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Plot statistics

Residues in most favoured regions [A,B,L] 1712 90.7%
Residues in additional allowed regions [a,b,l,p] 165 8.7%

Residues in generously allowed regions [~a,~b,~l,~p] 9 0.5%

Residues in disallowed regions 2 0.1%

Number of non-glycine and non-proline residues 1888 100.0%
Number of end-residues (excl. Gly and Pro) 16

Number of glycine residues (shown as triangles) 178

Number of proline residues 100

Total number of residues 2182

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

Phi

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 (108)

Asn (62)

Chi1-Chi2 plots
pdb2h88

Arg (112)
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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
pdb2h88
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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

10 15 20 25
Resolution (Angstroms)

3.0

35 4.0 10 15
Resolution (Angstroms)

20 25 30 35 4.0

d. Alpha carbon tetrahedral distortion

60
50 1
40
30 4

20 A

Bad contacts per 100 residues

10

; 8 Measure of bad non-bonded interactions

17.5
15.01
12.54
10.0
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Zeta angle standard dev. (degrees)

1.0 1.5 20 25
Resolution (Angstroms)

3.0
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e. Hydrogen bond energies

20 25 30 35 40
Resolution (Angstroms)

f. Overall G-factor

2.0

Standard deviation (kcal/mol)

1.0
0.5 1
0.0

-0.51

G-factor

-1.01
-1.51

-2.0

10 15 20 25
Resolution (Angstroms)

3.0

35 4.0 10 15
Resolution (Angstroms)

Plot statistics

20 25 30 3.5 4.0

Comparison values No. of

No.of Parameter Typical Band  band widths
Stereochemical parameter data pts value value  width  from mean
a. %-tage residues in A, B, L 1888 90.7 86.4 10.0 0.4  Inside
b. Omega angle st dev 2172 2.7 6.0 3.0 -1.1  BETTER
c. Bad contacts / 100 residues 3 0.1 2.2 10.0 -0.2  Inside
d. Zeta angle st dev 2004 1.4 3.1 1.6 -1.1  BETTER
e. H-bond energy st dev 1421 0.6 0.8 0.2 -0.6  Inside
f. Overall G-factor 2182 0.2 -0.3 0.3 1.6 BETTER
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Standard deviation (degrees)

Side-chain parameters
pdb2h88
a. Chi-1 gauche minus b. Chi-1 trans
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I
1.0

c. Chi-1 gauche plus

15 20 25 30 35 40
Resolution (Angstroms)

4.0 1.0

d. Chi-1 pooled standard deviation

50

Standard deviation (degrees)

10 15 20 25 30 35 40 10 15 20 25 30 35 40
Resolution (Angstroms) Resolution (Angstroms)
5Oe. Standard deviation of Chi-2 trans angle
10 15 20 25 30 35 40
Resolution (Angstroms)
Plot statistics
Comparison values No. of
No.of Parameter Typical Band  band widths
Stereochemical parameter data pts value value  width  from mean
a. Chi-1 gauche minus st dev 260 9.9 15.7 6.5 -0.9  Inside
b. Chi-1 trans st dev 535 11.2 17.1 5.3 -1.1  BETTER
c. Chi-1 gauche plus st dev 921 9.8 15.6 4.9 -1.2 BETTER
d. Chi-1 pooled st dev 1716 10.3 16.2 4.8 -1.2 BETTER
e. Chi-2 trans st dev 591 10.6 19.0 5.0 -1.7 BETTER
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Residue properties
pdb2h88

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

—_
o
S

80

40
20

Chi-1 abs. mean dev.

10 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

5 15

o

g 12

]

g

_8
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<

1

£

© 10 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

= .

£ 0]

2 47

<

g 27

Q

N

10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105

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

d. Secondary structure & estimated accessibility

S s—— NN\ S /BB AN AN

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

e. Sequence & Ramachandran regions a Most favoured & Allowed [l Generous Il Disallowed
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f. Max. deviation (see listing)
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Residue properties
pdb2h88

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

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.

110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205
Residue number

b. Absolute deviation from mean of omega torsion

15
12

Omega abs. mean dev.

110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205
Residue number

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

N A~ N

Zeta abs. mean dev.

