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Previous language model for reaction prediction (SMILES to SMILES)

Language Model

C1(C)=C2CCCCC2=NN1C1 CC(C1Ccccee1=0)=0.
=CC(OC(C)C)=C(CI)C=C1F CC(OC1=CC(NN)=C(C=C1CI)F)C
€ Lack of interactivity € Poor in reaction representation € Lack of interpretability

Our proposed method (SMILES to ReactSeq)
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Editing operation I Molecule

embedding i decoding

C1(C)=C2CCCCC2=NN1C1

=CC(OC(C)C)=C(Cl)C=C1F L <[O:1]>.<><[o;1]> L - ——

: Prompt encoding
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CC(C1CCCC  CC(OC1=CC(NN
C1=0)=0 )=C(C=C1CI)F)C

C1(C)=C2CCCCC2=NN1!C1
=CC(OC(C)C)=C(CIC=C1F

4 Human-in-the-loop € Better reaction representation 4 Explainable reasoning
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