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Ramachandran Plot

5

pdb3cx
|

-1354

-180

AA] A B A b
‘ | A & At A‘ b
at _
A A4 —a
A A 1
MAL .29 (A)
| | .. ]
seaags o
A
A A
R |
A
LYS.lZA(I)
ASN 227 (AT a A P A
N s |* A “
b “lag, | = . “THRZR()
m am A R n =
L] u L IEFBEEJ
. l..l.f‘A*. A’.. LE = .5(3\6 A AAA
I 1 | I
-135 -90 -45 0 45 90 135 180
Phi (degrees)
Plot statistics

Residues in most favoured regions [A,B,L] 3565 90.5%
Residues in additional allowed regions [a,b,l,p] 346 8.8%
Residuesin generously allowed regions [~a,~b,~l,~p] 19 0.5%
Residues in disallowed regions 8 0.2%
Number of non-glycine and non-proline residues 3938  100.0%
Number of end-residues (excl. Gly and Pro) 38
Number of glycine residues (shown as triangles) 296
Number of proline residues 206
Total number of residues 4478

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

pdb3cx5
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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

pdb3cx5
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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
pdb3cx5
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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
pdb3cx5
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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
pdb3cx5

OOa Ramachandran plot quality assessment
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N
o
1

=
o1
1

=
o
1

(&)

10 15 20 25 30 35 40
Resolution (Angstroms)

0 d. Alpha carbon tetrahedral distortion

AZO.
i £17.5—
i T 15.01
| 8 125-
©
| _§10.0—
8 751
i S 50
o 5.0
5
& 25
N
10 15 20 25 30 35 4 10 15 20 25 30 35 40
Resolution (Angstroms) Resolution (Angstroms)
e. Hydrogen bond energies 10 f. Overal G-factor
0.5
[}
0.0
S -0.5-
8
¢ -1.01
-1.54
-2.0+
10 15 20 25 30 35 40 10 15 20 25 30 35 40
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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 3938 90.5 84.9 10.0 0.6 Inside

b. Omegaangle st dev 4446 13 6.0 3.0 -16 BETTER
c. Bad contacts/ 100 residues 10 0.2 33 10.0 -0.3 Inside

d. Zetaangle st dev 4182 14 31 16 -1.1  BETTER
e. H-bond energy st dev 2894 0.7 0.8 0.2 -0.4 Inside

f. Overall G-factor 4478 0.3 -0.3 0.3 23 BETTER
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Side-chain parameters
pdb3cx5

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 518 10.8 17.2 6.5 -1.0 Inside
b. Chi-1 trans st dev 1265 138 18.3 53 -0.8 Inside
c. Chi-1 gauche plus st dev 1843 12.2 16.8 4.9 -0.9 Inside
d. Chi-1 pooled st dev 3626 12.6 174 4.8 -1.0 Inside
e. Chi-2 trans st dev 1027 12.7 19.9 5.0 -14 BETTER
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a. Absolute deviation from mean Chi-1 value (excl. Pro)
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-§80—
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< 20+
o
27 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125
Residue number
. b. Absolute deviation from mean of omegatorsion
g
£
)
<
@
g
£
© 2 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
g 4
RS
S
27 35 40 45 50 55 60 65 70 75 8 85 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
p = S m— AN\ A m— AN
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AEVTQLSNGIVVATEHNPSAHTASVGVVFGSGAANENPYNNGV SNLWKN | FL SKENSAVAAKEGLAL SSN| SRDFQSY | VSSLPGSTDKSLDFLNQSF1Q
f. Max. deviation (seelisting) .
4
S S . S ST SO SUURPE DU SN SURP - oS SO & S R
g. G-factors
Phi-psi . [ H H M H [T
Chil-chi2
. ; E "
Omega [ [T [
Dihedrals [T T T T T T T T T T T T T O T T LT T T T T T TP T T P T T T T T T T TP T T T T T T I
MCbonds T T T T T I
MCangles [T T T T e e P P P T P
Mainchain [T T T T T T T T T T T T T T T T TP P T T T T T TP T T P T TP T T T T T
Overall O T T LT LT T T T T T T L T I L I I L LT T LTI T[]
27 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125
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a. Absolute deviation from mean Chi-1 value (excl. Pro)

& 100
% 80 -
g 60
8 401
< 201
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 °
E 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
QKANLLSSSNFEATKKSVLKQVQDFEDNDHPNRVLEHLHSTAFQNTPLSLPTRGTLESLENLVVADLESFANNHFLNSNAVVVGTGN | KHEDLVNSI ESK
f. Max. deviation (seelisting)
5 4
.t c i o PR e L
g. G-factors
Phi-psi Il ] [ o I
Chil-chi2
i et i
Omega [ [
Dihedrals  [(TT T T T I T T T T T LTI T T O T T T T T T TP T T T T T T T TP T TP T T I T TP I T T I T
MCbonds T T T T 1
MCangles [T e e P P P T
Mainchain (T T T T T I T T T T T T T O TTT TP T T T T TP TP PP T T TTTTTTITT I ITTT
overdll [T LI I T IO T T T T T L L L T L LT T T T T I T LTI T LTI ]
127 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225
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a. Absolute deviation from mean Chi-1 value (excl. Pro)

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

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

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

d. Secondary structure & estimated accessibility

B, = mm— NN\ R N —

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

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

AAAAABAAAAAA AANBAAAAAAAAAAAAAA AAAAAAAAAABIAAAAAAABIAAAAARL
T T T T T T T T T T T T T T T T T T T T
NLSLQTGTKPVLKKKAAFLGSEVRLRDDTL PKAWI SLAVEGEPVNSPNY FVAKLAAQ| FGSYNAFEPASRLQGI KLLDN I QEYQLCDNFNHFSL SYKDSG

f. Max. deviation (see listing)

*****

g. G-factors

Phi-psi

chifehiz q H rrm [ [l H>,J [
Chilonly

Chi3 & chi4
Omega

Dihedrals [

[T
MChbhonds [T]
MCangles [

[T
[T

Mainchain |

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

Chi-1 abs. mean dev.

327

80
60
40 -
20

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

Omega abs. mean dev.
N O ©

327

335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO O

327

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425

Residue humber 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 Generousll Disallowed

AAATIA AAR
T T T T T T T T T T T T T T T T T T T T
LWGFSTATRNVTMIDDL IHFTLKQMRLT | SYVTDTEVERAKSL LKLQLGQLYESGNPVNDANLLGAEVL | KGSKL SLGEAFKK I DA | TVKDVKAWAGKRL

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

f. Max. deviation (see listing)

+
++ *
Ak kkxk ok kkkAK ok x x xx xxa wxkExaa
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Resid t -
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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
E 61
8 41
® 21
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
E o
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

Y\ ] e m— AN\ 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)

+ * 4 o * + * * * 4
* ok ok kkk K * * ok ok * * x * * * ok Kk

g. G-factors

I:::l,#:# e H‘ A
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Residue properties
pdb3cx5

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

10

©

3 8

E 6

8 41

2 2

=

S 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

s AN\ IANE NN NN A

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

AAIAAAIAAAAAAAAAAAIIAAAAAAAAAAAAAAIAAAAAAAAAAIAAAAAAAAAAAAAAIAAAAAAAAAAAAAAI. A AAAAAEL ANAAAAAAAAAA
GTFKSTLDREY | TLKATFLKDDLPYYVNALADVLYKTAFKPHELTESVL PAARYDYAVAEQCPVKSAEDQLYA | TFRKGLGNPLLYDGVERVSLQD | KDF

f. Max. deviation (seelisting) .

