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Plot statistics

ons [A,B,L] 1526 83.1%

Residues in additional allowed regions [a,b,l,p] 251 13.7%
Residues in generously allowed regions [~a,~b,~l,~p] 35 1.9%
Residues in disallowed regions 25 1.4%
Number of non-glycine and non-proline residues 1837 100.0%
Number of end-residues (excl. Gly and Pro) 18
Number of glycine residues (shown as triangles) 140
Number of proline residues 109
Total number of residues 2104

Based on an analysis of 1

18 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

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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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
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Oa. Ramachandran plot quality assessment 2153). Peptide bond planarity - omega angle sd
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Plot statistics
Comparison values No. of

No.of Parameter Typical Band  band widths

Stereochemical parameter data pts value value  width  from mean

a. %-tage residues in A, B, L 1837 83.1 66.5 10.0 1.7 BETTER
b. Omega angle st dev 2092 19.1 6.0 3.0 44  WORSE
c. Bad contacts / 100 residues 12 0.6 20.0 10.0 -1.9  BETTER
d. Zeta angle st dev 1964 2.5 3.1 1.6 -0.4  Inside

e. H-bond energy st dev 1372 0.8 1.0 0.2 -1.1  BETTER
f. Overall G-factor 2104 -0.4 -0.8 0.3 1.4 BETTER
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Side-chain parameters
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b. Chi-1 trans
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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 221 22.4 27.2 6.5 -0.7  Inside
b. Chi-1 trans st dev 615 239 26.4 5.3 05 Inside
c. Chi-1 gauche plus st dev 824 21.2 25.0 4.9 -0.8  Inside
d. Chi-1 pooled st dev 1660 22.9 25.8 4.8 -0.6  Inside
e. Chi-2 trans st dev 536 26.8 25.8 5.0 0.2 Inside
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Residue properties
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a. Absolute deviation from mean Chi-1 value (excl. Pro)
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b. Absolute deviation from mean of omega torsion
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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

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

24
18 1
12 1

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
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Residue properties
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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.
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Residue number

b. Absolute deviation from mean of omega torsion
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Omega abs. mean dev.
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Residue number

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

30
24
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Zeta abs. mean dev.
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Residue number Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility
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Chi3 & chi4
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e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
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Residue properties
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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.
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Residue number

b. Absolute deviation from mean of omega torsion
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25

Omega abs. mean dev.
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Residue number

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

30
24
18 1
12 1

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

d. Secondary structure & estimated accessibility
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Residue properties
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a. Absolute deviation from mean Chi-1 value (excl. Pro)
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Chi-1 abs. mean dev.
N
=)
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Residue number

b. Absolute deviation from mean of omega torsion

125
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25 1

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

30
24
18 1
12 1

Zeta abs. mean dev.

305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400

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

d. Secondary structure & estimated accessibility

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

D X
(e )

Chi-1 abs. mean dev.
SN
S S
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25 30 35 40 45 50 55 60

Residue number

b. Absolute deviation from mean of omega torsion

125
100+
75 1
50 4
25 1

Omega abs. mean dev.

405 410 415 420 425 430 435 440 445

25 30 35 40 45 50 55 60

Residue number

c. C-alpha chirality: abs. deviation of zeta torsion
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24
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Zeta abs. mean dev.
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f. Max. deviation (see listing)
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d. Secondary structure & estimated accessibility
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Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
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Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
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100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
]
T 80
B
g 60
2 40
<
< 20
z
61 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160
Residue number
: b. Absolute deviation from mean of omega torsion
5125
g 1004
]
E 751
£ 50
& 254
g
© el 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 30
Z %
218
g 12
G
s 6
N
61 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160
Residue number Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

g\ — S e A NN NN

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

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

NNLGTSHLLRLASSLTTKGAS SFKITRGIEAVGGKLSVTSTRENMAYTVECLRDDVDILMEFLLNVTTAPEFRRWEVAALQPQLR IDKAVALQNPQAHV I

f. Max. deviation (see listing) . . .
] 61 k5w + 5
Kok K * * ***** +>{<>K ++ * *' * + + +
g kg kkpkdg | §% 4 4 g% Hg ok kR @Rckdkk g kkk g 4 ok 4 gokkkk 4 kg ok 4 gk kg ok kk k4 *
sk ok kckokokckok Rckok Rokok Rk kokok | kok kR kok kkkokkokokkokok kb ok kokokRokok ok mokk ok kkkkkkkRkkRokk Rk kkkkkkkkkkkckkkckkk  kk %
g. G-factors
ChiPehia . H:H H H 8 H
Chis & chia H u
Omega LI ol (el SR e MM R EatESETER AT E" EENEN_BEEE| EESEEEEE
Dihedrals [T T T T T T T T I T T T T T T T T T T T e T e T T T T T T T T T I T T T T T T TR T
MC bonds
Neteuts - EEPEEERFEEF PR R T R PP e R e P
Mainchain  CT T T T T T T T T T TP T T T T T T T T P T T T T T T P T T T T T
Overall 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 T T I T T T TT T I T T T I I I T ITTTT]
61 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160

pdblsqq_06.ps
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Residue properties
pdblsqq

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

—_
o
S

D X
(e )

Chi-1 abs. mean dev.
SN
S S

161 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260
Residue number

b. Absolute deviation from mean of omega torsion

125
100+
75 1
50 4
25 1

Omega abs. mean dev.

161 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260
Residue number

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

30
24
18
12

Zeta abs. mean dev.

