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Plot statistics
Residues in most favoured regions [A,B,L] 1598 83.4%
Residues in additional allowed regions [a,b,l,p] 290 15.1%
Residues in generously allowed regions [~a,~b,~l,~p] 24 1.3%
Residues in disallowed regions 5 0.3%
Number of non-glycine and non-proline residues 1917 100.0%
Number of end-residues (excl. Gly and Pro) 11
Number of glycine residues (shown as triangles) 268
Number of proline residues 78
Total number of residues 2274

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 expec
to have over 90% in the most favoured regions.

ted

1d4c_Ol.ps




PROCHECK

1d4c

Page 1

Ramachandran plots for all residue types

Phi

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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Chi1-Chi2 plots
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Chi1-Chi2 plots
1d4c
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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

1d4c
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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 1917 83.4 68.7 10.0 1.5 BETTER
b. Omega angle st dev 2268 6.6 6.0 3.0 0.2 Inside

c. Bad contacts / 100 residues 83 3.6 17.9 10.0 -1.4  BETTER
d. Zeta angle st dev 2004 3.0 3.1 1.6 -0.1  Inside

e. H-bond energy st dev 1367 0.9 1.0 0.2 -0.7 Inside

f. Overall G-factor 2274 -0.5 -0.8 0.3 0.7 Inside
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Side-chain parameters
1d4c
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1d4c

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 273 20.5 26.3 6.5 -0.9  Inside
b. Chi-1 trans st dev 508 22.3 25.7 5.3 -0.6  Inside
c. Chi-1 gauche plus st dev 769 19.3 24.3 4.9 -1.0 BETTER
d. Chi-1 pooled st dev 1550 20.5 25.1 4.8 -0.9 Inside
e. Chi-2 trans st dev 451 224 253 5.0 -0.6  Inside
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Residue properties
1d4c

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

= 100
S
o 80-
B
g 60+
£ 40
<
= 201
z
5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100
Residue number
: b. Absolute deviation from mean of omega torsion
5120
g 96
]
E 72
£ 48
& 24
g
© 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
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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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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
1d4c

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

b. Absolute deviation from mean of omega torsion
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Residue number

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

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

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

d. Secondary structure & estimated accessibility
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Residue properties
1d4c

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
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
1d4c

a. Absolute deviation from mean Chi-1 value (excl. Pro)
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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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f. Max. deviation (see listing)
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Residue properties
1d4c

a. Absolute deviation from mean Chi-1 value (excl. Pro)
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Residue number
: b. Absolute deviation from mean of omega torsion
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Residue number
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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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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Phi-psi
Chil-chi2
Chil only
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MC bonds
MC angles

Mainchain

Overall

R . d . Page 6

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

: 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

— . R

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
1d4c

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

= 100
3
= 80
<
£ 60
2 401
<
< 20
L
@)

23 30 35 40 45 50 57 65 70 75 80 85 90 95 100 105 110 115 120
Residue number

b. Absolute deviation from mean of omega torsion

120
96
724
48
24

Omega abs. mean dev.

23 30 35 40 45 50 57 65 70 75 80 85 90 95 100 105 110 115 120
Residue number

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

Zeta abs. mean dev.

23 30 35 40 45 50 57 65 70 75 80 85 90 95 100 105 110 115 120

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

d. Secondary structure & estimated accessibility
S A, CEE— AR

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

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
AAAAAAAAA HAAAAA/\JTAA AAAABAAA AAAAAAAA BAAAAAAAAATIIIIA ABAAA  AAAAAAAAAAABIMAAAAAAAARL A

T T T
KGGVTNDNLTHENGQCVSCHGDLKELAAAAPK  VSPHKSHL IGEITACTSCHKGHEKSVAYCDACHS FGFDMP FGGKWERKFVPVDADKAAQDKA I AAGV

f. Max. deviation (see listing)

++ * * * * +>l-

HEk + kgE + ko4 ok o4 o4 Fh o+ + +FF4g
sk ok ok kkkokk |k kk ok Rk ok kkokk ok kok | ok EE T
. . . . .

g. G-factors

e sl i
Chil onl;

Chi3 & chi4 [ [
Omega Il CH RN [T
T T T T T T T T T T

Dihedrals  [TTTT T T T TTTTTTTITTITTTTT [ I
i et ol | oo
[ [
[
[

I I
MC bonds T [
MC angles Hﬂ:\:ﬁﬂﬂﬂ:ﬁﬁ\m [ \
I ENNEEEENEEEE BN

Mainchain [T T T T T T T TTTT I

[ ]
M I
[l i
O [
Overall [T I T LTI R T I I, N T T, T T, B T T T T TR T,

23 30 35 40 45 50 57 65 70 75 80 85 90 95 10

1d4c_06.ps
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96
72
48
24

Omega abs. mean dev.

