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Plot statistics
Residues in most favoured regions [A,B,L] 1545 84.5%
Residues in additional allowed regions [a,b,l,p] 269 14.7%
Residuesin generously allowed regions [~a,~b,~l,~p] 10 0.5%
Residues in disallowed regions 4 0.2%
Number of non-glycine and non-proline residues 1828 1000%
Number of end-residues (excl. Gly and Pro) 16
Number of glycine residues (shown as triangles) 188
Number of proline residues 106
Total number of residues 2138

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.
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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
pdblkfy
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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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Asp (104)
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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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Main-chain parameters
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% OOa Ramachandran plot quality assessment Zg' Peptide bond planarity - omega angle sd
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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 1828 84.5 50.6 10.0 34 BETTER
b. Omega angle st dev 2126 16 6.0 3.0 -1.5 BETTER
c. Bad contacts/ 100 residues 44 2.1 355 10.0 -33 BETTER
d. Zetaangle st dev 1950 13 31 16 -1.1  BETTER
e. H-bond energy st dev 1412 0.8 1.2 0.2 -19 BETTER
f. Overall G-factor 2138 0.2 -1.0 0.3 40 BETTER
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Side-chain parameters
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50 a. Chi-1 gauche minus b. Chi-1 trans
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Resolution (Angstroms)
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 221 13.3 32.7 6.5 -3.0 BETTER
b. Chi-1 trans st dev 561 13.9 30.8 53 -3.2 BETTER
c. Chi-1 gauche plus st dev 858 134 29.6 4.9 -3.3 BETTER
d. Chi-1 pooled st dev 1640 13.6 30.4 4.8 -35 BETTER
e. Chi-2 trans st dev 508 15.6 29.0 5.0 -27 BETTER
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a. Absolute deviation from mean Chi-1 value (excl. Pro)
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. b. Absolute deviation from mean of omegatorsion
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0 c. C-aphachirality: abs. deviation of zetatorsion
o
% 8
e 6
g 4
R
S
O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95
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)

N A B
S 8 8 38 8
| I I S|

Chi-1 abs. mean dev.

100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
[ep)

100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195

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

d. Secondary structure & estimated accessibility

T e MR AAAY L ) — — m——

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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GCP\NSRRPDGSVNVRRFGGMK | ERTWFAADKTGFHMLHTL FQTSLQFPQI QRFDEHFVLDI LVDDGHVRGLVAMNNMEGTLVQI RANAVVMATGGAGRVY

f. Max. deviation (see listing)
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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.
N D
o O

200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
[ep)

200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

=
o

Zeta abs. mean dev.
N A OO

200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295

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 Generous ll Disallowed
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f. Max. deviation (see listing)
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Residue properties
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a. Absolute deviation from mean Chi-1 value (excl. Pro)

300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395
Residue number

b. Absolute deviation from mean of omegatorsion

=
(6)]

=
N

Omega abs. mean dev.
w o ©

300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

=
o

N B O
[ B

Zeta abs. mean dev.

300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395

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

d. Secondary structure & estimated accessibility

Rl T M m— s\

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

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

‘ ‘ AAAAAAAAA ‘ ‘ ‘ AABARAAAAAABAAIAAA ~ AABAABIABIAAA AA AANNA AA ABAA WAAAAAA
KGNT | STPRGDVVYLDLRHLGEKKLHERL PF I CELAKAYVGVDPVKEP | PVRPTAHYTMGG | ETDQNCETR I KGL FAVGECSSVGLHGANRLGSNSLAEL

f. Max. deviation (seelisting)
+ 5

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

Chi3 & chi4
Omega
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Residue properties
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a. Absolute deviation from mean Chi-1 value (excl. Pro)

=
o
o

D o
o O

N
o

Chi-1 abs. mean dev.
N
o

400 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495
Residue number

5 b. Absolute deviation from mean of omegatorsion

12
9
6
3

Omega abs. mean dev.

