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Ramachandran Plot

-180

-135

-90

pdb2ibz
|

45

0

90

Phi (degrees)
Plot statistics

Residues in most favoured regions [A,B,L]

Residues in additional allowed regions [a,b,l,p]
Residues in generously allowed regions [~a,~b,~l,~p]
Residues in disallowed regions

Number of non-glycine and non-proline residues
Number of end-residues (excl. Gly and Pro)

Number of glycine residues (shown as triangles)
Number of proline residues

Total number of residues

Based on an analysis of 118 structures of resolution

1672 87.7%

223 11.7%

9 0.5%

2 0.1%

1906  100.0%
21
141
99
2167

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

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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Page 3

Ramachandran plots for all residue types

Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Chi1-Chi2 plots
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Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.

Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
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Chi1-Chi2 plots
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Main-chain parameters

pdb2ibz

Oa. Ramachandran plot quality assessment 2153). Peptide bond planarity - omega angle sd

20 A

20 1

15 1

10 A

Standard deviation (degrees)

%-tage of residues in most favoured regions

10 15 20 25
Resolution (Angstroms)

3.0

35 4.0 1.0 1.5 20 25 30 35 40

Resolution (Angstroms)

60
50 1
40
30 4

20 A

Bad contacts per 100 residues

10

; 8 Measure of bad non-bonded interactions 20.0 d. Alpha carbon tetrahedral distortion

17.5
15.01
12.54
10.0

w3
S W
1 1

|

Zeta angle standard dev. (degrees)

1.0 1.5 20 25
Resolution (Angstroms)

3.0

35 4.0 1.0 1.5 20 25 30 35 40

e. Hydrogen bond energies

Resolution (Angstroms)
f. Overall G-factor

2.0

Standard deviation (kcal/mol)

1.0
0.5 1

0.0

-0.51

G-factor

-1.01
-1.51

-2.0

10 15 20 25
Resolution (Angstroms)

3.0

35 4.0 1.0 1.5 20 25 30 35 40

Resolution (Angstroms)

Plot statistics
Comparison values No. of

No.of Parameter Typical Band  band widths

Stereochemical parameter data pts value value  width  from mean

a. %-tage residues in A, B, L 1906 87.7 79.8 10.0 0.8 Inside

b. Omega angle st dev 2151 1.3 6.0 3.0 -1.6 BETTER
c. Bad contacts / 100 residues 5 0.2 7.6 10.0 -0.7  Inside

d. Zeta angle st dev 2026 1.4 3.1 1.6 -1.0  BETTER
e. H-bond energy st dev 1394 0.7 0.9 0.2 -0.8  Inside

f. Overall G-factor 2167 0.3 -0.5 0.3 2.6 BETTER
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Standard deviation (degrees)
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Side-chain parameters
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a. Chi-1 gauche minus b. Chi-1 trans
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Resolution (Angstroms)

c. Chi-1 gauche plus

T
1.5
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Resolution (Angstroms)

d. Chi-1 pooled standard deviation

50

Standard deviation (degrees)
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Resolution (Angstroms)
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. Standard deviation of Chi-2 trans angle

.0

T
1.5

20 25 30 35 40
Resolution (Angstroms)

pdb2ibz

10 15 20 25 30 35 40
Resolution (Angstroms)

Plot statistics

Comparison values No. of

No.of Parameter Typical Band  band widths
Stereochemical parameter data pts value value  width  from mean
a. Chi-1 gauche minus st dev 257 12.5 209 6.5 -1.3  BETTER
b. Chi-1 trans st dev 608 14.6 21.2 53 -1.2 BETTER
c. Chi-1 gauche plus st dev 892 13.8 19.8 4.9 -1.2 BETTER
d. Chi-1 pooled st dev 1757 14.0 20.5 4.8 -1.3 BETTER
e. Chi-2 trans st dev 495 14.5 22.0 5.0 -1.5  BETTER
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Residue properties
pdb2ibz

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

—_
o
S

80 1

40
20

Chi-1 abs. mean dev.

