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Potential Model 

 

TIP5P model: The site–site potential used here is as follows: 

ij =  4 ij [ (ij/rij)
12

-(ij/rij)
6
 ] + (1/40) qiqj / rij   (1) 

where ij and  ij are the potential well depth and collision diameter, and rij is the distance 

between sites. The coulombic interaction term is described by the point charges at sites.  

 

 

 

 

 

Table S1  Molecular numbers of Na
+
, Cl

−
, and water and densities in CNTs of diameter D = 

0.7–2.0 nm 

 D / nm  

=  

0.7  0.8  0.9  1.0  1.2  1.5  2.0  

Na
+ 

 2 2 2 2 4 7 15 

Cl
- 

 2 2 2 2 4 7 15 

Water  31 31 31 62 147 326 730 

d / kg L
−1 

 - - 0.37 0.70 0.82 0.93 1.01 

 

 

 

 

 

  

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

Figure S1.  Potential profiles of Na
+
, Cl

−
, and water molecules in CNTs of diameters 

0.7–2.0 nm. 
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Figure S2.  Effective diameters of Na
+
, Cl

−
, and water molecules as function of CNT 

diameter. 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

Figure S3.  Distributions of Na
+
, Cl

−
, and water molecules against a CNT axis for CNT 

diameters of D = 1.1 (a), 1.3 (b), and 1.4 nm (c). 
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Figure S4. Radial distribution functions of water from (a) Na
+
 and (b) Cl

−
 ions for CNTs of 

diameter 0.8–2.0 nm. 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

Figure S5. Radial distribution functions between (a) O–O and (b) O–H of water molecules in 

CNTs of diameters D = 0.8–2.0 nm. 
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