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Ramachandran Plot
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Based on an analysis of 118 structures of resolution of at least 2.0 Angstroms
and R-factor no greater than 20%, a good quality model would be expected

to have over 90% in the most favoured regions.
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Plot statistics
Residues in most favoured regions [A,B,L] 1809 90.0%
Residues in additional allowed regions [a,b,l,p] 185 9.2%
Residues in generously allowed regions [~a,~b,~l,~p] 12 0.6%
Residues in disallowed regions 4 0.2%
Number of non-glycine and non-proline residues 2010  100.0%
Number of end-residues (excl. Gly and Pro) 12
Number of glycine residues (shown as triangles) 192
Number of proline residues 86
Total number of residues 2300
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Ramachandran plots for all residue types
pdb2bs3
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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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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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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.

pdb2bs3_03.ps



PROCHECK

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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Oa. Ramachandran plot quality assessment

2153). Peptide bond planarity - omega angle sd

Main-chain parameters
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%-tage of residues in most favoured regions
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d. Alpha carbon tetrahedral distortion
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Bad contacts per 100 residues
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; 8 Measure of bad non-bonded interactions
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Zeta angle standard dev. (degrees)
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e. Hydrogen bond energies
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f. Overall G-factor
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Plot statistics

20 25 30 3.5 4.0

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 2010 90.0 81.4 10.0 0.9 Inside
b. Omega angle st dev 2288 1.2 6.0 3.0 -1.6 BETTER
c. Bad contacts / 100 residues 21 0.9 6.2 10.0 -0.5 Inside
d. Zeta angle st dev 2102 0.9 3.1 1.6 -1.4  BETTER
e. H-bond energy st dev 1542 0.7 0.9 0.2 -0.6  Inside
f. Overall G-factor 2300 0.4 -0.5 0.3 2.8 BETTER
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Side-chain parameters
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a. Chi-1 gauche minus
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pdb2bs3

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 259 11.2 19.9 6.5 -1.3  BETTER
b. Chi-1 trans st dev 621 13.7 20.4 53 -1.3 BETTER
c. Chi-1 gauche plus st dev 957 10.9 19.0 4.9 -1.7 BETTER
d. Chi-1 pooled st dev 1837 12.0 19.6 4.8 -1.6  BETTER
e. Chi-2 trans st dev 643 10.5 214 5.0 -2.2  BETTER
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Residue properties
pdb2bs3

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

—_
o
S

80

40
20

Chi-1 abs. mean dev.

5 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

Omega abs. mean dev.
N BN

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100
Residue number

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

=~ 10
3
- 8
S 6
=
3 4
<
s 2
N
5 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
S — N\ WS\ SONANNNS
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions a Most favoured & Allowed [l Generous Il Disallowed
MKVQYCDSLVIGGGLAGLRAAVATQQKGLSTIVLSLIPVKRSHSAAAQGGMQASLGNSKMSDGDNEDLHFMDTVKGSDWGCDQKVARMFVNTAPKAIREL
f. Max. deviation (see listing)
g. G-factors
Phi-psi m m
i ol :
Chi3 & chi4 N 1
Omega [ [
Dihedrals [T T A T T T T T
MC angies - (EHHH A A A A A A A
Mainchain [T T T
Overall [T I T T T I T T T T T T T
5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100
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Residue properties
pdb2bs3

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

—_
o
S

80 1

401
201

Chi-1 abs. mean dev.

105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N
1

105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200
Residue number

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

N A~ N

Zeta abs. mean dev.

105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200

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

d. Secondary structure & estimated accessibility

e O e CAVAVAVAY ™ fod e

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

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
ABAAAAAA /\/\/\/\/\/\M/\/\/\/\/\/\/\A AAAAAAR

T T T T T T T T T T T T T
AAWGVPWTR THKGDRMA T INAQKTT I TEEDFRHGL IHSRDFGGTKKWRTCYTADATGHTMLFAVANECLKLGVS IQDRKEA TAL THQDGKCYGAVVRDLV

f. Max. deviation (see listing)

* %
w4
% %t

++
******X****
. i

w4
=+
F st

g. G-factors

Phi-psi T TIT
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MC bonds  [] [] [T [T [T [ []
MCangles  [] [ [T [ [T [ [T
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Overall
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Residue properties
pdb2bs3

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

—_
o
S

80 1

401
201

Chi-1 abs. mean dev.

205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N BN

205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300
Residue number

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

N A~ N

Zeta abs. mean dev.

