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Table S1: List of peptides used in this study 

# Peptides  Amino acids 

1 YPWTQRF (H7) Tyr-Pro-Trp-Thr-Gln-Arg-Phe 

2 YPWTQR (H6) Tyr-Pro-Trp-Thr-Gln-Arg 

3 YPWTQ (H5) Tyr-Pro-Trp-Thr-Gln 

4 YPWT (H4) Tyr-Pro-Trp-Thr 

5 VVYPWTQR (VVH6) Val-Val-Tyr-Pro-Trp-Thr-Gln-Arg 

6 VVYPWTQRF (VVH7) Val-Val-Tyr-Pro-Trp-Thr-Gln-Arg-Phe 

7 LVVYPWT (LVV H4) Leu-Val-Val-Tyr-Pro-Trp-Thr 

8 LVVYPWTQ (LVV H5) Leu-Val-Val-Tyr-Pro-Trp-Thr-Gln 

9 LVVYPWTQR (LVV H6) Leu-Val-Val-Tyr-Pro-Trp-Thr-Gln-Arg 

10 LVVYPWTQRF (LVV H7) Leu-Val-Val-Tyr-Pro-Trp-Thr-Gln-Arg-Phe 

11 YPWTRRF (Camel H7) Tyr-Pro-Trp-Thr-Arg-Arg-Phe 

12 YPWTRR (Camel H6) Tyr-Pro-Trp-Thr-Arg-Arg 

13 YPWTR (Camel H5) Tyr-Pro-Trp-Thr-Arg 

14 VVYPWTRR (Camel VVH6) Val-Val-Tyr-Pro-Trp-Thr-Arg-Arg 

15 VVYPWTRRF (Camel VVH7) Val-Val-Tyr-Pro-Trp-Thr-Arg-Arg-Phe 

16 LVVYPWTR (Camel LVV H5) Leu-Val-Val-Tyr-Pro-Trp-Thr-Arg 

17 LVVYPWTRR (Camel LVV H6) Leu-Val-Val-Tyr-Pro-Trp-Thr-Arg-Arg 

18 LVVYPWTRRF (Camel LVV 

H7) 

Leu-Val-Val-Tyr-Pro-Trp-Thr-Arg-Arg-Phe 

 

  



Table S2: GlideScore (GScore) and binding energy values of VV and LVV 

hemorphins 

Peptides GScore 

binding 

score 

(kcal/mol) 

MM-GBSA 

binding free 

energy 

(kcal/mol) 

VVYPWTQR (VVH6) -7.82 -92.89 

VVYPWTQRF (VVH7) -8.49 -91.34 

LVVYPWT (LVV H4) -8.31 -87.75 

LVVYPWTQ (LVV H5) -9.94 -91.11 

LVVYPWTQR (LVV H6) -9.24 -94.30 

LVVYPWTQRF (LVV H7) -10.60 -93.14 

VVYPWTRR (Camel VVH6) -9.93 -95.66 

VVYPWTRRF (Camel VVH7) -9.76 -92.56 

LVVYPWTR (Camel LVV H5) -9.87 -98.47 

LVVYPWTRR (Camel LVV H6) -9.62 -95.11 

LVVYPWTRRF (Camel LVV H7) -10.39 -92.35 

 

  



 

 
 

 

Figure S1: Chemical structures of DPP IV inhibitors. 



 
 

Figure S2: Ligand interaction diagram of hemorphins (A) H4 (B) H5 (C) H6 (D) H7. 

 



 
 

Figure S3: Ligand interaction diagram of camel hemorphins and control (A) Camel 

H5, (B) Camel H6, (C) Camel H7, (D) Diprotin A 



 
 

 

Figure S4: Ligand interaction diagram of hemorphins (A) VVH6 (B) VVH7 (C) 

LVVH4 (D) LVVH5 (E) LVVH6 (F) LVVH7 

 



 
 

Figure S5: Ligand interaction diagram of camel hemorphins (A) Camel VVH6 (B) 

Camel VVH7 (C) Camel LVVH5 (D) Camel LVVH6 (E) Camel LVVH7 

  



 

 
 

 

Figure S6: Superimposed structure of positive control Diprotin A in docked 

conformation (pink colour) and experimental position (green colour). 

 

  



 

 
 

Figure S7: Root Mean Square Fluctuation (RMSF) of bound peptide C atoms after 

aligning the protein structure in each frame of the simulation. Non-camel 

hemorphins (A) H4, (B) H5, (C) H6, (D) H7. 

  



 

 
 

Figure S8: Root Mean Square Fluctuation (RMSF) of bound peptide C atoms after 

aligning the protein structure in each frame of the simulation. (A) Diprotin A, (B) 

Camel H5, (C) Camel H6, (D) Camel H7. 

 


