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FIG. S1. Ramachandran plot of the selected model generated by SWISS-MODEL.
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FIG. S2. Quality estimate of the homology model.
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FIG. S3. Predicted Local Similarity to target for the homology model.
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TABLE S1. The top 50 filtered templates generated by SWISS-MODEL

Template Seq Identity QSQE Resolution  Seq Similarity Coverage Description

Suen.1.B  23.50 0.44 320 A 0.31 0.85 Adenosine receptor A1, Soluble cytochrome b562, Adenosine receptor Al
Suen.l.A  23.50 0.43 320A 0.31 0.85 Adenosine receptor A1, Soluble cytochrome b562, Adenosine receptor Al
svs4 1A 3211 016 390 A 035 085 5-hydroxytryptamine receptor 1B, OB-1 fused 5-HT1b receptor,

5-hydroxytryptamine receptor 1B
5-hydroxytryptamine receptor 1B, OB-1 fused 5-HT1b receptor,

5v54.1.B  32.11 0.15 3.90 A 0.35 0.85 S-hydroxytryptamine receptor 1B

diag 1A 31.95 015 280 A 035 0.86 Chimera protein of human 5-hydroxytryptamine receptor 1B and E. Coli
soluble cytochrome b562

Sarl A 3220 270 A 036 0.85 Chimera protein of human 5-hydroxytryptamine receptor 1B and E. Coli
soluble cytochrome b562

21524 23.66 280 A 032 0.87 Muscarinic acetylcholine receptor M3, Lysozyme, Muscarinic acetylcholine
receptor M3

Sshp 1A 23.16 3104 032 0.87 Muscarmu.: acetylcholine receptor M3, Endolysin, Endolysin, Muscarinic
acetylcholine receptor M3

S/hp2.A - 23.16 310 A 032 0.87 Muscarln@ acetylcholine receptor M3, Endolysin, Endolysin, Muscarinic
acetylcholine receptor M3

4ul5.1A  23.66 280 A 032 0.87 Muscarinic acetylcholine receptor M3, Lysozyme, Muscarinic acetylcholine
receptor M3

Swin..LA - 29.61 1.96 A 0.34 0.86 D(4) dopamine receptor, soluble cytochrome b562 chimera

Stgz.1.A 19.11 2.80 A 0.28 0.90 Cannabinoid receptor 1, Flavodoxin, Cannabinoid receptor 1

Sdsg2 A 2172 260 A 031 0.88 Muscarml? acetylcholine receptor M4, Endolysin, Endolysin, Muscarinic
acetylcholine receptor M4

Sdsg 1A 2172 260 A 031 0.88 Muscarlm(? acetylcholine receptor M4, Endolysin, Endolysin, Muscarinic
acetylcholine receptor M4

Stn A 2744 290 A 033 0.84 Chimera protein of human 5-hydroxytryptamine receptor 2B and E. Coli
soluble cytochrome b562

SkqlB 1722 0.04 290 A 028 0.88 Platelet-activating factor receptor, Endolysin, Endolysin, Platelet-activating
factor receptor

6bqg.1. A 29.37 3.00 A 0.34 0.84 5-hydroxytryptamine receptor 2C, Soluble cytochrome b562

Stud.1.A° 26.12 3.00 A 0.33 0.84 5-hydroxytryptamine receptor 2B, Soluble cytochrome b562 chimera

6drz.1.A  26.77 3.10A 0.33 0.85 SHT2B receptor, BRIL chimera

Syc8. 1A 22.40 250 A 032 0.85 Muscar%n%c acetylchol%ne receptor M2, Redesigned apo-cytochrome b562,
Muscarinic acetylcholine receptor M2

4ib41A 2651 270 A 033 0.85 Chimera protein of human 5-hydroxytryptamine receptor 2B and E. Coli
soluble cytochrome b562

SAkb 1A 2240 295 A 032 0.85 Muscanm(.: acetylcholine receptor M2, Apo-cytochrome b562, Muscarinic
acetylcholine receptor M2

