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Origins and Development .
of the Gibbs Ensemble Methodology R

like to know, if you don’t already, that th
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. . sheet for you. Look on the back of each stamp for a brief description of his/her accomplishments.
Athanassios Z. Panagiotopoulos
1 still retain my great respect for J. Willard and his work. His two volumes reside permanently in
my bookcase. They were given to me as a present from Nancy during my graduate student days
at MIT
My health has been marginal and I write few letters, but I often think fondly of our association.

Keep up the traditions defined so well by J. Willard.

With best wishes,
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Direct determination of phase coexistence properties of fluids by
Monte Carlo simulation in a new ensemble

ATHANASSIOS Z. PANAGIOTOPOULOST
Physical Chemistry Laboratory, Oxford University, Oxford OX1 3QZ, England

(Received 22 December 1986; accepted 22 January 1987)

A methodology is presented for Monte Carlo simulation of fluids in a new ensemble that can
be used to obtain phase coexistence properties of multicomponent systems from a single
computer experiment. The method is based on performing a simulation simultancously in
two distinct physical regions of generally different densities and compositions. Three types
of perturbations are performed, a random displacement of molecules that ensures equilibrium
within each region, an equal and opposite change in the volume of the two regions that results
in equality of pressures, and random transfers of molecules that equalize the chemical poten-
tials of each component in the two regions. The method is applied to the calculation of the
liquid-gas coexistence envelope for the pure Lennard-Jones (6, 12) fluid for several reduced
temperatures from the vicinity of the triple point to close to the critical point (T* = 0.75 to
T* = 1.30). Good overall agreement with previously available literature results is obtained,
with some deviations at the extremes of this temperature range.
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From dimer to condensed phases at extreme conditions: Accurate

predictions of the properties of water by a Gaussian charge
polarizable model
J. Chem. Phys. 122, 244511 (2005)
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FIG. 5. Site-site pair
correlation functions of the
water model determined
with NPT Monte Carlo
simulations, at ambient ,
T=298 K, P=0.1013 MPa
and high temperature ,
T7=573 K, P=10 MPa
conditions, are compared
with the neutron diffraction
data of Soper (2000) solid
lines. The high temperature
data are shifted for a
comparison on the same
graph.

Anisotropic United Atom Model Including the Electrostatic Interactions of Benzene
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