
SUPPORTING INFORMATION for

Influence of  toxic agents adsorption on the optical and electronic properties of 
B12N12 fullerene in the presence and absence of external electric fields 

Alireza Soltania,*, Mohammad Ramezani Taghartapehb, Masoud Bezi Javanc, Mohammad T. 
Baeid, Andrew Ng Kay Lupe, Peter J. Mahonb, Mehrdad Aghaeia,**

aGolestan Rheumatology Research Center, Golestan University of Medical Science, Gorgan, Iran
bDepartment of Chemistry and Biotechnology, Swinburne University of Technology, Hawthorn, VIC 

3122, Australia 

cPhysics Department, Faculty of Sciences, Golestan University, Gorgan, Iran
dDepartment of Chemistry, Azadshahr Branch, Islamic Azad University, Azadshahr, Golestan, Islamic 

Republic of Iran
eSchool of Energy and Chemical Engineering, Xiamen University Malaysia, Jalan Sunsuria, Bandar 

Sunsuria, 43900 Sepang, Selangor Darul Ehsan, Malaysia

E-mail addresses: Alireza.soltani46@yahoo.com, alireza.soltani@goums.ac.ir, 
mehrdadaghaie@yahoo.com

 

Electronic Supplementary Material (ESI) for New Journal of Chemistry.
This journal is © The Royal Society of Chemistry and the Centre National de la Recherche Scientifique 2020

https://www.sciencedirect.com/science/article/pii/S0925400518312127
https://www.sciencedirect.com/science/article/pii/S0925400518312127
mailto:alireza.soltani@goums.ac.ir
mailto:mehrdadaghaie@yahoo.com


Figure S1. Adsorption models of SF and SC molecules over B12N12 fullerene under electric field 

strengths of EX = 0.005 a.u. and EY = 0.005 a.u. 



Figure S2. IR spectra of SC and SF interacting with B12N12 surface with and without electric field.



Figure S3. Optical absorption spectra of B12N12 fullerene interacting with SF and SC molecules.


