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COMMENTARY 

Artificial intelligence in unveiling herbal remedies for 

cancer: Advances and applications 
 

 

 

Key messages 

Artificial intelligence have revolutionised herbal anticancer medication discovery. AI has 

predicted bioactive molecules and optimised drug synergy. Improved clinical trial designs 

and customised therapy have boosted cancer herbal medicine research. Data quality, mod-

el transparency challenges and AI-driven strategies to expedite herbal cancer treatment 

development conclude the article. AI models could find new natural anticancer compounds, 

revolutionising cancer treatment. 
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Table 1 Summary of the applications of AI in drug discovery  

Application  Description  AI techniques used  Benefits  Relevance to drug discovery  

Identification of target  AI analyzes extensive datasets to detect 

proteins, genes, or pathways affecting 

disease mechanisms, aiding in identifying 

promising targets.  

Machine learning, data 

mining  

Focuses research on the 

most promising targets  

Target identification is crucial for the success 

of drug discovery, helping streamline the 

search for effective treatments.  

Substance testing  AI optimizes drug screening by predicting 

the most effective compounds, reducing the 

need for extensive experimental testing.  

Predictive models, 

convolutional neural 

networks  

Reduces experimental 

workload, accelerates 

discovery process  

AI’s predictive capabilities enhance efficiency 

by narrowing down the best candidates, saving 

time and resources.  

Predictive modelling  AI-driven models predict ADMETa proper-

ties of drug candidates, helping assess 

potential effectiveness and safety before 

experimental validation.  

Statistical techniques, 

machine learning  

Expedites and reduces 

costs of drug development  

Predictive modeling reduces failure rates in 

clinical trials by assessing the safety and 

efficacy of drugs early in the process.  

Drug repurposing  AI finds new therapeutic uses for approved 

drugs by uncovering correlations between 

drugs and diseases.  

Data analysis, natural 

language processing  

Accelerates development 

using existing safety and 

efficacy data  

Drug repurposing is a cost-effective strategy to 

quickly find new treatments, leveraging exist-

ing drugs for new indications.  

aADMET indicates absorption, distribution, metabolism, elimination and toxicity  
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