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Plot statistics
Residues in most favoured regions [A,B,L] 1437 77.4%
Residues in additional allowed regions [a,b,l,p] 403 21.7%
Residuesin generously allowed regions [~a,~b,~l,~p] 12 0.6%
Residues in disallowed regions 4 0.2%
Number of non-glycine and non-proline residues 1856  100.0%
Number of end-residues (excl. Gly and Pro) 51
Number of glycine residues (shown as triangles) 141
Number of proline residues 101
Total number of residues 2149

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
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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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OOa Ramachandran plot quality assessment
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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 1856 77.4 65.6 10.0 12 BETTER
b. Omega angle st dev 2109 6.6 6.0 3.0 0.2 Inside

c. Bad contacts/ 100 residues 13 0.6 20.9 10.0 -20 BETTER
d. Zetaangle st dev 2005 18 31 16 -0.8 Inside

e. H-bond energy st dev 1337 0.9 1.0 0.2 -0.7 Inside

f. Overal G-factor 2149 -0.2 -0.8 0.3 21 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 235 20.9 27.6 6.5 -1.0 BETTER
b. Chi-1 trans st dev 629 20.6 26.7 53 -1.1  BETTER
¢. Chi-1 gauche plus st dev 870 19.1 254 4.9 -1.3 BETTER
d. Chi-1 pooled st dev 1734 20.0 26.1 4.8 -1.3 BETTER
e. Chi-2 trans st dev 467 21.0 26.0 5.0 -1.0 BETTER
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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
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a. Absolute deviation from mean Chi-1 value (excl. Pro)
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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
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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
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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
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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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a. Absolute deviation from mean Chi-1 value (excl. Pro)
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deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
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pdb4pd4_06.ps




PROCHECK

Resid t o
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80
£ 60
g w0
< 20
o
1 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100
Residue number
5 a0 b. Absolute deviation from mean of omegatorsion
©
g 241
£ 18-
8 12-
® 61
S
o 1 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
E o
g 4
N
1 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

MAFRKSNVYLSLVNSY | I DSPQPSSINYWMMGSLLGLCLVIQIVTGI FMAMHY SSN | ELAFSSVEH IMRDVHNGY | LRYLHANGA SFFFMVMFMHMAKG

f. Max. deviation (see listing)

+ + + +
* ok * Kk

g. G-factors
i, LR A bR R 1
Omega [ [T \\Hif-:‘i \h | Hlj:h I::EH [T [ |
Dihedrals  [(TT 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 I T T R T T T T I T T T T I T T T T T T T
MCbonds T T T T T T 1
MCangles [T T e e P A P
Mainchain (T T T T T I T T T LT T T T TP TP T T T TP TP T T T T T
Overall OO T T L T T R T T T T T T T L T L L L T L T L T T T T T T T T )

1 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100

pdb4pd4_06.ps



PROCHECK
Page 10

Residue properties
pdbdpd4

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

101 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200
Residue number

. b. Absolute deviation from mean of omegatorsion

24
18
12

Omega abs. mean dev.
(o)

101 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

101 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200

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

d. Secondary structure & estimated accessibility

ANINININNNNN— NN\ NINININININ\NI\/
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

AFAFABAAAAAA
T T T T T T T T T T T
LYYGSYRSPRVTLWNVGV I I FILTIATAFLGYCCVYGQMSHWGATV I TNLFSA 1 PFVGND I VSWLWGGFSV SNPT | QRFFALHYLVPFI | AAMV IMHLMA

f. Max. deviation (see listing)

+ + * * * ok x + + * +
* %k * x * * * * KGR Kk * * % *

g. G-factors
Phi-psi . 1] [ [
di, T e e e P
Omega [T [ H H::Ij\\\ HH ljﬂ:h [T [T
Dihedrals [T TT T I W T T T T LTI T T T LTI T T T T T T T T T T T T T T T T T T T PR T T T T T T TR T T
R AR A A EAEERaEH A A AR ARRRE e oA A R A HARAEn AR ASESEn AR RS SRAEEtD
Mainchain [T T T T T IO T T T T LTI T T T T LT T T T T T PP T T LT T T T T T T T T T
Overall \‘\HHH\C\‘\HH‘\H\H\\HJH\\H\H\\H\‘H\H‘\\H\H\\HHH‘\HH‘HHHHH‘\HH‘\HH‘H\H‘HHHHH‘\

101 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200

C = cis-peptide

pdb4pd4_06.ps
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Page 11

Residue properties
pdbdpd4

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

201 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300
Residue number

. b. Absolute deviation from mean of omegatorsion

24
18
12

(o3}

Omega abs. mean dev.