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 omega torsion

Omega abs. mean dev.
N
1

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

c. C-alpha chirality: abs. deviation of zeta torsion

=~ 10
3
= 87
S 64
g
£ 4
<
g 27
N
27 35 40 45 50 55 60 65 70 75 80 85 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
== m— AN AN G - m—— AN\ S
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions a Most favoured & Allowed [l Generous Il Disallowed
AEVTQLSNGIVVATEHNPSAHTASVGVVFGSGAANENPYNNGVSNLWKNI FLSKENSAVAAKEGLALSSNISRDFQSYIVSSLPGSTDKSLDFLNQSFIQ
f. Max. deviation (see listing)
t
g. G-factors
Phi-psi H [ i 1 [T
e (A . o
Chi3 & chi4 I I I
Omega [T [ L]
Dihedrals [T T T T T T T T T T T T T T T T T T T T A T T T T T T T T
v angies - FEFRHHHRRHHHHHFAFAFH AR A A A A AR
Mainchain 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
Overall [T T T T T T T T T I T I T LI
27 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125

pdb2ibz_06.ps



PROCHECK
Page 2

Residue properties
pdb2ibz

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

—_
o
S

80 1

401
201

Chi-1 abs. mean dev.

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 omega torsion

Omega abs. mean dev.
N BN

127 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225
Residue number

c. C-alpha chirality: abs. deviation of zeta torsion

N A~ N

Zeta abs. mean dev.

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 |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed

QKANLLSSSNFEATKKSVLKQVQDFEDNDHPNRVLEHLHSTAFQNTPLSLPTRGTLESLENLVVADLES FANNHFLNSNAVVVGTGNIKHEDLVNSITESK

f. Max. deviation (see listing) .
+ 5
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Chi3 & chi4
MC bonds

Phi-psi T [

Chil-chi2 an H H

Chil onl; B
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16

Mainchain

Overall
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Residue properties
pdb2ibz

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

Page 3

= 100
S
= 80
B
g 60
£ 40
<
= 20
z

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 omega torsion
z 10
g 87
]
g 6-
£ 4
D 21
g
© 227 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion

_§ 10
5 o)
E 0]
£ 47
<
g 27
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

PR NN\ R —

Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible

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

NLSLQTGTKPVLKKKAAFLGSEVRLRDDTLPKAWI SLAVEGEPVNSPNYFVAKLAAQIFGSYNAFEPASRLQGIKLLDNIQEYQLCDNFNHFSLSYKDSG

f. Max. deviation (see listing)

g. G-factors
Phi-psi W] o m H TR W
i RO T I
it Eissiised
Dihedrals  CT TR T T T T T T T T T T TR T T T T I T T T T T T T T T T T T T T T T T T I T T T
et PP EF PP AR
Mainchain [T T T T T T T T T T TTEEIT TTT T ET TT T T  T T  T  T  TT T T IT T T  TIT TTTTTTTTTT
Overall T T T T T T T T T I T T T T T T LTI T T T T T T T T AT T T T T T I T T T AT T T I ITTITTTTITITTT]
227 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325
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Residue properties
pdb2ibz

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

—_
o
S

80 1

401
201

Chi-1 abs. mean dev.

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 omega torsion

Omega abs. mean dev.
N BN

327 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425
Residue number

c. C-alpha chirality: abs. deviation of zeta torsion

=~ 10
3
= 8
S 6
g
3 4
<
s 2
N
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 |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
LWGFSTATRNVTMIDDL IHFTLKQWNRLT I SVITDTEVERAKSLLKLQLGQLYESGNPVNDANLLGAEVL IKGSKLSLGEAFKKIDAITVKDVKAWAGKRL
f. Max. deviation (see listing)
4 * T
g. G-factors
Phi-psi _ [T | | ]
il [EH nd ind . . =
Chi3 & chi4 I [T I I I |
Omega [ [ [ [ [ [T
Dihedrals [T T T T T T P T T T T T T T T P T T T T T T T T T P T T T
v sngies - HEFRHHHRHHFRFHFRFAFFH AR A A
Mainchain - T T T T T T P P T T T T T T P P T T P T T TP T T T T
Overall [T I T T T T I T T T T I
327 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425
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pdb2ibz
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
g
g 60
£ 40
<
- 20
2
427 435 440 445 450 455 25 30 35 40 45 50 55 60 65 70 75
Residue number
: b. Absolute deviation from mean of omega torsion
é 10
5 0]
E 6
£
D21
=
© 47 435 440 445 450 455 25 30 35 40 45 50 55 60 65 70 75
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
§ 8
g 6
3 4
<
s 2
N
427 435 440 445 450 455 25 30 35 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
o AT b C——— A
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
A AREAAAAAAARTAAA
V‘VDQD IA1 AéTGQ I ]‘EGLLD‘YMR I RéDMSMMRW LTVSARDAPTKISTLAVKVHGGSRYATKDGVAHLLNRFNFQNTNTRSALKLVRESELLG
f. Max. deviation (see listing)
g. G-factors
Phi-psi _ T [ I ] ] m
e : e B ISRt =M
i I Emi HHHH
Dihedrals  [TTTTTTTITTTITTTIITTITITITITITITTTTITI T T T T T T T T T I T T A P CT I
MC angles - THHHH A EH A A A A A
Mainchain - [T T T T T TTT T T T TTTT I TITTTTTTT] [EEEEEEEEEEEEEEEEEEEEE NN NN
Overall [T T LI TIITIT] O L I T T T I
427 435 440 445 450 455 25 30 35 40 45 50 55 60 65 70 75
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pdb2ibz
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
g
g 60 -
£ 401
<
= 204
2
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 omega torsion
é 10
g 87
Q
E 6
£
5 2
=
© 76 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
3 o]
£ 07
£ 47
<
g 27
N
76 8 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
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
g. G-factors
Phipsi  FTTIET N T -
il ak - i R "
Chi3 & chi4 [ 1] [ [ [
Omega [ [T [ [ [
Dihedrals [T T T T T T T T TT IT T T LTI T T T T T T T T T I T T T T T T T T T T I T T T T
MC angles - EHHHHH AR AR
Mainchain [T T T T T T T T T T T LI T T T T T T T T T T T T T T T T T T I T T T I T T
Overall [T R T T T e L T T I T T A T T I T)
76 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175
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Residue properties
pdb2ibz

