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Plot statistics

Residues in most favoured regions [A,B,L] 2975 74.6%
Residues in additional allowed regions [a,b,l,p] 925 23.2%
Residuesin generously allowed regions [~a,~b,~l,~p] 80 2.0%
Residues in disallowed regions 8 0.2%
Number of non-glycine and non-proline residues 3988  100.0%
Number of end-residues (excl. Gly and Pro) 438
Number of glycine residues (shown as triangles) 384
Number of proline residues 172
Total number of residues 4592

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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1y B3 lle (272) - Leu (408) ; - Lys (312) _
B
%%'Dﬁm age FEOOEHE o= "
90k 904 H u . 90 .Em . "
aamz.l' }ms B o 315
' |
g 0 0 0 [..
=
E 251
90+ -90- -0 M
mim 93.mi33 niamﬁ&
-180 -90 0 %0 180 -180 -90 0 90 180 -180 -90 0 90 180
Phi Phi Phi
Met (172) Phe (200)
180T = 180 o 180
0l B3 s
m O 0
90 ] 90 % 90
. L (2
E 0 = 0 %‘5 04
b e
-90 -904 -90 1
]
-180 -90 0 %0 180 -15. -90 0 90 180 -180 -90 0 90 180
Phi Phi Phi
- Ser (200) - @%240) - Trp (80)
E o 4 50 gDm;. 0 o I
m ﬁﬁj B m B1Z5 =
0 == L 01 mm -w B210 1 m .D [~
. = ]
& 0 Dﬂ] 01 m I'B 0 1 %D
| 1
% u
-90- [ ] -90 [ | -90 1
n g | | | | | |
-180 -90 0 ) 180 -180 %) 0 90 180 -180 % 0 %0 180
Phi Phi Phi

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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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
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OOa Ramachandran plot quality assessment
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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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f. Overall G-factor

Resolution (Angstroms)
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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 3988 74.6 64.1 10.0 1.0 BETTER
b. Omegaangle st dev 4560 12 6.0 3.0 -16 BETTER
c. Bad contacts/ 100 residues 175 38 223 10.0 -1.8 BETTER
d. Zetaangle st dev 4168 0.9 31 16 -1.4 BETTER
e. H-bond energy st dev 2763 0.8 1.1 0.2 -1.3 BETTER
f. Overall G-factor 4592 0.1 -0.8 0.3 3.0 BETTER
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Side-chain parameters
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50 a. Chi-1 gauche minus b. Chi-1 trans
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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 588 16.8 28.2 6.5 -1.8 BETTER
b. Chi-1 trans st dev 1284 17.3 27.1 53 -1.9 BETTER
¢. Chi-1 gauche plus st dev 1768 17.3 25.8 4.9 -1.7 BETTER
d. Chi-1 pooled st dev 3640 17.4 26.6 4.8 -1.9 BETTER
e. Chi-2 trans st dev 1244 17.3 26.3 5.0 -1.8 BETTER
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Resid tl .
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
]
% 80
£ 60
g w0
< 20
o
5 10 15 20 25 30 35 40 45 50 60 70 75 8 8 90 95
Residue number
- b. Absolute deviation from mean of omegatorsion
g
5 4
£ 3
g 2
o 1
£
© 5 10 15 20 25 30 35 40 45 50 60 70 75 80 8 90 95
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
]
% 4
e 3
g 2
LR
S
5 10 15 20 25 30 35 40 45 50 60 70 75 8 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
Y Y. B L Ve
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
MKVQYCDSLV | GGGLAGLRAAVATQQKGL ST IVLSL | PVKRSHSAAAQGGMQA  SLGNSKMS DGDNEDLHFMDTVKGSDWGCDQKVARMFVNTAPKA
f. Max. deviation (see listing)
g. G-factors
Phi F1 B T [ T H
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Dihedrals  [(TT T T T T T IIT TIIT T T T T T T T TP T T IT  I TIIPT T T T Iy I OO T T T T T T I 111
MCope FHHHHHHHHHHHA S BHHE R
Mainchain [T T T T I T T T T T T II TTTTTPIT IO TTTTT P ITI O T ITTy O I ) T T T T T T
overdll [T T T T LT T T I T LT L T LI T (T O T L T LT T LT T LT
5 10 15 20 25 30 35 40 45 50 60 70 75 80 8 90 95
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Residue properties
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a. Absolute deviation from mean Chi-1 value (excl. Pro)

80
60
40
20

Chi-1 abs. mean dev.

97 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195

Residue number
b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
P N w s~ O

97 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
R N W B~ O

97 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195

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

A T Ol I A ANAYA o S

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

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

A
| RELAAWGV PWTR I HKGDRMA | I NAQKTT | TEEDFRHGL | HSRDFGGTKKWRTCY TADATGHTML FAVANECLKLGVSI QDRKEA I AL | HQDGKCYGAVV

f. Max. deviation (see listing)

* *
L A * + * x * *
KRk KKk KKK KKk Kk Kk K * * * * *

*+
*
*4

g. G-factors
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Residue properties
pdble/p

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

% 100
% 80
£ 60
g w0
< 20
o
197 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295
Residue number
. b. Absolute deviation from mean of omegatorsion
g 4
E 3
g 2
o 1
S
o

197 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

197 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295

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

d. Secondary structure & estimated accessibility

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

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

IIIAIIIIA
RDLVTGDI| IAYVAKGTL | ATGGYGRI YKNTTNAVVCEGTGTAIALETGI AQLGNMEAVQFHPTPLFPSGI LLTEGCRGDGG | LRDVDGHRFMPDY EPEKK

f. Max. deviation (see listing)

. 66,
o e Bt R e ae S PV PO T STt o 10 LR A PRI L s
g. G-factors
Phi-psi . e W 1T | RN g EEEN | T
e e i T
8m3&0|4 \H [ T I
mega [ [T [T [1
Dihedrals [T [T T T LI LTI T T T LT T T LT T T LT LT T T T T P T T LT LT P T T T T T T T T T T e e T[]
MChbonds [T T T T T T T T T P P P P P T T T T T P P P P P T T T T T P P T T
MCangles [T T e T P T e T T T T T e T T T T I
Mainchain [T T T[T T TP T T C L  T L L T T T T T LT LT T LT T T T T LT T T T T T T LT T T T
Overall \J\\ \\\\M\\\\M\\\\\\\\\\\\ \\\\\\\M\\\\\\\\\\\\\\\ \\\\\\\\\\\\\\\J\\ﬂ\\\\\ M\\\\M\\\\M\\\\\J\\\\J\\\\J
197 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295
C = cis-peptide
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Residue properties
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a. Absolute deviation from mean Chi-1 value (excl. Pro)

% 100
% 80
£ 60
g w0
< 20
o
297 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395
Residue number
. b. Absolute deviation from mean of omegatorsion
g 4
E 3
g 2
o 1
S
o

297 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

297 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395

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

d. Secondary structure & estimated accessibility

ERAAY it A E e ——————

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

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

A
ELASRDVVSRRMI EH | RKGKGVQSPYGQHLWLDI S| LGRKH I ETNLRDVQE | CEY FAG| DPAEKWAPVL PMQHY SMGG | RTDYRGEAKLKGL FSAGEAAC

f. Max. deviation (seelisting) .
* 55

i el L nh e rar roninmn rLonnrr Lot

g. G-factors
Phi-psi . ] Pﬁ l11 N BN B IHFH [ ] [T ,ﬂF T T
. i i
Dihedrals [T T T TT T LT T T T T T T T T T T T T T T T T T T LT T T I P T T T T T T T T LTI I T T I T
el SeEEa AR A RS AAAAAE L SERRRASAAARA ACERRGAAAAAA SRR ARARA e
Mainchain [T T T T T T LTI T T T P PP TP T  T L T P TTT  TT T P P TPPTT  T T P T P T P LPT P TT TTT P L P LTTTT T TTITTTT]
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 T I T T I T T T I T TTT T I T TTIT I ITITTITITITTIT]

207 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395
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a. Absolute deviation from mean Chi-1 value (excl. Pro)

80
60
40 -
20

Chi-1 abs. mean dev.

