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Residues in most favoured regions [A,B,L]

Residues in additional allowed regions [a,b,l,p]
Residues in generously allowed regions [~a,~b,~l,~p]
Residues in disallowed regions

Number of non-glycine and non-proline residues
Number of end-residues (excl. Gly and Pro)

Number of glycine residues (shown as triangles)
Number of proline residues

Total number of residues

90
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10

4
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16
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106

2138

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
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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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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

lkty

Oa. Ramachandran plot quality assessment
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Plot statistics
Comparison values No. of
No.of Parameter Typical Band  band widths
Stereochemical parameter data pts value value  width  from mean
a. %-tage residues in A, B, L 1828 84.5 50.6 10.0 34 BETTER
b. Omega angle st dev 2126 1.6 6.0 3.0 -1.5 BETTER
c. Bad contacts / 100 residues 44 2.1 35.5 10.0 -33 BETTER
d. Zeta angle st dev 1950 1.3 3.1 1.6 -1.1  BETTER
e. H-bond energy st dev 1412 0.8 1.2 0.2 -1.9  BETTER
f. Overall G-factor 2138 0.2 -1.0 0.3 4.0 BETTER
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Side-chain parameters
lkty
50 a. Chi-1 gauche minus 50 b. Chi-1 trans
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c. Chi-1 gauche plus
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d. Chi-1 pooled standard deviation
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. Standard deviation of Chi-2 trans angle
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lkty

10 15 20 25 30 35 40
Resolution (Angstroms)

Plot statistics

Comparison values No. of
No.of Parameter Typical Band  band widths

Stereochemical parameter data pts value value  width  from mean

a. Chi-1 gauche minus st dev 221 13.3 32.7 6.5 -3.0 BETTER
b. Chi-1 trans st dev 561 13.9 30.8 53 -3.2  BETTER
c. Chi-1 gauche plus st dev 858 13.4 29.6 4.9 -3.3 BETTER
d. Chi-1 pooled st dev 1640 13.6 30.4 4.8 -3.5 BETTER
e. Chi-2 trans st dev 508 15.6 29.0 5.0 -277  BETTER
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Residue properties
Ikty

a. Absolute deviation from mean Chi-1 value (excl. Pro)
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c. C-alpha chirality: abs. deviation of zeta torsion
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Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

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

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

MQTFQADLAIVGAGGAGLRAATAAAQANPNAKIALISKVYPMRSHTVAAEGGSAAVAQDHDS FEYHFHDTVAGGDWLCEQDVVDY FVHHCP TEMTQLELW

f. Max. deviation (see listing)

+
* * + o+ F + T + + + + :** *+>:‘++1—+
*®k ‘F__*‘Q‘»*‘F*** ______ ook sk ok 3k B _*_*»__*__*___*___*__*_***_***_*****_**_**__*»*******_*_**_
g. G-factors

ChiPehio H‘*J u .H . ﬁ:- HZ:

Chil onl;

Chi3 & chi4 [ [T [T [

Omega [1 [T [T [

Dihedrals [T T T T T T T T T T T T T T I T TT TE IT T T T  TT TT T TE E I E TT T TT TT TT TEE  I TTTTITTTTTTTTTT

MC bonds

NEeuts - EEPEEFEPEEFEFEEFEE PR EEF PR PR R

Mainchain [T T T T T T T I T T I T T T T T T T T T T T T T T T T T T I T T I T T T

Overall T T T T T T T T T T T T T T T T T T T T T T T T I T T T T T T T IT T I T IT T I T T I T ITITTITITTT]
0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95

1kfy_06.ps




PROCHECK
Page 2

Residue properties
Ikty

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

Chi-1 abs. mean dev.
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Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
(@)
1

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

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

Zeta abs. mean dev.

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 R RAAY L ) — — e ——

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

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

GCPWSRRPDGSVNVRRFGGMK I ERTWFAADKTGFHMLHTLFQTSLQFPQIQRFDEHFVLDILVDDGHVRGLVAMNMMEGTLVQIRANAVVMATGGAGRVY

f. Max. deviation (see listing)

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

—_
o
S

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 omega torsion

Omega abs. mean dev.

N A~ N

Zeta abs. mean dev.

