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Figure S1. Convergence test of k-mesh.
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Figure S2. Calculated phonon band structures for 2D-IrB14(a), 2D-IrB8 (b), 2D-IrB10 (c), 2D-IrB12 (d) 

and 2D-IrB16 (e). Phonon density of states (DOS) of 2D-IrB14 is also shown in (a). 
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Figure S3. The final configurations of 2D IrB14 (with CO adsorbed) after 4500 fs FPMD simulations 

at 500K, 1000K, 1500K and 2000 K.

Figure S4. Calculated IR spectra of CO molecule on 2D-IrB14 plotted in comparison with that of free 

CO molecule. 


