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Table S1. 3D-Binding mode of the major components of A. robusta bark EO inside the Mpro active site

(PDB code: 6LU?).
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Table S2. 3D-Binding mode of the major components of A. robusta bark EO inside Covid-19 RNA-dependent RNA polymerase

(PDB code: 7DA4F).
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Table S3. Molecular docking details of A. robusta bark EO with RBD.

Energy Amino acid residues forming
Component name score (S RMSD .

P (keal /rr(lo)l) H-bond H-pi
Co-crystallized ligand

(NAG) -4.5304 1.5097 ASN 343 -
Tricyclene -4.0962 1.4562 - -
a-Pinene -3.8556 1.1748 - -
d-Camphene -4.0584 1.8286 - -
Limonene -3.9563 1.5847 - -
trans-Pinocarveol -4.1561 1.5353 VAL 367 -
Borneol -3.9368 2.1738 ASN 343 -
a-Phellandren-8-ol -4.0385 1.2068 ASN 343 -
a-Terpineol -4.2190 1.9985 ASN 343 -
2,4-Thujadiene -3.9973 1.7303 - -
L-B-Pinene -3.9127 1.5637 - -
m-Cymene -4.1107 1.1504 - PHE 338
Y-Terpinene -4.2683 1.5342 - -
a-Campholenal -4.1039 1.3665 - -
Camphor -4.0149 1.6277 GLY 339 -
Camphene hydrate -3.9441 1.4994 - -
Trans-Pinocamphone -4.0541 1.8483 - TRP 436
Pinocarvone -3.9968 1.4778 - -
Isoborneol -3.9323 1.9775 - -
cis-Verbenol -4.0902 1.4764 SER 371 -
L-terpinen-4-ol -4.2719 0.85503 -
Myrtenal -3.9592 1.7403 LEU 368 -
Verbenone -4.1378 1.5315 - -
trans-Carveol -4.1642 1.2461 - -
(-)-Carvone -4.1215 0.9209 - PHE 342
Bornyl acetate -4.5766 0.9564 - TRP 436

a-Terpineol acetate -4.7246 0.9855 - -




Table S4. The target enzymes involved for docking of the major components of A. robusta bark EO.
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