Dear Editor,

It is our great pleasure to submit our manuscript entitled “Molecular modeling studies of HIV-1 non-nucleoside reverse transcriptase inhibitors using 3D-QSAR, virtual screening, and docking simulations” to “JOURNAL OF THE SERBIAN CHEMICAL SOCIETY”, a very famous academic journal in the world. In this work, we evaluated the 3D-QSAR models of 72 DABO inhibitors using Topomer CoMFA. The modelsTopomer CoMFA analyses can provide a useful insight for structure-based design for designing new chemical entities with high HIV-1 inhibitory activity. Then, we designed 14 new HIV-1 inhibitors, adopting the Topomer Search technology, of which 12 had higher activities than that of template molecule. For a better understanding of the binding modes of inhibitors at the active site of HIV-1 protein, molecular docking analyses of the representative compounds were performed. The docking results indicate that the ligands would generally form the hydrogen-bonding interactions with the residues Ala28, Asp 29, Gly49 and Ile50 of the protein receptor. These results may offer some useful theoretical information in designing potential inhibitors.

This work reported therein has not been published, or submitted for publication elsewhere in any medium of a public nature, including electronic journals and computer databases. Therefore, in our opinion, it is worthy of being published as a paper in your journal of “JOURNAL OF THE SERBIAN CHEMICAL SOCIETY”.

The following is a list of possible reviewers for your consideration:

1) Prof. Peng Zhou. E-mail: ggootc@163.com

2) Prof. Tingjun Hou. E-mail: tjhou@suda.edu.cn
3) Prof. Menglong Li. E-mail: liml@scu.edu.cn
If there are any questions, please contact us by e-mail. It would be greatly appreciated if you could response our submission earlier. In advance, thanks very much for your helpful suggestions and kind consideration on them.

Thank you and best regards.
Yours sincerely,

Name: Tong Jianbo

E-mail: jianbotong@aliyun.com
