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We have recently found an error in our Gibbs-ensem
Monte Carlo computer program which had been used to
culate the vapor–liquid coexistence curves reported in
original paper.1 This error was caused by a missing factor
s3 in the analytical tail corrections used to estimate the
teractions beyond a spherical potential truncation.

The results reported in Ref. 1 for the OPLS and de Pa
models are not affected by this error, because a sphe
truncation at 11.5 Å without tail corrections was used for t
OPLS model and the minimum image convention was e
ployed for the de Pablo model. However, the numerical
sults reported for the Toxvaerd model and the new mo
proposed in Ref. 1 are in error. The values of the Lenna
Jones parameters are 3.527 Å~Toxvaerd model! and 3.93 Å
~new model!. Thus, in the former case the tail correctio
were underestimated by a factor of 44 and in the latter by
These large factors mean that the results reported in Re
correspond in practice to calculations performed without
corrections.

TABLE I. Critical properties obtained from the simulations~using a critical
exponentb50.32). Subscripts show the statistical uncertainty of the fi
digit. See Table III of Ref. 1.

Tc @K# rc @g/ml# pc @MPa#

n-pentane
Original ~Ref. 1! 4944 0.2235 3.95

Corrected 5104 0.2246 3.87

Experiment 470 0.230 3.4

n-octane
Original ~Ref. 1! 5773 0.2295 2.75

Corrected 6105 0.2229 2.59

Experiment 569 0.232 2.5

n-dodecane
Original ~Ref. 1! 6597 0.2237 2.35

Corrected 7037 0.2276 2.46

Experiment 658 0.226 1.8
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We have repeated the calculations forn-pentane,
n-octane, andn-dodecane for the new model using prop
values for the tail corrections. The corrected critical poin
and coexistence densities are reported in Tables I and II.
critical temperatures are shifted to higher values~by 4 to
6%!, but the critical densities and pressures are affected
lesser extent. The coexistence curves for the Toxvaerd m
should shift in a similar way to higher temperatures, i.
improving the agreement with the experimental data. T
qualitative results, such as the chain-length dependencie
the critical properties, are not affected by the error.

1B. Smit, S. Karaborni, and J. I. Siepmann, J. Chem. Phys.102, 2126
~1995!.

l

TABLE II. Saturated vapor and liquid densities. Subscripts show the sta
tical uncertainty of the final digit. See Table VI of Ref. 1.

rvap @g/ml# r liq @g/ml#

T@K# Ref. 1 Corrected Ref. 1 Corrected

n-pentane
375 0.0145 0.0101 0.5285 0.5482
400 0.02115 0.0172 0.50010 0.5164
425 0.03010 0.0272 0.47510 0.4843
445 0.04710 0.0421 0.43010 0.4689
475 0.09010 0.0661 0.38010 0.4168

n-octane
435 0.0085 0.0061 0.5737 0.5893
485 0.0283 0.0163 0.5214 0.5405
510 0.0333 0.0213 0.4685 0.5107
550 0.081 0.0373 0.401 0.4608
575 N/A 0.0633 N/A 0.402

n-dodecane
450 0.0055 0.00122 0.6255 0.6372
500 0.0125 0.0041 0.5765 0.5947
550 0.0145 0.0121 0.5185 0.5583
600 0.06010 0.0264 0.43720 0.4985
615 0.05510 0.0315 0.451 0.4787
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