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Plot statistics
Residues in most favoured regions [A,B,L] 1786 90.0%
Residues in additional allowed regions [a,b,l,p] 176 8.9%
Residues in generously allowed regions [~a,~b,~l,~p] 20 1.0%
Residues in disallowed regions 2 0.1%
Number of non-glycine and non-proline residues 1984  100.0%
Number of end-residues (excl. Gly and Pro) 36
Number of glycine residues (shown as triangles) 190
Number of proline residues 86
Total number of residues 2296

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

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

Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Ramachandran plots for all residue types
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Ramachandran plots for all residue types
Iqla
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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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Phe (100)

Met (90)

Iqla

Chi1-Chi2 plots

Lys (153)
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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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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 1984 90.0 81.3 10.0 0.9 Inside

b. Omega angle st dev 2266 1.2 6.0 3.0 -1.6 BETTER
c. Bad contacts / 100 residues 23 1.0 6.4 10.0 -0.5 Inside

d. Zeta angle st dev 2084 0.9 3.1 1.6 -1.4  BETTER
e. H-bond energy st dev 1505 0.7 0.9 0.2 -0.7  Inside

f. Overall G-factor 2296 0.3 -0.5 0.3 2.7  BETTER
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Side-chain parameters
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a. Chi-1 gauche minus
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Iqgla

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 270 10.5 19.9 6.5 -1.5 BETTER
b. Chi-1 trans st dev 616 14.1 20.5 53 -1.2 BETTER
c. Chi-1 gauche plus st dev 944 12.4 19.0 4.9 -1.3  BETTER
d. Chi-1 pooled st dev 1830 12.8 19.7 4.8 -14  BETTER
e. Chi-2 trans st dev 658 12.2 21.5 5.0 -1.8  BETTER
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Residue properties
Iqgla

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

—_
o
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80

40
20

Chi-1 abs. mean dev.

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N BN

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

=~ 10
3
- 8
S 6
=
3 4
<
s 2
N
5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 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
=\ \/\ A VAVA VAV A
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions a Most favoured & Allowed [l Generous Il Disallowed
MKVQYCDSLVIGGGLAGLRAAVATQQKGLSTIVLSLIPVKRSHSAAAQGGMQASLGNSKMSDGDNEDLHFMDTVKGSDWGCDQKVARMFVNTAPKAIREL
f. Max. deviation (see listing)
g. G-factors
Phi-psi 5
e . ol :
Chi3 & chi4 I [ [
Omega [T [ [
Dihedrals [T T T A T T R T T
MC angies - EHHH A A A A A A A
Mainchain [T T T T
Overall [T I T T T T I T T T T I T T
5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100
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Residue properties
Iqgla

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

—_
o
S

80 1

401
201

Chi-1 abs. mean dev.

105 110 115 130 135 140 145 150 155 160 165 170 175 180
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev
RN =

105 110 115 130 135 140 145 150 155 160 165 170 175 180
Residue number

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

Zeta abs. mean dev
RN =
1 1 1 1

105 110 115 130 135 140 145 150 155 160 165 170 175 180

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

d. Secondary structure & estimated accessibility

BEERRRE =G * N\ NE e =

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

:

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

7777777 ‘ ‘ ‘ ‘ ‘ : ‘ ‘ MAANAANNNTA
AAWGVPWTR ITHKGDRM A 1 1 N A Q K TTITEEDFRHGLIHSRDFGGTKKWRTCYTADATGHTMLFAVANECLKLGVSIQDRKEAIAL
f. Max. deviation (see listing)
* +
T T 2 T = SO TSR T SUUL S S - S ST S
g. G-factors
Phi-psi o
Gl @ @ @ @ @ @ @ r g
Chi3 & chi4 I I
Omega [ [
Dihedrals IOTTOTTIITTIT O O 0 0 0 0 0 OO0 e T T P T T T T T T T T T T
C bonds
Meamge HHHHHHHH H H H 8 8 8 8 HASHHHAAH A
Mainchain  [TTTTTTTTTIITTIT] O O O O O O 0O OO T T T T T T T T T
Overall OTTTITITIITTITT 0 O O 0 0 0 O T T T T T T T T T T T T T T T T I T T T T T T T T T T
105 110 115 130 135 140 145 150 155 160 165 170 175 180
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Residue properties
Iqgla

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

—_
o
S

80
60
40
20

Chi-1 abs. mean dev.

