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Ramachandran Plot
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Plot statistics
Residues in most favoured regions [A,B,L] 3271 83.4%
Residues in additional allowed regions [a,b,l,p] 578 14.7%
Residues in generously allowed regions [~a,~b,~l,~p] 51 1.3%
Residues in disallowed regions 22 0.6%
Number of non-glycine and non-proline residues 3922 1000%
Number of end-residues (excl. Gly and Pro) 40
Number of glycine residues (shown as triangles) 296
Number of proline residues 202
Total number of residues 4460

Based on an analysis of 118 structures of resolution of at least 2.0 Angstroms
and R-factor no greater than 20%, a good quality model would be expected
to have over 90% in the most favoured regions.
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Ramachandran plots for all residue types
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Ramachandran plots for all residue types
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Ramachandran plots for all residue types
1kyo
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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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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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Chi1-Chi2 plots
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Main-chain parameters
1kyo

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

g 80 @ 20

g g

g 60+ S5 151

1S B

£ T

g 40 S 104

3 g

8 20 g 5

k] 0]

% .

& 10 15 20 25 30 35 40 10 15 20 25 30 35 40
° Resolution (Angstroms) Resolution (Angstroms)

78' Measure of bad non-bonded interactions 20,0 d. Alpha carbon tetrahedral distortion

8 60 @17.5—
o
S $ 1251
= 40- =
g & 1004
9 30+ g
g 8 754
= i )
g 2 ? 5.0
8 1 g 25
. N
10 15 20 25 30 35 40 10 15 20 25 30 35 40
Resolution (Angstroms) Resolution (Angstroms)
20 e. Hydrogen bond energies 10 f. Overall G-factor
=) 0.5-
S
§ 0.0
5 S -0.5
O -
g 8
3 ¢ -1.01
o
= -1.5-
°©
: 201
10 15 20 25 30 35 40 10 15 20 25 30 35 40
Resolution (Angstroms) 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 3922 834 67.2 10.0 1.6 BETTER
b. Omega angle st dev 4431 12 6.0 3.0 -1.6 BETTER
c. Bad contacts/ 100 residues 29 0.7 19.3 10.0 -19 BETTER
d. Zetaangle st dev 4164 14 31 16 -1.1  BETTER
e. H-bond energy st dev 2829 0.8 1.0 0.2 -1.3 BETTER
f. Overall G-factor 4460 0.2 -0.8 0.3 3.3 BETTER
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Side-chain parameters
1kyo
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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. Chi-1 gauche minus st dev 541 159 27.0 6.5 -1.7 BETTER
b. Chi-1 trans st dev 1241 16.9 26.2 53 -1.8 BETTER
¢. Chi-1 gauche plus st dev 1832 16.1 24.8 4.9 -1.8 BETTER
d. Chi-1 pooled st dev 3614 16.5 25.6 4.8 -1.9 BETTER
e. Chi-2 trans st dev 991 16.5 25.6 5.0 -1.8 BETTER
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Residue properties .
1kyo

a. Absolute deviation from mean Chi-1 value (excl. Pro)
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Residue number
5 10 b. Absolute deviation from mean of omegatorsion
©
5
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Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N
1

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

gy = s B S \/\/ e B A\

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

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

AEVTQL SNGIVVATEHNPAHTASVGVVFGSGAANENPYNNGV SNLWKN | FL SKENSAVAAKEGLAL SSN| SRDFQSY | VSSL PGSTDKSLDFLNQSF 1 QQ

f. Max. deviation (see listing)

g. G-factors
Phi-psi . [ T T M T M NN 5
Aty T adioEiy i
Chi3 & chi4 NN I I [
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Dihedrals  [(TTT T T T T T T T T T TR I T T T T T TP I T T P T T T TP O T T P T T T T T T T T T T d
MCbonds (T T T T T T T
MCangles [T T T T e P P P
Mainchain [T T T T T T T T T T T T T TP T T T T T TP T TP TP T T T T T T T T
Overall OO T T T R T T T T T T T T L T T T L T T T T L T LI T T T T T T )
27 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125

1kyo 06.ps




PROCHECK
Page 2

Residue properties
1kyo

a. Absolute deviation from mean Chi-1 value (excl. Pro)
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20

Chi-1 abs. mean dev.

127 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

127 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

127 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225

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

d. Secondary structure & estimated accessibility

listing)
+ 5 *
g. G-factors

Phi-psi_ o | o
Gl P R . e .
Chi3& chi4 [] [ [ [ [ [ [
Omega [ [T [T [T [ [ [
Dihedrals [T TT T T T I T T T T T T I T T O T T T T T TP T T T T T T T T TP O T T I T T T I
MCbonds T T T T T T
MCangles [T e e P P
Mainchain [T T T T T T T T T TP T T T O T TP TP TP T T TP T TP T T T T TP T T T T T
Overall T T T T T T T T T T T T T T LTI T T T T T I T T LT T T T T T T I T T T T ITITIT T ITITITITTI

127 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225
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Residue properties
1kyo

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

227 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

227 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

227 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325

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

d. Secondary structure & estimated accessibility

R mm— NN\ gl S m—

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

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

A
LSLQTGTKPVLKKKAAFLGSEVRLRDDTL PKAWI SLAVEGEPVNSPNY FVAKLAAQI FGSYNAFEPASRLQGIKLLDN I QEYQLCDNFNHFSL SYKDSGL

f. Max. deviation (see listing)
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Residue properties
1kyo

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

327 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

327 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

327 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425

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

d. Secondary structure & estimated accessibility

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

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

WGFSTATRNVTMIDDL IHFTLKQMRLT I SYVTDTEVERAKSLLKLQLGQLYESGNPVNDANLLGAEVL | KGSKL SLGEAFKK | DA | TVKDVKAWAGKRLW

f. Max. deviation (see listing)

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

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall
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Resid t o

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

o

g 80
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g w0

< 20

o

427 435 440 445 450 455 25 30 35 40 45 50 55 60 65 70 75

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

g 8

E 6

8 4

o 2

S

O 427 435 440 445 450 455 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

427 435 440 445 450 455 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

= L\

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

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

DQDIAIAGTGQI EGLLDYMR | RSDMSMMRW LTVSARDAPTK | STLAVKVHGGSRYATKDGVAHLLNRFNFONTNTRSALKLVRESELLGG

f. Max. deviation (see listing)
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g. G-factors
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Residue properties
1kyo

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

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.

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

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

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

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

AAAAAR
T T T T T T T T T T T T T T T T
TFKSTLDREY | TLKATFLKDDLPYYVNALADVLYKTAFKPHELTESVL PAARYDYAVAEQCPVKSAEDQLYA | TFRKGLGNPLLYDGVERVSLQD | KDFA

f. Max. deviation (seelisting) .
* * 6

+* + o+ +* + 4+ ++ 9* + +++++++ * ++: +++ + +

g. G-factors
Phi (T i ]
e e e ] : ity .
Omega [ [ [T [ [T [T [
Dihedrals [T T T T T I T T LT T T T T T T T LT T T T T T T T T T T T T T T T T T T T LT T I I T
MChbonds  [TTTTTTTT] T T T T e T T T T T T T T T
MCangles [T A e e e e e e T e e e e e e e e T T T e e T T T A T T T
Mainchain [T T T T T T IT T T T T T TP TT T  TTT T TTT  TPTT  TTTTP TTTTT T TTTTTTITTTIT T
Overall OO o T T T T T T T T T L T T T T L R T T L T LI T T T T T T T )

77 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175
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Residue properties
1kyo

