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Ramachandran Plot
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Plot statistics
Residues in most favoured regions [A,B,L] 847 89.6%
Residues in additional allowed regions [a,b,l,p] 93 9.8%
Residuesin generously allowed regions [~a,~b,~l,~p] 4 0.4%
Residues in disallowed regions 1 0.1%
Number of non-glycine and non-proline residues 945 1000%
Number of end-residues (excl. Gly and Pro) 8
Number of glycine residues (shown as triangles) 89
Number of proline residues 50
Total number of residues 1092

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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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
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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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Main-chain parameters
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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 %-tageresiduesin A, B, L 945 89.6 84.1 10.0 0.5 Inside

b. Omega angle st dev 1087 6.0 6.0 3.0 -0.0 Inside

c. Bad contacts/ 100 residues 123 11.3 3.9 10.0 0.7 Inside

d. Zetaangle st dev 1003 11 31 16 -1.3 BETTER
e. H-bond energy st dev 719 0.7 0.8 0.2 -0.4 Inside

f. Overall G-factor 1092 0.1 -0.4 0.3 1.8 BETTER
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Side-chain parameters
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a. Chi-1 gauche minus b. Chi-1 trans
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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 130 10.8 17.8 6.5 -1.1  BETTER
b. Chi-1 trans st dev 274 12.4 18.8 53 -1.2 BETTER
¢. Chi-1 gauche plus st dev 452 10.7 17.3 4.9 -1.3 BETTER
d. Chi-1 pooled st dev 856 11.4 17.9 4.8 -1.4 BETTER
e. Chi-2 trans st dev 288 12.9 20.2 5.0 -15 BETTER
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Residue properties .
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a. Absolute deviation from mean Chi-1 value (excl. Pro)
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Residue number Highlighted residues are those that
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d. Secondary structure & estimated accessibility
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Residue properties
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a. Absolute deviation from mean Chi-1 value (excl. Pro)
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c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

111 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210

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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Residue properties
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a. Absolute deviation from mean Chi-1 value (excl. Pro)
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0 c. C-aphachirality: abs. deviation of zetatorsion
o
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S
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Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
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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Residue properties
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a. Absolute deviation from mean Chi-1 value (excl. Pro)
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0 c. C-aphachirality: abs. deviation of zetatorsion
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Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
: ‘ ‘ ‘ ‘ AAAAAAAAR AAAABAAAAAAAAAAAA  AANBIAA ‘ ‘ : ‘ : ABAA
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C = cis-peptide
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Residue properties
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a. Absolute deviation from mean Chi-1 value (excl. Pro)
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Chi-1 abs. mean dev.
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Residue number

. b. Absolute deviation from mean of omegatorsion

24
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12

Omega abs. mean dev.

411 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505 510
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

411 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505 510

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

d. Secondary structure & estimated accessibility

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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Overall \J\\\\\\ \M\\\\M\\\\\\\\\\\\\\\‘\\\\\\\\\\\\\\\\\\\\\\\ \M\\\\\\\\\\J\\\\J\\\\J \\\\\\\\M\\\\\J\\\\\\\\\‘
411 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505 510

6myu_06.ps



PROCHECK

80
60
40
20
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30
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Zeta abs. mean dev.
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Residue properties
omyu

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

511 520 525 530 535 540 545 550 555 560 565 570 575 580 585 590 595 600 605 610
Residue number

b. Absolute deviation from mean of omegatorsion

511 520 525 530 535 540 545 550 555 560 565 570 575 580 585 590 595 600 605 610
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

511 520 525 530 535 540 545 550 555 560 565 570 575 580 585 590 595 600 605 610

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

d. Secondary structure & estimated accessibility

A = | il ©

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

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

f. Max. deviation (see listing)
g. G-factors
Phi-ps [ | 7 H
A f aliil
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Omega NEEN BEEN | H [] I IO
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MCangles [T T T e e e e T
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100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
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Residue number

5 a0 b. Absolute deviation from mean of omegatorsion
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Residue number

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

g

g 4

N

611 620 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85

Residue number Highlighted residues are those that

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

I R

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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Main-chain bond lengths
6myu

C-N Cc-O0
(except Pro) (Pro)
o) oy oy
& & &
> >3 >
g 8 8
LL LL L
150 104 198 132 136 140 192 196 150 134 138 142 191 105 109 123 197 151
CA-C CA-C CA-CB
(excent Gly) (Gly) (Al3)
> oy oy
& & o]
> >3 >
g 8 8
LL LL L
140 144 148 152 156 150 159 143 147 151 155 159 140 144 148 152 156 150
CA-CB CA-CB N-CA
(lle,Thr,val) (therest) (except Gly,Pro)
> oy oy
& & o]
> >3 >
g 8 8
LL LL L
142 146 150 1.!2 158 162 141 145 149 153 157 151 153 157 141 145 149 153
N-CA N-CA
(Gly) (Pro)
o) oy
& &
> >3
g 8
LL LL
T T 1*1 T T T 1| 1
133 137 141 145 149 153 134 138 142 146 150 154

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 angles
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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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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.

6myu_08.ps



PROCHECK

Page 1

>
IS
&
ol
&
o
— 3
fWJm
d 5
&
B
©
v
= ¢
o

(=] Q
4 3

Aouanbai4

20
10

|

0.00 001 0.02

40
0
0

10

{

000 001 002

|

l

0.04

0.03

000 001 0.02

t

HIS

GLU

GLN

40
0
0

10

e

0.04

0.00 001 0.02 0.03

000 001 002

0.04

0.03

000 001 0.02

TYR

TRP

PHE

'S
[a0]
\\\\\\\\\\\\\\\\\\\\\\\\\\\\\ o
o
(Y]
1O
-0
-
)
Ilo
t t t t m
o
g 8 & S
Aouanbai4
'S
™
\\\\\\\\\\\\\\\\\\\\\\\\\\\\\ o
o
(oY)
1O
o
1
-
S
L’O
o
t t t t <
o Q o o ©
< ™ N —
fouenbai4
<
1O
o
™
\\\\\\\\\\\\\\\\\\\\\\\\\\\\\ O
o
[aN)
1O
-O
-
S
LO
(@]
T T T T O.
= Q o o ©
™ (V] —

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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