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Crystal structure from crystals provided. The crystal refined as a racemic twinned crystal at a value of 0.48. 

Crystal Data and Experimental 
 

 

Experimental. Single colourless needle-shaped crystals of 

(REM1017G) were used as received. A suitable crystal 

(0.42×0.08×0.07) mm3 was selected and mounted on a nylon 

loop with paratone oil on a Bruker APEX-II CCD 

diffractometer. The crystal was kept at T = 173(2) K during 

data collection. Using Olex2 (Dolomanov et al., 2009), the 

structure was solved with the XT (Sheldrick, 2015) structure 

solution program, using the Intrinsic Phasing solution 

method. The model was refined with version of ShelXL 

(Sheldrick, 2015) using Least Squares minimisation. 

Crystal Data. C54H60O14Si10, Mr = 1213.92, tetragonal, I-4 

(No. 82), a = 29.6068(4) Å, b = 29.6068(4) Å, c = 

14.0465(2) Å,  =  =  = 90°, V = 12312.6(4) Å3, T = 

173(2) K, Z = 8, Z' = 1, (CuK) = 2.524, 46831 reflections 

measured, 11753 unique (Rint = 0.0968) which were used in 

all calculations. The final wR2 was 0.1849 (all data) and R1 

was 0.0681 (I > 2(I)). 

Compound  REM1017G  
    
Formula  C54H60O14Si10  
Dcalc./ g cm-3  1.310  
/mm-1  2.524  
Formula Weight  1213.92  
Colour  colourless  
Shape  needle  
Size/mm3  0.42×0.08×0.07  
T/K  173(2)  
Crystal System  tetragonal  
Flack Parameter  -0.035(18)  
Hooft Parameter  -0.6(5)  
Space Group  I-4  
a/Å  29.6068(4)  
b/Å  29.6068(4)  
c/Å  14.0465(2)  
/°  90  
/°  90  
/°  90  
V/Å3  12312.6(4)  
Z  8  
Z'  1  
Wavelength/Å  1.541838  
Radiation type  CuK  
min/

°  2.110  
max/

°  72.184  
Measured Refl.  46831  
Independent Refl.  11753  
Reflections Used  9250  
Rint  0.0968  
Parameters  712  
Restraints  0  
Largest Peak  0.620  
Deepest Hole  -0.421  
GooF  1.006  
wR2 (all data)  0.1849  
wR2  0.1692  
R1 (all data)  0.0880  
R1  0.0681  



Structure Quality Indicators 

Reflections:  

Refinement:  

A colourless needle-shaped crystal with dimensions 0.42×0.08×0.07 mm3 was mounted on a nylon loop 

with paratone oil. Data were collected using a Bruker APEX-II CCD diffractometer equipped with an 

Oxford Cryosystems low-temperature device, operating at T = 173(2) K. 

Data were measured using  and  scans of 1.00° per frame for 330.00 s using CuK radiation (sealed tube, 

40 kV, 30 mA). The total number of runs and images was based on the strategy calculation from the 

program COSMO (BRUKER, V1.61, 2009). The actually achieved resolution was  = 72.184. 

Cell parameters were retrieved using the SAINT (Bruker, V8.34A, after 2013) software and refined using 

SAINT (Bruker, V8.34A, after 2013) on 6860 reflections, 15 % of the observed reflections. Data reduction 

was performed using the SAINT (Bruker, V8.34A, after 2013) software which corrects for Lorentz 

polarisation. The final completeness is 99.50 out to 72.184 in . A multi-scan absorption correction was 

performed using SADABS-2012/1 (Bruker,2012) was used for absorption correction. wR2(int) was 0.0876 

before and 0.0747 after correction. The Ratio of minimum to maximum transmission is 0.7468. The /2 

correction factor is 0.0015. The absorption coefficient  of this material is 2.524 mm-1 at this wavelength 

( = 1.54178Å) and the minimum and maximum transmissions are 0.5628 and 0.7536.. SADABS-2012/1 

(Bruker,2012) was used for absorption correction. wR2(int) was 0.0876 before and 0.0747 after correction. 