185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N
1

185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270
Residue number

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

=~ 10
3
- 8
S 6
=
3 4
<
s 2
N
185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270
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 AAAIA B AAAAAAABIAAANIA A i |TV\/\/\|T|/\/\I_|/\/‘\/\/\/\I_|/‘\/\/\/\/\‘/\/\/\I_“,,4D_A
THQDGKCYGAVVRDLVTGDI IAYVAKGTLIATGGYGR I YKNTTNAVVCEGTGTATALETGIAQLGNMEAVQFHPTPLFPSGILLTE G C RGDGGI
f. Max. deviation (see listing)
g. G-factors
(Pé}ll; -SCihiz H [ EEERS RS l:::F Ll [T
Chi3 & chia J
Omega
Dihedrals [T T T T T T A A T A T T T T T I TR T TRl O O O
MC angles - EHFHHH A A A A A B B B
Mainchain [T T O O T O O OO0
overall [T LTI LI T LI T T O T L T T LT O 0 OO
185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270

¢ = cis-peptide
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Residue properties
Iqgla

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

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.

279 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375

Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.

279 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375

Residue number

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

N A~ N

Zeta abs. mean dev.

279 285 290 295 300 305 310 315 320 325 330 335

340 345 350 355 360 365 370 375

Residue number Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

e N N\ e A e

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

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

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

Dihedrals

MC bonds
MC angles

Mainchain

Overall

LRDVDGHRFMPDYEPEKKELASRDVVSRRMIEHIRKGKGVQSPYGQHLWLDI S ILGRKHIETNLRDVQEICEYFAGIDPAEKWAPVLPMQHY SMGGIRTD

f. Max. deviation (see listing)

* *
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Residue properties
Iqgla

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

—_
o
S

80
60
40
20

Chi-1 abs. mean dev.

379 385 390 395 400 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N
1

379 385 390 395 400 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475
Residue number

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

Zeta abs. mean dev.

379 385 390 395 400 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475

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

d. Secondary structure & estimated accessibility

e — AV L S AN G

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

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

: ‘ A AAABAIAA ABIAA : ‘ : ‘ : : ‘ ‘ ‘ ‘ AAAAAAAAAARAAAAAAAAR
YRGEAKLKGLFSAGEAACWDMHGFNRLGGNSVSEAVVAGMIVGEYFAEHCANTQVDLETKTLEKFVKGQEAYMKSLVESKGTEDVFK I KNRMKDVMDDNV

f. Max. deviation (see listing)

+ * + * +
+ * * * %k * * + * 4+ + * + + + * koK
* ****#***#***X**#x#***** *‘F******** *
i i . i i i . i . i

++
L kR ok *

g. G-factors

Phi-psi

g : s
Chil only

Chi3 & chi4
Omega

Dihedrals

[T
MC bonds [
MCangles [

[T
[1
T

Mainchain

Overall
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Chi-1 abs. mean dev.

Omega abs. mean dev.

Zeta abs. mean dev.