400 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

=
o

Zeta abs. mean dev.
N A OO

400 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495

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

AAAAAAAATIA A BAAAAAAAAA B AAAAAAAAAAAAAAAAAAAAAAARAABAAATIRART
T T T T T T T T T T T T T T T T T T T T
VVFGRLAGEQATERAATAGNGNEAA | EAQAAGVEQRLKDLVNQDGGENWAK | RDEMGLAMEEGCG| YRTPELMQKT | DKLAELQERFKRVRI TDTSSVFEN

f. Max. deviation (see listing)

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

Dihedrals [

[T T T T I T I T T T ITT
MC bonds [T T T T T T T T
MCangles [T T T
[T I T T I T T T TTT
[T I I LTI I T I T T I T TITTTTTT

Mainchain |

Overall [

pdblkfy 06.ps



PROCHECK

Resid ti e
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80 -
g 60
8 401
< 201
o
500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 5 10
Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 127
€ 9-
8 61
® 31
£
O 500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 5 10
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
G 4 -
RS
S
500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 5 10
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
N —  EO
RANNANANINS — —— ) Bl
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAAAAT BAAABIAAAAIAAAAAAAAAA AAAAAAAAAANTIATIAR
'i'DLLY'I"I ELGIliGLNVA‘EC]\/IA}liSAMAI‘QKESR(‘BAHQRI‘_DEGC'I"ERDD\‘/NFLKIliTLAFI‘?DADG'I"TRLE+SDVK I‘ TTL P}‘DA AEMKNLK | EVVRY
f. Max. deviation (see listing)
g. G-factors
il [ 5| - EEEEN n
Chilonly
Chi3 & chi4
Omega
Dihedrals [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 T T T T T T T T T T T T T T I T T T
ek R AMEREESEMERSESENERSESENERSRSENE-ESENSESECENSESSESNSESESERSESEEERSREEEE EHHHHHHH
Mainchain (T T T T T T T T T T LTI T T O T TP P T T T T T T LTI T T0TT] [EEEEEREEENEEE|
overall [T LI T T LI LT T T LT L L T T T L T L T LT T LI T EENERRNNENEEN
500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 5 10
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N A D
S 8 8 38 8
| I I S|

Chi-1 abs. mean dev.

Omega abs. mean dev.
[ep)

=
o

Zeta abs. mean dev.
N A OO

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

K
Page 7

Residue properties
pdblkfy

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

14 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110
Residue number

b. Absolute deviation from mean of omegatorsion

14 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

14 20 25 30 35 40 45 50 5 60 65 70 75 80 8 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

e A T i e ittt 1 Y

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

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

NPEVDTAPHSAFYEVPYDATTSLLDALGY | KDNLAPDL SYRWSCRMA | CGSCGMMVNNV PKLACKTFLRDY TDGMKVEALANFPI ERDLVVDMTHF | ESL

f. Max. deviation (seelisting)
4

+ 7 + : + + + ++ + + + ++
g. G-factors
(. [] - SN H M T

[

HH\HHHHH\H\HHHHHHHHHHHHHHH\HHH\HHHHHH\HHHHH\HHHHHHHHHH
HH\HHHHH\H\HHHHHHHHHHHHHHHHH\H\HHHHHH\HHHHH\HHHHHHHHHH
T e e e T T T T P T T T e e e e e T T T T T T T T
[EEEEEEEEEEEEEEEEEEEEEEEEENEEEEEEEEEEEEEEENEEEEEEEEE ENENEEEEEEEEEEEEEEE RN NN NN RN
T T T T T T T T T T T T T T LT T T T T T TR T T T T T T T T LI T T T T T T T T TT T IT T I ITITITITITIT]
14 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110
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Residue properties
pdblkfy

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

N A B
S 8 8 38 8
| I I S|

Chi-1 abs. mean dev.

114 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210
Residue number

5 b. Absolute deviation from mean of omegatorsion

12
9
6
3

Omega abs. mean dev.

