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Figure S1. Docking protocol for selected inhibitors set. Hierarchical clustering of poses obtained by molecular
docking. Color scale shows the RMSD between poses.
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Figure S2. Salt bridge between Lys38 and Glu52 in CKle-Etravirine. Distance between the ammonium group
of Lys38 and the carboxylate group of Glu52 on black line. Presence of hydrogen bond between Etravirine nitrile
moiety and Glu52 during 150 ns MD indicated as red dots.

Table S1. Hits from virtual screening.

Interest predominant Binding mode
specie at in agreement with Further studied
physiological pH pharmacophore

Pharmacophore

Drug name Structure matching

H OHOHOHO o

Eravacycline GN/H( O“‘ H,
oH

N.D.

OH O HOHO o

Omadacycline KN O“‘ OH

N.D.

OHO OHOO

Sarecycline O“‘ OH
0

N.D.
i
Oy _-O-_CH;
. . = NH
Flupirtine |
/©/\u N NH,
CHy O
E
Dolutegravir /l\/N P Nﬁ
o, OH

P*OH

Fostamatinib 0 EYN\ NN (o
0

N N
) Il
Etravirine - £ N i

SSSISX X X X
SIS X (X 8
SIS XXX X X X

NSNS SNISNSNSNSNS

. o
Abacavir Ho. 4 ) Py

N.D.: not determined

Frecuency



