Table S1. Details of the PDB file, contact distance, atoms involved and
geometric parameters describing Trp-aromatic

interaction
PDR Resoluticen R TRP Partner Shortest Contact
Theta Phi D 6xy Dz
CODE factor ------ —-meemmmm—mmmem e mm e oo
(T-P)
Res.No. Res Res.No. Trp Partner Distance
Atom Atom (Angstrom)

1531 1.60 0.15 B84 FHE 91 CZz (D1 3.68
22.88 39.06 5.22 2.03 4.81 :

1531 1.60 0.15 107 TYR 48 CHZ OH 3.71
42 .97 88.17 7T.39 5.04 -5.41

1531 1.60 0.15 134 PHE 131 CE2 CG 3.57
34.74 29.76 4.26 2.43 -3.50

i531 1.60 0.15 134 TYR 157 CZ3 CD1 3.98
19.74 95.72 5.67 1.91 5.34

1931 1.33 0.18 108 TRP 28 CHZ CZ3 3.85
39.71 96.12 7.37 4.71 5.67

1931 1.33 0.18 28 TRP 108 CZ3 CH2 3.85
£65.1% 114.63 7.37 6.89 2.62

1931 1.33 0.18 111 TYR 23 cz2 CE1 3.80
36.88 35.57 5.985 3.57 -4.76

1931 1.33 ¢.18 123 FHE 34 CzZ2 C2 3.73
56.32 31.11 6.00 4.59 -3.33

lade 2.00 0.20 39 A TYR 372 A CDhl CE1l 3.38
64.05 -87.82 5.72 5.14 -2.51

lade 2.00 0.20 365 B TYR 347 A CZ3 OQOH 3.81
42.30 102.10 6.45 4,34 4.77

lamp 1.80 0.16 13 PHE 137 C23 CDl1 3.63
84.0% 105.50 7.07 7.03 -0.73

lamp 1.80 0.16 48 PHE 32 cG cz 3.95
33.16 -136.72 5.81 3.23 -4.55

lamp 1.80 0.16 233 TYR 148 NE1 OH 2.91
79.10 -21.25 6.30 6.19 1.19

lamp 1.80 0.16 233 TYR 238 CE3 (D2 3.5%9
85.81 149.10C 6.48 6.46 -0.47

laoz 1.90 0.20 B A TYR 6 A NE1 CD2 3.87
50.49 -1.58 5.80 4.47 -3.69

lacz 1.90 0.20 8 A TRP 61 A C23 CH2 3.95
64.53 103.81 B.41 7.58% -3.82

laoz 1.90 D.20 61 A TRP 8 A CH2 CZ3 3.95
87.09 B4 .84 8.41 8.40 -0.43

laoz 1.50 0.20 B A TYR 103 A CH2 C(CZ 3.51
68.40 81.43 6.07 5.64 2.24

laoz 1.90 0.20 15 A FHE 31 A NE1l CD2 3.56
45.92 -66.43 5.87 4.22 4.08

laoz 1.80 0.20 61 A TYR 91 A NE1 CD1 3.70
B4.32 -2.66 5.17 5.14 0.51

laocz 1.80 0.20 61 A PHE 93 A CE2 CE2 3.67
20.55 -109.74 4.69 1.64 -4.39

1a0z 1.590 0.20 144 A HIS 1456 A NE1l (D2 3,72
70.92 -55.38 6.36 6.01 -2.08

laoz 1.90 0.20 277 A TYR 186 A NE1l ©OH 3.09
73.01 -16.62 5.85 5.5 -1.71

laoz 1.90 0.20 362 A HIS 445 A CH2 CE1 3.48

44,58 96.33 5.54 3.89 -3.94
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0.19
6.28
0.18
5.55
0.18
4.82
0.18
5.62
0.18

0.18

G.18
6.38
0.18
5.60
0.18
6.90
0.18
5.47
0.18
5.47
0.18
4.64
0.18

0.18

0.81

104
-1.86
104
0.23
216 A
-1.32
216 A

216 A
-2.40
216 A

216 2

239 A
-4 .66
239 A
-1.45
98 A
-1.65
185 A
~2.23
203 A

46

153

153
-2.56
217
1.75
217
-4.38
28

112
4.75
112
-2.10
135
~3.26
141
2.22
141
4.03
152
-4.35
1s2
3.74
135
4.62
290
0.10
141
4.56
40
1.8
40
-2.33

PHE

PHE

TYR

PHE

PHE

TYR

TYR

TYR

TYR

PHE

PHE

TYR

TYR

TYR

TYR

TYR

TYR

PHE

PHE

TYR

TRP

TYR

PHE

TYR

TRPE

TRP

TRP

HIS

TYR

PHE

73

188

110

206

212

215

2189

230

236

33

40

246

65

135

150

199

24

99

143

192

127

287

10

135

2850

135

297

67

197

NE1

CZ3

cz3

NE1

cD1

NE1

CZ3

CE3

CE3

CE3

CH2

CcG

jsinki

CHz

CcD1

NE1

CD1

CE3

Cb2

Ch1

CcD1

CcZ3

CD1

cz2

CH2

CH2

NE1l

CE2

czz

Caz2

CZ

CE1l

cD2

CcZ

CEl

CDh1

D2

CE2

CcD1

CE2

CE2

cD2

OH

CZ

CE1l

OH

D1l

CZ

CZ

chz2

CHz

OH

CEl

CE2

CD1

NE1l

CH2

CEl

OH

CE2

.72

.39

.62

.B4

.65

.61

T

.71

.93

.92

.40

.60

.39

.34

.46

.72

.76

.78

.56

.37

.42

.66

.64

7T

.42

.48

.49

.70

.54

.51



lscs 1.60

29.48 18.47
1scs 1.60
10.81 57.63

lscs#t 1.60
86.24 26.77
lece# 1.60

82.60 -16.25
iscs# 1.60
18.68 25.22
1slt 1.90
68.19 77.51
1sri 1.65
44,45 -96.99
lsri 1.65
76.94 50.81

1sri 1.65

25.47 41.72
1sri 1.65
47.68 -11.20

1sri 1.65
43.22 -177.39
1sri 1.65

85.53 35.30
1sri 1.65
77.83 64.12
1sri 1.65
74 .81 20.49
1sri 1.65
74 .64 71.27
1eri 1.65
78.61 150,28
1sri 1.65
49 .38 50.93

1sri 1.65
38.76 -35.5%
lsri 1.65
47.81 -121.26
lsri 1.65
40.18 -54.,09
ltca 1.55
45.79 -16.33
ltca 1.55
51.57 68.386
ltca 1.55
50.90 -13.20
ltca 1.55
16.18 47.45
ltca 1.55
64.61 -12.17
1tml 1.80
37.39 -142.57

i1tml 1.80
§8.82 130.35
1tml 1.80
72.53 150.89

ltml 1.80
42.15 68.03
1tml 1.80
63.02 161.41

.18

.93

0.18

.00

0.18

.67

0.18

.30

0.18

.67

0.17

.43

0.17

.05

0.17

.01

0.17

.28

0.17

.55

.17
55
0.17

.34

0.17

.90

c.17

.88

0.17

.88

0.17

.46

0.17

.42

0.17

.14

Q.17

.14

.17
o7
0.16

.16

0.16

.63

0.16

.97

0.16

.56

0.1¢

.10

0.1l8

.80

0.18

.20

0.18

.15

0.18

.28

0.18

.87

1.83

6.66

6.25

3.85

5.19

3.86

1.27

5.51

3.52

6.20

4.43

88

10%

182

182

-0.

