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Ramachandran Plot
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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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Plot statistics
Residues in most favoured regions [A,B,L] 1550 84.8%
Residues in additional allowed regions [a,b,l,p] 263 14.4%
Residuesin generously allowed regions [~a,~b,~l,~p] 12 0.7%
Residues in disallowed regions 3 0.2%
Number of non-glycine and non-proline residues 1828 1000%
Number of end-residues (excl. Gly and Pro) 16
Number of glycine residues (shown as triangles) 188
Number of proline residues 106
Total number of residues 2138
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Ramachandran plots for all residue types
pdb1kf6
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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
pdb1kf6
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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
pdb1kf6
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Chi1-Chi2 plots
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Chi1-Chi2 plots
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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
pdblkf6

OOa Ramachandran plot quality assessment

Zg' Peptide bond planarity - omega angle sd
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78' Measure of bad non-bonded interactions
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0 d. Alpha carbon tetrahedral distortion
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Plot statistics

10 15 20 25 30 35 40

Resolution (Angstroms)

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

Stereochemical parameter datapts  value vaue  width  from mean

a %-tageresiduesin A, B, L 1828 84.8 729 10.0 1.2 BETTER
b. Omegaangle st dev 2126 1.9 6.0 3.0 -14 BETTER
c. Bad contacts/ 100 residues 30 14 13.9 10.0 -1.3 BETTER
d. Zetaangle st dev 1950 14 31 16 -1.1  BETTER
e. H-bond energy st dev 1399 0.8 1.0 0.2 -1.0 Inside

f. Overall G-factor 2138 0.1 -0.7 0.3 27 BETTER
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Side-chain parameters

a. Chi-1 gauche minus
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c. Chi-1 gauche plus

pdblkf6

Standard deviation (degrees)

b. Chi-1 trans
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d. Chi-1 pooled standard deviation
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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. Chi-1 gauche minus st dev 220 124 245 6.5 -1.9 BETTER
b. Chi-1 trans st dev 568 14.3 24.2 53 -1.9 BETTER
¢. Chi-1 gauche plus st dev 852 131 22.8 4.9 -20 BETTER
d. Chi-1 pooled st dev 1640 135 235 4.8 -21 BETTER
e. Chi-2 trans st dev 505 14.9 24.2 5.0 -1.8 BETTER
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Residue properties .
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a. Absolute deviation from mean Chi-1 value (excl. Pro)
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Residue number
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Residue number

c. C-aphachirality: abs. deviation of zetatorsion

20
16
12

Zeta abs. mean dev.
(0]

0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95

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

MQTFQADLA | VGAGGAGLRAA | AAAQANPNAK I AL | SKVY PMRSHTVAAEGGSAAVAQDHDSFEYHFHDTVAGGDWL CEQDVVDY FVHHCPTEMTQL ELW

f. Max. deviation (see listing)

g. G-factors
Phi RN 1T I [
St = : o nsassss
Chi3 & chi4 I [T [ [T 1T
Omega [ [ [T [NENE]
Dihedrals [T T T T T T IT T IO LT T T T T T T T LT T T O T TP I T T TP T T T T T T T T T T T I
MCbonds (T T T T T T T T T T T T T A
MCangles [T T T T T P T e e e T e T e T T T T T
Mainchain [T T T T T T T T T T LTI T T T T TP T P T T T T T T T TP T TP T T T I T
Overall T T T T T T T T T T T T T T T T T I T T T T T T T T T T T T T T T T T IT T I T I T I T T ITITITTIITITTT]

0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95
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Residue properties
pdblkf6

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

% 100
g 80 -
g 60
8 401
< 20
o
100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195
Residue number
5 a0 b. Absolute deviation from mean of omegatorsion
E
£ 24
2 16
o 8
£
O 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195
Residue number
2 c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
(0]

100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195

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

d. Secondary structure & estimated accessibility

T A RAAY ) — —

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

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

: ‘ : ‘ AAAARAANTANA AAAAAAAAAAAAAAAAAANTABAAAAAAAAAA. AN AAAAAAA AAAAAAAAAAAATA T
GCPWSRRPDGSVNVRRFGGMVK | ERTWFAADKTGFHMLHTL FQTSLQFPQI QRFDEHFVLD | LVDDGHVRGLVAMNMMEGTLVQI| RANAVVMATGGAGRVY

f. Max. deviation (see listing)

+
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Kk kxkEk kK k% * kK x K kxkk Kk Kk Kk Kk * Kk
. .

g. G-factors

Chi3 & chi4
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AT T TTTTT
MC bonds [T T T T T T[]
MCangles [T A

COTTITTT T T
CITTTTITTIT I IIIITITITT
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Residue properties
pdblkf6

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295
Residue number

” b. Absolute deviation from mean of omegatorsion

32
24
16

8_

Omega abs. mean dev.

