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Table S1. Table showing the GPCR crystal structures resolved between 2017 and 2021. 

PDB ID Date Ligand Bound Crystallisation Method Resolution Reference 

5NX2 2017 Peptide 1 X-ray diffraction 3.7 Å [1] 

6KJV 2019 PF-0637222 X-ray diffraction 2.8 Å [2] 

6KK1 2019 PF-0637222 X-ray diffraction 2.8 Å [2] 

6GB1 2018 Peptide 11 X-ray diffraction 2.73 Å [3] 

6KK7 2019 PF-0637222 X-ray diffraction 3.1 Å [2] 

6LN2 2020 FAB7F38, PF-06372222 X-ray diffraction 3.2 Å [4] 

6ORV 2020 TT-OAD2 Electron microscopy 3.0 Å [5] 

6VCB 2020 LSN3160440 Electron microscopy 3.3 Å [6] 

6X18 2020 Glp-1 Electron microscopy 2.1 Å [7] 

6X19 2020 CHU-128 Electron microscopy 2.1 Å [7] 

6X1A 2020 PF-06882961 Electron microscopy 2.5 Å [7] 

6XOX 2020 LY3502970 Electron microscopy 3.1 Å [8] 

7C2E 2020 RGT1383 Electron microscopy 4.2 Å [9] 

7DUQ 2021 Compound 2 Electron microscopy 2.5 Å [10] 

7DUR 2021 Compound 2 Electron microscopy 3.3 Å [10] 

7E14 2021 Compound 2 Electron microscopy 2.9 Å [10] 

7EVM 2021 Compound 2 Electron microscopy 2.5 Å [10] 

7KI0 2021 Semaglutide Electron microscopy 2.5 Å [11] 

7KI1 2021 Taspoglutide Electron microscopy 2.5 Å [11] 

7LCI 2021 Pf-06882961 Electron microscopy 2.9 Å [12] 

7LCJ 2021 Pf-06882961 Electron microscopy 2.82 Å [12] 

7LCK 2021 Pf-06882961 Electron microscopy 3.24 Å [12] 

7RTB 2021 Peptide 19 Electron microscopy 2.14 Å [13] 

Table S2. The binding energy of the ligands upon docking onto the crystal structures studied. 

Pose Ligand Structure Binding Energy (Kcal/mol) 

1 1 5VAI −6.46 

2 1 5VAI −6.34 

3 1 5VAI −6.25 

1 2 5VAI −7.55 

2 2 5VAI −7.45 

3 2 5VAI −7.37 

1 3 5VAI −6.44 

2 3 5VAI −6.31 

3 3 5VAI −6.28 

1 4 5VAI −7.20 

2 4 5VAI −7.159

3 4 5VAI −7.157

1 1 6B3J −6.70 

2 1 6B3J −6.59 

3 1 6B3J −6.43 

1 2 6B3J −7.67 

2 2 6B3J −7.59 

3 2 6B3J −7.45 

1 3 6B3J −7.27 

2 3 6B3J −7.12 

3 3 6B3J −6.92 

1 4 6B3J −7.95 

2 4 6B3J −7.77 

3 4 6B3J −7.73 

1 1 5VEW −8.50 

2 1 5VEW −8.18 

3 1 5VEW −6.26 



Appl. Biosci. 2022, 1, 10 2 

1 2 5VEW −7.189

2 2 5VEW −7.066

3 2 5VEW −6.873

1 3 5VEW −7.877

2 3 5VEW −6.866

3 3 5VEW −6.827

1 4 5VEW −9.48 

2 4 5VEW −9.27 

3 4 5VEW −8.22 

Table S3. Table showing amino acids present in the binding sites for compound 1 Pose 2. 

S/N 5VAI 5VEW 6B3J 

1 VAL 331 TYR 402 LEU 354 

2 THR 355 SER 352 PHE 390 

3 LEU 401 ASN 406 HIS 363 

4 TYR 402 LEU 401 PHE 393 

5 LEU 356 VAL 405 PRO 358 

6 SER 352 LYS 351 MET 397 

7 THR 353 ASN 407 

8 LEU 349 ARG 348 

9 LEU 349 

10 ILE 345 

11 GLU 408 

12 HIS 180 

13 ARG 176 

Table S4. Table showing amino acids present in the binding sites for compound 1 Pose 3. 

S/N 5VAI 5VEW 6B3J 

1 LEU 401 SER 389 LEU 359 

2 PHE 393 PHE 390 LEU 401 

3 GLN 394 GLN 394 ASN 406 

4 PHE 390 MET 397 TYR 402 

5 MET 397 LEU 396 LEU 356 

6 PRO 358 LEU 359 

7 ILE 357 PHE 393 

8 THR 355 

9 LEU 354 

10 LYS 351 

Table S5. Table showing amino acids present in the binding sites for compound 2 Pose 2. 

S/N 5VAI 5VEW 6B3J 

1 PHE 324 THR 355 LEU 354 

2 PHE 321 PRO 358 ILE 357 

3 VAL 365 PHE 324 ILE 366 

4 ILE 357 LEU 354 PRO 358 

5 PHE 390 ILE 328 PHE 390 

6 HIS 363 VAL 331 

7 GLU 387 

8 ILE 366 

9 ILE 325 
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Table S6. Table showing amino acids present in the binding sites for compound 2 Pose 3. 

S/N 5VAI 5VEW 6B3J 

1 LEU 401 LEU 359 MET 397 

2 LEU 354 THR 355 HIS 363 

3 HIS 363 LEU 354 PHE 390 

4 PHE 390 VAL 331 PRO 358 

5  PHE 347 VAL 405 

6  PHE 324 LEU 401 

7  PRO 358 ILE 357 

8   LEU 354 

Table S7. Table showing amino acids present in the binding sites for compound 3 Pose 2. 

S/N 5VAI 5VEW 6B3J 

1 SER 352 ARG 348 LEU 356 

2 VAL 331 LEU 349 LEU 359 

3 LEU 356 LYS 351 GLU 408 

4  LEU 401 VAL 405 

5  VAL 405 LEU 401 

6   TYR 402 

Table S8. Table showing amino acids present in the binding sites for compound 3 Pose 3. 

S/N 5VAI 5VEW 6B3J 

1 ARG 176 ILE 345 MET 397 

2 HIS 180 VAL 405 PRO 358 

3 TYR 402 LYS 351 PHE 390 

4 SER 352 LEU 401 PHE 393 

5 THR 353 SER 352 PHE 385 

6  ARG 348  

7  ASN 406  

Table S9. Table showing amino acids present in the binding sites for compound 4 Pose 2. 

S/N 5VAI 5VEW 6B3J 

1 PHE 324 HIS 363 LYS 351 

2 PHE 321 LEU 359 ILE 357 

3 VAL 365 THR 391 VAL 405 

4 ILE 357 GLN 394 THR 355 

5 PHE 390 LEU 360 MET 397 

6 ILE 325 MET 397 LEU 401 

7  LEU 396 PRO 358 

8  PHE 393 HIS 363 

9  ILE 400 PHE 390 
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Table S10. Table showing amino acids present in the binding sites for compound 4 Pose 3. 

S/N 5VAI 5VEW 6B3J 

1 LEU 251 LYS 351 ILE 357 

2 LEU 356 LEU 401 LYS 351 

3 THR 355 VAL 405 THR 355 

4 LYS 351 ARG 348 LEU 354 

5  LEU 349 LEU 401 

6   MET 397 

7   PRO 358 

8   HIS 363 

   PHE 390 
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