182
-3
68

-2.

21

-4.

21

-1.

75

75

92

75

-0

79

79

92

-2.

79
92
92
-4
108
92
52
-3
52
104

113

113

-2.

16

-4,

41

97

g7

162

.42

.51

.44

B2

.47

02

32

59

.86

.06

.31

.49

.45

.06

5}

.0B

.53

.79

.12

.64

.60

.12

.13

.38

61

61

.13

.85

.65

.25

HIS

PHE

TYR

TYR

HIS

HIS

FHE

TYR

PHE

TRP

TRP

PHE

TYR

TRP

TRP

TYR

TYR

TRP

TRF

FHE

PHE

TYR

HIS

PHE

TYR

FHE

TYR

TYR

FHE

HIS

180

128

12

100

205

44

29

986

29

52

75

130

43

92

7¢

54

43

108

92

130

131

234

224

117

300

274

73

94

101

159

CEZ2

CZ2

cz2

NE1

CE2

CH2

D1

CH2

CE2

NE1

CE3

CH2

CHZ2

cZ2

CH2

cz3

czZz2

NE1

cDl

NE1

CZ2

CH2

cz2

CE2

NE1l

CG

CZ3

CE3

CH2

CE3

CcD2

CZ

CH

OH

NEZ2

aic)

cp2

CEl

CEl

CE3

NE1

CE2

CD1l

CHZ

Cczz2

chl

OH

CDl

NE1

Ca

Ca

CDl

CcD2

D2

OH

CEZ

CG

CEl

CcD2

NE2

.51

.74

.32

.58

.43

.38

.8¢

.76

.66

. G5

.05

.83

.63

.89

.89

.69

.44

.84

.84

.86

.62

.76

.73

.63

.00

.91

.52

.72

.90

.36



ltml
28.86
1ten
B5.18
lten
35.62
lton
7.66 -
1tontt
68.15
1tph
29.11
itph
66.69
1tph
22.81
ltrk
72.94
ltrk
79.64
ltrk
86.34
ltrk
33.41
ltrk
6.67
ltrk
55.36
itrk
22.91
1ltsp
72.54
ltsp
55.96
ltys
66.20
ltys
67.45
ltys
73.63
ltys
40.38
ltys
33.42
itys
34.81
1tys
75.33
ltys#
46.87
1tys
84.40
ludg
45.37
ludg
16.15
ludg
69.14
ludg
55.62

1.80
-63.66
1.80
93.50
1.80
26.68
1.80
174.47
1.80
-78.10
1.80
58.90
1.80
-57.71
1.80
-38.31
2.00
-11.67
2.00
106.85
2.00
-34.67
2.00
~143,26
2,00
168.03
2.00
72.77
2.00
77.90
2.00
49,91
2.00
89.41
1.80
145.76
1.80
-106.64
1.80
90.48
1.80
-77.00
1.80
65.00
1.80
11.81
1.80
16.87
1.80
119.21
1.80
125.92
1.75
120.83
1.75
83.90
1.75
125.83
1.75
-3.06

0.18

0.20

0.20

0.20
4.61
0.20

0.19

0.19
5.54
0.19
3.75
0.1e
4.95
0.16

0.16

0.16

0.16
4.87
0.16
6.21
0.16

0.18

0.18
6.72
0.18

0.18

0.18
6.67
G.18
6.67
0.18
5.76
0.18
5.45
0.18
7.16
0.18
7.25
0.18
7.33
0.20
6.25
0.20
6.34
0.20

0.20

0.58

5.09

1.46

4.73

3.01

0.59

4 .45

4.74

162

312

-4.

212

-4.83

312

623

207

-2.

315

-3.

61

61

-2.

61

-1.

80

-5.

98
-4
98
98

133

-4.

201
-0
19
-4
32

-6.

71
-2
71

-3.

.53

.82

a7

76

-44

53

B8

o8

.80

47

.81

95

.71

.39

09

.26

24

HIS

PHE

HIS

HIS

TYR

PHE

PHE

HIS

FPHE

TYR

TRP

TRP

TYR

PHE

PHE

TYR

TYR

PHE

TYR

TRP

TRP

PHE

PHE

TYR

PHE

HIS

PHE

TRF

TRP

PHE

163

8BS

107

91

172

144

185

63

83

312

57

207

316

591

328

377

62

71

80O

61

62

150

181

149

32

22

71

32

65

NE1

CZ3

CE2

CD2

D1

czz

CD1

CD1

CcZ2

c23

NE1

CG

CD2

CH2

CH2

CH2

cz3

CZ3

CD1

CZ3

NE1l

CHz2

Cz2

CcZz2

CG

CZ3

CZ2

cz3

CZ3

cz2

NE2

CE1l

CD2

CDz

CEl

CE2

oie]

CEl

CcD2

CEl

CG

NE1

CcDz

Cch2

CEl

CEl

CDz2

CEl

cp2

NE1

CZ3

CDz2

CE1l

OH

CEZ

cD2

CE2

Cz3

cz3

CcD1

3.58

3.89

3.75

3.83

3.77



ludg 1.75%
20.85 18.75
ludg 1.75
83.05 153.55
ludg 1.75
59.97 95.20
iudg 1.75
83.43 133.54
ludg 1.75
3.92 -145.03
ludg 1.75%
84.68 -43.41
ludg 1.75
12.52 141.97
ivhh 1.70
51.72 78.79
1vhh 1.70
67.35 3.98
1vhh 1.70
50.83 72.67
1vhh 1.70
87.91 131.4¢6
lwht 2.00
59.14 -111.33
1iwht 2.00
42.98 159.87
1wht 2.00
83.06 -46.96
1wht 2.00
56.81 -114.57
lwht 2.00
35.53 11.58
lwht 2.00
82.43 75.689
1wht 2.00
33.84 121.29
1wht 2.00
41.10 -150.43
1wht 2.00
27.06 -22.59
lwht 2.00
56.02 42.57
lwht 2.00
26.14 -141.51
1wht 2.00
65.00 -31.93
1lwht 2.00
56.18 -126.75
lwht# 2.00
83.87 7B.65
1xnb 1.4%
82.924 109.90
1xnb 1.49
21.49 -129.51
1xnbk 1.49
54.53 -46.17
1xnb 1.49
77.15 81.70
1xnb 1.49
74.48 -B1l.56

0.20

c.20

0.20

0.20

0.20
4.86
0.20

0.20

0.1%
6.52
0.19
5.51
0.19
6.24
0.1%
6.55
0.18
6.37
0.18
4.23
0.18
5.17
0.18
5.8¢
0.18
4.11
0.18
6.60
0.18
5.93
0.18
4.74
0.18

0.18
6.81
0.18
5.2¢6
0.18
5.69
0.18

6.18
6.16

0.17
7.22

0.17

0.17

0.17
6.16

0.17
6.27

2.03

5.67

6.15

6.29

0.33

5E.75

5.45

6.55

5.47

2.89

5.13

4.50

2.39

5.65

138

242

165
-3
188
-0
188

.34

.69

.56

.72

4.858

188

242

125

-4

173

173

173

49

84

126

-0.

