
Supplementary Materials

First-principles calculations combined with experiments to study the gas 

sensing performance of Zn-substituted SnS

Yuxiang Qin1,2,3,*, Peilun Qiu1,2, Yinan Bai1,2˙

1 School of Microelectronics, Tianjin University, Tianjin, 300072, China

2 Tianjin Key Laboratory of Imaging and Sensing Microelectronic Technology, Tianjin 

University, Tianjin,300072, China

3 Key Laboratory for Advanced Ceramics and Machining Technology, Ministry of Education, 

School of Materials Science and Engineering, Tianjin University, Tianjin, 300072, China

*Corresponding author. Tel.:+86 22 27402360; fax: +86 22 27401233

E-mail address: qinyuxiang@tju.edu.cn (Yuxiang Qin)

Postal address: School of Microelectronics, Tianjin University,

92 Weijin Road, Nankai District, Tianjin 300072, China 

Electronic Supplementary Material (ESI) for Physical Chemistry Chemical Physics.
This journal is © the Owner Societies 2020

mailto:qinyuxiang@tju.edu.cn


Figure captions:

Fig. S1. The total DOS of Zn-substituted SnS before and after (a) methanol (b) 

ethanol (c) acetone and (d) isopropanol adsorption. The Fermi level is set as zero.

Fig.S2. Electron density difference plot of Zn-substituted SnS parallel to a&c axis.

Fig.S3. Electron density difference plot of Zn-substituted SnS parallel to a&b axis.
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Fig.S3. Electron density plot of Zn-substituted SnS parallel to a&c axis.
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