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Plot statistics

Residues in most favoured regions [A,B,L] 2975
Residues in additional allowed regions [a,b,l,p] 925
Residues in generously allowed regions [~a,~b,~l,~p] 80
Residues in disallowed regions 8

Number of non-glycine and non-proline residues 3988
Number of end-residues (excl. Gly and Pro) 48
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

Page 1

Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Ramachandran plots for all residue types

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
le7p
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Asp (272)

le7p
Asn (152)

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
le7p
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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

Oa. Ramachandran plot quality assessment
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2153). Peptide bond planarity - omega angle sd
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d. Alpha carbon tetrahedral distortion
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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 3988 74.6 64.1 10.0 1.0 BETTER
b. Omega angle st dev 4560 1.2 6.0 3.0 -1.6  BETTER
c. Bad contacts / 100 residues 175 3.8 22.3 10.0 -1.8 BETTER
d. Zeta angle st dev 4168 0.9 3.1 1.6 -14  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
le7p
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40
30 A

20 1

10

Standard deviation (degrees)
Standard deviation (degrees)

1.0 1.5 20 25 30 35 40 1.0 1.5 20 25 30 35 40

Resolution (Angstroms)

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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le7p

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 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
c. Chi-1 gauche plus st dev 1768 17.3 25.8 4.9 -1.7 BETTER
d. Chi-1 pooled st dev 3640 174 26.6 4.8 -19 BETTER
e. Chi-2 trans st dev 1244 17.3 26.3 5.0 -1.8  BETTER
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100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
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: b. Absolute deviation from mean of omega torsion
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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

YV . . Y Y

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

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

MKVQYCDSLVIGGGLAGLRAAVATQQKGLSTIVLSLIPVKRSHSAAAQGGMQA SLGNSKMS DGDNEDLHFMDTVKGSDWGCDQKVARMFVNTAPKA

f. Max. deviation (see listing)
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g. G-factors
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Residue properties
le7p

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

b. Absolute deviation from mean of omega torsion
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Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 5
- 4
g 3
=
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<
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97 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
A
IRELAAWGVPWTR ITHKGDRMAI INAQKTT I TEEDFRHGL IHSRDFGGTKKWRTCYTADATGHTMLFAVANECLKLGVS IQDRKEATAL THQDGKCYGAVV
f. Max. deviation (see listing)
g. G-factors
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Residue properties
le7p

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

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 omega torsion

—_— N W Rk~ W

Omega abs. mean dev.

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

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

Zeta abs. mean dev.

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

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

RDLVTGDI TAYVAKGTLIATGGYGRIYKNTTNAVVCEGTGTATALETGIAQLGNMEAVQFHPTPLFPSGILLTEGCRGDGGILRDVDGHRFMPDYEPEKK

f. Max. deviation (see listing)
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¢ = cis-peptide

T T TTTTITTITTIT [T [T [T [T [T [T [T [T [T [T I
[T T [T [T [T [T [T [T [T [T [T [T [T
T T [T [T [ [ [ [T [ [T [1 [T [T
[TTTTTTTTTTTITIT [T [T [T [T [T [T [T [T [T [T [T
JTTTTITTTITITTTITITT [T [T [T [T [T [T [T [T [T [T [TTTTTTTITTTI]
285 290 295

1e7p_06.ps




PROCHECK

Chi-1 abs. mean dev.
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Omega abs. mean dev.
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Page 4

Residue properties
le7p

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

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 omega torsion

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

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

A
ELASRDVVSRRMI EHIRKGKGVQSPYGQHLWLDI S ILGRKHIETNLRDVQE ICEYFAGIDPAEKWAPVLPMQHY SMGG IRTDYRGEAKLKGLFSAGEAAC

f. Max. deviation (see listing) s
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Chi-1 abs. mean dev.

Page 5

Residue properties
le7p

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

80 1

401
201

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

— N W A~ W

Zeta abs. mean dev.

Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
[\S)
1

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

Residue number

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

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

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

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

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

AFA
WDMHGFNRLGGNSVSEAVVAGMI VGEYFAEHCANTQVDLETKTLEKFVKGQEAYMKS LVESKGTEDVFK I KNRMKDVMDDNVG I FRDGPHLEKAVKELEE

f. Max. deviation (see listing)

54 +
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99 4 kg RE g ko gk + + ++ Fypo kg +% Fpo kg 4

doko ko kR kokok ckokokoRok kok kokokok kokok skoRskokokok Rk kR kokok ok ok R kokok Rk R kR ROk R K
. . . . . . i . . .
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Residue properties
le7p

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

= 100
S
= 80
B
g 60
£ 40
<
= 20
z

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 omega torsion
s
s 4
]
g 3
g 2
& 1
g
© 497 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 580 585 590 595
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion

_§ 5
= 4
3
£ 27
<
g 17
N

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

e A e T Mt =

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

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

ABAAA
LYKKSKNVGIKNKRLHANPELEEAYRVPMMLKVALCVAKGALDRTESRGAHNREDYPKRDD INWLNRTLASWPNPEQTLPTLEYEALDVNEME IAPGYRG

f. Max. deviation (see listing)
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k%

g. G-factors
Phipsi | T ] BN B EmaE
il it e
H EiEed
Dihedrals [T T T T T T T T I T LTI T T I T T T T T T T T T T T T P T I T T T T T T I T T T T T
et PP R R PR
Mainchain [T T T T T T T T T I T T T T T T T T T T T T T T T T I T T T T T T T I T T T T
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100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
]
T 801
B
g 60 -
£ 40
<
= 20-
z

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 omega torsion
s
s 4
]
g 3
g 2
& 1
g
© 597 605 610 615 620 625 630 635 640 645 650 655 5 10 15 20 25 30
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion

_§ 5
= 4
3
£ 27
<
g 1
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

L NN NI Bt

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

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

B AA BABAAAAAAAAAABAAABIAAAAAA AAAAAAAAABIAAAAAAATIABIAAAAA

YGAKGNY I ENPLSVKRQEE IDKIQSELEAAGKDRHATQEALMPYELPAKYKARNERLGD

f. Max. deviation (see listing)
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g. G-factors
Chitehy n .:H HJ] | W H H | HE
Chil onl;
Chi3 & chi4 I [] i
Omega [T [T [
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C bonds
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Residue properties
le7p

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

—_
o
S

80 1

401
201

Chi-1 abs. mean dev.

32 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130
Residue number

b. Absolute deviation from mean of omega torsion

5 5
o
= 4
g 3
S 2
& 1
=
© 32 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 5
o 4
S 3
=
£ 2
<
s 1
N
32 40 45 50 55 60 65 70 75 80 8 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
Y — e it it i B A R
|
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
AAAA
PSMTIFIVLNMIRETYDPDLNFDFVCRAGICGSCGMMINGRPSLACRTLTKDFEDGV ITLLPLPAFKL IKDLSVDTGNWFNGMSQRVESWIHAQKEHDI S
f. Max. deviation (see listing) .
*i + 5+ +* 4
: I:‘f*:******** x:jr—;t ;t : : 1—: * t ok ok ok ok E: * *: * -E *t* E3 ::xi; IZ:I*:::* 1— ?r— I 1— **I*
g. G-factors
Phi-psi (] T -1 _NERWAEE CEEN m -ﬁ:ﬂ
i il ] Eetiaiinies
Dihedrals  [TT T T T T T T TR T T T T T T I TR T T T T T T T T T T T T T T A T T T T T T T T T T T
MC angles - FEHHHHHA AR AR A A
Mainchain [T T T T T T T T I T T T I T T T T T T T T T T T T T T T I T I T T I T T
Overall [T R T T T T T T T T T T T e T T T I T
32 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130

1e7p_06.ps




PROCHECK

Chi-1 abs. mean dev.
— N W R~ W

Omega abs. mean dev.