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

—_
o
S

80 1

401
201

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 omega torsion

Omega abs. mean dev.
N
1

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

c. C-alpha chirality: abs. deviation of zeta torsion

=~ 10
3
= 87
S 64
=
£ 47
<
g 27
N
176 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
(A m—— AN sl m— AN\ A e
| | nd
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
AAAABAAAAAAR AAAAAAAAATAAA
ADKVYTKENLEVSGENVVEADLKR%VDESLLSTL#AGKSLVSKS&PKFFLGEEN&VRFléDSVAAlGIPQNKASLAQYEQLANYLTSALéELSGLISSAk
f. Max. deviation (see listing)
g. G-factors
Phipsi [T TR m ] m n
i kel . = ;
Chi3 & chi4 [ [ [ [ [
Omega [T [ [ [T [T
Dihedrals [T T T T T T I T I 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 I T T T T T T T I T T I T T T I T I T T T T ITT
v sngies - IEHRHHHRHHHRFHFRFHFFHF AR A A A A
Mainchain [T T T T T T T T T T T T T T T T T T T T T T LT T T T T T T T
Overall [T T T T I T I T I T T
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
pdb2ibz

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

—_
o
S

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 omega torsion

Omega abs. mean dev.
N
1

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

c. C-alpha chirality: abs. deviation of zeta torsion

Zeta abs. mean dev.

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

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

d. Secondary structure & estimated accessibility

m— m—ANNASE SN e =

Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed

LDKFTDGGLFTLFVRDQDSAVVSSNIKKIVADLKKGKDLSPAINYTKLKNAVQNESVSSPIELNFDAVKDFKLGKFNYVAVGDVSNLPYLDEL

f. Max. deviation (see listing)

Phi-psi ]

Phipsi . -i-:] H W, :r:l | ]
Chil onl;

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

pdb2ibz_06.ps



PROCHECK

R .d . Page 9
pdb2ibz
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
g
g 60 -
£ 40
<
= 204
2
1 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100
Residue number
: b. Absolute deviation from mean of omega torsion
é 10
5 0]
E 6
£
D2
=
© 1 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
§ 8
g 6
3 4
<
s 2
N
1 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 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
NN\ N\NINNN
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
AAAAATAAAAAAAAAAANAAAARIAAAR
I\‘/IAFRKSNVYILSLVNéYI lDéPQPSé lNYW\;\’NMGSILLGLCILVIQl\‘/TGI FMAWYéSNIELAFS S\‘/EH lNﬂ‘QDVHNG‘Y I LR+LHANC‘;ASFF]‘:MVMFI\‘/H'{MAK‘G
f. Max. deviation (see listing)
4 +5 * 4 + +
i i o i Tt oy i +:*:1— *: :** kL EES
g. G-factors
Phi-psi [T T e [ [
e ol - : x n
Chi3 & chi4 [ [ [ [ I
Omega [ [ [T [T [T
Dihedrals [T T T T T T T T T TITIT T T T T I T I T LT 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
MC angles - EFFHHHHAH A H A A A A A
Mainchain [T T T T T T T T T T T LT 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
Overall [T I T L T T T I T I T
1 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100

pdb2ibz_06.ps
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Residue properties
pdb2ibz

