	Supplementary Table S1. Statistics for protein backbone chemical shifts as a function of amino acid type and secondary structure category derived from the PACSY database.

	(a) 13C( chemical shifts
	 
	 

	Secondary structure category:
	Helix (H)
	(-strand (E)
	Turn (T)
	310 helix (G)
	Coil (C)
	Isolated (-bridge (B)

	Amino acid
	Avg.
	Std. Dev.
	Avg.
	Std. Dev.
	Avg.
	Std. Dev.
	Avg.
	Std. Dev.
	Avg.
	Std. Dev.
	Avg.
	Std. Dev.

	Ala (A)
	54.74
	1.80
	50.97
	1.41
	52.71
	1.97
	53.98
	1.69
	52.07
	2.50
	51.89
	1.54

	Arg (R)
	58.89
	1.91
	54.75
	1.97
	56.17
	2.74
	57.70
	1.89
	55.62
	1.75
	55.34
	2.08

	Asn (N)
	55.36
	1.91
	52.33
	1.58
	53.19
	1.84
	53.87
	1.52
	53.03
	2.36
	52.51
	2.05

	Asp (D)
	56.88
	1.70
	53.61
	2.02
	54.19
	2.31
	55.63
	1.72
	53.78
	1.90
	53.52
	1.65

	Cys (C)
	61.66
	3.27
	56.62
	2.24
	57.91
	2.49
	59.86
	3.16
	56.99
	2.83
	56.94
	2.01

	Gln (Q)
	58.39
	1.73
	54.48
	1.81
	55.97
	2.46
	57.30
	1.75
	55.42
	1.72
	54.58
	1.36

	Glu (E)
	58.95
	1.78
	55.01
	1.47
	56.93
	1.96
	58.11
	1.84
	56.25
	1.86
	55.27
	1.60

	Gly (G)
	47.09
	2.66
	45.01
	1.76
	45.54
	2.28
	46.15
	2.20
	45.29
	2.09
	44.64
	1.35

	His (H)
	58.62
	2.43
	55.17
	1.88
	56.12
	2.00
	56.88
	2.00
	55.80
	2.02
	56.35
	2.25

	Ile (I)
	64.24
	2.31
	59.83
	1.65
	61.04
	3.02
	63.05
	2.57
	60.17
	2.12
	59.99
	1.88

	Leu (L)
	57.41
	1.71
	53.79
	1.58
	55.05
	2.29
	56.28
	2.41
	54.36
	1.92
	54.08
	1.55

	Lys (K)
	58.87
	1.86
	55.07
	1.42
	56.38
	2.28
	57.53
	2.31
	55.89
	2.03
	55.52
	2.01

	Met (M)
	58.09
	2.26
	54.31
	1.43
	55.51
	2.14
	57.74
	2.18
	55.10
	2.17
	54.28
	1.27

	Phe (F)
	60.61
	2.51
	56.43
	1.86
	57.69
	2.58
	59.03
	2.49
	57.19
	2.40
	56.33
	1.75

	Pro (P)
	65.33
	2.08
	62.83
	7.72
	63.27
	2.26
	64.71
	1.95
	62.67
	2.59
	62.07
	1.35

	Ser (S)
	61.01
	1.69
	57.12
	1.52
	58.47
	2.26
	59.97
	1.56
	57.96
	1.70
	57.20
	2.45

	Thr (T)
	65.47
	2.41
	60.92
	2.55
	61.77
	2.19
	63.72
	2.74
	61.05
	2.12
	60.69
	1.96

	Tyr (Y)
	60.70
	2.08
	56.54
	1.95
	57.68
	2.35
	59.04
	2.06
	57.37
	2.00
	57.23
	1.59

	Val (V)
	65.84
	2.22
	60.67
	1.75
	62.23
	2.46
	63.94
	2.22
	61.37
	1.88
	60.90
	2.25

	Trp (W)
	60.09
	2.34
	56.14
	2.30
	57.05
	2.23
	58.28
	2.54
	56.68
	3.54
	56.09
	1.89


	(b) 13C( chemical shifts
	 
	 

	Secondary structure category:
	Helix (H)
	(-strand (E)
	Turn (T)
	310 helix (G)
	Coil (C)
	Isolated (-bridge (B)

	Amino acid
	Avg.
	Std. Dev.
	Avg.
	Std. Dev.
	Avg.
	Std. Dev.
	Avg.
	Std. Dev.
	Avg.
	Std. Dev.
	Avg.
	Std. Dev.

