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Plot statistics

Residues in most favoured regions [A,B,L] 1745
Residues in additional allowed regions [a,b,l,p] 195
Residues in generously allowed regions [~a,~b,~l,~p] 18
Residues in disallowed regions 2
Number of non-glycine and non-proline residues 1960
Number of end-residues (excl. Gly and Pro) 56
Number of glycine residues (shown as triangles) 190
Number of proline residues 86
Total number of residues 2292

Based on an analysis of 118 structures of resolution of at least 2.0 Angstroms

and R-factor no greater than 20%, a good quality model would be expected

to have over 90% in the most favoured regions.
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Ramachandran plots for all residue types
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Ramachandran plots for all residue types
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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
1qlb
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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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Asp (134)
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Chi1-Chi2 plots
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Arg (122)
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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.
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20 A

Oa. Ramachandran plot quality assessment 2153)

20

15

Standard deviation (degrees)

%-tage of residues in most favoured regions

10 15 20 25
Resolution (Angstroms)

35 4.0

; 8 Measure of bad non-bonded interactions

60
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30 4

20 A

Bad contacts per 100 residues

10

1.0 1.5 20 25
Resolution (Angstroms)

35 4.0

e. Hydrogen bond energies

2.0

Standard deviation (kcal/mol)

1.0
0.5
0.0

-0.5

G-factor

-1.5

10 15 20 25
Resolution (Angstroms)

35 4.0

Plot statisti

No. of  Parameter

Zeta angle standard dev. (degrees)
)
2

-1.01

-2.0

Main-chain parameters

. Peptide bond planarity - omega angle sd

1.0 1.5 20 25 30 35 40
Resolution (Angstroms)

d. Alpha carbon tetrahedral distortion

1.0 1.5 20 25 30 35 40
Resolution (Angstroms)

f. Overall G-factor

1.0 1.5 20 25 30 35 40
Resolution (Angstroms)
CS

Comparison values No. of
Typical Band  band widths

Stereochemical parameter data pts value value  width  from mean

a. %-tage residues in A, B, L 1960 89.0 79.4 10.0 1.0  Inside

b. Omega angle st dev 2242 1.2 6.0 3.0 -1.6 BETTER
c. Bad contacts / 100 residues 22 1.0 8.0 10.0 -0.7  Inside

d. Zeta angle st dev 2052 0.9 3.1 1.6 -1.4  BETTER
e. H-bond energy st dev 1495 0.7 0.9 0.2 -0.7  Inside

f. Overall G-factor 2292 0.3 -0.5 0.3 2.9 BETTER

1qlb_04.ps




PROCHECK

Standard deviation (degrees) Standard deviation (degrees)

Standard deviation (degrees)

50

50

Side-chain parameters
1qlb

a. Chi-1 gauche minus

10 15 20 25 30 35 40
Resolution (Angstroms)

c. Chi-1 gauche plus

0 15 20 25 30 35 40
Resolution (Angstroms)

—_

. Standard deviation of Chi-2 trans angle

10 15 20 25 30 35 40
Resolution (Angstroms)

Standard deviation (degrees)

Standard deviation (degrees)

50

b. Chi-1 trans

40 -

30 1

20 1

10

1.0

T
1.5

20 25 30 35 4.0

Resolution (Angstroms)

d. Chi-1 pooled standard deviation

—_—

.0

T
1.5

20 25 30 35 40
Resolution (Angstroms)

1qlb

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 256 11.9 21.1 6.5 -1.4  BETTER
b. Chi-1 trans st dev 629 13.9 21.4 53 -14  BETTER
c. Chi-1 gauche plus st dev 905 11.7 20.0 4.9 -1.7 BETTER
d. Chi-1 pooled st dev 1790 12.5 20.7 4.8 -1.7 BETTER
e. Chi-2 trans st dev 620 12.1 22.2 5.0 -2.0 BETTER
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Residue properties
1qlb

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
1

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
g
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
N\ \ A VA VA VAV
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 _ i
(il m i -
Chi3 & chi4 I I [T
Omega [T [ [
Dihedrals [T T T T T T T T T T T TP T T T T T T T TP P T T T T T T T P T T T T
v sngies - FEERHHHRHHHRFHFRFAFFH AR 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 T T T T T
Overall [T I T T T I T T 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
1qlb

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

—_
o
S

80 1

401
201

Chi-1 abs. mean dev.