210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

201 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300

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

d. Secondary structure & estimated accessibility

e e SN A A AN

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

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

LHIHGSSNPLGI TGNLDRI PMHSYF | FKDLVTVFLFML | LALFVFYSPNTLGHPDNY | PGNPLVTPASIVPEWYLLPFYAILRSIPDKLLGV I TMFAAIL

f. Max. deviation (see listing)

g. G-factors

Phi-psi CJ ] u
G A — ;
Grmege ' i oot HENERNE" SWERE-NEWSS HS EEE HEE'H SHECE Hmams
Dihedrals [T T T T T T T LT T T T LT T T T T T T T T T T T T T I T T T T T T T T T T]
MCbonds (T T T T T T T
MCangles [T T e P e P P T P
Mainchain [T T T T T T T T T T T LTI T O TP TP T T T T T T T TP T T TP T T T T T T
Overall M\\\\\\\\M\\\\M\\\\H\\ﬂ\ﬂ\\\\\\\\\\\\\\J\\\\\\\\\\\\\M\\\\M\\\\M\\\\M\\\\\\\\H\\\\\J\\\\J\\\\J\\\\J

201 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300

C = cis-peptide

pdb4pd4_06.ps
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Residue properties
pdbdpd4

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

301 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385
Residue number

. b. Absolute deviation from mean of omegatorsion

24
18
12

Omega abs. mean dev.

301 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

301 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385

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

d. Secondary structure & estimated accessibility

] ] N @
Dihedrals ||HHI\HIHIH\HHHHH\HHH}HHHHHHHHHHHHHHHHHHHHHH\I]D ]
ek, R R P AR A AT B i
Mainchain [T TR T T T T T T O 1
Overall \‘\HHHH‘H\H‘\HH‘\\\HJH\\‘H\HJ\H\‘H\H‘\\CH\‘H\HHHHHH‘HHHHHHH\‘H\Hm 1
301 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385
C = cis-peptide

pdb4pd4_06.ps
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Residue properties
pdbdpd4

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

80
60
40 -
20

Chi-1 abs. mean dev.

65 70 75

30

80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160

Residue number

b. Absolute deviation from mean of omegatorsion

24
18+
12

Omega abs. mean dev.

65 70 75

80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.

65 70 75

80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160

Residue number Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

AR A A AN

_—

Key:- <™ Helix

) Betastrand ——= Randomcoil Accessibility shading: ® Buried [] Accessible

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

AA AAA
AEHGLHAPAYAWSHNGPFETFDHAS | RRGYQVYREVCAACHSLDRVAWRTLVGV SHTNEEVRNMAEEFEYDDEPDEQGNPKKRPGKL SDY | PGPY PNEQA

f. Max. deviation (see listing)

O

Omega

Dihedrals

MC bonds

MC angles

Mainchain

Overall

oo o HiEH

o= HEH

pdb4pd4_06.ps




PROCHECK
Page 14

Residue properties
pdbdpd4

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260
Residue number

. b. Absolute deviation from mean of omegatorsion

24
18+
12
6 .

Omega abs. mean dev.

165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260

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

d. Secondary structure & estimated accessibility

R TAA e R 1 AR

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

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

HA, AA
ARAANQGAL PPDL SL | VKARHGGCDY | FSLLTGYPDEPPAGVAL PPGSNYNPY FPGGS | AMARVL FDDMVEY EDGTPATTSQVMAKDVTTFLNWCAEPEHD

f. Max. deviation (see listing)

+
+ *kk ok k ok kKK Kok ok KK bk p b * * ok ok

+ +
+ R+ 4 K + K +* 4+ * 4
* * ok x * Kk Kk kKK KKAK kKKK KKK KKK AR KA KKK KKK Kk k

* ok k k

Chi3 & chi4 i
Omega

Dihedrals
MC bonds
MC angles
Mainchain

Overall

pdb4pd4_06.ps



PROCHECK

Resid t .

