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Psi (degrees)

Ramachandran Plot

111
|

1354

-180

-135
Phi (degrees)

Plot statistics

Residues in most favoured regions [A,B,L]

Residues in additional allowed regions [a,b,l,p]
Residues in generously allowed regions [~a,~b,~l,~p]
Residues in disallowed regions

Number of non-glycine and non-proline residues
Number of end-residues (excl. Gly and Pro)

Number of glycine residues (shown as triangles)
Number of proline residues

Total number of residues

865 88.6%

110 11.3%
0 0.0%
1 0.1%

976 100.0%
4

122
34

1136

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

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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Asp (76)

Asn (56)

111

Chi1-Chi2 plots

Arg (34)
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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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Main-chain parameters

Oa. Ramachandran plot quality assessment

20 A

%-tage of residues in most favoured regions

15 20 25 30 35 40
Resolution (Angstroms)

1.0

; 8 Measure of bad non-bonded interactions

111

Standard deviation (degrees)

2153). Peptide bond planarity - omega angle sd

20 1

15 1

15 20 25 30 35 40
Resolution (Angstroms)

I
1.0

d. Alpha carbon tetrahedral distortion
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Resolution (Angstroms)

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. %-tage residues in A, B, L 976 88.6 83.8 10.0 0.5 Inside
b. Omega angle st dev 1134 6.5 6.0 3.0 0.2 Inside
c. Bad contacts / 100 residues 139 12.2 42 10.0 0.8 Inside
d. Zeta angle st dev 1014 2.3 3.1 1.6 -0.5 Inside
e. H-bond energy st dev 697 0.6 0.8 0.2 -0.8  Inside
f. Overall G-factor 1136 -0.1 -0.4 0.3 0.9 Inside
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Side-chain parameters
11j1

a. Chi-1 gauche minus

Standard deviation (degrees)
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c. Chi-1 gauche plus

50
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Standard deviation (degrees)
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b. Chi-1 trans

1

.0
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Resolution (Angstroms)

d. Chi-1 pooled standard deviation
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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 160 12.6 18.1 6.5 -0.9  Inside

b. Chi-1 trans st dev 267 14.0 19.0 5.3 -1.0 Inside

c. Chi-1 gauche plus st dev 419 12.0 17.5 4.9 -1.1  BETTER

d. Chi-1 pooled st dev 846 12.9 18.2 4.8 -1.1  BETTER

e. Chi-2 trans st dev 242 15.4 20.4 5.0 -1.0  BETTER
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Residue properties
11j1

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

N A X o
S 5 & o 3
1 1 1 1

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

120
96
724
48
24

Omega 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

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

Zeta abs. mean dev.

5 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

A— A AN AN RN

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

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

ADNLAEFHVQNQECDSCHTPDGELSNDSLTYENTQCVSCHGTLAEVAETTKHEHYNAHASHFPGEVACTSCHSAHEKSMVYCDSCHS FDFNMPYAKKWLR

f. Max. deviation (see listing)

+ + + +

o4 44+ * + Rk + R g% + +% o4

LUk Eckskskckokkckokokokkokok Rk ok ko ckk Rk sk wckk |k kckkokok ok kkokokkokokk ok kkok  kckk ok kR kkokk x|

g. G-factors
ChiPehio . " " u o H I:H
Chil onl;
Chi3 & chi4 [ [ [
Omega 1] ] ] T [
Dihedrals [T T T T T T T T I T T LTI I T T T T T T T T T T T T T T T T T T T T TR T I T T I T T T
C bonds
MC angies (A ool ool e e
Mainchain - [T TTT T T T T T T T I T T T T I T T T I T I T T TR T T T T T T T T T I T T T T I T T T T T I I T
Overall O T T T e T T T T I T T T TP T T T I T T T I T T T T T T T T I T T T T T I IT T T I I T T T IT I TITTTTTT]

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
11j1

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

—_
o
S

D X
(e )

\®}
(e}

Chi-1 abs. mean dev.
N
=)