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

120

Page 8

Residue properties
1d4c

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

123 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220
Residue number

b. Absolute deviation from mean of omega torsion

123 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220
Residue number

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

= 15
S
o 12
S 9
=
£ 6
<
s 3
N
123 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
W) — N\
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
AAABAAAA : : ‘ AAAAAAAAAAANL  AAAAARL  AAAAIAAAAAAA AL ‘ : ABABAAAAAAAAAAAAAAAAAA
KETTDVVI IGSGGAGLAAAVSARDAGAKYV I LLEKEP [ PGGNTKLAAGGMNAAETKPQAKLG I EDKKQ IMIDDTMKGGRN INDPELVKVLANNS SDS 1 DWL
f. Max. deviation (see listing)
+ o+ * i +* o+
+ + w* ok + 4+ + + * Fpp 4 Fg o4 Fopg kg sk kR
Aok kR |k skkok ok kokokskokok | kokokskskok ok skok sk ok sk sk kokokokokok | kokokokoskokok ko okokokok sk ok kol kol sk ok ok skokok sk ok ok sk ok ok ok ok ok ok ok
g. G-factors
ChPsiio - H F u| ﬁ:H u
Chil only !
Chi3 & chi4 I i [T
Omega [ [1 o [T
Dihedrals [T TTT T TT T T I T T T T TR T T T T T T T T T T T T I T T T T I T T A A T I T I T T T
C bonds
%C aggl;‘ N NN ENNNNNN EENEEEEE [ [T N N EENECEEN B NN - ENEEETEEN EEEE NEEEN [H ]
Mainchain [T T T T T T T T T T TR T T T T T e T T T T T TP T I I A T T I T TR T TR T T T T T
Overall  [TTRCTRL T T[T T T W T e L T T e T LT L L T T T LR LT

123 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220

1d4c_06.ps




PROCHECK

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

Z 120

<

% 96 A

E 724

< 48~

& 241

= F#—.Wpﬂ_-ﬁ_-l— e e
© 223 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320

Page 9

Residue properties
1d4c

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

223 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320
Residue number

b. Absolute deviation from mean of omega torsion

Residue number

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

= 15
3
- 12
S 9
=
£ 6
<
s 3
N
223 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320
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
AABAAA amapim ] ABAAAANAAAAAAARIIL AABL AAAA _AAA AAAAAAAAAAATEL AABAAAA
TSMGADMTDVGRMGGASVNRSHRPTGGAGVGAHVAQVLWDNAVKRGTD I RLNSRVVR I LEDASGKVTGVLVKGEYTGYYV I KADAVVIAAGGFAKNNERV
f. Max. deviation (see listing)
g. G-factors
Phi-psi BN EEAEN B 5
i, R R ety o
Omega [ H H:h [ [ [ [
Dihedrals [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 LT T T T T T
ME bngies ENNEESEs EEENER BEEMES NESESSSE S B SoE-SEEEES
NEIV BN EEENE NEEENEEEEEEEEEE B N ENNEEN EESEEEN | N EEEENENENEEN EEEEEE EEEEEENEEEEEEEENENEN EENEEEREEE
o NS AN NS NN RN NN EENEN B i ESNENSESNESEENE- SRSEEENEENENESS NENSENSNEENESSENESESNESEENE - NENEENENEE)
223 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320

1d4c_06.ps
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Residue properties
1d4c

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

—_
o
S

D X
(e )

Chi-1 abs. mean dev.
SN
S S

323 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420
Residue number

b. Absolute deviation from mean of omega torsion

Z 120

<

S 96

()

5 72

£ 48

& 241

= B el o el el e Bl e A P meen o m a oW e m o ew
© 323 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420

Residue number

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

= 15
3
- 12
S 9
=
£ 6
<
s 3
N
323 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420
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
mA aaallaapsananmanay  aas v Ay ASREEARAAAAAAAAAARAR BRAAAAAA
SKYDPKLKGFKATNHPGATGDGLDVALQAGAATRDLEY I QAHPTYS PAGGVMI TEAVRGNGAI VVNREGNRFMNE I TTRDKASAA I LQQKGESAYLVFDD
f. Max. deviation (see listing)
g. G-factors
Phi-psi _ o T LT —
ggi%-‘?&m:izt }<H .—H -H T .H: [T I [
Omega i [ = [ [ [T [ [T [T [
Dihedrals [T T T T T TR T T T e T T T T T T T T T T T A T T T T T T T T T
e e EE A EEMETEREEET - Cf o HEEEE EMSHE HEMSNES EMSCHSEEN SHSH SENESEESS mEsE SO
Mainchain [T T T TR T I T T T T T T T s e T T T T TR T T T T T T T T T T T T T T T T T
Overall [T T T e T T P T T T T T T T T T T T T T T T T T T T T T I T T I T I T T T T T T T T T T T T ]
323 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420

1d4c_06.ps
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Residue properties
1d4c

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

o)
o

[o)
(e}

\®}
(e}

15

Zeta abs. mean dev.

