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Table 1. Crystal data and structure refinement.

	


Identification code 
2005src1567 / 382/8+9   

Empirical formula 
C21H34O

Formula weight 
302.48

Temperature 
120(2) K

Wavelength 
0.71073 Å

Crystal system 
Tetragonal

Space group 
I(4 

Unit cell dimensions
a = 16.8137(4) Å
( = 90°


b = 16.8137(4) Å
( = 90°


c = 13.9960(5) Å
(  = 90°

Volume
3956.68(19) Å3
Z
8

Density (calculated)
1.016 Mg / m3
Absorption coefficient
0.060 mm(1
F(000)
1344

Crystal
Shard; Colourless

Crystal size
0.32 ( 0.16 ( 0.09 mm3
( range for data collection
3.08 ( 27.46°

Index ranges
(21 ( h ( 21, (21 ( k ( 13, (17 ( l ( 18

Reflections collected
16279

Independent reflections
2349 [Rint = 0.0538]

Completeness to ( = 27.46°
99.5 % 

Absorption correction
Semi(empirical from equivalents

Max. and min. transmission
0.9946 and 0.9812

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
2349 / 4 / 235

Goodness-of-fit on F2
1.070

Final R indices [F2 > 2((F2)]
R1 = 0.0460, wR2 = 0.1039

R indices (all data)
R1 = 0.0570, wR2 = 0.1088

Absolute structure parameter
?

Largest diff. peak and hole
0.132 and (0.147 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.

There was disorder in the alkyl chain beyond the hydroxyl group. 

It was not possible to accurately determine the absolute configuration, just the relative configuration.

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
3750(2)
(105(2)
(378(3)
66(1)
1

C2
3349(2)
321(2)
242(2)
42(1)
1

C3
3308(1)
1211(1)
286(2)
30(1)
1

C4
2419(1)
1478(1)
333(2)
28(1)
1

C5
2012(1)
1326(2)
(640(2)
36(1)
1

C6
1114(1)
1438(2)
(643(2)
39(1)
1

C7
767(2)
1558(3)
(1645(3)
34(1)
0.637(8)

C8
898(2)
850(3)
(2296(3)
41(1)
0.637(8)

C9
482(5)
956(5)
(3252(5)
52(2)
0.637(8)

C27
718(4)
1057(5)
(1596(5)
34(2)
0.363(8)

C28
862(5)
1628(4)
(2417(5)
41(2)
0.363(8)

C29
449(9)
1326(7)
(3328(8)
47(3)
0.363(8)

C10
3834(1)
1539(1)
1101(2)
32(1)
1

C11
4717(2)
1425(2)
863(2)
45(1)
1

C12
3648(2)
1182(2)
2070(2)
44(1)
1

C13
2278(1)
2315(1)
728(2)
28(1)
1

C14
2618(1)
3003(1)
323(2)
34(1)
1

C15
2481(1)
3740(1)
740(2)
34(1)
1

C16
2020(1)
3836(1)
1547(2)
33(1)
1

C17
1681(1)
3160(1)
1937(2)
29(1)
1

C18
1792(1)
2409(1)
1540(2)
28(1)
1

C19
3148(2)
2996(2)
(552(2)
49(1)
1

C20
1865(2)
4647(2)
1972(2)
46(1)
1

C21
1364(1)
1716(1)
2002(2)
35(1)
1

O1
786(1)
837(1)
(39(2)
41(1)
1

	


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

	


C1(C2
1.313(4)

C1(H1A
0.9500

C1(H1B
0.9500

C2(C3
1.500(3)

C2(H2
0.9500

C3(C10
1.546(3)

C3(C4
1.562(3)

C3(H3
1.0000

C4(C13
1.531(3)

C4(C5
1.546(3)

C4(H4
1.0000

C5(C6
1.521(3)

C5(H5A
0.9900

C5(H5B
0.9900

C6(O1
1.428(3)

C6(C7
1.532(5)

C6(C27
1.621(8)

C6(H6
1.0000

C7(C8
1.516(6)

C7(H7A
0.9900

C7(H7B
0.9900

C8(C9
1.520(8)

C8(H8A
0.9900

C8(H8B
0.9900

C9(H9A
0.9800

C9(H9B
0.9800

C9(H9C
0.9800

C27(C28
1.517(10)

C27(H27A
0.9900

C27(H27B
0.9900

C28(C29
1.538(11)

C28(H28A
0.9900

C28(H28B
0.9900

C29(H29A
0.9800

C29(H29B
0.9800

C29(H29C
0.9800

C10(C12
1.515(4)

C10(C11
1.535(3)

C10(H10
1.0000

C11(H11A
0.9800

C11(H11B
0.9800

C11(H11C
0.9800

C12(H12A
0.9800

C12(H12B
0.9800

C12(H12C
0.9800

C13(C18
1.409(3)

