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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
1.  Write the full form of IUPAC at first.
2. Methodology must be written details separately HOMU-LUMO, QSAR, Correlation.
3. Add how does the activity measure?
4. Clear the term 3-HOMO, 3-LUMO, 3-ESP where 3 is no of molecule or energy

level.

Similar to 4, make clear all others.

Mention the X- axis which value is plotted.

Add some recent references (2018, 2017, and 2016).
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Minor REVISION comments
Mention, in which energy level, the HOMO-LUMO can be calculated?
Lot of typing and page setting errors like line 116, 117, 118, 119.
Pictures are not clear.

Match the front in 192 (The output displayed).
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Optional/General comments

In my personal view, This theoretical study is excellent with some errors.
| recommend publishing this article if author will provide the above comments.
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