161 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260

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

d. Secondary structure & estimated accessibility

AT 1\ U it AN 1 o

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
ENLHAAAYRNALANSLYCPDYRIGKVTPVELHDYVQNHFTSARMAL IGLGVSHPVLKQVAEQFLN IRGGLGL SGAKAKYHGGE IREQNGDSLVHAALVAE

f. Max.*deviation (see listing) . s LT -
96 + 6+ 47 II* 89519’:125 + + 92

* L+ + ok L wx . R I ..
+% kg B4k gk kg kg * 2% ko kk 63 +%4+ +44 FEE KFOEQHKQEGDIA kg ok ok kkQD
dokokokokok ok ok ok ko kokokokok ok kokokokokokok | skokokok | oRok kol ok kol ok ok sk ok ok s ok ok ok sk sk ol s ok ok ok sk ok o ook ok sk ok ok Sk ook ok sk sk ok ok ok ok sk sk ok o ok
. . . i . i i . i . . . . . . . i

g. G-factors

Phi-psi ]
Chil-chi2 [0
Chil only

Chi3 & chi4
Omega

Dihedrals

[
MC bonds [
MCangles [

[
[T

Mainchain

Overall

I \
I I
\ \
I \
I I
161 170 1

pdblsqq_06.ps
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Residue properties
pdblsqq

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

_
o )
3 & 8

\®}
(e}

Chi-1 abs. mean dev.
N
=)

261 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360
Residue number

b. Absolute deviation from mean of omega torsion

125
100
75
50
25

Omega abs. mean dev.

261 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360
Residue number

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

30
24
18 1
12 1
6_

Zeta abs. mean dev.

261 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360

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

d. Secondary structure & estimated accessibility

B AAAYE Y it— A 1A

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

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

5 49 5++ 05 6
* . + K Fggk + * Lo R .. * o ++.++
L S T T i T B 42 TOEIEEELLp gk Rk gk Dok ok d kRS 44
ok ok ok ok ok * %k * sk sk sk sk ok ok ok ok ok ok ok ok sk ok sk ok ok R ok ko sk sk ok skokok skokosk skok ok ok skosk sk sk sk sk ok ok ok sk ok ok ok
. . i . .

g. G-factors
Phi-psi _ !:m::
ggggg?ﬂ H:# ﬁ H H R :\F H
Gmaga ™" |-t oot ot o EEEE  EREET | [Tl
Dihedrals T T T T T S P T T T LT T P e T T o T T T T T T T T T T T T T R T ]
MCbonds [T T T T P P P P P P e P P PP P P P P P P P T T
MCangles [T P e T P T e e T e P P e T e P T P T P T T T T
Mainchain [T T T T T T LT T T AT T P T T T T T T T T T AT P T T T
Overall HH\\H\\‘\\\H‘\H\\‘\\\H‘\H\\‘H\H‘\\H\‘H\H‘\\H\‘H\\H\H\‘\H\\‘\\H\‘\H\HHH‘\HH‘H\H‘\HH‘HHH
261 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360

pdblsqq_06.ps
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R . d . Page 9
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
]
2 80
£ 60
£ 401
<
= 20 A
2
361 370 375 380 385 390 395 400 405 410 415 420 425 430 435 2 10
Residue number
: b. Absolute deviation from mean of omega torsion
é 125
§ 100
E 75-
£ 50
& 254
=
© 361 370 375 380 385 390 395 400 405 410 415 420 425 430 435 2 10
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 30
= 24
QE) 18
£ 12
<
s 6
N
361 370 375 380 385 390 395 400 405 410 415 420 425 430 435 2 10
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
MANBE AN TN NN\ L
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [ Generous Il Disallowed
l‘(NKLKAGYLI\‘/ISVESéEGFL[‘)EVGS(‘)ALAA&SYTPI"STVLéQ I DA\‘/ADAD\‘/ 1 NAA]‘(KFVSC‘%RKSMAASGNILGHTPI‘: IDEL TNIRKSHPLMK
f. Max. deviation (see listing) -
O Rt R £ SOOI SR SUUNL UL JLSES IR ELIRTOY 1 LF: frrinen
g. G-factors
Phipsi T u n
PR dily i
Omega “HE" mEsms EMR H° " CEE NSE"EEAE EEREEY ot ot ot 5 mtmam am
Dihedrals [T T T T T TTTT T T T T T T T T T T T ET T T T T T I T T T T T T T T T T T e 1] AT
MC angles - EHHHH AR AR A A
Mainchain [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 I T T T T T ETTTTTTTTT]
Overall [T TR T R T T T T T P T T T T L T T E e T T
361 370 375 380 385 390 395 400 405 410 415 420 425 430 435 2 10

pdblsqq_06.ps
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Page 10

Residue properties
pdblsqq

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.

—_
|9V}

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

b. Absolute deviation from mean of omega torsion

125
100+
75 1
50 4
25 1

Omega abs. mean dev.

13 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
Residue number

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

30
24
18
12

Zeta abs. mean dev.

