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Fig.S1 Frameworks of various PAFs functionalized with magnesium alkoxide.
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Table S1  Force field parameters for all atoms in PAFs Functionalized with Magnesium alkoxide.

Atoms type D/(keal mol ™) re/nm o
HA-HA? 0.0182 0.35698 10.7094
H -H_A® 0.0124 0.32010 12.0027
C_R-H_A* 0.0892 0.32400 11,6000
C_3-HA* 0.0620 0.32400 11.0062
O R-H_A° 0.04737 0.3738 9.8758
Mg3+2 -H_Ab 1.26027 0.2305 9.4736

Note: *From Ref.3., °From Ref.1. Here H_A denotes H atom in a hydrogen molecule.C_3 and C_R denote sp® and sp? C atoms in PAF materials,

respectively. H_, O_R and Mg3+2 denote H, O and Mg atoms in PAF materials, respectively. 1 kcal = 4.1868 kJ.
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Fig.S2 Plots of volumetric surface area versus absolute volumetric H, uptake in CUS-PAFs at 77 K and 10 MPa.
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Fig.S3 Effect of various H, models on hydrogen storage capacities in PAF-302 modified with CUS at 77 K.
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