Phi-psi
Chil-chi2
Chil onl;

Chi3 & chi4

Omega
Dihedrals

MC bonds
MC angles

Mainchain

Overall

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

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

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

W\ m N NN\

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

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

: —AA AAAAR AAAARAAAAAAARL AATEA A AAAIAA ABAAAANL A AAAANL : : ‘ ‘
RYNTNGG I VTGDGMGMAL SHGVPLRDMEFVQYHPTGLPGSG I LMTEGCRGEGG I LVNKNGYRYLQDYGMGPETPLGEPKNKYMELGPRDKVSQAFWHEWR

f. Max. deviation (see listing)

200 205 21

¢ = cis-peptide
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Residue properties
Ikty

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

—_
o
S

80 1
60
40
20 A

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 omega torsion

15
12

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-alpha chirality: abs. deviation of zeta torsion

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

R A MV m— s\

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

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
AAAAAAAAIA AABARAAAAAARAARAAA  AARAAABIAAA AANEA ABAA BAAAAAA

KGNT I STPRGDVVYLDLRHLGEKKLHERLPF I CELAKAYVGVDPVKEP I PVRPTAHYTMGG I ETDQNCETR I KGLFAVGECS SVGLHGANRLGSNS LAEL

f. Max. deviation (see 1i§ting)
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o * 3k T T S + ok *
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. .

g. G-factors

Phi-psi

Chil-chi2 :::# I H 1| H i H‘J | am H::7 H
Chil only

Chi3 & chi4
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[TTT
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Overall
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Residue properties
Ikty

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

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

15
12

Omega abs. mean dev.

N A~ N

Zeta abs. mean dev.

Residue number

b. Absolute deviation from mean of omega torsion

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

Residue number

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

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

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

Dihedrals

MC bonds
MC angles

Mainchain

Overall

Residue number Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

0 Accessible

|:> Beta strand = Random coil Accessibility shading: MW Buried

Key:- <™ Helix

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

AAAAAAAABIA A BIAAAAAAAAA B AAAAAAAAAAAAAAAAAAAANAATIAATAAATISASIR
7 T 7 T T 7 7 T 7 T T ; T 7 T T 7 T 7 T
VVFGRLAGEQATERAATAGNGNEAA I EAQAAGVEQRLKDLVNQDGGENWAK I RDEMGLAMEEGCG I YRTPELMQKT I DKLAELQERFKRVRITDTS SVFN

f. Max. deviation (see listing)

w % *

+
+ + R e *
kokwckk Rk ok k% U * LUk kEckkkckk k%
. I i . i . I i

g. G-factors
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100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
g
g 60 -
£ 40
<
= 204
2
500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 5 10
Residue number
: b. Absolute deviation from mean of omega torsion
é 15
% 12 4
E 9 -
£ 6
X
=
© 500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 S75 5 10
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
3 o]
£ 07
£ 47
<
g 27
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
SANANANNANN e By
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
AAAAAAR EAAABAAAATIAAAAAAAAAA  ADAAAAAAAAAATATIAR
+DLLY+ I ELGlllGLNV/‘\ECMAlliSAMAF‘lKESRéAHQRLDEGC+ERDD\‘/NFLKI‘—[TLAF}‘(DADG'{"TRLE+SDVK i TTLPI"A AEMKNLKIEVVRY
f. Max. deviation (see listing)
g. G-factors
ChPsiio A o W] |
Chil onl;
Gmega 4
Dihedrals  [TTTTTITITITTTTTITT I T I I I T T T T I T I ] T T
MC angles - EHH A AR A AR EHHHHHHA
Mainchain [T T T T T T T T T T T T IT TTTTTTEIT T T T T T T T T T T T T I T T T
Overall [T L L T T L T L T T LI TR (LI
500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 5 10
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Residue properties
Ikty

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

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.

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

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
(@)
1

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

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

=~ 10
3
- 8
S 6
E
4 4
<
s 2
N
14 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
T AAY R M e i i e N
|
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
NPEVDTAPHSAFYEVPYDATTSLLDALGY IKDNLAPDLSYRWSCRMA ICGSCGMMVNNVPKLACKTFLRDYTDGMKVEALANFP IERDLVVDMTHFIESL
f. Max. deviation (see listing)
14_**_»__*><__»*_*__»(I _____ ****»_t___j(*____# *: sk & kx k¥ :I: I*H' : z*t::**#z#*;t:
g. G-factors
Phipsi, I 5 EEE H 5 B
Chil onl;
Chi3 & chi4 [
Omega [T
Dihedrals LI T T T T I L T T T L L TR R T T T T T T L L L T
MC angies - EHH A A A WA
Mainchain [T T T I T L T L T L T T L LT T LT
Overall [T T I T L L I L T e T T L L O L L T I
14 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110
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Residue properties
Ikty

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

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.

