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Table 1. Crystal data and structure refinement.



Identification code 
01SRC394    

Empirical formula 
C64H76FNO12Si8
Formula weight 
1294.98

Temperature 
120(2) K

Wavelength 
0.71073 Å

Crystal system 
Monoclinic

Space group 
C2/c 

Unit cell dimensions
a = 23.8267(4) Å



b = 12.9976(3) Å
( = 108.1550(12)°


c = 22.1794(5) Å


Volume
6526.8(2) Å3
Z
4

Density (calculated)
1.318 Mg / m3
Absorption coefficient
0.228 mm(1
F(000)
2736

Crystal
Colourless Prism

Crystal size
0.30 ( 0.20 ( 0.10 mm3
( range for data collection
3.01 ( 25.03°

Index ranges
(28 ( h ( 28, (15 ( k ( 15, (25 ( l ( 26

Reflections collected
16965

Independent reflections
5719 [Rint = 0.0555]

Completeness to ( = 25.03°
99.1 % 

Max. and min. transmission
0.9775 and 0.9347

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
5719 / 0 / 389

Goodness-of-fit on F2
1.032

Final R indices [F2 > 2((F2)]
R1 = 0.0397, wR2 = 0.1050

R indices (all data)
R1 = 0.0560, wR2 = 0.1134

Largest diff. peak and hole
0.503 and (0.387 e Å(3


Diffractometer: Nonius KappaCCD area detector (( scans and ( scans to fill Ewald 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 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.
C1
1197(1)
6893(2)
4020(1)
16(1)
1

C2
992(1)
6053(2)
4281(1)
20(1)
1

C3
1376(1)
5355(2)
4678(1)
25(1)
1

C4
1982(1)
5489(2)
4825(1)
25(1)
1

C5
2197(1)
6325(2)
4581(1)
26(1)
1

C6
1810(1)
7016(2)
4186(1)
23(1)
1

C7
1141(1)
6911(2)
1705(1)
16(1)
1

C8
941(1)
6016(2)
1361(1)
20(1)
1

C9
1323(1)
5330(2)
1208(1)
28(1)
1

C10
1922(1)
5544(2)
1396(1)
32(1)
1

C11
2131(1)
6437(2)
1724(1)
37(1)
1

C12
1747(1)
7109(2)
1879(1)
28(1)
1

C13
1085(1)
10946(2)
1633(1)
16(1)
1

C14
1002(1)
10856(2)
981(1)
24(1)
1

C15
1263(1)
11527(2)
665(1)
29(1)
1

C16
1621(1)
12312(2)
993(1)
29(1)
1

C17
1718(1)
12411(2)
1638(1)
31(1)
1

C18
1450(1)
11735(2)
1949(1)
24(1)
1

C19
(1148(1)
10934(2)
949(1)
17(1)
1

C20
(1102(1)
10815(2)
338(1)
26(1)
1

C21
(1377(1)
11476(2)
(153(1)
32(1)
1

C22
(1701(1)
12300(2)
(43(1)
34(1)
1

C23
(1757(1)
12435(2)
556(1)
32(1)
1

C24
(1488(1)
11754(2)
1041(1)
23(1)
1

O1
866(1)
8917(1)
3633(1)
17(1)
1

O2
828(1)
7458(1)
2756(1)
17(1)
1

O3
(23(1)
7434(1)
1617(1)
17(1)
1

O4
819(1)
8924(1)
1886(1)
18(1)
1

O5
868(1)
10397(1)
2766(1)
17(1)
1

O6
(23(1)
10391(1)
1658(1)
17(1)
1

Si1
693(1)
7740(1)
3409(1)
14(1)
1

Si2
654(1)
7748(1)
2008(1)
14(1)
1

Si3
662(1)
10100(1)
2015(1)
14(1)
1

Si4
(700(1)
10095(1)
1599(1)
14(1)
1

C25
(15(1)
3186(2)
1948(1)
18(1)
1

C26
(42(1)
3706(2)
1334(1)
37(1)
1

C27
(29(1)
2951(2)
836(1)
29(1)
1

C28
(50(1)
3392(2)
203(1)
36(1)
1

C29
538(1)
4603(2)
2667(1)
18(1)
1

C30
1136(1)
4089(2)
2826(1)
32(1)
1

C31
1627(1)
4868(2)
3025(1)
24(1)
1

C32
2243(1)
4421(2)
3186(1)
40(1)
1

N1
0
3895(2)
2500
16(1)
1

F1
0
8922(1)
2500
20(1)
1



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



C1(C2
1.394(3)

C1(C6
1.402(3)

C1(Si1
1.864(2)

C2(C3
1.391(3)

C3(C4
1.388(3)

C4(C5
1.381(3)

C5(C6
1.386(3)

C7(C8
1.392(3)

C7(C12
1.396(3)

C7(Si2
1.863(2)

C8(C9
1.388(3)

C9(C10
1.384(4)

C10(C11
1.378(4)

C11(C12
1.383(3)

C13(C18
1.385(3)

C13(C14
1.402(3)