397 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495

Residue number
b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

397 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
R N W B~ O

397 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495

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

d. Secondary structure & estimated accessibility

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

—————/\I\N\N\IN\\
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

ABAR ABAA — AARAAAAA ABRL AAAAAAAABIAAARIAAAAAAAAAAA BAAAAAAAAAAAAAANTIAR AAFEAREAAAAA
T T T T T T T T T T T T T T T T T T T T
WDMHGFNRLGGNSV SEAVVAGM I VGEY FAEHCANTQVDLETKTLEKFVKGQEAYMKSLVESKGTEDV FK | KNRMKDVMDDNVG | FRDGPHL EKAVKEL EE

f. Max. deviation (seelisting)
54 +

* +
*rp4p o * QQ 4 KFgp KX +4+ * +* + + ++ *y o * 4 +x % it +4F 4+ 4 +16**++*+ *
Kk kK K Rk Kk Kk KkKk kkkkk kk KKKk Kk KAKKKKK K Kk Kkk K KAk KkKKFAKRKAKK * Kk KAKRAK KA KK KK
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Residue properties
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a. Absolute deviation from mean Chi-1 value (excl. Pro)

& 100
%80
£ 60
g w0
< 20
o
497 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 580 585 590 595
Residue number
- b. Absolute deviation from mean of omegatorsion
g
g 4
€ 3
g 2
o 1
£
O 497 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 580 585 590 595
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
o
5 5]
£ 37
g 2
L
S
497 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 580 585 590 595
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
ABAAA
LYKKSKNVGI KNKRLHANPEL EEAYRVPMMLKVALCVAKGALDRTESRGAHNREDY PKRDD | NWLNRTLASWPNPEQTL PTLEYEALDVNEME | APGYRG
f. Max. deviation (see listing)
g. G-factors
Phi-psi . NN [ e T ] T
A el Euiedes
Chi3 & chi4 [N [ [
Omega [T [T [
Dihedrals [T T T T T T I T T T T LI T T T T LT T T T T T T T T T T T T T TP I T T LT T T T T I I T
MCbonds T T T T T 1
MCangles [T e P A P
Mainchain (T T T IT T T T TTTT T T T T T LT T T TP T TP PP T T TP T T T I T ITTTITTT
L0 17 o T R R W N W W N N N R RN RN A
497 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 580 585 590 595
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Residue properties
pdble/p
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
= 80+
§ 60
8 401
< 20
© 597 605 610 615 620 625 630 635 640 645 650 655 5 10 15 20 25 30
Residue number
. b. Absolute deviation from mean of omegatorsion
c 4
£ 2
o 1
S
o

597 605 610 615 620 625 630 635 640 645 650 655
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

5 10 15 20 25 30

Zeta abs. mean dev.
N

597 605 610 615 620 625 630 635 640 645 650 655 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

e VAN AN 5 IR

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

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

YGAKGNY | ENPL SVKRQEE | DK | QSEL EAAGKDRHA | QEALMPY EL PAKYKARNERL GD MGRMLT | RVFKYDPQSAV SKPHFQEYK | EEA
f. Max. deviation (see listing)
P

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

Chi3 & chi4
Omega
Dihedrals [

[TTTTIT T
MC bonds [T T T T T T T T TT]
MCangles [T ]
[T IITITIT
[TTTTITITTITITTIITITIT

Mainchain  []

Overall I
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Residue properties
pdble/p

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

& 100
% 80 -
g 60
8 401
< 20
o
32 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130
Residue number

5 s b. Absolute deviation from mean of omegatorsion
©

4
g 2
o 1
£
O 32 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130

Residue number

. c. C-aphachirality: abs. deviation of zetatorsion
g,
E 3
g 2
N

32 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130

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

d. Secondary structure & estimated accessibility

AT R i e ot e A

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

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

AAAA
PSMT I FIVLNMIRETYDPDLNFDFVCRAGI CGSCGMM I NGRPSLACRTLTKDFEDGV | TLLPLPAFKL | KDL SVDTGNWFNGMSQRVESWIHAQKEHD | S

f. Max. deviation (see listing)

L s, L
I ST e e s S TR R S S S SN S S S P SN S IP S (29 LS SN SEPIE S S
g. G-factors
Phi ] ,,-1 | HEN T[] Tl T ﬁ:T
gEi%éﬂLzM 777#ﬁ ] :H: ﬂ [ ] [ 11 [
Oom [T [ [ [ [ [T [
Dihz?als [T T T T T T T T I T T T T T T T I T T T I T T I I T I T T T T T T T T T I T T T T T T
MCbonds [T 1T T T T T T T T T T T T T T T T T T T T
MCangles [T e e T T e
Mainchain [T T T T T[T T I T I I I LTI T T LT L L L T L L L L L L L L T L T L L LT L L L T L T L L L L T L T L L LT I L L LT LT T LT LTI LTI
Overall [T RIS T T T T T TR LTI T LR LTI TR LT T TIL BT T T I
32 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130
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=
o
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Residue properties
pdble/p

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

80
60
40 -
20

Chi-1 abs. mean dev.

132 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230

Residue number
b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
P N w s~ O

132 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

132 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230

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

d. Secondary structure & estimated accessibility

PR TN AN A N AN

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

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

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

[y
Wo A o
N
54 O O
[
~o
ol
RN i o
o - HEE H
o
[RP i R
o HEHEH
o1
APy i o

+ +
+* 4 * ok 4Rk kK +4++ H+H+ R4+ 4
* % % Xk KKKk Kk Kk KKK KKK KKK K *

pdble7p 06.ps




PROCHECK

Resid ti -
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o)
% 80
£ 60
g w0
< 20
o
232 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Residue number
- b. Absolute deviation from mean of omegatorsion
g
g 4
£ 3
£ 2
o 1
£
© 22 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
o]
% 4
2 3
g 2
R
S
232 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
B - aa—an VOV VIS
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
RRKMV SVN MTNESI LESY SGVTPERKK SRMPAKLDWMQSATGLFLGLFMI GHMFFV ST | LLGDNVMLW TKKFQLDF I FEGGKP | VV SFL
f. Max. deviation (seelisting) .
4 6 *
SR carnentr o e A iy ek s B e r
g. G-factors
Phi-psi [ H»er]
ik i H pin e
Dihedrals  [TTTTT11] T T T T T T T T T T T T T T T T T T T T T T T
MCage HHHHHHH e A A A A A A A A A A A A A A
Mainchain  [TTTTTT1] 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 I
Overdl  [ITIITIT] OO T T L L T LR L LI LI T LT TR LI I T TIT]
232 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80

pdble7p 06.ps
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Page 11

Residue properties
pdble/p

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

Chi-1 abs. mean dev.

83

80
60
40 -
20

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.

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.
R N W B~ O

83

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

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

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

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

AAFVFAVF I AHAFLAMRKFPINYRQYLTFKTHKDLMRHGDTTLWWI QAMTGFAMFFLGSVHLY IMMTQPQT | GPVSSSFRMV SEWMWPLYLVLLFAVELH

f. Max. deviation (see listing)

*

+
* %
L

3

pdble7p 06.ps




PROCHECK

Resid t -
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
g 80 -
g 60
8 401
< 20
5 - nl.L
183 190 195 200 205 210 215 220 225 230 235 240 245 250 5 10
Residue number
. b. Absolute deviation from mean of omegatorsion
©
4 -
8 21
® 11
S
O 183 100 195 200 205 210 215 220 225 230 235 240 245 250 5 10

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

4 -
3
1_
||
5 10

183 190 195 200 205 210 215 220 225 230 235 240 245 250

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

Zeta abs. mean dev.
N

d. Secondary structure & estimated accessibility

(NANL NN ANNANNANNZE i o] o —m —

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

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

GSVGLYRLAVKWGNFDGETPDKTRANLKKLKTLMSAFL I VLGLLTFGAYVKKGLEQTDPNIDYKYFDYKR T H MKVQYCDSLV | GGG

f. Max. deviation (see listing)

g. G-factors
Phi rl [T l?ﬁ r:l
%Ei%gimczM H [ 1] [ HJ .H \\7 @@ fﬁ [
Omega [ [T [ [ [T [ [ [T
Dihedrals [T T I T T T T T Tl T T T T LT T T T T I I T T T T T T T T T T e O O T T T T
MC e HHHHHHHHHH A A A A A B § HHHHHH
LRz T3 = o T T T 1 T T R B R T
Overall [T T T T I T A T T T T T T T T T T T IT T TTTTITITITTTTTITITITITTI ] O O CTTTITTTTITTT

