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Ramachandran Plot
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Plot statistics
Residues in most favoured regions [A,B,L] 1347 73.8%
Residues in additional allowed regions [a,b,l,p] 421 23.1%
Residues in generously allowed regions [~a,~b,~l,~p] 47 2.6%
Residues in disallowed regions 10 0.5%
Number of non-glycine and non-proline residues 1-2;-2-5 1(-)-(5-(-)?%
Number of end-residues (excl. Gly and Pro) 16
Number of glycine residues (shown as triangles) 188
Number of proline residues 104
Total number of residues 2- 1“3-3

Based on an analysis of 118 structures of resolution of at least 2.0 Angstroms
and R-factor no greater than 20%, a good quality model would be expected

to have over 90% in the most favoured regions.
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Ramachandran plots for all residue types

Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Ramachandran plots for all residue types
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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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Page 3

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
2b76
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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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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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Main-chain parameters

2b76
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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 1825 73.8 59.1 10.0 1.5 BETTER
b. Omega angle st dev 2125 3.9 6.0 3.0 -0.7  Inside

c. Bad contacts / 100 residues 229 10.7 27.2 10.0 -1.6  BETTER
d. Zeta angle st dev 1945 1.9 3.1 1.6 -0.7  Inside

e. H-bond energy st dev 1281 0.9 1.1 0.2 -1.0  Inside

f. Overall G-factor 2133 -0.3 -0.9 0.3 2.0 BETTER
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Side-chain parameters
2b76
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. Standard deviation of Chi-2 trans angle

2b76

Standard deviation (degrees)

10 1.5 20 25 30 35 40
Resolution (Angstroms)
Plot statistics

Comparison values No. of
No.of Parameter Typical Band  band widths

Stereochemical parameter data pts value value  width  from mean

a. Chi-1 gauche minus st dev 251 23.3 30.0 6.5 -1.0 BETTER
b. Chi-1 trans st dev 614 222 28.6 5.3 -1.2 BETTER
c. Chi-1 gauche plus st dev 773 20.8 27.3 4.9 -1.3  BETTER
d. Chi-1 pooled st dev 1638 21.9 28.1 4.8 -1.3  BETTER
e. Chi-2 trans st dev 496 22.5 274 5.0 -1.0  Inside
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Residue properties
2b76

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.
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Residue number

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

15
12

Zeta abs. mean dev.

0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95

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

e. Sequence & Ramachandran regions a Most favoured & Allowed [l Generous Il Disallowed
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f. Max. deviation (see listing)
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Residue properties
2b76

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

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.
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Residue number

b. Absolute deviation from mean of omega torsion

30
24
18
12

@)

Omega abs. mean dev.

100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195
Residue number

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

Zeta abs. mean dev.

100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195

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

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
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f. Max. deviation (see listing)
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Chi-1 abs. mean dev.

Omega abs. mean dev.

Zeta abs. mean dev.
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Residue properties
2b76

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

b. Absolute deviation from mean of omega torsion

30
24
18
12

200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295
Residue number

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

200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295

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

20 NN

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

d. Secondary structure & estimated accessibility

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
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f. Max. deviation (see listing)
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Residue properties
2b76

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

300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395
Residue number

b. Absolute deviation from mean of omega torsion

30
24
18
12

Omega abs. mean dev.

300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395
Residue number

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

15
12

Zeta abs. mean dev.

300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395

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

d. Secondary structure & estimated accessibility

S mtt NGO it i i —

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

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
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f. Max. deviation (see listing)
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Chi-1 abs. mean dev.

Omega abs. mean dev.

Zeta abs. mean dev.
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Residue properties
2b76

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

400 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495
Residue number

b. Absolute deviation from mean of omega torsion

400 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495
Residue number

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

400 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495

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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VVFGRLAGEQATERAATAGNGNEAA l EAQAAGVEQRLKDLVNQDGGENWAK I RDEMGLAMEEGCG l YRTPELMQKT I DKLAELQERFKRVR I TDTS SVFEN

f. Max. deviation (see listing)
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100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
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Residue number
: b. Absolute deviation from mean of omega torsion
é 30
§ 24
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© 500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 5 10
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 15
§ 12 ~
e 97
£ 67
<
g 37
N
500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 5 10
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
A R e
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
AABAAAAAA A AAAAAAAAAAAAN AA AAAAAA AAAAAAABIANAAAAAAAATT AAAAAAAAAAA A
TDLLYTIELGHGLNVAECMAHSAMARKE SRGAHQRLDEGCTERDDVNFLKHTLAFRDADGTTRLEYSDVKITTLPPA AEMKNLKIEVVRY
f. Max. deviation (see listing)
g. G-factors
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Residue properties
2b76

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

—_
o
S

80

40
20

Chi-1 abs. mean dev.

14 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

30

Omega abs. mean dev.

14 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

Zeta abs. mean dev.