Phi-psi
Chil-chi2
Chil onl;

Chi3 & chi4

Omega
Dihedrals

MC bonds
MC angles

Mainchain

Overall

Chi-1 abs. mean dev.
N
=)

z 120

el

% 96 A

E 72-

< 48~

& 241

E F'-'_l_-_*‘_'l_—-F. : =L : :

© 423 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505 510 515 520

423 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505 510 515 520
Residue number

b. Absolute deviation from mean of omega torsion

Residue number

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

12

423 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505 510 515 520

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

d. Secondary structure & estimated accessibility

NN m S NNATN AN e

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

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

SIRKSLKATEGYVHLNIVKEGKTIEELAKQIDVPAAELAKTVTAYNGFVKSGKDAQFERPDLPRELVVAPFYALE IAPAVHHTMGGLV IDTKAEVKSEKT

f. Max. deviation (see listing) >
* 2

++ + + + * + o L+ + + +
sk ok ok ok ok ko ok + + kokkok gy ppkokk kg okok gk * *4poo4 * ok + k4 QEEEX Gk + * ++ o4 * + *
ook ok okok kokok Rk ko ok sk skoRokokokokoR kR kol oRokoR ok ok Rk Rk skokok kR skokokok R skok kokokook  kokokokokok ko Rk kokook R kR kR ok kR kR ok ok X
. . . . . . . . i . . . . i . . . i i .

g. G-factors

e e g et i S e

[T T T [TTTTIETT] [TTT

[TT
1]
[Tl
[TT] o
ENEES NEEN 5 CENESESNEESSN  EENSEEES : : TTTITIT
465 470 475 480 485 490 495 500 505 510 515 520

[T
17
|
[T

[T LI L]

423 430 435

1d4c_06.ps
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100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
]
T 80
g
g 60 -
£ 401
<
= 20 A
S —
523 530 535 540 545 550 555 560 565 570 10 15 20 25 30 35 40
Residue number
: b. Absolute deviation from mean of omega torsion
é 120
% 96
E 72-
£ 48
& 241
=
O 523 530 535 540 545 550 555 560 565 570 10 15 20 25 30 35 40
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 15
= 12 ~
91
£ 67
<
g 37
N
523 530 535 540 545 550 555 560 565 570 10 15 20 25 30 35 40
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
"\ M
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
ABAA AL HAA A AAA : : ‘ ‘ : AN FAABAAAAA  AAAAAIAAAA ‘ I
GKP ITGLYAAGEVTGGVHGANRLGGNATSDIVTYGR IAGASAAKFAKD EVLADFHGEMGGCDSCHVSDKGGVTNDNLTHENGQCVSCHGD
f. Max. deviation (see listing)
g. G-factors
Phi-psi N [ [l RN
e T e 2
Chi3 & chi4 [ [ [ [ [T
Omega [T I [T [ [ [TT1]
Dihedrals [T TR TTITTTITTIT I T I T T I I T I T T I T T I T T T T T T T T I T I A T I IT I T 1T
MC bonds
MC angles
Mainchain [T IR T TR T T T T T T T T TR T e [ NEENNEENE NN DEREERENNNNE DERERNNNEE NN
Overall [ TR T BT T T I LT LT TR T T T T T e T T T T T W T T T T TR
523 530 535 540 545 550 555 560 565 570 10 15 20 25 30 35 40

1d4c_06.ps
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80

40
20

Chi-1 abs. mean dev.

120
96
72
48
24

Omega abs. mean dev.

15
12

Zeta abs. mean dev.

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

Dihedrals

MC bonds
MC angles

Mainchain

Overall

Page 13

Residue properties
1d4c

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

45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140
Residue number

b. Absolute deviation from mean of omega torsion

45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130 135 140
Residue number

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

45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130 135 140

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

d. Secondary structure & estimated accessibility

= R =\

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

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
ABAAAAREA BAAAAAAANARIINA BAAAA /\/\/\ﬂ/\/\/ﬂ/\/\/ﬂ/\N\/\/\/\/\/\/\ﬂ EAAANNAAAA W

LKELAAAAPKDKVS PHKSHL l GEI ACTSCHKGHEKSVAYCDACHS FGFDMP FGGKWERKFVPVDADKAAQDKA I AAGVKETTDVV I I GSGGAGLAAAVSA

f. Max. deviation (see listing)

