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Novel Linear Epitopes

CDR

Indian

Epitope/

2-D Interaction

Docking/

Interactions =~ ZIKV-specificity = CDR Interactions maps Binding scores
323-HGTVTVEVQYA-333 No ZIKV_RAJ (Unique) NA. NA. NA.
(EDII)
319-HGTVTVEVQYS-329 No ZIKV_MAH (Unique) NA NA. NA.
(EDII)
338-PCKVPAQM-345 (EDIII) No ZIKV_RAJ NA. NA. NA.
and ZIKV_MAH
5-GVSNRDFVEGMSGGTW-20 No ZIKV_RAJ and NA NA. NA.
(EDI) ZIKV_MAH
32-TVMAQDKPTVDIELVT- No ZIKV_RAJ NA. NA. NA.
47 (EDI) and ZIKV_MAH
224- ZIKV_RAJ and 231-TGA-233/CDRI-VH 231T: 1 H-bond -253.17
PWHAGADTGTPHWNNKE- (ZIKV_RAJ) 232G: 1 C-H bond
240 (EDII); 233A: van der Walls
Yes
220-
PWHAGADTGTPHWNNKE- ZIKV_MAH 223-AG-24/CDRI- 223A: 1 H-bond and 1 pi- -242.52
236 VH (ZIKV_MAH) alklyl bond
(EDIT) 224G: van der Walls
43-IELVTTTVSNMAEVRS-58 No ZIKV_RAJ and N.A NA NA.
(Hinge) ZIKV_MAH
280-
TKGRLSSGHLKCRLKMDK-297 No ZIKV_RAJ (Unique) N.A NA NA.
(Hinge)
276-
AKGRLSSGHLKCRLKMDK- No ZIKV_MAH (Unique) N.A NA NA.
293 (Hinge)

Molecular Docking interactions of the novel epitopes with potent human monoclonal antibody Z3L1; N.A. (Not Available).

Amino acid mutations are coloured in Red with respect to ZIKV Prototype strain MR766 (Green).





OPS/images/fimmu.2025.1534737/fimmu-16-1534737-g011.jpg
224-PWHAGADTGTPHWNNKE-240
224-PWHAGADTGTPHWNNKE-240

Interactions

van der Waals I Pi-Sulfur Interactions

Conventional Hydrogen Bond [ Pralkyl

van der Waals [ Pi-alkyl
Carbon Hydrogen Bond [ Covalent bond

| Pi-Cation

Conventional Hydrogen Bond

Pi-Cation [ | Covalent bond

(E) (F)

(A) B)

-—

/ ~ 0
246G TIBA D\ \

© (D)





