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Figure S1. The comparison of (A) SD and (B) SEM of rules with different chemical clusters
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Table S1. The introduction of the computational tools
	Name
	Description

	RDKit
	Scaffold calculation, Descriptor/Fingerprint calculation and MMP chemical diversity calculation.

	pandas
	Python-data analysis

	sklearn
	Model construction

	numpy
	Python-n-dimensional arrays

	matplotlib
	Figure visualization

	Scopy
	Molecular pretreat and Descriptor/Fingerprint calculation

	OpenBabel
	Canonical SMILES and InCHIkey calculation
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