114 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

114 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210

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

d. Secondary structure & estimated accessibility

ML\ M NN\ EEAN S A A

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

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

AAABEAAA ‘ AAAAAAAAAAABIAAAA ‘ : A ABIAAA AAAAAAAAAAAAARIAAR : ‘ ABAAABIA_AA
EATKPY | IGNSRTADQGTN I QT PAQVAKYHQFSGC I NCGLCYAACPQFGLNPEF | GPAA | TLAHRYNEDSRDHGKKERMAQLNSQNGVWSCT FVGYCSEV

f. Max. deviation (see listing)

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

Chi3 & chi4
Omega
Dihedrals [

[
MChbonds []
MCangles []
[

[

Mainchain |

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

Page 9

& 100
%80
£ 60
g w0
< 20
o
214 220 225 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60
Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 127
€ 9-
8 61
® 31
£
O 214 220 225 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
§ 8
e 6
g 4
22
S
214 220 225 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
AN N A — C ANANNGANARNARSANANE
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAARRAAAAAAABAAATAAAAAAAAAAA AAAANT
CPKHVDPAAA | QQGKVESSKDFL IATLKPR TTKRkPYVRWTST\)WVKKL IEFYRF\‘(MLRE(‘BTAVPA‘VWFSI‘ ELI FéL FALI‘(NGPEAWAGF\‘/
f. Max. deviation (see listing) :
7
P it SN S5 SN S SO + 51 L
g. G-factors
i-psi W | (T [T
Chil-chi2
A e : .
mega [T [ [
Dihedrals T TTT T I ITTTTT T IITTITTITT 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 TITTTTTTT
MCbonds [T T T T N T T A A T T T T T T A T A
MCangles [T A e e A e A T T e T A T T T T A T
Mainchain [T T T T T I I TT] 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 I TTTTTT
overdl  [TTTITLITIT I T TITIIIITILT] O T L T T T L T T T L T T L I LT T T T LTI T]
214 220 225 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60

pdblkfy 06.ps




PROCHEC

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

Omega abs. mean dev.
[ep)

Zeta abs. mean dev.
N

Dihedrals

MC bonds
MC angles

Mainchain

Overall

K
Resid t o
a. Absolute deviation from mean Chi-1 value (excl. Pro)
61 70 75 8 85 90 95 100 105 110 115 120 125 130 5 10 15
Residue number
b. Absolute deviation from mean of omegatorsion
61 70 75 8 8 90 95 100 105 110 115 120 125 130 5 10 15
Residue number
c. C-aphachirality: abs. deviation of zetatorsion
61 70 75 80 8 90 95 100 105 110 115 120 125 130 5 10 15
Residue number Highlighted residues are those that

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

== NAANANAA G e AN = D —=\\>
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

AAAAIAAAAAAAAAAAAAAAAAAAAAAAAAAAAAIAAI.IAAI AAAAANAAAAANAAAANAAAAAAATIA /\I_V\I_V‘\/\/\/\/\/‘\I_V\/\/\‘
DFLQNPVIVI INLITLAAALLHTKTWFELAPKAANI | VKDEKMGPEP | | KSLWAVTVVAT IV I LFVALYW MINPNPKRSDEPVFWGL FGA

f. Max. deviation (see listing)

+ + + ++ + + +*5 + +4+* 4+ R R bt
g. G-factors
REN : 5 [ i |

i il ™ R
,7i \H [ [ [
T T I T T T T I T T s T T T T T T T T T T T OB TTIIT T TTITITT]
EEES CRENEENNENEENANENENMSNENESMSNSNESHASE HENSNESNSENSNESSEMSNESSEEE" R
[EEEE EEEEEEEEEEEEEEEEEEEEEEREEEEEEEEEENEEEE EEEEEEEEEEEEEEREEEEEEEREEE]
m]]:lc\\\\‘\\\\\‘\\\H‘H\H‘\HH‘H\H‘HH\‘H\I?HH\HH\‘HH\‘\HH‘HH- AR T T T I
61 70 75 8 85 90 95 100 105 110 115 120 125 130 5 10 15

C = cis-peptide

pdblkfy 06.ps




PROCHECK
Page 11

Residue properties
pdblkfy

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

N A D
S 8 8 38 8
| I I S|

Chi-1 abs. mean dev.