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

b. Absolute deviation from mean of omega torsion

105 110 11 130 135 140 145 150 155 160 165 170 175 180
Residue number

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

Omega abs. mean dev
RN =

Zeta abs. mean dev
RN =
1 1 1 1

105 110 115 130 135 140 145 150 155 160 165 170 175 180

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

d. Secondary structure & estimated accessibility

FHEE - - e e eV TR

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

:

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

7777777 ‘ AN ‘ : ‘ ‘ ; ‘ ‘
AAWGVPWTRIHKGDRM A I I N A Q K TTITEEDFRHGLIHSRDFGGTKKWRTCYTADATGHTMLFAVANECLKLGVSIQDRKEAIAL
f. Max. deviation (see listing)
o %
**#:*l‘* * 1— I#x::: *‘1— :‘—*1—::# kR ok ok :* **I_Ix *
g. G-factors
Chil onl
Chi3 & chi4 I
Omega [
Dihedrals  [TTTTTITITITITIT O O O O 0O O O O T I T T T T T T T T T T T
C bonds
Mcanges HHHHHHH H H 8 B 8 8 B A A A A A
Mainchain  [TTTTTTTTTITTITTT] O O O O O 0O O O T T I T T T T T T T T T T T T
Overall OTTTITITIITTITT 0 O O 0 0 0 O T I T T T T T T T T T T T T T T T I T T T T T T T T T
105 110 115 130 135 140 145 150 155 160 165 170 175 180
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100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
g
g 60 -
£ 401
<
= 204
2
185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 280
Residue number
: b. Absolute deviation from mean of omega torsion
é 10
§ 8
E 6
£ 4
& 2
=
© 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 280
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
§ 8
g 6
3 4
<
s 2
N
185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 280
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
AANA A : ‘ : A AAAA B AAAAAAAAAAANIA A : FAAA BAARAAAAABIAAAAA AAAML - _ H_AAAE
THQDGKCYGAVVRDLVTGDI IAYVAKGTL IATGGYGRIYKNTTNAVVCEGTGTAIALETGIAQLGNMEAVQFHPTPLFPSGILLTE G RGDGGILRD
f. Max. deviation (see listing)
g. G-factors
Phips H m m (:j N [ (T
Chi3 & chia ‘
Omega i
Dihedrals [T T T T T T T T T T IT I T I T T T T T T T I T T I T T T AT T T T T O (R
e e e e e e e e e e e e e e [ e
Mainchain [T T T T T T T T T T TTTEETIT TTTTT ETT T T TTT  TT TTTTIT T TIT TI TTTITTTITT O CEETTTTd
Overall [T T LI T T L O T LTI O COCOIID
185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 280

¢ = cis-peptide
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Residue properties
1qlb

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

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.

282 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N
1

282 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375
Residue number

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

Zeta abs. mean dev.

282 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375

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

d. Secondary structure & estimated accessibility

e\ e 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
VDGHRFMPDYEPEKKELASRDVVSRRMIEHIRKGKGVQSPYGQHLWLDISILG RKHIETNLRDVQEICEYFAGIDPAEKWAPVLPMQHY SMGGIRTDY

f. Max. deviation (see listing)

Phi-psi

Chil-chi2 u un [ H A . L<H
Chil onl;

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall
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Residue properties
1qlb

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

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.

380 385 390 395 400 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N
1

380 385 390 395 400 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475
Residue number

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

N A~ N

Zeta abs. mean dev.

380 385 390 395 400 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475

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

d. Secondary structure & estimated accessibility

e —AAY . NGNGB

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

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

f. Max. deviation (see listing)

*
* + *
)

+ * +
* *
*® ok ok VR Rk *

+ * % Y * + + * + *
* ><1<***#****#***X***‘F**‘k*#x**14
i . . i i . . i . i

g. G-factors

Phi-psi

Chil-chi2 H:::# H m
Chil only

Chi3 & chi4
Omega

Dihedrals

[T [T [
MC bonds  [TTTTTTT] [] I
MCangleSHHHH\HH |

[T T T 1T I
[ITTITTTT [T [

Mainchain

Overall

: i
380 385 390
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Residue properties
1qlb

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

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.

480 485 490 495 500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N BN

480 485 490 495 500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575
Residue number

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

Zeta abs. mean dev.

