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Table 1. Crystal data and structure refinement.



Identification code 
02src514    

Empirical formula 
C32H48O8Si8
Formula weight 
785.42

Temperature 
120(2) K

Wavelength 
0.71073 Å

Crystal system 
Triclinic

Space group 
P(1 

Unit cell dimensions
a = 10.6038(12) Å
( = 86.132(5)°


b = 11.3298(14) Å
( = 81.457(5)°


c = 19.444(3) Å
(  = 68.060(12)°

Volume
2142.6(5) Å3
Z
2

Density (calculated)
1.217 Mg / m3
Absorption coefficient
0.293 mm(1
F(000)
832

Crystal
Block; Colourless

Crystal size
0.38 ( 0.24 ( 0.18 mm3
( range for data collection
3.17 ( 27.59°

Index ranges
(13 ( h ( 13, (14 ( k ( 14, (25 ( l ( 25

Reflections collected
12780

Independent reflections
5962 [Rint = 0.0864]

Completeness to ( = 27.59°
60.1 % 

Absorption correction
Semi(empirical from equivalents

Max. and min. transmission
0.9492 and 0.8968

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
5962 / 16 / 453

Goodness-of-fit on F2
1.000

Final R indices [F2 > 2((F2)]
R1 = 0.0751, wR2 = 0.1505

R indices (all data)
R1 = 0.1995, wR2 = 0.1901

Largest diff. peak and hole
0.857 and (0.411 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: SORTAV (R. H. Blessing, Acta Cryst. A51 (1995) 33(37; R. H. Blessing, J. Appl. Cryst. 30 (1997) 421(426). 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: 

All hydrogen atoms were fixed.

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.
Si1
(1780(2)
873(2)
7516(1)
35(1)
1

