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Table 1.  Crystal data and structure refinement.



Identification code 
00src612    

Compound 
Na6(Si3O6C18H33)2  · 18 H2O 

Empirical formula 
C36H102Na6O30Si6
Formula weight 
1321.66

Temperature 
150(2) K

Wavelength 
0.71073 Å

Crystal system 
Triclinic

Space group 
P1 

Unit cell dimensions
a = 9.16150(10) Å
( = 88.5860(10)°


b = 10.1143(2) Å
( = 80.2380(10)°


c = 18.1371(5) Å
(  = 70.995(2)°

Volume
1565.16(6) Å3
Z
1

Density (calculated)
1.402 Mg / m3
Absorption coefficient
0.256 mm(1
F(000)
708

Crystal
block; colourless

Crystal size
0.15 ( 0.10 ( 0.10 mm3
( range for data collection
3.00 ( 26.00°

Index ranges
(10 ( h ( 11, (12 ( k ( 12, (16 ( l ( 22

Reflections collected
10149

Independent reflections
7727 [Rint = 0.0314]

Completeness to ( = 26.00°
95.8 % 

Max. and min. transmission
0.9748 and 0.9626

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
7727 / 3 / 759

Goodness-of-fit on F2
0.935

Final R indices [F2 > 2((F2)]
R1 = 0.0338, wR2 = 0.0866

R indices (all data)
R1 = 0.0389, wR2 = 0.0895

Absolute structure parameter
0.28(10)

Extinction coefficient
0.0026(9)

Largest diff. peak and hole
0.324 and (0.337 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: 

The asymmetric unit contains two Si3O6C18H33 molecules, 6 Na and 18 H2O. The arrangement of the two independent Si3O6C18H33 molecules shows approximate inversion symmetry. These molecules are arranged in chains that extend along the crystallographic a and b axes, with their oxo-O's face-to-face. They are connected to the polymeric nNa · 3n H2O core via O4 and O3 (molecule 1) and O7, O8, O9, O11, O12 (molecule 2). Thus, the molecules are infinite 2D-networks that extend parallel to the crystallographic (001) plane. The two "surfaces" of each plane are dominated by the cyclohexane groups. The coordination numbers of the Na atoms are Na1[6], Na2[5+1], Na3[6+1], Na4[6+1], Na5[6] and Na6[6]. The networks are supported by a number of hydrogen bonds (Table 5).  

Due to the chemical content of the compound, the absolute structure cannot be determined reliably, the refined Flack-parameter might also suggest a racemic twin. 

 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
10367(1)
9712(1)
4721(1)
11(1)
1