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

b. Absolute deviation from mean of omega torsion

15
12

Omega abs. mean dev.

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

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

Zeta abs. mean dev.

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

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

d. Secondary structure & estimated accessibility

M\ MR NN EEAN A A

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

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

AAAREAAA ‘ AAAAAAAAAAAIAAAA ‘ : A ABAAA AAAAAAAAAAAAARIAAR ‘ ‘ : ‘ :
EATKPY I IGNSRTADQGTNIQTPAQMAKYHQFSGC INCGLCYAACPQFGLNPEF IGPAATTLAHRYNEDSRDHGKKERMAQLNSQNGVWSCTFVGYCSEV

f. Max. deviation (see listing)

* * *
+ + + * ++ *x * + + * * + g kg + % *
* % seowokokok kol kokok skorok kR kR kokok ok skokokokokok | kokok ok okl ok ko wok

. i i . . i . . i . i .

Phi-psi
Chil-chi2 HEH H
Chil onl; |

[

[

[

[

[

[

Chi3 & chi4
Omega

Dihedrals

MC bonds
MC angles
Mainchain

Overall

1kfy_06.ps




PROCHECK

R . d . Page 9
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
]
T 80
<
£ 60
£ 40
<
- 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 omega torsion
é 15
% 12 4
E 9 -
g 601
D 3
=
© 214 220 225 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
= 8
“E’ 6
3 4
<
s 2
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
eV AN— ¢ N NN A NN VAV
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
AAAFEAAAAAAABAAABIAAAAAAAAAAA AAAAAR
CPKHVDPAAATQQGKVESSKDFLIATLKPR TTKRkPYVRl"MTSTV‘VWKKL]"FYRF‘YMLREC‘%TAVP/‘%VWFS i ELI F(‘?LFALI‘(NGPE/‘\WAGF\‘/
f. Max. deviation (see listing) :
« % 7
g. G-factors
Phi-psi 5 Ll (T HENEN |
Chil only hL H H
Chi3 & chi4 I [ [
Omega [T [ [
Dihedrals  ETTTTTTTTTTTTITTTITTTIITITTTITI] [EEEENEEEEEN NN NN
MC angles - EHHHHHH A A A A A A A A
Mainchain [T TTTTTTTITTTTTTTTIITTITITTTTIT] [EEEEEEEEEEEEE RN NN
Overall [T I I T T T T I TIITIT] O A T T I T T T
214 220 225 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60

1kfy_06.ps




PROCHECK

—_
o
S

80

40
20

Chi-1 abs. mean dev.

Omega abs. mean dev.
(@)

Zeta abs. mean dev.

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

Dihedrals

MC bonds
MC angles

Mainchain

Overall

. d . Page 10
a. Absolute deviation from mean Chi-1 value (excl. Pro)
61 70 75 80 85 90 95 100 105 110 115 120 125 130 5 10 15
Residue number
b. Absolute deviation from mean of omega torsion
61 70 75 80 85 90 95 100 105 110 115 120 125 130 5 10 15
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
61 70 75 80 85 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
O INIANANAAA G NN D ———=<\ O\
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
DFLQNPVIVIINLITLAAALLHTKTWFELAPKAANI I VKDEKMGPEP I IKSLWAVTVVATIVILFVALYW MINPNPKRSDEPVFWGLFGA
f. Max. deviation (see listing) .
5
g. G-factors
mEEE : I u u
= - 5 €5 &
(T I ] [T [T
TR T I T T T I T T T T T T T I T T R T T T T T T I O TTTITTITTIT T
RN ENEANNANNANNANNENNEENSNNRSNANS ENESNSNNEANEANSNSNEESESS | Ee
[EEEE NEREEREEEENEEEEREEEENEEEEEEEEEENEREEEE NERERREREENENEREREERNEREEN T T TT]
NENE GNARNNEENAENNANNNAENNENNNENNANNNAENARS HENNRNNNRENARNNNENRRNNREN | EEEEENEEENNE NN
61 70 75 80 85 90 95 100 105 110 115 120 125 130 5 10 15

¢ = cis-peptide

1kfy_06.ps




PROCHECK

Chi-1 abs. mean dev.

