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Will present a seminar on

“SIMULATIONS:  THE MOLECULAR TOOL FOR

INTERPRETING EXPERIMENTAL RESULTS”

Development in nanotechnology relies greatly on the accurate interpretation of experimental results at the molecular level.  In this talk I will present two examples where molecular simulations play a major role in understanding key experimental observations.

Adsorption of water in porous materials serves as the first example. It has been shown that the presence of water can compromise the performance of porous carbons, widely used in the industry.  Grand canonical Monte Carlo simulations are used to study water adsorption in carbon-slit pores, carbon nanotubes, and realistic representations of carbon adsorbents.  The results from these simulations – adsorption isotherms, heats of adsorption, and structure of confined water – will be presented and compared to experimental data.

Complex polymeric systems containing nanoparticles, i.e. silsesquioxane monomers, serve as the second example.   Silsesquioxane monomers, nanoparticles based on silica and oxygen atoms, are used to reinforce polymeric materials.  The mechanism of reinforcement has not yet been understood.  Molecular dynamics simulations are used to characterize systems containing silsesquioxane monomers dissolved in hexadecane and poly (dimethyl siloxane).  The results from these simulations – potentials of mean force and self-diffusion coefficients – will be discussed to reveal the properties of complex nano-particulate systems.
THURSDAY, MARCH 10, 2005

COOKIES AND COFFEE -- 2:30 P.M.
SEMINAR -- 3:00 P.M.
SARKEYS ENERGY CENTER, ROOM M-204

  THIS IS A REQUIRED SEMINAR FOR CHE 5971






