Dear editors and reviewers,

Thank you very much for your kind consideration.

The replies for the review comments are below.
To reviewer B:
1. The related discussion was mentioned in the Introduction part.

2. The norm conserving pseudopotential for GGA-PBE method was mentioned in chapter 3.2
3. The "DFT/B3LYP/6-311++G** level" instead of "DFT/ 6-311++G** level" was rewritten in the Conclusion part, and norm conserving pseudopotential was mentioned in this part.

To reviewer C:

1. As you recommended, the statement cannot be directly derived from reference 5. Instead, a more specific and more proper opinion is claimed and is written in red color.
2. Corrected.
3. Corrected.
4. According to your recommendation, we recalculated the biradical with a single multiplicity and found its energy is smaller than that with 3 multiplicity. So the assumption was corrected in the revised version.
5. Corrected.

6. Corrected.
7. Corrected.

8. The words 'the title compounds' are replaced by 'the energetic compounds' or 'the explosives'.

9. Corrected.

10. Corrected.

11. In the analysis in 3.2, the contribution of PI for nitro aromatics are much larger than that for other 3 classes of explosives. Although the variation of PI is small, the prediction for nitro aromatics is consistent with experiments.
12. Corrected.

13. Corrected.

To reviewer D:

1. In our calculation, the weakest bond follows 2 steps of determination. Firstly, a preliminary screening is performed, such as N-NO2, C-NO2 and N-O single bond in furazan ring. These are general weak bonds. Secondly, the bond orders of the same type of bonds are compared to find out the weakest one.
2. The benchmark of computational methods was performed in the revised version. Results show that G4 method provides an excellent change of enthalpy comparing with the experimental values, while B3LYP, B3LYP-D3 and B2PLYPD methods provided small deviation. PM6 showed poor performance. As a compromise between accuracy and computational cost, the B3LYP method was selected to compute the explosives.

3. The computational results provide energy, ZPE and enthalpy for gas phase molecules. The ZPE is used with total energy because the inner-molecular vibration of gas phase also exists in molecular crystals. However, the enthalpy of gas phase is totally different with the crystalline phase. Benchmark of the methods shows that the ZPE made little contribution to the total energy. From these reasons, the E+ZPE was used in the calculation of BDE.
4. Unrestricted functionals was used for radical species, and the dissociation is homolytic cleavage. These are written in the revised version.
5. According to the recommendation, we recalculated the biradical with a single multiplicity and found its energy is smaller than that with 3 multiplicity. So the assumption was corrected in the revised version.

6. The description for ESP imbalance is added in the Introduction part.

7. In the paper Propellants, Explosives, Pyrotechnics 31 (2006) 306, authors made a good correlation between BDE/E and impact sensitivity for nitro-aromatic compounds. This is because there are some similarity for structure of the molecules. Besides, our correlation for nitro-aromatics (Fig 3) is also good.
8. Corrected.
9. Corrected.

10. Corrected.

11. Corrected.

12. Corrected.

13. In the experimental testing of impact sensitivity, the mass of sample is constant (50 mg). The BDE (kJ/mol) is divided by Mw and the unit becomes kJ/g. Hence, we believe the BDE/Mw (kJ/g) is a better description for the impact energy that the sample can bear.
We marked all the revised words and sentences in red for a clear identification. Uploaded is our revised manuscript. We hope that it is qualified for publication in the JSCS. And we are willing to make further revisions if needed.

Sincerely yours,

Prof. Xuehai Ju