183 190 195 200 205 210 215 220 225 230 235 240 245 250 5 10

pdble7p 06.ps
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Page 13

Residue properties
pdble/p

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

& 100
%80
£ 60
g w0
< 20
o
15 20 25 30 35 40 45 50 60 70 75 80 8 90 95 100 105 110
Residue number
- b. Absolute deviation from mean of omegatorsion
g
g 4
€ 3
g 2
o 1
£
© 15 20 25 30 35 40 45 50 60 70 75 80 8 90 95 100 105 110
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
o
% 4
e 3
g 2
R
S
15 20 25 30 35 40 45 50 60 70 75 8 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
LAGLRAAVATQQKGL ST IVLSL | PVKRSHSAAAQGGMQA  SLGNSKMS DGDNEDLHFMDTVKGSDWGCDQKVARMFVNTAPKA | RELAAWGYPWTRI
f. Max. deviation (see listing)
g. G-factors
i-psi B T [ T H -1
%Ei%émczMH [T H ﬂH:HHH H [T
Omega [ [T [T [T [ [T
Dihedrals  [TTT T T T T T I T T IO IO T LTI T T I OO T T T T T T T T T T T T T I
MChbonds (T T T T T T T T T T T T
MCangles [T T T T e e e e e e e T T T
Mainchain [T T T T T T T I T) OO OO TP T T T T
overdll [T I I T I T T LI T O O T T T T LI T I T LI T
15 20 25 30 35 40 45 50 60 70 75 8 8 90 95 100 105 110

pdble7p 06.ps
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Page 14

Residue properties
pdble/p

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

& 100
gso—
g 60
8 401
< 201
o
111 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210
Residue number
- b. Absolute deviation from mean of omegatorsion
g
5 4
€ 3
g 2
o 1
£
© 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
o
% 4
e 3
)
LR
S
111 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed
A
HKGDRMA | INAQKTT | TEEDFRHGL | HSRDFGGTKKWRTCY TADATGHTML FAVANECLKLGV S| QDRKEA I AL | HQDGKCYGAVVRDLVTGD | | AYVAK
f. Max. deviation (see listing)
g. G-factors
Phi-psi . [ [T [T [ T T [T [ERE]
Gl R LK TP .
Chi3 & chi4 [T [ [ [ T [
Omega [T [ [T [T [T [T
Dihedrals  [(TT T T T T TI I T T LT T T T T T T T R T T T T T T T T T T TP T T TP T T TP T I T T
MCbonds T T T T T T T T 1
MCangles [T T e e e P e P T P
Mainchain (T T T T I I T T T T T T T T O T T LT T T T T T TP T T TP T TP T T T T T IT T I T TT
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 T I T T I TTTTITTITITITTTT]
111 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210

pdble7p 06.ps
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Page 15

Residue properties
pdble/p

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

=
o
o

Chi-1 abs. mean dev.

80
60
40 -
20

211 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310

Residue number
b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
P N w s~ O

211 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

211 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310

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

d. Secondary structure & estimated accessibility

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

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

GTLIATGGYGRIYKNTTNAVVCEGTGTAIALETGI AQLGNMEAVQFHPTPLFPSGI LLTEGCRGDGG | LRDVDGHRFMPDY EPEKKELASRDVV SRRMI E

f. Max. deviation (see listing) .
66 *

I PP B .t oLt L prmenpn ara s il

g. G-factors
Phi-psi = T T . EEEN | T ] ]
Sy ua Sad e R
E?HS& chi4 | H [ [ T [ [ [
mega [ [1 [T [ [1 [
Dihedrals [T T T I T I T T I I T I I T T T I I T T T T I I T T T T T I T T T E T I I T T TR 1T
R SiE R SRR R RAAR A RRR AR AR AR Shal RRE”
Mainchain [T T T T T I T T LTI I I I T L LT T L L L T LT L L L L L L T T L L LT L L LT LT I T T I L LT T T L T T LR T T T T LI I]
Overall \J\\\\\\ \M\\\\M\\\\\\\\\\\\\\\‘\\\\\\\\\\\\\\\J\\\\J\\c\M\\\\M\\\\\J\\\\J\\\\J \\\M\\\\M\\\\\J\\\\J\\\\‘

211 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310

C = cis-peptide

pdble7p 06.ps
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Page 16

Residue properties
pdble/p

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

% 100
% 80 -
g 60
8 401
< 20
o
311 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410
Residue number
- b. Absolute deviation from mean of omegatorsion
g
g 4
£ 3
g 2
o 1
£
O 311 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
o)
% 4
e 3
g 2
R
S
311 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410
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 ATIA
H1 RKGKGVQSPYGQHLWLD I SI LGRKH| ETNLRDVQE | CEY FAG | DPAEKWAPVL PMQHY SMGG | RTDY RGEAKLKGL FSAGEAACWDMHGFNRLGGN SV
f. Max. deviation (seelisting) .. .
55 5
i eenent e BDonoBRrror LILINL P LLLNLET P2 1
g. G-factors
Phi I11 HEN BN 5 IHFH (T [T ,ﬂF :I-H]:
ik i mie iy i
Dihedrals [T T T T T T T T TR T T T T T T T T T T T T T T T I T T T T T T O T T T T I T T T T I T T I
ek REE ENSEMERSNSESSNSESEEE-ESESERSNSESSNSNSRZSRSNSESSNSNSRSSNSRNESENERSRSEREREEER  BESEEEEEEEN
Mainchain (T T T T T T T T T T T LT LT T T T LT T T TP T T T P T T T TP T T T T T T LI T
Overall T T T T T T T T T T T T T T T T T T T I T T T T T T T T T T T T I T T I T IT T T T T ITTTITTITT]
311 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410

pdble7p 06.ps
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Page 17

Residue properties
pdble/p

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

411 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505 510
Residue number

b. Absolute deviation from mean of omegatorsion

P N W b~ O

Omega abs. mean dev.

411 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505 510
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

P N W b~ O

Zeta abs. mean dev.

411 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505 510

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

HAAAAA AR ‘ ‘ ‘ ‘ : ‘ : FAAAAAAAAAAAAAAABIANL A AARBARBAAAAAAAAAAAIA _AAAAR
SEAVVAGMIVGEY FAEHCANTQVDLETKTLEKFVKGQEAYMKSLVESKGTEDV FK | KNRMKDVMDDNVG | FRDGPHL EKAVKEL EELYKKSKNVGI KNKR

f. Max. deviation (seelisting)
4 +
9 + *4  ** +4+ * +* + + ++ *y o x4 +x % g4t o+ +06* * ++* 4+ * x4 + * *

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

g. G-factors

Phi-psi . RN NN T I Sl L NN
Chil-chi2

Chilonly

Chi3 & chi4
Omega

Dihedrals [T

[TTTT
MC bonds  [TTTTTT]
MCangles T[]
[TTTT
[TTTT

Mainchain [T

Overall 1

411 42

o
LAAAAA
N

(6]

&

o
LAAAAA
o H HEHE B
(41

R

(€]

~H HFEHHE
oaH HEH HEA
o
_hAAAAA
o- HEEH
a1

~H HFHHE

pdble7p 06.ps



PROCHECK

=
o
o

Page 18

Residue properties
pdble/p

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

80
60
40
20

Chi-1 abs. mean dev.

511 520 525 530 535 540 545 550 555 560 565 570 575 580 585 590 595 600 605 610

Residue number
b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
P N w s~ O

511 520 525 530 535 540 545 550 555 560 565 570 575 580 585 590 595 600 605 610

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
R N W B~ O

511 520 525 530 535 540 545 550 555 560 565 570 575 580 585 590 595 600 605 610

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

B NN/ el o e R

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

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

ABAAA|
LHANPELEEAYRVPMMLKVALCVAKGALDRTESRGAHNREDY PKRDD | NWLNRTLASWPNPEQTL PTLEYEALDVNEME | APGYRGYGAKGNY | ENPL SV

f. Max. deviation (see listing)

* o4 +
Kook gk pkokkok gy + o+ *+ + + + o+ * + + ++ * * ++
Kkk kAR KKKKKAKAK K KA KKKKEK kK Kk kKkK Kk Kk kkk  * * kxkk kk* * * Kk * * * * ok

pdble7p 06.ps
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Residue properties

Page 19

pdble/p

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

611 620 625 630 635 640 645 650 655

5 10 15 20 25 30 35 40 45

Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
P N w s~ O

611 620 625 630 635 640 645 650 655

5 10 15 20 25 30 35 40 45

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

P N W b~ O

Zeta abs. mean dev.

611 620 625 630 635 640 645 650 655

Residue number

d. Secondary structure & estimated accessibility

3= —

N~

5 10 15 20 25 30 35 40 45

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

=\

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

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

KRQEE | DK | QSEL EAAGKDRHA | QEALMPY EL PAKYKARNERLGD

f. Max. deviation (see listing)

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

Chi3 & chi4
Omega
Dihedrals [T

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

Mainchain [T

Overall [1

MGRMLT | RVFKYDPQSAV SKPHFQEYK | EEAPSMT | FIVLNMI RE

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

pdble7p 06.ps




PROCHECK

Page 20

Residue properties
pdble/p

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

46 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145

Residue number
b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
P N w s~ O

46 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
R N W B~ O

46 5 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145

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

R it o om0\ 8
[l |
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed

ol amam
T T T T T T T T T T
TYDPDLNFDFVCRAGI CGSCGMM I NGRPSLACRTLTKDFEDGV | TLL PLPAFKL I KDL SVDTGNWFNGMSQRVESWIHAQKEHD | SKLEER | EPEVAQEV

f. Max. deviation (see listing)

+ + x4 L+ * + +
* 44 + % x4 F— * % * P PR T o+ o+ o+ 4 okkx 4 * kg
******************************************* ok % KEFREKK KK KEKKX AR

kL ki g Baiads.FElst,ag i dsenc 2EEEH,

pdble7p 06.ps




PROCHECK
Page 21

Residue properties
pdble/p

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

146 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235
Residue number

b. Absolute deviation from mean of omegatorsion

P N W b~ O

Omega abs. mean dev.

