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Plot statistics

Residues in most favoured regions [A,B,L] 829 85.5%
Residues in additional allowed regions [a,b,l,p] 138 14.2%
Residues in generously allowed regions [~a,~b,~l,~p] 2 0.2%
Residues in disallowed regions 1 0.1%
Number of non-glycine and non-proline residues 970 100.0%
Number of end-residues (excl. Gly and Pro) 4
Number of glycine residues (shown as triangles) 120
Number of proline residues 34
Total number of residues 1128

Based on an analysis of 118 structures of resolution of at least 2.0 Angstroms
and R-factor no greater than 20%, a good quality model would be expected
to have over 90% in the most favoured regions.
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Ramachandran plots for all residue types
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Ramachandran plots for all residue types
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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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Asn (50)

1qo8

Chi1-Chi2 plots

Arg (34)
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Chi1-Chi2 plots
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Main-chain parameters
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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 970 85.5 81.9 10.0 0.4  Inside

b. Omega angle st dev 1126 9.6 6.0 3.0 1.2 WORSE
c. Bad contacts / 100 residues 52 4.6 5.8 10.0 -0.1  Inside

d. Zeta angle st dev 1008 2.6 3.1 1.6 -0.3 Inside

e. H-bond energy st dev 690 0.8 0.8 0.2 -0.3  Inside

f. Overall G-factor 1128 -0.5 -0.5 0.3 0.0 Inside
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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 157 18.2 19.5 6.5 -0.2  Inside
b. Chi-1 trans st dev 265 17.3 20.1 5.3 -0.5 Inside
c. Chi-1 gauche plus st dev 436 16.1 18.7 4.9 -0.5 Inside
d. Chi-1 pooled st dev 858 16.9 19.3 4.8 -0.5 Inside
e. Chi-2 trans st dev 291 16.7 21.2 5.0 -0.9 Inside
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Residue properties
1qo8

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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c. C-alpha chirality: abs. deviation of zeta torsion
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Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility
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Residue properties
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a. Absolute deviation from mean Chi-1 value (excl. Pro)
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0 c. C-alpha chirality: abs. deviation of zeta torsion
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Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility
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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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c. C-alpha chirality: abs. deviation of zeta torsion
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Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility
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Residue properties
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a. Absolute deviation from mean Chi-1 value (excl. Pro)
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c. C-alpha chirality: abs. deviation of zeta torsion

30
24
18 1
12 1
6 .

302 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400

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

d. Secondary structure & estimated accessibility
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e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
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Residue properties
1qo8

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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c. C-alpha chirality: abs. deviation of zeta torsion
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Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
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

1qo8

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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c. C-alpha chirality: abs. deviation of zeta torsion
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Zeta abs. mean dev.
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Residue number

d. Secondary structure & estimated accessibility
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Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
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Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
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Chi-1 abs. mean dev.

Omega abs. mean dev.
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Residue properties
1qo8

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

80

40
20

28 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125
Residue number

b. Absolute deviation from mean of omega torsion

96
72
48
24

28 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125
Residue number

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

= 30
3
- 24
g 18_
=
_8' 12
<
g 67
N
28 35 40 45 50 55 60 65 70 75 80 85 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
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
Al
S ETHENAQCKSCHGEYAELANDKLQFDPHNSHLGD INCTSCHKGHEEPKFYCNECHS FD I KPMPF SDAKKKK SWDDGWDQDK I QKATAAGPSETTQVLVV
f. Max. deviation (see listing)
g. G-factors
Phi-psi B W] T M T
A, PR o i i
Oega " [Tttt oo 5 B BN HEER" EEEHT
Dihedrals I T T T T T T TR T T T T T T T T T T T T e e T T T T T T T T T T T
MC angies - - A A A A A B ENEmENEEE " EEEEE
Mainchain [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 T T T T T T T T T T T T T T T T T
Overall [T T T T P T T T T T P T T T T T T T T I T I T T T T T R T T T T T T T T T T T T T
28 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125
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Omega abs. mean dev.