	Ala (A)
	179.03
	3.04
	175.71
	1.48
	177.29
	1.57
	178.24
	1.43
	176.68
	1.86
	176.82
	1.39

	Arg (R)
	178.11
	1.47
	174.79
	1.49
	175.73
	3.56
	177.17
	1.58
	175.60
	1.55
	175.46
	1.67

	Asn (N)
	176.79
	1.66
	174.40
	1.62
	174.82
	1.49
	175.34
	1.65
	174.82
	1.54
	175.18
	1.66

	Asp (D)
	178.04
	1.47
	175.35
	1.63
	175.93
	1.80
	176.73
	1.36
	175.76
	1.39
	175.97
	1.62

	Cys (C)
	176.27
	1.52
	173.72
	2.15
	175.39
	1.75
	175.35
	1.88
	174.46
	2.00
	175.31
	2.52

	Gln (Q)
	177.88
	1.43
	174.64
	1.48
	175.56
	1.47
	176.48
	1.67
	175.37
	1.54
	175.59
	1.58

	Glu (E)
	178.31
	2.91
	175.07
	1.33
	176.25
	1.35
	177.10
	1.53
	175.80
	3.36
	175.39
	1.38

	Gly (G)
	175.46
	1.64
	172.00
	2.31
	173.87
	3.31
	174.76
	1.59
	173.96
	2.08
	173.12
	2.25

	His (H)
	176.76
	1.59
	173.96
	2.66
	174.87
	1.60
	175.65
	1.95
	174.66
	1.69
	175.10
	2.15

	Ile (I)
	177.44
	1.47
	174.76
	1.50
	175.58
	1.65
	176.33
	1.93
	175.26
	1.60
	175.37
	1.83

	Leu (L)
	178.26
	1.54
	175.43
	1.76
	176.59
	1.66
	177.75
	1.64
	176.24
	1.67
	176.65
	1.70

	Lys (K)
	178.09
	2.94
	175.09
	1.39
	176.09
	1.53
	176.45
	8.49
	175.79
	1.55
	175.55
	1.50

	Met (M)
	177.74
	1.52
	174.57
	1.60
	175.76
	1.56
	176.99
	1.90
	175.02
	1.84
	175.08
	1.94

	Phe (F)
	176.85
	1.57
	174.27
	1.81
	175.30
	1.65
	175.84
	1.57
	174.77
	1.82
	174.12
	1.73

	Pro (P)
	178.39
	1.47
	175.72
	10.83
	176.64
	1.81
	177.77
	1.26
	176.27
	4.07
	176.97
	1.37

	Ser (S)
	176.06
	1.47
	173.36
	1.70
	174.42
	1.56
	175.23
	1.58
	174.22
	1.42
	174.02
	2.12

	Thr (T)
	175.91
	1.37
	173.54
	1.69
	174.61
	1.58
	175.41
	1.49
	174.26
	1.50
	174.69
	1.70

	Tyr (Y)
	177.15
	1.57
	174.28
	1.63
	175.14
	1.72
	175.36
	1.60
	174.74
	1.57
	174.42
	2.15

	Val (V)
	177.32
	3.96
	174.63
	1.53
	175.61
	1.56
	176.88
	1.42
	175.24
	1.44
	175.30
	1.83

	Trp (W)
	177.71
	1.55
	175.06
	1.90
	175.75
	1.53
	177.02
	1.58
	175.34
	1.91
	175.08
	1.29


	(c) 15N chemical shifts
	 
	 

	Secondary structure category:
	Helix (H)
	(-strand (E)
	Turn (T)
	310 helix (G)
	Coil (C)
	Isolated (-bridge (B)

	Amino acid
	Avg.
	Std. Dev.
	Avg.
	Std. Dev.
	Avg.
	Std. Dev.
	Avg.
	Std. Dev.
	Avg.
	Std. Dev.
	Avg.
	Std. Dev.

