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Material design of gadolinium doped FAPDI,; perovskite crystals, and first-principles calculation analysis on electronic structure
and molecular dynamics were performed for application of the photovoltaic devices with the stability of photovoltaic performance.
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O Electronic structures and molecular dynamics of Gd-doped perovskite crystals were expected by first-principles calculation.
O Incorporation of Gd3*ion promoted the charge transfer and carrier generation, expecting increase of J.. related to n.
O Incorporation of Gd3*ion inhibited the decomposition in the perovskite crystal, yielding stability better than the FAPbI, crystal.

O The Gd**-doped perovskite crystal have potential for application of photovoltaic devices with stability of performance.



