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Maximum-common-subgraph
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Rule-based approach

Molecular Representation
Eg: CH3CHOOH

{C:2, H:4, O : 2, Q : 0}.
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What is the current scale and comprehensiveness of the template library within 
this context?
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Rule-based approach
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Case Study

• 'Unbalance': 'Products'

• 'Diff_formula': {'S': 1, 'O': 3, 'H': 1, 'Q': -1},
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Case Study

- Check length: 4

- Search rules from length 4: SO3
2- {'S': 1, 'O': 3, 'Q’: -2}

- Substrate: {‘H’:1, ‘Q’:+1}

- Check length: 2

- Search rules with length 2: H+ {‘H’:1, ‘Q’:1}
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MCS-based approach
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Limitations
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Equivariant Isomorphism
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Applicability Domain
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