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We have recently found an error in our Gibbs-ensemble We have repeated the calculations forpentane,
Monte Carlo computer program which had been used to calr-octane, anch-dodecane for the new model using proper
culate the vapor-liquid coexistence curves reported in th&alues for the tail corrections. The corrected critical points
original paper: This error was caused by a missing factor of and coexistence densities are reported in Tables | and Il. The
o in the analytical tail corrections used to estimate the in<ritical temperatures are shifted to higher valdbg 4 to
teractions beyond a spherical potential truncation. 6%), but the critical densities and pressures are affected to a

The results reported in Ref. 1 for the OPLS and de Pabldesser extent. The coexistence curves for the Toxvaerd model
models are not affected by this error, because a sphericghould shift in a similar way to higher temperatures, i.e.,
truncation at 11.5 A without tail corrections was used for theimproving the agreement with the experimental data. The
OPLS model and the minimum image convention was emgualitative results, such as the chain-length dependencies of
ployed for the de Pablo model. However, the numerical rethe critical properties, are not affected by the error.
sults reported for the Toxvaerd model and the new model
proposed in Ref. 1 are in error. The values of the Lennard-

Jones parameter are 3.527 A(Toxvaerd modeland 3.93 A TaBLE II. saturated vapor and liquid densities. Subscripts show the statis-
(new model. Thus, in the former case the tail corrections tical uncertainty of the final digit. See Table VI of Ref. 1.
were underestimated by a factor of 44 and in the latter by 61=

These large factors mean that the results reported in Ref. 1 Pvap [9/mI] pig [9/ml]
correspond in practice to calculations performed without tail T[K] Ref. 1 Corrected Ref. 1 Corrected
corrections. n-pentane
375 0.014 0.01Q 0.528 0.548
400 0.021 0.01% 0.500, 0.516,
TABLE |. Critical properties obtained from the simulatiofssing a critical 425 0.03Q, 0.02% 0.475, 0.484
exponentB=0.32). Subscripts show the statistical uncertainty of the final 445 0.047, 0.042 0.43Q, 0.468
digit. See Table IIl of Ref. 1. 475 0.09Q, 0.066 0.38Q, 0.416
n-octane
Te (K] pe [g/ml] Pe [MPal 435 0.008 0.006 0573 0.589,
n-pentane 485 0.028 0.016 0.52%, 0.54Q
Original (Ref. 1) 494, 0.223 3.9 510 0.033 0.02% 0.468 0.51G
Corrected 519 0.224 3.8 550 0.08 0.03% 0.40, 0.46Q;
Experiment 470 0.230 3.4 575 N/A 0.063 N/A 0.40,
n-octane n-dodecane
Original (Ref. 1 577, 0.229 2.7 450 0.005 0.0012 0.625% 0.63%
Corrected 610 0.222 2.5 500 0.012 0.004, 0.576 0.594,
; 550 0.014 0.012 0.518 0.558
Experiment 569 0.232 2.5 600 0.060, 0.026 0.43%, 0.498
n-dodecane 615 0.05%, 0.03% 0.45 0.478
Original (Ref. 1 659, 0.223 2.3
Corrected 703 0.22% 2.4
Experiment 658 0.226 1.8 1B. Smit, S. Karaborni, and J. I. Siepmann, J. Chem. Phge 2126
(1995.
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