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Figure S1 Three different ways and their diameters of the [PF6] pathing

through the ZIF-8 pore.
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Figure S2. Interaction energy components calculated using the GKS-EDA
method at the B3LYP-D3(BJ)/6-311+G* level for the different [PFs] ways

towards the ZIF-8 aperture.
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Figure S3. The structures for the points with the highest interaction energies in
the cases of [PFe]/[Camim]* and ZIF-8(3.4), respectively, and the average
distance refers to the closest distances between the fluorine atom on the [PFs],

or the hydrogen atoms on the [Csmim]* and the hydrogen atom on the aperture.
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Table S1. NPA charge analysis of [PFe]/[Camim]* and ZIF-8(3.4) at theoretical

levels of B3LYP-D3(BJ)/6-311+G*.(values are in e)

System g(anion) g(cation) Aq(ZIF-8)
[PFe]- III (3.4) -0.914 -- -0.086°
[Camim]* (3.4) -- 0.916 0.084°

*The initial charge of the ZIF-8 surface is zero.

g(anion) and q(cation) is the charge distribution of [PFs]- and [Csmim]* after the
NPA charge calculation results, respectively.

aAq(ZIF-8) is the sum of the charge distribution in the [PFs]-ZIF-8(3.4) system.
PAQ(ZIF-8) is the sum of the charge distribution in the [Cimim]*-ZIF-8(3.4)

system.