> 100
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S
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£ 401
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Page 8

Residue properties
1qo8

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

128 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225
Residue number

b. Absolute deviation from mean of omega torsion

96
724
48
24

128 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225
Residue number

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

= 30
3
- 24
g 18 -
=
3 12
<
g 67
N
128 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225
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
GAGSAGFNASLAAKKAGANVILVDKAPFSGGNSMI SAGGMNAVGTKQQTAHGVEDKVEWF I EDAMKGGRQQNDIKLVTILAEQSADGVQWLESLGANLDD
f. Max. deviation (see listing)
g. G-factors
Phi-psi _ I
e, [0 R : HniacH i
Omega ' LB 5 B EamE o CEERET N EEEN "SR AN EE A
Dihedrals I T T T T TTT R T TR 1] I T T T T T T T T T TR LT [TTTTTTTITT T T
MC angics [Tt
Mainchain T T TR T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
Overall  [IC T T T TR LT, T T T T T TR T T L o, E T TR T LTI L T
128 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225
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Omega abs. mean dev.

Zeta abs. mean dev.

> 100
3
= 80 1
S
g 60 -
£ 401
[5]
- 20+
0
O
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Page 9

Residue properties
1qo8

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

228 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325
Residue number

b. Absolute deviation from mean of omega torsion

96
724
48
24

228 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325
Residue number

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

30
24
18 1
12 1
6_

228 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325

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

d. Secondary structure & estimated accessibility

. = -\ NN/ s e s S QA0 S

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

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

ABAA  AAAABAAAAA _ABIA 4 : : AAAAABAAAAAAAABABIAAAA ‘ : AAAAAATIA B AAAAAAAAAIAAAAA
LKRSGGARVDRTHRPHGGKS SGPE I IDTLRKAAKEQG IDTRLNSRVVKLVVNDDHS VVGAVVHGKHTGY YMI GAKSVVLATGGYGMNKEMIAYYRPTMKD

f. Max. deviation (see listing)

+‘~): *6 * * ‘Jt

g. G-factors
Phi-psi T
3. e : sl
Omega " ATt o o HEmE 5 NEA"ESY SENSNE NEN- EEENS EES i u|
Dihedrals [T TT T I T T T ERE T T T T T T T I T T I T I T T T T I I T I T T T LTI T T T T T I T T
MC angies M- e e ettt et ot - a1
Mainchain [T T T T T T T T T I T T T T I T T T T T T T T P T T T T T T T T T T T T T T T T I T T PR T T T T T
Overall T T T T T R 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 TR T T T T TT T T I T TT T

228 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325
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Residue properties
1qo8

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

= 100
S
o 80-
B
g 60 -
£ 40
<
= 201
z

328 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425

Residue number
: b. Absolute deviation from mean of omega torsion
5120
g 96
]
E 72
£ 48
& 24
g
© 328 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion

_§ 30
Z 241
2 18-
£ 12-
c!
g 67
N

328 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425

Residue number Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

B A\ m S S\ = T

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

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

MTS SNNITATGDGVLMAKE I GASMTD IDWVQAHPTVGKDSRILISETVRGVGAVMVNKDGNRF I SELTTRDKASDA I LKQPGQFAWI I FDNQLYKKAKMV

f. Max. deviation (see listing)
4 +

Gt by et e Ty e S PUTNNUNE S U SUUUIE U T
g. G-factors
i B H UL R L
o N - AEE EEmETEC EE SEEE R EEE R EE ESMERCE EE i
Dihedrals [T T T T T T T T T I T T T T I T T T T T T T T T T o T T T T T T T I I T T T T T T T
MC hogies BT e e et e
Mainchain - [T T T T T T I 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 P T T T I T I T T T T I T
Overall \‘llH\H‘\H\\‘H\H‘\H\\‘H\H‘HH\‘H\\\‘HH\‘H\\\‘HH\‘\H\\‘H\H‘\H\\‘\\\H‘\H\\‘H\H‘HH\‘H\H‘HHHH
328 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425

1qo8_06.ps




PROCHECK
Page 11

Residue properties
1qo8

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

—_
o
S

D X
(e )

\®}
(e}

Chi-1 abs. mean dev.
N
=)

428 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505 510 515 520 525
Residue number

b. Absolute deviation from mean of omega torsion

120
96
72
48
24

Omega abs. mean dev.