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

—_
o
S

80

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 omega torsion

Omega abs. mean dev.
N
1

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

c. C-alpha chirality: abs. deviation of zeta torsion

=~ 10
3
- 8
S 6
=
3 4
<
s 2
N
101 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
ANININININNNN— NN\
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
i AAAARAAAAAAA i i i i i /\/‘\/\/\/\/\/‘\/\/\/\/\/‘\l/\ i A AAABAAAAAAAAAAAAAAAAAAAAAAAAAAAA
LYYGSYRSPRVTLWNVGVI IFTLTIATAFLGYCCVYGQMSHWGATVITNLFSAIPFVGNDIVSWLWGGFSVSNPTIQRFFALHYLVPFI IAAMV IMHLMA
f. Max. deviation (see listing)
g. G-factors
Phi-psi = m I
Sl - =i .
8h13&cn4 i I [T [
mega [ [T [
Dihedrals [T TR T R R T T T T R T
MC angies - EHHH A A A A A
Mainchain [T T T T
N T o W W W M W A W W S A S N NN N AN N A NN RN N AN AR RN N A AN R R RN AR
101 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200

¢ = cis-peptide

pdb2ibz_06.ps
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Residue properties
pdb2ibz

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

—_
o
S

80

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 omega torsion

Omega abs. mean dev.
N BN

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

c. C-alpha chirality: abs. deviation of zeta torsion

N A~ N

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

d. Secondary structure & estimated accessibility

N — e SVNAANNARE A e~ AN AN

Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
ABAAA /\N_IA/\/\/\/\IN\/\/\/\/\N\/\/\N\/\N\/\N\/\/\N\N_V\/\N\ AAAAAAAAAAAAAAAAAAAAAAAANTAAAA

T T T T T T T T T T T T T T T T T T T
LHIHGSSNPLGITGNLDRIPMHSYF I FKDLVTVFLFML ILALFVFYSPNTLGHPDNY I PGNPLVTPASIVPEWYLLPFYAILRS IPDKLLGVITMFAAIL

f. Max. deviation (see listing)

Chi3 & chi4
MC bonds

Omega
MC angles

Phi-psi
e et ol
Chil onl; |
[
Dihedrals I
[
[
[
[

Mainchain

Overall

pdb2ibz_06.ps
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Residue properties
pdb2ibz

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

—_
o
S

80 1

401
201

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 omega torsion

Omega abs. mean dev.
N BN

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

c. C-alpha chirality: abs. deviation of zeta torsion

=~ 10
3
= 8
S 6
=
% 4
<
s 2
N
301 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
N\ ANANANS IANNAN AN EE
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
AAAAAAAAAAIAAA AABAAAAAAAAAAAAAAAAAA AA AAAABIAAAAA AAAAAAAAAAAABAAAAAAAAAAAAAAA AN _AAAA
VLLVLPFTDRSVVRGNTFKVLSKFFFFIFVFENFVLLGQIGACHVEVPYVLMGQIATFIYFAYFLIIVPVISTIENVLFYIGRVNK MTAAE
f. Max. deviation (see listing)
* i b * + *
:’—::*Ii* -‘t: _________ *x#***:# ______ :x*****t:**#**:**i*:ti _____
g. G-factors
Phi-psi _ L N H]
chish i T 58
Chi3 & chi4 [ [ [ I
Omega [ [ [ [T
Dihedrals [T T T T T T T T T T T T LT T T T T T T T T T T T T T T T T [T
Netents  FEEREFFEFEREFF R EEF R R T
Mainchain T T T T T T T T T T T T T T T T A T T T T T T T T T T T [T
Overall [T T T L T T e BT T L L L T T EREEN
301 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385

pdb2ibz_06.ps
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Residue properties
pdb2ibz

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

—_
o
S

80

40
20

Chi-1 abs. mean dev.

67 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N BN

67 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165
Residue number

c. C-alpha chirality: abs. deviation of zeta torsion

N A~ N

Zeta abs. mean dev.

