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The Estimation of Structural Properties for the CaO-SiO,~CaCl, Melts by Molecular Dynamics Simulations
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Table 1. Optimized parameters used for the simulation.

z o (A) bA)

Ca 2 1.407 0.08
Si 4 1.012 0.08
O -2 1.6 0.085
F -1 1.564 0.085
Cl -1 1.95 0.09
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Fig. 1. The pair correlation function for the CaO—
Si0,~CaCl, melit.
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Fig. 2. Variation of running coordination numbers related
to clorine ions for the 2(1—a)CaO-SiO,~aCaCl,
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Fig. 3. The density of CaO-Si0,—CaCl, melt at 1773K as
a function of CaCl, concentration.
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Fig. 4. The pair correlation function for the CaO-SiO,—
CaCl,—CaF, melt.
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Fig. 5. Variation of the melt density with the substitution
of CaF, for CaCl,.
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