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Ramachandran Plot
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Plot statistics

Residues in most favoured regions [A,B,L] 1696 89.8%
Residues in additional allowed regions [a,b,l,p] 183 9.7%
Residuesin generously allowed regions [~a,~b,~l,~p] 8 0.4%
Residues in disallowed regions 2 0.1%
Number of non-glycine and non-proline residues 1889  100.0%
Number of end-residues (excl. Gly and Pro) 16
Number of glycine residues (shown as triangles) 180
Number of proline residues 100
Total number of residues 2185

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
pdb2wqy
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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
pdb2wqy
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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 (62)

Chi1-Chi2 plots
pdb2way

Arg (110)
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Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.

Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
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Phe (68)

360
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Chi1-Chi2 plots

pdb2way
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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
pdb2wqy

% OOa Ramachandran plot quality assessment Zg' Peptide bond planarity - omega angle sd
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Plot statistics

Comparisonvalues  No. of
No.of Parameter Typicd Band  band widths

Stereochemical parameter datapts  value vaue  width  from mean

a %-tageresiduesin A, B, L 1889 89.8 82.6 10.0 0.7 Inside

b. Omega angle st dev 2175 20 6.0 3.0 -1.3 BETTER
c. Bad contacts/ 100 residues 7 0.3 5.2 10.0 -05 Inside

d. Zetaangle st dev 2005 12 31 16 -1.2 BETTER
e. H-bond energy st dev 1430 0.7 0.8 0.2 -0.8 Inside

f. Overall G-factor 2185 0.3 -0.4 0.3 24 BETTER
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Side-chain parameters
a. Chi-1 gauche minus b. Chi-1 trans
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Resolution (Angstroms)
Plot statistics
Comparisonvalues  No. of
) No.of Parameter Typicd Band  band widths
Stereochemical parameter datapts  value vaue  width  from mean
a. Chi-1 gauche minus st dev 261 11.9 19.0 6.5 -1.1  BETTER
b. Chi-1 trans st dev 546 11.9 19.7 53 -1.5 BETTER
¢. Chi-1 gauche plus st dev 910 10.2 18.3 4.9 -1.7 BETTER
d. Chi-1 pooled st dev 1717 11.1 18.9 4.8 -1.6 BETTER
e. Chi-2 trans st dev 584 11.2 20.9 5.0 -20 BETTER
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Residue properties .
pdb2wqy

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

80~
60
40 ~
20

Chi-1 abs. mean dev.

9

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

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.

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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

9

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

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

d. Secondary structure & estimated accessibility

gl s— AN\ S\ AN AN

Key:- <™ Helix

) Betastrand == Randomcoil Accessibility shading: ® Buried [] Accessible

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed

HAAAAAAAAAAAAAA B

AAAAAAAAAAAAAAAAAAATL  AABIEIA AABIA

T T T T T T T T T T T T T T T T T
STQYPVVDHEFDAVVVGAGGAGLRAAFGL SEAGFNTACVTKL FPTRSHTVAAQGG | NAALGNMEDDNWRWHFYDTVKGSDWL GDQDA | HYMTEQAPAAV |

f. Max. deviation (see listing)

+
* %

+ ++
Xkk Kk Kk Kk kkkk kx  *

g. G-factors

mC

Chi3 & chi4

Omega

Dihedrals ]

MChbonds []

MCangles []

Mainchain  []

Overall {1
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Residue properties
pdb2wqy

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

109 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

109 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

109 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205

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

d. Secondary structure & estimated accessibility

e )\ B e S s

Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed

: ABBAAAAA A/ ‘ ‘ — AANFEAARL IEEA £ : AAAAABAAAFABRAAAAAAAANIA AABL AAAAAAARL A :
ELENYGMPFSRTEEGK | YQRAFGGQSLQFGKGGQAHRCCCVADRTGHSLLHTLYGRSLRYDTSYFVEYFALDLLMENGECRGV | ALCI EDGT | HRFRAKN

f. Max. deviation (see listing)

***********

Chi3 & chi4
Omega

Dihedrals [T
MChbhonds [T]
MCangles [
Mainchain [T

Overall [1
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Residue properties
pdb2wqy

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

209 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

209 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

N B O

Zeta abs. mean dev.