67 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165

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

d. Secondary structure & estimated accessibility

R

Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed

A AAAAAAIAAAA ‘ ‘ AAAAAARAAARAABAAAAAAAAA IIAAAAAAAAAAAAAAAAAANTBIAA  AANTIIA AAAAARIA : ‘
HGLHAPAYAWSHNGPFETFDHAS IRRGYQVYREVCAACHSLDRVAWRTLVGVSHTNEEVRNMAEEFEYDDEPDEQGNPKKRPGKLSDY I PGPYPNEQAAR

f. Max. deviation (see listing)

* ++ + ++ +
ko k ok kR ko ko * EE sk k ok ok ok

g. G-factors

Phi-psi

ohipsi o I:,I]_H:::H»,,J [ | H
Chil onl;

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

pdb2ibz_06.ps



PROCHECK
Page 14

Residue properties
pdb2ibz

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

—_
o
S

80 1
60
40
20 A

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 omega torsion

Omega abs. mean dev.
N
1

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

c. C-alpha chirality: abs. deviation of zeta torsion

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

d. Secondary structure & estimated accessibility

T A e e T RAAAAYRD

Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed

AANQGALPPDLSL IVKARHGGCDY I FSLLTGYPDEPPAGVALPPGSNYNPYFPGGS IAMARVLFDDMVEYEDGTPATTSQMAKDVTTFLNWCAEPEHDER

f. Max. deviation (see listing)
9 #*

*

+ * 9 4+ o4 + + + * * + o4 * +
U ksk sk kK kR ok skokosksk ok kok kokokok * ok k * *
. i . . i i .

*+
* %t
w4

g. G-factors

Phi-psi

Phipsi EEES HEE u ﬂ»,,J IZH!E::
Chil onl;

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

pdb2ibz_06.ps
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Residue properties
pdb2ibz

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

—_
o
S

80 1

401
201

Chi-1 abs. mean dev.

267 275 280 285 290 295 300 305

35 40 45 50 55 60 65 70 75 80

Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N BN

267 275 280 285 290 295 300 305

35 40 45 50 55 60 65 70 75 80

Residue number

c. C-alpha chirality: abs. deviation of zeta torsion

=~ 10
3
= 87
S 64
=
£ 47
<
g 27
N
267 275 280 285 290 295 300 305 35 40 45 50 55 60 65 70 75 80
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
AAARABARAAAAARIAAATIA
l‘(RLGLKTVi ILSSILYLLS iWVKKl‘:KWAGiKTRKI‘:VFNPl"K KSTYI‘(TPNFI‘DDVLKI‘ENNDAI‘DKGRSY‘AYFM\‘/GAMG]LLS SA‘GAKST\‘/ETF I é
f. Max. deviation (see listing)
g. G-factors
Phi-psi _ mi
Bl m :
Chi3 & chi4 I I
Omega [T [
Dihedrals  [TTTTTTTITTTITTITITTITITITITTITTITITITITTIT] T T T I T IR T T T T T T I T T T
M sngies - EEERHHFHHHHRFHFRFAFAFAFAFHAFHH RN ENRNRNRNENENANNANNEAEENENNARARANSNSNSNENRNREN
Mainchain [T T T T T T T I T T T I T TITT] T I T T T T T T T T T I T T T T T
Overall [T T LT LT T LTI EEEENEENENNENESS NN NN NN SN NN NN AN AN N
267 275 280 285 290 295 300 305 35 40 45 50 55 60 65 70 75 80

pdb2ibz_06.ps
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Residue properties
pdb2ibz

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

—_
o
S

80 1

401
201

Chi-1 abs. mean dev.

81

90 95

b.

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

Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N BN

81

90 95

C.

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

C-alpha chirality: abs. deviation of zeta torsion

N A~ N

Zeta abs. mean dev.

81

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

Key:-

e o e/ N 8 S

™ Helix

|:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed

AAAAAAAAAAAAAAAANBAAAAAAATIIAAAAAAAAARINAAAAA_ AAATIR

T T T T T T T T T T T T T T T T T
SMTATADVLAMAKVEVNLAA I PLGKNVVVKWQGKPVF IRHRTPHE IQEANSVDMSALKDPQTDADRVKDPQWL IMLG I CTHLGCVP IGEAGDFGGWFCPC

f. Max. deviation (see listing)

Phi-psi

Chil-chi2

Chil onl;