14 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110

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

d. Secondary structure & estimated accessibility

e A R et e i 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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f. Max. deviation (see listing)
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Nt R P e P R PP PR
Mainchain I TTTT T T T T T T T T T T T T T T T T T T T T T T T e I T T T T T T T T T T TTT
Overall O T T T T T T T T T T T T T e T T T T T T TP T T T T T T T T T T T T P T I T T I T T T T T
14 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
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80
60
40
20

Chi-1 abs. mean dev.

30
24
18
12

Omega abs. mean dev.

15
12

Zeta abs. mean dev.

Phi-psi
Chil-chi2
Chil onl;
mega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

—_
o
S

Chi3 & chid [T [ ] [
O HHH Iﬂ\\
[T I

PROCHECK

Page 8

Residue properties
2b76

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

114 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210
Residue number

b. Absolute deviation from mean of omega torsion

114 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210
Residue number

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

114 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210

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

d. Secondary structure & estimated accessibility

- ML ———NEE NN ZRAN A A

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

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

AAA
EATKPYI IGNSRTADQGTNIQTPAQMAKYHQFSGCINCGLCYAACPQFGLNPEFIGPAAITLAHRYNEDSRDHGKKERMAQLNSQNGVWSCTFVGYCSEV

f. Max. deviation (see listing)

g 4

+ #ok ok Kok
* kKR Rk ok
. i

*

4 + *

. * 4 + F4 + + *

+ o+ +7 %4 sk ook p ok ok ok ok % sk kokk kg

* sk Rk kKRR ok kR ok R Rk ROk R ROk ROk R ok Rk ok R ok R K R K ok X
. . . . . .

* % ¥

g. G-factors

ﬁﬁ' ##liﬂlnijﬁ lewﬁlﬂ #::#JHL”J H

[T
T
[Tl
[T1
T T, W LR T LT, : : : : : : : : : : : TITTT]
114 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210

2b76_06.ps




PROCHECK

R . d . Page 9
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
g
g 60
£ 40
<
- 20
2
214 220 225 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60
Residue number
: b. Absolute deviation from mean of omega torsion
é 30
% 24
E 18-
£ 12
X
=
O 204 220 225 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 15
= 12 ~
91
£ 67
<
g 37
N
214 220 225 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
CPKHVDPAAATQQGKVESSKDFLIATLKPR TTKRKPYVRPMTS TWWKKLPFYRFYMLREGTAVPAVWFS I EL 1 FGLFALKNGPEAWAGFV
f. Max. deviation (see listing)
g. G-factors
Phi-psi | F ] [0 1 T [ 1 L
i i L
Dihedrals [T TTTTTTTTTTTITTITTT T T TIT T T T T T T T A T I T I T T T T T I T T I T T T T T ITIT
MC angles - T I e B R EANEETE EMENENEENEENSNEENENSSESHESEENNEAN BEESEEESE
Mainchain [T TTT T T T TR TT T TR TTT T Il OO T T A T T T T T T T I T T T T T T T T
Overall [T I TT LI T I T Lm0 T T T T T T T R T R T T
214 220 225 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60

2b76_06.ps



PROCHECK

. d . Page 10
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
<
£ 60
£ 40
<
- 20
2
61 70 75 80 85 90 95 100 105 110 115 120 125 130 5 10 15
Residue number
: b. Absolute deviation from mean of omega torsion
é 30
% 24
E 18-
£ 12
D6
=
© 61 70 75 80 85 90 95 100 105 110 115 120 125 130 5 10 15
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 15
= 12 ~
: 9
£ 67
<
g 37
N
61 70 75 80 85 90 95 100 105 110 115 120 125 130 5 10 15
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
S =AAANANAANAA G P =L = NN = D —— Ay
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
ol laasammapmmA B
DFLQNPVIVIINLITLAAALLHTKTWFELAPKAANI I VKDEKMGPEP I IKSLWAVTVVATIVILFVALYW MINPNPKRSDEPVFWGLFGA
f. Max. deviation (see listing)
g. G-factors
Phi-psi (| [ [T AT
il WL TR s Rt i e il
i SR ] Eifsisistess
Dihedrals [T T T T T I T T IT T T T T T T T T T I I T T T T T T I T T I T T T T T T T THE T T T T T T
et PR R R R R R e e P e i PR FEEEE
Mainchain - [T TTT T T T T TT T T I T T I T T T T T I T T T T T T T T T LI T T T T T T T [EENENENEEEEEN NN
Overall [T T T e T T T T T e T T (O T I T ]
61 70 75 80 85 90 95 100 105 110 115 120 125 130 5 10 15

2b76_06.ps
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Page 11

Residue properties
2b76

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

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.

20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115

Residue number

b. Absolute deviation from mean of omega torsion

30
24 1
18 1
12 4
6_

Omega abs. mean dev.

20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115

Residue number

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

Zeta abs. mean dev.

