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Distribution of Prediction Contributions:

Example Cluster Members:

Cluster Prototype & Statistics:

The carbon ring motif (C1=CC=CC=C1) 
is likely associated with a -1.1 contribution 
to water solubility due to it's non-polar 
nature.

Causal Hypothesis:
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avg: -1.1
std:   0.2
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a. Explainable MEGAN Model b. Clustering Latent Explanations c. Analyzing Concept Clusters d. LLM-based Causal Hypothesis
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Long Alkene Chain
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Fused Aromatic Rings
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Hydroxyl End Group

Molecules containing the "C-O" substructure have a tendency to be soluble in water. The polar nature of the 
carbon-oxygen bond and the ability to form hydrogen bonds with water molecules are hypothesized to be the 
driving forces behind the high influence on water solubility.
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