126

-3
126
126

192

-4.

183
-3
ios

308

331
-4
368
-2
380

193

-0.

30
-4
71
71

71

-1.

.54

.08

.04

.12

.04

.24

.27

.08

62

.21

.34

.87

S92

.57

.97

.BO

.72

.41

.17

66

.69

.50

.36

.37

68

TRP

TRP

PHE

PHE

PHE

HIS

PHE

PHE

PHE

TYR

HIS

FHE

PHE

TYR

PHE

PHE

TYR

PHE

TYR

TYR

TYR

PHE

TRP

TRP

TYR

TYR

PHE

TYR

PHE

TYR

242

138

69

101

219

224

225

74

48

175

183

92

411

32

122

130

133

189

203

147

151

414

380

369

348

26

36

69

125

166

czz

CE3

CZ3

CE3

CE2

NE1l

cD2

CH2

NE1l

CH2

CZ3

Ccbl

CE3

NE1

Ccbhl

CH2

Cz3

cG

NE1

CH2

cG

NE1

cG

CH2

CZ3

810

NE1

CH2

NE1l

CE3

Cz2

CZ

CZ

cz

ND1

cbl

CEl

ch2

cG

CDZ2

cpl

CcG

CEl

CZ

CE1l

Cchz2

CE1l

Ch2

CH

OH

cDl

cG

NE1l

Cz

CG

cza

OH

CE1l

OH

.82

.82

.96

.78

.61

.07

.89

.68

.67

.68

.62

.68

.41

.62

.53

.23

.60

.90

.28

.52

.59

.41

.23

23

.61

.87

.50

.01

.66

.34



1xnb
38.22
1xnb
34.50
1xnb
48.26
ixnb
63.597
1xnb
81.36
1xyl
24.50
1xyl
58.99
1xyl
77.49
1xyl
73.74

1xyl$

61.77
1xyl
13.14
1xyz
51.73
1xyz
52.95%
1xyz
86.70
1xyz
70.32
1xyz
29.20
1xyz
73.11
Z2abk
71.74
2acqg
63.97
2Zacq
89.42
2acq
60.07
Zacqg
87.84
2acg
66.40
2acg
70.31
2acqg
43.63
2acqg
33.95
2acq
83.97
Zacqg
62.17
2acqg
85.06
2acg
72.14

1.49
S4.87
1.49
159.44
3.49
93.12
1.49
110.57
1.49
89.12
1.80
135.76
1.80
46.84
1.80
127.92
1.80
68.27
1.80
80.08
1.80
125.66
1.40
-59.52
1.40
28.19
1.40
31.94
1.40
-74.90
1.40
-53.75
1.40
13.1%
1.85
93.39
1.76
-121.08
1.76
52.28
1.76
74 .67
1.76
135.46
1.76
94.58
1.76
-78.95
1.76
3.83
1.76
-72.08
1.76
23.27
1.76
-58.36
1.76
108.68
1.76
144.35

0.17
4,57
0.1%
5.91
0.17
6.69
0.17
7.11
0.17
7.61
c.1i8
4.55
0.18
6.35
0.18
5.59
0.18
6.27
0.18
6.62
0.18
5.01
0.18
5.30
G.18
6.43
0.18
6.43
0.18
6.40
6.18
6.40
0.18
4.56
0.19
7.27
6.17
5.72
0.17
7.37
0.17
7.37
0.17
5.96
0.17
7.52
0.17
7.52
0.17
5.97
0.17
5.58
0.17
5.84
0.17
5.60
0.17
7.17
0.17
6.55

6

.83

.34

.98

.39

.52

.89

.44

.46

.02

.83

.14

.16

.13

-42

.03

.12

.75

.90

.14

.37

.38

.96

.85

.08

.12

.11

.81

.85

.14

.23

129

153

153

164

164

-1.

is

-4.

15

136

136

-1.

236

268

600

607

-3

659

7895

BO3

B03

178

111

111

235

.59

.87

.45

.12

14

14

.27

.21

75

.13

.88

.28

.87

.37

.15

.59

LAd4

.28

.51

.07

.68

.22

.01

.54

.32

.63

.61

.62

.62

TYR

TYR

PHE

TYR

FHE

HIs

HIS

PHE

FHE

PHE

PHE

HIS

PHE

PHE

TRP

TRP

HIS

PHE

TYR

TRP

TRP

HIis

TRP

TRP

PHE

PHE

PHE

HIS

PHE

HIS

80

128

146

79

146

53

284

93

525

201

268

601

564

564

803

795

723

171

48

218

20

110

111

79

115

121

122

110

311

187

c23

CE3

CHz

CZ3

cz3

CE3

CH2

CE3

CH2

CZ3

cD2

cD1

cz22

CZz2

cDl

NE1

cZ2

CZ3

CcD1

CH2

CH2

CE3

CcZ3

CD1l

cz2

cp1l

Ccaz

NE1

CZ3

CE3

cG

CcD2

CEl

OH

CE2

CE1l

CE2

CD1

Chl

CDh2

CD2

CE1l

CE2

NE1l

Cp1

CEl

CcDhl

cp1l

CHZ2

CH2

CD2

ch1

CZ3

CE2

CcD1

CEl

ND1

CEZ2

NE2

.62

.95

.97

e

.95

.35

.80

.47

.67

.69

.74

.47

.74

.81

.73

.73

.41

.74

.73

.30

.30

.59

.58

.58

.90

.84

.58

.60

.71

.93



Zacqg
49.52
2ak3
74.04
2ak3
48.44
2alp
73.43
2ayh
46.79
2ayh
79.32
2ayh
72,89
2ayh
49.62
2ayh
45.36
2ayh
20.85
2ayh
85.12
2ayh
35.43
2ayh
53.97
2ayh
11.77
2ayh
65.589
2ayh
€2.82
Z2avh
35.49
2aza
81.10
2aza
80.18
2aza
70.55
2bbk
39.78
2bbk
25.86
2bbk
54.47
2bbk
38.30
2bbk
85.13
2bbk
15.78
2bbk
60.75
2bbk
78.54
2bbk
48.92
2bbk
62.96

1.76
156.23
1.85
20,39
1.85
13.51
1.70
-75.26
1.60
164 .50
1.60
-81.85
1.60
27.08
1.60
-68.13
1.60
19.90
1.60
~-26.31
1.60
158.086
1.60
113.50
1.60
129.47
1.60
115.93
1.60
54.05
1.60
89.58
1.60
168,92
1.80
-89.24
1.80
79.63
1.80
-34.04
1.75
152.96
1.75
80.58
1.95
100.42
1.75
63.96
1.75
79.47
1.75
-68.06
1.75
115.89
1.75
151.91
1.75
-B2.2%
1.75
68.15

0.17
6.42
0.19
5.66
c.1¢9
5.75
0.13
5.62
0.14
5.04
0.14
5.83
0.14
6.32
0.14
5.85
0.14
4,55
0.14
4.93
0.14
€.53
0.14
4,33
0.14
5.91
0.14
4.13
0.14
8.15
.14
8.15
0.14
5.54
0.16
6.84
0.16
7.41
0.16
5.20
6.17
5.66
0.17
5.62
06.17
6.38
0.17
5.51
0.17
6.31
0.17
4.15
G.17
7.25
0.17
6.41
0.17
5.50
0.17
6.30

.88

.44

.30

.39

.67

.73

.04

.45

.24

.74

51

.50

.78

.83

.42

.25

.52

.76

.30

.90

.62

.46

.19

-42

.28

.12

.33

.28

.15

.61

295

-4,

203

203

-3.