200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

20
16
12
8
4

Zeta abs. mean dev.

200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295

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

d. Secondary structure & estimated accessibility

= AN

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

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

‘ —AA AAAAR AAAARAAIAAAAAA CAATEA A AAAIAA ABAAAATL Bl AAAA : : ‘ ‘
RYNTNGG | VTGDGMGMAL SHGVPLRDMEFVQYHPTGL PGSG | LMTEGCRGEGG | LVNKNGYRYLQDYGMGPETPLGEPKNKYMEL GPRDKYV SQAFWHEWR

f. Max. deviation (see listing)

Chi3 & chi4
Omega H
Dihedrals [

[
MChbonds | }
[

MCangles |
Mainchain |

Overall {1 : :
200 205 21
C = cis-peptide
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Residue properties
pdblkf6

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395
Residue number

” b. Absolute deviation from mean of omegatorsion

32
24
16

8_

Omega abs. mean dev.

300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
(0]

300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395

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

d. Secondary structure & estimated accessibility

= S N m— s\

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

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

‘ ‘ ABAAAAAAIA ‘ ‘ ‘ AARRRAAAAABAAARAAA  AAABAAIAAAAA_ AA AANNA AA ABAA WAAAAAA
KGNT | STPRGDVVYLDLRHLGEKKLHERL PF I CELAKAYVGVDPVKEP | PVRPTAHYTMGG | ETDQNCETR I KGL FAVGECSSVGLHGANRLGSNSLAEL

f. Max. deviation (seelisting)
5

g K kk Rk ] g + Y7+ ++ * + + * + o+
Kxk K kKKK KKFR KK KK % KEXAK  K*kAkK kEkK % *x *x % % * %% Kk Rk kkk

Chi3 & chi4
Omega
Dihedrals [

[
MChbonds []
MCangles []
[

[

Mainchain |

Overall [
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Residue properties
pdblkf6

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

400 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495
Residue number

” b. Absolute deviation from mean of omegatorsion

32
24
16

8_

Omega abs. mean dev.

400 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

20
16
12
8
4

Zeta abs. mean dev.

400 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495

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

B AAAAAAAAAAAAAAAAAAAAAAAAANBAAATAARA
T T T T T T T T T T T T T T T T T T T T
VVFGRLAGEQATERAATAGNGNEAA | EAQAAGVEQRLKDLVNQDGGENWAK | RDEMGLAMEEGCG| YRTPELMQKT | DKLAELQERFKRVRI TDTSSVFEN

f. Max. deviation (see listing)

++ + ++ * + + * + + + R 4
* ok ok k * ok * * xx  kxk k% * ok kK kxkxkx *

g. G-factors

Dihedrals [

[T T I T T T T T T T TP T T R T T T T T T I T I T LTI T T T TP TII T ITITTITTT
MC bonds [T T T T T T T T
MCangles [ T T e A e e e A
EEEEEEEEEEEEE NSNS NN NN NN NN
[T T T LT T T T T AT LTI T T AT T T T T T T T T I T I T LTI T T T T I T IITITITTTTTT

Mainchain |

Overall L
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Resid t -
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80 -
g 60
8 401
< 20
o
500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 5 10
Residue number
5 a0 b. Absolute deviation from mean of omegatorsion
E
£ 241
8 161
® 81
5 R
500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 5 10
Residue number
2 c. C-aphachirality: abs. deviation of zetatorsion
&
© 16_
§ 12
g 8-
N
500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 5 10
Residue number Highlighted residues are those that

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

e B N
QANANANNANA —— — Bl

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

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

AAAAAAR BIAAABAAARTEAAAAAAAAAA  ADNAAAAAAAANTIRIIIA
T T T T T T T T T T T T T T T T
TDLLYT | ELGHGLNVAECMAHSAMARKESRGAHQRLDEGCTERDDVNFLKHTLAFRDADGTTRLEY SDVKI TTLPPA AEMKNLK | EVVRY

f. Max. deviation (see listing)