110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205

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

d. Secondary structure & estimated accessibility

Uil i AR o — — —

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

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
ABAAAAAA AAABA /\/\I_I_I_V\/m_l_l/\ AAAAABAAABAAAAAAAAAA  AABL_AAAAAAAT

LENYGMPF SRTEEGK I'YQRAFGGQS LQFGKGGQAHRCCCVADRTGHSLLHTLYGRS LRYDTSYFVEYFALDLLMENGECRGV I ALC I EDGT I HRFRAKNT

f. Max. deviation (see listing)

g. G-factors

Phi-psi

Chil-chi2 " H -
Chil onl;

Chi3 & chi4
Omega =
Dihedrals

I I TTT
MCbonds [T TTTTTTTITITTTTI]
MCangles [T T T

[T I
[ITTITITITITITITTITTT

Mainchain

A A A A A
ERENRENN ERSNNANNI NN NSNS NNNNNINN NN SRR NN RN RN NN RN AN

Overall

[TIT1
[TTT1
HENE!
[TI11
[TTT1
110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 20
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Residue properties
pdb2h88

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

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.

210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305
Residue number

b. Absolute deviation from mean of omega torsion

15
12

Omega abs. mean dev.

210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305
Residue number

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

N A~ N

Zeta abs. mean dev.

210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305

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

d. Secondary structure & estimated accessibility

B 2\ e —mmmm B\ SR N\

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

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

AANA W EAAAAAAAAAARIA ‘ A_AAAAAAAIANAAAAN ‘ : : VALV : ‘ ‘ ‘ ‘
VIATGGYGRTYFSCTSAHTSTGDGTAMVTRAGLPCQDLEFVQFHPTG I YGAGCL I TEGCRGEGGI L INSQGERFMERYAPVAKDLASRDVVSRSMTIEIR

f. Max. deviation (see listing)

+ + + + +* + + + F 4 4k
*******#*x**#******x***#x**#***#* x#****#*******
. i . . . . . i . i .

Phi-psi ]
Chil-chi2 ! AmeEn H H
Chil onl; [ ]

Chi3 & chi4 H
Omega [ [
I
I
|
I
I

Dihedrals

MC bonds
MC angles

Mainchain

Overall
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Residue properties
pdb2h88

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

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.

310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405
Residue number

b. Absolute deviation from mean of omega torsion

15
12

Omega abs. mean dev.

310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405
Residue number

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

N A~ N

Zeta abs. mean dev.

310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405

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

d. Secondary structure & estimated accessibility

YO w5 mm—

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

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

: : : ‘ : ‘ AAAAAAANTL AAAABAAAAAAAAAIIAAA  AAAIAA AAAAAARL A : ‘ ‘ (ABAA
EGRGCGPEKDHVYLQLHHLPPQQLATRLPGISETAMI FAGVDVTKEP I PVLPTVHYNMGG I PTNYKGQV I THYNGEDKVVPGLYACGEAASASVHGANRL

g. G-factors

Phi-psi

Chil only

Chi3 & chi4 i

Omega

Dihedrals

T TTT T T T
MC bonds [T T T T T TTT1]
MCangles [T

[T T
[ITTITTITTITTITTTTT

Mainchain

Overall

[T

T

[T

[T

: : : : : ‘ : : : : ‘ : ; : : EEEEEN

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

¢ = cis-peptide
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Residue properties
pdb2h88

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

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.

410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505
Residue number

b. Absolute deviation from mean of omega torsion

15
12

Omega abs. mean dev.

410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505
Residue number

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

Zeta abs. mean dev.

410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505

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

d. Secondary structure & estimated accessibility

AR AN SRS AN ——INANN e

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

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

BAAAAAAAAA AAAAAAAAAAAAAL AAAAAAAAAAAAAAAAANTIIAAAA AAAAAAAAAAAANTAAR
T T i T T T T 7 7 7 T T T T T T T T T T
GANSLLDLVVFGRACALT IAETCKPGEPVPS IKPNAGEESVANLDKLRFADGT IRTSEARLNMQKTMQSHAAVFRTGS I LQEGCEKLSQI YRDLAHLKTF

f. Max. deviation (see listing)

Phi-psi

Chil-chi2 an ai -
Chil only
Chi3 & chi4
Omega I

Dihedrals

MC bonds
MC angles

Mainchain

Overall
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Residue properties
pdb2h88

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

—_
o
S

80
60
40
20

Chi-1 abs. mean dev.

510 515 520 525 530 535 540 545 550 555 560 565 570 575 580 585 590 595 600 605
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
(@)
1

510 515 520 525 530 535 540 545 550 555 560 565 570 575 580 585 590 595 600 605
Residue number

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

Zeta abs. mean dev.