209 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305

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

d. Secondary structure & estimated accessibility

P\ /SR NN

Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed

AAAEA W AAAAAAAAAAARIA ‘ A AAAAAAAAAAAAAN : ‘ : AAABIAA ‘ ‘ : ‘ :
TVIATGGYGRTYFSCTSAHTSTGDGTAMV TRAGL PCQDLEFVQFHPTGI YGAGCL | TEGCRGEGGI L | NSQGERFMERYAPVAKDLASRDVVSRSMT I E|

f. Max. deviation (see listing)

+ + + + * 4 + + + kg ko kg +
* * x * % % K kkkkk k% kkkk k& kxkkxk * ok x *x x

g. G-factors

Chi3 & chi4
Omega
Dihedrals [T

[
MChbonds [TTT7]
MCangles  [T[T]
[T
[T

Mainchain [T

Overall [1
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Residue properties
pdb2wqy

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

309 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

309 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

309 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405

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

d. Secondary structure & estimated accessibility

R — A VA m— s m— 3

Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed

: : ‘ ‘ ‘ ‘ AAAAAAAAL AAMAABAAAAARIAAAIAAA  AAAAA AAAAAARL £ ‘ : ‘ (ABA
REGRGCGPEKDHVYLQLHHL PPQQLATRLPGI SETAMI FAGVDVTKEP | PVLPTVHYNMGG | PTNYKGQV | THVNGEDKVV PGLYACGEAASASVHGANR

f. Max. deviation (see listing)

++ +* *1 + + + ++
* % kk x  kk ok ok kkxkkx % * K kkxkE k%

g. G-factors

Chi3 & chi4
Omega
Dihedrals ]

[TTTTTTT]
MCbonds  CTTTTTTTTT]
MCangles [T TTTTTT]
[TTTTTTT]
[TTTTTTTI

Mainchain  []

\ I I

I I I

[T
Overall [ [TTTT T
309 315 320 325 3
C = cis-peptide
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Residue properties
pdb2wqy

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

409 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

409 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

409 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505

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

d. Secondary structure & estimated accessibility

Y, N Y N

Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed

BAAAAAAAAA AAAAAAAAATIAAA TIAAAAAAAAA AAAAAAAAAAAAARL AAAAAAAANAAAAAAAAATEAAAA
T T T T T T T T T T T T T T T T T T T T
LGANSLLDLVVFGRACALT I AETCKPGEPVPSIKPNAGEESVANLDKLRFADGT | RTSEARLNMQKTMQSHAAVFRTGS | LQEGCEKL SQI YRDLAHLKT

f. Max. deviation (see listing)

+ + + + + +++ + *7
* % * x kK * kK x kk kkAk KKKk *k ok *

Phi-psi (Tl H ] I

Chi3 & chi4
Omega
Dihedrals [T

[T
MChbonds [ TTT7]
MCangles [T
[T
[T

Mainchain [T

Overall [1
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Residue properties
pdb2wqy

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

509 515 520 525 530 535 540 545 550 555 560 565 570 575 580 585 590 595 600 605
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

509 515 520 525 530 535 540 545 550 555 560 565 570 575 580 585 590 595 600 605
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

509 515 520 525 530 535 540 545 550 555 560 565 570 575 580 585 590 595 600 605

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

d. Secondary structure & estimated accessibility

e\ \M\N\N\A = — e

Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed

FDRGIVWWNTDLVETLELONLMLCALQT | YGAEARKESRGAHAREDYKLR I DEFDY SKPLQGQQKRPFEEHWRKHTL SYVDVKSGKVTLKYRPV I DRTLNE

f. Max. deviation (see listing)

g. G-factors
i N S | NN
Chil-chi2
Ch3Wia ]:H N
Omega [T [
Dihedrals [T B T T T T T T T T T T P LT LT T T L T LT T T T T T LTI LTI T T T T
MG bonds [T T T T T T T
MCangles [T e e T e e
Mainchain [T T T T T T T T T T LT L T T T LT LTI
Overall EENESESEESENEE NN NN NN E NSNS E NN SN NN NN NN RN SN NN NN AN AN AN AN |
509 515 520 525 530 535 540 545 550 555 560 565 570 575 580 585 590 595 600 605
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Residue properties
pdb2wqy