13 20 25 30 35 40 45 50 55 60 65 70 75 80 & 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

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

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

AAAAANBAABAAAAAAAAANBIAAAAAAR AAAAAAAANTIAA
7 T T 7 T T T 7 T T T T T T 7 T 7 T T T
IVNNAF IDLPAPSNISSWWNFGSLLGICLILQILTGLFLAMHYTSDTTTAFSSVTHICRDVNYGWI I RYMHANGASMFF ICLYMHVGRGLYYGSYTFLET

f. Max. deyiation (see listing) .
5546 2 5 + + 5 5
* *' * * + + ++ *** *® *® K ++*+ + + *® + * * *
FROFGEAF poRQEE 4 ok gk y gk gokkck Lok kg kok Qo okk kg kokok okl Rk ckokokk pokok kg gk 4 kg kg k] Rk #% 4 o4 F *
%% dokokok ok ok ok kR ok ok ko Rk ok ko kok ok ok ok ok
‘ ‘

+
ok sk sk sk ok ok ok ok sk sk ok ok ok sk sk ok s ok ok ok sk sk ok s o ok ok sk sk ok ok ok ook ok ko ok R kR ok sk ok kokok kR Rk ko ok
. . . . . . . . i .

g. G-factors
Phipsi [T TR u
P e R e i e e G
Gmaga ™ -t ofaeat -t ot o a1 oo oo~ o 11 ey N 1
Dihedrals [T T T T T T T T T T R T T T S T T T T TR T T T T T T T T T T T TR [T T T T T T
MCbonds [T T T T T T T T T T T T T e T T T T P T T T T T T P T T T T T T
MCoangles [ [ [ T[T e e e e e e e e e e e T
Mainchain [T T[T T T T T T I T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T I T T T T T I T T I I
Overall \‘\H\\H‘\H\\‘H\H‘\H\\‘H\H‘HH\‘H\\\‘HH\‘H\\\‘HH\‘\H\\‘H\H‘\H\\‘\\\H‘\H\\‘H\H‘HH\‘H\H‘HHHH
13 20 25 30 35 40 45 50 55 60 65 70 75 8 85 90 95 100 105 110

pdblsqq_06.ps



PROCHECK

Page 11

Residue properties
pdblsqq

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

= 100
S
= 80
B
g 60
£ 40
<
= 20
z

113 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210

Residue number
: b. Absolute deviation from mean of omega torsion
5125
£ 100-
]
E 751
£ 50
& 254
g
© 113 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion

_§ 30
Z 241
2 18-
£ 12-
c!
g 67
N

113 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210

Residue number Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

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

Dihedrals

MC bonds
MC angles

Mainchain

Overall

d. Secondary structure & estimated accessibility

WWAVA VA VAV A W VA VA VAR
™ Helix

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

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

: : ‘ AAAAL AABAA : ‘ ‘ A AABARBAABAAAAAAAAAAAAAAAAAAAAAAAATINL ABAAA
WNIGVILLLTVMATAFMGYVLPWGQMS FWGATVITNLLSAIPYIGTNLVEWIWGGFSVDKATLTRFFAFHFILPFIIMAIAMVHLLFLHETGSNNPTGIS

f. Max. deviation (see listing) e R

: I*:{tgi + +55 * 3:*6** 76 41‘ + ++:++ *;+>§- 6 +
et wrrre e eden B8 B vy Sreguieidngr rpreadany Thdteaodeg o
g. G-factors

] |l | ] T ]

N TR R TR e TR T Y
Il = -:I:Ij h I H:H Hﬂ:w \t:ID:ﬂ:hj:Hﬂ:f:l:::
[T T T T T T T T I T T T T T o 7 o o [T T T e T T e T T T T T T T T T R e T T
HH\\\HH\\H\H\H\\H\H\\HH\\\H\H\HHH\H\\H\H\\H\H\HHH\HHH\HHHHHHHHHH
T T I T T T T T T T P T T T T A T T T T T T T T T P P T T
EEEEEEEEEEEEEEEEEEEEEEEEEEEE NSNS NSNS ENEEEEEEEEEEEEE|
LT T P T T T T T T T T T R T LT T L T L L R T L R T T
113 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210

pdblsqq_06.ps
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Page 12

Residue properties
pdblsqq

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

—_
o
S

D X
(e )

\®}
(e}

Chi-1 abs. mean dev.
N
=)

213 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310
Residue number

b. Absolute deviation from mean of omega torsion

125
100
75
50
25

Omega abs. mean dev.

213 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310
Residue number

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

30
24
18 1
12 1
6 .

Zeta abs. mean dev.

213 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310

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

AAA
SDVDKIPFHPYYTIKDILGALLLILALMLLVLFAPDLLGDPDNYTPANPLNTPPHIKPEWYFLFAYATLRSIPNKLGGVLALAFSILILALIPLLHTSKQ

f. Max. deviation (see listing . .
6 + * 4 9k +9% 55 5 + g *
* *. +*+* +*>{<* . **«k * >§-«{< *' * %k * * * +*+ *++ ++4<
+$* **+*5***+** * ok * *+**** *;k*s * *9** *+$7*+02+*7 *+ +** **+>:< * %k +* **++ﬁ,<* ><+>#++4<*>:<* *
sk %k sk ok sk sk ok ok ok sk sk ok sk ok ok ok %
‘ ‘

+
Sk ok okokok kR R Rk kokkok ko Rk kkokkkdkokk Rk R kR R kkk kR wokk ok
I I I I i I I I I

g. G-factors

e Lo e R M PR e R PR W e TR R
O et o i s o o

\ 1

\ (1]
Dihedrals [T T T IR 0 T T T T [T T T [T [0l [T T Dol ooy I [ I ol [ T I T [T [T T T [T T T P T EI I 1)
M angies - PR AR
Mainchain [T LTI LTI L TR L L T L L L T LTI T LT T [ TR T]
Overall \‘\H\\H‘\\C\H‘H\H‘\H\\‘H\H‘HH\‘H\\\‘\\H\‘HH\‘\\H\‘\H\\‘\\\H‘\H\\‘\\\HJH\\‘H\H‘HH\‘H\H‘HH\‘H\
213 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310