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall
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pdb3cx5

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

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

Omega abs. mean dev.
N

176 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

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

U et A T T e St A 1 1 i

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

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

AAAAAAAAAAAA
T T T T T T T T T T T T T T T T T T T T
ADKVYTKENLEVSGENVVEADLKRFVDESLL STLPAGKSLVSKSEPKFFLGEENRVRF I GDSVAA | GI PYNKASLAQYEVLANYLTSALSEL SGL | SSAK

f. Max. deviation (see listing)

g. G-factors
E?lg-%hiz H [
Chilonly
Chi3 & chi4 [
Omega [T
Dihedrals [T T T T I I T T I T T T T T O T T LT T T T T TP T TP T T T TP T LT TP T T T I
MCbonds T T T T T 1
MCangles [T e e 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 [T T T T T T T T P 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 ITTTTTT]
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
pdb3cx5

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

Omega abs. mean dev.
N O ©

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

= A NN N N N =

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

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

BEAABAAAAAR
T T T T T T T T T T T T T T T T T T
LDKFTDGGL FTLFVRDQDSAVVSSN | KK | VADLKKGKDL SPATNYTKLKNAVQNESVSSP I ELNFDAVKDFKLGKFNYVAVGDV SNL PYLDEL

f. Max. deviation (see listing)

+ +* + x4 + Y44 + o+ xx * +
*x % x % * %% * *xxk* kk* * xxkk  kk Kk _kx Kk k% T *

Chi3 & chi4
Omega
Dihedrals ]

[T I I T I T I I T I I TTT
MC bonds [T T T T T T T
MCangles [T T T A
[T T T T I T T T T I T LT
[T I T T T I T I T T T I T I TIT

Mainchain  []

Overall {1
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Resid t -
pdb3cx5
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
g 8
E 6
£ 4
o 2
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
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

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

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

AAAAATAAAAAAAAAAANAAAAAAAAT
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 * 4 + P
Ak KRk kxkE ok * % % %

g. G-factors

Chi3 & chi4
Omega

Dihedrals ]

[TTTTTITTTTTITTIIT
MC bonds [T T[T T T T TTTT]
MCangles [T
[TTTTTTTTITTITTITT
[TTTTTTTITTTITITITT

Mainchain  []

Overall {1
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Residue properties
pdb3cx5

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

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

NININIANNNNA—N\IN\I\ -

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)

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

1
:

MChbhonds [T]

MCangles [

Mainchain [T

C

Overall

C = cis-peptide
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Page 11

Residue properties
pdb3cx5

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

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

N — e NN NN e — -\ AN

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

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

ABAAA A /\N_V\/\/\/\/\IN\/\N\/\N\/\/\N\/\/V\/\/V\/\/\N\N_V\/\/\/\ AAAAAAAAAAAAAAAAAAAAAAAAATIIIAAA.
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)

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

pdb3cx5_06.ps
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Residue properties
pdb3cx5

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

d. Secondary structure & estimated accessibility

SV DYV 0

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

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

AAAAAAAAAATIAAA AAABAAAAAAA  AAAAAAAAAAAATAAAAAAAAAAAANTIA AA _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)

gk * 4 + * 4 * + 4% kg4
Kk kKK K K kk * * ** * * kxkkEk kx % T

g. G-factors

Chi3 & chi4
Omega
Dihedrals [

[T T T TTTTT
MC bonds [T T T T T T T T
MCangles [T T T
[T T T 70T
[T I T I T T I

Mainchain  []

Overall {1

C = cis-peptide

pdb3cx5_06.ps
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Residue properties
pdb3cx5

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

L~

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

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

AAAAAARIAAAA AAAAAABAAABAATAAAAAAAAA BBAAAAAAAAAAAAAAANAANTIAA
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)

++ ++ + + +4 ¥ + + x4+
*xk  k k% xkk kK k  xkx kkk %k % * *

Chi3 & chi4
Omega
Dihedrals ]

[T T T T I P T LTI T I T T T T T TTTT
MC bonds [T T T T T T T
MCangles [T T
[T T T I T T
[T T I T LTI I T T I I T I ITTTTT

Mainchain  []

Overall [1

pdb3cx5_06.ps
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Residue properties
pdb3cx5

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

80
60
40 -
20

Chi-1 abs. mean dev.

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

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

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

d. Secondary structure & estimated accessibility

T A e R 1 AAAAYRD

Key:- <™ Helix

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

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

AAEA AAAAAAABAAAAAA

AAAAAABNANTAAAAAA  ANBAAAAAAAAAAAAAAAANTIAAAAAA

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

f. Max. deviation (see listing)
o .

+ + 7 + * o+ ++ + + * * o+
* % * * * k% * kx K Kk kkxkE K * % * * * * * *k xk

g. G-factors

Chi3 & chi4

Omega

Dihedrals ]

MChbonds []

Mainchain  []

Overall {1

[T T T I T I T T T T T P T T T T T T T T I T T T T T T T T T T T T T T T TP I T
T T e e T T P e e PP P P P P T T PP P P P P T TP TP P P P T T TP P ITTTT T
MCangles [T T T e e e A
IEEEEEEEEEE NN NN NN NN
[T I T T T LT T T T T T T T I T TP T T LTI T T I T I I T T T T T T LTI T T T T T I TTITTTTT]

pdb3cx5_06.ps
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Residue properties

Page 15

pdb3cx5

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

267 275 280 285 290 295 300 305

31 40 45 50 55 60 65 70 75

Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N B OO

267 275 280 285 290 295 300 305

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 O

267 275 280 285 290 295 300 305

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

d. Secondary structure & estimated accessibility

NN et

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

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

AAAAAAAAATATE
T T T T T T T T
KRLGLKTV I I LSSLYLLSIWKKFKWAGI| KTRKFVFNPPKPRK

f. Max. deviation (see listing)

Dihedrals ]

[T T T I T I T T T
MC bonds [T T T T T T
MCangles [T A
[T T T T I T T IIITITTTT
[T T I I I T T I I T IITITITTTTTITTT

Mainchain  []

Overall {1

AAAFAAABAAAAAATIAAAAA
T T T T T T T T T
KSTYRTPNFDDVLKENNDADKGRSYAY FMVGAMGL L SSAGAKSTVET

pdb3cx5_06.ps
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Residue properties
pdb3cx5

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

80
60
40
20

Chi-1 abs. mean dev.

