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Plot statistics
Residues in most favoured regions [A,B,L] 516 65.1%
Residues in additional allowed regions [a,b,l,p] 224 28.2%
Residuesin generously allowed regions [~a,~b,~l,~p] 41 5.2%
Residues in disallowed regions 12 1.5%
Number of non-glycine and non-proline residues 793 1000%
Number of end-residues (excl. Gly and Pro) 17
Number of glycine residues (shown as triangles) 87
Number of proline residues 62
Total number of residues 959

Based on an analysis of 118 structures of resolution of at least 2.0 Angstroms
and R-factor no greater than 20%, a good quality model would be expected
to have over 90% in the most favoured regions.
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Ramachandran plots for all residue types
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Ramachandran plots for all residue types

Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Ramachandran plots for all residue types
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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4 or ) signifies data points off the graph in the direction shown.

Black bars> 2.0 st. devs. from mean.

Solid and dashed lines represent the mean and standard deviation values as per Engh & Huber small-molecule data.
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Main-chain bond lengths (contd)
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Main-chain bond lengths (contd)
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Main-chain bond lengths (contd)
CA 1540 CB CA 1521 CB N 1458 CA N 1458 CA N 1466 CA C 1231 O
1.646 1.590 1.509 1523 1.407 1.284
Flle 29 FAla 32 FAla 32 GMet 1 GPro 4 GlLeu 11
N 1458 CA C 1231 O CA 1540 CB N 1458 CA CA 1525 C CA 1521 CB
1.530 1.288 1471 1.508 1.609 1.614
Gleu 11 GlLeu 13 GVvd 14 G Phe 15 GAla 16 GAla 16
N 1458 CA C 1231 O CA 1525 C N 1458 CA CA 1521 CB CA 153 CB
1.520 1.322 1.581 1.405 1578 1.451
GAla 16 GlLeu 21 GlLeu 21 GTyr 23 GAla 24 G Tyr 26
CA 1525 C C 1231 O C 1231 O CA 1530 CB N 1458 CA CA 155 C
1.460 1.290 1.283 1.589 1.509 1.581
G Arg 31 GAsn 33 GGly 37 HMet 1 HMet 1 Hlle 3
CA 1540 CB CA 1540 CB CA 155 C CA 1540 CB C 1231 O CA 1521 CB
1.459 1.478 1.608 1471 1.285 1.608
Hlle 3 Hva 5 HLeu 6 Hva 9 H Ala 10 HAla 10
CA 155 C CA 1525 C CA 1540 CB N 1458 CA CA 1530 CB C 1231 O
1.462 1.589 1.599 1.546 1.480 1.286
HLlLeu 11 HLeu 12 Hva 14 Hva 14 H Phe 15 HTrp 17
C 1231 O CA 1540 CB CA 1530 CB CA 1540 CB C 1231 O CA 1530 CB
1.283 484 466 1.447 1171 599
H Ser 18 Hlle 19 H Met 21 HVa 23 H Gly 28 HLleu 29
Bonds differing by > 0.05A from small-molecule values. Vaues shown: "ideal", difference, actual
Main-chain bond angles
N 12 C ¢ 1217 CA 1217 ca N 1105 cB cB 101 ¢ N 112 C
CA N N CA CA CA
AAsn 3 AGlu 10-A Arg 11 AAsp 19-A Asp 20 AAsp 20 AlLys 24 AlLys 24
N 1112 C N 1112 cC N 111.2 cC N 111.2 cC ¢ 1217 ca CB 1101 c
CA CA CA CA N CA
Alle 32 A Phe 52 A Thr 61 A Glu 64 Alle 82-A Arg 83 A His 100
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Distorted geometry
pdb2e/5

Main-chain bond angles (contd)

1217 1112 c 1226 , CA 1217 1217 1217
N

A Arg 103 A Val 104 A Lys 112 ALys112-A Pro 113 A Pro 113 - A Arg 114 A Thr 117 ATrp118 AVad 122 Alle123

cC 127 cA C 1217 CcA C 127 A CB 1091 C o~ 1217 ca N 125 C

A Tyr 136 - A Ser 137 A Gly 144 - A Tyr 145 A Trp 146 - A Ala 147 A Val 148 A Lys149-A lle 150 A Gly 153

