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第一性原理研究O和S掺杂的石墨相氮化碳
(g-C3N4)6量子点电子结构和光吸收性质∗
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对小尺寸 (g-C3N4)n量子点的几何、电子结构及吸收光谱系统研究的部分结果如图S1和表 S1所示.
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图 S1 (a) 不同大小 (g-C3N4)n量子点几何结构优化；
(b) TDDFT模拟的不同大小 (g-C3N4)n量子点吸收
光谱

Fig. S1. (a) The optimized geometry of (g-C3N4)n
quantum dots with different sizes; (b) UV-visible
absorption spectra of (g-C3N4)n quantum dots of
different sizes by TDDFT simulation.

表 S1 不同大小 (g-C3N4)n量子点的激发能 (激发波长)
和吸收强度

Table S1. Excitation energies (wavelengths) and ab-
sorption intensity for (g-C3N4)n quantum dots with
different sizes.

分子 激发能/eV 吸收强度/f

(g-C3N4)1

8.56 (145 nm) 0.4315

6.86 (181 nm) 0.2090

5.79 (214 nm) 1.9839

4.67 (266 nm) 0.1477

(g-C3N4)3

4.42 (281 nm) 1.3973

3.97 (313 nm) 0.2477

3.65 (340 nm) 0.3299

(g-C3N4)6
3.61 (344 nm) 0.4575

3.1 (401 nm) 0.0643

(g-C3N4)10

3.06 (406 nm) 0.0744

2.83 (439 nm) 0.0358

2.59 (480 nm) 0.0326

2.44 (508 nm) 0.0215

2.36 (525 nm) 0.0189

(g-C3N4)15

2.59 (479 nm) 0.0567

2.37 (524 nm) 0.0362

2.16 (574 nm) 0.0037
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