+ + + + + +* 4 + * + +* +
X kA k kK Kk KKk kk* kAKX ko * k% kK * ok * % *

g. G-factors
il e H || |
Chilonl
Chi3 & chi4
mega
Dihedrals [T TTTITTTTT I I I I T T T LT T LI T T LTI T T I T LI TET LT T] OO
RN RN RIS RARAN AN AR ERE RSN RAERARARAER, " P
Mainchain [T TT T TTTITTTT T T T IITIT T LTI T I I T T T I LTI T T I T IT T[T OO0
Overall T T T T O
500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 5 10
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Residue properties
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a. Absolute deviation from mean Chi-1 value (excl. Pro)

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

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

” b. Absolute deviation from mean of omegatorsion

32
24
16

8_

Omega abs. mean dev.

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

c. C-aphachirality: abs. deviation of zetatorsion

20
16
12

Zeta abs. mean dev.
(0]

14 20 25 30 35 40 45 50 5 60 65 70 75 80 8 90 95 100 105 110

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

d. Secondary structure & estimated accessibility

) A T i e it it 1 Y

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

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

NPEVDTAPHSAFYEVPYDATTSLLDALGY | KDNLAPDL SYRWSCRMA | CGSCGMMVNNV PKLACKTFLRDY TDGMKVEALANFPI ERDLVVDMTHF | ESL

f. Max. deviation (seelisting)
5

*****

[T T T T T T T T T T I T T T R T T
MC bonds [T T T T T T T
MCangles [T T T T T T T
[T T T T I T T T T T T I T I T T
[T T T LTI T I T T I T LTI I T I T T T T T I T

Mainchain  []

Overall [1
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Residue properties
pdblkf6

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

% 100
% 80 -
g 60
8 401
< 20
o
114 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210
Residue number
5 a0 b. Absolute deviation from mean of omegatorsion
E
£ 241
8 161
® 81
£
O 114 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210
Residue number
2 c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
(0]

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

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

d. Secondary structure & estimated accessibility

MRtV MR NN\ R AN A A

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

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

AAABEAAA ‘ AAAAAAAAAAABIAAAA ‘ : A ABIAAA  AAAAAAAAAAAAAAANTL AAAAAAAAARIAA ‘ ‘
EATKPY | IGNSRTADQGTN I QT PAQVAKYHQFSGC I NCGLCYAACPQFGLNPEF | GPAA | TLAHRYNEDSRDHGKKERMAQLNSQNGVWSCT FVGYCSEV

f. Max. deviation (see listing)

+
++ + + *x
S xx ok * % % *

g. G-factors

MC bonds
MC angles

Mainchain

Overall
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Residue properties
pdblkf6

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

Page 9

& 100
% 80
£ 60
g w0
< 20
&
214 220 225 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60
Residue number
. b. Absolute deviation from mean of omegatorsion
g
g 327
£ 24
8 161
® 81
£
O 214 220 225 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60
Residue number
2 c. C-aphachirality: abs. deviation of zetatorsion
&
S 16
§ 12
g 8
!
S
214 220 225 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
RV VA — ¢ ————— - AANGANAAASARNS
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAAFRAAAAAAAANAAATAAAAAAAAAAA AAAANT
CPKHVDPAAA | QQGKVESSKDFL IATLKPR TTKRkPYVRWTSTWKL I‘DFYRF\‘(MLRE(‘STAVPA‘VWFSI‘ ELI FéL FALI%NGPEAWAGF\‘/
f. Max. deviation (see listing) :
7
: Do i o Tt o b, ow
g. G-factors
Phi-psi |
Chil-chi2
A : .
mega [ [T
Dihedrals  [TTTTT T T I ITTTTT I IITITITTTITTTT] T T T T T T T T T T T T T T T T T T T T T T I T T ITTTTTT
MC e THHHHFHH AR e A A A A A A
Mainchain  [TTTTTTI T IT T T I T ITTT T IT] T T T T T T T I T T T T T T T T T T T T T I T T T T
ovedl  [TTTITLITTT I T IITIIITTII]] O T L T T L T T L T T T L T T T T T T]
214 220 225 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60

pdb1kf6 06.ps




PROCHEC

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

40
32
24
16

Omega abs. mean dev.