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

100 105 110 115

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

d. Secondary structure & estimated accessibility
SASTINNG AN —=ANVAVAVAUAA SONAAAAA
<™ Helix [) Betastrand == Random coil Accessibility shading: W Buried

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

— AABANAAAAAAAA BAAAA AN MABABNAAAAAAAANTE AAAARAABINAANIAA AAAAARAARBINAAARE AABINA AARAAAAAAANL A
GGMWSAT IAPVMILLVGILLPLGLFPGDALSYERVLAFAQSFIGRVFLFLMIVLPLWCGLHRMHHAMHDLK IHVPAGKWVFYGLAATLTVVTLIGVVTI

Key:- O Accessible

f. Max. deviation (see listing)

+
# ok 4 *
s gk ok Rk * * 4
Uk Rk kR kokok kR ok R Rk ok ok
I I I I

5

* ok * + +
dkokckkkkky g

3k ok # ok ok
wokkokkok kR ok ok ok
I i i

+
ok 4 ook ok kg
%k kk

g. G-factors

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

Dihedrals

MC bonds
MC angles

Mainchain

Overall

2b76_06.ps
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Page 12

Residue properties
2b76

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

= 100
S
= 80
B
g 60
£ 40
<
= 20
z

0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95

Residue number
: b. Absolute deviation from mean of omega torsion
5 30
S 24-
]
E 181
£ 12
X
E I I )
© 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 095
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion

_§ 15
- 12 -
-
£ 67
<
g 37
N

0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95

Residue number Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

Chil-c
Chil o

Phi-psi

d. Secondary structure & estimated accessibility

M i i n— 2 A AR

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

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

Al
MQTFQADLAIVGAGGAGLRAATAAAQANPNAKIALISKVYPMRSHTVAAQGGSAAVAQDHDS FEYHFHDTVAGGDWLCEQDVVDY FVHHCP TEMTQLELW

f. Max. deviation (see listing)
6

.
Hopk ko kR
kR ok ok ok ok kR
I I

hi2
nl;

Chi3 & chi4

Omega

Dihedrals

MC bonds

MC angles

Mainchain

Overall

2b76_06.ps




Chi-1 abs. mean dev.

Omega abs. mean dev.

Zeta abs. mean dev.

Phi-psi

Chi3 &
Omega

Overall

—_
o
S

hi-p cihiz II]:-I]:H:DDﬂ] u H>J_H I:H:IEr [EEE I:,:II:H
Chil onl;

Dihedrals ~ I T[T
MCbonds  [[TTTTT]
MCangles [T
Mainchain  [TTTTT]

[ITTTT]

PROCHECK

Page 13

Residue properties
2b76

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

80 1
60
40
20 A

100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195
Residue number

b. Absolute deviation from mean of omega torsion

30
24 1
18 1
12 4
6_

100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195
Residue number

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

100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195

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

d. Secondary structure & estimated accessibility

T IR T Ca e e —

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

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

GCPWSRRPDGSVNVRRFGGMK I ERTWFAADKTGFHMLHTLFQTSLQFPQIQRFDEHFVLDILVDDGHVRGLVAMNMMEGTLVQIRANAVVMATGGAGRVY

f. Max. deviation (see listing)

+
+ 4 * ok
R * 3k RS # kg ko b o4+ kp pyky
B kR sk kR kkck 0 dkk kb ckkskkkkwok ok ok ks sk kR ok kR ok
i I i i i I i

*
% %t

chi4 H

i

i

i

[

T T T T T T T T T T T T T T T T T T “

100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 19

2b76_06.ps
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Page 14

Residue properties
2b76

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

—_
o
S

80
60
40
20

Chi-1 abs. mean dev.

200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295
Residue number

b. Absolute deviation from mean of omega torsion

30
24 1
18 1
12 4
6_

Omega abs. mean dev.

200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295
Residue number

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

Zeta abs. mean dev.

200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295
Residue number

Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

~ —__ N

— N\

Key:-

™ Helix

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

0 Accessible

e. Sequence & Ramachandran regions a Most favoured & Allowed [l Generous Il Disallowed
FEAAA _ ABIA m

T T T
RYNTNGG I VTGDGMGMALSHGVPLRDMEFVQYHPTGLPGSGI LMTEGCRGEGG I LVNKNGYRYLQDYGMGPETPLGEPKNKYMELGPRDKVSQAFWHEWR

f. Max. deviation (see listing)

*

+ * 4 * * *
+ +* k% * EEEE TR
________ s kk kR ok kkok kR kR R kR R kokk
i i I I

Phi-psi
Chil-chi2

Chil onl;

Chi3 & chi4

Omega

Dihedrals

MC bonds

MC angles

Mainchain

Overall

2b76_06.ps




Chi-1 abs. mean dev.

Omega abs. mean dev.

Zeta abs. mean dev.

Phi-psi

Chi3 &
Omega

Overall

—_
o
S

Chil-chi2
Chil onl;

Dihedrals [TTT
MCbonds []T]7]
MCangles [ ]
Mainchain [

[ITT

PROCHECK

Page 15

Residue properties
2b76

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

80
60
40
20

300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395
Residue number

b. Absolute deviation from mean of omega torsion

30
24 1
18 1
12 4
6_

300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395
Residue number

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

12

300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395

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

d. Secondary structure & estimated accessibility

R e A

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

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
A HAAAAAA AAAAARIAA /\/V\/\/\/M/\/VV\/\NVW /\/W/\/\/\/\/\/\/\J_I/Wﬂ/\/\/\ AAABABAAAAAR NTADA AT AT

KGNTI STPRGDVVYLDLRHLGEKKLHERLPF ICELAKAYVGVDPVKEP I PVRPTAHYTMGG I ETDQNCETR I KGLFAVGECS SVGLHGANRLGSNS LAEL

f. Max. deviation (see hstlng)

5

+ + o+
+ AL Rk 44 4y + e
®kxk o ckx ok ok B EE O
.

