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The coordinates and lattice parameters of the optimized geometries for S-PdPSe in the VASP-
POSCAR format.
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Fig. S2 Calculated band structure and partial density of state (PDOS) for pentagonal a-PdPSe.
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Fig. S3 Calculated phonon band structure of a-PdPSe.
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Fig. S4 Total energy fluctuation with time during the AIMD simulation at 1000 K of a-PdPSe.
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Fig. S5 Real part and Imaginary part of the dielectric function as a function of in-plane photon
energy (x- and y-polarized light) for @ phase penta-PdPSe.