Zeta abs. mean dev.
(0]

Dihedrals

MC bonds
MC angles

Mainchain

Overall

K
Resid t o
a. Absolute deviation from mean Chi-1 value (excl. Pro)
61 70 75 8 85 90 95 100 105 110 115 120 125 130 5 10 15
Residue number
b. Absolute deviation from mean of omegatorsion
61 70 75 8 8 90 95 100 105 110 115 120 125 130 5 10 15
Residue number
c. C-aphachirality: abs. deviation of zetatorsion
61 70 75 80 8 90 95 100 105 110 115 120 125 130 5 10 15
Residue number Highlighted residues are those that

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

== NAANANAA G e AN = D —=\\\O*
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

AAAAIIAAAAAAAAAAAAAAAAAAAAAAAAAAAAAAAAI.AAI AAAAANAAAAANAAAANAAAAAAATIA /\I_V\I_V‘\/\/\/\/\/‘\/\/\/\/\‘
DFLQNPVIVI INLITLAAALLHTKTWFELAPKAANI | VKDEKMGPEP | | KSLWAVTVVAT IV I LFVALYW MINPNPKRSDEPVFWGL FGA

f. Max. deviation (see listing)

+4 Kk + * + o+ 4+ 4+ + * ++ri+ + + + 4+

g. G-factors
REN : N = i

; b o i
CI \ ] B
O T T T T e T T T T T I T T W OO
EEE” HENENNENENNANEANMNRENENNENNENSENENSASE NENSENENNENNEENEEEESESEAN.
O T T T T T T T T T T T T R I
m]]:lc\\\\‘H\H‘\HH‘\\HMHH‘H\H‘HH\‘H\I(‘:HH\‘HH\‘HHHHH‘HH- R T T T I
61 70 75 8 85 90 95 100 105 110 115 120 125 130 5 10 15
C = cis-peptide

pdb1kf6 06.ps




PROCHECK
Page 11

Residue properties
pdblkf6

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115
Residue number

” b. Absolute deviation from mean of omegatorsion

32
24
16

8_

Omega abs. mean dev.

20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
(0]

20 25 30 35 40 45 50 55 60 65 70 75 8 85 90 95 100 105 110 115

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 AAAA BAA WMABAAAAAAAAAAAAA AA ‘ : AAAAAAAAAAARIAAAAA  ANBIAA ‘ ‘ ‘
GGWVSA | |APVMILLVGI LLPLGLFPGDAL SYERVLAFAQSFIGRVFLFLMIVLPLWCGLHRMHHAMHDLK | HV PAGKW FYGLAAILTVVTL IGVVTI

f. Max. deviation (see listing)

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

Dihedrals [T

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

Mainchain [T

Overall [1

pdb1kf6 06.ps
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Residue properties
pdblkf6

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95
Residue number

” b. Absolute deviation from mean of omegatorsion

32
24
16

8_

Omega abs. mean dev.

1 1 L"'- 1
O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
(0]

0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95

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

MQTFQADLA | VGAGGAGLRAA | AAAQANPNAK I AL | SKVY PMRSHTVAAEGGSAAVAQDHDSFEYHFHDTVAGGDWL CEQDVVDY FVHHCPTEMTQL ELW

f. Max. deviation (see listing)

* o4 + K *po4 X4 + * * + X4 4 ko +* 4+ 4 + Kk +
Kk ok kkk  kkkkk kkk Kk %k ok Kk Kk kk kkkkk  Kkk k Kk kA% Ak kKKK AKKAKKA KA K

Phi-psi _ EENEEE M I:,,l,#,,ﬂ IIl<H T

Chi3 & chi4
Omega
Dihedrals
MChbonds []
MCangles []
Mainchain  []

Overall {1

pdb1kf6 06.ps
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Residue properties
pdblkf6

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

% 100
g 80 -
g 60
8 401
< 20
o
100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195
Residue number
5 a0 b. Absolute deviation from mean of omegatorsion
E
£ 241
£ 16-
® 81
£
O 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195
Residue number
2 c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
(0]