	Ala (A)
	121.72
	2.58
	124.87
	4.27
	123.62
	3.86
	121.96
	3.93
	124.48
	5.29
	124.54
	3.82

	Arg (R)
	119.37
	2.71
	122.57
	4.98
	120.29
	5.10
	119.42
	3.68
	121.70
	3.92
	121.09
	4.33

	Asn (N)
	117.63
	2.63
	121.37
	5.63
	118.77
	4.66
	117.19
	3.30
	119.47
	3.90
	120.30
	4.68

	Asp (D)
	119.65
	2.51
	123.14
	3.90
	120.02
	5.88
	118.50
	6.02
	121.31
	3.74
	121.85
	3.52

	Cys (C)
	118.46
	3.52
	121.93
	4.88
	119.94
	4.83
	118.42
	3.77
	120.79
	4.50
	121.67
	4.49

	Gln (Q)
	118.57
	3.31
	122.02
	5.27
	119.42
	4.88
	118.09
	2.93
	120.74
	4.89
	122.28
	3.67

	Glu (E)
	119.31
	3.03
	122.66
	4.02
	120.67
	4.82
	119.04
	3.50
	121.66
	5.03
	121.15
	3.63

	Gly (G)
	107.81
	4.80
	109.77
	4.08
	110.25
	4.86
	108.24
	4.34
	110.13
	4.05
	109.54
	3.20

	His (H)
	118.52
	2.92
	121.84
	5.16
	119.22
	4.24
	117.15
	3.56
	120.28
	4.07
	121.67
	4.08

	Ile (I)
	119.71
	2.97
	123.28
	4.36
	120.58
	4.48
	118.94
	5.65
	121.50
	4.90
	122.40
	4.55

	Leu (L)
	119.90
	2.76
	124.88
	4.21
	121.42
	5.54
	120.26
	4.14
	122.47
	3.76
	122.93
	3.82

	Lys (K)
	119.47
	2.73
	123.18
	4.09
	120.90
	4.07
	119.01
	3.46
	122.11
	3.76
	121.95
	3.99

	Met (M)
	118.56
	2.71
	122.37
	3.91
	120.26
	3.65
	119.76
	4.28
	120.93
	4.59
	121.09
	3.63

	Phe (F)
	119.59
	3.33
	121.50
	5.09
	119.57
	4.41
	118.51
	4.08
	120.90
	4.33
	119.89
	4.09

	Pro (P)
	122.53
	9.07
	106.32
	36.34
	123.54
	12.32
	123.45
	8.52
	125.82
	12.08
	122.45
	4.33

	Ser (S)
	115.08
	2.85
	117.54
	4.27
	115.92
	4.40
	114.52
	3.73
	116.95
	3.91
	116.56
	3.71

	Thr (T)
	114.87
	4.24
	117.68
	5.93
	113.80
	5.67
	112.88
	5.67
	114.99
	4.18
	113.82
	4.90

	Tyr (Y)
	119.58
	3.23
	121.60
	5.20
	119.63
	4.58
	118.64
	3.85
	120.72
	3.94
	121.23
	3.26

	Val (V)
	119.39
	3.26
	122.66
	4.71
	120.18
	4.60
	118.94
	4.82
	120.91
	4.59
	120.68
	4.82

	Trp (W)
	120.43
	4.94
	122.94
	4.30
	119.53
	7.86
	121.33
	3.75
	121.96
	7.41
	122.78
	2.60


	(d) 1H chemical shifts
	 
	 

	Secondary structure category:
	Helix (H)
	(-strand (E)
	Turn (T)
	310 helix (G)
	Coil (C)
	Isolated (-bridge (B)

	Amino acid
	Avg.
	Std. Dev.
	Avg.
	Std. Dev.
	Avg.
	Std. Dev.
	Avg.
	Std. Dev.
	Avg.
	Std. Dev.
	Avg.
	Std. Dev.