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

&

= 80

§ 60

g w0

< 20

© 609 615 620 15 20 25 30 35 40 45 50 55 60 65 70 75 80

Residue number
b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

609 615 620 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
§ o]
£ 67
g 4
AR
S
609 615 620 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Residue number Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility

e R e s /ey me

Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

AAAAAAAAAATIAAATIA AAAAAAAAAAAAATIA /\/\/\/\/\/\/\/\/\/\/\/WTI/\/\/\/\/\/HI/W ABAAAAA
T T T T T T T T T T T T T T
EDCSSVPPAIRSY TSRIKKFS|YRWDPDKPGDKPRMQTYEVDLNKCGPMVLDAL | KIKNELDSTLTFRRSCREGI CGSCAMN I AGGNTLA

f. Max. deviation (see listing)

3 .
f S R ) P ST RIS ER 2

g. G-factors
Phi [NHEE | | Il INEN
e ﬂ#,
Chi3 & chi4 I A
Omega [ [T
Dihedrals [T TITTTTII1] I I T T T T T T T T T T T T T T T T T T T T I T T T T T T T T I T T T]
Meiae  HHHTHT FE A A e e A
Mainchain  [TTTTTTTTTI11] EEEEEEEEENEEEEEEEEEEEEEEEEEEEEEEEEEEEEEEEEENEEEEEEREEEEEEE EENEEEENEEEEEENEEN|
Overall m]]jj]ﬂm HHHH‘HH\‘HH\‘\\H\‘\H\\‘\\\HJHHHHHHH‘H\H‘HH\‘\I\H‘HH\‘H\H‘HH\

609 615 620 15 20 25 30 35 40 45 50 55 60 65 70 75 80
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Residue properties
pdb2wqy

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180

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

d. Secondary structure & estimated accessibility

e i O —

Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
‘ ‘ ‘ ‘ ‘ : ‘ : FAAAAAABINAAAAAAAAAATIL ABIAA
CTKK I DPDLSKTTK|YPLPHMYVVKDLVPDLSNFYAQYKSI| EPYLKKKDESKQGKEQYLQS| EDRQKLDGLYECILCACCST SCPSYWWNGDKYLGPAVL

f. Max. deviation (see listing)

++ + o+ * * * 4 + ++ 4+ +2 +
* ok * K Kk kk Rk k  kk  xk k& kkx % kxkkx Kkk kKK KKk

g. G-factors

Chi3 & chi4
Omega
Dihedrals [T

[T
MChbonds [TTT7]
MCangles [T
[T
[T

Mainchain [T

Overall [1
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Residue properties

pdb2wqy

Page 9

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

185 190 195 200 205 210 215 220 225 230 235 240 245
Residue number

10 15 20 25

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

185 190 195 200 205 210 215 220 225 230 235 240 245
Residue number

10 15 20 25

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

185 190 195 200 205 210 215 220 225 230 235 240 245
Residue number

d. Secondary structure & estimated accessibility

NI N AN

10 15 20 25
Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

C—AARAS———

Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed

ABA
T T T T T T T T T T T T T
MQAYRWM I DSRDDY TEERLAQLQDPFSLYRCHT IMNCTRTCPKGLNPGKA | AE I KKMMATYK

f. Max. deviation (see listing)

**************

g. G-factors

Phi-psi ]

Chil-chi2 [ H
Chilonly **’# :H

Chi3 & chi4
Omega

Dihedrals [

[TT
MChbonds [TT]
MCangles [1]
[TT
[TT

Mainchain |

Overall [

i
i
i
I
i
i
T,
185 19

o
= O HEE
©
(31
Y = mf mm{y
oH HEHH
o
o H O EFEH

ATTAKEEMARFWEKNTKSSRPLSPHI S|

pdb2wqy_06.ps
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Residue properties
pdb2wqy

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

30 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

AN/ NN g NN\ NN/ SONAA
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed

YKWSL PMAMS | THRGTGVAL SLGVSLFSVAALLLPEQFPHYVAVVKSL SLSPAL | YSAKFALVFPL SYHTWNG | RHLVWDMGKGFKL SQVEQSGVVVL | L
f. Max. deviation (see listing)

r

:

