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Table S1. Comparison of the cubic equilibrium lattice parameters (a) and band gaps (Eg) between calculated 

and experimental results1 for Cs2AgPdX5 (X = Cl, Br) and Cs2AgPtCl5. 

 

 

Table S2. ∆µi values for different chemical growth environments as marked in the phase diagram, for Cs2AgPdBr5. 

 
 

Table S3. Calculated the carrier effective masses and the effective density of states for Cs2AgPdX5 (X = Cl, Br). 

 

 

Table S4. Pinned fermi level EF (eV), the hole densities p0 (cm−3), and electron densities n0 (cm−3) at the room 

temperature at three representative chemical potential points A−C in figure 2 for Cs2AgPdBr5. 
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Fig. S1 (a) Band structure and (b) partial density of state of Cs2AgPtCl5 at the HSE level of theory. 

 

 
Fig. S2 (a) Optical absorption coefficient vs incident photon energy and (b) limit of efficiency vs film thickness at 

298 K for Cs2AgPdX5 (X = Cl, Br) and Cs2AgPtCl5 calculated at the HSE level of theory. 
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Fig. S3 Band structures of (a) host, (b) Agi

+1 and (c) VAg
−1 at the HSE level of theory. 

 

 

Fig. S4 Band structures of (a) AgPd
0 , (b) Pdi

+2, (c) Bri
+1, and (d) PdAg

+1 at the HSE level of theory, respectively. 
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Fig. S5 The Fluctuation of total potential energy at Gamma point for Cs2AgPdBr5 during the AIMD simulation at 300 

K. 
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