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Fig. 1 The schematic arrengements of the unit
and replica cells. {8) no shear applied; (b}
shear applied to the direction of X-axis.
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Fig. 2 Shear viscosity against shear rate on a log-log plot. The insert shows the shear viscosity plotted

against the square root of the shear rate.
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Fig. 3 Argon shear viscosity along saturated-
vapor-pressure line. The line i the esti-
mated zero-shear-rate infinite-system size
shear viscosity by NEMD calculations.
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Fig. 4 (=) The reduced shear viscosity of water at four densities at 303.15 K as a function of the squared root
of the reduced shear rate. () The comparison of shear viscosity in cp caleulated by NEMD at lowest

shear rate and experimental values.
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Fig. 5 Calculated shear viscosity vs shear rate for
fiquid sulfur of 1372 particies at 1583 K.
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Fig. 8 Simulated shear viscosity with NEMD

method as a function of shear rate for Na:O
-25i0, 189 particle systemn.
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Fig. 7 Shear rate dependence of calculated viscos-
ity of ZrF-based Buoride glass melt (360
partictes) and NaCl melt (216 particles).
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Fig. 8 Arrhenius plot of shear viscosity of ZrFe

based Auoride glass meits (90 and 360 parti-

cle systems} and NaCl 216 particle system.

Solid lines show measured viscosity-tem-

perature curves,
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Abstract

Non-equilibrium Molecular Dyvnamics simu-
lation of viscosity of glass melts has been per-
formed for ZrFbased fluoride glass system
and simple alkaline halide system. The caleu-
lated viscosity of each system show good agree-
ment with experimental values and at high
temperature and low viscosity region, ifs tem-
perature dependence also well simulated.
These results show this new MD method has
good potential fo simulate viscos behavior of
glass melt.
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