The Ratio of minimum to maximum transmission is 0.7468. The /2 correction factor is 0.0015. 

The structure was solved in the space group I-4 (# 82) by Intrinsic Phasing using the XT (Sheldrick, 2015) 

structure solution program. The structure was refined by Least Squares using version 2014/6 of XL 

(Sheldrick, 2008) incorporated in Olex2 (Dolomanov et al., 2009). All non-hydrogen atoms were refined 

anisotropically. Hydrogen atom positions were calculated geometrically and refined using the riding model. 

There is a single molecule in the asymmetric unit, which is represented by the reported sum formula. In 

other words: Z is 8 and Z' is 1. 

The Flack parameter was refined to -0.035(18). Determination of absolute structure using Bayesian 

statistics on Bijvoet differences using the Olex2 results in -0.6(5). Note: The Flack parameter is used to 

determine chirality of the crystal studied, the value should be near 0, a value of 1 means that the 

stereochemistry is wrong and the model should be inverted. A value of 0.5 means that the crystal consists 

of a racemic mixture of the two enantiomers. 



 

Figure 1:  

 

 

Figure 2:  

 



 

Figure 3: The following hydrogen bonding interactions with a maximum D-D distance of 2.9 Å and a minimum 
angle of 120 ° are present in REM1017G: O1–O14: 2.887 Å, O8–O5: 2.846 Å. 

 

 

Figure 4: Packing diagram of REM1017G. 

 



Data Plots: Diffraction Data 

 

Data Plots: Refinement and Data 
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Table 1: Fractional Atomic Coordinates (×104) and Equivalent Isotropic Displacement Parameters (Å2×103) for 
REM1017G. Ueq is defined as 1/3 of the trace of the orthogonalised Uij. 
 
Atom x y z Ueq 

Si1 6570.2(7) 5130.5(7) 2630.2(16) 35.9(4) 
Si2 7259.9(7) 4383.4(6) 2178.8(14) 32.6(4) 

i3 7983.4(7) 5047.9(7) 1594.2(14) 33S .6(4) 
7467 (7) 5704 (7) 2912 (14) 31.6(4
884 (8) 448 (8) 134 (16) 42.5(5
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Si4 
Si5 

.0
7.9
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Si6 8460.7(7) 4848.0(7) 4692.0(14) 34.7(4) 
Si7 7829.9(7) 5689.9(7) 5011.1(14) 34.1(4) 
Si8 7084.9(7) 5065.0(7) 5674.0(14) 34.4(4) 
Si9 7541.6(7) 4352.7(6) 4364.1(14) 30.9(4) 
Si10 6179.4(11) 5592.4(9) 5873(2) 58.9(7) 
O1 6275(2) 5012(3) 3561(5) 55.2(16)
O2 6802(2) 4677(2) 2203(5) 50.2(15)
O3 6971(2) 5484.2(19) 2879(4) 42.0(12)
O4 7619(2) 4639(2) 1500(4) 44.7(13)
O5 8480.3(19) 4848(2) 1823(4) 42.1(12)
O6 7844.1(19 5354.7(19 2504(4) 39.0(12) 
O7 7598.4(19 5806.8(18 4010(4) 39.9(12) 
O8 8778(2) 4858(3) 3750(5) 56.0(16) 
O9 8060(2) 4483.8(19 4604(4) 43.6(13) 
O10 7473(2) 4337.7(18 3229(4) 42.6(13) 
O11 8235(2) 5339(2) 4876(5) 52.2(16) 
O12 7204.0(19) 4738.0(19) 4783(4) 38.7(12) 
O13 7452(2) 5465(2) 5714(4) 50.1(15) 
O14 6586(2) 5252(2) 5442(4) 49.0(14) 
C1 6172(3) 5354(3) 1734(6) 41.8(17) 
C2 5709(4) 5366(4) 1899(8) 63(3) 
C3 5404(4) 5516(5) 1211(10) 78(3) 
C4 5576(5) 5674(4) 350(10) 76(3) 
C5 6015(5) 5673(5) 166(10) 78(4) 
C6 6320(4) 5517(4) 886(9) 70(3) 
C7 7131(3) 3813(2) 1714(5) 36.1(16)
C8 6807(3) 3752(3) 1016(6) 48(2) 
C9 6705(4) 3322(4) 681(8) 58(2) 
C10 6924(4) 2954(3) 061(8) 58(3) 
C11 7236(4) 3007(3) 752(7) 62(3) 
C12 7354(4) 3437(3) 2065(6) 50(2) 
C13 7976(3) 5395(3) 496(5) 42.2(18)
C14 7584(4) 5458(4) -1(7) 57(2) 
C15 7565(5) 5765(4) -752(8) 77(4) 
C16 7942(5) 6000(4) -1007(8) 80(4) 
C17 8349(5) 5932(4) -535(10) 84(4) 



