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Contrast-Free Multimodal Self-Supervised Pre-training
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Contrast-Free Self-Supervised Pre-training
The 2D Pipeline




Contrast-Free Self-Supervised Pre-training

Downstream Task: Linear Head
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Contrast-Free Self-Supervised Pre-training

Downstream Task: Deep Sets
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Contrast-Free Self-Supervised Pre-training

Results: Linear Evaluation

MOLECULENET DATASETS

BBBP (1) Tox21 (1) ToxXCAST (1) SIDER (1) CLINTOx(T) HIV (1) BACE(T) AVG (1)
RANDOM INIT. 50.742. 5 64.910.5 53.240.3 93.241.1 63.142.3 66.1+07 63.44+1g 59.2
INFOGRAPH 65.94+0.6 65.84+0.7 94.640.1 57.2+41.0 61.444.5 7144106 674449 63.4
GROVER 67.010.3 63.940.3 93.64+0.4 59.941 7 65.04+6.4 67.841.0 69.044.7 63.7
5 GRAPHCL 64.741.7  69.1105 56.240.2 59.5.10.9 60.8.+3.0 725414 770117 | 65.7
JOAO 66.14+0.8 68.14+0.2 90.140.4 98.340.3 65.3+6.1 73.8112 Tl.1408 65.4
GRAPHMVP 69.211 g 63.840.3 99.940.3 98.640.4 58.7+1.9 68.6+1.0 73.3+4.7 64.0
EDGEPRED 54.241.0 66.240.2 94.4 0.1 06.140.1 65.44+5 0 736104 714419 63.0
1 ATTRMASK 62.7+2.7 65.7+0.8 96.140.2 08.3+1.5 61.946.4 65.9+1.4 64.842.56 62.1
O  GPT-GNN 62.0+0.9 64.940.7 99.440.2 99.340.8 99.045.1 71.241.5 61.041.2 60.7
Z  CONT. PRED 99.942.0 67.9+0.7 94.040.3 57.1+0.5 67.4143 66.2+1.5  94.4+13.2 60.4
Z C-FREELIn 60.5+1.7 76.110.0 62.740.4 99.0+0.6 62.7+1.0 68.74+0.4 75.840.0 66.6
C-FREEps 64.2+3 g 76.7+0.6 63.9410.3 98.040.7 71.4437 65.9+0.6 73.940.7 67.7




Contrast-Free Multimodal Self-Supervised Pre-training

Final Pipeline
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Contrast-Free Multimodal Self-Supervised Pre-training

Results: Full Fine-Tuning

Test MAE (Mean £ Std Dev) — Random Init. vs Pretrained Test MAE (Mean = Std Dev) — Random Init. vs Pretrained
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Contrast-Free Multimodal Molecular Self-Supervised Graph Pre-training
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See you in South Korea!




