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Plot statistics
Residues in most favoured regions [A,B,L] 831 87.5%
Residues in additional allowed regions [a,b,l,p] 111 11.7%
Residuesin generously allowed regions [~a,~b,~l,~p] 4 0.4%
Residues in disallowed regions 4 0.4%
Number of non-glycine and non-proline residues 950 1000%
Number of end-residues (excl. Gly and Pro) 8
Number of glycine residues (shown as triangles) 90
Number of proline residues 50
Total number of residues 1098

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

Page 1

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
pdblygd
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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
pdblygd
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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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Asp (54)

Asn (31)

Chi1-Chi2 plots
pdblygd

Arg (56)
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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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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
pdblyg4d

OOa Ramachandran plot quality assessment

Resolution (Angstroms)
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10 15 20 25 30 35 4.

Resolution (Angstroms)
e. Hydrogen bond energies

Resolution (Angstroms)
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Standard deviation (degrees)

8
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Zeta angle stand
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Zg' Peptide bond planarity - omegaangle sd
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Resolution (Angstroms)

0 d. Alpha carbon tetrahedral distortion

17.5-

10 15 20 25 30 35 40
Resolution (Angstroms)

f. Overall G-factor
1.0

0.51

0.0

-0.54
-1.0
-1.54
-2.01

10 15 20 25 30 35 40
Resolution (Angstroms)

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 950 875 79.4 10.0 0.8 Inside

b. Omegaangle st dev 1092 1.9 6.0 3.0 -14 BETTER
c. Bad contacts/ 100 residues 99 9.0 8.0 10.0 0.1 Inside

d. Zetaangle st dev 1007 12 31 16 -1.2 BETTER
e. H-bond energy st dev 725 0.8 0.9 0.2 -05 Inside

f. Overall G-factor 1098 0.2 -0.5 0.3 24 BETTER
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Side-chain parameters
pdblyg4d

50 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 129 13.0 211 6.5 -1.3 BETTER
b. Chi-1 trans st dev 278 14.6 214 53 -1.3 BETTER
¢. Chi-1 gauche plus st dev 451 125 20.0 4.9 -15 BETTER
d. Chi-1 pooled st dev 858 133 20.7 4.8 -1.5 BETTER
e. Chi-2 trans st dev 290 14.7 22.2 5.0 -15 BETTER

pdblyg4 05.ps




PROCHECK

Residue properties .
pdblygd

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

=
o
o

80~
60
40 ~
20

Chi-1 abs. mean dev.

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

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

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

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

d. Secondary structure & estimated accessibility

A i ANAY i ) s A A At AR\ &

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

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

| AAAAAAAAAAAAAAAABIAAIL — AABIEIA  AAAAABIAAAAAAAAAA  AATIA
T T T T T T T T T T T T T T T T T T T
| STQY PVVDHEFDAVVVGAGGAGLRAAFGL SEAGFNTACVTKL FPTRSHTVAAQGG | NAALGNMEDDNWRWHFYDTVKGSDWL GDQDA | HYMTEQAPAAV

f. Max. deviation (see listing)

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

Phi-psi . [ M o W

Chi3 & chi4
Omega
Dihedrals ]

T T T T T I T T I T I
MC bonds [T T T T T T T T T
MCangles [T T
[T T T T I T ITTTTTTT
[T T T I T TI I TITTITTT I TITITTTITTTI

Mainchain  []

Overall {1
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Residue properties
pdblygd

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

H
o ©
3 3 8

Chi-1 abs. mean dev.
N D
o O

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

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
e}

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

c. C-aphachirality: abs. deviation of zetatorsion

=
o

Zeta abs. mean dev.
N A OO

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

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

d. Secondary structure & estimated accessibility

DT T A A o e—" i

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

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

: ABAAAAAA AL A AAAEIEL A /\N_ITI_I/\N_H/\J_I/\ ‘ ‘ AAAAABAAABARAAABAABAAR AAAAAAAEL A ‘
| ELENYGMPFSRTEEGK | YQRAFGGQSL QFGKGGQAHRCCCVADRTGHSLLHTLYGRSLRYDTSYFVEYFALDLLMENGECRGV I ALCI EDGT | HRFRAK

f. Max. deviation (see listing)

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

Chi3 & chi4
Omega
Dihedrals [T

[T
MChbonds  [TTT[]
MCangles [TTTT71
[1T
[1T

Mainchain [T

Overall [1
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Residue properties
pdblygd

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

N A B
S 8 8 38 8
| I I S|

Chi-1 abs. mean dev.

