
Can molecular simulations reveal the nature 
of interactions between thiophene and ILs? 

Sulphur compounds such as 
thiophenes trigger corrosion 

Chemical
Science

Although green solvents such 
as ionic liquids (ILs) are used 
for thiophene extraction, the 

precise nature of interactions 
remains elusive 
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RSC Advances
Molecular Simulations Reveal Strong Interactions 
Between Thiophene and Ionic Liquid Anions
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The favourable interactions between thiophene 
and IL anions hold promise for efficient and 

environment friendly desulphurisation 
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