20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
[ep)

20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

N
1

Zeta abs. mean dev.
N

20 25 30 35 40 45 50 55 60 65 70 75 8 85 90 95 100 105 110 115

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

: ‘ : A HAANN BAA WABAAAAAAAAAAAAA AAAAAANBIAAAAAA AAAAAAAAAAARIAAAA AABIAA ‘ ‘
GGWVSA | |APVMILLVGI LLPLGLFPGDAL SYERVLAFAQSFIGRVFLFLMIVLPLWCGLHRMHHAMHDLK | HV PAGKW FYGLAAILTVVTL IGVVTI

f. Max. deviation (see listing)

+ + + + + +

S5 S S A 4 O S S 4 SN S 5 S S O D S ST S o S
g. G-factors
Phips T EEE HJ -H
Chilonl
Chi3 & chi4 [ ]
mega [ ]
Dihedrals [T T T T T T LT LT L T LTI T T L LT T T T LT T T T T T T [ [l
MC bond
e o B B B B B i A B A M B A M E AN AN S E AN AN NEAMEMANEEMEREREE
Mainchain [T T T T L L L LT L L L L T T T L T LT T T T LT T T LT T
Overall [T I T T L T L T L LT T T L T T T T T T
20 25 30 35 40 45 50 55 60 65 70 75 8 8 90 95 100 105 110 115

pdblkfy 06.ps



PROCHECK
Page 12

Residue properties
pdblkfy

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

=
o
o

D o
o O

Chi-1 abs. mean dev.
N D
o O

O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
[ep)

O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

=
o

Zeta abs. mean dev.
N A OO

0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95

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

MQTFQADLA | VGAGGAGLRAA | AAAQANPNAK I AL | SKVY PMRSHTVAAEGGSAAVAQDHDSFEYHFHDTVAGGDWL CEQDVVDY FVHHCPTEMTQL ELW

f. Max. deviation (seelisting) .
* * 4
I s T T S I ST UL P SO O P o S SOL ORI SRS e T o
g. G-factors
Phi-psi . [l [T ] T T T [
Sy ol TR i
Chi3 & chi4 [ [ [ [ I
Omega [1 [1 [1 [1 [1
Dihedrals [T T T T LI LT P T LT T LT T T T T e L T T LT T T T T T T T LT LTI
MC bonds T T P P T P e P P T P T P P P P P P P P P P P A T
MC angles T e e A e T T T T T T e T T T T T T T T T T P T T T P T P T T T P T T T T T
Mainchain [T T[T T LTI TP TP T T T LT T L LT T T T T T L L LT T T T T L T T LTI
Overal  [ECTTTITTTLITT I LI T T T TR LT TG LR T LT T TR LI LTI T LTI
O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95

pdblkfy 06.ps
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Page 13

Residue properties
pdblkfy

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
[ep)

100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195

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

d. Secondary structure & estimated accessibility

T e MR AGAN ) " — ——

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

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

: ‘ : ‘ : ‘ I AARAAAAAAAAAAAAAAAABABAAABIAAAAR AR AAAABAAA AAAAAAAABIANAAA I AA
GCPWSRRPDGSVNVRRFGGMVK | ERTWFAADKTGFHMLHTL FQTSLQFPQI QRFDEHFVLD | LVDDGHVRGLVAMNMMEGTLVQI| RANAVVMATGGAGRVY

f. Max. deviation (see listing)

+ + + + +F 4 K kx4
* * * Kk Rk kK K Kk Kk

* %

* * *

g. G-factors

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

pdblkfy 06.ps
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Page 14

Residue properties
pdblkfy

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

200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295
Residue number

5 b. Absolute deviation from mean of omegatorsion

12
9
6
3

Omega abs. mean dev.