. . . i .

%+
*+
*+
pas

g. G-factors
::#:#fij] H:H::#,,I] ::HZ,I,] II,I]IIFII,,,

chi4

[TT11
[TIT1
EEEN!
[TIT1
[TT11
300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 39

2b76_06.ps
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Page 16

Residue properties
2b76

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

= 100
S
= 80
<
£ 60
£ 40
<
= 20
z

400 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495

Residue number
: b. Absolute deviation from mean of omega torsion
5 30
S 24-
]
E 181
£ 12
2 61
g
© 400 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion

_§ 15
- 12 -
-
£ 67
<
g 37
N

400 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495

Residue number Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

NN AN AN NG A

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

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

AFIA AA|
VVFGRLAGEQATERAATAGNGNEAA T EAQAAGVEQRLKDLVNQDGGENWAK I RDEMGLAMEEGCGI YRTPELMQKT IDKLAELQERFKRVRITDTS SVFN

f. Max. deviation (see listing)

# gk +

d ok ok ok * %k + * * ++:*¥++ * +
sk gk ok ok kR R ok K ok + * b A RpRRE kL L 4 g kgpdekk kR E kg 4 4Kk kK gk ok kR g 4+ + # ok
dokokckokokckokokkok kokk |k k ckkckokkokokkkokok kR kokk ok ok kR ok kRockokwokok kR kokok ok kkckokkokok ok Rk ok kokkkokk | kR % * ok
g. G-factors

Phi-psi [ I:]]Z-Zlil - l fIIIl## I_H::H,,,

Chil-chi2

Chil onl;

Chi3 & chi4 [] [ NN [T

Omega [ [T [T [T

Dihedrals [T TTT T TTTTIT I I [T T T T T I T T T LT T T I T T T T T T T T TP ITI T TITTI T II T ITTTTI

MC bonds

Neteuts - FEPEEEPEEFEFEEFEEEREFEF PR L R PP

Mainchain [T T T T T T T I T T T T T LT 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 T T T T T T T T T T T T T T T T T T T T I T T T T T T I T T T T T T I T IT I ITITTIITTITIT]
400 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495

2b76_06.ps




PROCHECK

R . d . Page 17
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
g
g 60
£ 40
<
- 20
2
500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 5 10 15
Residue number
: b. Absolute deviation from mean of omega torsion
é 30
§ 24
E 18-
£ 12
D6
=
© 500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 5 10 15
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 15
§ 12
g 9
3 6
<
s 3
N
500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 5 10 15
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
|
A A e — e Vg
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
TDLLYTIELGHGLNVAECMAHSAMARKE SRGAHQRLDEGCTERDDVNFLKHTLAFRDADGTTRLEYSDVKIT AEMKNLKIEVVRYNPEVD
f. Max. deviation (see listing)
g. G-factors
Phi-psi T T BN ﬂ:::I:] :jr
L i iimhaii s
Dihedrals  [TTT I TTTTTTTIT T T I T I I T T I T T T BT T IT (TTTT A TT I TR TE
MC angles - EHHHHH A AR FHHHHHHA
Mainchain [T T T T T T T T T T T I T TT T T T T T T T T T T T T I [EEREREEEEEN NN
Overall [T I T T T T T S T LI T EEEENEEEE NN
500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 5 10 15

2b76_06.ps




—_
o
S

80

40
20

Chi-1 abs. mean dev.

30
24
18
12

Omega abs. mean dev.

Zeta abs. mean dev.

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

Dihedrals

MC bonds
MC angles

Mainchain

Overall

PROCHECK

Page 18

Residue properties
2b76

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

19 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115
Residue number

b. Absolute deviation from mean of omega torsion

19 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115
Residue number

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

19 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115

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

d. Secondary structure & estimated accessibility

AN e mem T s e

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
TAPHSAFYEVPYDATTSLLDALGY IKDNLAPDLSYRWSCRMA I CGSCGMMVNNVPKLACKTFLRDYTDGMKVEALANFPIERDLVVDMTHFIESLEAIKP

f. Max. deviation (seg listing)
85

. s . 44

: PR et e e e gt dn . B T O 73 4 51 S
g. G-factors

W [T ] ﬂ FEH]]]:HEHEFIE-]::-]:m::I] r T T [

ﬁ( T T EREREN H ﬂ

T T T T T T T e T o T I I T T T T T o P 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 e P e e e T e e P e T P P P T T P P T P P T T P P T T P P T P P T P P I T
e e e e e e e e e e e e e e e e e e e e e s 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
[T I T T I T I T I T T T T T T T T I T T T T T T I T T T T I T I T T T T T I T I I IIIIIT]
O e T e o e e e e e e T T T T TR I LT LI LT
19 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115

2b76_06.ps
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Residue properties
2b76

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

—_
o
S

80
60
40
20

Chi-1 abs. mean dev.