Omega abs. mean dev.

Zeta abs. mean dev.

Phi-

Omeg;

Overal

si | N [l
Chil-chi2 m an H H
Chil onl;
Chi3 & chi4
a
Dihedrals
MC bonds
MC angles
Mainchain

Page 11

Residue properties
Ikty

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

—_
o
S

80 1
60
40
20 A

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

b. Absolute deviation from mean of omega torsion

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

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

20 25 30 35 40 45 50 55 60 65 70 75 80 8 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 |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible

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

: ‘ : A HAANN BAA WARAAAAAAAAAAAAA AAAAAANBAAAAAA AAAAAAAAAAARIAAAIA AABIAA ‘ ‘ ‘
GGMWSAT IAPVMILLVGILLPLGLFPGDALSYERVLAFAQSFIGRVFLFLMIVLPLWCGLHRMHHAMHDLK IHVPAGKWVFYGLAATLTVVTLIGVVTI

f. Max. deviation (see listing)

+
+ sk kg o4 * 4 4 kg
**___*****_*____#__*_*_#**___**__*___***#_**#
i . i i i i .

1kfy_06.ps




PROCHECK
Page 12

Residue properties
Ikty

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

—_
o
S

80

40
20

Chi-1 abs. mean dev.

0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
(@)
1

0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Residue number

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

=~ 10
3
= 8
S 6
=
% 4
<
s 2
Q
N
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 |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions a Most favoured & Allowed [l Generous Il Disallowed
MQTFQADLAIVGAGGAGLRAATAAAQANPNAKIALISKVYPMRSHTVAAEGGSAAVAQDHDS FEYHFHDTVAGGDWLCEQDVVDYFVHHCPTEMTQLELW
f. Max. deviation (see listing)
. : + + + + ¢
1«: i * :I ;:*1«:*:: * **:_* : * ® :* I*_I:# ;t I :*:1«*:** i E3 :1«1’2:;1‘ t__#
g. G-factors
Phi-psi _ mC [T ] T T T T T [
i ol R i
Chi3 & chi4 I I I [ [
Omega [1 [1 [1 [1 [T
Dihedrals [T T T T T T T T T T T T T T T R T T T T e T T T T T T T T T T T T T T T
C bonds
NEtents - PFFEFEFEEFEFFEPFEFEF AR R PP
Mainchain 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
Overall [T T T T L T T T T R T T T I T I
0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95

1kfy_06.ps



PROCHECK
Page 13

Residue properties
Ikty

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

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.

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

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
(@)
1

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

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

Zeta abs. mean dev.

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 RE AGAN ) " — e ——

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

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

AA|
GCPWSRRPDGSVNVRRFGGMK I ERTWFAADKTGFHMLHTLFQTSLQFPQIQRFDEHFVLDILVDDGHVRGLVAMNMMEGTLVQIRANAVVMATGGAGRVY

f. Max. deviation (see listing)

+ + + +
ok k% ok k ok ®

g. G-factors

Phi-psi T [
R ottt A
Chil only

Chi3 & chi4
Omega

Dihedrals

AT I TITTT
MCbonds  CTTTTTTTTT T ITTTTTTTITTT]
MCangles  E T P T

T T T TIITITTTTT
[ITTIT I T TITTITTITTT]

Mainchain

Overall

\

I

\

\

T T T T T T T T T T T T T T T T T T ‘

100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 1

1kfy_06.ps




PROCHECK

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

N A~ N

Zeta abs. mean dev.