205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300

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

d. Secondary structure & estimated accessibility

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

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

‘ AAAANIA Bl AAAAAAAAAAARIA 4 ‘ FAAA MAABAAAAARIAAAAA AARIA A AAABIAA A ‘ :
TGDI TAYVAKGTL IATGGYGR 1 YKNTTNAVVCEGTGTATALETGIAQLGNMEAVQFHPTPLFPSGILLTEGCRGDGG I LRDVDGHRFMPDYEPEKKELAS

f. Max. deviation (see listing)
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Residue properties
pdb2bs3

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

—_
o
S

80

40
20

Chi-1 abs. mean dev.

305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N
1

305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400
Residue number

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

N A~ N

Zeta abs. mean dev.

305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

M N N N = = — = —»

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

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

T T T T T T T T T T T T T T T
RDVVSRRMIEHIRKGKGVQSPYGQHLWLDIS ILGRKHIETNLRDVQEICEYFAGIDPAEKWAPVLPMQHY SMGGIRTDYRGEAKLKGLFSAGEAACWDMH

f. Max. deviation (see listing)

* + * %k ok
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EIE ko kock o ckRck ok ok Rk ok kokok | kR sokokck ok ok ok ok kR
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* %
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P
* % %
%+
*

Phi-psi |

Chil-chi2 o H n n n nm ‘H HE:
Chil onl;

Chi3 & chi4

Omega
Dihedrals

[T [T [T [T [T [T
MCbonds [T [T [T [T [T [T
[HE| [ [T [ [T [
[T [T [T [T [T [T
[T [T [T [T [T [T

MC angles
Mainchain

Overall
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Residue properties
pdb2bs3

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

—_
o
S

80 1

401
201

Chi-1 abs. mean dev.

405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N
1

405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500
Residue number

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

Zeta abs. mean dev.

405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500

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

ABAA AAAAAAAAAAAAAAAAAAR
T T T T 7 T 7 T 7 T T T T ; T 7 T 7 T 7
GFNRLGGNSVSEAVVAGMIVGEYFAEHCANTQVDLETKTLEKFVKGQEAYMKSLVESKGTEDVFK 1 KNRMKDVMDDNVG I FRDGPHLEKAVKELEELYKK

f. Max. deviation (see listing)

*

sk ok ® 4 * + +

***‘#******x****f‘k .
. i . .

g. G-factors

Phi-psi

Chil-chi2 :# H -
Chil onl;

Chi3 & chi4
Omega
Dihedrals

[T
MC bonds [
MCangles [

[T
[T

Mainchain

Overall
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Residue properties
pdb2bs3

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

—_
o
S

80

40
20

Chi-1 abs. mean dev.

505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 580 585 590 595 600
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N
1

505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 580 585 590 595 600
Residue number

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

Zeta abs. mean dev.

505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 580 585 590 595 600

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

d. Secondary structure & estimated accessibility

R N\ —e B e

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

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

AABIA AAAAIAAIIAAAAAAAAAAAAAAAAAAAAA AAABEIAA AAAAAABIAAAAAAABTIIAAAAABAAAAAAAAAAAAAAAANAAAAAAAA AN A AA

SKNVGIKNKRLHANPELEEAYRVPMMLKVALCVAKGALDRTESRGAHNREDYPKRDD INWLNRTLASWPNPEQTLPTLEYEALDVNEME IAPGYRGYGAK

f. Max. deviation (see listing)

++ * * * + + o+ + +
kR kR k ok * * % sk ok kR ok * * %k ok ok *

Phi-psi

Chil-chi2 H‘fj - H H
Chil onl;

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall
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100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
<
£ 60
£ 401
<
= 204
2
605 610 615 620 625 630 635 640 645 650 655 5 10 15 20 25 30
Residue number
: b. Absolute deviation from mean of omega torsion
é 10
5 0]
E 6
£ 4
5 2
=
© 605 610 615 620 625 630 635 640 645 650 655 5 10 15 20 25 30
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
3 o]
£ 07
£ 47
<
g 27
N
605 610 615 620 625 630 635 640 645 650 655 5 10 15 20 25 30
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
B /NN B —
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
GNYIENPLSVKRQEE IDKIQSELEAAGKDRHATQEALMPYELPAKYKARNERLGDK MGRMLT IRVFKYDPQSAVSKPHFQEYKIEEAPSM
f. Max. deviation (see listing)
g. G-factors
Phi-psi _ TH T -
i ud
Chi3 & chi4 [
Omega [T
Dihedrals  [TTTTTTTTTITTTTTTTTITITTIITITIT I T ITIIITTTT] [EENENEEEEEE NN
Netents  FEFFEFEFHEFHFFEFA A LT
Mainchain - [T T T T T T T T T T T I T I T T T TTIT TTTTTTTITTT] [EENENENEEEE NN
Overall [T I T T T I IR EEEENEEEENE NN NN NN NN NN NN
605 610 615 620 625 630 635 640 645 650 655 5 10 15 20 25 30
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Residue properties
pdb2bs3

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

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.