119 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215
Residue number

b. Absolute deviation from mean of omega torsion

30
24 1
18 1
12 4
6_

Omega abs. mean dev.

119 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215
Residue number

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

15
12

Zeta abs. mean dev.

119 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215

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

d. Secondary structure & estimated accessibility

AN N\ g e

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

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

YIIGNSRTADQGTNIQTPAQMAKYHQF SGCINCGLCYAACPQFGLNPEF IGPAAITLAHRYNEDSRDHGKKERMAQLNSQNGVWSCTFVGYCSEVCPKHV

f. Max. deviation (see listing)

+

+ # ok ok gpk g + * ok * ok + EY

* SRk ok kok ok Rk ok ok * * * * o pppwkkRy Rk % # kR pokckk ok gk 4 4 ok
dkok sk kR Rk kkkckkkk kR %k kk |k s kokokkkok kR kokkokk ok kR sckkkkokokskk |k ok kok

I I I I I I I i I I I

Phi-psi

Chieni2 Hfr . ] W*#Wﬁ o m,l,,##ﬁl,]
Chil onl;

Chi3 & chi4 [ ]

Omega RN
Dihedrals T
MC bonds
MC angles
Mainchain

Overall

2b76_06.ps
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Residue properties
2b76

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

—_
o
S

80
60
40
20

Chi-1 abs. mean dev.

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

b. Absolute deviation from mean of omega torsion

219 225 230 235 240

5 30
o=
% 24 1
g 18+
£ 12
D 6
=
O 209 225 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60 65
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 15
o 12
S 9
=
£ 6
<
s 3
N
219 225 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60 65
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
WV o N A\ 2 N AN/N/N N NN\
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions a Most favoured & Allowed [l Generous Il Disallowed
AAAREAAAABBAAAAABIANAAAAAAAAAA BABAAAAAAAAAAA AAATIIEL BAAAA AL
DPAAATQQGKVES SKDFLIATLKPR TTKRKPYVRPMTSTWWKKLPFYRFYMLREGTAVPAVWFS IEL I FGLFALKNGPEAWAGFVDFLQN
f. Max. deviation (see listing)
g. G-factors
Phipsi - JEEETT ,,I:ﬁf ,:i- T s B W EESEEE ﬂ 0
LR it i
Dihedrals  ERT T TTTTTT T T T AT BT T T T I T T I T T T T T T T I T T AT I T T I A T
MC angies - EEFEEA A - A A R A
Mainchain [T TTTTTTTITTTTTTTTIIITTITTE R T T T T I T T T T A T T T T T T T T T T T
Overall ITTITTTI I T I T T I I T IT 1T O T T T I T T T T T T T T T T T T T T T I TIT I IT I T ITTTTTTTIT]
219 225 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60 65

2b76_06.ps



PROCHECK

R .d . Page 21
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
<
£ 60
£ 401
<
= 204
£
66 75 80 8 90 95 100 105 110 115 120 125 130 5 10 15 20
Residue number
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Main-chain bond lengths
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CA 1521 CB CA 1521 CB CA 1525 C CA 1521 CB CA 1530 CB CA 1525 C
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1.175 1.468 1.477 1.578 1.629 1.408
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Main-chain bond lengths (contd)
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Distorted geometry
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Main-chain bond lengths (contd)
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CA 1525 C CA 1530 CB
0.063 0.108
1.462 1.422
A Asn 366 A Glu 368
CA 1525 C CA 1530 CB
1.587 1.609
A Lys 372 A Lys 372
CA 1521 CB C 1231 O
0.074 0.064
1.595 1.167
A Ala 388 A Asn 389
CA 1530 CB C 1231 O
0.113 0.057
1.417 1.174
A Leu 391 A Ser 393
N 1458 CA C 1231 O
1.406 1.181
A Val 400 A Val 401
CA 1525 C CA 1525 C
1.459 1.463
A Ala 410 A Thr 411
CA 1521 CB CA 1540 CB
| 0.137 | | 0.107 |
"1.658 "o1.647 !
A Ala 424 A lle 425
CA 1525 C CA 1525 C
0.054 0.057
1.579 1.582
A Asn 441 A Gln 442

CA 1521 CB

0.057

1464
A Ala 335

I
[

CA 1530 CB

0.096

1.626
A Arg 351

I
I

C 1231 O

0.050

1.281
A Gly 359

|

CA 1540 CB

0.110

1.650
A Thr 369

I

CA 1521 CB

).077

I

1.444
A Ala 376

CA 1530 CB

0.099

I
|

1.431
A Asn 389

CA 1525 C

0.052

I

1.473
A Ser 395

CA 1530 CB

0.077

I
I

1.453
A Arg 404

C 1231 O
).05

|
!