428 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505 510 515 520 525
Residue number

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

30
24
18
12

Zeta abs. mean dev.

428 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505 510 515 520 525

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

d. Secondary structure & estimated accessibility

e DA E——

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

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

A AAAABAAAA A : WAAAAAAAAAAAAA BAANN BAANAANBNABNAAAAAAAA ABAAA  AAABAABAAARIAAAAAA AAAR
RGYDHLEMLYKGDTVEQLAKS TGMKVADLAKTVSDYNGYVASGKDTAFGRADMPLNMTQS PYYAVKVAPGIHHTMGGVA INTTASVLDLQSKP IDGLFAA

f. Max. deviation (see listing)

*
+ 5
* * * + % 4 + A + * * +
* 4% dokk kR ok Rk 44 gk kgpggak kkkkkk k% 4 ok 4 gk kg QEkg kkkg o4 4 * % # ok + ko o4k
$o ok ok ok ok EEES sk ockokokkkok kR ok kR kR sk sk ok ok skokk k% Rk kokokok
I I I I I I I i i

seokkokok | kR Rckckkkokkkkok ok kR ok ok ks s ok ok ok ok R K ROk R Rk k|
I I I I I I I I

g. G-factors
Phi-psi _ T I ] T T T TR T T
SefThadaceit et gt cifinsizt i
Omega " I T i I 5" o I u ]
Dihedrals [T T T TT T T T T T T T T T T I T T T T I T T T T T TR T T T I A T T T T I T T T T A T TR T I T T T I T
MC angies [Tl T -H - HE e B H
Mainchain O T T T T T T T T T LTI T T T T T T T T T T T T T T T T T T I T T T e T T T T T T I T T T
Overall T T T T T T T T T T T T P T T T T T T T T T T T T T T T I T T T TT T T T T T T T
428 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505 510 515 520 525
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96
72
48
24

Omega abs. mean dev.

30
24
18
12

6

Zeta abs. mean dev.

Phi-psi
Chil-chi2
Chil onl;

Chi3 & chi4

Omega
Dihedrals

MC bonds
MC angles

Mainchain

Overall

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

120

Page 12

Residue properties

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

528 535 540 545 550 555 560 565

Residue number

b. Absolute deviation from mean of omega torsion

528 535 540 545 550 555 560 565

Residue number

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

528 535 540 545 550 555 560 565

Residue number

d. Secondary structure & estimated accessibility

i S AAUAY

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

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

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

AAAAAANT
T T T 7 T 7 7 T
GEVTGGVHGYNRLGGNA TADTVVFGR I AGDNAAKHALD

f. Max. deviation (see listing)

H +F +44 +* 0 4+4 + ++
s kokok kR kokok ok Rk ok kR k%
. . .