Zeta abs. mean dev.

Phi-psi
Chil-chi2
Chil onl;

Chi3 & chi4

Omega
Dihedrals

MC bonds
MC angles

Mainchain

Overall

—_
o
S

80 1

401
201

Page 9

Residue properties
le7p

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

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 omega torsion

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

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

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 N NN AN A N AN

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

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

AAA
KLEERITEPEVAQEVFELDRCIECGCCIAACGTKIMREDFVGAAGLNRVVRFMIDPHDERTDEDYYEL I GDDDGVFGCMTLLACHDVCPKNLPLQSKIAYL

f. Max. deviation (see listing) .

* + +  Fet+ + +
ko g ok gppokckok kg EES oAk ok S+
sk ok sk ok ok * sk %k sk ok sk ok ok * k%

*

S+ F * ok ok ko

sokkokk |k ok EkERE | kokok
I I I

1e7p_06.ps




PROCHECK

. d . Page 10
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
]
T 80
g
g 60
£ 40
<
- 20
£
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 omega torsion
é 5
s 4
g 3
£ 2
& 1
=
%)) 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 5
= 4
QE) 3
3 2
<
s 1
N
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 o aa—anN VOV VIS
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
RRKMVSVN
f. Max. deviation (see listing) :
Zade, un cairnaridr e Theady Gf T d e e o BTy e s
g. G-factors
Phi-psi _ I
i s
Dihedrals  [TTTTTTT] T T T T T T T T T T T T T T T T I T T T I TR T T T T T T T T T I T
MC angles B B B M M B M A M M N NN M A NN HM B MR EN A MR RR NN
Mainchain ~ [TTTTTTT] [EEEENEEEEEEEEEE NN NN NN
Overal  [TTITITL] OO L L LT L L L TG R I L L L L LTI T TR I T LI LT TIT]
232 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80

1e7p_06.ps
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Residue properties
le7p

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

—_
o
S

80 1

401
201

Chi-1 abs. mean dev.

83 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 omega torsion

Omega abs. mean dev.
[\S)
1

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

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

= 5
S
o 4
S 3
=
£ 2
<
s 1
N
83 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
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
AAFVFAVF | AHAFLAMRKF P INYRQYLTFKTHKDLMRHGDTTLWWI QAMTGFAMFFLGSVHLY IMMTQPQT IGPVS S S FRMVS EWMWPLYLVLLFAVELH
f. Max. deviation (see listing)
+ o+ 45%* + +
oK +* 0 0* ++ o4 * + + o+ + K * * + *+
g. G-factors
Phi-psi . H [ o [T [T T TP I ] N NN
e TEE T R T e Rt
Chi3 & chi4 [ [T [ [ [T NN [
Omega [ [T [ [T [ [T [T
Dihedrals [T TT T T T T T T T T BT TT T T T T T T T T T T T I T T I T T T T T T T T T T T I T T T
Nt ST I I I
Mainchain [T T T T T T T T T LTI 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
Overall [T T LI EEmE, LT T LT E R T L A L L L LT T LTI LT
83 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180

1e7p_06.ps



PROCHECK

Residue properties
le7p

Page 12

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

Residue number

= 100
S
o 80-
B
g 60
£ 401
<
= 201
= -
183 190 195 200 205 210 215 220 225 230 235 240 245 250 5 10
Residue number
: b. Absolute deviation from mean of omega torsion
s
= 44
]
g 31
£ o7
5 1
g
© 183 190 195 200 205 210 215 220 225 230 235 240 245 250 5 10
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 5
= 4
3
£ 27
<
g 1
N | M
183 190 195 200 205 210 215 220 225 230 235 240 245 250 5 10

Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

NANALATERENVNNNANNANNNNTEE

Key:- </ Helix [) Betastrand == Random coil Accessibility shading:
e. Sequence & Ramachandran regions 4 Most favoured ® Allowed [
GSVGLYRLAVKWGWFDGETPDKTRANLKKLKTLMSAFLIVLGLLTFGAYVKKGLEQTDPNIDYKYFDYKR T H
f. Max. deviation (see listing)
* 4 4k * *
T S ++ + Ry kg kg o4 Fg * *
kR R kkok ok ckok | kokskokokokok Rokok kR Rokok Rk kokok Rk kkckRckkkokok Rk Rk ok ok ko
g. G-factors
A PP T
Chil onl
Chi3 & chi4 [ [ 1] [ [ I [ [
Omega [ [T [ [ [T [T [T
Dihedrals [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 I T T T I ] O O
C bonds
MC angies - EHHH A A A A §
Mainchain [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 I T T T] O O
Overall [T T T I T A T T T T T AT T T T I TITITTTTTITITITITTIT ] O O
183 190 195 200 205 210 215 220 225 230 235 240 245 250

D

B Buried [] Accessible
Generous l Disallowed

MKVQYCDSLVIGGG

1e7p_06.ps




PROCHECK

—_
o
S

80
60
40
20

Chi-1 abs. mean dev.
— N W R~ W

Omega abs. mean dev.

—_ NN W R W

Zeta abs. mean dev.

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

Dihedrals

MC bonds
MC angles

Mainchain

Overall

R . d . Page 13
le7p
a. Absolute deviation from mean Chi-1 value (excl. Pro)
15 20 25 30 35 40 45 50 60 70 75 80 85 90 95 100 105 110
Residue number
b. Absolute deviation from mean of omega torsion
15 20 25 30 35 40 45 50 60 70 75 80 85 90 95 100 105 110

Residue number

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

15 20 25 30 35 40 45 50 60

Residue number

70 75 80 8 90 95 100 105 110

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

d. Secondary structure & estimated accessibility

AN S e g AN AN AN

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

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

LAGLRAAVATQQKGLSTIVLSLIPVKRSHSAAAQGGMQA SLGNSKMS DGDNEDLHFMDTVKGSDWGCDQKVARMFVNTAPKAIRELAAWGVPWTRI
f. Max. deviation (see listing)
+ + +

% . . +o* . R PO S S R
sk kkckkokkk  kkkckk kR % kx  kxck ok kR k% * kR s kR kokok Rk Rk Rk R kR ok okok Rk kR ok ok Rk ok Rk ok Rk ok Rk ok Rk %ok
g. G-factors
H m IZI_H:#I:]I::: B H l,#:H:# H -]Ftr
[ [T [ T [ I
[ [T [T [T [ [T
I T T T T TR AT ECT T AT T T TT 7] ORI O T T I T T T T T T T T T T T T T T T T T ]
T T T A T I I A A A T T T T T
T e e e e T T T T T T e e e e e e e T T T
T T T T T T T T T I T] CECTT ] T T T T T T T T T T T I T T T T T T
O T L O . O O T L T T T IR L)
15 20 25 30 35 40 45 50 60 70 75 80 85 90 95 100 105 110

1e7p_06.ps
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—_
o
S

Page 14

Residue properties
le7p

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

80 1

401
201

Chi-1 abs. mean dev.

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 omega torsion

—_— N W Rk~ W

Omega abs. mean dev.

111 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210

Residue number

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

—_ NN W R W

Zeta abs. mean dev.