1.178
A Asn 419

CA 1525 C

0.080

1.605
A Ala 429

[
[

C 1329 N

0.101

1.228

[
[

Page 4

CA 1525 C

1.597
A Val 344

CA 1525 C

0.159

1.684
A Pro 352

CA 1540 CB

).060

1.480
Alle 361

I

CA 1525 C

).074
1.451
A Arg 370

Iﬁ

C 1231 O
).114

|

1.117
A His 386

C 1231 O

0.061

1.170
A Arg 390

CA 1530 CB

).093

[

1.623
A Leu 396

CA 1530 CB

0.061

1.469
A Glu 408

CA 1525 C

0.077

1.448
A Asn 421

CA 1521 CB

0.060

1.581
A Ala 429

C 1329 N

0.053

1.276

A Gly 445 - A Glu 446 A Glu 446 - A Asn 447
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Distorted geometry
2b’76

Main-chain bond lengths (contd)

CA 1525 C

0.055

1.580
A Asn 447

I

CA 1530 CB

0.090

1.440
A Met 459

I

CA 1525 C
).1

|

1.393
A Pro 469

C 1231 O

).052

1.179
A Lys 478

|

CA 1530 CB

0.074

1.604
A Glu 484

[

C 1231 O

).072

|

1.159
A Thr 494

1.231 O

0.057

1.174
A His 510

|

CA 1530 CB

).053

I

1.477
A Cys 517

CA 1530 CB

0.072

[

1.602
A Met 523

CA 1530 CB

0.062

I

1.468
A Arg 542

CA 1530 CB

0.113

1.643
A Asn 546

I

CA 1525 C

0.066

1.459
Alle 451

I

C 1231 O

0.059

1.172
A Glu 461

|

CA 1530 CB

0.057

1.587
ALeu471

[

CA 1530 CB

0.051

1.479
A Leu 479

I

CA 1530 CB

0.064

1.594
A Asn 499

[

C 1231 O

0.071

|

1.160
A Leu512

CA 1525 C

0.055

[

1.580
A Met 518

C 1231 O
053

0.

|

1.178
A Leu 535

CA 1530 CB

0.159

I

1.689
A Asp 543

CA 1530 CB

0.089

[

1.619
A Phe 547

CA 1540 CB

1.467
Alle 451

I

CA 1530 CB

0.118

1.648
A Glu 461

I

CA 1525 C

0.066

1.459
A Met 472

I

CA 1525 C

0.090

1.435
A Ala 480

I

CA 1530 CB

0.086

1.616
A Lys 487

[

CA 1540 CB

).052

1.592
A Thr 500

[

CA 1530 CB

0.051

1.581
A Leu 512

I

CA 1521 CB

0.053

I

1.574
A Ala 519

CA 1525 C

0.088

I

1.437
A Leu 535

C 1231 O

0.096

|

1.135
A Asp 544

CA 1530 CB

0.066

I

1.464
A Leu 548

C 1231 O

0.058

|

1.173
A Asp 453

C 1231 O

0.056

1.175
A Tle 465

|

CA 1530 CB

0.061

1.469
A Met 472

I

CA 1530 CB

0.0

1.605
A Glu 481

|

CA 1525 C

0.072

1.453

I

).060

1.171
A Tyr 504

I_

C 1231 O

1.173
A Asn 513

Ig

CA 1530 CB

1.458
A His 520

I

CA 1525 C

).099

I

1.426
A Cys 539

C 1231 O

0.087

|

1.144
A Val 545

CA 1530 CB

).053

I

1.477
A His 550

CA 1530 CB

0.056

I

1.474
A Glu 454

CA 1540 CB

).146

1.394
A lle 465

|

CA 1530 CB

).085

1.615
A Lys 474

[

C 1231 O

0.069

1.162
A Glu 484

|

CA 1540 CB

0.059

1.599
A Val 489

[

C 1231 O

).056

1.175
A Glu 507

|

CA 1540 CB

0.110

1.430
A Val 514

I

CA 1525 C
0.0.

|

1.470
A Ser 521

C 1329 N

).069

1.260
A Cys 539 - A Thr 540

I

CA 1525 C

0.066

I

1.459
A Val 545

CA 1521 CB
078

|

1.443
A Ala 553

Page 5

C 1231 O

).056

|

1.175
A Gly 456

CA 1525 C

).094

I

1.431
A Arg 467

CA 1525 C

).073

I

1.452
A Thr 475

CA 1525 C

0.121

1.404
A Glu 484

I

CA 1530 CB

0.102

1.428
A Arg 490

I

CA 1530 CB

0.060

1.590
A Leu 508

[

CA 1530 CB

0.078

1.608
A Glu 516

[

CA 1521 CB

0.119

1.640
A Ala 522

I

CA 1525 C

0.075

1.450
A Arg 542

I

CA 1540 CB
0.069

|

1.609
A Val 545

C 1329 N

0.072

[

1.257

A Arg 555 - A Asp 556
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CA 1525 C