35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N BN

35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130
Residue number

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

=~ 10
3
- 8
S 6
=
3 4
<
s 2
N
35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130
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
TIFIVLNMIRETYDPDLNFDFVCRAGICGSCGMMINGRPSLACRTLTKDFEDGVITLLPLPAFKL IKDLSVDTGNWFENGMSQRVESWIHAQKEHDI SKLE
f. Max. deviation (see listing)
5 .
****#**%:*x *i*f E ztz#;t: 1’**:;**%*:1«*** * *I : *I
g. G-factors
(Pé%’-séhiz W W e [ HEENC e
Chil onl;
Chi3 & chi4
Omega
Dihedrals [T T T A T T T TR T T W e T T R T T
MC angies - EHHH A A A A A A A A
Mainchain [T T T
Overall [T T e T T L T T I T I T
35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130
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a. Absolute deviation from mean Chi-1 value (excl. Pro)

80 1
60
40
20 A

Omega abs. mean dev. Chi-1 abs. mean dev.
N R~ O ©

N A~ N

Zeta abs. mean dev.

Phi-psi
Chil-chi2
Chil only
Chi3 & chi4
Omega

Dihedrals

MC bonds
MC angles

Mainchain

Overall

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 omega torsion

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

Residue number

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

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

Key:- <™ Helix O Accessible

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
AAAAAAAAAAAAAAAAANTIA AAAAAAAAAAAAAAAAAAAAAAATT TIAA AAAABAAAAABAAAATAAAAAAAAAAA

T T T T T T T T T T T T T T T T
ERTEPEVAQEVFELDRCIECGCCIAACGTKIMREDFVGAAGLNRVVRFMIDPHDERTDEDYYEL I GDDDGVFGCMTLLACHDVCPKNLPLQSKIAYLRRK

|:> Beta strand = Random coil Accessibility shading: MW Buried

f. Max. deviation (see listing)

* % %+
*

.......................... .***

pdb2bs3_06.ps




PROCHECK

. d . Page 10
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
<
£ 60
£ 401
<
= 204
2
235 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Residue number
: b. Absolute deviation from mean of omega torsion
é 10
5 0]
E 6
£ 4
5 21
=
© 235 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
3 o]
£ 07
£ 47
<
g 27
N
235 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
e 2 A OV NN NN S AL
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
AAAABAAAAAAAAAAAAAAAA AAAAAAAAAANAATARIFAR
MVSVN MTNEé I LES+SGVTl"ERKKéRMPAl‘(LDWW(‘)SATGILFLGLl‘:MlGHI\‘/IFFVS"‘F I LLG]‘DNVMLV‘\’VTKK]‘:ELDF i FEGGI‘(P IVVS‘FLAAI‘:
f. Max. deviation (see listing)
g. G-factors
Phi-psi _ T M
e 118 : L Ton R e
: - ] L -
Dihedrals ~ [TTTTH LT T T I T T I T T T T T T T AT T T T T T T T LTI T T T T I T
MC angles ] EMSnSRMARNANNNMANRARAANANNANMSNANNANSNRANNANSANANNANNANANNANNSNANRANNARAANANRARANRAN
Mainchain  [TTTT] [EEEEEEEEEEEEE NN NN NN
Overall  [TTTTJ OO T L L T L L L L L L T LI LT L LI LI LT
235 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85