510 515 520 525 530 535 540 545 550 555 560 565 570 575 580 585 590 595 600 605

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

d. Secondary structure & estimated accessibility

N\ R ==

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

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

DRGIVWNTDLVETLELQNLMLCALQT I YGAEARKESRGAHAREDYKLR IDEFDYSKPLQGQQKRPFEEHWRKHTLSYVDVKSGKVTLKYRPVIDRTLNEE

f. Max. deviation (see listing)

Phi-psi ]

Phipsi e M H M NEEEE
Chil only
Chi3 & chi4
Omega

Dihedrals

MC bonds
MC angles

Mainchain

Overall
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100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
g
g 60
£ 40
<
- 20
2
610 615 620 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 15
% 12
=
2
<
<
1
=
© 610 615 620 IS5 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
= 8
QE) 6
3 4
<
s 2
N
610 615 620 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
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
ABAAAAAAAAANAATIA _AAAAAAAAAAAAATIA AAAAAAAAAAAAAIIAAAAAAAIAI. AA ABAAAAA  AAAAA
DCSSVPPAIRSY TSRIKKFSTYRWDPDKPGDKPRMQTYEVDLNKCGPMVLDAL IKIKNELDSTLTFRRSCREGICGSCAMNIAGGNTLAC
f. Max. deviation (see listing)
g. G-factors
ChiPehio u A manm
Chil only . |
Gmega ¢ . -
Dihedrals  [TTTTTTTTTTT] T T T T T T T T T T T I T T T I T T T T T I I P T I T I T TT
e ] P R L R PP e PP
Mainchain  [TTTTTTTTTTT] T T T T I 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 TR T
Overall  [TTITLITTILL] O T T T T T e B R LT T T T
610 615 620 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
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100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
g
g 60 -
£ 401
<
= 204
2
86 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185
Residue number
: b. Absolute deviation from mean of omega torsion
é 15
% 12 4
E 9 -
g 601
D 3
=
© 86 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
= %]
: 61
£ 47
<
g 27
N
86 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
BAAAAAABIAAAAAAAAAAATL ABIAA
TKK[DPDLSKTTKIYPLPHMYVVKDLVPD]LSNFYAQYKS iEPYLl‘(KKDEéKQGK]‘EQYLQé IEDRdKLDGLYEC I LCACCéTSCPéYWWNéDKYLéPAVLM
f. Max. deviation (see listing) :
* 6 7
j(-;t * I 1«1— EEE S *xz : 1’* t***** * EX3 **: * k% * * I ;g ok ; j(
g. G-factors
Phi-psi m = SRR H
S thr
Chi3 & chi4 [T
Omega [T
Dihedrals  [TTTT R T ITITTTTTTT T ITT T IT T T I T T LTI T T I T T I T I T I T T T I T I T TT]
MC angles - EFHHHHHH AR 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 T T T T T T T T
Overall [T I T T e T T T I T A T T I T T
86 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185

pdb2h88_06.ps



PROCHECK
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100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
g
g 60
£ 40
<
- 20
2
186 195 200 205 210 215 220 225 230 235 240 245 10 15 20 25 30
Residue number
: b. Absolute deviation from mean of omega torsion
é 15
% 12
=
2
<
<
1
=
© 186 195 200 205 210 215 220 225 230 235 240 245 10 15 20 25 30
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
= %]
: 61
£ 47
<
g 27
N
186 195 200 205 210 215 220 225 230 235 240 245 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
DU SRR C AN
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
ARA
éAYRWMI DSI‘QDDYTI‘EERLA(‘)LQDP]‘:SLYR(‘:HT lMI‘\ICTRTéPKGLI‘\IPGKA i AEI Kl‘(MMAT+K ATTAKEEMARFWEKNTKS SRPLSPHISITY
f. Max. deviation (see listing)
g. G-factors
Phi-psi _ T | | W]
(e TR s
Chi3 & chi4 T H
Omega [T RN L
Dihedrals  [TTTT T TTIT T T T T I T T T T IIIITTTTT] O I I T T T I T
MC angles - HEHHHHHHAH A A HEH A
Mainchain - [TT T T T T T I T T T T T T I T I T T T T I T T T T I T T T OO T T
Overall [T I LT T T T T I I LTI T O O T TI T E
186 195 200 205 210 215 220 225 230 235 240 245 10 15 20 25 30

