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1. Introduction

• Retrosynthesis.
• Current methods and Evaluation metrics.
• Novelty – Exact Set-wise match!
• Also introduce a dataset (58099 routes) + metric.
• Beats SOTA.

• (Contribution) New Model architecture.
• (Contribution) Many new experiments.

2. Related Work

• Single Step retrosynthesis (Template based vs Template free vs Semi Template based),
• Search Algorithms in Retrosynthetic Planning,
• Evaluation (efficiency vs quality).
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4. FusionRetro

• Loss – 

• Inference –
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5. Experiments

6. Case Study
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3. Model

• Cross Attention Module (CAM)

• Forward pass, (this is exactly a normal attention module)

• Similarity Module (SM)

• Balancing strategy for labels
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4. Related Work

• Nothing special but they have cited many papers from 2014-2018, but not many recent 
ones, weird.

5. Experiments
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5. Experiments

• 2 new baselines  Frequent Hitters and Similarity Search.

• Ablations 
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5. Experiments

• Domain Shift test

6. Inference 

• This feels like making the notion of a knowledge graph very concrete, can be thought as if 
during inference/training the method has access to the full knowledge graph.
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