¢ = cis-peptide

pdblsqq_06.ps
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. d . Page 13
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
]
2 80
£ 60
£ 40
<
- 20
£
313 320 325 330 335 340 345 350 355 360 365 370 375 5 10 15 20
Residue number
: b. Absolute deviation from mean of omega torsion
é 125
% 100
E 75
£ 50
& 25
=
© 313 320 325 330 335 340 345 350 355 360 365 370 375 5 10 15 20
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 30
= 24
2 181
£ 124
<
g 67
N
313 320 325 330 335 340 345 350 355 360 365 370 375 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
:
—ANNANS AN AN i
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
AAAAAAAANAAABAAAAA
RSMMFRPLSQCLFWALVADLLTLTWIGGQPVEHPYIT ‘IGQLAéVLYFILL I LVLMPTAéT I ENI‘(LLKW SDLELHPPSYPWSHRGLLSSLDH
f. Max..deviation (see listing);. ) P st
5 *5 . . 5 66 0822 t N 7*: t 5* *7 49
fenaadd e ? wnodbashie Deodeey ot v n oriiin airdinenie 90
g. G-factors
Phi-psi I I [TH q H [T
§§§§'§12,4 ’*#*#:H m# H> ﬂ H % | H I :\F
Omega - ot ot ot - oo o 1o i | I
Dihedrals [T T T T T T T T T T T T T T T e T T T T T T TR T T I T AT T T T T I T A T I
MC angles - T WA A HHHHHHAHHHAS
Mainchain - [T T T TR T T T TP T T I T LT T T T T T T T T I T T [EENEEEEEEEEEENE NN RN
Overall [T I T T T T T T T T T T T R T T T T T T T OO T T TR T I
313 320 325 330 335 340 345 350 355 360 365 370 375 5 10 15 20

pdblsqq_06.ps
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Residue properties
pdblsqq

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

—_
o
S

D X
(e )

\®}
(e}

Chi-1 abs. mean dev.
N
=)

24 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

125
100
75
50
25

Omega abs. mean dev.

24 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

30
24
18
12

Zeta abs. mean dev.

24 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

AN ———— AN = —— o

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

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

AAAA AAAAAAAAAABIARIIIAAAAABIAAA AAAAAAAAAAAAATIBA ARTEIA IAAAA I IAA IAAAAAAAAAAA AANBAAAAAAAA
TSTRRGFQVYKQVCS SCHSMDYVAYRHLVGVCYTEDEAKALAEEVEVQDGPNEDGEMFMR PGKL SDYFPKPYPNPEAARAANNGALPPDLSY I VRARHGG

f. Max. deviation (see listing) B P T 1
* 5 4 5 6+9 4 59 706 76+ + 51 93++ 26 669 1 659 4+ +*2
* + ok o4 kR . LELUE 4 + + oo Fee ORE oy kR * B T T R
B kg posgkR() R gokrkgg Jog (R RQuRae ke FpfEQEEEGO9 D8 HR[OEQTHEEEL6F 44 FRpp[85FTHO[ Dk Guykyuns
* Rk kkkckkkkckkkkkkkkkkkkkkkkkkkkkkkkkkkkkkkkk sk kkk ko ko k kv ok k ok x|

. . . . . . .

ok ok ok ok ok ok ok okok ok ok kokokokok kR R okl ok kR kokokok ok kokk
. . . . . . . .

g. G-factors

EE(?L’F, H HW{:H F:ﬂ mﬁi EEEEEEEE :H H:HI ﬁ#:ﬁ
Omega " [NEC Bt oot it e B3 CREMRNREMARR S RARESEAENE EE N8N ENEEEE"NSERE"N

Dihedrals [

[T LT [ FRl ] T T CREm e [T 1 [T I [TTTT

M angies - AR HHAHHHHHHHH A R A
Mainchain [T T T CO T C T LT T T L LT LT B T T L LTI T T LTI T RIT]
Overall [T T TN T TT T TIT T T T I T T T T T T e T T T T T T ST T T T T T T T I T T [T LT
24 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120

pdblsqq_06.ps
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Residue properties
pdblsqq

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

—_
o
S

D X
(e )

Chi-1 abs. mean dev.
SN
S S

124 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220
Residue number

b. Absolute deviation from mean of omega torsion

125
100+
75 1
50 4
25 1

Omega abs. mean dev.

124 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220
Residue number

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

= 30
3
- 24
g 18_
g
3 12
<
g 67
N
124 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
EDYVFSLLTGYCEPPTGVSLREGLYFNPYFPGQAIGMAPP IYNEVLEFDDGTPATMSQVAKDVCTFLRWAAEPEHDHRKRMGLKMLLMMGLLLPLVYAMK
f. Max. deviatiom (see listing) =31 .* . . 1.0, . -
*4 5+61579I963 . s 5* i;+ 042i59157 8*198166 71— .o 4 5+ . .
IS S S MEAT A1 EEE ML EI SR E S oS MO PEAEIGL ST EEES IS0 S5 U S S S UL 55 S U 63 S SIS 0
g. G-factors
Phi-psi T T T HEE BN
E{ﬁlé%-‘?&m:MH #ﬁ:ﬁ:ﬁ:m:\\\\\ T [ [ #{‘H H:# H
Omega " ot nt oo oo
Dihedrals [T T T T S T R T T T T T T AT T
v sngies - HEFRHHERHHH AR AR A AR A AR A A A
Mainchain [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
Overall [T T T LT TIET [T T T T e T S e T I T T T T T B T TG LT L LT LT L LTI 1T
124 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220

pdblsqq_06.ps
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Residue properties
pdblsqq

