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HIV-1 Protease (3EL5) HIV-1 Protease (6DJ1)

Nelfinavir Lopinavir

ECqo(1M) 1.13 5.73

bioRxiv (2020), https://doi.org/10.1101/2020.04.06.026476
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Docking Docking Total
Pose Score IFIE ES EX T DI
posel -9.70 -185.55 -147.05 101.64 -34.86 -105.28
pose2 -9.63 -153.50 -128.41 112.88 -30.58 -107.40
pose3 -9.07 -192.33 -138.02 62.02 -31.65 -84.67
pose4 -9.00 -169.67 -140.23 88.64 -30.96 -87.12
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