C13(C14
1.409(3)

C14(C15
1.389(3)

C14(C19
1.515(4)

C15(C16
1.380(3)

C15(H15
0.9500

C16(C17
1.383(3)

C16(C20
1.510(3)

C17(C18
1.393(3)

C17(H17
0.9500

C18(C21
1.514(3)

C19(H19A
0.9800

C19(H19B
0.9800

C19(H19C
0.9800

C20(H20A
0.9800

C20(H20B
0.9800

C20(H20C
0.9800

C21(H21A
0.9800

C21(H21B
0.9800

C21(H21C
0.9800

O1(H1
0.8400

C2(C1(H1A
120.0

C2(C1(H1B
120.0

H1A(C1(H1B
120.0

C1(C2(C3
126.5(3)

C1(C2(H2
116.8

C3(C2(H2
116.8

C2(C3(C10
111.05(19)

C2(C3(C4
109.38(19)

C10(C3(C4
114.46(19)

C2(C3(H3
107.2

C10(C3(H3
107.2

C4(C3(H3
107.2

C13(C4(C5
113.66(18)

C13(C4(C3
115.32(18)

C5(C4(C3
109.84(18)

C13(C4(H4
105.7

C5(C4(H4
105.7

C3(C4(H4
105.7

C6(C5(C4
115.0(2)

C6(C5(H5A
108.5

C4(C5(H5A
108.5

C6(C5(H5B
108.5

C4(C5(H5B
108.5

H5A(C5(H5B
107.5

O1(C6(C5
107.1(2)

O1(C6(C7
119.3(3)

C5(C6(C7
113.4(2)

O1(C6(C27
92.8(3)

C5(C6(C27
111.2(3)

O1(C6(H6
105.3

C5(C6(H6
105.3

C7(C6(H6
105.3

C27(C6(H6
132.0

C8(C7(C6
113.0(3)

C8(C7(H7A
109.0

C6(C7(H7A
109.0

C8(C7(H7B
109.0

C6(C7(H7B
109.0

H7A(C7(H7B
107.8

C7(C8(C9
111.7(4)

C7(C8(H8A
109.3

C9(C8(H8A
109.3

C7(C8(H8B
109.3

C9(C8(H8B
109.3

H8A(C8(H8B
107.9

C28(C27(C6
107.9(6)

C28(C27(H27A
110.1

C6(C27(H27A
110.1

C28(C27(H27B
110.1

C6(C27(H27B
110.1

H27A(C27(H27B
108.4

C27(C28(C29
110.3(7)

C27(C28(H28A
109.6

C29(C28(H28A
109.6

C27(C28(H28B
109.6

C29(C28(H28B
109.6

H28A(C28(H28B
108.1

C28(C29(H29A
109.5

C28(C29(H29B
109.5

H29A(C29(H29B
109.5

C28(C29(H29C
109.5

H29A(C29(H29C
109.5

H29B(C29(H29C
109.5

C12(C10(C11
110.2(2)

C12(C10(C3
113.7(2)

C11(C10(C3
110.4(2)

C12(C10(H10
107.4

C11(C10(H10
107.4

C3(C10(H10
107.4

C10(C11(H11A
109.5

C10(C11(H11B
109.5

H11A(C11(H11B
109.5

C10(C11(H11C
109.5

H11A(C11(H11C
109.5

H11B(C11(H11C
109.5

C10(C12(H12A
109.5

C10(C12(H12B
109.5

H12A(C12(H12B
109.5

C10(C12(H12C
109.5

H12A(C12(H12C
109.5

H12B(C12(H12C
109.5

C18(C13(C14
117.9(2)

C18(C13(C4
118.95(19)

C14(C13(C4
123.1(2)

C15(C14(C13
119.8(2)

C15(C14(C19
116.3(2)

C13(C14(C19
123.9(2)

C16(C15(C14
122.7(2)

C16(C15(H15
118.6

C14(C15(H15
118.6

C15(C16(C17
117.3(2)

C15(C16(C20
121.6(2)

C17(C16(C20
121.0(2)

C16(C17(C18
122.2(2)

C16(C17(H17
118.9

C18(C17(H17
118.9

C17(C18(C13
120.0(2)

C17(C18(C21
117.6(2)

C13(C18(C21
122.3(2)

C14(C19(H19A
109.5

C14(C19(H19B
109.5

H19A(C19(H19B
109.5

C14(C19(H19C
109.5

H19A(C19(H19C
109.5

H19B(C19(H19C
109.5

C16(C20(H20A
109.5

C16(C20(H20B
109.5

H20A(C20(H20B
109.5

C16(C20(H20C
109.5

H20A(C20(H20C
109.5

H20B(C20(H20C
109.5

C18(C21(H21A
109.5

C18(C21(H21B
109.5

H21A(C21(H21B
109.5

C18(C21(H21C
109.5

H21A(C21(H21C
109.5

H21B(C21(H21C
109.5

C6(O1(H1
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
64(2) 
58(2)
75(2) 
(29(2)
(27(2) 
31(2)