78 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

78 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

78 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175

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

A R e o™ A it e T

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

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

F1 SSMTATADVLAMAKVEVNLAA | PLGKNVVVKWQGK PV F | RHRTPHE | QEANSVDMSALKDPQTDADRVKDPQWL IMLGI CTHLGCV P | GEAGDFGGWF

f. Max. deviation (see listing)

pdb3cx5_06.ps
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Residue properties
pdb3cx5

Page 17

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

178 185 190 195 200 205 210 215

80 85 90 95 100 105 110 115 120 125

Residue number
b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

178 185 190 195 200 205 210 215

80 85 90 95 100 105 110 115 120 125

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

178 185 190 195 200 205 210 215

Residue number

80 8 90 95 100 105 110 115 120 125

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

d. Secondary structure & estimated accessibility

R e

F =\ AN ANVAVA DN AN G—A b

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

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

AAAR AAAIA ANBA AAAAAAAAAAAAARL A :
CPCHGSHYD | SGRI RKGPAPLNLE| PAYEFDGDKV I VG

f. Max. deviation (see listing)

++ o+ o+ o+ + + +
*kE A X Kk kK * % xx % %

g. G-factors

Dihedrals [T

[T
MChbonds  [TTT[]
MCangles [T
[TT
[TT

Mainchain [T

Overall [1

ABAAAAAAAAAAAAAA
T T T T T T T T
VTDQLEDLREHFKNTEEGKALVHHYEECAERVK | QQQQPGYADL EHKEDCVE

********

pdb3cx5_06.ps




PROCHECK

R . d t Page 18

pdb3cx5

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

o

% 80 -

g 60

8 401

< 20

o

126 135 140 145 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 126 135 140 145 10 15 20 25 30 35 40 45 50 55 60 65
Residue number

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

g

g 4

N

126 135 140 145 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

NN\ G —MANAAANNN DS AV N

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

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

AAAAAAAAABAAAAAAAAAAAAAAAAA
T T T T T T T T T T T T T T T T
EFFHLQHYLDTATAPRL FDKLK PQSFTSIARIGDY | LKSPVL SKLCVPVANQF INLAGYKKLGLKFDDL | AEENPIMQTALRRL PEDESY

f. Max. deviation (see listing)

+ +
+ +* +4 R ppq + ++ o+ X ++ + x4
K kKKK K KKK KKEKA K * * Kk Ak kK kKA KKK * % * % Kk k Kk Kk %

g. G-factors

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

Mainchain |

Overall [

pdb3cx5_06.ps
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R . d t Page 19
pdb3cx5

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

o

% 80 -

g 60

8 401

< 204

5 |

70 75 80 85 90 95 100 105 110 115 120 125 10 15 20 25 30

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

g 8

E 6

£ 4

o 2

S

O 70 75 80 8 90 95 100 105 110 115 120 125 10 15 20 25 30
Residue number

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

g

g 4

N

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

A A A AN —— H —

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

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

AAAAANAAAANAAAAAAAAAAAAAANAAATNIAAAAAAAAAAAAANAAAAAATIAAAA N_V\A ’TV\ : : :
ARAYRI | RAHQTEL THHLL PRNEWI KAQEDVPYLLPY | LEAEAAAKEKDELDN | EVSK GPPSGKTYMGAMVGHMGGPKQKGI TSYAVSPYA

f. Max. deviation (see listing)

+
* +* + ++ + + *o4 +
* kK * % * k% % kkk ok Kk * % x * x * xx * *

g. G-factors

Dihedrals ]

[TTTTTTTTTT
MChbonds  [TTTTTTTITT]
MCangles [T
[TTTTTTTTTT
[TTTITTITTT

Mainchain  []

Overall {1

70 75 80 8

(&)
o0 0/
o4 HEH HEH

pdb3cx5_06.ps
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Residue properties

pdb3cx5

Page 20

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

34 40 45 50 55 60 65 70 75 80 85 90
Residue number

2 10 15 20 25 30

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N B OO

34 40 45 50 55 60 65 70 75 80 85 90
Residue number

2 10 15 20 25 30

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

34 40 45 50 55 60 65 70 75 80 85 90
Residue number

d. Secondary structure & estimated accessibility
- NG AN

2 10 15 20 25 30

Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

I = NN NANN

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
QKPLQGI FHNAVFNSFRRFKSQFLYVL | PAGI YWYWWKNGNEYNEFLY SKAGREEL ERVNV

f. Max. deviation (see listing)

+ +

NSO S 54 hee v Hles o v aes PR S S
g. G-factors

Phips E S L,#:#

Chilonl

Chi3 & chi4 [ [

mega [T

Dihedrals (T L I LT T T L LT T T L LT LT[ T[T

MC bond

ese.  CEFET A

Mainchain (T T LTI T T T I T I I TIITIT1]

overal [T T LI LT I LI L L L I L I LTI T T]
34 40 45 50 55 60 65 70 75 80 85 90

T T T T T T
SFSSLYKTFFKRNAVFVGT | FAGAFVFQT

pdb3cx5_06.ps




PROCHECK

Resid t -

pdb3cx5

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

o

% 80

£ 60

g w0

< 20

o

31 40 45 50 55 5 10 15 20 25 30 35 40 45 50 55 60

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

E 61

8 49

® 21

S

O 31 40 45 50 55 5 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

31 40 45 50 55 5 10 15 20 25 30 35 40 45 50 55 60

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 Generous ll Disallowed

: ‘ A AAAAAAAAIAA ‘ ‘TI/\/\J_W_I/\/\/\‘N\/\/\/\A HAAAA MMV\A WAAAAA AAABAAA
VFDTA | TSWYENHNKGKLWKDVKARIAA EVKLQESGAGLVQPSQSLSLTCSVTGYSI TSGYYWNWI RL FPGNKLEWVGY | SNVGDNNYNP

f. Max. deviation (see listing)

+ + + +  * * + *4 ++* +* ++* 4
* % * %% * %% * % kK% xkkkx K KEk* %

g. G-factors

Dihedrals [T

[TTTTTTITT T
MC bonds [T T T T T T
MCangles [T

[TTTTTTTT I IIIIIITTITTITT]
[TTTTTTIT I TITTITITI T

Mainchain [T

Overall [1

\
I

\

\

: I

31 40 45 5

pdb3cx5_06.ps



PROCHECK

Resid t .
pdb3cx5

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

o

% 80

£ 60

g w0

< 20

o

63 70 75 80 85 90 95 100 105 110 115 120 125 5 10 15 20 25

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

E 61

g 4

® 21

S

o 63 70 75 80 8 90 95 100 105 110 115 120 125 5 10 15 20 25
Residue number

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

g

E o

g 4

N

63 70 75 80 8 90 95 100 105 110 115 120 125 5 10 15 20 25

Residue humber Highlighted residues are those that

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

T e T

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

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

AIAAAAIAIAAAAAIAAAAAAAIAAAAAAIAAAAAAAAAAAAA ARBAAA A AAAARIAAAAAA
SLKDRLSI TRDTSKNQFFLKLNSVTTEDTATYYCARSEYY SVTGYAMDYWGQGTTVTV SSAWRHP DIELTQTPVSLAASLGDRVT | SCRA

f. Max. deviation (see listing)

