Electronic Supplementary Material (ESI) for Journal of Materials Chemistry A.
This journal is © The Royal Society of Chemistry 2014

Supplementary Information

Novel heterostructures by stacking layered molybdenum disulfides and nitrides
for solar energy conversion

Hui Zhang®, Yanning Zhang®®, Hao Liu®, Li-Min Liu®*

“Beijing Computational Science Research Center, Beijing 100084, China.

bChengdu Green Energy and Green Manufacturing Technology R&D Center,
Chengdu, Sichuan, 610207, China

5 5
+(a) N /) N
> 2: Gap: 3.96 eV ;: Gap: 3.43 eV
; 1t 1
g U | — 1] 3 |
: . - 3
S INART [N
> - =71 ‘RY —Z
- 2-\(c)\/\/ 2\((1)—\//
2
- I Gap:2.00ev I Gap:1.44ev
20 o}
|_—"]
I.;g.l—l v -ly/
28 A Hlin e I~
T M K T T M K =

Fig. SI The band structures of monolayers and bilayer heterostructures
calculated with HSE06: (a) g-AIN, (b) g-GaN, (c) MoS,/g-AIN, (d) MoS,/g-GaN.
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Fig. S2 The electronic structures of (a) monolayer and (b) bilayer MoS,,
calculated with HSE06.



