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1. OGB-LSC: A Large—Scale Challenge for Machine Learning on Graphs
Weihua Hu - Matthias Fey - Hongyu Ren - Maho Nakata - Yuxiao Dong - Jure LeskovecNeurIPS | 2021

Thirty—fifth Conference on Neural Information Processing Systems

1. “Molecule3D: A Benchmark for Predicting 3D Geometries from Molecular Graphs”, Zhao Xu, Youzhi Luo, Xuan Zhang,
Xinyi Xu, Yaochen Xie, Meng Liu, Kaleb Dickerson, Cheng Deng, Maho Nakata, Shuiwang Ji,
https://arxiv.org/abs/2110.01717 .
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“PubChemQC PM6: A dataset of 221 million molecules with optimized molecular geometries and electronic properties”,
Nakata Maho, Maeda Toshiyuki, Shimazaki Tomomi, Hashimoto Masatomo, 2021 International Chemical Congress of
Pacific Basin Societies, Dec 17, 2021 — Dec 22, 2021.
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KDD Cup 2021 team member; https://ogb.stanford.edu/kddcup2021/ and https://kdd.org/kdd2021/
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