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 A O ©

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

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

U i A T e /N

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

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

AAABABAAAAAAAAAAAATINAAAAIBA ANBIAAAA
T T T T T T T T T T T
DKVYTKENLEVSGENVVEADLKRFVDESLL STL PAGKSLVSKSEPKFFLGEENRVRF I GDSVAA I GI PVNKASLAQYEVLANYLTSALSEL SGL | SSAKL

f. Max. deviation (see listing)

+ * * +
* Kk o+ 4+ * * kK4 * x4 * ok x * * FF 4 * * 4 + * 4
********** Kkkk K kkKkK KK KKk KkkK * ok ok Kkk K K *k Kk kK okok * * Kkk Kk Kk K Kk kK * %

Chi3 & chi4
Omega
Dihedrals ]

[TTTT
MChbonds  [TTTTT]
MCangles  [TTTTT1T
[TTTT
[TTTT

Mainchain  []

Overall {1
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Residue properties
1kyo

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
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
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

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

d. Secondary structure & estimated accessibility

N o

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

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

AAAAN AAAAAIAI.AAAAAAAAAAAAAAAAAI llllAAAlIAAAAAIAAAIlI..I I : : /‘\I_V\/\/\/‘\/\ : :
DKFTDGGL FTLFVRDQDSAVV SSN | KK 1 VADLKKGKDL SPAINYTKLKNAVQNESVSSP | ELNFDAVKDFKLGKFNYVAVGDV SNL PYLDEL

f. Max. deviation (see listing)
; - SRR B 0 U 6 P

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

Chi3 & chi4
Omega
Dihedrals ]

[TTTTTT1T
MChbonds  [TTTTTTTT]
MCangles  [TTTTTTTT]
[TTTTTT1T
[TTTTTT1]

Mainchain  []

Overall {1
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Residue properties
1kyo

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

& 100
%80
e 60
g w0
< 20
o
1 10 15 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
g
g o
€ 6
8 4
P 21
£
© 1 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
gg
e 6
g 4
R
S
1 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 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
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAAAATAAARAAABAAAAAAAAIAAAR
MAFRK SNVYI‘_SLVN‘SY Il DéPQPSéI NYVW‘VNMGSI‘_LGLCI‘_V 1Ql \‘/TGI FI\‘/IAMHY‘SSN | EI‘_AFSS\‘/EH | MI‘QDVHNéY | LRY‘LHANéASFFI‘:MVMFI\‘/IHMAK(‘B
f. Max. deviation (see listing)
+45
I T FEC R SO S 5 00 ORI S S A SO0 U & P 0 S S ¥
g. G-factors
Phi-psi . [ T [T |
o . i lEEs e iR
i3 & chi [ [ [ [ [N [
Omega [ [T [ [ [T [T
Dihedrals [T TTT T I I T T T T I LTI T T T T T T T T T T T TP T T T T T T T T TP T T TP T
MCbonds (T T T T T A 1
MCangles [T e e P P P
Mainchain [T T T T T I T T T TP T T O LT T T T TP T TP TP T TP T T T I I T
Overall GO T T T T T T T T T T L T L T L T T T L LT T LI
1 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100
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Residue properties
1kyo

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

101 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

101 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

- 10
o
% 8
= 6
g 4
R
S
101 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
SONONININNNN— NN\ =N
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
: AARNARNAAAAAA ‘ : A AAAAN ‘ AAAAAAAAAAATINIA_A4 ‘ ARABAAAAAAAAAAAAAAAAAAAAAAAAAAAA
LYYGSYRSPRVTLWNVGV | | FTLTIATAFLGYCCVYGQMSHWGATV | TNLFSA | PFVGND | VSWLWGGFSV SNPT | QRFFALHYLVPFI | AAMV IMHLMA
f. Max. deviation (see listing)
g. G-factors
Phi | T
Chil-chi2
g, el : ]
Omega [T [T [
Dihedrals [T T T IT T T T T T T T T T T T LT T T T T T T T T T T T T T T T T T T T T LT TP T T T T T T T T
MCbonds T T T T T T
MCangles [T T e e T T e P P
Mainchain (T T T T T T T T T T T LTI T T LT T TP T T TP T TP T TP T T T T T T
Overall LT T T T T L T T T T T T T TP T T T T T LTI T I I T T T R T T T T T T T T T T T T I T TITTTTITITTTIITTITTITITT
101 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200

1kyo 06.ps




PROCHECK
Page 11

Residue properties
1kyo

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

201 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

201 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

201 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300

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

d. Secondary structure & estimated accessibility

M — e B AANAANNEE A\ e AN\ SN

Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed

AAAA ABAAA A IAIAAAAAIIAAAAAAAAAAAAAAAAAAAAAAIAAAA AANTIAR AAAAAAAAAAAAAAAAAAAAAAAANABINAAA  AAAAAAAAA
LHIHGSSNPLGI TGNLDRI PMHSYF | FKDLVTVFLFML | LALFVFYSPNTLGHPDNY | PGNPLVTPASIVPEWYLLPFYAILRSIPDKLLGV I TMFAAIL

f. Max. deviation (see listing)

* % %

* 4 *
* * * * % * * koK ok Kk KKk Kk *kok kK KRk KK K K Kk kK Kk * % *

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

1kyo 06.ps



PROCHECK

Resid t -

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

o

g 80 -

£ 60

8 401

< 20

o

301 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

E 61

8 49

® 21

S

o 301 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385
Residue number

10 c. C-aphachirality: abs. deviation of zetatorsion

g

E o

g 4

N

301 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385

Residue number Highlighted residues are those that

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

BNV VY YYYNYEYNYY—  0-

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

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

BAAAAABAAAIAAA AAAABAAAAAAAAAAAAAAAA AA AAABRABIAAAAA AAAAAAAAAAAAIAAAAAAAAAAAAAAA BIAA _AAAA
VLLVLPFTDRSVVRGNTFKVL SKFFFFI FVFEFNFVLLGQI GACHVEVPYVLMGQIATFIYFAYFLI IVPVISTIENVLFY | GRVNK MTAAE

f. Max. deviation (see listing)

g. G-factors
Phi-ps i W] o T
Chil-chi2
chi3 8 s H ﬂ ﬁ
Omega [T [T [
Dihedrals [T T T LTI T LT T LT T T T T T T T T I T LTI LTI 1] EEEEN]
esse. TR R R BEAEE
Mainchain (T T T T LT T LT L T LTI LTI LT LTI IT 1] EEEEN]
Overall T T T L T T LR T T T T L L LTI LTI LI T T] EEEEN]
301 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385

1kyo 06.ps




PROCHECK
Page 13

Residue properties
1kyo

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

67 75 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

67 75 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

67 75 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165

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

d. Secondary structure & estimated accessibility

T A AN AV e A L e

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

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

HGLHAPAYAWSHNGPFETFDHAS | RRGYQVYREVCAACHSLDRVAWRTLVGV SHTNEEVRNMAEEFEYDDEPDEQGNPKKRPGKL SDY | PGPY PNEQAAR

f. Max. deviation (see listing)

g. G-factors
i-psi T [ HEE HEN NN M |
e R Ey e : g
Chi3& chi4 [T [ [ [] [ []
mega [T [ [ [ [ [
Dihedrals [T TT T T T TI T I I T I T T T O T T LT T O T T T I T TP T T T T LT TP T T T T T T T IITTT
MCbonds T T T T T 1
MCangles [T e A e P T P T
Mainchain (T T T T I I T T T TP T T T T TP T C T T T T TP P TT TTTT P  TTTTTTTTTITTIIT I TT
Overall LT T T T T T T T T I T T T T T T T T T T T T T T T T T T T T T T T T T T T T IT I T ITITITITTT]
67 75 8 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165

1kyo 06.ps
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Page 14

Residue properties
1kyo

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

167 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

167 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

N B O

Zeta abs. mean dev.