100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195

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

d. Secondary structure & estimated accessibility

T e REEAAYY T e — ——

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

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
: ‘ : ‘ FAAANAAANNENA ABBAAAAAAAAAAAAAARARRRARNABAAARNE AAN AAAABAAA AAABAAAABIAAANA W BAA
GCPWSRRPDGSVNVRRFGGVK | ERTWFAADKTGFHMLHTL FQTSLQFPQI QRFDEHFVLD | LVDDGHVRGLVAMNMMEGTLVQI RANAVVMATGGAGRVY

f. Max. deviation (see listing)

g. G-factors
i [ NN (] TH

e REsE . i

Chi3 & chi4 [ [ [ 1] [ [ |

Omega [T [T [T [T [ [T

Dihedrals [T TT TT T T I T T T T T T T T T T T T T T T T T T T T I T TP T T T T T T T TP I T T LTI T T
MCbonds T T T T T I
MCangles [T e e e P P T P
Mainchain [T T T T T T I T TTCTTTTTT C TP T TP TP T T T T T T T T T T TTITTIIT T
Overall T T T T T T T T T T T T T T T T T I T T T T I T T T I I T T T T T I ITTIITITIITTITTT]

100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195

pdb1kf6 06.ps
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Residue properties
pdblkf6

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295
Residue number

” b. Absolute deviation from mean of omegatorsion

32
24
16

8_

Omega abs. mean dev.

200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
(0]

200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295

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

d. Secondary structure & estimated accessibility

A A\ VAN

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

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

‘ —AA AAAAR AAAAAAAIAAAAAA CAATEA A AAANINA ANNAAAE W 4 : : : ‘ ‘
RYNTNGG | VTGDGMGMAL SHGVPLRDMEFVQYHPTGL PGSG | LMTEGCRGEGG | LVNKNGYRYLQDYGMGPETPLGEPKNKYMEL GPRDKYV SQAFWHEWR

f. Max. deviation (see listing)

**********

g. G-factors

Phi-psi

chifehiz :#,J:I W L,# I H [
Chilonly

Chi3 & chi4
Omega

Dihedrals

[T
MChbonds []
MCangles []

[T
[1

Mainchain

Overall

I I
I I
\ \
I I
T T ‘ ‘ T
200 205 210 215 2
C = cis-peptide

pdb1kf6 06.ps



PROCHECK
Page 15

Residue properties
pdblkf6

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395
Residue number

” b. Absolute deviation from mean of omegatorsion

32
24
16

8

Omega abs. mean dev.

300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

20
16
12
8
4

Zeta abs. mean dev.

300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395

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

d. Secondary structure & estimated accessibility

PRl e VNN m— -\

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

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

AATARAATEA AATHAAAAAABAAARIAAA
T T T T T T T T T T T T T T T T T T T T
KGNT | STPRGDVVYLDLRHLGEKKLHERL PF I CELAKAYVGVDPVKEP | PVRPTAHYTMGG | ETDQNCETR I KGL FAVGECSSVGLHGANRLGSNSLAEL

f. Max. deviation (seelisting)

667
+

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

Chi3 & chi4
Omega
Dihedrals

T T T ET T T T T T T
MC bonds [T T T T T T T
MCangles [T

T T T T 7T
[T T T T T T T T T TITT

Mainchain

Overall

pdb1kf6 06.ps
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Residue properties
pdblkf6

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

400 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495
Residue number

” b. Absolute deviation from mean of omegatorsion

32
24
16

8_

Omega abs. mean dev.

400 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
(0]

400 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495

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

AAAAARAEA A BAAAAAAAAA |
T T T T T T T T T T T T T T T T T T T T
VVFGRLAGEQATERAATAGNGNEAA | EAQAAGVEQRLKDLVNQDGGENWAK | RDEMGLAMEEGCG| YRTPELMQKT | DKLAELQERFKRVRI TDTSSVFEN

f. Max. deviation (seelisting)
+4

+ K4+ K4y *7T o+ Xttt ¥ + * * + + + * * ++ +4+ KRR L4 4+ 4
K Kk kKK kK K Kk k  kkkkkAKKE KAk Kk Kk Kk Kk Kk kkkkkE K kkk Kk kK Kk *x Ak Kk *AXKAXKA kK

g. G-factors

Dihedrals [

[T T T T T T T IITTT
MC bonds [T T T T T
MCangles [T
[T T T T I T TTT
[T I T T T ITT T

Mainchain |

Overall [

pdb1kf6 06.ps



PROCHECK

R . d t Page 17

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

o

% 80

£ 60

g w0

< 20

o

500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 5 10

Residue number

5 a0 b. Absolute deviation from mean of omegatorsion

E

£ 241

8 161

® 81

S

O 500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 5 10
Residue number

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

&

© 16_

§ 12

g 8-

N

500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 5 10

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

AAFERAREAAAAAAREEA AAAAAAAAAAATEIEAR
T T T T T T T T T T T T T T T T
TDLLYT | ELGHGLNVAECMAHSAMARKESRGAHQRLDEGCTERDDVNFLKHTLAFRDADGTTRLEY SDVKI TTLPPA AEMKNLK | EVVRY

f. Max. deviation (see listing)

