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RDKit Reaction SMARTS

Update 19/09/22 I believe I was wrong and Daylight did allow SMIRKS to be run backwards and that the "direction" parameter control...
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These go up to eleven

You're on ten ... Where can you go? Where? ... Nowhere. Exactly. What we do is, if we need that extra push over the cliff, you know what...
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Scaling Up - Faster Ring Detection in CDK

In the last post I wrote on how different graph representations can affect algorithm performance. The choice of representation not only affe...
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SMILES Implicit Valence of Aromatic Atoms

The last couple of months I've been reworking the Chemistry Development Kit (CDK)  handling of  Simplified molecular-input line-entry sy...






	

Polish-ed SMARTS parsing

As introduced in previous posts, SMARTS  is a concise notation for describing chemical substructure queries. There are several aspects to a ...
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