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Plot statistics
Residues in most favoured regions [A,B,L] 850 89.9%
Residues in additional allowed regions [a,b,l,p] 89 9.4%
Residuesin generously allowed regions [~a,~b,~l,~p] 5 0.5%
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 favour

ed 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

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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Asp (54)

Chi1-Chi2 plots
6mMmyq

Arg (56)
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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
6mMmyq
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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

6myq

Peptide bond planarity - omegaangle sd

Resolution (Angstroms)

78' Measure of bad non-bonded interactions

% a. Ramachandran plot quality assessment b.
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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 89.9 841 100 06 Inside

b. Omega angle st dev 1087 6.0 6.0 3.0 00 Inside

c. Bad contacts/ 100 residues 127 116 3.9 10.0 0.8 Inside

d. Zetaangle st dev 1003 11 31 16 -1.3 BETTER
e. H-bond energy st dev 715 0.7 0.8 0.2 -0.4 Inside

f. Overall G-factor 1092 0.2 -0.4 0.3 1.8 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 132 10.7 17.8 6.5 -1.1  BETTER
b. Chi-1 trans st dev 274 11.8 18.8 53 -1.3 BETTER
¢. Chi-1 gauche plus st dev 450 10.7 17.3 4.9 -14 BETTER
d. Chi-1 pooled st dev 856 11.1 17.9 4.8 -1.4 BETTER
e. Chi-2 trans st dev 288 13.0 20.2 5.0 -15 BETTER
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Residue properties
6myq

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

& 100
gso—
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< 20+
o
11 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
Residue number
o b. Absolute deviation from mean of omegatorsion
g
£
)
<
@
g
£
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Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
g 4
Py
S
11 20 25 30 35 40 45 50 55 60 65 70 75 8 85 90 95 100 105 110
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Qi s—— AN/ AN AN, ANANN
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
: ‘ = : : A AAAAAAAAAAAAARIAAAAANL  AAIBIA AAAARRAAAAAAAAAA AATIA ‘ : ‘ :
QY PVVDHEFDAVVVGAGGAGLRAAFGL SEAGFNTACVTKLFPTRSHTVAAQGG | NAALGNMEDDNWRWHFYDTVKGSDWL GDQDA | HYMTEQAPAAV | EL
f. Max. deviation (see listing)
g. G-factors
(Féﬁ{-scihiz [l [
Chilonly [
Chi3 & chi4 [ ]
Omega [ [ [EENEEEENE |
Dihedrals [T T T T T T T I T T T T T T T T T T T LT T T T T T T T I T T T LT T T T TP T T T T T T T T T T T
MCbonds (T T T I A 1
MCangles [T e e P P P P
Mainchain (T T T T T T T T T T T T TP T T T T TP P T TP T T TP T T T TTTTITTIITTTT
overall [T T I I LTI T T T T T L L I T T L T T T T T T LI T LI T LTI
11 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
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Residue properties
6myq

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

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

. b. Absolute deviation from mean of omegatorsion

24
18
12

Omega abs. mean dev.

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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

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

VI T A ] o

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

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed
AFAFAAAA AAATIA /\/\I_I_I/\/\N_H_I_I/\ AMAAATAAAAAAAAAANAAAATIA AAAAAAARL

T T T T T T T T T T T T T T T T T
ENYGMPFSRTEEGK | YQRAFGGQSL QFGKGGQAHRCCCVADRTGHSLLHTLYGRSLRYDTSYFVEYFALDLLMENGECRGV IALCI EDGT | HRFRAKNTV

f. Max. deviation (see listing)

g. G-factors

?:ﬁ{ iz H [l [F
chi3 8 s
Omega CHETE I:H]:I u B [N NEERRED o H
Dihedrals  [(TTTT T T T I T T T T T T TR T T T T T T T T T T T T T T T T T T T P T T T T T T T TP T T T I LTI T T
MCbonds (T T T T T T T
MCangles [T P P P P T
Mainchain (T T T T T T T T T T T T TT CTTTTTT TTTT  T  T TT T  TPP  TTTT TTTTTT TT I TTTITTTIT T
Overall T T T T L T T T T T T T T T I T T T I T T T T I T T T T T T T T T T T T T I T ITTITTIITITTTT]

111 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210
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Residue properties
6myq

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

& 100
% 80
£ 60
g w0
< 20
o
211 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g5 24
£ 18
8 12
o 6
£
© 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
G 4 -
RS
S
211 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310
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
ANA B BAAAAAAAAAATE ‘ A AAAAAAAAAAAAARL ‘ ‘ : AAABIAA ‘ ‘ ‘ : ‘ ‘
IATGGYGRTYFSCTSAHTSTGDGTAMVTRAGL PCQDLEFVQFHPTGI YGAGCL | TEGCRGEGGI L | NSQGERFMERYAPVAKDLASRDVVSRSMT | EI RE
f. Max. deviation (see listing) .
4
T L 2 ST e S SUE T SOP ST I S L L A" Gt e e
g. G-factors
EhiPehio " nEaEn u nlin
Chilonly I [ I
Chi3 & chi4 [ 1 [ H H:7
Omega CHl [ DENRRREEN EECE T T [ [ [N
Dihedrals [T T TT T T T T T T T I O O T T LT I T T T T T T T T I T T T T T T T T T I T I T T
MCbonds T T T T T T T 1
MCangles [T T P P P P P T
Mainchain (T T T T I I T T T T T T T T T T LT T TP T T TP T T T TP T T T T T I T T
Overall T T T T T T T T T T T T T T T T LT T T T T T T T T T I T T T T I T T I T T T IT T ITITTIITITTTT]
211 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310
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Residue properties
6myq

