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Figure S1. The total energy as of the system a function of the total number of k-points sampled.  
The PP + 4 Zn system was used to perform the depicted benchmark.



Figure S2. The total energy of the system as a function of the chosen plane‐wave cut‐off energy. 
The PP + 4 Zn system was used to perform the depicted benchmark.



Figure S3. The band structure (left) and DOS (right) of the [4 Zn + PET] system. The band gap 
amounts to 0.7 eV. The Fermi energy equals 2.9 eV.



Figure S4. The band structure (left) and DOS (right) of the [4 Zn + PC] system. The band gap is 
0.6 eV. The Fermi energy is 2.2 eV.



Figure S5. The band structure (left) and DOS (right) of the [4 Zn + Kapton] system. The band 
gap amounts to 0.12 eV. The Fermi energy is 1.9 eV.