1

11 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210

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

d. Secondary structure & estimated accessibility

O A A o T —

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

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

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

Dihedrals

MC bonds
MC angles

Mainchain

Overall

A
HKGDRMA T INAQKTT I TEEDFRHGL IHSRDFGGTKKWRTCYTADATGHTMLFAVANECLKLGVS IQDRKEATAL THQDGKCYGAVVRDLVTGDI TAYVAK

f. Max. deviation (see listing)

* + +
+ kR ok o4 * + * T T o e A 44 + +% 4 4 +++ ++ + 4+
* * % EEE ok ok ok ok ok ok ok ok kR sk ok ok ok ok * % sk dkok ok XL sk ok kR kR ok
. .

i .

g. G-factors

N T ] :m [T T T o] T o] T
RAAESRARSRIE i ;

[T T T T T T T T T T T T I T T T T T T e T T T e T T T T T T T T T T T T I I T T I T T T T I T T T T T I T PR T T T T T IT]
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
e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e T T T T e e e
[T T I T T I I I I T T T T I T T T T T T T I T T T T T T T T T T T T T T T I T T T T T T T T T T T I T T T I T T T T T I T T I T T T T T T I I I T T I T I TITTITIT]
OO T T T e T T T T T L I T T I T I T T I
11 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210

1e7p_06.ps




PROCHECK

Chi-1 abs. mean dev.
— N W R~ W

Omega abs. mean dev.

Zeta abs. mean dev.

Phi-psi
Chil-chi2
Chil onl;

Chi3 & chi4

Omega
Dihedrals

MC bonds
MC angles

Mainchain

Overall

—_
o
S

80 1

401
201

Page 15

Residue properties
le7p

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

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 omega torsion

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

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

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

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

GTLIATGGYGRIYKNTTNAVVCEGTGTATALETGIAQLGNMEAVQFHPTPLFPSGILLTEGCRGDGG I LRDVDGHRFMPDYEPEKKELASRDVVSRRMIE

f. Max. deviation (see listing)
66 *
+ * .. * +>{< + *
++ + + + + * 4 kA kg + + # 65% x kx ok kK R ok ok
EXS EEE Y s koo ok ok ok s owck ok wckckkckok Rk kok Rk kkokokkokok ok kR kR kR kR Rk ok Rk ok

I:]ﬂ [N | EEEESEE ﬂ:f::::- H,I:W:T ,:FE%;:

290 295 300 305 310

o H HEH H
o]
oH HEH

¢ = cis-peptide

1e7p_06.ps
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Page 16

Residue properties
le7p

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

= 100
S
o 80-
B
g 60 -
£ 40
<
= 201
z

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 omega torsion
s
S 4
]
g 3
g 2
& 1
g
© 311 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion

_§ 5
Z 4
2 3
g 2
<
s 1
N

311 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410

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

P R B AL e —

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

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

A ABIA
HIRKGKGVQSPYGQHLWLDI S ILGRKHIETNLRDVQEICEYFAGIDPAEKWAPVLPMQHY SMGGIRTDYRGEAKLKGLFSAGEAACWDMHGFNRLGGNSV

f. Max. deviation (see listing) .,
55

*
* * *
ko k * * kEy o4 o4 k4 + *
CkckRckkckkokok ok kR kckkokkk k¥
I I i I i

+ +
* ® E * ok
M

*
ko wckkkckkokkk®  kk ok k&
L L i

*
*

+

+

* %
#O- W

* L L T
* Lk kR kkk kR ok k|
. . i

g. G-factors

1e7p_06.ps




PROCHECK

Page 17

Residue properties
le7p

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

= 100
S
o 80-
B
g 60 -
£ 40
<
= 201
z

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 omega torsion
s
s 4
]
g 3
g 2
& 1
g
O 411 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505 510
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion

_§ 5
Z 4
2 3
g 2
<
s 1
N

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

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

0 Accessible

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

Dihedrals

MC bonds
MC angles

Mainchain

Overall

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

AAA
SEAVVAGMIVGEYFAEHCANTQVDLETKTLEKFVKGQEAYMKSLVESKGTEDVFKIKNRMKDVMDDNVG I FRDGPHLEKAVKELEELYKKSKNVGIKNKR

f. Max. deviation (see listing)

* *
* % *

kR ok kEckkx kx|
L L L

*

* 4

#*x .
i

* + *
*

+ + ++ +
Cckkok | kk ok Rk ckokokokk ok ok k
I I I I i

+

g. G-factors
Eum

:
=

1e7p_06.ps




PROCHECK

—_
o
S

80

40
20

Chi-1 abs. mean dev.

Page 18

Residue properties
le7p

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

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

— N W A W

Omega abs. mean dev.

— N W A~ W

Zeta abs. mean dev.

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

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

Dihedrals

MC bonds
MC angles

Mainchain

Overall

Residue number

b. Absolute deviation from mean of omega torsion

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

Residue number

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

600 605 610

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

d. Secondary structure & estimated accessibility

R\ el S

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

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

ABAAA|
LHANPELEEAYRVPMMLKVALCVAKGALDRTESRGAHNREDYPKRDD INWLNRTLASWPNPEQTLPTLEYEALDVNEME IAPGYRGYGAKGNY IENPLSV

f. Max. deviation (see listing)

*
koo ok gokoroekok gy + + + * +
ook kokoRokokokokok ok ok okok R skokockoRokokok kok skox skokokk xR skok Rk ok ok kockokok ko ko
. . . i . . i i i i i i i

g. G-factors

1e7p_06.ps
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Page 19

Residue properties
le7p

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

—_
o
S

80

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 omega torsion

3 5
o
% 4
E 3
S 2
& 1
=
© 611 620 625 630 635 640 645 650 655 5 10 15 20 25 30 35 40 45
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 5
= 4
QE) 3
3 2
<
s 1
N
611 620 625 630 635 640 645 650 655 5 10 15 20 25 30 35 40 45
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
% 2
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
KRQEE IDKIQSELEAAGKDRHAIQEALMPYELPAKYKARNERLGD MGRMLTIRVFKYDPQSAVSKPHFQEYKIEEAPSMTIFIVLNMIRE
f. Max. deviation (see listing)
g. G-factors
Phi-psi | (| [ TN [T
chfshe k. it o BT
i | - T+
Dihedrals  [TTTTTTTITTITITTITITTITIITITIT T TTITTI T TTT T T T I T T I T T T TR T T I T T T T T T 1T
MC angies - EHAHHH A E A A A A A A A
Mainchain [T T T T T T T T T T T T T T T TT TTITITTTTTTTTTTTITIITTTT] T T T T T T T T T T T T T T T
Overall LTI I T I T IT T AT T I TTTTITTITITTTTT] T T T T T IT T T I I T I TTTTITTTITTTTT]
611 620 625 630 635 640 645 650 655 5 10 15 20 25 30 35 40 45

1e7p_06.ps
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°d . Page 20

100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
]
T 80
B
g 60
£ 40
<
= 20
z

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 omega torsion
s
s 4
]
g 3
g 2
& 1
g
© 46 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion

_§ 5
Z 4
2 3
g 2
<
s 1
N

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

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

d. Secondary structure & estimated accessibility

TR e i et AN

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

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

A,
TYDPDLNFDFVCRAGICGSCGMMINGRPSLACRTLTKDFEDGVITLLPLPAFKL IKDLSVDTGNWFNGMSQRVESWIHAQKEHDI SKLEERTEPEVAQEV

f. Max. deviation (see listing)

#

* 5 +

+ + FE 4 S+ * + +  F

4y + * * 4k + o+ ko * * + dk kg p7Ep kEE + + kx4 kg gk

s kckokok ok ko ok Rk ok ko kokokok ok skok ko ok ok ok Rkl sk sokoRokok sk ok sk R kR ok ok sk R ok kokokokokok ok kR Rk R R k Rk
. . . . . i . i . . i

g. G-factors

Phi-psi |

onpshn, I,,:fl,,
Chil onl;

