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12 8.k B https://www.ebiotrade.com/newsf/2025-5/20250523073905371.htm
DOI: 10.1126/science.adr7094
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1% & J: Huitian Lin et.al. HighPlay: Cyclic Peptide Sequence Design Based on Reinforcement

Learning and Protein Structure Prediction [J]. Journal of Medicinal Chemistry, 2025 DOI:
10.1021/acs.jmedchem.5c00896
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Our proposed method (SMILES to ReactSeq)
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Editing operation Molecule
Prompt encoding embedding decoding
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1% &k R Jiacheng Xiong, et.al. Bridging chemistry and artificial intelligence by a reaction
description language[J] Nature Machine Intelligence volume 7, pages782—793 (2025)
10.1038/542256-025-01032-8
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Lo e S - aLvw) | 588 T bied 7 % 4,017 ke
Assembled data PHI-BLAST: seqkil2-grep
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15 8RR : Xiaofeng Wang et.al., Large-scale transcriptome mining enables macrocyclic
diversification and improved bioactivity of the stephanotic acid scaffold [J]. Nature Communications
2025 DOI: 10.1038/s41467-025-59428-4
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a) ChEMBL Data on GPCRS is Sparse b) Are chemical neighbourhoods of GPCR data homophilous?
Homophily Heterophily

Possible activities
© Measured activities

186,723 unique compounds.

x 128 GPCRs = possible activities
only 369,985 activities
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1% &% JR: Frederik G. Hansson et.al., Labels as a feature: Network homophily for systematically
annotating human GPCR drug-target interactions [J]. Nature Communications 2025
DOI:10.1038/s41467-025-59418-6
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2 €k JB: Muzammil Kabier et al. PoseidonQ: A Free Machine Learning Platform for the
Development, Analysis, and Validation of Efficient and Portable QSAR Models for Drug Discovery
[J]. Journal of Chemical Information and Modeling 2025 DOI: 10.1021/acs.jcim.4c02372.
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Algorithm Translate Algorithm and
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12 8.5k JR: Zijie Yang et.al. ShennongAlpha: an Al-driven sharing and collaboration platform
for intelligent curation, acquisition, and translation of natural medicinal material knowledge [J]. Cell
Discovery 2025 DOI: 10.1038/s41421-025-00776-2
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