pdb2h88_06.ps
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. d . Page 10
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
<
£ 60
£ 401
<
= 204
2
31 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130
Residue number
: b. Absolute deviation from mean of omega torsion
é 15
§ 12
=
2
<
<
1
=
© 31 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
= 8
“é 6
P 4
<
s 2
N
31 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
ANAUAAANANNNG == NN =2 NNAAVAVAUA N ANNANAS
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
l‘(WSLPMAMS iTHRG+GVAL§LGVSILFSLA/‘\LLLPI‘EQFPH+VAVV]‘(SLSLéPAL I ‘YSAKF/—‘\LVFPILSYHTV‘VNG I RILILVWDI\‘/IGKGFI‘(LSQVI‘EQSGV\"VL I L+
f. Max. deviation (see listing)
g. G-factors
Phi-psi
Chil-chi2
Chil onl;
Chi3 & chi4
Omega
Dihedrals  [TTTTTTTITITTTTTITTITIIIIITIIT I T P T I T T I T T TT I TTTTT A T I T I TTITT I TIITIIIITTT]
A B B B B A M MM N RN AR B AN E AR AN AR AN B NRARRE
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 T T T I I T T T T
Overall [T T T L T T LTI
31 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130

pdb2h88_06.ps
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R . d . Page 11
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
<
£ 60
£ 40
<
= 204
2
131 140 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 15
§ 12 4
E 9 -
£ 6
5 3
=
© 131 140 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
3 o]
£ 07
£ 47
<
g 27
N
131 140 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
SN D e NN —=ANVAVANVA AN G NN
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
LLSSAATASE SKAASLHWTSERAVSALLLGLLPAAYLYPGPAVDYSLAAALTLHGHWGLGQVITDYVHGDTP IKVANTGLYVLSAITFTG
f. Max. deviation (see listing)
g. G-factors
Phi-psi
il 3
Gmega 4 H
Dihedrals  [TTTTTTTTT] [EENEEEEEEEEEEEEENEEE NN NN NN NN NN
MC angies - FEHHEEE EANNARMANANNANMSNSNRANRARAANANNARASNANNANSNRANNARAANAN-ARANNANNANNNRANRAREARANS
Mainchain  [TTTTTTTTT] [EENEEEEEEEEEEEEENE NN NN
Overall  [TTTTITILT] OO T T L L T LT T L LI T LI T LTI LI LTI
131 140 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80

pdb2h88_06.ps
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R . d . Page 12
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
]
T 80
g
g 60 -
£ 401
<
= 204
2
83 90 95 100 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number
: b. Absolute deviation from mean of omega torsion
é 15
§ 12
=
2
<
<
1
=
© 83 90 95 100 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
= %]
E 6
£ 47
<
g 27
N
83 90 95 100 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
S AR R = — \/\\ 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
AAAAAAARIA ‘ : ‘ : A : : A AAAAAAAAAAAAAAAAAAAIL.  AAIBIA A :
LCYFNYYDVGICKAVAMLWS I TQYPVVDHEFDAVVVGAGGAGLRAAFGLSEAGFNTACVTKLFPTRSHTVAAQGG I NAALGNMEDDNWRW
f. Max. deviation (see listing)
g. G-factors
Phi-psi _ I
e afl : -
Chi3 & chi4 I i [
Omega [T [ [ [
Dihedrals  [TTTTTTEITTTTITTITITIIT] LTI I T T T T T T T T T I I T TP I T T T T T I T T T
MC angles - EHHHHHH A EH A A A A A A A
Mainchain - [T T T T TTTTTTTITTTTTTT] T T T T T T T T T T T T I P T T I T T TIITTITTTT
Overall [ITTITTTTITITIITIITI T O T T T T T T T T AT T T T T LI T T T T T TT T I T T ITTITTITITTT 1T
83 90 95 100 15 20 25 30 35 40 45 50 55 60 65 70 75

pdb2h88_06.ps
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Residue properties
pdb2h88

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

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.

79 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175
Residue number

b. Absolute deviation from mean of omega torsion

15
12

Omega abs. mean dev.

79 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175
Residue number

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

Zeta abs. mean dev.

