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Plot statistics
Residues in most favoured regions [A,B,L] 550 68.9%
Residues in additional allowed regions [a,b,l,p] 209 26.2%
Residuesin generously allowed regions [~a,~b,~l,~p] 32 4.0%
Residues in disallowed regions 7 0.9%
Number of non-glycine and non-proline residues 798 1000%
Number of end-residues (excl. Gly and Pro) 17
Number of glycine residues (shown as triangles) 84
Number of proline residues 62
Total number of residues 961

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

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.

- Ala(73) - Arg (26) - Asn (33).,..
m EEW C 74 im o8- .
.B m OO el © L
=
%] 2 £ 227 901 %07 i D% 62 mézz
DE% el
D20 B34
-90- -90- -90- . :192 # =
c? )
c184
180 -go 0 90 180 -180 .-éo 0 90 180 -180 90 0 90 180
Phi Phi Phi
- /g@p (34) - HCyS (ll) 4160 GIn (34& azs
g O ] r o
D 126
B ] - [p 82
90 s 90 90 u
o m
_ =
=
E 04 W L q 01 ¢ 25 04 ¢ 3([‘:‘5 C%Y
" %CZOZ e Dmﬁfz L @
= = B12
'90' '90' '90' . C 200
"]
-180 90 0 90 180 -180 -90 0 90 180 -180 90 0 90 180
Phi Phi Phi
. sGlU (45) . Gly (83) . His (13)
T 186 LT ] (] ]
FDF % = e C 158 H- O
0 pigg u F 38 U &
9187 g u B 74 90 C=91 [ 7] 90
. " !.13 H |2 L Wl
L o - 389 u | mn Ei
B ] 0 ] 20 01 o O
[ m L1 46 E‘ @
D 71 B A 162 Iy
Og = 132" W o -
-90- -90- BS ol 222 -90- D 110
|| [ ] ||
c2Rter S o =
[ | m [ |
-180 4o 0 90 180 -180 -90 0 9 Df[go -180 90 0 90 180
Phi Phi Phi

pdb2e76_02.ps




PROCHECK

Page 2

Ramachandran plots for all residue types

pdb2e76
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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
pdb2e76
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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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Chi1-Chi2 plots
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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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Chi1-Chi2 plots
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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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Comparisonvalues  No. of
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Residue properties
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Residue properties
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Main-chain bond lengths
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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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RM S distances from planarity
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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)
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Main-chain bond lengths (contd)
CA 1530 CB N 1458 CA CA 1525 C N 1458 CA CA 1525 C CA 1530 CB
=T et Mo Ton oo v
GMet 1 GMet 1 Gva 2 Gva 2 GGlu 3 GGlu 3
CA 1540 CB N 1458 CA CA 1540 CB CA 1530 CB CA 1525 C CA 1540 CB
Gva 10 Gva 10 Gva 14 G Phe 15 GAla 16 G Thr 17
C 1231 O CA 1530 CB N 1458 CA CA 1521 CB N 1458 CA CA 1521 CB
1.303 1.470 1.529 1.650 1511 1.582
GlLeu 21 G Phe 22 G Phe 22 GAla 24 GAla 24 GAla 25
N 1458 CA CA 1525 C N 1458 CA N 1466 CA C 1231 O CA 1525 C
1.401 1.604 1.407 1.520 1.282 1.581
GTyr 26 GGln 27 G Tyr 29 G Pro 32 GAsn 33 GAsn 33
N 1458 CA CA 1530 CB N 1458 CA CA 1525 C C 1231 O CA 1530 CB
1.516 1.581 1.559 1.581 1.296 1.476
GGlu 34 HMet 1 HMet 1 HGIu 2 HGly 7 HTrp 8
CA 1540 CB N 1458 CA N 1458 CA C 1231 O C 1231 O CA 1540 CB
1.482 1.404 1.513 1.314 1.281 1.486
Hva 9 HVva 13 Hva 14 HTrp 17 Hlle 19 Hlle 19
CA 1521 CB CA 1525 C CA 1540 CB CA 1525 C N 1451 CA CA 1525 C
1.440 1.597 1.459 1.580 1.520 579
H Ala 20 HVa 23 HVva 23 H Arg 26 HGly 28 HLeu 29
CA 1530 CB
.582
HLeu 29

Bonds differing by > 0.05A from small-molecule values. Vaues shown: "ideal", difference, actual

Main-chain bond angles

123.6 111.6
CA N

Alle 32 A Cys 43- A Phe 44
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Distorted geometry
pdb2e/6
Main-chain bond angles (contd)
C 127 cA ¢ 126 ,ca CB 1091 1091 112 112
110.7 106.3 W 975 1223 1350
1101 217 oa CB 1101 1226 o7 112