200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

=
o

Zeta abs. mean dev.
N A OO

200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295

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

A AN

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

d. Secondary structure & estimated accessibility

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

‘ —AA AAAAR AAAAAAAIAAAAAA CAATEA A AAABIAA AAAAAR ‘ ‘W\/\/JTI/J_I/W‘I_I/\/\/\/‘\/\/\/\/\/‘\/\/\/\/\
RYNTNGG | VTGDGMGMAL SHGVPLRDMEFVQYHPTGL PGSG | LMTEGCRGEGG | LVNKNGYRYLQDYGMGPETPLGEPKNKYMEL GPRDKYV SQAFWHEWR

f. Max. deviation (see listing)

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

Chi3 & chi4
Omega
Dihedrals [

[
MChbonds | }
[

MCangles |
Mainchain |

Overall {1 : :
200 205 21
C = cis-peptide

o
[NCY
=
ol
N H HEE E

pdblkfy 06.ps
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Page 15

Residue properties
pdblkfy

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

300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395
Residue number

5 b. Absolute deviation from mean of omegatorsion

12
9
6
3

Omega abs. mean dev.

300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

=
o

Zeta abs. mean dev.
N A OO

300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395

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

d. Secondary structure & estimated accessibility

PR e VNN m— e m s\

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

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
‘ ‘ AATNEAARIEA ‘ ‘ ‘ AABEAAAAAABAAARAAA  AABARIABIAAA _AA AANNA AA ABAA WAAAAAA
KGNT | STPRGDVVYLDLRHLGEKKLHERL PF I CELAKAYVGVDPVKEP| PVRPTAHYTMGGI| ETDONCETR | KGL FAVGECSSVGLHGANRLGSNSLAEL

f. Max. deviation (seelisting)

667

CE e et reeriver e e SUIr SE :

g. G-factors
Phi 1] " EERCENEN [NEEE BN | ] HE T T
afere N HEEIEEE.s h 0 a
Chi3 & chi4 I [ ] I [ I
Omega [ 11 [1 [ [
Dihedrals [T T T T T I T I I T T T T T T T T T T T T T T T T R L T T T T T I T T T T T T T T L T T T T T T L]
MCbonds [T T T T T I T T T T T T T T T T T T T T T T T T T T
MCangles [T [T e e s e T T ]
Mainchain [T T T T T[T T LTI T I I I T I LT L L L T LT L LT L L LT T L L L LI I LT LT I T L L L T L L L L T L T L L L T I L LT T LI
Overall \\\\\\J\ \\\\\\\M\\\\\\\\\\\\\\\\ \\\M\\\\\\\\\\\\\\\\\\\\‘\\\\\\\\\M\\\\\\\\\\J\ \\\\\\\\\\\\\J\\\\\\\\\

300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395

pdblkfy 06.ps



PROCHECK
Page 16

Residue properties
pdblkfy

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

400 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495
Residue number

b. Absolute deviation from mean of omegatorsion

=
(6)]

o K

w

Omega abs. mean dev.
[ep)

400 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

=
o

N B O

Zeta abs. mean dev.

400 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495

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

AAAAAAAATIA A BAAAAAAAAA B AAAAAAAAAAAAAAAAAAAAAAARAATEAATEARA
T T T T T T T T T T T T T T T T T T T T
VVFGRLAGEQATERAATAGNGNEAA | EAQAAGVEQRLKDLVNQDGGENWAK | RDEMGLAMEEGCG| YRTPELMQKT | DKLAELQERFKRVRI TDTSSVFEN

f. Max. deviation (see listing)

