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Table S1. The optimized lattice constant (a) and carbon-carbon bond lengths of each

graphyne model obtained by LDA (PWC) method.

Figure S1. Oxygen binding sites for the a-, B- and y-graphyne (S and T in parentheses

stand for singlet and triplet state).
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Table S1. The optimized lattice constant (a) and carbon-carbon bond lengths of each

graphyne model obtained by LDA (PWC) method.

a(A) | Reici(A) | Rerca(B) | Rea-c2(R) | Band Gap (eV)
a-graphyne | 6.920 | 1.226 1.384 0

B-graphyne | 9.408 | 1.229 1.377 1.445 0
y-graphyne | 6.830 | 1.219 1.394 1.412 0.408
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Figure S1. Oxygen binding sites for the a-, B- and y-graphyne (S and T in parentheses

stand for singlet and triplet state).