167 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265

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

d. Secondary structure & estimated accessibility

T A e T AAAAA

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

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

AANE AAARAAABAAAAAA ‘ A AAAAAA A AAABAAAA _ AAAARABAARIAARIAAA  ABIIAAAAAAAAAAAAAAAAARIAAAAA
AANQGAL PPDL SL | VKARHGGCDY | FSLLTGY PDEPPAGVAL PPGSNYNPY FPGGS | AMARVL FDDMVEYEDGT PATTSQMAKDVTTFLNWCAEPEHDER

f. Max. deviation (see listing)

++ + o+ + + ++++ +*+ * + +++ * 4 * ok * +
* % Kkk kK kkkkkk Kk kkKKK KA kxEkF Kk kK Kk Kk kk KAk ok Kk kkkk* KkKAK k* kK %

Chi3 & chi4
Omega

Dihedrals
MChbonds []
MCangles []
Mainchain  []

Overall {1

1kyo 06.ps
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Page 15

Residue properties
1kyo

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

267

275 280 285 290 295 300 305

35 40 45 50 55 60 65 70 75 80
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.

275 280 285 290 295 300 305

35 40 45 50 55 60 65 70 75 80
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

267

275 280 285 290 295 300 305

35 40 45 50 5 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

SANANANANANNNANI E

Key:- <™ Helix

AN G=

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

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

AANBAAAAARA ~ _AAABARAAAARAARARIARIE

T T T T T T T T
KRLGLKTVI ILSSLYLLSIWKKFKWAGIKTRKFVFNPPK

T T T T T T T T T T
KSTYRTPNFDDVLKENNDADKGRSYAY FMVGAMGL L SSAGAKSTVETFI S

f. Max. deviation (see listing)

+
*

*****

++ +
*kpx * * * *

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

Dihedrals ]

MChbonds []

MCangles []

Mainchain  []

Overall {1

i
| =
g O HEH :::i

1kyo 06.ps
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Residue properties
1kyo

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

& 100
%80
e 60
g w0
< 20
o
81 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
g
g 8
E 6
£ 4
o 2
£
©C @ 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
g 4
Py
S
81 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 m e A e 7 e e ey
R/
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
: ‘ ‘ ‘ AAAAAATE AAAAAAAAAAAAAAAAAAAAAAABABAAAAAAAAIAAAAAA AAABIL A/ EA EE :
SMTATADVLAMAKVEVNLAA | PLGKNVVVKWQGKPVF | RHRTPHE | QEANSVDMSALKDPQTDADRVKDPQAL IMLGI CTHLGCV P | GEAGDFGGNVFCPC
f. Max. deviation (see listing)
g. G-factors
Phi-psi . [T | M H H o T [CHEN BE
ChiT oy H
Chi3 & chi4 [
Omega [
Dihedrals [T TT T T T T I T T T T T T I TR T LT T T T T T T T TP T T TP T T T T T I TP T T T T I T
MCbonds T T T T T T T T ] T
MCangles [T T P P P P T [HENNENEE NN NN
Mainchain (T T T T T I T T T T I CTTLTT TCTT TT TT C T PTT TTTTTP T TTTTT T T T T T
Overall T T T T LT T T T T T T T T T LTI T T T T T T T T I T T T T T I T T T T T I T I ITITTTITTTTT]
81 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180

1kyo 06.ps




PROCHECK

Resid t .

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

o

% 80

e 60

g w0

< 20

o

181 190 195 200 205 210 215 80 85 90 95 100 105 110 115 120 125

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

g 8

E 6

8 4

o 2

S

O 181 190 195 200 205 210 215 80 8 90 95 100 105 110 115 120 125
Residue number

10 c. C-aphachirality: abs. deviation of zetatorsion

g

E o

g 4

N

181 190 195 200 205 210 215 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

e s F 0O NINANAAN 50

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

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

m AAATEA AN_V\ N_V\ANTV\N_V\ITV\N_\ ’TV\/\J_V\‘ AAAAAAAAAANAIAAA  AAAAAAAAAAAAANAAAAAATIE AAARIRIAAAIAAAAA
HGSHYD| SGRI RKGPAPLNLE| PAYEFDGDKV | VG DTDQLEDLREHFKNTEEGKALVHHYEECAERVK | QQQQPGYADL EHKEDCVEEFF

f. Max. deviation (see listing)

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

Chi3 & chi4 I
Omega [T
Dihedrals [

[TTT
MC bonds HHH
[TTT
[TTT

MCangles []
Mainchain  []

Overall {1

1kyo 06.ps
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100 a. Absolute deviation from mean Chi-1 value (excl. Pro)

o

% 80

e 60

g w0

< 20

o

129 135 140 145 10 15 20 25 30 35 40 45 50 55 60 65 70

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

E 61

g 4

® 21

S

O 129 135 140 145 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number

10 c. C-aphachirality: abs. deviation of zetatorsion

g

E o

g 4

N

129 135 140 145 10 15 20 25 30 35 40 45 50 55 60 65 70

Residue number Highlighted residues are those that

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

CANNNTE I NNV VN /A — A\, TR/

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

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

AAAAAATAAAAAAAAAAAAAAAAA AAAAAATAABAAAAAAAAAAAAAAAAAAAAA
}liLQHYLI‘DTATAIERL FDkLK QSFTSI AI‘?I GDYI‘ LKSP\‘/L SKL(EVPVANQF | NI‘_AGYKI‘(LGLKI‘:DDL | /-‘\EENPI‘MQTAI‘_RRL PI‘EDESYARAY
f. Max. deviation (see listing)
+ +
++ + +H++5 + +* + o+ +*+ + o+ + ++ + +  + 4+ + +
*****************************************************************************************
g. G-factors
Phi-psi
Chil-chi2 - n e
Chilonl
Chi3 & chi4
mega
Dihedrals  [TTTTTTTTITTITTITT111] T T T T I T T T T T T T T T T T T T I T T T T T T T T T I T T T
MChbonds [T TTTTI I TTTIIII1] T T T T T T T T T
MCangles [T T e e e e e e e e e T T A T T A T T T T T T
Mainchain  [TTTTTTTIITTTTTTIT1T1] T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T TTTTTT
Overall O T T T I LT OO L T T T T L L T L T L T L T LT
129 135 140 145 10 15 20 25 30 35 40 45 50 55 60 65 70

1kyo 06.ps



PROCHECK

=
o
o

80
60
40
20

Omega abs. mean dev. Chi-1 abs. mean dev.
SN

Zeta abs. mean dev.
N

MC bonds
MC angles

Mainchain

Overall

Resid t -
a. Absolute deviation from mean Chi-1 value (excl. Pro)
74 80 85 90 95 100 105 110 115 120 125 10 15 20 25 30 35
Residue number
b. Absolute deviation from mean of omegatorsion
74 80 8 90 95 100 105 110 115 120 125 10 15 20 25 30 35
Residue number
c. C-aphachirality: abs. deviation of zetatorsion
74 80 85 90 95 100 105 110 115 120 125 10 15 20 25 30 35
Residue number Highlighted residues are those that

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

BAVNAARA— H A—

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

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

AAAAAANAAAATIIAAARIAAAAABIANANBIAAAAAAAAAAAAAAAAAANAAAAAA Al V‘\ Al ’TV\ : : : :
R1 IRAHQTELTHHLL PRNEWI KAQEDVPYLLPY | LEAEAAAKEKDELDNI EVSK GPPSGKTYMGWMVGHMGGPKQKG I TSYAVSPYAQKPL

f. Max. deviation (see listing)