*****

g. G-factors

Dihedrals [

[T T T T I T T I T T T T T T T T T IITITITTT
MC bonds [T T T T T T T T T
MCangles [T T T
[T T T T T T T T T I T T T ITTIIITTTTTTT
EEESEEEESENEEEEEEEE NN NN NN NN NN NN

Mainchain  []

Overall {1

30 35 40 45 50 55 60 65 70 75 80 8

a1
[ (o 20 Ny I I O o

pdb2wqy_06.ps



PROCHECK

Resid t .
pdb2wqy
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80 -
g 60
8 401
< 20
&
130 135 140 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Residue number
5 10 b. Absolute deviation from mean of omegatorsion
E 61
g 4
® 21
S
O 130 135 140 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
g 4
N
130 135 140 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Residue number Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility

NN\ D =N\ =AVARNANAUAN AN NN
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

AAAAAAATIR
T T T T T T T T T T T T T T T
TLLSSAGIAAIS SKAASLHWT SERAVSALLLGLLPAAYLYPGPAVDY SLAAALTLHGHWGLGQV | TDYVHGDTPIKVANTGLYVLSAITF

f. Max. deviation (see listing)

+ * 4 + + ++ + ++ 4+ + +
* * ko * % Kk kk kK KAk Kk K AKKK KK K KK KAK

g. G-factors
Phi-psi | I

Dihedrals  [TTTTTTTTTIT]

LTI T T T T T T T P T T T T T I T I T T T T T T T I T T TTTTT
MC bonds T e T e e P PP P P P TP T PP P TP T
Mcang"ﬁm T T e e P P T T T T T T P P T T T T T T P A P T T T T T T T
EEEEEEEEEEEEE NN NN NN NN R
[EEEEEEENEEEENEEEENE NN NN NN RN R

Mainchain  [TTTTTTTTTTT]

I

I

|

Overall  [TTTITIITILL] I
130 135 140 1

pdb2wqy_06.ps
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R . d t Page 12
pdb2wqy
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
g 80 -
g 60
8 401
< 20
o
81 90 95 100 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number
5 10 b. Absolute deviation from mean of omegatorsion
E 61
g 4
® 21
S
o 81 90 95 100 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
E o
g 4
N
81 90 95 100 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility

A e

Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed

AAAAAAATIA | AAAAAAAAAAAAAAAAAAATL — ANIEIA
T T T T T T T T T T T T T T T T T
TGLCYFNYYDVGI CKAVAMLWSI TQYPVVDHEFDAVVVGAGGAGLRAAFGL SEAGFNTACVTKL FPTRSHTVAAQGG | NAALGNMEDDNW

f. Max. deviation (see listing)

******************************

Chi3 & chi4
Omega
Dihedrals ]

[TTTTTTTITTITTIT LT
MC bonds [T T T[T T T TTTT
MCangles [T ]
[TTTTTTTTITTTIT T
[TTTTTITITTTITIIT

Mainchain  []

Overall [1

pdb2wqy_06.ps
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Page 13

Residue properties
pdb2wqy

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

77 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

77 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

77 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175

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

d. Secondary structure & estimated accessibility

M ANANNES S mmm St — N/

Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed

: P AABA AAAS ‘ : MAAA AFEAAAAA AS : ‘ —AARTEAARL FEA / pAAAAMAARMAARIATIA
RWHFYDTVKGSDWL GDQDA | HYMTEQAPAAV | ELENYGMPFSRTEEGK | YQRAFGGQSL QFGKGGQAHRCCCVADRTGHSLLHTLYGRSLRYDTSYFVEY

f. Max. deviation (see listing)

Chi3 & chi4
Omega
Dihedrals ]

[T T T T T I T T T T I T T LITTT
MC bonds [T T T T T T T T T T T
MCangles [T T T
[T T I T T T I T T T I T IITTT
[T T I T LTI T T I T T T T I T I T IIITTT

Mainchain  []