pdb2bs3_06.ps



PROCHECK

R . d . Page 11
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
g
g 60
£ 40
<
- 20
2
86 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185
Residue number
: b. Absolute deviation from mean of omega torsion
é 10
5 0]
E 6
g 41
D21
=
© 86 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
= %]
: 61
£ 47
<
g 27
N
86 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185
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
AAAAAAAAABIAAAA ABAAAAAABAAAAAAAAAAAAAAAANA
\‘/FAVF lAHAI‘:LAMRI‘(FP I NY‘RQYL”‘FFKTHI‘(DLMRILIGDTTLWWI Q/‘\MTGF/—‘\MFFL‘GSVHL+ IMMT(‘QPQT I éPVS SS‘FRMVéEWMWl‘)LYLVILLFAV(‘)LHGS\‘/
f. Max. deviation (see listing)
g. G-factors
Phi-psi i i [NEEE
il - -
Chi3 & chi4 [ ] [T [
Omega [ [ [
Dihedrals  [TTTTTITITITTTTT T I I T T T T I T T T T T T I T T T T I T T IIITTTT]
MC angles - EHFHHHH AR A
Mainchain [T T T T T T T I T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T I T
Overall [T I T T T I T I T T T
86 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185

pdb2bs3_06.ps



PROCHECK

R . d . Page 12
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
<
£ 60
£ 40
<
= 204
2
186 195 200 205 210 215 220 225 230 235 240 245 250 255 5 10 15 20
Residue number
: b. Absolute deviation from mean of omega torsion
é 10
5 0]
E 6
£ 4
D21
=
© 186 195 200 205 210 215 220 225 230 235 240 245 250 255 5 10 15 20
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
3 o]
£ 07
£ 47
<
g 27
N
186 195 200 205 210 215 220 225 230 235 240 245 250 255 5 10 15 20
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
(AN A NN AANAA/N S - — N\
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
AABAAAAABAABAAATTEEE
évLYRLAVKWGWFDGI‘ETPDK'{"RANLI‘(KLKT]LMSAFIL I VLGILLTFG/‘\YVKKC‘%LEQT[‘)PN I D+KYFD‘YKRTHILI MKVQY‘CDS L\‘/ I GGG]LAGLR/‘\
f. Max. deviation (see listing)
g. G-factors
Phi-psi _ Tl T
i =
Chi3 & chi4 [
Omega [
Dihedrals  [TTTTTTTITITTTITITT T I I ITITIT] [EENENENEEEEEN NN
Netents FEEFEFEPEEPEEFEFF R R CEEFEEFHEFEEER
Mainchain [T T T T T T T T I T T T T T T T T T LTI T T I T T T T I ] [EENENENEEEEEN NN
Overall [T I T I T T T LT T EEEENEEEENE NN NN
186 195 200 205 210 215 220 225 230 235 240 245 250 255 5 10 15 20

pdb2bs3_06.ps
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°d . Page 13
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
g
g 60 -
£ 40
<
= 204
2
21 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120
Residue number
: b. Absolute deviation from mean of omega torsion
é 10
§ 8
E 6
£ 4
& 2
=
© 21 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
3 o]
£ 07
£ 47
<
g 27
N
21 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
: ‘ ‘ ‘ : CAATEA ‘ ARAAAAAAAAAA AN ‘ : ‘ : ABAAAAAA_ AL :
AVATQQKGLSTIVLSLIPVKRSHSAAAQGGMQASLGNSKMSDGDNEDLHFMDTVKGSDWGCDQKVARMFVNTAPKATRELAAWGVPWTR IHKGDRMAT IN
f. Max. deviation (see listing)
g. G-factors
Phi-psi m I
i pte .
Chi3 & chi4 [T [
Omega [T [
Dihedrals [T T T T T TT T T T T T T I T T T EE T T T T T T T T T T T T T T T I T T T T T IT TTTTTTTTTT
MC angles - EFHHHHHH AR A AR A A
Mainchain [T T T T T T T T I T T T T T T T T T T T T T T T T T T T T T T T T T T I T T T T T T
Overall [T I T I T I T T T I T
21 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120

pdb2bs3_06.ps
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Page 14

Residue properties
pdb2bs3

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

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.

121 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N
1

121 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220
Residue number

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

N A~ N

Zeta abs. mean dev.

121 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220

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

d. Secondary structure & estimated accessibility

e it SAAAVAY " o s’ et

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

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
AAAAAAR /\/\/\/\I_I/\/\/mN_I/\ AAAAAAAAAAAAAATIA AAARA W

T T T T T T T T T T T T
AQKTTITEEDFRHGL IHSRDFGGTKKWRTCYTADATGHTMLFAVANECLKLGVS IQDRKEATAL THQDGKCYGAVVRDLVTGDI IAYVAKGTLIATGGYG

f. Max. deviation (see listing)

+

w g + ++ * + o+ + + H

« wk k% kR wkk ok kk E3 ok
.

g. G-factors

Phi-psi [T

Chil-chi2 H - H
Chil only

Chi3 & chi4
Omega

Dihedrals

MC bonds
MC angles

Mainchain

Overall

pdb2bs3_06.ps
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Page 15

Residue properties
pdb2bs3

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

—_
o
S

80

40
20

Chi-1 abs. mean dev.

