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Ramachandran Plot
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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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Plot statistics
Residues in most favoured regions [A,B,L] 842 88.6%
Residues in additional allowed regions [a,b,l,p] 100 10.5%
Residues in generously allowed regions [~a,~b,~l,~p] 5 0.5%
Residues in disallowed regions 3 0.3%
Number of non-glycine and non-proline residues 950 100.0%
Number of end-residues (excl. Gly and Pro) 8
Number of glycine residues (shown as triangles) 90
Number of proline residues 50
Total number of residues 1098
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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

lyq3
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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

Tyr (50)
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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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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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%-tage of residues in most favoured regions
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; 8 Measure of bad non-bonded interactions
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e. Hydrogen bond energies
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Oa. Ramachandran plot quality assessment
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Main-chain parameters
q3

. Peptide bond planarity - omega angle sd
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10 15
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d. Alpha carbon tetrahedral distortion

I

1.0 1.5 20 25 30 35 40
Resolution (Angstroms)

f. Overall G-factor

1.0 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. %-tage residues in A, B, L 950 88.6 81.4 10.0 0.7 Inside
b. Omega angle st dev 1092 2.9 6.0 3.0 -1.0  BETTER
c. Bad contacts / 100 residues 139 12.7 6.2 10.0 0.6  Inside
d. Zeta angle st dev 1007 1.6 3.1 1.6 -0.9 Inside
e. H-bond energy st dev 717 0.7 0.9 0.2 -0.6  Inside
f. Overall G-factor 1098 0.0 -0.5 0.3 1.4 BETTER
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Side-chain parameters
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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 129 13.1 19.9 6.5 -1.0  BETTER
b. Chi-1 trans st dev 274 13.0 20.4 53 -14  BETTER
c. Chi-1 gauche plus st dev 453 11.9 19.0 4.9 -1.4  BETTER
d. Chi-1 pooled st dev 856 12.5 19.6 4.8 -1.5 BETTER
e. Chi-2 trans st dev 287 14.8 214 5.0 -1.3  BETTER
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Residue properties
lyq3

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

—_
o
S

80 1

40
20

Chi-1 abs. mean dev.

8 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
(@)
1

8 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105
Residue number

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

Zeta abs. mean dev.

8 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105

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

d. Secondary structure & estimated accessibility

S S— NN\ S AN AN

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

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

m AAAAAAAAAAAAARNAAAAT
7 T T T i 7 7 T T 7 T 7 T T 7 T 7 T T
I STQYPVVDHEFDAVVVGAGGAGLRAAFGLS EAGFNTACVTKLFPTRSHTVAAQGG INAALGNMEDDNWRWHFYDTVKGSDWLGDQDA IHYMTEQAPAAV

f. Max. deviation (see listing)

+
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* * * * + * * * + * +
sk sk ok kk sk k k| kokk kR sk ok Rk R sksk ok kR kkk Rk ok sk ckekk %k ok ok kx| %
I i L i i I I I I i I I i i i

g. G-factors

Phi-psi
Chil-chi2 7]4 H H 1 o H
Chil onl J

Chi3 & chi4
Omega

Dihedrals

MC bonds
MC angles
Mainchain

Overall
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Residue properties
lyq3

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

—_
o
S

80
60
40
20

Chi-1 abs. mean dev.

108 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205
Residue number

b. Absolute deviation from mean of omega torsion

15
12

Omega abs. mean dev.

108 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205
Residue number

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

Zeta abs. mean dev.

108 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205

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

d. Secondary structure & estimated accessibility

BT i A A o e— et

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

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
ABAAAAAA A_AAANN /\N_I_I/\/\N_H_I_I/\ ‘ AAAAABAAAAAAAAARAABARIN AAAAAAAEL A

T T T T T T T T T T T T
ITELENYGMPFSRTEEGKIYQRAFGGQS LQFGKGGQAHRCCCVADRTGHSLLHTLYGRSLRYDTSYFVEYFALDLLMENGECRGVIALCIEDGT IHRFRAK

f. Max. deviation (see listing)

* ok * £
R * ok s cksk ok k &k kkk ok k%
I I

Phi-psi
Chil-chi2
Chil onl;
Chi3 & chi4

Omega H
[T
[T
[
[T
[T
30

Dihedrals

MC bonds
MC angles

Mainchain

Overall

[T [TT]
Wil NN
Nl [T
[T [TT]
[T TR LTI ITTLT, : : : : : : TTT]
145 150 155 160 165 170 175 180 185 190 195 2
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Residue properties
lyq3

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

—_
o
S

80
60
40
20

Chi-1 abs. mean dev.