Si2
1359(2)
40(2)
6824(1)
33(1)
1

Si3
1710(2)
(2819(2)
6980(1)
32(1)
1

Si4
(1331(2)
(1999(2)
7820(1)
35(1)
1

Si5
(2751(3)
1976(2)
8978(1)
71(1)
1

Si6
1982(2)
1349(2)
7993(1)
55(1)
1

Si7
3232(2)
(3789(2)
8261(1)
51(1)
1

Si8
(1791(2)
(3122(2)
9297(1)
58(1)
1

O1
(274(4)
589(4)
7103(2)
36(1)
1

O2
1896(4)
(1488(4)
6769(2)
32(1)
1

O3
199(4)
(2554(4)
7398(2)
35(1)
1

O4
(1911(4)
(463(4)
7787(2)
36(1)
1

O5
(2009(4)
1752(4)
8173(2)
39(1)
1

O6
2199(4)
371(4)
7359(2)
37(1)
1

O7
2839(4)
(3645(4)
7474(2)
36(1)
1

O8
(1229(4)
(2435(4)
8620(2)
44(1)
1

C1
(3087(7)
1683(7)
6943(3)
30(2)
1

C2
(4132(8)
2832(8)
7109(3)
41(2)
1

C3
(5152(8)
3402(7)
6688(4)
48(2)
1

C4
(5128(9)
2807(9)
6083(4)
54(2)
1

C5
(4099(8)
1673(8)
5899(4)
46(2)
1

C6
(3088(7)
1120(7)
6320(3)
38(2)
1

C7
1617(7)
762(6)
5959(3)
32(2)
1

C8
576(7)
1216(7)
5539(3)
44(2)
1

C9
769(8)
1754(7)
4892(3)
48(2)
1

C10
2012(8)
1844(6)
4640(3)
41(2)
1

C11
3064(7)
1402(6)
5037(3)
41(2)
1

C12
2860(7)
880(6)
5695(3)
39(2)
1

C13
1914(6)
(3690(6)
6186(3)
31(2)
1

C14
1247(7)
(4535(6)
6159(3)
37(2)
1

C15
1320(7)
(5176(6)
5569(3)
41(2)
1

C16
2149(7)
(5020(7)
4971(3)
44(2)
1

C17
2827(7)
(4185(7)
4973(3)
49(2)
1

C18
2722(6)
(3575(7)
5576(3)
41(2)
1

C19
(2435(7)
(2614(8)
7432(3)
31(2)
1

C20
(2063(7)
(3932(8)
7364(3)
44(2)
1

C21
(2856(9)
(4416(8)
7045(4)
52(2)
1

C22
(4039(9)
(3596(10)
6798(3)
56(3)
1

C23
(4449(8)
(2311(9)
6875(3)
51(2)
1

C24
(3652(8)
(1820(8)
7190(3)
45(2)
1

C25
(1854(12)
674(8)
9525(4)
140(5)
1

C26
(2929(9)
3515(7)
9251(4)
86(3)
1

C27
1067(8)
3002(6)
7721(4)
74(3)
1

C28
3650(7)
1095(7)
8241(4)
68(3)
1

C29
2529(10)
(2237(8)
8678(4)
106(4)
1

C30
2605(8)
(4938(7)
8753(3)
69(3)
1

C31
(974(8)
(2941(7)
10035(3)
70(3)
1

C32
(3672(8)
(2441(10)
9443(5)
135(4)
1



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



Si1(O1
1.603(4)

Si1(O5
1.606(4)

Si1(O4
1.617(4)

Si1(C1
1.837(7)

Si2(O6
1.610(4)

Si2(O2
1.614(4)

Si2(O1
1.626(4)

Si2(C7
1.849(6)

Si3(O2
1.612(4)

Si3(O3
1.613(4)

Si3(O7
1.618(4)

Si3(C13
1.831(6)

Si4(O8
1.607(4)

Si4(O4
1.616(4)

Si4(O3
1.617(4)

Si4(C19
1.835(7)

Si5(O5
1.636(4)

Si5(C26
1.791(7)

Si5(C25
1.803(8)

Si5(H5S
1.55(3)

Si6(O6
1.646(4)

Si6(C28
1.815(7)

Si6(C27
1.841(7)

Si6(H6S
1.52(3)

Si7(O7
1.626(4)

Si7(C29
1.827(7)

Si7(C30
1.828(6)

Si7(H7S
1.48(3)

Si8(O8
1.634(4)

Si8(C32
1.834(8)

Si8(C31
1.841(6)

Si8(H8S
1.52(3)

C1(C2
1.378(8)

C1(C6
1.407(8)

C2(C3
1.389(8)

C2(H2
0.9500

C3(C4
1.387(9)

C3(H3
0.9500

C4(C5
1.366(9)

C4(H4
0.9500

C5(C6
1.378(8)

C5(H5
0.9500

C6(H6
0.9500

C7(C8
1.391(8)

C7(C12
1.393(8)

C8(C9
1.382(8)

C8(H8
0.9500

C9(C10
1.375(8)

C9(H9
0.9500

C10(C11
1.371(8)

C10(H10
0.9500

C11(C12
1.394(8)

C11(H11
0.9500

C12(H12
0.9500

C13(C18
1.386(8)

C13(C14
1.394(8)

C14(C15
1.376(7)

C14(H14
0.9500

C15(C16
1.392(8)

C15(H15
0.9500

C16(C17
1.387(8)

C16(H16
0.9500

C17(C18
1.369(8)

C17(H17
0.9500

C18(H18
0.9500

C19(C24
1.397(8)

C19(C20
1.405(8)

C20(C21
1.393(9)

C20(H20
0.9500

C21(C22
1.384(9)

C21(H21
0.9500

C22(C23
1.367(9)

C22(H22
0.9500

C23(C24
1.396(9)

C23(H23
0.9500

C24(H24
0.9500

C25(H25A
0.9800

C25(H25B
0.9800

C25(H25C
0.9800

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

C30(H30A
0.9800

C30(H30B
0.9800

C30(H30C
0.9800

C31(H31A
0.9800

C31(H31B
0.9800

C31(H31C
0.9800

C32(H32A
0.9800

C32(H32B
0.9800

C32(H32C
0.9800

O1(Si1(O5
109.5(2)

O1(Si1(O4
108.7(2)

O5(Si1(O4
109.2(2)

O1(Si1(C1
110.3(2)

O5(Si1(C1
109.6(3)

O4(Si1(C1
109.4(3)

O6(Si2(O2
108.0(2)

O6(Si2(O1
110.6(2)

O2(Si2(O1
109.2(2)

O6(Si2(C7
110.8(3)

O2(Si2(C7
110.4(2)

O1(Si2(C7
108.0(3)

O2(Si3(O3
109.8(2)

O2(Si3(O7
109.8(2)

O3(Si3(O7
108.8(2)

O2(Si3(C13
108.8(2)

