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1. Geometry coordinates for hybrid g-CN/G nanocomposite.
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2. The electronic structure of the g-CN/G nanocomposite
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FIG. S1. The calculated partial density of state for C atoms belonged to graphene. The Fermi level is indicated by

the dashed line.

3. The effect of E-field on the band gap of the g-CN/G nanocomposite
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FIG. S2. Band gaps of the g-CN/G nanocomposite as a function of the external electric filed (E-field). The results

are calculated at the PBE level and the directions of the E-field is shown in the inset.

4. The changes in charge transfer with increasing interfacial distance
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FIG. S3. XY-averaged electrostatic potentials of hybrid g-CN/G nanocomposite at different interfacial distances D



(A) alone the Z direction. Depths of potential wells of g-C3N4 and graphene are shown in the inset.
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FIG. S4. The electron-hole puddle within graphene layer at different interfacial distances D (A) alone the Z
direction. The yellow isosurface represents positive charge density and the wathet isosurface negative charge

density. Isosurface is taken at a value of 0.0001 e/Bohr?.