Phi-psi
Chil-chi2
Chil onl;

Chi3 & chi4

Omega
Dihedrals

MC bonds
MC angles

Mainchain

Overall

—_
o
S

80 1
60
40
20 A

15
12

Page 14

Residue properties
Ikty

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

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 omega torsion

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

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

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

A AN

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

d. Secondary structure & estimated accessibility

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
AA AAAA AAAAAAAIAAAAAA AATEA AAABIAA ABAAAAR I_I/\/\/ﬂ/ﬂ/ﬂ BAAAAAAAAAAAAA

T T T T T T T T T
RYNTNGG I VTGDGMGMALSHGVPLRDMEFVQYHPTGLPGSGI LMTEGCRGEGG I LVNKNGYRYLQDYGMGPETPLGEPKNKYMELGPRDKVSQAFWHEWR

f. Max. deviation (see listing)

+ + kK k * + * ok £ + + o+ * % * + +
* ExS sk ok Kk * * 3k * Hokok kR ok ok * sk ok k| ok kR ko ok xRk ok skokkk kR
I i I i i i

g. G-factors
:# | #:# L,# 5E -Z:il]]

\
I
\
\
: I
200 205 210

¢ = cis-peptide

1kfy_06.ps




PROCHECK

Chi-1 abs. mean dev.

Omega abs. mean dev.

Zeta abs. mean dev.

Phi-psi

Chil-chi2
Chil onl;

Chi3 &
Omega

Dihedrals [T
MCbonds []T]7]
MCangles [ ]
Mainchain [

[ITT

Overall

—_
o
S

Page 15

Residue properties
Ikty

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

80 1
60
40
20 A

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 omega torsion

15
12

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

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

N A~ N

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 Sl NG m— w5\

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

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
ANTNTNNTIEIA AARBAAAAAABAAARAAA  AANABINABIAAA AANEA ABAA BAAAAAA

KGNT I STPRGDVVYLDLRHLGEKKLHERLPF I CELAKAYVGVDPVKEP I PVRPTAHYTMGG I ETDQNCETR I KGLFAVGECS SVGLHGANRLGSNS LAEL

+..‘
* g + kg kQT ]k
sk k| kR kR kokok sk ok kR R R )
. i . .

g. G-factors

:::# II:-I::_# T L#J:I H Rl HJ

chi4

1kfy_06.ps




PROCHECK
Page 16

Residue properties
Ikty

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

—_
o
S

80 1
60
40
20 A

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 omega torsion

15
12

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-alpha chirality: abs. deviation of zeta torsion

N A~ N

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 |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible

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

AAAAAAAABIA A BIAAAAAAAAA B AAAAAAAAAAAAAAAAAAAANAATAATEAARIEABIA
7 T 7 T T 7 7 T 7 T T ; T 7 T T 7 T 7 T
VVFGRLAGEQATERAATAGNGNEAA I EAQAAGVEQRLKDLVNQDGGENWAK I RDEMGLAMEEGCG I YRTPELMQKT I DKLAELQERFKRVRITDTS SVFN

f. Max. deviation (see listing)

*
+ + FF + w ok + + *
Lk E * sk wokoRok ok Rk wokok ok kR ok kR k%
. . i i i . .

Phi-psi 1]

Chil-chi2 n H u H ::# un HE
Chil onl;

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

1kfy_06.ps




PROCHECK

R . d . Page 17
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
g
g 60
£ 40
<
- 20
2
500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 5 10
Residue number
: b. Absolute deviation from mean of omega torsion
é 15
% 12 4
E 9 -
£ 6
X
=
© 500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 5 10
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
= %]
: 61
£ 47
<
g 27
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
VN s g ey
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
ERAABAAAREAAAAAARTEAA AAAAAAAABAARIEIIAA
+DLLY+ I ELGlllGLNV/‘\ECMAlliSAMAF‘lKESR‘GAHQRILDEGC"‘FERDD\‘/NFLKI‘—[TLAF}‘(DADG'{"TRLE&SDVK i TTLPI"A AEMKNLKIEVVRY
f. Max. deviation (see listing)
g. G-factors
Phi-psi | W ] [ A
i ot "
Gmega 4 H H
Dihedrals  [TTTTTITITITTTTTTTT I T T I I I T I T [T T I T T TTIT] I
MC angles - EHHHHH AR AR EHHHHHHA
Mainchain [T T T T T T T I T T T T I T T T T T IT T T T T T T T I T T T T I T T T T
Overall [T LI L L T T L L T T T L IR OO IT T IITT]
500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 5 10

1kfy_06.ps




PROCHECK

Chi-1 abs. mean dev.

Omega abs. mean dev.

Zeta abs. mean dev.