146 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

P N W b~ O

Zeta abs. mean dev.

146 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235

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

d. Secondary structure & estimated accessibility

b AR AN A NS — AN

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

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

FELDRCI ECGCCIAACGTK IMREDFVGAAGLNRVVRFMI DPHDERTDEDYYEL | GDDDGVFGCMTL LACHDVCPKNL PLQSK | AYLRRKMV SVN

f. Max. deviation (see listing)

Kok ok kok kK

*+

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

pdble7p 06.ps
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Residue properties
pdble/p

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

& 100
%80
£ 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
5 4
E 3
g 2
o 1
£
© 1 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
o
% 4
e 3
)
2
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
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
MTNESI| LESY SGVTPERKK SRMPAKLDWWQSATGL FLGLFM| GHMFFV ST | LLGDNVMLW TKKFQLDF | FEGGKP | VVSFLAAFVFAVF | AHAFLAMRK
f. Max. deviation (see listing) :
4 6 + o+
Curnmgr e e G Nt Loty BT T r et B
g. G-factors
i-psi ] lrl ﬂ [l ]
%Ei%émczM H:fﬁ H H HZifH:fH .—H \\7 [ [
Omega T [T [ [ [T [ [T [ [
Dihedrals [T T TT T T I T I T T T T T T T O T LT T T T T T T T T T T LI T T T T T T T T T T T T T T T T I T
MCbonds (T T T 1
MCangles [T e e P T
Mainchain [T T T T T T T T T T T T LT T T TP T T TP T TP TP T T I T T
overall [T LT L T I T T T L L L T L L LI T LI I IT]
1 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100

pdble7p 06.ps




PROCHECK

Page 23

Residue properties
pdble/p

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

& 100
% 80
£ 60
g w0
< 20
o
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
g
5 4
€ 3
g 2
o 1
£
© 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
o
% 4
e 3
)
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
S ANAVAVAVAVA V-
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed
‘ ‘ ‘ A AAAAABAAANA AAAATE ABAAAABBAAANA ABAAAAAABAABAAABAABIAAAAAAAA AA : AAR A
FPINYRQYLTFKTHKDLMRHGDT TLWWI QAMTGFAMFFLGSVHLY IMMTQPQT | GPVSSSFRMV SEMWVPLYLVLL FAVELHGSVGLYRLAVKWGWFDGE
f. Max. deviation (see listing)
g. G-factors
Phi-psi . T o HEE [T TP ] |
e L L L R
Chi3& chi4 [T [ [ [ [N [ [ [ 1]
Omega [T [T [ [ [T [T [ [T
Dihedrals T T T T T TIT T T T T T IO T T T T TP T T T T T T T T T T T T T O T T T I T T T LTI T T
MC bonds T T T T A T T T T T Y A I A
MC angles A e e e e e e e e e e e e e e e e e e e T e T e e T T T T T T T e T T e T P T A T T T
Mainchain (T T T T T I T T T TP T T T LT T T TP T T TP T T TP T T T T IT T I T TT
L0 17 | o T T T T T B W
101 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200

pdble7p 06.ps




PROCHECK

Resid t -
pdble/p
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
g 80
£ 60
g w0
< 20
5 —
210 215 220 225 230 235 240 245 250 5 10 15 20 25 30
Residue number
. b. Absolute deviation from mean of omegatorsion
©
4 -
8 21
® 11
S
O 201 210 215 220 225 230 235 240 245 250 5 10 15 20 25 30

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

. 5
o
% 4
= 3
g 2
R
S N
201 210 215 220 225 230 235 240 245 250 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
AN INANANNNN o — R I = — AN
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed
‘ ‘ ‘ ‘ AAARL A ATEAFATAAAA ‘ _ _ AAAAAARARE A AAAAAABIAARL AL
TPDKTRANLKKLKTLMSAFL I VLGLLTFGAYVKKGLEQTDPNIDYKYFDYKR T H MKVQYCDSLV | GGGLAGLRAAVATQQKGL ST |
f. Max. deviation (see listing)
g. G-factors
Phi i
cafee RWLHH R H it E E &
Chi3 & chi4 [ [ [ [ I [
Omega [T [ [ [ [ [
Dihedrals I TT T T T T I I T IT T ITI IO T IIT I IIITTIT T O O T T T T A T T T T T T
MCape FHHHHHHHHHHHH A § § A A
Mainchain [T T T T T T T I T T IO IT I ITIITIIITIII I TIITII1] O O T T I T T T T T T
Overall LTI T IT T T I T T AT T T T TITITTITITITTTITTITTINTT] O O LTI T T ITTITITITTIT]
201 210 215 220 225 230 235 240 245 250 5 10 15 20 25 30

pdble7p 06.ps



PROCHECK

Resid tl e
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o]
% 80
g 60
8 401
< 20
o
33 40 45 50 60 70 75 8 85 90 95 100 105 110 115 120 125
Residue number
- b. Absolute deviation from mean of omegatorsion
g
g 4
£ 3
g 2
o 1
£
© 33 40 45 50 60 70 75 80 85 90 95 100 105 110 115 120 125
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
)
% 4
e 3
g 2
LR
S
33 40 45 50 60 70 75 8 85 90 95 100 105 110 115 120 125
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed
VLSL | PVKRSHSAAAQGGMQA  SLGNSKMS DGDNEDLHFMDTVKGSDWGCDQKVARMFVNTAPKA | RELAAWGY PWTRIHKGDRMA | INAQKTTITE
f. Max. deviation (see listing)
g. G-factors
Phi-psi . T e T H -1 W m N
ik L : i : il
Dihedrals T TTTITTT I TT T T TIT] OO OO T T T T T T T T LT T T T LTI T T T 1
MCape  FHHHHHHHHHHH EHHH A A A A A A A A
Mainchain  [(TTTTTTIIITTITTTTIIIT] OO OO T T T TP T T T T T I T
Overall [TTTTTTITTTITITITTITTY CEOTTITT] I T T T I T T T T T T T T T T T T I T T T T T T T IT T T T T IIT T TITTT 1T
33 40 45 50 60 70 75 8 85 90 95 100 105 110 115 120 125

pdble7p 06.ps
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Page 26

Residue properties
pdble/p

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

% 100
% 80
£ 60
g w0
< 20
o
129 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225
Residue number
. b. Absolute deviation from mean of omegatorsion
g 4
E 3
g 2
o 1
S
o

129 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

129 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225

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

d. Secondary structure & estimated accessibility

N\ At S S —

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

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

EDFRHGL | HSRDFGGTKKWRTCY TADATGHTML FAVANECLKLGVSI QDRKEA I AL | HQODGKCYGAVVRDLVTGD | | AYVAKGTL IATGGYGRIYKNTTN

f. Max. deviation (see listing)

g. G-factors
i T I | [ EEN T | | HEE
G MOUME B .
Chi3 & chia EEEEENENEEE [l
Omega EENEEEEREEE L
Dihedrals [T T[T [T BT TR [T T LRIl T TT T LT T T LT T T T I T LT T LTI LT T LTI T LTI T I T TR [T T[T 117
MC bonds [T e T
MCangles [T T T T T O P T T T T P T T T T LT T T T T T T T
Mainchain [T T T T T T T T T T T T LTI LTI T LT LTI T LTI LTI T LTI T LTI I T T T[]
Overall G T L T T T L T T T L T T T T T T T L T L T LI T I T L T T T
129 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225

pdble7p 06.ps
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Page 27

Residue properties
pdble/p

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

229 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
P N w s~ O

229 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
R N W B~ O

229 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325

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

d. Secondary structure & estimated accessibility

A E— ) SRAAAY\  im

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

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

AVVCEGTGTAIALETGIAQLGNMEAVQFHPTPLFPSGI LLTEGCRGDGG | LRDVDGHRFMPDY EPEKKELASRDVV SRRM | EH | RKGKGVQSPYGQHLWL

f. Max. deviation (see listing)

