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Plot statistics

Residues in most favoured regions [A,B,L] 1810
Residues in additional allowed regions [a,b,l,p] 186
Residues in generously allowed regions [~a,~b,~l,~p] 10
Residues in disallowed regions 6
Number of non-glycine and non-proline residues 2012
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 2302
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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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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

pdb2bs2

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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Asp (136)

Asn (76)

Chi1-Chi2 plots
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Arg (124)
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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.

pdb2bs2_03.ps



PROCHECK

Page 2
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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Oa. Ramachandran plot quality assessment

2153). Peptide bond planarity - omega angle sd

Main-chain parameters

20 A
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Standard deviation (degrees)

%-tage of residues in most favoured regions
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Resolution (Angstroms)

3.0

35 4.0

1.
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d. Alpha carbon tetrahedral distortion

60
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20 A

Bad contacts per 100 residues
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e. Hydrogen bond energies
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f. Overall G-factor
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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. %-tage residues in A, B, L 2012 90.0 86.1 10.0 0.4  Inside
b. Omega angle st dev 2288 1.2 6.0 3.0 -1.6 BETTER
c. Bad contacts / 100 residues 14 0.6 2.4 10.0 -0.2  Inside
d. Zeta angle st dev 2102 0.9 3.1 1.6 -1.4  BETTER
e. H-bond energy st dev 1536 0.7 0.8 0.2 -0.1  Inside
f. Overall G-factor 2302 0.4 -0.3 0.3 2.2 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 259 10.8 16.1 6.5 -0.8  Inside
b. Chi-1 trans st dev 625 13.0 17.4 5.3 -0.8  Inside
c. Chi-1 gauche plus st dev 952 10.0 15.9 4.9 -1.2 BETTER
d. Chi-1 pooled st dev 1836 11.3 16.5 4.8 -1.1  BETTER
e. Chi-2 trans st dev 644 10.4 19.2 5.0 -1.8  BETTER
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Residue properties
pdb2bs?2

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 B~ N 0

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

= 5
3
- 4
S 3
g
3 2
<
s 1
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
) — N\/\/ W= \\\ SAVA VAV AV A
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 | |
il i n
Chi3 & chi4 I [T
Omega [ [
Dihedrals [T T T T T T T T T P T P P T T T T T P P T T T T T T T T P T T T T
v angies - HEERHHFRHHHRFHFRFAFFH AR A A A A A A AR
Mainchain [T T T T T T T I T T T T T T T T T T T T T T T
Overall [T I T L T T I T I T T I 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
pdb2bs?2

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

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.

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 W A~ W

Zeta abs. mean dev.

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

Dihedrals

MC bonds
MC angles

Mainchain

Overall

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 SAVAVAVAY ™ ol 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 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)

*

g. G-factors
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[EEEEEEEEEEEEEEEEEEEE NN NN NN NN
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105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200
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Residue properties
pdb2bs?2

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

= 5
3
- 4
S 3
=
3 2
<
s 1
N
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 AABIAA AAAAAAABAAAAAA
TGDI IAYVAKGTLIATGGYGRIYKNTTNAVVCEGTGTAIALETGIAQLGNMEAVQFHPTPLFPSGILLTEGCRGDGGI LRDVDGHRFMPDYEPEKKELAS
f. Max. deviation (see listing)
g. G-factors
Phi-psi . e W [N : | 7
i . . s
Chi3 & chi4 i [ [
Omega [T [
Dihedrals [T T TR T T T T T T R R T T T T T T
MC angies - EHHH A A A A A A A
Mainchain [T T T T
T o O S W W A W A W S N AW W AR RE N A A RN R RN R AR
205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300

¢ = cis-peptide
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Residue properties
pdb2bs?2

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 W A~ W

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

A R N = m— = s

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
RDVVSRRMIEHIRKGKGVQSPYGQHLWLDIS ILGRKHIETNLRDVQEICEYFAGIDPAEKWAPVLPMQHY SMGGIRTDYRGEAKLKGLFSAGEAACWDMH

f. Max. deviation (see listing) .