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

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
e}

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

c. C-aphachirality: abs. deviation of zetatorsion

=
o

Zeta abs. mean dev.
N A OO

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

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

d. Secondary structure & estimated accessibility

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

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

AAAANA B WAAAAAAAAARIA : A AAAAAABIAAAAARL A IABINA : AAAARN ‘ :
NTVIATGGYGRTYFSCTSAHTSTGDGTAMV TRAGL PCQDLEFVQFHPTGI YGAGCL | TEGCRGEGGI L I NSQGERFMERYAPVAKDLASRDVVSRSMT | E

f. Max. deviation (see listing)

+ * +* * ok + *oo4 4 x4 * 4 Kk pp ok +
* % x Kk ok kk Kk KAk k* KkKk ok Kk KA * * Kk kEkEK * % Kk K KKEKK Kk KA KK Kk *

g. G-factors
Phi-psi COTT T T | [NEEES | I

Chi3 & chi4
Omega
Dihedrals [T

[T
MChbonds [T ]
MCangles [TTTT]
[1T
[T

Mainchain [T

Overall [1
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Residue properties
pdblygd

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

Page 4

& 100
g 80 -
g 60
8 401
< 20+
o
308 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405
Residue number
o b. Absolute deviation from mean of omegatorsion
g
5 167
E 12-
8 8-
D 4
£
O 308 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
% 8_
£ 67
g 4
RS
S
308 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
: : ‘ ‘ ‘ : AAAAAAAAR ABANBAAAAARIAABINAAA  AANBIAA AAAAAARL £ : A AABNAAAA AN
| REGRGCGPEKDHVY LQLHHL PPQQLATRLPGI SETAM| FAGVDVTKEP| PVLPTVHYNMGG | PTNYKGQV | THVNGEDKVVPGLYACGEAA SASVHGAN
f. Max. deviation (seelisting) .
+6
TP U 2 SUVUUNIUE S S T =<5 OUE S SUUUUCORE SN Pt
g. G-factors
Phi-psi I ] | M [] -
A 5 AT e
Chi3 & chi4 1 I I h
Omega [ [ [
Dihedrals [T T T T T I I T T IO T T T T T T T T LT T T T T T T I T T T T T T LT T T TP T T T T T T T I I
MCbonds T T T T T T 1
MCangles [T T e A P A P T T T A T
Mainchain (T T T T T I T T T TP T T T TP T T TP T TP T T TP T TP T T T T T T
Overall \‘\H\\H‘\HH‘H\H‘\H\\‘H\HHH\‘H\\H\H\‘HH\‘\\H\‘\H\\‘\\\H‘\H\\‘\\\HJH\\‘H\H‘\HH‘H\H‘HCH\‘H\
308 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405
C = cis-peptide
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Residue properties
pdblygd

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

& 100
%80
£ 60
g w0
< 20
o
408 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505
Residue number
o b. Absolute deviation from mean of omegatorsion
g
5 16
E 12
£ 8
o 4
£
O 408 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
g 4
LY
S
408 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
A AAAAAAAAA AAAAAAAAAABIAA ABAAAAARIEA AAAAAAAAAAAATIL AAAAAAAAAAAAAAAAANTIIAAAA : ‘ : ‘
RLGANSLLDLVVFGRACALTIAETCKPGEPVPSIKPNAGEESVANLDKLRFADGT | RTSEARLNMQKTMQSHAAVFRTGS | LQEGCEKL SQI YRDLAHLK
f. Max. deviation (see listing)
g. G-factors
Phi-psi . i [ N H
Bt FH (SRR, 2
Chi3 & chi4 I I I 11T
Omega [ [ [ [T
Dihedrals [T T TT T T I T I T T T T T T OO T T LT T T T T T T T T T T T T T TP T T T TP T T I T
MCbonds T T T T T T 1
MCangles [T T P P P P
Mainchain (T T T T T T T T T T T T T O T LT T T TP T T TP T T T TP T T T TT
Overall EEEEEEEEEEEENEEEEEEE NSNS NSNS E NSNS NN NN NN NN NN
408 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505
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=
o
o

Residue properties
pdblygd

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

D o
o O

Chi-1 abs. mean dev.
N D
o O

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

Residue number
b. Absolute deviation from mean of omegatorsion

=
o

Omega abs. mean dev.
e}

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

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

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

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

e\ ——a it

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

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

TFDRGIVWNTDLVETLELQNLMLCALQT | YGAEARKESRGAHAREDYKLR I DEFDY SKPLQGQQKRPFEEHWRKHTL SYVDVKSGKVTLKYRPV IDRTLN

f. Max. deviation (see listing)

