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Ramachandran Plot

1350+

-180

ALA‘342*)Ml):

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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Plot statistics
Residues in most favoured regions [A,B,L] 3453 87.8%
Residues in additional allowed regions [a,b,l,p] 436 11.1%
Residuesin generously allowed regions [~a,~b,~l,~p] 33 0.8%
Residues in disallowed regions 11 0.3%
Number of non-glycine and non-proline residues 3933  100.0%
Number of end-residues (excl. Gly and Pro) 38
Number of glycine residues (shown as triangles) 296
Number of proline residues 205
Total number of residues 4472
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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
pdb3cxh
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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

pdb3cxh
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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
pdb3cxh
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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
pdb3cxh
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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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Bad contacts per 100 residues %-tage of residues in most favoured regions

Standard deviation (kcal/mol)

Main-chain parameters

pdb3cxh

OOa Ramachandran plot quality assessment
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78' Measure of bad non-bonded interactions

Zg' Peptide bond planarity - omegaangle sd

0 d. Alpha carbon tetrahedral distortion
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Plot statistics
Comparisonvalues  No. of
) No.of Parameter Typical Band  band widths
Stereochemical parameter datapts  value vaue  width  from mean
a %-tageresiduesin A, B, L 3933 87.8 766 100 11 BETTER
b. Omegaangle st dev 4441 12 6.0 3.0 -16 BETTER
c. Bad contacts/ 100 residues 17 0.4 105 10.0 -1.0 BETTER
d. Zetaangle st dev 4176 14 31 16 -1.1  BETTER
e. H-bond energy st dev 2867 0.7 0.9 0.2 -1.0 BETTER
f. Overall G-factor 4472 0.3 -0.6 0.3 3.0 BETTER
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Side-chain parameters
pdb3cxh

a. Chi-1 gauche minus b. Chi-1 trans
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Plot statistics
Comparisonvalues  No. of
) No.of Parameter Typical Band  band widths
Stereochemical parameter datapts  value vaue  width  from mean
a. Chi-1 gauche minus st dev 531 12.7 22.7 6.5 -15 BETTER
b. Chi-1 trans st dev 1259 15.0 22.7 53 -1.5 BETTER
¢. Chi-1 gauche plus st dev 1830 13.6 21.3 4.9 -1.6 BETTER
d. Chi-1 pooled st dev 3620 14.0 220 4.8 -1.6 BETTER
e. Chi-2 trans st dev 1022 14.3 23.1 5.0 -1.8 BETTER
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Residue properties
pdb3cxh

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

% 100
% 80 -
£ 601
8 401
< 20
o
27 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125
Residue number
5 10 b. Absolute deviation from mean of omegatorsion
©
;
&
@
g
S
o

27 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N
1

27 35 40 45 50 5 60 65 70 Y5 80 8 90 95 100 105 110 115 120 125

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

d. Secondary structure & estimated accessibility

g =l R /S AN, S B AN/

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

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

ABAAAAR /\/\/\/\/W\/\/\/m/\/\/\A AAABAAAAR AAAAAAABAAAAAAAAATIAA. BAAAAAAAAAAAARIR
T T T T T T T T T T T T T T T T T T T T
AEVTQLSNGIVVATEHNPSAHTASVGVVFGSGAANENPYNNGV SNLWKN | FL SKENSAVAAKEGLAL SSN |1 SRDFQSY | VSSL PGSTDKSLDFLNQSF I Q

f. Max. deviation (see listing)

+ * + Kk ++ * ++ R 44 * ok ++ ++
N * % xkk ok Kk ok kkkk KAk kKK AKRKEKK KKk Kk * Kkk K Kk kK

g. G-factors

Chi3 & chi4
Omega
Dihedrals ]

[TTTT
MChbonds  [TTTTT]
MCangles  [TTTTTT
[TTTT
[TTTT

Mainchain  []

Overall {1
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Residue properties e
pdb3cxh

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

& 100
% 80
£ 60
g w0
< 20
o
127 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225
Residue number
. b. Absolute deviation from mean of omegatorsion
g
g °
€ 6
8 4
P 21
£
O 127 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
g 4
RS
S
127 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225
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
BAAAARAAAAAAAAAAAAAAAAANAAARIAAAAAAAAAAAAABIAAAAAAAAA AAAAAAAAAAAAAANAAAAABIIAAAIAAAA. A AAAAAAAAAAAAAA
QKANLLSSSNFEATKKSVLKQVQDFEDNDHPNRVLEHLHSTAFQNTPLSLPTRGTLESLENLVVADLESFANNHFLNSNAVVVGTGN | KHEDLVNSI ESK
f. Max. deviation (seelisting) .
5 4
B SO O S T ST s O S SO A ST S I SO S Fe SN S oo
g. G-factors
i-psi 5 il T T III_H
Chil-chi2
ch3 s H ﬂ N
Omega [T [ [
Dihedrals [T TT T T T I T I T T T T T T T IO T T T T T T T TP T T T T T T T T T T TP T T T T T I T T LI
MCbonds T T T T T 1
MCangles [T e P e P T
Mainchain (T T T T T I T T T T T T T TP T TP T T TP T T T TP T T I I T
Overall G L T T LT T T T T T T L T T L I T LT T T LT LI
127 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225
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Residue properties e
pdb3cxh

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

Chi-1 abs. mean dev.

80
60
40 -
20

227 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325

Residue number
b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

227 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

227 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

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

d. Secondary structure & estimated accessibility

S, mm— NN\ R N m—

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

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

NLSLQTGTKPVLKKKAAFLGSEVRLRDDTL PKAWI SLAVEGEPVNSPNY FVAKLAAQ| FGSYNAFEPASRLQGI KLLDN I QEYQLCDNFNHFSL SYKDSG

f. Max. deviation (see listing)
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Residue properties e
pdb3cxh

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

& 100
gso—
g 60
8 401
< 20+
o
327 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425
Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 8
E 6
£ 4
o 2
£
O 327 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
g 4
LY
S
327 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425
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
LWGFSTATRNVTMIDDL IHFTLKQMWMRLT I SVTDTEVERAKSLLKLQLGQLYESGNPVNDANLLGAEVL | KGSKL SLGEAFKK | DAl TVKDVKAWAGKRL
f. Max. deviation (see listing)
g. G-factors
Phi-ps [0 | u = I
Chil-chi2 ]
i, . :
Omega [T [ [
Dihedrals [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 T T T e T I I T T T T T T T T T T T I T T I T T I T
MCbonds T T T T 1
MCangles [T e P T e P T P
Mainchain (T T T T I T T T T LT T T O T T LT T T TP T TP T TP T TP T T I T T T T
Overall G L T T LT L T T T T T T T L L L T I T T T I LI T LI T[]
327 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425
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Resid t -
pdb3cxh
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
g 80
£ 60
g w0
< 20
o
427 435 440 445 450 455 25 30 35 40 45 50 55 60 65 70 75
Residue number
5 10 b. Absolute deviation from mean of omegatorsion
g 8
E 6
£ 4
o 2
S
O 427 435 440 445 450 455 25 30 35 40 45 50 55 60 65 70 75
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
g 4
N
427 435 440 445 450 455 25 30 35 40 45 50 55 60 65 70 75
Residue humber Highlighted residues are those that

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

N e N

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

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

WDQD | AIAGTGQ!| EGLLDYMR | RSDMSMMRW LTVSARDAPTK | STLAVKVHGGSRYATKDGVAHLLNRFNFONTNTRSALKLVRESELLG

f. Max. deviation (see listing)

+ + *o+ 4 * + o+ + X4 k4
* % * Kk kEkx Kk ok * % * K x * % * Kk Kk ko

g. G-factors
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Residue properties
pdb3cxh

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

76 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N O ©

76 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

76 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175

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

d. Secondary structure & estimated accessibility

m— AN\ AR NN AN

Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed

AAIAAAIAIAAAAAAAAAIAAAAAAAAAAAAAAAIAAAAAAAAAAIAAAAAAAAAAAAAAAAAAAAAAAAAAAAIII A AAAAAEL ANAAAAAAAAAA
GTFKSTLDREY | TLKATFLKDDLPYYVNALADVLYKTAFKPHELTESVL PAARYDYAVAEQCPVKSAEDQLYA | TFRKGLGNPLLYDGVERVSLQD | KDF

f. Max. deviation (seelisting) .

