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Abstract : Artificial Intelligence (AI) is transforming drug discovery by enhancing the efficiency, accuracy, and speed of drug development. Its 

successful implementation depends on the availability of high-quality data, adherence to ethical standards, and recognition of its inherent limitations. 

When integrated with scientific expertise, AI has the potential to significantly advance pharmaceutical research and innovation.1This review highlights 

the major stages involved in the drug discovery pipeline, from disease characterization and target identification to high-throughput screening and lead 

discovery, emphasizing recent advancements in the field 2Despite the significant potential of artificial intelligence in drug discovery, this review also 

highlights several key challenges, including data privacy and security concerns.Furthermore, ethical considerations associated with AI-driven decision-

making in drug development are discussed, emphasizing the need for transparency, accountability, and responsible implementation.This review 

provides a comprehensive perspective on the transformative role of artificial intelligence (AI) in drug discovery by critically evaluating current 

literature, emerging trends, and ethical considerations associated with AI-driven decision-making. It highlights the potential of AI to improve the 

efficiency, accuracy, and innovation of the drug development process while emphasizing the importance of responsible and ethical implementation.4 
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OVERVIEW OF ARTIFICIAL INTELLIGENCE AND ITS ROLE IN DRUG  

 

Artificial intelligence (AI) has gained significant attention in recent years for its transformative potential in drug discovery. By 

integrating advanced computational techniques with large-scale biological, chemical, and clinical data, AI is reshaping the way new 

therapeutic agents are identified and developed. Traditional drug discovery is a complex, time-consuming, and resource-intensive 

process that often depends on extensive experimental testing, trial-and-error approaches, and high-throughput screening methods. AI 

offers a more efficient alternative by enabling rapid data analysis, accurate prediction of drug–target interactions, optimization of lead 

compounds, and identification of promising drug candidates.[1] 

The fundamental purpose of artificial intelligence is to develop computer systems capable of performing tasks that typically require 

human intelligence. These tasks include learning from data, reasoning, problem-solving, decision-making, pattern recognition, planning, 

and making predictions. By simulating cognitive functions, AI enables machines to process information, adapt to new situations, and 

improve their performance over time. Human intelligence, characterized by the ability to think, learn, and make informed decisions, 

serves as the foundation for the development of AI technologies aimed at replicating these capabilities in computational systems.[5] As 

a result, AI has the potential to accelerate drug development, reduce research costs, improve success rates, and facilitate the discovery 

of safer and more effective therapies. [1]Despite existing challenges, artificial intelligence is anticipated to make substantial 

contributions to the discovery and development of innovative medicines and therapies in the years ahead. 

AI- ENABLED DISEASE IDENTIFICATION 
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Artificial intelligence has demonstrated significant potential in the identification and surveillance of infectious diseases. By analyzing 

large and diverse dataset including electronic health records ,epidemiological databases, social media, and public health reports, AI can 

facilitate the early detection of disease outbreaks and support timely public health interventions. AI-driven models can also predict 

disease transmission patterns by identifying high-risk populations, monitoring the spread of infections, and forecasting outbreak trends. 

Its ability to rapidly process and interpret vast amounts of complex data enhances disease surveillance, improves outbreak prediction, 

and strengthens the overall capacity for effective prevention and response to infectious diseases.[2] 

In recent years, artificial intelligence (AI) has made remarkable advances in disease diagnosis, transforming healthcare by improving 

the accuracy, efficiency, and reliability of diagnostic processes. AI technologies, particularly machine learning (ML) and deep learning 

(DL), have enabled the development of sophisticated diagnostic models capable of analyzing complex medical data with high precision. 