*
++ + * + *oogx + +F 44k
* % * * % Kk Kok ok

I::I:H H [N H H HJ A
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Resid t -
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80
£ 60
g w0
< 20
o
608 615 620 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Residue number
5 20 b. Absolute deviation from mean of omegatorsion
£ 15-
£ 121
8 81
P 41
S
o 608 615 620 10 15 20 25 30 35 40 45 50 5 60 65 70 75 80
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
g 4
N
608 615 620 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Residue number Highlighted residues are those that

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

e e e B N\

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

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

EEDCSSVPPAIRSY AATSRIKKFS|YRWDPDKPGDKPRMQTYEVDLNKCGPMVLDAL | KI KNELDSTLTFRRSCREGI CGSCAMN | AGGN

f. Max. deviation (see listing)

+ + + * ++ 4+ * + +** + gk g
* xk kk * Xk Rk Kk ok xk K k% %k %k %k kK xkkk Kk kkk kKKK K kKK

g. G-factors

Chi3 & chi4 I
Omega [
Dihedrals  [TTTTTITTITTIT] [T

[ TTTTTTIT T
MC bonds [N
Mcage LT HEHHEH
[T T
[T TTTTTTITTIITTT

Mainchain - CTTTTTTTTTTTTT]

Overall

[

[

[

[

EEEN RN I
608 615 620 1
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Residue properties
pdblygd

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

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

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
e}

82 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

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

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

d. Secondary structure & estimated accessibility

e = A e+l

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

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

BAAAABABAAAAAAAAAAATL ABIAA
T T T T T T T T T T T T T T
TLACTKKIDPDLSKTTKIYPLPHMYVVKDLVPDL SNFYAQYKSI EPYLKKKDESKQGKEQYLQSI EDRQKLDGLYECILCACCSTSCPSYWAMGDKY LGP

f. Max. deviation (see listing)

++ + + * * * * 4+ + * ++ * * *1 + +
* Kk kK Kk kkkkkA K Kk K kxkkkkk Kk K kk* ok Kk Kk Kk ok Kk Kk Kk kkkx KEkkkkk *

Chi3 & chi4
Omega
Dihedrals [T

[TTT
MChbonds  [TTTTT]
MCangles  [TTTTT]
[TTT
[TTT

Mainchain [T

Overall 1

\ I
I I
\ \
I \
I I
82 0 9

pdblyg4 06.ps



PROCHECK

Residue properties
pdblygd

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

182

20
16
12

Omega abs. mean dev.
e}

=
o

Zeta abs. mean dev.
N A OO

182

190 195 200 205 210 215 220 225 230 235 240 245 10 15 20 25

Residue number
b. Absolute deviation from mean of omegatorsion

190 195 200 205 210 215 220 225 230 235 240 245 10 15 20 25

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

10 15 20 25

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

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

d. Secondary structure & estimated accessibility

IVESVEEEERRVVYYE  c AAAA

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

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

AVLMQAYRWM | DSRDDY TEERLAQLQDPFSLYRCHT IMNCTRTCPKGLNPGKA | AEI KKMMATYKE ATTAKEEMARFWEKNTK SSRPL SP

f. Max. deviation (see listing)

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

Chi3 & chi4

Omega

Dihedrals [

MChbonds []

MCangles []

Mainchain  []

Overall I

pdblyg4 06.ps
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Residue properties
pdblygd

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

26 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
e}

26 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

26 35 40 45 50 5 60 65 70 Y5 80 8 90 95 100 105 110 115 120 125

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

d. Secondary structure & estimated accessibility

NANN/NN/NNIN/N G S NN/ NNAAVAVAD VAN SONA
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

T T T T T T T T T T T T T T T T T T T T
HISIYKWSLPMAMS | THRGTGVAL SLGVSLFSLAALLLPEQFPHYVAVVKSL SLSPAL | YSAKFALVFPL SYHTWNG | RHLVWDMGKGFKL SQVEQSGVV

f. Max. deviation (see listing)

* +
+ + * + * ok + R E gk *oookk 4 ok kpgggk 4 + + ++
* % Kk Kk kK kkk Ak Kk KKK Kk KKK KKK KKK Kk KKK KAKAKAKKKKAKA KK XK kK *k ok Kk okk

g. G-factors
pips, H W W TTTH
ShFtne : §

Dihedrals [

[TTTTTTTTITTT
MChbonds  [TTTTTTTTITTT]
MCangles [T T
[TTTTTTTTITTT
[TTTTTITITTT

Mainchain  []

Overall I

pdblyg4 06.ps
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R . d t Page 11
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80
£ 60
g w0
< 20
&
126 135 140 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number
5 20 b. Absolute deviation from mean of omegatorsion
Ee
E 12
8 8
o 4
S
O 126 135 140 10 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
126 135 140 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number Highlighted residues are those that