	Ala (A)
	8.10
	0.54
	8.63
	0.65
	8.17
	0.60
	8.11
	0.63
	8.21
	0.56
	8.32
	0.66

	Arg (R)
	8.07
	0.52
	8.63
	0.69
	8.21
	0.67
	8.08
	0.63
	8.23
	0.64
	8.26
	0.79

	Asn (N)
	8.19
	0.55
	8.61
	0.64
	8.41
	0.72
	8.19
	0.56
	8.29
	0.60
	8.43
	0.81

	Asp (D)
	8.21
	0.54
	8.54
	0.60
	8.35
	1.82
	8.26
	0.67
	8.29
	0.54
	8.41
	0.70

	Cys (C)
	8.16
	0.68
	8.76
	0.63
	8.24
	0.71
	8.06
	0.55
	8.37
	0.67
	8.42
	0.64

	Gln (Q)
	8.08
	0.94
	8.59
	0.64
	8.22
	0.66
	8.19
	0.63
	8.27
	0.58
	8.54
	0.64

	Glu (E)
	8.21
	0.59
	8.58
	0.59
	8.41
	0.62
	8.46
	0.83
	8.32
	0.53
	8.16
	0.62

	Gly (G)
	8.27
	0.55
	8.33
	0.83
	8.42
	1.55
	8.35
	0.51
	8.23
	0.58
	8.24
	0.71

	His (H)
	8.00
	0.70
	8.71
	0.65
	8.26
	0.83
	7.97
	0.81
	8.20
	0.67
	8.50
	0.82

	Ile (I)
	8.03
	0.51
	8.74
	0.59
	8.01
	0.71
	8.04
	0.82
	8.07
	0.74
	8.43
	0.81

	Leu (L)
	8.07
	0.54
	8.74
	0.60
	8.10
	0.67
	8.05
	0.65
	8.11
	0.63
	8.50
	0.71

	Lys (K)
	7.99
	0.55
	8.55
	0.61
	8.22
	0.65
	8.01
	0.56
	8.22
	0.54
	8.27
	0.63

	Met (M)
	8.11
	0.49
	8.72
	0.63
	8.19
	0.59
	8.14
	0.68
	8.27
	0.51
	8.45
	0.64

	Phe (F)
	8.21
	0.59
	8.79
	0.64
	8.09
	0.68
	7.97
	0.64
	8.18
	0.74
	8.58
	0.71

	Pro (P)
	-
	-
	-
	-
	-
	-
	-
	-
	-
	-
	-
	-

	Ser (S)
	8.15
	0.49
	8.55
	0.64
	8.26
	0.64
	8.19
	0.63
	8.32
	0.55
	8.38
	0.67

	Thr (T)
	8.05
	0.50
	8.59
	0.62
	8.13
	0.66
	8.03
	0.72
	8.25
	0.62
	8.35
	0.65

	Tyr (Y)
	8.12
	0.60
	8.78
	0.65
	8.02
	0.70
	7.92
	0.76
	8.14
	0.70
	8.48
	0.68

	Val (V)
	8.02
	0.58
	8.70
	0.59
	8.01
	0.72
	8.01
	0.67
	8.12
	0.60
	8.29
	0.74

	Trp (W)
	8.25
	1.86
	8.70
	0.65
	7.84
	0.83
	8.01
	0.62
	8.21
	0.80
	8.32
	0.70


	(e) 1H( chemical shifts
	 
	 

	Secondary structure category:
	Helix (H)
	(-strand (E)
	Turn (T)
	310 helix (G)
	Coil (C)
	Isolated (-bridge (B)

	Amino acid
	Avg.
	Std. Dev.
	Avg.
	Std. Dev.
	Avg.
	Std. Dev.
	Avg.
	Std. Dev.
	Avg.
	Std. Dev.
	Avg.
	Std. Dev.

