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1% &% JR: Qian Zhang, Wenhai Yin, Xinyao Chen, et al. F-CPI: A Multimodal Deep Learning
Approach for Predicting Compound Bioactivity Changes Induced by Fluorine Substitution [J]. Journal
of Medicinal Chemistry, 2024, DOI: 10.1021/acs.jmedchem.4c02668
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1% &% J&: Amit Gangwal and Antonio Lavecchia. Al-Driven Drug Discovery for Rare Diseases [J].

Journal of Chemical Information and Modeling, 2024, DOI: 10.1021/acs.jcim.4c01966
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1% &% JR: Masami SakoNobuaki YasuoMasakazu Sekijima. Diffint: A Diffusion Model for Str

ucture-Based Drug Design with Explicit Hydrogen Bond Interaction Guidance[J]. Journal of
Chemical Information and Modeling 2024, DOI: 10.1021/acs.jcim.4c01385
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1% &k JR: Iff, Michael. Atz, Kenneth et.al. Combining de ovo molecular design with semiempirical
protein-ligand binding free energy calculation[J]. RSC ADVANCES DOI:10.1039/d4ra05422a
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Fernandez, Julian F.; Martinez Heredia, Leandro et al. Target Fisher: A Consensus Structure-Based
Target Prediction Tool, and its Application in the Discovery of Selective MAO-B Inhibitors [J].
CHEMISTRY-A EUROPEAN JOURNAL, 2024, DOI: 10.1002/chem.202401838.
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1% .k J&: Renato Soares. Lu §a Azevedo, et al. Machine Learning-Driven Discovery and Database
of Cyanobacteria Bioactive Compounds: A Resource for Therapeutics and Bioremediation[J].
Journal of Chemical Information and Modeling, 2024, DOI: 10.1021/acs.jcim.4c00995
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1% &% & : Arne Schneuing, et.al. Structure-based drug design with equivariant diffusion
models[J], Nature Computational Science, 2024, DOI: 10.1038/543588-024-00737-x
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Z &%k JR: Chen, Haochen, et al. GT-NMR: a novel graph transformer-based approach for accu
rate prediction of NMR chemical shifts[J] JOURNAL OF CHEMINFORMATICS, 2024, DOI:
10.1186/s13321-024-00927-9
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27-28 Jan 25th  World Congress on | Bangkok, https://www.clocate.com/world-con

2025 Medicinal Chemistry and Drug | Thailand gress-on-medicinal-chemistry-and-
Design drug-design/72605/

03-05 Mar 2nd  Global Summit  on | Dubai, https://www.clocate.com/global-su

2025 Medicinal ~ Chemistry, Drug | United Arab | mmit-on-medicinal-chemistry-drug
Delivery and Drug Design | Emirates -delivery-and-drug-design-gsmcdd/
(GSMCDD 2025) 101502/

10-11 Mar 19th International Conference | Dubai, https://www.clocate.com/internatio

2025 on Chemistry and Medicinal | United Arab | nal-conference-on-chemistry-and-
Chemistry Emirates medicinal-chemistry/67309/

10-12 Mar The Global Annual Meet on | Rome, Italy | https://www.clocate.com/the-global

2025 Medicinal Chemistry and Drug -meet-on-medicinal-chemistry-and-
Discovery (GAMMCDD 2025) drug-discovery-gammcdd/102660/

12-14 Mar 12th  Annual Peptides & | London, https://www.clocate.com/peptides-a

2025 Oligonucleotides Congress United nd-oligonucleotides-congress/4826

Kingdom 1/

27-29 Mar International Symposium on | Shanghai , | https://www.clocate.com/internatio

2025 Computer Vision and Artificial | China nal-symposium-on-computer-visio
Intelligence (CVVAI 2025) n-and-artificial-intelligence-cvai/10

4758/
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