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BACKGROUND
Synthesis Planning
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5

BACKGROUND
Template-free synthesis planning

Lin, K., Xu, Y., Pei, J., & Lai, L. (2020). Automatic retrosynthetic route planning using template-free models. Chemical science, 11(12), 3355-3364.
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Template-based synthesis planning

Grzybowski, B. A., Szymkuć, S., Gajewska, E. P., Molga, K., Dittwald, P., Wołos, A., & Klucznik, T. (2018). Chematica: a story of computer code that started to think
like a chemist. Chem, 4(3), 390-398.
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Double Pushout Rules

Phan, T. L., Weinbauer, K., Laffitte, M. E. G.,…,& Stadler, P. F. (2024). SynTemp: Efficient Extraction of Graph-Based Reaction Rules from Large-Scale Reaction Databases.
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SynTemp

Phan, T. L., Weinbauer, K., Laffitte, M. E. G.,…,& Stadler, P. F. (2024). SynTemp: Efficient Extraction of Graph-Based Reaction Rules from Large-Scale Reaction Databases.
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SynTemp - Challenge

Phan, T. L., Weinbauer, K., Laffitte, M. E. G.,…,& Stadler, P. F. (2024). SynTemp: Efficient Extraction of Graph-Based Reaction Rules from Large-Scale Reaction Databases.
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Benchmarking

Dataset: Schneider
Label: Bromo Suzuki Coupling

Predict: Bromo Suzuki-type Coupling

Dataset: Schneider
Label: Bromo Suzuki Coupling

Predict: Bromo Suzuki-type Coupling



30

RESULT
Reagent detection
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Database Organization
DISCUSSION

SynCat + SynTemp
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Ambiguous Hydrogen
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