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The interaction between hydrogen molecules and pore walls on the hydrogen storage properties of 3-D
Hofmann-1ike coordination polymers Fe(pyrazine) [Pd(CN),] has been investigated. Microporous
coordination polymers have heterogeneous van der Waals potentials within their pores. Therefore, partial
charges on the pore walls can provide a means of strengthening the interactions between H, and the pore
wal ls. However, the precise potential design in the pore for high physisorbing H2 storage with smooth
sorption reversibility isstill notclear. Inthis report, we have experimentally visualized the charge
density distribution and electrostatic potential by using in-situ synchrotron powder diffraction data
of H2 gas adsorption for investigating Host-Guest interaction, in which we experimentally observed
aggregating H, molecules and revealed minimum potentials in the pore space due to the open metal site
affinity.