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

1
=
=

1e7p_06.ps
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Page 21

Residue properties
le7p

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

= 100
S
o 80-
B
g 60 -
£ 40
<
= 201
z

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 omega torsion
s
s 4
]
g 3
g 2
& 1
g
© 146 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion

_§ 5
Z 4
2 3
g 2
<
s 1
N

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 NN A A AN

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

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

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

Dihedrals

MC bonds
MC angles

Mainchain

Overall

FELDRCIECGCCIAACGTKIMREDFVGAAGLNRVVRFMIDPHDERTDEDYYEL IGDDDGVFGCMTLLACHDVCPKNLPLQSKIAYLRRKMVSVN

f. Max. deviation (see listing)

sk ok ko

+
_______________ Lok RskR kR wockk Rk ok
L L L

1e7p_06.ps
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R . d . Page 22
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
]
T 80
B
g 60
2 40
<
< 20
z
1 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100
Residue number
: b. Absolute deviation from mean of omega torsion
s
5 4
]
g 3
£ 2
& 1
g
© 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 5
Z 4
2 3
g 2
<
s 1
N
1 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100
Residue number Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

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

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

MTNES ILESYSGVTPERKKSRMPAKLDWWQSATGLFLGLFMIGHMFFVST I LLGDNVMLWVTKKFQLDF I FEGGKPIVVSFLAAFVFAVF I AHAFLAMRK

f. Max. deviation (see listing) ;
* N ++ + + + + HEE e.'+ +*+ 5 ok R
FooF g4 ¥4 kg K e g R gy + 0 F4 4 kEE 4 ot 4+ e+ +F O EE wA ok
o ckokockoRkokokok ok Rk ok skokokoR skokokoR kR kol R Rk okoR kR Rk R kR koo ok ok kokorok ok kok kRl kR R Rokok ROk R Rk Rk Rk R kR kR kX
g. G-factors
S Y PR
Chil onl;
Chi3 & chi4 [ [ [ ] [ [ [T [ [ [ [
Omega [EEEEI [ [T [T [T [T [ L] L]
Dihedrals [T T T T TT T T T I T T T T T T I T T I T T I R T T T T T T T T I I T T T T T T I T T
MC bonds
e e L e e e e e A e e
Mainchain [T T T T T T T T I T T T T T T T T T T T T T T T T T T T T T T I T T T T T
Overall T T T T T T T T T T T T T T T T LTI T T T T T T T T T I T T T T T T T T T T I ITTTITITITTIIITITTTT]
1 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100

1e7p_06.ps
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Residue properties
le7p

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

—_
o
S

80

40
20

Chi-1 abs. mean dev.

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

b. Absolute deviation from mean of omega torsion

3 5
o
§ 4
E 3
S 2
& 1
=
© 101 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 5
- 4
g 3
=
3 2
<
s 1
N
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
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
FPINYRQYLTFKTHKDLMRHGDTTLWWIQAMTGFAMFFLGSVHLY IMMTQPQT IGPVSSSFRMVSEWMWPLYLVLLFAVELHGS VGLYRLAVKWGWFDGE
f. Max. deviation (see listing)
# 5% + +
4+ kpg % t: ‘++*: ;t *: SRk g ;t 1—_'_ :»r;t *ili +:+ ++ **+:+ +%+I+++**i* . * ++
g. G-factors
Phi-psi A | BB FI:: [ 111 B
. i i : riiE
Dihedrals IR 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 A T T T T T T T T T T T T
MC angies A A A A A A A A
Mainchain IR 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 IR I T A T T T I T I I T T T T T T
101 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200
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Page 24

Residue properties

le7p

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

—_
o
S

80

40
20

Chi-1 abs. mean dev.

210 215 220 225 230 235 240 245 250

Residue number

5 10 15 20 25 30

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
[\S)
1

201 210 215 220 225 230 235 240 245 250

Residue number

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

5 10 15 20 25 30

5 10 15 20 25 30
Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

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

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

= 5

S

o 4

S 3

=

£ 2

<

s 1

N |
201 210 215 220 225 230 235 240 245 250

Residue number

d. Secondary structure & estimated accessibility
: ; ‘ T ‘ : ‘ e
TPDKTRANLKKLKTLMSAFL IVLGLLTFGAYVKKGLEQTDPNIDYKYFDYKR T H
f. Max. deviation (see listing)
g. G-factors

Phi-psi _ T

i TRy cid

ol EE P -

Dihedrals  EL T T T TT T T T T T I TITITITEITITTITTIIIT T I I ] O O

MC angles - EHHHH A 5

Mainchain [T T T T T T T T T T T T TITTTITTTTTITTTTTTTTITTTITITT O &8

Overall  EITTT T I LI I LT L LI ] O 0
201 210 215 220 225 230 235 240 245 250

T T T T T
MKVQYCDSLVIGGGLAGLRAAVATQQKGLSTI

+ * +
ok ok kkk Rk kkkRkkk kR ok k¥
i | | | |
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PROCHECK

—_
o
S

80

40
20

Chi-1 abs. mean dev.
— N W R~ W

Omega abs. mean dev.

—_ NN W R W

Zeta abs. mean dev.

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

Dihedrals

MC bonds
MC angles

Mainchain

Overall

Page 25

Residue properties
le7p

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

33 40 45 50 60 70 75 80 85 90 95 100 105 110 115 120 125
Residue number
b. Absolute deviation from mean of omega torsion
33 40 45 50 60 70 75 80 85 90 95 100 105 110 115 120 125
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
33 40 45 50 60 70 75 80 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 |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
AFAAAAAAAAANA AAR AAAAAAAABINAFIAAAAAAAAAAA IAA AAAA A AIA AAA
VLSLIPVKRSHSAAAQGGMQA SLGNSKMS DGDNEDLHFMDTVKGSDWGCDQKVARMFVNTAPKAIRELAAWGVPWTRIHKGDRMAI INAQKTTITE
f. Max. deviation (see listing)
g. G-factors
EHIIZ:]I::: - ~CHN H -1 I W,:
i : - H S
OO AT AT TR CETIT T O T I T T T T T T T T T I T T T T T T T T T T I T T I T T
I T T A T T T T T T
T A e e e e e e e e e e e T A e e e e T T T T T T
IITTTTITITIT I TITTITI] COOTT CO T T T T T T T T T T T T T T TT T I TI TT TITTTITTTITTTTIITTT
OO I T OO O e T T T T T T T
33 40 45 50 60 70 75 80 85 90 95 100 105 110 115 120 125
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Residue properties
le7p

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

= 100
S
= 80
B
g 60
£ 40
<
= 20
z

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 omega torsion
s
S 4
]
g 3
g 2
& 1
g
© 129 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion

_§ 5
= 4
3
£ 27
<
g 17
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

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

Dihedrals

MC bonds
MC angles

Mainchain

Overall

d. Secondary structure & estimated accessibility

L\t s S S

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

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

EDFRHGL ITHSRDFGGTKKWRTCYTADATGHTMLFAVANECLKLGVS IQDRKEATAL THQDGKCYGAVVRDLVTGDI TAYVAKGTL IATGGYGR I YKNTTN

f. Max. deviation (see listing)

g. G-factors
e u :# [T T | REEENENEE T RN
i : i

T T T T T A T T I T T T A T T T T T T T T T T T T T T A T T T T T T I A T
T T e e P e e P P P P e P TP T P P P TP TP PP P P T TP PP T TTTTTTTIrrTd
A e A A T A P P T T T e P P P T T T A T P T P T T T T T T P P T T T T T T T P P T T T T T T
[EEEEEEEEEEEEEEEEEEEE NN NN NN NN
T e T e e T T e T T L e L T LTI
129 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225
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PROCHECK

Chi-1 abs. mean dev.

