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Proposed Workflow (Predictive Model)
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https://www.geeksforgeeks.org/ml-gradient-boosting/



Proposed Workflow (Conditional VAE)
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Lee, Myeonghun, and Kyoungmin Min. "MGCVAE: multi-objective inverse design via molecular graph conditional 

variational autoencoder." Journal of chemical information and modeling 62.12 (2022): 2943-2950.
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Proposed Workflow
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Smiles vs Selfies

SMILES: CC(=O)Oc1ccccc1C(=O)O

SELFIES: [C][C](=[O])[O][C][c][c][c][c][c][c][C]([=[O])[O]

Encoder with 

SMILES: [‘C’, ‘O’, ‘(‘, ‘=’, …]

SELFIES: [‘[C]’, ‘([=[O])’, ‘[O]’, …]



Hyperparameter Optimisation
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Finding the Right Molecule (Cheminformatics)
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Finding the Right Molecule (Cheminformatics)
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Exploring The Chemical Space - Further Work

MCTS used in applications with large possibility spaces.

RL methods require suitable reward function.
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