55 36 % 55 10 1] HERREZEE Vol. 36 No.10
2026 4£5 China Journal of Modern Medicine May 2026

DOI: 10.3969/j.issn.1005-8982.2026.10.008
XEHS . 1005-8982 (2026) 10-0052-07

INGFU ST ARFEZ I A& FR B N B R

FREE D, B, FREED, KRG, RN
(l.EEFPERASE, KW R 712046; 2. ZEFZEAY KEAA TR ELLHE, EH
W4 710032; 3. El MEESEFARAMEZA, kT WL 710032; 4. ZFEEEKF

W RAEME AFEHIE W WL 710032)

TEE : 5k, MARBIH BTG REANIPEARTFRAGEN, Do THMLRBRE B, LB
JEL BRIEA O & IR IR R E ARG BN B BT, RT LT 6k RARX R G BHOAA L AT R
Yok, ARG BT R T ik IR AR ST . de AR IR AR ) R AR A A R S A B R ) X L
B, ARE CRITREGT R SRR R T AL DT ESWARLE ST, PRI IE RN, Z B L
RAFRRRE, SO STFHY A RREE . AR RR T LR R RATER, o E RS H%
DNTFACA T AR T AR ARACT @), IR R A AR LR, BEA DS TF M Hiks AR
A ag IR K e BT, ML FHR BRI BATA .

KR . Bk DT HY DS TRAMIF AR ; HE L ; BRI E ; ATHRE

FESES . R965.1 MHERFRIZED . A

Application and progress of small molecule compound screening
techniques in drug research and development®

Guo Jiamei'?, Yang Yongheng™®, Guo Haiyun™, Zhang Cun*, Hou Wugang™”
(1. Shaanxi University of Chinese Medicine, Xianyang, Shaanxi 712046, China, 2. Key Laboratory of
Anesthesiology of the Ministry of Education, Air Force Medical University, Xi'an, Shaanxi 710032,
China; 3. Department of Anesthesiology and Perioperative Medicine, Xijing Hospital, Xi'an,
Shaanxi 710032, China; 4. Department of Biopharmaceutics, School of Pharmacy,
Air Force Medical University, Xi'an, Shaanxi 710032, China)

Abstract: In recent years, with the deepening of disease mechanism research and innovations in technological
methods, the development of small molecule drugs has continuously introduced new advances. Their applications
have become increasingly widespread in fields such as cancer, diabetes mellitus, and autoimmune diseases. In the
past, thousands of disease-related proteins were considered "undruggable" targets, and traditional drug discovery
methods were unable to yield viable drug candidates. However, breakthroughs in traditional screening techniques,
combined with advanced auxiliary technologies, have now enabled the identification of effective small molecule
candidates for many "undruggable" targets, further advancing them to clinical stages. This review will focus on the
latest research findings, providing an overview of the basic characteristics, screening processes, and specific
applications of small molecules in disease treatment. It will also analyze the features and optimization directions of
classical and emerging small molecule screening techniques, as well as explore the development of auxiliary

screening technologies. The aim is to provide a comprehensive theoretical foundation and practical guidance for the
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screening and development of small molecule drugs, thereby promoting the efficient and safe development of new

drugs.

Keywords: drug screening; small molecule drugs; small molecule compound screening technique; high-

throughput screening; virtual screening; artificial intelligence
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