Phi-psi

Chil-chi2 - H u na H [ H u HE:
Chil onl;

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall
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Residue properties
pdb2bs?2

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

f. Max. deviation (see listing)

Phi-psi

Chil-chi2 H -
Chil only

Chi3 & chi4
Omega

Dihedrals

[T
MC bonds [
MCangles [

[T
[T

Mainchain

Overall
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Residue properties
pdb2bs?2

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

—_
o
S

80 1

401
201

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

= 5
3
- 4
S 3
g
3 2
<
s 1
N
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
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions a Most favoured & Allowed [l Generous Il Disallowed
SKNVGIKNKRLHANPELEEAYRVPMMLKVALCVAKGALDRTESRGAHNREDYPKRDD INWLNRTLASWPNPEQTLPTLEYEALDVNEME IAPGYRGYGAK
f. Max. deviation (see listing)
g. G-factors
Phi-psi m ] |
(il o i
Chi3 & chi4 Il [l
Omega [T [T
Dihedrals [T T T T T T TR T T T T P T e T T T T T T T P T T T T T T T TP T T T T
v sngies - HEFRHHHRHHHRFHFRFAFFH 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 T T
Overall [T I T T e T T I R T T T T
505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 580 585 590 595 600
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pdb2bs2
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
]
T 80-
<
£ 60
2 401
<
< 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
z 10
= 81
]
g 6
£ 4
5 21
g
© 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

= 5
3
= 47
g 34
=
£ 27
<
g 1
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
= 5 NANA/NEENNR B —
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
GNYIENPLSVKRQEEIDKIQSELEAAGKDRHAIQEALMPYELPAKYKARNERLGDK MGRMLT IRVFKYDPQSAVSKPHFQEYKIEEAPSM
f. Max. deviation (see listing)
T :4: ok ok ko *I* ® I* * A:I * Z * 1— EEE *z :***I * : * * *
g. G-factors
E}ﬁﬂhiz H>7J ] o o
Chil onl
Chi3 & chi4 [T
Omega [T
Dihedrals  [CTTTTTTTITTITITITIITIIIT I T T I T T T T I T T TTTITTTITTT] AT T T A T T I I T T T ITTTTT
MC angies - FHHH A A
Mainchain [T T T T T T T T T T T T T T T ITTTTTTTT TTTTT ITTTTTTTTTTTTITTTE] T T T T T T T T T TTTT
Overall [T L L T T T LT T TR EENENEENESEEEENEEEENE NN AN NN
605 610 615 620 625 630 635 640 645 650 655 5 10 15 20 25 30
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80
60
40
20

Chi-1 abs. mean dev.

Omega abs. mean dev.
N

— N W A~ W

Zeta abs. mean dev.

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

Dihedrals

MC bonds
MC angles

Mainchain

Overall

Page 8

Residue properties
pdb2bs?2

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 o | ot e U A

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)
4

SI‘ : *:* 1— **:#I: ;**:l—** 4«1’1«**: * ok 1— : *

g. G-factors

H N T - T

H
T I T T T T I P T T T T T T T T I T T T T T T T T T T T T T I IT I T ITITTTIITITT
T T e e e e PP e P P e TP T P P P TP T PP PP P P TP TP PP TTTIrrTd
A T e e e A T 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 P T P P P T T T T
[EEEEEEEEEEEEEEEEEEEE NN NN NN NN
T T T T T T T e T T T T T T T LTI
35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130

pdb2bs2_06.ps
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Residue properties
pdb2bs?2

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

—_
o
S

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

Omega abs. mean dev.
N BN

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

— N W A~ W

Zeta 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 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

AAAAANAAAAANAAAAAAAIA. _AAAAAA AAAABIAAAA AA _AAAAAAAAAAAAAAAAAAAAAATIEL BAA AA  AAAARAAAAARIAAAAIAAAAAANAAAA
ERTEPEVAQEVFELDRCIECGCCIAACGTKIMREDFVGAAGLNRVVRFMIDPHDERTDEDYYEL I GDDDGVFGCMTLLACHDVCPKNLPLQSKIAYLRRK

f. Max. deviation (see listing)

