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Figures of PCA plots for Murcko Scaffold Similarity
[image: ]
Figure S1: PCA plot of the predicted active compounds for EGFR split by the interval of Murcko scaffold similarity.
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Figure S2: PCA plot of the predicted active compounds for HTR1A split by the interval of Murcko scaffold similarity.
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Figure S3: PCA plot of the predicted active compounds for S1PR1 split by the interval of Murcko scaffold similarity.

[bookmark: _GoBack]A probabilistic assessment of the overlap between RNN and LatentGAN. Using the RNN model, we computed the negative log likelihood (NLL) of generating each SMILES string from both the RNN and the LatentGAN output sample and compared the means NLL for the three targets (EGFR, HTR1A, S1PR1). These are shown in Table S1 below.
Table S1. Mean NLLs of generated sets using the RNN model with the corresponding transfer learning.
	Target
	RNN
	LatentGAN

	EGFR
	16.1
	40.1

	HTR1A
	15.2
	32.8

	S1PR1
	16.3
	35.8



This means, that for e.g. HTR1A, where the difference in mean NLL is 17.6, that on average a molecule generated by the LatentGAN is  times less likely to be generated by the RNN than the average molecule generated by the RNN. We make no claims regarding the size of the output space and therefore do not comment the actual frequency of the generated compounds.
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