N 4 * .
— . . PR o4 kkgr g 4+ % BBx % xx KX kKRR pRE L kx4 M
. % e KoKk % KKK KKK KK Kk KKKRRE KK Kk Kk kKKK KEKKAK KKK KA KKK KA .
; \ .

g. G-factors

c
Phi-psi . EEEN | EEEEN ﬂ:’::::- #Iﬂ]:T: ,ﬂ Iﬁ#ﬂ:
Chil-chi2 [ ] |
Chilonl |

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

[
I
l
NEEEENENEEREEN
90 295 300 30

]
]
|
]
Overall G [

229 235 240 24
C = cis-peptide

o1

I\)‘ O O
NH HEEH
ol

[NCY) o
o HFHH
o

[N
o H HFH HEH
ol

I\J‘ I o

pdble7p 06.ps
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Page 28

Residue properties
pdble/p

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

329 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425

Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
P N w s~ O

329 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
R N W B~ O

329 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425

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

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

A AFIA
DI SILGRKHI ETNLRDVQE| CEYFAGI DPAEKWAPVL PMQHY SMGG | RTDYRGEAKLKGL FSAGEAACAWDMHGFNRLGGNSV SEAVVAGM I VGEY FAEHC

f. Max. deviation (seelisting)
55 *

+
*

*****

******

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

Chi3 & chi4

Omega

Dihedrals [

MChbonds |

MCangles |

Mainchain |

Overall [

pdble7p 06.ps
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Residue properties
pdble/p

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

% 100
% 80 -
g 60
8 401
< 20
o
429 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505 510 515 520 525
Residue number
. b. Absolute deviation from mean of omegatorsion
g 4
E 3
g 2
o 1
S
o

429 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505 510 515 520 525
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

429 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505 510 515 520 525

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 Generous ll Disallowed

BAAAAAAAAAAAAAAATIAR AATRAREAAAAAAAAAAATA
T T T T T T T T T T T T T T T T T T T
ANTQVDLETKTLEKFVKGQEAYMKSLVESKGTEDV FK | KNRMKDVMDDNVG | FRDGPHL EKAVKEL EELYKKSKNVGI KNKRLHANPEL EEAYRVPMMLK

f. Max. deviation (see listing) -
N 65
RO IO T s T L T IO Lo e AT Lttt R A IR R S e e o
g. G-factors
Phi-psi . (Il T [ ]
4 TR H o o
Chi3 & chi4 ] ] I [ 1]
Omega [ [ [ [ [T
Dihedrals [T T I I T I T I T T I T I I T T T T I T T T T T T T I T I ET T T L LTI I T I I T I T T T T T IIIIIT]
MCbonds [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
MCangles [T T e e T
Mainchain [T T T T T[T T I I T I I LI I T LT L L L L T L L L L L L L LT T L L L L L L LT LT LT T L LT L L L T LT L L LT T LT T T LTI
Overall \J \\\\J \\\M\\\\M\\\\\J\\\\\\\\\ \\\\\\\\\M\\\\\\\\\\\\ \\M\\\\M\\\\\J\\\\\\\\\ \\\\M\\\\\\\\\\\\\\\J\\\
429 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505 510 515 520 525

pdble7p 06.ps
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Residue properties
pdble/p

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

529 535 540 545 550 555 560 565 570 575 580 585 590 595 600 605 610 615 620 625
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

529 535 540 545 550 555 560 565 570 575 580 585 590 595 600 605 610 615 620 625
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
R N W B~ O

529 535 540 545 550 555 560 565 570 575 580 585 590 595 600 605 610 615 620 625

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

d. Secondary structure & estimated accessibility

A T M i i &N AAAN

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

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

AAAREEAA | BABAAAAAAAAAABIAABIABIAAAAAA
T T T T T T T T T T T T T T T T T T T T
VALCVAKGALDRTESRGAHNREDY PKRDD | NWLNRTLASWPNPEQTL PTLEYEALDVNEME | APGYRGYGAKGNY | ENPL SVKRQEE | DK 1 QSEL EAAGK

f. Max. deviation (see listing)

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

Chi3 & chi4
Omega
Dihedrals [T

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

Mainchain [T

Overall [1

pdble7p 06.ps



PROCHECK

Resid t -
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
g 80
£ 60
g w0
< 20
o
629 635 640 645 650 655 5 10 15 20 25 30 35 40 45 50 55 60
Residue number
. b. Absolute deviation from mean of omegatorsion
©
4
g 2
o 1
S
o 629 635 640 645 650 655 5 10 15 20 25 30 35 40 45 50 55 60
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
g ]
g 2
N
629 635 640 645 650 655 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

A~ Wt — ]

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

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

AAA
DRHA | QEALMPY EL PAKYKARNERLGD MGRMLT | RVFKYDPQSAV SKPHFQEYK | EEAPSMT | FIVLNMI RETYDPDLNFDFVCRAGI CG

f. Max. deviation (see listing)

g. G-factors
Phi-psi . W ] H [ BEE W WA
Gl BHEEE . apiEnaE i ey il
Chi3 & chi4 I [ [T [ [
Omega [ [ [T [ [
Dihedrals  [TTT T T T IT T T T T I ITTTTTIT] T T T T I T T T T T TR T T T T T T T I T T T T TR T T T TT TR
MChbonds [T T T T T T T T T A O O I
MCangles [T T e e e T e T T e e T A T T T T T
Mainchain [T TTTTTTITTTITIIIIITTITTT1T1] 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 I
Overall GO I T LI I T [T LT I T T

629 635 640 645 650 655 5 10 15 20 25 30 35 40 45 50 55 60

pdble7p 06.ps
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Residue properties
pdble/p

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

& 100
%80
£ 60
g w0
< 20
o
64 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160
Residue number
- b. Absolute deviation from mean of omegatorsion
g
5 4
E 3
g 2
o 1
£
O 64 70 75 8 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
o
% 4
e 3
)
2
S
64 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed
A
SCGMM I NGRPSLACRTLTKDFEDGV | TLLPLPAFKL | KDL SVDTGNWFNGMSQRVESWI HAQKEHD | SKLEER I EPEVAQEVFELDRCI ECGCCIAACGT
f. Max. deviation (see listing) .
* 5 + * 4
Sttt L h e g B e ey, PRt
g. G-factors
i EETTT I [ W T T
e T,
i3 & chi4 [ [ [T [ [ [ 1=
Omega [T [T [T [T [ [ [
Dihedrals XTI T T T T I T T T I T T T O T T T LT T T O T T T T T T T T T T T T T T TP T T T T T T T T
MCbonds T T T T T T 1
MCangles [T T e e P P T
Mainchain (T T T T I T T T TP TT T TPT TC  TP T T  TT TPTT TTTP P  TTTTITTTTTTITT I ITTTT
overall [T L I L L L T e T I L T LT T LT L L T T L LTI T I T]
64 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160

pdble7p 06.ps



PROCHECK

Resid t -
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80
£ 60
g w0
< 20
o
164 170 175 180 185 190 195 200 205 210 215 220 225 230 235 5 10
Residue number
. b. Absolute deviation from mean of omegatorsion
©
4 -
8 2
® 11
S
O 164 170 175 180 185 190 195 200 205 210 215 220 225 230 235 5 10
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
g ,]
g 2
N
164 170 175 180 185 190 195 200 205 210 215 220 225 230 235 5 10
Residue number Highlighted residues are those that

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

A e A

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

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

KI1MREDFVGAAGLNRVVRFM I DPHDERTDEDYYEL | GDDDGVFGCMTLLACHDVCPKNL PLQSK | AYLRRKMV SVN MTNESILESYSGVT
f. Max. deviation (seelisting) . \
+ 6 4
¥ " M . * *
* ok N L TS L * %7 R ok ko kk 4og * o kpqp o44x Qg x
wxww A RAXAARA K K kkx Kk wEkmA AR KR RAXNKARA® K KXKAE X KAKAARK A% MMM
g. G-factors
Phi -
Chil-chi2 n n - mmEE 7‘H H:# [
Chilonly
Chi3 & chi4 [ LA [ ]
Omega [ [HEEE] [T
Dihedrals [T T T T T T T T TP T LT T T T P T TP T T T T T T T P PP T T T LTI [EEEEREREEEEENE
MC bonds T T T T T T T T T T %
MC angles Hﬂ:u\H\H\\H\H\H\\H\HHHHHHHHHHHHH\HHHHHHHHHHHH
Mainchain [T T T T T I T T T T LTI T T O T TP TP T T TP T T T T T T ITT0T] [EEEEREREEENENE
Overall [ T e T O T O
164 170 175 180 185 190 195 200 205 210 215 220 225 230 235 5 10

pdble7p 06.ps
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o

Page 34

Residue properties
pdble/p

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

Chi-1 abs. mean dev.

