Resveratrol OH

HO N

OH

Resveratrol

Serl17A

Ile54A Alal21A

Fig. 3. Structure of the PD-L1 dimer — resveratrol complex:
a — chemical structure of resveratrol; b — predicted 3D structure
of the extracellular part of PD-L1 dimer in complex with resveratrol
after 300 ns MD simulations (resveratrol arrangement between
two PD-L1 immunoglobulin domains is shown); ¢ — the closer view
of the PD-L1 dimer — resveratrol interface. Hydrogen bonds (HB1, HB2 and HB3)
are shown as blue lines. The hydrophobic contacts are shown as dotted black lines



