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Abstract: The structure and physical properties of fluids under confinement are
significantly different compared to the structure and properties in bulk. Confined
fluids are found in applications in chemical engineering and petroleum engineering
(i.e., hydrocarbon fluids in geological formations). Molecular simulation using realistic
force fields to account for fluid — fluid and fluid — confinement interactions provide
valuable information regarding thermodynamic and transport properties over a broad
range of temperature, pressure and composition, without any parameter adjustment
to experimental data. Examples of direct industrial relevance are discussed.
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