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Supplementary file (Figure 3)

Two-dimensional (2D), and three-dimensional (3D) interaction diagrams of docked antiviral com-
pounds with the monkeypox poxin protein (PDB ID: 8C9K) generated using BIOVIA Discovery Stu-
dio Visualizer.

% L]

&%
o S
&' 5%
[ conventional Hydrogen Bond [T Halogen (Fiuorine)
[ cerbon Hydrogen Bond [ At
Al

o H M 3 @ |I
s - &, A/ £
s P
S8 [ .]
'T@ 811
eiss S
] conventional Hydrogen Bond I F+-cation
[] Carbon Hydrogen Bond [ Ayt
[T Halogen (Fluorine) [ prakp
il

BSMMU]J | doi: https://doi.org/10.3329/bsmmuj.v19i1.84702 10f3

z0/¥ga:(1)61:9z0T ||RUINOf AJISIaAlUN |BIIPA qIINW YXI1ayS nypueqesSueg| o Ja 4\ anbey


https://www.banglajol.info/index.php/BSMMUJ/article/view/72448/50158
https://www.bsmmuj.org/
https://portal.issn.org/resource/ISSN-L/2074-2908
https://portal.issn.org/resource/issn/2224-7750

BSMMUJ | doi: https://doi.org/10.3329/bsmmuj.v19i1.84702

[ ven der waals
[ Conventional Rydrogen Bond

[] carbon Hydrogen Bond
] eramg

20f3

z0/¥ga:(1)61:9z0T ||RUINOf AJISIaAlUN |BIIPA qIINW YXI1ayS nypueqesSueg| o Ja 4\ anbey



-5
,? H
* A
-
N N~r€‘~-,_
™ [
/
()
[ -cation
N ] unfavorable Donor-Donor [ pramy

(ys [E] Comentional Hydrogen Bond [ amyt

Docking poses of (A) Tecovirimat, (B) Tipranavir, (C) Remdesivir, (D) Fluocinolone, (E) Molnupiravir, (F) Famciclovir, (G) Acyclovir, (H) Cidofovir, and (I) Brin-
cidofovir in complex with 8C9K. Left: 3D conformation; Right: 2D interaction diagram with three letter code amino acids with chain type (A, B, C, D), and number,
respectively.
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