+ + + + o+ +

++ + 4 kK oE o +>‘+ + 4+ EE ++ * + * ook E Rk + % T A i
ook kR ok Rk kokok R okokokok |k koo E3 _******»*_***_**____*_*_*___*_*********__*x#*_*_**#_*****#_x_***#*x#***
. . . . i . . . i i . . . . i

I:]::H:,,:H:,:H I]1<H ‘,,ﬁ H>,I::H:I I:I:H::I
[T [ [ [] [ [
[T [T RN [ [T [l m
T T T TR T T T T T T T T T T T T T T T T T T T TR AT T T I A T I T I T

NN BN CEEEENEN [ [ [ | HNEEEN EEEEN ANNEEN B [ T[]
[IHHH\I]:IHHHHI]:IHH\I\IHIHH\HIHHI]]:I]]]:IHHH\I]]]]\HHI]IEIE

O T T T T T T, T T e T T e T e e T T T T T TR T T TR T I T
45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130 135 140

1d4c_06.ps




PROCHECK

96
72
48
24

Omega abs. mean dev.

15
12

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
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Residue properties
1d4c

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

145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240
Residue number

b. Absolute deviation from mean of omega torsion

145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240
Residue number

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

145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240

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

d. Secondary structure & estimated accessibility

NN AAAA - R

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

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

AAN AAMAAAAANBAAL  AAAAARL  AAAAAAAARIEIA ABAAAAAAAAAAAAAAAAAAAAAAALD AABIAAA AANTEEA
RDAGAKY I LLEKEP I PGGNTKLAAGGMNAAETKPQAKLG I EDKKQ IMIDDTMKGGRN INDPELVKVLANNS SDS | DWLTSMGADMTDVGRMGGAS VNR SH

f. Max. deviation (see listing)

FE +* 4 * ++
* g ++ + + 4+ F+ o4+ e T o s ckokkk 4 wokkgp g 4 + % F
ok koRckokok Rk ok kxR ok ok s kR ok RokoRokok kR okokokokoRkokokok ok kokokokokok ok ok wokokk Rk kokok ok
. i . . . . . . i .

g. G-factors

st e e in Ty

(] HENENNEE B ENE  EENENEEEEEN HE UNENECE EEN NN " NENE EEN
EESEESEENEEENESE EEN SEEEEEEEEEENSECNNEENEEENNEESEENNEES - RN

[T T T T e e, T T B TR T LT T T e T T T, BT T T B T R L T T TR T T
145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240

1d4c_06.ps
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Residue properties
1d4c

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

—_
o
S

D X
(e )

\®}
(e}

Chi-1 abs. mean dev.
N
=)

245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340
Residue number

b. Absolute deviation from mean of omega torsion

120
96
724
48
24

Omega abs. mean dev.

245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340
Residue number

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

15
12

Zeta abs. mean dev.

245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340

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

d. Secondary structure & estimated accessibility

e\ e B YN

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

e. Sequence & Ramachandran regions a Most favoured & Allowed [l Generous Il Disallowed
ﬂ NVWMVVVVW%_’_I_\

‘ AAN ABAR ABA AAAAAAAAAAAIA  FAABIAAAAAAAIAAAA AAAAAA WA W
RPTGGAGVGAHVAQVLWDNAVKRGTDI RLNSRVVR I LEDASGKVTGVLVKGEYTGYYV I KADAVV I AAGGFAKNNERV SKYDPKLKGFKATNHPGATGDG

f. Max. deviation (see listing)

*
5 +
+ * * . * + * *

Hokdkg kg k4 ++ B T T b o e + + H ko +* 4+ + +*
*_*__*_***************_**********_*.* * LI B RO ******#*_****#*x_*»*#_x#***
. . . . . . . .

g. G-factors

Phi-psi 1]

Chil-chi2 77:.:F ! H H:::# s

Chil only 1

Chi3 & chi4 I I \

Omega [T [ | [
[T

Dihedrals [T T TT W TT T T T T T I T T I T T I I T T A T LTI T T T I T I T T

MC bonds
MC angles

BN EUNNL EEEN BESESNOCEOEE HED CHNN B BANEEN

Mainchain mmm\\lll\H\II\H\IHH\\H\\Hlj:l]:l\HI\H-HHHHHIZ-

Overall [T ML T T, T T T T T T T T T T T T, B e T T e T T R R
245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340

1d4c_06.ps
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Residue properties
1d4c

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

_
o )
3 & 8

Chi-1 abs. mean dev.
SN
S S

345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 440
Residue number

b. Absolute deviation from mean of omega torsion

120
96
724
48
24

Omega abs. mean dev.

