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FIG. S1: Ab initio molecular dynamics (AIMD) simulation results for the Na6MoPC configuration at 300 K over 5 ps. The
temperature fluctuates around 300 K and the total energy exhibits only small oscillations without noticeable drift, indicating
dynamical stability within the simulated time window.
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FIG. S2: Atom-projected electronic band structure of the most stable single-Na-adsorbed configuration on a 3×3 MoPC
supercell calculated using the HSE06 hybrid functional (single-point on the PBE-relaxed geometry). The Fermi level is set to
0 eV, and bands are observed to cross the Fermi level without opening a band gap.
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Optimized structure of MoPC Monolayer
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Optimized structure of the 3x3 MoPC supercell
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Optimized structure of the most stable single Na-adsorbed-3x3 MoPC supercell
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Optimized structure of the Na6MoPC configuration
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