+ * +
+ % * * % x % * + + x4 - + * 4 S+ o+ 4%
* % * x * ok kk K kkkk K Kk Kk Kk kk xkkk kA xk kk k% % Ak Kk KKk KkKEK

g. G-factors

1kyo 06.ps




PROCHECK

=
o
o

80
60
40
20

Omega abs. mean dev. Chi-1 abs. mean dev.
N A O ©

Zeta abs. mean dev.
N A OO

Omega
Dihedrals

MC bonds
MC angles

Mainchain

Overall

Resid t -
a. Absolute deviation from mean Chi-1 value (excl. Pro)
38 45 50 5 60 65 70 75 80 85 90 4 10 15 20 25 30 35
Residue number
b. Absolute deviation from mean of omegatorsion
38 45 50 5 60 65 70 75 80 8 90 4 10 15 20 25 30 35
Residue number
c. C-aphachirality: abs. deviation of zetatorsion
38 45 50 55 60 65 70 75 80 8 90 4 10 15 20 25 30 35
Residue number Highlighted residues are those that

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

N A e e NN/ NN
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

BEAAAARAR
QG| FHNAVFNSFRRFKSQFLYVL | PAGI YWYWWKNGNEYNEFLY SKAGREEL ERVNV SSLYKTFFKRNAVFVGT | FAGAFVFQTVFDTAI
f. Max. deviation (see listing)
o
* ok x +  * + + + + +*

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

::#
i
=

m
s

1kyo 06.ps
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Residue properties
1kyo

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

& 100
g 80 -
£ 60
8 401
< 20+
o
37 45 50 55 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number
. b. Absolute deviation from mean of omegatorsion
g
g o
€ 6
8 49
® 21
£
© 45 50 55 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
g 4
Py
S
37 45 50 55 5 10 15 20 25 30 35 40 45 50 55 60 65 70
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 ABAAAAAAR : B EAARREAAAAAAAAA BAAAA EANAAAAAAA AA HAAAA AABAAARANAIAAA
T SWY ENHNKGK LWKDVKAK | EVKLQESGAGLVQPSQSLSLTCSVTGYSI TSGYYWNWI RLFPGNKLEWGY | SNVGDNNYNPSLKDRL S|
f. Max. deviation (see listing)
g. G-factors
Phi-psi . o] T T T ,,1ﬁ [T # o wpﬂ il
%Ei%émczm H H [ HfH» [T [ \\7
Omega [ [ [T [T [ [
Dihedrals  [TTTTITIIITTITIIITTT] T T A T T T T s T T T T T T T T A T T T T
MCawes HHHHHFHHHHHH R ERENRNRNRNRANENENANRSNANENENA NENSNANENENRSRNNNNENENRNNNNSNNESENEER
Mainchain  [TTTTTTTIITITTTIT1TT1] [EEEEEEEEEEEEEEEEEEEEEEEEEEEEEEE EEEEEEEE NN NN RN RN NN
Overal  [TTTIIIIIITTIIITIIT] CC T L T T LT T L e LT T L LT T T T L T L T LI T LTI [T
37 45 50 55 5 10 15 20 25 30 35 40 45 50 55 60 65 70

1kyo 06.ps



PROCHECK

Resid t -

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

o

% 80

e 60

g w0

< 20

o

71 80 85 90 95 100 105 110 115 120 125 5 10 15 20 25 30

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

g 8

E 6

8 4

o 2

S

O 71 80 8 90 95 100 105 110 115 120 125 5 10 15 20 25 30
Residue number

10 c. C-aphachirality: abs. deviation of zetatorsion

g

g 4

N

71 80 8 90 95 100 105 110 115 120 125 5 10 15 20 25 30

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

TRDTSKNQFFLKLNSVTTEDTATYYCARSEYY SVTGYAMDYWGQGTTVTV SSAWRHP DIELTQTPVSLAASLGDRVT | SCRASQD I NNFL

f. Max. deviation (see listing)

g. G-factors
Ph I | 0 [] [ CI W]
Gt T udat mis S B SEu A R AR
i i H P H
Dihedrals  [TTTTTTT I T LTI T T T TP TP T T T T T T P TI T TT T T T ETT] T T T T A T T T T T
MC bonds [T T T T T T T A A A ]
MCangles [T T T T T T T P T P T T T T A T I T T T T
Mainchain [T T T T T T I T T T TP TP LTI T T TP LTI [ENEEEEEEENEEEEE NN NN NN
Overall OO T I T T L T T LT T H\\\‘\\\C\\‘\H\\‘H\H‘\HH‘H\H‘HH

71 80 85 90 95 100 105 110 115 120 125 5 10 15 20 25 30

C = cis-peptide

1kyo 06.ps
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R . d t Page 23

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

o

% 80

e 60

g w0

< 20

o

34 40 45 50 55 60 65 70 75 80 85 90 95 100 105 35 40

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

E 61

8 4

® 21

S

o 34 40 45 50 55 60 65 70 75 80 85 90 95 100 105 35 40
Residue number

10 c. C-aphachirality: abs. deviation of zetatorsion

g

E o

g 4

N

34 40 45 50 55 60 65 70 75 80 85 90 95 100 105 35 40

Residue number Highlighted residues are those that

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

S B =

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

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

AANTAR B &
T T T T T T T T T T T T T T T
NWYQQKPDGT I KLL I YYTSRLHAGVPSRFSGSGSGTDYSLT | SNLEPEDIATYFCQHH I KFPWTFGAGTKLEIK AEVTQLSNGIVVATEH

f. Max. deviation (see listing)

g. G-factors
Phi-psi . I [T [ ‘ [ 5 H [T [
Shlte G R i o
8h|3&0|4 I [ HH [ T I [
mega [T [ [T [ EEEEEN [ [T
Dihedrals [T T T T T I I T T I T T T T T T TP I T T T T T T T T T I T T T T T T T ITTTT I T T T ITTTT]
M aes  EFHHHEH AR AR AR AR AR HHHHHREH
Mainchain [T T T T T T T T I T T T T T T LT T T TP T TP T T T T I T IITTTT] T T TR TTTTT]
Overall \‘\\\\\‘HH\‘\HH‘\\H\‘\H\\‘\\\H‘\H\\‘H\H‘\H\\?HHM\H\‘H\H‘CHH\‘HHHH EEEEEENEREEENAEN
34 40 45 50 55 60 65 70 75 80 85 90 95 100 105 35 40

C = cis-peptide

1kyo 06.ps
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Page 24

Residue properties
1kyo

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

43 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

43 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

43 5 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130 135 140

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

d. Secondary structure & estimated accessibility

e\ \\ AR e SR NN SRR

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

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed
NPAHTASVGVVFGSGAANENPYNNGV SNLWKN | FL SKENSAVAAKEGLAL SSN| SRDFQSY | VSSLPGSTDKSLDFLNQSF | QQKANLL SSSNFEATKKS

f. Max. deviation (see listing)

+ * * % L +
kK ok * + o+ o+ o+ +F 44 Kok gk 4 + oo pRkgppkkx 4 * ok
* kK x Kk kK K KKk KKk Kk Kk KrKE KA * % Kk Kk kAR KKK kK kkk kK KAk kKK

Chi3 & chi4
Omega
Dihedrals [N

MChbhonds [T]
MCangles [
[T
[T

Mainchain |

Overall

1kyo 06.ps
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Residue properties
1kyo

