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Figure 1. Crystallographic positions of the different atoms for the (a) np form and (b) Ip
form of NH,-MIL-53(Al). The other labels follow by symmetry.

a)




Figure 2. Mean Square Displacement (MSD) as a function of the time for different

number of molecules of carbon dioxide in NH,-MIL-53(Al) for a) np form and b) Ip
form at 273 K.
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Table 1. Crystallographical information for the (a) np form and (b) Ip form of NH,-MIL-
53(Al).
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Table 11. Charge parameters for the adsorbed molecules used in this work.
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Table I11. Lennard-Jones interaction parameters for NH,-MIL-53(Al) and adsorbed
molecules used in this work.

Atom | &k [K] | o [A]
NH,-MIL-53(Al)
Al 156.0 3.91
@) 48.19 3.03
C 47.86 3.74
H 7.65 2.85
N 38.95 3.26
Adsorbed Molecules
O co, 85.67 3.02
C_co, 29.93 2.74
CH4 158.50 3.72

Lorentz-Berthelot mixing rules were used to calculate mixed Lennard-Jones parameters.
Except for the O_co, — H_oy interaction for the np structure NH,-MIL-53(Al):

SO_COQ'H_OH/KB = 2560 K and GO_COZ'H_OH = 258 A