Si2
13889(1)
8692(1)
4519(1)
11(1)
1

Si3
12168(1)
6578(1)
4626(1)
11(1)
1

O1
9208(3)
10366(3)
5474(1)
13(1)
1

O2
12125(3)
9863(3)
4680(1)
15(1)
1

O3
14979(3)
8920(3)
5065(1)
16(1)
1

O4
13640(3)
7152(3)
4698(1)
13(1)
1

O5
11975(3)
5568(3)
5295(1)
14(1)
1

O6
10639(3)
8021(3)
4659(1)
13(1)
1

C10
9553(4)
10550(4)
3882(2)
16(1)
1

C11
10277(5)
9800(5)
3132(2)
26(1)
1

C12
9462(5)
10566(5)
2502(2)
27(1)
1

C13
9460(5)
12064(5)
2465(2)
29(1)
1

C14
8749(6)
12830(5)
3220(2)
38(1)
1

C15
9574(6)
12076(5)
3836(2)
33(1)
1

C20
14706(4)
8616(4)
3499(2)
14(1)
1

C21
15084(5)
9901(4)
3187(2)
21(1)
1

C22
15540(6)
9780(5)
2340(2)
30(1)
1

C23
16898(6)
8456(5)
2090(2)
32(1)
1

C24
16584(5)
7141(5)
2409(2)
28(1)
1

C25
16116(5)
7298(4)
3262(2)
22(1)
1

C30
12560(4)
5767(4)
3672(2)
13(1)
1

C31
11146(4)
5525(4)
3421(2)
20(1)
1

C32
11552(5)
5007(5)
2602(2)
29(1)
1

C33
12960(5)
3677(5)
2475(2)
28(1)
1

C34
14377(5)
3859(5)
2749(2)
30(1)
1

C35
13948(5)
4399(4)
3566(2)
20(1)
1

Si4
7746(1)
9691(1)
8571(1)
11(1)
1

Si5
5990(1)
7613(1)
8622(1)
11(1)
1

Si6
9498(1)
6537(1)
8487(1)
11(1)
1

O7
8063(3)
10706(3)
7927(1)
15(1)
1

O8
6303(3)
9121(3)
8437(1)
12(1)
1

O9
4998(3)
7363(3)
8034(1)
15(1)
1

O10
7745(3)
6410(3)
8511(1)
13(1)
1

O11
10654(3)
5924(3)
7720(1)
14(1)
1

O12
9255(3)
8240(3)
8557(1)
13(1)
1

C40
7270(4)
10492(4)
9530(2)
15(1)
1

C41
5892(4)
11873(4)
9620(2)
19(1)
1

C42
5429(5)
12434(5)
10424(2)
26(1)
1

C43
6819(5)
12629(5)
10705(2)
28(1)
1

C44
8222(5)
11278(5)
10613(2)
24(1)
1

C45
8670(4)
10716(4)
9806(2)
18(1)
1

C50
5093(4)
7727(4)
9626(2)
14(1)
1

C51
3666(4)
9025(4)
9863(2)
20(1)
1

C52
3166(5)
9156(5)
10719(2)
27(1)
1

C53
2840(5)
7860(5)
11031(2)
32(1)
1

C54
4235(5)
6548(5)
10786(2)
30(1)
1

C55
4730(5)
6413(5)
9925(2)
22(1)
1

C60
10315(4)
5646(4)
9307(2)
15(1)
1

C61
9551(5)
6400(5)
10078(2)
23(1)
1

C62
10354(5)
5606(5)
10705(2)
26(1)
1

C63
10368(5)
4104(5)
10725(2)
25(1)
1

C64
11097(5)
3345(5)
9978(2)
29(1)
1

C65
10284(5)
4158(4)
9345(2)
24(1)
1

Na1
20021(2)
3106(2)
6594(1)
16(1)
1

Na2
5583(2)
9329(2)
7203(1)
27(1)
1

Na3
10488(2)
8331(2)
7203(1)
20(1)
1

Na4
15196(2)
6567(2)
5654(1)
22(1)
1

Na5
13959(2)
2169(2)
6264(1)
17(1)
1

Na6
16025(2)
3951(2)
6880(1)
18(1)
1

O13
19616(3)
5551(3)
6458(1)
16(1)
1

O14
21966(3)
3203(3)
7263(1)
17(1)
1

O15
17964(3)
3455(3)
7702(1)
19(1)
1

O16
21999(3)
2760(3)
5474(2)
23(1)
1

O17
17901(3)
7414(3)
5106(2)
26(1)
1

O18
17501(3)
5072(3)
4811(2)
29(1)
1

O19
14670(3)
4159(3)
5762(2)
21(1)
1

O20
16396(3)
6192(3)
6683(1)
16(1)
1

O21
12690(3)
6958(3)
6419(1)
21(1)
1

O22
12050(3)
8818(3)
8054(2)
23(1)
1

O23
20349(3)
648(3)
6735(1)
16(1)
1

O24
18111(3)
3063(3)
5898(1)
17(1)
1

O25
3729(3)
9933(3)
6452(1)
18(1)
1

O26
8253(3)
8668(3)
6529(1)
22(1)
1

O27
16021(3)
1196(3)
5271(2)
23(1)
1

O28
15618(3)
1777(3)
7263(2)
29(1)
1

O29
13828(3)
5262(3)
7692(2)
27(1)
1

O30
2882(4)
11090(3)
8230(2)
36(1)
1



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



Si1(O1
1.590(3)

