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Figure S1: Experimental (full symbols) and computed (empty symbols) adsorption isotherms of 

argon (squares) and methane (circles) in ITQ-29 at 120 K. Computed adsorption isotherms 

show the excess loading for a better comparison with experiments.

Figure S2: Experimental (full symbols) and computed (empty symbols) adsorption isotherms of 

nitrogen in pure silica MFI at 305K (black), 334 K (blue) and 343 K (red). Available data from 

Dunne et al.1 (circles), and Golden and Sircar2 (squares) are included for comparison. Computed 

adsorption isotherms show the excess loading for a better comparison with experiments.



Figure S3: Experimental (full symbols) and computed (empty symbols) adsorption isotherms of 

carbon monoxide in MFI at 305K (black) and 341 K (red). Available data from Golden and 

Sircar2 (squares) are included for comparison. Computed adsorption isotherms show the excess 

loading for a better comparison with experiments.

Figure S4: Experimental (full symbols) and computed (empty symbols) adsorption isotherms of 

argon in MFI at 305K (black), 325 K (green) and 342 K (red).Available data from Dunne et al.1 

(circles), and Golden and Sircar2 (squares) are included for comparison. Computed adsorption 

isotherms show the excess loading for a better comparison with experiments.



Figure S5: Experimental (full symbols) and computed (empty symbols) adsorption isotherms of 

oxygen in NaX Si/Al ratio=1.23 at 305 K (circles). Available data from Dunne et al.3 are 

included for comparison. Computed adsorption isotherms show the excess loading for a better 

comparison with experiments.

Figure S6: Experimental (full symbols) and computed (empty symbols) adsorption isotherms of 

nitrogen in NaX Si/Al ratio=1.23 at 305 K (circles), and Na-MFI Si/Al ration=30 at 295 K. 

(squares) Available data from Dunne et al.3 are included for comparison. Computed adsorption 

isotherms show the excess loading for a better comparison with experiments.



Figure S7: Experimental (full symbols) and computed (empty symbols) adsorption isotherms of 

argon in NaX Si/Al ratio=1.23 at 305 K (circles), and Na-MFI Si/Al ration=30 at 295 K. 

(squares) Available data from Dunne et al.3 are included for comparison. Computed adsorption 

isotherms show the excess loading for a better comparison with experiments.

Figure S8: Experimental (full symbols) and computed (empty symbols) adsorption isotherms of 

methane in NaX Si/Al ratio=1.23 at 305 K (circles), and Na-MFI Si/Al ration=30 at 295 K. 

(squares) Available data from Dunne et al.3 are included for comparison. Computed adsorption 

isotherms show the excess loading for a better comparison with experiments.
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