—_
o
S

80 1
60
40
20 A

Page 27

Residue properties
le7p

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

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 omega torsion

2 5
e}
§ 4
E 3
S 2
& 1
=
© 229 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 5
= 4
QE) 3
3 2
<
s 1
N
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
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
AVVCEGTGTAIALETGIAQLGNMEAVQFHPTPLFPSGILLTEGCRGDGGI LRDVDGHRFMPDYEPEKKELASRDVVSRRMI EHIRKGKGVQSPYGQHLWL
f. Max. deviation (see listing) ‘s
] 66 * ; *
S TOUNPAE SN S SR ST Y SO0 SONNE =T TN TOY £ E T RN Lot o TS O SOPRE SN
g. G-factors
Phipsi  [INEN | EEEEEE ST ] B 5
e e T T
- S R fised
Dihedrals [T T T T T T T T T T T T T T T T T T T s T e T T e T T T T T T T e TR
M angies - EEERHHHRHHHRHHFRFRFAFAF AR A AR HH A
Mainchain - [T T T T T T T T T T T T T T T T T T T T i TR T T T T T T T T T T T
T o 5 W 5 S W S MW A W S R W R W W A 8 R SR R AR
229 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325

¢ = cis-peptide

1e7p_06.ps




PROCHECK

80
60
40
20

Chi-1 abs. mean dev.

—_
o
S

Page 28

Residue properties
le7p

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

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 omega torsion

5 5
e}
§ 4
g 3
S 2
& 1
=)
© 329 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 5
= 4
QE) 3
3 2
<
s 1
N
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 |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
A ATA
DISILGRKHIETNLRDVQEICEYFAGIDPAEKWAPVLPMQHY SMGGIRTDYRGEAKLKGLFSAGEAACWDMHGFNRLGGNSVSEAVVAGMI VGEYFAEHC
f. Max. deviation (see listing) .
55 * % % 54 * *
T L O Tt S St I S S SO St S SO S SR SR T TSI LIS S AT e
g. G-factors
Phipsi [ HEE BN 5 IﬁIﬁ H_EEEEES !# :]Z-IHED: ]ﬂI:I:
ggé%-§12i4777\\7\\ A :H:fH» ﬂH:77H\7£H: \\77£H577H :F
Omega [ [ IR [T [T [T [ [ [T [T [
Dihe(girals T T T T T I T I T T T T T T T T I T T TR T T T T T T T A T T I T T T T T TR T A BT T I IT T ITTT 10T
e e AMEEEEE EERENENESESESEENEEEESESEESENENESESESEESENESRSRSEESEEE | ESSSSSSSEES SESESSSESEESEEEEE
Mainchain - T T T T T T T T T T T T T T T T T P T T T T T T TP T T T T
Overall [T T A T T T T e e T T T T T T e T T LTI
329 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425
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PROCHECK

Chi-1 abs. mean dev.

Omega abs. mean dev.

Zeta abs. mean dev.

Phi-psi

Chil-chi2
Chil onl;

Chi3 &
Omega

Dihedrals

MC bonds
MC angles

Mainchain

Overall

—_
o
S

Page 29

Residue properties
le7p

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

80 1
60
40
20 A

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 omega torsion

— N W A W

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

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

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

0 Accessible

™ Helix

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

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

Key:-

ANTQVDLETKTLEKFVKGQEAYMKSLVESKGTEDVFKIKNRMKDVMDDNVGI FRDGPHLEKAVKELEELYKKSKNVGIKNKRLHANPELEEAYRVPMMLK

f. Max. deviation (see listing)
+ N .
::*__*_**:_:***

+ *

* ok ok gk pokwckk g

Lok EE ckokkkok kR ok Rk kR
I I I I

*

+ + ++ # g

Lok sk kkk kR ockokk ok ok k
I I I

g. G-factors
e

chi4

1e7p_06.ps




PROCHECK

—_
o
S

Residue properties
le7p

Page 30

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

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 omega torsion

Omega abs. mean dev.

— N W A~ W

Zeta 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

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

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

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

A T M i & N AN

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

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

ABAAA
VALCVAKGALDRTESRGAHNREDYPKRDD INWLNRTLASWPNPEQTLPTLEYEALDVNEME IAPGYRGYGAKGNY I ENPLSVKRQEE IDKIQSELEAAGK

f. Max. deviation (see listing)

+ + * +
CkE kkkk ok k% Lok kkkk k& ok
i i i i i i

1e7p_06.ps




PROCHECK

R . d . Page 31

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

>

]

T 80

B

g 60

2 40

<

< 20

z

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 omega torsion

s

5 4

]

g 3

£ 2

& 1

g

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

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

_§ 5

= 4

3

£ 27

<

g 1

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

AN~ Hl AN — ]

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

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

AAA
DRHATQEALMPYELPAKYKARNERLGD MGRMLT IRVFKYDPQSAVSKPHFQEYKIEEAPSMTIFIVLNMIRETYDPDLNFDFVCRAGICG

f. Max. deviation (see listing)

+
+ 4 REg ok

8 * g + ++ F o4 + 4+ K4 :+++++: ok 4 g + kK
kR Rk ok kokokkok |k kR ok ok kok ok ok ko kkkk k) Eok Rk kR # kckkok ok kR Rk ok Rk ok R okok Rk | ok ok E3 R
g. G-factors
(Péllllll -Scihiz HJ:I W ] H | BEE H:#,, | 1 I::::HEE
Chil onl;
Chi3 & chi4 [T [ [T [ [
Omega [ [ [T [ [
Dihedrals T T T T T T T I T T T T T T T T I T T T T T TR T T T T T T I T T T T T TR T T T I TT T
MC bonds
e e e e A e e
Mainchain [T T T T T TTTTTTTTTTTTITTIITTTT] 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 [ITTITTTITTTITTTITITITTITTTT] [EEEESESEESEEEESEE NN NN SN EEEEEEE NN NN NN NN NN
629 635 640 645 650 655 5 10 15 20 25 30 35 40 45 50 55 60
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Page 32

Residue properties
le7p

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

—_
o
S

80

40
20

Chi-1 abs. mean dev.

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 omega torsion

5 5
e}
= 4
g 3
S 2
& 1
=)
© 64 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 5
- 4
g 3
g
3 2
<
s 1
N
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 |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
A
SCGMMINGRPSLACRTLTKDFEDGVITLLPLPAFKL IKDLSVDTGNWFNGMSQRVESWIHAQKEHDI SKLEERIEPEVAQEVFELDRCIECGCCIAACGT
f. Max. deviation (see listing) .
. 5 * * + + ¥++ + IJ’:
2Lttt L hae s bl B e ey ety LhliRL o
g. G-factors
Phipsi  EEE | ] _EEEEC N 5N
i FHTH T TR LeatEain Rl
e | ARt S
Dihedrals  ETT T I T T T T T T T T T T T T T T TP T T T T T T T T T T T T T T T
M mgies - CEHHHHRHHHHHHH AR A AR
Mainchain O T T T T T T TP T T T T T P T T T T T TP T T T
Overall [T T L T T T e T T T L T I T T
64 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160
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PROCHECK

. d . Page 33
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
]
T 80
g
g 60
£ 40
<
- 20
2
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 omega torsion
é 5
5 Y]
g 3
| 27
D1
=
© 164 170 175 180 185 190 195 200 205 210 215 220 225 230 235 5 10
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 5
= 4
3
£ 27
<
g 1
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
O A SO R A A — | — AR
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
AABAAATIA AA _AAAAAAAABIAAAARAAAAANAAATL AAA AA AIIAAAAAAA.IA.AIAAAAAAAAAAAAAAA
KIMREDFVGAAGLNRVVRFMIDPHDERTDEDYYEL I GDDDGVFGCMTLLACHDVCPKNLPLQSKIAYLRRKMVSVN MTNESILESYSGVT
f. Max. deviation (see listing) . .
J I 6 * * 4
el wmamnronln ool nlmmaml oLl L, RS TS S
g. G-factors
Phipsi [ m i B N T T M
Qe M i o adead RIS
Chi3 & chi4 ] [ [ LA [ ]
Omega [ [T [T [EEEEI [
Dihedrals [T T T T T T T T I T T T T T I T T T I T T T T T T I T T T T T T T I I T
VG boies A A A A A A A
Mainchain [T T T T T T I T T T I T T T T T T T T T T T T T T T T
Overall [T LI T T T T L L T L L T LT (LTI
164 170 175 180 185 190 195 200 205 210 215 220 225 230 235 5 10
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Chi-1 abs. mean dev.