208 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305
Residue number

b. Absolute deviation from mean of omega torsion

5 15
o
§ 12
=
4
<
<
on
5]
=
© 208 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
= 8
QE) 6
3 4
<
s 2
N
208 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
NTVIATGGYGRTYFSCTSAHTSTGDGTAMVTRAGLPCQDLEFVQFHPTGIYGAGCL I TEGCRGEGGILINSQGERFMERYAPVAKDLASRDVVSRSMTIE
f. Max. deviation (see listing)
g. G-factors
Phipsi T EEE W
Chil only [
Chi3 & chi4 H
Omega H
Dihedrals [T T T T T T T T T T T R T T T T T T A e T T T T T T T LT T T T I A T
MC angies - (T A A A A e A
Mainchain [T T T T T T T T T T T T T T T T e T T T T T T T T T T T T T T I T I T
Overall [T T T T T T T T T e T T T L T T T T
208 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305
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Chi-1 abs. mean dev.

Omega abs. mean dev.

Zeta abs. mean dev.

—_
o
S

Page 4

Residue properties
lyq3

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

80 1

401
201

308 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405
Residue number

b. Absolute deviation from mean of omega torsion

308 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405
Residue number

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

308 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405

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

d. Secondary structure & estimated accessibility

Dt AR T ———"— ——

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

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

: HA ‘ ‘ ‘ : AAAAAAAAR AABABAAAAAAAABIIAAA  AANBIAA AAAABIAA 4 : A AAABIAAAA AR
IREGRGCGPEKDHVYLQLHHLPPQQLATRLPGISETAMI FAGVDVTKEP I PVLPTVHYNMGG I PTNYKGQV I THVNGEDKVVPGLYACGEAASASVHGAN

f. Max. deviation (see listing)

: i t x:*# _____ II ______ *II#%i * I *x#***rit**rit*t*#xt***ti****1—**1«1—1«*
g. G-factors
Phi-psi ] H | [ c
e e - e
Chi3 & chi4 [ [ [ [ [
Omega [T [T [ [T T I
Dihedrals  [TTTTTITITTT T T T I T T T T T T T T T T T T I T T I T TP I T I T T T I
eS8t FEEREFEFEFERREEF AP B AP e P PP e
Mainchain [T T T T T T T T I T LT T T T T T T T T T T P T T I T T T T T T T T T T T T I T T T T
Overall \‘\H\\H‘\H\\‘H\H‘\H\\‘H\H‘\\H\‘H\\H\H\‘H\\\‘\\H\‘\H\\‘\\\H‘\H\H\\H‘\H\\‘H\H‘HHHHH‘HCH\‘H\
308 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405

¢ = cis-peptide
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Residue properties
lyq3

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

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.

408 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505
Residue number

b. Absolute deviation from mean of omega torsion

15
12

Omega abs. mean dev.

408 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505
Residue number

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

N A~ N

Zeta abs. mean dev.

408 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505

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

d. Secondary structure & estimated accessibility

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

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

AAAAAABIAAA  AAAAAAAANAAAAAR
T 7 T 7 T T T 7 T T T T 7 T T T T T T T
RLGANSLLDLVVFGRACALTIAETCKPGEPVPS IKPNAGEESVANLDKLRFADGT IRTSEARLNMQKTMQSHAAVFRTGS I LQEGCEKLSQI YRDLAHLK

f. Max. deviation (see listing)

+ % + * K
g + * * % *
#

+ + * ++ ++ * + +¥ 4 + + +
sk kokok Rk ko kok kR skokokokokokkok ok ok skokok ok skokok ok ok skokokok ok kR ok ok ok sk kockkok skkok kok ok ke
. . i i i . . . i i i i . . . i

g. G-factors

Phi-psi ]

Chil-chi2 He H:# o
Chil onl;

Chi3 & chi4
Omega [
Dihedrals

MC bonds
MC angles
Mainchain

Overall
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Residue properties
lyq3

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

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.