480 485 490 495 500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575

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

d. Secondary structure & estimated accessibility

—NININANZ S NN - e S S

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

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

AAAA AAAAAAAAAAAAAAAAAATIA AAAAAAAIAAAAAAAAAAAAAAAAAAAAAA AAARIIAA AAAAAABAAAAAAABTRRAAAAAAAAAAAAAAAA

I FRDGPHLEKSVKELEELYKKSKNVGIKNKRLHANPELEEAYRVPMMLKVALCVAKGALDRTESRGAHNREDYPKRDD INWLNRTLASWPNPEQTLPTLE

f. Max. deviation (see listing)

+ *
+ * + * * * * 4
ko dokk kR kR ok ok kk kR ok
I i I i i I i

+ + + + ++
CEk EEEE T

Phi-psi
Chil-chi2 n
Chil onl;

Chi3 & chi4 H
i
I
i
i
1
35

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
580 585 590 595 600 605 610 615 620 625 630 635 640 645 650 655 5 10
Residue number
: b. Absolute deviation from mean of omega torsion
é 10
§ 8
E 6
£ 4
& 2
=
© 580 585 590 595 600 605 610 615 620 625 630 635 640 645 650 655 5 10
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
3 o]
£ 07
£ 47
<
g 27
N
580 585 590 595 600 605 610 615 620 625 630 635 640 645 650 655 5 10
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
I\, NN 1 e
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
YEALDVNEME IAPRYRGYGAKGNY I ENPLSVKRQEE IDKTQSELEAAGKDRHA TQEALMPYELPAKYKARNERLGD MGRMLT IRVFKYDP
f. Max. deviation (see listing)
g. G-factors
Phi-psi I | [T [Nl
S : : S
Chi3 & chi4 [ [ [ [T
Omega [ [T [ [T
Dihedrals  [TTTTTTTTTITT I TITTIT I T I I I TITTTTT] I T
MC angles - AR AR A HHHHHH
Mainchain - [T T T 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 I T
Overall [T LTI L T LI L L T L L L L LT L T LI T LT LTI T T] (LI TIT]
580 585 590 595 600 605 610 615 620 625 630 635 640 645 650 655 5 10
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Residue properties
1qlb

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

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.

IS5 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110

Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N BN

IS5 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110

Residue number

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

Zeta abs. mean dev.

1

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

Dihedrals

MC bonds
MC angles

Mainchain

Overall

5 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110

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

d. Secondary structure & estimated accessibility

e A R i el ot

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

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

AR
T T T T T T T T T T T T T T T T T T T T
QSAVSKPHFQEYKIEEAPSMTIFIVLNMIRETYDPDLNFDFVCRAGICGSCGMMINGRPSLACRTLTKDFEDGVITLLPLPAFKL IKDLSVDTGNWFNGM

f. Max. deviation (see listing)
5

+

* % *

fokkEE ok kk %
I i

et
o+
%% %%

+ + % +1 * * * * + + + o+
* sk ko ok kR skokok ko ok ok sk ok ko ko k skowok |k *
. . . . i . i

g. G-factors
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Residue properties
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a. Absolute deviation from mean Chi-1 value (excl. Pro)

Page 9

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.

115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210

Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N
1

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

210

=~ 10
3
- 8
S 6
g
3 4
<
s 2
N
115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
A AR\ B\ AT A
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
SQRVESWIHAQKEHDI SKLEERIEPEVAQEVFELDRCIECGCCIAACGTKIMREDFVGAAGLNRVVRFMIDPHDERTDEDYYEL IGDDDGVFGCMTLLAC
f. Max. deviation (see listing) : .
7 5
fooat to 1o T T v S S T N S S S
g. G-factors
Phi-psi _ (T [ W]
il : ud o
Chi3 & chi4 [ ] I I
Omega [ 1 1
Dihedrals  [TTTTTTTTTT T I T I T T T I T T I T I T T T T T T T T T T T T T T I T T I T T T T T T T T I T T T T T I T T T T T I T T]
M amgies  CHEHHHHHHHHAHH AR
Mainchain (T T T T T T T P T T T T T P T T T T T T T T T T T
Overall [T L T T L T T T LT T
115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210