100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80 -
g 60
8 401
< 20
o

265 270 275 280 285 290 295 300 305 31 40 45 50 55 60 65 70 75

Residue number

5 a0 b. Absolute deviation from mean of omegatorsion
©
§ 24
£ 18
8 12
o 6
S
O 265 270 275 280 285 290 295 300 305 31 40 45 50 55 60 65 70 75

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

31 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

265 270 275 280 285 290 295 300 305

d. Secondary structure & estimated accessibility

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

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

AAAAAAAATIRARER AAABABAAAAAAAARATIRIFA AATAA
T T T T T T T T T T T T T T T T T T
ERKRLGLKTV I I LSSLYLLSIWKKFKWAGI| KTRKFVFNPPKPRK KSTYRTPNFDDVLKENNDADKGRSYAY FMVGAMGL L SSAGAKSTV

f. Max. deviation (see listing)

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

Chi3 & chi4
Omega [0 B
I
[
[
[
[

Dihedrals

MC bonds
MC angles

Mainchain

Overall

pdb4pd4_06.ps
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Residue properties
pdbdpd4

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

80
60
40
20

Chi-1 abs. mean dev.

76 85 90 95 100 106 115 120 125 130 135 140 145 150 155 160 165 170

30

Residue number
b. Absolute deviation from mean of omegatorsion

24
18
12

Omega abs. mean dev.
(o)

76 85 90 95 100 106 115 120 125 130 135 140 145 150 155 160 165 170

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

76 85 90 95 100 106 115 120 125 130 135 140 145 150 155 160 165 170

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

d. Secondary structure & estimated accessibility

T i it AR T i e

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

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

ETFI SSMTATADVLAMAKVEVNLAAITPLG NVVV  WQGKPVFI|RHRTPHE| QEANSVDMSALKDPQTDADRVKDPQWL IMLGI CTHLGCVP | GEAGDF

f. Max. deviation (see listing)

*****************************************************************
i

g. G-factors
Phi-psi . ] mEN [ ] m
i ey e arifidEtehidae i
Omega ::::-I::i [REEN I ::jii] I]:Hi] Hij\ [ HZ
Dihedrals T TTTT I T T T T I T T OO0 T T T T T T T T T T T T T T T T T T T 11
MCawes THHHHFHHFHHFFRHFAFAH B A A AR AR A AR
Mainchain  [(TTTTTT I I) O0 I T T T T TP T T T I T
Overall GO T T T T T T (0 O e L L I e T T L T T T T T I T
76 85 90 95 100 106 115 120 125 130 135 140 145 150 155 160 165 170

pdb4pd4_06.ps
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Page 17

Residue properties
pdbdpd4

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

174 180 185 190 195 200 205 210

30

80 8 90 95 100 105 110 115 120
Residue number

b. Absolute deviation from mean of omegatorsion

24
18+
12

6_

Omega abs. mean dev.

174 180 185 190 195 200 205 210

80 8 90 95 100 105 110 115 120
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

174 180 185 190 195 200 205 210

80 85 90 95 100 105 110 115 120

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

d. Secondary structure & estimated accessibility

e M\ AN AN

) Betastrand ——= Randomcoil Accessibility shading: ® Buried [] Accessible

Key:- <™ Helix

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

T T T
GGWFCPCHGSHYD | SGRI RKGPAPLNLEI PAYEFDGD VIVG VTDQLEDLREHFKNTEEGKALVHHYEECAERVK | QQQQPGYADL EHK

f. Max. deviation (see listing)

*opkpq 44
kKKK **

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

+ + +
* ok pxk *

g. G-factors
Phi W EESESN [ [Nl
i, RIEWTERG, B o
Grmege LI ottt EEmmE""HSEE SEEN
Dihedrals [T TT T T T T I TITITI T T T TTTm  CI11] R T T T T T TR T T T T T T T T
VEsss LRI T SR EEEE S RuEuEE S R SR ERER A
Mainchain  [TTT T T I IT T T IIIITTIT11] 11 T T T T T T T T T TT TT TTTTCTTIITTTITTTITTTITT
Overall CE L LT T T T T 0 OO L T T T T T T T LTI
174 180 185 190 195 200 205 210 80 8 90 95 100 105 110 115 120

pdb4pd4_06.ps
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R . d t Page 18