Phi-

Chi3 &
Omega

Dihedrals [T TTTTTITTTTTTTTTTITTITTITTTTTTI
MCbonds  [TTTT T T T T T T T ITTTTTTT
MCangles [T T
[EEEEEEEEEEEEEEEEENE NN E
[NEEEEENEEEENEEEEEENEEN R

Mainchain

Overall

—_
o
S

si
Phipsi . F -:]:H:,] M o
Chil onl;

Page 18

Residue properties
Ikty

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

80 1
60
40
20 A

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

b. Absolute deviation from mean of omega torsion

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

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

N A~ N

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

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

d. Secondary structure & estimated accessibility

S A T i el ettt 1 A

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

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

NPEVDTAPHSAFYEVPYDATTSLLDALGY IKDNLAPDLSYRWSCRMA ICGSCGMMVNNVPKLACKTFLRDYTDGMKVEALANFPIERDLVVDMTHFIESL

f. Max. deviation (see listing)
4

* % % ¥
*
+
+
+

7 + .
R T R IR koomok o kokok ok ok kox koowck | kk
. .

g. G-factors

chi4

1kfy_06.ps




PROCHECK
Page 19

Residue properties
Ikty

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

—_
o
S

80
60
40
20

Chi-1 abs. mean dev.

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

b. Absolute deviation from mean of omega torsion

15
12

Omega abs. mean dev.

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

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

N A~ N

Zeta abs. mean dev.

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

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

d. Secondary structure & estimated accessibility

i AL\ NN SRS A

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

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

ANANNNAR AANAABA AABARAAAAAAAAAA ‘ : A ABAAA AAAAAAAAAAAAATIANEL AAABIAAAAAAAA ABAAAA AA
EATKPY I IGNSRTADQGTNIQTPAQMAKYHQFSGC INCGLCYAACPQFGLNPEF IGPAATTLAHRYNEDSRDHGKKERMAQLNSQNGVWSCTFVGYCSEV

f. Max. deviation (see listing)

4k
4k + + +
ko ok koK ok 0 kok ko ko *
. i

+ +

++ 4+ 4+ ++ * + H* * + +++ +k + +

*k ok ok kk % R 3 ok ok ok dokokokokok ok ok k kok kR kR x
. . i .

g. G-factors
Omega
MC angles

Phi-psi

Chif-chi2 ]:TT l:i[] H>”Jf+ r [T H

Chil onl; B
[

Dihedrals |
[T
[

Mainchain [T
[T
5

Chi3 & chi4
MC bonds

Overall

1kfy_06.ps




PROCHECK

. d . Page 20
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
]
T 80
<
£ 60
£ 401
<
= 20 A
£
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 omega torsion
é 15
% 12 4
E 9 -
g 601
D 3
=
© 214 220 225 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
= 8
QE) 6
3 4
<
s 2
N
214 220 225 230 235 240 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
R UG NANA— 0O VAN AN/ NN/ NN /N
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
AAABAAAAAAAABAAABIAAAAAAAAAAA AAAAAR
éPKHVDl"AAAl(‘)QGKVl‘ES SKDI‘:LIATILKPR TTKRkPYVRl"MTSTV‘VWKKL]"FYRF‘YMLREC‘%TAVP/‘%VWFS i ELI FG‘LFALI‘(NGPE/‘\WAGF\‘/
f. Max. deviation (see listing) :
8
g. G-factors
Phipsi  EETT [T (T
i ud i ceceesecdiadiadths
Chi3 & chi4 [ [ [ [ [l
Omega [T [ [ [ [
Dihedrals ~ CTTTTTTTITTTITITITTITTITITTITTTTE] T T T T T T T T T T T T T I T I T T T I I IT]
MC angles - FHHH A HH A A A A A A
Mainchain [T TTTTTTTIT T T TTTTTIITTITTITTT TS [EEEEEEEEEEEEE RN
Overall [T I TT T I T T I T H O T T T T L L T T
214 220 225 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60