Phi-psi
Chil-chi2
Chil onl;

Chi3 & chi4

Omega
Dihedrals

MC bonds
MC angles

Mainchain

Overall

—_
o
S

Page 6

Residue properties
Iqgla

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

80 1
60
40
20 A

479 485 490 495 500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575
Residue number

b. Absolute deviation from mean of omega torsion

N BN

479 485 490 495 500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575
Residue number

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

479 485 490 495 500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575

Residue number Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

— AN 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

AAAA AAAAAAAAAAAAAAAAAABIA AAAAIAAIAAAAAAAAAAAAAAAAAAAAAA AAAREIEAA AAAAAAAAABAAARBIRAAAAAAAAAAAAAAA

GIFRDGPHLEKSVKELEELYKKSKNVGIKNKRLHANPELEEAYRVPMMLKVALCVAKGALDRTESRGAHNREDYPKRDD INWLNRTLASWPNPEQTLPTL

f. Max. deviation (see listing)

#
ok %k
I

+ +

++ + * g4 *

........... * 3k x *** **.**...***.***... ..
i . .
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100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
<
£ 60
£ 401
<
= 204
2
579 585 590 595 600 605 610 615 620 625 630 635 640 645 650 655 5 10
Residue number
: b. Absolute deviation from mean of omega torsion
é 10
5 0]
E 6
£ 4
D21
=
© 579 585 590 595 600 605 610 615 620 625 630 635 640 645 650 655 5 10
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
% 8
g 6
3 4
<
s 2
N
579 585 590 595 600 605 610 615 620 625 630 635 640 645 650 655 5 10
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
— =1 B NN N N B
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
EYEALDVNEME IAPRYRGYGAKGNY I ENPLSVKRQEE IDKIQSELEAAGKDRHATQEALMPYELPAKYKARNERLGD MGRMLT IRVFKYD
f. Max. deviation (see listing)
g. G-factors
Phi-psi | WA (| |
e L e st
A
Dihedrals  [TTTTTITTTITTTITTIT I I I T
MC angles - EHHH A AR HHHHHHHA
Mainchain - [T T T T T T T T T T T I T TTITTTEIT TTTTTTIT TTIT TT TTTTIT TTTTTTITTTTT T
Overall [T LI LI LT I L L LT LI T LT LI L LI LTI TTTT] (I TIITT]
579 585 590 595 600 605 610 615 620 625 630 635 640 645 650 655 5 10
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Residue properties
Iqgla

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

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.

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

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N
1

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

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

N A~ N

Zeta abs. mean dev.

14 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110

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

d. Secondary structure & estimated accessibility

e A R et . ot M 8 7

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

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

AAAAAANAAAANAAAANAAAAAAAAAAAAAAANBRIRAAAAAAATIATIIL AA AL AAAA  AAAAAAAAAAAATIAA  AAAAAAAAAAATTRIAAAAA  AAAA
PQSAVSKPHFQEYKIEEAPSMTIFIVLNMIRETYDPDLNFDFVCRAGICGSCGMMINGRPSLACRTLTKDFEDGV ITLLPLPAFKL IKDLSVDTGNWFENG

f. Max. deviation (see listing)
4

+ *
- + + ok * *

.+
# 4 * + +
Cdk kR sk kokok kol kokok skkk ok ok ok
. . . . i

9
ko # * EES sokck | kR kR ko
L L L L

* %+

Phi-psi [N
Chil-chi2 H H . L
Chil only

Chi3 & chi4
Omega

Dihedrals

[EEEEEEEEEEEENEEEEENE NN
MCbonds T TT T T T T T TP ]
MCangles [ T A T

[EEEEEEEEEEEEEEEEEENENE NN
[NEEEEENEEE NN NN NN

Mainchain

Overall

1gla_06.ps
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Residue properties
Iqgla

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

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.

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

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N
1

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

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

N A~ N

Zeta abs. mean dev.

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

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

d. Secondary structure & estimated accessibility

AN /AR NN\ AN

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

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

AAAAAAAAAAAAAAAAAAAAAANR AAAATIA
T T T 7 T T 7 T T T 7 T T T T T T T T T
MSQRVESWIHAQKEHDI SKLEER I EPEVAQEVFELDRC1ECGCC I AACGTK IMREDFVGAAGLNRVVRFMIDPHDERTDEDYYEL I GDDDGVFGCMTLLA

f. Max. deviation (see listing)