105
18
34
-1

34

103

-3.

103

151

151

158

158

184

184

-3

192

208

48

48

-1

48

127

127

-5.

229

-3.

229

264

269

291

291

26

-3.

26

17

.56

82

.60

.45

.08

-85

79

.19

.61

.56

.53

.48

.05

.37

.72

.28

.06

.26

.73

.35

05

71

.32

.54

.99

.54

27

61

.87

TYR

HIS

TYR

TYR

TYR

TYR

PHE

TYR

TYR

TYR

TYR

PHE

HIS

PHE

TRP

TRP

PHE

TYR

PHE

TYR

PHE

TYR

PHE

HIS

PHE

HIS

TYR

HIS

TYR

TYR

189

28

207

238

64

24

30

94

123

72

75

120

166

30

192

184

15

97

110

172

220

172

182

295

217

232

283

25

70

CE3

caz2

CZz2

CD1

CG

CD1

CcZ2

NE1

Ccz2

NE1

CZ3

CD1

CZ3

Ch2

CH2

CZ3

CE3

CD1

CH2

NE1

CG

CH2

cz3

CH2

CZ3

NE1

CZ3

CE3

NE1l

CH2

CDh2

Cb2

CD1

CG

CE2

CE2

Cpz

CE2

CcDhz2

CE1l

OH

CcD1

CD2

CE2

CZ3

CH2

CEl

OH

CE1l

CG

CE1l

Ch2

CE2

CcG

cDl

NE2

CE2

CEl

OH

CD1

.87

.69

.82

.49

.42

.39

.81

.54

.48

.52

.63

.26

-43

.44

.89

.B9

LI7

.90

.92

.18

.69

.78

.64

.79

.87

.10

.92

.87

.65

.41



2bbk
58.60
2¢cha
B4.71
2¢ha
£3.80
2cha
26.08
2¢cha
86.87
2cba
58.21
2cba
19.30
2cbha
46.60
2¢ba
30.8%
2cbha
21.23
2cbha
84 .89
2cbha
55.03
Zeey
88.58
2cecy
18.43
Zccy
41.19
2ccy
73.63
2eey
66.90
2cpl
81.81
2cte
54.04
2cte
79.07
2ctce
36.40
2cte
50.50
2cte
83 .88
2ete
20.53
2cte
84.12
2ctce
37.00
2ctce
55.78B
2cte
78.15
2eyp
359.85

2eyp
58.50

1

1.75
135.06
1.54
121.0%9
1.54
163.52
1.54
-10.23
1.54
29.46
1.54
86.61
1.54
153.56
1.54
108.01
1.54
-21.90
1.54
137.81
1.54
Bz2.82
1.54
114.38
1.67
-94 .32
1.87
-95.20
1.67
108.46
1.67
-3.79
1.87
-35.03
1.63
15.44
1.40
-81.51
1.40
167.50
1.40
-44 .82
1.40
35.18
1.40
148.7%
1.40
167.26
1.40
147.33
1.40
178.37
1.40
95.37
1.40
44.74
1.70
-50.14
1.70
77.43

0.17

.28

0.15

.97

0.15

.52

.15

.52

0.15

.13

0.15

.80

0.15

.19

0.15

.53

0.15

.27

0.15

.90

0.15

.97

0.15

.67

0.19

.67

0.1%

.94

0.1¢9

.82

0.1%

.82

0.1¢

.31

6.18

.14

0.16

.97

0.16

.75

0.16

.55

0.1le

.83

0.1¢

.84

0.16

.04

0.1¢6

.00

0.16

.00

0.16

.42

0.16

.22

0.20

.05

0.20

.90

.36

.94

.45

.42

.12

.78

71

74

.71

.77

.95

.64

.67

.57

.83

.58

.88

.08

.02

.65

.30

72

.80

.78

.97

.61

.31

.08

.23

.88

108 L
3.27

-0.64

3.28
16

16

57
-3.58
87
-4.90
123

192
-4.,52

208
-4.57

208

209
-3.25
58 A
-0.17
58 A

58 A
86 A
-1.64
86 A
121

63

73

73

73

81
-0.73
126
147
-0.61
257
-4.79
294
294

51
-3.88

51
3.61

PHE

TYR

TRP

TRP

TYR

PHE

FHE

PHE

PHE

HIS

HIS

TYR

PHE

PHE

TRP

TRP

PHE

PHE

FHE

TYR

PHE

HIS

FHE

PHE

TRP

TRP

PHE

PHE

HIS

PHE

11c L

16

66

226

131

260

107

11s

194

75 A

B2 A

86 A

58 A

82 A

60

152

12

116

120

82

118

257

147

B6

96

52

158

CZ3

cas3

CEZ

czz

CHZ

CHZ2

CE3

CcD1

CE2

CE3

CHZ2

cDl

CD1

NE1l

CHz

CZ2

NE1l

czz

D1

CE3

NE1l

CHZ2

CE3

cG

Cz3

CE3

CZ3

CH2

NE1

CH2

CE2

CEz2

CZ2

CE3

CEl

cD1l

CD2

CcD1

CZ

CEl

NE2

OH

CEZ2

cz

Caz2

CH2

CEz2

CE1l

CEZ

CG

CEl

CEl

cD1

CcD2

CE3

CZ3

CEl

CD1

CDh2

Cz

.63

.92

.66

.66

.80

.54

.74

.92

.67

.60

.54

.57

.22

.59

.49

.49

.46

.84

.33

.81

.62

.49

.70

.66

.66

.66

.24

.65

.24

.97



2eyp 1.70
84.83 91.82
2cyp 1.70
57.09 -9.38
2cyp 1.70
B6.56 96.25
2cyp 1.70
78.00 143.78
2cyp 1.70
51.08 162.41
2cyp 1.70
41.09 30.95
2cyp 1.70
7.16 7.93
2dnj 2.00
56.68 104.61
2dnj 2.00
40,35 91.19
Zend# 1.45
7.63 -170.12
2er? 1.60
B2.01 -26.55
Zer? 1.60
45.47 -140.66
2er’ 1.60
70.15 75.4%9
2er? 1.60
87.36 31.82
2er? 1.50
13.73 - 14.48
2er? 1.60
6.89 -130.52
z2er? 1.60
84 .21 50.99
Zer? 1.60
60.44 14.37
2er? 1.60
28.61 51.47
Zer? 1.60
5.73 87.43
2er? 1.60
51.36 -94.54
2er? 1.80
72.53 92.03
2fal 1.80
57.33 -14.26
2fal 1.80
69.79 68.46
2fal 1.80
68.28 128.20
2fal 1.80
52.8% 172.17
2fal 1.80
76.90 49,84
2fal 1.80
22.92 132.82
2gbp 1.0
58.94 -74.35
2gbp 1.%0
74 .89 4.39