* %4

* + * +
* ok ok ok x * kK Kk * ok k *

*01 0
*+
*+
+
*+
*+
*

g. G-factors
Phi-psi . :71:::! o W H

j

[

[

[

[

[

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

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

& 100
g 80 -
g 60
8 401
< 20+
o
176 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275
Residue number
. b. Absolute deviation from mean of omegatorsion
g
g °
€ 6
8 4
P 21
£
© 176 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
g 4
RS
S
176 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275
Residue humber Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
WA/ sl m— NN\ S
|
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran rmost favoured m Allowed [ Generousll Disallowed
AAAAIAAAAAAAA A ‘ : ‘ : ‘ : ‘ ‘ : A AAAAABINAAAAAAAAAAABAAANTIEA A :
ADKVYTKENLEVSGENVVEADLKRFVDESLL STLPAGKSLV SKSEPKFFLGEENRVRF I GDSVAAIGI PYNKASLAQYEVLANYLTSALSELSGL | SSAK
f. Max. deviation (see listing)
g. G-factors
Phi-psi W
A | BlE,: i e
Chi3 & chi4 [ [ [ [
Omega [T [ [T [T
Dihedrals [T T T T I I I T T T T T I T T O T TP T T T T P T T T TP T T TP T TP O T T T T I T T T T T T
MCbonds T T T T T T T 1
MCangles [T P e P P P
Mainchain (T T T I T T TP T T O T T TP T T TP T T TP TP T TP T T T T T T T
Overall GO L T T T T T T T T T L L T T L T LT L T LT T LI T IT]
176 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275
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Residue properties
pdb3cxh

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

276 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365
Residue number

b. Absolute deviation from mean of omegatorsion

N B OO

Omega abs. mean dev.

276 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO O

276 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365

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

d. Secondary structure & estimated accessibility

N N N e =

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

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

AAAAARL  AANAAAANAAAAAAAAAAAAAANAAAAARL IIIAAIAAAAAAAAAIIIIAII
LDKFTDGGL FTLFVRDQDSAVVSSN | KK | VADLKKGKDL SPATNYTKLKNAVQNESVSSP I ELNFDAVKDFKLGKFNYVAVGDV SNL PYLDEL

f. Max. deviation (see listing)

g. G-factors
g "5 R e .
Chil-chi2
Ch3Wia H i RN ﬂj
Omega i i HERN i
Dihedrals [T TT T T T T I T T T T LTI T T I TR R T LT T T T T TR TR BT T B [T T T [T T T I T[T T[]
MCbonds [T T T T T T T T T T T T T T T
MCangles [T i e
Mainchain [T TT T T T T T TTITT T LTI T T T T T T T T LT T LT LTI LT T T LT LTI T T T T T[T T
Overall O T T T T T T R T T T T
276 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365
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Resid t -
pdb3cxh
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80 -
g 60
8 401
< 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 10 b. Absolute deviation from mean of omegatorsion
E 61
8 41
® 21
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

Chi3 & chi4
Omega

Dihedrals

MC bonds
MC angles

Mainchain

Overall

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

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

AAAAATAAAAAAAAAAANAAAARIAAAR
T T T T T T T T T T T T T T T T T T T T
MAFRKSNVYLSLVNSY | IDSPQPSSINYWWNMGSLLGLCLVIQIVTGI FMAMHY SSN | ELAFSSVEH IMRDVHNGY | LRYLHANGA SFFFMVMFMHMAKG

f. Max. deviation (see listing)
4

+ +. +
* * 6+ + o+ 4 + * oo + o4
************ * kk %k * * xEx % * *
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Residue properties
pdb3cxh

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

Omega abs. mean dev.
N 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 O

101

Chi3 & chi4
Omega
Dihedrals

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

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

d. Secondary structure & estimated accessibility

Key:- <™ Helix

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

AAAAAAAAAAA AAABAAAAAAAAAAAAAAAAANAAAAAAAAAL
T T T T T T T T T T T T T T T T T T T T
LYYGSYRSPRVTLWNVGV I | FILTIATAFLGYCCVYGQMSHWGATV | TNLFSA 1 PFVGND | VSWLWGGFSV SNPT | QRFFALHYLVPFI | AAMV | MHLMA

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

f. Max. deviation (see listing)

+ +
* *
**************

MChbonds []

MCangles []

Mainchain  []

Overall

C = cis-peptide
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Residue properties
pdb3cxh

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

Omega abs. mean dev.
N O ©

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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO O

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

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

d. Secondary structure & estimated accessibility

N — e NN NN N e~ AN

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

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

ABAAA /\N_V\/\/\/\/\IN\/\N\/\N\/\/\N\/\/V\/\/V\/\/\N\N_V\/\/\/\ AAAAAAAAAAAAAAAAAAAAAAAAATIAAAA
T T T T T T T T T T T T T T T T T T T T
LHIHGSSNPLGI TGNLDRI PMHSYF | FKDLVTVFLFML | LALFVFYSPNTLGHPDNY | PGNPLVTPASIVPEWYLLPFYAILRSIPDKLLGV I TMFAAIL

f. Max. deviation (see listing)

***********

Chi3 & chi4
Omega
Dihedrals ]

[T TITITTTTT
MC bonds [T T T[T TTTITT]
MCangles [T T
[TTTTITTTTTTITTT
[TTTTTTTITTITTIT

Mainchain  []

Overall {1

pdb3cxh_06.ps




PROCHECK
Page 12

Residue properties
pdb3cxh

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

Omega abs. mean dev.
N O ©

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 A OO O

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

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

d. Secondary structure & estimated accessibility

BNV YN 0

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

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

AAAAAAAATAAAAA AAARABAAAAA  AAAAAAAAAAAAAAAAAAAAAAAAANTA BIA _AAAA
T T T T T T T T T T T T T T T T T
VLLVLPFTDRSVVRGNTFKVLSKFFFFI FVFNFVLLGQIGACHVEVPYVLMGQIATFIYFAYFLI IVPVISTIENVLFY | GRVNK MTAAE

f. Max. deviation (see listing)

+ + + +
*

+ ** *ok ok ok ++ * + * 7 * +* + + *oo4x + + +
g. G-factors
Phi-psi Nl | o NN
S -
Chi3 & chi4 [ 1]
Omega [T
Dihedrals [T T T T T T I T I T T T T T T T T TP T T T T T T TP T LTI T TP T 0T [T
- A EREANEAEANENEENBNSENSENSNSEREENSNEANENN EESNSENSSNSNSENSENSESNSERSSESNSERSEEEN HH
Mainchain (T T T T T I T T T T T LTI T T T TP T T T TP T T TP T T T T T TIT0T] [T
Overall LT T T L T T T T T T I T T TP T T T T T I I T T T T T T T T IT T I T T T ITITTIITTITTTT] [T
301 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385

pdb3cxh_06.ps
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Residue properties
pdb3cxh

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

67 75 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N O ©

67 75 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO O

67 75 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165

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

d. Secondary structure & estimated accessibility

- BN B A >

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

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

AAAABABIAAAA AAABIAAAAAAAA  AAAAAABAAABNABAAAAAAAAA TAAAAAAAAAAAAAAAAAATAA
T T T T T T T T T T T T T T T T T T T T
HGLHAPAYAWSHNGPFETFDHAS | RRGYQVYREVCAACHSLDRVAWRTLVGV SHTNEEVRNMAEEFEYDDEPDEQGNPKKRPGKL SDY | PGPY PNEQAAR

f. Max. deviation (see listing).
5

+ + 4+ + x4k +*5 * + * 4+ o+ kg + * +
Xk K Kk kK KKk KK K Kk K K KkKRKX X *x * Kk k% * *

g. G-factors

Q)
3=,
[
QB Q.
e

]

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

pdb3cxh_06.ps
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Page 14

Residue properties
pdb3cxh

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

Chi-1 abs. mean dev.