These technologies support the early detection of diseases, enhance diagnostic accuracy, and facilitate personalized treatment planning, 

ultimately leading to improved patient outcomes. Furthermore, AI has demonstrated significant progress in the diagnosis of both 

infectious and non-communicable diseases, highlighting its growing role in modern clinical practice and precision medicine.[2] 

 

AI DRIVEN DRUG DESIGN AND DISCOVERY 

 

The integration of AI models into drug discovery has the potential to significantly reduce drug development timelines and associated 

costs, making artificial intelligence a valuable tool for advancing pharmaceutical research and accelerating the development of 

innovative therapeutics. Recent advancements in artificial intelligence (AI) technologies highlight their growing role in the discovery 

and development of safe and effective therapeutic compounds. AI-driven approaches have significantly enhanced various stages of the 

drug discovery and development process, including target identification, lead identification, lead optimization, drug repurposing, clinical 

trials, and toxicity prediction. The key applications of AI across these stages are illustrated in Figure 1.[6] 

 

 

 
 

 

 

Target Identification 

Target identification is the initial step in drug discovery that involves identifying biological targets, such as proteins, genes, or signaling 

pathways, associated with a disease. Artificial intelligence (AI) accelerates this process by analyzing large-scale datasets, including 

genomics, proteomics, transcriptomics, metabolomics, and clinical data. Machine learning and deep learning models identify disease-

related patterns, biomarkers, and molecular interactions, while natural language processing (NLP) extracts relevant information from 

https://ijnrd.org/
http://www.ijnrd.org/


INTERNATIONAL JOURNAL OF NOVEL RESEARCH AND DEVELOPMENT (IJNRD) 
© 2026 IJNRD | Volume 11, Issue 8, August 2026 | ISSN: 2456-4184 | IJNRD.ORG 

 

IJNRD2608209 IJNRD - International Journal of Novel Research and Development (www.ijnrd.org) 

 

 

c108 

scientific literature and clinical databases. AI enables the prioritization of promising therapeutic targets, improving the efficiency, 

accuracy, and speed of drug discovery while supporting precision medicine.[6] 

 

Drug Design and Lead Identification 

Following target identification, drug design and lead identification focus on discovering compounds with high therapeutic potential. 

Artificial intelligence (AI) enhances this stage through virtual screening, enabling the rapid evaluation of large chemical libraries to 

identify promising lead compounds. Machine learning and deep learning models accurately predict drug–target interactions, improving 

the efficiency of lead identification. Additionally, generative AI techniques, such as Generative Adversarial Networks (GANs) and 

reinforcement learning, design novel drug-like molecules with optimized properties, including bioavailability, solubility, and selectivity. 

These AI-driven approaches accelerate lead discovery, expand chemical diversity, and improve the development of effective therapeutic 

candidates.[6] 

Lead Optimization 

Lead optimization is a key stage in drug discovery that involves modifying lead compounds to improve their potency, selectivity, 

pharmacokinetic properties, and safety while reducing toxicity. Artificial intelligence (AI) supports this process by integrating molecular 

docking, quantitative structure–activity relationship (QSAR) modeling, and machine learning techniques to predict molecular behavior 

and optimize drug properties. These AI-driven approaches accelerate the refinement of lead compounds, increasing the likelihood of 

developing safe and effective candidates for clinical development. [6] 

Drug Repurposing 

Drug repurposing, also known as drug repositioning, is the process of identifying new therapeutic uses for existing drugs. Compared 

with traditional drug discovery, it significantly reduces the time, cost, and risk of drug development because the safety profiles of 

approved drugs are already established. This approach is especially beneficial for treating rare diseases and responding to emerging 

health challenges, such as COVID-19. Furthermore, advances in artificial intelligence (AI) and computational methods have accelerated 

the identification of promising drug repurposing opportunities, making it an efficient strategy for improving patient care. [6] 

Clinical Trials and Patient Stratification 

Clinical trials are essential for evaluating the safety and efficacy of new drugs, but they are often time-consuming, expensive, and 

challenged by patient recruitment and variability in treatment response. Artificial intelligence (AI) enhances clinical trials by analyzing 

genomic, clinical, and real-world data to identify suitable patient populations and predict treatment outcomes. AI-based patient 

stratification improves participant selection, supports biomarker identification, and enables personalized treatment approaches. These 

advancements enhance trial efficiency, reduce costs and duration, and increase the likelihood of successful drug development. [6] 