0.20

0.20

0.20

6.52 6.51
G.20

7.08 6.93
6.20

6.00 4.67
0.20

4.41 2.90
0.20

3.67 0.45
0.17

7.25 6.06
.17

7.25 4.69
0.16

4.29 0.58

0.14

6.62 6.56
0.14

6.50 4.64
0.14

5.50 6.11
0.14

5.43 5.42
0.14

0.14
4.97 0.61

0.14

7.01 6,97
0.14

4.72 4.11
0.14

5.28 2.54
0.14

4.86 0.51

0.14

4,85 3.79
0.14

6.55 6.25
0.15

5.16 4.34
0.15

5.81 5.45
0.15

7.25 6.73
0.15

6.74 5.38
0.15

6.74 €.56
0.15

4.90 1.90
0.15

7.62 6.53
0.15

4.71 4.55

101
0.58
101

126
-0.38
126

126
-3.77
151

223
-3.64
181 A
-3.98
154 A
-5.53
128
4,25
39 E

39 E

71 E

39 E

150 E

190 E
-4.93
182 E

182 E

192 B

232 E
4.83

232 E
-3.03

232 E
-1.97
14

14
-2.01
14

14

130

130
-4.52

183
-3.93

183
-1.23

PHE

PHE

PHE

PHE

PHE

HI1s

TYR

TRP

TRP

HIS

TYR

TRP

TRF

PHE

FPHE

PHE

PHE

FHE

PHE

TYR

TYR

PHE

FHE

PHE

PHE

TRP

TRP

PHE

TYR

HIS

1%

9%

18

284

286

175

236

194

181

107

75

71

39

111

125

314

259

302

323

231

246

248

18

68

112

130

14

112

10

152

cZ3

NE1

CZ3

CE3

CE3

c22

NE1

cz3

CH2

Ch2

NE1

CcG

CH2

czz2

Ch2

CcD2

CHZ2

Ccz2

cz2

CDh2

CD1

Cz3

c22

CH2

Cz3

CE3

CHz2

CE3

CD1

NEl

CEz

CcD2

cb2

CcD1

CE2

CG

CG

CH2

cz3

CD2

CH

CH2

CcG

cz

CEl

CD2

CD1

CE2

CcZ

CD1

CG

CD1

CD1

CD2

CZ

CH2

CE3

CE2

CH

CDh2

4.00

4.00



2gdm 1.70
33.01 175.44
2gst 1.80
37.05 29.57
2gst 1.80
42,12 -109.50
2gst 1.80
66.32 166.30
2gst 1.80
65.25 100.27
2gst 1.80
68.07 137.35
2gst 1.80
7.94 B8B.S6
2gst 1.80
77.20 145.62

2hbg 1.50
75.12 165.05
2hbg 1.50

77.42 43,90
2hft 1.69
24.92 176.75
2hft 1.69
77.07 -30.866
2hmz 1.566
75.08 -111.06
zhmz 1.66
68.27 75.26
2hmz 1.66
30.12 147.46
2hmz 1.66
66.71 -113.758
2hmz 1.66
56.27 60.74

2hpd# 2.00
89.40 -28.67
2hpd 2.00
54.96 55.81
2hpd  2.00
85.56 173.30
2hpd 2.00
61.21 120.63
2hpd  2.00
51.32 -120.84
2hpd  2.00

B3.80 -72.56
2hts# 1.83
83.15 95.14
2hts 1.83
62.71 86.14
2htse 1.83
58.3¢C 58.85
2hts# 1.83
23.64 36.03
2hts 1.83
7.45 -150.01
2hts 1.83
82.22 167.46
2kau 2.00
81.24 -101.71

0.16

4.47 2.44
0.16

6.49 3.91
0.16

.49 4.35
¢.16

5.53 5.08
0.16

7.05 6.40
0.16

6.52 6.05
0.16

4,95 0.72

0.16

7.00 6.83
0.13
7.31 7.086
0.13
7.31 7.13
0.20
4.75 2.00
0.20
4.86 4.74
.18
6.35 6.14
¢.18
7.08 6.58
0.18
4.16 2.08
0.18
6.47 5.94
0.18
5.38 4.48
6.17
5.10 5.10
0.17
5.24 4.29
0.17
5.83 5.81
0.17
7.11 6.23
0.17
5.34 4.17
0.17
7.09 7.05
0.19
6.97 6.92
0.13
8.09 7.19
0.19
8.0% 6.88
0.1¢%
4.02 1.60
0.19
4.88B 0.62
0.19
6.02 5.5¢6
0.19
6.11 6.04

15
-3.75

45 A

45 A

45 A

146 A

214 A
-4.90
214 A

14

130
-1.59
14
-4.31
25
-1.089
10 A

97 A
-2.62
97 A
-3.60
97 A
-2.56
97 A

S0 A

96 A

130 A

130 A

325 A
-3.34
325 A

203
-0.83
217

258

217
-3.69
277
-4.84
277
-0.81
79 C
-0.93

TYR

TRP

TRFP

TYR

TYR

PHE

PHE

FHE

TRP

TRP

PHE

TYR

FHE

PHE

PHE

TYR

HIS

PHE

HIS

PHE

PHE

FHE

PHE

HIS

TRP

TRP

HIS

PHE

FHE

HIS

72

45

32

61

183

169

208

130

14

100

34

29

55

80

93

101

11

100

421

423

275

279

259

258

217

2589

2486

279

78

CD2

Ca2

CcD1

CE3

CZ3

CE3

CE2

CE3

CE3

CH2

CD2

NE1

Ccp1

CH2

CD2

Ccpl

CH2

NE1

czZz

CE3

CZ3

CD1

CD1

CH2

cz3

CH2

CH2

CD2

CE3

CcD1

Ch2

CD1

cz2

cz

CE2

CEl

cDl

CE2

CH2

CE3

cG

CE2

CEl

cz

Ch1

C2

CcG

CD1

ND1

CE2

CEZ2

CEl

cz

CDz2

CH2

cz3

CE2

CZ

NEZ2

3.97

3.67

3.895

3.41

3.41

3.83

3.91



2kauf
52.05
2kau
89.82
2kaug
S4.59
2kau#
24 .43
2kau
53.59
2kau
27.69
2kau
13.16
2mnr
60.56
2mnr
61.30
2mnr
41.00
2mnr
73.57
2mnr
73.72
<mnr
42 .36
2nac
87.76
Znac
Ba.32
2nac
20.56
2nac
30.39
2olb
45.89
20lb
22.9¢0
20lb
63.10
20lb
50.10
2olb
11.80
20lb
B0.59
20lb
33.35
2olb
45.21
20lb
50.27
20lb
60.64
2olb
77.49
2o0lb
46 .42
2olb
68.42

1

2.00
179.20
2.00
139.90
2.00
-10.186
2.00
68.37
2.00
-22.18
2.00
-29.78
2.00
-96.57
1.90
42.37
1.90
103.63
1.90
~-81.95
1.90
-43.08
1.90
-69.90
1.580
-37.34
1.80
154.20
1.80
150.20
1.80
86.30
1.80
151.65
1.40
144.29
1.4¢C
-93.12
1.40
92.53
1.40
-31.12
1.40
97.84
1.40
75.91
1.40
-73.12
1.40
103 .64
1.40
126.93
1.40
136.3¢6
1.40
59.68
1.40
115.60
1.40
-84.33