121.1 1115 W \% 1334 130.0

A H|s 100 A Tyr 105 - A Leu 106 A Phe 110 A Lys 112 A Pro113 A Pro 113 - A Arg 114 A Arg 114

1217 121.7 1125 1101 1217 121.7
111.2 111.3 127.3 \98% 110.8 108.0
A Arg 114 AGlu115 AVa 122 Alle123 A Gly 132 A Tyr 136 ATyr 136 A Ser 137 Ava 151 A Ser 152

CA CA CA
APro159-Ava 160 A Va 160 A Gly 162 AGly172 AGIn177-AAlal78 A His187
1226 121.7 1217 2 2 1226
\\@27/\\<y// \\59¢/ \<$%/ \\6245 N
A Leu 191 A Pro192 A Va 197 - A Phe 198 A His202 - A Phe 203 A Ser 212 B Leu 4 BAs 11 B Pro 12
1125 121.7 111.2 120.6 111.2 111.2
1016 1102 130.2 1102 1234 123.0
BGIy 21 BGly 21- BMet 22 BMet 22 B Met 22 BGly 23 BHIS 24 BAsn 34
112 1125 1217 1217 1226 1226
100.3 100.0 110.8 \% 107.8 1117
BVaI 62 BGIy 63 BPhe69 B Ala 70 BAIa?O BThr 71 B Thr 71 BPro 72 BlLeu 76 B Pro 77
Hi2 1226 eile 1226 i 1217
122.4 133.0 123.7 106.3 121.3 109.2
B Leu 81 B Tyr 82 B Pro 83 B Arg 89 B Va 111 B Pro 112 B Glu 115 B Val 117 - BAsn 118
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Main-chain bond angles (contd)
110.5 111.2 111.2 111.2 109.1 111.2
B Phe 120 B Gln 121 B Asn 122 B Arg 125 B Thr 130 B IIe 141
1217 ca CB 1101 1112 1112 1112 110.1
B Gly 146 B Ala147 B Phe 149 B Phe 149 B Lys 153 B Thr 154 C Phe 3
N 118 ¢Cc N 112 C 111.2 1217 1226 111.2
CA CA
CPro 10 Cva 36 CSer 39 CSer 39- CVaI 40 Cleu 41 CPro 42 CLys 51
N 112 ¢ N 112 ¢ 1217 1112 1226 1217
CA CA
ClLeu 70 CGlu 80 CGlu 88 CArg 89 C IIe 90 Clle 90- CPro 91 Cvad 101 CTyr 102
C Tyr 102 C Phe 103 C Pro 118 C Thr 137 CTyr 147 CAla148 C H|s 150 C Ser 167
111.2 111.2 111.2 111.2 111.2 111.2
C Asn 192 C Lys 194 C Gln 200 C Thr 201 C Asp 202 C Lys 205
111.2 111.2 111.2 111.2 1125 111.2
C Leu 217 C Lys 226 C Glu 229 C Asn 234 C GIy 239 C Glu 246
111.2 111.2 109.1 1217 111.2 111.2
CLeu 249 CGIu 286 DVaI 27 D Gly 29 DVa 30 DAsn 63 D Leu 70
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Distorted geometry
pdb2e/6
Main-chain bond angles (contd)
Nzt e S 2, Nz iiii 1;’2 oL ESZ 2

N 111.2 C N 1125 C N 1125 C N 111.2 C N 111.2 C CB 1090.1 C

CA CA CA CA CA CA
D Thr 109 D Gly 112 D Gly 130 D Glu 135 D Vva 139 D 1le140
1125 1226 1226 ca CB 1001 1115 ¢cg CB 1091
CA
DGIy 142 D Gly 142 D Pro 143 DThr163 D Pro 164 Elle 23 EIIe 23 EIIe 26
111.2 111.2 111.2 1125 110.1
EIIe 29 FMet 1 FGIu 4 FLeu 10 Fleu 11 FGIy 21 FLeu 22
109.1 1125 110.1 111.2 111.2 111.2
FIIe 29 FGIy 31 GAsp 7 GAsn 33 GGIu 34 HSer 18

Bond angles differing by > 10.0 degrees from small-molec values. Values shown: "idea", actual, diff.

Planar groups
'\ CB
cB e cB cB cB
0.038 0.031 0.041 0.038 0.026 0.035
A Tyr 57 A Trp 140 A Tyr 184 A Trp 193 B Asn 34 B Phe 40
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Distorted geometry
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Planar groups (contd)

QL QY

\

CB

0.035 0.038 0.031 0.033
B Tyr 80 B Phe 149 D Phe 124 G Phe 22

Sidechains with RM S dist. from planarity > 0.03A for rings, or > 0.02A otherwise. Vaue shown iSRMS dist.
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