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ABSTRACT

Using the Tosi-Fumi pair potential, we have performed sunulations of the cooling of mol-
ten salt, lithium chioride, at the rate about 5X 10" Ks~' to study the glass transition and the
structural and dynamic properties of the simulated supercooled liquid. It can be seen from our
calculation that over the range from 498K to 298K, the peak of the radial distribution function
is split into two subpeaks, the self-diffusion cofficient decrease rapidly and the distribution of
bond angle has a high peak. So the simulated glass transition temperature should occur at
this range. At 298K the first coordination number of Li* or Cl- calculated from the cumu-
lative coordination number curve N(r) is about 4. The simulation indicates the existence of

microscopic holes in melt and glass. The relationship between the temperature and the num-

ber of holes is discussed.
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