Chi3 & chi4
MC bonds

Omega
MC angles

Phi-psi
: ST
Chil onl; H ‘
1 |
Dihedrals [T [
[T |
1 |
[T I
[T I
16

Mainchain

Overall

pdb2bs2_06.ps
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°d . Page 10
pdb2bs2
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
]
T 80-
<
£ 60
£ 40
<
< 20
z
235 240 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
z 10
s 8
]
g 6
£ 4
& 2
g
© 235 240 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

= 5
3
- 4
S 3
=
3 2
[s
s 1
Q
N
235 240 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
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions a Most favoured & Allowed [l Generous Il Disallowed
AAAABAAAAAAAAAAAAAAAA AAAAAAAAAAAASARIAR
MVSVNM MTNEélLES+SGVTEERKKéRMPAkLDWWéSATGLFLGL%MIGHMFFVS+lLLGbNVMLWVTKK#ELDFiFEGGkPlVVéFLAA
f. Max. deviation (see listing)
;ﬁ A
I*i_ ___: _____ *:__**_*::_I*___*_***____**___*_*__»*_¥$:¥» t*_i* i * **I*_ *I Y
g. G-factors
Phipsi [T B
e alta EaiaEriEa et
Chi3 & chi4 T I [
Omega [T [ [
Dihedrals [T ] T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
Mc angies  EEEEIH] e A A A A A A A A A A A A A A A
Mainchain  [TTTTI] 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 T T T TTTTT
Overall  [TTTM] O T T T L R T I
235 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80

pdb2bs2_06.ps
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Residue properties
pdb2bs?2

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

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.

8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N
1

8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180
Residue number

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

— N W A~ W

Zeta abs. mean dev.

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

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

AAAAAAAANTAAAA ABAAAAANBIAABIAAAAAAAAAAAAAAA
i T i T T T T T T 7 T T 7 T T T T 7 T T
FVFAVF I AHAFLAMRKFP INYRQYLTFKTHKDLMRHGDTTLWWI QAMTGFAMFFLGSVHLY IMMTQPQT IGPVS S SFRMVS EWMWPLYLVLLFAVELHGS

f. Max. deviation (see listing)

* + +

+ T * + *

#****‘F****##*****x***x*
i . . .

g. G-factors

Phi-psi

Chil-chi2 :# H H [ [ [TH
Chil onl;

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

pdb2bs2_06.ps
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R . d . Page 12
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
<
£ 60
£ 40
<
- 20
2
185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 5 10 15
Residue number
: b. Absolute deviation from mean of omega torsion
é 10
5 0]
E 6
£ 4
5 2
=
© 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 5 10 15
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 5
= 4
QE) 3
3 2
<
s 1
N
185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 5 10 15
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
MNASUNANNANNANAR R =/
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
AABAAAAATAAAAAATTIER
\‘/GLYR]LAVKWGWFDGE‘lTPDK"‘FRANLI‘(KLKTILMSAFIL I VLGILLTFGAYVKKG‘LEQTI‘)PN I DY‘KYFD&KRTH]‘E MKVQ&CDS L\‘/ I GGGI“AGLR
f. Max. deviation (see listing)
g. G-factors
Phi-psi HEN | T
i =
Chi3 & chi4 [
Omega [
Dihedrals  [TTTTTITITITTTTTITT I I [T T
Netents  FEEFEFFEFFEFEEFEFFEFEFEEF PP FEEFHFHEFHF
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 I T T T T I T LTI
Overall [T T I T L T T EEEENEEEENENNEREENE|
185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 5 10 15

pdb2bs2_06.ps




PROCHEC

—_
o
S

80
60
40
20

Chi-1 abs. mean dev.

Omega abs. mean dev.
N

— N W A~ W

Zeta abs. mean dev.