0.19
6.00
0.1%
5.89
0.19
5.74
0.19
4,91
0.19
5.94
0.19
5.12
0.19
5.04
0.16
6.06
.16
7.35
0.16
7.35
¢.16
6.43
0.16
5.27
0.16
4.63
0.15
5.50
0.15
5.56
0.15
5.06
0.15
5.01
0.18
5.80
0.18
5.00
0.18
7.21
0.18
6.34
0.18
5.1¢6
0.18
6.88
0.18
4.89
0.18
6.54
0.18
6.58
0.18
6.67
0.18
7.13
0.18
6.44
c.18
5.58

.73

.89

.70

.02

78

.37

.16

.28

.45

B2

.17

.06

.12

.50

.56

.77

.54

.16

.94

.43

.B6

.08

.79

.69

.64

.06

.81

.96

.67

.58

137 C
-3.68
175 C
-0.02
175 C

222 C

375 C

375 C
-4.54

435 C
-4.,91

218

219

315
-5.55
249

315

349

237 B

310 B
-0.16
321 B
4.74
321 B
-4.32
64 A
-4 .04
72 A
-4.561
72 A
-3.26
97 A
~4.,07
97 A
-5.05
179 A
-1.12
211 A
-4.08
332 A
-4.61
382 A

397 A
-3.27
416 A
-1.54
416 A

416 A
0.15

PHE

TYR

HIS

PHE

TYR

PHE

FHE

TYR

TRP

TRP

TYR

HIS

HIS

TYR

HIS

TYR

HIS

FHE

PHE

TYR

PHE

PHE

PHE

TYR

PHE

PHE

FHE

TYR

TYR

FHE

477

176

486

45

407

440

440

137

315

219

229

214

48

219

318

305

318

74

155

156

93

144

44

210

333

361

400

109

317

426

CE3

oA

NE1

CE2

NE1l

NELl

CG

CH2

Cz3

CD1

CD1

CD1

NE1l

CE3

CE3

CH2

ca

cG

cG

CH2

NE1

CH2

CHz

NE1l

CZ3

CZ3

CE3

CH2

cG

CD1

CZ

CEZ2

NEZ

CEl

OH

CE2

CD1

CEZ

cDl

CZ3

OH

CD2

ND1

CZ

OH

CE1l

CEl

CD2

CcD1

CD1

CE2

CZ

CEl

CDh1

Cc2

CD2

CH

OH

CcD2

3.85

3.72

3.72

3.62

3.92

3.41

3.83



2o0lb
17.61
2pgd
35.03
2pgd
66.51
2pgd
84.20
2pgd
63.25
2pgd
74.63
2phy
43.76
2pia
84.08
2pia
Bl.34
2pia
35.21
2pia
77.52
2prk
72.32
2rn2
87.08
2rn2
56.50
2rn2
46.06
2rnz
60.47
2rn2
66.04
2rn2
87.43
2rnz
20.43
2rnz
72.82
2rnz
54.16
2rn2
56.38
2scp
21.31
28cp
81.14
28Cp
60.89
2scp
B8.06
2scp
26.78
2gil
B6.64
28il
68,84
2sil
58.85

1.40
-177.79
2.00
~152.58
2.00
176.42
2.00
93.70
2.00
111.67
2.00
100.50
1.40
-162.99
2.00
123.42
2.00
92.34
2.00
3.29
2.00
-73.44
1.50
i40.11
1.48
104.12
1.48
-162.84
1.48
42.22
1.48
-173.99
1.48
140.49
1.48
105.01
1.48
-B2.49
1.48
2.33
1.48
-169.65
1.48
59.68
2.00
~14.41
2.00
66.99
2.00
114.28
2.00
-76.54
2.00
-26.29
1.60
28B.30
1.60
42.28
1.60
-173.64

0.18

.62

0.20

.21

0.20
21
0.20

.78

0.20

L7

0.20

.75

0.19
17
.18

.44

¢.1%

.65

c.1%9

.88

0.19

.64

0.17

.63

0.20

.81

0.20
66
0.20

.66

0.20

.66

0.20

.66

0.20

.21

0.20

.21

0.20

.37

0.20

.74

0.20

.74

0.18
50
0.18

.14

0.18

.80

0.18

.57

0.18

.10

0.17
oo
0.17

.61

0.17

.61

454 A

-3.45
149
172
350
361

-3.05
405
119
164
184

-1.00
215
215
212

81

-0.3%
81

85

85

90

85
104
104
118

-3.36
120
170 A

-4.1%9
170 A

-0.95
170 A
170 A

-0.19
170 A

80
121

128
3.42

HIS

TRP

TRP

PHE

PHE

TYR

FHE

PHE

HIS

PHE

HIS

HIS

TYR

TRP

TRP

TRF

TRP

TRP

TRP

TYR

TRP

TRE

TYR

PHE

PEE

PHE

FHE

PHE

TRP

TRP

517 A

172

149

181

338

429

121

141

214

187

214

72

73

85

81

90

85

104

B85

73

120

118

11 A

99 A

119 A

157 A

169 A

368

128

121

CG

CE3

CE3

cz3

CZ3

cz23

CG

cz3

CZ3

cZ2

CD1

CE3

cz3

CE3

CH2

CE3

cz3

CZ3

D1

NE1l

CE3

CH2

czz

CH2

CZ3

CcD1

NE1

cZ2

Cczz

CE3

CE3

CE3

CG

CEl

cG

CZ

cz

CE1l

D1

CE1l

chz2

CEl

CHz2

CE3

cz23

CE3

CD1

CE3

OH

CH2

CE3

CEl

CE2

CZ

CE2

CDz2

CcG

CE3

caz

.44

.55

.55

.88

.96

.98

.42

.B8

.60

.80

52

.85

.63

.41

41

.68

.68

.62

.62

.07

.36

.36

.35

.62

.62

.40

.41

.78

.89

.89



2s8il 1.60
33.78 8.72
2gil 1.60
B6.B6 -99.48
2sil 1.60
66.03 119.58
28il 1.60
52.56 74.87
2sil 1.60
71.86 29.90
2tgi#t 1.80
41.03 -21.08
2tgi 1.80
69.73 37.30
3bcl#t 1.90
§7.28 177.45
3bclg 1.90
53.88 75.80
3bcl 1.90
21.82 -94.77
abecl 1.90
868.38 BE.26
3bcl 1.50
€5.23 10B.20
ibcl 1.90
30.27 -34.18
3bcl 1.80
68.16 149.52
3bel 1.90
19.16 95.23
icla 1.75
5.01 -111.57
3cla 1.75
B5.74 106.28
Acla 1.75
50.64 117.81
3cla 1.75
64.40 15.60
3cox 1.80
48 .88 174.28
3cox 1.80
64 .52 104.54
cox 1.80
38,89 -104.21
3Jcox 1.80
86.45 114.85
3cox 1.80
38.73 176.63
cox 1.80
47.41 46.81
3cox 1.80
77.59 -9.42
cox 1.80
50¢.27 27.92
3dfr 1.70
89.99 39.22
adfr 1.70
73.72 1le5.03
3dfr 1.70
74,79 46 .26

0.17

0.17

0.17
6.37
0.17
6.36
0.17
6.73
0.17

0.17

0.1%
6.66
0.19
6.93
c.15
4.0%
0.19
6.01
0.19
6.98
06.1¢%

0.19

G.1%
5.14
0.1s
4.65
0.16
&.67
0.16
6.46
.16
5.10
0.16
5.23
0.16
7.27
6.16
5.49
0.1e
6.77
0.16
6.77
0.16
5.55
0.16
4.89
0.16
5.43
0.15
7.60
0.15
5.48
D.15%
7.60

0.41

6.56

6.76

4.24

4.08

4.78

4,17

7.60

121

140

140

218

-3,

263
32
-2
B2

173

173

178

178

-0.