*******

Chi3 & chi4
Omega

Dihedrals [
MChbonds |
MCangles |
Mainchain |

Overall [ : : :
63 70 75 80 8
C = cis-peptide

a1
o3 M f |

pdb3cx5_06.ps
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Page 23

Residue properties
pdb3cx5

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

& 100
g 80 -
g 60
8 401
< 20+
o
26 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105
Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 8
E 6
£ 4
o 2
£
© 2 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
% 8
e 6
g 4
R
S
26 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105
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 Generous ll Disallowed
AAAAAA, _AAAAAAT
SQD INNFLNWYQQKPDGT IKLL 1 YYTSRLHAGVPSRFSGSGSGTDYSLTI SNLEPEDIATYFCQHH I KFPWTFGAGTKLEIK AEVTQLSN
f. Max. deviation (see listing)
g. G-factors
Phi-psi | (RN | NEEN- ENEEEEN 0 2 T EEEE-EN |
St R
8h|3&0|4 [l Hi T
mega HEEEE] e
Dihedrals [T T TT T T I T T I T T T T I T T LTI T T T T T T O T T T T T T T T T T I I ITT] [TITTT1E
ek R AMERERSEMERSESENERBSEENERSRSENERSESENSRSESENSESERENSRSRSERSESENERSEEEEEREREN HHH
Mainchain (T T T T T T T T TP T T T T TP T TP T TP P T T TP T I TT] [TTITTTT]
Overall \‘\HHH\\‘\HHJH\H\\H‘\HH‘H\H‘\\H\‘H\H‘HH\‘H\H?\\H\‘\H\\‘\HH(‘:\HH‘H\H‘\H NERNRENN]
26 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105
C = cis-peptide

pdb3cx5_06.

ps
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Residue properties
pdb3cx5

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

Chi-1 abs. mean dev.

80
60
40 -
20

35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130

Residue number
b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N O ©

35 40 45 50 5 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130

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

g S\ /\/ N e AN

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

GIVVATEHNPSAHTASVGVVFGSGAANENPYNNGV SNLWKN | FL SKENSAVAAKEGLAL SSN| SRDFQSY | VSSL PGSTDKSLDFLNQSF I QQKANLL SS

f. Max. deviation (see listing)

* * * * Kk * Kk K *
L

g. G-factors

pdb3cx5_06.ps
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Residue properties
pdb3cx5

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230

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

d. Secondary structure & estimated accessibility

SNFEATKKSVLKQVQDFEDNDHPNRVLEHLHSTAFQNTPLSLPTRGTLESLENLVVADL ESFANNHFLNSNAVVVGTGN I KHEDLVNSI ESKNLSLQTGT

f. Max. deviation (seelisting)
4

+ + * kg7 * ko4 ++ * oo +7 + o+ o+ o+ + Y4+ o4
* * I I I I I T I A T L I T * % * % * ok Kk x| kkk *

g. G-factors

Chi3 & chi4
Omega
Dihedrals [T

[TTTTT
MChbonds  [TTTTTTTT
MCangles  [TTTTTTT]
[TTTTT
[TTTTT

Mainchain [T

Overall [1

I I [T TTT]
I I EEEN NN
\ \ B
I I [T T T TIT]
I I [T T I T,
135 140 145 150 155 160 1

pdb3cx5_06.ps
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Residue properties
pdb3cx5

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330

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

d. Secondary structure & estimated accessibility

B T = R N\ R

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

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

AAAAAAAAAA AAABAAAAAAAAAAAAAA AAAAAAAAAABIAAAAAAAATINATAAR
T T T T T T T T T T T T T T T T T T T T
KPVLKKKAAFLGSEVRLRDDTL PKAWI SLAVEGEPVNSPNY FVAKLAAQI FGSYNAFEPASRLQGI KLLDN I QEYQLCDNFNHFSL SYKDSGLWGFSTAT

f. Max. deviation (see listing)

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

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

pdb3cx5_06.ps
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Residue properties
pdb3cx5

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO O

335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430

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

AAATIA HAAAA AABEEAAAAAA
T T T T T T T T T T T T T T T T T T T T
RNVTMIDDL IHFTLKQMNRLT I SVTDTEVERAKSLLKLQLGQLYESGNPVNDANLLGAEVL | KGSKL SLGEAFKK I DA | TVKDVKAWAGKRLWDQD I ATA

f. Max. deviation (see listing)

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

Chi3 & chi4
Omega
Dihedrals [T

[TTTTT1T
MChbonds  [TTTTTTTT]
MCangles  [TTTTTTTT]
[TTTTTT
[TTTTTT

Mainchain [T

Overall [1

w
W
(431
®
(¢]
wH HFHE H
aH HEHEH
o
wH HFHE H

pdb3cx5_06.ps



PROCHECK

Resid t .

pdb3cx5

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

o

g 80 -

g 60

8 401

< 20

o

435 440 445 450 455 25 30 3 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 435 440 445 450 455 25 30 35 40 45 50 55 60 65 70 75 80
Residue number

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

g

g 4

N

435 440 445 450 455 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

= I T — A\ R A R —

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

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

. FI/\A /\NK\/\/\/\/\A/\/\/\/\A/\ AAAFAARRAAAAAAAIAAT ~ AAAAAARL AANAAAAAANATIIAAAAAAAAAAAAAAAAA — AABIANAAA
GTGQI! EGLLDYMR | RSDMSMMRW LTVSARDAPTK | STLAVKVHGGSRYATKDGVAHLLNRFNFONTNTRSALKLVRESELLGGTFKSTLD

f. Max. deviation (see listing)

+ + * + *o4 + * +
ok kkk x k% ok * % * % * xk x Kk kk ok xk %k kx xkx kkk

g. G-factors

Phi-psi N ]

chifehiz 771771#:#
Chilonly

Chi3 & chi4
Omega

Dihedrals [T

[TTTTTTTT
MChbonds  [TTTTTTTIT]
MCangles [T T[T
[TTTTTTTT
[TTTTTTT]

Mainchain [T

Overall [1

\ \
I I
\ \
\ \
I I
5 450 4

5
5
S

pdb3cx5_06.ps
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Residue properties
pdb3cx5

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

80
60
40
20

Chi-1 abs. mean dev.