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

o

% 80

£ 60

g w0

< 20

o

121 130 135 140 145 10 15 20 25 30 35 40 45 50 55 60

Residue number

5 a0 b. Absolute deviation from mean of omegatorsion

©

§ 24

£ 18

8 12

o 6

S

O 121 130 135 140 145 10 15 20 25 30 35 40 45 50 55 60
Residue number

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

g

g 4

N

121 130 135 140 145 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

EANANAA S VSRR NN NSV A —\ TR

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

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

AAAAAAAFIAAAABAAAAAAATIIAA  AAAEL AAAAAABAATIAAAAAAAAA AT
T T T T T T T T T T T
EDCVEEFFHLQHYLDTATAPRL FDKLK PQSFTSIARIGDY | LKSPVL SKLCVPVANQF INLAGYKKLGLKFDDL | AEENPIMQTALRRLP

f. Max. deviation (seelisting) -
+ + +4 66

otrLinisrt Pens ot aTene wprags 7000wl agfe el e d

g. G-factors
Phi T 1] T
e, T O eiiaiadiHinect
Omege ™ ialaiol i i i i S EANEE EEAE N EANSE EE HE EEmANEET EOEE
Dihedrals [T T T T T I T T T TR T T T T R T T T T T T I T T T T T I I T I TR T [T T T T T
MChbonds [T T T T T I T I I [T T T T T T T T T T P e T P P T T T T T T P T
MCangles [T [T I T e e e e e e e e T e e A T e e e e
Mainchain [T T T T TTITIITITTITIITIIITITIT] [T I I T I I I I I I I I T T T T I I I T T T T I I
Overall \\H\\HH‘\HH‘\HHHHHH H\H\H\‘\H\\‘\\\H‘\H\\‘H\H‘\H\\‘H\H‘\\HHHH‘HH\‘HHHHH

121 130 135 140 145 10 15 20 25 30 35 40 45 50 55 60

pdb4pd4_06.ps
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Page 19

Residue properties
pdbdpd4

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

% 100
g 80
£ 60
éf 40
< 20
o
65 70 75 80 85 90 95 100 105 110 115 120 125 10 15 20 25
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g 2
£ 18
8 12
o 6
£
O 6 70 75 8 85 90 95 100 105 110 115 120 125 10 15 20 25
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
% 8
e 6
g 4
g
S
65 70 75 80 85 90 95 100 105 110 115 120 125 10 15 20 25
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
AN — NN —
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousl Disallowed
man allma Ao AmAA A
EDESYARAYRI | RAHQTEL THHLL PRNEWI KAQEDVPYLLPY | LEAEAAAKEKDELDN | EVSK GPPSGKTYMGWNVGHMGGPKQKGI TSYA
f. Max. deviation (seelisting) .
* ++ * 4+
s B et By B Tt e ot B e e
g. G-factors
Phi-psi . [ RN 1] W] [T
i, T T R il cebriithdaticc
Omega [ i \\\Ht:ﬁi | EEE [T [0 I ]
Dihedrals [T T T TTT T T T T T T T T T T T T TR [T LT T T T T T T T T T T T T T S T T T T8
MCbonds T T T T P P T T P T P P T T T
MCangles [T T T T T P T P P T T T T T T A T e T A
Mainchain [T T T T T T T TP T LT TP T T TP P TP LTI T T LTI T T T T T I T TITITITTITTTTT]
Overall [T I T I e e L L T L L T I LI T LI LTI (O LR G TR LI 1]
65 70 75 80 85 90 95 100 105 110 115 120 125 10 15 20 25

pdb4pd4_06.ps




PROCHECK

. . Page 20
Residue properties
pdbdpd4
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
= 80
§ 60
g w0
< 20
© 29 3H 60 65 70 75 80 85 91 10 15 20
Residue number
5 a0 b. Absolute deviation from mean of omegatorsion
g 2
E 18
8 12
o 6
S
o 29 35 60 65 70 75 80 85 91 10 15 20

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

29 35 60 65 70 75 80 85 91 10 15 20

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

d. Secondary structure & estimated accessibility
= = = = HARNARNNNNANANANIA —H — I =SNG
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

_ _ _ _  _ASEEAARAAAA AAAAAAARL AAAAARIAAAA ABIA  _AA A ; A
VSPYAQKPL V N S R FKSQFLYVLIPAGI YWYWAMKNGNEYNEFLYSKAGREEL RVNV SFSSLYKTFFKRNAVFVGT | FAG

