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Figure 1 - RMSD analysis of 15 PD-L1 structures from the PDB. Structures of PD-L1 in
complex with small-molecule inhibitors are highlighted in the black box. PD-L1 in
complex with peptide-based inhibitors highlighted in the grey box. Similar average
RMSD values in each cluster. For small-molecule inhibitors and 0.4 A for peptide-based
inhibitors 0.7 A.
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Figure 2 - Ribbon representation of two molecules of PD-L1 (silver) bridged by a small-
molecule inhibitor 2 (yellow) (PDBID 5J89). Close-up view of hydrophobic cavity.
Receptor-ligand interactions are displayed in dashes. Hydrophobic contacts (yellow), rt-
staking (green) and H-bond and salt bridges (red).







Figure 4 — Interaction between the ligand and the receptor. Each row represents the
type of interaction and the columns represent the residues. Blue represent the
residues in which there are a ligand/receptor interaction and white represents
absence. (A) ligand 5J80, (B) ligand 5J89 (C) ligand 5N2D (D) ligand 5N2F (E) ligand
5NIU and (F) ligand 6R3K.
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Figure 5 — Heat map of residues involved in PD-L1 homodimer stabilization among PD-
L1 complex structures. (A) GoldScore, (B) ChemPLP, and (C) Chemscore.
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Figure 6 — Racking power of 5J89 and 6R3K for the best combination achieved (GOLD
as docking program and GoldScore as scoring function). Score retrieved from docking
solutions plotted against known IC50 values.
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Figure 7 — 15 A radius sphere around Tyrg56.




