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R1-C3/MAPbI,
E,4= - 128 ¢V E,4= - 1.00 eV E= - 2.18¢eV

R1-C4/MAPbI, R1-C5/MAPbI, R1-C6/MAPbI,
E,.= - 1.06eV E,.= - 122¢eV E,.= - 1.70 eV

R3-C1/MAPbI, R3-C2/MAPbI, R3-C3/MAPbI,
E,4= - 1.02eV E,o= - 0.79 eV E, = - 1.63 eV

R3-C4/MAPbI, R3-C5/MAPbI, R3-C6/MAPbI,
E,,= - 1.24eV E,, = - 140 eV E,,~ - 185eV

Fig. S1. The optimized structures and adsorption energy of R1-Cn and R3-Cn (n=1-6)
absorbed on the Pbl,-terminated MAPDbI3(110) surface. The arrows indicate the
distances between the MAPDI; surface and the centroid of HTM.



