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Ramachandran Plot

pdb2bs4
ol

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] 1760 87.6%
Residues in additional allowed regions [a,b,l,p] 234 11.6%
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

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

Ile (138) Leu (204) Lys (156)
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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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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.

pdb2bs4_03.ps



%-tage of residues in most favoured regions

Bad contacts per 100 residues

Standard deviation (kcal/mol)

PROCHECK

pdb2bsd4

Oa. Ramachandran plot quality assessment

2153). Peptide bond planarity - omega angle sd

Main-chain parameters
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Plot statistics

1.
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Resolution (Angstroms)

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 87.6 71.7 10.0 1.6 BETTER
b. Omega angle st dev 2288 1.2 6.0 3.0 -1.6  BETTER
c. Bad contacts / 100 residues 26 1.1 15.1 10.0 -14 BETTER
d. Zeta angle st dev 2102 0.9 3.1 1.6 -14  BETTER
e. H-bond energy st dev 1534 0.8 1.0 0.2 -1.0 BETTER
f. Overall G-factor 2300 0.3 -0.7 0.3 34 BETTER
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a. Chi-1 gauche minus
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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 272 13.8 25.1 6.5 -1.7 BETTER
b. Chi-1 trans st dev 616 14.3 24.6 53 -2.0 BETTER
c. Chi-1 gauche plus st dev 946 12.6 23.2 4.9 -2.2  BETTER
d. Chi-1 pooled st dev 1834 13.4 24.0 4.8 -2.2  BETTER
e. Chi-2 trans st dev 616 12.5 24.5 5.0 -24  BETTER
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Residue properties
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a. Absolute deviation from mean Chi-1 value (excl. Pro)
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Residue number
: b. Absolute deviation from mean of omega torsion
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c. C-alpha chirality: abs. deviation of zeta torsion
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Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
=\ 2\ \v SN\NNN\S
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions a Most favoured & Allowed [l Generous Il Disallowed
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f. Max. deviation (see listing)
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Residue properties
pdb2bs4

a. Absolute deviation from mean Chi-1 value (excl. Pro)
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Residue number
: b. Absolute deviation from mean of omega torsion
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c. C-alpha chirality: abs. deviation of zeta torsion
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Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
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f. Max. deviation (see listing)
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Residue properties
pdb2bs4

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

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
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f. Max. deviation (see listing)
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Residue properties
pdb2bs4

a. Absolute deviation from mean Chi-1 value (excl. Pro)
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Chi-1 abs. mean dev.
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Residue number

b. Absolute deviation from mean of omega torsion

— N W A W

Omega 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

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

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
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f. Max. deviation (see listing)
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Residue properties
pdb2bs4

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

= 100
S
= 80+
g
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<
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2
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
é 5
= 4
g 3
S 2
& 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
_§ 10
3 o]
£ 07
£ 47
<
g 27
N
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 AAAAAAAAAAAAAAAAAAT
GFNRILGGNS\‘/SEAV\‘/AGMI \‘/GEYFAEHCAI\‘ITQVDILETKTILEKFVkGQEAMS L\‘/ESKG'}‘EDVFI‘( I KNRI\‘/IKDVM]‘)DNVGE FRDGI"HLEK;\VKEL]‘EELYK]‘(
f. Max. deviation (see listing)
g. G-factors
Phi-psi _ [] |
e .
Chi3 & chi4 [T [
Omega [T [
Dihedrals [T T T T T TT TIT I TT C TTT I T I T TT A T PET I TT TITT I TIITIITITTT]
MC angles - EFHHHH AR A 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 I T T T
Overall [T I T T T T T T T T
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Residue properties
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a. Absolute deviation from mean Chi-1 value (excl. Pro)
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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.
[\S)
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

N A~ N

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

ESERER NN\ 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
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f. Max. deviation (see listing)
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100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
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T 80-
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£ 60
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< 20

z

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

s

5 4

]

g 3

£ 2

& 1

g
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Residue number

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

_§ 10

: 6

£ 0]

£ 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

U AAAANA B —

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

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
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f. Max. deviation (see listing)

g. G-factors
Phi-psi | [ T T T ] (1 M
il AR ol BaiERiEERL :
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Dihedrals [T TTTTTTTTTT I T I T I T T I I I T T T I T ITITT T ] T TT T T T I T A T T T T T T
S TS FET P TS S ST EEEEEE S TP Y BT
Mainchain T T T T LT T T T T T T T T T T T TI T I TT]
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Residue properties
pdb2bs4

