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Table S1 Comparison of the hydrogen evolution rate (HER) of Mo doped g-C;N,4

photocatalysts from different literatures.

Photocatalyst (Mo/g- HER rate
Light source Reaction conditions Reference
C;3Ny precursors) [umol/(h=g)]
1 0,
Sodium molybdate 500 W Xe lamp, 3 wt% Pt
1666 This work
Urea > 420 nm 17 vol% TEOA
0,
Ammonium molybdate 200 300 W Xe lamp, A 3wt Pt [1]
Melamine > 420 nm 10 vol% TEOA
0
Ammonium molybdate 300 W Xe lamp, A 3wt Pt
. 2008 [2]
Melamine >420 nm 10 vol% TEOA
0,
Ammonium molybdate 887 300 W Xe lamp, A 3 Wit Pt 3]
Melamine > 380 nm 17 vol% TEOA
o 0
Sodium molybdate 300 W Xe lamp, 3 wt% Pt
641 [4]
Melamine > 380 nm 17 vol% TEOA
1 1 - 0,
Ammonium tetrathiom 300 W Xe lamp, 1 wt% Pt
773 (5]
olybdat  Urea > 420 nm 10 vol% TEOA
Sodium molybdate 300 W Xe lamp, 3 wt% Pt
1124 (6]
Dicyandiamide A >400 nm 20 vol% TEOA
0
Ammonium molybdate 300 W Xe lamp, 3 wi% Pt
. 955 (7]
Melamine A>400 nm 20 vol% TEOA
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Figure S2 Calculated total density of states and partial density of states of (a) pure CN,

(b) Mo®*-C

N, (¢) Mo**-CN.
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The calculated density of states (DOS) is shown in Figure S2, and the density of states

of pure phase g-C5Ny is shown in Fig, It is mainly the aromatic ring structure with C—N

as the skeleton. As shown in Figure S2 (b) and (c), the orange curve (Mo) is obviously

positive in the range of - 5 eV to 5 eV, indicating that Mo mainly contributes to the g-

C3N4 conduction band, thus changing the electronic structure of g-CsNy.
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