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DR. DAVID SHOLL
PROFESSOR

DEPARTMENT OF CHEMICAL ENGINEERING

CARNEGIE MELLON UNIVERSITY

PITTSBURGH, PENNSYLVANIA
Will present a seminar on

“USING ATOMICALLY–DETAILED MODELS TO
ACCELERATE MATERIALS DISCOVERY FOR
HYDROGEN PURIFICATION AND STORAGE”

Hydrogen is one attractive fuel to replace liquid hydrocarbons for transportation and other energy-reliant applications.  Many interesting challenges exist to develop materials for economically-viable production, purification, and storage of hydrogen.  I will describe how first principles calculations are being incorporated into strategies to screen large numbers of potential materials for these applications with the goal of accelerating experimental efforts to identify new materials.  Examples will be given involving the use of metal alloys as membranes for hydrogen purification and complex metal hydrides as materials for reversible hydrogen storage.  These examples will illustrate several ideas crucial in the intersection of fundamental science and engineering applications of new materials.

THURSDAY, APRIL 19, 2007
COOKIES AND COFFEE -- 2:45 P.M.

SEMINAR -- 3:00 P.M.

SARKEYS ENERGY CENTER, ROOM M-204
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