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Plot statistics
Residues in most favoured regions [A,B,L] 1558 85.0%
Residues in additional allowed regions [a,b,l,p] 242 13.2%
Residues in generously allowed regions [~a,~b,~l,~p] 19 1.0%
Residues in disallowed regions 13 0.7%
Number of non-glycine and non-proline residues 1832 100.0%
Number of end-residues (excl. Gly and Pro) 19
Number of glycine residues (shown as triangles) 140
Number of proline residues 109
Total number of residues 2100

of at least 2.0 Angstroms

and R-factor no greater than 20%, a good quality model would be expected
to have over 90% in the most favoured regions.
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Ramachandran plots for all residue types
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Ramachandran plots for all residue types
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Ramachandran plots for all residue types

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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é a. 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 1832 85.0 69.8 10.0 1.5 BETTER
b. Omega angle st dev 2088 12.3 6.0 3.0 2.1  WORSE
c. Bad contacts / 100 residues 6 0.3 16.8 10.0 -1.7 BETTER
d. Zeta angle st dev 1960 2.4 3.1 1.6 -0.4  Inside

e. H-bond energy st dev 1352 0.8 1.0 0.2 -1.0  Inside

f. Overall G-factor 2100 -0.3 -0.7 0.3 1.6 BETTER
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Side-chain parameters

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 240 24.1 25.9 6.5 -0.3  Inside
b. Chi-1 trans st dev 602 22.8 25.3 5.3 -0.5 Inside
c. Chi-1 gauche plus st dev 813 22.9 239 4.9 -0.2  Inside
d. Chi-1 pooled st dev 1655 23.7 24.7 4.8 -0.2  Inside
e. Chi-2 trans st dev 516 26.5 25.0 5.0 0.3 Inside
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Residue properties
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a. Absolute deviation from mean Chi-1 value (excl. Pro)

_
o )
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Chi-1 abs. mean dev.
N
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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

100
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40 1
20 1

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

30
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

S e = pmm—m 2 N\ S o e

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)

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

Chi-1 abs. mean dev.

105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200
Residue number

b. Absolute deviation from mean of omega torsion
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40
20

Omega abs. mean dev.

105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200
Residue number

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

30
24
18 1
12 1

Zeta abs. mean dev.

105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200

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

d. Secondary structure & estimated accessibility

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

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
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f. Max. deviation (seg listing)
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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.

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

100
80
60
40
20

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

30
24
18 1
12 1

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

d. Secondary structure & estimated accessibility

RANEE i T— A RAAY

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)
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(e )

\®}
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Chi-1 abs. mean dev.
N
=)

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

100
80 A
60
40
20 1

Omega 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

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

[ mm— NN SANANR AN S 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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Residue properties
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a. Absolute deviation from mean Chi-1 value (excl. Pro)

_
o )
3 & 8

Chi-1 abs. mean dev.
SN
S S

405 410 415 420 425 430 435 440 445

Residue number

b. Absolute deviation from mean of omega torsion

25 30 35 40 45

50 55 60

100
80 A
60
40
20 1

Omega abs. mean dev.

405 410 415 420 425 430 435 440 445

Residue number

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

25 30 35 40 45

50 55 60

30
24
18 1
12 1

Zeta abs. mean dev.

Key:- <™ Helix

+
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A A A e 1 W o ¢ P

|:> Beta strand == Random coil Accessibility shading: B Buried
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f. Max. deviation (see listing)
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Residue number
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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
pdblsqv

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

= 100
S
o 80-
B
g 60 -
£ 401
<
= 201
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
£ 100
5 80-
]
E 601
£ 40
& 20
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
£ 12
c!
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\ — VR e AN AN N

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) . .
8 4 % + 5 +
++ ¥ . + * ++. FF + + * . + + HE K
T * % 4ok kR RG kokk gy Rk 4 EES kS E gk 4 sk gk gk 4 skksksk 4o 4
Ckkckok R kkokok Rk kokokok kb Rk %k ok wockokokckokoRokok Rckk R kk Rk RokokRokok kokok ok kkokok Rk kokkkokok kR kokokkkokk ok ok Rk ko kokokk
g. G-factors
ChiPehia u, u, m n H FFH
i | i
Omega LI o |t 1ot ot i et i1 I EE SR REETCfEEYTEE'E TEERESH
Dihedrals T T T T T T T T T T T T T I T R T e T T T T T T T T T T T T T T T S T T
C bonds
MC angies - HEHHHRHAHAAHHHRHAH AR AR AR
Mainchain O T T T TP T T T e T P T T T T T P T TTT TTTTETTTT
Overall 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 T T T T T T T T T T T T T I T IT T T IT]
61 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160

pdblsqv_06.ps
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Residue properties
pdblsqv