Atom x y z Ueq 

C18 8367(4) 5632(4) 210(9) 66(3) 
C19 7457(3) 6246(3) 22  
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 2: Anisotr ment rs (×104) 7G. T tropic displacement factor 
ent takes th 2[h2a*2 .. +2hka* 12] 

 11 22 U33 23 U13 U12 

48(5) 36.4(16)
C20 7055(3) 6487(3) 2177(7) 52(2) 
C21 7049(5) 6900(4) 1718(10) 75(3) 
C22 7424(4) 7073(3) 1302(8) 62(3) 
C23 7822(4) 6828(3) 334(8) 58(2) 
C24 7841(3) 6415(3) 1803(7) 49(2) 
C25 9411(4) 4749(4) 1483(10) 71(3) 
C26 8810(5) 3947(3) 2016(9) 74(3) 
C27 8696(4) 4388(4) 73(7) 66(3) 
C28 8067(3) 6215(3) 5536(6) 36.9(16)
C29 8125(3) 6604(3) 4995(6) 41.6(17)
C30 8329(3) 6983(3) 5396(8) 55(2) 
C31 8467(3) 6976(3) 6309(8) 56(2) 
C32 8425(4) 6595(4) 60(7) 58(2) 
C33 8219(4) 6217(3) 6466(7) 52(2) 
C34 8835(3) 4680(3) 5695(6) 37.6(16) 
C35 9304(3) 4646(3) 5591(7) 48(2) 
C36 9566(3) 4504(4) 6341(8) 58(2) 
C37 9388(4) 4386(3) 7194(7) 58(2) 
C38 8930(4) 4422(4) 7304(7) 66(3) 
C39 8654(3) 4565(3) 6567(6) 50(2) 
C40 7098(3) 4767(3) 6845(6) 42.3(18)
C41 7439(4) 4829(3) 7483(7) 55(2) 
C42 7442(5) 4606(4) 8354(8) 78(4) 
C43 7096(5) 4322(4) 8569(8) 79(4) 
C44 6746(5) 4259(4) 7949(10) 80(4) 
C45 6744(4) 4479(4) 7105(8) 64(3) 
C46 6021(4) 5984(4) 4908(10) 74(3) 
C47 5696(5) 5241(5) 6221(16) 20(8) 
C48 6426(7) 5905(5) 6925(10) 08(6) 
C49 7412(3) 3795(2) 4882(6) 38.4(17)
C50 7629(4) 3640(3) 5688(7) 55(2) 
C51 7516(5) 3226(4) 6106(8) 72(3) 
C52 7183(4) 2974(3) 5711(8) 64(3) 
C53 6968(4) 3108(3) 4896(8) 60(2) 
C54 7076(3) 3524(3) 4492(7) 46.2(19) 

Table opic Displace  Paramete REM101 he aniso
expon e form: -2  × U + .11  × b* × U
 

Atom U  U   U  

Si1 33.9(10) 33.8(10) 40.0(11) -0.3(8) -3.4(8) 1.1(8) 
Si2 38.6(10) 28.6(9) 30.7(10) -2.8(7) -1.0(8) 0.9(

i3 35.9(10) 36.5(10) 28.2(9) 2.
8) 