Si1(O6
1.649(3)

Si1(O2
1.656(2)

Si1(C10
1.870(4)

Si2(O3
1.590(3)

Si2(O2
1.646(3)

Si2(O4
1.664(3)

Si2(C20
1.868(4)

Si3(O5
1.590(3)

Si3(O6
1.655(3)

Si3(O4
1.657(2)

Si3(C30
1.861(4)

O3(Na4
2.546(3)

O4(Na4
2.372(3)

C10(C11
1.511(5)

C10(C15
1.550(6)

C11(C12
1.528(6)

C12(C13
1.514(6)

C13(C14
1.524(6)

C14(C15
1.505(6)

C20(C21
1.523(5)

C20(C25
1.533(5)

C21(C22
1.518(5)

C22(C23
1.517(6)

C23(C24
1.530(6)

C24(C25
1.531(6)

C30(C31
1.534(5)

C30(C35
1.534(5)

C31(C32
1.532(5)

C32(C33
1.520(6)

C33(C34
1.532(6)

C34(C35
1.533(5)

Si4(O7
1.588(3)

Si4(O12
1.653(3)

Si4(O8
1.658(2)

Si4(C40
1.859(4)

Si5(O9
1.586(3)

Si5(O10
1.654(3)

Si5(O8
1.658(3)

Si5(C50
1.856(4)

Si6(O11
1.599(3)

Si6(O10
1.645(2)

Si6(O12
1.668(3)

Si6(C60
1.859(4)

O7(Na3
2.850(3)

O8(Na2
2.424(3)

O9(Na2
2.605(3)

O11(Na3
2.554(3)

O12(Na3
2.536(3)

C40(C45
1.537(5)

C40(C41
1.537(5)

C41(C42
1.518(5)

C42(C43
1.519(6)

C43(C44
1.530(6)

C44(C45
1.523(5)

C50(C51
1.529(5)

C50(C55
1.537(5)

C51(C52
1.539(5)

C52(C53
1.512(6)

C53(C54
1.524(6)

C54(C55
1.546(5)

C60(C65
1.514(6)

C60(C61
1.548(5)

C61(C62
1.528(5)

C62(C63
1.514(6)

C63(C64
1.511(6)

C64(C65
1.547(5)

Na1(O24
2.336(3)

Na1(O14
2.347(3)

Na1(O13
2.391(3)

Na1(O23
2.417(3)

Na1(O16
2.431(3)

Na1(O15
2.455(3)

Na2(O25
2.276(3)

Na2(O26
2.426(3)

Na2(O28ii
2.491(3)

Na2(O30
2.915(4)

Na3(O21
2.306(3)

Na3(O22
2.431(3)

Na3(O23ii
2.444(3)

Na3(O26
2.486(3)

Na4(O20
2.285(3)

Na4(O21
2.389(3)

Na4(O18
2.454(3)

Na4(O19
2.629(3)

Na4(O17
2.893(3)

Na5(O14iii
2.332(3)

Na5(O27
2.345(3)

Na5(O25iv
2.350(3)

Na5(O16iii
2.401(3)

Na5(O19
2.422(3)

Na5(O28
2.502(3)

Na6(O29
2.309(3)

Na6(O24
2.332(3)

Na6(O20
2.409(3)

Na6(O28
2.414(3)

Na6(O15
2.431(3)

Na6(O19
2.522(3)

O14(Na5i
2.332(3)

O16(Na5i
2.401(3)

O23(Na3iv
2.444(3)

O25(Na5ii
2.350(3)

O28(Na2iv
2.491(3)

O1(Si1(O6
109.70(13)

O1(Si1(O2
112.93(13)

O6(Si1(O2
106.28(14)

O1(Si1(C10
111.20(15)

O6(Si1(C10
108.36(15)

O2(Si1(C10
108.17(15)

O3(Si2(O2
111.99(15)

O3(Si2(O4
107.77(14)

