Jododoodoooouoooooecuoua
0000000 Engineering

O00OwiterDO QO QOO0

00 000 O https://www.iikx.com/news/progress/29349.html

ogooobotobogobobobtuoboobobogobnood

00000000 bOo0oooobooechooooooooon

Engineeringl] 00 O O O O The Application of Artificial Intelligence Accelerates G Protein-Coupled
Receptor Ligand Discovery

O O O Engineering

O O O Wei Chen, Chi Song, Liang Lengd Sanyin Zhang, Shilin Chen

0 0O 0O 0O 0O January 2024

DOIO https://doi.org/10.1016/j.eng.2023.09.011

goobobobboogoooon

Engineering

Create o better future

goon

1/5



2 3 \L_-; :’r Engineering

Engineering
Volume 32, January 2024, Pages 18-28

ELSEVIER

Research Medical Engineering—Review

The Application of Artificial Intelligence
Accelerates G Protein-Coupled Receptor
Ligand Discovery

Wei Chen ®® & &, chi Song ® ®, Liang Leng ° ®, Sanyin Zhang ¢, Shilin Chen 2® &

" State Key Laboratory of Southwestern Chinese Medicine Resources, Innovative Institute of
Chinese Medicine and Pharmacy, Chengdu University of Traditional Chinese Medicine,
Chengdu 611137, China

Institute of Herbgenomics, Chengdu University of Traditional Chinese Medicine, Chengdu

611137, China

Received 28 July 2023, Revised 2 September 2023, Accepted 25 September 2023, Available online 17
October 2023, Version of Record 18 April 2024,

0000000000000 00Db00b0000b0O0nOUEngineering 20240100000
gobbochubuggggePCRUNDUUOnnDooooogGePCROULDUOOOOObDOOO
gobobobobboooooobobbobbbooocePCROUDODODUUobobbbbbOOoooon
gobbobobboogoePCRULDUOUOOOLDDOODLDOOOOooooboGePCRUDD OO
gobobobobboogodooboobbtooooooboboobbtooooooobobobobceee
RUODOOOODOODODOOOOOoOoboboGPCRUDDODDODDOUOOOOUOOnobDobODOogg
gopopboobbooocePCRODUOUOUOUOUODbDObODbDObOOOooGPCRUNDODOOooDbO
gobbobobbuoooooobbbobbioogogoboboooboePcRObD OO

2/5



GLASS GPCRdD GPCR representation
RO 12mm m e e
aLrss HEHEEHEE
L hen Ll 1] P}
GPC Rl SAOSALSN * # '
eistase # it 7 Ligand-GPGR binding
Filtisr PSSM
i : EE{ 2
GPCR
L n
Siruetune Ligsand design
m S .-
: ﬁ’ﬁ h .':S ax ﬁ;ﬁ h H,C D "MH
- HE-gHO I
m SMILES / e G,-x,fim,.m-
- —rr—E— : O
,m{_?mm_m_m_m]ﬂ RNM GPCR agonistianiagonist
Ligands Fingerprint -

W,

Ligand bioactivity prle‘tIDn

1F"w Mf:* yHn?i:/??':w: })Hpn
Lol ol of 4] of A

goon

Mlcr“ﬂmﬁj
EinESEE
k\\‘

ghoouodoo,oo,ououob,obb,bbobo
goooo

https://doi.org/10.1016/j.eng.2023.09.011

3/5



goboboodd

goon

gobbobobbuoogogobobooobbouasiougg

gobboobbbugoogobobbbdgoouoboboobbuooooouboooboouga
goon

O0000000000000D0D000O Engineering

Porous-DeepONet D D DD OO OUOUOUOODDOODODOOOOOOODLDOO

0 O O Engineering

4/5



OO0 0000 000 https:.//www.iikx.com/news/progress/

D000 oO0o0ODOoO0O00000000UooOddiikx.comd O

5/5


https://www.iikx.com
http://www.tcpdf.org