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

143 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240

Residue number
b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

143 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

143 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240

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

d. Secondary structure & estimated accessibility

A A et A A et AN 15—

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

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

AA
VLKQVQDFEDNDHPNRVLEHLHSTAFQNTPLSLPTRGTLESLENLVVADLESFANNHFLNSNAVVVGTGN I KHEDLVNS | ESKNL SLQTGTKPVLKKKAA

f. Max. deviation (see listing)

+ * + + 4+ * ok k * *
e Y * i ] + * % +
Khkkkkkk Khkkkkk* Kk Kk Kk kK * kK k ko kK kkkkkkk K Kk Kk K * ok k *

g. G-factors

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

1kyo 06.ps
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Residue properties
1kyo

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

243 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

243 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

243 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340

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

d. Secondary structure & estimated accessibility

e A\ e )

Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed

FLGSEVRLRDDTL PKAWI SLAVEGEPVNSPNY FVAKLAAQI FGSYNAFEPASRLQGIKLLDN | QEYQLCDNFNHFSL SYKDSGLWGFSTATRNVTMI DDL

f. Max. deviation (see listing)

*4

-
*4
*+

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

1kyo 06.ps
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Residue properties
1kyo

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

343 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 440
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

343 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 440
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

343 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 440

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

d. Secondary structure & estimated accessibility

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

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
: : ‘ : ‘ : AAABA ‘ AAAARA BAAAA AAAAAAAABIAAAAAAAAA BARIIIAAAAAA A TIAA
IHFTLKQMNRLT | SVTDTEVERAKSLLKLQLGQLYESGNPVNDANLLGAEVL | KGSKLSLGEAFKK I DA | TVKDVKAWAGKRLWDQD | AITAGTGQI EGLL

f. Max. deviation (see listing)

++ * + *

g. G-factors
Phi NNl ] Tl ' H T
S " 1w 1 il i
Chi3 & chi4 [ [ [ [ [ []
Omega [T [ [ [ [ [T
Dihedrals [T T T T T T T I T T X T T LI T T O T T TP T T T T T T T T TP T T TP T T TP T T T TP T T IT I
MCbonds T T T T T 1
MCangles [T T T P P P P T
Mainchain [T T T T T T T I T TP T T T T TP T T TP T T T T T PP TP T T T T I
Overall T T T e T T T T T T T T T T T T T T LT T T T T T T T T T T T I T T T T T IT T T T T I T T I I TTITITITTTITTTTIT]
343 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 440

1kyo 06.ps
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100 a. Absolute deviation from mean Chi-1 value (excl. Pro)

o

% 80 -

£ 60

8 401

< 20

o

443 450 455 25 30 35 40 45 50 55 60 65 70 75 80 8 90

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

E 61

8 4

® 21

S

O 443 450 455 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Residue number

10 c. C-aphachirality: abs. deviation of zetatorsion

g

g 4

N

443 450 455 25 30 35 40 45 50 55 60 65 70 75 80 85 90

Residue number Highlighted residues are those that

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

LR L = See AN — SR s =

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

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

DYMR | RSDMSMMRW LTVSARDAPTK | STLAVKVHGGSRYATKDGVAHLLNRFNFONTNTRSALKLVRESELLGGTFKSTLDREY | TLKAT

f. Max. deviation (see listing)

+ + +*
45 o+ o+ * 4 ok * *k x * +* + + + P
kK K x * ok Rk ok * % Kkk KK KK KK KKK KKK _K* KKRXKKKE KKK Kk * % * %%

g. G-factors
E e e S prfishes o
Omega I [

Dihedrals  [TTTTTTTITITTT]
MC angles
Mainchain  [TTTTTTTITITTT]

I

]

o

Overall [T ]
443 450 455 25

1kyo 06.ps
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Residue properties
1kyo

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

93 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

93 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

93 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190

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

d. Secondary structure & estimated accessibility

A\ N i m S AAVE temitin

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

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

Chi3 & chi4
Omega
Dihedrals

MC bonds
MC angles

Mainchain

Overall

1kyo 06.ps



PROCH

Chi-1 abs. mean dev.

Omega abs. mean dev.

Zeta abs. mean dev.

Chi3 &

Omega
Dihedrals [
MChbonds []
MCangles []
Mainchain  []

Overall

=
o
o

ECK
Page 30

Residue properties
1kyo

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

80
60
40
20

193 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290
Residue number

b. Absolute deviation from mean of omegatorsion

193 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

193 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290

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

d. Secondary structure & estimated accessibility

N 1 \/\/\- e S

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

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

AAAAATAAAAAAAAAAAABAAAAIIIA. ANAAAAAAAAATL  AAAAATIAAA
T T T T T T T T T T T T T T
VEADLKRFVDESLL STLPAGKSLVSKSEPKFFLGEENRVRF I GDSVAA | GI PVNKASLAQYEVLANYLTSALSEL SGL | SSAKLDKFTDGGL FTLFVRDQ

f. Max. deviation (see listing)

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

chi4

1kyo 06.ps
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R . d t Page 31
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
]
g 80
e 60
g w0
< 20
o
293 300 305 310 315 320 325 330 335 340 345 350 355 360 365 5 10
Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 @
E 6
£ 4
o 2
£
O 2093 300 305 310 315 320 325 330 335 340 345 350 355 360 365 5 10
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
]
% 8
e 6
g 4
LR
S
293 300 305 310 315 320 325 330 335 340 345 350 355 360 365 5 10
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
NN Nee S e e R
i N
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
ABAAAAA
DSAVVSSNIKKIVADLKKGKDL SPATNYTKLKNAVQNESVSSPI ELNI‘:DAVKI‘DFKLGI‘(FNYV/-‘\VGDV‘SNL PYI‘_DEL MAFRKSNVYLSLVN
f. Max. deviation (see listing)
g. G-factors
Phi-psi . T ] HH H
R ——— N
Omega EREMRRRERERER H H H H
Dihedrals [T T T T T T I T T T T T T T I IO T T I T T I T T T T T T T T T T T T LTI T T T I] [T
kR AMEREEEEMEES" BEECRSNSENRSBSSENERSSEEEAEES" SNSNSESENSNSESESSESEEEEREEE EHHHHHHAS
Mainchain (T T T I T T T T T I T T T LT T T T T T TP T T T T T T T T IITT0T] I
overall [T I T T LI T T I T T T TR T T T T L T T T T T T LT T T T[] O LI
203 300 305 310 315 320 325 330 335 340 345 350 355 360 365 5 10

1kyo 06.ps
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Residue properties
1kyo

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

& 100
gso—
£ 60
8 401
< 201
o
15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110
Residue number
. b. Absolute deviation from mean of omegatorsion
g
g o
E 6
g 4
P 21
£
© 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
G 4 -
RS
S
15 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 [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAAAAAAAAAAAAAAAAAAAAAAAAAR AAR
éY 11 DéPQPSéI NYVW‘VNMGSI‘_LGLCI‘_V 1QlI \‘/TGI FMAMHYéSN | EILAFSS\}EH | MI‘?DVHNéY | LR?LHAN(‘SASFFI‘:MVMFMHMAKéLYYGéYRSPRVTLW
f. Max. deviation (see listing)
+4
55 2 S UE S SR SO OUE SO O o8 ORI S SRR T SOC S S ALY
g. G-factors
Phi-psi . [ [T T T 111
e § aEEReams ]
Chi3 & chi4 I I [N [ I
Omega [T [ [T [T [
Dihedrals [T T T T T I I T T T T LTI T T O T LT T T T T O T TP T T T LT T TP T T T T T I T T
MCbonds T T T T T T T I T T [TTTT]
MCangles [T T T e P P P P T T [T
Mainchain (T T T T I I T T T T T T T O T LT T T T T TP T TP TP T T T I I
Overall [T I T L L L T L T L L I T L I L L T LI T T [ LR LT
15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110

