1 CONTROL

DLPOLY: LiNbO3
temperature 700.000000
pressure 0.000000

steps 200000 gg*;

equilibration 0 T ggf

print every 500 T om

stats every 500 I:g:gé

timestep 0.0002000000 ps s 1 0222

ensemble nst ber 0.100000 2.000000 (ps) o7
traj 1 500 0 03 #fff‘
multiple step 1 iH e

cap 1000 oL =

scale 200 E% i
primary cutoff 10.000 Sg

cutoff 10.000 22

delr width 0.5 £ 0

rvdw cutoff 10.000 -48340

ewald precision 1.0E-6 'ﬁ
shake tolerance 1.0E-6
quaternion tolerance 1.0E-5 i e
job time 1520000
close time 200 4455 P
finish Z 1450 L
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Figure 1: Pressure, Volume, Polarization verse
temperature for MD simulation of LiNbO3
(new20081021 -c ).
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Figure 2: Temperature, Pressure, Volume,
Polarization verse time for MD simulation
of LiINbO3 at target temperature T=100 K
(new20081021).
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Figure 3: Temperature, Pressure, Volume,
Polarization verse time for MD simulation
of LINbO3 at target temperature T=200 K
(new20081021).



750
{0
=450

P [katm]
B o

102.56
710232
= loz.iE

10L.84

& 3

Pol [uCicm2]
kJ
=

147
= 145
145
444
13.44
F13.3
U 13.28
13.20

] 10 15 20 23 1] ]
Time [ps]

Figure 4: Temperature, Pressure, Volume,
Polarization verse time for MD simulation
of LiINbO3 at target temperature T=300 K
(new20081021).
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Figure 5: Temperature, Pressure, Volume,
Polarization verse time for MD simulation
of LINbO3 at target temperature T=400 K
(new20081021).
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Figure 6: Temperature, Pressure, Volume,
Polarization verse time for MD simulation
of LiINbO3 at target temperature T=500 K
(new20081021).
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Figure 7: Temperature, Pressure, Volume,
Polarization verse time for MD simulation
of LINbO3 at target temperature T=600 K
(new20081021).