0.109

CA 1530 CB

0.093

1.437
A Leu 563

I
|
I
I
I
|

C 1231 O

).063

1.168
A Ala 576

|
1

N 1458 CA

0.051

1.509
B Glu 16

I

CA 1530 CB

0.057

I
I
I

1.473
B Asn 46

CA 1525 C

0.058

I
|
I

1.467
B Cys 77

N 1451 CA

0.064

I

1.515
B Gly 130

CA 1530 CB
0.059

I{
I
I

1.471
B Pro 136

C 1231 O

).056

1.175
B Leu 236

|
[
[
[
[

N 1458 CA

0.058

1.516
CThr 1

I

CA 1540 CB
0.055

|
[
I
I

1.595
Clle 96

Distorted geometry
2b’76

N 1458 CA

0.063

1.521
A Ala 557

I
I
I
I
[

C 1231 O

0.051

1.180
A Tyr 565

CA 1521 CB

0.174

CA 1530 CB

).061

1.469
B Tyr 30

I

CA 1530 CB

0.057

1.473
B Asp 50

C 1231 O

0.051

1.180
B Thr 79

CA 1525 C

).063

I

1.462
B Ile 133

CA 1525 C

0.060

1.465
B Leu 175

CA 1540 CB

0.051

1.591
B Ile 237

C 1231 O
0.055

|

1.286
CThr 2

CA 1540 CB

0.05

1.597
C Val 98

Main-chain bond lengths (contd)

N 1458 CA

0.053

1.511
A Asp 558

CA 1530 CB

0.074

1.456
A Asp 567

N 1458 CA

).054

1.404
A Ala 576

|
[
I
I

C 1231 O

).080

1.151
B Asp 31

|
I
|

CA 1530 CB

0.056

1.474
B Tyr 53

CA 1521 CB

0.057

1.464
B Ala 92

CA 1540 CB

).061

|
I
I
|

1.479
B Ile 133

CA 1540 CB

0.121
1.419
B Val 207

CA 1530 CB

0.080

1.610
B Lys 241

C 1231 O
).057

I:
I
I
I

1.288
CLys 3

CA 1521 CB

0.054
1.467
CAlall4

CA 1540 CB

0.082

1.457
A Thr 560

CA 1530 CB
0.117

1.413
A Pro 574

CA 1525 C

0.059

1.584
BAsn 5

CA 1521 CB

0.085

1.436

CA 1540 CB

).080

I

1.460
B Ile 98

CA 1525 C

0.052

1.473
B Thr 135

CA 1540 CB

).060

I

1.480
B Val 213

C 1329 N

0.085

1.244
B Pro 242 - B Arg 243

CA 1525 C

0.058

1.467
CThr 75

CA 1540 CB

0.053

1.487
CVal 118

CA 1540 CB

0.059

1.481
A Thr 561

CA 1525 C

0.100

1.425
A Pro 575

CA 1540 CB

0.054

1.486
B Val 11

C 1231 O

0.055

1.176
B Tyr 42

CA 1540 CB

0.090

1.450
B Val 69

I
I

CA 1540 CB

).066

I
I

1.474
B Val 104

CA 1540 CB

0.071

1.469
B Thr 135

CA 1521 CB

).068

I
|

1.453
B Ala 221

C 1231 O

0.087

1.318
CThr 1

CA 1540 CB

0.065

1.475
CThr 75

CA 1530 CB
0.05

[
I

1.477
C Trp 130

Page 6

CA 1530 CB

0.055

1.585
A Arg 562

C 1329 N

0.100

1.229
A Pro 575 - A Ala 576

CA 1525 C

0.070

1.455
B Glu 16

CA 1530 CB
).079

|

1.451
B Tyr 42

CA 1525 C

0.051

1.474
B Asn 71

CA 1516 C

0.069

1.585
B Gly 130

C 1231 O

0.063

1.168
Pro 136

os)

C 1231 O

0.089

1.142
B Asp 234

CA 1540 CB

).081

[

1.621
CThr 1

CA 1521 CB

0.068

1.453
C Ala 93

CA 1525 C

0.052

1.473
DPro 3
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Page 7
Main-chain bond lengths (contd)
CA 1540 CB CA 1521 CB CA 1540 CB C 1231 O C 1231 O C 1231 O
1.477 1.610 1.611 1.355 1.300 1.176
D Val 93 D Ala 95 D Thr 108 OThr 1 O Arg 4 OLys 5
CA 1540 CB CA 1540 CB CA 1540 CB C 1231 O CA 1530 CB CA 1530 CB
1.484 1.597 1.599 1.284 1.582 1.587
OVal 8 O Thr 14 OTlle 97 O Asp 100 O Asp 100 O Lys 102
C 1231 O CA 1530 CB CA 1540 CB CA 1521 CB
1.283 1.587 1.485 1.406
O Trp 130 PLys 6 Plle 37 P Ala 95

