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PART 1: Review Comments

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

The sections 4.3 (GCRD), 4.4 (Thermodynamics properties) 4.5 (NLO) and 4.7 (IR
intenstities) should be explained in more depth. In these sections, the interpretation
of the results should be more justified. Currently, the authors only show the orders
of TTF reactivity based on the solvents studied. The authors have very attractive
information that they could communicate to the scientific community.

For example one should expect that the polarizability of TTF increases with
decreasing polarity of the solvents, while the anisotropic polarizability behaves the
opposite.

Although the TFF molecule has been studied previously, the authors should include
a figure showing the chemical structure and the enumeration used. In this way, the
results of bond distances and angles can be better understood.

Currently there are other previous works focused on the same molecule, however,
these works could be used to revalue the results presented in this manuscript. In
this sense, it could be confirmed if the statement " Interestingly, the order of stability
increases with an increase in polarity of the solvents " is extensible for all the solvents
studied, or only that order is for the solvents studied by these authors.

Minor REVISION comments

There are several abbreviations that are not defined, such as OPDOS or IRPAL, please
include the definition when the term is first introduced.

Check the numbering of sections 4.x they are not well indicated.
On page 7, authors should check the phrase: “The HOMO-LUMO gap of 3.6330 eV

obtained in the gas phase is found to be very close to 3.6300 eV of an isolated TTF
molecule reported by [18]” because it is not correct.

Optional/General comments

In general, the manuscript is well structured, but a revision is required to extract valuable
information contained in the results and should be reflected in the manuscript.
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