215

-2.

332

340

~2.

340

-4,

16

.38

.35

.59

87

.08

.73

.46

.60

.08

.BO

17

92

.54

36

B6

-4.63

1¢

B6

152

46

-3

164

318

318

401

333

351

440

21
-1
133

.50

.10

.20

.44

.13

.27

.42

.28

.76

.02

.47

.00

.54

.98

TRP

TRF

HIS

PHE

PHE

HIS

TYR

TYR

PHE

PHE

PHE

FHE

HIS

TYR

HIS

PHE

PHE

TYR

FHE

PHE

TYR

PHE

TRP

TRP

HIS

TY¥R

TYR

TRP

PHE

TRP

140

121

162

151

209

58

118

139

1758

217

217

352

337

382

11

22

96

56

171

388

401

318

331

13¢

428

133

122

CzZ2

ch1

CZ3

CH2

cz2

NE1

CH2

CG

CH2

CE2

CH2

CZ3

NE1

CE3

CZ3

Cbh2

CZ3

CZ3

CcZ2

CE3

CcZ3

CD1

CZ3

CD2

cz2

cz2

CzZz

CH2

CE3

CH2

CDl

cz2z2

cpz

CD2

CE2

NE2

OH

OH

CEl

cz

CG

CD1

CE1l

CEl

CcD2

CE2

cG

CcD2

CG

CE1l

CEZ

CE2

co2

CZ3

D2

CEZ2

OH

CHZ

CcD1

CH2

.74

.74

.76

.45

.93

.64

.43

.92

.88

.45

.91

.60

.59

.83

.84

.39

.62

77

.60

.61

.94

.40

.99

.99

.56

.64

.64

.61

.59

.61



3dfr
77.57
idfr
19.23
3est
72.68
3est
50.83
Jest
58.84
3est
27.40
3est
B.73
igrs
9.80
3grs
57.30
igrs
61.51
3pga
30.70
3pga
73.07
ipte
7.01
ipte
65.30
3rub
82.24
3rub
64 .69
3rub
46,13
drub
42 .94
3sdh
65.36
3edh
81.43
3gic
83.97
3sic
28.57
4enl
66 .60
4gcr
83.67
4gcr
B8.61
Srub
71.26
5rub
21.78
Babp
88.45
8abp
78.24
8abp
78.25

1.70
131.38
1.70
75.04
1.65
35.91
1.65
151.04
1.65
178.99
1.65
67.98
1.65
-49.61
1.54
138.63
1.54
-50.43
1.54
176.21
2.00
29.61
2.00
-77.10
1.60
132.78
1.60
21.60
2.00
151.48
2,00
99.22
2.00
-163.34
2.00
-102.58
1.40
160.49
1.40
47.37
1.80
70.46
1.80
9.58
1.90
-40.80
1.47
-69.99
1.47
-78.19
1.70
44 .68
1.70
165.40
1.49
-83.26
1.49
24 .58
1.49
-73.01

0.15

0.15

0.17
6.28

0.17
4.52

0.17

0.17

0.17
4.60
0.19
5.0%
.19
5.17
0.19

0.17

0.17
5.98
0.15
4.88
0.15

0.19

0.19

0.19
4.66
0.19
4.66
0.1&
6.9%
0.16
6.99
0.18
7.43
0.18
3.76
0.15
6.10
0.18
5.92.
0.18

0.18
6.80
0.18
5.33
0.17
5.70
0.17

0.17

0.68

0.89

0.57

5.50

6.44

1.95

6.26

133

-1.

158
-5
27

27

-2.

141

172
-5
237

20

.28

.87

86

.82

.11

-4.55

70

-5.01

70
2
96
-2
186
-3
335
1
233

.19

.97
1
.34
1
.74

4.85

271
-2
214

214
-3
385
-3
462

-3,

22
135
-1
113

241

-3,

5&

68

-0,

157

-0.

184

-2.

417

-4.

16

16

-1.

21

-1.

.53

.74

.03

.23

41

.91

.04

.78

31

.42

65

16

18

95

.15

17

30

TRP

TRP

TYR

HIS

HIS

PHE

HIS

PHE

HIS

PHE

PHE

HIS

PHE

TYR

PHE

PHE

TRFP

TRP

TRP

TRP

TYR

HIS

TYR

TYR

TYR

PHE

FHE

PHE

HIS

PHE

158

133

137

200

40

215

g1

372

374

94

200

306

120

296

218

256

462

385

135

22

91

238

11

55

144

228

380

17

259

cz3

CE2

cz2

CE3

CE3

CH2

cD2

CD2

NE1

CE3

CE2

CD1

CE3

CZ2

CZ3

CZ3

cG

D1

CE3

CH2

CH2

cZz2

NE1l

D1

CD1

CZ2

cG

CDl

czz

cpl

CEz2

CZ3

CcG

NE2

CEl

CEZ

CD2

CD1

CEl

CE2

cG

CG

CE2

cpl

CcD2

CD2

D1

CG

CHZ

CE3

Chz

NE2

OH

CG

cG

cpl

Chz2

CE2

ND1

CD1

.55

.55

.91

47

.82

.89

.80

.84

.57

.71

.46

.85

.70

.39

.93

.84

.30

.30

.62

.62

.90

.34

.75

.75

.00

.88

.99

v

.64

.60



Babp
21.47
8abp
86.48
gdacn
65.36
8acn
47 .26
gacn
67.91
Bacn
27.78
gacn
77.12
8acn
58.63
8acn
41 .35
gdacn
22.4¢8
8acn
E8.62
gacn
50.81
g8fab
82.00
gfab
75.39
gfab
37.50
gfab
67.63
8fab
64 .13
afab
56.47
g8fab
76.26
gfab
75.01
g8fab
45 .26
ftln
57.44
gtln
£8.89
gtln
89.56
8tln
31.04
gtln
13.59
9rnt
35.26

1.49
-118.28
1.49
-64.36
2.00
32.47
2.00
-90.62
2.00
-6.53
2.00
-11.95
2.00
92.88
2.00
-98.40
2.00
159.80
2.00
123.98
2.00
146.95
2.00
-97.65
1.80
149.96
1.80
-37.89
1.80
11.87
1.80
-82.74
1.80
-84.86
1.80
116.77
1.80
4.93
1.80
148.35
1.80
33.27
1.60
-55.18
1.60
61.67
1.60
B5.58
1.60
-19.28
1.60
-142.77
1.50
75.71