1qlb_06.ps




PROCHECK

. d . Page 10
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
<
£ 60
£ 40
<
= 204
2
215 220 225 230 235 5 10 15 20 25 30 35 40 45 50 55 60
Residue number
: b. Absolute deviation from mean of omega torsion
é 10
§ 8
E 6
£ 4
& 2
=
© 215 220 225 230 235 5 10 15 20 25 30 35 40 45 50 55 60
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
% 8
g 6
3 4
<
s 2
N
215 220 225 230 235 5 10 15 20 25 30 35 40 45 50 55 60
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Ve aGs—  c— AR —— ANV AT |
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
AAAATAAAAAAAAAAAANANA _
HDVCPKNLPLQSKIAYLRRKMVSVN MTNEéILES&SGVT]"ERKKéRMPA]‘(LDWW(‘}SATGILFLGLI‘:MIGHI\‘/IFFVS'lLILLGIE)NVML\;VVT K
f. Max. deviation (see listing)
g. G-factors
Phipsi [T
e : . . sl
Chi3 & chi4 I [ [ [
Omega [ [ [ [
Dihedrals  [TTTTTTTITTTITTITITTTTITTITIT] T T T T I T T T T I T T T T T T T T T I T T I T O
Netenss FEEFFEEFEFHFHFH SESisisdsiasiassississseaseassassassussatsaisansansansaneanlls
Mainchain [T TTTTTTTITTTTTTTTIITTITIT] T T T T T T T T T I T T T T T T T T T T I I T O
Overall [ITTITTIT I T TITIITITIT] T T T T T AT T T AT T T T I T T T T T TTTTITTTITITTTIT O
215 220 225 230 235 5 10 15 20 25 30 35 40 45 50 55 60

1qlb_06.ps




PROCHECK

R . d . Page 11

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

>

]

T 80-

<

£ 60

£ 40

<

< 20

z

64 80 85 90 95 100 105 110 115 120 125 130 135 140 145

Residue number

: b. Absolute deviation from mean of omega torsion

z 10

= 81

]

g 61

£ 4

5 21

E T

© & 80 85 90 95 100 105 110 115 120 125 130 135 140 145
Residue number

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

_§ 10

: 6

£ 0]

£ 47

<

g 27

N

64 80 85 90 95 100 105 110 115 120 125 130 135 140 145

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
EAAAAAAAAAAAAAAAAAAAAAAAAAAAAANAAAAAAAAAL

* * +
+ k4 E g o4 4 + dAE g + %
__*_*_#:k**_**_**_#**_* **__#:k*_#**_*_*#___***:k***____**
. . . . . i . i

g. G-factors
Phi-psi _ (T
e : : o
: : +
Dihedrals [J [0 0O 0O O 0O 0O O I I T T T T T T I T T T T T T I T
vees B B0 E A0 B S
Mainchain [ [0 O 0O 0O 0O O 0O O T I T I T T T T T T T T I T T T T T I T
Overall D O0OO00D0OO0O0D0D M 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
64 80 85 90 95 100 105 110 115 120 125 130 135 140 145

1qlb_06.ps
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Page 12

Residue properties
1qlb

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

—_
o
S

80
60
40
20

Chi-1 abs. mean dev.

149 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N
1

149 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245
Residue number

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

Zeta abs. mean dev.
[T NS NS

149 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245

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
ABAAAA ABAAAAAAAAAAAAAAAAAAAAAA AAAFRAAARAARE

T T T T T T T T T T T T T T T T T T T
TQPQTIGPVSSSFRMVSEWMWPLYLVLLFAVELHGSVGLYRLAVKWGWFDGETPDKTRANLKKLKTLMSAFLIVLGLLTFGAYVKKGLEQTDPNIDYKYF

f. Max. deviation (see listing)

