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Figure S1: Theoretical models of the interface between a PbI2- (upper panel) and a MAI-  

(lower panel) terminated MAPI substrate and a monolayer of NaCl. Figures (a,b) and (c,d) 

refer to structures before and after the geometrical optimization, respectively.  Color labels of 

atomic spheres: Pb - dark gray; I - violet; C- green; N- light blue; H - light pink; Na - yellow; Cl 

- light green. Interfaces pertaining to stacking S1.



Figure S2: Top and side views  off 1L of NaCl before (upper panel) and after (lower panel) 

the structural optimization without the perovskite substrate. The starting geometry pertain to 

the MAI interface in the S1 stacking. 



Figure S3: Theoretical models of the interface between a PbI2- (upper panel) and a MAI-  

(lower panel) terminated MAPI substrate and a 2L of NaCl. Figures (a,b) and (c,d) refer to 

structures before and after the geometrical optimization, respectively.  In both cases the 

second salt layer is added to the previously optimized interface.

Frequency analysis

To further asses the stability of the optimized MAPI/NaCl interfaces we calculate the 

vibrational frequencies of 14 and 12 atoms belonging to the interfaces of both the MAI and the 

PbI2 terminations (Stacking S1), respectively. Atoms involved in the calculations are depicted 

in red in Figure S4. Frequency calculations have been performed in the  point by means of 

the finite differences method as implemented in the VASP software. Obtained frequency 

values are shown in Figure S5 for both the perovskite terminations. Notably, even expanding 

the set of involved atoms there are less than six imaginary modes as evident by Figure S6 

where the set of atoms involved in the frequency calculation has been extended from 14 to 54 

atoms for the MAI-terminated interface.



Figure S4: Optimized PbI2 and MAI terminated MAPI/NaCl interfaces (Stacking S1). Color 

code: Pb - dark gray; I - violet; C- green; N- light blue; H - light pink. Atoms depicted in red 

(Na, Cl, Pb, I) are those for which vibrational frequencies have been calculated.

Figure S5: Vibrational frequencies pertaining to atoms of the PbI2 and MAI terminated 

interfaces depicted in red in figure S4. 



Figure S6: Vibrational frequencies pertaining to 54 atoms of MAI terminated interface. 

We employ the Phonopy code to calculate the phonon band structure along the U-Γ-V Brillouin 

path, and the corresponding density of states. We use a 2x2x1 supercell model of the 

interface. Obtained results are shown in Figure S7. These additional analyses provide further 

confirmation of the stability of the examined structure and provides a comprehensive analysis 

of the phonon dispersion.

Figure S7: Phonon band structure and density of states for the MAI-terminated 
interface.