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

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

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

35 40 45 50 55 60 65 70 75 80 8 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

A T e o e U AR

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

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

TIFIVLNMIRETYDPDLNFDFVCRAGICGSCGMMINGRPSLACRTLTKDFEDGV ITLLPLPAFKL IKDLSVDTGNWFENGMSQRVESWIHAQKEHD I SKLE

f. Max. deviation (see listing)
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pdb2bs4_06.ps
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—_
o
S

Residue properties
pdb2bs4

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

Page 9

80 1
60
40
20 A

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 omega torsion

5 5
o=
= 4
g 3
S 2
& 1
=
© 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
_§ 10
= 8
S 6
=
3 4
<
s 2
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
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
AMAAAAAAAAAAAAAAAATIA AMAAAAAAAAAAAAAAAAAAAIIA AA AA AAAABAAAAATAABARAAAAAAAAAAA
I‘ER I EP]‘E}VAQE\‘/FELDF‘(C I ECéCC I A/—‘\CGTK‘IMRED]‘:VGAA‘GLNRV\‘/RFMI[‘)PHDE]‘(TDEDY‘YELIéDDDG\"FGCM"‘FLLACl‘-lDVCPl‘(NLPLéSK I A‘YLRRK
f. Max. deviation (see listing)
F 8 * 4 :
g. G-factors
Phi-psi | T [ WA H
i T T aiiiined
Chi3 & chi4 T [ [l [ ]
Omega [ [T [ [ [T
Dihedrals  [TTTT T T II T I T IIIIIIIITTT E ITTT TTTT PIT P A T I I T T T T I I T IIIITTIT]
Ne ([T T T T T
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 I T T T T T T
Overall [T T T T T T T L T T T I T I I
135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230

pdb2bs4_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 5
5 Y]
g 3
£ o
51
=
© 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
i 2 A AN NN NN e AAL
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
‘ A AAAABAARAAAAAAAAAAAAA A ‘ AABAAAAAAA AAAAAAAAAAABIARINAR A ‘ :
MVSVN MTNES ILESYSGVTPERKKSRMPAKLDWWQSATGLFLGLFMIGHMFFVST I LLGDNVMLWVTKKFELDF I FEGGKP IVVSFLAAF
f. Max. deviation (see listing)
g. G-factors
Phi-psi _ [T T Oy [T]
il : . it
Chi3 & chi4 [T [ [
Omega [ [ [
Dihedrals [T LTI T T T T T T T T T T AT I I I T T T LTI T T T A T TTITITTTTIT
et FEFF PP A
Mainchain  [TTTT] [EEEEEEEEEEEEE NN NN NN
Overall  [TTTTJ O I L T T L L I TR T T
235 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85

pdb2bs4_06.ps
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. . Page 11
Residue properties
pdb2bsd

100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
g 80
£ 60
£ 40
<
< 20
5

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

Omega abs. mean dev.
[\S)
1

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

Zeta abs. mean dev.

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

AAAAAAAAANAAAAANANBAAAAAAAAAAANAAAATIIA . ANAAAAAAAAA  AAAATIA AAAAAAAAATIAATIA ATAAAAAABAAAAAAAAAAAAAAANAA AN
VFAVFIAHAFLAMRKFP INYRQYLTFKTHKDLMRHGDTTLWWI QAMTGFAMFFLGSVHLY IMMTQPQT IGPVSSSFRMVSEWMWPLYLVLLFAVILHGSV

f. Max. deviation (see listing)

4 + * #
4k + o4+ 44 + P * ok ok + + ok ® x4 # * # +
***__** B **_* **__*_*_**__***_***_»_**___********__**_** * **_**_*******»***_******_*___
i . i i . i . . . i . .

* %
+

+ o+ *
EE *

Eox

* .

Phi-psi

ohipsi o # L<H o H H H [NEEE
Chil onl;

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

pdb2bs4_06.ps



PROCHECK

pdb2bsd

Residue properties

Page 12

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

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.

