
Drug Tested ΔG (Kcal/mol) Probability of binding to active site-pocket

Glecaprevir -10.85 ± 0.31 10%
Grazoprevir -8 ± 0.71 0%
Simeprevir -8.23 ± 0.29 0%

Voxilaprevir -9.24 ± 0.052 0%
Elbasvir -10.38 ± 0.042 0%

Beclabuvir -8.56 ± 0.29 0%
Ledipasvir -10.93 ± 0.22 0%
Remdesivir -8.71 ± 0.52 70%

Avigan -7.74 ± 0.37 30%
Tamiflu -5.72 ± 0.27 60%

Plaquenil -5.59 ± 0.19 30%
Paritaprevir -13.2 ± 0.05 0%
Daclatasvir -9.99 ± 0.12 0%

Mycophenolic acid -6.62 ± 0.23 30%
Mycophenolic acid acyl

glucuronide
-7.48 ± 0.34 80%

GRL-0667 -7.59 ± 0.45 40%


