
S1 Table: Length of the PLpro-inhibitor trajectories (in ns) analyzed in this study.The bolded entries with
asterisk indicate the trajectories in which the ligand dissociated from the binding site. For analysis, only the frames

with ligand present in the binding site were used.

Variant (trajectory) GRL-0617 S43

WT:1 500 500
WT:2 500 500
WT:3 - 500
WT:4 - 500

G163S:1 500 -
A246V:1 500 -
P247Q:1 500 -
P247Q:2 500 -
P247S:1 500 5.5*
P247S:2 500 500
P247S:3 - 500
P247S:4 - 44*
P248S:1 407 500
P248S:2 500 500
P248S:3 500 -

E263D-Y264H:1 194* 500
E263D-Y264H:2 370* 415*

Y264H:1* 330* -
Y264H:2 500 -
N267D:1 500 -

T265A-Y268C:1 201* 500
T265A-Y268C:2 500 500
T265A-Y268C:3 500 426*

Q269R:1 500 500
Q269R:2 500 500
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