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Figure S1. Ramachandran Plot. A) CXCR3_model_I-TASSER, B) CXCR3_Cluster_1_50 ns, C) CXCL9_model_I-

TASSER, D) CXCL9_Cluster_1_5 ns, and E) Alpha_model_I-TASSER 



 

Figure S2. Ramachandran Plot. A) CXCR3/G
αi/0βγ

T
0 
and B) CXCR3/G

αi/0βγ
Cluster_1_100 ns. 
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Figure S3. Ramachandran Plot. A) CXCR3_CXCL9_Docking, B) 

CXCR3_CXCL10_Docking, C) CXCR3_CXCL11_Docking. 
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Figure S4. AA-MD simulation of CXCL9 5 ns. A) CXCR3 model obtained from I-

TASSER, B) Cluster_1 of the simulation, C) Alignment of T0 and Cluster_1, RMSD 

=2.675 Å. 



 

  



 

Figure S5. Rotation of TMs from the CG-MD simulation of CXCR3/GP complex. 

  



 

Figure S6. RMSD of AA-MD simulations. 

  

                00              0

0    0    00 0  0  00   0  00   0

0  

0  

0  

0  

  0

0  

0  

0  

0  

  0

   

   

   

 i       

 
 
 
 
  
 
 



 

Figure S7. RMSD of CG-MD simulations. 
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Table S1. Salt bridge interactions CXCR3 with CXCL9, CXCL10 and CXCL11 in molecular docking. There are two salt bridges between CXCR3 

and CXCL9, one between CXCR3_CXCL10, and none between CXCR3 and CXCL11. 

 

CXCL9 CXCR3 Distance 

NH1 ARG Q 30 OD1 ASP R 7 3.15 

NH1 ARG Q 30 OD2 ASP R 7 2.88 

 

 

Table S2. Salt bridge interactions CXCR3 with CXCL9, CXCL10 and CXCL11 in AA-MD 50 ns. There are nine salt bridges between CXCR3 and 

CXCL9, none between CXCR3 and CXCL10, and one between CXCR3_CXCL11. 

CXCL9 CXCR3 Distance 

NH1 ARG Q 27 OE1 GLU R 4 2.60 

NH2 ARG Q 27 OE1 GLU R 4 2.90 

NZ LYS Q 28 OD1 ASP R 13 2.88 

NZ LYS Q 28 OD2 ASP R 13 2.75 

NZ LYS Q 47 OE1 GLU R 21 2.76 

NZ LYS Q 50 OE1 GLU R 21 3.82 

NZ LYS Q 104 OD1 ASP R 28 2.59 

NZ LYS Q 104 OD2 ASP R 28 3.71 

NZ LYS Q 104 OE1 GLU R 31 2.65 

 

 

 

 

 

 

CXL10 CXCR3 Distance 

NH1 ARG Q 29 OE1 GLU R 15 3.79 

CXCL11 CXCR3 Distance 

NZ LYS Q 38 OE1 GLU R 4 3.16 

NZ LYS Q 67 OE1 GLU R 4 2.65 



Table S3. Salt bridge interactions CXCR3 with CXCL9 in CG-MD simulation. The salt bridges present in the three most representative clusters 

of the 1μs simulation. 

Cluster_1 

CXCL9 CXCR3 Distance 

NH1 ARG Q 27 OE1 GLU R 4 2.55 

NH2 ARG Q 27 OE1 GLU R 4 3.03 

NZ LYS Q 28 OE1 GLU R 15 2.54 

NH2 ARG Q 30 OD1 ASP R 7 2.83 

NH2 ARG Q 30 OD2 ASP R 7 2.84 

NZ LYS Q 60 OD2 ASP R 13 2.50 

NZ LYS Q 109 OE1 GLU R 21 3.09 

NZ LYS Q 109 OE1 GLU R 196 2.62 

NH2 ARG Q 114 OD1 ASP R 28 2.69 

NZ LYS Q 115 OD2 ASP R 28 2.53 

NZ LYS Q 115 OE1 GLU R 31 3.29 

NH1 ARG Q 118 OD1 ASP R 35 2.75 

NH1 ARG Q 118 OD2 ASP R 35 3.30 

NH2 ARG Q 118 OD1 ASP R 35 3.73 

NH2 ARG Q 118 OD2 ASP R 35 2.63 

NZ LYS Q 122 OE1 GLU R 196 3.64 

  

