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Al,O5/C

ANALYSIS OF THEORETICAL STRUCTURE OF

Al,O3/C GRAIN BOUNDARY IN ALUMINA-GRAPHITE REFRACTORY

Hikaru Honzumi, Yosuke Kataoka

We examined electronic structure and atom arrangement in Al,O;-C grain boundaries of
alumina-graphite refractory by Molecular Orbital method. Computational results showed it is energetically
stable when C atoms set on O atom of O grain boundary in Al,Oz and makes strong bonds with both
covalent and ion binding property between O and C atoms. The C atoms bond to O grain boundaries in
alumina-graphite refractory.
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