O3(Si3(C13
109.3(3)

O7(Si3(C13
110.3(3)

O8(Si4(O4
107.9(2)

O8(Si4(O3
107.8(2)

O4(Si4(O3
109.5(2)

O8(Si4(C19
111.9(2)

O4(Si4(C19
110.8(3)

O3(Si4(C19
108.9(3)

O5(Si5(C26
109.5(3)

O5(Si5(C25
110.4(3)

C26(Si5(C25
114.6(4)

O5(Si5(H5S
106(2)

C26(Si5(H5S
109.5(19)

C25(Si5(H5S
106.2(19)

O6(Si6(C28
108.5(3)

O6(Si6(C27
110.1(3)

C28(Si6(C27
113.0(3)

O6(Si6(H6S
106(2)

C28(Si6(H6S
109.3(19)

C27(Si6(H6S
110(2)

O7(Si7(C29
109.9(3)

O7(Si7(C30
109.7(3)

C29(Si7(C30
111.7(4)

O7(Si7(H7S
112(2)

C29(Si7(H7S
106(2)

C30(Si7(H7S
108(2)

O8(Si8(C32
109.7(3)

O8(Si8(C31
107.4(3)

C32(Si8(C31
114.1(4)

O8(Si8(H8S
104(2)

C32(Si8(H8S
114(2)

C31(Si8(H8S
107(2)

Si1(O1(Si2
166.4(3)

Si3(O2(Si2
150.5(3)

Si3(O3(Si4
168.6(3)

Si4(O4(Si1
151.9(3)

Si1(O5(Si5
141.2(3)

Si2(O6(Si6
141.2(3)

Si3(O7(Si7
144.0(3)

Si4(O8(Si8
147.1(3)

C2(C1(C6
117.0(7)

C2(C1(Si1
122.3(5)

C6(C1(Si1
120.7(6)

C1(C2(C3
121.7(7)

C1(C2(H2
119.2

C3(C2(H2
119.2

C4(C3(C2
119.6(8)

C4(C3(H3
120.2

C2(C3(H3
120.2

C5(C4(C3
120.2(8)

C5(C4(H4
119.9

C3(C4(H4
119.9

C4(C5(C6
119.7(7)

C4(C5(H5
120.2

C6(C5(H5
120.2

C5(C6(C1
121.9(7)

C5(C6(H6
119.1

C1(C6(H6
119.1

C8(C7(C12
116.7(6)

C8(C7(Si2
121.6(5)

C12(C7(Si2
121.7(5)

C9(C8(C7
121.6(7)

C9(C8(H8
119.2

C7(C8(H8
119.2

C10(C9(C8
120.5(7)

C10(C9(H9
119.7

C8(C9(H9
119.7

C11(C10(C9
119.6(6)

C11(C10(H10
120.2

C9(C10(H10
120.2

C10(C11(C12
119.8(6)

C10(C11(H11
120.1

C12(C11(H11
120.1

C7(C12(C11
121.8(6)

C7(C12(H12
119.1

C11(C12(H12
119.1

C18(C13(C14
114.9(6)

C18(C13(Si3
123.9(5)

C14(C13(Si3
121.1(4)

C15(C14(C13
123.6(6)

C15(C14(H14
118.2

C13(C14(H14
118.2

C14(C15(C16
118.7(6)

C14(C15(H15
120.6

C16(C15(H15
120.6

C17(C16(C15
119.6(6)

C17(C16(H16
120.2

C15(C16(H16
120.2

C18(C17(C16
119.1(6)

C18(C17(H17
120.4

C16(C17(H17
120.4

C17(C18(C13
123.8(6)

C17(C18(H18
118.1

C13(C18(H18
118.1

C24(C19(C20
117.4(6)

C24(C19(Si4
122.7(6)

C20(C19(Si4
120.0(6)

C21(C20(C19
120.8(7)

C21(C20(H20
119.6

C19(C20(H20
119.6

C22(C21(C20
120.0(8)

C22(C21(H21
120.0

C20(C21(H21
120.0

C23(C22(C21
120.4(8)

C23(C22(H22
119.8

C21(C22(H22
119.8

C22(C23(C24
119.8(8)

C22(C23(H23
120.1

C24(C23(H23
120.1

C23(C24(C19
121.5(8)