Page 34

Residue properties
le7p

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

—_
o
S

80 1
60
40
20 A

15 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

5 5
o=
5 Y]
g 3
| 27
D1
=
© IS5 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 5
= 4
QE) 3
£ 2
<
s 1
N
15 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
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
1
g. G-factors
Phi-psi _ I lzr] -H:- .HEH EN
i pifp ] H
Dihedrals [T T T TTTT T T T T T T T T I T T PR T T I T I T T T T T T T I T T T T T T I T T T T T I B T
MC angies - FEFHHAHHAHAA AR e
Mainchain [T T T T T T T I T T T T T T T T T T T T T T T T T T T T T T T T T T I TR T T
Overall [T T T T T e T T T T T T T T T T e T T
15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
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Residue properties
le7p

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

—_
o
S

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 omega torsion

3 5
o
% 4
E 3
S 2
& 1
=
© 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 5
o 4
g 3
=
3 2
<
s 1
N
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 |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
KDLMRHGDTTLWWIQAMTGFAMFFLGSVHLY IMMTQPQT IGPVSSSFRMVSEWVMWPLYLVLLFAVELHGSVGLYRLAVKWGWFDGETPDKTRANLKKLKT
f. Max. deviation (see listing).
ke 45: I I * * 4 + *®
T TN T I | O SO S S S0 St S TR R T S SO J N e L
g. G-factors
Phipsi u TH FI:: T 1:11
sl i i s
Dihedrals [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 A T T T
MC angies - EHHH A A A A A A A
Mainchain [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 [T T T I T T T T T I T I R T I I
115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210

1e7p_06.ps
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. d . Page 36
le7p

100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
]
T 801
B
g 60 -
£ 40
<
= 20
2 -

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 omega torsion
s
S 4
]
g 3
g 2
& 1
£
© 215 220 225 230 235 240 245 250 5 10 15 20 25 30 35 40 45
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion

_§ 5
= 4
3
<
g 1
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 |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible

e. Sequence & Ramachandran regions a Most favoured & Allowed [l Generous Il Disallowed
AMAAMNA AR AAAAA ARBARARAAAARERR]  _ _ _AAMAAARARE  AA_ AAAAAATAAR AAAABARAARARABAAAR

LMSAFLIVLGLLTFGAYVKKGLEQTDPNIDYKYFDYKR T H MKVQYCDSLVIGGGLAGLRAAVATQQKGLSTIVLSLIPVKRSHSAA

f. Max. deviation (see listing)

+
+:+ w oy Fpo4 Fy : * ++++ + + +*J’: + ++*i +
1«_*****1«*_****1«******__**___*_*___***_ ok ok ok ok k| sk wokk Rk kckk Rk kkckkkokk ok Rk kkk k¥
g. G-factors

ChiPehi2 # .ﬁ - T @ @ # H H H:H -

Chil onl;

Chi3 & chi4 [ ] [ [ I [ [ [T

Omega [ [ [ [ [ [ [T

Dihedrals T T T T T I T TI T TT TIT ITITTITI TEET O O T T T T T T T I T T I T T T T T T

MC bonds

etenss FEFFFFFEFHHEAATETD O BRI e e A e e e

Mainchain - [T T TTTTTTTTTTITTTITITTTTITTTOTTIITCITT] O O T I T T T T T T T T T T T I I

Overall [ITTTTITTTTTITITITTTTTTTTITTITITTTITITINIT] O O [EENESEEEEEEEEEEEEEEE NN NN SN NN NN NN
215 220 225 230 235 240 245 250 5 10 15 20 25 30 35 40 45

1e7p_06.ps
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100 a. Absolute deviation from mean Chi-1 value (excl. Pro)

>

]

T 80-

B

g 60 -

2 401

<

< 20

z

47 60 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140

Residue number

: b. Absolute deviation from mean of omega torsion

s

5 4

]

g 3

£ 2

& 1

g

© 4 60 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140
Residue number

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

_§ 5

Z 4

2 3

g 2

<

s 1

N

47 60 70 75 80 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

i A A VAVAY )

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

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

AR B ABEAA A,
7 ;
AQGGMQA  SLGNSKMS  DGDNEDLHFMDTVKGSDWGCDQKVARMFVNTAPKAIRELAAWGVPWTR IHKGDRMA I INAQKTT I TEEDFRHGL IHSRDFG

f. Max. deviation (see listing)

.
R CE o kkx Lok Rk kR Rk Rk sk kkk Rk ok kokokokkk kR Rk Rk kkkokokk ok x ok ko ok kk ok sk EEE
g. G-factors

e S 0B L e S et g e e

Chil onl;

Chi3 & chi4 [ NEEEENEN [ [ [T [T

Omega [T INEEENEEN [ [T [T [T

Dihedrals  [TTTTTT] [T LTI T T I 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

MC bonds

et FEFFEFR FEREFFER R R PR

Mainchain - [TTTTTT] [T CELTTT T I 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

Overall [ITTITT] OITITT OTTT I T I T T T T T T I I T T T T T T T T T T T T T IT T T T I T T TT T T T TITTTIT I T IT]
47 60 70 75 80 8 90 95 100 105 110 115 120 125 130 135 140

1e7p_06.ps
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Residue properties
le7p

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

80 1

401
201

Chi-1 abs. mean dev.

143

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

b. Absolute deviation from mean of omega torsion

—_— N W Rk~ W

Omega abs. mean dev.

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

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

Zeta abs. mean dev.

143

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

Residue number Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

B T A o o

Key:-

— - N———— N\

™ Helix

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

0 Accessible

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

Dihedrals

MC bonds
MC angles

Mainchain

Overall

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

JANNA
GTKKWRTCYTADATGHTMLFAVANECLKLGVS IQDRKEATAL THQDGKCYGAVVRDLVTGDI IAYVAKGTL IATGGYGR I YKNTTNAVVCEGTGTAITALE

f. Max. deviation (see listing)

+++ 44
sk kokokkk ok Rk ko
. . .

1e7p_06.ps




PROCHECK

80
60
40
20

Chi-1 abs. mean dev.

