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Files available free of charge:
e movie_l.avi - Influence of parameter A value on separation of O, from N,.

e movie 2.avi Separation of H,, CH, and CO, with use of hybrid (6,6)-(5,5) 2-D pillared

graphene.
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Nitrogen, TRIPOS FF, 5 ns

Pressure: 0.1 bar

Pressure: 0.5 bar

0.28 T T T T T T 13 T T T T 1 T
0.26 Experiment + 12 L Experiment + |
— 024 Simulation _ - Simulation
2 ’ 2 T
E ooz 1 E -
2 o2} 4 =2 -
z 018 - 4 =z
£ 016 [ s g 7
o 014 — [a] n
012 |- oL _
0.1 | | | | | | | I 05 | | | | | | | I
140 160 180 200 220 240 260 280 300 320 140 160 180 200 220 240 260 280 300 320
Temperature [K] Temperature [K]
Pressure: 0.7 bar Pressure: 1.0 bar
18 T T 1 T 26 T T T T 1 T
17 + Experiment  + - 24 L Experiment  + ]
. 16 |- Simulation - _ Simulation
2 15 _ & 22 _
£ 14 _ E 2 - _
[=2] o
= 13 N = 18 o
z 12 — =z
a 11 - s 16 - -
5 1 - S 14
2 49 B =] -
08 | 12 - -
07 1 | | | | | | | |
140 160 180 200 220 240 260 280 300 320 140 160 180 200 220 240 260 280 300 320
Temperature [K] Temperature [K]
Pressure: 4.0 bar Pressure: 8.0 bar
10 T T L T 22 T T 1 T
Experiment + 20 Experiment v
. 9 - Simulation i . Simulation
@ £ 18|
E & E
2 - 2 16
= 2 14
2 6L 2
[ o 12 -
=] =]
5 10 L
4 | | | | | | 8 | | | | | | |
140 160 180 200 220 240 260 280 300 140 160 180 200 220 240 260 280 300
Temperature [K] Temperature [K]
Pressure: 10.0 bar Pressure: 40.0 bar
26 T T T 1 T 160 T T T T T 1 T
24 o Experlmgnt + * Expenmenl +
— Simulation - 140 - Simulation b
g 2r 1 120
£ E r b
ERNN E,
= 18 - = 100 - —
= =
% 16 - é 80 —
a 1 o
19 L 60 - —
10 | | | | | | 40 | | | | | | | I
140 160 180 200 220 240 260 280 300 120 140 160 180 200 220 240 260 280 300

Temperature [K]

Temperature [K]

Figure S1: Verification of force field parameters against experimental data - nitrogen.
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Oxygen, TRIPOS FF, 5ns

Pressure: 0.2 bar

Pressure: 0.4 bar
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Figure S2: Verification of force field parameters against experimental data - oxygen.
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Air (79/21), TRIPOS FF, 5 ns

Pressure: 1.0 bar
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S3: Verification of force field parameters against experimental data - air.
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Pressure: 0.5 bar

Methane, TRIPOS FF, 5 ns
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Figure S4: Verification of force field parameters against experimental data - methane.
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Carbon dioxide, TRIPOS FF, 5 ns

Pressure: 0.1 bar Pressure: 0.5 bar
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Figure S5: Verification of force field parameters against experimental data - carbon dioxide.
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Hydrogen, TRIPOS FF, 5 ns
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Figure S6: Verification of force field parameters against experimental data - hydrogen.
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