
Supplementary fig.S1: PSI BLAST analysis for selected TMPRSS2 Amino acid sequence 

with no Significant PDB structure. 

 

 



 

Supplementary fig.S2: A. Intracellular, transmembrane & extracellular domains of 

TMPRSS2 from PROTTER B.α-helix,β-helix, coils and strands information from 

POLYVIEW C. C- & N- TERMINAL from PSIPRED D.TMHMM data showing no 

transmembrane helices and E.PSIPRED data for confirmation of TMPRSS2 extracellular 

domain. 



 

Supplementary fig.S3: Quality assessment and structural validation of TMPRSS2 homology 

model. (A) PROCHECK Ramachandran plot (B) ProSA Z-score plot of the overall model 



quality (C) ProSA amino acid local energy profile (D) Energy levels of TMPRSS2 by 

PSIPRED (E) ERRAT plot for TMPRSS2 model. Green bars: properly folded regions, yellow 

bars: less properly folded regions at 95% confidence level, red bars (none in this model): 

improperly folded regions at 99% confidence. (F) VERIFY 3D plot for TMPRSS2 model 

 

Supplementary fig.S4: The representation of 2D and 3D plots of L1 docked with TMPRSS2 

and interactive site residues along with hydrogen bonds as well as hydrophobic bond display. 

 

Supplementary fig. S5: The representation of 2D and 3D plots of L2 docked with 

TMPRSS2 and interactive site residues along with hydrogen bonds as well as hydrophobic 

bond display. 

 



Supplementary fig.S6: The representation of 2D and 3D plots of L3 docked with TMPRSS2 

and interactive site residues along with hydrogen bonds as well as hydrophobic bond display. 

 

Supplementary fig. S7: Sequence alignment of original TMPRSS2 sequence obtained from 

UniProt with developed Homology protein structure using UCSF Chimera. 

 



Supplementary fig.S8.a: Druggable Pocket 4 containing aminoacid His 296 from Active 

Catalytic triad. 

 

Supplementary fig.S8.b: Druggable Pocket 2 and pocket 4 containing Amino acid Ser 441 

from Active Catalytic triad. 

 



Supplementary fig.S8.c: Druggable Pocket 9 containing Amino acid Asp 345 from Active 

Catalytic triad. 

Supplementary fig.S8.d: Druggability & other properties of 10 most Druggable Pockets. 



Supplementary fig.S9.a: The representation of 2D and 3D plots of (A) 3-TAPAP (B) DIF 

(C) AEBSF (D) PAB (E) ULINASTATIN docked with TMPRSS2 and interactive site 

residues along with hydrogen bonds as well as hydrophobic bond display. 

 



NATURAL COMPOUNDS 

Supplementary fig. S9.b: The representation of 2D and 3D plots of (F) AESCULITANNIN 

B (G) PROANTHOCYANIDIN A2 (H) GANODERIOL D (I) ECDYSTERONE (J) 

MAGNOFLORINE docked with TMPRSS2 and interactive site residues along with hydrogen 

bonds as well as hydrophobic bond display. 



Supplementary fig. S9.c: The representation of 2D and 3D plots of (K) JATRORRHIZINE 

(L) TETRATRIACONTANE (M) BAICALEIN (N) HESPERETIN (O) FISETIN docked 

with TMPRSS2 and interactive site residues along with hydrogen bonds as well as 

hydrophobic bond display. 



Supplementary fig. S9.d: The representation of 2D and 3D plots of (P) NARINGENIN (Q) 

CIS-CAPSAICIN (R) DIHYDROCAPSAICIN (S) 3,4-DICHLOROISOCOUMARIN (T) 

APMSF docked with TMPRSS2 and interactive site residues along with hydrogen bonds as 

well as hydrophobic bond display. 