1kyo 06.ps
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Residue properties
1kyo

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210

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

d. Secondary structure & estimated accessibility

W A NAVANA VRt Vo VA Vo
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

: ‘ : A AAAAN ‘ AAAAAAAAAAATINIA_A4 ‘ ARABAAAAAAAAAAAAAAAAAAAAAAAAAAAAAAAA AAAA TIA
NVGVI | FTLTIATAFLGYCCVYGQMSHWGATV I TNLFSA | PFVGND | VSWLWGGFSV SNPT | QRFFALHYLVPFI | AAMV IMHLMALHIHGSSNPLGI TG

f. Max. deviation (see listing)

g. G-factors
Phi RN ] | HEEN BN
i . wE o
Chi3 & chi4 I [T [ [ [ 1]
Omega [ [T [ [T [
Dihedrals  [(TT T T T T I T T T T IO T T T LT T T T T T T T R T T T T T T T T T T T T T TP T T T T T I
MCbonds T T T T
MCangles [T e P T A e e T
Mainchain [T T T T T T T T I T T T TT TTTTTTT T TP T TP T TP TP TP T T
Overall EEEEEEEEEESEEEENEEEES NN EE N NSNS NN NN NN SN NN NN NN NN
115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210

1kyo 06.ps



PROCHECK

Chi-1 abs. mean dev.

Chi3 & chi4

Omega
Dihedrals

MC bonds
MC angles

Mainchain

Overall

=
o
o

80
60
40 -
20

Omega abs. mean dev.
N A O ©

Zeta abs. mean dev.
N

Page 34

Residue properties
1kyo

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

215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310
Residue number

b. Absolute deviation from mean of omegatorsion

215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310

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

d. Secondary structure & estimated accessibility

e A VN AN/

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

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

AAIAAIAAIIAAAAAAAAAAAAAAAAAAAAAAIAAAA AANAAAA AAAAAAAAAAAAAAAAAAAAAAAANBIANAAA  AAAAAAAAAAAAAAAANTIAAAAA
NLDRI PMHSYF | FKDLVTVFLFML | LALFVFYSPNTLGHPDNY | PGNPLVTPASIVPEWYLLPFYAILRSI PDKLLGV I TMFAAILVLLVLPFTDRSVVR

f. Max. deviation (see listing)

+ + + +
+ +  x* * o4 *ok 4 * 4 + +
K kk KRk KK KAK KKK KA KKK KK KKK Kk Kk Kk K KKKk

g. G-factors

1kyo 06.ps




Residue properties
1kyo

Page 35

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

% 100
% 80 -
£ 60
8 401
< 20 L
o :
315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 70 75 80
Residue number
5 10 b. Absolute deviation from mean of omegatorsion
g 8
E 6
£ 4
o 2
S
O 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 70 75 80
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
g 4
N
315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 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

— AMAAANAZANNANEANANSIREEY =

Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AABRAAAAAAAAAAANAAAANA  AA AIAIAIAAAAA AANAAAANAAAABIMAAAAAAAAANAAATIA BIAR /\/‘\/\I_I/\/\JTI/\/\/\/\‘
GNTFKVLSKFFFFIFVFNFVLLGQIGACHVEVPYVLMGQIATFIYFAYFL I IVPVISTIENVLFY I GRVNK MTAAEHGLHAPAYAWSHNG
f. Max. deviation (see listing)
* + + +
S S S S

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

g. G-factors

Phi-psi
Chil-chi2 H H
Chilonl

Chi3 & chi4
Omega
Dihedrals [T

[
MChbonds [TT]
MCangles [1]

[
[

Mainchain [T

[
[
[T
[T
[T
[1T
Overall 1 [1T

! !

\ \
[TTI11 EERERN [TTI1
TTTITT T TTTITT
EEENE! EEENEN RN
[TTT11 EERERN [TTIL1
[TITTT [TITTLT, : EITILITTLT,
315 320 325 330 335 340 345 350 3

1kyo 06.ps
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Residue properties
1kyo

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

81 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 ©

81 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 A OO

8l 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

— TAAYAY e et i AV e N iy

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

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

Chi3 & chi4
Omega
Dihedrals

MC bonds
MC angles

Mainchain

Overall

1kyo 06.ps
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Residue properties
1kyo

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

181 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

181 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

181 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280

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 e 1 SAVAYAARRY AN

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

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

AAAAATIA AAAAARAAATEAREAA FABAAAAAAAAAAAAAAAAATIAABAAAAAA
T T T T T T T T T T T T T T T T T T T T
VKARHGGCDY | FSLLTGY PDEPPAGVAL PPGSNYNPY FPGGS | AMARVL FDDMVEY EDGTPATTSQVAKDVTTFLNWCAEPEHDERKRLGLKTV I I LSSL

f. Max. deviation (see listing)

+
+ + + o+ * ++ +++ + +4* *oppp ko *oo4 4+ K
*x ® X kA kkk Kk kkk Kk KAk Kk ok  k ok ok kkkkk Kk kkk K KkKkk Kk Kk kkk*kK K Kk Kk kkkk

g. G-factors

Chi3 & chi4
Omega
Dihedrals ]

[T T T T T T T T T T T T T I T T AT T I
MC bonds [T T T T T ]
MCangles [T T
[T T T T T I T T T T T I T T IITTTTT
[T I T T T T T I T I T LTI T I T T AT TITT

Mainchain  []

Overall {1

1kyo 06.ps




PROCHECK

Resid t -

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

o

% 80

e 60

g w0

< 20

o

281 290 295 300 305 35 40 45 50 55 60 65 70 75 80 85 90

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

E 61

8 49

® 21

S

O 281 290 295 300 305 35 40 45 50 5 60 65 70 75 80 8 90
Residue number

10 c. C-aphachirality: abs. deviation of zetatorsion

g

g 4

N

281 290 295 300 305 35 40 45 50 55 60 65 70 75 80 8 90

Residue number Highlighted residues are those that

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

SONANNAN G y— P C

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

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

AAAAAAAATIEA AAAAAFAAAATAARIARIEARIA AAAAAAAAANAAABAAAATIATIAAA
T T T T T T T T T T T T T T T T T
YLLSIWKKFKWAGI KTRKFVFNPPK KSTYRTPNFDDVLKENNDADKGRSYAY FMVGAMGL L SSAGAKSTVETF | SSMTATADVLAMAKV

f. Max. deviation (see listing)

+
* + * % * r— * 4 * k4 + * T+ +* *k o4 K +
* % * ok x * ok ok kkk Kk kkkkkkkk kK Kk kkk Kkkkkk* KkkX K K * x

g. G-factors

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

Mainchain |

Overall [

1kyo 06.ps



PROCH

Chi-1 abs. mean dev.

Omega abs. mean dev.

Zeta abs. mean dev.