80
60
40 -
20

167 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265

Residue number
b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N O ©

167 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

167 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

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

d. Secondary structure & estimated accessibility

T AN e i 11 AAAAYRD

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

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

AANQGAL PPDL SL | VKARHGGCDY | FSLLTGY PDEPPAGVAL PPGSNYNPYFPGGS | AMARVL FDDMVEY EDGTPATTSOMAKDVTTFLNWCAEPEHDER

f. Max. deviation (see listing)

* + *
+ + * o4 ++* + + + + + + %4+
* * % % * x *xkk k% *kx ok k * % * * * *

+
* Kk

g. G-factors

pdb3cxh_06.ps




PROCHECK

Resid t .
pdb3cxh

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

o

% 80

£ 60

g w0

< 20

&

267 275 280 285 290 295 300 305 35 40 45 50 55 60 65 70 75

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

g 8

E 6

£ 4

o 2

S

O 267 275 280 285 290 295 300 305 35 40 45 50 55 60 65 70 75
Residue number

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

g

E o

g 4

N

267 275 280 285 290 295 300 305 3 40 45 50 55 60 65 70 75

Residue humber Highlighted residues are those that

Dihedrals

MC bonds
MC angles

Mainchain

Overall

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

AANANNANNANG Ayt E

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

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

AAAAAAAAATAA AAAAAAAAAATIAAARIAAAA
T T T T T T T T T T T T T T T T T
KRLGLKTV I ILSSLYLLSIWKKFKWAGI KTRKFVFNPPKP KSTYRTPNFDDVLKENNDADKGRSYAY FMVGAMGL L SSAGAKSTVETF |

f. Max. deviation (see listing)

pdb3cxh_06.ps
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Residue properties
pdb3cxh

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N O ©

80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO O

80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175

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

d. Secondary structure & estimated accessibility

e S\ i B

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

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

AAAAAAAAAAAAAAAANTAAAAAAATRIAAAAAAAAAAATIAAAA  AAATIR EA AR
T T T T T T T T T T T T T T T T T T T T
SSMTATADVLAMAKVEVNLAA | PLGKNVVVKWQGKPVF | RHRTPHE | QEANSVDMSALKDPQTDADRVKDPQWL IMLGI CTHLGCV P | GEAGDFGGWFCP

f. Max. deviation (see listing)

+ * + * + * + * 4 + * + + + o+ +
* * * % * *x k% * - * x *x % * % % xx k%

Dihedrals ]

[T T T T T T T T T T T T T T I T T LT T T T I T T T T T
MC bonds [T T T T T T T T
MCangles [T T e
IEEEEEEEEENE NN NN NN NN NN
[T T T T T I LTI T T T L T T T T T L T T T T T T T LI LT T T T T T T T TITTTTT

Mainchain  []

Overall {1

pdb3cxh_06.ps
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Residue properties
pdb3cxh

Page 17

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

180 185 190 195 200 205 210 215

80 8 90 95 100 105 110 115 120 125

Residue number
b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N O ©

180 185 190 195 200 205 210 215

80 8 90 95 100 105 110 115 120 125

Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
% 8
= 6
g 4
R
S
180 185 190 195 200 205 210 215 80 8 90 95 100 105 110 115 120 125
Residue humber Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
= =op e BRSNS NNANA/NC
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AFAAAAAAAAAAAAAA
CHGSHYDI1 SGRI RKGPAPLNLE | PAYEFDGDKV I VG VTDQL EI£)L REH l‘:KNTEI‘EGKAL\‘/HHYEI‘ECAER\‘/K | QQbQPGYADL EHI‘(EDCVI‘EEF
f. Max. deviation (see listing)
g. G-factors
Phi-psi [ I ] [] [T
Chil-chi2 =] H H [
ch3 s H: E
mega [ [T
Dihedrals  [(TTT T T T II T I ITII I ITITTTIT1] T T T T T T I T T T T T T T T T T T T T T T
MChbonds T T T T T T T T T
MCangles [T T T T T e e e e T T e T e T e A T T T T T
Mainchain  [TTT T T T T ITIT T T I T IITITTIT1T1] T T T T T T T T I T T T T T T T T T T T T T ITTTTT
Overall LTI T T ITT I T ITTTTITITTITITTT] EEEEEESEEEEEEEEESEEEEE NN NN NN SN EEEE NN NN NN
180 185 190 195 200 205 210 215 80 8 90 95 100 105 110 115 120 125

pdb3cxh_06.ps




PROCHECK

Resid t -

pdb3cxh

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

o

% 80

£ 60

g w0

< 20

o

128 135 140 145 10 15 20 25 30 35 40 45 50 55 60 65 70

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

g 8

E 6

£ 4

o 2

S

O 128 135 140 145 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number

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

g

g 4

N

128 135 140 145 10 15 20 25 30 35 40 45 50 55 60 65 70

Residue humber Highlighted residues are those that

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

INAANLS P NN ANVANN AN~ — . RN RN

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

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

AAAAAAAAABAAAAAAAAAAAAAAAAAAAA
T T T T T T T T T T T T T T T T T
FHLQHYLDTATAPRLFDKLK QSFTSIARIGDY | LKSPVL SKLCVPVANQF INLAGYKKLGLKFDDL | AEENPIMQTALRRL PEDESYARA

f. Max. deviation (see listing)

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

MC bonds
MC angles

Mainchain

Overall

pdb3cxh_06.ps



PROCHECK

R . d t Page 19
pdb3cxh

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

o

% 80

£ 60

g w0

< 20

&

73 80 85 90 95 100 105 110 115 120 125 10 15 20 25 30 35

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

g 8

E 6

£ 4

o 2

S

O 73 80 85 90 95 100 105 110 115 120 125 10 15 20 25 30 35
Residue number

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

g

g 4

N

73 80 8 90 95 100 105 110 115 120 125 10 15 20 25 30 35

Residue humber Highlighted residues are those that

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

% MNVVOAA—— H m——t

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

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

AAAAAAANAAAAAAAAAAAAAANAAANTINBIAAAAAAAANAAAANAAAAANATIAAAA N_V\A Al ’TV\ : : : :
YRI RAHQTELTHHLL PRNEWI KAQEDVPYLLPY | LEAEAAAKEKDELDNIEV SK GPPSGKTYMGMWVGHMGGPKQKG I TSYAVSPYAQKP

f. Max. deviation (see listing)

+
* + * o4 + +* 0 kg + + + ++
M- * xk % %k * xk ok *x % ok k %k kxk kkxak

g. G-factors

Dihedrals [T

[TTT
MChbonds  [TTTTT]
MCangles  [TTTTTT
[TTT
[TTT

Mainchain [T

Overall [1

pdb3cxh_06.ps



PROCHECK

Residue properties
pdb3cxh

Page 20

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

37 45 50 55 60 65 70 75 80 8 90

Residue number

4 10 15 20 25 30 35

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N O ©

37 45 50 5 60 65 70 75 80 8 90

Residue number

4 10 15 20 25 30 35

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

37 45 50 55 60 65 70 75 80 85 90

Residue number

d. Secondary structure & estimated accessibility
AN =A==

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

Key:- <™ Helix

4 10 15 20 25 30 35

Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

I SN —NNANANNe

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

AAAAAAAT

T T T T T T T T T T T
LQGI FHNAVFNSFRRFKSQFLYVL | PAGI YWYWWKNGNEYNEFLY SKAGREEL ERVNV

f. Max. deviation (see listing)

* +X X 44 4
* % % *x ok xk k%

+
* *

g. G-factors

Phi-psi [ AR
Chil-chi2 [ H
Chilonly

Dihedrals [

MChbonds []

Mainchain  []