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

% 120
o
% 96 -
g 721
2 48 -
& 241
=
© 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
_§ 15
= 12 1
o]
£ 67
<
g 37
N
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
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
m, AMAAR_ AABABAAAAAAABAABAAAAAAAAAAA
DEPT l AELAKDKSERQAALASAPHDTVDVVVVGSGGAGF SAAl SATDSGAKV ILI EKEP\‘/ I GGNAKLAAGGMNAAWTDQQKAKK l TDS PELMFEDTMKGé
f. Max. deviation (see listing) :
+ 9+
I * : I IEI * % j{’**:* : ok * % * »{E 1— ‘f***# * ji ;t * % j{’i% * % * % *: * Z*
g. G-factors
Phi-psi I | [ [T
. : ! cHihdl
Omega SRR m o ] NEREN
Dihedrals I T T T T T T T T T T I T T T T T T T T T T T S T T T T T T T T T T T T I
MC angies T o ot - et T 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 T T T T T T T
Overall T e 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 TTTIT T TTTTT]
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
11j1

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

N A X o
S 5 & o 3
1 1 1 1

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

120
96
724
48
24

Omega 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

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

15
12

Zeta abs. mean dev.

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

Dihedrals

MC bonds
MC angles

Mainchain

Overall

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

B NN e —m B AN NN — e 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

T T T T T T T T T T T T T
QNINDPALVKVLS SHSKDSVDWMTAMGADL TDVGMMGGA SVNRAHRP TGGAGVGAHVVQVLYDNAVKRN IDLRMNTRG I EVLKDDKGTVKG I LVKGMYKG

f. Max. deviation (see listing)

g. G-factors
] m T
iy i :
[l ) [T [ [l
T T T T T T T T T T I T T T T T T T I T T LTI T T T I T T T TP T I T T I
IRttt -
T I T I I T T T T T T T T T T T I P T T I T P LTI T T T AT P T T I T TIT T I T TITI T T I TTTTIITE]
O T T R T L T T e T T T T T T L TR R T LI T
205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300
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S

80

40
20

Chi-1 abs. mean dev.

120

Omega abs. mean dev.

15
12

Zeta abs. mean dev.

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

Dihedrals

MC bonds
MC angles

Mainchain

Overall

Page 4

Residue properties
11j1

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

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

96
724
48
24

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

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

o i A T et Mt 1

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

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
AAAAAAAAAAAA  AABAAAAAAAIAAAA HA AAABAAAAAAAAIAAAA AAAAAA AARAAATIN

T T T T T T T T T T T T T
YYWVKADAV I LATGGFAKNNERVAKLDP SLKGF I STNQPGAVGDGLDVAENAGGALKDMQY I FAHPTLSVKGGVMVTEAVRGNGAILVNREGKRFVNEIT

f. Max. deviation (see listing)

+
FEL 4 * + +

g. G-factors
u mT

; L i ; e
i RRER"N ol o RRRRRN NN s
T T T TR 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 I T T T T P T I T T T
-t -t e e
T T T T T T T T TR T T T T T T T T T I T T T T I T T TR T T I I T T
(O T e T T T e P T T T T T T T e T T T I T T T LI
305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400
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Residue properties
11j1

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

—_
o
S

80

40
20

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

120
96
724
48
24

Omega 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

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

15
12

Zeta abs. mean dev.

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

Dihedrals

MC bonds
MC angles

Mainchain

Overall

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

A et A N s R NN R GAA =

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

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

ABEAAAAAAAA AR ABAARAAAARIAAAARIA
7 T T T 7 T 7 T T T T 7 7 T T T T T 7 T
TADKASAATLAQTGKSAYLIFDDSVRKSLSKIDKY IGLGVAPTADSLVKLGKMEG IDGKALTETVARYNSLVS SGKDTDFERPNLPRALNEGNYYATEVT

f. Max. deviation (see listing)

5
5

g. G-factors

u - o

[ |

i i
T T T T T T T T T T T T T T T I T T T T T T T I T T T I T T T T I T T
- ARt
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 A T T T I T I
O T T T R T T T T T T TR TR T LI