	Ala (A)
	4.03
	0.31
	4.89
	0.48
	4.24
	0.34
	4.11
	0.34
	4.33
	0.35
	4.54
	0.37

	Arg (R)
	3.98
	0.31
	4.83
	0.50
	4.26
	0.41
	4.07
	0.41
	4.37
	0.39
	4.56
	0.41

	Asn (N)
	4.47
	0.27
	5.06
	0.47
	4.63
	0.36
	4.63
	0.30
	4.70
	0.32
	5.02
	0.51

	Asp (D)
	4.40
	0.22
	4.94
	0.43
	4.58
	0.30
	4.50
	0.28
	4.64
	0.32
	4.87
	0.45

	Cys (C)
	4.16
	0.56
	5.02
	0.74
	4.62
	0.56
	4.43
	0.55
	4.69
	0.50
	4.78
	0.50

	Gln (Q)
	4.00
	0.28
	4.82
	0.45
	4.27
	0.36
	4.15
	0.33
	4.37
	0.34
	4.61
	0.34

	Glu (E)
	4.02
	0.26
	4.84
	0.47
	4.21
	0.34
	4.08
	0.32
	4.33
	0.31
	4.73
	0.48

	Gly (G)
	3.80
	0.37
	4.05
	0.63
	3.93
	0.37
	3.89
	0.42
	3.96
	0.31
	4.00
	0.52

	His (H)
	4.34
	0.54
	5.03
	0.96
	4.58
	0.70
	4.50
	0.58
	4.64
	0.48
	4.78
	0.85

	Ile (I)
	3.68
	0.34
	4.66
	0.45
	4.12
	0.38
	3.95
	0.44
	4.26
	0.43
	4.49
	0.44

	Leu (L)
	3.99
	0.30
	4.88
	0.43
	4.30
	0.34
	4.11
	0.31
	4.39
	0.33
	4.68
	0.42

	Lys (K)
	3.99
	0.30
	4.79
	0.46
	4.25
	0.40
	4.10
	0.39
	4.32
	0.36
	4.58
	0.46

	Met (M)
	4.10
	0.37
	4.97
	0.47
	4.42
	0.37
	4.21
	0.37
	4.45
	0.34
	4.83
	0.45

	Phe (F)
	4.16
	0.42
	5.10
	0.47
	4.55
	0.42
	4.38
	0.43
	4.63
	0.40
	4.98
	0.35

	Pro (P)
	4.20
	0.31
	4.56
	0.48
	4.37
	0.39
	4.20
	0.43
	4.43
	0.32
	4.65
	0.40

	Ser (S)
	4.18
	0.29
	4.99
	0.46
	4.43
	0.34
	4.24
	0.38
	4.51
	0.88
	4.76
	0.46

	Thr (T)
	3.98
	0.30
	4.91
	0.45
	4.37
	0.36
	4.13
	0.37
	4.45
	0.34
	4.79
	0.41

	Tyr (Y)
	4.14
	0.40
	5.08
	0.51
	4.50
	0.44
	4.35
	0.48
	4.62
	0.46
	4.82
	0.37

	Val (V)
	3.61
	0.36
	4.63
	0.46
	4.10
	1.61
	3.83
	0.54
	4.19
	0.43
	4.47
	0.54

	Trp (W)
	4.27
	0.40
	5.15
	0.46
	4.57
	0.44
	4.39
	0.45
	4.68
	0.45
	4.95
	0.48


Supplementary Table S2. Example of the use of PACSY analyzer in carrying out an  advanced search of the PACSY database. 

	(a) Input filter list for PACSY Analyzer

	Table name
	Field name
	Value1
	Value2

	SEQ_DB
	SEQ_COUNT
	80
	100

	 
	CLASS
	A
	-

	 
	PH
	3
	5

	STRC_DB
	MODEL_NO
	1
	-

	 
	SND_STRC
	H
	-

	 
	EDGE
	N
	-

	 
	ATOM_NAME
	CA
	-

	


Abbreviations: SEQ_DB, sequence database; SEQ_Count, number of residues; CLASS, amino acid type (set at A for alanine); PH, pH value; STRC_DB, structure database; MODEL_NO, structural model designator (set as 1 for the first model), SND_STRC, secondary structure type (set at H for helix); EDGE, setting to allow for multiple secondary structure types (set at N to indicate no—only helix; ATOM_NAME, name of the atom queried (set at CA for (-carbon.
	(b) Output filter list for PACSY Analyzer

	Table name
	Field name
	Statistics

	SEQ_DB
	PDB_ID
	-

	 
	CHAIN_ID
	-

	 
	BMRB_ID
	-

	 
	SEQ_COUNT
	-

	 
	PH
	-

	 
	TEMP
	-

	X_DB
	CHAIN_ID
	-

	 
	SEQ_ID
	-

	STRC_DB
	PHI
	-

	 
	PSI
	-

	 
	HDO_PBT
	-

	 
	SAS
	-

	CS_DB
	C_SHIFT
	-


Abbreviations not given above: PDB_ID, Protein Data Bank, structure designator; BMRB_ID, BioMagResBank, accession number; TEMP, temperature at which NMR data were collected; X_DB, peptide chain database; CHAIN_ID, peptide chain designator; SEQ_ID, residue number; HDO_PBT, hydrophobicity; SAS, solvent accessible surface area (Å2); CS_DB, chemical shift database; C_SHIFT, chemical shift. 
	(c) SQL sentence generated by PACSY Analyzer to be submitted to the PACSY database by PACSY Analyzer.

