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Table S1. Bond Lengths and Bond Angle Bending Parameters of the Potential Model 

Used for the Surfactant Molecules. 

bond b0/Å angle φ0/deg kφ/kJ
 mol-1 rad-2 

C-C 1.53    

C-O(H) 1.43    

O-H 1.00    

C-O(S) 1.42    

S-O(C) 1.58    

S=O 1.46    

N-C 1.47    

  CH3-CH2-CH2 111.0 520.4 

  CH2-CH2-CH2 109.5 520.4 

  C-C-O(H) 109.5 520.4 

  C-O-H 108.5 443.0 

  C-C-O(S) 109.5 520.4 

  C-O-S 112.6 520.4 

  O(C)-S=O 102.6 427.1 

  O=S=O 115.4 427.1 

  C-C-N 111.0 530.0 

  C-N-C 109.5 425.0 

 



 

Table S2. Dihedral Angle Rotation Parameters of the Potential Model Used for the 

Surfactant Molecules. 

 

dihedral f φ0/deg kφ/kJ
 mol-1 n 

C-C-C-C 1 0.0 5.900 3 

C-C-C-O 1 0.0 4.187 3 

C-C-O-C 1 0.0 5.900 3 

C-C-O-S 1 0.0 3.035 3 

C-O-S=O 1 0.0 1.407 3 

C-C-C-N 1 0.0 5.900 3 

C-C-N-C 1 0.0 5.900 3 

 