O2(Si2(O4
105.91(13)

O3(Si2(C20
115.37(15)

O2(Si2(C20
109.43(16)

O4(Si2(C20
105.74(15)

O5(Si3(O6
113.21(13)

O5(Si3(O4
109.21(13)

O6(Si3(O4
104.12(13)

O5(Si3(C30
115.00(15)

O6(Si3(C30
107.15(15)

O4(Si3(C30
107.46(15)

Si2(O2(Si1
131.47(17)

Si2(O3(Na4
91.61(12)

Si3(O4(Si2
131.54(17)

Si3(O4(Na4
125.21(13)

Si2(O4(Na4
96.13(12)

Si1(O6(Si3
135.03(15)

C11(C10(C15
109.4(3)

C11(C10(Si1
117.4(3)

C15(C10(Si1
110.2(3)

C10(C11(C12
111.9(4)

C13(C12(C11
111.5(3)

C12(C13(C14
110.7(3)

C15(C14(C13
111.7(4)

C14(C15(C10
111.2(4)

C21(C20(C25
109.8(3)

C21(C20(Si2
116.7(3)

C25(C20(Si2
112.8(3)

C22(C21(C20
111.4(3)

C21(C22(C23
111.5(4)

C22(C23(C24
112.5(3)

C23(C24(C25
110.3(4)

C24(C25(C20
111.5(3)

C31(C30(C35
109.3(3)

C31(C30(Si3
115.1(3)

C35(C30(Si3
112.7(3)

C32(C31(C30
110.6(3)

C33(C32(C31
111.5(4)

C32(C33(C34
111.7(4)

C33(C34(C35
111.0(3)

C34(C35(C30
111.4(3)

O7(Si4(O12
112.07(13)

O7(Si4(O8
110.65(13)

O12(Si4(O8
103.62(13)

O7(Si4(C40
114.03(16)

O12(Si4(C40
107.31(16)

O8(Si4(C40
108.57(14)

O9(Si5(O10
110.99(14)

O9(Si5(O8
107.76(14)

O10(Si5(O8
105.63(13)

O9(Si5(C50
117.00(15)

O10(Si5(C50
108.45(16)

O8(Si5(C50
106.32(15)

O11(Si6(O10
112.60(13)

O11(Si6(O12
108.08(13)

O10(Si6(O12
106.60(13)

O11(Si6(C60
111.31(16)

O10(Si6(C60
108.81(15)

O12(Si6(C60
109.30(16)

O11(Si6(Na3
54.94(10)

O10(Si6(Na3
114.56(10)

O12(Si6(Na3
54.46(9)

C60(Si6(Na3
136.44(12)

Si4(O7(Na3
86.95(12)

Si5(O8(Si4
131.71(16)

Si5(O8(Na2
95.95(12)

Si4(O8(Na2
117.96(13)

Si5(O9(Na2
91.08(12)

Si6(O10(Si5
131.45(17)

Si6(O11(Na3
94.24(13)

Si4(O12(Si6
134.44(15)

Si4(O12(Na3
96.81(12)

Si6(O12(Na3
93.18(11)

C45(C40(C41
109.4(3)

C45(C40(Si4
114.1(2)

C41(C40(Si4
113.0(3)

C42(C41(C40
111.9(3)

C41(C42(C43
110.7(3)

C42(C43(C44
111.6(4)

C45(C44(C43
111.4(3)

C44(C45(C40
111.1(3)

C51(C50(C55
109.8(3)

C51(C50(Si5
115.1(3)

C55(C50(Si5
115.2(3)

C50(C51(C52
111.5(3)

C53(C52(C51
111.5(4)

C52(C53(C54
111.1(3)

C53(C54(C55
112.0(4)

C50(C55(C54
110.2(3)

C65(C60(C61
109.0(3)

C65(C60(Si6
111.3(3)

C61(C60(Si6
115.9(3)

C62(C61(C60
111.3(3)

C63(C62(C61
112.0(3)

C64(C63(C62
111.6(3)