	select SEQ_DB.PDB_ID, SEQ_DB.CHAIN_ID, SEQ_DB.BMRB_ID, SEQ_DB.SEQ_COUNT, SEQ_DB.PH, SEQ_DB.TEMP, A_DB.SEQ_ID, A_STRC_DB.PHI, A_STRC_DB.PSI, A_STRC_DB.HDO_PBT, A_STRC_DB.SAS, A_CS_DB.C_SHIFT from SEQ_DB,A_DB, A_STRC_DB, A_CS_DB where SEQ_DB.CLASS="A" and SEQ_DB.PH BETWEEN 3 and 5 and A_STRC_DB.MODEL_NO=1 and A_STRC_DB.SND_STRC="H" and A_STRC_DB.EDGE="N" and A_CS_DB.ATOM_NAME="CA" and SEQ_DB.SEQ_COUNT BETWEEN 80 and 120 and A_DB.KEY_ID BETWEEN (SEQ_DB.KEY_ID) and (SEQ_DB.KEY_ID+SEQ_DB.SEQ_COUNT) and A_DB.KEY_ID=A_STRC_DB.KEY_ID and A_DB.KEY_ID=A_CS_DB.KEY_ID;


	(d) Query result of the SQL sentence submitted to the PACSY database

	PDB_ID
	CHAIN_ID
	BMRB_ID
	SEQ_COUNT
	PH
	TEMP
	SEQ_ID
	PHI
	PSI
	HDO_PBT
	SAS
	C_SHIFT

	1HUE
	A
	4047
	90
	4.6
	311
	9
	-65.60
	-44.82
	12.74
	14.40
	53.30

	1HUE
	A
	4047
	90
	4.6
	311
	11
	-65.63
	-25.19
	10.97
	12.40
	54.30

	1HUE
	A
	4047
	90
	4.6
	311
	21
	-70.36
	-37.91
	0.00
	0.00
	53.30

	1HUE
	A
	4047
	90
	4.6
	311
	24
	-58.27
	-26.85
	2.57
	2.90
	53.30

	1HUE
	A
	4047
	90
	4.6
	311
	27
	-121.04
	-56.33
	0.00
	0.00
	52.80

	1HUE
	A
	4047
	90
	4.6
	311
	35
	-60.78
	-54.71
	6.81
	7.70
	53.40

	1HUE
	A
	4047
	90
	4.6
	311
	88
	-47.91
	-46.24
	34.07
	38.50
	52.40

	1HUE
	B
	4047
	90
	4.6
	311
	9
	-66.16
	-45.36
	7.79
	8.80
	53.30

	1HUE
	B
	4047
	90
	4.6
	311
	11
	-65.79
	-25.11
	10.53
	11.90
	54.30

	1HUE
	B
	4047
	90
	4.6
	311
	21
	-71.54
	-36.45
	0.00
	0.00
	53.30

	1HUE
	B
	4047
	90
	4.6
	311
	24
	-60.39
	-34.54
	2.30
	2.60
	53.30

	1HUE
	B
	4047
	90
	4.6
	311
	27
	-120.10
	-48.25
	0.00
	0.00
	52.80

	1HUE
	B
	4047
	90
	4.6
	311
	35
	-66.46
	-61.59
	7.70
	8.70
	53.40

	1HUE
	B
	4047
	90
	4.6
	311
	88
	-51.72
	-36.65
	51.15
	57.80
	52.40

	1AAB
	A
	4079
	83
	5
	293
	16
	-53.21
	-28.30
	28.94
	32.70
	54.85

	1AAB
	A
	4079
	83
	5
	293
	63
	-59.60
	-28.52
	7.88
	8.90
	55.04

	1AAB
	A
	4079
	83
	5
	293
	65
	-69.24
	-33.52
	47.61
	53.80
	54.44

	1AAB
	A
	4079
	83
	5
	293
	68
	-73.81
	-34.79
	34.87
	39.40
	54.57

	1QPU
	A
	4759
	106
	4.8
	298
	24
	-55.91
	-63.82
	57.96
	65.50
	53.20

	1QPU
	A
	4759
	106
	4.8
	298
	29
	-62.99
	-50.99
	8.32
	9.40
	52.60

	1QPU
	A
	4759
	106
	4.8
	298
	35