Chi3 &
Omega

Dihedrals

MC bonds
MC angles

Mainch

Overall

=
o
o

ECK
Page 39

Residue properties
1kyo

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

80
60
40 -
20

95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190
Residue number

b. Absolute deviation from mean of omegatorsion

95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

N B O

95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190

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

d. Secondary structure & estimated accessibility

e DO e S el =

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

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

EVNLAA | PLGKNVVVKWQGKPVF | RHRTPHE | QEANSVDMSALKDPQTDADRVKDPQWL IMLGI CTHLGCVP | GEAGDFGGWFCPCHGSHYD | SGRI RKG

f. Max. deviation (see listing)

chi4

ain

1kyo 06.ps




PROCHECK

Resid t -

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

o

% 80 -

£ 60

8 401

< 20

o

195 200 205 210 215 80 85 90 95 100 105 110 115 120 125 130 135 140

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

g 8

E 6

8 4

o 2

S

o 195 200 205 210 215 80 8 90 95 100 105 110 115 120 125 130 135 140
Residue number

10 c. C-aphachirality: abs. deviation of zetatorsion

g

E o

g 4

N

195 200 205 210 215 80 8 90 95 100 105 110 115 120 125 130 135 140

Residue number Highlighted residues are those that

MC bonds
MC angles

Mainchain

Overall

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

e BEGERUN /NN N A A N
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

PAPLNLE| PAYEFDGDKV I VG DTDQL EDLREHFKNTEEGKALVHHY EECAERVK | QQQQPGYADL EHKEDCVEEFFHLQHYLDTATAPRL

f. Max. deviation (see listing)

*+
*

*

+
*+
[
+
*+
*

*

*

*
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Residue properties
1kyo

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

80
60
40
20

Chi-1 abs. mean dev.

143

10 156 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

143

10 156 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

143

10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85

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

d. Secondary structure & estimated accessibility

W= R AN =N At O AN NAAYAA
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

FDKLK

AAAAAAAA  AADAAAAAAAAABIAAAAAAAAAAA AAAA  AAAAAAAAABAAAAAAAAAAAAAAAAANAAAAAAAAAAAAAATIAA

QSFTSIARIGDY | LKSPVLSKLCVPVANQF INLAGYKKLGLKFDDL | AEENPIMQTALRRL PEDESYARAYRI | RAHQTEL THHL

f. Max. deviation (see listing)

+ K4
* kK x

o

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

g. G-factors

Dihedrals [T 111}

MC bonds
MC angles

Mainchain  [TTT11]

Overall NEEEN
143

1kyo 06.ps




PROCHECK

=
o
o

80
60
40
20

Omega abs. mean dev. Chi-1 abs. mean dev.
N A O ©

Zeta abs. mean dev.
N A OO

Dihedrals

MC bonds
MC angles

Mainchain

Overall

Resid t .
a. Absolute deviation from mean Chi-1 value (excl. Pro)
88 95 100 105 110 115 120 125 10 15 20 25 30 35 40 45 50
Residue number
b. Absolute deviation from mean of omegatorsion
88 95 100 105 110 115 120 125 10 15 20 25 30 35 40 45 50
Residue number
c. C-aphachirality: abs. deviation of zetatorsion
88 95 100 105 110 115 120 125 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

A %ﬂﬂﬂﬂﬁ: S —\"

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

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

som s (I s sssssnsssnd W (Termsall
L PRNEWI KAQEDVPYLLPY | LEAEAAAKEKDELDN I EVSK GPPSGKTYMGMVGHMGGPKQKG I TSYAVSPYAQKPLQGI FHNAVFNSFRR

f. Max. deviation (see listing)

+
+ * o + ++ + * * + o+ * 4 * + T *ok g
* % xk kx Kk kkE % * * % * x *x k% kE% * Kk kKR kK Kk KKk Kk

g. G-factors

e ik e

1kyo 06.ps
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Residue properties
1kyo

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

52

60 65 70 75 80 85 90 4 10 15 20 25 30 35 40 45 50

Residue number
b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

52

4
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

60 65 70 75 80 85 90 10 15 20 25 30 35 40 45 50

Zeta abs. mean dev.
N A OO

52

2 NN/ N e N o

10 15 20 25 30 35 40 45 50

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

60 65 70 75 80 85 90 4

Residue number
d. Secondary structure & estimated accessibility
T = —ANNANNNNN =g
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

T T T T T T T T T T T T T T T
FKSQFLYVL | PAGI YWYWAMKNGNEYNEFLY SKAGREEL ERVNV SSLYKTFFKRNAVFVGT | FAGAFVFQTVFDTA | TSWY ENHNKGKLWK

f. Max. deviation (see listing)

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

MChbonds |

MCangles |

Mainchain |

Overall

1kyo 06.ps




PROCHECK

Resid t -

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

o

g 80

e 60

g w0

< 20

o

51 5 10 15 20 25 30 35 40 45 50 5 60 65 70 75 80

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

E 61

8 49

P 21

S

O 51 5 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

51 5 10 15 20 25 30 35 40 45 50 5 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

T s e o e i

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

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

A A AA|
DVKAK | EVKLQESGAGLVQPSQSLSLTCSVTGYSI TSGYYWNWI RL FPGNKLEWVGY | SNVGDNNYNPSLKDRL S| TRDTSKNQFFLKLN

f. Max. deviation (see listing)

+ * + + +* ++* 4 +
* *k k% k% ok * ko ok Kk % *kx ok * %

g. G-factors

Chi3 & chi4
Omega
Dihedrls  [TTTTT]

[EEEEEEEEEE

MC bonds T
MC angles EEEEREEEEEN
[EEEEEEEEEEN

[EEEEREEEEEN

Mainchain  [TTT1T11]

i
i
i
I
0
Overdl  [TTTTT] 1
51 5

1kyo 06.ps
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Residue properties
1kyo

Page 45

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

5 10 15 20 25 30 35 40 45

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

5 10 15 20 25 30 35 40 45

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

85 90 95 100 105 110 115 120 125

5 10 15 20 25 30 35 40 45

Residue number Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

e

0= - - — =

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

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

SVTTEDTATYYCARSEYY SVTGYAMDYWGQGT TV TV SSAWRHP

f. Max. deviation (see listing)

g. G-factors
Phi-psi . EETTTm i o 1!
Chil-chi2
ch3 s N
Omega [T
Dihedrals [T I T I T I T T I T T T T T T I T [T T ]
R
Mainchain [T T T I T LTI I T[]
Overall CT T LI T T T T T T T L L T LI T I
8 90 95 100 105 110 115 120 125
C = cis-peptide

DIELTQTPVSLAASLGDRVT | SCRASQD I NNFLNWYQQKPDGT I KLL

1kyo 06.ps




PROCHECK

Resid t .
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
g 80
e 60
g w0
< 20
o
48 5 60 65 70 75 80 85 90 95 100 105 5 10 15 20 25 30
Residue number
5 10 b. Absolute deviation from mean of omegatorsion
g 8
E 6
8 4
o 2
S
o 48 5 60 65 70 75 80 85 90 95 100 105 5 10 15 20 25 30
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
E o
g 4
N
48 5 60 65 70 75 80 85 90 95 100 105 5 10 15 20 25 30
Residue number Highlighted residues are those that

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

T

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

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

A ABAAANL W ‘ : ‘ ‘ ‘ ‘ A AAAA HAAA ‘/\/\/\/‘\/\/\/TI/N_H/\/\/‘\/W |
I YYTSRLHAGVPSRFSGSGSGTDYSLTI SNLEPEDIATYFCQHH I KFPWTFGAGTKLE I K TEFKAGSAKKGATLFKTRCLQCHTVEKGGP
f. Max. deviation (seelisting)
:+ 5 + + + . r
M 5 S SN SO SRS S S S U ol M IS S SR T - M SO
g. G-factors
C C
o - - _
L -ZI,,:HE!HZIF I:HE!A:::HI,l,,ﬂ EH T 1] aam
ch3 s HH RN I I |
Omega [ Hi T [ [ [
Dihedrals [T T T T I T T T T T IT T T T T T T T T T T T T I T I I AT T T T T T I T I T T T
MCbonds (T T T T T T T I T T T T T
MCangles [T T T P P T T T T T T T T T
Mainchain (T T T I T T I T LTI T T T T T LTI T T TP TIT T TTTTITTIIIITTT] T T T I T T I T I T ITTTT
Cc 9
Overall O T T T I L L T LI LI T LI T OO LI T L LI T LI T
48 55 60 65 70 75 80 8 90 95 100 105 5 10 15 20 25 30

C = cis-peptide

1kyo 06.ps



PROCHEC

=
o
o

80
60
40
20

Chi-1 abs. mean dev.
N A OO ©

Omega abs. mean dev.