508 515 520 525 530 535 540 545 550 555 560 565 570 575 580 585 590 595 600 605
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
(@)
1

508 515 520 525 530 535 540 545 550 555 560 565 570 575 580 585 590 595 600 605
Residue number

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

Zeta abs. mean dev.

508 515 520 525 530 535 540 545 550 555 560 565 570 575 580 585 590 595 600 605

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

d. Secondary structure & estimated accessibility

e NN — = e ==

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

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

TFDRGIVWNTDLVETLELQNLMLCALQT I YGAEARKESRGAHAREDYKLR IDEFDYSKPLQGQQKRPFEEHWRKHTLSYVDVKSGKVTLKYRPVIDRTLN

f. Max. deviation (see listing)

*

+% 4 * ++ +% ++ + +% +++
sokokokokkockok kb kkokok ok ok kkk kckkkckk ok kkk |k kk % EEXS
. . . i . . . .

g. G-factors

Phi-psi NN
Chil-chi2 HEH H n n
Chil onl; B

[

Chi3 & chi4
Omega

Dihedrals

MC bonds
MC angles
Mainchain

Overall
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Residue properties
lyq3

Page 7

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

= 100
S
= 80+
g
g 60 -
£ 401
<
= 204
2
608 615 620 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Residue number
: b. Absolute deviation from mean of omega torsion
é 15
% 12
=
2
<
<
1
=
© 608 615 620 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
= %]
E 6
£ 47
<
g 27
N
608 615 620 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
EEDCSSVPPAIRSY AATSRIKKFS IYRWDPDKPGDKPRMQTYEVDLNKCGPMVLDALIKIKNELDSTLTFRRSCREGICGSCAMNIAGGN
f. Max. deviation (see listing) .
i*: EX3 I E *i ok : *x‘f ERE T * 1«*11— ® »{****»‘;g * * *****:z **1—** ;t*
g. G-factors
Phi-psi e W u
e S
Chi3 & chi4 i [
Omega [T [
Dihedrals ~ [TTTTTTTTTEITT] A T T T A T T T T T T T T T T T T I T T T T T T T T
MC angles - TR B E s N AN S NN AN A AR N ANA NN E SN NN NN NSANN HENZE NnEE HENEEEERE
Mainchain  [TTTTTTTTITTTH T T T T I T T T T T T T T T T T T T T T T I T T T T BT I T T ITTT
Overal  [TTTTITLITIILN T, T T T T T T T T e I LR T T T
608 615 620 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
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Residue properties
lyq3

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

—_
o
S

80

40
20

Chi-1 abs. mean dev.

82 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180
Residue number

b. Absolute deviation from mean of omega torsion

5 15
e}
% 12
g
4
<
<
on
5]
=)
© 82 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
= 8
S 6
g
3 4
<
s 2
N
82 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180
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
BAAAARABAAAAAAAAAAAIL AAA
TLACTKKIDPDLSKTTKI YPLPHNIYVVKDLVPD]LSNFYAQYKS iEPYLl‘(KKDES‘KQGKI‘EQYLQé 1 EDRéKLDGLYEC I LCACCéTSCPéYWWNéDKYLéP
f. Max. deviation (see listing) .
* 7
g. G-factors
Phi-psi I [ T
il ol
Chi3 & chi4 [ ]
Omega [T [
Dihedrals  CITTTTTTTT T I T I T I T T I T T I T I I 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 T A T I T T T T I T ]
et PR R PP AT R P R P
Mainchain [T T T T T T T T I I T T T T T T T T T T T T A T T T T T T T T T T A T T T T T
Overall T T T e T T T A T R T T e e T e T T T I T T
82 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180
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100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
g
g 60 -
£ 401
<
= 204
2
182 190 195 200 205 210 215 220 225 230 235 240 245 10 15 20 25
Residue number
: b. Absolute deviation from mean of omega torsion
é 15
% 12
=
2
<
<
1
=
© 182 190 195 200 205 210 215 220 225 230 235 240 245 10 15 20 25
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
= %]
E 6
£ 47
<
g 27
N
182 190 195 200 205 210 215 220 225 230 235 240 245 10 15 20 25
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
A i e SRR D~ C AN ——
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
AVLMQAYRWMIDSRDDYTEERLAQLQDPFSLYRCHT IMNCTRTCPKGLNPGKA IAE IKKMMATYKE ATTAKEEMARFWEKNTKS SRPLSP
f. Max. deviation (see listing) .
4
t * ;*:*I Kok ok k : : EX3 *#**::**t:x::* ;t* koK :g* E3 : 1’** *I* EX3 *It :
g. G-factors
ChPsiio HHT! H
Chil only []
Chi3 & chi4 I I
Omega I [
Dihedrals [T T T T T T T T T I T I T T T PR T T T T T T T T T T T T T A T T T
MC angies T RO sl HHHHH B ARMEMESEEEMENEN EEEEE
Mainchain - [T T TR T T TR T T T LTI T I T T I T T I T T I LTI T T T T T T T AT
Overall T T T T T LTI T T T T R TP T T T T I TTTTTTITTITTTITTITITTTITT1 T ITTITTTITTIT]
182 190 195 200 205 210 215 220 225 230 235 240 245 10 15 20 25
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80