1kfy_06.ps



PROCHECK

R .d . Page 21
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
<
£ 60
£ 40
<
- 20
2
61 70 75 80 85 90 95 100 105 110 115 120 125 130 5 10 15
Residue number
: b. Absolute deviation from mean of omega torsion
é 15
§ 12
=
2
<
<
1
=
© 61 70 75 80 85 90 95 100 105 110 115 120 125 130 5 10 15
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
= %]
: 61
£ 47
<
g 27
N
61 70 75 80 85 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
AN=ANAAAAYANA G 3NN — P ————AVAVA
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
DFLQNPVIVIINLITLAAALLHTKTWFELAPKAANI I VKDEKMGPEP I IKSLWAVTVVATIVILFVALYW MINPNPKRSDEPVFWGLFGA
f. Max. deviation (see listing) .
* 5
g. G-factors
Phipsi - [TT] S T T u
i . . muadaiitnadiad st
Chi3 & chi4 [ [ [ [EEEEN [ [
Omega [ [T [T [EEEEN [T [T
Dihedrals  [TTTER TTTTTTTTTTTTIT I I T T T I I T LTI I I T T TTTTITITT I
MC angles - A IR
Mainchain [T TT T [T T T T T T T T T T T TIT TTTTT TE T T T T T T T T T T T T T T
Overall [T T T T LI L T T I T LI LTI I T LT T EEENENEEREN NN
61 70 75 80 85 90 95 100 105 110 115 120 125 130 5 10 15

1kfy_06.ps




PROCHEC

—_
o
S

80
60
40
20

Chi-1 abs. mean dev.

15
12

Omega abs. mean dev.

Zeta abs. mean dev.

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

Dihedrals

MC bonds
MC angles

Mainchain

Overall

K
Page 22

Residue properties
Ikty

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

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

b. Absolute deviation from mean of omega torsion

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

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

20 25 30 35 40 45 50 55 60 65 70 75 80 8 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 NN e NN ERV/NYINY\ I\ \ VNN ANANAANNN =

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

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

T T T T T T T T T T T T T
GGMWSAT IAPVMILLVGILLPLGLFPGDALSYERVLAFAQSFIGRVFLFLMIVLPLWCGLHRMHHAMHDLK IHVPAGKWVFYGLAAILTVVTLIGVVTI

f. Max. deviation (see listing)

* ok
* 44 ¢ 3k ok

ok sk ok o ok ok R sk ok ok ok ok R
I I I

+
* %4

bt

+ ++ +
* * * %

% %t
% %t

+ + o4
kR R kR wok ko
. .

* *
Lk * w ok k| kR
.

%

g. G-factors

1kfy_06.ps




PROCHECK

Page 1

Main-chain bond lengths

C-O

C-N
(Pro)

Ikty

131 135

1.27

n
2
—
o
-
—
')
_
—

667

Kouanbaig

1.11

667

Kouanbai

1.22 126 130 1.34 1.38 142 1.46

667

Kouanbai

120 1.24 1.28 1.32 136 140 1.44

CA-CB
(Ala)

CA-C
(Gly)

CA-C
(except Gly)

1.52 1.56 1.60 1.64

667

Kouoanbaig

140 144 1.48

1.51 1.55 1.59 1.63

667

Kouanbai]

139 143 147

42

667

Kouanbaig

140 1.44 148 1.52 1.56 1.60 1.64

N-CA
(except Gly,Pro)

CA-CB
(the rest)

CA-CB

(Ile,Thr,Val)

149 153 1.57

141 1.45

1.37

667

Kouanbaig

1.33

1.52 1.56 1.60 1.64

667

Kouanbai

140 144 148

1.61 1.65

1.49 1.53 1.57

1.45

667

Kouanbaig

1.41

N-CA
(Pro)

667

Kouanbai

\I.\
1.34 138 142 146 150 1.54 1.58

141 145 149 153 1.57

667

Kouanbaig

1.33 1.37

4 or ) signifies data points off the graph in the direction shown.

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

(Pro)

CA-C-N

477

Kouanbaig

(Gly)

CA-C-N

Ikty

477

Kouanbai

CA-C-N

(except Gly,Pro)
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1

C-N-CA
(except Gly,Pro)

O-C-N
(Pro)
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T
111

477

Kouoanbaig
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477

Kouanbai]

138
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T
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477
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C-N-CA

(Gly)
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CB-CA-C
(Tle, Thr,Val)

T
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477

Kouanbaig
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137
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127

41

122
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107

135

_ilin.
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477

Kouanbaig

105

CB-CA-C
(Ala)

104 109 114 119 124

99

477

Kouanbaig

94

125

0
0

120

T
115
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100

477

Kouanbai

95

135

a
120

130

125

115

110

477

Kouanbaig

105

4 or ) signifies data points off the graph in the direction shown.