Zeta abs. mean dev.
N A OO

Chi3 & chi4
Omega

Dihedrals

K
Page 47

Residue properties
1kyo

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

40 45 50 55 60 65 70 75 80 8 90 95 100 105
Residue number

b. Absolute deviation from mean of omegatorsion

31

4 45 50 55 60 65 70 75 80 8 90 95 100 105
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

31

31 40 45 50 55 60 65 70 75 80 85 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

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

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
ANA AABA 4 A A : ‘ : ‘ ‘ M AAANA  AAAAAAAAAAAAAAAARIN
HKVGPNLHGI| FGRHSGQAEGY SY TDAN | KKNVLWDENNMSEY L TNPMKY | PGTKMAFGGLKKEKDRNDL | TYLKKACE

f. Max. deviation (see listing)

******

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

(]

MChbonds []

MCangles []

Mainchain  []

Overall

1kyo 06.ps
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2008

Main-chain bond lengths
1kyo

C-N
(except Pro)

PROCHECK

2008

A 3 5
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2008

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)
1600 — 1600 — 1600 —
o) oy oy
& & o)
> >3 >
g 8 8
LL LL L
101 106 111 116 121 126 131 101 106 111 ‘l-?GH 121 126 131 101 106 111 116 121 126 131
O-C-N O-C-N C-N-CA
(except Pro) (Pro) (except Gly,Pro)
1600 1 1600 — 1600 —
o) oy oy
& o] o]
> >3 >
g 8 8
LL LL LL
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)
1600 — 1600 : : 1600 —
o) o) ) :
S o &) !
> >3 >
g g g |
LL L LC !
105 110 115 ijz? 125 130 135 107 12 17 12 17 152 157 105 110 115 120 125 130 135
CA-C-O CB-CA-C CB-CA-C
(Gly) (Ala) (e, Thr,va)
1600 — 1600 — 1600 —
o) oy oy
& o] o)
> >3 >
g 8 8
LL LL L
105 110 115 120 15 130 135 95 100 105 1+0‘ 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 angles

CB-CA-C
(therest)

Freguency

1600

Freguency

1600

Freguency

88

Black bars> 2.0 st. devs. from mean.

T
93

98 103 108 113 11

18

1kyo

N-CA-C
(except Gly,Pro)
1600 : :
42 ] ]
3 ! !
o) ]
=
g ! !
w ! !
9% 101 106 111 116 121 126

1600

Frequency

1600

5 100 105 110 115 120 125

N-CA-CB
(therest)

Frequency

100 105 110 115 120 125

Page 2
N-CA-C
(Gly)
1600 . .
} } 2»
) |
o) ]
> | |
g |
L ! !

1600

97 102 107 112 117 122 127

N-CA-CB
(lleThr,vVal)

Frequency

96 101 106 111 116 121 126

4 or ) signifies data points off the graph in the direction shown.
Solid and dashed lines represent the mean and standard deviation values as per Engh & Huber small-molecule data.
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PROCHECK

RMS distances from planarity

ARG

120

Freguency

30

000 001 002 003 004 O

GLN

05

120

Freguency

30

000 001 002 003 004 O

PHE

05

|
|
|
|
|
|
|
|
|
|
|
2 i
|
|
|
|
|
|
|
|
|
|
|

0.00 001 002 0.03 0.04 O

05

1kyo

ASN
150

120

Frequency

30

000 001 002 003 004 O

GLU
150

05

120

Frequency

30

000 001 002 003 004 O

TRP

05

1»

|
|
|
|
|
|
|
|
|
|
|
=) i
|
|
|
|
|
|
|
|
|
|
|

000 001 002 003 004 O

05

Page

ASP
150

1

120

Frequency
8 8

000 001 002 003 004 O

HIS
150

05

000 001 002 003 004 O

TYR
150

05

8»
120+

Frequency
3

0.00 001 0.02 0.03 004 O

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.

05

b signifies data points off the graph in the direction shown.
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Distorted geometry
1kyo

Main-chain bond lengths

CA 1540 CB N 1458 CA CA 1540 CB
1.590 1.508 1.599
A lle 260 CMet 1 Cva 292

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

Main-chain bond angles

CA CA CA CA CA CA

A Gly 35 Blle 87 BLys1ll B Phe 340 CGly 137 C Leu 305
1112 1125 1125 1112 1112 1125

C Val 346 D GIy 197 E GIy 163 H Arg 51 H Lys 53 J GIy 32

N 1125 ¢ N 12 ¢ N 12 ¢ N 12 ¢ N 12 ¢ N 1125 ¢

L Gly 35 L Asn 153 L Ser 356 L Arg 424 M lle 87 M Gly 311

N 1112 ¢ N M2 ¢ N 1112 ¢ N M2 ¢ N 1125 ¢ N 112 ¢

CA CA CA CA CA CA

M Ser 315 M Phe 340 N Leu 305 N Val 346 O Gly 197 O Asn 215
111.2 111.2 111.2 111.2 111.2 1125

PGIu 45 PAsn 46 PLys 93 PHls 120 PAsp 139 PGIy 163

RGly 37 RLeu 87 U Gly 32 ULys 65

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

1lkyo_10.ps
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CB

0.049
A Tyr 64

CB

0.048
CTrp 142

CB

0.031
C Phe 278

CB

0.041
D Tyr 97

0.040
JTrp 35

CB

0.045
M Tyr 353

Planar groups

Distorted geometry
1kyo

CB

0.031
B Tyr 101

Y

0.038
C His 222

CB

0.051
C Tyr 279

CB

0.040
D Tyr 217

cB

0.038
JTyr 95

0.033
N Phe 62

CB

0.040
B Tyr 161

CB

0.058
C Tyr 224

CB

0.033
C Phe 325

CB

0.047
FTyr 98

CB

0.036
JTyr 101

CB

0.045
N Tyr 136

CB

0.036
B Tyr 353

CB

0.035
C Phe 225

CB

0.031
C Phe 327

0.034
HTyr 9

CB

0.034
JTyr 102

CB

0.035
N Trp 142

CB

0.044
CTyr 9

CB

0.041
C Phe 227

CB

0.034
C Phe 329

CB

0.048
HTyr 81

CB

0.037
JTyr 111

0.037
N Phe 151

Page 2

4

0.032
C His 96

CB

0.036
C Tyr 274

CB

0.058
D Tyr 94

CB

0.045
JTyr 33

CB

0.035
K Tyr 71

~

Cl

0.036
N His 222

1lkyo_10.ps
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Planar groups (contd)

CB

0.076
N Tyr 224

CB

0.039
N Phe 331

CB

0.033
STyr 27

1kyo

CB
CB

0.032 0.061

N Phe 278 N Tyr 279
cB CB
0.037 0.033
O Tyr 134 P Phe 58
CB
0.032
U Tyr 95

Page 3

Distorted geometry

CB CB
0.041 0.036
N Phe 307 N Phe 327
CB CB
0.060 0.040
QTyr 98 R Tyr 102

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

1lkyo_10.ps