40
20

Chi-1 abs. mean dev.

15
12

Omega abs. mean dev.

N A~ N

Zeta abs. mean dev.

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

Dihedrals

MC bonds
MC angles

Mainchain

Overall

Page 10

Residue properties
lyq3

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

26 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125
Residue number
b. Absolute deviation from mean of omega torsion
26 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
26 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
SO\ GNN=—=NEANAANVACA VAVAN NN/
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions a Most favoured & Allowed [l Generous Il Disallowed
llll S lYKWSLl"MAMS iTHRG'lLGVALéLGVS]LFSLAALLLPéQFPH&VAVVI‘(SLSLéPAL I +SAKF/‘\LVFPILSYHTV‘\’NG1RlllLVWDI\‘/lGKGFl‘(LSQVl‘EQSGV\‘/
f. Max. deviation (see listing) .
4
g. G-factors
sl |
ERELR H
AT T T T T T T T T T T T T T I T T T T T T T T T T T T I T T T I I
B B B I B M B B AR AN NN A AN AN AN AR S SHNE EENANSNNENE S HANEYS ARMSEANES
T T T T T T T T T T T T T I T T T T T T T T T T T T A T I T T T TR T I T T
A T T T T e T T T T TR T I T T I T T
26 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125
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100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
]
T 80
<
£ 60
2 40
<
- 20
£
126 135 140 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number
: b. Absolute deviation from mean of omega torsion
é 15
§ 12
g
2
<
<
2
=)
© 126 135 140 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
= °]
: 61
£ 47
<
g 27
N
126 135 140 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
AN/ B N A NANNAYNE AN NANANNANNZS NN
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
ABAAAAAAAAAAAAAAAAA  AAAAAAATIRL ‘ ‘ : : : ‘ : ‘ :
VLILTLLSSAGIAAIS SSKAASLHWTSERAVSALLLGLLPAAYLYPGPAVDYSLAAALTLHGHWGLGQVITDYVHGDTP IKVANTGLYVL
f. Max. deviation (see listing)
g. G-factors
Phi-psi 8 i u
il . ol it
Chi3 & chi4 I I I
Omega [T [T m L]
Dihedrals [T TTTTTTTTTTTTH] T T T T T T T T T T T T A T T T T T T T T T T T T T T T T T T
MC ngies PRI ERSEEE-RAEEAEEEENsaEEAEEREREEEEEEE FRHH AR A
Mainchain ~ ECITTTTTTTTTTTT] T T T T I TR T T T T T T T T I T T T T T T T T T LI T I T T
Overall  [TETTTIITITIIH] OO e T T T L T T T T
126 135 140 10 15 20 25 30 35 40 45 50 55 60 65 70 75
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100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
]
T 80-
<
£ 60
2 401
<
< 20
z
O
76 8 90 95 100
Residue number
: b. Absolute deviation from mean of omega torsion
515
5 12
]
E 9
£ 6
& 3
g
© 76 85 90 95 100
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
= 8
: 6
3 4
<
s 2
Q
N
76 85 90 95 100
Residue number Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

