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Supporting Information

1. The electronic band structure plot of PACOF.

2. The electronic band structure and charge density difference (CDD) plot of Zn(CNN)-adsorbed

PACOF.

3. Another view of migration of zinc atoms on PACOF along the three diffusion pathways.

4. The electronic band structure plot of QPACOF

5. The electronic band structure and charge density difference (CDD) plot of Zn(CON)-adsorbed

QPACOF.

6. The route for the experimental synthesis of our predicted model system (QPACOF).
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Figure S1: Electronic band structure plot of PACOF. The Fermi level is indicated by the blue dashed line.
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Figure S2: (a) Electronic band structure plot of Zn(CNN)-adsorbed PACOF. The Fermi level is shown by blue
dashed line. (b) Charge density difference (CDD) plot of Zn(CNN)-adsorbed PACOF.
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Figure S3: Another view of migration of zinc atoms on PACOF along the three diffusion pathways.
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Figure S4: Electronic band structure plot of QPACOF. The Fermi level is indicated by the blue dashed line.
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Figure S5: (a) Electronic band structure plot of Zn(CON)-adsorbed QPACOF. The Fermi level is shown by
blue dashed line. (b) Charge density difference (CDD) plot of Zn(CON)-adsorbed QPACOF.
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Hexaketocyclohexane 2, 3, 7, 8-Tetraamino-pyrido[2, 3-g]quinoline-5, 10-dione

QPACOF

Figure S6: Schematic diagram for the experimental synthesis of our proposed model system (QPACOF)
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