C23(C24(H24
119.3

C19(C24(H24
119.3

Si5(C25(H25A
109.5

Si5(C25(H25B
109.5

H25A(C25(H25B
109.5

Si5(C25(H25C
109.5

H25A(C25(H25C
109.5

H25B(C25(H25C
109.5

Si5(C26(H26A
109.5

Si5(C26(H26B
109.5

H26A(C26(H26B
109.5

Si5(C26(H26C
109.5

H26A(C26(H26C
109.5

H26B(C26(H26C
109.5

Si6(C27(H27A
109.5

Si6(C27(H27B
109.5

H27A(C27(H27B
109.5

Si6(C27(H27C
109.5

H27A(C27(H27C
109.5

H27B(C27(H27C
109.5

Si6(C28(H28A
109.5

Si6(C28(H28B
109.5

H28A(C28(H28B
109.5

Si6(C28(H28C
109.5

H28A(C28(H28C
109.5

H28B(C28(H28C
109.5

Si7(C29(H29A
109.5

Si7(C29(H29B
109.5

H29A(C29(H29B
109.5

Si7(C29(H29C
109.5

H29A(C29(H29C
109.5

H29B(C29(H29C
109.5

Si7(C30(H30A
109.5

Si7(C30(H30B
109.5

H30A(C30(H30B
109.5

Si7(C30(H30C
109.5

H30A(C30(H30C
109.5

H30B(C30(H30C
109.5

Si8(C31(H31A
109.5

Si8(C31(H31B
109.5

H31A(C31(H31B
109.5

Si8(C31(H31C
109.5

H31A(C31(H31C
109.5

H31B(C31(H31C
109.5

Si8(C32(H32A
109.5

Si8(C32(H32B
109.5

H32A(C32(H32B
109.5

Si8(C32(H32C
109.5

H32A(C32(H32C
109.5

H32B(C32(H32C
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
Si1
34(2) 
32(2)
37(1) 
(4(1)
(1(1) 
(11(1)

Si2
34(2) 
30(2)
36(1) 
(1(1)
(4(1) 
(11(1)

Si3
32(2) 
29(2)
35(1) 
(3(1)
(4(1) 
(9(1)

Si4
35(2) 
34(2)
35(1) 
(3(1)
0(1) 
(14(1)

Si5
104(2) 
61(2)
45(1) 
(16(1)
8(1) 
(32(2)

Si6
68(2) 
47(2)
57(1) 
(4(1)
(19(1) 
(24(2)

Si7
67(2) 
50(2)
41(1) 
5(1)
(18(1) 
(26(2)

Si8
66(2) 
70(2)
44(1) 
13(1)
(7(1) 
(36(2)

O1
20(3) 
34(3)
45(3) 
4(2)
(4(2) 
(3(3)

O2
37(3) 
16(3)
41(2) 
(2(2)
(2(2) 
(8(3)

O3
28(3) 
25(3)
50(3) 
(9(2)
1(2) 
(7(3)

O4
39(3) 
19(4)
47(3) 
(10(2)
0(2) 
(8(3)

O5
35(3) 
33(4)
48(3) 
(5(2)
(6(2) 
(10(3)

O6
43(3) 
27(3)
37(2) 
(4(2)
(8(2) 
(7(3)

O7
27(3) 
35(3)
39(2) 
(3(2)
(10(2) 
(3(3)

O8
47(3) 
48(4)
38(2) 
0(2)
(5(2) 
(20(3)

C1
23(5) 
22(6)
39(4) 
(6(4)
2(3) 
(4(5)

C2
33(6) 
37(7)
50(4) 
(4(4)
(4(4) 
(9(6)

C3
30(6) 
25(6)
76(6) 
(8(5)
(2(4) 
5(5)

C4
41(6) 
51(8)
69(6) 
3(5)
(15(4) 
(14(6)

C5
41(6) 
43(7)
53(5) 
(7(5)
(16(4) 
(9(6)

C6
29(5) 
33(6)
48(4) 
(6(4)
6(4) 
(9(5)

C7
32(5) 
21(5)
40(4) 
(5(3)
(8(3) 
(5(5)

C8
34(5) 
53(6)
44(4) 
3(4)
(5(4) 
(14(5)

C9
45(6) 
46(6)
48(4) 
1(4)
(18(4) 
(9(5)

C10
57(6) 
38(6)
30(4) 
(9(3)
(1(4) 
(18(5)