186 195 200 205 210 215 220 225 230 235 240 245 250 255
Residue number

5 10 15 20

b. Absolute deviation from mean of omega torsion

2 5
e}
= 4
E 3
S 2
& 1
=
© 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
= 87
S 64
=
£ 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
: S\
(/NN AN A NN - D
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
ABA AARAAAAARIAAAAAARIIA
C‘iLYRLAVKWéWFDGl‘ETPDK'{"RANLI‘(KLKT]LMSAFIL I VLGILLTFG/‘\YVKKC‘;LEQT[‘)PN I D+KYFD‘YKRTHILI MKVQY‘CDSL\‘/ I GGG]LAGLR/‘\
f. Max. deviation (see listing)
g. G-factors
ChiPehia e ]
Chil onl
Chi3 & chi4 I
Omega [T
Dihedrals  [CTTTTTTTITT T T T I T I T T I T T T I I T T T T T T T T T T I T I T T T T T T T I T T TTITTTT]
v angies - IEFRHHERHHHRFHFRFAFAFAFF A A E S
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 TR T T T ITTITITT]
Overall [T I T T I T T T T EEEENEEEENEN NN
186 195 200 205 210 215 220 225 230 235 240 245 250 255 5 10 15 20

pdb2bs4_06.ps
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Page 13

Residue properties
pdb2bs4

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

—_
o
S

80 1

401
201

Chi-1 abs. mean dev.

21 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120
Residue number

b. Absolute deviation from mean of omega torsion

— N W A W

Omega abs. mean dev.

21 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Residue number

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

100 105 110 115 120

Zeta abs. mean dev.

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

DAY i L i - 1l AN AVAAVAVA. -

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

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
AAAAAAR AAREA AAN AAAAAAAABAAAAAAAAAAAAAA IIAAAAAA AL

T T T T T T T T T T T T
AVATQQKGLSTIVLSLIPVKRSHSAAAQGGMQASLGNSKMSDGDNEDLHFMDTVKGSDWGCDQKVARMFVNTAPKATRELAAWGVPWTR IHKGDRMAT IN

f. Max. deviation (see listing)

Omega

Phi-psi
Chil-chi2 H H H H n nl
Chil onl; B
[
Dihedrals T
[T
[
[T
[T
7

Chi3 & chi4
MC bonds

MC angles
Mainchain

Overall

pdb2bs4_06.ps
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Residue properties
pdb2bs4

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

— N W A W

Omega 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

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 et SAAAY ol 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/\ AAAAABAAANTAAAAA AAAAANBIA AAARA W

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

f. Max. deviation (see listing)

* * 4k * +
*

+ + * +
JkEk ko okckx kkx ok k *
. i

* *

bt

g. G-factors

Phi-psi O[]

Chil-chi2  [] H n H H n
Chil onl;

Chi3 & chi4
Omega
Dihedrals 1
MC bonds

MC angles
Mainchain

Overall 1

pdb2bs4_06.ps
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Residue properties
pdb2bs4

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

2 5
o
= 4
E 3
S 2
& 1
=
© 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
_§ 10
= 8
QE) 6
3 4
<
s 2
N
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
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
RIYKNTTNAVVCEGTGTATALETGIAQLGNMEAVQFHPTPLFPSGILLTEGCRGDGG I LRDVDGHRFMPDYEPEKKELASRDVVSRRMI EHIRKGKGVQS
f. Max. deviation (see listing)
g. G-factors
Phi-psi _ o T W] = o
e i ol .
Chi3 & chi4 i [ [
Omega [T [T
Dihedrals 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
v sngies - IEFRHHHRHHHRFHFAFAFFH AR AR 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 T T T T T
e T o O R 5 W A W N W W A W A RN S N AN N AR RN N A ARE R RN R AR
221 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320

¢ = cis-peptide

pdb2bs4_06.ps
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Residue properties
pdb2bs4

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

—_
o
S

80 1

401
201

Chi-1 abs. mean dev.