C13(Si3
1.863(2)

C14(C15
1.382(3)

C15(C16
1.382(3)

C16(C17
1.383(3)

C17(C18
1.389(3)

C19(C24
1.392(3)

C19(C20
1.402(3)

C19(Si4
1.858(2)

C20(C21
1.383(3)

C21(C22
1.384(4)

C22(C23
1.387(4)

C23(C24
1.386(3)

O1(Si1
1.6224(15)

O1(Si4i
1.6240(15)

O2(Si1
1.6213(15)

O2(Si2
1.6241(15)

O3(Si2
1.6264(15)

O3(Si1i
1.6284(15)

O4(Si3
1.6198(15)

O4(Si2
1.6227(15)

O5(Si3
1.6291(15)

O5(Si4i
1.6295(15)

O6(Si3
1.6211(15)

O6(Si4
1.6222(15)

Si1(O3i
1.6284(15)

Si4(O1i
1.6240(15)

Si4(O5i
1.6295(15)

C25(C26
1.503(3)

C25(N1
1.525(2)

C26(C27
1.484(3)

C27(C28
1.504(3)

C29(C30
1.513(3)

C29(N1
1.526(2)

C30(C31
1.505(3)

C31(C32
1.515(3)

N1(C29i
1.526(2)

N1(C25i
1.525(2)

C2(C1(C6
116.9(2)

C2(C1(Si1
122.32(17)

C6(C1(Si1
120.42(16)

C3(C2(C1
121.8(2)

C4(C3(C2
119.9(2)

C5(C4(C3
119.5(2)

C4(C5(C6
120.2(2)

C5(C6(C1
121.7(2)

C8(C7(C12
117.0(2)

C8(C7(Si2
122.72(17)

C12(C7(Si2
119.96(17)

C9(C8(C7
122.2(2)

C10(C9(C8
119.3(2)

C11(C10(C9
119.8(2)

C10(C11(C12
120.3(2)

C11(C12(C7
121.4(2)

C18(C13(C14
116.6(2)

C18(C13(Si3
123.41(17)

C14(C13(Si3
119.81(16)

C15(C14(C13
122.0(2)

C14(C15(C16
120.0(2)

C17(C16(C15
119.3(2)

C16(C17(C18
120.1(2)

C13(C18(C17
122.0(2)

C24(C19(C20
116.8(2)

C24(C19(Si4
123.81(17)

C20(C19(Si4
119.10(17)

C21(C20(C19
122.2(2)

C22(C21(C20
119.7(2)

C21(C22(C23
119.5(2)

C24(C23(C22
120.2(2)

C23(C24(C19
121.7(2)

Si1(O1(Si4i
141.11(10)

Si1(O2(Si2
143.36(10)

Si2(O3(Si1i
139.11(10)

Si3(O4(Si2
141.11(10)

Si3(O5(Si4i
138.56(10)

Si3(O6(Si4
143.88(10)

O2(Si1(O1
112.55(8)

O2(Si1(O3i
112.21(8)

O1(Si1(O3i
113.27(8)

O2(Si1(C1
104.69(8)

O1(Si1(C1
106.86(9)

O3i(Si1(C1
106.54(9)

O4(Si2(O2
112.98(8)

O4(Si2(O3
113.55(8)

O2(Si2(O3
112.40(8)

O4(Si2(C7
106.22(9)

O2(Si2(C7
104.11(8)

O3(Si2(C7
106.71(9)

O4(Si3(O6
112.75(8)

O4(Si3(O5
113.00(8)

O6(Si3(O5
112.45(8)

O4(Si3(C13
106.81(9)

O6(Si3(C13
104.18(9)

O5(Si3(C13
106.91(9)

O6(Si4(O1i
112.84(8)

O6(Si4(O5i
112.36(8)

O1i(Si4(O5i
113.50(8)

O6(Si4(C19
103.86(9)

O1i(Si4(C19
106.44(9)

O5i(Si4(C19
107.00(9)

C26(C25(N1
116.05(18)

C27(C26(C25
111.8(2)

C26(C27(C28
116.1(2)

C30(C29(N1
116.70(18)

C31(C30(C29
111.12(19)

C30(C31(C32
114.8(2)

C29(N1(C29i
105.9(2)

C29(N1(C25
111.56(12)

C29i(N1(C25
111.19(12)

C29(N1(C25i
111.19(12)

C29i(N1(C25i
111.56(12)

C25(N1(C25i
105.6(2)



Symmetry transformations used to generate equivalent atoms: 

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



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
18(1) 
17(1)
12(1) 
(2(1)
6(1) 
1(1)

C2
18(1) 
23(1)
19(1) 
1(1)
8(1) 
0(1)

C3
29(1) 
24(1)
24(1) 
7(1)
13(1) 
1(1)

C4
28(1) 
25(1)
18(1) 
4(1)
4(1) 
8(1)

C5
17(1) 
32(1)
27(1) 
1(1)
3(1) 
0(1)

C6
22(1) 
22(1)
23(1) 
4(1)
5(1) 
(2(1)

