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Ramachandran Plot
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Plot statistics

Residues in most favoured regions [A,B,L] 685 86.5%
Residues in additional allowed regions [a,b,l,p] 91 11.5%
Residuesin generously allowed regions [~a,~b,~l,~p] 10 1.3%
Residues in disallowed regions 6 0.8%
Number of non-glycine and non-proline residues 792 1000%
Number of end-residues (excl. Gly and Pro) 17

Number of glycine residues (shown as triangles) 91

Number of proline residues 59

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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Chi1-Chi2 plots

PROCHECK

180 270 360
Chi-1

90

360

270

Chi-1

360

270

Chi-1

o (@)
T T T % T T T % T T T
| | | I 'm | | | |
| | | | | | | | |
R ____ _ f\\ \\\LU,D\\\ B L N I Iy _ . . ppsieme
| T | T
umw_,ﬂ | | ﬁnm | Dﬁ %, o | - |
_ 3 ” i5g | ” " . o ~| " . =EE
3 | | | @ \6, | | ] | 6 %l ] I, m:‘
o | | | — 4 | ID, = — (@) o = %- |
=hLo | ISR PO M £ Wolg T mT_
ml | oy R [ i R = R o u\\\\, \\\\\\\ . i = c el T T %\\
| | | I I | | |
A | | | C G | | J C w | | |
I | | | | |
| | | | | | — ” ” ”
| | g 1o | | | | 1o | | |
| | ul = | | | © | | |
\\D\@ \\\\\\ - N mL_ [ \\\L\D\\\\!WT \\\\\ e e e — == [NESSS Cno SR L |
= | | ] ] I | | | ml LI
| | | | | | | mIA9 |
| | I I | | | 9 Sm |
& & 4 _ ° & o & _ ° g & & &
g & & 8 g & & 8 g & & 8
T T T m T T T M T T T
| | | | | | | 2 |
| 5 | - | | D,D | ,Dl |
| | | | | I
mm@m\\\l-\\?\\\\\\ﬂ\l\ P o P P5a (ST (i \\\Em\\\m\\ B
= , AR ” s " R ” ”
| | I
)D | | I N | | | o | | |
al | I ~ | I | —~ | | I
ﬂ—qu g | | - % | | | - © | ,D
o' m I | I | I |
(Wr\\”\\m\mhj \\\\\\\ D=8 = (n\l\\fm\lm_ﬂ” \\\\\\ mﬁ:.m = l_kuu\l\\” \\\\\\\ mﬂl\ﬁ\”\\:
I | | | I I | | |
m ,ml | | O n | | | ©) m | ml |
A | | | G | | | —_— | | |
| | | | | | | I I
| | | Ko | | | Ko | | [
o | | 9 | ,Dvl | 4 | | I
\ﬁ_vL\WT\\%\L \\\\\\\ U \\\\\\\ (| _ g o - - - k-4 |l _ _ _ _ |8 - e
R PLY A ” m v ” ” o
I | | | | | | | |
— T — o T T T o T T —
2 g 8 8 2 R 8 8 2 £ 38 8
™ N — =) ™ N — o ™ N b
T T T % T T T % T T T
| | | | | | | | |
| | | | | | | | |
| | | [ | ,m | (S|
e e ey 1 T N e =0T 1. s = — ~ Tl m T
I 0 [l I o I I I o U I I
| = | |ﬂ | | I |n_d_ I I I
| | | | | I o | | I
T~ | | | — | | | — Ny | | |
© I = m ! I < I ' m I < = I I
9\ | | i ~ | | | i — | | |
~— || S . ﬁr@wﬂ\\\\rl\\loOo L L e e Lo e g L ~—| e e i
@) | | | - 2 | | ] - C 7)) | | OJ
| I I | | I | | I
= | | | ©) @/ | | | O —_ | | |
A | | [ ] | | | H | | |
| | | | | | | | |
| | | |% | | | |% | | |
ia | | | | | | |
\\\\T\ \\\\\ Emew e L__ | N c. B C_ BN e A 0 LS = — _ DR I
| [ENE] I | | | | I |
| | | | | | | | I
| | | | | | | | |
& S & ! ° & S o T & S ) .
g & & 8 g K & 8 g & & 8
¢-\4yo ¢-yo ¢-4yo

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.

pdb2zt9 03.ps



PROCHECK

Page 2
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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OOa Ramachandran plot quality assessment

Resolution (Angstroms)
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e. Hydrogen bond energies
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Zg' Peptide bond planarity - omega angle sd

N
o
1

=
o1
1

=
o
1

(&)

10 15 20 25 30 35 40
Resolution (Angstroms)

0 d. Alpha carbon tetrahedral distortion

17.5-
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Resolution (Angstroms)

f. Overall G-factor
1.0

0.51

0.0

-0.54
-1.0
-1.54
-2.01

10 15 20 25 30 35 40
Resolution (Angstroms)

