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Figure S1. Some selected suspiciously unstable molecules in QM9 database with their IDs. The blue, red, grey, and white balls denote nitrogen, oxygen, carbon, and hydrogen atoms. Because there are about 8k molecules and it is not suitable to put all figures in this supplementary information file, xyz files of these molecules are available on GitHub (https://github.com/XI-Lab/QM9-NN).
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