
Supplementary: 

Table S1: List of Botanicals included in the study. 

Botanical Common Name Reference 

Achillea millefolium  Common Yarrow [1-3] 

Allium sativum  Garlic [4-7] 

Borago officinalis  Borage [8, 9] 

Cichorium intybus  Chicory [10, 11] 

Curcuma longa  Turmeric [12] 

Foeniculum vulgare  Fennel [13, 14] 

Melissa officinalis  Lemon balm [15] 

Mentha Piperita  Peppermint [10, 16] 

Nigella sativa  Black Cumin [17-19] 

Ocimum sanctum Tulsi [6] 

Origanum majorana  Marjoram [3] 

Origanum Vulgare  Oregano [20, 21] 

Rhus coriaria Sicilian sumac [22, 23] 

Rosmarinus officinalis  Rosemary [1, 20, 24] 

  



Table S2: List of top 10 hits against each target protein of IBV. The ligands are identified by their Pubchem 

Compound Identifier (CID).  

IBV Mpro IBV PLpro IBV RdRp 

6479915 6466 9064 

9799386 23243692 2751796 

9064 442084 9970764 

13820511 23243694 73588 

23243692 2751796 10475714 

23243694 6479915 6424189 

46883407 46883407 13820511 

5281792 2751795 2751794 

160142 2751794 75552 

2751796 75552 442084 

 

 

  



 

Figure S1: Analysis of IBV RdRp tertiary structure using PDBsum. (a) Secondary structure diagram of the 
protein, with pink arrows representing strands and purple springs representing helices, and various motifs 
depicted in red. (b) Assessment of refined protein structure through Ramachandran plot analysis, with 
core allowed regions in red, disallowed regions in brown, and regions with limited utilization in pale 
yellow. 

  



 
Figure S2. Analysis of protein-ligand interaction for common phytocompounds against Mpro and PLpro; 
Analysis of the binding pocket and the types of interaction between (a) 6479915-Mpro and 6479915- 
PLpro. (b) 23243692-Mpro and 23243692-PLpro. (c) 23243694-Mpro and 23243694-PLpro. (d) 46883407-
Mpro and 46883407-PLpro. (e) A superposed plot of the protein bound to 6479915, 23243692, 23243694 
and 46883407 phytocompounds. The circles and ellipses indicate common protein residues between 
protein-ligand complexes. 

 



 

Figure S3. Analysis of protein-ligand interaction for common phytocompounds against Mpro and RdRp; 
Analysis of the binding pocket and the types of interaction between (a) 9064-Mpro and 9064-RdRp. (b) 
13820511-Mpro and 13820511-RdRp. (c) A superposed plot of the protein bound to phytocompounds 
9064 and 13820511. The circles and ellipses indicate common protein residues between protein-ligand 
complexes. 

  



 

Figure S4. Analysis of protein-ligand interaction for common phytocompounds against PLpro and RdRp; 
Analysis of the binding pocket and the types of interaction between (a) 442084-PLpro and 442084-RdRp. 
(b) 2751794-PLpro and 2751794-RdRp. (c) 75552-PLpro and 75552-RdRp. (d) A superposed plot of the 
protein bound to 442084, 2751794 and 75552 phytocompounds. The circles and ellipses indicate common 
protein residues between protein-ligand complexes. 
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