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

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

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

100
80 A
60
40
20 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
S
o 244
B 18 4
=
£ 124
<
g 67
N
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
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions a Most favoured & Allowed [l Generous Il Disallowed
ENLHAAAYRNALANSLYCPDYR I GKVTPVELHDYVQNHFTSARMAL I GLGVSHPVLKQVAEQFLN [ RGGLGLSGAKAKYHGGE I REQNGDSLVHAALVAE
f. Max.,deviation (see listing) e et .
T+* 4 ++ 6 +5*%79 7 * g
R + +  +4+ . + % * ok T + . ko4 ol
+ wok o Jokokok ko ok Hok ok kypik pEG + wpE x4 oy kg sk kR Gk @k @Sk gk LRT gk kR
gk skl kokkok ok skkok ok kokokokokokokokskokokok | kokok skokokokokok skokokok | skokokokok sk skokokok kol Rk kR sk k| ko kb skokokok ok ok ok ok ok kR o ok ok
g. G-factors
T R 1
Ghis & hia | H B H H - EREmEEE .
Omega ﬁ:ﬂi] HEN N "EN EEEEECTEEEEC [l l:lj:wz.l\ -j:H:H:l::I
Dihedrals [T T T T T T T T T T ET I T T I T T T T T T T TR T T T T T T T T e T T T T o T TR ]
MCbonds [T T T T T T T T T T P T T T T T T T P T T T
MCangles [T T T A e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e
Mainchain [T T T T T T T T T T 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 I T T T T
O B M S W
161 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260

pdblsqv_06.ps



—_
o
S

80

40
20

Chi-1 abs. mean dev.

100
80
60
40
20

Omega abs. mean dev.

30
24
18
12

Zeta abs. mean dev.

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

Dihedrals

MC bonds
MC angles

Mainchain

Overall

PROCHECK

Page 8

Residue properties
pdblsqv

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

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

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

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 AAAAE B2 —— A Y 17D

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

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

SAATGSAEANAFSVLQHVLGAGPHVKRGSNATSSLYQAVAKGVHQPFDVSAFNASYSDSGLFGFYT I SQAASAGDV IKAAYNQVKT IAQGNLSNPDVQAA

f. Max. deviation (see listing)
I + + o+ :* PR

+¥ 4 ] 4+ FoRok ckkokskdkk 4
Rk kokk Rk k| ok kckkkokk Rk Rk kckkkkk® ¥

* . + +
* % kkkp 44 4 #k  gokk kg kgkg k4
* sk kokokok ook Rk okokok ok ok ok Rk ok kokokokk ok %

I I I I I I

pdblsqv_06.ps
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R . d . Page 9
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
]
2 80
£ 60
£ 40
<
- 20
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 100
§ 80 A
5 60
2 40 -
& 20
=
© 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
2 18-
£ 124
<
g 67
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 NN NN\ ) — SR
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [ Generous Il Disallowed
AAFEAAAAAAAAAAAATIMNAAAAAAAAAAA
l‘(NKLKAGYLI\‘/ISVESéEGFL[‘)EVGS(‘)ALAA&SYTPI"STVLéQ I DA\‘/ADAD\‘/ 1 NAA]‘(KFVSC‘%RKSMAASGNILGHTPI‘: IDEL TNIRKSHPLMK
f. Max. deviation (see listing) N
Slronend Tl ity el pdl i SSESLEEN S
g. G-factors
Phi-psi | 1 [ s
M R SR R
Omega " [ | NEENE = oottt HEN ‘miEMS NS CmmsE's mm SEadtamam
Dihedrals [T T T T T T T T ELT T I T T TR T T BT I T T T T T T T T T T T T T T TR T 1T I 1] I THE T
MC angles - EHHHHAH AR A FHHHH
Mainchain [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 I
Overall [T T T T T T T T T T T LT B T AEENNERENEE]
361 370 375 380 385 390 395 400 405 410 415 420 425 430 435 2 10

pdblsqv_06.ps
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Residue properties
pdblsqv

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

—_
o
S

D X
(e )

Chi-1 abs. mean dev.
SN
S S

13 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

100
80 A
60
40
20 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

AAAAANBAAAAANBAAAAAAAAAASIIEIR AAABAAA
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) .

+5 0 6

. .+ + ++ + + * * o4k ++ +
+ +*14 * Q4% 4 k44 Egp o sk kR kg sk ok Dok 4Rk 4k Rk kR ok gokk 4k g gk 4 gk
ok ok kR ok Rk R Rk R R R kR Rk ok ok Rk ok % ok ok ok ok ok ok sk ok R R kR kR Rk Rk R kR Rk R kR Rk Rk kR R koRok Rk R

g. G-factors
Phipsi [T PR m TR | u
e, - LT AR R b
Gmaga ™ ottt oo SRR | EEE mE HEEI W ]
Dihedrals [T T T T T T T T T T T B T T T T T T T T T T T T T I T T T P T T T e 1]
ME hogtes - I A A A A A A A A A A A A A A A A A A
Mainchain [T T T T T T LT TP P T P T A T TP T T T T AT T T
Overall \‘\HHH‘\H\\‘H\H‘\H\\‘H\H‘\\H\‘H\\\‘\\H\‘H\\\‘\\H\‘\H\\‘\\\H‘\H\\‘\HH‘HHHHH‘HH\‘HHHHH‘H\
13 20 25 30 35 40 45 50 55 60 65 70 75 8 85 90 95 100 105 110

pdblsqv_06.ps
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Page 11

Residue properties
pdblsqv

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
£ 100
5 80
]
E 60
£ 40
& 20
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