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

=
s 3 8

Chi-1 abs. mean dev.
SN
S S

5 10 15 20 25 30 35 40 45 50 55 60 65 170
Residue number

b. Absolute deviation from mean of omega torsion

224 230 235 240

% 125
e}
%100_
E 754
£ 501
& 254
£ T o) ——— T T_-'# T
© 224 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 30
S 244
g 18_
g
3 12
<
g 67
N
224 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
NN = s E Ay o\/x—
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
AAAAAASAAAAAASIAATAAAATAABIAAAAAA
RHKWSVLKSRKLAYRPPK SHTDiKVPDI‘:SDYRF‘RPEVL[‘)STKSéKESSI‘EARKGI‘:SYLV'l‘"ATTT\‘/GVAY/‘\AKNV\‘/SQFVéSMSASADVL/—“\MS
f. Max. deviation (see listing) .
g. G-factors
Phi-psi _
o E gk i, ngus Eok.®
e G b o Wl s
mega L
Dihedrals [T TTT T TTTITT T T T T s T T T T T T T T T T T T T T T
Mc sngies  EEFEHEFHHHHRHERER R ENRARNRANERENANANANESAENANAANANARENNANRANARARENENRARARRNENE" RIRARAR
Mainchain [T TTTTTTTTTTTITTTTT] T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T I T
Overall [ITTTITTTITTTTITITTIT O T T T T T T T T T I T T T T T I T T T T IT T T T T T IT T T T T T 1T
224 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70
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Residue properties
pdblsqq

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

—_
o
S

S X
o O

Chi-1 abs. mean dev.
SN
S S

73 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170
Residue number

b. Absolute deviation from mean of omega torsion

% 125

e}

§ 1004

E 751

S 501

& 254

E e : : T'_‘r-—-l—_l—-‘l—'*'_F'_'r'—'—'-r'-"T'_-l-"ﬂ-‘.'T.‘—H-
© 73 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170

Residue number

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

= 30
3
- 24
S 18
=
3 12
<
s 6
N
73 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
= S SN %
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions a Most favoured & Allowed [l Generous Il Disallowed
KIEIKLSDIPEGKNMAFKWRGKPLFVRHRTKKE IDQEAAVEVSQLRDPQHDLERVKKPEWVILIGVCTHLGCVP IANAGDFGGYYCPCHGSHYDASGRIR
f. Max. deviation (see listing)
g. G-factors
Phi-psi T m
i, st
e ]
Dihedrals I T T T T T T T T T T T T T T T T T T T T T T T T T T T T A T T I I T
Netents FEEFEFFEFEEFEFFEPEFEEF R PR
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
Overall [T T T L T T L T L T T
73 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170
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Residue properties
pdblsqq

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

—_
o
S

S X
(e )

\®}
(e}

Chi-1 abs. mean dev.
N
=)

173 180 185 190 195 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number

b. Absolute deviation from mean of omega torsion

%z 125
e}
% 100+
g 75
£ 50
& 254
g
© 173 180 185 190 195 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 30
- 24 A
g 18_
g
3 12
<
g 67
N
173 180 185 190 195 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
) By B PRV AVAVN/NT -\, — A, NN /AN AN A
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
KGPAPLNLEVPSYEFTSDDMV IVG VSASSRWLEGIRKWYYNAAGFNKLGLMRDDT IHENDDVKEATRRLPENLYDDRVFR IKRALDL SMR
f. Max. deviation (see listing) * .,
i 4 * + 4+ o+ + +* o+ . x e T ;
et s, fr, bt Behde e T T e nn e syl
g. G-factors
Phi-psi _ T
P e .
Omega I b B R ERCTECES | mECES m “EER mEm
Dihedrals  [TTTTTTTTTTTTITTTTTTTTTTT] T T T T T T T T T T W T T T T T T A T T T T T T T T T T T
MC ngies  FEEHEHFRHHHHA A EERENEEEENENEANEEENRANSNENENEANSNASNENENNRANSNENENN-SEEEEREEEEEE
Mainchain [T T T T ITTTTT] [EEEEEEEEEEEEEEEEEEEEEEEEEEEE NN NN NN |
Overall [ITTITTTITTTIITIITIITT T O T T T T T I T T I T T T T T T T T T T T I T I T TITITITTITTITITT T
173 180 185 190 195 10 15 20 25 30 35 40 45 50 55 60 65 70
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Residue properties
pdblsqq

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

—_
o
S

D X
(e )

\®}
(e}

Chi-1 abs. mean dev.
N
=)

72 80 85 90 95 100 105 110 5 10 15 20 25 30 35 40 45 50
Residue number

b. Absolute deviation from mean of omega torsion

125
100+
75 1
50 4
25 1

Omega abs. mean dev.

72 80 85 90 95 100 105 110 5 10 15 20 25 30 35 40 45 50
Residue number

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

30
24
18
12

Zeta abs. mean dev.