Toxicity prediction 

Toxicity prediction plays a vital role in drug discovery as adverse drug reactions (ADRs)are a major cause of clinical trial failure and 

drug withdrawal. Artificial Intelligence and Machine Learning enable early identification of potentially toxic compounds by analyzing 

. [6] 

CHALLENGES AND ETHICAL CONSIDERATIONS 

Data Quality and Bias: 

AI models rely on accurate, complete, and diverse datasets. Poor-quality or biased data can lead to incorrect predictions and unfair 

healthcare decisions. Using representative datasets and reducing bias are essential for reliable drug discovery. 
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Interpretability and Transparency: 

Many AI models, especially deep learning models, work as "black boxes," making their decisions difficult to understand. Explainable 

and transparent AI improves trust, supports regulatory approval, and ensures ethical and accountable decision-making. 

Regulatory and ethical implications 

 

AI in drug discovery must comply with regulatory guidelines established by agencies such as the FDA and EMA. AI-generated drug 

candidates require rigorous validation to demonstrate their safety, efficacy, and reliability before approval. In addition, protecting patient 

privacy and securing sensitive healthcare data are essential. Compliance with data protection regulations, such as GDPR and HIPAA, 

helps ensure ethical use, public trust, and responsible implementation of AI in healthcare.[4] 

 

FUTURE DIRECTIONS AND INNOVATIONS AND APPLICATIONS 

Advancements in AI Technologies 

AI technologies, particularly deep learning, are transforming drug discovery by analyzing large biomedical datasets and identifying 

potential drug candidates with greater accuracy. AI can also predict clinical trial outcomes, reducing development time and costs. 

Emerging applications include drug repurposing, which identifies new therapeutic uses for existing drugs, and AI-assisted 

nanotechnology, enabling targeted drug delivery and smart drug release systems. 

 

Collaborative Approaches and Industry Trends 

The successful implementation of AI in drug discovery requires collaboration among pharmaceutical scientists, clinicians, data 

scientists, engineers, and regulatory experts. Multidisciplinary research and specialized training are essential to support innovation and 

accelerate AI-driven pharmaceutical development. 

 

Potential Impact on Drug Development Pipelines 

AI has the potential to streamline the entire drug development process by improving efficiency, reducing costs, and increasing the 

success rate of drug candidates. These advancements can accelerate the availability of new therapies, encourage research into unmet 

medical needs, and ultimately improve global public health.[5] 

 

CONCLUSION 

Artificial intelligence has emerged as a transformative technology that is reshaping every stage of the drug discovery and development 

process. By integrating advanced computational methods with large-scale biological and clinical data, AI enables faster target 

identification, efficient lead optimization, accurate toxicity prediction, drug repurposing, and improved clinical trial design. These 

capabilities have the potential to reduce the time, cost, and complexity associated with conventional drug development while increasing 

the likelihood of identifying safe and effective therapeutic candidates. 

Despite its remarkable advantages, the successful implementation of AI in pharmaceutical research depends on addressing important 

challenges, including data quality, algorithmic bias, model interpretability, regulatory compliance, and patient data privacy. Ensuring 

transparency, ethical practices, and rigorous validation of AI-driven approaches is essential for their widespread acceptance in clinical 

and regulatory settings. 

With continuous advancements in machine learning, deep learning, and data analytics, AI is expected to play an increasingly important 

role in precision medicine and personalized healthcare. Collaborative efforts among researchers, clinicians, pharmaceutical industries, 

regulatory authorities, and technology experts will be critical to unlocking the full potential of AI. Overall, artificial intelligence 

represents a powerful tool for accelerating drug discovery, improving therapeutic innovation, and advancing global healthcare in the 

years to come. 
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