)
11(1) 
(1(1)

C10
30(2) 
26(2)
23(2) 
0(1)
11(2) 
(2(1)

C11
26(2) 
29(2)
24(2) 
(3(1)
13(1) 
(1(1)

C12
29(2) 
29(2)
22(2) 
(5(1)
11(2) 
(1(1)

C13
26(2) 
32(2)
24(2) 
(3(1)
13(1) 
1(1)

C14
31(2) 
36(2)
28(2) 
(3(1)
14(2) 
(1(1)

C15
45(2) 
67(3)
34(2) 
1(2)
26(2) 
(7(2)

C16
26(2) 
34(2)
26(2) 
(4(1)
13(2) 
0(1)

C17
27(2) 
30(2)
24(2) 
(1(1)
13(1) 
0(1)

C18
28(2) 
35(2)
28(2) 
1(1)
14(2) 
4(1)

C19
31(2) 
76(3)
22(2) 
7(2)
9(2) 
8(2)

C20
29(2) 
31(2)
27(2) 
(2(1)
16(2) 
(1(1)

C41
40(3) 
129(5)
29(2) 
(8(2)
16(2) 
(24(3)

C42
77(4) 
121(5)
29(2) 
0(3)
13(2) 
60(4)

C43
159(9) 
47(4)
24(3) 
0
9(4) 
0

C46
89(5) 
43(3)
27(3) 
0
12(3) 
0

C47
50(3) 
68(3)
41(2) 
1(2)
23(2) 
14(2)

C48
57(3) 
51(2)
67(3) 
(5(2)
40(2) 
(5(2)

C49
36(2) 
73(3)
48(2) 
(20(2)
17(2) 
(2(2)

C53
47(2) 
52(2)
41(2) 
(3(2)
28(2) 
1(2)

C54
40(2) 
47(2)
41(2) 
(1(2)
21(2) 
(5(2)

C55
42(2) 
43(2)
42(2) 
(6(2)
22(2) 
(2(2)

O1
37(1) 
50(1)
26(1) 
(6(1)
19(1) 
(3(1)

O2
31(2) 
76(2)
31(1) 
(7(1)
16(1) 
(5(1)

O3
36(1) 
60(2)
29(1) 
(7(1)
19(1) 
(3(1)

O4
29(1) 
53(1)
22(1) 
(2(1)
10(1) 
(1(1)

O5
31(2) 
56(1)
35(1) 
(1(1)
19(1) 
(1(1)

O6
33(1) 
60(1)
26(1) 
(2(1)
17(1) 
(7(1)

O7
36(2) 
68(2)
31(1) 
9(1)
19(1) 
2(1)

O8
28(1) 
57(1)
22(1) 
4(1)
9(1) 
3(1)



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

Atom 
x
y
z
Ueq
S.o.f.
H43
0
714
2500
122
1

H1A
3409(12)
9580(50)
1100(20)
72(12)
1

H1B
3187(12)
7540(50)
920(20)
70(11)
1

H1C
3676(14)
7850(50)
1630(20)
78(13)
1

H4
3741(9)
10350(30)
3687(14)
25(7)
1

H7A
4026(13)
13050(60)
5700(20)
90(13)
1

H7B
4453(14)
11750(50)
5780(20)
75(12)
1

H7C
4067(11)
10720(50)
5851(18)
60(11)
1

H8
2611(9)
11000(40)
3563(15)
34(8)
1

H10
2582(10)
9640(40)
1761(16)
42(8)
1

H12
1979(8)
9470(30)
2965(14)
21(7)
1

H15A
976(13)
9600(50)
3380(20)
76(13)
1

H15B
1444(12)
8270(50)
4010(20)
67(11)
1

H15C
996(12)
7330(50)
3227(18)
66(11)
1

H16
832(10)
10280(40)
1094(15)
31(8)
1

H19A
389(14)
13080(70)
(850(20)
102(15)
1

H19B
93(13)
11140(50)
(1077(19)
64(11)
1

H19C
507(11)
11070(50)
(1126(18)
56(10)
1

H20
1941(9)
11020(30)
1193(14)
25(7)
1

H41
410(16)
5520(60)
2200(20)
109(17)
1

H42
403(17)
2330(70)
2160(30)
127(18)
1

H46
0
7150(80)
2500
66(16)
1

H47
443(13)
3370(50)
1150(20)
74(11)
1

H48
(135(13)
1850(60)
120(20)
81(13)
1

H49
565(15)
6590(60)
1060(20)
102(15)
1

H53
2108(10)
3150(40)
520(16)
48(9)
1

H54
2150(11)
100(50)
172(19)
62(11)
1

H55
2478(11)
5610(50)
362(18)
59(10)
1
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