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 Reviewer’s comment Author’s comment (if agreed with reviewer, 
correct the manuscript and highlight that part in the 
manuscript. It is mandatory that authors should 
write his/her feedback here) 

Compulsory REVISION comments 
 

HOMO means Highest occupied molecular orbital, LUMO is 
Lowest unoccupied molecular orbital.  It is written HOMO 
LUMO orbital energies.Delete orbital. 
The molecules are small. They should use larger basis sets 
for example 6-311++G(2d,2p). 
The sentence “The electronegativities of –CH3 and –NH2 are 
lower than that of unsubstituted 1,3,4-thidiazole” should be 
written again 
In Table 2 oscillator strength and excitation energies are not 
given. Relationship between electronic properties of 
molecules and experimental value should be given in more 
detail. 
Are there any experimental results as corrosion inhibitors for 
these substances.  
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