[T T TTTIT
[T
MCangles [T
[TTTTTTTTTT
[TTTTTTTTTT

Overall I

T T T T T T T
SSLYKTFFKRNAVFVGT | FAGAFVFQTVFDTA

******

pdb3cxh_06.ps




PROCHECK

Resid t -

pdb3cxh

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

o

% 80 -

g 60

8 401

< 20

o

36 45 50 55 5 10 15 20 25 30 35 40 45 50 55 60 65

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

g 8

E 6

£ 4

o 2

S

O 36 45 50 55 5 10 15 20 25 30 35 40 45 50 55 60 65
Residue number

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

g

E o

g 4

N

36 45 50 55 5 10 15 20 25 30 35 40 45 50 55 60 65

Residue humber 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 AAAAAAAARIEN ‘ B BEAAANAAAAAAAAAA BIAAANL BAAAAAAAAA BIIAAAA AABAA AARAAAARINAN
| TSWY ENHNKGKLWKDVKAR | AA EVKLQESGAGLVQPSQSLSLTCSVTGY S| TSGYYWNWI RL FPGNKL EWVGY | SNVGDNNYNPSLKDR

f. Max. deviation (see listing)

++ * * 44 ++ * 4 + o+ o+ + 4+ +
Xk Kk Kk K Kk ok kK Kk Ak *kk K kxk k * Kkx ok kk k * % % * % *

g. G-factors

Dihedrals [T T T I T T I T TITTTITTTIT]
MC bonds [T T T T T T T[T
T A e
[T
[TTTTIITITTIITIITIIITT]

MCangles []
Mainchain  []

Overall [1

pdb3cxh_06.ps
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Page 22

Residue properties
pdb3cxh

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

& 100
% 80
£ 60
g w0
< 20
o
68 75 80 85 90 95 100 105 110 115 120 125 5 10 15 20 25 30
Residue number
. b. Absolute deviation from mean of omegatorsion
g
g °
€ 6
8 49
® 21
£
© 6 75 8 8 90 95 100 105 110 115 120 125 5 10 15 20 25 30
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
% 8
e 6
g 4
R
S
68 75 80 8 90 95 100 105 110 115 120 125 5 10 15 20 25 30
Residue humber 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
AIAIAAAAAIIAAAIAAIIAAAAAIAAAAAAAAAAAAA ABAAAA A AAAARIAAAAAT : : :
LSI TRDTSKNQFFLKLNSVTTEDTATYYCARSEYY SVTGYAMDYWGQGTTVTV SSAWRHP DIELTQTPVSLAASLGDRVTI SCRASQDIN
f. Max. deviation (see listing)
g. G-factors
i-psi W [NEEN | H : 1 [T .
Stz H -
8h|3&0|4\\ I ] i [
mega [ [ [T [
Dihedrals  [CTT T T I I T T T T T T I T T T T LTI T T T TP TIT T T T T IT I ] AT TTEE T T T T I T I TT T
MCbonds T T T T T T T A T T
MCangles [T P P T T e A A T T T
Mainchain (T T T I T T I T LTI T T T T T LTI T T TP TIT T TTTTITTIIIITTT] T T T T T I T
Overall G T T L L L L T I T I T LT T LI T \H\\‘\\\CH‘\HH‘H\H‘\HH‘H\H‘\
68 75 80 8 90 95 100 105 110 115 120 125 5 10 15 20 25 30
C = cis-peptide

pdb3cxh_06.ps




PROCHECK

Resid t .

pdb3cxh

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

o

g 80 -

g 60

8 401

< 20

o

31 40 45 50 55 60 65 70 75 80 85 90 95 100 105 35

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

E 61

g 4

® 21

S

O 31 40 45 50 55 60 65 70 75 80 8 90 95 100 105 35
Residue number

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

&

© 8

g 4

N

31 40 45 50 55 60 65 70 75 80 85 90 95 100 105 35

Residue number

Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

e ot T HE it | md wE e m

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

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

WWWWW\/\/\/WW_I_I_I_I/\/\/\A/\/“/\/\/\/\/\/\/\ AAAAR
T T T T T T T T T T
NFLNWYQQKPDGT I KLL I YYTSRLHAGVPSRFSGSGSGTDYSLTI SNLEPED I ATYFCQHH | KFPWTFGAGTKLE I K

f. Max. deviation (seelisting) .
* 5

g. G-factors
Ph [T T [ . 5 T
G o R e
Ghega ™ H-H H O ERRER"
Dihedrals [T T T I I I T T I T T T IR T T T LT T T T T T T T T T T T R T T T TP T IT]
ek R AMEREEEEMEREES NERSESENERSRSENERSESENSESESENSESESERSESREERSESEEERSREEEE
Mainchain (T T T T T I T T T T LTI T T TP TP T T T T LTI T ITT]
Overall \\H\HH\‘\\\H‘\H\\‘\\HMH\\‘H\HJ\H\‘H\H‘\\H\(‘:H\\\‘\\H\‘\HH‘CHH\‘\HH‘\H

31 40 45 50 55 60 65 70 75 80 8 90 95 100 105

C = cis-peptide

AEVTQL SNGIVVA

pdb3cxh_06.ps
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Residue properties
pdb3cxh

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

4 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130 135
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

4 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130 135
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135

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

d. Secondary structure & estimated accessibility

m RS\ YR SN S

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

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

AAAAAAAAAABAAAAAAAAAA AAAAAAABAAAAARIAAATIAA
T T T T T T T T T T T T T T T T T T T T
TEHNPSAHTASVGVVFGSGAANENPYNNGV SNLWKN | FL SKENSAVAAKEGLAL SSN | SRDFQSY | VSSL PGSTDKSLDFLNQSF | QQKANL L SSSNFEA

f. Max. deviation (see listing)

g. G-factors
Phi m H B o [
Aty : " aiiad et et
Chi3 & chi4 [ I [T [ [
Omega [T [ [T [ [T
Dihedrals  [(TT T T T T IT TT T T T T T T OO T T TP T T TP T T T T T T T T P T T TP T T T T T T T T T T T
MCbonds (T T T T T T T
MCangles [T e P P P
Mainchain [T T T T T T T T T T T I TTCTTTTTT TTTT T  TT  P TTTTP TTTTTT I T TTTTTTITTTIT T
Overall GO T T T T T T T L T L I T T T T L T I L T L T L T I T T T T
40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135

pdb3cxh_06.ps
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Residue properties
pdb3cxh

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO O

140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235

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 Generous ll Disallowed

TKKSVLKQVQDFEDNDHPNRVLEHLHSTAFONTPLSLPTRGTLESLENLVVADLESFANNHFLNSNAVVVGTGN | KHEDLVNS I ESKNLSLQTGTKPVLK

f. Max. deviation (seelisting)
5

* %4

Chi3 & chi4
Omega
Dihedrals

[
MC bonds }
[
[

MC angles
Mainchain

Overall

pdb3cxh_06.ps
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Residue properties
pdb3cxh

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO O

240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335

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

d. Secondary structure & estimated accessibility

i A Y i et —

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

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

AANTBAAAAAAAAAAAAAA AAAAAAAAAATAAABATIAABAAIAAA AAAAANTIAAT
T T T T T T T T T T T T T T T T T T T T
KKAAFLGSEVRLRDDTL PKAWI SLAVEGEPVNSPNY FVAKLAAQI| FGSYNAFEPASRLQGI KLLDNIQEYQLCDNFNHFSL SYKDSGLWGFSTATRNVTM

f. Max. deviation (see listing)

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

Chi3 & chi4
Omega
Dihedrals

[
MC bonds }
[
[

MC angles
Mainchain

Overall

pdb3cxh_06.ps
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Residue properties
pdb3cxh

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N O ©

340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435

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
IDDL IHFTLKQMNRLT I SVTDTEVERAKSLLKLQLGQLYESGNPVNDANLLGAEVL | KGSKLSLGEAFKK | DA TVKDVKAWAGKRLWDQD I ATAGTGQI

f. Max. deviation (see listing)