321 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
[\S)
1

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

=~ 10
S
= 8
S 6
=
3 4
<
s 2
N
321 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420
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
PYGQHLWLDI S ILGRKHIETNLRDVQE ICEYFAGIDPAEKWAPVLPMQHY SMGGIRTDYRGEAKLKGLFSAGEAACWDMHGFNRLGGNSVSEAVVAGMIV
f. Max. deviation, (see listing)
+5 *I * * *
g. G-factors
Phi-psi W] l -mREEE o T ]
i ke u e
Chi3 & chi4 11T [ [ [
Omega [T [ [T
Dihedrals [T T T T T T T T I XTI T T T T T T T T T T T T T I T T T T T T T T T T T T I T I T TR LI T T
MC angies - FEFHHAHHAHAA R e
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 TR T T I T
Overall [T T T T T e T T T I T T
321 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420

pdb2bs4_06.ps
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Page 17

Residue properties
pdb2bs4

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

= 100
S
o 80-
B
g 60 -
£ 40
<
= 201
z

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
s
s 4
]
g 3
g 2
& 1
g
O 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
5 o)
E 0]
£ 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

0 Accessible

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

Key:- <™ Helix

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

T T T T T T T T T T T T T
GEYFAEHCANTQVDLETKTLEKFVKGQEAYMKSLVESKGTEDVFKIKNRMKDVMDDNVG I FRDGPHLEKAVKELEELYKKSKNVGIKNKRLHANPELEEA

f. Max. deviation (see listing)

g. G-factors
Phi-psi _ | RN |
e . o
Chi3 & chi4 I [ ]
Omega [T [T
Dihedrals  [TTTTTITITITTTTTITTT T T T T I IT TT TI T T T T T I IIITITTIT TITT TTTTTT]
Neest FEEPEREF PP PR
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 I T T T
Overall EEEEEEEEESEEES NSNS NN SN NSNS NN NN NN NN NN NN N
421 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505 510 515 520

pdb2bs4_06.ps




—_
o
S

Chi-1 abs. mean dev.

— N W A W

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

PROCHECK

Page 18

Residue properties
pdb2bs4

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

80 1

401
201

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 ——— e & 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

AAAAAAAAANAAAAAA  AAATIRIBAA AAAAAATAAAAAAARRIIAAAAATAAAAAAAAAAANAAAAANAAAAAAA  AA A A BABAAAAAAAAAAAAATIAA
YRVPMMLKVALCVAKGALDRTESRGAHNREDYPKRDD INWLNRTLASWPNPEQTLPTLEYEALDVNEME IAPGYRGYGAKGNY I ENPLSVKRQEE IDKIQ

f. Max. deviation (see listing)

+ +
* + 4+ + + + ++ + ++ + ok
* koK ok ok ko kckk kR kR ok kEkckkdokk
. . .

pdb2bs4_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 5
= 4
g 3
£ 2
& 1
=
© el 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
= %]
: 61
£ 47
<
g 27
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
AAAAAAAARIIAAAAAAAAAAAAAAAAAAABMAAAAANAAAAANTIIRIIAAAAA
SELEAAGKDRHATQEALMPYELPAKYKARNERLGDK MGRMLT IRVFKYDPQSAVSKPHFQEYKIEEAPSMTIFIVLNMIRETYDPDLNFD
f. Max. deviation (see listing) .
* 5
ok ok * Ix« *1— t* i E k% : x% E:* 2 * : x: EES S ok **#:x*»‘(g t* * ®
g. G-factors
Phipsi - NE WA R e H m
il 1 I .
Chi3 & chi4 [ [ [ [
Omega [T [T [ [
Dihedrals  [TTTT R TTTTTTTTTTTITITTTTTTTTIITTIIRE] T I T T A T T T T T T T T T T TP I T
Netenss FEEFEFEFEFHEFHFEFEF A PP
Mainchain [T TTTTTTTTT T T T T T T IT T T ITITTTE] [EEEEEEEEEEEE NN NN
Overall LTI T T T T T T I TTITITIITIT TR ] [EEEEEEEEESEEEESEEEEEEENENEEE NN SN SN NN NN NN
621 630 635 640 645 650 655 5 10 15 20 25 30 35 40 45 50

pdb2bs4_06.ps



—_
o
S

80

40
20

Chi-1 abs. mean dev.