C63(C64(C65
110.8(4)

C60(C65(C64
112.5(3)

O24(Na1(O14
177.96(15)

O24(Na1(O13
94.87(11)

O14(Na1(O13
83.58(10)

O24(Na1(O23
83.82(10)

O14(Na1(O23
97.76(11)

O13(Na1(O23
178.34(12)

O24(Na1(O16
91.91(11)

O14(Na1(O16
86.67(10)

O13(Na1(O16
86.07(11)

O23(Na1(O16
94.98(12)

O24(Na1(O15
86.36(10)

O14(Na1(O15
95.06(11)

O13(Na1(O15
94.02(11)

O23(Na1(O15
84.89(10)

O16(Na1(O15
178.27(13)

O25(Na2(O8
150.58(11)

O25(Na2(O26
114.05(10)

O8(Na2(O26
95.19(9)

O25(Na2(O28ii
91.77(11)

O8(Na2(O28ii
85.88(10)

O26(Na2(O28ii
87.95(10)

O25(Na2(O9
105.50(10)

O8(Na2(O9
62.69(9)

O26(Na2(O9
113.50(10)

O28ii(Na2(O9
142.40(11)

O25(Na2(O30
78.87(10)

O8(Na2(O30
72.96(9)

O26(Na2(O30
154.14(10)

O28ii(Na2(O30
68.70(10)

O9(Na2(O30
81.98(9)

O21(Na3(O22
92.08(10)

O21(Na3(O23ii
100.41(10)

O22(Na3(O23ii
84.46(10)

O21(Na3(O26
106.30(10)

O22(Na3(O26
159.21(11)

O23ii(Na3(O26
82.75(9)

O21(Na3(O12
135.39(10)

O22(Na3(O12
68.82(9)

O23ii(Na3(O12
116.44(10)

O26(Na3(O12
102.64(9)

O21(Na3(O11
80.03(9)

O22(Na3(O11
94.25(10)

O23ii(Na3(O11
178.64(11)

O26(Na3(O11
98.37(9)

O12(Na3(O11
62.61(9)

O21(Na3(O7
161.84(9)

O22(Na3(O7
84.74(9)

O23ii(Na3(O7
61.52(8)

O26(Na3(O7
74.76(8)

O12(Na3(O7
59.56(8)

O11(Na3(O7
117.99(9)

O20(Na4(O4
172.08(11)

O20(Na4(O21
91.30(10)

O4(Na4(O21
81.67(9)

O20(Na4(O18
94.44(11)

O4(Na4(O18
93.48(11)

O21(Na4(O18
151.26(11)

O20(Na4(O3
114.15(10)

O4(Na4(O3
64.50(9)

O21(Na4(O3
103.75(10)

O18(Na4(O3
99.49(10)

O20(Na4(O19
92.71(10)

O4(Na4(O19
88.64(10)

O21(Na4(O19
72.38(9)

O18(Na4(O19
79.23(10)

O3(Na4(O19
153.07(10)

O20(Na4(O17
79.60(9)

O4(Na4(O17
104.89(9)

O21(Na4(O17
151.27(11)

O18(Na4(O17
57.33(10)

O3(Na4(O17
57.33(8)

O19(Na4(O17
134.70(10)

O14iii(Na5(O27
177.47(12)

O14iii(Na5(O25iv
93.69(11)

O27(Na5(O25iv
88.38(11)

O14iii(Na5(O16iii
87.72(10)

O27(Na5(O16iii
93.69(11)

O25iv(Na5(O16iii
91.52(11)

O14iii(Na5(O19
101.84(11)

O27(Na5(O19
76.15(10)

O25iv(Na5(O19
164.29(12)

O16iii(Na5(O19
86.81(10)

O14iii(Na5(O28
82.29(10)

O27(Na5(O28
96.28(11)

O25iv(Na5(O28
89.79(10)

O16iii(Na5(O28
169.98(12)

O19(Na5(O28
94.56(11)

O29(Na6(O24
167.29(13)

O29(Na6(O20
82.43(11)

