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Multiscale Modeling of Hard Materials:
Challenges and Opportunities for Chemical Engineering

Dimitrios Maroudas
Dept. of Chemical Engineering, University of California, Santa Barbara, CA g3106
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Adapted from M.P. Allen and D.J. Tildesl&omputer Simulation of Liquid©xford, 1987.
7

1"

26&

) + + + )& ) )
52) +

. %
) + +)6 )7 . )83




$9 #

1"

7 9 %
- #
7
; A
" Quantum MD simulation of K.T. Thomson &
R. Wentzcovitch,). Chem. Phys998108:8584.
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