f. Max. deviation (seelisting)
6

+ ++ + +
++ * S ++ + *ok ok + pr R +
Lo Pt DRI P IR, L LRI T
g. G-factors

?ﬂl‘l -%h{z RN NN @ g @ @ ::Ir::li:: . 5 H N % F‘Z!‘ZIH_H

11 onl

Chi3 & chi4

Omea 8 B mEmEsmER" ot ol

Dihedrals [T T 0O O O 0O OO T ITEI T T BRI R T (I [EEEEERENEENEE ENEREREEN

MC bond

meawe THHHHH H 8 H 0 HHHHAHHAAHHHHHEAE T T

Mainchain  [TTTTTIT O O O 0O O T T T T T T TI T ITTTITT T

Overall (M0 0 0 0 0 OO e T T O [ OO I I R I T
29 35 60 65 70 75 80 8 91 10 15 20

pdb4pd4_06.ps



PROCHECK

Resid t -

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

o

% 80 -

g 60

8 401

< 20

o

25 30 35 40 45 50 55 5 10 15 20 25 30 35 40 45 50 55

Residue number

5 a0 b. Absolute deviation from mean of omegatorsion

©

§ 24 1

£ 18-

8 12-

® 61

S

O 25 30 35 40 45 50 55 5 10 15 20 25 30 35 40 45 50 55
Residue number

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

g

g 4

N

25 30 35 40 45 50 55 5 10 15 20 25 30 35 40 45 50 55

Residue number Highlighted residues are those that

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

Y . —  —

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

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

AFVFQTVFDTA | TSWY ENHNKGKLWKDVKAR I AA EVKLQESGAGLVQPSQSLSLTCSVTGYSI TSGYYWNWI RL FPGNKLEWGY | SNVG

f. Max. deviation (see listing)

+ ++ + + * 4 + rr I +  *4 +
PO Pttt o O i R .
******************************************************************************************
g. G-factors
Phi-psi - _
At TR T e A
11 onl
Chi3 & chi4 ] [ [ [ [ L] [
Gmege ' L W e ot o o
Dihedrals [T T T I T Tl T T T [T 1] A T A T T T T T I T T T I T T T T TR
MChbonds (T I T H T A T T T T T T T A
MCangles [T T e T A T T T T T T
Mainchain [T T T T IIT T T I IITIT111] T T T T T T T T T T T T T T T I T T T T T T T T
Overall O T T G T T LI T T T T I T O T L T T T T T i T LT T L T LT
25 30 35 40 45 50 55 5 10 15 20 25 30 35 40 45 50 55

pdb4pd4_06.ps



PROCHECK

Resid t .

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

o

% 80

£ 60

g w0

< 20

o

57 65 70 75 80 8 90 95 100 105 110 115 120 125 5 10 15

Residue number

5 a0 b. Absolute deviation from mean of omegatorsion

©

§ 24

£ 18

8 12

o 6

S

o 65 70 75 80 8 90 95 100 105 110 115 120 125 5 10 15
Residue number

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

g

E o

g 4

N

57 65 70 75 80 8 90 95 100 105 110 115 120 125 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

e I

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

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

AIA EAARARARFAEAAA
T T T
DNNYNPSLKDRL S| TRDTSKNQFFLKLNSVTTEDTATYYCARSEYY SVTGYAMDYWGQGTTVTV SSAWRHP DIELTQTPVSLAASLGDRV

f. Max. deviation (see listing)

+ o+ 4
+ + * * * ok . 4
ol S0 AN 4ol S S Sl oo SRS SR S S SN o £ SR SN T aaanan T r R
g. G-factors
C
ST R R T T EpsEsea oo amamammio enngtanane
Chi3 & chi4
Gmega " |ttt e et SCERSEE EERTT I n an
Dihedrals I T T T T T [T T T S T T T T T T T T I T T T T T AT T
MCbonds [T T T T[T T T T T T T T T T T T T T ] A
MCangles [T [T e T T e
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100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
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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
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Main-chain bond lengths
pdbdpd4

PROCHECK
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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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Main-chain bond angl o
CA-C-N CA-C-N CA-C-N
(except Gly,Pro) (Gly) (Pro)
599 — 509 — 599 —
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> >3 >
g 8 8
LL LL L
101 106 111 116 121 126 131 101 106 111 Lﬁglél 126 131 101 106 111 116 121 126 131
O-C-N O-C-N C-N-CA
(except Pro) (Pro) (except Gly,Pro)
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g 8 8
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> >3 >
g 8 8
LL LL L
105 110 115 1}'3“125 130 135 95 100 105 1% 115 120 125 94 99 104 109 114 119 124

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
pdbdpd4

CB-CA-C N-CA-C N-CA-C

(therest) (except Gly,Pro) (Gly)
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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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RM S distances from planarity

pdbdpd4
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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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Distorted geometry
pdbdpd4
Main-chain bond lengths
CA 1540 CB CA 1540 CB CA 1540 CB CA 1540 CB CA 1540 CB CA 1525 C
Ccva 72 CThr124 Clle147 Cval 312 Elle213 GAsn 34

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

Main-chain bond angles

Cva 171 D Gly 221 E Gly 182 JLeu 11

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