O24(Na6(O20
87.41(10)

O29(Na6(O28
92.57(11)

O24(Na6(O28
98.34(11)

O20(Na6(O28
171.94(12)

O29(Na6(O15
100.10(11)

O24(Na6(O15
87.00(10)

O20(Na6(O15
87.48(10)

O28(Na6(O15
87.18(10)

O29(Na6(O19
95.53(11)

O24(Na6(O19
77.25(10)

O20(Na6(O19
92.54(10)

O28(Na6(O19
94.24(11)

O15(Na6(O19
164.24(11)

Na5i(O14(Na1
92.09(11)

Na6(O15(Na1
89.06(10)

Na5i(O16(Na1
88.38(11)

Na5(O19(Na6
84.79(10)

Na5(O19(Na4
162.31(13)

Na6(O19(Na4
82.30(9)

Na4(O20(Na6
92.44(10)

Na3(O21(Na4
152.55(12)

Na1(O23(Na3iv
165.93(13)

Na6(O24(Na1
94.46(11)

Na2(O25(Na5ii
92.64(10)

Na2(O26(Na3
120.91(10)

Na6(O28(Na2iv
160.50(15)

Na6(O28(Na5
85.40(10)

Na2iv(O28(Na5
84.17(10)



Symmetry transformations used to generate equivalent atoms: 

(i) x+1,y,z    (ii) x(1,y+1,z    (iii) x(1,y,z    (iv)  x+1,y(1,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
Si1
9(1) 
11(1)
12(1) 
0(1)
(2(1) 
(2(1)

Si2
10(1) 
12(1)
13(1) 
0(1)
(2(1) 
(4(1)

Si3
11(1) 
9(1)
13(1) 
1(1)
(2(1) 
(3(1)

O1
12(1) 
12(1)
15(1) 
2(1)
(3(1) 
(4(1)

O2
14(1) 
14(2)
19(1) 
3(1)
(6(1) 
(6(1)

O3
13(1) 
20(2)
19(1) 
(4(1)
(5(1) 
(8(1)

O4
12(1) 
14(2)
14(1) 
1(1)
(4(1) 
(5(1)

O5
16(1) 
12(1)
14(1) 
2(1)
(3(1) 
(4(1)

O6
12(1) 
11(1)
16(1) 
(1(1)
(5(1) 
(2(1)

C10
13(2) 
17(2)
17(2) 
(2(2)
(1(2) 
(4(2)

C11
36(2) 
22(2)
15(2) 
0(2)
(10(2) 
(3(2)

C12
44(3) 
24(3)
16(2) 
3(2)
(11(2) 
(14(2)

C13
32(2) 
39(3)
23(2) 
15(2)
(13(2) 
(16(2)

C14
66(3) 
17(3)
22(3) 
5(2)
(11(2) 
0(2)

C15
62(3) 
18(3)
17(2) 
4(2)
(15(2) 
(7(2)

C20
14(2) 
19(2)
11(2) 
1(2)
(3(1) 
(7(2)

C21
25(2) 
16(2)
21(2) 
1(2)
2(2) 
(10(2)

C22
48(3) 
22(3)
20(2) 
7(2)
1(2) 
(14(2)

C23
47(3) 
30(3)
18(2) 
1(2)
10(2) 
(18(2)

C24
34(2) 
26(3)
23(2) 
(2(2)
9(2) 
(13(2)

C25
23(2) 
18(2)
21(2) 
0(2)
0(2) 
(7(2)

C30
14(2) 
12(2)
14(2) 
4(2)
(4(2) 
(4(2)

C31
20(2) 
19(2)
19(2) 
(2(2)
(8(2) 
(3(2)

C32
33(2) 
32(3)
22(2) 
(2(2)
(11(2) 
(8(2)

C33
39(3) 
27(3)
23(2) 
(11(2)
(6(2) 
(14(2)

C34
28(2) 
28(3)
28(3) 
(15(2)
1(2) 
(5(2)

