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Fig.S1 Phonon dispersion of C,0,Fe monolayer at (a) 0% strain and (b) 30% strain,
where all acoustic branch frequencies are positive, indicating its dynamic stability.
Meanwhile, the highest optical frequency at no strain is higher than that at 30% one,

suggesting the stronger bonding nature at no strain.
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Fig.S2 In-plane (a) Young’s modulus, (b) Poisson’s ratio for C,0,Fe monolayer with

30% strain, where we find that Young’s modulus and Poisson’s ratios of C,0,Fe

monolayer change from 289.32 N/m? and 0.56 at 0 =45° to 432.68 N/m? and 0.31 at

0 =90°. The maximum value of Young’s modulus is less than these of many other

2D materials.! For Poisson’s ratio, it is consistent to most of the 2D materials

(0-0.5).2
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