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Pre-training baselines \//Our 3D Infomax 3/ RDKit

True 3D

Target Rand Init  GraphCL PropPred QM9  Drugs QMugs SMP SMP
0.4133+0.003 | 0.3937 0.3975 0.4344 || 0.0726
0.3972+0.014 0.3732 0.1542

homo  82.10+033 79.57 93.11 56.19

85.72+1.62 99.84 43.58

123.08+3.98 120.08 131.99 85.10

22.1440.21 21.84 29.21 1.51

ZPVE  15.08+283 2.69
0.1670+0.004 | 0.1422 0.1795 0.0498
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