	-57.01
	-45.46
	53.63
	60.60
	52.20

	1QPU
	A
	4759
	106
	4.8
	298
	36
	-68.23
	-31.78
	4.34
	4.90
	51.70

	1QPU
	A
	4759
	106
	4.8
	298
	37
	-72.24
	-34.66
	2.65
	3.00
	52.00

	1QPU
	A
	4759
	106
	4.8
	298
	40
	-60.75
	-33.13
	1.24
	1.40
	51.40

	1QPU
	A
	4759
	106
	4.8
	298
	75
	-62.42
	-38.01
	2.21
	2.50
	52.80


	PDB_ID
	CHAIN_ID
	BMRB_ID
	SEQ_COUNT
	PH
	TEMP
	SEQ_ID
	PHI
	PSI
	HDO_PBT
	SAS
	C_SHIFT

	1QPU
	A
	4759
	106
	4.8
	298
	79
	-60.99
	-35.59
	1.77
	2.00
	53.30

	1QPU
	A
	4759
	106
	4.8
	298
	87
	-62.33
	-48.44
	0.00
	0.00
	53.20

	1QPU
	A
	4759
	106
	4.8
	298
	89
	-62.56
	-52.52
	48.41
	54.70
	52.70

	1QPU
	A
	4759
	106
	4.8
	298
	90
	-67.20
	-14.28
	22.12
	25.00
	52.30

	1QPU
	A
	4759
	106
	4.8
	298
	91
	-61.59
	-31.55
	3.89
	4.40
	51.80

	1QPU
	A
	4759
	106
	4.8
	298
	100
	-57.60
	-58.87
	43.45
	49.10
	52.30

	1XSX
	A
	5891
	95
	5
	308
	12
	-64.59
	-34.13
	17.17
	19.40
	55.13

	1XSX
	A
	5891
	95
	5
	308
	16
	-64.33
	-34.37
	18.41
	20.80
	54.50

	1XSX
	A
	5891
	95
	5
	308
	35
	-54.51
	-48.33
	76.19
	86.10
	55.13

	1XSX
	B
	5891
	95
	5
	308
	12
	-64.63
	-33.07
	15.93
	18.00
	55.13

	1XSX
	B
	5891
	95
	5
	308
	16
	-63.85
	-40.06
	19.03
	21.50
	54.50

	1XSX
	B
	5891
	95
	5
	308
	35
	-55.52
	-49.18
	73.36
	82.90
	55.13

	2JN6
	A
	15086
	97
	4.5
	298
	14
	-60.40
	-45.57
	0.18
	0.20
	55.82

	2JN6
	A
	15086
	97
	4.5
	298
	16
	-64.40
	-33.47
	26.55
	30.00
	55.82

	2JN6
	A
	15086
	97
	4.5
	298
	30
	-64.91
	-37.35
	0.18
	0.20
	56.41

	2JN6
	A
	15086
	97
	4.5
	298
	60
	-60.55
	-31.08
	38.85
	43.90
	53.37

	2JN6
	A
	15086
	97
	4.5
	298
	61
	-93.40
	1.20
	53.01
	59.90
	53.42

	2JN6
	A
	15086
	97
	4.5
	298
	65
	-49.69
	-32.62
	34.69
	39.20
	55.03

	2JS1
	A
	15350
	80
	4.5
	298
	29
	-61.20
	-45.12
	0.00
	0.00
	55.33

	2JS1
	A
	15350
	80
	4.5
	298
	50
	-71.93
	-49.37
	18.94
	21.40
	55.24

	2JS1
	A
	15350
	80
	4.5
	298
	62
	-70.41
	-58.10
	2.12
	2.40
	55.54

	2JS1
	B
	15350
	80
	4.5
	298
	29
	-75.48
	-45.25
	0.00
	0.00
	55.33

	2JS1
	B
	15350
	80
	4.5
	298
	50
	-67.90
	-50.22
	17.96
	20.30
	55.24

	2JS1
	B
	15350
	80
	4.5
	298
	62
	-72.04
	-49.39
	3.72
	4.20
	55.54
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