Cluster_3 

CXCL9 CXCR3 Distance 

NH1 ARG Q 27 OE1 GLU R 4 2.76 

NH1 ARG Q 27 OD2 ASP R 7 2.66 

NH2 ARG Q 27 OE1 GLU R 4 2.87 

NH1 ARG Q 30 OD1 ASP R 7 2.73 

NH1 ARG Q 30 OD2 ASP R 7 3.28 

NH2 ARG Q 30 OD1 ASP R 7 3.45 

NZ LYS Q 50 OE1 GLU R 21 2.64 

NZ LYS Q 60 OD2 ASP R 13 2.62 

NH1 ARG Q 114 OD2 ASP R 28 2.65 

NZ LYS Q 115 OD1 ASP R 28 2.56 

NZ LYS Q 115 OE1 GLU R 31 2.59 

NH1 ARG Q 118 OD2 ASP R 35 3.51 

NH2 ARG Q 118 OD1 ASP R 35 3.17 

NH2 ARG Q 118 OD2 ASP R 35 2.64 

 

  

Cluster_2 

CXCL9 CXCR3 Distance 

NZ LYS Q 28 OE1 GLU R 15 2.59 

NH1 ARG Q 30 OD1 ASP R 7 2.62 

NH1 ARG Q 30 OD2 ASP R 7 3.71 

NH2 ARG Q 30 OD1 ASP R 7 2.82 

NZ LYS Q 50 OE1 GLU R 21 3.11 

NZ LYS Q 60 OD1 ASP R 13 3.81 

NZ LYS Q 60 OD2 ASP R 13 2.52 

NZ LYS Q 68 OE1 GLU R 21 2.66 

NZ LYS Q 87 OD2 ASP R 7 2.94 

NH2 ARG Q 114 OD2 ASP R 28 2.63 

NZ LYS Q 115 OD1 ASP R 28 2.64 

NZ LYS Q 115 OE1 GLU R 31 2.95 

NH1 ARG Q 118 OD1 ASP R 35 2.54 

NH1 ARG Q 118 OD2 ASP R 35 3.94 

NH2 ARG Q 118 OE1 GLU R 31 3.03 

NZ LYS Q 122 OE1 GLU R 196 3.41 



Table S4. Salt bridge interactions CXCR3 with CXCL10 in CG-MD simulation. The salt bridges present in the three most representative clusters 

of the 1μs simulation. 

 
Cluster_1 

CXCL10 CXCR3 Distance 

NH1 ARG Q 29 OE1 GLU R 15 3.95 

NH2 ARG Q 29 OE1 GLU R 15 2.73 

NH2 ARG Q 43 OE1 GLU R 4 2.62 

NH1 ARG Q 59 OD1 ASP R 13 2.66 

NH2 ARG Q 59 OD1 ASP R 13 3.04 

NZ LYS Q 67 OD2 ASP R 28 2.56 

NZ LYS Q 72 OD1 ASP R 46 3.00 

NZ LYS Q 72 OD2 ASP R 46 2.71 

NZ LYS Q 80 OD1 ASP R 7 3.45 

NZ LYS Q 80 OD2 ASP R 7 2.55 

NZ LYS Q 87 OE1 GLU R 31 2.79 

NZ LYS Q 91 OE1 GLU R 21 2.97 

  

 

  

 

 

 

 

 

 

 

Cluster_2 

CXCL10 CXCR3 Distance 

NH1 ARG Q 29 OE1 GLU R 15 3.17 

NH2 ARG Q 59 OD1 ASP R 13 3.28 

NH2 ARG Q 59 OD2 ASP R 13 2.74 

NZ LYS Q 80 OD1 ASP R 7 2.53 

NZ LYS Q 87 OD1 ASP R 28 2.87 

NZ LYS Q 87 OD2 ASP R 28 2.71 

NZ LYS Q 91 OE1 GLU R 21 3.13 

Clsuter_3 

CXCL10 CXCR3 Distance 

NH2 ARG Q 29 OE1 GLU R 15 3.33 

NH2 ARG Q 59 OD2 ASP R 13 2.98 

NH1 ARG Q 73 OE1 GLU R 4 3.16 

NH2 ARG Q 73 OE1 GLU R 4 3.95 

NZ LYS Q 80 OD1 ASP R 7 2.84 

NZ LYS Q 80 OD2 ASP R 7 2.77 

NZ LYS Q 91 OE1 GLU R 21 2.88 



Table S5. Salt bridge interactions CXCR3 with CXCL11 in CG-MD simulation. The salt bridges present in the three most representative clusters 

of the 1μs simulation. 