345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 440
Residue number

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

= 15
3
- 12
S 9
g
£ 6
<
s 3
N
345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 440
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
AAAAAAT AABAAAA A AAAABIAA
LDVALQAGAATRDLEY 1 QAHPTYS PAGGVMI TEAVRGNGA I VVNREGNRFMNE I TTRDKASAA I LQQKGESAYLVFDDS I RKS LKA[ EGYVHLN I VKEGK
f. Max. deviation (see listing)
g. G-factors
Phi-psi 1] [T
o P ; R R =
b s e -
mega
Dihedrals [T T T T T T T T T T T T T T T T TR T T T T T T T I T T T T T T I T T T
MC tngies et ot ottt e e
Mainchain [ T T T T Tl ST T T T T T T T R T T R T T T T T T T T T T T T A T
Overall T T T A T T T T T T T T T T T T T T T T T T T T T T T T T T T T T I I T T T T TTT T T IITIITITTIT]
345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 440

1d4c_06.ps
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Residue properties
1d4c

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

N A X o
S 5 & o 3

Chi-1 abs. mean dev.

445 450 455 460 465 470 475 480 485 490 495 500 505 510 515 520 525 530 535 540
Residue number

b. Absolute deviation from mean of omega torsion

120
96
724
48
24

Omega abs. mean dev.

445 450 455 460 465 470 475 480 485 490 495 500 505 510 515 520 525 530 535 540
Residue number

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

= 15
S
o 12
S 9
=
3 6
<
s 3
N
445 450 455 460 465 470 475 480 485 490 495 500 505 510 515 520 525 530 535 540
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
AN
TIEELAKQIDVPAAELAKTVTAYNGFVKSGKDAQFERPDLPRELVVAPFYALE I APAVHHTMGGLV I DTKAEVKS EKTGKP I TGLYAAGEVTGGVHGANR
f. Max. deviation (see listing) ;
K j-‘.++i + * +++ + lj;+ + * +* o+
g. G-factors
Phi-psi . EENEECE H:ﬁ.: 7<H:H>77 NENEEEN |
ggg-{;&mjﬂii\\ H H a8 [ 17 H [T ‘ \\77ﬂ> H
Omega I [ [ H [T H [ i [ [T H o
Dihedrals [T T T TT T T T I T T T I T T T T T T e T T T T T T T T I T I T T T I T T T I T I T ]
N bt g WL T BT T T 1 T T e T 1
Mainchain  ET TR T T T T T T T T T T T T O T T T T T T I T TR [T T T ol T T T T I T T T T T e e T T T TR E
Overall [ I T T T T T T T T T T e e T T e T T T L]
445 450 455 460 465 470 475 480 485 490 495 500 505 510 515 520 525 530 535 540

1d4c_06.ps
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100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
]
T 80
g
g 60 -
£ 40
<
= 204
2
545 550 555 560 565 570 5 10 15 20 25 30 35 40 45 50 60
Residue number
: b. Absolute deviation from mean of omega torsion
é 120
% 96
g 721
£ 48
& 241
=
© 545 550 555 560 565 570 5 10 15 20 25 30 35 40 45 50 60
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 15
= 12
QE) 9
£ 6
<
s 3
N
545 550 555 560 565 570 5 10 15 20 25 30 35 40 45 50 60
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
AAAAAY o~ D—A PO N> —
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
: ‘ : A AAAAAAARL ANAAAAAA B WANAAAAAA  ABIAAAIAAAA : AAAAAAAR ‘
LGGNAISDIVTYGRIAGASAAKFAKD APEVLADFHGEMGGCDSCHVSDKGGVTNDNLTHENGQCVSCHGDLKELAAAA PKDKVSPHKS
f. Max. deviation (see listing) .
5
+ % *I: "+ o : ***i + kK ++++ + + + . :: ++ :TI + +++ + 4o+ o+t
g. G-factors
Phi-psi [l [ W [
i : Eree e "
Chi3 & chi4 [ [ [ [ HEN
Omega [ [T [ ] | [1 HEEED
Dihedrals [T T T T TTTTITTTTTTTIITTITE A A T T TR T T T T T T T T T T T T
MC angies I Mol -l - oo |- - o bt ]
Mainchain [T TR TTTTT T O N EEEEEN  NEREREEEERENNNEENENEENEN BEEN RENNEREEEEYEN SEREEENEN
Overall [ETTITITITTI T T ITITT T T T T T P T T T T I T I T I T T T T T T TTTTTTT T EEE T I
545 550 555 560 565 570 5 10 15 20 25 30 35 40 45 50 60

1d4c_06.ps
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Residue properties
1d4c

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

—_
o
S

D X
(e )

\®}
(e}

Chi-1 abs. mean dev.
N
=)

