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i i Received the Best Paper Award at_the workshop of Advances in Neural
Information Processing Systems (NIPS 2017), the largest international conference in machine

learning. It was also adopted by Bioinformatics, an international journal in the field of i
bioinformatics. At the same time, the developed software was released to the public. In fact, it was

decided to conduct joint research with a pharmaceutical company. I was able to create a series of
flows from industrial design to the application of the method which is a part of the foundation, to

the dissertation and the release of software, and from there to joint research with companies, to
industrial applications.



Al

SVM

end-to-end

end-to-end

Advances in Neural Information Processing Systems (NIPS 2017)
Machine Learning for Molecules and Materials
2

Bioinformatics



1, Masashi Tsubaki, Kentaro Tomii, and Jun Sese, Compound-protein Interaction
Prediction with End-to-end Learning of Neural Networks for Graphs and Sequences,
Bioinformatics.

2, Tatsuro Kawamoto, Masashi Tsubaki, and Tomoyuki Obuchi, Mean-field theory of Graph
Neural Networks in Graph Partitioning, Advances in Neural Information Processing
Systems.

3, Masashi Tsubaki and Teruyasu Mizoguchi, Fast and Accurate Molecular Property
Prediction: Learning Atomic Interactions and Potentials with Neural Networks, The
Journal of Physical Chemistry Letters.

4, Shin Kiyohara, Masashi Tsubaki, Kunyen Liao, and Teruyasu Mizoguchi, Quantitative
estimation of properties from core-loss spectrum via neural network, Journal of Physics:
Materials.

2

1, Masashi Tsubaki, Masashi Shimbo, Atsunori Kanemura, and Hideki Asoh, End-to-end
Learning of Graph Neural Networks for Latent Molecular Representations, Advances in
Neural Information Processing Systems (NIPS 2017) Workshop, Machine Learning for
Molecules and Materials, Best paper award.

2, ,

https://github.com/masashitsubaki/GNN molecules

https://github.com/masashitsubaki/CPl prediction

https://github.com/masashitsubaki/QuantumGNN molecules
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