—_
o
S

Page 39

Residue properties
le7p

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

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 omega torsion

5 5
e}
§ 4
E 3
S 2
& 1
=)
© 243 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 5
= 4
QE) 3
3 2
<
s 1
N
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
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
TGIAQLGNMEAVQFHPTPLFPSGILLTEGCRGDGG I LRDVDGHRFMPDYEPEKKELASRDVVSRRMI EHIRKGKGVQSPYGQHLWLDIS ILGRKHIETNL
f. Max. deviation (see listing) e
] 66 * : *
B T S S O ot SO NN~ E ST UO LEDEOE S OUONE s S SOF SUUOL NN S S
g. G-factors
Phipsi [N “mmaE | HCN I T
e st g et o et et o e et al o
8h13&cn4 \H [ NN [T I I [HEEEEEN] [ [
mega [ [ [T [ [ [T [T [ [
Dihedrals [T T T T T T T T TP T T T T T T s T T T T T P T T T T T T T T T T T T T T T
M sngies - EHERHHHRHH R A HHHHHHHH A A
Mainchain T T T T T T T T T P TP T T T e T T T P T T T T T T T T T P T T T T T
T o W W W M W W 5 W S W R W N M MW R AR
243 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340

¢ = cis-peptide

1e7p_06.ps
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Residue properties
le7p

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

—_
o
S

80
60
40
20

Chi-1 abs. mean dev.

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

b. Absolute deviation from mean of omega torsion

3 5
o
= 4
E 3
S 2
& 1
=
© 343 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 440
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 5
= 4
QE) 3
3 2
<
s 1
N
343 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 440
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions a Most favoured & Allowed [l Generous Il Disallowed
A AFIA
RDVQEICEYFAGIDPAEKWAPVLPMQHY SMGGIRTDYRGEAKLKGLFSAGEAACWDMHGFNRLGGNSVSEAVVAGMI VGEYFAEHCANTQVDLETKTLEK
f. Max. deviation (see listing)
LT T N O o SO O o S JC S SO S e S L LI 52 ST T LI
g. G-factors
Phipsi [T IﬁIj B _EEmmEN !# :]Z-IFED: ]iII:I: m B
il i i i i
Dihedrals [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 R T T T T T T T
MC angies - EHHH A A A A A
Mainchain [T T T T T T T T T T T T T T T T T T T R T T T T T T T T T T T T
Overall [T T TR T T T T i T T T T T I T T
343 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 440
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Residue properties
le7p

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

= 100
S
= 80
B
g 60
£ 40
<
= 20
z

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 omega torsion
s
s 4
]
g 3
g 2
& 1
g
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-alpha chirality: abs. deviation of zeta torsion

_§ 5
= 4
3
£ 27
<
g 17
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

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

0 Accessible

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

Dihedrals

MC bonds
MC angles

Mainchain

Overall

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

FVKGQEAYMKSLVESKGTEDVFKIKNRMKDVMDDNVGI FRDGPHLEKAVKELEELYKKSKNVGIKNKRLHANPELEEAYRVPMMLKVALCVAKGALDRTE

f. Max. deviation (see listing)

+ *
® ok *

+ +
Lk kR ok kR ok ok R kK
i I I

bt

1e7p_06.ps
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Residue properties
le7p

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

—_
o
S

80
60
40
20

Chi-1 abs. mean dev.

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 omega torsion

— N W A W

Omega abs. mean dev.

543 550 555 560 565 570 575 580 585 590 595 600 605 610 615 620 625 630 635 640
Residue number

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

— N W A~ W

Zeta abs. mean dev.

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

e e = AN/~

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

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

ABAAA
SRGAHNREDYPKRDD INWLNRTLASWPNPEQTLPTLEYEALDVNEME IAPGYRGYGAKGNY I ENPLSVKRQEE IDKIQSELEAAGKDRHAIQEALMPYEL

f. Max. deviation (see listing)

+ + + o+ * + + 4+ * * +++
sk kkokk ok ok skeksk ks k kkk ok kockk ok kR ok * * k%
. i i i i i i

g. G-factors

Phi-psi . [ Tl T T T o [
Chil-chi2 [

Chil onl;

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

1e7p_06.ps
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100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
]
T 80
g
g 60 -
£ 401
<
= 20 A
2
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 omega torsion
é 5
= 4
g 3
£ 2
& 1
=
© 643 650 655 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 5
§ 4
g 3
£ 2
<
s 1
N
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
e e s N\ N S
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
AAA,
PAKYKARNERLGD MGRMLT IRVFKYDPQSAVSKPHFQEYKIEEAPSMTIFIVLNMIRETYDPDLNFDFVCRAGICGSCGMMINGRPSLAC
f. Max. deviation (see listing)
g. G-factors
Phi-psi _ | Ul W [ W T [T T
e : wme SRR T
I mmininin T
Dihedrals  [TTTT I TTTTE] T T T T I T T T T T T LT T T T T T T T A T T T A T T A T T I
MC angles - B A A A A A A A A
Mainchain [T TTTTTTTTTTT] [EEEEEENEEEEEE NN NN
Overall  [TTTTTITITILT] T T T T L L L P T L I LI T T LTI I
643 650 655 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75

1e7p_06.ps
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100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
]
T 801
B
g 60
£ 40
<
= 20
z

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 omega torsion
s
s 4
]
g 3
g 2
& 1
g
© 78 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion

_§ 5
= 4
3
£ 27
<
g 17
N

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

o 1A/ AN ) el

Key:-

™ Helix

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

0 Accessible

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

A
RTLTKDFEDGVITLLPLPAFKL IKDLSVDTGNWFNGMSQRVESWIHAQKEHDI SKLEERITEPEVAQEVFELDRCIECGCCIAACGTKIMREDFVGAAGLN

f. Max. deviation (see listing)

+ + EE 4 5+ +% 4+ * + + J’g+++ :J’:
* ok * * + koko kg 47 A g dokok + + o+ 4+ 4 Rk ok kook g kowok gk g * ok P F++ +
kR ko wok ok ok kokok |k ok ok sk sk ok sk ok ok ok sk ok sk ok Uk kR ko wockokokok kol okok kokok ook Rk ok kok Rk ok k | Rkckk kR * sk ok sk ok
g. G-factors
Chif’ehiz . wasoua-Susms o P T
Chil onl;
Chi3 & chi4 [ ] IHEEN [ L] [ i L]
Omega [ [TTT1 [ [ [ [ [ ]
Dihedrals  [TTTTT T TTTT T T T T T T T T T T T P T T T T T T T T T T T T T T T T T T I T
MC bonds
etsuts - PR e T
Mainchain [T T T T T T T T T TT T IT T ITTTTTTTE TTTPT TTT TET TTTT TTTTP TP T T T ITTITTT I TTTE T I TTTTTT T
Overall 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 T T T T T T LTI T T T T T T T T T I T T I ITITTTITITTIT]
78 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175

1e7p_06.ps
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Residue properties

le7p

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

—_
o
S

80 1

401
201

Chi-1 abs. mean dev.

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 omega torsion

Omega abs. mean dev.
[\S)
1

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

5 10 15 20 25

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

= 5
S
o 4
S 3
=
£ 2
<
s 1
o]
N
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
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
RVVRFMIDPHDERTDEDYYEL I GDDDGVFGCMTLLACHDVCPKNLPLQSK I AYLRRKMVSVN MTNES I LESYSGVTPERKKSRMPAKLDW
f. Max. deviation (see listing) .
* i +§ * * 4 ++ +
e EE g kE wET + o ottt oK R RE + FooFp4 +4¥04 Ky ¥ Fhpk gk
dokokokokok k| kkoksk ok kokskk ok dokokokokok ok ok ok kokok ok dkokokok ok kokokok kR R kok d kokokokokokokkok ok |k sk kR Rk kol ok
g. G-factors
Ellllii* -SCihi N EEEH:] e o l:::l,ﬂ H:# H H
Chil onl;
Chi3 & chi4 I [ [N [ ] [
Omega [ [ T [T [
Dihedrals  [TTTTT T T TT T TT T T T I T T T T IT T T T T T I T T I T T T T T T I T T ITTTTT T T T T T T I I 7T
C bonds
MC angles - HH A A A A EH AN
Mainchain [T T T T T T T T TTTTTLIT TTTTTT IT TT TT TTIT TT TT TTTITTTTTT [EEEEEEEEEEEENENEEENEN NN
Overall [T AT L L LTI T LT LT LTI CCCCL LTI I
178 185 190 195 200 205 210 215 220 225 230 235 5 10 15 20 25

1e7p_06.ps
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—_
o
S

80
60
40
20

Chi-1 abs. mean dev.
— N W R~ W

Omega abs. mean dev.

