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TABLE I: Average constraint force f̄ , taken at MD simulation time 6 ps and 10 ps. 

¯ ¯separation f at 6 ps f at 10 ps difference RMS


[˚
A] [au] [au] [au] fluctuation 

3.8 0.00034 0.00046 1.2e-4 1.5e-4 

4.0 -0.00048 -0.00083 3.5e-4 1.5e-4 

4.2 -0.00102 -0.00100 0.2e-4 1.7e-4 

4.4 -0.00103 -0.00089 1.4e-4 1.6e-4 

4.8 -0.00017 -0.00005 -1.2e-4 1.5e-4 

5.0 -0.00064 -0.00099 -3.5e-4 1.8e-4 

5.2 -0.00112 -0.00159 -4.7e-4 2.2e-4 

5.4 -0.00140 -0.00136 0.4e-4 1.7e-4 

5.6 -0.00182 -0.00181 0.1e-4 2.1e-4 

5.8 -0.00094 -0.00104 -0.9e-4 1.6e-4
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FIG. 2: Free energy of transfer of n-alkanes from hydrocarbon solvent to water at room temperature T = 298 K. Solubility 

data is taken from McAuliffe [4]. 

in Table I as an additional measure of statistical error. 

III. SOLUBILITY DATA AND TRANSFER FREE ENERGY 

The transfer free energy of a hydrophobic solute from liquid n-alkanes to water can be calculated by Eq. (9) of 

the paper. Fig. 2 shows the transfer free energy of methane, ethane, ..., decane at room temperature, compiled 

by Sharp et al. [3]. The molar volume ratio term in Eq. (9) of the paper is critical to obtain the almost perfect 

linear relationship shown in Fig. 2. We are interested in the temperature dependence of the transfer free energy. 


