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Table 1. Crystal data and structure refinement.



Identification code 
01SRC993    

Empirical formula 
C16H36O6Si4
Formula weight 
436.81

Temperature 
120(2) K

Wavelength 
0.71073 Å

Crystal system 
Triclinic

Space group 
P(1 

Unit cell dimensions
a = 9.9881(13) Å
( = 96.541(8)°


b = 10.8183(14) Å
( = 91.269(7)°


c = 10.9540(18) Å
(  = 99.439(7)°

Volume
1159.0(3) Å3
Z
2

Density (calculated)
1.252 Mg / m3
Absorption coefficient
0.283 mm(1
F(000)
472

Crystal
Colourless Block

Crystal size
0.10 ( 0.10 ( 0.10 mm3
( range for data collection
3.05 ( 25.03°

Index ranges
(11 ( h ( 11, (12 ( k ( 12, (12 ( l ( 13

Reflections collected
10942

Independent reflections
3921 [Rint = 0.2177]

Completeness to ( = 25.03°
96.0 % 

Max. and min. transmission
0.9722 and 0.9722

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
3921 / 0 / 243

Goodness-of-fit on F2
0.968

Final R indices [F2 > 2((F2)]
R1 = 0.0841, wR2 = 0.1572

R indices (all data)
R1 = 0.2189, wR2 = 0.2024

Largest diff. peak and hole
0.445 and (0.403 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 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
886(7)
7969(6)
7397(6)
32(2)
1

C2
486(8)
9261(7)
7727(6)
41(2)
1

C3
517(8)
9966(7)
6616(7)
56(2)
1

C4
1322(9)
10044(7)
8793(7)
61(3)
1

C5
2424(7)
3568(6)
6863(6)
33(2)
1

C6
1894(8)
3441(7)
5504(6)
42(2)
1

C7
2683(8)
2634(7)
4675(6)
53(2)
1

C8
1928(10)
4707(7)
5055(7)
66(3)
1

C9
3974(7)
4117(6)
11478(6)
39(2)
1

C10
4251(7)
2770(6)
11319(7)
38(2)
1

C11
5486(8)
2656(8)
12094(8)
62(3)
1

C12
4452(9)
2309(8)
9985(7)
63(3)
1

C13
2621(7)
8507(6)
11965(6)
38(2)
1

C14
3565(9)
8296(7)
13055(7)
52(2)
1

C15
4714(9)
9393(9)
13325(7)
75(3)
1

C16
2755(9)
8056(8)
14166(7)
66(3)
1

O1
(1132(4)
6501(4)
8592(4)
35(1)
1

O2
1187(5)
7260(4)
9824(4)
36(1)
1

O3
2212(4)
5873(4)
11308(4)
34(1)
1

O4
2207(5)
4193(4)
9376(4)
35(1)
1

O5
(46(5)
3156(4)
8090(4)
37(1)
1

O6
1032(4)
5511(4)
7942(4)
32(1)
1

Si1
494(2)
6793(2)
8473(2)
31(1)
1

Si2
1373(2)
4123(2)
8082(2)
31(1)
1

Si3
2349(2)
4424(2)
10862(2)
32(1)
1

Si4
1486(2)
7096(2)
11250(2)
32(1)
1



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



C1(C2
1.523(9)

C1(Si1
1.833(6)

C2(C3
1.506(9)

C2(C4
1.510(9)

C5(C6
1.553(9)

C5(Si2
1.825(7)

C6(C8
1.502(9)

C6(C7
1.511(9)

C9(C10
1.519(9)

C9(Si3
1.838(7)

C10(C11
1.512(9)

C10(C12
1.518(9)

C13(C14
1.565(9)

C13(Si4
1.830(7)

C14(C16
1.501(10)

C14(C15
1.507(10)

O1(Si1
1.614(5)

O1(Si3i
1.614(5)

O2(Si1
1.611(5)

O2(Si4
1.618(4)

O3(Si4
1.616(4)

O3(Si3
1.617(4)

O4(Si2
1.616(4)

O4(Si3
1.619(4)

O5(Si2
1.618(5)

O5(Si4i
1.622(5)

O6(Si2
1.615(4)

O6(Si1
1.620(4)

Si3(O1i
1.614(5)

Si4(O5i
1.622(5)

C2(C1(Si1
118.0(5)

C3(C2(C4
111.1(6)

C3(C2(C1
110.7(6)

C4(C2(C1
113.6(6)

C6(C5(Si2
119.2(5)

C8(C6(C7
110.5(6)

C8(C6(C5
111.7(6)

C7(C6(C5
111.2(6)

C10(C9(Si3
118.4(5)

C11(C10(C12
109.4(6)

C11(C10(C9
110.7(6)

C12(C10(C9
112.0(6)

C14(C13(Si4
115.4(5)

C16(C14(C15
112.1(7)

C16(C14(C13
110.5(7)

C15(C14(C13
110.7(6)

Si1(O1(Si3i
143.7(3)

Si1(O2(Si4
153.3(3)

Si4(O3(Si3
151.9(3)

Si2(O4(Si3
152.5(3)

Si2(O5(Si4i
144.2(3)