Chi3 & chi4

Omega

Dihedrals

MC bonds

MC angles

Mainchain

Overall

pdb2ibz_06.ps
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R . d . Page 17
pdb2ibz
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
<
£ 60
£ 40
<
- 20
2
181 190 195 200 205 210 215 80 85 90 95 100 105 110 115 120 125
Residue number
: b. Absolute deviation from mean of omega torsion
é 10
% 8
E 6
£ 4
& 2
=
© 181 190 195 200 205 210 215 80 8 90 95 100 105 110 115 120 125
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
§ 8
g 6
3 4
<
s 2
N
181 190 195 200 205 210 215 80 85 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
it H—ANNAVOOIN
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
AAFFREAAABAAAAA
HGSHYDI SGRIRKGPAPLNLEIPAYEFDGDKVIVG VTDQLEISLREHl‘:KNTE]‘EGKAL\‘/HHYEl‘ECAER\"KIQQ(‘)QPGY!\DLEH]‘(EDCVI‘EEFF
f. Max. deviation (see listing)
g. G-factors
Phi-psi _ REN
e = g : Rl
Chi3 & chi4 [ I [ [T [
Omega [ [T [ [T [
Dihedrals [T TTTITTTITTTTTITTITITTITTITTITITITT] T T T T I T T T T T T T T T T T T T T T T T TR A T T
Netents  FEFFEFFFREFHFHFEAFHFEFE PR AL
Mainchain [T TTTTTTTIT T T T T T IITTITITTTTIITITTTT] [EEEENEEEEEEEE NN NN
Overall [T I T T I T I T T ITITT] OO T T T T T
181 190 195 200 205 210 215 80 85 90 95 100 105 110 115 120 125

pdb2ibz_06.ps
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. d . Page 18
pdb2ibz
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
<
£ 60
£ 401
<
= 204
£
129 135 140 145 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number
: b. Absolute deviation from mean of omega torsion
é 10
5 0]
E 6
£
5 2
=
© 129 135 140 145 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
§ 8
g 6
3 4
<
s 2
N
129 135 140 145 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
NAN VSIS I NN NRVAVNNAZ N\, — /RN /A SN
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
AAAAAAAAABAAAAAAAAAAAAAAAAAAAAA
l;LQHYL[‘)TATAl"RLFDl‘(LK QSFTS IAI‘QIGDY i LKS P\‘/LSKLéVPVAI\‘IQF I NILAGYKI‘(LGLKI‘:DDL I /—‘\EENP iMQTAlLRRLPl‘E}DESYARAY
f. Max. deviation (see listing)
g. G-factors
Phi-psi _ T
e oo .
Chi3 & chi4 [ I [
Omega [ [ [
Dihedrals ~ [TTTTTTTTTTTITTTTTT] [EEEEEEEEEEEEE NN NN NN NN
e (LTI T AT
Mainchain [T TTTTTTTTTTTTTTTTT] [EENEEEEEEEEEE NN NN NN
Overall LITTITTTTTITTIITTITT] [EEEEEEESEESESEEEEE SN SN S NSNS NN NN NN NN NN RN
129 135 140 145 10 15 20 25 30 35 40 45 50 55 60 65 170

pdb2ibz_06.ps
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. d . Page 19
pdb2ibz
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
<
£ 60
£ 40
<
= 204
2
74 80 8 90 95 100 105 110 115 120 125 10 15 20 25 30 35
Residue number
: b. Absolute deviation from mean of omega torsion
é 10
§ 8
E 6
2 4
& 2
=
© 74 80 85 90 95 100 105 110 115 120 125 10 15 20 25 30 35
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
= 8
“é 6
P 4
<
s 2
N
74 80 85 90 95 100 105 110 115 120 125 10 15 20 25 30 35
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
POVNAAN~—— G > —
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
AAA AR WA AAAAAAAAAAL
RIITRAHQTELTHHLLPRNEWIKAQEDVPYLLPYILEAEAAAKEKDELDNIEVSK GPPSGKTYMGWWGHMGGPKQKGITSYAVSPYAQKPL
f. Max. deviation (see listing)
g. G-factors
Phi-psi _ T o
il adballl
Chi3 & chi4 [T []
Omega [T [
Dihedrals  [TTTTTTTTTITIITTITIT T IIT T ITITITT] O T T T T I T T
MC angies - FEFHHHAH R EMARERANMAREANANMARESnARRARRSRERRS
Mainchain - [T TT T T T T I T T I T T T T T T T T T T T [IEEENENEEEEEE NN NN
Overall [T I I L I T I O O T I
74 80 8 90 95 100 105 110 115 120 125 10 15 20 25 30 35