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

Dihedrals

MC bonds
MC angles

Mainchain

Overall

K
Page 13

Residue properties
pdb2bs?2

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

20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115
Residue number

b. Absolute deviation from mean of omega torsion

20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115
Residue number

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

20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115

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

d. Secondary structure & estimated accessibility

A i £ itV A AA A A ARV

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

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
AAREA ANAAAAAAAAAA AAEL ABAAAAAA

T T T T T T T T T T T T T T T T T
AAVATQQKGLSTIVLSLIPVKRSHSAAAQGGMQAS LGNSKMSDGDNEDLHFMDTVKGSDWGCDQKVARMFVNTAPKATRELAAWGVPWTR IHKGDRMAT I

f. Max. deviation (see listing)

* + o+ oo+
* * + ++ + + +F 0% ok
VR ok ok ek kR k) ® o0k L. ®k o o® ok ® o ok%k ok ok ok ok *®k k% ® 0k ok
i . .
g. G-factors

pdb2bs2_06.ps
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Residue properties

pdb2bs2

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

80
60
40
20

Chi-1 abs. mean dev.

Residue number

120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.

Residue number

120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215

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

— N W A~ W

Zeta abs. mean dev.

120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215

Residue number

d. Secondary structure & estimated accessibility

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

Phi-psi
Chil-chi2
Chil onl;
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

Chi3 & chi4

S — O\ 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
AAAAANT AAATA [

T T T T T T T T T T T T T
NAQKTTITEEDFRHGL IHSRDFGGTKKWRTCYTADATGHTMLFAVANECLKLGVS IQDRKEATAL THQDGKCYGAVVRDLVTGDI ITAYVAKGTL IATGGY

f. Max. deviation (see listing)

+ o+ + + * +
LUk R x k% U .

g. G-factors
.

\
I
\
\

T T T T T T T T T T T T T T T T T ‘\
120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210

pdb2bs2_06.ps
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o
S

Chi-1 abs. mean dev.
N B~ OV ©

Omega abs. mean dev.

Zeta abs. mean dev.

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

Dihedrals

MC bonds
MC angles

Mainchain

Overall

PROCHECK
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Residue properties
pdb2bs?2

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

80 1
60
40
20 A

220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315

Residue number

b. Absolute deviation from mean of omega torsion

220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315

Residue number

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

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

I
I
\
\
: I
220 225 230

300 305 310 315

Residue number Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

PN n/2 e R\

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

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

GRIYKNTTNAVVCEGTGTATALETGIAQLGNMEAVQFHPTPLFPSGILLTEGCRGDGG I LRDVDGHRFMPDYEPEKKELASRDVVSRRMIEHIRKGKGVQ

f. Max. deviation (see listing)

+ + + *
* .*.,.*..* *** *** ...........................

g. G-factors

¢ = cis-peptide

pdb2bs2_06.ps
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Residue properties
pdb2bs?2

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

80
60
40
20

Chi-1 abs. mean dev.

320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415

Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.

320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415

Residue number

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

— N W A~ W

Zeta abs. mean dev.

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

Dihedrals

MC bonds
MC angles

Mainchain

Overall

320 325 330 335 340 345 350 355 360 365 370 375

380 385 390 395 400 405 410 415

Residue number Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

e e e et AR

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
SPYGQHLWLDI S ILGRKHIETNLRDVQE ICEYFAGIDPAEKWAPVLPMQHY SMGG IRTDYRGEAKLKGLFSAGEAACWDMHGFNRLGGNSVSEAVVAGMI

f. Max. deviation, (see listing)
45+

pdb2bs2_06.ps
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Residue properties
pdb2bs?2

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

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.

420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505 510 515
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N BN

420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505 510 515
Residue number

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

= 5
3
- 4
S 3
=
3 2
<
s 1
N
420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505 510 515
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
AAAAAAAAAAAAAAAAAAT
\‘/GEYF/‘\EHCAI‘\ITQVD]LETKTLEKFVkGQEAMS L\"ESKG"‘FEDVFI‘( I KNRJ\"I](DVM]‘)DNVG{ FRDGI"HLEK/‘\VKEL]‘EELYKI‘(SKNVé I KNKF‘(LHANI"ELEE
f. Max. deviation (see listing)
4 .
g. G-factors
E}ﬁﬂhiz H - n
Chil onl;
Chi3 & chi4 [
Omega [T
Dihedrals  [CTTT T TTTITT T I T I T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T I T T T T I T I T T T I T
NS (L L LG L
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 T T
Overall [T I L I T T L T L T T O L T O L T T
420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505 510 515

pdb2bs2_06.ps
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Residue properties
pdb2bs?2

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

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.