84

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

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N O ©

84

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

c. C-aphachirality: abs. deviation of zetatorsion

8
S
g
S
g4
@
ko]
N

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

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

d. Secondary structure & estimated accessibility

Dihedrals

MC bonds
MC angles

Mainchain

Overall

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

AAAAAAAAAAAAAAAAAAAAAAAAAAAIAAAAAAAAAAIAAAAAAAAAAAAAAIAAAAAAAAAAAAAII. A AAAAAA  ADAAAANAAAAAAAANTIAAA
REY I TLKATFLKDDLPYYVNALADVLYKTAFKPHELTESVL PAARYDYAVAEQCPVKSAEDQLYA | TFRKGLGNPLLYDGVERVSLQD | KDFADKVYTKE

f. Max. deviation (seelisting)
8

[

Hﬂw

pdb3cx5_06.ps
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Residue properties
pdb3cx5

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

184 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N O ©

184 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO O

184 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280

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

d. Secondary structure & estimated accessibility

R e = S N\ S P

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

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

AAAAAAAAAAAAAAAAAANTINAAAAAA - AAABIAAAAAAAA
T T T T T T T T T T T T T T T T T T T T
NLEVSGENVVEADLKRFVDESLL STLPAGKSLVSKSEPKFFLGEENRVRFIGDSVAAIGI PVNKASLAQYEVLANYLTSALSEL SGL | SSAKLDKFTDGG

f. Max. deviation (see listing)

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

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

pdb3cx5_06.ps
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R . d t Page 31
pdb3cx5

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

o

% 80 -

g 60

8 401

< 20

o

284 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 5

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

g 8

E 6

£ 4

o 2

S

O 284 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 5
Residue number

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

g

g 4

N

284 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 5

Residue humber Highlighted residues are those that

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

— AUV s —

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

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

AAAAAAAAAAAAAAARTRIAAATEAAABIAAATEABAAAA BAABAAAAAA
T T T T T T T T T T T T T T T T T
LFTLFVRDQDSAVVSSN I KK | VADLKKGKDL SPATNYTKLKNAVQNESVSSP| ELNFDAVKDFKLGKFNYVAVGDV SNL PYLDEL MAFRK

f. Max. deviation (see listing)

*o4 + +++ F+ g g4 + + + * * * +
* * Xk kkk  kkkkK Kk kkkk* Kk K * % * % * kx xk * %

g. G-factors
Phi-psi 11 I [l [T W
S =t See il HEa
Shi e A S T
Dihedrals [T T TTTTTTITTTTTTIT T T TP P TP T T T T T T L T T T T T P T T T T LT T T T T] [EREEE]
Mc oo THHHHHHHHRHAHRHEH R AR R FHHH
Mainchain [T T T T T T T TP TP TP TP T T T TP T T LT T T PP T LT T T LTI T [EREEE]
Overall LT T T T T T T T T T T T T I T I LTI T T I T I T T I T TP T T T T T T TITTITTTTTITT] T
284 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 5

pdb3cx5_06.ps



PROCHECK

Resid t .
pdb3cx5
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80
£ 60
g w0
< 20
o
6 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105
Residue number
5 10 b. Absolute deviation from mean of omegatorsion
E 61
8 41
® 21
S
o 6 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
g 4
N
6 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105
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

AAAAAAAAAAAAAAAAAAAAAAAAAATR
T T T T T T T T T T T T T T T T T T T T
SNVYLSLVNSY | IDSPQPSSINYWMWMMGSLLGLCLVIQIVTGI FMAMHY SSNI ELAFSSVEH IMRDVHNGY | LRYLHANGASFFFMVMFMHMAKGLYYGS

f. Max. deviation (see listing)
5

*****

Chi3 & chi4
Omega
Dihedrals ]

[T T T T T T T T T T T T T T T T T T AT LTI TITTTTT
MC bonds [T T T T T T T T
MCangles [T A
IEEEEEEEEEE NN NN
[T I T AT T T L T LT T I T I T I T T T T T T LTI I TIIT

Mainchain  []

Overall {1

pdb3cx5_06.ps
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Residue properties
pdb3cx5

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

80
60
40
20

Chi-1 abs. mean dev.

106

115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.

115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO O

106

115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205

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

Chi3& chi4 [

Omega
Dihedrals

MC bonds
MC angles

Mainchain

Overall

106

AAABAAAAAAA

d. Secondary structure & estimated accessibility

SONNINININNN—NININ -

Key:- <™ Helix

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

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

T T T T T T T T T T T T T T T T T T T T
YRSPRVTLWNVGV I | FILTIATAFLGYCCVYGQMSHWGATV | TNLFSA | PFVGND | VSWLWGGFSVSNPT | QRFFALHYLVPF I | AAMV IMHLMALH I HG

f. Max. deviation (see listing)

++++ +
*kk kK x

C = cis-peptide

pdb3cx5_06.ps
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Page 34

Residue properties
pdb3cx5

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

& 100
% 80 -
g 60
8 401
< 20+
o
206 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305
Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 8
E 6
£ 4
o 2
£
O 206 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
% 8
e 6
g 4
R
S
206 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305
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
AAAAAAAAAAAAAANAAAAAAAAAATIAAAA
SSNPLGI TGNLDRI PMHSYI‘:I FKDILVTVFIL FML | LAL FVI‘:YSPN"I'LGHPI‘Z)NYI PéNPLV+PASI \‘/PEWYI‘_L PFYAI LRS‘I PDKLILGVI TMFAAI LVL LVL
f. Max. deviation (see listing)
g. G-factors
Phi-psi . (T o H [
Chil-chi2
chi3 8 s H H
Omega [T [T
Dihedrals  [(TTT T T I T I T T T T T I T T T O T LT T T T T T T T T T TP T PP T T T TP T T T T I T TT
MChbonds  [TTTTTITIITTTTI] N T T T T T T T T T T T T T A
MCangles [T T T e e A e e e e e e e e e e T e T T e P T T T T
Mainchain [T T T T T I T T T T T T T T LT T T T T T TP T TP T TP T T T T T
overall [T T T TRl LTI T T T T L L L I T L L T T L T T I LI T I T LTI IT]
206 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305

pdb3cx5_06.ps
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R . d t Page 35
pdb3cx5
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
g 80 -
g 60
8 401
< 20
o . -
306 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 70
Residue number
5 10 b. Absolute deviation from mean of omegatorsion
g 8
E 6
£ 4
o 2
S
O 306 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 70
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
E o
g 4
N
306 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 70

