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Supplementary Table 2. Improvement of model accuracy in the distorted second TMH of GPCRs. The most accurate among the five lowest energy selected models (see Methods) is reported in the table. a R.m.s. deviation over C atoms (in Å) of TMH2 to the crystal structure. b Geometric Distance Test (GDT). This value is the average of four-numbers: the numbers of residues aligned between template or model and crystal structure within 1 Å, 2 Å, 4 Å and 8 Å 3. c Geometric Distance Test with High-Accuracy (GDT-HA). This value is the average of four-numbers: the numbers of residues aligned between template or model and crystal structure within 0.5 Å, 1 Å, 2 Å and 4 Å 2. <PHI> and <PSI> represents the average deviation of backbone dihedral angles between template or model and native structure in the de novo rebuild bend region.

	X-ray structure
	Receptor template
	Receptor template
	Rosetta

	
	
	<PHI>
	<PSI>
	TM2 (C rmsd (Å)a / GDTb / GDT-HAc) 
	<PHI>
	<PSI>
	TM2 (C rmsd (Å)a / GDTb / GDT-HAc)

	1U19
	2Z73
	21.5
	55.7
	1.8 / 0.88 / 0.76
	23.7
	15.9
	0.73 / 0.98 / 0.86

	
	3ODU
	21.4
	15.9
	0.95 / 0.95 / 0.81
	16.8
	13.0
	0.57 / 0.99 / 0.92

	2RH1
	2Z73
	31.6
	51.9
	1.8 / 0.87 / 0.74
	21.9
	12.3
	1.1 / 0.93 / 0.82

	
	3ODU
	21.1
	18.9
	1.0 / 0.93 / 0.81
	14.4
	9.6
	0.66 / 0.99 / 0.90

	3EML
	1U19
	32.1
	51.1
	1.4 / 0.87 / 0.75
	5.2
	4.6
	0.79 / 0.97 / 0.88

	
	2Z73
	30.5
	56.2
	2.0 / 0.84 / 0.72
	17.0
	15.4
	1.5 / 0.89 / 0.77

	
	3ODU
	25.8
	16.3
	1.7 / 0.84 / 0.72
	16.4
	7.8
	1.1 / 0.91 / 0.79

	2Z73
	1U19
	25.3
	57.1
	1.3 / 0.90 / 0.80
	26.4
	46.5
	1.1 / 0.93 / 0.83

	
	3EML
	37
	55.4
	1.8 / 0.87 / 0.75
	21.9
	12.4
	1.0 / 0.92 / 0.80

	
	3ODU
	31.6
	54.1
	1.3 / 0.89 / 0.78
	31.6
	27.6
	0.65 / 0.97 / 0.86

	3PBL
	3ODU
	28.3
	17.3
	0.93 / 0.95 / 0.81
	10.7
	20.2
	0.59 / 1.00 / 0.88

	3ODU
	2RH1
	20.8
	17.3
	1.1 / 0.92 / 0.80
	8.8
	7.2
	0.76 / 0.98 / 0.87

	
	2Z73
	25.6
	54.1
	1.8 / 0.86 / 0.73
	16.1
	12.7
	1.1 / 0.94 / 0.82

	
	3EML
	73.1
	43.1
	2.0 / 0.80 / 0.69
	15.0
	10.6
	1.6 / 0.86 / 0.70

	4DJH
	3UON
	16.8
	27.0
	0.83 / 0.95 / 0.87
	9.2
	9.9
	0.72 / 0.96 / 0.88

	3V2Y
	1U19
	11.5
	12.9
	1.4 / 0.90 / 0.77
	8.2
	5.1
	0.88 / 0.93 / 0.87

	
	3ODU
	16.6
	13.3
	1.3 / 0.90 / 0.78
	6.8
	6.1
	 1.1 / 0.93 / 0.83

	
	3RZE
	19.5
	8.7
	1.2 / 0.90 / 0.80
	5.7
	5.2
	0.30 / 1.00 / 0.99

	4EJ4
	3RZE
	13.8
	17.8
	0.90 / 0.94 / 0.86
	10.4
	15.1
	0.68 / 0.96 / 0.86

	3UON
	3ODU
	22.4
	24.9
	0.80 / 0.93 / 0.87
	11.1
	10.0
	0.30 / 1.00 / 0.96

	4DAJ
	3ODU
	27.9
	30.0
	0.70 / 0.96 / 0.88
	13.1
	16.9
	0.66 / 0.98 / 0.86




Sl ot
s e Boer, . B .

Suppiematoy T 2 Iprovementof modl scursy n the dstoad
second THH of GPERs. The st s aming e e foest enrgy
okt ot s bk epre o . R, devsn o
G o 1 A)f TWEZ 1 eyl s * G D Tt

GOT) T vt 1 h avrae f furumors: h mmr o e
pedbtwee ot o st nd cyl s b 1 A.2 4 A
3. Gametc Distnc Tst i i curcy (COTHA) T v
AR —
e o s svches i 05 A, 1 A2 a4 A" <591 ar <4755

S —