0.17

.37

0.17

.76

0.16

.87

0.16

.21

0.16

.93

0.16

.78

0.16

.59

0.1e

.35

0.16

.72

0.16

.91

0.16
70
0.16
70
0.17

.27

0.17
70
0.17
&l
0.17
78
0.17

.63

0.17

.61

0.17
51
0.17

.22

0.17

.00

0.17

.56

0.17

.54

0.17

.26

0.17

.26

0.17

.23

0.14

.27

.59

.75

.34

.83

.50

.22

.42

.42

.78

.87

.72

.18

.21

.52

.41

.27

.97

.51

.35

.01

.26

.53

.10

.26

.72

130

i9s
-0.35
139

139
-3.54

135
-2.23

139

346

346

346

547

576

630

185 C
-0.87
47 D
-1.44
47 D
-4.45
47 D
-2.58
52 D
-2.89
52 D

111 D
-1.31
111 »
-1.61
111 ©

55 E

55 E
-2.36
55 E

186 E

186 E
-5.08
59
-5.12

HIS

PHE

PHE

HIS

TYR

TYR

HIS

HIS

PHE

PHE

PHE

TYR

TYR

HIS

PHE

PHE

TYR

TYR

TYR

TYR

PHE

PEE

TYR

HIS

PEE

TYR

TYR

is8

221

10

S8

154

517

332

460

462

739

579

623

191

35

106

108

53

59

35

95

108

62

66

105

178

242

68

#, the symmetry-related-residues is indicated

by this

Chz CG
NE1 C2Z
czZ2 CE2
Cbl CE1l
NE1 CH
NE1l CD1
CH2 CEl1
Cbl CDz2
CE3 Cz
CDl1 CZ
CE3 (D2
CDl1 (D2
CE3 (D1
NE1l ND1
CZz2 CEZ2
D1 Q2
CDl1 CE1
CZ3 CE2
NE1 CE2
CE3 CG
czz CG
NE1 CE2
CHz C(Ez2
CZ3 CD2
NE1l CZ
Cb2 D1
CH2 CD2
gign

3.89

4.00

3.98

3.80

3.85

3.81

3.584

3.895

3.99



Table S2. Number of cases with various values of sequence-difference
(absolute value) between TRP and the partner residue.

Residue Sequence Difference

1 2 3 4 5 & 7 8 9 10 11 12 13 14
=>15
PHE (302) ] 12 13 13 5 3 9 8 0 s 1 2 3 1
213
TYR(222) 8 6 8 5 ) 1 5 2 5 3 1 1 7 1
163
TRP(1i24) 2 4 2 8 2 [ 2 [} 2 o] 4 4 6 2
80
HIS(93) 9 6 2 5 0 0 1 1 1 1 1 2 0 1
63

In parenthesis the number indicates the total number of interacting pairs.
In case of TRP there are 62 residues giving rise to 124 interacting pairs.

Table S83. TYR residues with the hydroxyl group close to TRP ring.

FDB Residue Number Closert Distance
—————————————— TRP {n)
file TRP TYR atom

(A) OH...pi {0 atom on the face of the Trp ring)

1531 107 48 CH2 3.71
lacz 8 A 103 A CH2 3.57
1dsb 126 A 122 A CE3 3.43
1gof 290 272 NEl 3.50
lgof 280 329 CcD1l 3.38
1lhle 160 A 11% A cG 3.40
ihle 154 A 244 A CH2 3.43
1mpp 130 125 CZ3 3.49
1pbp 168 193 Cz2 3.31
lsat 153 65 CH2 3.74
lsat 153 135 CG 3.93
1sat 217 190 NE1l 3.72
1wht 308 B 147 A NE1 3.52
iwht 3p8 B 151 A CH2 3.5%
2ayh 18 64 c@ 3.87
2cha 209 194 CcD1l 3.57
2nac 237 B 215 B CE3 3.67
2nac 321 B 305 B CHZ 3.41
20lb 211 A 210 A NE1 3.60
2o0lb 416 A 105 A CH2 3.13
20lb 416 A 317 A CG 3.57
3bcly#$ 173 118 CG 3.982
(B) © atom on the edge of Trp ring

lade 309 A 372 A CDh1 3.46
lade 365 A 347 A CZ3 3.91

lamp 233 148 NE1 2.91



laocz 277 A 186 A NELl 3.09
larb 182 227 CczZz 3.51
larb 247 51 CE3 3.80
1byb 55 72 CD1l 3.36
1cel 192 B S1 B czz2 3.57
lcel 216 B 274 B CZ2 3.37
lcel 263 B 321 B CH2 3.46
lcfb 634 647 NE1 3.90
leclc 220 3le Ccz2 3.60
lcsh 109 172 CH2 3.56
lede 59 18 CZ3 3.44
igpb 189 52 NE1l 3.67
1gpb 215 297 CZ3 3.77
liae 10 194 CD1 3.52
lisc 77 A S A CE3 3.75
1knb 478 451 NE1l 3.01
1lcp 207 A 345 A cz2 3.44
11isg 62 133 Cz2 3.73
lmml$ 185 271 CZ3 3.36
lmpp s 75 NE1 2.68
lmrj 192 164 CD1l 3.76
lnar 58 116 NE1 2.99
lnar 101 131 Cz2 3.70
lnba 111 A 96 A CE3 3.34
infp 96 152 cz2 3.83
lora 278 271 CE3 3.52
loyc 116 156 czz 3.74
1pbe 344 181 CD1 3.68
1pii 356 278 CZ2 3.83
1rcf 120 125 NE1 2.85
lrec 31 86 NE1 2.98
1sat 46 246 CD1 3.39
1sbp 141 137 CZ3 3.66
lscse 40 67 CczZ2 3.54
lscsH# 182 12 Cz22 3.32
1scs$ 182 100 NE1 2.98
1sri 92 A 43 B Cz2 3.44
ltca 113 300 NE1 3.00
1tonf 237 172 CD1 3.70
ltys 98 181 CZ2 3.59
1wht# 193 A 348 B CZ3 3.68
1xnb 71 69 NE1l 3.01
1xnb 71 168 NE1 3.34
1xnb 164 79 CZ3 3.77
2ayh 151 75 CZ3 3.63
Zaza 48 A 15 A Chl 3.90
2bbk 26 L, 25 L NE1 3.65
2er? 39 E 75 E NE1l 2.83
2gbp 183 10 CD1 3.91
2kau 375 C 407 C NE1 2.99
2mnr 219 137 czz 3.82
2nnr 249 2295 CcDl 3.89
2rn2 104 73 NE1 3.07
2tgi 52 6 CH2 3.43
3cox 351 130 CZ2 3.92
3cox 440 428 CZ2 3.64
4enl 56 11 NE1l 2.75
8acn 139 154 NE1 3.07

(C) Hydrogen bonding (0 atom on the edge
ag in (B) + at <3.5A from NE1}



lamp 233 148 NE1l 2.91

laocz 277 A 186 A NE1 3.09
1knb 478 491 NE1 3.01
lmpp 39 75 NE1 2.68
lnar 58 116 NE1l 2.9%
irecf 120 125 NE1l 2.95
lrec 31 86 NE1l 2.98
1scs# 182 100 NEL 2.98
ltca 113 300 NE1 3.00
1xnb 71 69 NE1l 3.01
1xnbk 71 166 NE1l 3.34
2er? 39 B 75 E NE1 2.83
2kau 375 C 407 C NE1l 2.99
2rn2 104 73 NE1l 3.07
4enl 56 11 NE1l 2.75
g8acn 139 154 NE1 3.07

# Interaction at crystallographic-symmetry-related pogsition