C11
41(6) 
44(6)
41(4) 
(3(4)
3(4) 
(21(5)

C12
36(5) 
37(6)
41(4) 
(8(4)
(6(3) 
(10(5)

C13
26(5) 
28(6)
34(4) 
2(3)
(9(3) 
(2(4)

C14
41(5) 
35(6)
31(4) 
(4(3)
1(3) 
(12(5)

C15
44(5) 
37(6)
42(4) 
(6(4)
(4(4) 
(12(5)

C16
47(6) 
38(6)
38(4) 
(12(4)
(7(4) 
(3(5)

C17
55(6) 
46(6)
43(4) 
(3(4)
7(4) 
(21(5)

C18
40(5) 
56(6)
34(4) 
(2(4)
(7(3) 
(27(5)

C19
24(5) 
28(6)
34(4) 
(2(3)
(1(3) 
(1(5)

C20
30(5) 
43(7)
48(4) 
(7(4)
5(3) 
(3(5)

C21
54(7) 
43(7)
67(5) 
(10(4)
(3(5) 
(27(6)

C22
42(7) 
84(9)
51(5) 
(16(5)
1(4) 
(34(7)

C23
28(6) 
57(8)
62(5) 
1(5)
(3(4) 
(11(6)

C24
41(6) 
52(7)
47(4) 
(6(4)
3(4) 
(25(6)

C25
260(14) 
54(8)
53(6) 
4(5)
(8(7) 
(4(8)

C26
139(9) 
51(7)
61(5) 
(12(5)
(27(5) 
(20(6)

C27
93(7) 
16(7)
109(7) 
3(5)
(55(6) 
(1(6)

C28
63(6) 
52(7)
97(6) 
(22(5)
(15(5) 
(25(6)

C29
199(11) 
64(8)
54(5) 
(12(5)
(31(6) 
(41(7)

C30
93(7) 
63(7)
55(5) 
6(4)
(1(4) 
(40(6)

C31
109(7) 
73(7)
32(4) 
3(4)
(8(4) 
(38(6)

C32
66(7) 
231(13)
90(7) 
45(8)
6(6) 
(49(8)



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

Atom 
x
y
z
Ueq
S.o.f.
H2
(4154
3245
7523
49
1

H3
(5863
4194
6813
58
1

H4
(5828
3189
5795
64
1

H5
(4081
1267
5484
55
1

H6
(2371
337
6185
46
1

H8
(288
1155
5702
53
1

H9
36
2064
4619
57
1

H10
2141
2211
4194
50
1

H11
3930
1450
4865
49
1

H12
3589
597
5971
46
1

H14
713
(4676
6570
44
1

H15
816
(5714
5569
50
1

H16
2248
(5483
4564
53
1

H17
3358
(4037
4562
58
1

H18
3233
(3042
5575
49
1

H20
(1260
(4501
7539
53
1

H21
(2584
(5309
6996
63
1

H22
(4570
(3929
6573
67
1

H23
(5273
(1753
6714
61
1

H24
(3944
(925
7241
54
1

H25A
(1633
(133
9293
210
1

H25B
(2437
689
9969
210
1

H25C
(1005
759
9612
210
1

H26A
(2019
3561
9229
129
1

H26B
(3394
3656
9730
129
1

H26C
(3472
4169
8944
129
1

H27A
1642
3248
7341
111
1

H27B
866
3568
8116
111
1

H27C
207
3071
7563
111
1

H28A
4050
226
8423
102
1

H28B
3544
1703
8600
102
1

H28C
4254
1219
7833
102
1

H29A
2841
(1633
8386
159
1

H29B
2845
(2317
9133
159
1

H29C
1525
(1929
8737
159
1

H30A
1615
(4671
8745
103
1

H30B
2789
(4980
9236
103
1

H30C
3075
(5779
8543
103
1

H31A
25
(3314
9917
105
1

H31B
(1258
(3378
10446
105
1

H31C
(1255
(2035
10134
105
1

H32A
(3982
(1522
9512
203
1

H32B
(4005
(2837
9857
203
1

H32C
(4034
(2600
9038
203
1

H5S
(4200(40)
1920(50)
8980(30)
162
1

H6S
1120(50)
970(50)
8600(20)
162
1

H7S
4730(30)
(4250(50)
8270(30)
162
1

H8S
(1210(50)
(4520(30)
9120(30)
162
1
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