0(8) 2.7(8) 0.6(8) 
35.9 0  29.7 ) 29.2 ) 1.7( .8 ) -0.9 ) 
46.4  41.8  39.2  -0.4 3.3 6.4

  1  1  
-1

S
Si4 
Si5 

(1 )
(12)

(9
(12)

(9
(11)

7) -0
(9) 

(7
(9) 

(7
(9) 

Si6 37.3(11) 34.1(10) 32.7(10) -1.2(8) -4.3(8) 1.6(8) 
Si7 44.9(11) 28.6(9) 28.9(9) -1.3(7) -1.6(8) -2.3(8) 
Si8 42.3(11) 29.7(9) 31.1(9) -0.3(7) 2.6(8) 0.5(7) 
Si9 36.8(10) 26.5(9) 29.4(9) -0.9(7) -1.7(8) 0.7(7) 
Si10 64.2(17) 49.8(14) 62.7(17) 3.3(12) 7.8(13) 6.5(12)
O1 38(3) 80(5) 48(4) 6(3) 0(3) 1(3) 
O2 38(3) 45(3) 67(4) -9(3) -9(3) 5(2) 
O3 44(3) 37(3) 45(3) -2(2) -3(2) -3(2) 
O4 56(4) 47(3) 31(3) -5(2) 1(2) -8(3) 
O5 41(3) 48(3) 37(3) -3(2) 0(2) 4(2) 
O6 42(3) 40(3) 35(3) 4(2) 2(2) -1(2) 
O7 47(3) 31(3) 41(3) -4(2) 0(2) 2(2) 
O8 50(4) 80(5) 38(3) 5(3) -4(3) -2(3) 
O9 43(3) 35(3) 53(3) -4(2) -8(3) 2(2) 



Atom U11 U22 U33 U23 U13 U12 

O10 59(4) 31(3) 38(3) -2(2) -1(3) 1(2) 
O11 -2
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 3: Bon in Å for 7G. 