++ + +++ + ++ + + + x4 ++ + +* 4
xkx % * x * Kk x kK kk kKK KKKk ok kk K x ok k% * *x x -

g. G-factors
Phi-psi . H [T L HEE N [ A
Chil-chi2
i :
Dihedrals [T T T T T I T T T T T T T I T T T T T T T T T T T T T T T TP LI T T I ] T T
Vs A T e S A A A IEERERRARREE
Mainchain (T T T T T T T T T T T LT T T T TP P TP T T T T T T T T T T T
Overall [T T T T T T T T T T T T T T T T T T T T T I T I T TTT T CITTITTITTIIT
500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 5 10

pdb1kf6 06.ps
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Residue properties
pdblkf6

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

% 100
% 80 -
g 60
8 401
< 20
o
14 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
Residue number
5 a0 b. Absolute deviation from mean of omegatorsion
E
£ 241
8 161
® 81
£
O 14 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110
Residue number
2 c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
(0]

14 20 25 30 35 40 45 50 5 60 65 70 75 80 8 90 95 100 105 110

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

d. Secondary structure & estimated accessibility

e A T i el | it it 1 AR

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

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

NPEVDTAPHSAFYEVPYDATTSLLDALGY | KDNLAPDL SYRWSCRMA | CGSCGMMVNNV PKLACKTFLRDY TDGMKVEALANFPI ERDLVVDMTHF | ESL

f. Max. deviation (see listing)

+ + + * *
* * x % * ok kkx KAk

g. G-factors

Dihedrals

(T T I I T I T
MC bonds [T T T T ]
MCangles [T T

[EEEEEEEEEEEEEEEEEENE NN R
[NEEEEEEEEEENEEEEE NN R

Mainchain

Overall

pdb1kf6 06.ps
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Residue properties
pdblkf6

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

% 100
% 80
£ 60
g w0
< 20
o
114 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210
Residue number
5 a0 b. Absolute deviation from mean of omegatorsion
E
£ 241
8 161
® 81
£
O 114 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210
Residue number
2 c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
(0]

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

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

d. Secondary structure & estimated accessibility

A\ AV A St CAVANE, = SVAVAL: i AU

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

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

ANARNEAA AARAABA AABAAAAAAAAAAAAA ‘ : ‘ : ‘ ‘ ‘ ‘ : ‘ : ‘ ‘
EATKPY | IGNSRTADQGTN I QT PAQVAKYHQFSGC I NCGLCYAACPQFGLNPEF | GPAA | TLAHRYNEDSRDHGKKERMAQLNSQNGVWSCT FVGYCSEV

f. Max. deviation (see listing)

. . R

S PO SEUE U 27 ST SRS SN S INr S R SR LT 1 I e P S0TE SRRPURE o5

g. G-factors
Prips [T m T T
Gl THTHEHE . eeeeeceeets :
Bl S :
Dihedrals [T T T T T I T T T T I T I T T T T T T T I T T I T E T I T T T T T T I P T T I T I T T T T
e T A
Mainchain [T T T T T[T T I T I I I LI T I I T LT L L L TR L LT L L L T LT T L L L L L L T LI T L L L L T L T L L LT I I L LT LI L LT LT T I LTI
Overall \HHH‘HHHHH‘HHHHH‘HHHHH‘HHHHH‘HHHHH‘HHHHHH\H‘HHHHH‘HHHHH‘\HHHH

