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Abstracts

The global AI Drug Discovery market size is predicted to grow from US$ 6779 million in

2025 to US$ 49380 million in 2032; it is expected to grow at a CAGR of 31.0% from

2026 to 2032.

AI Drug Discovery refers to the use of artificial intelligence (AI) technologies, machine

learning (ML) algorithms, and big data analysis to accelerate drug discovery, design,

screening, and optimization. The core advantage of AI drug discovery lies in its high

data processing and pattern recognition capabilities, which can help identify potential

drug candidates, predict biological activities, optimize preclinical drug effects, and

shorten the drug development cycle. Common applications in AI drug discovery include

target discovery, virtual screening, drug repurposing, molecular design, and clinical data

analysis.

The upstream of the industry chain involves data resources and algorithm technologies,

such as genomic data, protein structure databases, chemical libraries, and AI platforms.

Downstream applications are concentrated in pharmaceutical companies, new drug

R&D institutions, and contract research organizations (CROs), supporting drug

discovery, target validation, drug repositioning, and personalized medicine design.

Pharmaceutical companies leverage AI to shorten development cycles, reduce costs,

and improve drug success rates. CROs utilize AI for compound screening, toxicity

prediction, and clinical trial design, enhancing overall R&D efficiency.

Development trends include multimodal data integration, generative AI for drug design,

AI-assisted clinical trial optimization, and precision medicine integration. Driving factors

include high costs of traditional drug development, long R&D timelines, high clinical

failure rates, and enhanced AI computational capabilities. Constraints include difficulty
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in acquiring high-quality data, limited algorithm interpretability, regulatory

uncertainties, and shortage of specialized talent. Overall industry gross margins are

relatively high, typically ranging from 40% to 60%, driven by the added value of software

and AI services to pharmaceutical companies and technological barriers.

LPI (LP Information)' newest research report, the ?AI Drug Discovery Industry

Forecast? looks at past sales and reviews total world AI Drug Discovery sales in 2025,

providing a comprehensive analysis by region and market sector of projected AI Drug

Discovery sales for 2026 through 2032. With AI Drug Discovery sales broken down by

region, market sector and sub-sector, this report provides a detailed analysis in US$

millions of the world AI Drug Discovery industry.

This Insight Report provides a comprehensive analysis of the global AI Drug Discovery

landscape and highlights key trends related to product segmentation, company

formation, revenue, and market share, latest development, and M&A activity. This report

also analyses the strategies of leading global companies with a focus on AI Drug

Discovery portfolios and capabilities, market entry strategies, market positions, and

geographic footprints, to better understand these firms? unique position in an

accelerating global AI Drug Discovery market.

This Insight Report evaluates the key market trends, drivers, and affecting factors

shaping the global outlook for AI Drug Discovery and breaks down the forecast by Type,

by Application, geography, and market size to highlight emerging pockets of

opportunity. With a transparent methodology based on hundreds of bottom-up

qualitative and quantitative market inputs, this study forecast offers a highly nuanced

view of the current state and future trajectory in the global AI Drug Discovery.

This report presents a comprehensive overview, market shares, and growth

opportunities of AI Drug Discovery market by product type, application, key players and

key regions and countries.

Segmentation by Type:

Machine Learning Type

Deep Learning Type

Natural Language Processing Type
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Data Mining Type

Segmentation by Drug Type:

Small Molecule Drugs

Biomacromolecules

Novel Therapies

Segmentation by Computational Power:

High-Performance Computing Type

Cloud Computing Type

Edge Computing Type

Segmentation by Application:

Target Discovery and Validation

Virtual Screening and Molecular Docking

Drug Repurposing and Precision Medicine

Clinical Data Analysis and Optimization

This report also splits the market by region:

Americas

United States

Canada
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Mexico

Brazil

APAC

China

Japan

Korea

Southeast Asia

India

Australia

Europe

Germany

France

UK

Italy

Russia

Middle East & Africa

Egypt

South Africa

Israel
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Turkey

GCC Countries

The below companies that are profiled have been selected based on inputs gathered

from primary experts and analyzing the company's coverage, product portfolio, its

market penetration.

Recursion

Insilico Medicine

Schr?dinger

DeepMind

Insitro

Generate Biomedicines

XtalPi

Relay Therapeutics

BenevolentAI

Roivant Sciences

Ginkgo Bioworks

Exscientia

Merck KGaA

Novartis

Biotus
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Huazhi Bio

MindRank AI

Ubigene

WuXi AppTec
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