405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500
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R . d . Page 6
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
g
g 60 -
£ 401
<
= 204
£
505 510 515 520 525 530 535 540 545 550 555 560 565 5 10 15 20
Residue number
: b. Absolute deviation from mean of omega torsion
é 120
% 96
E 72-
£ 48
& 241
g . H.—-h.!—
© 505 510 515 520 525 530 535 540 545 550 555 560 565 5 10 15 20
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 15
= 12
QE) 9
£ 6
<
s 3
N
505 510 515 520 525 530 535 540 545 550 555 560 565 5 10 15 20
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
=\ N\ e
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
ABAAA
PGVHI‘-[TMGG\"MIDTI‘(AEVMI\‘IAKKQ\‘/ I PGL+GAGE\‘/TGGVI‘-IGANRILGGNA1 SDII "‘FFGRL/‘\GEEA/‘%KYS ADNLAEFHVQNQECDSCHTPDG
f. Max. deviation (see listing)
g. G-factors
Phipsi [T m
e T . ceEeee
hod s et . m ot
Dihedrals [T TTTTTT T TTTIT AT T I T T T T I T T T T T IT T I I T T T T T T | T
N3 LR R e ERF P LR R e R R e
Mainchain [T TR BT T T T T IT T T T T T T T T TR T T T T I T T T T T I T T T T A T T T T T T T T
Overall [T ECT T LT T T T e T T L T LTI LTI EEEENNNENNENES EEEENEN
505 510 515 520 525 530 535 540 545 550 555 560 565 5 10 15 20
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=
s 3 8

Chi-1 abs. mean dev.
SN
S S

120
96
72
48
24

Omega abs. mean dev.

Zeta abs. mean dev.

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

Dihedrals

MC bonds
MC angles

Mainchain

Overall

Page 7

Residue properties
11j1

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

23 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120
Residue number

b. Absolute deviation from mean of omega torsion

23 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120
Residue number

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

23 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120

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

d. Secondary structure & estimated accessibility

:.Qﬁﬂﬁﬂyil—‘a QNN =

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

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

ELSNDSLTYENTQCVSCHGTLAEVAETTKHEHYNAHASHFPGEVACTSCHSAHEKSMVYCDSCHS FDFNMPYAKKWLRDEPT IAELAKDKS ERQAALASA

f. Max. deviation (see listing) o
45
* *-ﬁt I‘f *z‘:«t * :x SN I* EE Y ;t*r;t t *TI E * *IT * %k * sk ok kR ok ok 1— * ¢X*§2 t *TI*
g. G-factors
EmE- R H m o - u
|
i i
T T T T T T T T T T T T TR T T T T T T T T T I T T T T T I I T I T I
ARRARRARRANN ARAASNARNANNANNARANRRRA RAANANANAN-AN-AN AANACRANANSRACCASRANN ERNNWAN-CAN" ENARRARN
T T T T T T T T T T T T T T T A T T T T T T T T I T T T T T T T T T T T I T T
O T L T T e T LT T e T e T I LT L T e [T
23 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120
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Residue properties
11j1

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

N A X o
S 5 & o 3
1 1 1 1

Chi-1 abs. mean dev.

123

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

b. Absolute deviation from mean of omega torsion

120
96
724
48
24

Omega abs. mean dev.

123

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

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

15
12

Zeta abs. mean dev.

123

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

Residue number Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

Phi-psi
Chil-chi2
Chil onl; [

d. Secondary structure & estimated accessibility

B — N\ N\ — v —n SR NG S A AN

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

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

AAAABIAAAAA T AAAAR — AAAABAAAAAAABAABIAAAAAAAAAAA  NBIABIAAAAAAAAAAAAAAAAAA
7 7 T T T 7 T T 7 T 7 T 7 T T T T T T T
PHDTVDVVVVGSGGAGFSAATSATDSGAKV I LT1EKEPV I GGNAKLAAGGMNAAWTDQQKAKK I TDS PELMFEDTMKGGQN INDPALVKVLS SHSKDSVDW

f. Max. deviation (see listing)

+ o+

#
.**.

+ + * *
* * LUk R Eck wokkx kx|
. . .

* %

+ + % + +
* Uk kR kok ok kR kR ok k Uk ok kkk kR ok
i . i i . i

g. G-factors

EEREN o

Chi3 & chi4

Omega

Dihedrals

MC bonds

MC angles

Mainchain

Overall

70 175 180 185 190 195 200 205 210 215 220

_—
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Residue properties
11j1

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

> 100
3
= 80 1
S
g 60 -
£ 401
[5]
- 20+
0
O

223 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320
Residue number

b. Absolute deviation from mean of omega torsion

120
96
724
48
24

Omega abs. mean dev.

