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Figure S1. The distribution of 12 randomly selected internal coordinates of PLP in reconstructed
conformations of Graph-AE (red) and CNN-based native AE (green) and ground truth of test set (blue).
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Figure S2. The distribution of 12 randomly selected internal coordinates of ATP in reconstructed
conformations of Graph-AE (red) and CNN-based native AE (green) and ground truth of test set (blue).
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Figure S3. The distribution of 12 randomly selected internal coordinates of 1LE1 in Graph-NAE

reconstructions (red) and structures in test set (blue).
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Figure S4. The distribution of 12 randomly selected internal coordinates of PLP in interpolated
structure of Graph-AE (red), CNN-based native AE (green) and original structures in training set
(blue).
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Figure S5. The distribution of 12 randomly selected internal coordinates of ATP in interpolated
structure of Graph-AE (red), CNN-based native AE (green) and original structures in training set
(blue).
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Figure S6. The distribution of 12 randomly selected internal coordinates of 1LE1 in interpolated
structure of Graph-AE (red) and original structures in training set (blue).
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Figure S7. The distribution of 12 randomly selected internal coordinates of 219M in Graph-NAE
interpolations (red) and structures in training set (blue).