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

& 100
g 80 -
g 60
8 401
< 20+
o
311 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410
Residue number
o b. Absolute deviation from mean of omegatorsion
g
5 24
E 18-
8 12-
® 61
£
© 3N 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
g 4
RS
S
311 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410
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 AAANBAAAAAAANTIBAAA A ‘ ‘ ‘ : ‘ : ABAA
GRGCGPEKDHVYLQLHHL PPQQLATRLPGI SETAMI FAGVDVTKEP I PVLPTVHYNMGG | PTNYKGQV | THVNGEDKVVPGLYACGEAASASVHGANRLG
f. Max. deviation (see listing)
g. G-factors
Pips  [CEH N N - u )
e aiite * GRAREE e ECE,
Chi3 & chi4 7i [ [ [] [] j [ [
Omega [ [ NN ERECEN [TETHE [ 0] H 1 [NEN
Dihedrals  [(TT T T T T I III T T T LTI T T T T T T T T T T T T T T T T T T O T T T I T LT T P T T T I T T T T T T T T T
MCbonds T T T T T 1
MCangles [T e P P P P
Mainchain (T T T T T T T TP TTTCTTTTTTT CTT T TT TTPTT T TTTTT P  T  TTTTTTTTTTTITT I ITTT
Overall \‘\H\\H\\‘\HH‘\H\\‘H\H\HH‘H\H‘\\H\‘H\H‘HH\‘H\\\‘\\H\‘HH\‘\\H\‘\H\\‘\\\H‘\HH‘H\H‘HCH\‘H\H‘\
311 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410
C = cis-peptide
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Residue properties
6myq

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

=
o
o

80
60
40 -
20

Chi-1 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

. b. Absolute deviation from mean of omegatorsion

24
18
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

BAAAAAAAAA ABAAAAAAAA AMAAAAAAAAAAARL AAANAAAAAAAAAAAAAARIIAAAA AAAAAAAAAAAATAAARIA
T T T T T T T T T T T T T T T T T T T T
ANSLLDLVVFGRACALT | AETCKPGEPVPSI KPNAGEESVANLDKLRFADGT | RTSEARLNMQKTMQSHAAVFRTGS | LQEGCEKL SQI YRDLAHLKTFD

f. Max. deviation (see listing)

********************************************************

Chi3 & chi4
Omega (|
Dihedrals [

[T T T T T T I T LTI TTTTTT [T [TTTTTTTTTITIITTT
MC bonds [T T T T T T T T T [T [T
MCangles [T T [T T e e
[T T T I T I T TTTTITTITTTTT [T [TTTTTTTTTITIITTT
[T T T I T I T I I T T T I ITTTTTTT [T [TTTTTTTTTITIITITT

EX g
g
=

SH 0
&
o1
'b‘ N S S (|

Mainchain  []

Overall |

I
I
\
\
T ‘ T
411 420 4

% = HFH
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Chi-1 abs. mean dev.

Omega abs. mean dev.

Chi3 & chi4

Omega
Dihedrals

MC bonds
MC angles

Mainchain

Overall

=
o
o

80
60
40
20

30
24
18
12

(o3}

Zeta abs. mean dev.
N

Page 6

Residue properties
6myq

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 = ey ==

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

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

A, A
RGIVWNTDLVETLELONLMLCALQT | YGAEARKESRGAHAREDYKLRIDEFDY SKPLQGQQKRPFEEHWRKHTL SYVDVKSGKVTLKYRPV I DRTLNEED

f. Max. deviation (see listing)
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Resid t -

6myq

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

o

% 80 -

g 60

8 401

< 20

o

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

Residue number

5 a0 b. Absolute deviation from mean of omegatorsion

©

§ 24

£ 18

8 12

o 6

£

O 611 620 15 20 25 30 35 40 45 50 5 60 65 70 75 80 85
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 e o\

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

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

CSSVPPAIRSY TSRIKKFS|YRWDPDKPGDKPRMQTYEVDLNKCGPMVLDAL | KIKNELDSTLTFRRSCREGI CGSCAMN I AGGNTLACT
f. Max. deviation (see listing) .
* +‘,‘ +
el h S S R SN - JUNPUR{ A SIS % SEUIN o
g. G-factors
(Féﬁ{-scihiz ui H:: . H .
h3e%ia 1] | EaERmRAN
Omega i::ji:: EEECEEEC t:]I:j:HZi:i
Dihedrals ~ ETTTT R TT] T T T T T T T T T T T T T T T T T T T T T T T T T B T T T TR
MC bond
MCages HH A A A A A A A A AN
Mainchain  [TTTTTITTIT] T T T T T T T T T T T T T T T T T T T T T T T I T I T T T ITT
Overall G O T T L L T T T T I L I T R T T T T T T
611 620 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
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=
o
o

80
60
40
20

Chi-1 abs. mean dev.

30
24
18
12

Omega abs. mean dev.

Zeta abs. mean dev.

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

Page 8

Residue properties
6myq

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

87 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185

Residue number
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c. C-aphachirality: abs. deviation of zetatorsion
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d. Secondary structure & estimated accessibility
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e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed
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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.
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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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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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