72 80 85 90 95 100 105 110 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

ENIONZN/NNZ G = ("—AAARNARNARR

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

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

HAN EEAAAABAAAAAAAAAAAAABIMAAAAA AAAAAAAAAABINABIAAAA
QQILPKEQWTKYEEDKSYLEPYLKEVIRERKEREEWAKK GRQFGHLTRVRHVITYSLSPFEQRAFPHYFSKGIPNVLRRTRACILRVAPP

f. Max. deviation (see listing)
8 9

* 3
7T +* * 5k y
+ o+t e E . * + + +% Rk + * R T +E kAR 4
kookkgppokk Rk QR kG ok kK * k4 +4 kF gk 5k k% * k 3k K + k4 pEpEg Rk kckkk 4 RERQk kR k%
sk kR kR Rk Rk R R Gk Rk Rk R Rk Rk ok kR kxR Rk ok Rk Kok EEES ® sk Rk R Kk Rk Rk R R R R R Rk Sk ok kR Rk R ok R K R
g. G-factors
Phi-psi Bl NN
rrs PR o ale oS, :
Chi3 &' ehia e i \ HH
i chi4 [] ||
Omega " |1 Pyl Wil | o [ ] P eERaiE EIRSE B'BRSSE BAR°R TR
Dihedrals  [TTTTTITTTIT T ITITIITTITITTTTTITITININ I T T T T T T T T e T I T T T
MC bonds EEEEEEEEEE NN SN E NN
MC angles HHHH\H\\H\HHHHHHHHHHHH H\HH\HHH\H\H\\H\HHHHHHHHHHHHH
Mainchain T T T TT T I T T T T T T T T T TITTTTT] [EEEEEEEEEEEEEEEEEEEEEEEEEEEEEEEEESEEEEEEEEEENNEEEEE
Overall T T T T T I T T T ITTITITITTITITI0] T T T T T T T T T T T T T TT I T T ITTTTTTITTTT ]
72 80 8 90 95 100 105 110 5 10 15 20 25 30 35 40 45 50
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Residue properties
pdblsqq

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

—_
o
S

D X
(e )

Chi-1 abs. mean dev.
SN
S S

15 20 25 30 35 40 45 50 55 60 65 70
Residue number

b. Absolute deviation from mean of omega torsion

60 65 70 75

125
100
75
50
25

Omega abs. mean dev.

15 20 25 30 35 40 45 50 55 60 65 70
Residue number

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

52 60 65 70 75

= 30
3
- 24
g 18_
g
_g 12
<
g 67
Q
N
52 60 65 70 75 15 20 25 30 35 40 45 50 55 60 65 70
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
AN N N N H —2A\ A=A\ AN =——x AVAUAVA N —
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
ATA,
FVAFYLVYTWGTQEFEKSKRKNPA EEEELVDPLTTVREQCEQLEKCVKARERLELCDERVSSRSQTEEDCTEELLDFLHARDHCVAHKLF
f. Max. deviation (see listing) ., S . .
" : 1871 LTS 8006y 4 LS00 LSSy, ¢ 4 )]
Tipwegeny s wsgrisieg SE0R30%F 4t £rr3A840e  Beateqditepreesdda(7areay syky xg #1 slge
***********************_ sk ok ok ok sk sk sk sk ok ok ok ok x#***ﬁ«*********************************#********_#***
g. G-factors
Phi-psi
B P A
Chis & chia ‘ H
Gmega <" a1t et | [eeietat o sttt oot o ot | |
Dihedrals [T T T T T T T T T ] T T T T T T T T e e T T T T T T
MCbonds IR T A T T T T T T T
MCangles [T T T e e e e e e T e e T e e e e e T T T T T
Mainchain [T T TTTITTTTTTTTTTITRE] 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 I T T T
Overall [T ITTT I T T ITTTTTTT TN ] T T T T T T T T T T T I T T T T T T I T T TTTT AT TTTTTTTTT T
52 60 65 70 75 15 20 25 30 35 40 45 50 55 60 65 70
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o
S

80

40
20

Chi-1 abs. mean dev.

125
100
75
50
25

Omega abs. mean dev.

30
24
18
12

6

Zeta abs. mean dev.

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

Dihedrals

MC bonds
MC angles

Mainchain

Overall
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pdblsqq
a. Absolute deviation from mean Chi-1 value (excl. Pro)
75 5 10 15 20 25 30 35 40 45 50 55 10 15 20
Residue number
b. Absolute deviation from mean of omega torsion
75 5 10 15 20 25 30 35 40 45 50 55 10 15 20
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
75 5 10 15 20 25 30 35 40 45 50 55 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

— I = I — APA—RP

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

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

NSLK MLSVAARSGPFAPVLSATSRGVAGALRPLVQAAVPATSESPVLDLKRSVLCRESLRG PTLTARLYSLLFRRTSTFA
1 1 1 1 * K * B * ok * ok ok * * * ok *
f, Max. deviation.{see listing) 7 557 ii.. it e 1 T .
*85 7 65 707 + 56 4 00+1632 *8108475927*370 47*21 968 4*4 76
L N ok 4 oKL R oL oL LEL + F L
#78* 84+43%543 HHyp#kT3kGy *DRHASR5***4603986805%266 86*50*183 THERT 4Rk pHky kkQ3k 4
* sk %k * s sk ok sk ok sk ok sk ok sk ok ok ok sk ok ok ok sk ok sk ok ok ok sk ok ok sk sk ok sk ok sk ok sk ok ok
‘ :

ok ok ok sk sk ok ok o ok ok Sk ko
. . .

sk sk ok sk sk ok sk ok ok sk sk ok sk Ok sk ok %
I I I

|

g. G-factors

wﬂfﬁﬁﬁ [] INEEEN m:#ﬁ:ﬁ::
1 W e 1 Mt -

-
o
[

AREnaENES e EENNENARANNNS EANNENNENNENE  §oNEEESSEsaEEE NMRRENERMAREEEREAN
T T T T T T T T T T T T T e T T T W [ T ARSI RN AR RRERN|
T TR T, T T T T T e e e T T T T i ] EEE T T T TR
75 5 10 15 20 25 30 35 40 45 50 55 10 15 20
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Residue properties
pdblsqq

