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Figure 1. Derivations of the respective absorption spectra (Fig. 4 principal text) to the 

assignment of bandgaps more precisely and the corresponding absorption peaks. 

Furthermore, the pure phases of MAPbI3 and 5-AVAPbI3 show only one transition more 

clearly.



Figure 2. DOS and pDOS calculated at DFT-AE/PBE-D3 level of theory for the five 

phases of [5-AVA(1-x)MAx]PbI3 modelled. For a better appreciation, pDOS is separated by 

atoms (Pb, I) and molecules MA and 5-AVA, as appropriate.
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Figure 3. Isosurfaces of the local density of states (LDOS) for the five phases of [5-AVA(1-

x)MAx]PbI3 at 2 eV of the Fermi level.