59(4) 37(3) 60(4) -4(3) 0(3) 3(3) 
O12 43(3) 37(3) 36(3) 0(2) -1(2) 4(2) 
O13 68(4) 44(3) 38(3) -2(3) 3(3) 14(3) 
O14 50(4) 55(4) 42(3) -1(3) 8(3) 2(3) 
C1 44(4) 36(4) 45(4) -1(3) -6(3) 2(3) 
C2 51(6) 76(7) 61(6) 2(5) -2(5) 1(5) 
C3 53(6) 04(10) 76(8) 8(7) 12(6) 2(6) 
C4 82(8) 70(7) 77(8) 11(6) 4(7) 2(6) 
C5 75(8) 82(8) 76(8) 26(7) 5(6) -8(6) 
C6 47(6) 85(8) 78(8) 15(6) -2(5) 5(5) 
C7 53(4) 30(4) 26(3) -7(3) 8(3) -3(3) 
C8 48(5) 54(5) 42(4) -9(4) -2(4) -4(4) 
C9 60(6) 63(6) 53(5) -14(5) -3(4) 2(5) 
C10 74(7) 36(4) 65(6) -13(4) 15(5) 11(4) 
C11 05(9) 41(5) 40(5) -6(4) 5(5) 7(5) 
C12 68(6) 42(5) 39(4) -7(3) -4(4) 3(4) 
C13 59(5) 41(4) 27(4) 6(3) 8(3) 7(4) 
C14 60(6) 62(6) 49(5) 8(5) 1(4) 8(4) 
C15 96(9) 84(8) 51(6) 8(6) -13(6) 38(7) 
C16 121(11) 75(8) 44(6) 26(5) 9(6) 8(7) 
C17 92(9) 70(8) 91(9) 33(7) 34(8) 2(6) 
C18 61(6) 63(6) 76(7) 9(6) 8(5) 1(5) 
C19 49(4) 32(4) 28(3) 7(3) -7(3) -2(3) 
C20 55(5) 48(5) 53(5) 1(4) 3(4) 9(4) 
C21 86(8) 51(6) 86(8) 22(6) 2(7) 16(6) 
C22 93(8) 37(5) 55(5) 14(4) -15(5) -9(5) 
C23 65(6) 54(6) 55(5) 8(4) -2(5) 0(5) 
C24 53(5) 43(5) 52(5) 2(4) -2(4) -5(4) 
C25 48(5) 75(7) 90(8) -4(6) 5(5) 3(5) 
C26 20(10) 34(5) 70(7) 15(5) 3(7) 7(5) 
C27 06(9) 49(5) 44(5) -11(4) -3(5) 10(5) 
C28 41(4) 31(4) 38(4) -7(3) -1(3) 1(3) 
C29 42(4) 36(4) 47(4) 1(3) 1(3) -2(3) 
C30 62(6) 31(4) 72(6) 3(4) 3(5) 0(4) 
C31 58(5) 36(4) 75(7) -22(4) 1(5) -8(4) 
C32 72(7) 56(6) 46(5) -10(4) -2(4) -6(5) 
C33 74(6) 43(5) 39(5) -1(4) -3(4) -6(4) 
C34 45(4) 32(4) 36(4) -3(3) 0(3) 1(3) 
C35 44(5) 57(5) 44(5) 3(4) -2(4) 0(4) 
C36 42(5) 65(6) 66(6) -5(5) 2(4) 7(4) 
C37 66(6) 51(5) 56(6) 0(4) 28(5) 5(4) 
C38 91(8) 70(7) 37(5) 5(5) -3(5) 14(6) 
C39 45(5) 66(6) 39(4) -4(4) 3(4) -4(4) 
C40 55(5) 37(4) 34(4) 9(3) 9(4) 9(3) 
C41 69(6) 50(5) 46(5) 4(4) -1(4) 5(4) 
C42 10(10) 77(8) 46(6) 3(5) -15(6) 2(7) 
C43 20(11) 65(7) 51(6) 8(5) 22(7) 25(7) 
C44 06(10) 55(6) 79(8) 23(6) 4(8) 1(6) 
C45 73(7) 56(6) 63(6) 8(5) -2(5) -7(5) 
C46 81(8) 52(6) 88(8) 7(6) -5(7) 1(5) 
C47 80(10) 75(9) 10(20) 7(11) 82(12) 12(7) 
C48 191(19) 72(9) 60(7) -13(6) 1(9) 41(10)
C49 52(4) 25(3) 38(4) 4(3) 9(3) 5(3) 
C50 83(7) 38(4) 44(5) 3(4) 19(5) 11(4) 
C51 07(10) 55(6) 54(6) 6(5) 23(6) -5(6) 
C52 91(8) 38(5) 63(6) 18(4) 0(6) -7(5) 
C53 62(6) 46(5) 73(7) 5(5) 1(5) -11(4) 
C54 46(5) 43(4) 49(5) 8(4) -4(4) 0(3) 

Table d Lengths REM101
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Si1 O 1.1 612(7) 
Si1 O 1.
Si1 O3 1.620(6) 

 

 

 

 

 

 

 

 
 
 
  

 
 
 
 

Atom  gth/Å 

2 622(6) 

Si1 C1 1.847(9) 
i2 O2 1.612(6) S

Si2 
Si2 

O4 
O10 

1.615(6) 
1.610(6) 

Si2 C7 1.850(7) 
Si3 O4 1.628(6) 
Si3 O5 1.618(6) 
Si3 O6 1.621(6) 
Si3 C13 1.854(8) 
Si4 O3 1.608(6) 
Si4 O6 1.628(6) 
Si4 O7 1.619(6) 
Si4 C19 1.855(7) 
Si5 O5 1.675(6) 
Si5 C25 1.854(11) 
Si5 C26 1.855(10) 
Si5 C27 1.858(10) 
Si6 O8 1.624(7) 
Si6 O9 1.608(6) 
Si6 O11 1.620(6) 
Si6 C34 1.860(8) 
Si7 O7 1.602(6) 
Si7 O11 1.599(7) 
Si7 O13 1.633(6) 
Si7 C28 1.857(8) 
Si8 O12 

