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1.1 Lennard-Jones 5�6�7�8�9 :
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MD steps Total Energy

1000 -0.11582272267754E+03

2000 -0.11582271899571E+03

3000 -0.11582272305510E+03

4000 -0.11582272260276E+03

5000 -0.11582272237691E+03

6000 -0.11582271983277E+03

7000 -0.11582272707636E+03

8000 -0.11582272305880E+03

9000 -0.11582272349151E+03

10000 -0.11582272516579E+03
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rmn = min {xm − (xn ± kX)}k=0,1,2,...

' min {xm − xn, xm − xn − X, xm − xn + X} (11)
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rmn
+ = xm − xn + X

rmn
− = xm − xn − X (13)
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T@T M2?@�@g�U@~�&�
@H IUJCK L@dCN 2 _�	@{^S@±@²�M2; DCh@{�)@ �U@~�&�
@�@M�!���8�P RCS
m0 �@� 1.000 � 10−26 (kg)

k �CB��Ck >�9�+ 1.38062 � 10−23 (J/K−1)

eV
�2� B��#"��@W��CB�� ' 1.609 � 10−19 (eV)

d Y@Z " Å' 1.000 � 10−10 (m)
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Lx(1 + αx(Pxx − Pset)) → Lx (29)

4



Ly(1 + αy(Pyy − Pset)) → Ly (30)
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