79 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175

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

d. Secondary structure & estimated accessibility

M ——AANANNEE SR8 /N B

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

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
ABAAAAAA AAABA /\N_I_I/\/\/m_l_l/\ AAAAARAAAIARIAAA

T T T T T T T T T T T T T T T T T
HFYDTVKGSDWLGDQDATHYMTEQAPAAVIELENYGMPFSRTEEGK I YQRAFGGQS LQFGKGGQAHRCCCVADRTGHSLLHTLYGRSLRYDTSYFVEYFA

f. Max. deviation (see listing)

g. G-factors
Phi-psi H 5 M

Chil-chi2
Chil only
Chi3 & chi4
Omega

Dihedrals

MC bonds
MC angles

Mainchain

:
Bt

Overall

[l
[
[
[l
[l
[
[l
79

pdb2h88_06.ps
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Residue properties
pdb2h88

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

—_
o
S

80
60
40
20

Chi-1 abs. mean dev.

179 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275
Residue number

b. Absolute deviation from mean of omega torsion

15
12

Omega abs. mean dev.

179 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275
Residue number

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

N A~ N

Zeta abs. mean dev.

179 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275

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

d. Secondary structure & estimated accessibility

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

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

: A AAN AAAAAAANL AAAAAAAAAAAATIA B BIAAAAAAAAAAIA : A_AAAAAAAINAAAAR ‘ ‘ : AAABA
LDLLMENGECRGV IALCIEDGT IHRFRAKNTVIATGGYGRTYFSCTSAHTS TGDGTAMVTRAGLPCQDLEFVQFHPTGIYGAGCL I TEGCRGEGGILINS

f. Max. deviation (see listing)

+ + + + + + o+ + + + * + +
#*****x**x****#****x**x*# L. *x#********#*x*#**
. i . . i i . . . . . i

g. G-factors

Phi-psi

Chil-chi2 ! memn
Chil only
Chi3 & chi4
Omega

Dihedrals

MC bonds
MC angles

Mainchain

Overall

pdb2h88_06.ps
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Residue properties
pdb2h88

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

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.

279 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
(@)
1

279 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375
Residue number

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

N A~ N

Zeta abs. mean dev.

279 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375

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

d. Secondary structure & estimated accessibility

P\ A AR 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

QGERFMERYAPVAKDLASRDVVSRSMT I EIREGRGCGPEKDHVYLQLHHLPPQQLATRLPGISETAMI FAGVDVTKEP I PVLPTVHYNMGG I PTNYKGQV

f. Max. deviation (see listing)

g. G-factors

s HE e L**‘H L‘H u| H‘fl
Chil onl

Chi3 & chi4 i
Omega
Dihedrals

u=n

LTI T T I T T T T T I T T T LTI
MCbonds T TT T T T TP TTTTE TTTTT
MCangles [T T P P T e e T T

[EEEEEEEEEEEEEEEE NN RN
EEEEEEEEEEEEN NSNS EEEEEEEEE SN NN NN R

Mainchain

Overall

\

I

\

\

T T T T T T T T T T T T T T T T T \‘

279 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370

pdb2h88_06.ps
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Residue properties
pdb2h88

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

—_
o
S

80
60
40
20

Chi-1 abs. mean dev.

379 385 390 395 400 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475
Residue number

b. Absolute deviation from mean of omega torsion

15
12

Omega abs. mean dev.

379 385 390 395 400 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475
Residue number

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

N A~ N

Zeta abs. mean dev.

379 385 390 395 400 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475

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

d. Secondary structure & estimated accessibility

e ——EAYY ) = A SAVGE

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

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

ABAA BAAAAAAAAA AAAAAAAAAAAAARL
7 T T T T T T T i T T T T 7 T 7 T T T T
I THVNGEDKVVPGLYACGEAASASVHGANRLGANS LLDLVVFGRACALT IAETCKPGEPVPS IKPNAGEESVANLDKLRFADGT I RTSEARLNMQKTMQS

f. Max. deviation (see listing)

Phi-psi

Chil-chi2 "
Chil only
Chi3 & chi4
Omega

Dihedrals

CCTTTIITITL
MC bonds [T ]
MC angles [ L]
CTTTTIITITL
[T TILITILT,

Mainchain

Overall

\
\
\
\
: \
379 385 390

¢ = cis-peptide

pdb2h88_06.ps
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Residue properties
pdb2h88

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

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.

479 485 490 495 500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575
Residue number

b. Absolute deviation from mean of omega torsion

15
12

Omega abs. mean dev.