OPS/images/fimmu.2025.1534737/table1.jpg
Epitope sequence

5-GVSNRDFVEGMSGGTW-20 Antigenic 0.589 Non-allergen Non-Toxin
32-TVMAQDKPTVDIEL’ 7 EDI Antigenic 0.624 Non-allergen Non-Toxin
165-AKVEVTPNSPRAEATL-180 Antigenic 0.691 Non-allergen Non-Toxin
165-AKVEITPNSPRAEATL-180 Antigenic 0.804 Non-allergen Non-Toxin
61-YEASISDMASDSRCPT-76 Antigenic 0.435 Non-allergen Non-Toxin
98-DRGWGNGCGLFGK-110 EDII Antigenic 0.486 Non-allergen Non-Toxin
197-DFSDLYYLTMNNKHWL-212 Antigenic 1.171 Allergen Non-Toxin
224-PWHAGADTGTPHWNNKE-240 Antigenic 1.154 Non-allergen Non-Toxin
323-HGTVTVEVQYA-333 Antigenic 1.219 Non-allergen Non-Toxin
323-HGTVTVEVQYS-333 Antigenic 1.256 Non-allergen Non-Toxin
338-PCKVPAQM-345 Antigenic 0.450 Non-allergen Non-Toxin
338-PCKIPVQM-345 EDIIT Antigenic 0.478 Non-allergen Non-Toxin
363-PVITESTENSK-373 Antigenic 0.634 Non-allergen Non-Toxin
363-PVITESAENSK-373 Antigenic 0.452 Non-allergen Non-Toxin
384-DSYIVIGVGDKKITHHWHRS-403 Antigenic 0.920 Non-allergen Non-Toxin
384-DSYIVIGVGEKKITHHWHRS-403 Antigenic 0.844 Non-allergen Non-Toxin
43-IELVTTTVSNMAEVRS-58 Antigenic 0.813 Non-allergen Non-Toxin
185-SLGLDCEPRTGLD-197 Antigenic 1.048 Allergen Non-Toxin
118-KFTCSKKMTGKSIQPE-133 Antigenic 0.423 Non-allergen Non-Toxin
118-KFACSKKMTGKSIQPE-133 Hinge-Regions Non-Antigenic 0.358 Non-allergen Non-Toxin
126-TGKSIQPENLEYRIMLSV-143 Antigenic 1.088 Non-allergen Non-Toxin
280-AKGRLSSGHLKCRLKMDK-297 Antigenic 0.488 Non-allergen Non-Toxin
280-TKGRLSSGHLKCRLKMDK-297 Antigenic 0.566 Non-allergen Non-Toxin
280-AKGRLFSGHLKCRLKMDK-297 Non-Antigenic 0.026 Non-allergen Non-Toxin

Mutations of amino acids are colored with respect to the African prototype strain (ZIKV MR766; colored in green and corresponding mutations are colored in red; Novel Epitopes
are underlined).
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10-KKETRCGTGVFIYNDVE-26 B-Roll Antigenic 0.780 Non-allergen Non-Toxin
10-KKETRCGTGVFVYNDVE-26 Antigenic 0.875 Non-allergen Non-Toxin
83-GVQLTVVVGSVKNP-96 Antigenic 0.748 Allergen Non-Toxin
83-GIQLTVVVGSVKNP-96 Antigenic 0.820 Non-allergen Non-Toxin

141- ECPLEHRAWNSFLVED-157 Wing Domain Antigenic 0.587 Non-allergen Toxin
141- ECPLKHRAWNSFLVED-157 Antigenic 0.505 Non-allergen Non-Toxin
141- ECPLKHRAWNSFIVED-157 Antigenic 0.487 Non-allergen Non-Toxin
191- REAAHSDLGYWIESEKND-208 Antigenic 0.430 Non-allergen Non-Toxin
191- KEAVHSDLGYWIESEKND-208 Antigenic 0.572 Allergen Non-Toxin
248-AGPLSHHNTREGYRTQV-264 B-Ladder Antigenic 0.713 Non-allergen Non-Toxin
248-AGPLSHHNTREGYRTQM-264 Antigenic 0.802 Non-allergen Non-Toxin
331-YGMEIRPRKEPESNLVRSMV-350 Antigenic 0.623 Non-allergen Non-Toxin
331-YGMEIRPRKEPESNLVRSVV-350 Antigenic 0.680 Non-allergen Non-Toxin
176-SLECDPAVIGTAVKGREAA-194 Antigenic 1.173 Non-allergen Non-Toxin
176-SLECDPAVIGTAVKGKEAV-194 ‘Wing-B-Ladder Antigenic 1.093 Non-allergen Non-Toxin
176-SLECDPAVIGTAIKGKEAV-194 Antigenic 1.087 Non-allergen Non-Toxin

Mutations of amino acids are colored with respect to the African prototype strain (ZIKV MR766; colored in green and corresponding mutations are colored in red).
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Molecular Docking interactions of the novel epitopes with potent mouse monoclonal antibody ZV67; N.A. (Not Available).
Amino acid mutations are coloured in Red with respect to ZIKV Prototype strain MR766 (Green).
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