63 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160
Residue number

b. Absolute deviation from mean of omega torsion

Z 120

s}

% 96

5 72

S 481
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Residue number

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
—Y Al g — N\
T
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
: ARBAAARAA AABAAAARAANIENA BEAAL /\/‘\/\/\/\/\/\l_l/\/\/\l_l/\l_l/\/\/\/\/\/\/\l_‘ EAAMABAAAA T A AAAAAAAAARL AAAAAAAAAAAR
HL 1 GE I ACTSCHKGHEKS VAYCDACHS FGFDMP FGGKWERKFVPVDADKAAQDKA  AAGVKETTDVV I I GSGGAGLAAAVSARDAGAKY I LLEKEP I PGG
f. Max. deviation (see listing)
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Residue properties
1d4c

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

163 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260
Residue number

b. Absolute deviation from mean of omega torsion

Residue number

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

163 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260

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

d. Secondary structure & estimated accessibility
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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

AAAAARL  AABAAAAAAAAA ABAAAAAAAAAAAA — NBIAAAAAAAANBIANAAAAAAAAAAATIA AABIAAA AA  BIRABBAAAAA A AAAAAANAA
NTKLAAGGMNAAETKPQAKLG I EDKKQ IMIDDTMKGGRN INDPELVKVLANNS SDS I DWLT SMGADMTDVGRMGGA S VNR SHRP TGGAGVGAHVAQVLWD

f. Max. deviation (see listing)

* * + % *

4k * kx4 4 * 4k + 4k o $ kR ok ok ok ok ¥

* sk % * EEEEY sk ok kR |k skokskdkok | kokok ko kR Rk ok kokok | kok kR ok ok ok Rk kok ok ok
I I I I I i I I I I

g. G-factors
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Residue properties
1d4c

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

b. Absolute deviation from mean of omega torsion
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Residue number

c. C-alpha chirality: abs. deviation of zeta torsion
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263 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions a Most favoured & Allowed [l Generous Il Disallowed
A
NAVKRGTDIRLNSRVVR I LEDASGKVTGVLVKGEYTGYYV I KADAVV I AAGGFAKNNERVSKYDPKLKGFKATNHPGATGDGLDVALQAGAATRDLEY 1Q
f. Max. deviation (see listing)
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Residue properties
1d4c

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

Zeta abs. mean dev.

Residue number

b. Absolute deviation from mean of omega torsion
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Residue number

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

363 370 375 380 385 390 395 400 405 410 415 420 425 430 435 440 445 450 455 460

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

Dihedrals

MC bonds
MC angles

Mainchain

Overall

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

ABIA A A
AHPTYSPAGGVMI TEAVRGNGA I VVNREGNRFMNE I TTRDKASAATLQQKGESAYLVFDDS IRKSLKATEGYVHLNIVKEGKT I EELAKQIDVPAAELAK

f. Max. dev1at10n (see listing)

g. G-factors
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Residue properties
1d4c

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

Zeta abs. mean dev.

463 470 475 480 485 490 495 500 505 510 515 520 525 530 535 540 545 550 555 560

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 lis{ing)
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100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
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Residue number
: 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
SAAKFAKD
f. Max. deviation (see listing)
g. G-factors
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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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Main-chain bond angles

PROCHECK

124

104 109 114 119

99

94

125

105 110 115 120
4 or ) signifies data points off the graph in the direction shown.

100

95

135

115 120 125 130

110

=
\O
=
s 2 _ -
zol I oz SicH
1 > 1O >
o) e OE @) <7
= [ T O 2
VA o ___° T (@R}
& i— Z= 5y =
< NS < 2 M [
o - © = 0s OS]
E
— O wv
T n T — T n T — T n T — T n T
= ¢ = ¢ = ¢ = ¢ = ¢ = & = ¢ = &
Kouanbaig Kouoanbaig Kouanbaig Kouanbaig
— o~ o~
o o o
\O [\ [\
a < <
z S & < | SIS
\\\\\\\\\\\\\\\\\\\\\\\\ 1
0z © Mm ““““““““““““““ a Y2 g S
<l = e = zZ& S
9] © O A
= =Y = O
O ()} ()}
= pa pa
— o~ o~
t t t = t t t S t t t S t t t
S 72 2 3 S 2 2 3 S 2 2 3 S 72 2 3
Kouanbai] Kouanbai Kouanbai Kouanbai
el
i
A
« K
5 g
Z% < | O —
NS U= T~
et Ac) I « ol
<= 2 <2
U3 @) w O
&) s
=
0 v
T T T — T T T — T T T — T T T
m b g 2 m b g 2 m b g 2 m b S b

~ Kouonba1g ~ Kouonba1g ~ Kouanba1g ~ Kouonba1g

105

Solid and dashed lines represent the mean and standard deviation values as per Engh & Huber small-molecule data.
.ps

Black bars > 2.0 st. devs. from mean.