O13 
1.621(6) 

Si8 1.609(6) 
Si8 O14 1.610(7) 
Si8 C40 1.867(8) 
Si9 O9 1.618(6) 
Si9 O10 1.608(6) 
Si9 O12 1.627(6) 
Si9 C49 1.844(7) 
Si10 O14 1.684(6) 
Si10 C46 1.844(12) 
Si10 C47 1.837(13) 
Si10 C48 1.890(15) 
C1 C2 1.390(14)
C1 C6 1.358(15)
C2 C3 1.398(16)
C3 C4 1.392(19)

Atom Len
C4 25(19) C5 1.3
C5 31(16) 
C7 C8 1.384(12) 
C7 C12 1.384(12) 
C8 C9 1.389(13) 
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) 

) 
) 

 4: Bo gles in ° for . 

  Atom ngle/° 

C6 1.4

C9 
C10 

C10 
C11 

1.377(16) 
1.348(16) 

C11 C12 1.395(13) 
C13 C14 1.366(14) 
C13 C18 1.412(14) 
C14 C15 1.393(15) 
C15 C16 1.36(2) 
C16 
C17 

C17 1.39(2) 
C18 1.373(16) 

C19 C20 1.393(12) 
C19 C24 1.390(12) 
C20 C21 1.382(14) 
C21 C22 1.357(17) 
C22 C23 1.383(16
C23 C24 1.392(13
C28 C29 1.392(12) 
C28 C33 1.382(12) 
C29 C30 1.392(13) 
C30 C31 1.346(15) 
C31 C32 1.375(15) 
C32 C33 1.389(13) 
C34 C35 1.399(12) 
C34 C39 1.379(13) 
C35 C36 1.375(13) 
C36 C37 1.355(16) 
C37 C38 1.367(16) 
C38 C39 1.385(15) 
C40 C41 1.362(14) 
C40 C45 1.400(14) 
C41 C42 1.391(15) 
C42 C43 1.36(2) 
C43 C44 1.37(2) 
C44 C45 1.352(16) 
C49 C50 1.381(12) 
C49 C54 1.391(12) 
C50 C51 1.401(14) 
C51 C52 1.354(16) 
C52 C53 1.369(16
C53 C54 1.395(13

 

Table nd An  REM1017G
 

Atom Atom  A
O1 Si1 O2 4(4) 110.
O1 Si1 O3 111.3(3) 
O1 Si1 C1 106.5(4) 

) 
) 

11
10

 
 

Atom Atom Angle/° 

O2 Si1 C1 108.3(4
3 Si1 O2 107.8(3O

O3 
O2 

Si1 
Si2 

C1 
O4 

2.5(4) 
8.3(4) 

O2 Si2 C7 109.1(4) 
O4 Si2 C7 110.7(3) 
O10 Si2 O2 110.9(3) 
O10 Si2 O4 108.8(3) 

 Atom 
O10 Si2 109.1(3) C7 
O4 Si3 C13 109.7(4) 
O5 Si3 O4 110.3(3) 
O5 Si3 O6 106.2(3) 
O5 Si3 C13 112.3(4) 

10
11

 
 

O6 
O6 

Si3 
Si3 

O4 
C13 

8.2(3) 
0.0(3) 

O3 Si4 O6 110.9(3) 
O3 Si4 O7 108.9(3) 
O3 Si4 C19 108.8(3) 
O6 Si4 C19 112.5(3) 



Atom Atom Atom Angle/° 

O7 Si4 O6 106.9(3) 
O7 Si4 C19 

 
 

  
  
 

 

 
 

 
 

 

 
 
 

 
  
 
 

 

 
 

 

 
 
 
 
 
 

 