6dry.1.A  25.65 292 A 0.32 0.85 SHT2B receptor, BRIL chimera

Smzj.l.A 2422 2.00 A 0.31 0.85 Adenosine receptor A2a, Soluble cytochrome b562, Adenosine receptor A2a

6a93.1.A  29.17 3.00 A 0.34 0.80 5-hydroxytryptamine receptor 2A, Soluble cytochrome b562

4nc3 1A 2651 280 A 033 0.85 Chimera protein of human 5-hydroxytryptamine receptor 2B and E. Coli

soluble cytochrome b562
S5iu7.1.A 2422 1.90 A 0.31 0.85 Adenosine receptor A2a, Soluble cytochrome b562, Adenosine receptor A2a

Muscarinic acetylcholine receptor M2, Redesigned apo-cytochrome b562,

SZBLA 2344 3.00 A 0.33 085 Muscarinic acetylcholine receptor M2

6drx.1.A 26.65 3.10 A 0.33 0.84 SHT2B receptor, BRIL chimera

Suig.1.A 23.70 3.50 A 0.31 0.85 Adenosine receptor A2a, Soluble cytochrome b562, Adenosine receptor A2a
6aqf.1.A  23.24 2.51A 0.31 0.85 Adenosine receptor A2a, Soluble cytochrome b562, Adenosine receptor A2a
6mh8.1.A 24.21 420 A 0.31 0.84 Adenosine receptor A2a, Soluble cytochrome b562 chimeric construct
6bgh.1.A  29.37 2.70 A 0.34 0.84 S5-hydroxytryptamine receptor 2C, Soluble cytochrome b562
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TABLE S1. Continued

Template
5jtb.1.A

6a93.2.A
Sgli.1.A

6j21.1.A
6j20.1.A
Sxpr.1.A

5nj6.1.A

5ndd.1.A

4pxz.1.A
4py0.1.A
4z34.1.A
4z35.1.A
6g79.1.D
4ntj.1.A

Sxjm.1.A
6dol.1.A

57kq.1.A

Seq Identity
2421
29.17
16.00
18.30
17.99
16.46

18.35

18.04

18.65
18.65
17.21
17.21
36.15
18.65

17.55
20.00

17.22

QSQE Resolution

2.80 A
3.00 A
250 A
320A
270 A
3.60 A

4.00 A

2.80 A

2.50 A
3.10A
3.00 A
2.90 A
NA

2.62A

320A
290 A

2.90 A

Seq Similarity
0.31
0.34
0.28
0.30
0.30
0.28

0.30

0.30

0.29
0.29
0.29
0.29
0.38
0.29

0.29
0.31

0.28

Coverage
0.84
0.80
0.89
0.86
0.86
0.89

0.84

0.84

0.86
0.86
0.81
0.81
0.76
0.86

0.84
0.83

0.88

Description

Adenosine receptor A2a, Soluble cytochrome b562, Adenosine receptor A2a
5-hydroxytryptamine receptor 2A, Soluble cytochrome b562

Endothelin Receptor Subtype-B

Substance-P receptor, Endolysin

Substance-P receptor, Endolysin

Endothelin B receptor, Endolysin, Endothelin B receptor

Proteinase-activated receptor 2, Soluble cytochrome b562, Proteinase-activated
receptor 2

Lysozyme, Proteinase-activated receptor 2, Soluble cytochrome b562,
Proteinase-activated receptor 2

P2Y purinoceptor 12, Soluble cytochrome b562

P2Y purinoceptor 12, Soluble cytochrome b562

Lysophosphatidic acid receptor 1, Soluble cytochrome b562
Lysophosphatidic acid receptor 1, Soluble cytochrome b562
5-hydroxytryptamine receptor 1B

P2Y purinoceptor 12, Soluble cytochrome b562, P2Y purinoceptor 12

Type-2 angiotensin II receptor, Soluble cytochrome b562, Type-2 angiotensin
II receptor

Type-1 angiotensin II receptor, Soluble cytochrome b562 BRIL fusion protein

Platelet-activating factor receptor, Endolysin, Endolysin, Platelet-activating
factor receptor
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