80
60
40 -
20

15 20 25 30 35 40 45 50 55 60 65 70 75 8 8 90 95 100 105 110

Residue number
b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

15 20 25 30 35 40 45 50 5 60 65 70 75 8 8 90 95 100 105 110

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

. 5
)
% 4
e 3
g 2
g
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
PERKK SRMPAKLDWMVQSATGL FLGL FM I GHMFFV ST | LLGDNVMLW TKKFQLDF | FEGGKP | VVSFLAAFVFAVF I AHAFLAMRKFPINYRQYLTFKTH
f. Max. deviation (see listing) :
+ 6 + 4+
pr L eyt W hea e ety T et e e T
g. G-factors
Phi-psi | Il HI [ l1 [ 1 H! ]
s g ] H
Dihedrals [T TTTTTIT T T T I T LT P P T T P T P T TP T TTT T T P T TP T TP I T T T T LTI T I T T T T
MCage AR A A A A A e
Mainchain [T T T T T T T T TP L L TP T T T T PP T T TP T TP T T T TP LT TP T TP TP T T T T T T
overdll [T I T T T I T L T T LT T R T L L I T T T T LT T LI T T [T T 1]
15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110

pdble7p 06.ps
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Residue properties
pdble/p

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.
P N w s~ 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.
R N W B~ O

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

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

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

AAAABIA AAAAABAAATIA AAAATE ABAAAABBARAANA ABAAAAAABAABAAAAAAAAAAAAAA : AAN ARAAAAAAAAAAAAR
KDLMRHGDTTLVWVI QAMTGFAMFFLGSVHLY | MMTQPQT | GPVSSSFRMVSEV\MNPLYLVLL FAVELHGSVGLYRLAVKWGNFDGETPDKTRANLKKLKT

f. Max. deviation (see listing).
45*

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

Ch|3& chi4
Omega
Dihedrals ]

[T
MC bonds HH
[T
[T

MCangles []
Mainchain  []

Overall

\
I
\
\
I
115 12

pdble7p 06.ps



PROCHECK

Resid t -
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80 -
g 60
8 401
< 20
5 -
215 220 225 230 235 240 245 250 5 10 15 20 25 30 35 40 45
Residue number
. b. Absolute deviation from mean of omegatorsion
©
4
g 2
o 1
S
O 215 220 225 230 235 240 245 250 5 10 15 20 25 30 35 40 45
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
g ,]
g 2
Ll |.I.||ll.|u MJmuI-hL
N
215 220 225 230 235 240 245 250 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

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

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

AAAAAAABIA AAAR ATEAFATAAAA - AAAAAARARIE AAAAAABAAN AAAABARAABARABAAAR
T
LMSAFL | VLGL LTFGAYVKKGL EQTDPN | DYKY FDYKR T H MKVQYCDSLV | GGGLAGLRAAVATQQKGL ST | VLSL | PVKRSHSAA

f. Max. deviation (see listing)

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

Ch|3& chi4
Omega
Dihedrals ]

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

Mainchain  []

0O O OCrrrrj
0O OFE0 O]

Overall {1

pdble7p 06.ps



PROCHECK

R . d t Page 37
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o]
% 80 -
g 60
8 401
< 20
o
a7 60 70 75 8 85 90 95 100 105 110 115 120 125 130 135 140
Residue number
- b. Absolute deviation from mean of omegatorsion
g
g 4
£ 3
g 2
o 1
£
© & 60 70 75 8 85 90 95 100 105 110 115 120 125 130 135 140
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
)
% 4
e 3
g 2
LR
S
41 60 70 75 8 85 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
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed
m | N_V\A ABAAAANAAAAAA AN AAAAAAAANAIAAAAAAAAAAA IAAIAAAA AIIIAIAIIIIIAAAIAAAI ARBAAAN
AQGGMQA SLGNSKMS DGDNEDLHFMDTVKGSDWGCDQKVARMFVNTAPKA | RELAAWGY PWTRIHKGDRMA | | NAQKTT | TEEDFRHGL | HSRDFG
f. Max. deviation (see listing)
g. G-factors
Phi-psi . (T (e T H -1 W m T e [
ik : i : T it
Dihedrals  [TTTT1T11] CIOIITT1) OO T T T T T T T T T T T T T T T T T T T LT I T T I T T T T T T
MC a0 L B B B B M M S B M B AN B H N H A EM B M ERR R R
Mainchain  [TTTTT11] COOITTT1) OO T T T T TP T T TP T TP T T TP T T T T
Overall [ITTITT] OITITT OTT T T T T T T T T I I T T T T T T T T T T T T T T IT T T T I T T T T T T TITTTIT T T IT]
47 60 70 75 8 85 90 95 100 105 110 115 120 125 130 135 140

pdble7p 06.ps
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Residue properties
pdble/p

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

% 100
% 80 -
g 60
8 401
< 20
o
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
g 4
E 3
g 2
o 1
S
o

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

VY e e e — m——vy

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

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

JANNA
GTKKWRTCYTADATGHTML FAVANECLKLGVSI QDRKEA I AL | HQDGKCYGAVVRDLVTGD | | AYVAKGTL IATGGYGRI YKNTTNAVVCEGTGTAIALE

f. Max. deviation (see listing)

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

pdble7p 06.ps
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Residue properties
pdble/p

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

P N W b~ O

Omega abs. mean dev.

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

243

P N W b~ O

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

d. Secondary structure & estimated accessibility

© e— i SRAAY e

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

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

TGIAQLGNMEAVQFHPTPLFPSGI LLTEGCRGDGG | LRDVDGHRFMPDY EPEKKELASRDVV SRRM | EH | RKGKGVQSPYGQHLWLD | SI LGRKHI ETNL

f. Max. deviation (see listing)

+ .. * +X 4 + +
+ + + * 4 Kk gk 4w ++ o+ Y- T R * *
Kk K * Kk K KKK KKAKK KK Kk KKKREAKK Kk Kk KKKRAKKAAKKF KKK AKKRAK k¥

g. G-factors

C
Phi-psi (] EEEN | T H
chfeniz  H [TTH ﬂ F [ H> ﬂ] T [ Pfiﬂ 0 1 1 r ?7 s
Chilonly |
Chi3 & chi4
Omega

Dihedrals ]

[TTTTTTT1]
MCbonds [T TTTTTTT]
MCangles [T TTTTTT]
[TTTTTTT]
[TTTTTTTI

Mainchain [T [T [T T

[T TR,
90 295 30

\ I I
I i I
\ [ \
I 1 I
Overall [ \ [TITTIT, I
243 250 255 260 2
C = cis-peptide

NH HEEH
ol

[NCYY g o
o - HHHEH
o

[NCY
00

ol

[NCY o i gy
o

w o OFEH =
(@)

o1

w H HFEH H
=H B H
o

w o HEH E

pdble7p 06.ps
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Residue properties
pdble/p

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

% 100
% 80
£ 60
g w0
< 20
o

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
g 4
E 3
g 2
o 1
S
O 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
&
T 4
E 3
S
g 2
LR
D
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

A ———— it VAAAA B 2 1\

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

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

f. Max. deviation (seelisting) -

55 * 54 +

BB Lt T LLEIL TR Lt f L mr i 8rironoendtoaw

g. G-factors
Phi [ IHFH [T [T ,ﬁF :I-H]: NN NN BN T i
ik i i i i
Dihedrals [T TT T T T T T I TN T T I T T OO T T T T T T T TP I I T T T T T I T T T T I I T T LTI T T I T LI T
ek R AMERBEEEMARCESENERSNSESENSNSESENSNSESSNSRSRNSESN ERSRSESSNSRTESENERSESERERSESENERSSSEREREREN
Mainchain (T T T T T I T T T T T T T LT T T TP T T T T T T T LT T LT P T T T T T
Overall T T T T A T T T T T I T T T T T T T T T T T T T T T T T LI T AT T T IT T I T I T I T T T I TTITITITTIITITTIT]

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

pdble7p 06.ps
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Residue properties
pdble/p

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

% 100
% 80
£ 60
g w0
< 20
o
443 450 455 460 465 470 475 480 485 490 495 500 505 510 515 520 525 530 535 540
Residue number
. b. Absolute deviation from mean of omegatorsion
g 4
E 3
g 2
o 1
S
o

443 450 455 460 465 470 475 480 485 490 495 500 505 510 515 520 525 530 535 540
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