C2
36(1) 
35(1)
56(2) 
(12(1)
(12(1) 
7(1)

C3
28(1) 
33(1)
31(1) 
(2(1)
1(1) 
3(1)

C4
25(1) 
29(1)
29(1) 
0(1)
2(1) 
2(1)

C5
31(1) 
44(1)
33(1) 
(6(1)
0(1) 
5(1)

C6
30(1) 
52(2)
33(1) 
(3(1)
(3(1) 
4(1)

C7
34(2) 
32(3)
37(3) 
3(2)
(6(2) 
(4(2)

C8
36(2) 
46(3)
42(3) 
(6(2)
(3(2) 
0(2)

C9
47(3) 
64(4)
45(3) 
(9(3)
(5(2) 
(6(4)

C27
32(4) 
30(4)
38(4) 
5(4)
(1(3) 
(4(3)

C28
44(4) 
39(4)
38(5) 
(3(3)
(4(3) 
(7(3)

C29
54(6) 
58(7)
29(5) 
(1(5)
(11(4) 
(11(7)

C10
31(1) 
28(1)
35(1) 
0(1)
(4(1) 
2(1)

C11
29(1) 
61(2)
44(2) 
3(1)
(4(1) 
(3(1)

C12
39(1) 
56(2)
37(1) 
5(1)
(2(1) 
3(1)

C13
24(1) 
32(1)
27(1) 
0(1)
(2(1) 
3(1)

C14
31(1) 
36(1)
34(1) 
6(1)
2(1) 
5(1)

C15
32(1) 
28(1)
42(1) 
7(1)
(1(1) 
1(1)

C16
31(1) 
30(1)
38(1) 
(5(1)
(12(1) 
4(1)

C17
24(1) 
36(1)
28(1) 
(5(1)
(3(1) 
3(1)

C18
23(1) 
32(1)
29(1) 
(2(1)
(4(1) 
0(1)

C19
58(2) 
39(1)
48(2) 
14(1)
18(1) 
6(1)

C20
50(2) 
34(1)
54(2) 
(9(1)
(10(1) 
4(1)

C21
31(1) 
39(1)
36(1) 
(6(1)
6(1) 
(5(1)

O1
27(1) 
31(1)
65(1) 
(3(1)
(3(1) 
(1(1)

	


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

Atom 
x
y
z
Ueq
S.o.f.
H1A
4054
151
(861
79
1

H1B
3737
(669
(345
79
1

H2
3054
37
711
51
1

H3
3531
1418
(328
36
1

H4
2157
1107
795
33
1

H5A
2247
1690
(1119
43
1

H5B
2132
775
(844
43
1

H6
1019
1951
(300
46
1

H7A
189
1661
(1590
41
0.637(8)

H7B
1015
2034
(1937
41
0.637(8)

H8A
693
364
(1980
50
0.637(8)

H8B
1475
778
(2404
50
0.637(8)

H9A
(93
998
(3149
78
0.637(8)

H9B
595
497
(3662
78
0.637(8)

H9C
676
1442
(3561
78
0.637(8)

H27A
963
534
(1737
40
0.363(8)

H27B
140
979
(1500
40
0.363(8)

H28A
1441
1677
(2534
49
0.363(8)

H28B
654
2160
(2249
49
0.363(8)

H29A
673
810
(3510
71
0.363(8)

H29B
531
1709
(3847
71
0.363(8)

H29C
(123
1267
(3207
71
0.363(8)

H10
3733
2124
1145
38
1

H11A
5043
1689
1350
67
1

H11B
4831
1659
236
67
1

H11C
4843
856
851
67
1

H12A
3762
611
2059
66
1

H12B
3084
1266
2219
66
1

H12C
3976
1440
2559
66
1

H15
2715
4198
458
40
1

H17
1361
3210
2494
35
1

H19A
3258
3544
(751
73
1

H19B
2879
2713
(1072
73
1

H19C
3649
2727
(400
73
1

H20A
2175
5047
1625
69
1

H20B
2023
4648
2646
69
1

H20C
1298
4773
1921
69
1

H21A
1023
1913
2519
53
1

H21B
1755
1343
2264
53
1

H21C
1037
1444
1524
53
1

H1
293
904
9
61
1

	


Table 6. Hydrogen bonds [Å and °].

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

 O1(H1...O1i
0.84
1.91
2.732(2)
165.9 
	


Symmetry transformations used to generate equivalent atoms: 

(i) (y,x,(z  
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