+
Yo+t + * ok + * o4 *o4 + * o4 + +  x + *ok oy + +
P T Kk kkkkK k% %k x ok kkkk kK Kk kkk kkxk K kK kkk Kk Kk*  kkx *

g. G-factors

Dihedrals [

[T T T T T TTT
MC bonds [T T T T T
MCangles [T
[T T I T T ITTT
[T I I T I T T

Mainchain |

Overall n

pdblkfy 06.ps



PROCHECK

Resid tl e
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80
£ 60
g w0
< 20
o
500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 5 10
Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 127
€ 9
8 6
® 31
£
O 500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 5 10
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
g 4
LY
S
500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 5 10
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
OV s  ps
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
ERAABAAAREAAAAAARTEAA AAAAAAAABAARIEIRIAA
'i'DLLY'I"I ELGIliGLNVA‘EC]\/IAIL|SAMAI‘QKESR(‘BAHQRI‘_DEGC'I"ERDD\‘/NFLKIliTLAFI‘?DADG'I"TRLE#SDVK I‘ TTL P}‘DA AEMKNLK | EVVRY
f. Max. deviation (see listing)
g. G-factors
Phi-psi . | W] e I
Chil-chi2
Dihedrals [T T T T T T T T T T T T T T T T T T P I T T T T T T T T T T T I T T I I ] [T
ek R AMEREESEMERSESENERBESENERSESENERSRSERSRSEEENSESRSENSRSREERSESSEERSRERET B
Mainchain (T T T T T I T T T T LTI T T O T TP P TP T T TP T T LTI T T 0T T T
overall [T LI T T LI LT T I LI T L T L T L L T T T LI T EENNRRNNENEEN
500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 5 10

pdblkfy 06.ps




PROCHECK
Page 18

Residue properties
pdblkfy

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

N A D
S 8 8 38 8
| I I S|

Chi-1 abs. mean dev.

14 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
[ep)

14 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

=
o

Zeta abs. mean dev.
N A OO

14 20 25 30 35 40 45 50 5 60 65 70 75 80 8 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

S A T i el et it 1 A

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

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

NPEVDTAPHSAFYEVPYDATTSLLDALGY | KDNLAPDL SYRWSCRMA | CGSCGMMVNNV PKLACKTFLRDY TDGMKVEALANFPI ERDLVVDMTHF | ESL

f. Max. deviation (seelisting)
4

g. G-factors

Phi-psi . . o] [T M o
Chil-chi2

Chilonly

Chi3 & chi4
Omega

Dihedrals [T

[TTTTTT1T
MCbonds [T TTTTTTT]
MCangles [T TTTTTT]
[TTTTTT1T
[TTTTTT1T

Mainchain [T

Overall [1

I I I
I I I
\ \ \
\ \ \
I I I
14 20 25 3

pdblkfy 06.ps



PROCHECK
Page 19

Residue properties
pdblkfy

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

114 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210
Residue number

5 b. Absolute deviation from mean of omegatorsion

12
9
6
3

Omega abs. mean dev.

114 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

=
o

Zeta abs. mean dev.
N A OO

114 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210

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

d. Secondary structure & estimated accessibility

A iV ) St CAANE, = SVAVAL: (i S

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

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

ANARNNAR AANAABA AABARAAAAAAAAAA ‘ : ‘ ‘ ‘ ‘ ‘ ‘ : ‘ : ‘
EATKPY | IGNSRTADQGTN I QT PAQVAKYHQFSGC I NCGLCYAACPQFGLNPEF | GPAA | TLAHRYNEDSRDHGKKERMAQLNSQNGVWSCT FVGYCSEV

f. Max. deviation (see listing)

