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Figure S1. Overview of VASP2870 docking within the p47phox binding pocket. Left, CPK
representation of docking-generated pose for VAS2870. Right, 2D diagram of the docking
generated pose of VAS2870, showing main interactions with p47phox aminoacidic residues.



Figure S2. 3D scheme of protein-ligand interaction colored by atomic charge for VAS870 and
p47phox. The figure depicts the interactions between VAS2870 and p47phox residues Trp193
and Trp263. Yellow dashed lines represent hydrogen bridge and blue lines nt-it stacking.



£

100 1
90 -
g
c 80 -
g 70+
‘5 60
S M Contact
o 50 A1
‘.5 40 A Backbone
°\° 30 4
m Sidechain
20 II
10 A1
LN RN RN AN b RRRRAR iy f bl
S O A SN N S S I S AR R T e A
,dq“ (’\9/ ,\QS'/ (;3./ (;3-/ 0\9/ 434 b\:\/ &Qg/ ,33’ QQQ/ (;8'/ Q\g‘,/ ‘dq./ ‘?{52/ &/ ,\le qu/ \$<:\/ ’éQ/
Residues
(B)
100 1
90 A
3 80 A W Cont
s 70 Pol
£
5 601 m Hyd
S 504
2 mHBA
O 40 4
B 30 4 W HBD
X 20 A I | mAr
10 A
L 1815 U N A A - ISEISNINRE AL, eler

1L S N U L.
A
,@") "9& }Qb '&‘b "9% i) ,\‘,o\’ }6\, '1?”, A© ’}:\‘b ’),,\OA

Vv
&x/ &7 &/ Q7 A Q7 7 A &
SHIC SN PN\ ORI IR SO

A 3 Q > <) O N &Y
FP LSS PSP
7
«Qg & &
Residues

N
& & DS

Percent occurrence of interaction types at the P47phox-ligand binding interface for complexes obtained by molecular docking.
Percent occurrences of Contacts, interactions with the backbone of residue, and interactions with the side chain of residue for the
nine complexes (A). The percentages of occurrences of chemical interactions: Contacts, Cont; polar, Pol; hydrophobic, Hyd; where
the residue is acceptor, HBA; where the residue is donor, HBD; aromatic Ar, and electrostatic with charged groups Char for the nine
complexes (B).

Figure S3. Main residues of p47phox involved in interactions with the indole heteroaryl-
acrylonitriles studied. A., percentage of ocurrence of contact between backbone or sidechain
residues and the compounds. B, Type of interactions between p47phox binding pocket resides
and the indole heteroaryl-acrylonitriles studied.
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Figure S4. 2D diagram of the docking generated pose of C14 inside the p47phox binding pocket,
showing main interactions with p47phox aminoacidic residues. Green lines depict n-n
interactions. Purple lines indicate hydrogen bond.



