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1. Simulation Details 

The following table (Table S1) shows the parameters for MS-RMD 5. Detailed explanation of the 
definition of each parameter can be found in ref [1]. 

Table S1. Parameters for MS-RMD 5. 
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The following figure (Figure S1) shows the charges generated from ab initio calculations by R.E.D. 
Server for the atoms in the surfactant molecules. The parameters of bonds, angles and dihedrals are from 
General Amber Force Field (GAFF). Information about GAFF can be found in ref [2]. 

 

Figure S1. Charge of each atom in the surfactant molecule, generated by R.E.D. server. 

 

The following table (Table S2) shows the parameters for aSPC/fw water model used in this research. 
Detailed explanation of the definition of each parameter can be found in ref [3]. 

Table S2. Parameters for aSPC/fw water model. 
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