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o U0 O0OO0ODODOO 0O 00O bOobOobDOo

Tatsuto KIMURA, Dept. of Mech. Eng., The University of Tokyo, 7-3-1 Hongo, Bunkyo-ku, Tokyo 113-8656
Shigeo MARUYAMA, Eng. Res. Ingt., The University of Tokyo, 2-11-16 Yayoi, Bunkyo-ku, Tokyo 113-8656

Key Words : Molecular Dynamics Method, Nucleation, Heterogeneous Nucleation, Lennard-Jones

oooooo

0000000000000 0D00000D00NOono
000000000 D00000000000000000
0000000000000 00D00000000oO0OoonoD
0000000000000 0000D00O0D000000
0000000000000 00000000000000
0000000000000 00Ooooooooooo®o
00o0000Ld000000000000000000on
0000000000000 0D0o0oo0o000®oonooon
0000000000000 00D00000000oooD
0000000000000 0000D00D0D000000
0o0o00000YIooo0o0D00000o0Doooooo
0000000000000 00000000000oonD
000000000 DO000O0On

gooooo

Fig.l00OODOOOO0OODO0OOO0O0O0O0O0O0O0O0O00O0O
0o0o00O00000000000000o0o0onnononoon
000 Lennard-Jones 0000000000000 O0OOO
000000000000 00 mg = 6636x10% kgO
Lennard-Jones 0 0 0000 r) = 4e{(c/ ?(c/ 1% OO
000000000 gr=340A0 g =1.67x1023J0000
00000000000000000000 Lenneard-Jones
0000000000 00000000000 G gy O
000000 fee <111>00000000 1004464000
0000000000 mg=324x10%kgd 00000000
0,=277A00000 k=468N/mO00O0O0OOOOOO
000000000000000 gy (ostoar)/2 = 3.085 A
0000000000000 000O0gy000000
0.426x10% J0 0 0.798x102t JO0 00O O0O0OOOOOO
000000000 Tahlel DD M OOOOOOOOOOO
00O0DD00000D0000000 phatomOO00D0O000
0000000000000 0ooooooO*gonooon
000000000000000000O0O0O0O0oOooooo

O5fsOO00

0000000 171.74x172.71x14226 A0 0000000
Os5760000000000 fecOOOOOOOOOO 100 ps
o0ooOdOo@eoK)YDOoopDoOoooooooooooo
OO00D0C0COOOphantomOO0000O0O00O0O0O 500psO0O
goboooboooobbooobobbooobbooon
prantomO 00000 100KOOOOOOOOOOOODO
gooboooobosgooooob wooboo

gbobobooodo

E20000000000monomer JOO0OOO0O0OOOO
000000000000 Fg2000000D0OOODOO
oobooooooobbooon 12000000000
0000000000000 0DOO 500psO0phantom O
gboboooobooooboboboboooooobooboon
gboboooobooooboobobobobooobooobooon
gbooboooooogoon

Fg.30 200000000000 QCOQOOCOOOOOD
gboboboobooooobosobobobobobobooon
gboobooboobooboobobobobobobobooobooon
gbobooooboooobobobobooboobo koo
ooboooboooooboboobobbooobboooo
gboboooooboobobobooobooog

Tablel Calculation conditions.

&Nt o Tae Jsm Jn
Lebel | 102 3 | [deg] | [K] | [om?sY | [om?s?
E1 0426 | 1354 | 108 | 6.52x10%° | 4.86x10%*
E2 0.612 | 105.8 | 114 | 3.45x10% | 4.47x10%
E3 0.798 87.0 | 120 | 5.76x10% | 5.54x10%°
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Fig.1 A snapshot of calculation domain.

Fig. 2 Pressure, temperature, number of monomer, maximum
cluster size variations. (E2)
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Fig. 3 Snapshots of clusters larger than 5 atoms. (E2)
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Fig. 4 Variations of number of clusters larger than athreshold.
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Fig.5 Cluster formation free energy.
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