g. G-factors

-0.34
-0.24
-0.10
LI 0.40
CCOm [N [Dm 0.8
[T T [TTTTTTTTTIITTIE] [ -0.4

PR 5
T ETTTTETTTEE [ -0.66
[TTTTTTTTTITITTIT O -046
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4 or ) signifies data points off the graph in the direction shown.
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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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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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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.
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Main-chain bond lengths
C 1231 O CA 1530 CB CA 1525 C C 1341 N CA 1530 CB CA 1530 CB
A Ala 10 A Gln 16 ALys 21 ALys 21-APro 22 A Pro 22 A His 31
C 1329 N CA 1516 C CA 1530 CB CA 1530 CB CA 1516 C CA 1521 CB
ATyr43-AAla 44 AGly 61 A Cys 65 A Cys 68 A Gly 158 A Ala 164
N 1458 CA N 1451 CA N 1451 CA N 1451 CA N 1458 CA CA 1530 CB
1.391 1.382 1.517 1.503 515 1.601
A Ala 164 A Gly 166 A Gly 244 A Gly 286 A Ala 307 A Ser 330
C 1329 N CA 1540 CB C 1329 N C 1231 O CA 1525 C C 1329 N
1.381 1.592 1.391 1.177 1.473 1.379
A Thr 335 - A Ala 336 A Thr 362 A Gly 379 - A Ala 380 A Phe 390 A Asn 418 A Asn 418 - A GIn 419
CA 1530 CB C 1329 N N 1458 CA C 1329 N C 1329 N CA 1540 CB
1.583 1.385 1.512 1.390 1.379 1.488
A GIn 419 A GIn 419 - A Leu 420 A Ser 461 A Asp 462 - A Tyr 463 A Tyr 466 - A Val 467 A Val 467
CA 1530 CB N 1458 CA CA 1530 CB CA 1530 CB CA 1530 CB CA 1530 CB
1.613 1.517 1.586 1.598 1.604 1.581
A Lys 471 A Asp 472 A Phe 475 A Leu 482 A His 499 A Met 502
CA 1521 CB CA 1530 CB C 1231 O
1.577 1.582 1.180
D Ala 132 D Ser 156 D Ser 518

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

Main-chain bond angles

C 1217 CA CA 1208 0O 1226 c¢ca N 1105 CcB N 125 C ¢ 1217 CA
132.1 109.7 \&Z 124.6 102.4 132.1
N C CA CA N
A Ala 20-ALys 21 AlLys 21 AlLys 21-APro 22 A Asp 54 A Gly 61 A Ala 95-ALys 96
CB 110.1 C CB 109.1 C CA 120.8 0 N 111.2 C N 110.5 CB C 121.7 CA
122.7 93.0 110.1 W 122.6 144.2
CA CA ¢ CA CA N
A Asp 108 A Thr 122 A Leu 149 A Phe 155 A Phe 155 A Ser 163 - A Ala 164
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Main-chain bond angles (contd)
N 112 ¢ N 1104 B 1125 121.7 112.5 1115
CA CA
A Ala 164 A Ala 164 A Gly 166  AMiso40 A Arg241 A Gly 244 A Thr 308
1118 1115 1115 ¢cB CB 01 198G 1115
A Pro 361 Ale 369 A Val 383 ASer 40l AMet4o AV A Val42]
s 1217 R 120.8 1030 109.1
A Gly 439 ATyr 466-AVal4S]  ALen482 A Ser 487 A Pro 488 A Val 492
1112 109.1 1115 cB CB o1 1217 1115
A H1s 500 A Val 505 A Val 505 A Ser 518 A Val 530 A Thr 531 A Thr 531
116.4 1091 ¢ 121.7 1112 120.8 120.8
A Gly 532 A Gly 533 D Thr 122 D Phe 155 D Ser 156 D Ser 156 D Ser 283 D H1s 499
110.5 CB CB 109.1 111.5 121.7 111.5 CB CA 120.8
D H1s 500 D Val 505 D Val 505 D Val 530 D Thr 531 D Thr 531 D Leu 564

CA 1162 N

129.7

C
D Leu 564 - D Asp 565

Bond angles differing by > 10.0 degrees from small-molec values. Values shown: "ideal", actual, diff.
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Distorted geometry
1go8

Planar groups

Ll R G

CB

0.020 0.021 0.033 0.035 0.024 0.027
A GIn 16 A GIn 35 A His 72 A Glu 74 A Asp 227 A Asn 332
Il e
CB CG
0.024 0.030 0.024
A Asn 333 A Arg 389 A GIn 419

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

1qo8_10.ps