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

Main-chain bond angles

CA CA A CA CA N
AGln 1 APhe 3 AGln 4 A Ala 12 AGly 13 A Pro 28 - A Asn 29
N 111.2 110.1 110.1 1217 111.2 110.1
CA
A Ala 30 ASer 61 AAsp 68 ALeu 76 ACys 77 AArg 105 AArg 106
109.1 123.0 1217 111.2 111.2 111.2
AVa1113 AGly 118 - AMetll9AGly118 AMet119 AAla 127 AThr 131 AVal 167
N 111.2 C C 120.6 CA N 112.5 C C 121.7 CA 112.5 111.8
CA N CA N
A Val 189 AGly 193- AGly 194 A Gly 194 A Arg 197 - A Val 198 A Gly 206 A Pro 222
N 111.2 123.0 111.8 111.2 112.5 111.2
CA
A Leu 223 A Val 229 - AGln 230 APro 233 AMet 243 AGly 249 ATyr 262
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Page 8
Main-chain bond angles (contd)
110.1 111.2 110.5 112.5 116.4 123.0
AAsp 265 ATyr 266 ATyr 266 AGly 269 A Gly 269 A Pro 270 A Gly 269 A Pro 270
122.6 CA CB 110.1 N 111.8 C cCA 116.9 N CB 110.1 C N 111.8 C
CA C CA CA
A Gly 269 A Pro 270 APro 270 A Pro 270 A Pro 270 - A Glu 271 A Glu 276 A Pro 277
111.2 1112 111.2 1217 CA CA 116.2 111.8
W \%% W W]. W W
AAsn 302 AVa1312 AGlu 321 A His 325 - AGlu326 A Glu 326 - AArg327 APro 329
110.1 111.2 111.8 111.2 111.2 112.5
Wm) W]u WIH \%%m W\u me
A Phe 330 A Val 341 A Pro 343 A Glu 346 A HlS 355 A Gly 360
110.1 111.2 110.1 111.2 112.5 112.5
A Asn 366 A H1s 386 A Leu 391 A Ala 410 A Gly 418 A Gly 445
1217 1217 ca CB 1101 111.2 111.2 110.1
A Glu 446 - AAsn447AAsn447 A Trp 448 ATrp 448 AVal 489 AThr492 ACys 517
110.5 1217 1217 1105 B CB 1091 111.2
ACys 517 AAla519 A His 520 A Gly 538 - ACys539 AAsp 544 AVal 545 APhe 547
1217 CA CA 116.2 1217 CA CB 109.1 111.2 111.2
A Arg 555 - AAsp556AAsp556 A Ala 557 A Asp 556 A Ala 557 AThr 560 ASer 566 ALeu 573
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Main-chain bond angles (contd)
111.8 1112 110.1 1162 1217 1226 CA
APro 575 BMet 3 BTyr 13 B Tyr 13- BAsn 14 BTyr 13- BAsn 14 B Asn 14 B Pro 15
C 217 CA 111.2 1112 112.5 1112 1217
N
BPro 15-BGlu 16 BAsn 46 BSer 124 BGly 169 BLys 241 CThr I- CThr 2
N 111.2 C 1217 111.2 111.2 111.2 C N 111.2 C
CA CA CA
CThr 2 CThr 2- CLys 3 Clle 70 C Al 94 CLys 99 C Trp 130
c 126 CA 112 1112 1125 1112 1125
N
Dlea 9-DPo 4 D Phe 61 M Gin 25 MGly 169 M Glu 227 MGly 267
N 111.2 C 112.5 111.2 111.2 111.2 111.2
CA
M Asn 394 M Gly 464 M Lys 487 M Asn 546 M Phe 547 N Lys 189

c 1217 Cca 1112 111.2 1112 1112 1112

N
Olle 68 -0 Val 69 o Ile 70 OAla 94 OLys 99 OMet 103 OLeu 128
111.2 111.2 111.2 111.2 111.2 111.2
PIle 1 PAsn 4 PGlu 10 PVal 12 PIle 27 PAla 48

Bond angles differing by > 10.0 degrees from small-molec values. Values shown: "ideal", actual, diff.
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Distorted geometry
2b’76

Planar groups

T

o B B CB CB
0.037 0.043 0.033 0.043 0.034 0.045
A Tyr 64 A Trp 75 A Tyr 84 A Phe 133 A Phe 152 A His 219
cB CB D cB CB ©3 )
0.060 0.034 0.046 0.043 0.040 0.036
A Phe 228 A Phe 402 A Trp 448 A Phe 498 A Phe 547 A His 550
CB CB CB & o iCB )
0.044 0.033 0.032 0.038 0.045 0.055
B Trp 55 B Phe 80 B Phe 109 B Tyr 142 B Tyr 179 B His 217
CB CB CB CB LB B
0.031 0.039 0.052 0.050 0.040 0.053
C Phe 21 CTrp 113 C Phe 125 D Phe 13 D His 80 D Trp 98
CB CB CB CB B CB
0.043 0.050 0.053 0.047 0.031 0.065
M Tyr 356 N Tyr 30 N Tyr 209 OTyr 7 O Phe 87 O Tyr 129
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Distorted geometry
2b’76

Planar groups (contd)

QL QY

0.038 0.055 0.036 0.034
O Trp 130 P Phe 17 P Phe 66 P Phe 100

°B

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