Atom Atom Atom Angle/° 

108.8(3) 
O5 Si5 C25 105.6(4) 
O5 Si5 C26 107.7(5) 
O5 Si5 C27 109.3(4) 
C25 Si5 C26 111.2(6) 
C25 Si5 C27 112.7(6) 
C26 Si5 C27 110.2(5) 
O8 Si6 C34 106.1(4) 
O9 Si6 O8 112.1(4) 
O9 Si6 O11 108.0(3) 
O9 Si6 C34 108.6(3) 
O11 Si6 O8 110.7(4) 
O11 Si6 C34 111.4(3) 
O7 Si7 O13 109.0(3) 
O7 Si7 C28 109.2(3) 
O11 Si7 O7 111.0(3) 
O11 Si7 O13 108.7(4) 
O11 Si7 C28 107.9(3) 
O13 Si7 C28 111.1(3) 
O12 Si8 C40 113.1(3) 
O13 Si8 O12 108.7(3) 
O13 Si8 O14 112.0(4) 
O13 Si8 C40 107.6(4) 
O14 Si8 O12 104.4(3) 
O14 Si8 C40 111.1(4) 
O9 Si9 O12 109.8(3) 
O9 Si9 C49 109.3(4) 
O10 Si9 O9 109.4(4) 
O10 Si9 O12 107.5(3) 
O10 Si9 C49 109.9(3) 
O12 Si9 C49 110.9(3) 
O14 Si10 C46 107.2(5) 
O14 Si10 C47 108.3(5) 
O14 Si10 C48 107.3(6) 
C46 Si10 C48 111.4(6) 
C47 Si10 C46 110.7(8) 
C47 Si10 C48 111.7(9) 
Si2 O2 Si1 144.1(4) 
Si4 O3 Si1 159.6(4) 
Si2 O4 Si3 137.4(4) 
Si3 O5 Si5 138.2(4) 
Si3 O6 Si4 144.0(4) 
Si7 O7 Si4 154.0(4) 
Si6 O9 Si9 151.3(4) 
Si9 O10 Si2 162.8(4) 
Si7 O11 Si6 155.7(5) 
Si8 O12 Si9 146.3(4) 
Si8 O13 Si7 137.8(4) 
Si8 O14 Si10 142.1(5) 
C2 C1 Si1 121.6(7) 
C6 C1 Si1 121.3(7) 
C6 C1 C2 117.1(9) 
C1 C2 C3 122.0(11) 
C4 C3 C2 118.1(11) 
C5 C4 C3 121.9(11) 
C4 C5 C6 118.7(12) 
C1 C6 C5 122.1(11) 

C8 C7 Si2 120.8(7) 
C12 C7 Si2 120.6(6) 
C12 C7 C8 118.6(8) 
C7 C8 C9 120.7(9) 
C10 

  
   

  
  
   
  
  

 
  

   
  

 

le 5: Hy n Fract l Atomi ates (×104) and E ent Iso Displa nt Para

C9 C8 119.4(10) 
C11 C10 C9 120.6(9) 
C10 C11 C12 120.4(10) 
C7 C12 C11 120.2(9) 
C14 C13 Si3 120.7(7) 
C14 C13 C18 118.9(9) 
C18 C13 Si3 120.1(8) 
C13 C14 C15 120.7(11) 
C16 C15 C14 119.9(11) 
C15 C16 C17 120.7(10) 
C18 C17 C16 119.4(12) 
C17 C18 C13 120.4(12) 
C20 C19 Si4 119.5(7) 
C24 C19 Si4 121.6(7) 
C24 C19 C20 118.9(8) 
C21 C20 C19 119.8(10) 
C22 C21 C20 121.6(11) 
C21 C22 C23 119.0(9) 
C22 C23 C24 120.8(9) 
C19 C24 C23 119.7(9) 
C29 C28 Si7 121.6(6) 
C33 C28 Si7 120.2(7) 
C33 C28 C29 118.2(8) 
C30 C29 C28 120.0(9) 
C31 C30 C29 120.4(9) 
C30 C31 C32 121.4(9) 
C31 C32 C33 118.5(9) 
C28 C33 C32 121.6(9) 
C35 C34 Si6 122.1(7) 
C39 C34 Si6 120.5(7) 
C39 C34 C35 117.4(8) 
C36 C35 C34 120.1(9) 
C37 C36 C35 122.4(9) 
C36 C37 C38 117.8(9) 
C37 C38 C39 121.6(10) 
C34 C39 C38 120.7(9) 
C41 C40 Si8 122.0(7) 
C41 C40 C45 117.9(9) 
C45 C40 Si8 120.1(8) 
C40 C41 C42 121.2(11) 
C43 C42 C41 118.9(12) 
C42 C43 C44 121.0(10) 
C45 C44 C43 119.8(12) 
C44 C45 C40 121.2(12) 
C50 C49 Si9 121.6(7) 
C50 C49 C54 117.7(8) 
C54 C49 Si9 120.6(6) 
C49 C50 C51 121.5(9) 
C52 C51 C50 119.0(10) 
C51 C52 C53 121.5(9) 
C52 C53 C54 119.3(10) 
C49 C54 C53 120.9(9) 

