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Figure S1. Energy profile of a linear scan on the lattice constant of a g-C3N4 
monolayer.
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Figure S2. Top and side views of (m, 0) CNNTs. The cyan (light) and brown (dark) 
spheres represent N and C atoms, respectively. The values are the lattice parameters 

along the periodic direction.



Figure S3. Top and side views of (n, n) CNNTs. The cyan (light) and brown (dark) 
spheres represent N and C atoms, respectively. The values are the lattice parameters 

along the periodic direction.

Figure S4. The PBE calculated (a) strain energy and (b) energy gap versus the outer 
diameter of the CNNTs. (c) The PBE calculated energy gap versus the undulation of 

the CNNTs.


