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Figure S6: In silico docking of small molecules. Coordinates for selected compounds were prepared using LigPrep (Schrödinger) and docked into the prefusion form of the dengue envelope protein (PDB: 1OKE) using GLIDE [1, 2]. Panels show “top” and “side” views of (A) β-OG from the crystal structure, (B) parental compound 1662G07, (C) compound 3-149-14, (D) compound 3-110-22, each docked into the β -OG pocket depicted in Fig S5. (E) Superposition of all three compounds with β -OG. 
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