b % %4

+ +

++ ++ Ok ok + 4 FER 44 +

CokRk kR kR kR kokokok Rk kokok | kk kwok wokk | kk k%
. . . i . i

g. G-factors

Phi-psi N | W o
Chil-chi2 H»—— m
Chil onl

Chi3 & chi4
Omega

Dihedrals

MC bonds
MC angles
Mainchain

Overall

1qlb_06.ps



PROCHECK

. d . Page 13
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
g
g 60
£ 40
<
- 20
2
249 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Residue number
: b. Absolute deviation from mean of omega torsion
é 10
§ 8
E 6
£ 4
& 2
=
O 249 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
§ 8
g 6
3 4
<
s 2
N
249 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
= N\/\ g S8 AN
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions a Most favoured & Allowed [l Generous Il Disallowed
: ‘ ‘ ‘ ‘ : ‘ : ‘ AABEA AAAAAL ARAAAAAAAAAA AARL
DYKRTH MKVQYCDSLVIGGGLAGLRAAVATQQKGLSTIVLSLIPVKRSHSAAAQGGMQASLGNSKMSDGDNEDLHFMDTVKGSDWGCDQK
f. Max. deviation (see listing)
g. G-factors
Phipsi N -
A MY : 15
Sk [ ] ]
Dihedrals [T T T T T T T T T T T T I T I I T T T T T I LTI T I T I
MC angles T A A A A A A A A A AN
Mainchain ~ [TTTTT] EEEEEENEEEEE NN NN NN NN RN
Overall  [ITTTT] O T e T T L T I T
249 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80

1qlb_06.ps



PROCHECK

Chi-1 abs. mean dev.

Omega abs. mean dev.

Zeta abs. mean dev.

Phi-psi

—_
o
S

Page 14

Residue properties
1qlb

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

80

40
20

e s

8 90 95

100 105 110 115 130 135 140 145 150 155 160 165

Residue number

b. Absolute deviation from mean of omega torsion

N BN

85 90 95 100 105 110 115

130 135 140 145 150 155 160 165
Residue number

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

10
8
6
4
2

&8 90 95

Chil-chi2
Chil onl;

100 105 110 115 130 135 140 145 150 155 160 165

Residue number Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

PNV SECS | | ]| - - o S Ry,

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

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

: ‘ : ‘ BEAAAAAA AR AAAAANT
VARMFVNTAPKA IRELAAWGVPWTR I HKGDRM

A 1 I

f. Max. deviation (see listing)

4

Chi3 & chi4
Omega

Dihedrals

MC bonds
MC angles
Mainchain

Overall

0O O O

0O O Orrrrrj

0O O Orrrrrj

0O O Orrrrrj

0O O O

0O O O

0O O O

1qlb_06.ps
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Page 15

Residue properties
1qlb

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

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.

169 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N
1

169 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265
Residue number

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

Zeta abs. mean dev.

169 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265

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

d. Secondary structure & estimated accessibility

P T — S\ SR s e —p

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

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

AAATA B AAAAAAAAAAAIA FAAA BAABAAAAAIAAAAA
T 7 T 7 7 T 7 T 7 T T 7 T 7 7 T T T T T
LKLGVS IQDRKEA I AL THQDGKCYGAVVRDLVTGDI IAYVAKGTLIATGGYGR I YKNTTNAVVCEGTGTATALETGIAQLGNMEAVQFHPTPLFPSGILL

f. Max. deviation (see listing)

+ *

+ + * + + + + ¥ *yp

* * ko kkkk kkkx ok ok EIE S
. . .

+

* + + * g4 * + + +

**__***_**»_*__*_»_*** _***_*____**
. .

g. G-factors

Phi-psi

Chif-chi2 H o o s
Chil onl |
Chi3 & chi4 i
Omega

Dihedrals

[EEEEEEEEEEEEEEENEEEEE NN
MCbonds [T T T T T T T TP T T
MCangles [ T P A T

[EEEEEEEEEEEEEEENEEEENE NN
EEEEEEEEEEEENEEEEEEEEEEEEE NN NN NN NN

Mainchain

—_
o HFH H

Overall

169 175 180 185 190 195 200 205 2

¢ = cis-peptide

1qlb_06.ps
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. d . Page 16
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
<
£ 60
£ 40
<
- 20
2
269 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360
Residue number
: b. Absolute deviation from mean of omega torsion
é 10
5 0]
E 6
£ 4
D21
=
© 209 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
3 o]
£ 07
£ 47
<
g 27
N
269 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
m
= e N\ e N
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
B _ B AAAAA /‘\J_V\/\/\/‘\/WV_I/‘\I_I/\N_I/‘\/\N\/\/‘\/\/\/\/\/‘\/\N\A‘ ‘ ARBAAAAARE ‘H_I_’_ITI/WHT/\/\/\/\/‘\/\J_I/\ FAAARAAAA
TE G RGDGGILRDVDGHRFMPDYEPEKKELASRDVVSRRMIEHIRKGKGVQSPYGQHLWLDISILG RKHIETNLRDVQEICEYFAGIDPAEKWAP
f. Max. deviation (see listing)
g. G-factors
Phi-psi _ (I o W] | W]
Chil only o _T
i -
Dihedrals [T [ [T T T I T T T T T T T T I T T T T ) (R I I T I T I T I
Mcanges (0 EHHH A E
Mainchain [T [ LTI T T I T T I T T I T T T T ) CE T I T T T T T
Overall [0 [ [ L T L T T I LTI
269 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360

1qlb_06.ps
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Page 17

Residue properties
1qlb

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

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.