#2- a— %

b o %4

+ + + + +
* E3 *

g. G-factors
mega
MC angles

Phi-psi EEEE | W
i 1 ; e
Chil onl; B

[
Dihedrals [T

[T

[
Mainchain [T

[T

16

Chi3 & chi4 []
MC bonds

Overall

1gla_06.ps



PROCHECK

. d . Page 10
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
<
£ 60
£ 40
<
- 20
2
214 220 225 230 235 5 10 15 20 25 30 35 40 45 50 55 60
Residue number
: b. Absolute deviation from mean of omega torsion
é 10
5 °]
E 6
g 41
D 2
=
© 204 220 225 230 235 5 10 15 20 25 30 35 40 45 50 55 60
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
= 8
QE) 6
3 4
<
s 2
N
214 220 225 230 235 5 10 15 20 25 30 35 40 45 50 55 60
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
PRV — c—AA—AANNOYUVVEE L0
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
AAAAAAAAAAAAAAAAAAAA
CHDVCPKNLPLQSKIAYLRRKMVSVN MTNEé I LES+SGVT}‘7ERKK§RMPA]‘(LDWW(‘)SATG]LFLGLl‘:MlGFMFFVS+ I LLG[‘)NVMLV‘VVTKK
f. Max. deviation (see listing)
g. G-factors
Phipsi (T BN
i : u »
Chi3 & chi4 I [ [
Omega [T [ [
Dihedrals  [TTTTTTTTTTTTTITTITTITITITITA [EEEEEENEEENEEEENEEEEN NN NN NN RN
MC angies - FEFHEAEE R EMSNARRARNARAANANANNANMANMSNANNANSARANNANANNANMANMSNANRARSARAAS
Mainchain [T TTTTTTTITTTTTTTTIITTITITT] [EEEEEENEEENEEEENEEEENE NN NN NN RN
Overall [ITTITTIIT T ITTIITTITTIITT EEEEEENEEEEEEESEEEEEEENESEEEEEEEEEEEEEES NN NN NN RN NN
214 220 225 230 235 5 10 15 20 25 30 35 40 45 50 55 60

1gla_06.ps
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Page 11

Residue properties
Iqgla

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

—_
o
S

80

40
20

Chi-1 abs. mean dev.

65 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

Omega abs. mean dev.
N
1

65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160
Residue number

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

N A~ N

Zeta abs. mean dev.

65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160

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

d. Secondary structure & estimated accessibility
T AANANANAN NN AVANVAVAVAANVANUAN A e i VA K

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

mence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed

AAAAAAAAARIAAAA AAAAAAAR
i T 7 T i T i 7 7 7 T T T 7 T T 7 T T T
FELDF I FEGGKP I VVSFLAAFVFAVF I AHAFLAMRKFP INYRQYLTFKTHKDLMRHGDTTLWWIQAMTGFAMFFLGS VHLY IMMTQPQT IGPVS S SFRMV

f. Max. deviation (see listing)

* +
+% +% + Ok * + A 4
* % __:1:*_** E *_*#»**_**_**__>!<__*_#*__***#**__*_:k*___*#:k_*#:**#___:1:
i . I . i . i . i

Phi-psi [T

Chil-chi2 H H H H B [ [l

Chil onl;

Chi3 & chi4
mega

Dihedrals

MC bonds

MC angles

Mainchain

Overall

1gla_06.ps
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Residue properties
Iqgla

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

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.

165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N BN

165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250
Residue number

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

Zeta abs. mean dev.

165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250

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

d. Secondary structure & estimated accessibility

= UNAANNN/N NN NN NN NN SR

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

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

T T T T T T T T T T T T T T T T T
SEWMWPLYLVLLFAVELHGS VGLYRLAVKWGWFDGETPDKTRANLKKLKTLMSAFL IVLGLLTFGAYVKKGLEQTDPNIDYKYFDYKRTH

f. Max. deviation (see listing)

Phi-psi

Chil-chi2 [ H‘fij H

Chil onl;