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

d. Secondary structure & estimated accessibility

N AN NN AN

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

=N~

Accessible

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

AAAAAAAAA AABAAAAAAAAAAAAAAAAAA AA _AANBINAAAAAA AAAAAAAAAAAABIAAAANAAAAAAAAAAA BIAA

PFTDRSVVRGNTFKVLSKFFFFI FVFNFVLLGQI GACHVEVPYVLMGQIATFIYFAYFL I IVPVI STIENVLFY | GRVNK MTAAEHGLHA
f. Max. deviation (see listing)
+
g. G-factors
C
Phi-psi W] | B
Blte rh o
Chi3 & chi4 [T i
Omega [T
Dihedrals  [TTTTT T T IT T T T I LTI TP T T T T T R T T T T T TP LT LT T I T T LTI I [TTTTTTTT]
Vs T A T REREHEAEHE
Mainchain (T T T T T T T T T T T T T T T T TP T TP T T TP T T TP T T T] [TTTTTITT]
Overall HHHHH‘\\\H‘\H\HHHHHHHH‘HH\HC\H\\H\HHH\HHHH‘HHHHHHHH CITTTTTT
306 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 70
C = cis-peptide

pdb3cx5_06.ps
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Residue properties
pdb3cx5

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

72 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N O ©

72 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO O

72 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170

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

d. Secondary structure & estimated accessibility

I~~~ AT N

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

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

AAABAAAA EEAAAAAAAAAAAAAAAAAATIARIA AAAAAAAAAAATIA
T T T T T T T T T T T T T T T T T T T T
PAYAWSHNGPFETFDHAS| RRGYQVYREVCAACHSLDRVAWRTLVGYV SHTNEEVRNMAEEFEYDDEPDEQGNPKKRPGKL SDY | PGPY PNEQAARAANQG

f. Max. deviation (see listing)

++ + * o+ + +* 4 + + + * 4
Kk kk kK *k kK x Kk x kA * * * * *

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

Mainchain  []

Overall [1

pdb3cx5_06.ps
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Residue properties
pdb3cx5

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

172 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

172 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

172 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270

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

d. Secondary structure & estimated accessibility

T A e R ot S OAAA AR\

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

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

AAAAAAABAAAAAA ‘ ‘ ‘ AAAARL AAAAAAA _ AAMMAAAAAANBIAAAAAA AAAAAAAAAAAAAAAAAAATAAAAAAAAA
ALPPDLSL | VKARHGGCDY | FSLLTGY PDEPPAGVAL PPGSNYNPY FPGGSI AMARVL FDDMVEYEDGT PATTSOMAKDVTTFLNWCAEPEHDERKRLGL

f. Max. deviation (seelisting)
9

+ * 8 + + + ++ + * + +
* * x * k% * * kx  kkkx ok * % * * x * * % *x x

g. G-factors

Chi3 & chi4
Omega
Dihedrals ]

[T T T T T T T T T T T T AT T T T T I I T LT T T T T T LTI T T IqT
MC bonds [T T T T T T T T
MCangles [T T T T e e T
IEEEEEEEEEEE NN NN NN NN N
HEEEEENEEEEN NN NN NN NN

Mainchain  []

Overall {1

pdb3cx5_06.ps



PROCHECK

Resid t -
pdb3cx5

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

o

% 80 -

g 60

8 401

< 20

o

272 280 285 290 295 300 305 31 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 280 285 290 295 300 305 31 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

272 280 285 290 295 300 305 31 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

ANNNANNNNGA e P
Key:- <™ Helix

SN N/N/N/N/N/ N/ Nl

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

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

AAAMAAAAATIANEE = AAAAAAAAAAAAAAAIIAAA

T T T T T T T
KTVI ILSSLYLLSIWKKFKWAGI KTRKFVFNPPKPRK

f. Max. deviation (see listing)

+
*

*****

T T T T T T T T T T
KSTYRTPNFDDVLKENNDADKGRSYAY FMVGAMGL L SSAGAKSTVETFI SSM

g. G-factors

Dihedrals ]

MChbonds []

MCangles []

Mainchain  []

Overall {1

pdb3cx5_06.ps
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Residue properties
pdb3cx5

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

83 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N O ©

83 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

83 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180

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

d. Secondary structure & estimated accessibility

e ) el e v i m

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

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

: : ‘ : ‘ : AAAAAAAAAAAAAAAANBAAAAAANTIIAAAAAAAAAAAAAAAA  AANTIEL AA A Al AAAAAE
TATADVLAMAKVEVNLAA | PLGKNVVVKWQGK PVF | RHRTPHE | QEANSVOMSALKDPQTDADRVKDPQWL IMLGI CTHLGCV P | GEAGDFGGWFCPCHG

f. Max. deviation (see listing)

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

Chi3 & chi4
Omega
Dihedrals ]

[TTTTTT1T
MChbonds  [TTTTTTTT]
MCangles  [TTTTTTTT]
[TTTTTT1T
[TTTTTT1T

Mainchain  []

Overall [1

pdb3cx5_06.ps



PROCHECK

Resid t .
pdb3cx5
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80
£ 60
g w0
< 20
o
183 190 195 200 205 210 215 80 85 90 95 100 105 110 115 120 125 130
Residue number
5 10 b. Absolute deviation from mean of omegatorsion
E 61
g 4
® 21
S
O 183 100 195 200 205 210 215 80 85 90 95 100 105 110 115 120 125 130
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
g 4
N
183 190 195 200 205 210 215 80 85 90 95 100 105 110 115 120 125 130
Residue humber Highlighted residues are those that

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

... Q=—ANEAVNNAAA S AN

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

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

AATEEEAAABAAAAAAA
SHYD| SGRI RKGPAPLNLE | PAYEFDGDKV I VG VTDQLEI£)LREHl‘:KNTEI‘EGKAL\‘/HHYEI‘ECAER\‘/K | QQbQPGYADL EHI‘(EDCVI‘EEFFHI‘_
f. Max. deviation (see listing)
g. G-factors
Phi-psi . R T T T ﬂ T T
Chil-chi2 [111
gﬂ%g(nlcm [l H H
mega [T [T [
Dihedrals  [TTT I T T IIT T T T T I IT T TTT TR [ ITT] IEEEEEEEEEEEEEE NN NN
MChbonds T T AT T T T T P T T T P P T T TP PP T 7T
MCangles [T O A T e T P P T T T T T T P P T T T T
Mainchain [T T T T I T T T T T I ITTT] IEEEEENEEEEE NN NN
Overdl [T IT T I T T ITITTTTITITITTTITT] T T T T T T T T T T T T T I T T I T IT T T ITT I T ITITTTITTT]
183 190 195 200 205 210 215 80 85 90 95 100 105 110 115 120 125 130

pdb3cx5_06.ps



PROCHECK

R ] d t Page 41

pdb3cx5

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

o

% 80

£ 60

g w0

< 20

o

131 140 145 10 15 20 25 30 35 40 45 50 55 60 65 70

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

E 61

8 4

® 21

S

O 131 140 145 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number

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

g

E o

g 4

N

131 140 145 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

BN — B NNNSEVNNIAN: ., EE/ANNTENAN.