221 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N BN

221 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320
Residue number

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

N A~ N

Zeta abs. mean dev.

221 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320

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

d. Secondary structure & estimated accessibility

s A A i S A s 0 ARV

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

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
AAAAAAAAAANTIA FAAA BAANAAAAABIAAAAA AARIA AAAAA

T T T T T T T T T T T T T
RIYKNTTNAVVCEGTGTATALETGIAQLGNMEAVQFHPTPLFPSGILLTEGCRGDGGILRDVDGHRFMPDYEPEKKELASRDVVSRRMI EHIRKGKGVQS

f. Max. deviation (see listing)

+ * *
+ + + o+ + 44+ + ++ Hookg o4 + +*
* *x*#** . kokockok sk ok ok ***#*x#*****
. . i i i

g. G-factors

Phi-psi 1]

Phipsi H W I:,:F | H [NEC N
Chil onl |

Chi3 & chi4 i

Omega

Dihedrals

MC bonds
MC angles

Mainchain

Overall

¢ = cis-peptide

pdb2bs3_06.ps



PROCHECK

Chi-1 abs. mean dev.

Omega abs. mean dev.

Zeta abs. mean dev.

Phi-psi

Chil-chi2
Chil onl;

Chi3 &
Omega

Dihedrals

MC bonds
MC angles

Mainch

Overall

—_
o
S

Page 16

Residue properties
pdb2bs3

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

80 1

401
201

330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420
Residue number

b. Absolute deviation from mean of omega torsion

321

330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420
Residue number

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

N A~ N

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

321 330 335 340 345

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

d. Secondary structure & estimated accessibility

B N NV mmmm s\

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

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
ABEAAAAAAA AAAABAAAAABIAAATIABIA — AAAIAA AAAFABIAA AAA

T T T T T T T T T T T T T T T T T
PYGQHLWLDI S ILGRKHIETNLRDVQE ICEYFAGIDPAEKWAPVLPMQHY SMGGIRTDYRGEAKLKGLFSAGEAACWDMHGFNRLGGNSVSEAVVAGMIV

f. Max. deviation (see listing)

EE 4+
L ExS
I

chi4

ain

pdb2bs3_06.ps
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Page 17

Residue properties
pdb2bs3

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

—_
o
S

80 1

401
201

Chi-1 abs. mean dev.

421

430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505 510 515 520
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N
1

421 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505 510 515 520
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
= 87
S 64
=
£ 47
<
g 27
N
421 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505 510 515 520
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
AAAAAAAAAAAAAAAAA AAAAAAAAAAAAAAAAAIA
éEYFAEHCAI\‘ITQVDILETKT]LEKFVI‘(GQEA‘YNH(S L\‘/ESKG']‘"EDVF]‘( I KNRI\‘/IKDVM]‘)DNVGE FRDGI"HLEKAVKEL]‘EELYKI‘(SKNVé I KNK]‘(LHANI"ELEE/‘\
f. Max. deviation (see listing)
g. G-factors
Phi-psi ] 1.
i - o
Chi3 & chi4 [T I
Omega [T [
Dihedrals  [CTTT T TTTITTT I T I T I T T I T T T I T I T T T T T T T T T T T P T T T T T T T T T T T I T T T T T T T T T T TTITT]
MC angies - EHHH A A A A 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 T LT T T T T T T T T T
Overall [T I T T T T T T T I T T
421 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505 510 515 520

pdb2bs3_06.ps




—_
o
S

Omega abs. mean dev. Chi-1 abs. mean dev.
N R~ O ©

N A~ N

Zeta abs. mean dev.

