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Figure S1
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Figure S1. Attributes of 30,000 small molecule compounds with high affinity to Smurf1 from the ChemDiv database. (A) The number of compounds in different affinity score ranges (B) The correlation between affinity score and drug-likeness score (C) The correlation between affinity score and Lipinski's Rule of Five score (D) The correlation between affinity score and molecular weight. Among these, 7308 compounds were highlighted in red, indicating their favorable drug-likeness, affinity, Lipinski's Rule compliance, and molecular weight properties.
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Figure S2. Drug-likeness properties of 7308 small molecule compounds. Among these, 4846 compounds were further identified in red as having superior drug-likeness properties.
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Figure S3. The correlation between structural diversity and affinity score of 4846 compounds. Among these compounds, under the threshold set at 0.4 for common scaffold classification, the 4846 compounds can be divided into 154 groups. Within each group, 643 compounds with good affinity (less than -9 or close to -9) are highlighted in red.
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Figure S4. The correlation between structural diversity and affinity score of 643 compounds. Under the threshold set at 0.7 for common scaffold classification, the 643 compounds can be divided into 86 groups. Within each group, 155 compounds with good affinity are highlighted in red.
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