479 485 490 495 500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575
Residue number

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

Zeta abs. mean dev.

479 485 490 495 500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575

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

d. Secondary structure & estimated accessibility

[ [ |
N O T = 4

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

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

ABEAAAA FAREAAAAAAAAAAAAAAAAAAAAA  ANAIIAAA AAAAAABINAAATIAAAAAAAAR
T T T T T T T T 7 T T T T T 7 7 T T T i
HAAVFRTGS I LQEGCEKLSQIYRDLAHLKTFDRGI VWNTDLVETLELQNLMLCALQT I YGAEARKESRGAHAREDYKLR IDEFDY SKPLQGQQKRPFEEH

f. Max. deviation (see listing)

(M
%+
s+
*+

2 #

Phi-psi

Phipsi EEE NN S M N
Chil only
Chi3 & chi4
Omega

Dihedrals

MC bonds
MC angles

Mainchain

Overall

pdb2h88_06.ps
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Residue properties
pdb2h88

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

—_
o
S

80
60
40
20

Chi-1 abs. mean dev.

579 585 590 595 600 605 610 615 620

15 20 25 30 35 40 45 50

Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.

579 585 590 595 600 605 610 615 620

15 20 25 30 35 40 45 50

Residue number

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

Zeta abs. mean dev.

579 585 590 595 600 605 610 615 620

R

Key:- <™ Helix
e. Sequence & Ramachandran regions

WRKHTLSYVDVKSGKVTLKYRPVIDRTLNEEDCSSVPPAIRSY

f. Max. deviation (see listing)

* 4 + + +
H o kokkok ok Rk * E
i .

Lst

g. G-factors
mE

Phi-psi

Chil-chi2
Chil only
Chi3 & chi4
Omega I
Dihedrals

MC bonds
MC angles

Mainchain

Overall

\
I
\
I
‘\
579 58

Residue number

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

15 20 25 30 35 40 45 50

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

d. Secondary structure & estimated accessibility

0 Accessible

A Most favoured ® Allowed [ Generous B Disallowed

ABAAAAAAAAAAAABIA AAAAAAAAAAAAABIA
T T T T T T T T
TSRIKKFS I YRWDPDKPGDKPRMQTYEVDLNKCGPMVLDAL IKIKNE

pdb2h88_06.ps
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Residue properties
pdb2h88

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

—_
o
S

80

40
20

Chi-1 abs. mean dev.

55 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

15
12

Omega abs. mean dev.

55 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 A~ N

Zeta abs. mean dev.

55 60 65 70 75 80 & 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

R et el 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

mAAAAMARATI AA ABAAAAA  AAAAABAAAAAAAAAAAAAAAAAAAAAAM ‘ ‘ ) ‘ ) ) ) )
LDSTLTFRRSCREGICGSCAMNIAGGNTLACTKKIDPDLSKTTKIYPLPHMYVVKDLVPDLSNFYAQYKS IEPYLKKKDESKQGKEQYLQS I EDRQKLDG

f. Max. deviation (see listing)

Chi3 & chi4
Omega

Dihedrals

MC bonds
MC angles
Mainchain

Phi-psi [
Chil-chi2 F n n an F:H
Chil onl; J

Overall

pdb2h88_06.ps
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Residue properties
pdb2h88

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

—_
o
S

80
60
40
20

Chi-1 abs. mean dev.

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

15
12

Omega abs. mean dev.

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

N A~ N

Zeta abs. mean dev.

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

0 i AR AV 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

FAAAAAABAAAAAAAAAAATN ABIAA ABA
T T T T T T T T T T T T 7 T T 7 T T
LYECILCACCSTSCPSYWWNGDKYLGPAVLMQAYRWMIDSRDDYTEERLAQLQDPFSLYRCHT IMNCTRTCPKGLNPGKATAE IKKMMATYK

f. Max. deviation, (see listing)
6

+ 6 + * 4 +
I R U S B * * * % * * ok sk ok ok * * ok koK * s,k ok ok ok
i . .

Phi-psi

Phipsi (RN H H:# H [N
Chil onl;

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

pdb2h88_06.ps
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Residue properties
pdb2h88

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

—_
o
S

80 1

401
201

Chi-1 abs. mean dev.

2 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

5 15

o

g 12

]

g

£

<

<

1

£

© 2 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

= .

