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Fig. T Compositional dependencies of the ratio of
four-coordinated borons to total borons com-
pared with the NMR-determined ones {upp-
er}, and the ratio of non-bridging oxygens to
total oxygens (lower} in MD-calculated Na,O
B0y melts, (From Xu et al., 1988},
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Fig. 2 MD-derived enthalpy of mixing (4H ;) of
xNa0-{1—x)5i0, melt, compared with the
experimental one {Navrotsky, 1986).
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Fig. 3 Q. statistics {{:Qy, A: Qs @ : Q
Oy, O Qwith xNayG in MD-derived
*Na,0O-(1—x)8i0, melts (upper), compared
with the NMR-measured ratio of Q, abun-
dance int Bthium (A}, sodiam (), and potas-
sium () sificate glasses (lower; Maekawa
et al., 1991).
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Fig. 4 Instantaneous structure of Na;(O-B:05-NaCl
melt at 1500 K, 0.3 MPa with the composi-
tions of 2/3(0.2Na;0-0.8B,05)-1/3Na(l and
1/3(0.2Na,0- 0.8B,0,)-2/3NaClL (From
Sawaguchi et al., 1992).
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Fig. 5 MD-derived (solid circles and lines) and
the experimental at 1373 K (dotted line) en-
thalpy of mixing of Na.0-25i0,-K.0-25i0.
melt at 0.1 MPa. {From Kawamura, 1991).
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Fig. 8 Enthalpy of mixing of MD-derived (1—x}
SiQyxTi0, melt at 0.1 MPa.
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Fig. 7 Initial relaxation and the subsequent behav-
iours of enthalpy and molar volume of MD-
simulated Si0; melt (Natom=7500} at 3000
K.
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