364 370 375 380 385 390 395 400 405 410 415 420 425 430 435 440 445 450 455 460
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N
1

364 370 375 380 385 390 395 400 405 410 415 420 425 430 435 440 445 450 455 460
Residue number

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

N A~ N

Zeta abs. mean dev.

364 370 375 380 385 390 395 400 405 410 415 420 425 430 435 440 445 450 455 460

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

d. Secondary structure & estimated accessibility

et e e e AVAANA Y\ NINNDGN

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

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
ABAAABANA  AAABIAA : /\/\N_I/ﬂ/\A ABAA : AAAAAAAAAAAABINAAAAAAAAAA

T T T T T T T T T T T T T T T
VLPMQHY SMGG IRTDYRGEAKLKGLFSAGEAACWDMHGFNRLGGNSVSEAVVAGMIVGEYFAEHCANTQVDLETKTLEKFVKGQEAYMKSLVESKGTEDV

f. Max. deviation (see listing)

+ *

2 * % ko ok * + * * 4

U Rk Rk wckok ok kR Rk ok kR kR kokk Rk kR ok kR
i L L i L i

% % %
=+
*

* wt
%+
*+
w4

+
kR R Rk kR
i L

Phi-psi

Chil-chi2 L‘H H:::#
Chil onl;

Chi3 & chi4 I

Omega [
Dihedrals [T

MC bonds
MC angles

[EEEEEEE]
[EEEEEEN]
I

Mainchain ~ [TTT 11T
[TITTTT1T
:

Overall

1qlb_06.ps
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Residue properties
1qlb

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

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.

464 470 475 480 485 490 495 500 505 510 515 520 525 530 535 540 545 550 555 560
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N BN

464 470 475 480 485 490 495 500 505 510 515 520 525 530 535 540 545 550 555 560
Residue number

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

Zeta abs. mean dev.

464 470 475 480 485 490 495 500 505 510 515 520 525 530 535 540 545 550 555 560

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

d. Secondary structure & estimated accessibility

AN —INNANNZ S NN e ==

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

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

AAAAAAAAAAANAAANRL AAAA  AAAAAAAAAAAAAAAANATIA AAAAAAAIIAAAAAAAAAAAAAAAAAAAAA AAARERRAA AAAAAAAAAAAAATIRIEIA

FKIKNRMKDVMDDNVGI FRDGPHLEKS VKELEELYKKSKNVG I KNKRLHANPELEEAYRVPMMLKVALCVAKGALDRTE SRGAHNREDY PKRDD INWLNR

f. Max. deviation (see listing)

Phi-psi

Chil-chi2 - n H - # H:
Chil onl;

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

1qlb_06.ps



PROCHECK

Residue properties
1qlb

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

Page 19

—_
o
S

80
60
40
20

Chi-1 abs. mean dev.

564 570 575 580 585 590 595 600 605 610 615 620 625 630 635 640 645 650 655
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N BN

564 570 575 580 585 590 595 600 605 610 615 620 625 630 635 640 645 650 655
Residue number

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

Zeta abs. mean dev.
[T NS NS

564 570 575 580 585 590 595 600 605 610 615 620 625 630 635 640 645 650 655
Residue number

Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

)\, —— W ANAANALY i

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

0 Accessible

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

AAAARAAAAAAAAAAAAAAAANAABINAAAAIIAA A AA AAAAAAAAAAAAAAAAAAAAAAAA  AAAAAAAAAABAAAAAAABIAAAAAAR

TLASWPNPEQTLPTLEYEALDVNEME IAPRYRGYGAKGNY I ENPLSVKRQEE IDKIQSELEAAGKDRHAIQEALMPYELPAKYKARNERLGD

f. Max. deviation (see listing)