E 0]

£ 47

<

g 27

Q

N

2 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

| A A AN N NN NN NNt NN\ tN/NI/NIN/\ /'

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

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

AAAAAAAAAAAAAAAAAAAAAAAIAAAAAAAAAAAAAAAAA A _AAAAA AAAAAAAAAAAAAAAAANAAAAAAAABIAAAAAAAAAAAAAAAAAAAAAAA

ATTAKEEMARFWEKNTKS SRPLSPHIS I YKWSLPMAMS I THRGTGVALSLGVSLFSLAALLLPEQFPHYVAVVKSLSLSPALIYSAKFALVFPLSYHTWN

f. Max. deviation (see listing)

+ + + * +
* _:1:_____*_**_***:k_*_*_#___:1:_______
. .

g. G-factors

Phi-psi

Chil-chi2 e
Chil only
Chi3 & chi4
Omega

Dihedrals

MC bonds
MC angles

Mainchain

Overall

pdb2h88_06.ps
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Residue properties
pdb2h88

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

= 100
S
= 801
<
£ 60
£ 40
<
= 204
2
102 110 115 120 125 130 135 140 10 15 20 25 30 35 40 45 50
Residue number
: b. Absolute deviation from mean of omega torsion
é 15
§ 12
=
2
<
<
1
=
© 102 110 115 120 125 130 135 140 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
102 110 115 120 125 130 135 140 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
AN NAAAUANA QWWM
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
: : ‘ ‘ ‘ ‘ ‘ : BAAAAAAAAAAAAAAAAA AAAAAAARIA ‘ ‘ ‘ :
GIRHLVWDMGKGFKLSQVEQSGVVVLILTLLSSAAITASE SKAASLHWTSERAVSALLLGLLPAAYLYPGPAVDYSLAAALTLHGHWGLGQ
f. Max. deviation (see listing)
g. G-factors
Phi-psi
Chil-chi2
Chil onl;
Chi3 & chi4
Omega
Dihedrals  [TTTTTTTITITTTITTTITTITIITITTITTTITITTITITIT] EEEENEEEEEEEE NN NN RN
MC angies - FEFHHHH AR H AR HEMSnARMARMNANRARRNRAANANNANASMANNANNRRANRAREARANS
Mainchain [T TTT T T T T T T I T T T T T I T I T] EEEENEEEEEEEE NN NN RN
Overall [T T LT LTI T TT] EENEEEENEENENEENE NN NN NN NN AN NN NN AN |
102 110 115 120 125 130 135 140 10 15 20 25 30 35 40 45 50

pdb2h88_06.ps
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Residue properties
pdb2h88

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
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
(@)
1

54 60 65 70 75 80 85 90 95 100
Residue number

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

Zeta abs. mean dev.

54 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

NN VN NNZNZN/N/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

AAAAANTIA AAAAAAAAAR
7 T T T 7 T T T 7 T
VITDYVHGDTP IKVANTGLYVLSAITFTGLCYFNYYDVGICKAVAMLWS I

f. Max. deviation (see listing)

*
R4 +
*® ok Kk ® % * * ® EE

g. G-factors

Ave
Phi-psi 0.02
Chil-chi2 H H:: 0.18
Chil onl; 0.17
0.53

O

O

O

Chi3 & chi4
Omega

Dihedrals

MC bonds
MC angles
Mainchain

Overall

pdb2h88_06.ps
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Main-chain bond lengths
pdb2h88

C-O

1.27 1.31 1.35

1.15 1.19 1.23

535

Kouanbaig

1.11

N

(P;o)

C

535

Kouanbai

1.22 126 130 1.34 1.38 142 1.46

535

Kouanbai

120 1.24 1.28 1.32 136 140 1.44

CA-CB

CA-C

CA-C

(except Gly)

(Ala)

(Gly)

2p

1.52 1.56 1.60 1.64

535

Kouoanbaig

140 144 1.48

1.51 1.55 1.59 1.63

535

Kouanbai]

1.39 143 1.47

535

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)

145 149 153 1.57

1.37 141

535

Kouanbaig

1.33

1.52 1.56 1.60 1.64

535

Kouanbai

1.40 144 1.48

1.61 1.65

1.49 1.53 1.57

1.45

535

Kouanbaig

1.41

N-CA
(Pro)

535

Kouanbai

134 138 1.42

141 145 149 153 1.57

535

Kouanbaig

1.33 1.37
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Main-chain bond lengths (contd)
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Main-chain bond angles (contd)
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