Si2(O6(Si1
152.1(3)

O2(Si1(O1
108.5(2)

O2(Si1(O6
108.3(2)

O1(Si1(O6
109.6(2)

O2(Si1(C1
112.9(3)

O1(Si1(C1
108.5(3)

O6(Si1(C1
109.1(3)

O6(Si2(O4
108.2(2)

O6(Si2(O5
108.4(2)

O4(Si2(O5
109.5(2)

O6(Si2(C5
112.6(3)

O4(Si2(C5
107.6(3)

O5(Si2(C5
110.4(3)

O1i(Si3(O3
109.2(2)

O1i(Si3(O4
108.6(3)

O3(Si3(O4
108.6(2)

O1i(Si3(C9
108.5(3)

O3(Si3(C9
108.8(3)

O4(Si3(C9
113.1(3)

O3(Si4(O2
108.9(2)

O3(Si4(O5i
108.1(2)

O2(Si4(O5i
108.4(2)

O3(Si4(C13
109.6(3)

O2(Si4(C13
108.7(3)

O5i(Si4(C13
113.1(3)



Symmetry transformations used to generate equivalent atoms: 

(i) (x,(y+1,(z+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
27(5) 
32(4)
39(4) 
9(4)
1(4) 
2(4)

C2
45(5) 
45(5)
39(5) 
19(4)
13(4) 
14(4)

C3
74(7) 
40(5)
60(6) 
14(4)
15(5) 
14(5)

C4
79(7) 
42(5)
58(6) 
2(5)
(18(5) 
5(5)

C5
32(5) 
39(4)
29(4) 
7(4)
3(3) 
8(4)

C6
48(5) 
46(5)
34(5) 
4(4)
12(4) 
7(4)

C7
65(6) 
58(6)
37(5) 
1(4)
13(4) 
13(5)

C8
103(8) 
60(6)
42(5) 
17(5)
14(5) 
27(6)

C9
34(5) 
45(5)
39(5) 
11(4)
7(4) 
10(4)

C10
30(5) 
32(5)
57(5) 
14(4)
5(4) 
12(4)

C11
45(6) 
67(6)
83(7) 
20(5)
5(5) 
26(5)

C12
64(7) 
55(6)
73(7) 
1(5)
11(5) 
19(5)

C13
37(5) 
45(5)
34(4) 
16(4)
4(4) 
7(4)

C14
63(6) 
41(5)
42(5) 
(4(4)
3(5) 
(13(5)

C15
72(7) 
91(7)
55(6) 
7(5)
(8(5) 
(1(6)

C16
64(7) 
89(7)
41(5) 
23(5)
(10(5) 
(10(5)

O1
33(3) 
35(3)
39(3) 
13(2)
7(2) 
7(2)

O2
45(3) 
36(3)
29(3) 
13(2)
1(2) 
6(3)

O3
33(3) 
29(3)
40(3) 
6(2)
0(2) 
8(2)

O4
37(3) 
46(3)
26(3) 
10(2)
2(2) 
12(3)

O5
41(3) 
39(3)
35(3) 
4(2)
6(2) 
13(3)

O6
36(3) 
28(3)
35(3) 
7(2)
12(2) 
9(2)

Si1
34(1) 
34(1)
28(1) 
11(1)
4(1) 
8(1)

Si2
32(1) 
35(1)
27(1) 
10(1)
3(1) 
8(1)

Si3
33(1) 
35(1)
31(1) 
11(1)
5(1) 
9(1)

Si4
33(1) 
36(1)
31(1) 
9(1)
4(1) 
11(1)



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

Atom 
x
y
z
Ueq
S.o.f.
H1A
1878
8096
7286
39
1

H1B
439
7605
6591
39
1

H2
(477
9114
7981
49
1

H3A
1446
10121
6333
85
1

H3B
208
10774
6835
85
1

H3C
(84
9463
5958
85
1

H4A
2275
10218
8574
91
1

H4B
1249
9581
9514
91
1

H4C
985
10842
8984
91
1

H5A
3307
4148
6938
40
1

H5B
2610
2731
7030
40
1

H6
926
3010
5460
51
1

H7A
2328
2570
3825
80
1

H7B
2588
1789
4938
80
1

H7C
3644
3019
4725
80
1

H8A
2870
5145
5075
98
1

H8B
1392
5210
5588
98
1

H8C
1544
4591
4211
98
1

H9A
4712
4644
11091
46
1

H9B
4042
4415
12369
46
1

H10
3449
2212
11606
46
1

H11A
5619
1773
12015
93
1

H11B
5352
2942
12957
93
1

H11C
6289
3180
11813
93
1

H12A
3645
2368
9484
95
1

H12B
4593
1429
9918
95
1

H12C
5248
2832
9692
95
1

H13A
3199
8864
11325
45
1

H13B
2061
9143
12271
45
1

H14
3970
7526
12796
63
1

H15A
4350
10148
13646
112
1

H15B
5185
9546
12568
112
1

H15C
5354
9199
13938
112
1

H16A
3371
8005
14862
99
1

H16B
2121
7258
13992
99
1

H16C
2245
8746
14372
99
1
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