NN\ \r— N\~
™ Helix

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

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

AAAAR ABABAAAAABAAAAAAAAAAAAAAAAANAAAAAAAAA
T 7 T T T i T T T T T T 7 T T T 7 T T T
WNIGVILLLTVMATAFMGYVLPWGQMS FWGATVITNLLSAIPYIGTNLVEWIWGGFSVDKATLTRFFAFHFILPFIIMAIAMVHLLFLHETGSNNPTGIS

f. Max. deviation (see listing)

64 ++ + + +
+ * * + * R T A * +E Rk
ko + o+ % kR gk $pp kR ok 4 gk gpkckk ok * LW E L Ok b+t 4 Hok ok ok g okok ok * E3
ok ok ok Rk ok k% d ok ok ok R Rk ok
. . .

s ok ok sk ok ok ok R ok ok kokokokokok ok ok ok kR kR ok ok b ok R kok | kokok R R R Rk kR Rk kR kK % s sk ok sk sk ok sk sk ok sk sk ok sk ok ok ok ok ok ok ok sk
I I I i I I I I I I i I I I I

g. G-factors

=

g
S8 Ho
=

pdblsqv_06.ps
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Residue properties
pdblsqv

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

100
80
60
40
20

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

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

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

*
+ 4 + *
4 + Rk ok *

5

¥

ok 44 Fyo 4+ ok 4 + +F Ok 4
4+ 4 S 4k ok ok ok 4+ 4 EpkEERQ Ak EE Y 4k FRpp 4 4 pEpEE R GEE kg kkgk gk kkk g
sk sk R kR K ok Rk Rk ok Rk Rk * sk sk ok sk sk ok ok sk ok sk ok ok ok ok ok
.

+
s ok ok ok ok ok ok Rk R kR sk sk sk ok ok R R R Rk ok sk sk ok ok R Rk R kR ok ok kR ok oRok Rk sk ok ok ok ok R ROk K
I I I I i I I I I

g. G-factors
Phi-psi _ c7 ] [T [
e S U U I
Omess 'l R R RN RN HAR SeRRCRASA R AR ONWANE“CARN-SRAN RCARRN SRS E S AANURECREE
Dihedrals [T T TT T TR T T TT I T T TR T T T T e T T T T T T T R T T T T BT T T T
MCbonds [T TTT T T T T T T T T P T T T T T
MCangles [T A T e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e
Mainchain [T T T T T T T T T I T T T T T T T T T T T T T T T T T T T T T T T T T I T T T
Overall \‘\H\\H‘\\C\\\‘H\H‘\HH‘H\H‘\\H\‘H\\\‘\\H\‘H\\\‘\\H\‘\H\\‘\\\H‘\H\\‘\HH‘\H\\‘H\H‘HH\‘HHHHH‘H\

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

¢ = cis-peptide

pdblsqv_06.ps
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100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
]
2 80
£ 60
£ 401
<
= 20 A
2
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 100
§ 80
5 60 -
2 40 -
& 20
=
© 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
QE) 18
£ 12
<
s 6
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
'
—ANNANSZINANNN 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
RSMMFRPLSQCLFWALVADLLTLTWIGGQPVEHPYITIGQLASVLYFLLILVLMPTAGT I ENKLLKW SDLELHPPSYPWSHRGLLSSLDH
f. Max. deviation (see listing ..
ket B it T et e e 1r 8 et iy
g. G-factors
Phi-psi N ” ,Fqu
gﬁi{é?ﬂ *”:H:H uEE H ! \Fi % EEEEN :H
Omega it e T o “HaEmSmEER RN E R
Dihedrals [T T T T T TIT T T T T I T T T W T T T T T T T T I I T I T T T T T T A T T
MC angles - R A A A HHHHHHHHHAN
Mainchain [T T T T T T T T T I T T T T T T T T T I T T T T T I T T T [EENEEEEEEEEENEE NN RN
Overall [T LI T T T T e T T T R T T T T T O T e T T
313 320 325 330 335 340 345 350 355 360 365 370 375 5 10 15 20

pdblsqv_06.ps
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Residue properties
pdblsqv

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

100
80 A
60
40
20 1

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

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

24
18 1
12 1
6_

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