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
(the rest)
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Black bars > 2.0 st. devs. from mean.
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o
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q 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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Histograms showing RMS distances of planar atoms from best-fit plane.
Black bars indicate large deviations from planarity: RMS dist > 0.03 for rings, and > 0.02 otherwise.

p signifies data points off the graph in the direction shown.
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Main-chain bond lengths

CA 1540 CB

I

1.479
A Val 10

CA 1540 CB

[

1.597
A Thr 500

CA 1540 CB

[

1.593
B Thr 174

CA 1540 CB

I

1.462
C Thr 83

CA 1525 C

I

1.358
D Thr 117

CA 1540 CB

[

1.607
M Ile 465

CA 1521 CB

[

1.586
N Ala 1

C 1231 O

|

1.156
O Asn 65

CA 1525 C

I

1.382
P Thr 117

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

Distorted geometry
Ikty
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|
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[
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I
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M Ala 519
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I
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I

1.448
O Gly 104

CA 1540 CB

I

1.643
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I

1.464
Alle 241

CA 1530 CB

I

1.480
B Cys 65

N 1458 CA

[

1.393
C Asn 65

Q
>
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>
o

1.450
C Gly 104

N 1458 CA

I

1.515
M Met 0

CA 1540 CB

I

1.592
M Val 545

CA 1540 CB

I

1.593
N Ile 237

CA 1530 CB

[
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[

1.402
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CA 1540 CB

I
I
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A Thr 353
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I
I
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B Thr 131

CA 1525 C

I
I

1.577
C Val 67

CA 1521 CB

I

1.469
CAlall4

CA 1521 CB

[
I

1.591
M Ala 26

CA 1521 CB

I

1.573
M Ala 557

CA 1525 C

I

1.417
N Pro 242
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CA 1521 CB
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A Ala 458

CA 1521 CB

1.464
B Ala 171
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1.474
CThr 75
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|

1.126
DPro 3
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M Val 312
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M Ala 576
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[

1.601
O Thr 12
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I

1.574
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Main-chain bond angles
111.2 111.2 111.2 111.2 111.2 111.2
A Arg 106 A Ala 128 A Val 312 A H1s 355 A Phe 547 B Cys 65
110.1 111.2 116.2 1226 111.2 1112
C Asn 65 C Asn 65 C Asn 65 CPro 66 C Asn 65 C Pro 66 D Ile 1 D Asn 4
CB 109.1 C N 111.2 C C 121.7 CA CB 109.1 111.2 111.2
CA CA
D Thr 117 D Thr 117 DThr117 DIle 118 DIlellS MTrp 75 MArg 106
111.2 111.2 111.2 1226 CA CA 116.9 122.6
M Ala 127 M H1s 355 N Cys 65 N Lys 241 N Pro 242 N Pro 242 - N Arg 243 O Asn 65 O Pro 66
111.8 109.1
OPro 66 PThr117
Bond angles differing by > 10.0 degrees from small-molec values. Values shown: "ideal", actual, diff.
Planar groups
CB 4 CB CB . CB
0.047 0.032 0.036 0.032 0.043 0.031
A His 87 A Trp 125 A Phe 146 A His 219 A Tyr 231 A Phe 498
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Planar groups (contd)
cB CB CB CB CB 1)
0.041 0.039 0.053 0.040 0.044 0.034
A Phe 554 B Tyr 53 B Tyr 119 C Tyr 22 C Tyr 25 CTrp 56
B CB CB CB CB "B
0.035 0.064 0.064 0.033 0.031 0.032
C Trp 130 D Phe 44 D Trp 76 M Tyr 260 M Phe 294 M Trp 298
c cB cB B CB cB
0.032 0.034 0.031 0.036 0.034 0.042
M Phe 402 M Tyr 466 N Tyr 13 N Trp 55 N Tyr 84 N Tyr 209
CB CB CB CB CB
0.035 0.064 0.036 0.040 0.032
O Phe 24 O Tyr 129 P Phe 17 P Tyr 51 PTrp 76

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