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Fig. S1 Three configurations of ID-GY with the relative energy ∆E respective to configuration I. 

Brown and blue spheres represent C and N atoms, respectively.   

Fig. S2  Inequivalent C atoms and N atom with Wyckoff positions in ID-GY. Brown and blue 

spheres represent C and N atoms, respectively.

Electronic Supplementary Material (ESI) for Physical Chemistry Chemical Physics.
This journal is © the Owner Societies 2021

https://en.wikipedia.org/wiki/Imidazole
mailto:qianwang2@pku.edu.cn
mailto:pjena@vcu.edu


Fig. S3 Absorption coefficient of cp-graphyne.