+
++ + + Kk + + +F 4Rty * 4 + * ++ 4k Kk + 4+
Kk kR xRk * kK x Xk kK ok kkkkkxAk® Kk K kkkk k  xk  kx  kkk Ak Kk kkxkkx  * *

g. G-factors

Chi3 & chi4
Omega
Dihedrals [T

[TTTTTTTTITITIITT
MC bonds [T T T[T T T T T TTTT]
MCangles [T
[TTTTTTITTITITIITT
[TTTTTTITTITITITTT

Mainchain [T

Overall \‘\ [

pdb3cxh_06.ps
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pdb3cxh

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

o

g 80 -

g 60

8 401

< 20

o

440 445 450 455 25 30 3 40 45 50 55 60 65 70 75 80 85

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

E 61

g 4

® 21

S

o 440 445 450 455 25 30 35 40 45 50 55 60 65 70 75 80 85
Residue number

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

g

g 4

N

440 445 450 455 25 30 35 40 45 50 55 60 65 70 75 80 85

Residue humber Highlighted residues are those that

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

T\ = — /RN —

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

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

EGLLDYMR | RSDMSMMRW LTVSARDAPTK | STLAVKVHGGSRYATKDGVAHLLNRFNFONTNTRSALKLVRESELLGGTFKSTLDREY I T

f. Max. deviation (see listing)

Chi3 & chi4
Omega
Dihedrals [T

[TTT
MChbonds  [TTTTT]
MCangles  [TTTT1]
[TTT
[TT1

Mainchain [T

Overall \‘\ [

pdb3cxh_06.ps
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Residue properties
pdb3cxh

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

80
60
40
20

Chi-1 abs. mean dev.

89 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185

Residue number
b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N O ©

89 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

89 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

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

d. Secondary structure & estimated accessibility

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

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

AAAAIAIAAAAAAAAAAAAAAAIAAIAAAAAAAIAAAAAAAAAAAAAAAAAAAAAAAAAAAAAII A AAAAARL ANAAAAAAAAAAAAAARIANAAANAAAA
LKATFLKDDLPYYVNALADVLYKTAFKPHELTESVL PAARYDYAVAEQCPVKSAEDQLYA | TFRKGLGNPLLYDGVERVSLQD | KDFADKVYTKENLEVS

f. Max. deviation (seelisting)

7
+ + ++ +5+ * o+ o+ o+ ++
M Kkkk K x ok KRA * - M
\

* ok
*
*
*+
*
+
Lox
%
*
*+

pdb3cxh_06.ps
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Residue properties
pdb3cxh

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

189 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

189 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

189 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285

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

d. Secondary structure & estimated accessibility

N e N\ s

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

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

T T T T T T T T T T T T T T T T T T T T
GENVVEADLKRFVDESLL STLPAGKSLVSKSEPKFFLGEENRVRFIGDSVAA I GI PVNKASLAQYEVLANYLTSALSELSGL | SSAKLDKFTDGGLFTLF

f. Max. deviation (see listing)

++ o+ 4+ * o4 + + + o+ ++ Kok gk ok +* + + +
Xk kK kk xkkkk ok k kxkx ok ok kkk  kk kxk% * ok x ok ok kk M * % x

g. G-factors

Chi3 & chi4
Omega
Dihedrals [T

[T
MChbonds [TTT7]
MCangles [T
[T
[T

Mainchain [T

Overall [1

pdb3cxh_06.ps
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Resid tl .
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
]
% 80
£ 60
g w0
< 20
o
289 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 5 10
Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 @
E 6
£ 4
o 2
£
O 289 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 5 10
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
]
5 o]
£ 67
G 4 -
LY
S
289 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 5 10
Residue humber Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
= AN A it S N\
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
‘ ‘ A IAABAAAAAR
VRDQDSAVVSSN I KK | VADLKKGKDL SPATNYTKLKNAVQNESVSSP | ELNFDAVKDFKLGKFNYVAVGDV SNLPYLDEL MAFRKSNVYL
f. Max. deviation (see listing)
g. G-factors
Phi-psi Fi- ] ﬁI]HI:I:I -
gﬁi%émczm H [T HZii T [
gmzﬁals HH\HHH\HHH\H}}H\H\HH\}}\H}H}H\I‘}\H\HHHHHHHHHHHHHH CITTTTTTTT]
MC e FHHHHHHHHHHH A A A HHHHHH
Mainchain (T T T T T T T T T T T T T T O T T TP T T TP T T TP I T T CITTTTITTTT]
overall  [TTT IO T T LI T T T T G T T L T T e LT T T T T T LT T LT T LI T (T ITIIT)
289 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 5 10

pdb3cxh_06.ps
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Residue properties
pdb3cxh

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

11 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.
N O ©

11 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO O

11 20 25 30 35 40 45 50 5 60 65 70 75 80 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

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

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

AAAAATAAAAAAAAAAANAAAAAAAAT AAAATIA
T T T T T T T T T T T T T T T T T T T T
SLVNSY | IDSPQPSSINYWWNMGSLLGLCLVIQIVTGI FMAMHY SSN | ELAFSSVEH IMRDVHNGY | LRYLHANGA SFFFMVMFMHMAKGLYYGSYRSPR

f. Max. deviation (see listing)

g. G-factors
Ph ICHEE I} .
Sloe : nima S auHat B A A 1
8h|3&0|4 [ T [N I i:,
mega [T [T [T [T [
Dihedrals [T TTTTT I T T T I LTI T LT T T T T T T P LT PP T T T TP T TP T T T T P TP LT T T T T T T LT
MCbonds T T P P e P T T e P T P T T T P T T T T ]
MCangles [T T T T T T T T P P T T P P T P T P T T T T P PP T T T T
Mainchain [T T T T T T LTI T T TP PP PP T P T LT PP T T P P PP T P TP TP T LT TP T T T T TP LTI T T T T
Overall \‘\H\\H\\‘\HH‘\H\\‘H\H‘\HHH\H‘\\H\‘H\H‘HH\‘H\\\‘\\H\‘HH\‘\\H\‘\H\\‘\\\H‘\HH‘H\H‘\HH‘HHC\‘\

11 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110

C = cis-peptide

pdb3cxh_06.ps
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Residue properties
pdb3cxh

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

& 100
% 80
£ 60
g w0
< 20
o
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
g
g °
€ 6
8 4
® 21
£
O 11 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
% 8
e 6
g 4
R
S
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
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
: ‘ : A_AAAAN ‘ : ‘ : ‘ ‘ ARABAAAAAAAAAAAARAAAAAAAAAAAAAAAAAAA  ANBIAAA
VTLWNVGV I I FILTIATAFLGYCCVYGQMSHWGATV I TNLFSA | PFVGND | VSWLWGGF SV SNPT | QRFFALHYLVPFI | AAMV IMHLMALH I HGSSNPL
f. Max. deviation (see listing)
g. G-factors
il H n il H SHEE
Chilonly
Chi3 & chi4 [
Omega [
Dihedrals  [(TT T T T T I IT T T T T T T T IO I LT T T T T T T T T T T T T T T TP T A T T T T T T
MCbonds T T T T 1
MCangles [T e P P T P
Mainchain (T T T T T T I T T T TP T T T TP T T TP T T TP T T TP TP T TP T T T T T
Overall GO T T T T T T T I T L L T T L T T T T LT T LI T LI
111 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210

pdb3cxh_06.ps




PROCHECK

Page 34

Residue properties
pdb3cxh

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

211 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

211 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

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

—E= A NN e AN BN A

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

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
/\N_V\/\/\/\/\IN\N\/\/\/\/\/\/V\/\/\/\/V\/VV\/\/\/\/W\I_VV\

AAAAAAAAAAAAAAAAAAAAAAAANTIAAAA.
T T T T T T T T T T T T T T T T T T T T
GITGNLDRI PMHSYF | FKDLVTVFLFML | LALFVFYSPNTLGHPDNY | PGNPLVTPASIVPEWYLLPFYAI LRSI PDKLLGV I TMFAAILVLLVLPFTDR

f. Max. deviation (see listing)

+ + * +
o4 gy * ok *io4 + +* * * + * 4 kx4
Ak k kKK K kA Kk * Kk * Kk Kk k* x kK * * % k% Kk kK ok k Kk x kK kkk* %