223 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320
Residue number

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

15
12

Zeta abs. mean dev.

223 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320

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

d. Secondary structure & estimated accessibility

S R A NN t— S —

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

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

: AABAAA £ AAAAAAAANL : ‘ ‘ ‘ ‘ EAAAABAA ‘ : AAAAAAAAAAATIA  AAAAA
MTAMGADLTDVGMMGGA S VNRAHRPTGGAGVGAHVVQVLYDNAVKRN I DLRMNTRG I EVLKDDKGTVKG I LVKGMYKGYYWVKADAV I LATGGFAKNNER

f. Max. deviation (see listing)

+ * gk + kg ok 4 + * +
****‘F* * * ok ok * ok B **_*_*_***_*__****_**_*__**»_***_*_**_***_*_**___**»__*__*__
i . i . i . . i i i . i .

Phi-psi

Phipsi H [N F [NEEE H
Chil only [

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall
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Residue properties
11j1

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

= 100
S
= 80
g
g 60
£ 40
<
- 20
2
323 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420
Residue number
: b. Absolute deviation from mean of omega torsion
é 120
§ 96
g 721
2 48
& 241
=
O 323 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 15
= 12
QE) 9
3 6
<
s 3
N
323 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
AAAARAAAA ‘ A A : AAABAAAAAAAAIAAAA ‘ ‘ AAAAIAA  AARAAABAAAAAAAAAAAAAA AAAAAAAR
VAKLDPSLKGF I STNQPGAVGDGLDVAENAGGALKDMQY I FAHPTLSVKGGVMVTEAVRGNGA I LVNREGKRFVNE I TTADKASAATLAQTGKSAYL I FD
f. Max. deviation (see listing)
g. G-factors
Phi-psi u W]
. ity i
OrrlncgaC ' H:I::. } } H } (| Il H
Dihedrals [T T T T TT T T T T T I T T T T T I T I T I T T T T T T T A T T T T T A T R I T LTI T
MC angles - Ao ettt R
Mainchain [T T T T T T T T T TR T T LTI T T T T T T T T T T I T T T T T T T I T T I T T T T T TR LI T I
Overall [T T I T T T T T T T e T T R T T T T S I T T T T T I
323 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420
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Residue properties
11j1

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

N A X o
S 5 & o 3

Chi-1 abs. mean dev.

423

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

b. Absolute deviation from mean of omega torsion

120
96
724
48
24

Omega abs. mean dev.

423

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

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

Zeta abs. mean dev.

423

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

Residue number Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

Phi-psi
Chil-chi2
Chil onl;

Chi3 & chi4

Omega
Dihedrals

MC bonds
MC angles

Mainchain

Overall

d. Secondary structure & estimated accessibility

ANV NE AR A — ==

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

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

AAAAAABAAAAAAA A ABIAAAAAAAAA N AAAATEAAARAAARIFA ABAAA — AANBIANBIAAAIAA
T T 7 7 T T T 7 T T T T T T T T T T 7 T
DSVRKSLSKIDKY IGLGVAPTADSLVKLGKMEG I DGKALTETVARYNSLVSSGKDTDFERPNLPRALNEGNYYATEVTPGVHHTMGGVMIDTKAEVMNAK

f. Max. deviation (see listing)

+
*

+ * *
EEE L
i I

sk kkok | skok ok
I i

5 5

*
+ *
sokkkk kR ok ok *
I i I

*+

+ + iy +
R T Uk ok okok kR k| kok Rk ok
i . i .

g. G-factors
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Residue properties

101

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

= 100
S
= 80
<
£ 60
£ 40
<
- 20
2
523 530 535 540 545 550 555 560 565
Residue number
: b. Absolute deviation from mean of omega torsion
é 120
% 96
g 721
2 48 -
& 241
=
© 523 530 535 540 545 550 555 560 565
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 15
= 12
QE) 9
£ 6
<
s 3
N
523 530 535 540 545 550 555 560 565
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‘(QVl PGL+GAGE\‘/TGGVILIGANRILGGNAE SDI l'l‘"FGRL/‘\GEEA/—l\KYS
f. Max. deviation (see listing)
g. G-factors
Phi-psi AvefOAIS
Chil-chi2 H @ -0.04
Chil onl; 0.09
Chi3 & c¢hi4 [T T 0.39
Omega (I | RN 015
Dihedrals [T T T TT T T I T T I T TR T I T T I T [ -0.05
MC angies - T e el 67
Mainchain [T TTT T T TT IR TTT T T AT T IT T T T T TR T T [0 -0.27
Overall [T I TR LI LTI T T LTl [ -0.11
523 530 535 540 545 550 555 560 565
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Main-chain bond lengths
11j1