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

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

AAAAAAAAATIAAAAAAAAAAAANAAAAAAAAA
T T T T T T T T T T T T T T T T
QHYLDTATAPRL FDKLK PQSFTSIARIGDY | LKSPVL SKLCVPVANQF INLAGYKKLGLKFDDL | AEENPIMQTALRRLPEDESYARAYR

f. Max. deviation (see listing)

+ + +
+ g okk g ook + o+ +* * ++ o4
kK K Kk KRR KA K * K kK Kk KKk KKK KK * % *x x

g. G-factors

Dihedrals [T

[TTTTTT
MChbonds  [TTTTTTTT]
MCangles  [TTTTTTTT]
[TTTTTT
[TTTTTT

Mainchain [T

Overall [1

\ \
I I
\ \
I \
I I
131 140 145 1
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pdb3cx5

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

o

% 80 -

g 60

8 401

< 20

&

75 80 8 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

E 61

g 4

® 21

S

O 75 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

75 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

EOA WZQ@:@EEAAW: S =N

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

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

AAAAANAAAAANAAAAAAAAAAAANBINBAAANAAAAAAAAAAAAAANAAAANTL N_V\A m W MA/MWMANTV\
| RAHQTEL THHLL PRNEWI KAQEDVPYLLPY | LEAEAAAKEKDELDN | EVSK GPPSGKTYMGWMVGHMGGPKQKGI TSYAVSPYAQKPLQ

f. Max. deviation (see listing)

g. G-factors

MC bonds
MC angles

Mainchain

Overall

pdb3cx5_06.ps
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Residue properties
pdb3cx5

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

& 100
%80—
g 60
8 401
< 20+
&
39 45 50 55 60 65 70 75 80 85 90 2 10 15 20 25 30 35
Residue number
. b. Absolute deviation from mean of omegatorsion
g
g °
€ 6
8 49
® 21
£
O 39 45 50 55 60 65 70 75 80 85 9 2 10 15 20 25 30 35
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
-g 8_
£ 67
g 4
LY
N
39 45 50 55 60 65 70 75 80 85 90 2 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
= AN AN T =A== ANNNNN
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAAAAAAAATIRIAAAAA
él FHNA\‘/FNSFI‘?RFKS("\)FLYVI‘_ | PAG‘IYWYVW‘\IKNGNI‘EYNEFI‘_YSKA(‘SREELI‘ERVNV ‘SFSSLYKTI‘:FKRNAVFVG"I'I FAGAFVFQ+VFDTA
f. Max. deviation (see listing)
g. G-factors
Phi-psi CEC T [] Hi -
o it T3
Chi3 & chi4 [ I [ [
mega [ [ [T [T
Dihedrals  [(TT T T TT T I T T T T T T I T TP TIT I I T TTTTITT I TTITITITTT0T] T T T T T T T T T T
MCbonds T T T T T T T T T T T
MCangles [T T T T P P T T T A T T A T T T
Mainchain [T T T T T I T T T T T T T T TP I T IT T I TTTITITTT0T] T T T T T T T T T I T ITTTTT
Overall O T T L T T L L LI T LI T T LTI LTI O L T LI T LTI
39 45 50 55 60 65 70 75 80 85 90 2 10 15 20 25 30 35

pdb3cx5_06.ps
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Resid t e

pdb3cx5

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

E 61

g 4

® 21

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

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 AAAAAAAAAIA ‘ ‘/\/\/\/ﬂ/\/\/\/\/‘\/\/\/\/\/‘\ EAAAN H/\/‘\/\/\/\/\/‘\/\/\ HAAAAA A AANAAAANAAN
| TSWY ENHNKGKLWKDVKAR | AA EVKLQESGAGLVQPSQSLSLTCSVTGY S| TSGYYWNWI RL FPGNKL EWVGY | SNVGDNNYNPSLKDR

f. Max. deviation (see listing)

+ ++ * * 4 * 4 + + + +
* e * Kk Kk KK Kk kKA * *kx *

g. G-factors

Dihedrals ]

[T
MC bonds [T T T T T T T[T
MCangles [T T
[T
[TTTTIITITTIITIITITITT]

Mainchain  []

Overall [1
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Residue properties
pdb3cx5

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
= = Q=j :::3 RN
V:ﬁ T -
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AFAAAA
ILSI TRDT‘SKNQFI‘:LKLN‘SVTTEIZ‘)TATY\‘(CARSI‘EYYSV"I'GYAMIL_)Y\NGQ(‘STTVT\‘/SSAWI‘?HP DIELTQTPVSLAASLGDRVTI SCRASQDIN
f. Max. deviation (see listing)
g. G-factors
i-psi M 5 H : |
St } Butaties
8h|3&c|4H [T [ i [
mega [ [ [T [
Dihedrals [T T T T T I T TI T T T LTI T T I T LTI IO T T T T LTI T T TT] [T T T T T TR T I 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 L L L L T LI T LT T LTI \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

pdb3cx5_06.ps
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Resid t .

pdb3cx5

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

o

% 80

£ 60

g w0

< 20

o

31 40 45 50 55 60 65 70 75 80 85 90 95 100 105 5 10

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 85 90 95 100 105 5 10
Residue number

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

g

g 4

N

31 40 45 50 55 60 65 70 75 80 85 90 95 100 105 5 10

Residue humber Highlighted residues are those that

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

=TT —— — .J

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

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

A ABIAAAA A EAAANAANAAARNARBAAAAAABINAAAAATL A BAAAA
NFLNWYQQKPDGT I KLL I YYTSRLHAGVPSRFSGSGSGTDYSLTI SNLEPED I ATYFCQHH | KFPWTFGAGTKLE I K TEFKAGSAKKGAT

f. Max. deviation (see listing)

g. G-factors
Phi W] T 8 NN |
Gl ¥ T
Chi3 & chi4 1 [ [ [ T
Omega [T [ [ [ IEERERN
Dihedrals  [(TTT T T T I IT T T T T T T IR T T T LT LT T T T T T I T T T T T I T T TP I T T T IT T T
ek R AMEREESENERSESSNERSESENERSESENERSESENSESESENSESESENSESRSERSESEEERSREEEE HHHHHHH
Mainchain (T T T T T T T T T T T I T TTTTTTP TP T TP T TP T TIIIITT0TT] T
Overall \\H\HH\‘\\\H\H\\‘\\HMH\\‘H\HJ\H\‘H\H‘\\H\‘H\\\‘\\H\‘\HH‘CHHHHH‘\H EEEEREEEEREEN]
31 40 45 50 55 60 65 70 75 80 8 90 95 100 105 5 10

C = cis-peptide

pdb3cx5_06.ps
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Residue properties
pdb3cx5