pdb2ibz_06.ps
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. d . Page 20
pdb2ibz
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
<
£ 60
£ 40
<
- 20
2
50 55 60 65 70 75 80 8 90 4 10 15 20 25 30 35 40 45
Residue number
: b. Absolute deviation from mean of omega torsion
é 10
5 0]
E 6
£ 4
D21
=
© 50 55 60 65 70 75 80 85 90 4 10 15 20 25 30 35 40 45
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
3 o]
£ 07
£ 47
<
g 27
N
50 55 60 65 70 75 80 85 90 4 10 15 20 25 30 35 40 45
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
G —— NG NN G— I ANP=——c A NANANNNANN ==
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
EEAAAAAAAAAAA 4 : ‘ ‘ : : ‘ ‘ ‘ ‘ ‘ ‘ :
RRFKSQFLYVLIPAGI YWYWWKNGNEYNEFLYSKAGREELERVNV SSLYKTFFKRNAVFVGT I FAGAFVFQTVFDTAITSWYENHNKGKL
f. Max. deviation (see listing)
g. G-factors
Phi-psi EEEEN T [
i M . i
hubd R - -
Dihedrals [T TT T TITTTTTTTTITIITITTIITITTITTIITIITITITITT] [EEEEEEEEEEEEEEEEENENE NN
Netents  FEEFEFFEPHEPHEFEFEP PR L
Mainchain [T TTT T T T T T T T T T T ITTTTITTTTTITTTTTTTIIITTTT] (EEEENEEEEEEEE NN NN
Overall I T T T I T T I T I T IT T ITTTITITTT] LTI T T I T T T T T T IT T I TTTITITITITTT]
50 55 60 65 70 75 80 85 90 4 10 15 20 25 30 35 40 45

pdb2ibz_06.ps
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pdb2ibz
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
g
g 60
£ 40
<
- 20
2
49 55 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Residue number
: b. Absolute deviation from mean of omega torsion
é 10
% 8
E 6
£ 4
& 2
=
© 49 55 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
3 o]
£ 07
£ 47
<
g 27
N
49 55 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
DAL = 5 S S e Sty i
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
: BAANREAAAAAAAAA EAAAA W\/V\ BNAAAA : ‘ : ‘ :
WKDVKAR I AA EVKLQESGAGLVQPSQSLSLTCSVTGYSITSGYYWNWIRLFPGNKLEWVGY I SNVGDNNYNPSLKDRLS ITRDTSKNQFF
f. Max. deviation (see listing)
g. G-factors
Phi-psi SN | | EEEES | ]
e : el R
i B T
Dihedrals  [TTTTTTTTT] T I T T A T T T T T AT T A T T T I LTI T T T T T T T T T T I TP LTI T ]
MC angles EH A A Al A A A
Mainchain  [TTTTTTTTT] [EEEEEEEEEEEEEEEEEEEE NN NN NN NN NN
Overal  [TTITITITT] O T T e L T T T T T T T
49 55 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80

pdb2ibz_06.ps
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pdb2ibz
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
g
g 60
£ 40
<
- 20
2
81 90 95 100 105 110 115 120 125 5 10 15 20 25 30 35 40
Residue number
: b. Absolute deviation from mean of omega torsion
é 10
% 8
E 6
2 4
& 2
=
© 81 90 95 100 105 110 115 120 125 5 10 15 20 25 30 35 40
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
= 8
QE) 6
3 4
<
s 2
N
81 90 95 100 105 110 115 120 125 5 10 15 20 25 30 35 40
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
= N e s =
-
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions a Most favoured & Allowed [l Generous Il Disallowed
LKLNSVTTEDTATYYCARSEYYSVTGYAMDYWGQGTTVTVS SAWRHP DIELTQTPVSLAASLGDRVTISCRASQDINNFLNWYQQKPDGT
f. Max. deviation (see listing)
g. G-factors
Phipsi ORI - W LT T mE
il * s
Chi3 & chi4 [ I [
Omega I 5| [T [
Dihedrals  [TTTTTTTITITTTITTITTIT AT TIT I ITIITTITITT] T T T T T T I T A T
MC angles - EHFHHHHHAH A A A A A
Mainchain [T TTT T T T T T T T T T T T T I T T T T T T T EEEEEEEEEEEEE NN
Overall ENEEEEEEEEEENESEEEEEEEEENEEEEE NN NN EEEEEEE H\\H\\C\\‘H\\H\H\‘\HH‘H\H‘HHHHH‘HH
81 90 95 100 105 110 115 120 125 5 10 15 20 25 30 35 40

¢ = cis-peptide

pdb2ibz_06.ps
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Residue properties

pdb2ibz

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

Chi-1 abs. mean dev.