Chi3 & chi4
Omega
Dihedrals ]

[TTTTT [
MC bonds HHHH }
[TTTTT [
[TTTTT [

MCangles []
Mainchain  []

Overall {1

pdb3cxh_06.ps




PROCHECK

Resid t .
pdb3cxh

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

o

g 80

£ 60

g w0

< 20

o

311 320 325 330 335 340 345 350 355 360 365 370 375 380 385 70 75

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

g 8

E 6

£ 4

o 2

S

O an 320 325 330 335 340 345 350 355 360 365 370 375 380 385 70 75
Residue number

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

g

E o

g 4

N

311 320 325 330 335 340 345 350 355 360 365 370 375 380 385 70 75

Residue humber Highlighted residues are those that

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

B NN — o~y

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

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

SVVRGNTFKVLSKFFFFI FVENFVLLGQIGACHVEVPYVLMGQIATFIYFAYFLI IVPVISTIENVLFY I GRVNK MTAAEHGLHAPAYAW

f. Max. deviation (see listing)

+ +
* k4 * x4 * 4 o* T+ P * x T4
* * % * ko k * % * ok k ok Akk K K kK Kk Kk * * kx % % * kkx % k%

g. G-factors

Chi3 & chi4
Omega
Dihedrals [T

[TTTT
MC bonds [T TTTTT]
MCangles T[T
[TTTT
[TTTT

Mainchain [T

Overall [1

ERNREN
EREEEN
[
EREREN
[TTTTT]
80 385 70 75

pdb3cxh_06.ps
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Residue properties
pdb3cxh

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

77 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N O ©

77 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO O

77 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175

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

d. Secondary structure & estimated accessibility

T AAYA s A\

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

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

EEAAAAAAAAAAAAAAAAAAATIAA AAAAARIA  AAAAAAAAAAATIA
T T T T T T T T T T T T T T T T T T T T
SHNGPFETFDHAS| RRGYQVYREVCAACHSLDRVAWRTLVGV SHTNEEVRNVAEEFEYDDEPDEQGNPKKRPGKL SDY | PGPY PNEQAARAANQGAL PPD

f. Max. deviation (see listing)
4

+ ++ * ++7+* *ox 4 *+ + ++ * + +
Kk kKK Kk K kkk K kkkkAX Kk Kk Kk kA% * * % ok Kk x

g. G-factors

Phi-psi 1] ]

chfeniz  H [ I:,I:I_H ] [ H
Chilonly

Chi3 & chi4
Omega

Dihedrals [T

[TTT
MChbonds  [TTTTT]
MCangles  [TTTTT]
[TTT
[TTT

Mainchain [T

Overall [1

I \
I I
\ \
I \
I I
77 8 9

pdb3cxh_06.ps
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Residue properties
pdb3cxh

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

177 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N O ©

177 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

177 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275

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

d. Secondary structure & estimated accessibility

B AR | et 1t SUAAAASRA N

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

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

AABAAAAAA AAAAR AAAAAATAABAAAAAAA  ANBAAAAAAAAAAAAAAAAATIAAAAAAAAA
T T T T T T T T T T T T T T T T T T T T
LSL I VKARHGGCDY | FSLLTGYPDEPPAGVAL PPGSNYNPY FPGGS | AMARVL FDDMVEY EDGTPATT SQMAKDVTTFLNWCAEPEHDERKRLGLKTV I |

f. Max. deviation (seelisting)

++ 2 o+ + + +* + + + + + * o+
kkk Kk K kk * ok Kk kxkkE K * * * % % * % * Kk ko ** % *

g. G-factors

Chi3 & chi4
Omega
Dihedrals ]

T T T T T T T T T T T T T T T T T T T T I T T T I I T I T T T I T I T TTITTTT
MC bonds [T T T T T T T
MCangles [T T T e e e e e A T
IEEEEENEEEE NN NN NN NN
[T I T LTI T T T T T LT T T TP T LTI T I I LT T T T I T T I LTI T T T T T T TITTTTT]

Mainchain  []

Overall {1

pdb3cxh_06.ps



PROCHECK

Resid t -
pdb3cxh

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

o

% 80

£ 60

g w0

< 20

&

277 285 290 295 300 305 35 40 45 50 55 60 65 70 75 80 85

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

g 8

E 6

£ 4

o 2

S

© o7 285 290 295 300 305 35 40 45 50 55 60 65 70 75 80 85
Residue number

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

g

E o

g 4

N

277 285 290 295 300 305 35 40 45 50 55 60 65 70 75 80 85

Residue humber Highlighted residues are those that

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

NN e P AN~

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

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

AAAAAAAAATIAA AAAAAAAAAAAAAATIIRAAA AAAAAAAAAAAAAIAAAAA
T T T T T T T T T T T T T T T T T
LSSLYLLSIWKKFKWAGIKTRKFVFNPPKP KSTYRTPNFDDVLKENNDADKGRSYAY FMVGAMGL L SSAGAKSTVETF I SSUTATADVL

f. Max. deviation (see listing)

***********

Dihedrals ]

[TTTT
MChbonds  [TTTTT]
MCangles  [TTTTTT
[TTTT
[TTTT

Mainchain  []

Overall {1

pdb3cxh_06.ps
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Residue properties
pdb3cxh

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N O ©

90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185

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

d. Secondary structure & estimated accessibility

T o A it e Tt it

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

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

AMAKVEVNLAA | PLGKNVVVKWQGK PVF | RHRTPHE | QEANSVDMSALKDRQTDADRVKDPQWL IMLGI CTHLGCVP | GEAGDFGGWFCPCHGSHYD | SG

f. Max. deviation (see listing)

******

Phi-psi . AR [T T T Nl NN
Chil-chi2

Chi3 & chi4
Omega
Dihedrals [T

[T
MChbonds [TTT7]
MCangles [T
[T
[T

Mainchain [T

Overall [1

pdb3cxh_06.ps



PROCHECK
Page 40

Residue properties
pdb3cxh

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

& 100
% 80
£ 60
g w0
< 20
o
190 195 200 205 210 215 80 85 90 95 100 105 110 115 120 125 130 135
Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 %
€ 6
8 4
® 21
£
O 190 195 200 205 210 215 80 85 90 95 100 105 110 115 120 125 130 135
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
% :
e 6
g 4
LR
S
190 195 200 205 210 215 80 8 90 95 100 105 110 115 120 125 130 135
Residue humber Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
T — OV N —— N
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AATE AAAAAAAAAAAAAR ABAAAAAAAAAAAAAA AATEEEAAABAAAAAAAAAAANAA
I‘?I RKGI‘DAPLNI‘_EI PA+EFDGI‘DKV | Vé VTDQLEI£)LREHl‘:KNTEI‘EGKAL\‘/HHYEI‘ECAER\‘/K | QQbQPGYADL EHkEDCVEEFFHLQHYLE)TA
f. Max. deviation (see listing)
g. G-factors
Phi-psi T [
Chil-chi2 [
gﬂ:%gﬂc i4 [T T H
mega [T [ [
Dihedrals  [TTT T T T T TTITTITIITTITIT1] T T T T T T T T T T T T T T T T T T T T T T T T PR TR T T T T T TTTTT
MChbonds [T I T T A A T T T T T T T A
MCangles [T T e e e e e e T T T e e T A T T T T T
Mainchain  [TTTTTTTIITTTTITIIIIITTITIT11] 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
ovedl  [TTTIT I I I T IIITIIT] O T T T T T L L L T T T T LI T T LTI T ]
190 195 200 205 210 215 80 8 90 95 100 105 110 115 120 125 130 135

pdb3cxh_06.ps




PROCHECK

Resid t e

pdb3cxh

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

o

% 80 -

g 60

8 401

< 20

o

138 145 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

g 8

E 6

£ 4

o 2

S

O 138 145 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Residue number

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

g

E o

g 4

N

138 145 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80

Residue humber Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

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

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

AAAAAAAAATIIAAAAAAAAAAAAAAAAAANAAAAAAAAAAA
T T T T T T T T T T T T T T T
TAPRLFDKLK QSFTSIARIGDY | LKSPVL SKLCVPVANQF INLAGYKKLGLKFDDL | AEENPIMQTALRRLPEDESYARAYRI | RAHQTE

f. Max. deviation (see listing)