111.8 111.2 1101 1217 111.2
122.9 W 1220 107 7 111.3 129.7
A Pro 159 A Arg 170 A Tyr 184  AHis187- A Thr 188 A His202 - A Phe203 A Leu 215
c 1217 CcA 110.1 12 1217 .2 1217
108.9 W 129.8 111.6 W 1317
N
BAla 2-BThr 3 BMet 22 BMet 22 B Asn 25 B Tyr 26 BGIu 64 B Ala 66 - BAsp 67
cC 1217 ca LILS 6L 122.6 1217 2
N
B Ala 70-B Thr 71 BPro 72 BLeu 73 B Leu 76 B Pro 77 BPr083 BVal 84 BVaI 91
c 126 ca 1226 121.7 121.7 112 1101
109.2 104.6 108.8 111.1 121.4 W
N
BVa 91-BPro 92 BVa 111 B Pro 112 B Va 117 - B Asn 118 B Gly 146 B Ala147 B Thr 154 C Tyr 1
c 126 ca 1112 100.1 25 1112 1112
137.4 126.4 W 111.4 \% 1235
N
CTyr 9-CPro 10 CLeu 27 CVaI 34 ClLeu 41 CPro 42 CLys 67 CLeu 70
c 126 ca 110.1 1217 111.2 1112 1125

138.8 120.2 110.5 100.3, 100.8 123.6

CAla 85-CPro 86 C GIu 93 cva 101 C Tyr 102 C Lys 107 C VaI 113 C GIy 117

Z<
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Distorted geometry
pdb2e/5
Main-chain bond angles (contd)
C Leu 119 C Gln 125 C Asn 141 C Gly 145  Clle149- iy C Gly 156

cB 91 ¢ N 112 ¢ N 112 ¢ N M2 ¢ N 12 ¢ N M2 ¢

CA CA CA CA CA CA
Clle 160 C Ser 167 C Phe 172 C GIn 200 C Thr 201 C Lys 205
111.2 111.2 109.1 111.2 111.2 111.2
C Val 207 C VaI 208 C IIe 218 C Ala230 C Leu 231 C Asn 234
1125 111.2 1101 1112 1112 1217
C Gly 239 C Asp 244 C Lys 256 C GIu 280 D Val 10 D Ala 23 D Phe 24
1226 1125 1112 111.8 109.1 110.1
DPr044 D Pro 45 DGIy 47 DAsp 77 DPro 88 DVal 107 DCy3108
1112 111.2 1112 112.5 1217 111.2
D H|s 110 D HIS 129 D Asp 134 D Gly 137 Elle 22 Elle 23 E IIe 23
109.1 111.2 1105  CB ¢ 1217 ca CB 191 C N 1125 I
\wﬁzé \\\;y/ AN AN PN
CA N CA CA
EIIe 26 EIIe 29 FlLeu 10 FLeu 10-FLeu 11 Flle 29 FGly 31
c 1226 CA C 1217 cp CB 1101 1118 1112 N 1112 ¢
N CA
GGlu 3-GPro 4 GTyr 23 GAla 24 GTyr 29 GPro 32 GLeu 35 HMet 1
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Main-chain bond angles (contd)
N 1125 C
123.9
CA
H Gly 28
Bond angles differing by > 10.0 degrees from small-molec values. Values shown: "idea", actual, diff.
Planar groups
8 cB - B cB cB
0.030 0.043 0.045 0.040 0.032 0.030
A Phe 8 A Tyr 145 A Tyr 184 A Trp 193 C Phe 129 CTrp 257
CcB cB
0.036 3513,1
E Phe 15 G Phe 22

Sidechains with RM S dist. from planarity > 0.03A for rings, or > 0.02A otherwise. Value shownisRMS dist.
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