Phi-psi
Chil-chi2
Chil only
Chi3 & chi4
Omega

Dihedrals

MC bonds
MC angles

Mainchain

Overall

PROCHECK

Page 18

Residue properties
pdb2bs3

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

80 1
60
40
20 A

521 530 535 540 545 550 555 560 565 570 575 580 585 590 595 600 605 610 615 620

Residue number

b. Absolute deviation from mean of omega torsion

521 530 535 540 545 550 555 560 565 570 575 580 585 590 595 600 605 610 615 620

Residue number

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

521 530 535 540 545 550 555 560 565 570 575 580 585 590 595 600 605 610 615 620

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

d. Secondary structure & estimated accessibility

NN ———ee = mm e et VO

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

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

T T T T T T T T T T T T T T T T
YRVPMMLKVALCVAKGALDRTESRGAHNREDYPKRDD INWLNRTLASWPNPEQTLPTLEYEALDVNEME IAPGYRGYGAKGNY I ENPLSVKRQEE IDKIQ

f. Max. deviation (see listing)

+

* + + o+ + +

sk kR k| kkok * T *
. .

=+
w4

pdb2bs3_06.ps




PROCHECK

. d . Page 19
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
<
£ 60
£ 40
<
- 20
2
621 630 635 640 645 650 655 5 10 15 20 25 30 35 40 45 50
Residue number
: b. Absolute deviation from mean of omega torsion
é 10
5 0]
E 6
£ 4
5 21
=
© 61 630 635 640 645 650 655 5 10 15 20 25 30 35 40 45 50
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
% 8
g 6
3 4
<
s 2
N
621 630 635 640 645 650 655 5 10 15 20 25 30 35 40 45 50
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
AAAAAAAARIIAAAAAAAAAAAAAAAAAAAAAAAAAANAAAANATIIIAAAAAA
SELEAAGKDRHATQEALMPYELPAKYKARNERLGDK MGRMLT IRVFKYDPQSAVSKPHFQEYKIEEAPSMTIFIVLNMIRETYDPDLNFD
f. Max. deviation (see listing) .
* 5
t‘t :4: EE Y EE xS ‘f** * ® *x% ::1*: * t ;t * * EEEEY *ri : EX3
g. G-factors
Phi-psi _ T (m [l Il
i ud
Chi3 & chi4 [
Omega [T
Dihedrals  [TTTTTTTTTITTTITTITTITITITTTITTITTITITITIT] [EEEEEEEEEEE NN NN NN
Netenss  FEEFEFEFHFHFHFEAFHFE PR
Mainchain [T TTT T T T T T T TT T T T T IT T T TITTTI] [EEEEEEEEEEEE NN NN
Overall LI I ITTIT T ITTITITIT] EEEEEEEEESEEEEEEEEEE NN NN SN SN NSNS NN NN NN
621 630 635 640 645 650 655 5 10 15 20 25 30 35 40 45 50

pdb2bs3_06.ps



PROCHEC

—_
o
S

80

40
20

Chi-1 abs. mean dev.
N B~ OV ©

Omega abs. mean dev.

N A~ N

Zeta abs. mean dev.

Phi-psi
Chil-chi2
Chil only
Chi3 & chi4
Omega

Dihedrals

MC bonds
MC angles

Mainchain

Overall

K
Page 20

Residue properties
pdb2bs3

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

100 105 110 115 120 125 130 135 140 145 150
Residue number

b. Absolute deviation from mean of omega torsion

55 60 65 70 75 80 8 90 95

100 105 110 115 120 125 130 135 140 145 150
Residue number

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

55 60 65 70 75 80 8 90 95

100 105 110 115 120 125 130 135 140 145 150
Residue number

55 60 65 70 75 80 8 90 95

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

d. Secondary structure & estimated accessibility

e = A A

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

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

/N Al . /\m TEEAAARA AAAA AAAAATIIAAAAAAAAAAAAAAAAAAAAAAAAAAAAAAAATIA

T T T T T
FVCRAGICGSCGMMINGRPSLACRTLTKDFEDGV ITLLPLPAFKL IKDLSVDTGNWFNGMSQRVESWIHAQKEHDI SKLEERIEPEVAQEVFELDRCIEC

f. Max. deviation (see listing)

g. G-factors

IR T BE _mEwE T

T T T T T T T T T T L T T T T T T T T LTI T I T T T T T T AT LTI T
T T e e e e e P P e P P e P TP T PP P P T TP TP PP PP P T TP PP T T IrrTd
A T A T e e P T T e P P T T T T T T P P T P T T T T P P P T T T T T T P P P P T T T T T
[EEEEEEEEEENEEEEEEEEE NN NN NN NN NN
T L e T T T T T T L L T T T
55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150