Overall [1

pdb2wqy_06.ps
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Page 14

Residue properties
pdb2wqy

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

177 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

177 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

177 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275

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

d. Secondary structure & estimated accessibility

Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed

AAAAAAATIA AN _AAAAAAARL AAAAAAAAAAAAIA Bl AAAAAANTAAARIA : A AAAAAAABIAAAAARL ‘ ‘ : ‘
FALDLLMENGECRGV IALCI EDGT | HRFRAKNTV | ATGGYGRTY FSCTSAHTSTGDGTAMV TRAGL PCQDLEFVQFHPTGI YGAGCL | TEGCRGEGGI L |

f. Max. deviation (see listing)

+ + ++ + + * + + + + * +
Kk ok kK * Kk Kk k% Xk xRk KAk Kk xkx %k kK x ok xkkkk * % * %

g. G-factors

Chi3 & chi4
Omega
Dihedrals ]

[T T T T T I T T T T T
MC bonds [T T T T T T T T T T
MCangles [T T T T
[T T T T T T T
IENEEENEEEE NN NN R

Mainchain  []

Overall {1

pdb2wqy_06.ps
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Residue properties
pdb2wqy

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

277 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

277 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

277 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375

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

d. Secondary structure & estimated accessibility

e v\ o DA mm— s

Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed

NSQGERFMERYAPVAKDLASRDVVSRSMT | E| REGRGCGPEKDHVYLQLHHL PPQQLATRL PGI SETAMI FAGVDVTKEP| PVLPTVHYNMGG | PTNYKG

f. Max. deviation (see listing)

*********************************

Phi-psi ]

Al N (AR [N [ L<H W L<H
Chi3 & chi4
Omega
Dihedrals [

[T T T T T T T T T T T T T I T T A T T T T T
MC bonds [T T T T T T T
MCangles [T T T
HEEEEEEEEENE NN NN
[T T T T I T LTI I T T T T T T T T I T LTI T T T I T I T ITTT

Mainchain  []

Overall {1

pdb2wqy_06.ps
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Residue properties
pdb2wqy

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

377 385 390 395 400 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

377 385 390 395 400 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

377 385 390 395 400 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475

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

d. Secondary structure & estimated accessibility

e ——AYAYA NN~ AN

Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed

AAAAAAR ABAA HAAAAAAAAA AAAAAAAAAIAAA TBAAAAAAAAN AAAAAAAAAAAAAR BAAAAAAAAAAAAAA
T T T T T T T T T T T T T T T T T T T T
QV I THVYNGEDKVVPGLYACGEAASASVHGANRLGANSLLDLVVFGRACALT I AETCKPGEPVPS| KPNAGEESVANLDKLRFADGT | RTSEARLNMQKTM

f. Max. deviation (see listing)

*************************

g. G-factors

Chi3 & chi4
Omega H
I
[
I
I
I

Dihedrals ]

[TTTTTTTTT
MChbonds  [TTTTTTTTT]
MCangles [T [T
[TTTTTTTTT
[TTTTTTITT

Mainchain  []

I \ [ I [ I I [ [ I
\ I H | H i i H H I
\ \ ] il ] il il ] ] \
I I [ I [ I I [ [ I
Overall [ [TITT1 : T LI T ITTTT, TTIIIT : T I LITIIT,
377 385 390 395 400 405 410 415 420 425 430 435 440 445 450 455 4
C = cis-peptide

pdb2wqy_06.ps
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Page 17

Residue properties
pdb2wqy

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

477 485 490 495 500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575

Residue number
b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

477 485 490 495 500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

477 485 490 495 500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575

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

d. Secondary structure & estimated accessibility

NN SR BN

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed

QSHAAVFRTGS| LQEGCEKL SQI YRDLAHLKTFDRGIVWNTDLVETLELQNLMLCALQT | YGAEARKESRGAHAREDYKLR I DEFDY SKPLQGQQKRPFE

f. Max. deviation (see listing)

