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The dataset, containing
4237 species

0 [CH]1CCCCC1.[CH]1CCCCC1.[CH]1CCCCC1.[OH] DSQCYFOORCMTBH-UHFFFAQOYSA-N -5.590 0.0 266.26 NaN
1 [O-]N=C(C(=NO)c1ccecet)cicecec!  JJZONEUCDUQVGR-UHFFFAOYSA-M  -5.899 0.0 239.27 2.873
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The use of layerwise relevance propagation
in a VAE-Classifier model could provide
insight into which substructures or atoms
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