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Dear Editor,

Artificial intelligence (AI) represents a transformative
opportunity to significantly enhance the safety and
efficacy of herbal medicines derived from medicinal
plants and natural products. Current methodologies
for phytochemical profiling and toxicity assessment
are often time-consuming, costly, and limited in scope,
thereby hindering the efficient development and safe
utilization of these increasingly popular remedies. Al-
powered tools, which leverage deep learning and machine
learning algorithms, offer a robust solution to these
challenges. These tools can automate the identification
and quantification of phytochemicals, thereby improving
the speed and accuracy of analyses substantially.
Furthermore, AIs predictive capabilities facilitate the
assessment of individual compound toxicity and the
complex interactions among multiple phytochemicals,
enabling earlier detection of potential safety concerns and
guiding the development of safer formulations. Beyond
the analysis of individual compounds, Al can integrate
diverse datasets—including genomic, metabolomic, and
ethnobotanical information—thereby accelerating the
discovery and development of novel therapeutics from
natural sources. However, to realize the full potential
of Al in this domain, it is imperative to prioritize the
establishment of high-quality datasets, foster robust
interdisciplinary collaboration, and carefullyaddressissues
related to data bias and model interpretability. Investment
in Al research within the field of phytochemistry is crucial
for the development of safer and more effective herbal
medicines, which ultimately contributes to improved
global health outcomes. In light of these considerations,
this paper aims to highlight the transformative potential of
Alin advancing the safety and efficacy of herbal medicines
derived from medicinal plants and natural products. The
increasing global utilization of these products necessitates

the development of robust and efficient methods for
phytochemical profiling and toxicity assessment, areas
in which AT offers significant advantages over traditional
approaches (1).

Common biases in Al models encompass data bias,
sampling bias, and label bias. These biases can be
effectively mitigated by ensuring that training data is
diverse and representative of the population it seeks to
model. Additionally, implementing rigorous validation
techniques is essential to assess the performance of Al
systems accurately. Continuous monitoring and updating
of these systems are also critical to address and reduce
biases over time.

Current methodologies for analyzing the complex
chemical composition of medicinal plants are frequently
time-consuming, costly, and constrained in their
scope (2). Al-powered tools, including deep learning
algorithms and machine learning models, can automate
the identification and quantification of phytochemicals,
thereby significantly accelerating the analytical process
and enhancing accuracy (3). Furthermore, Al possesses
the capability to predict the potential toxicity of
individual compounds and their interactions, enabling
earlier identification of safety concerns and guiding the
development of safer formulations. This predictive ability
is particularly valuable due to the complex interplay
among phytochemicals and their potential for both
synergistic and antagonistic effects (4).

Researchers have successfully utilized AI to automate
the identification and quantification of phytochemicals
in herbal medicines. For instance, AI models have been
employed to analyze the complex chemical composition
of medicinal plants, resulting in quicker and more
accurate profiling. This advancement has contributed
to the development of safer formulations and the earlier
identification of potential safety concerns. A notable
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example is the development of JAMU, a traditional
Indonesian medicine, which was enhanced by scientists
using AT (5).

The application of Al in this field extends well beyond
simple compound identification. AI can analyze complex
datasets from various sources, including genomic data,
metabolomics profiles, and ethnobotanical information,
to identify potential drug candidates and predict their
efficacy and safety (6). This integrated, multi-omics
approach can expedite the discovery and development
of novel therapeutics derived from natural sources,
potentially addressing unmet medical needs.

However, the successful implementation of Al in this
field necessitates careful consideration of several factors.
High-quality, well-annotated datasets are crucial for
training robust and reliable AI models. Additionally,
interdisciplinary collaboration among AI specialists,
phytochemists, toxicologists, and regulatory agencies is
essential to ensure the responsible and ethical development
and application of these technologies. Addressing issues
of data bias and model interpretability is also vital for
building trust and ensuring the acceptance of Al-driven
approaches within the regulatory landscape.

It is worth mentioning that advancements in Al and
technology are poised to transform the landscape of herbal
medicine by enabling personalized treatment regimens,
expediting research and development processes, and
enhancing safety and quality control measures. These
innovations will lead to more effective and tailored
therapies, making herbal medicine increasingly accessible
and reliable.

Conclusion

The integration of Al into phytochemistry and natural
products research promises to revolutionize the field,
resulting in safer, more effective herbal medicines and
a deeper understanding of the therapeutic potential of
medicinal plants. Continued research and investment
in this area are essential to fully realize the benefits of

Al in improving global health and ensuring the safe and
effective use of herbal medicines worldwide. We invite
you to engage in further research and interdisciplinary
collaboration to explore the transformative potential of
Al and technology in herbal medicine. By combining
expertise from diverse fields, we can unlock new insights,
innovate more effective therapies, and ultimately improve
health outcomes for all. Join us on this exciting journey
towards a future where tradition meets cutting-edge
science.

Competing Interests
None.

Ethical Approval
Not applicable.

Funding
Nil.

References

1. World Health Organization (WHO). WHO Guidelines on
Safety Monitoring of Herbal Medicines in Pharmacovigilance
Systems. Geneva: WHO; 2004.

2. Ekor M. The growing use of herbal medicines: issues relating
to adverse reactions and challenges in monitoring safety. Front
Pharmacol. 2014;4:177. doi: 10.3389/fphar.2013.00177.

3. Mas, LiuJ, LiW, LiuY, Hui X, Qu P, etal. Machine learning in
TCM with natural products and molecules: current status and
future perspectives. Chin Med. 2023;18(1):43. doi: 10.1186/
s13020-023-00741-9.

4. Xu Y, Pei J, Lai L. Deep learning-based regression and
multiclass models for acute oral toxicity prediction with
automatic chemical feature extraction. ] Chem Inf Model.
2017;57(11):2672-85. doi: 10.1021/acs.jcim.7b00244.

5. Rustandi T, Prihandiwati E, Nugroho F, Hayati F, Afriani N,
Alfian R, et al. Application of artificial intelligence in the
development of Jamu “traditional Indonesian medicine” as a
more effective drug. Front Artif Intell. 2023;6:1274975. doi:
10.3389/frai.2023.1274975.

6. Mottaghi-Dastjerdi N, Soltany-Rezaee-Rad M. Advancements
and applications of artificial intelligence in pharmaceutical
sciences: a comprehensive review. Iran J Pharm Res.
2024;23(1):150510. doi: 10.5812/ijpr-150510.

Future Natural Products. 2024;102) 115


https://doi.org/10.3389/fphar.2013.00177
https://doi.org/10.1186/s13020-023-00741-9
https://doi.org/10.1186/s13020-023-00741-9
https://doi.org/10.1021/acs.jcim.7b00244
https://doi.org/10.3389/frai.2023.1274975
https://doi.org/10.5812/ijpr-150510

