DAFTAR PUSTAKA

Anisha, P.R., Reddy, C. K.K., Apoorva, K., & Mangipudi, C. M. 2021. Early
Diagnosis of Breast Cancer Prediction using Random Forest Classifier. /JOP
Conference Series: Materials Science and Engineering, 1116, 012187.

Cai, H., Zhang, H., Zhao, D., Wu, J., & Wang, L. 2022. FP-GNN: a versatile deep
learning architecture for enhanced molecular property prediction. Briefings in
Bioinformatics, 23(6), 1-12.

Carvalho, L. B., Teigas-Campos, P. A. D., Jorge, S., Protti, M., Mercolini, L., Dhir,
R., Wisniewski, J. R., Lodeiro, C., Santos, H. M., & Capelo, J. L. 2024.
Normalization methods in mass spectrometry-based analytical proteomics: A
case study based on renal cell carcinoma datasets. Talanta, 266, 124953.

Chen, T. & Guestrin, C. 2016. XGBoost: A Scalable Tree Boosting System.
Proceedings of the 22nd ACM SIGKDD International Conference on
Knowledge Discovery and Data Mining.

David, L. Thakkar, A., Mercado, R., & Engkvist, O. 2020. Molecular
representations in Al-driven drug discovery: a review and practical guide.
Journal of Cheminformatics, 12(56).

Gilmer, J., Schoenholz, S. S., Riley, P. F., Vinyals, O., & Dahl, G. E. 2017. Neural
Message Passing for Quantum Chemistry. Proceedings of the 34th
International Conference on Machine Learning (ICML), PLMR 70, 1263-
1272.

Hastie, T., Tibshirani, R., & Friedman, J. 2019. The Elements of Statistical
Learning: Data Mining, Inference, and Prediction. Edisi ke-2. New York:

Springer.

50



Hsu, C. W., Chang, C. C., & Lin, C. J. 2010. A Practical Guide to Support Vector
Classification. Department of Computer Science, National Taiwan
University.

James, G., Witten, D., Hastie, T., & Tibshirani, R. 2013. 4n Introduction to
Statistical Learning: with Applications in R. New York: Springer.

Jeibouei, S., Akbari, M. E., Kalbasi, A., Aref, A. R., Ajoudanian, M., Rezvani, A.,
& Zali, H. 2019. Personalized medicine in breast cancer: pharmacogenomics
approaches. Pharmacogenomics and Personalized Medicine, 12, 59-73.

Jiang, D., Wu, Z., Hsieh, C. Y., Chen, G., Liao, B., Wang, Z., Shen, C., Cao, D.,
Wu, J., & Hou, T. 2021. Could graph neural networks learn better molecular
representation for drug discovery? A comparison study of descriptor-based
and graph-based models. Journal of Cheminformatics, 13(12).

Ke, G., Meng, Q., Finley, T., Wang, T., Chen, W., Ma, W., Ye, Q., & Liu, T. Y.
2017. LightGBM: A Hihgly Efficient Gradient Boosting Decision Tree.
Advances in Neural Information Processing Systems (NIPS).

Kipf, T. N. & Willing, M. 2017. Semi-Supervised Classification with Graph
Convolutional Networks. Proceedings of the International Conference on
Learning Representations (ICLR).

Lavanya, C., Pooja, S., Kashyap, A. H., Rahaman, A., Niranjan, S., & Niranjan, V.
2023. Novel Biomarker Prediction for Lung Cancer Using Random Forest
Classifiers. Cancer Informatics, 22, 1-15.

Liu, Q., Hu, Z., Jiang, R., & Zhou, M. 2020. DeepCDR: a hybrid graph
convolutional network for predicting cancer drug response. Bioinformatics,

36(26), i911-i918.

51



Markoulidakis, I. & Markoulidakis, G. 2024. Probabilistic Confusion Matrix: A
Novel Method for Machine Learning Algorithm Generalized Performance
Analysis. Technologies, 12(7), 113.

McDermott, M. B., Hansen, L. H., Zhang, H., Angelotti, G., & Gallifant, J. 2024.
A Closer Look at AUORC and AUPRC under Class Imbalance. Neurl/PS
2024.

MedTechNews. 2025. Molecular Fingerprints: A Comprehensive Review of
Theory, Applications, and Future Directions. MedTechNews Research
Reports.

Mijwil, M. M. & Aljanabi, M. 2024. A Comparative Analysis of Machine Learning
Algoritms for Classification of Diabetes Utilizing Confusion Matrix
Analysis. Baghdad Science Journal, 21(5), 1712-1728.

Miiller, A. C. & Guido, S. 2016. Introduction to Machine Learning with Python: A
Guide for Data Scientists. Sebastopol, CA: O’Reilly Media.

Nufiez-Andrade, E., Vidal-Daza, I., Gobmez-Bombarelli, R., Ryan, J. W., & Martin-
Martinez, F. J. 2025. Embedded Morgan Fingerprints for more efficient
molecular property predictions with machine learning. ChemRxiv.

Ruder, S. 2016. An Overview of Gradient Descent Optimization Algorithms. arXiv
preprint, arXiv:1609.04747.

Saeb, S., Lonini, L. Jayaraman, A., Mohr, D. C., & Kording, K. P. 2017. The need
to approximate the use-case in clinical machine learning. GigaScience, 6(5),

2ix019.

52



Sun, S., Zhenyuan, Z., BoCheng, H., Pengbin, L., Jianlin, S., Shengfeng, P., &
Jiarun C. 2021. From Softmax to Sparsity:A Survey of Activation Functions.
arXiv preprint, arXiv:2109.05334.

Srivasta, N., Geoffrey, H., Alex, K., Ilya, S., & Ruslan, S. 2014. Dropout: A simple
way to prevent neural networks from overfitting. Journal of Machine
Learning Research, 15(1), 1929-1958

Sung, H., Ferlay, J., Siegel, R. L., Laversanne, M., Soerjomataram, I., Jemal, A., &
Bray, F. 2021. Global Cancer Statistics 2020: GLOBOCAN Estimates of
Incidence and Mortality Worldwide for 36 Cancers in 185 Countries. CA: A4
Cancer Journal for Clinicians, 71(3), 209-249.

Yagin, F. H., Gormez, Y., Colak., Algarni, A., Al-Hashem, F., & Ardigo, L. P.
2025. Precision Enhanced Bioactivity Prediction of Tyrosine Kinase
Inhibitors by Integrating Deep Learning and Molecular Fingerprints Towards
Cost-Effective and Targeted Cancer Therapy. Pharmaceutics, 18(7), 975.

Yuan, Q., Chen, J., Zhao, H., Zhou, Y., & Yang, Y. 2022. Structure-aware protein-
protein interaction site prediction using deep graph convolutional network.
Bioinformatics, 38(1), 125-132.

Zheng, Z., Huang, L., Wang, F., Liu, L., Yu, J., Xie, W., Chen, X, Li, X., & Wong,
K. C. 2024. Drug Response Modeling across Cancers: Proteomics vs.

Transcriptomics. bioRxiv, 2024.12.04.626700.

53