 

 

 

 

 

 

 

 

 

 

 

 

 

  

Cluster_1 

CXCL11 CXCR3 Distance 

NH1 ARG R 197 OE1 GLU Q 90 3.26 

NZ LYS Q 26 OD2 ASP R 7 2.57 

NH1 ARG Q 27 OE1 GLU R 4 3.21 

NH1 ARG Q 27 OD2 ASP R 13 3.40 

NH2 ARG Q 27 OE1 GLU R 4 2.71 

NH2 ARG Q 27 OD1 ASP R 7 2.68 

NH2 ARG Q 29 OD1 ASP R 13 2.95 

NZ LYS Q 70 OE1 GLU R 15 2.56 

NZ LYS Q 78 OD2 ASP R 52 2.55 

NH1 ARG Q 83 OE1 GLU R 21 2.63 

NZ LYS Q 87 OD1 ASP R 46 2.72 

NZ LYS Q 87 OD2 ASP R 46 2.84 

NZ LYS Q 88 OE1 GLU R 293 2.62 

NH1 ARG Q 91 OE1 GLU R 33 3.06 

NZ LYS Q 92 OE1 GLU R 31 2.72 

Cluster_2 

CXCL11 CXCR3 Distance 

NZ LYS Q 26 OD2 ASP R 7 3.44 

NH2 ARG Q 27 OE1 GLU R 4 3.31 

NH1 ARG Q 29 OD2 ASP R 13 2.80 

NH2 ARG Q 29 OD1 ASP R 13 3.79 

NH2 ARG Q 29 OD2 ASP R 13 1.83 

NZ LYS Q 80 OD1 ASP R 46 3.54 

NH1 ARG Q 83 OE1 GLU R 21 3.97 

NH2 ARG Q 83 OE1 GLU R 21 2.51 

NH2 ARG Q 91 OE1 GLU R 33 2.14 

Cluster_3 

CXCL11 CXCR3 Distance 

NH2 ARG R 197 OE1 GLU Q 90 2.69 

NH1 ARG Q 27 OE1 GLU R 4 2.71 

NH2 ARG Q 27 OE1 GLU R 4 3.12 

NH1 ARG Q 29 OD1 ASP R 13 2.63 

NH1 ARG Q 29 OD2 ASP R 13 3.29 

NZ LYS Q 38 OD1 ASP R 7 2.81 

NZ LYS Q 38 OD2 ASP R 7 2.75 

NZ LYS Q 47 OE1 GLU R 15 3.02 

NH1 ARG Q 83 OE1 GLU R 21 2.83 

NH2 ARG Q 83 OE1 GLU R 21 3.35 

NZ LYS Q 87 OD1 ASP R 46 2.64 

NZ LYS Q 87 OD2 ASP R 46 2.68 

NZ LYS Q 88 OE1 GLU R 196 3.58 

NZ LYS Q 88 OE1 GLU R 293 2.71 

NH1 ARG Q 91 OE1 GLU R 33 2.67 

NH2 ARG Q 91 OE1 GLU R 33 2.79 

NZ LYS Q 92 OE1 GLU R 31 2.72 



Table S6. Polar interactions between CXCR3_CXCL9 CG-MD. 

 

 

 

 

  



Table S7. Polar interactions between TMs in CXCR3_CXCL9 CG-MD.100 ns: R252-V321, 400 ns: Y150-A253, 700 ns: Y150-A253, 800 ns: Y150-

A253. 

 



 

  



 

 

 

 

 

 

 

 



Table S8. Polar interactions between CXCR3_CXCL10 CG-MD. 

 

 

 

 

 

  



Table S9. Polar interactions between TMs in CXCR3_CXCL10 CG-MD. 0 ns: Y223-H237, Y235-M254, L256-A253 and V258-M254, 200-300 ns: 

Y150-H337. 

 

 

  



 

  



Table S10. Polar interactions between CXCR3_CXCL11 CG-MD. 

 

  



Table S11. Polar interactions between TMs in CXCR3_CXCL11 CG-MD. 500 ns: Y150-C234, H237, 600: R252-F320, 700 ns: R252-F320, 800 

ns: R252-F320. 

 

 

  



 

  



Table S12. Polar interactions between TMs in CXCR3/GP complex 1 µs. The arginine cage is present at 1000 ns and R149 interacts with TM5 

and TM7. The residue R149 is not oriented to GP in any frame of simulation. 

 



 



 

  



Table S13. Polar interactions between CXCR3_CXCL10 250 ns AA-MD. 

 

  



Table S14. Polar interactions between TMs in CXCR3_CXCL10 250 ns AA-MD. 

 

  



 

  



Table S15. Polar interactions between CXCR3_alpha subunit 250 ns AA-MD. 

 

 


