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Fig. S1 Energetic components contributed from electrostatic ( ) and van der ∆𝐸𝑒𝑙𝑒+ ∆𝐺𝑝𝑜𝑙𝑎𝑟

Waals ( ) terms of NS3 protease domain for wild-type and D168V ∆𝐸𝑣𝑑𝑊+ ∆𝐺𝑛𝑜𝑛 ‒ 𝑝𝑜𝑙𝑎𝑟

complexes as shown in black and red lines,
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