. +
*7 *
* * * *

-

pdb2wqy_06.ps
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Page 18

Residue properties
pdb2wqy

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

577

585 590 595 600 605 610 615 620 15 20 25 30 35 40 45 50

Residue number
b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

577

585 590 595 600 605 610 615 620 15 20 25 30 35 40 45 50

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

577

Chi3 & chi4
Omega
Dihedrals

15 20 25 30 35 40 45 50

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

585 590 595 600 605 610 615 620
Residue number

d. Secondary structure & estimated accessibility

W=>::::>I:k—l- Ozc:ﬁzc:%&:m
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed

AAAAAAAAAATAAAIA ABAAAAAAAAAAATIA
T T T T T T T T
TSRIKKFS|YRAMDPDKPGDKPRMQTY EVDLNKCGPMVLDAL IKIK

EHWRKHTL SYVDVKSGKVTLKYRPV IDRTLNEEDCSSVPPA | RSY

f. Max. deviation (see listing)

MChbonds []

MCangles []

Mainchain  []

Overall

pdb2wqy_06.ps
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Residue properties
pdb2wqy

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

53 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

53 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150

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

d. Secondary structure & estimated accessibility

el et A

Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

T T T T T T T T T T T T T T T T T T T
NELDSTLTFRRSCREGI CGSCAMN | AGGNTLACTKK IDPDLSKTTK |YPLPHMYVVKDLVPDL SNFYAQYKSI| EPYLKKKDESKQGKEQYLQS| EDRQKL

f, Max. deviation (see listing)
5 +

0 * ok + 4 + o+ * *oox g + ++ o+
g. G-factors
Phi [T F! H o H [
Chil-chi2 [
gﬂ%gnlcm I I H
Omega [1 [1 [
Dihedrals  [(TT T T T T IT T IT I IO T LI T T T T LT T T T T T T T T PP T T T T LT TP O T TP T T
v, T T T T T T T
Mainchain [T T T T T I T T T T T T T TTTTTT T T T TT T  T  TP T T TP TT T TPP T T ITTTTTTITT I IT I TT
Overdl [T TR T T ITC T T T LI T LI L T T LTI LT TG T LI LTI LI T TTT T TIT]
53 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150

pdb2wqy_06.ps
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Residue properties
pdb2wqy

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

153 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

153 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

153 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245

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

d. Secondary structure & estimated accessibility

T R\ A VTt A M A\

Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed

AFAA ABA
T T T T T T T T T T T T T T T T T T T
DGLYECI| LCACCST SCPSYWWNGDKY LGPAVLMQAYRWM | DSRDDY TEERLAQLQDPFSLYRCHT IMNCTRTCPKGLNPGKA | AEI KKMMATYK

f. Max. deviation (see listing)
6

***************

g. G-factors
Phi-psi . EECEEEEEE |

Chi3 & chi4
Omega
Dihedrals [T

[TT
MChbonds  [TTT[]
MCangles [TTTT7
[1T
[1T

Mainchain [T

Overall [1

pdb2wqy_06.ps
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Residue properties
pdb2wqy

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

2 10 156 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

2 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

2 10 15 20 25 30 35 40 45 50 5 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

et AN e NN NN NN/ N s NN NN\ /) \ /|
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed

ATTAKEEMARFWEKNTKSSRPLSPHI S1 YKWSL PMAMS | THRGTGVAL SLGVSLFSVAALLLPEQFPHYVAVVKSL SLSPAL | YSAKFALVFPLSYHTWN

f. Max. deviation (see listing)

Dihedrals ]

[TTTTT
MC bonds [T TTTTT]
MCangles [T
[TTTTT
[TTTTT

Mainchain  []

Overall {1

pdb2wqy_06.ps
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Residue properties
pdb2wqy

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

10 15 20 25 30 35 40 45 50
Residue number

b. Absolute deviation from mean of omegatorsion

102 110 115 120 125 130 135 140

Omega abs. mean dev.
N B OO

10 15 20 25 30 35 40 45 50
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

102 110 115 120 125 130 135 140

Zeta abs. mean dev.
N

102 110 115 120 125 130 135 140 10 15 20 25 30 35 40 45 50

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

d. Secondary structure & estimated accessibility

AN G NAAUAAA — QW

Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

e. Sequence & Ramachandran r@gﬂions A Most favoured = Allowed [ Generousll Disallowed