C35
19(2) 
15(2)
23(2) 
(5(2)
(4(2) 
(2(2)

Si4
10(1) 
11(1)
11(1) 
1(1)
(2(1) 
(3(1)

Si5
9(1) 
13(1)
12(1) 
1(1)
(2(1) 
(3(1)

Si6
10(1) 
10(1)
11(1) 
0(1)
(2(1) 
(2(1)

O7
14(1) 
18(2)
13(1) 
4(1)
(4(1) 
(8(1)

O8
10(1) 
12(2)
15(1) 
2(1)
(4(1) 
(3(1)

O9
11(1) 
18(2)
15(1) 
(1(1)
(3(1) 
(3(1)

O10
10(1) 
9(1)
18(1) 
0(1)
(3(1) 
(1(1)

O11
13(1) 
16(2)
12(1) 
(2(1)
(1(1) 
(3(1)

O12
11(1) 
10(1)
17(1) 
0(1)
(4(1) 
(3(1)

C40
16(2) 
15(2)
13(2) 
(2(2)
(2(2) 
(5(2)

C41
18(2) 
19(2)
22(2) 
(3(2)
(4(2) 
(7(2)

C42
20(2) 
24(3)
28(2) 
(11(2)
5(2) 
(4(2)

C43
31(2) 
29(3)
19(2) 
(10(2)
(1(2) 
(5(2)

C44
34(2) 
25(3)
16(2) 
(2(2)
(8(2) 
(14(2)

C45
16(2) 
20(2)
18(2) 
1(2)
(4(2) 
(7(2)

C50
13(2) 
15(2)
16(2) 
3(2)
(3(2) 
(7(2)

C51
19(2) 
23(2)
15(2) 
0(2)
1(2) 
(7(2)

C52
33(2) 
24(3)
19(2) 
(8(2)
6(2) 
(7(2)

C53
37(3) 
32(3)
22(2) 
(5(2)
13(2) 
(11(2)

C54
40(3) 
29(3)
20(2) 
3(2)
2(2) 
(14(2)

C55
32(2) 
21(2)
13(2) 
2(2)
1(2) 
(10(2)

C60
12(2) 
20(2)
11(2) 
3(2)
(4(2) 
(3(2)

C61
29(2) 
20(2)
17(2) 
(1(2)
(7(2) 
(2(2)

C62
31(2) 
32(3)
15(2) 
2(2)
(11(2) 
(6(2)

C63
36(2) 
26(3)
18(2) 
9(2)
(10(2) 
(14(2)

C64
42(3) 
20(2)
28(3) 
12(2)
(15(2) 
(9(2)

C65
32(2) 
16(2)
21(2) 
3(2)
(9(2) 
(4(2)

Na1
15(1) 
15(1)
18(1) 
0(1)
(4(1) 
(6(1)

Na2
32(1) 
32(1)
28(1) 
14(1)
(19(1) 
(17(1)

Na3
20(1) 
18(1)
21(1) 
2(1)
(1(1) 
(6(1)

Na4
20(1) 
25(1)
21(1) 
6(1)
(9(1) 
(6(1)

Na5
16(1) 
15(1)
21(1) 
2(1)
(5(1) 
(5(1)

Na6
15(1) 
15(1)
22(1) 
(2(1)
(4(1) 
(2(1)

O13
12(1) 
20(2)
16(1) 
2(1)
(5(1) 
(5(1)

O14
19(1) 
12(2)
18(1) 
(1(1)
(6(1) 
(1(1)

O15
21(1) 
19(2)
18(2) 
0(1)
(4(1) 
(6(1)

O16
23(2) 
25(2)
21(2) 
2(1)
(5(1) 
(10(1)

O17
15(1) 
20(2)
42(2) 
4(2)
(4(1) 
(4(1)

O18
35(2) 
18(2)
33(2) 
3(1)
(2(1) 
(8(1)

O19
17(1) 
19(2)
28(2) 
5(1)
(11(1) 
(4(1)

O20
15(1) 
18(2)
15(1) 
(1(1)
(5(1) 
(5(1)

