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20% proportional split dataset test

We use 8:2 to divide the training set and test set, which has little change compared with
the original division.

Table S1. the R? score and Std of train and test set on 8:2 split rate

Model Train R?score Test R?score
Adaboost 0.788+0.009 0.761+0.031
Random Forest 0.850+0.008 0.822+0.035
ExtraTrees 0.831+0.007 0.830+0.030
XGBoost 0.841+0.007 0.811+0.039
SVR 0.655+0.006 0.509+0.045
Elastic Net 0.675+0.007 0.710+0.025
KNN 0.862+0.007 0.694+0.018
MLP 0.493+0.237 0.475+0.256




Molecular descriptors test

We use PaDEL[1], QuBiLS-MAS[2], and QuBiLS-MIDAS[3,4] as molecular
descriptors to build QSAR models. the results of the four molecular descriptors are
shown in table X when the same feature screening pipeline and ExtraTree model are
used.

We find that the 204 molecular descriptors of GFA have the best results, so we still use
GFA molecular descriptors to build the QSAR model.

Table S2. the R? score and Std of train and test set on different molecular descriptors

Description Train R?score Test R?score
PaDEL 0.860+0.006 0.749+0.034
QuBiLS-MAS 0.848+0.005 0.731+0.029
QuBiLS-MIDAS  0.784+0.007 0.721+0.025

GFA 0.839+0.009 0.833+0.049




Data availability

The data we use is from the ChEMBL dataset (https://www.ebi.ac.uk/chembl/) and
TCM datasets (https://tcm.sysu.edu.cn/).

We also added the 881 EZH2 related small molecules data obtained from the ChEMBL

data set to the supplementary materials (“Supplementary materials-dataset.xlsx™).
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