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

1gla_06.ps



PROCHECK

. d . Page 13
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
g
g 60
£ 40
<
- 20
2
1 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
é 10
5 0]
E 6
£
5 2
=
© 1 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
§ 8
g 6
3 4
<
s 2
N
1 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 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
= \\/\/ A VA VANV AV
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
: ‘ ‘ ‘ : ‘ : ‘ : ANTTIA ‘ ARAAAAAAAAAA  AARL ‘ : ‘ :
MKVQYCDSLVIGGGLAGLRAAVATQQKGLSTIVLSLIPVKRSHSAAAQGGMQASLGNSKMSDGDNEDLHFMDTVKGSDWGCDQKVARMFVNTAPKAIREL
f. Max. deviation (see listing)
g. G-factors
Phi-psi _ il
S : = :
Chi3 & chi4 I [ [
Omega [T [ [
Dihedrals [T T T T T T T T T T T T I T T A T T T T T T T T T T P T T T T T T T T T T I T I T T T T
MC angles - EFFHHHHAA AR A A A A
Mainchain [T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T I T T T T
Overall [T I T T T T T T T T I LTI
1 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100

1gla_06.ps
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Residue properties
Iqgla

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

> 100
S
= 801
g
g 60 -
£ 40
<
< 204
2
101 110 115 130 135 140 145 150 155 160 165 170 175 180

Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev
RN =

101 110 115 130 135 140 145 150 155 160 165 170 175 180
Residue number

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

Zeta abs. mean dev
RN =
1 1 1 1

101 110 115 130 135 140 145 150 155 160 165 170 175 180

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

d. Secondary structure & estimated accessibility

BEERRRE=G s N\ NE =

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

:

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

7777777 : : : : : ‘ : : MA_ASMANAANIA
AAWGVPWTRIHKGDRM A I I N A Q K TTITEEDFRHGLIHSRDFGGTKKWRTCYTADATGHTMLFAVANECLKLGVSIQDRKEAIAL
f. Max. deviation (see listing)
* +
x B T P+ S T S 2 T A I S
g. G-factors
Phi-psi o
Bitne @ @ @ @ @ @ @ : - :
Chi3 & chi4 I I [
Omega [ [ [
Dihedrals  [TTTTTITITITITIT] O O O O 0O O O O T I T T I T T T T T T
C bonds
Meanges HHHHHHAHH H H 8 B 8 8 B A A A A A
Mainchain  [TTTTTTTTTITTITTT] O O O O O 0O O O T T I T T T T T T T T T T
Overall 000000 0 T T T T T T T T T T I T T T IT T T T TTTIT I
101 110 115 130 135 140 145 150 155 160 165 170 175 180

1gla_06.ps



PROCHECK
Page 15

Residue properties
Iqgla

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

—_
o
S

80
60
40
20

Chi-1 abs. mean dev.

185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N
1

185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270
Residue number

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

=~ 10
3
- 8
S 6
=
3 4
<
s 2
N
185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270
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 AAAA B AAAAAAAAAAANIA A i |TV\/\/\|T|/\/\I_|/\/‘\/\/\/\I_|/‘\/\/\/\/\‘/\/\/\I_“,,4D_A
THQDGKCYGAVVRDLVTGDI IAYVAKGTLIATGGYGR I YKNTTNAVVCEGTGTATALETGIAQLGNMEAVQFHPTPLFPSGILLTE G C RGDGGI
f. Max. deviation (see listing)
g. G-factors
(Pé}ll; -SCihiz H [ ERERS RS l:::F Ll [T
Chi3 & chia J
Omega
Dihedrals [T T T A A T A T T T T T T Tl O 0 O
MC angles - TEHFHHHHH AR A A AR A B B B
Mainchain [T T T O T O O OO0
overall [T I LI T LI T T O T T T O 0 OO
185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270

¢ = cis-peptide

1gla_06.ps



PROCHECK

Chi-1 abs. mean dev.

Omega abs. mean dev.

Zeta abs. mean dev.