— N W A W

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

PROCHECK

Page 20

Residue properties
pdb2bs4

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

55 60 65 70 75 80 8 90 95

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 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

FVCRAGICGSCGMMINGRPSLACRTLTKDFEDGV ITLLPLPAFKL IKDLSVDTGNWFNGMSQRVESWIHAQKEHDI SKLEERIEPEVAQEVFELDRCIEC

f. Max. deviation (see listing)

* + *

g. G-factors
B o T W T =
H :

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

pdb2bs4_06.ps




PROCHECK

R . d . Page 21
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
]
T 80
g
g 60 -
£ 40
<
= 20 A
£
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 5
= 4
g 3
£ 2
& 1
=
© 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
A e AA A e i et AR — 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 AAABAAAAABAABATAAAAAAAAAAAAAAA
éCC I A/‘\CGTK EMREDI‘:VGAA‘GLNRV\"RFM I [‘)PHDEF‘{TDEDYYEL I C‘iDDDG\‘/ FGCM'}‘LLAC}‘—IDVCPI‘(NLPL(‘)SK I A&LRRK]\‘/IVSVN MTNES
f. Max. deviatign (see listing)
8 4 *
seandn arrr o, foah L e e L
g. G-factors
Phi-psi T [ W [ T L
Qb T ] aSEEie it
i i T :
Dihedrals  [TTTTTITITITTTTTITT T I T T I I T T T T T TT T TITIIIITITITITTIIITIITT [EEREN
e ([T T T T T
Mainchain [T T T T T T T I T T T T IT T TTT TT T  T  T T T T T T T IT TTTTTTT) [EEREN
Overall [T T L T T T T T L L L T LT [TTTT)
155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 5

pdb2bs4_06.ps



PROCHECK

. . Page 22
Residue properties
pdb2bsd

100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
é 80 -
£ 60
£ 407
T 201
° 4 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105

Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
[\S)
1

6 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105
Residue number

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

=~ 10
S
= 8
S 6
=
g 4
<
s 2
o]
N
6 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 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
ILESYSGVTPERKKSRMPAKLDWWQS ATGLFLGLFMIGHMFFVST I LLGDNVMLWVTKKFELDF I FEGGKP [ VVS FLAAFVFAVF I AHAFLAMRKFP INY
f. Max. deviation (see listing)
.
* 4 + F 4 k4 + o+ 4+ o+ + s ++ + + o4 + ; + +F 44
Ckkkokok ok kol kokokskskok |k ok sk sksk sk ok skskok | kokokokskok ok skokok Kok * ok k% * % % w ok mok kokok ok sk ko ok |k
g. G-factors
E‘ﬁi{ -SCihi N H H H T H:::# [N
Chil onl;
Chi3 & chi4 [ [ [ [
Omega [ [ [ [T
Dihedrals  [TTTTTITTTITTTTTIT T T I T I I T LT T T T T A T T T T AT T T T T T T
C bonds
MC angles - HH A 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 I T T T T T I T T T TR T
Overall [T LI I LI O T T L L L T R L LT LT T I T LT
6 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105
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Residue properties
pdb2bs4

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

—_
o
S

80

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.
[\S)
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

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

AAAAAAAAAAAAATIA ‘ : AAAARIA AAAAAAAAARAAIA ABAAAAAABAAAAAAAAAAAAAAAAAA_ AA ‘ CANA_ABAAAA
RQYLTFKTHKDLMRHGDTTLWWIQAMTGFAMFFLGS VHLY IMMTQPQT IGPVSSSFRMVS EWVMWPLYLVLLFAV I LHGS VGLYRLAVKWGWFDGETPDKT

f. Max. deviation (see listing)

+ + * * +
* + 4k * * EEES + + * * ® + * * * + F4+F
sk Rk ok xRk skook kokk Rk mokokkok Rk ok Rk Kok * sk kR Rokokok kR ok kokor kokokokok ok ok ok kokox Rk ok Rk
. i . i i . i . . . i . .

Phi-psi

Phipsi H o H o H [N
Chil only

Chi3 & chi4
Omega

Dihedrals

MC bonds
MC angles

Mainchain

Overall
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Residue properties
pdb2bs4

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.
[\S)
1

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

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

N A~ N

Zeta abs. mean dev.

SANANNNANNN

Key:- <™ Helix

AABAAAAARAAAAAABIIA

T T T T T T T T T T
RANLKKLKTLMSAFLIVLGLLTFGAYVKKGLEQTDPNIDYKYFDYKRTHH

f. Max. deviation (see listing)

+ +++ +
* **#_*_:1:**

g. G-factors

Chil-chi2

Phi-psi T

Chil onl;

Chi3 & chi4

Omega

Dihedrals

MC bonds
MC angles

Mainchain

Overall

206 215 220 225 230 235 240 245 250 25|5
Residue number

d. Secondary structure & estimated accessibility

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

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

0 Accessible

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

(Pro)