1d4c_08



PROCHECK

Page 2

Main-chain bond angles
1d4c
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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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ASP

ASN

1d4c

ARG

RMS distances from planarity

PROCHECK

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
CA 1530 CB N 1458 CA CA 1530 CB N 1458 CA N 1451 CA C 1231 O
1.582 1.404 1.474 1.391 1.376 1.288
A Glu 282 A Glu 282 A Lys 294 B Thr 247 B Gly 251 B Arg 267
N 1451 CA C 1231 O CA 1516 C N 1451 CA C 1329 N C 1231 O
1.523 1.320 1.569 1.550 1.407 1.286
B Gly 268 B Asn 468 B Gly 469 B Gly 469 B Gly 469 - B Phe 470 B Gly 474
CA 1516 C C 1231 O N 1458 CA C 1329 N CA 1525 C N 1458 CA
1.584 1.357 1.514 1.403 1.581 1.550
B Gly 474 B Lys 475 BAsp476  BAsp476-BAla477 B Ala477 B Ala 477
C 1329 N N 1458 CA CA 1530 CB C 1231 O CA 1530 CB C 1231 O
1.396 1.545 1.450 1.284 1.477 1.353
BAla477-BGIn478 B Gln 478 C Asn 28 C Ala 250 C Tyr 301 C Ala 477
CA 1521 CB CA 1530 CB N 1458 CA
1.605 1.581 1.406
C Ala 477 D Glu 282 D Glu 282

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

Main-chain bond angles

N 12 C o 1217 CA CA 1208 o 1115 N 1125 ¢ N 1125 ¢

N CB
122.4 141.3 110.8 121.6 122.7 123.2
CA N C CA CA CA

AGlu 3 AGlu 3-AVal 4 AVal 4 AVal 4 A Gly 13 AGly 14
CA 1208 0 o 230 N ©CB 1O Cc N 125 C (¢ 217 CA C 1217 CA
C C CA CA N N

A His 19 AHis 19- A Val 20 A Cys 38 A Gly 43 ALys 56-AVal 57 A Ala 69-ACys 70
N 1125 ¢ 217 cA CA 1162 N cA 1162 N 1217 1112

C ca N C
CA N N CA

A Gly 97 A Val 107 - A Asp 108 A Lys 123 - A Glu 124 A Ser 143 - A Ala 144 A Gly 148 - A Ala 149 A Lys 150
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Distorted t
Main-chain bond angles (contd)

111.8 1125 C CcA 1164 123.0 N CA 1162 110.1
W W W W W W
A Pro 160 A Gly 161 A Gly 162—AAsn 163 A Gly 162 - AAsn 163 A Ala 167 -AAla 168 A Glu 185

110.1 116.2 N CA 116.2 N CA 116.2 N Ca 120.8 o CA 116.2
Aser 218 ASer218—AIle 219 A GIn 258-AVal 259 A Asn 263-AA1a 264 AArg 267 A Arg 267-AGly 268

1105 CB cA 120.8 123.0 121.7 1112 120.6
ASer 275 ALeu 281 ALeu281 A Glu 282 A Leu 281 - A Glu 282 AGlu 282 A Ser 285 - AGly286
o 123.0 N CB 10l C cA 1208 1125 C CcA 1162 N CB 1ol

122/ \96% W WW, 128.9 W

C

A Arg 321 - A Val 322 ALys328 ALeu329 AG1y331 AThr341-AGly342 ALeu345

120.8 0o CA 116.2 N C 116.2 1125 C CA 116.2 1115

A
133.2 129.9 126.8 10.6 101.4 131.3 100.7 10.8

A Thr 366 ALys 426 - A Ser427 AlLys 429 - A Ala430 A Gly 443 A Glu 487 - A Leu 488 A Val 489

120.8 1112 116.2 1112 109.1 1162
WW 123.7 127.2 110 122.6 121.4 129.2
A Ala 491 A H1s 503 A Asp 512 - AThr513 A Thr 522 A Ile 526 A Glu 534 - A Val 535
110.1 1112 1115 1217 ca CB 1101 111.2
120.3 100.5 129.7 132.6 0o \99%\(14 122.5
ASer 563 B Val 4 B Val 4 BGlu 11 —BMet 12 B Met 12 B Met 12
116.2 121.7 CA CB 110.1 110.1 112.5 120.6
126.2 100 1333 120.8 W 127.1 14.6 131.5 0o
B Ser 40 - BCys 41 BGly 76 B His 77 B Asp 93 B Lys 150 B Gly 161 B Gly 161 - BGly 162
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Main-chain bond angles (contd)