520 525 530 535 540 545 550 555 560 565 570 575 580 585 590 595 600 605 610 615
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N BN

520 525 530 535 540 545 550 555 560 565 570 575 580 585 590 595 600 605 610 615
Residue number

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

Zeta abs. mean dev.

520 525 530 535 540 545 550 555 560 565 570 575 580 585 590 595 600 605 610 615

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

d. Secondary structure & estimated accessibility

MANANNN— e = mm S 1 n RN

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

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

T T T T T T T T T T T T T T T T
AYRVPMMLKVALCVAKGALDRTESRGAHNREDYPKRDD INWLNRTLASWPNPEQTLPTLEYEALDVNEME IAPGYRGYGAKGNY I ENPLSVKRQEE IDKI

f. Max. deviation (see listing)

+
* + ++ o4 * + 4+ * + *

L okck ke wokoR kR ok ok kokokok R k k& * * ok k EE

. . . . i .

g. G-factors

Phi-psi [T

Chil-chi2 H H
Chil onl;

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

pdb2bs2_06.ps
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Residue properties
pdb2bs?2

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

= 100
S
= 801
<
£ 60
£ 40
<
= 204
2
620 625 630 635 640 645 650 655 5 10 15 20 25 30 35 40 45 50
Residue number
: b. Absolute deviation from mean of omega torsion
é 10
5 °]
E 6
g 41
D 2
E
© 620 625 630 635 640 645 650 635 5 10 15 20 25 30 35 40 45 50
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 5
= 4
QE) 3
3 2
<
s 1
N
620 625 630 635 640 645 650 655 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
A — N Bl L
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
AAAAAAAABIIAAAAAAAAAAAAAAAAAAAAAAAAAANAAAAANTIIIAAAAA
QSELEAAGKDRHATQEALMPYELPAKYKARNERLGDK MGRMLT IRVFKYDPQSAVSKPHFQEYKIEEAPSMTIFIVLNMIRETYDPDLNF
f. Max. deviation (see listing)
* 4
‘k;\t* * -‘it* * X: * : * I ok ok ‘FI :*‘**1— * : * * * * k% **§ E B
g. G-factors
Phi-psi T BT n m
i i
Chi3 & chi4 [
Omega [
Dihedrals  [TTTTTITITITTTTTTITTIITITITITTITTTTITTIITT] (AT T T T I T T T T T T T
MC angies - FEFHHHH A EMARERRANMAREANANMANMANANNANMSNARRANSARAANANSARANRAN
Mainchain [T TTT T T T T I T T T T T T T T I T I T T TITTTTI] [EEEENEEEEEEEE NN NN R R RN
Overall [T T T I I T T T IR O I T I L T T
620 625 630 635 640 645 650 655 5 10 15 20 25 30 35 40 45 50

pdb2bs2_06.ps
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Residue properties
pdb2bs?2

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

—_
o
S

80

40
20

Chi-1 abs. mean dev.

54 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N BN

54 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150
Residue number

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

— N W A~ W

Zeta abs. mean dev.

54 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

i ol 0 ot~ 8 A 22—

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

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

DFVCRAGICGSCGMMINGRPSLACRTLTKDFEDGVITLLPLPAFKL IKDLSVDTGNWFNGMSQRVESWIHAQKEHDI SKLEERIEPEVAQEVFELDRCIE

f. Max. deviation (see listing)

* * * * 4k +
i i I I

g. G-factors

Phi-psi . BN _EEN M o T [T
Chil-chi2
Chil only
Chi3 & chi4
Omega

Dihedrals

MC bonds
MC angles

Mainchain

Overall

pdb2bs2_06.ps
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Residue properties
pdb2bs?2

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

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.