BAAAAAAAAAAAAAAARA AAAAAAATIEL

T T T T T T T T
G| RHLVWWDMGKGFKL SQVEQSGVVVL I LTLLSSAGIAAIS

T T T T T T
SKAASLHWT SERAVSALLLGLLPAAYLYPGPAVDY SLAAALTLHGHWGLG

f. Max. deviation (see listing)

+
++ * o4 + + * 4 + + ++ + ++  ++ + +
* % % * x kx k% * ok k kkx * % Kk k kk Kk Kk AKKKKEKK Kk K KKK

g. G-factors

Dihedrals ]

[T I I T I T T I
MC bonds [T T T T T T T T
MCangles [T T A
[T T T I T T
[T I I LTI T T T I ITTTT]

Mainchain  []

Overall {1

pdb2wqy_06.ps
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Residue properties
pdb2wqy

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

53 60 65 70 75 80 8 90 95 100
Residue number

b. Absolute deviation from mean of omegatorsion

m

53 60 65 70 75 80 8 90 95 100
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

|

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

Omega abs. mean dev.
N B OO

N B O

Zeta abs. mean dev.

d. Secondary structure & estimated accessibility
SN ANINNNAAAAG=AAN =

Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed

AAAAAAATIA
T T T T T T T T T T
QVITDYVHGDTPIKVANTGLYVLSAI TFTGLCYFNYYDVGI CKAVAMLWS |

f. Max. deviation (see listing)

*******************

Dihedrals ]

[T T T T I LT
MC bonds [T T T T T T T
MCangles [T T T
[T T T I T T LT
[T I T I T T I T T ITTT

Mainchain  []

Overall [1

pdb2wqy_06.ps
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CA-CB
(Alg)

111 115 119 123 127 131 135

721

6 1.60 1.64

152 1.

N-CA
(except Gly,Pro)

721

Aouanbai4

149 153 157

41 1.45

140 144 148

721

Aouanbai4

133 137 141

(Gly)

CA-C

122 126 130 1.34 1.38 142 146

721

Main-chain bond lengths

CA-C
(except Gly)

120 124 128 132 1.36 140 144

721

PROCHECK

CA-CB
(therest)

1.47

721

fousnbai4

1.64

152 156 1.

1.48

46 150 154 158

e

139 1

721

fouenbai4

140 1.

CA-CB

(lle,Thr,val)

148 152 156 1.60 164

721

Aouanbai4

721

N-CA

(Gly)

140 1.

721

Aouanbai4

141 145 149 153 157 161 165

721

[aN]
<
—
[o]
Lo
—
3
—
fousnbai4
N~
10
—
™
L0
—
[e))]
<
—
44
\\\\\\\\\\\\\\\\\\\\\\\\\\\ —
—
<
—
N~
Lo
—
™
o
—
Aouanbai4

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

Black bars> 2.0 st. devs. from mean.
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Main-chain bond angl o
CA-C-N CA-C-N CA-C-N
(except Gly,Pro) (Gly) (Pro)
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o) oy oy
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> >3 >
g 8 8
LL LL L
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O-C-N O-C-N C-N-CA
(except Pro) (Pro) (except Gly,Pro)
557 = 557 — 557 —
> oy oy
& & o]
> >3 >
g 8 8
LL LL L
108 113 118 123 128 133 138 107 12 17 12 17 152 137 106 111 116 121 126 131 136
C-N-CA C-N-CA CA-C-O
(Gly) (Pro) (except Gly)
557 — 557 : : 557 —
> oy oy
& & o]
> >3 >
g 8 8
LL LL L
105 110 115 1!0 125 130 135 107 102 17 12 17 12 1 105 110 115 120 125 130 135
CA-C-O CB-CA-C CB-CA-C
(Gly) (Ala) (e, Thr,va)
557 — 557 — 557 I
o) oy oy
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> >3 >
g 8 8
LL LL L
105 110 115 %AQS 130 135 95 100 105 1+6L 115 120 125 94 99 104 109 114 119 124

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 I e
CB-CA-C N-CA-C N-CA-C
(therest) (except Gly,Pro) (Gly)
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N-CA-CB N-CA-CB
(Pro) (the rest)
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L 0 L
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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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RM S distances from planarity

pdb2wqy
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Histograms showing RM S distances of planar atoms from best-fit plane.
Black barsindicate large deviations from planarity: RMSdist > 0.03 for rings, and > 0.02 otherwise.