443 450 455 460 465 470 475 480 485 490 495 500 505 510 515 520 525 530 535 540

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

AATRAREAAAAAAAAAAATIA NWMWMWVVWWWVWW AAA
T T T T T T T T T T T T T T T T T T T T
FVKGQEAYMK SLVESKGTEDV FK | KNRMKDVMDDNVG | FRDGPHL EKAVKEL EELYKKSKNVG | KNKRLHANPEL EEAYRVPMMLKVALCVAKGALDRTE

f. Max. deviation (seelisting) .
65

R L R TR s TR et AT 1L S e R T T T T o LT e T S e T

g. G-factors
Phi T T ] |
Gl FTEN . Ranlf Exini
Chi3 & chi4 [ ] I [ [N
Omega [ [ [ [T
Dihedrals [T T I I I T T T T I T T T T T T T I E I L L T I T T T T I T I I T T T I T I I
MCbonds [T 1T T T T T T T T T T T T T T T T T T T T T T T T T
MCangles [T T T e e
Mainchain [T T T T T[T T I I I LI T T T T LT L L LT T L L L L L L L T LT L L L L L L L T LI T L T T L T L T L L LT T I LT LT L LT LT T IT]
Overall H\\\H\H\\‘H\H‘\H\\‘H\H‘\\H\‘H\\\‘\\H\H\\\‘\\HHH\\‘\\\H\H\\‘\\\H‘\H\\‘HHHHH‘HHHHH‘H\

443 450 455 460 465 470 475 480 485 490 495 500 505 510 515 520 525 530 535 540
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Residue properties
pdble/p

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

& 100
%80
£ 60
g w0
< 20
o
543 550 555 560 565 570 575 580 585 590 595 600 605 610 615 620 625 630 635 640
Residue number
- b. Absolute deviation from mean of omegatorsion
g
g 4
€ 3
g 2
o 1
£
O 543 550 555 560 565 570 575 580 585 590 595 600 605 610 615 620 625 630 635 640
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
o
% 4
e 3
g 2
R
S
543 550 555 560 565 570 575 580 585 590 595 600 605 610 615 620 625 630 635 640
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
ABAAA
SRGAHNREDY PKRDD | NWLNRTLASWPNPEQTL PTLEYEALDVNEME | APGYRGYGAKGNY | ENPL SVKRQEE | DK | QSEL EAAGKDRHA | QEALMPYEL
f. Max. deviation (see listing)
g. G-factors
Phi EECCSEN NN T o [
B Eufiies cly ucli
Chi3 & chi4 [ [T [ [
Omega [ [ [ [T
Dihedrals [T T T T T T T T IT T I T T I T O T I T T T T T T T T T T T T TP T TP T T TP T T I
MCbonds T T T T T 1
MCangles [T T e P P
Mainchain (T T T T T IT T T I T TP T T T T T T LT T T T T T T T T T TP T TP T T T T T IT T I I T
Overall T T T T T T T T T e 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 I T T IITTITITITTTIITTTIT]
543 550 555 560 565 570 575 580 585 590 595 600 605 610 615 620 625 630 635 640

pdble7p 06.ps
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Resid tl e
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
]
g 80 -
g 60
8 401
< 201
o
643 650 655 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number
- b. Absolute deviation from mean of omegatorsion
g
5 4
£ 3
g 2
o 1
£
O 643 650 655 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
]
% 4
e 3
g 2
LR
S
643 650 655 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
R o RAAY R it il
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed
PAKYKARNERLGD MGRMLT | RVFKYDPQSAV SKPHFQEYK | EEAPSMTVLNMI RETYDPDLNFDFVCRAGI| CGSCGMM I NGRPSLAC
f. Max. deviation (see listing)
g. G-factors
Phi-psi . o Ll H [ BEE W | ENEECEE NN
St o e RaaEaE= 8 SEmasiaa
Grhega " H Eumunn H H H
Dihedrals ~ [TITT I TTTTIT] T T T T T T T T TR T T T T T T T T T T T T TR T T T A T T TR TR T T
MCage FHHHHHHH B B B B B B M M A M M A MM MM MR RERE A
Mainchain  [TTTTTITTITTT] 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
Overall  [TTTIIITITIIT] O L T T I T L T L T T T L T T L T T I T T LTI T 1T
643 650 655 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75

pdble7p 06.ps
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Residue properties
pdble/p

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

& 100
% 80 -
g 60
8 401
< 201
o
78 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
g
5 4
E 3
g 2
o 1
£
O 78 8 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
o
5 o]
£ 37
g 2
e
S
78 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
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
: HAAR AA ‘ ‘ : ‘ ‘ ‘ ‘ AABAAN AAABAAARA :
RTLTKDFEDGV | TLLPLPAFKL | KDL SVDTGNWFNGMSQRVESWI HAQKEHD | SKLEER | EPEVAQEVFELDRCI| ECGCCI AACGTK IMREDFVGAAGLN
f. Max. deviation (seelisting)
* 5 + * 4
oo L ey ey e At wh
g. G-factors
Phi-psi . I [N ﬂ [ T 1 T TR ] [
%Ei%_émczm [ NN [ -H H> jH :.H
Omega [T [T [T [ [ [ [
Dihedrals [T TT T T T I TT T T T T T AT T O T T T I T T T T T T T T T T T T T T T T TP T T TP T I T T T I I T
ek R EMERENEEMERBNSENERSNSESERCSSESENSNSESSNSNSESSNSNSRSSNSRSESSNSRSENSNERSESENSRSRSENEATSEEEEREEEN
Mainchain (T T T T T T I T T T T T T T T T T CT T TTT O T TP T T TP T TP TP T T TTTTITTTITTT
overall [T L I T T e T L L L T L L L L L T L L T L LI LTI 1]
78 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175

pdble7p 06.ps
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=
o
o

Residue properties

pdble/p

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

Page 45

Chi-1 abs. mean dev.

80
60
40 -
20

178 185 190 195 200 205 210 215 220 225 230 235

Residue number

5

10 15 20 25

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

178 185 190 195 200 205 210 215 220 225 230 235 5 10 15 20 25
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
)
% 4
e 3
g 2
g
S
178 185 190 195 200 205 210 215 220 225 230 235 5 10 15 20 25
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
PSSV EMIEVEIYYS Y
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
RVVRFM I DPHDERTDEDYYEL | GDDDGVFGCMTLLACHDVCPKNL PLQSK | AY LRRKMV SVN MTNESI| LESY SGVTPERKK SRMPAKLDW
f. Max. deviation (see listing) .
+ 6 4
R T T TR IUC S S SO T e s S SE T T OPoe SR Ctrnamsr e e oy
g. G-factors
Phi-psi . I | | ECTT T
Sl o E SR I
Chi3 & chi4 I [N [ |
Omega [ T [T [
Dihedrals  [TTTTTIT T IT T T T T T T LTI T T I T T P TP PP T T T T LTI T T T T T T T I T T I T T
MCbonds [T T P P T P P P T T T T T A
MCangles [T T T T P T T T P T P T T T T T T A T T A T T
Mainchain [T T T T T T I T LTI T T I LTI TP P TP LT LTI T LTI T T T I T I T ITTITITTTTTTTTT
overdll [T I T I T LTI T LT T I T T I I T T T T[] OO L I T T T T ]
178 185 190 195 200 205 210 215 220 225 230 235 5 10 15 20 25

pdble7p 06.ps
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Residue properties
pdble/p

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

% 100
g 80 -

g 60

8 401

< 20

o

29 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125
Residue number

. b. Absolute deviation from mean of omegatorsion
g 4

E 3

g 2

o 1

S

o

29 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

29 35 40 45 50 5 60 65 70 75 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

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

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

f. Max. deviation (seejisting)
6
0

+ + + o+ + +* + i :r +% ++ +

g. G-factors
Ph 1 lrl ﬂ | 1H T o
%Ei%gimczM HZifH:fH .—H \\7\\ [ [T HE
Omega [ [T [ [ [T [ [T [T
Dihedrals [T T TT T T I I T IT T T T LI T T T T I LT T T T T T T T T T T T T T T T T LT T T T e T T T T T T T T
VeSS F T T T e T D
Mainchain (T T T T T T T T T TP T T O T TP T T T TP T T TP T TP T TP T TP T
Overall OO L T T T L L T T TR T L T L L I e T T LT T T T T T

29 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125
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Residue properties
pdble/p

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

129 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
P N w s~ O

129 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
R N W B~ O

129 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225

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

d. Secondary structure & estimated accessibility

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

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

AANA AAAANE ABAAAABNARAANA ABAAAAAABAABAAABAABAAAAAAAA AL ‘ AAN ARAAAAAAAAAAAABAAAAAAANTIA AAAR
QAMTGFAMFFLGSVHLY IMMTQPQT | GPVSSSFRMV SEWMWPLYLVLL FAVELHGSVGLYRLAVKWGNFDGETPDKTRANLKKLKTLMSAFL IVLGLLTF

f. Max. deviation (seelisting)
45* + +

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

Chi3 & chi4

B R Ry PRy

Dihedrals  [TTT1
MC bonds \HH
[T
[T

MCangles [
Mainchain [T

Overall

pdble7p 06.ps
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Resid t .
pdble/p
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
= 801
§ 60
8 401
< 20
5 -
229 235 240 245 250
Residue number
. b. Absolute deviation from mean of omegatorsion
= 4
8 2
o 1
£
O 229 235 240 245 250
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
&
© 4 -
g 2
e | || | "
S N
229 235 240 245 250
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 Generous ll Disallowed