) P
T T S T R r T R T I 2 It T s TR 52 Ot ST SORUORE Tt
g. G-factors
Phi-psi ] T [T [T
G [TRRRE geaiiiifaEees :
Chi3 & chi4 [ [ [ ] [ |
Omega [ [1 [ [1 [
Dihedrals [T T T I I T T T I T I I T P T T T I T I I T T T T T I T T I T T T T T I T T T I I T I T T T
MCbonds [T T T T T T T T T T T T T T T T T T T T T T T T
MCangles [T T e e e e T T
Mainchain [T T T T T[T T I I I I I I T LT L L L T L L L T L L LT T L L L L L LT L LT T T L L T L L L L T LT T LT LT T I T L L T T LTI
Overall \J\\\\\J \\\M\\\\M\\\\\\\\\\J\\\\‘\\\\M\\\\M\\\\\\\\\\J\ \\\\\\\\\\\\\J\\\\\\\\\‘\\\\\\\\\\\\\\\J\\\\\\\\
114 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210

pdblkfy 06.ps



PROCHECK

R . d t Page 20
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80 -
g 60
8 401
< 20
o
214 220 225 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60
Residue number
5 15 b. Absolute deviation from mean of omegatorsion
©
12
8 61
® 31
S
O 214 220 225 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
E o
g 4
N
214 220 225 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60
Residue number Highlighted residues are those that

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

AN NN AN ANANARR ARG

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

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

BFAABABAAAAAAA AAABAAAAAAAABAAABIMAAAAAAAAAA AAAAAR
T T T T T T T T T T T T T T T T T T
CPKHVDPAAA | QQGKVESSKDFL ATLKPR TTKRKPYVRPMT STWWKKL PFYRFYMLREGTAVPAVWFSI| EL | FGL FALKNGPEAWAGFV

f. Max. deviation (seelisting) :
8
AR R IR It I T L T TR I 2 SUC SUDUNE 3 S o
g. G-factors
i-psi [T ] EEEEN
Chil-chi2
e . i e s meeEaaddi
mega [ [ [ [ [1
Dihedrals I I T T I T I ] [T I I I T I T I T T T I T T I I I I
Me s M. A A A
Mainchain [T T T T T TITITIITIITIITIIITI T I [EENEEEREEEEEEREEEEEEEEENEEEEEEE RN
overal [T T LTI T T OO T LTI
214 220 225 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60

pdblkfy 06.ps



PROCHEC

'—\
o ©
3 3 8

Chi-1 abs. mean dev.
N D
o O

15
12

Omega abs. mean dev.
[ep)

MC bonds
MC angles

Mainchain

Overall

K
Resid t -
a. Absolute deviation from mean Chi-1 value (excl. Pro)
61 70 75 8 85 90 95 100 105 110 115 120 125 130 5 10 15
Residue number
b. Absolute deviation from mean of omegatorsion
61 70 75 8 8 90 95 100 105 110 115 120 125 130 5 10 15
Residue number
c. C-aphachirality: abs. deviation of zetatorsion
61 70 75 80 8 90 95 100 105 110 115 120 125 130 5 10 15
Residue number Highlighted residues are those that

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

NA~AADNNNNEA - AANRNAAANRN—  P——ARNQY

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

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousl Disallowed
AAAARAAAAAAAAAAAAAAAAAANAAAAAAAAAATIAAN IAA. ABAAAAAAAANAAAAAAAAARIAAIA AAARAAAAAAAAAA

T T T
DFLQNPVIVI INLITLAAALLHTKTWFELAPKAANI | VKDEKMGPEP | | KSLWAVTVVAT IV I LFVALYW MINPNPKRSDEPVFWGL FGA

f. Max. deviation (see listing)

++ ++ + * * +  *x s * + + ++ *+*2 o4k ok X X pp kg
*************************************************************

i EREncREEEEEEEEEEEEEE
] A T T ITTITITTITTITT]
m

[T
EEENERERE!
EEERERENE!
[T IITL]
[T TITTT A T T LTI T T
20 125 130 5 10 15

i
:
H
=
=
=
:u:

pdblkfy 06.ps




PROCHEC

N A D
S 8 8 38 8
| I I S|

Chi-1 abs. mean dev.