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

= 100
S
g 80
£ 60
£ 40
<
- 20
2
22 30 35 40 45 50 55 60 5 10 15 20 25 30 35 40 45 50
Residue number
: b. Absolute deviation from mean of omega torsion
é 125
% 100
E 75
£ 50
& 25
=
© 22 30 35 40 45 50 55 60 5 10 15 20 25 30 35 40 45 50
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 30
= 24
QE) 18 1
£ 124
<
g 67
N
22 30 35 40 45 50 55 60 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
SN e K ——ANRNZ=ANNANANANI Ay
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
AAAAAAANTIE AAAAABABIAR ‘ ‘ ‘ : : : ‘
LT I VVGALFFERAFDQGADA I YEH I NEGKLWKH I KHKYEN MLTRFLGPRYRQLARNWVPTASLWGAVGAVGLVWATDWRL I LDWVPY ING
f. Max. dev1a‘;10n (see ljstin : v e
1 6% 5 4: 1 95 s 0* 294 N . t - N t 19 56:60*
**I**::i::L:*é;:*;::zizéizm*zz md 9 L T Lneinhion sl e,
g. G-factors
Phi-psi _ 17
gféggf: N H | NEREEE :H:”# m:H H H ﬁ#ﬁ
Omega " ol o o ARRAR aRRASRARSE oo o o | o e
Dihedrals [T T TR T T T T T I (R TR T T T TP T T T T T T T T E T T
MC angles - R NMREENENENRENANE HENANENNENANSNNENANENNENRRRNRRE
Mainchain [T T T T T T T T T TTTTTTTTEIT TTTITTIITTTTTT] T T T T T T T T T T I T I
Overall [T TR T T T TR, T T, B R TR T [T, I T T, T, TR T T T EE e T T
22 30 35 40 45 50 55 60 5 10 15 20 25 30 35 40 45 50
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PROCHECK

. d . Page 23
pdblsqq
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
]
T 80
<
£ 60
2 40
<
< 20
z
O
51
Residue number
: b. Absolute deviation from mean of omega torsion
5125
£ 100
]
E 75
£ 50
& 25
g
© sl
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 30
Z %
218
g 12
c
s 6
Q
N
51
Residue number Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

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

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

KFKK

f. Max. deviation (see listing)
3

wE
FHD 4
EEETS
TR

g. G-factors

Ave

Phi-psi -0.46
Chil-chi2 -0.82
Chil onl: -0.27
Chi3 & chi4 0.27
Omega -1.30
Dihedrals T O -0.71
MC bonds 0.10
MC angles % E 0.24

Mainchain  [TTT7] [] 0.18

Overall mj]j [ -0.37
51
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C-O

Main-chain bond lengths
pdblsqq

(except Pro)

1.35

1.27 1.31

1.15 1.19 1.23

1.11

462

Kouanbaig

1.22 126 130 1.34 1.38 142 1.46

462

Kouanbai

120 1.24 1.28 1.32 136 140 1.44

462

Kouanbai

CA-CB

CA-C

CA-C

(except Gly)

(Ala)

(Gly)

41

462

Kouoanbaig

140 1.44 148 152 1.56 1.60 1.64

1.51 1.55 1.59 1.63

462

Kouanbai]

139 143 147

462

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

462

Kouanbaig

1.33

1.52 1.56 1.60 1.64

462

Kouanbai

1.40 144 1.48

3

1.61 1.65

1.49 1.53 1.57

1.45

462

Kouanbaig

1.41

N-CA
(Pro)

ll.l

462

Kouanbai

1.34 138 1.42 146 1.50 1.54 1.58

1.41 145 149 153 1.57

462

Kouanbaig

1.33 1.37

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.
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Main-chain bond angles

pdblsqq

(Pro)

CA-C-N
(Gly)

CA-C-N

CA-C-N

(except Gly,Pro)

126 131

1
121

11 116

106

1

615

Kouanbaig

1

615

Kouanbai

16 121 126 131

T
111

615

Kouanbai

1

C-N-CA
(except Gly,Pro)

O-C-N
(Pro)

615

Kouoanbaig

137

127 132

122

T
117

615

Kouanbai]

107

138

118 123 128 133

T
113

615

Kouanbaig

108

CA-C-O

C-N-CA

C-N-CA

(except Gly)

(Pro)

(Gly)

115 120 125 130 135
CB-CA-C
(Tle, Thr,Val)

T
110

615

Kouanbaig

105

137

+
122

132

127

615

Kouanbai

135

130

125

115 120

110

615

Kouanbaig

105

CB-CA-C
(Ala)

104 109 114 119 124

99

615

Kouanbaig

94

125

A
110

120

T
115

105

100

615

Kouanbai

95

615

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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Main-chain bond angles
pdblsqq

(Gly)

N-CA-C N-CA-C

(except Gly,Pro)

CB-CA-C
(the rest)

127

122

T
117

112

107

102

97

615

Kouanbaig

126

121

116

111

106

101

96

615

Kouanbai

125

120

1
115

110

105

100

95

615

Kouanbai

N-CA-CB
(Ile,Thr,Val)

N-CA-CB

N-CA-C

(Ala)

(Pro)

126

615

Kouoanbaig

96

125

120

T
115

A
110

105

100

615

Kouanbai]

95

126

116

106 111

T
101

615

Kouanbaig

96

N-CA-CB
(the rest)

N-CA-CB
(Pro)

125

615

Kouanbai

120

100 105 110 115

95

118

615

Kouanbaig

93 98 103 108 113

88

Black bars > 2.0 st. devs. from mean.