44 50 55 60 65 70 75 80 & 90 95 100 105
Residue number
: b. Absolute deviation from mean of omega torsion
é 10
% 8
E 6
2 4
& 2
E I
© 44 50 55 60 65 70 75 80 85 90 95 100 10
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
= 8
QE) 6
3 4
<
s 2
N
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Main-chain bond lengths
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C-O

N

C

(Pro)

131 135

127

1.15 1.19 1.23

1065

Kouanbaig

1.11

1065

Kouanbai

i
122 126 130 1.34 1.38 142 146

1065

Kouanbai

120 1.24 1.28 1.32 136 140 1.44

CA-CB

CA-C

CA-C

(except Gly)

(Ala)

(Gly)

o

1.52 1.56 1.60 1.64

1065

Kouoanbaig

140 144 1.48

Al

1.51 1.55 1.59 1.63

1065

Kouanbai]

139 143 147

1065

Kouanbaig

140 1.44 148 1.52 1.56 1.60 1.64

N-CA
(except Gly,Pro)

CA-CB

CA-CB

(Ile,Thr,Val)

(the rest)

145 149 1.53 1.57

T
1.41

1.37

1065

Kouanbaig

1.33

156 1.60 1.64

1.52

1065

Kouanbai

140 144 148

1.49 153 1.57

1.61 1.65

1.45

1065

Kouanbaig

1.41

N-CA
(Pro)

8

146 150 1.54 1.5

1065

Kouanbai

134 138 1.42

141 145 149 153 1.57

1065

Kouanbaig

1.33 1.37

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.

pdb2ibz_07.ps



PROCHECK

g
Z
o
%(
%)
Q
Y
1))
-
<
EE
N
=B
O Q€
= =
. v—
S &
=
?
c
. v—
<
>
O3
S8

1

858

Kouanbaig

858

Kouanbai

11 116 121 126 131

106

1

1 T + 1 1
106 111 116 121 126 131

1

16 121 126 131

T
111

858

Kouanbai

1

C-N-CA
(except Gly,Pro)

O-C-N
(Pro)

16 121 126 131 136

T
111

858

Kouoanbaig

106

137

127 132

122

T
117

858
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CB-CA-C
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o
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Black bars > 2.0 st. devs. from mean.

Solid and dashed lines represent the mean and standard deviation values as per Engh & Huber small-molecule data.
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Main-chain bond angles
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(the rest)
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858
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96

125

IJO
N-CA-CB
(the rest)

120

T
115

105
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95

126

116
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T
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96

N-CA-CB
(Pro)

125

105 110 115 120

100

858

Kouanbai

95

118

98

93

858

Kouanbaig

88

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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RMS distances from planarity
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Histograms showing RMS distances of planar atoms from best-fit plane.
Black bars indicate large deviations from planarity: RMS dist > 0.03 for rings, and > 0.02 otherwise.

p signifies data points off the graph in the direction shown.
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111.2

A Asn 154

122.6

C Val 346 C Pro 347

112.5

X Gly 32

Planar groups

CB

0.042
A Tyr 65

CB

0.048
C Tyr 106

CB

0.059
C Tyr 279

Page 1

Distorted geometry
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Main-chain bond angles

111.2

A Ile 356

111.2

D Asp 86

111.2

125.5 13.0 123.3

X Tyr 33

.

0.021
A Arg 447

0.030
C Tyr 136

W

0.021
CArg 314

111.2

B Ile 87

111.2

D Asp 108

111.2

121.3 10.1

YThr 51

CB

0.032
CTyr 9

0.047
C Trp 142

0.041
C Tyr 362

111.2

B Lys 95

111.2

E HlS 120

CB

0.032
CHis 73

CB

0.035
C Phe 151

CB

0.067
D Tyr 94

111.2 111.2

121.3 10.1 121.5 100.0 121.2 10.0 122.1 10.9 125.1

B Arg 152 C Val 346

112.5 111.2

111.0 e 100.8 10.4 WH I 100.2 11.0 124.9 100.5

E Gly 163 Flen 87

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

.

CB

0.028 0.034
CArg 79 C Phe 90
CB CB
0.045 0.032
C His 197 C His 222
CB CB
0.049 0.043
D Tyr 97 D Tyr 154
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Distorted geometry
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Planar groups (contd)
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H Tyr 98

CB

0.036
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H Tyr 133
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0.041
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CB

0.035
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0.043
X Tyr 101
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T |

0.035
F His 85

CB

0.033
Y Tyr 71

Sidechains with RMS dist. from planarity > 0.03A for rings, or > 0.02A otherwise. Value shown is RMS dist.
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