15
12

Omega abs. mean dev.
[ep)

N

Zeta abs. mean dev.
N

Dihedrals

MC bonds
MC angles

Mainchain

Overall

K
Page 22

Residue properties
pdblkfy

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

20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115
Residue number

b. Absolute deviation from mean of omegatorsion

20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

20 25 30 35 40 45 50 55 60 65 70 75 8 85 90 95 100 105 110 115

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

d. Secondary structure & estimated accessibility

NN NN e NN NN\ \ I\ /NN NANANNANAN =
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
— AAAAAAAAAAAATA BAAAA BIAA AABNAAAAAAAAARAA AA ‘ : AAAAAAAAAAARIAAAAA  ANBIAA ‘ ‘ AAN
GGMWSA T |APVMILLVGI LLPLGLFPGDALSYERVLAFAQSFIGRVFLFLMIVLPLWCGLHRMHHAMHDLK | HV PAGKWFYGLAAILTVVTLIGVVTI

f. Max. deviation (see listing)

++ 4+ o+ kx4 + o4+ * + F4 o+ gk kogk g +* 4 *ok kg
Kk kKK Kk KkKK KKK KK Kk Kk* Kk K Kk % KKRXKKRAKKKAKK KKK KKK AAKKK KKRAKKKKAKK KKK K AK

pdblkfy 06.ps




PROCHECK

Main-chain bond lengths

C-N
(except Pro)
o)
&
>
g
LL
120 124 128 1.32 136 140
CA-C
(except Gly)
< : :
>
&
>
g
LL
140 144 148 152 156 1.60
CA-CB
(lle,Thr,val)
>
&
>
g
LL I
142 146 150 1.; 158 152
N-CA
(Gly)
o)
&
>
g
LL
153 157 141 145 149 153

Black bars> 2.0 st. devs. from mean.

Frequency

Frequency

Frequency

Frequency
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4 or ) signifies data points off the graph in the direction shown.
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.

Main-chain bond angl o
pdblkfy
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4 or ) signifies data points off the graph in the direction shown.

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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(therest) (except Gly,Pro) (Gly)
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Black bars> 2.0 st. devs. from mean. q or ) signifiesdata points off the graph in the direction shown.
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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Histograms showing RM S distances of planar atoms from best-fit plane.
Black barsindicate large deviations from planarity: RMSdist > 0.03 for rings, and > 0.02 otherwise.

b signifies data points off the graph in the direction shown.
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Main-chain bond Iengths
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Distorted geometry
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Bonds differing by > 0.05A from small-molecule values. VValues shown: "ideal", difference, actual
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Main-chain bond angles
111.2 111.2 111.2 111.2 111.2 111.2
A Arg 106 A Ala 128 A VaJ 312 A HIS 355 A Phe 547 B Cys 65
1101 111.2 C ca 162 N ¢ 1226 ca N 111.2 C N 111.2 C
CA © N CA CA
CAsn 65 CAsn 65 CAsn 65-CPro 66 CAsn 65-CPro 66 Dlle 1 DAsn 4
CB 191 ¢ N U2 C ¢ 1217 ca CB 1091 1112 12 c
CA CA CA
D Thr 117 D Thr 117 D Thr 117 Dlle118 D IIe 118 M Trp 75 M Arg 106
111.2 1112 1112 1226 . cA CA 1169 1226
M Ala127 M H|s355 N Cys 65 N Lysz41 N Pro 242 N Pro 242 - NArg 243 O Asn 65 OPro 66
1118 109.1
@) Pro 66 PThr 117
Bond angles differing by > 10.0 degrees from small-molec values. Values shown: "idea", actual, diff.
Planar groups
LB Z cB LB - cB
0.047 0.032 0.036 0.032 0.043 0.031
A His 87 A Trp 125 A Phe 146 A His219 A Tyr 231 A Phe 498
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Distorted geometry
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Planar groups (contd)
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Sidechains with RM S dist. from planarity > 0.03A for rings, or > 0.02A otherwise. Vaue shown iSRMS dist.
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