C-O

1.27 1.31 1.35

1.15 1.19 1.23

225

Kouanbaig

1.11

C-N

(Pro)

225

Kouanbai

1.22 126 130 1.34 1.38 142 1.46

225

Kouanbai

120 1.24 1.28 1.32 136 140 1.44

CA-CB

CA-C

CA-C

(except Gly)

(Ala)

(Gly)

.

1.52 1.56 1.60 1.64

225

Kouoanbaig

140 144 1.48

1.51 1.55 1.59 1.63

225

Kouanbai]

1.39 143 1.47

225

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

225

Kouanbaig

1.33

1.52 1.56 1.60 1.64

225

Kouanbai

1.40 144 1.48

1.61 1.65

1.49 1.53 1.57

1.45

225

Kouanbaig

1.41

N-CA
(Pro)

0 154 1

T
1.5

1.46

225

Kouanbai

1.34 1.38 1.42

141 145 149 153 1.57

225

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

=
O
B
=
1=
)
e £
Q —
=
\O
=
] i i S
r & & 8 R
2 =
Kouanbaig
—_
o
\O
a
z =
LR
— O 2
0O “
o p— R e L LR LT T
— 0 —
— =
O
=
=
-
L t t t =
7 a8 & 8 R
2 =
Kouanbai
=
R ak
— \O
o
[~ —
& s
75l
1G] 2
e -
OUe —
L =
\O
=
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Kouanbai

C-N-CA
(except Gly,Pro)

O-C-N
(Pro)

137

132

127

17 122

T
112

CA-C-O
(except Gly)

C-N-CA
(Pro)

(Gly)

C-N-CA

137

117 122 127 132

112

107

135

115 120 125 130

110

105

<
a
A
- (@)}
—
3
93 =
SE 2
1= —
[ a I
0= 3
=
D
(=)}
= t t t =N
r & & 8 R
2 =
Kouanbaig
w)
o
(=]
a
2
@ =
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© =
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4 4 v
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4 or ) signifies data points off the graph in the direction shown.

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.

1151_08.ps



PROCHECK

(q\l o~
5
o S
< Q
[a —
=
O | =
<= o
Jg =
Z =
=
N
=
N
s =& = £ = °

ke N =N =] A

Kouanbaig

N-CA-C

(except Gly,Pro)

\O

5 = £ 5 = °
n Q >N O 3]
Kouanbai

Main-chain bond angles
11j1
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N-CA-CB
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—
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q or ) signifies data points off the graph in the direction shown.

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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RMS distances from planarity
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Histograms showing RMS distances of planar atoms from best-fit plane.
Black bars indicate large deviations from planarity: RMS dist > 0.03 for rings, and > 0.02 otherwise.
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Main-chain bond lengths
C 1329 N N 1458 CA C 1231 O C 1231 O CA 1530 CB C 1231 O
1.268 1.350 1.286 1.282 1.581 1.296
A Ala 175 - A Trp 176 A Trp 176 A His 505 B Thr 69 B Lys 393 B Ser 568
N 1458 CA
1.405
B Ser 568

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

Main-chain bond angles

121.7 Y 121.7 (LS 121.7 LS

137.8 W 132.7 122.9 176.9 127.9
A Ala 175 - A TID76

ALys112 ASer 113 ASer113 ASer 113 - AGlu114 AAla 175 ATrp 176
1112 109.1 1105 1125 116.2 o 1220 , N
C
AAsn 337 AIle 526 BAsp 15 BGly 162 B Ala 175 - BTrp176 B Ala 175 - B Trp 176
110.1 111.2 1217 CA CA 1208 o N m2 ¢
C CA
BAsp 218 BAsn 337 BTyr567 B Ser 568 B Ser 568 B Ser 568

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

Planar groups

| A,

CB

0.021 0.032 0.021
A Asn 91 B Tyr 94 B Asp 218

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