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Table 1SI: The RMSD of ligands fit to protein active during 100 ns and last 50 ns trajectories

Ligand 10(3 ns Last 50 ns
A A
Betamethasone 3.42 3.74
Dexamethasone 3.70 3.75
Hydrocortisone 6.97 7.70
Triamcinolone 4.45 4.43
Fludrocortisone 5.25 5.10
Ciclesonide 3.88 4.68
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Figure 1: Snapshots of betamethasone contact with active site at 0, 50, 100ns.
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Figure 2: The histogram of Betamethasone-6LU7 contact over the course of the trajectory.
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Figure 3: The ligand property trajectory of the Betamethasone-6LU7 complex during the 100 ns simulation
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Figure 4: Betamethasone - 6L.U7 Interaction shown by the active site amino acids in each trajectory frame,

white refers to zero interaction while the deep color indicated more interactions.
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Figure 5: Snapshots of dexamethasone contact with active site at 0, 50, 100 ns.
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Figure 6 The histogram of Dexamethasone-6LU7 contact over the course of the trajectory.
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Figure 7: The ligand property trajectory of the dexamethasone-6LU7 complex during the 100 ns simulation
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Figure 8: Dexamethasone - 6LU7 Interaction shown by the active site amino acids in each trajectory frame,

white refers to zero interaction while the deep color indicated more interactions.
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Figure 9: Snapshots of hydrocortisone contact with active site at 0, 50, 100ns.



0.7 T I T T I T T T T T

Interactions Fraction

|[E2H-bonds EHydrophobic Elonic BWater bridges|

Figure 10: The histogram of hydrocortisone-6LU7 contact over the course of the trajectory.
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Figure 11: The ligand property trajectory of the hydrocortisone-6LU7 complex during the 100 ns simulation
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Figure 12: Hydrocortisone - 6LU7 Interaction shown by the active site amino acids in each trajectory frame,

white refers to zero interaction while the deep color indicated more interactions.
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Figure 13: Snapshots of triamcinolone contact with active site at 0, 50, 100ns.
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Figure 15: The ligand property trajectory of the triamcinolone-6LU7 complex during the 100 ns simulation
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Figure 16: Triamcinolone - 6LU7 Interaction shown by the active site amino acids in each trajectory frame,

white refers to zero interaction while the deep color indicated more interactions.
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Figure 17: Snapshots of fludrocortisone contact with active site at 0, 50, 100ns.
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Figure 19: The ligand property trajectory of the fludrocortisone-6LU7 complex during the 100 ns simulation.
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Figure 20: Fludrocortisone - 6LU7 Interaction shown by the active site amino acids in each trajectory frame,

white refers to zero interaction while the deep color indicated more interactions.
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Figure 21: Snapshots of ciclesonide contact with active site at 0, 50, 100ns.
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Figure 23: The ligand property trajectory of the ciclesonide-6LU7 complex during the 100 ns simulation

19



Figure 24: 3 D docking representations of Glucocorticosteroids and N3 inhibitor against the binding

site of the Covid-19 main protease.
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Figure 25: A) Surface of MP™ showing the positioning and fitting of the selected compounds, B)

surface and maps of the selected compounds compared to N3 inhibitor.
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Figure 26: 2 D diagram (a) and 3 D representation (b) of the superimposition of the co-crystallized

(red) and the docking pose (green) of N3 in the Covid-19 main protease binding site with RMSD of

1.23 A.

(@)

32

(b)




33



