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Review round:	 Round 1 	☐ Round 2		

I.  EVALUATION
(Đánh giá của người nhận xét)
1. Comments on the content, research methodology (originality, novelty, reliability, scientific and practical value, etc.)
(Nhận xét về nội dung, phương pháp (tính nguyên bản, ý tưởng mới, độ tin cậy, giá trị khoa học và thực tiễn,…))
The key concept in this study is to examine the process of absorbing metal cation substances on the surface of Kaolinite material. This material holds significant potential for absorbing and eliminating heavy metals from the water environment. The study employs theoretical methods of density functional theory (DFT). The geometric structures of the kaolinite surface and the absorption configurations are optimized by VASP to investigate the mechanism and nature of the process of absorbing metal cation substances on the material surface. The Perdew-Burke-Ernzerhof (PBE) method with the gradient-corrected functional (GGA) for the exchange-correlation component is utilized in all calculations. The methods used in this computation are reliable. This research has practical applications aimed at addressing environmental pollution issues. It represents a novel approach using computational methods for Kaolinite material to absorb metal ions.
2. Comments on the manuscript organization (structure, writing style, quality of language, references, etc.)
(Nhận xét về hình thức (bố cục, hành văn, cách trình bày, tài liệu tham khảo,…))
The article is well-organized, encompassing all the essential content of a scientific paper. The systematic presentation aids readers in understanding the inherent ion absorption capabilities of Kaolinite materials in practical scenarios. The English expression is basic and easy to comprehend. Some sentences may need a review for unnecessary commas.
3. Comments and suggestions (mistakes/errors which should be corrected, suggestions on the contents for further studies or for the improvements, etc.)
(Các điểm cần bổ sung, chỉnh sửa (các sai sót cần chỉnh sửa, các nội dung cần bổ sung hoặc nghiên cứu thêm,…))

· The authors should rewrite the abstract to clearly highlight the research objectives, methodology, and key successful results of the paper, aligning them with the research purpose.
· The author should review the introduction to provide additional clarity on the objectives and the methodology to be employed in this study. It is crucial to explicitly define what the DFT method entails in this introductory section.
· In the computational methods section, the author should offer a more detailed description of the design of materials with Kaolinite structure for calculation purposes. The design and optimization processes should be compared with experimental materials. The computational methods employed need additional information, including survey results comparing them with various other computational methods and experimental data. This is essential for selecting the most accurate computational method, closely aligned with experimental outcomes.
· For Figure 2, adjustments are needed to ensure the necessary clarity as per guidelines. In the results and discussion sections under sections 3.1, 3.2, and 3.3, it's crucial to note that computational results must be compared with experimental results from previously published scientific works. Relying solely on computational outcomes may lack sufficient data for a reliable evaluation.
· In the conclusion, present computational results and compare them with experiments in line with the outlined objectives. Address how the computational results contribute to solving real-world application goals.
· Ensure that the references include the latest publications and consider adding more relevant sources.
4. Resume of the evaluation
(Đánh giá về bản thảo)
	 Scientific and practical value
(Giá trị khoa học và thực tiễn)
	☐High 	 Medium 	☐ Poor
	 Research results
(Kết quả nghiên cứu)
☐ Contributing new scientific evidence
 Updating pre-existing scientific evidence ☐ Lacking novelty

	 Manuscript organization quality
(Chất lượng trình bày)
☐ Good
 Acceptable
☐ Poor
	 References
(Tài liệu tham khảo)
☐ Good
 Medium
☐ Poor


5. Reviewer’s recommendation
(Kết luận của người nhận xét)
☐ Accept with no revision (Chấp nhận đăng, không cần chỉnh sửa)
☐ Accept after minor revisions (Chỉnh sửa ít, chấp nhận đăng sau khi chỉnh sửa)
☐ Reconsider with minor revisions (Chỉnh sửa ít, gửi người phản biện xem lại)
 Reconsider with major revisions (Chỉnh sửa nhiều, gửi người phản biện xem lại)
☐ Reject (Không chấp nhận đăng)
II. REVIEWER’S INFORMATION*
(Thông tin của người nhận xét)
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