pdb2bs3_06.ps




PROCHECK

R . d . Page 21
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
g
g 60 -
£ 401
<
= 204
2
155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 5
Residue number
: b. Absolute deviation from mean of omega torsion
é 10
5 0]
E 6
£ 4
5 2
=
© 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 5
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
3 o]
£ 07
£ 47
<
g 27
N
155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 5
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
ALY i AA A £ et e A AL — T A
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
EAA AAABAAAAATAAAATAAAAAAAAAAAAAAA
éCC I A/‘\CGTK EMREDI‘:VGAA‘GLNRV\‘/RFM I [‘)PHDEF‘{TDEDYYEL I C‘iDDDG\‘/ FGCM'}‘LLACI‘—IDVCPI‘(NLPL(‘)SK I A&LRRK]\‘/IVSVN MTNES
f. Max. deviatign (see listing)
7 + 5 *
PRSP SO BN S SO SO SRS :
g. G-factors
Phi-psi [ W I L
Qb m l GSSui o e
i : i - :
Dihedrals  [TTTTTTTITITTTTTITT I I T I T T T I T T T T I I [EEREN
Netexts  FEEFEFFEFEEFEEEPEFEEF R AP T
Mainchain - [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 [EEREN
Overall [T LT T T T T T L L T EREEN
155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 5

pdb2bs3_06.ps




PROCHECK

R .d . Page 22
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
<
£ 60
£ 40
<
= 204
2
6 15 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 omega torsion
é 10
5 0]
E 6
£ 4
D21
=
© 6 15 20 25 30 35 40 45 50 55 60 65 70 75 80 & 90 95 100 105
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
% 8
g 6
3 4
<
s 2
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 |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
AAAAAAAAAANAATARHAR
i LESYSGVT}"ERKKéRMPA]‘(LDWW(‘)SATG]LFLGLI‘:MIGPMFFVS+ I LLG[‘)NVMLV‘VVTKK]‘:ELDF ‘I FEGG]‘(PIVVS‘FLAA]‘:VFAVI‘:IAHAI‘:LANRI‘(FP lN&
f. Max. deviation (see listing)
g. G-factors
Phi-psi _ T
e - TR
i T Eisea
Dihedrals  [TTTTTTTITITTTTITT T I I I T T T T I T I T A T T T T I T T LTI T I
o A B A A A B A MM MM A N R A AR E AN A AR AR A AR ARBARRA S A
Mainchain [T T T T T T T I T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
Overall [T T T T L L T T T T T T
6 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105

pdb2bs3_06.ps
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Page 23

Residue properties
pdb2bs3

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

—_
o
S

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 omega torsion

Omega abs. mean dev.
N
1

106 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205
Residue number

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

N A~ N

Zeta 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 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

AAAAAAAANTAAAA ABAAAAAABIAAAAAAAAAAAAAAAAAA ABAAAA
T T 7 T 7 T T 7 T T T T 7 7 T 7 T T T T
RQYLTFKTHKDLMRHGDTTLWWIQAMTGFAMFFLGS VHLY IMMTQPQT IGPVSSSFRMVS EMWVMWPLYLVLLFAVQLHGS VGLYRLAVKWGWFDGETPDKT

f. Max. deviation (see listing)

+

+ A 44 * * * * + Ok E 4 ++

ko k Rk kkckk ok ok * * % *k ok ok * * * ok koK * d ook ok ok okok ook k%
. . .

4 +++
‘F**‘k**x*

g. G-factors
Phi-psi H H | | [ H,,,I,,,

Chil-chi2
Chil only
Chi3 & chi4
Omega

Dihedrals

MC bonds
MC angles

Mainchain

Overall

i
B
B
i
B
B
i

106
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Residue properties
pdb2bs3

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

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.

206 215 220 225 230 235 240 245 250 255
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N
1

206 215 220 225 230 235 240 245 250 255
Residue number

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

=~ 10
3
= 8
S 6
=
g 4
<
s 2
Q
N T
206 215 220 225 230 235 240 245 250 255
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
AARAAAAARIAATIAA AR
RANLKKLKTLMSAFLIVLGLLTFGAYVKKGLEQTDPNIDYKYFDYKRTHH
f. Max. deviation (see listing)
.
®%  kk k% ® % k% I ii— I I ;t
g. G-factors
Ave
ChiPehia - @8;8@
Chil onl 0.17
Chi3 & chi4 0.35
Omega 0.59
Dihedrals [T T T T T T T T T T T T T T T T T T T T T T TTTTECT] [O 024
C bonds 0.68
MC angles - A A 648
Mainchain [T T T T T T T T T T T T T IT T TTTTEC) O0.57
Overall  [TTTTTII T I T LTI LI T T T I T LI T I LI T LI LI [ 0.37
206 215 220 225 230 235 240 245 250 255
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Main-chain bond lengths

pdb2bs3

C-O

N

C

-N

(except Pro)

