
Table S1: Overview of supervised Downstream Datasets from [5] and [6]. The
data splits follow those provided in the original studies and reflect the same
clustering strategy used therein. For multi-label classification tasks the number
of classes is listed in parentheses.

Dataset Type Category Evaluation Metric Train Valid Test

Thermostability [2] Regression Human-Cell Spearman’s ρ 5056 639 1336
MetalIonBinding [4] Binary classification - Acc 4247 662 665

DeepLoc [1]
Binary classification Binary Acc 5477 1336 1731
Multi-class classification (10) Subcellular Acc 8747 2191 2747

HumanPPI [7] Binary classification - Acc 26319 234 180
EC [3] Multi-label classification (585) - Fmax 13089 1465 1604
GO [3] Multi-label classification (1943 / 489 / 320) BP / MF / CC Fmax 26224 2904 3350
TopEnzyme [6] Multi-label classification (826) - Fmax 224531 15149 17488
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