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

LA/ S B AN ANNAINE AN ANNNANNS NN

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

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

ABAAAAAAAAAAAAAAAAA  AAAAAAARIA
T T T T T T T T T T T T T T
VLILTLLSSAGIAAIS SSKAASLHWT SERAVSALLLGLLPAAYLYPGPAVDY SLAAALTLHGHWGLGQV | TDYVHGDTP I KVANTGLYVL

f. Max. deviation (see listing)

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

g. G-factors

?:ﬁ{ iz ] H AERA Hj
!
\
\
I
\
\
I

Dihedrals  [TTTTTTTTTTTTTE]

[CTTTTTTTTITTITTITT [T T T T T I T T I T I T TP I
MC bonds T T L T T T P T T P P P PP T T PP P T
Mcang"ﬁw EEEEEEEEEEEEENEEI T A P e T T e A P P T T T T P P T
[CTTTTTTTITTITTITT HEEEEEEEEEEE NN NN NN NN RN
[CTTTTTTTITTITTITT [T T I T P TIIT T TTIT T I T T ITTIT TI T TT ITIITTTTTTTT

Mainchain - CTTTTTTTTTTTTTTT]

\
I
|

Overdl  [TIITITITIITITIT] \

126 135 140 1
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PROCHECK

Residue properties

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

pdblygd

Page 12

> 100

D o
o O

Chi-1 abs. mean dev
N A
o O

76

85 90 95 100

b. Absolute deviation from mean of omegatorsion

Residue number

Omega abs. mean dev.
e}

85 90 95 100

c. C-aphachirality: abs. deviation of zetatorsion

Residue number

Zeta abs. mean dev.
N

76

85 90 95 100

Residue number

Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility
SONAUAS— VA —

Key:- <™ Helix

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

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

AAAAAANTIA AAAAAAANTIR

T T T T T
SAI TFTGLCYFNYYDVGI CKAVAMLWS |

f. Max. deviation (see listing)

*******

+
* %

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

Dihedrals ]

MChbonds []

MCangles []

Mainchain  []

Overall {1

pdblyg4 06.ps
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Main-chain bond lengths

PROCHECK

145 1

3 3 5
— — —
- (@] [92]
Lo © L0
— — —
|_/ [{o] S .|9
S g S R =
<>
o g QB 8§ O <
@) - << SR . -
(o)) C wwwwwwwwwwwwwwwwwwwwwwwwwww % o —
- F % =
— — ~ —
3 3 L5
— — —
= S &
© — © — © —
® ® ®
Aouanbai4 Aouanbai4 Aouanbai4
g 2 3 2
— — — —
< 3 3 3
— — — —
3 i3 8 3
“““““““““““““““ T O Rl | B@w - < S
zo 3 23 4 oF 3 Op 43
o\ S o2t i Am “““““““““““““ D i
o ~ C/\ o0 [aN]
LD < 3 <
— — — —
18 i 3 18
— — — —
M & S &
© B © L © B © =
5] 5] 5] 5]
fousnbai4 fousnbai4 fouenbai4 fousnbai4
3 3 8 5
S o - ut
Q o — [92]
- © © L0
— — — —
8 et 5 &
i = — Bw ““““““““““““““ — i
o QO N O @ %W “““““““““““““““
5 5% J aF S o=
o) B o O o -
LN - 3 = < <
— — — —
X 3 2 L5
— — — —
S S S &
© — © — © — © —
b3 b3 b3 b3
Aouanbai4 Aouanbai4 Aouanbai4 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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PROCHECK

