Q Qeios, CC-BY 4.0 - Review, March 30, 2024

Review of: "Design and Molecular Screening of Various
Compounds by Molecular Docking as BACE-1 Inhibitors"

Farid Menaa

Potential competing interests: No potential competing interests to declare.

The article deals with MD (in silico/computational) studies of BACE-1 inhibitors, which could lead to newer avenues of AD
treatment, considering that the current drug candidates have been stopped at phase-3 clinical trials. This is to say that the
reports of new potential targets of BACE-1 are highly important for the treatment of AD, the major neurodegenerative
disease to date. However, we need to keep in mind that new avenues of effective treatment will most likely be reached by
a combination of safe drugs targeting all possible pathways leading to AD. In this regard, in silico studies must be
completed by in vitro studies, and the findings confirmed in vivo (animal models of disease) before translating a possible

breakthrough discovery to humans.

Thus, the present article provides just an overview of potential BACE-1 inhibitors; it is, however, comprehensive, overall
well-written, and presented. The pertinence, albeit the methodological strategy and idea are not too original, therapeutic
strategy, is highlighted. Some figures and tables could be, however, improved. The conclusions are supported by the
data, the methodology has been fairly used, although advanced tools could have been used, including to assess ADMET.
Also, it will be valuable to mention (in the article) updates about recent AD therapeutics and also specify in which foods
the selected compounds (potential BACE-1 inhibitors) are mostly found. | did not notice any ethical issues. The references
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Decision: considering the importance of the topic, the journal, and the overall presentation of the article, | would

recommend the article with Minor Revisions.
Best,

The Reviewer
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