120.8 121.7 1125 120.6 112.5 111.5

B Pro 246 B Pro 246 - B Thr 247 B Gly 249 B Ala 250 - B Gly 251 B Gly 251 B Val 252
121.7 HL5  CB (ca 1208 o CA 1162 120.6 121.7
Ww. W”‘ Ww \\13%1\1» \\10% W

B GIn 258 - B Val 259 B Val 259 B Arg 267 B Arg 267 -B Gly 268 B Arg 267 - B Gly 268 B Asp 283 -B Ala 284

1115 CB cA 1162 N CA 1162 112.5 C CcA 1169 121.7

101.5 10.0 126.3 10.1 126.5 124.8 128.0 132.7 1.0

B Val 291 B Thr 298 - B Gly 299 B Ala 312 B Gly 313 B Gly 314 B Pro 338 - B Gly 339 B Arg 356 B Asp 357

112 121.7 1217 CA CA 1208 112 123.0
101.0/ 10 133.0 134.7 1308 0, W S50 g
B H1s 364 B Phe 420 - B Asp 421 BIle 453 - B Asp 454 B Gly 469 B Phe 470 B Gly 474 -BLys 475
123.0 120.8 1030 1230 1105 1230
133.7 102.0, 113.9 109 112.8 . 121.6 112.6 .
B Lys 475 - B Asp 476 B Ala 491 B Pro 492 B Glu 534 - B Val 535 B Asp 570 CGlu 3 -CVal 4
1217 2 s 125 C cpA 1208 1217
138.1 125.8 146 \99% 125.3 132.3 W
CGlu 3—CVa1 4 CVal 4 CVal 4 CGly 14 CSer 17 C Ser 17—CCys 18
110.5 CB CB 109.1 1217 CA CA 120.8 o0 CA 116.2 111.2
W 120.2 110.8 0o 110.4 0 133.0 168 100.9,
C Leu 31 C Val 39 CCys 41 -CH1s 42 CThr 71 C Thr 71 -CSer 72 C Lys 103
1217 ca CA 1162 120.6 1206 ca CB 101 1112
132.5 108 127.1 109 1313 130.9 1205 10.4 100.2 110
C Val 107 - CAsp 108 C Lys 123 - CGlu 124 C Ser 133 - CGly 134 C Ala 136 - CGly 137 C Lys 150 C Lys 150
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Main-chain bond angles (contd)

112.5 123.0 N CA 1162 N ca 1208 o CB 101 C o 1208
W W W W W 102,/
CG1y161 CGly 161 - CGly 162 CLeu207 C Val 208 CLeu 211 CSer218 CThr230
111.2 110.1 111.2 111.5 CB CA 116.2 121.7
CMet 235 CPro 246 CAla 250 CVal 259 CLys 266 C Arg 267 C Arg 279 C Ile 280
120.8 120.6 CA CA 116.2 N CA 116.9 N CA 116.2 112.5

110.6 \\13%]4, 127.7 B0 128.4 W

C Ile 280 C Ser 285 - c Gly 286 C Thr 298 - C Gly 299 C Pro 327 - c Lys 328 C Thr 341 - c Gly 342 C Gly 352

120.8 O CA 1208 120.8 103.0 1105 CB (cp 1208
\\1%41/ Wh\ \% Ww W W
C Val 373 C Ala 477 C Ala 491 C Pro 492 C HlS 503 C Met 506
116.2 1.2 123.0 121.7 il 121.7
CMet506 C Gly 507 CAsp 512 CTyr530 C Ala 531 CLys 569 - CAsp 570 DVal 4 D Gly 10 DGlu 11
120.8 o CA 116.2 111.2 110.5 CB CB 109.1 110.1
DCys 41 D Cys 41 —DHls 42 DLys 56 DLys 61 DIle 68 DCys 73
110.1 109.1 112.5 116.2 1217 110.5
DGlu 78 DVal 81 DGly 161 D Lys 165 - DLeu 166 D Thr 176 - DLysl77 DGlu 185
1217 112 C o 1208 o CB 101 1112 1112
D Arg 200 - DAsn201 DAsn 201 DThr 230 DASp 231 DAsp 231 DMet 235
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Page 5
Main-chain bond angles (contd)
112.5 116.2 121.7 121.7 112.5 112.5
D Gly 251 D Arg 267 D Gly 268 D Leu 281 - D Glu 282 D Asp 283 DAla284 D Gly 286 D Gly 295
1208 1169 1112 12038 1162 et
D Pro 327 D Pro 327 - D Lys 328 D Asp 357 D Glu 359 D Glu 359 D Tyr 360 D Asn 396
i CA CA 190.8 103.0 1105 111.2
D Thr 400 - D Arg 401 D Ala 491 D Pro 492 D Glu 516 D Thr 522

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

Planar groups

< Y Y

0.033 0.027 0.033
B Asn 468 B Asp 476 D Asn 468

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