+ + +

+ + + + +++ + + ++ * 4 + +
********************************************************** O
g. G-factors

Phi-psi

Chil-chi2 [ H

Chilonl

Chi3 & chi4

mega

Dihedrals  [TTTTTTTTT]

EEEEEEEEEEEEEEEEEEEE NN NN
MC bonds T T T P T PP P T TP PP P P T T TP T
MCang"Sm T T e P P T T T T T A P P T T T T T P T
EEEEEEEEEEEEEEEEEE NN NN
EEEEEEENEEEEE NN NN

Mainchain  [TTTTTTTTT]

I
I
|
Overal  [TTTITILIT] I
138 145 1

pdb3cxh_06.ps



PROCHECK

Resid t .
pdb3cxh

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

o

% 80

£ 60

g w0

< 20

o

83 90 95 100 105 110 115 120 125 10 15 20 25 30 35 40 45

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

g 8

E 6

£ 4

o 2

S

O 83 90 95 100 105 110 115 120 125 10 15 20 25 30 35 40 45
Residue number

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

g

E o

g 4

N

83 90 95 100 105 110 115 120 125 10 15 20 25 30 35 40 45

Residue humber Highlighted residues are those that

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

LR BNV A—— s N —

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

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

ANAA AN WA ‘ /\/‘\/\/\N\/‘\/\/\/\N_‘H_’T N IAA
LTHHLL PRNEWI KAQEDVPYLLPY | LEAEAAAKEKDELDNI EVSK GPPSGKTYMGMWVGHMGGPKQKG I TSYAVSPYAQKPLQGI FHNAVF

f. Max. deviation (see listing)

+ * ++++ + +* 4+ + * +*
* ok kk ok x ok * ok kkE k% * ko k * kx k% % *

Dihedrals [T

[TTT
MChbonds  [TTTTT]
MCangles  [TTTTT]
[TTT
[TTT

Mainchain [T

Overall [1

\ REEN
I TTTT]
\ REEN
\ REEN
I [TTTT
83 90 9 1

pdb3cxh_06.ps
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R . d t Page 43
pdb3cxh
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80 -
g 60
8 401
< 20
o
47 55 60 65 70 75 80 85 90 4 10 15 20 25 30 35 40 45
Residue number
5 10 b. Absolute deviation from mean of omegatorsion
E 61
8 4
® 21
S
O 47 5 60 65 70 75 80 85 90 4 10 15 20 25 30 35 40 45
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
E o
g 4
N
47 5 60 65 70 75 80 85 90 4 10 15 20 25 30 35 40 45
Residue humber Highlighted residues are those that

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

NN AN NN AN/N/NYNY e NN T = NI=——ANNNNANNNAN =
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

AAAAATAR
NSFRRFKSQFLYVL | PAGI YWYWWKNGNEYNEFLY SKAGREEL ERVNV SSLYKTFFKRNAVFVGT | FAGAFVFQTVFDTA | TSWY ENHNK
f. Max. deviation (see listing)
+ 4 +
o +x + + + 5 + * 4 + + ++

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

997
1
X
|
=
o
]
s
:
g

MChbonds |
MCangles |

Mainchain |

Overall [

pdb3cxh_06.ps



PROCHECK

Resid t e

pdb3cxh

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

o

% 80 -

g 60

8 401

< 20

o

46 55 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

g 8

E 6

£ 4

o 2

S

O 46 55 5 10 15 20 25 30 35 40 45 50 5 60 65 70 75
Residue number

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

g

g 4

N

46 55 5 10 15 20 25 30 35 40 45 50 5 60 65 70 75

Residue humber Highlighted residues are those that

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

T T ey —

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

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

: nl : ‘ ‘ A AAAAAAAAR Hj/\/\/\/\‘l_l/\/\/\/‘\ AAAAAANBAABARRRABAAAR
GKLWKDVKARIAA EVKLQESGAGLVQPSQSLSLTCSVTGY S| TSGYYWNWI RL FPGNKLEWGY | SNVGDNNYNPSLKDRL S| TRDTSKN

f. Max. deviation (see listing)

g. G-factors
Phi-psi . ] ] R | T [ HERL
A " el ud s
Grhega " H H H Eama
Dihedrals ~ [TTTTTITTTIIT] T I T T I T I 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
MCage FHHHHHH RN RNRNRNNNENANRNRNRANERENA NEESEENENENENNNNNNENENNNNNNNNERENENRARARAREEN
Mainchain  [TTTTTITTITTT] 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 T T T T T T
Overall [IITTTITTTTITT EEEESEEEEEEEEESEEEESEEEEEENEEE NN EEEESE NN NN NN NSNS NN NN NN EE N
46 55 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75

pdb3cxh_06.ps
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R ] d t Page 45
pdb3cxh

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

o

% 80

£ 60

g w0

< 20

o

78 85 90 95 100 105 110 115 120 125 5 10 15 20 25 30 35 40

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

g 8

E 6

£ 4

o 2

S

o 78 85 90 95 100 105 110 115 120 125 5 10 15 20 25 30 35 40
Residue number

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

g

g 4

N

78 85 90 95 100 105 110 115 120 125 5 10 15 20 25 30 35 40

Residue humber Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

— e = T S

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

Key:- <™ Hélix
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed

ABAAAA

T T T T T T T T T T
QFFLKLNSVTTEDTATYYCARSEYY SVTGYAMDYWGQGTTV TV SSAWRHP

DIELTQTPVSLAASLGDRVT | SCRASQD | NNFLNWYQQKP

f. Max. deviation (see listing)

*****

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

[TTTTTTTTTTTTT [T T I I
[TTTTITTTITTTTT [T T TP T T
MCangles [T T T e P
[TTTTTTTTTTTTIT [T T I T
[TTTTTITTTITITT [TTT T ITIT T IT I ITITTTITT

+ +
g. G-factors

il -

Chilonl

Chi3 & chi4

Omega

Dihedrals [T 1

MChbonds [] } }

Mainchain ] [T

Overall [l ‘ [
78 85 90
C = cis-peptide

pdb3cxh_06.ps
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R . d t Page 46

pdb3cxh

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

o

% 80

£ 60

g w0

< 20

o

41 50 55 60 65 70 75 80 85 90 95 100 105 5 10 15 20

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

g 8

E 6

£ 4

o 2

S

o 41 50 55 60 65 70 75 80 8 90 95 100 105 5 10 15 20
Residue number

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

g

E o

g 4

N

41 5 55 60 65 70 75 80 8 90 95 100 105 5 10 15 20

Residue humber Highlighted residues are those that

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

. .=t .