NN —

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

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

AAAAAAATIA
T T T T T
SAITFTGLCYFNYYDVGICKAVAMLWS I

f. Max. deviation (see listing)

* *

+ +  EE 44 *
B kR wckkk kkk kxR ¥
| | i i
g. G-factors
Ave
Phi-psi -0.12
Chil-chi2 H: -0.04
Chil onl 0.07
Chi3 & chi4 ] 0.49
Omega [T 0.15
Dihedrals  [TTTTTTTTTTTTITTIITITTIITTET] OO0 0.06
MC bonds [T ] AT TS\ [ -0.19
MC angles [T [T [T 1] HHH\HHHHHE*O-B
Mainchain [T TT T TTTTTTTTTTTITTTT] [-0.22
Overall [ITTTTTTTTITITTITTTTITITTITT] [0 -0.05
76 85 90 95 100
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4 or ) signifies data points off the graph in the direction shown.

Black bars > 2.0 st. devs. from mean.

Solid and dashed lines represent the mean and standard deviation values as per Engh & Huber small-molecule data.
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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
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q or ) signifies data points off the graph in the direction shown.

Black bars > 2.0 st. devs. from mean.

Solid and dashed lines represent the mean and standard deviation values as per Engh & Huber small-molecule data.
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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
CA 1540 CB CA 1540 CB C 1231 O CA 1521 CB CA 1525 C C 1231 O
0.056 0.055 0.070 0.076 0.051 0.057
1.596 1.595 1.301 1.597 1.576 1.174
A Thr 10 A Val 24 A Arg 32 A Ala 33 A Ala 40 A Ala 45
CA 1540 CB CA 1530 CB CA 1540 CB CA 1525 C CA 1525 C CA 1521 CB
0.116 0.058 0.063 0.066 0.056 0.143
1.656 1.588 1.603 1.591 1.469 1.664
A Thr 48 A His 56 Alle 64 A Asn 70 A Asp 88 A Ala 103
CA 1530 CB CA 1521 CB C 1231 O N 1458 CA CA 1530 CB C 1231 O
0.057 0.072 0.051 0.052 0.053 0.050
1.587 1.593 1.281 1.510 1.582 1.281
A Pro 104 A Ala 105 A Glu 109 A GIn 136 A Arg 145 A Cys 148
CA 1525 C N 1458 CA C 1231 O C 1231 O CA 1525 C CA 1540 CB
0.052 0.051 0.089 0.056 0.060 0.057
1.577 1.509 1.320 1.175 1.465 1.483
A Ala 150 A Arg 152 A Thr 153 A Tyr 168 A Tyr 168 A Thr 170
CA 1525 C N 1458 CA CA 1530 CB CA 1540 CB CA 1540 CB CA 1540 CB
0.091 0.094 0.056 0.094 0.078 0.063
1.616 1.552 1.586 1.634 1.618 1.603
A Glu 175 A Leu 179 A Asn 185 A Val 191 Alle 192 A Thr 209
CA 1521 CB CA 1530 CB CA 1530 CB C 1231 O CA 1516 C CA 1540 CB
0.087 0.063 0.086 0.061 0.056 0.059
1.609 1.593 1.616 1.292 1.572 1.599
A Ala212 A Asp 246 A Glu 248 A GIn 251 A Gly 256 Alle 274
CA 1525 C CA 1540 CB CA 1521 CB C 1231 O CA 1525 C CA 1525 C
0.059 0.090 0.092 0.061 0.058 0.052
1.584 1.630 1.613 1.292 1.583 1.577
A Val 290 A Val 299 A Ala 334 A Ser 341 A Glu 342 A lle 346
C 1.23{ (0] CA 1540 CB CA 1.540 CB CA 1.52§ C C 1.23! (0] C 1231 O
1.293 1.596 1.615 1.588 1.283 1.299
A Asp 351 A Val 352 A lle 357 A Leu 360 A Asn 366 A Pro 371
CA 1540 CB CA 1540 CB CA 1525 C CA 1540 CB N 1458 CA CA 1540 CB
0.084 0.074 0.055 0.058 0.053 0.061
1.624 1.614 1.580 1.598 1.405 1.479
A Thr 372 A Thr 380 A His 381 A Val 388 A Val 388 A Val 389
CA 1525 C CA 1521 CB CA 1525 C CA 1521 CB CA 1530 CB C 1231 O
0.050 0.098 0.069 0.051 0.058 0.086
1.475 1.619 1.456 1.572 1.472 1.317
A Ala 406 A Ala 406 A Ala411 A Ala411 ALeu4l4 A Leu4l5
C 1231 O CA 1525 C CA 1525 C C 1231 O CA 1525 C CA 1521 CB
1.179 1.475 1.463 1.283 1.584 1.599
A Asp 416 ALeu4l7 A Cys 432 A Ser 440 A Ser 440 A Ala 451
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Main-chain bond lengths (contd)
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0.062