Phi-psi

Chil-chi2
Chil onl;

Chi3 &
Omega

Dihedrals

MC bonds
MC angles

Mainch:

Overall

—_
o
S

Page 16

Residue properties
Iqgla

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

80 1
60
40
20 A

279 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375
Residue number

b. Absolute deviation from mean of omega torsion

N BN

279 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375
Residue number

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

N A~ N

279 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365

Residue number

370 375

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

d. Secondary structure & estimated accessibility

e N N\ e A e

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

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

LRDVDGHRFMPDYEPEKKELASRDVVSRRMIEHIRKGKGVQSPYGQHLWLDI S ILGRKHIETNLRDVQEICEYFAGIDPAEKWAPVLPMQHY SMGGIRTD

f. Max. deviation (see listing)

chi4

ain

1gla_06.ps
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Residue properties
Iqgla

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

—_
o
S

80
60
40
20

Chi-1 abs. mean dev.

379 385 390 395 400 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N
1

379 385 390 395 400 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475
Residue number

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

Zeta abs. mean dev.

379 385 390 395 400 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475

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

d. Secondary structure & estimated accessibility

e — V). L S AN G

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

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

: ‘ A AAABAIAA ABIAA : ‘ : ‘ : : ‘ ‘ ‘ ‘ AAAAAAAAAARAAAAAAAAR
YRGEAKLKGLFSAGEAACWDMHGFNRLGGNSVSEAVVAGMIVGEYFAEHCANTQVDLETKTLEKFVKGQEAYMKSLVESKGTEDVFK I KNRMKDVMDDNV

f. Max. deviation (see listing)

+ * + * +
+ + * * ok H o4 * ++ o+ o4 + + * H ok
Uk k% Lk kR Rk wok ok *  kk kk ok kok kok ®  kkk ok ok ko kR ok E3 ®
i i i .

g. G-factors

Phi-psi

Chil oy H#:::H H H::!
Chil onl;

Chi3 & chi4
Omega
Dihedrals ~ [TTTT71
MC bonds TT1
MC angles 11
Mainchain T[]

Overall [ITTTTTT

\

\

\

\

\
379 385 390

1gla_06.ps



PROCHECK

Chi-1 abs. mean dev.

Omega abs. mean dev.

Zeta abs. mean dev.

Phi-psi
Chil-chi2
Chil onl;

Chi3 & chi4

Omega
Dihedrals

MC bonds
MC angles

Mainchain

Overall

—_
o
S

Page 18

Residue properties
Iqgla

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

80 1
60
40
20 A

479 485 490 495 500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575
Residue number

b. Absolute deviation from mean of omega torsion

N BN

479 485 490 495 500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575
Residue number

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

479 485 490 495 500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575

Residue number Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

— AN NN Sie = =

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

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

AAAA AAAAAAAAAAAAAAAAAABIA AAAAIAAIAAAAAAAAAAAAAAAAAAAAAA AAAREIEAA AAAAAAAAABAAARBIRAAAAAAAAAAAAAAA

GIFRDGPHLEKSVKELEELYKKSKNVGIKNKRLHANPELEEAYRVPMMLKVALCVAKGALDRTESRGAHNREDYPKRDD INWLNRTLASWPNPEQTLPTL

f. Max. deviation (see listing)

#
ok %k
I

+ +

++ + * g4 *

........... * 3k x *** **.**...***.***... ..
i . .