(Pro)

1.15 1.19

1488

Kouanbaig

131 135

127

1.23

CA-CB

1.11

1488

Kouanbai

1488

1.22 126 130 1.34 1.38 142 1.46

Kouanbai

120 1.24 1.28 1.32 136 140 1.44

CA-C

CA-C

(except Gly)

(Ala)

(Gly)

e

1488

Kouoanbaig

1.51 1.55 1.59

1.52 1.56 1.60 1.64

140 144 1.48

1.63

1488

Kouanbai]

139 143 147

1488

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)

1.45

149 153 1.57

T
1.41

1.37

1488

Kouanbaig

1.33

1.52

N-CA

156 1.60 1.64

1488

Kouanbai

140 144 148

149 153 1.57

1.61 1.65

1.45

1488

Kouanbaig

1.41

(Pro)

.58

1

1.54

1.50

1.46

1488

Kouanbai

134 138 1.42

1.53 1.57

1.41 145 1.49

1488

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.
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Main-chain bond angles

pdb2bs3

(Pro)

CA-C-N
(Gly)

CA-C-N

CA-C-N

(except Gly,Pro)

126 131

1
121

11 116

106

1

1111

Kouanbaig

1

1111

Kouanbai

121 126 131

116

123

C-N-CA
(Gly)

T
111

1111

Kouanbai

1

C-N-CA
(except Gly,Pro)

O-C-N
(Pro)

136

1
131

16 121

T
111

1111

Kouoanbaig

106

137

127 132

122

T
117

1111

Kouanbai]

107

138

133

128

T
118

T
113

1111

Kouanbaig

108

CA-C-O
(except Gly)

C-N-CA
(Pro)

125 130 135

CB-CA-C
(Ile,Thr,Val)

120

1111

Kouanbaig

105

137

132

127

122

1111

Kouanbai

107

135

'y
120

130

125

115

110

1111

Kouanbaig

105

CB-CA-C
(Ala)

109

119 124

T
114

104

1
99

94

1111

Kouanbaig

i
110

120 125

T
115

105

100

1111

Kouanbai

95

135

i
120

130

125

115

110

1111

Kouanbaig

105

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
pdb2bs3

(Gly)

N-CA-C N-CA-C

(except Gly,Pro)

CB-CA-C
(the rest)

127

122

T
117

107 112

102

1111

Kouanbaig

97

126

101 106 111 116 121

96

1111

Kouanbai

125

105 110 115 120

100

1111

Kouanbai

95

N-CA-CB
(Ile,Thr,Val)

N-CA-CB
(Ala)

N-CA-C
(Pro)

126

111

116

106

101

1111

Kouoanbaig

96

125

[l
110
N-CA-CB
(the rest)

120

T
115

105

100

1111

Kouanbai]

95

126

116

106 111

T
101

1111

Kouanbaig

96

N-CA-CB
(Pro)

125

105 110 115 120

100

1111

Kouanbai

95

1111

Kouanbaig

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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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.
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Main-chain bond lengths
C 1329 N C 1329 N C 1329 N C 1329 N
1.252 1.250 1.251 1.249
A Asp 655 - A Lys 656 C His 254 - C His 255 D Asp 655 - D Lys 656 F His 254 - F His 255
Bonds differing by > 0.05A from small-molecule values. Values shown: "ideal", difference, actual
Main-chain bond angles
N 112 ¢ N 112 ¢ N M2 ¢ N W2 ¢ N U2 ¢ N 118 ¢
CA CA CA CA CA CA
A Asp 82 A Val 195 A Thr 259 A Cys 396 A Trp 397 C Pro 102
N 112 ¢ N 12 ¢ N M2 ¢ N U2 ¢ N 18 ¢
CA CA CA CA CA
D Asp 82 D Val 195 D Cys 396 D Trp 397 F Pro 102
Bond angles differing by > 10.0 degrees from small-molec values. Values shown: "ideal", actual, diff.
Planar groups
CB 2 CB CB CB 28
0.043 0.031 0.030 0.033 0.042 0.031
ATyr 5 A Trp 397 A Tyr 580 B Trp 110 D Tyr 5 D Trp 397
CB CB
0.030 0.033
D Tyr 580 E Trp 110

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