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Fig. S1. LRMSD of MELD trajectory for BACE_18. The LRMSD of all poses sampled during MELD simulation
and the final best MELD refined pose are depicted as blue dots and a red line, respectively. MELD samples poses
closer to native, but the current clustering protocol fails to extract them
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Fig. S2. Vina scores and RMSD for the submitted Stage 1a poses. Each line connects points for the same target
ligand. Vina score tends to be higher for high-RMSD structures, but is not suitable as the single measure of structure
quality, as there are many cases with either low score for high-RMSD structure or high score for a low-RMSD
structure
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