154 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N BN

154 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240
Residue number

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

= 5
3
- 4
g 3
=
3 2
<
s 1
N
154 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
AN AN AN A A A S
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
: A AAAAIAAAA ‘ : ‘ HAA £ AM/WN\A/WNVWVWWWMVVVL _AA
CGCCIAACGTKIMREDFVGAAGLNRVVREMIDPHDERTDEDYYEL I GDDDGVFGCMTLLACHDVCPKNLPLQSKIAYLRRKMVSVNM MTN
f. Max. deviation (see listing) .
8 5 *
e 3 :*: -2 T S 1 T :% et To tes
g. G-factors
Phi-psi W H N
Bile : j izite.s - %
Chi3 & chi4 i i i i i
Omega [1 [1 [1 [1 [
Dihedrals [T T T T T R T T T T T T T T ] N
B B
Mainchain [T T T T T T T T T N
Overall [T I I LT T T T T T T T T LT N
154 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240

pdb2bs2_06.ps
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S

80

40
20

Chi-1 abs. mean dev.

Zeta abs. mean dev.

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

Dihedrals

MC bonds
MC angles

Mainchain

Overall

PROCHECK
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Residue properties
pdb2bs?2

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

4 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
1

4 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

4 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100

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

d. Secondary structure & estimated accessibility

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

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

AAAAAAAAAAANBINTIFAR
T T T T 7 T 7 T T T T T 7 T T T T i T 7
ESILESYSGVTPERKKSRMPAKLDWWQSATGLFLGLFMIGHMFFVST I LLGDNVMLWVTKKFELDF I FEGGKP 1VVSFLAAFVFAVF I AHAFLAMRKFP I

f. Max. deviation (see listing)

* H ok ok ok % * # kkokk

pdb2bs2_06.ps
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Residue properties
pdb2bs?2

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

—_
o
S

80
60
40
20

Chi-1 abs. mean dev.

104 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N
1

104 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200
Residue number

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

— N W A~ W

Zeta abs. mean dev.

104 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200

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

d. Secondary structure & estimated accessibility

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

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

AAAAAAAAAIANAAA ABAAAAAABIANAIAAAAAAAAAAAAAAA ABAA
7 T 7 T 7 T 7 T 7 T T T T T T T T 7 T T
NYRQYLTFKTHKDLMRHGDTTLWWIQAMTGFAMFFLGS VHLY IMMTQPQT IGPVSSSFRMVS EWMWPLYLVLLFAVELHGS VGLYRLAVKWGWFDGETPD

f. Max. deviation (see listing)

Phi-psi

Phipsi :# H H H T H>,,I,
Chil onl;

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

pdb2bs2_06.ps
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R . d . Page 24
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
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Main-chain bond lengths

pdb2bs2
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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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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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Distorted geometry
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Main-chain bond lengths
C 1329 N C 1329 N C 1329 N C 1329 N C 1329 N C 1329 N

A Asp 655 - A Lys 656 B Asn 239 - B Met 240 C His 254 - C Glu 255 D Asp 655 - D Lys 656 E Asn 239 - E Met 240 F His 254 - F Glu 255

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

Main-chain bond angles

CA CA CA CA CA CA
A Asp 82 A Thr 259 A Cys 396 A Trp 397 A Met 399 B Cys 65
N 18 ¢ N 12 ¢ N Iz ¢ N U2 ¢ N Il2 ¢ N U2 ¢
CA CA CA CA CA CA
C Pro 102 D Asp 82 D Thr 259 D Cys 396 D Trp 397 D Met 399

N 118
97.5

CA
F Pro 102

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

Planar groups

-

‘B

CB B CE CB
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0.040 0.033 0.035 0.158 0.039 0.039
ATyr 5 A Trp 397 B Trp 110 C Glu 180 D Tyr 5 D Trp 397
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Distorted geometry
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Planar groups (contd)

| \ |/

CG

cB!

~
0.034 0.142
E Trp 110 F Glu 180

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