+ + ++
JER kR ok Rk

*+

CEE kR
i

g. G-factors

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

Dihedrals

MC bonds
MC angles

Mainchain

Overall

1qlb_06.ps




PROCHECK

°d . Page 20
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
]
T 80
g
g 60 -
£ 401
<
= 20 A
2
1 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100
Residue number
: b. Absolute deviation from mean of omega torsion
é 10
% 8
E 6
£ 4
& 2
=
© 1 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
§ 8
g 6
3 4
<
s 2
N
1 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
: ‘ ‘ ‘ : ‘ : ‘ : ‘ ‘ : ARl : ‘ : A AAAAAAAARAAAR
MGRMLT IRVFKYDPQSAVSKPHFQEYKIEEAPSMTIFIVLNMIRETYDPDLNFDFVCRAGICGSCGMMINGRPSLACRTLTKDFEDGVITLLPLPAFKLI
f. Max. deviation (see listing) .
5
e + o S U TR S 2o 1 SO SOUNIE S S
g. G-factors
Phi-psi W] [l [l WTH
Sl =" :
Chi3 & chi4 [ [
Omega I [T
Dihedrals  [TTTT T T T IT T I T T I T T T T I I T T T T T I T T T T I I T
MC angles - EFFHHHHH AR AR 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 T
Overall [T I T T T T I T T T T T
1 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100

1qlb_06.ps
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Residue properties
1qlb

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

—_
o
S

80

40
20

Chi-1 abs. mean dev.

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

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N BN

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

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

=~ 10
3
= 8
S 6
=
Zz 4
<
s 2
N
101 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions a Most favoured & Allowed [l Generous Il Disallowed
MEAAAAA AAAA AAAAARIAAAAAAAAAAAAAAAAAAAAAAAAAAAAAAAAIA AAAAAA AAAAIAAAA AA AAAAAAAAAAAAAAAAAAAAAATIN
KDLSVDTGNWFNGMSQRVESWIHAQKEHDI SKLEERIEPEVAQEVFELDRCIECGCCIAACGTKIMREDFVGAAGLNRVVRFMIDPHDERTDEDYYEL IG
f. Max. deviation (see listing) :
i + + * + + 7 >
1*:*2***2:*X*1‘1‘:: 1—:# _______ *Xi** * 1’1‘ II : 1‘1—: g;t * i * 1‘ -‘:: +>13
g. G-factors
Phi-psi | 1] [
S et : g 1
Chi3 & chi4 N i i [
Omega [T [ [ [T
Dihedrals [T T TT I T T T I 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 I T T T T T T T T T T T T T T T T I T T T
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 T T T T T T T T T
o T W W W R R W W W R W R R W R R B
101 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200

1qlb_06.ps



PROCHECK

R . d . Page 22
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
<
£ 60
£ 40
<
- 20
2
201 210 215 220 225 230 235 5 10 15 20 25 30 35 40 45 50
Residue number
: b. Absolute deviation from mean of omega torsion
é 10
§ 8
E 6
2 4
& 2
=
© 201 210 215 220 225 230 235 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
201 210 215 220 225 230 235 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
AAAATAAAAAAAAAAAANAAA
DDDGVFGCMTLLACHDVCPKNLPLQSKIAYLRRKMVSVN MTNEé I LES+SGVTF"ERKKéRMPAI‘(LDWW(‘)SATGILFLGLI‘:MlGl—ﬂ\‘/IFFVS'lL I
f. Max. deviation (see listing)
g. G-factors
Phi-psi N
S : : :
Chi3 & chi4 I [ [
Omega [T [ [
Dihedrals  [TTTTTTT T TTTTTTITTITIITITTTTITTITTIITITTT] EENENEEEEEEEE NN NN RN
MC angles - EHFHHHHAH A AEMSnARMANMENANNARRNRAANANNANANNANMANNRRANRAREARANS
Mainchain [T TTT T T T T T T T T T T T T I T I T] EEEENEEEEEEEE NN NN RN
Overall LI T T I T T ITITTIITTTTITTT] T T T T T I T T T T T I IT T I ITTTITT T
201 210 215 220 225 230 235 5 10 15 20 25 30 35 40 45 50

1qlb_06.ps




PROCHECK

°d . Page 23
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
]
T 80
<
£ 60
2 40
<
< 20
z
52 60 80 85 90 95 100 105 110 115 120 125 130
Residue number
: b. Absolute deviation from mean of omega torsion
z 10
g 81
]
g 6
£ 4
2 21
g
© 52 60 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
=
g 4
<
s 2
N L*JJ-‘,L—I,—-L!_-JL
52 60 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
M LR - - - F BRIV AN
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
,,,,,,,,, ERAAAAAAAAAAAAAAAAAAAAAAAAAAAAAAAAAAAAAAAA
LLGDNVMIWVT K K F E L D F F E GGKPI VVé FLAA]‘:VFAVI‘: I AHAI‘:LAMRI‘(FP lN+RQYL'1‘"FKTHI‘(DLNRI‘-IGDTTILWWIQ/—‘\MT
f. Max. deviation (see listing)
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Residue properties
1qlb

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

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.

