
01.9_machine_learning_algorithms.py: 108 classifiers were built with 12 molecular fingerprints based on 9 machine learning algorithms.

02.Single_FPs_select.py: Choose the top n molecular fingerprint.

03.Train_test_general.py: Training set and test set are randomly separated.

04.FPs_Mols_weight_select: Select the most appropriate weight for the molecular fingerprint and molecular descriptors.

05.Main_ensemble_method.py: Main program for getting the final result.

06.Performance of the test in 12 fingerprints: Performance of compounds in 9 algorithms with 12 molecular fingerprints on test sets.

[bookmark: _GoBack]07.Comparison with Previous Model: On the dataset, the source of the dataset we used was the same from the DILIrank dataset，we all use 5 cross-validations on the datasets.