b signifies data points off the graph in the direction shown.
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Main-chain bond lengths
CA 1540 CB CA 1540 CB CA 1521 CB CA 1525 C CA 1521 CB CA 1540 CB
1.594 1.593 1574 1.616 1.575 1.592
A Va 237 A Thr 372 A Ala398 B Arg 66 B Ala 84 N Thr 57
CA 1540 CB CA 1521 CB CA 1521 CB CA 1525 C CA 1521 CB
1.592 1.576 1.575 1.609 1.610
N Va 58 N Ala226 N Ala398 O Arg 66 OAla 84

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

Main-chain bond angles

CA CA CA CA CA CA

A Phe 51 A Pro 52 A GIn 61 A Gly 140 A Val 149 A Thr 255
1125 111.2 111.2 111.2 111.2 111.2

A Gly 256 A IIe264 A Asp 588 B Lys 23 B Cys 65 B Phe 210

B Tyr 213 N Phe 51 N Pro 52 N Gly 140 N Val 149 N Thr 255

CA CA CA CA CA CA
N Gly 256 N lle 264 N Phe 283 N Gly 421 N Asp 588 O Cys 65
111.2 111.2 111.2
O Phe 210 (0] Tyr 213 O Thr 244

Bond angles differing by > 10.0 degrees from small-molec values. Values shown: "idea", actual, diff.
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Planar groups
: NE
CB CB cB B cB
0.030 0.043 0.021 0.041 0.049 0.053
A Phe 35 A Phe 51 A Arg 54 A Tyr 81 A Trp 89 A Tyr 98
CB o CB CB CE CB
0.031 0.044 0.046 0.055 0.046 0.031
A Tyr 126 A His 144 A Tyr 162 A Tyr 172 A Phe 173 A Tyr 216
CB CB CB CB CB e
0.033 0.034 0.037 0.046 0.035 0.041
A Tyr 287 A His 364 A Tyr 365 A Tyr 374 A Tyr 393 A Phe 458
cB CB cB B cB cB
0.035 0.031 0.043 0.031 0.033 0.038
A Tyr 537 A His582 B Tyr 17 B Phe 118 B Tyr 128 B Tyr 156
cB cB cB o cB cB
0.033 0.045 0.041 0.030 0.073 0.032
B Tyr 171 B Trp 190 B Tyr 198 B His 216 CTyr 30 CTrp 32
CB cB B CB CB
0.031 0.042 0.036 0.032 0.045 0.021
C Phe 93 CTyr 97 D Trp 101 N Phe 35 N Phe 51 N Arg 54
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Distorted geometry
pdb2way

Planar groups (contd)

Y

cB = cB cB

0.044 0.048 0.057 0.032 0.040

N Tyr 81 N Trp 89 N Tyr 98 N Tyr 126 N His 144
CB ©3 CB 8 CB
0.058 0.042 0.034 0.031 0.031

N Tyr 172 N Phe 173 N Tyr 216 N His 227 N Tyr 287
CB CB CB &3 cE
0.036 0.043 0.041 0.032 0.034

N Tyr 365 N Tyr 374 N Tyr 393 N Phe 420 N Phe 458
cB cB cB & cB
0.031 0.032 0.045 0.033 0.031

N Tyr 537 N Trp 579 OTyr 17 O Phe 118 O Tyr 156
cB cB ° cB cB
0.041 0.032 0.035 0.052 0.061

O Trp 190 O Tyr 198 OHis216 O Tyr 245 PTyr 30

Page 3

CB

0.040
N Tyr 162

T

0.033
N His 364

0.031
N Trp 515

CB

0.032
OTyr171

CB

0.032
PTrp 32
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Distorted geometry
pdb2wqy

Planar groups (contd)

SINCI )

0.030 0.042 0.035
P Phe 93 PTyr 97 QTrp 101

Sidechains with RM S dist. from planarity > 0.03A for rings, or > 0.02A otherwise. Vaue shown iSRMS dist.
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