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

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

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

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

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

d. Secondary structure & estimated accessibility

R — AN 2 B AN

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

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

AAAAABAAAAAAAA — AAIA AAAAAAAAAABIAAAAAAAAAAAAABIMAAAIA . AARTEA  AAAAAAAAAAAAAAAAAR
T T T T T T T T T T T T T T T T T T T
LFKTRCLQCHTVEKGGPHKVGPNLHG | FGRHSGQAEGY SYTDAN | KKNVLWDENNMSEYL TNPMKY | PGTKMAFGGLKKEKDRNDL | TYLKKACE

f. Max. deviation (see listing)

g. G-factors
Ave

Phi-psi W . Il W] []-0.07
Sl * o @-8;93
Chi3 & chi4 T T 0.44
mega [T [ 0.58
Dihedrals [T T T T TP T LT T T L T LT L T T P L T LT T T L P T T T T LT LTI T [ 0.20
VeSS AT T ) 03
Mainchain [T T T[T T LT T LT T LT T LT T LT T LT LT T LT T L T T LTI [ 055
Overall G L T T L T L I T T L T T T T T LTI [0 035

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

pdb3cx5_06.ps
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T 8

L
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123 127 131 135

|

CA-CB
(Alg)

N-CA
(except Gly,Pro)

2829

Aouanba.4

111 115 1.19

2829

149 153 157

1.45

2829

Aouanba.4

133 137 141

138 142 146

(Gly)

CA-C

122 126 130 1.

(the rest)

CA-CB

2829

Aouanbali4

2829

2829

Aouanbali4

1.64

152 156 1

148

140 1.

2829

CA-C
(except Gly)

120 124 128 132 136 140 144

3
—
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L@
—
[{o]
Lo
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o
wwwwwwwwwwwwwwwwwwwwwwwwwwww IM
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i
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CA-CB

(lle,Thr,val)

2829

fouanba.4

2829

fouanba.4

2829

fouanba.4

N-CA

(Gly)

141 145 149 153 157 161 1.65

2829

[e]
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—

3

—

(@]

LD
\\\\\\\\\\\\\\\\\\\\\\\\\\\\ —
(o]

<
““““““““““““““ S

Aouanbai4

N~

10

—

(9]
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134 1.38 142

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 .
CA-C-N CA-C-N CA-C-N
(except Gly,Pro) (Gly) (Pro)
1897 — 1897 — 1897 —
3 : oy )
5] ; 5] o)
> > >
8 | g g
T ; T L
101 106 111 116 121 126 131 100 106 111 ‘ffal 11 16 131 101 106 101 116 14 16 131
O-C-N O-C-N C-N-CA
(except Pro) (Pro) (except Gly,Pro)
1897 — 1897 — 1897 —
o) o) o
5] 5] o)
> > >
g 8 8
L L L.
108 113 118 123 18 133 138 107 12 17 12 17 152 137 106 111 116 121 126 131 136
C-N-CA C-N-CA CA-C-O
(Gly) (Pro) (except Gly)
1897 — 1897 : : 1897 B
o) o) oy
5] 5] o)
> > >
g 8 8
L L L.
105 110 115 120 15 130 135 107 12 17 122 17 152 157 105 110 115 120 155 130 135
CA-C-O CB-CA-C CB-CA-C
(Gly) (Ala) (e, Thr,val)
1897 — 1897 — 1897 —
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 91 99 104 100 114 119 14

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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1897

Main-chain bond angles
pdb3cx5

CB-CA-C
(the rest)

Frequency

9

1897

Frequency

1897

Frequency

88

Black bars> 2.0 st. devs. from mean.

T
93

98 103 108 113 11

18

N-CA-C
(except Gly,Pro)
1897 : :
42 ] ]
3 ! !
o) ]
>3 |
g ! !
L ! !
9% 101 106 111 116 121 126

1897

Frequency

1897

5 100 105 110 115 120 125

N-CA-CB
(the rest)

Frequency

100 105 110 115 120 125

Page 2

1897

Frequency

97 102 107 112 117 122 127

N-CA-CB
(lle,Thr,val)

1897

Frequency

96 101 106 111 116 121 126

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
8

50

05

000 001 002 003 004 O
GLN
200 ;
150 i
5 |
8100 :
g |
s i
50 i

000 001 002 003 004 O

05

PHE
200 ;
150- |

g |

1001 |

g i

L |

50- |

0.00 001 002 0.03 0.04 O

05

pdb3cx5

ASN
200

100 !
50 3

000 001 002 003 004 O

05

GLU
200 ;
150 |
g |
2100 |
8 |
i |
50 |

000 001 002 003 004 O

05

TRP
200 :

3 1»
150t 3
g 1
2100 |
g 1
L :
50 1

000 001 002 003 004 O.

05

Frquency
8

Frequency

Page 1

ASP
200

150

000 001 002 003 004 005

HIS

200

150+

100

0.00 001 0.02 0.03 0.04 0.05

TYR
200 ;
! 5h
150+ i
> |
=100+ i
8 |
L |
50+ i
0.00 001 0.02 003 0.04 0.05

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.

b signifies data points off the graph in the direction shown.
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Distorted geometry
pdb3cx5

Main-chain bond angles

AGly 35 A Ala259 A Gly 286 A lle 306 Blle 87 B Lys 153

N 1125 C N 1125 C N 111.2 () N 1125 C N 111.2 C N 111.2 C

123.7 1232 100.3 102.3 121.9 W

CA CA CA CA CA CA
E Gly 163 E Gly 182 GGIn 3 L Gly 35 L Asn154 M lle 87

N 1125 ¢ N 12 ¢
CA CA
PGly 163 T Phe 11

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

Planar groups
/k NE
CB CB CB CB CB
0.035 0.021 0.035 0.039 0.033 0.042
A Tyr 65 A Arg 447 B Tyr 86 B Tyr 101 B Tyr 129 C Tyr 106
- c cB LB cB .
0.059 0.062 0.035 0.041 0.033 0.040
C Tyr 136 CTrp 142 CPhe 151 CHis197 C Phe 225 C Tyr 279
CB CB CB 8 CB B
0.044 0.065 0.039 0.040 0.036 0.039
D Tyr 94 D Tyr 97 D Tyr 154 E His 181 F Tyr 98 G Phe 45

pdb3cx5_10.ps
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Planar groups (contd)
cB cB cB 3 cB cB
0.038 0.037 0.032 0.031 0.043 0.059
H Tyr 66 HTyr 81 | Tyr 7 JTrp 35 N Tyr 106 N Tyr 136
cs 8 CB ) cB cB cB
0.045 0.036 0.034 0.035 0.052 0.036
N Trp 142 N Phe 151 N His 197 N Tyr 224 N Tyr 279 OTyr 94
iCB
cB cB 3 cB cB
0.051 0.034 0.041 0.034 0.047 0.037
O Tyr 97 O Tyr 190 O Trp 257 P His 181 QTyr 98 Q Tyr 133
cB cB cB cB cB cB
0.039 0.034 0.032 0.032 0.030 0.038
R Phe 45 R Tyr 102 STyr 81 TTyr 7 UTrp 35 U Tyr 101
CB
0.030
W Tyr 53

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

pdb3cx5_10.ps