Plot statistics

Comparisonvalues  No. of

) No.of Parameter Typicd Band  band widths

Stereochemical parameter datapts  value vaue  width  from mean

a %-tageresiduesin A, B, L 792 86.5 66.5 10.0 2.0 BETTER
b. Omega angle st dev 950 5.8 6.0 3.0 01 Inside

c. Bad contacts/ 100 residues 26 2.7 20.0 10.0 -1.7 BETTER
d. Zetaangle st dev 868 19 31 16 -0.8 Inside

e. H-bond energy st dev 600 0.8 1.0 0.2 -1.3  BETTER
f. Overall G-factor 959 0.0 -0.8 0.3 27 BETTER
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Side-chain parameters
a. Chi-1 gauche minus b. Chi-1 trans
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Plot statistics
Comparisonvalues  No. of
) No.of Parameter Typicd Band  band widths
Stereochemical parameter datapts  value vaue  width  from mean
a. Chi-1 gauche minus st dev 110 17.0 27.2 6.5 -1.6 BETTER
b. Chi-1 trans st dev 255 19.1 26.4 53 -1.4 BETTER
¢. Chi-1 gauche plus st dev 361 17.3 25.0 4.9 -1.6 BETTER
d. Chi-1 pooled st dev 726 18.0 25.8 4.8 -1.6 BETTER
e. Chi-2 trans st dev 240 204 25.8 5.0 -1.1 BETTER
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a. Absolute deviation from mean Chi-1 value (excl. Pro)
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Omega abs. mean dev.

Zeta abs. mean dev.
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Residue number

b. Absolute deviation from mean of omegatorsion

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

5 10 15 20 25 30 35 40 45 50 5 60 65 70 75 80 8 90 95 100

Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

Chi3 & chi4
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Dihedrals
MC bonds
MC angles
Mainchain

Overall
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Chi-1 abs. mean dev.

40
32
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16

Omega abs. mean dev.

Zeta abs. mean dev.
N A OO

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

Residue properties
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a. Absolute deviation from mean Chi-1 value (excl. Pro)

105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200
Residue number

b. Absolute deviation from mean of omegatorsion

105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200

Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

Key:- <™ Helix

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed

AAANTE £ : ‘ : ‘ AAAAAIAA A ‘ AAAAAARA ‘ ‘ A AAAAAAAAAAAAAAAAAAAAAAA
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) Betastrand ——= Randomcoil Accessibility shading: ® Buried [] Accessible

f. Max. deviation (see listing)

g. G-factors
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Resid ti e
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
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Residue number
. b. Absolute deviation from mean of omegatorsion
g
g5 32
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o 8
£
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Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o)
5 o]
£ 67
G 4 -
RS
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205 210 215 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
&V&fl: B BN\ N/ N A/ NS
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousl Disallowed
FHFLMI RKQGI| SGPL MATHKKPDL SDPTLRAKLAKGVIGHNYYGEPAWPNDLLYVFPIVIMGSFACIVALAVLDPAMTGEPANPFATPLEI
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100 a. Absolute deviation from mean Chi-1 value (excl. Pro)

o

% 80

£ 60

g w0

< 20
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Residue number

5 a0 b. Absolute deviation from mean of omegatorsion

Hp

£ 24

8 16

o 8

S

O 76 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 5
Residue number

10 c. C-aphachirality: abs. deviation of zetatorsion

g

E o

g 4

N

76 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 5

Residue number Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
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Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
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f. Max. deviation (see listing)
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100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80 -
g 60
8 401
< 20
o
6 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105
Residue number
5 a0 b. Absolute deviation from mean of omegatorsion
Hp
£ 24
2 16
o 8
S
o 6 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
E o
g 4
N
6 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105
Residue number Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility

A\ e e e e » R =

Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed

Al
QQTYPETPREPTGRIVCANCHLAAKPTEVEVPQSVLPDTVFKAVVK I PYDT SVQQVGADGSKVGLNVGAVLML PEGFK | APEDR| PEELKEE | GDVY FQP

f. Max. deviation (see listing)

+4 K4k 4 + * 44 * 4 + + +*+ +4 *gpoo o * +4* 4+ + K4k g kg
Kk k KK KKK Kk K * Kk kA KKK kKKK A* * * % *k ok kk *
.

g. G-factors

Chi3 & chi4 [ (1] i
Omega EEERE H [EEEEERCE

Dihedrals
MC bonds
MC angles
Mainchain

Overall
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Chi-1 abs. mean dev.

Residue properties
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a. Absolute deviation from mean Chi-1 value (excl. Pro)

106 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205

40

Omega abs. mean dev.

Zeta abs. mean dev.
N A OO

Residue number
b. Absolute deviation from mean of omegatorsion

32
24
16

106 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

106 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205

MC bonds
MC angles

Mainchain

Overall

Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

I e e o

Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed

Al BEAAAA AAAATRIAARARIEA AABARAREA AR
T T T T T T T T T T T T T T T T T T
YGEDKDN IV I VGPLPGEQYQE | VFPVL SPNPANDKN | HFGKY SVHVGGNRGRGQVY PTGEK SNNNLY SAAATGT | SK | AKQEGEDGSVKYLVD | KTESGE

f. Max. deviation (see listing)

*poo4 x4 o4
Kk k KKK KA KA KK

g. G-factors
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100 a. Absolute deviation from mean Chi-1 value (excl. Pro)

o

g 80

£ 60

g w0

< 20

o

206 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 9

Residue number

5 a0 b. Absolute deviation from mean of omegatorsion

Hp

£ 24

2 16

o 8

S

O 206 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 9
Residue number

10 c. C-aphachirality: abs. deviation of zetatorsion

g

E o

g 4

N

206 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 9

Residue number Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility

e W NARNRNARNANANR~— Dy

Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
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f. Max. deviation (seelisting)
-
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g. G-factors
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Solid and dashed lines represent the mean and standard deviation values as per Engh & Huber small-molecule data.

Black bars> 2.0 st. devs. from mean.
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Histograms showing RM S distances of planar atoms from best-fit plane.
Black barsindicate large deviations from planarity: RMS dist > 0.03 for rings, and > 0.02 otherwise.
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