
• Separating O2 from N2 is an important chemical process and 
is currently done using cryogenic distillation in industry.

• Fe2(dobdc) has been found to be a promising cost-effective 
and energy-efficient alternative for this separation.1

• Theoretical calculations performed on Fe2(dobdc) explain the 
stronger binding of O2 than N2  based on charge transfer, bond 
order, orbital energies, and vibrational frequencies.2
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