1 CONTROL

DLPOLY: LiNbO3
temperature 800.000000
pressure 0.000000

steps 200000 010
equilibration 0 e

) £ 0w
print every 500 S nos —
stats every 500 :_i_.;._m -
timestep 0.0002000000 ps -0.15
ensemble nst hoover 0.250000 2.000000 (ps) 00 22
traj 1 500 0 033 —
rdf 1000 - o
multiple step 1 = 020 »
cap 1000 015 _—
scale 307 010
primary cutoff 10.000 E?,é, e " o
cutoff 10.000 5o
delr width 1.000 220
rvdw cutoff 10.000 o lnu
ewald precision 1.0E-6 R
shake tolerance 1.0E-6 0006
quaternion tolerance 1.0E-5 o 0o0d —
job time 1520000 ™ o2
close time 200 0.0
finish nos Lo3dzel
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_ o3 —
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Figure 1: Pressure, Volume, Polarization verse
temperature for MD simulation of LiNbO3
(new080703 -d ).
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Figure 2: Temperature, Pressure,
Polarization verse time for MD simulation
of LiINbO3 at target temperature T=400 K

(new080703).
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Figure 3: Temperature, Pressure, Volume,
Polarization verse time for MD simulation
of LiNbO3 at target temperature T=500 K
(new080703).
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Figure 4: Temperature, Pressure, Volume,
Polarization verse time for MD simulation
of LiINbO3 at target temperature T=600 K
(new080703).

- Wl
T Ty

%&g’:‘g:ﬁé JWE&;! S
o ’ - . Timlu;u[PE] e =

Figure 5: Temperature, Pressure, Volume,

Polarization verse time for MD simulation
of LiNbO3 at target temperature T=700 K
(new080703).
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Figure 6: Temperature, Pressure, Volume,
Polarization verse time for MD simulation
of LiINbO3 at target temperature T=800 K
(new080703).



