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REQ. PROPERTY UNIT [V.21 V.22| TEST METHOD
1 |H2 % 57.7 44.1 G.C
2 1€} % 9.9 26.8 G.C
3 |2 % 3.8 58 G.C
4 |C3 % 7.8 8.0 G.C
5 |[IC4 % 4.0 2.8 G.C
6 |NC4 % 10.2 5.9 G.C
7 |IC5 % 23 1.6 G.C
8 |NGC5 % 1.6 14 G.C
9 |ce+ % |09 11 G.C
10 [N2 % 0.0 0.0 G.C
11 (CO2 % 0.0 0.0 G.C
12 |H2S % 1.8 25 G.C
13 |H20 % 0.0 0.0 G.C
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Kc
€ap= /€aaXEpp= V0.01 X 0.215 = 0.046

tj

V(r,j) = 4 x 0.046 X ((

r; =1 —1 =0564" - 0.334" = 0.2304°

3.35x 10710

al

mol

3.335x 10710,

0.230 x 10-10
= 1.6763 x 1013 ol

12 _
) (0.230 x 10-10

ol 391 5 s S

Version 18.169

[ R

Packmol must be run with: packmol < inputfile.inp

Userguide at: www.ime.unicamp.br/ tinez/packmol

Reading input file ( rol-C aborts)
Seed for random nu r

of independent structures:
The structures are:
Structure o( 3 atol

Structure o 56000 ato
mum num loops for all molecule packing:
Total numbe : 2
Distance toler H 00000000000000
1

Number of molecule

Total number of at

Total number of molecul

Number of fixed molecul

Number of f

Number of

Lennard-]J Potential: 167623982439
Maximum internal distance of type

1234567

Kcal

V(r,j) = 1.6762 x 1013 —

mol
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