1.587
B Asp 114

CA 1525 C

0.050

1.475
B Lys 132

I
I

C 1231 O
054

|
[

1.285
B Ala 162

CA 1521 CB

0.090

1.611
B Ala 182

Page 2

CA 1530 CB

0.056

1.586
A Gln 498

CA 1530 CB

0.060

1.590
A Met 529

CA 1525 C

0.066

1.591
A Asp 553

CA 1540 CB

).057

1.483
A Val 601

I

CA 1525 C

0.061

1.464
B Phe 14

N 1458 CA

0.071

1.387
B Ile 69

CA 1540 CB

0.070

1.470
B Thr 96

C 1231 O

0.052

1.179
B Ser 116

CA 1525 C

0.053

1.578
B Gln 141

CA 1521 CB

0.091

1.612
B Ala 162

CA 1525 C

0.057

1.582
B Val 183
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Main-chain bond lengths (contd)

CA 1530 CB

0.056

1.586
B Met 185

[

CA 1525 C

0.076

1.601
B Arg 214

[

CA 1521 CB

).098

1.619
B Ala 236

[

CA 1525 C

0.052

1.577
C Thr 41

I

@]

CA 1525

).080

1.605
CAla 60

|

CA 1530 CB

0.052

I

1.582
C Arg 104

CA 1540 CB
0.140
1.680

C Val 126

CA 1525 C

0.080

1.605

D Ala 41

CA 1540 CB
0.0

|

1.612
D Thr 70

CA 1525 C

068

1.593
D Tyr 85

[

N 1458 CA

0.062

1.520
B GIn 186

I

N 1458 CA

0.054

1.512
B Cys 215

I

CA 1525 C

0.058

1.583
CThr 4

[

CA 1540 CB

0.058

1.598
C Thr 45

[

CA 1521 CB

).052

1.469
C Ala 87

I

N 1458 CA

0.067

1.525
C Arg 104

I

CA 1540 CB

0.076

[

1.616
Clle 128

CA 1521 CB

0.(

|

1.468
D Ala 26

C 1231 O

0.056

|

1.287
DGly 52

CA 1525 C

0.054

[

1.579
D Tyr 73

N 1458 CA

).051

1.508
D Phe 86

I

CA 1525 C

0.069

1.594
B Ala 187

[

CA 1525 C

0.073

1.598
B Ile 218

[

CA 1521 CB

0.089

1.610
CAla 5

[

N 1458 CA

0.056

1.402
CLeu 51

[

CA 1525 C

).053

1.472
CLeu 91

I

C 1231 O

).063

1.294
CGIn 118

I

CA 1521 CB

0.078

1.443
C Ala 135

I

CA 1540 CB

0.055

[

1.595
D Val 35

CA 1525 C

).082

I

1.442
D Met 99

CA 1521 CB

0.101
1.622
B Ala 187

[

CA 1525 C

1.472
B Pro 226

I

CA 1525 C

0.052

1.577
C Ser 28

I

CA 1525 C

0.054

1.471
C Ser 54

I

CA 1525 C

0.064

1.461
CPro 94

I

CA 1530 CB

).062

1.592
C Ser 122

[

C 1231 O

).051

1.282
Clle 140

I_

C 1231 O

).060

1.291
D Tyr 37

I

CA 1540 CB
051

Iﬁ

1.488
D Thr 56

CA 1521 CB

094

[

1.615
D Ala 77

CA 1540 CB

0.062

I

1.478
D Ile 103

CA 1530 CB

0.052

I

1.582
B Arg 189

CA 1525 C

).054

1.579
B Asn 230

I

CA 1525 C

0.052

1.473
C Trp 32

I

CA 1530 CB

0.055

1.475
C Ser 54

I

CA 1540 CB

0.080

1.620
Clle 103

[

C 1231 O

).073

1.304
CGly 123

I.