1gla_06.ps




PROCHECK

. d . Page 19
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
<
£ 60
£ 401
<
= 204
2
579 585 590 595 600 605 610 615 620 625 630 635 640 645 650 655 5 10
Residue number
: b. Absolute deviation from mean of omega torsion
é 10
5 0]
E 6
£ 4
5 2
=
© 579 585 590 595 600 605 610 615 620 625 630 635 640 645 650 655 5 10
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
% 8
g 6
3 4
<
s 2
N
579 585 590 595 600 605 610 615 620 625 630 635 640 645 650 655 5 10
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
— =1 B NN\ N p HE—
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
EYEALDVNEME IAPRYRGYGAKGNY I ENPLSVKRQEE IDKIQSELEAAGKDRHATQEALMPYELPAKYKARNERLGD MGRMLT IRVFKYD
f. Max. deviation (see listing)
g. G-factors
Phi-psi | WA | |
e e st
Baaimis sy
Dihedrals  [TTTT T T TIT I I I I T I I I
MC angles - EHHH A AR HHHHHHHA
Mainchain - [T T T T T T T T T T T I T TTITTTEIT TTTTTTIT TTIT TT TTTTIT TTTTTTITTTTT T
Overall [T T LI LI LT L L LI LI T LT L LI L LI LTI TTTT] (LI
579 585 590 595 600 605 610 615 620 625 630 635 640 645 650 655 5 10

1gla_06.ps
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Residue properties
Iqgla

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

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.

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

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N
1

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

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

=~ 10
3
= 8
S 6
g
% 4
<
s 2
Q
N
14 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
PQSAVSKPHFQEYKIEEAPSMTIFIVLNMIRETYDPDLNFDFVCRAGICGSCGMMINGRPSLACRTLTKDFEDGVITLLPLPAFKL IKDLSVDTGNWENG
f. Max. deviation (see listing)
‘.‘+ + + "
* + 9* * * * * o4 + + * + ¥ #* +
CEwE sk ok kx| kR ok ok kR k% ® k¥ * kk ok kkck |k ckkk kR kokok Rk ok kokk |k
g. G-factors
ChiPehio fHLJ WENEE -
Chil onl
Chi3 & chi4 N
Omega [T
Dihedrals  [CTTT T TTITTT I 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 I T T I T T T T T T T T ITITT]
C bonds
Ne ([T TET T T T T
Mainchain [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 T T
Overall [T I I T I T T T A T T I L T I T T
14 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110

1gla_06.ps
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Residue properties
Iqgla

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

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.

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

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N BN

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

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

N A~ N

Zeta abs. mean dev.

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

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

d. Secondary structure & estimated accessibility

AN /AR NN\ AN

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

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

T T T T T T T T T T T T T T T T
MSQRVESWIHAQKEHDI SKLEERTEPEVAQEVFELDRCIECGCCIAACGTKIMREDFVGAAGLNRVVRFMIDPHDERTDEDYYEL IGDDDGVFGCMTLLA

f. Max. deviation (see listing)

#00- d— #

Chi3 & chi4
MC bonds

Omega
MC angles

Phi-psi W
Chil-chi2 H‘fi H H>J H r
Chil onl; B
[
Dihedrals [T
[T
[
[T
[T
16

Mainchain

Overall

1gla_06.ps



PROCHECK

R . d . Page 22
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
<
£ 60
£ 40
<
- 20
2
214 220 225 230 235 5 10 15 20 25 30 35 40 45 50 55 60
Residue number
: b. Absolute deviation from mean of omega torsion
é 10
5 °]
E 6
g 41
D 2
E
© 204 220 225 230 235 5 10 15 20 25 30 35 40 45 50 55 60
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
= 8
QE) 6
3 4
<
s 2
N
214 220 225 230 235 5 10 15 20 25 30 35 40 45 50 55 60
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
PRIV — - AAR——ANNOGUVESE O
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
AAAAAAAAAAAAAAAAAAAA
CHDVCPKNLPLQSKIAYLRRKMVSVN MTNEé I LES+SGVT}‘7ERKK§RMPA]‘(LDWW(‘)SATG]LFLGLI‘:MlGFMFFVS+ I LLG[‘)NVMLV‘VVTKK
f. Max. deviation (see listing)
4
E‘i* ® 1—* T 21« EEES II*T J{i *E t ok I 1— ERE T EES B EEEE I ;t K% z*x *
g. G-factors
Phipsi (T BN
i : u »
Chi3 & chi4 I [ [
Omega [T [ [
Dihedrals  [TTTTTTTTTTTTTITTITTITITITITA [EEEEEENEEEEEE NN NN RN
MC angies - FEFHEAEE R EMSNARRARNARAANANANNANMANMSNANNANSARANNANANNANMANMSNANRARSARAAS
Mainchain [T TTTTTTTITTTTTTTTIITTITITT] [EEEEEENEEENEEEENEEEENE NN NN NN RN
Overall [ITTITTIIT I I ITTITTIIITT EEEESENEEEEEEESEEEEE NSNS EEEEEEEEEEE NSNS EEEEE NN NN NN N
214 220 225 230 235 5 10 15 20 25 30 35 40 45 50 55 60