O21
22(1) 
26(2)
15(1) 
2(1)
(4(1) 
(7(1)

O22
15(1) 
26(2)
27(2) 
8(1)
(7(1) 
(6(1)

O23
15(1) 
18(2)
15(1) 
1(1)
(3(1) 
(7(1)

O24
17(1) 
13(2)
21(2) 
0(1)
(6(1) 
(3(1)

O25
16(1) 
23(2)
17(1) 
1(1)
(4(1) 
(9(1)

O26
31(1) 
17(1)
23(1) 
0(1)
(4(1) 
(13(1)

O27
14(1) 
23(2)
31(2) 
(6(1)
1(1) 
(8(1)

O28
33(2) 
31(2)
29(2) 
9(1)
(17(1) 
(13(1)

O29
16(1) 
23(2)
41(2) 
(12(1)
2(1) 
(7(1)

O30
52(2) 
28(2)
32(2) 
12(1)
(16(2) 
(15(2)



 Table 5. Hydrogen bonds [Å and °].

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

 O13(H13'...O11i
0.94
1.76
2.703(3)
171.5

 O13(H13"...O5i
0.95
1.84
2.757(3)
163.1

 O14(H14'...O11i
0.94
1.80
2.707(4)
160.3

 O14(H14"...O30v
0.95
1.81
2.738(4)
166.8

 O15(H15'...O10i
0.94
2.45
3.295(4)
148.5

 O15(H15"...O7iv
0.95
1.87
2.775(4)
160.2

 O16(H16'...O2iv
0.94
2.33
3.257(4)
165.4

 O16(H16"...O5i
0.95
2.08
2.844(4)
136.6

 O17(H17'...O3
0.94
1.75
2.627(4)
153.0

 O17(H17"...O6i
0.95
1.82
2.760(3)
174.0

 O18(H18'...O17
0.94
1.70
2.594(4)
156.2

 O18(H18"...O19
0.95
2.46
3.244(4)
140.5

 O19(H19'...O5
0.94
1.76
2.684(4)
164.3

 O19(H19"...O27
0.95
2.19
2.941(4)
135.6

 O20(H20'...O9i
0.94
1.73
2.672(3)
171.1

 O20(H20"...O13
0.95
1.82
2.766(3)
177.2

 O21(H21'...O29
0.94
2.03
2.970(4)
171.9

 O21(H21"...O5
0.95
1.88
2.785(3)
160.4

 O22(H22'...O12
0.94
2.08
2.809(3)
133.2

 O23(H23'...O1iv
0.94
1.79
2.728(3)
175.4

 O23(H23"...O7iv
0.95
1.85
2.730(3)
154.2

 O24(H24'...O1iv
0.94
1.75
2.665(4)
162.3

 O24(H24"...O18
0.95
1.88
2.787(4)
161.3

 O25(H25'...O23vi
0.94
2.00
2.898(3)
157.0

 O25(H25"...O3iii
0.95
1.75
2.659(4)
161.4

 O26(H26'...O1
0.94
1.84
2.761(3)
164.3

 O26(H26"...O13iii
0.95
2.26
2.986(4)
133.3

 O26(H26"...O17iii
0.95
2.33
3.013(4)
128.4

 O27(H27'...O3vii
0.94
1.87
2.819(4)
177.5

 O27(H27"...O1iv
0.95
1.92
2.849(3)
166.9

 O28(H28"...O7iv
0.95
1.75
2.628(4)
153.6

 O29(H29'...O9i
0.94
1.95
2.797(4)
148.3

 O29(H29"...O11
0.95
1.81
2.755(3)
174.1

 O30(H30'...O22iii
0.95
1.75
2.687(4)
169.5 



Symmetry transformations used to generate equivalent atoms: 

(i) x+1,y,z    (ii) x(1,y+1,z    (iii) x(1,y,z    (iv)  x+1,y(1,z      

(v) x+2,y(1,z    (vi) x(2,y+1,z    (vii) x,y(1,z       
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