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

pdb1kf6 06.ps



PROCHECK

R d t Page 20
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
]
% 80 -
g 60
8 401
< 201
&)
214 220 225 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60
Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 327
£ 24
8 161
P 8-
£ L i e Wl 0000 e o enemell e e B el e o o o
O 204 220 225 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60
Residue number
2 c. C-aphachirality: abs. deviation of zetatorsion
o)
% 16
o 12
g 8
A
N
214 220 225 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
UG ONANA— 0 NV ANVNZ NN NN /N
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAAFAAAAARRABAAABAAAAAAAAAAA AAAANT
CPKHVDPAAA | QQGKVESSKDFL IATLKPR TTKRkPYVRWTSTWKL I‘DFYRF\‘(MLRE(‘BTAVPA‘VWFSI‘ ELI FéL FALI‘(NGPEAWAGF\‘/
f. Max. deviation (see listing) :
8
L Loatain Cirorrrar o o iinn oo LrdL
g. G-factors
Phi-psi . EITTH [T 1] [T T [N T
Chil-chi2
g i :
Dihedrals ~ CTTTTTITTITITTTTTTTTITTTITIIITT] T T T T T A T T T T T T T T T T T T R T T T T T T T T T T TTT]
MC e HHHHH A RN RNRNANNENENENRNNNNNENENANRNNSNEANNRNEERSNENNSRERRERE
Mainchain  CTTTT T T ITTTTTI T ITTTTT1] o] T T T T T T T T T T T T T T T T T T T T T T T T I T TTT
Overall [T T T I T IT T T T T TT ] EEEESENEESSEEESEEEEEEENEEENEEEEEEEEEEEESEEEE NN NN N
214 220 225 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60

pdb1kf6 06.ps




PROCHECK

Resid t -

100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80
£ 60
g w0
< 20
&

61 70 75 8 85 90 95 100 105 110 115 120 125 130 5 10 15

Residue number
5 a0 b. Absolute deviation from mean of omegatorsion
E
£ 241
8 161
® 81
S
O 61 70 75 8 8 90 95 100 105 110 115 120 125 130 5 10 15
Residue number
2 c. C-aphachirality: abs. deviation of zetatorsion

&
© 16_
§ 12
6 8-
N

61 70 75 80 8 90 95 100 105 110 115 120 125 130 5 10 15

Residue number

Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility
A= ANNANAANAAAN =L =L = NN =

Key:- <™ Helix

P——ARMN

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

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAAAAAAAAAAAAAAAAAAAAAAANAAAAAAABIIABIANAABIIAAT ABIAAAAAAAAAAAAAAAAAAAATIA /V\I_HT/\I_W\/\/\/\/\A

DFLQNPVIVI INLITLAAALLHTKTWFELAPKAANI | VKDEKMGPEP | | KSLWAVTVVAT IV I LFVALYW

f. Max. deviation (see listing)

+ + + o+ 44 * * o4 * 44 * o4
* %k * % * kA k xk Ak Kk Kk kA kkk K KA KKKAKKK KK

g. G-factors

Dihedrals ~ [TTTTTTT
MC bonds [T

[T T T T T T T I T LTI
T T T TP T 70T
MC angles T T I T P T T T
[T I T T
[T T I ITTITTTT

|
|
] ] I ]
| HHHHH
Mainchain [T T[] I [ [ [
] ] ] [T
95 100 105 110 115 1

Overall [ITTTTTT

I [
I N
\ [l
I [
I I
61 70 75

T T T
MINPNPKRSDEPVFWGL FGA

***********

eaiah e

EEES NN NN
5 10 15

pdb1kf6 06.ps
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Residue properties
pdblkf6

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115
Residue number

” b. Absolute deviation from mean of omegatorsion

32
24
16

8_

Omega abs. mean dev.

20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
(0]

20 25 30 35 40 45 50 55 60 65 70 75 8 85 90 95 100 105 110 115

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

d. Secondary structure & estimated accessibility

NN == R N ANA AN A A VAN NANANNANAN =
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

 AAAABAAAAAAAAA BAAANL BAA AABANAAAAAAAAARAA AA ‘ : AAAAAAAAAAARIAAIAA ‘ ‘ ‘ AAN
GGWVSA | |APVMILLVGI LLPLGLFPGDAL SYERVLAFAQSFIGRVFLFLMIVLPLWCGLHRMHHAMHDLK | HV PAGKW FYGLAAILTVVTL IGVVTI

f. Max. deviation (see listing)

g. G-factors
Ave

Crlii--%h|2 n man n u,
cha 8hia .:H
mega [
Dihedrals [ TTT T T T [T TTT IO T LTI [T T T T T T T T LITTIT T LT LTI LTI T I LT LI LTI T T T TECW [
MSS  CFEFEEREEF PR EEEE L
Mainchain  [(TTTTTTIT T ITTIT T T LTI LTI T T T LTI T T T LT LTI I T T T T T ITTTTTITITTCm OJ
Overall L L T T T T T L L L T T L T I L T L LI T T LT Tl O