1gla_06.ps
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Page 23

Residue properties
Iqgla

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

—_
o
S

80

40
20

Chi-1 abs. mean dev.

65 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

Omega abs. mean dev.
N
1

65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160
Residue number

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

N A~ N

Zeta abs. mean dev.

65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160

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

d. Secondary structure & estimated accessibility
T AANANANAN NN AVANVAVAVAANVANUAN A e i VA K

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

mence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed

AAAAAAAAARIAAAA AAAAAAAR
i T 7 T i T i 7 7 7 T T T 7 T T 7 T T T
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Residue properties
Iqgla

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

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.

165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N
1

165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250
Residue number

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

Zeta abs. mean dev.

165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250

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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Main-chain bond lengths

C-O

N

C

Iqgla

-N

(except Pro)

(Pro)

1.15 1.19

131 135

127

1.23

CA-CB

1378

Kouanbaig

1.11

1378

Kouanbai

1378

1.22 126 130 1.34 1.38 142 1.46

Kouanbai

120 1.24 1.28 1.32 136 140 1.44

CA-C

CA-C

(except Gly)

(Ala)

(Gly)

i

1378

Kouoanbaig

ﬁ

1.51 1.55 1.59 1.63

1.52 1.56 1.60 1.64

140 144 1.48

1378

Kouanbai]

139 143 147

1378

Kouanbaig

140 1.44 148 1.52 1.56 1.60 1.64

N-CA
(except Gly,Pro)

CA-CB
(the rest)

CA-CB

(Ile,Thr,Val)

1.45

149 153 1.57

T
1.41

1.37

1378

Kouanbaig

1.33

1.52

N-CA
(Pro)

156 1.60 1.64

1378

Kouanbai

140 144 148

149 153 1.57

1.61 1.65

1.45

1378

Kouanbaig

1.41

.58

1

146 150 1.54

1378

Kouanbai

134 138 1.42

141 145 149 153 1.57

1378

Kouanbaig

1.33 1.37

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.

1qgla_07.ps



PROCHECK

Page 1

Main-chain bond angles

Iqgla

(Pro)

CA-C-N
(Gly)

CA-C-N

CA-C-N
(except Gly,Pro)

126 131

1
121

11 116

106

1

1068

Kouanbaig

1

1068

Kouanbai

121 126 131

116

123

C-N-CA

T
111

1068

Kouanbai

1

C-N-CA
(except Gly,Pro)
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(Pro)

136

16 121 126 131

T
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Kouanbai]
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*
09
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114
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T
115

105

100

1068
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95

135

i
120

130

125

115

110

1068
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105

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

Iqgla
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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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RMS distances from planarity
Iqgla
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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 angles
N 112 ¢ N 12 ¢ N M2 ¢ N N8 ¢ N U2 ¢ N 112 ¢
CA CA CA CA CA CA
A Val 195 A Thr 259 A Trp 397 C Pro 102 D Asp 82 D Val 195
N 112 ¢ N M2 ¢ N 18 ¢
CA CA CA
D Thr 259 D Trp 397 F Pro 102
Bond angles differing by > 10.0 degrees from small-molec values. Values shown: "ideal", actual, diff.
Planar groups
CB °B CB ‘B CB CB
0.032 0.031 0.033 0.036 0.033 0.035
ATyr 5 A Trp 397 B Trp 110 D Trp 397 E Trp 110 F Tyr 10

°B

0.031
F Trp 126

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