Main-chain bond lengths
pdb2bs4

-N

(except Pro)

PROCHECK

27 1.31 1.35

1.27

1.23

CA-CB
(Ala)

1.15 1.19

1.52 1.56 1.60 1.64

N-CA
(except Gly,Pro)

L

1259

Kouanbaig

1.11

1259

Kouoanbaig

41 145 149 153 1.57

1.41

1.37

140 144 1.48

1259

Kouanbaig

1.33

CA-C
(Gly)

'l

1.51 1.55 1.59 1.63

CA-CB
(the rest)

1259

Kouanbai

1.22 126 130 1.34 1.38 142 1.46

1259

Kouanbai]

1.56 1.60 1.64

0 154 1

|

1.52
N-CA
(Pro)

1.39 143 1.47

1259

CA-C
(except Gly)

Kouanbai

1.40 144 1.48

1259

Kouanbai

|

CA-CB

T
(Ile,Thr,Val)

1259

Kouanbai

120 1.24 1.28 1.32 136 140 1.44

1259

Kouanbaig

140 1.44 148 1.52 1.56 1.60 1.64

1259

1.61 1.65

e

1.49 1.53 1.57

1.45

Kouanbaig

1.41

1259

Kouanbaig

8

5

42 146 1.5

1.34 1.38 1.42

141 145 149 153 1.57

1.33 1.37
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 angles

pdb2bsd

(Pro)

CA-C-N
(Gly)

CA-C-N

CA-C-N

(except Gly,Pro)

126 131

1
121

11 116

106

1

968

Kouanbaig

1

968

Kouanbai

116 121 126 131

T
111

968

Kouanbai

1

O
N
@
—
mokl
o
_
5 S
<~ -
>
J% -
Z % o
NS5y
C Q O
> —
9 —
1=
-
O
- =
K
Kouoanbaig
~
Ly
=2
[\l
moll
@
=
B
- a
N N
7 S——— a
O ~
=
N
|
—
—
& =
K
Kouanbai]
[ele)
N
o
o
makl
g
o0
= o
N =
1 P \\\\\\\\\\\\\\\\\\\\\\\\\\\\ on
=
C & Ilu
o3 M ————
>
L L
-
o
12
=
[ele)
- =
\O
N

Kouanbaig

CA-C-O

C-N-CA

C-N-CA

(except Gly)

(Pro)

(Gly)

125 130 135

120

968

Kouanbaig

105

968

Kouanbai

135

!
120

130

125

115

110

968

Kouanbaig

105

CB-CA-C

(Ile,Thr,Val)

CB-CA-C

(Ala)

*1 i
09

119 124

T
114

104

1
99

968

Kouanbaig

94

i
110

120 125

T
115

105

100

968

Kouanbai

95

135

Fi
120

130

125

115

110

968

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

pdb2bsd

(Gly)

N-CA-C N-CA-C

(except Gly,Pro)

CB-CA-C
(the rest)

127

107 112 117 122

102

968

Kouanbaig

97

126

101 106 111 116 121

96

968

Kouanbai

125

105 110 115 120

100

968

Kouanbai

95

N-CA-CB

N-CA-CB

N-CA-C

126

(Ile,Thr,Val)

968

Kouoanbaig

101 106 111 116 121

96

125

120

115

(Ala)
[l

968

Kouanbai]

100 105 110

95

126

(Pro)

106

968

Kouanbaig

116 121

111

101

96

N-CA-CB
(the rest)

N-CA-CB
(Pro)

125

105 110 115 120

100

968

Kouanbai

95

118

98

93

968

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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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
1.256 1.251 1.256 1.251
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 12 ¢ N M2 ¢ N N8 ¢ N U2 ¢ N 112 ¢
CA CA CA CA CA CA
A Ala 121 A Thr 259 A Trp 397 C Pro 102 D Ala 121 D Thr 259
N 111.2 C N 111.8 C
CA CA
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 CB 42 CB CB e
0.046 0.035 0.045 0.035 0.032 0.032
ATyr 5 A Tyr 370 A Trp 397 A Tyr 580 B Tyr 196 C Trp 126
CB CB 12 CB CB E
0.046 0.035 0.045 0.035 0.032 0.032
D Tyr 5 D Tyr 370 D Trp 397 D Tyr 580 E Tyr 196 F Trp 126

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