20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115

pdb1kf6 06.ps




PROCHECK
Page 1

Main-chain bond lengths
pdblkf6

C-N C- Cc-O0
(except Pro) (Pro)
18 ] <1
o) oy oy
& & &
> >3 >
g 8 8
LL LL L
120 124 128 1.32 136 140 192 196 150 134 138 142 111 115 119 123 127 131
CA-C CA-C CA-CB
(except Gly) (Gly) (Alg)
« : : =t : ‘
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Black bars> 2.0 st. devs. from mean. q or ) signifiesdata 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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Main-chain bond angles
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Black bars> 2.0 st. devs. from mean.
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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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Main-chain bond angles
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Black bars> 2.0 st. devs. from mean. q or ) signifiesdata 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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RM S distances from planarity
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Histograms showing RM S distances of planar atoms from best-fit plane.
Black barsindicate large deviations from planarity: RMSdist > 0.03 for rings, and > 0.02 otherwise.

b signifies data points off the graph in the direction shown.
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Main-chain bond Iengths
C 1329 N CA 1521 CB CA 1530 CB CA 1521 CB CA 1521 CB CA 1540 CB
AVa 46-A Ala 47 A Ala 56 A His 88 A Ala185 A Ala195 A Val 350
C 1231 O C 1231 O CA 1540 CB C 1231 O C 1329 N CA 1521 CB
1.292 1.178 1.490 1.132 1.262 1.453
A Tyr 356 A Leu 385 A lle 506 A Pro 575 A Pro575- A Ala576 A Ala576
CA 1521 CB CA 1540 CB C 1329 N CA 1530 CB CA 1521 CB C 1231 O
v e o =T e T
BAla 1 BVva 10 B Ser 64-B Cys 65 B Pro 136 B Ala222 B Lys 241
C 1341 N CA 1525 C CA 1530 CB C 1231 O CA 1530 CB C 1341 N
1.284 1.466 1.616 1.088 1.433 1.406
B Lys241 - B Pro 242 B Pro 242 B Pro 242 CAsn 65 CAsn 65 CAsn 65- CPro 66
CA 1525 C C 1231 O C 1329 N C 1231 O CA 1516 C CA 1530 CB
1.579 1.149 1.273 1.153 1.433 1.443
C Pro 66 CLys 99 CLys 99- C Asp 100 CGly 104 CGly 104 CTrp 130
CA 1530 CB C 1231 O CA 1530 CB CA 1525 C CA 1540 CB N 1458 CA
1.604 1.141 1.594 1.410 1.643 1.391
DAsn 2 DPro 3 DAsn 4 D Thr 117 Dlle118 Dlle118
C 1231 O C 1231 O C 1231 O C 1329 N CA 1521 CB CA 1530 CB
1.309 1.316 1.145 1.278 1.611 1.586
M Thr 357 M Gly 359 M Pro 575 M Pro 575 - M Ala576 M Ala576 N Cys 148
CA 1530 CB C 1231 O C 1341 N CA 1525 C CA 1530 CB C 1231 O
1.618 1.143 1.285 1.430 1.609 1.124
N Cys 151 N Lys 241 N Lys 241 - N Pro 242 N Pro 242 N Pro 242 O Asn 65
C 1231 O C 1231 O CA 1516 C CA 1530 CB C 1231 O CA 1525 C
.149 1.127 436 1.671 144 .396
OLys 99 O Gly 104 O Gly 104 O Trp 130 PPro 3 P Thr 117
CA 1540 CB N 1458 CA
1.689 .386
Plle118 Plle118

Bonds differing by > 0.05A from small-molecule values. VValues shown: "ideal", difference, actual
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Main-chain bond angles
1112 111.2 1217 cp CB 1101 112 1105
AGIu276 AVaI 312  BSe 64- BCys 65 BCys 65 Bq/s 65 BCys 65
Bond angles differing by > 10.0 degrees from small-molec values. Values shown: "idea", actual, diff.
Planar groups
c8 = cB cB cB =
0.038 0.037 0.051 0.032 0.033 0.031
ATrp 75 A Phe 140 A Tyr 260 B Tyr 142 B Tyr 155 B Phe 167
ce CB e CB CB
0.034 0.030 0.031 0.030 0.033
M Phe 294 M Tyr 565 N Phe 80 N Tyr 84 OTyr 25

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