T T T T T -
GAYVKKGLEQTDPNIDYKYFDYKR TH

f. Max. deviation (see listing)

OSSR
g. G-factors
Ave

Phi-psi T l:f -0.89
Chil-chi2 ] % @-0.62
Chilonl -0.08
Chi3 & chi4 I 0.32
mega [ 0.59
Dihedrals  [TTTTTITIITTITIITTI T O] (1] [J-018
MC bond 0.58
MCage AR B B 038
Mainchain  [TTTTTITTITTTITTITIITTITT] [ [0 044
Overall [IITTTITTITTTTITITTITIITTIT] [0 O 006

229 235 240 245 250

pdble7p 06.ps
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Main-chain bond lengths
pdble/p

C-N Cc-O0
(except Pro) (Pro)
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
(excent Gly) (Gly) (Al3)
> oy oy
& & o]
> >3 >
g 8 8
LL LL L
140 144 148 152 156 1.60 139 143 147 i.gl 155 159 140 144 148 152 156 150
CA-CB CA-CB N-CA
(lle,Thr,val) (therest) (except Gly,Pro)
> oy oy
& & o]
> >3 >
g 8 8
LL LL L
142 146 150 1.; 158 162 141 145 149 153 157 161 133 137 141 145 149 153
N-CA N-CA
(Gly) (Pro)
o) oy
& &
> >3
g 8
LL LL
153 157 141 145 149 153 154 138 142 146 150 154

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.

pdble7p 07.ps
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Main-chain bond angl o
CA-C-N CA-C-N CA-C-N
(except Gly,Pro) (Gly) (Pro)
o) oy oy
& & &
> >3 >
g 8 8
LL LL L
101 106 111 116 121 126 101 106 111 ?E_ 121 126 101 106 111 116 121 1%
O-C-N O-C-N C-N-CA
(except Pro) (Pro) (except Gly,Pro)
> oy oy
& & o]
> >3 >
g 8 8
LL LL L
108 113 118 123 128 133 107 12 17 12 17 12 106 111 116 121 126 131
C-N-CA C-N-CA CA-C-O
(Gly) (Pro) (except Gly)
> oy oy
& & o]
> >3 >
g 8 8
LL LL L
105 110 115 fglz 130 107 12 17 12 17 12 105 110 115 120 125 130
CA-C-O CB-CA-C CB-CA-C
(Gly) (Ala) (e, Thr,va)
o) oy oy
& & &
> >3 >
g 8 8
LL LL L
105 110 115 %ﬁS 130 95 100 105 1*0‘ 115 120 91 99 104 100 114 119

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.

pdble7p 08.ps
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Main-chain bond angles
pdble/p

CB-CA-C
(therest)

Freguency

Freguency

|
|
|
|
|
|
|
|
|
|
|
|
|
|
|
|

o

96 101 106 111 116 121

Freguency

88

Black bars> 2.0 st. devs. from mean.

T
93

98 103 108 113

Frequency

Frequency

Frequency

N-CA-C

(except Gly,Pro)

96 101 106 111 116 121

100 105 110 115 120

N-CA-CB
(therest)

100 105 110 115 120

Frequency

Frequency

Page 2

7 102 107 112 117 122

N-CA-CB
(lleThr,vVal)

6 101 106 111 116 121

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

pdble7p 08.ps
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RMSdist f I ity
ARG ASN ASP
o) oy oy
& & &
> >3 >
g 8 8
LL LL L
000 001 002 003 004 000 001 002 003 004 000 001 002 003 004
GLN GLU HIS
> oy oy
& & o]
> >3 >
g 8 8
LL LL L
000 001 002 003 004 000 001 002 003 004 000 001 002 003 004
PHE TRP TYR
> oy oy
& & o]
> >3 >
g 8 8
LL LL L
000 001 002 003 004 000 001 002 003 004 000 001 002 003 0.04

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

pdble7p 09.ps
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Page 1
Main-chain bond lengths
CA 1540 CB CA 1525 C N 1458 CA CA 1540 CB CA 1540 CB CA 1525 C
1.594 1.578 1.509 1.600 1.594 1.578
Alle119 A Pro 289 B Met 1 CThr 62 D lle119 D Pro 289
N 1458 CA CA 1540 CB CA 1540 CB CA 1525 C N 1458 CA CA 1540 CB
1.509 1.600 1.593 1.577 1.509 1.600
EMet 1 F Thr 62 Glle119 G Pro 289 HMet 1 | Thr 62
CA 1540 CB CA 1525 C N 1458 CA CA 1540 CB
1.594 1.578 1.510 1.601
Jlle 119 JPro 289 KMet 1 L Thr 62

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

Main-chain bond angles

CA CA CA CA N CA
A Thr 152 A Pro 258 A Asp 283 A Phe 287 A Met 288 - A Pro 289 A Glu294
111.2 111.2 111.2 111.2 111.2 111.2
AGIU 297 AAIa299 A Leu 342 A Met 399 ASer411 A Leu 561

B Asn 109 B Arg 167 C Phe 90 C Pro 102 CAsp244 D Thr 152

CA CA CA CA CA
D Pro 258 D Asp 283 D Phe 287 D Met 288 - D Pro 289 D Glu 294 D Glu 297
111.2 111.2 111.2 111.2 111.2 111.2
DAIa299 D Leu 342 D Met 399 DSer411 D Leu 561 EAsn 109
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Distorted geometry
pdble/p

Main-chain bond angles (contd)

CA CA A CA
E Arg 167 F Phe 90 F Pro 102 F Asp 244 G Thr 152 G Pro 258
1112 m2 ¢ o 126 ca N 1112 1112 1112
CA N CA
GAsp 283 GPhe287 GMet288-GPro289 G Glu294 G Glu 297 GAIa299

CA CA CA CA CA
GlLeu342 G Met 399 G Ser 411 GLeu561 H Asn 109 H Arg 167
N 111.2 C N 111.8 C 111.2 111.2 111.8 111.2
CA CA
| Phe 90 | Pro 102 I Asp 244 J Thr 152 J Pro 258 J Asp 283
111.2 1226 1112 111.2 1112 111.2
JPhe287 JMet 288 JPro 289 JGIu 294 JGIu 297 JAIa299 JLeu 342
N 111.2 c N 111.2 © 111.2 111.2 111.2 111.2
CA CA
JMet 399 JSer 411 J Leu 561 K Asn 109 K Arg 167 L Phe 90

L Pro 102 L Asp 244

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

CB

0.030
A Tyr 219

CB

0.043
A Tyr 603

CB

0.030
D Tyr 219

CB

0.043
D Tyr 603

CB

0.030
G Tyr 219

CB

0.043
G Tyr 603

Distorted geometry
pdble/p

c8 cB cB B
0.035 0.031 0.033 0.044
A Phe 287 A Tyr 351 A Tyr 370 A Trp 397
cB cB cB €3
0.049 0.032 0.032 0.038
A Tyr 640 B Tyr 230 CTyr 10 C Phe 47
€3 cB cB B
0.035 0.031 0.033 0.044
D Phe 287 D Tyr 351 D Tyr 370 D Trp 397
cB cB cB €3
0.049 0.032 0.032 0.038
D Tyr 640 E Tyr 230 FTyr 10 F Phe 47
cB cB cB cs
0.035 0.031 0.033 0.044
G Phe 287 G Tyr 351 G Tyr 370 G Trp 397
cB cB cB @3
0.049 0.032 0.032 0.038
G Tyr 640 H Tyr 230 | Tyr 10 | Phe 47
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CB

0.030
A Tyr 580

CB

0.040
CTyri72

CB

0.030
D Tyr 580

CB

0.040
FTyr 172

CB

0.030
G Tyr 580

CB

0.040
| Tyr 172

pdble7p_10.ps
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Distorted geometry
pdble/p

Planar groups (contd)

CB CB

CB CB CB
0.030 0.035 0.031 0.033 0.044
JTyr 219 J Phe 287 JTyr 351 JTyr 370 JTrp 397
cB cB cB cB B
0.043 0.049 0.032 0.032 0.038
JTyr 603 JTyr 640 K Tyr 230 L Tyr 10 L Phe 47
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CB

0.031
JTyr 580

CB

0.040
L Tyr 172

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