C7
18(1) 
19(1)
12(1) 
4(1)
6(1) 
2(1)

C8
21(1) 
24(1)
17(1) 
0(1)
7(1) 
2(1)

C9
37(2) 
23(1)
24(1) 
(3(1)
11(1) 
5(1)

C10
33(2) 
41(2)
28(1) 
1(1)
16(1) 
18(1)

C11
18(1) 
56(2)
37(2) 
(9(1)
12(1) 
3(1)

C12
21(1) 
35(1)
30(1) 
(10(1)
11(1) 
(4(1)

C13
15(1) 
15(1)
21(1) 
2(1)
9(1) 
4(1)

C14
27(1) 
24(1)
25(1) 
(4(1)
13(1) 
(4(1)

C15
37(2) 
32(1)
25(1) 
2(1)
21(1) 
0(1)

C16
31(1) 
25(1)
40(2) 
6(1)
24(1) 
(2(1)

C17
29(1) 
28(1)
37(2) 
(2(1)
13(1) 
(11(1)

C18
22(1) 
29(1)
21(1) 
(1(1)
9(1) 
(2(1)

C19
15(1) 
17(1)
18(1) 
(1(1)
4(1) 
(3(1)

C20
32(1) 
24(1)
21(1) 
0(1)
6(1) 
5(1)

C21
39(2) 
38(2)
16(1) 
2(1)
4(1) 
(1(1)

C22
35(2) 
32(2)
28(1) 
13(1)
(1(1) 
4(1)

C23
30(1) 
29(1)
35(2) 
6(1)
7(1) 
12(1)

C24
21(1) 
25(1)
23(1) 
3(1)
7(1) 
3(1)

O1
19(1) 
16(1)
18(1) 
0(1)
5(1) 
0(1)

O2
19(1) 
18(1)
15(1) 
2(1)
7(1) 
3(1)

O3
15(1) 
19(1)
18(1) 
(3(1)
6(1) 
0(1)

O4
20(1) 
16(1)
19(1) 
0(1)
9(1) 
0(1)

O5
17(1) 
19(1)
16(1) 
(1(1)
6(1) 
(4(1)

O6
15(1) 
18(1)
19(1) 
4(1)
6(1) 
0(1)

Si1
14(1) 
14(1)
14(1) 
0(1)
6(1) 
0(1)

Si2
14(1) 
14(1)
14(1) 
0(1)
6(1) 
0(1)

Si3
14(1) 
15(1)
14(1) 
1(1)
6(1) 
(1(1)

Si4
15(1) 
15(1)
13(1) 
0(1)
5(1) 
1(1)

C25
20(1) 
16(1)
19(1) 
(3(1)
7(1) 
0(1)

C26
71(2) 
22(1)
23(1) 
0(1)
23(1) 
2(1)

C27
45(2) 
24(1)
22(1) 
(1(1)
16(1) 
0(1)

C28
51(2) 
37(2)
23(1) 
1(1)
17(1) 
4(1)

C29
19(1) 
15(1)
22(1) 
(2(1)
8(1) 
(3(1)

C30
21(1) 
23(1)
51(2) 
0(1)
9(1) 
0(1)

C31
20(1) 
26(1)
25(1) 
0(1)
7(1) 
(1(1)

C32
23(1) 
41(2)
54(2) 
(2(1)
10(1) 
2(1)

N1
19(1) 
14(1)
17(1) 
0
7(1) 
0

F1
22(1) 
20(1)
18(1) 
0
8(1) 
0



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

Atom 
x
y
z
Ueq
S.o.f.
H2
578
5954
4186
24
1

H3
1225
4787
4848
30
1

H4
2246
5010
5091
30
1

H5
2611
6427
4685
32
1

H6
1966
7588
4022
27
1

H8
530
5870
1226
24
1

H9
1174
4721
977
33
1

H10
2188
5075
1300
39
1

H11
2540
6593
1843
44
1

H12
1899
7717
2110
33
1

H14
759
10319
750
29
1

H15
1196
11448
222
34
1

H16
1799
12778
777
35
1

H17
1967
12942
1869
37
1

H18
1520
11815
2392
28
1

H20
(875
10260
259
31
1

H21
(1345
11367
(565
38
1

H22
(1882
12769
(375
41
1

H23
(1982
12995
633
38
1

H24
(1536
11850
1446
27
1

H25A
342
2746
2077
22
1

H25B
(362
2728
1869
22
1

H26A
(409
4117
1185
44
1

H26B
297
4182
1407
44
1

H27A
(369
2478
771
35
1

H27B
335
2535
996
35
1

H28A
(34
2832
(87
54
1

H28B
288
3852
256
54
1

H28C
(418
3779
27
54
1

H29A
496
5074
2305
22
1

H29B
531
5029
3035
22
1

H30A
1179
3587
3173
39
1

H30B
1165
3709
2449
39
1

H31A
1592
5243
3401
29
1

H31B
1573
5375
2679
29
1

H32A
2534
4978
3310
59
1

H32B
2287
4064
2814
59
1

H32C
2307
3934
3538
59
1
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