Mb-010

C409

Molecular dynamics simulation of albite

#

[1]

[1]
# AkiraMiyake[1]

[1] Earth and Planetary Sci., Kyoto Univ.

MD

thermal crossover
thermal crossover

thermal crossover

[
JCPE #077

2fs/step
0

1400K
C-1

Qod, Q

AL/Si

Miyake 1998

Al/S

Al/Si

Al/Si

6 27 12:03-12:06

(NaAISi308) 1250K c2/m C-1 950K C-1
c2/m C-1 Al/Si
NaAlSi308 Si04 AlO4
1250K c2/m C-1 950K Cc-1

c2/m C-1

, MXDTRICL Kawamura 1996,

Qod

, 0.08, 0.22, 0.4, 0.5, 0.59, 0.74, 0.91, 1

Al/Si

0=Q0d=0
(

Salje et al. (1985)

1400K)

C2/m
Qod Q

theraml crossover



