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Table 1. Synthesis data of alkoylcholine iodides.  

nACh·I Yield (%) Tm
a
 (ºC) Td

b
 (ºC) 

12ACh·I Powder (white) 83/169 197 

14ACh·I Powder (white) 93/164 207 

16ACh·I Crystalline powder (white) 99/163 209 

18ACh·I Crystalline powder (white) 104/161 209 

a
Tm, Melting temperature obtained from DSC from pristine samples.  
b
Td, Onset decomposition temperature determined from TGA traces by the tangent method. 
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Figure 1. Compared 1H NMR spectra of nACh·PGGA in CDCl3. (*) Peak of residual water. 
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Figure 2. SAXS (top) and WAXS (bottom) profiles of 12ACh·PGGA at heating and cooling. 
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Figure 3. SAXS (top) and WAXS (bottom) profiles of 14ACh·PGGA at heating and cooling. 
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Figure 4. SAXS (top) and WAXS (bottom) profiles of 18ACh·PGGA at heating and cooling. 
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Figure 5. SAXS (top) and WAXS (bottom) profiles of 18cACh·PGGA at heating and 

cooling. 
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Figure 6. TEM images of 14ACh·PGGA a) and 16ACh·PGGA b) films obtained by casting. 

Insets: Optical density profiles showing the structural periodicity observed in each case.  
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Table 2. Conformational angles and parameters for the helical 
conformations considered in this work. Comparison of starting 
values with those obtained after geometry optimization. 

 5/2 17/5 

 Starting Optimized Starting Optimized 

ϕ -137.9 -132.7 70.9 58.0 

ξ1 53.0 60.6 52.8 56.4 

ξ2 75.6 64.8 -171.0 -173.6 

ψ -143.8 -147.0 159.9 167.8 

Rise per residue 2.02 2.02 1.50 1.48 
 

 

 

 

 

 

 

 

 

 

 

 

 

Figure 7. Comparison of the intermolecular radial distribution function for the methylene 
and methyl groups of the side-chains as a function of the distance for 18ACh·PGGA (red 
solid line) and 18ATMA·PGGA (blue dashed line) complexes from molecular dynamics 
simulations at room temperature (298 K). 
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