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e Supplementary Data

Data S1. Complete hyperparameter configuration in machine learning.
Data S2. Training-testing performance comparison in machine learning.
Data S3. 10-fold cross-validation results in machine learning.

Data S4. The volume of the grid boxes with the 6 lowest binding energies in molecular docking.

e Supplementary Figure

Figure S1. Raw figure of EGFR and GAPDH amplification and melting curves of qRT-PCR.
Figure S2. Raw figure from the Western blot in Fig. 8B.

Figure S3. Raw figure from the Western blot in Fig. 8C.

Figure S4. Raw figure from the Western blot in Fig. 8D.



"timestamp": "2026-01-26 19:56:34",
"dataset size": 121,
"n_features": 13,
"training_size": 84,
"test size": 37,
"classification threshold": 0.26897241721977094,
"best rf classifier params": {

"max_depth": 10,

"min_samples leaf": 1,

"min_samples_split": 2,

"n_estimators": 100
}s
"best rf classifier cv_score": 0.9595959595959596,
"best xgb classifier params": {

"colsample bytree": 0.8,

"learning_rate": 0.01,

"max_depth": 3,

"n_estimators": 100,

"subsample": 0.8
}s
"best xgb classifier cv_score": 0.9777777777777779,
"best rf regressor params": {

"max_depth": 10,

"min_samples leaf": 1,

"min_samples_split": 2,

"n_estimators": 100
}s
"best rf regressor cv_score": 0.97790852617131009,
"best xgb regressor params": {

"colsample bytree": 0.8,

"learning_rate": 0.1,

"max_depth": 3,

"n_estimators": 200,

"subsample": 0.8

55
"best xgb regressor cv_score": 0.957092982765905

Data S1. Complete hyperparameter configuration in machine learning.



Train Test Accuracy  Train Test F1
Model
Accuracy Accuracy Diff F1 F1 Diff
Random
1.000 0.973 0.027 1.000 0.952 0.048
Forest
XGBoost 0.988 0.973 0.015 0.980 0.952 0.028

Data S2. Training-testing performance comparison in machine learning.
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Data S3. 10-fold cross-validation results in machine learning.
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Data S4. The volume of the grid boxes with the 6 lowest binding energies in molecular docking.
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Figure S1 Raw figure of EGFR and GAPDH amplification and melting curves of qRT-PCR.
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Figure S2. Raw data from the Western blot in Fig. 8B.
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Figure S3. Raw figure from the Western blot in Fig. 8C.
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Figure S3. Raw figure from the Western blot in Fig. 8D.