Main-chain bond angl o
CA-C-N CA-C-N CA-C-N
(except Gly,Pro) (Gly) (Pro)
273 — 273 — 273 —
o) oy oy
& & &
> >3 >
g 8 8
LL LL L
101 106 111 116 121 126 131 101 106 101 116 121 16 131 101 106 101 116 14 16 131
O-C-N O-C-N C-N-CA
(except Pro) (Pro) (except Gly,Pro)
273 - 273 - 273 —
> oy oy
& & o]
> >3 >
g 8 8
LL LL L
108 113 118 123 128 133 138 107 12 17 12 17 152 157 106 111 116 121 126 131 136
C-N-CA C-N-CA CA-C-O
(Gly) (Pro) (except Gly)
273 — 273 : : 273 T
> oy oy
& & o]
> >3 >
g 8 8
LL LL L
105 110 115 jlg" 125 130 135 107 1z 17 12 07 2 105 110 115 120 125 130 135
CA-C-O CB-CA-C CB-CA-C
(Gly) (Ala) (e, Thr,va)
273 — 273 — 273 I
o) oy oy
& & &
> >3 >
g 8 8
LL LL L
105 110 115 %ﬁS 130 135 95 100 105 & 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)
273 — 273 : ; 273 ; ;
) i 3 b 3
o) ] o) ] o) |
> >3 = | |
g | g | g |
LC P (I ! 1 B l ;
95 100 105 110 115 120 125 9 101 106 111 116 121 126 o7 b2 107 12 117 12 17
N-CA-C N-CA-CB N-CA-CB
(Pro) (Ala) (lleThr,vVal)
273 — 273 — 273 —
2 ] o) | o) |
o) ] o) g o) ]
> ; >3 ; >
g | g | g i
LC ! ! (I 0 B i
% 101 106 111 116 121 126 95 100 105 110 115 120 125 96 101 106 111 116 121 126
N-CA-CB N-CA-CB
(Pro) (the rest)
273 — 273 ——
o o )
& Vo &
> >3
g | g
L 0 L
83 93 93 103 108 113 118 95 100 105 110 115 120 125

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

pdblygd

ASP

ASN

ARG

L L
(@) (@)
(=} (=}
S 3
o o
(2] [a2]
O S
o B o
N T N
““““““““““““““““ S S
o o
- -
xS S
o o
\im — . W
< 8 & = < 8 & S
Aouanbai4 Aouanbai4
[Te) [Te)
(@) (@)
S S
S S
o o
™ ™
1L O 1 O
S 5 S
—
IN o IN
““““““““““““““““ S N ©
o o
- -
xS xS
o o
\lelo B
S S
o Q o o © o Q o o ©
< ™ N - < ™ N —
fousnbai4 fousnbai4
[Te) [Te)
() ()
S S
< <
LS LS
o o
™ ™
o) )
S - S
-
o o o
““““““““““““““““ S S S
o o
— —
S xS
o o
(@] (@]
S \,|,Ilo
< 8 & S c S 8 & S c
Aouanbai4 Aouanbai4

TYR

TRP

PHE

5»

t t t
o Q o o
<

™ N —
Aouanbai4

0.00 001 0.02 0.03 0.04 0.05

1»

0.00 001 0.02 0.03 0.04 0.05

40
0
0
04

(32) N —
Aouanbai4

0.00 001 002 0.3 0.04 005

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 1525 C CA 1540 CB CA 1525 C CA 1525 C
1.600 1.592 1.474 1.602 1.474 1.579
A Thr 48 Alle192 A Val 210 A Val 388 A Tyr 393 B Arg 66
CA 1525 C CA 1521 CB CA 1525 C CA 1540 CB CA 1540 CB
1.463 1.572 1.590 1.469 1471
B Asn 81 B Ala187 B Arg 214 B lle235 D Thr 56

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

Main-chain bond angles

A Phe 51 A GIn 61 A Tyr 176 A Thr 219 A Cys244 A Thr 255
N 1125 ¢ N M2 ¢ N 112 ¢ N 112 ¢ N 112 ¢ N 12 ¢
CA CA CA CA CA CA

A Gly 256 A Thr 380 A Asp 562 A Trp 579 A Asp 588 B Ser 15

B Lys 23 B Glu 54 B Asp 193 B Phe 210 B Tyr 213 Cleu 62

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

Planar groups
cB 4 . . iCB iCB
0.032 0.051 0.039 0.048 0.041 0.043
A Phe 51 ATrp 89 A Tyr 98 A Tyr 113 A His 144 A His 159

pdblygd 10.ps
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Page 2
Planar groups (contd)

CB S8 CB €3 CB CB
0.035 0.030 0.049 0.033 0.055 0.037

A Tyr 162 A Phe 173 A Tyr 216 A Phe 249 A Tyr 287 A Tyr 322
SE ) o8 - cB cB cB
0.042 0.061 0.044 0.044 0.038 0.031

A His 364 A Tyr 365 A Tyr 374 A Phe 420 A Phe 483 A Phe 509
CE cB cB cB cB cB
0.036 0.044 0.050 0.038 0.040 0.045

A Trp 515 A Tyr 598 B Tyr 17 B Tyr 100 B Tyr 122 B Tyr 128
cB cB cB 3 cB cB
0.046 0.044 0.045 0.031 0.047 0.062

B Tyr 142 B Tyr 156 B Tyr171 B Trp 190 CTyr 30 CTyr 97

LB ( LB

CB CB CB CB
0.034 0.043 0.043 0.046 0.052 0.041

C His 105 D Tyr 37 D Tyr 58 D His 60 D Tyr 73 D Tyr 88

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