133 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N
1

133 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230
Residue number

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

510
= 81
S 64
g
£ 47
<
g 27
Q
N

133 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230

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
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f. Max. deviation (see listing)

g. G-factors
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100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
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= 204
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233 240 245 250
Residue number
: b. Absolute deviation from mean of omega torsion
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D21
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© 233 240 245 250
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
§ 8
g 6
P 4
<
s 2
Q
N
233 240 245 250
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
l‘(KGLEQTI‘DPN I DY‘KYFD+KRTH
f. Max. deviation (see listing)
g. G-factors
Ave
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Main-chain bond lengths

C-O

N

C

1qlb

-N

(except Pro)

(Pro)

1.15 1.19

131 135

127

1.23

CA-CB

1383

Kouanbaig

1.11

1383

Kouanbai

1383

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)

i

1383

Kouoanbaig

ch

1.52 1.56 1.60 1.64

140 144 1.48

1.51 1.55 1.59 1.63

1383

Kouanbai]

139 143 147

1383

Kouanbaig

140 1.44 148 1.52 1.56 1.60 1.64

N-CA
(except Gly,Pro)

CA-CB
(the rest)

CA-CB

(Ile,Thr,Val)

1.45

149 153 1.57

T
1.41

1.37

1383

Kouanbaig

1.33

1.52

N-CA
(Pro)

156 1.60 1.64

1383

Kouanbai

140 144 148

149 153 1.57

1.61 1.65

1.45

1383

Kouanbaig

1.41

.58

1

146 150 1.54

1383

Kouanbai

134 138 1.42

141 145 149 153 1.57

1383

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

1qlb

CA-C-N

CA-C-N

CA-C-N

(except Gly,Pro)

(Pro)

(Gly)

126 131

1
121

11 116

106

1

1034

Kouanbaig

1

1034

Kouanbai

121 126 131

116

123

C-N-CA
(Gly)

T
111

1034

Kouanbai

1

C-N-CA
(except Gly,Pro)

O-C-N
(Pro)

136

16 121 126 131
CA-C-O
(except Gly)

T
111

1034

Kouoanbaig
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T
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1034

Kouanbai]
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138

133

128

T
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T
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1034

Kouanbaig
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(Pro)

135

125 130

CB-CA-C
(Ile,Thr,Val)
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1034

Kouanbaig
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137
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127
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1034
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CB-CA-C
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T
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T
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1034

Kouanbaig
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1034

Kouanbai

95

135

i
120

130

125

115

110

1034

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

1qlb
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(the rest)
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Kouanbaig

96

N-CA-CB
(Pro)

125

105 110 115 120

100

1034

Kouanbai

95

1034

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 angles
N 112 ¢ N 112 ¢ N M2 ¢ N U2 ¢ N 12 ¢ N 118 ¢
CA CA CA CA CA CA
A Val 195 A Thr 259 A Cys 396 A Trp 397 A Asp 398 C Pro 102
N 12 ¢ N 12 ¢ N M2 ¢ N U2 ¢ N U2 ¢ N 118 ¢
CA CA CA CA CA CA
D Val 195 D Thr 259 D Cys 396 D Trp 397 D Asp 398 F Pro 102
Bond angles differing by > 10.0 degrees from small-molec values. Values shown: "ideal", actual, diff.
Planar groups
CB CE 28 CB CB CB
0.036 0.031 0.035 0.033 0.030 0.038
ATyr 5 A Trp 79 A Trp 397 A Tyr 580 B Trp 110 B Tyr 196
CE CB E CB CB cB
0.031 0.042 0.034 0.032 0.031 0.038
C Trp 126 D Tyr 5 D Trp 397 D Tyr 580 E Trp 110 E Tyr 196

CB

0.030
F Phe 101

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