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14.1 Lennard-Jones
o [nm] e [J] elkg [K]

Ne 0.274 0.50x10% 36.2
Ar 0.340 1.67x10% 121
Kr 0.365 2.25x10°% 163
Xe 0.398 3.20x10% 232

14.2 Lennard-Jones
Property Reduced Form
Length r*= rlc
Time t* = t/t = t(e/mo?)"?
Temperature T* = keT/e
Force f* = fole
Energy o* = dle
Pressure P* = Po¥e
Number density N* = No®
Density p* = o’p/m
Surface tension v* = yo'le

14.3

SPC/E TIP4P

fon [nm]  0.100 0.095 72
/HOH [°] 109.47 104.52
600 [hm]  0.316 6 0.315 4
goo x10% [J] 1.0797 1.077 2
fom [nm] 0 0.015
an’ [C] 0.4238e 0.52e
gm [C] -0.8476 ¢ -1.04 e

“Charge of electron e = 1.60219x10™ C



14.4 Brenner
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Type 1 6.325 1.29 15 1.315 1.7
Type 2 6.0 1.22 2.1 1.39 1.7
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