 

Tab droge iona c Coordin quival tropic ceme meters 



(Å2×103) for REM1017G. Ueq is defined as 1/3 of the trace of the orthogonalised Uij. 

 x z 

 
Atom y Ueq 
H1 6422 5077 4052 83 
H8 8615 4878 3262 84 
H2 5597 5268 2499 75 

6635 5528 767 84 

 
 
 
 
 

-
1

 
 
 1
 1
 1
 1
 1

5

 1
 1
 1
 1
 1
 1
 1

H3 5088 5512 1326 93 
H4 5373 5785 -118 92 

5 6126 5775 -432 93 H
H6 
H8A 6653 

6486 
4006 
3283 

764 
193 

58 
70 H9 

H10 6855 2659 835 70 
H11 7375 2749 2027 74 
H12 7589 3473 2520 60 
H14 7322 5290 166 68 
H15 7289 5811 -1085 93 
H16 
H17 

7927 6213 1512 96 
8613 6091 -726 01 

H18 
H20 

8644 5584 536 80 
6785 6368 2

1694 
443 63 

H21 6775 7067 89 
H22 7414 7359 992 74 
H23 8085 6944 1

1819 
031 70 

H24 8116 6249 59 
H25A 9429 5020 1082 1

106 
06 

H25B 9646 4534 1291 
H25C 9456 4834 2

2665 
150 06 

H26A 8922 3994 12 
H26B 8993 3716 1700 12 
H26C 8495 3848 2

33 
041 12 

H27A 8386 4276 00 
H27B 
H27C 

8902 4165 -204 1
100 

00 
8721 4673 -279 

H29 8025 6612 4353 50 
H30 8372 7247 5023 66 
H31 8596 7241 6579 68 
H32 8535 6589 7496 70 
H33 8182 5954 6845 62 
H35 9441 4722 0

6259 
01 58 

H36 9884 4488 69 
H37 9574 4282 7699 69 
H38 8799 4346 7900 79 
H39 8337 4585 6664 60 
H41 7680 5029 7329 66 
H42 7682 4651 8793 93 
H43 7097 4165 9159 95 
H44 6505 4062 8110 96 
H45 6497 4438 6681 77 
H46A 6294 6101 4603 11 
H46B 5846 6235 5173 11 
H46C 5837 5823 4436 11 
H47A 5635 5018 5722 80 
H47B 5429 5432 6309 80 
H47C 5765 5084 6819 80 
H48A 6479 5692 7448 62 
H48B 
H48C 

6215 6140 7132 1
162 

62 
6713 6044 6739 

H50 7861 3819 5966 66 
H51 7671 3123 6657 86 
H52 7097 2699 6007 77 
H53 6747 2919 4609 72 



Atom x y z Ueq 

H54 6917 3624 3942 55 

Table 6: Hy ond infor  for REM1

A d(   d(H-A)/Å  d(D-A)/Å  D-H-A/deg  

drogen B mation 017G. 
 
D  H    D-H)/Å

O1 H1 O 2. 2.887(9) 162.1 14 0.84 08 
O8 H8 O5 2. 2.846(9) 155.2 
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