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Supplementary data

Figure S2. Superimposition of the SARS-CoV 2 S protein receptor-binding domain (Residues 337- 515) of 6M0]
and SARS-CoV S protein receptor-binding domain (Residues 323-501) of 2AJF. RMSD value calculated = 0.41.
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Figure S3. Superimposition of the ACE2 sequence (Residues 21- 615) of 6MO0] and the ACE2 sequence (Residues
21- 615) of 2AJF. RMSD value calculated = 0.43.
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Figure S4. EMBOSS NEEDLE pairwise sequence alignment results between SARS CoV-2 S protein receptor-

binding site of 6M0J and SARS CoV S protein receptor-binding site of 2AJF.
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Figure S5. Docking results of the peptide Carnosine in the human angiotensin converting enzyme 2 (ACE2)
active site (PDB code 2AJF). The interactions of human ACE2 residues with the peptide (represented in black) are
indicated by arrows of different colours with purple representing hydrogen bond interactions, and blue arrows
representing salt bridge interactions.
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Figure S6. Docking results of Captopril in the human angiotensin converting enzyme 2 (ACE2) active site (PDB
code 2AJF). The interaction of human ACE2 residues with Captopril (represented in black) is indicated by a
purple arrow representing hydrogen bond interactions.
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Figure S7. Docking results of the peptide IPP in the active site of human angiotensin 2-converting enzyme
(ACE2) (PDB code 2AJF). Interactions of human ACE2 residues with the peptide IPP (represented in black) are
indicated by arrows of different colours, with purple representing hydrogen bond interactions and blue arrows
representing salt bridge interactions.

Figure S8. Docking results of the peptide ITAE in the active site human ACE2 (PDB code 2AJF). The interactions
of human ACE2 residues with the peptide IIAE (represented in black) are indicated by arrows of different
colours with purple representing hydrogen bond interactions, and blue arrows representing salt bridge
interactions.
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Figure S9. Docking results of the peptide LIVTQ in the human ACE2 active site (PDB code 2AJF). The
interactions of human ACE2 residues with the peptide LIVTQ (represented in black) are indicated by arrows of
different colours with purple representing hydrogen bond interactions, and blue arrows rep-resenting salt bridge

interactions.
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Figure S10. Docking results of the peptide LVYPFP in the human ACE2 active site (°PDB code 2AJF). The
interactions of human ACE2 residues with the peptide (represented in black) are indicated by arrows of different
colours with purple representing hydrogen bond interactions, and blue arrows representing salt bridge

interactions.



Table S1. Docking results of IPP, IIAE, LIVTQ, and LVYPEP.

Protein 2AJF Ligand IPP
Residue Atom Name Interaction Type Distance (A)
OE2 Glu 406 NH3+ (Ile) Hydrogenbond 2.9
OE2Glu406 NH3+(Ile)  Salt bridge 3.3
NH1 Arg273  O- (Pro) Salt bridge 4.6
OHTyr515 O-(Pro) Hydrogen bond 3.0
Ligand IIAE
OHTyr515 O (Ala) Hydrogen bond 2.8
NH2 Arg 518 02 (Glu) Hydrogen bond 2.9
OE1 Glu402 NH (Glu) Hydrogen bond 3.0
OE1Glu402 NH (Ala) Hydrogenbond 2.7
OE2 Glu 375 NHs* (Ile) Salt bridge 3.2
NH1 Arg 514 O- (Glu) Salt bridge 3.7
Ligand LIVTQ
NH2 Arg273  O-(GIn) Hydrogen bond 2.9
NH2 Arg 518 O (Gln) Hydrogen bond 3.0
OE1 Glu406 NH3+(Leu) Hydrogenbond 2.8
OE2 Glu406 NH (Ile) Hydrogen bond 2.9
CD Glu406  NH3+ (Leu) Saltbridge 3.5
OG Ser 409 O (Leu) Hydrogen bond 3.0
OE1 Glu402 NH (Thr) Hydrogen bond 3.0
Ligand LVYPFP
OE1Glu406 NH3+Leu) Hydrogenbond 3.0
OE2 Glu406 NH (Val) Hydrogen bond 2.8
CD Glu406  NH3+ (Leu) Saltbridge 4.1
OHTyr515  OH (Tyr) Hydrogenbond 2.8
OG1Thr276 O (Pro) Hydrogen bond 2.9