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

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

: ‘ A ABABAA A B BAAABARNARAABNNABAAAAAAIAAAAAAA A BABIAA 1 AAN AAAAAAAR
DGTIKLLIYYTSRLHAGVPSRFSGSGSGTDYSLTI SNLEPEDIATYFCQHHIKFPWTFGAGTKLEIK AKESTGFKPGSAKKGATLFKTRC

f. Max. deviation (see listing)

+ * o4 + + * 4 + * o4 * +H* 4 4
* * kK x *x % * * ok x * * * * ko S L £

g. G-factors

#ﬁ | WENC SR A

:
ﬂ
;
3
=
i

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

c

Overall

\ \

\ \

\ \

\ I

\ \

\ I

‘ T T T T T T T T T ‘ ‘
41 5 55 60 65 70 75 80 8 90 95
C = cis-peptide

pdb3cxh_06.ps
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Residue properties
pdb3cxh

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

24 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.
N O ©

24 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO O

24 30 35 40 45 50 5 60 65 70 75 80 8 90 95 100 105 110

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

d. Secondary structure & estimated accessibility

o — AN S S AN

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

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

HAA AAAAAAAAAATIAABAAAAAAAAANBAAAATIL AAAABIA TAAAAAAAAAAAAAAAAA
T T T T T T T T T T T T T T T T T T
QQCHT | EEGGPNKVGPNLHG | FGRHSGQVKGY SY TDAN I NKNVKWDEDSMSEY L TNPMKY | PGTKMAFAGLKKEKDRNDL | TYMTKAAK

3
|
f. Max. deviation (see listing)
g. G-factors
(F;*p]il- -Scihi 2 o W M T RN o H Eve:%%
Chilonl 0.04
Chi3 & chi4 I 041
Omega 1 0.58
Dihedrals [T T T T T I T T T T T T LT T LTI T T TP T T T T T PP T T LTI II T 1] 3 012
BB 4 A A R BE B A 4 A A R R LR A A A AR BARS R A A EEEuEaE R A (O
Mainchain (T T T T T T T T T T T LTI T T O T LT T T TP T TP T T TP TP TP T I T IIT I 117 [ 053
Overall G L L T T L T T T L T T T T T LTI [ 029
24 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110

pdb3cxh_06.ps
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156 1.60 1.64

123 127 131 135

(Ala)
15
N-CA
(except Gly,Pro)

CA-CB

1.48

2303

Aouanba.4

111 115 1.19
140 1.

2303

Main-chain bond lengths
pdb3cxh

(except Pro)

PROCHECK

138 142 146
155 159 163

1.

(Gly)
CA-CB
(the rest)

CA-C

1.47

122 126 130 1.

139 1

2303

Aouanbali4

2303

152 156 160 1.64

|

120 124 128 1.32 1.36 140 144
CA-C
(except Gly)
CA-CB
(lle,Thr,val)

1.48

140 1.

2303

fouanba.4

2303

N-CA

(Gly)

N~
10
—
(3]
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5
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-
—
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i
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(@]
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<
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<
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[o]

Lo

—

3

[92) —
&
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N~
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(9]

L0
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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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PROCHECK

Main-chain bond angl .
CA-C-N CA-C-N CA-C-N
(except Gly,Pro) (Gly) (Pro)
1734 — 1734 — 1734 —
o) o) oy
5] 5] o)
> > >
g 8 8
L L L.
101 106 111 116 121 126 131 100 106 111 ‘l-TGM 121 126 131 101 106 111 116 121 126 131
O-C-N O-C-N C-N-CA
(except Pro) (Pro) (except Gly,Pro)
1734 — 1734 — 1734 —
o) o) o
5] 5] o)
> > >
g 8 8
L L L.
108 113 118 123 18 133 138 107 12 17 12 17 12 137 106 111 116 121 126 131 136
C-N-CA C-N-CA CA-C-O
(Gly) (Pro) (except Gly)
1734 — 1734 : : 1734 I
o) o) oy
5] 5] o)
> > >
g 8 8
L L L.
A : : 1 ¥
105 110 115 120 125 130 135 107 112 117 122 127 132 137 105 110 115 120 125 130 135
CA-C-O CB-CA-C CB-CA-C
(Gly) (Ala) (e, Thr,val)
1734 — 1734 — 1734 i
o) o) oy
5] 5] o)
> > >
g 8 8
L L L.
105 110 115 120 15 130 135 95 100 105 1+0‘ 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
pdb3cxh

CB-CA-C N-CA-C N-CA-C
(the rest) (except Gly,Pro) (Gly)
1734 — 1734 ‘ : 1734 ‘ ‘
1 | |
%) %) ] %) .
o) o) ] o) |
> > ; > | |
g 8 ] 8 ]
E L i i L i i
9 96 101 106 111 116 121 126 97 102 107 112 117 122 127
N-CA-CB N-CA-CB
(Ala) (e, Thr,val)
o) | 3 | o) R
o) ] o) g o) ]
5 b = an =
g | g | 8 |
E i i L A K L 1 | 0
96 101 106 111 116 121 126 95 100 105 110 115 120 125 96 101 106 111 116 121 126
N-CA-CB N-CA-CB
(Pro) (the rest)
1734 — 1734 —
oy ' %)
5] Pl 5]
> ol >
g i 8
L 0 L
88 93 98 103 108 113 118 95 100 105 110 115 120 125

Black bars> 2.0 st. devs. from mean.

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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RMS distances from planarity

ARG
200

150

Frquency
S

50

Frequency

000 001 002 003 004 005
GLN

200 ;

. |

100

000 001 002 003 004 005

PHE
200 ;
150- |
g |
1001 |
g i
L |
50- |
000 001 002 003 004 005

200

pdb3cxh

ASN

100

50

GLU

000 001 002 003 004 O

05

200

150

100

Frequency

50

000 001 002 003 004 O

TRP

05

200

150+

Frequency

50+

100+

2p

e ‘
00 001 002 003 004 O

05

200

ASP

Page 1

150

Frquency
8

000 001 002 003 004 005

HIS

200

150+

Frequency

100

0.00 001 0.02 0.03 0.04 0.05

TYR

200

150+

Frequency

100

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.

7

00 001 002 003 0.04 0.05

b signifies data points off the graph in the direction shown.
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Distorted geometry
pdb3cxh

Main-chain bond lengths

N 1451 CA

1.506
HGly 2

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

Main-chain bond angles

N 1125 ¢ N 112 ¢ N M2 ¢ N 112 ¢ N U2 ¢ N 1m2 ¢

A CGly 35 B Thr 59 Blle 87 B Arg 152 B Ser 315 CVval 346

N 111.2 C N 1125 C N 1125 C N 111.2 C N 111.2 C N 111.2 C
101.2 125.3 123.2 101.0, 121.7 121.4
CA CA CA CA CA CA

D Asp 86 E Gly 163 EGly 182 GLys 44 JAsn 36 K Thr 51
L lle 356 M lle 87 M Arg 152 N Ser 25 N Val 346 OAsp 86

O Asp 108 PGly 163 UGly 32 W Thr 28

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

Planar groups
cB e cB cB 2 cB
0.052 0.057 0.030 0.075 0.030 0.034
C Tyr 136 CTrp142 C Tyr 246 C Tyr 279 C Phe 307 C Tyr 362

pdb3cxh_10.ps



PROCHECK

Page 2
Planar groups (contd)
cB cB cB cB cB B
0.059 0.052 0.042 0.039 0.034 0.038
D Tyr 94 D Tyr 97 D Tyr 154 D Tyr 190 D Tyr 214 D Trp 257
B cB € cB cB cB
0.037 0.039 0.031 0.033 0.032 0.036
ETrp111 F Tyr 133 G Phe 45 G Tyr 102 HTyr 32 H Tyr 66
€ cB cB cB cB cB
0.030 0.039 0.037 0.039 0.047 0.032
HTrp 67 HTyr 81 | Tyr 7 JTyr 101 J Tyr 107 M Tyr 41
CB €3 CB CB CB CB
0.040 0.032 0.040 0.034 0.038 0.031
M Tyr 86 M Phe 346 M Tyr 353 N Tyr 16 N Tyr 76 N Tyr 106
cB cB CB ce s cB
0.032 0.055 0.032 0.057 0.041 0.040
N Tyr 132 N Tyr 136 N His 141 N Trp 142 N Phe 151 N Tyr 224
& cB cB cB cB B
0.033 0.046 0.058 0.032 0.034 0.035
N Phe 227 N Tyr 279 O Tyr 97 O Tyr 198 O Tyr 214 O Trp 257

pdb3cxh_10.ps
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Page 3
Distorted geometry
pdb3cxh
Planar groups (contd)
0.031 O.OSC;3 0.036 0.0:(? 0.038 0.0::2B
P His 181 Q Tyr 98 R Phe 45 STyr 66 STrp 70 TTyr 7

cB cB cB cB
0.035 0.041 0.036 0.031
T Tyr 40 UTrp 35 U Tyr 60 U Tyr 107

Sidechains with RM S dist. from planarity > 0.03A for rings, or > 0.02A otherwise. Value shown isRMS dist.

pdb3cxh_10.ps