N 1458 CA

0.056

1.514
D Ser 2

I

C 1231 O

0.064

1.167
D Ser 38

|

CA 1540 CB

0.055

[

1.595
D Val 59

CA 1540 CB
(

0.

|

1.612
Dlle 78
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CA 1525 C

).055

I

1.470
B Ile 192

CA 1540 CB

).096

I

1.444
B Ile 235

N 1458 CA

0.089

1.369
Clle 40

[

C 1231 O

0.065

1.166
C Phe 56

|

CA 1525 C

0.060

1.585
C Arg 104

[

CA 1525 C

0.066

1.591
C Val 125

[

CA 1521 CB

0.074

1.595
DAla 6

[

CA 1521 CB

0.079

1.600
D Ala 40

[

CA 1525 C
).06

1.463
D Thr 70

C 1231 O

0.067

|

1.298
D Tyr 85

Bonds differing by > 0.05A from small-molecule values. Values shown: "ideal", difference, actual
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Main-chain bond angles
111.2 1112 1.8 1112 1112 1112
AGln 11 APhe 51 APro 52 AGln 61 AGlu 72 AAla 103
112.5 1125 111.2 1112 111.2 111.2
A Gly 131 A Gly 140 A Val 149 A Phe 173 A Tyr 176 AThr 219
111.2 111.2 1125 111.2 1125 1226
ACys 244 AThr 255 AGly 256 AArg 282 AGly 311 APro329 A Pro 330
1.2 1.2 1.2 1.2 111.2 1112
A Asp 351 A Thr 380 A Glu 544 A Tyr 554 A Gln 570 A Asp 588
1.2 1112 1.2 111.2 111.8
\98% W W \\1123/ Ww\ Wm“
ASer 613 B Arg 10 BPhe 14 B Asp 20 B Pro 21 BLys 23 BPro 103
111.2 1112 111.2 1112 0.7 1112
BPheZlO BTyr213 CThr CLeu 62 CLeu127 Clle 128 DLeu 8
Bond angles differing by > 10.0 degrees from small-molec values. Values shown: "ideal", actual, diff.
Planar groups
CE CB cB CB B o
0.039 0.047 0.043 0.050 0.046 0.036
A His 17 A Phe 35 A Phe 51 A Tyr 81 A Trp 89 A His 97
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Distorted geometry
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Planar groups (contd)

o

)

CB CB CB
0.065 0.060 0.033 0.045 0.021
A Tyr 98 A Tyr 113 A Tyr 126 A His 144 A Arg 164
CB - o CE CB
0.038 0.048 0.038 0.035 0.055
A Phe 173 A Tyr 176 A Tyr 216 A His 227 A Phe 252
LB ( LB )
CB CB CB
0.033 0.071 0.069 0.083 0.033
A His 320 A Tyr 322 A His 364 A Tyr 365 A Tyr 374
N
B CB CB CB
0.069 0.040 0.043 0.039 0.027
A Trp 515 A Tyr 554 A Trp 579 B Tyr 17 B Arg 18
i CB CB CB CB
0.037 0.036 0.032 0.042 0.040
B Phe 61 B Tyr 119 B Tyr 128 B Tyr 142 B Tyr 156
Ag\ (
CB CB CE CB
0.066 0.049 0.043 0.079 0.021
B Trp 173 B Tyr 198 C Phe 12 C Tyr 30 C Arg 43
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CB
—_—

0.119
A Tyr 172

CB

0.051
A Tyr 287

CB

0.030
A Phe 509

CB

0.037
B Tyr 33

CB

0.031
B Tyr 171

CB

0.037
C Phe 67
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Planar groups (contd)

T |

0.030
CHis 69

CB

0.077
D Tyr 58

lyq3

R

0.022 0.050

C Arg 104 C His 105
CB CB
0.060 0.056

D Tyr 73 D Tyr 85

Page 6

Distorted geometry

iCB ‘B
0.033 0.039
D His 48 D Trp 49
CB
0.041
D Trp 101

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