Solid and dashed lines represent the mean and standard deviation values as per Engh & Huber small-molecule data.
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RMS distances from planarity
pdblsqq

ASN ASP
50 50 ; 50
40 40+ i 40
> > ‘ >
g 30 2307 ; 230
) 19} I 19}
=} = I =
o g I oy
20 020+ ! 20
3 = ; i3
10 101 3 10
000 001 002 003 004 005 000 001 002 003 004 005 000 001 002 003 004 0.05
GLN GLU HIS
50 ; 50 ; 50 ;
: : : 3
40 i 40 i 40+
> ‘ > | oy |
2 307 ; 2 30 ; 2307 ;
U') I o I 0) I
= | =} ! =} 0
on i g | lon I
L 20 | 20 | L2071 |
= | = | = |
10 3 10 3 101 3
000 001 002 003 004 005 05 000 001 002 003 004 0.05
PHE TRP TYR
50 ‘ 50 ‘ 50 ‘
3 2p 3 1 3 1
40 i 40 i 40+
> ‘ > | oy |
2 30 ‘ 2301 w 9304 ‘
Q | Q | Q |
= | =} ! =} 0
o I o I o I
S 20- | 20+ | 8201 |
= | = | = |
10 3 101 3 101 3
000 001 002 003 004 005 000 001 002 003 004 005 000 001 002 003 004 0.05

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.

p signifies data points off the graph in the direction shown.
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Main-chain bond lengths

N 1458 CA

0.051

1.509
AThr 1

I
I
[
I
I
I

CA 1540 CB

0.063

1.477
A Thr 143

I
I
I
I
I
I

CA 1540 CB

0.064

1.604
A Thr 230

[

CA 1540 CB

0.077

1.463
A Thr 347

I
I
I
[
I

CA 1525 C

0.052

1.577
B Pro 19

I

CA 1525 C

).074

I

1.451
B His 67

CA 1540 CB

0.062

[
I
I

1.602
B Thr 128

CA 1525 C

0.067

I
I

1.458
B Asn 170

N 1458 CA

0.053

I
I
I
[
I
I

1.511
B Leu 232

CA 1525 C

0.050

1.575
B Ser 273

I
[
[
I

CA 1540 CB
0.056

|
I
[
[

1.484
B Val 344

Distorted geometry
pdblsqq

CA 1521 CB

1.466
AAla 7

CA 1521 CB

0.053

1.468
A Ala 164

CA 1525 C

).051

1.474
A Trp 262

I

CA 1521 CB

0.056

1.465
A Ala 364

CA 1530 CB
).05

[

1.583
B His 20

CA 1540 CB

).052

[

1.592
B Ile 89

CA 1521 CB

0.066

1.456
B Ala 129

N 1458 CA

0.064

1.394
B Asn 170

N 1458 CA

0.052

1.510
B Ser 233

CA 1540 CB

0.061

1.601
B Val 274

CA 1521 CB
0.074

1.447
B Ala 408

CA 1530 CB

0.056

1.586
A Asn 52

CA 1521 CB
(

).057

1.464
A Ala 198

N 1458 CA

).051

1.509
A Thr 283

I

CA 1521 CB

0.092

1.429
A Ala 421

CA 1525 C

).061

1.464
B Asp 23

I

CA 1540 CB

).052

|
[
[
I

1.488
B Thr 99

CA 1521 CB

0.067

1.454
B Ala 138

CA 1521 CB

).051

I
[

1.470
B Ala 171

CA 1521 CB

0.054
1.467
B Ala 237

CA 1540 CB

0.066

1.606
B Val 299

CA 1540 CB

0.078

1.618
Blle 411

CA 1521 CB

0.056

1.465
A Ala 84

N 1458 CA

0.054

1.512
A Ala 200

CA 1521 CB

).126

1.395
A Ala 288

|
[

CA 1540 CB

0.057

1.597
A Val 422

CA 1540 CB

).054

1.594
B Ile 47

[
|
I

CA 1.525

0.064

aQ

1.589
B Ser 100

CA 1521 CB

).098

I
I
I

1.423
B Ala 139

CA 1540 CB

0.058

1.598
B Val 186

CA 1516 C

0.073

1.589
B Gly 249

CA 1525 C

0.056

1.469
B Val 309

CA 1521 CB

0.078

1.443
B Ala 414

CA 1525 C

0.055

1.470
A Lys 100

CA 1521 CB

0.055

1.576
A Ala 227

CA 1540 CB

0.060

1.600
Alle 312

CA 1540 CB

0.050

1.590
Alle 428

C 1231 O

0.055

1.176
B Glu 5

o]

CA 1540 CB

0.076

1.616
BIle 118

CA 1521 CB

0.094

1.427
B Ala 151

CA 1540 CB

).082

[
I

1.622
B Ile 226

CA 1521 CB

0.051

1.470
B Ala 259

CA 1525 C
0.054

I

1.470
B Phe 324

CA 1525 C
)54

|
!

1.471
B Arg 421

Page 1

CA 1540 CB

0.105

1.645
Alle 127

CA 1540 CB

0.063

1.603
A Val 228

CA 1540 CB

).053

1.593
A Thr 317

[

CA 1540 CB

).054

1.594
B Vval 17

[

CA 1525 C

0.062

1.462
B Glu 58

CA 1525 C

0.051

1.474
B Leu 124
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