Zeta abs. mean dev.

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

Dihedrals

MC bonds
MC angles

Mainchain

Overall

Page 46

Residue properties
le7p

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

20 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 omega torsion

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

Residue number

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

29 35 40 45 50 55 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 |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible

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

AAEA AIA AAAA AABAABIAAARL £ ) ‘ : MAAAAAAAAAABAAARAAAAAAAAARAARTIAAABAAARAAAAAARIA AAAAARIA
WQSATGLFLGLFMIGHMFFVST I LLGDNVMLWVTKKFQLDF I FEGGKP IVVSFLAAFVFAVF IAHAFLAMRKFP INYRQYLTFKTHKDLMRHGDTTLWWI

f. Max. deviation (see Jisting)
6

SR AP 0 =P SO = O OUUNUUUUUUNPE UL S - SUNPUURPR + SPUPE I S

g. G-factors

N .r. ﬂ [ 1H T |

HZifH:H .—H \\7\\ I [T HE

[ [T [1 [ [T [1 [T [T
[T T T T T T T T R T T T T T T LT T T P LT T T P e T T T T T T T S T TP [T T LT T T T
\\HHH\H\\\HH\H\\\HH\\H\HHH\H\HHH\H\\\HH\\H\\HH\\HHH\HHHHHHHHHHH\
O A A e e T T P T T T P T T T T P T T T T T P T T T T T T o
EEEEEEEESEEEEEEEEEEEEEEEEEESEEEE NSNS EEE NSNS NSNS NN EE NN EEEEEEEEE|
OGO ER LT C LT BT T T L T T TR [T LI T T[T TTLITT]
29 35 40 45 S50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125

1e7p_06.ps
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Residue properties
le7p

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

—_
o
S

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 omega torsion

5 5
o
= 4
g 3
S 2
& 1
=
© 129 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 5
o 4
S 3
=
3 2
<
s 1
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
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
QAMTGFAMFFLGSVHLY IMMTQPQTIGPVSSSFRMVSEWMWPLYLVLLFAVELHGS VGLYRLAVKWGWFDGETPDKTRANLKKLKTLMSAFL IVLGLLTF
f. Max. deviation, (see listing)
enonn DA ol e e ondend e n bl o L
g. G-factors
Phipsi [T FI:: i e W T u
. i i e T
Dihedrals [T T T T TT T T I T T T T I T T T T I T T I T T T T T T T T T T T T I T T T I T I T T
MC angles - EHHHAH AR AR
Mainchain [T T T T T T T T I T TTTTTEEIT TTTT T ETT T T T T  T  T TT T T EIT T T TTIT TTTTTTTTTT
Overall [T I T T T T T T T T L T L T T T T
129 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225
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le7p
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
]
T 80-
<
£ 60
£ 40
<
< 20
5 -
229 235 240 245 250
Residue number
: b. Absolute deviation from mean of omega torsion
s
5 4
]
g 3
£ 2
& 1
g
© 229 235 240 245 250
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 5
5
£ 3]
£ 27
<
g 1
N u
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

o == 2

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
GAYVKKGLEQTDPNIDYKYFDYKR TH

f. Max. deviation (see listing)

s

+ o+ kg * *

sekckkkokk  wk  k ok kR k

g. G-factors

Ave

Phi-psi T .:f % @089
Chil-chi2 ] -0.62
Chil onl; -0.08
Chi3 & chi4 [ ] 0.32
Omega 1 0.59
Dihedrals  [TTTTTTTTTTTTTTTTTTITOEM] [1J [0O-0.18
MC bonds [T T 0.58
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1.27

C-O

(Ala)
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(Pro)
CA-C
(Gly)

le7p

1.22 126 130 1.34 1.38 142 1.46

1732

120 1.24 1.28 1.32 136 140 1.44

Main-chain bond lengths

CA-C

(except Gly)

1732

PROCHECK
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1.41
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1.33 1.37
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1

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

Black bars > 2.0 st. devs. from mean.
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Main-chain bond angles

le7p

(Pro)

CA-C-N
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CA-C-N

CA-C-N

(except Gly,Pro)
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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

le7p

(Gly)

N-CA-C N-CA-C

(except Gly,Pro)
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(the rest)
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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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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 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
Alle 119 A Pro 289 B Met 1 C Thr 62 DIle 119 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
E Met 1 F Thr 62 Glle 119 G Pro 289 H Met 1 I Thr 62
CA 1540 CB CA 1525 C N 1458 CA CA 1540 CB
1.594 1.578 1.510 1.601
JIle 119 J Pro 289 K Met 1 L Thr 62
Bonds differing by > 0.05A from small-molecule values. Values shown: "ideal", difference, actual
Main-chain bond angles
1112 1118 1112 1112 RE 1112
A Thr 152 A Pro 258 A Asp 283 A Phe 287 A Met 288 A Pro 289 A Glu 294
1112 1112 1112 1112 1112 1112
A Glu 297 A Ala 299 A Leu 342 A Met 399 A Ser 411 A Leu 561
1112 112 1112 111.8 111.2 1112
B Asn 109 B Arg 167 C Phe 90 C Pro 102 C Asp 244 D Thr 152
11138 1112 111.2 RG 112 1112
D Pro 258 D Asp 283 D Phe 287 D Met 288 D Pro 289 D Glu 294 D Glu 297
1112 1112 1112 1112 111.2 1112
D Ala 299 D Leu 342 D Met 399 D Ser 411 D Leu 561 E Asn 109
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Main-chain bond angles (contd)

111.2 111.2 111.8 111.2 111.2 111.8
E Arg 167 F Phe 90 F Pro 102 F Asp 244 G Thr 152 G Pro 258
N 111.2 C N m2  c . 1226 ca N 1112 111.2 1112

CA CA N CA

G Asp 283 GPhe287 GMet288-GPro289 G Glu 294 G Glu 297 G Ala 299
N 111.2 C 111.2 111.2 111.2 111.2 111.2

CA

G Leu 342 G Met 399 G Ser 411 G Leu 561 H Asn 109 H Arg 167
N 111.2 C 111.8 111.2 111.2 111.8 111.2

CA

I Phe 90 I Pro 102 I Asp 244 J Thr 152 J Pro 258 J Asp 283
N 1112 ¢ 1226 1112 1112 1112 1112

CA

IPhe287  IMet288.IPo2s9 TGl 294 1 Glu 297 J AJa 299 I Leu 342
N 111.2 C 111.2 111.2 111.2 111.2 111.2

CA

J Met 399 J Ser 411 J Leu 561 K Asn 109 K Arg 167 L Phe 90
N 111.8 cC N 1112 fe

CA CA

L Pro 102 L Asp 244

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

CB CE cB CB 13 cB
0.030 0.035 0.031 0.033 0.044 0.030

A Tyr 219 A Phe 287 A Tyr 351 A Tyr 370 A Trp 397 A Tyr 580
CB CB CB cB a2 cB
0.043 0.049 0.032 0.032 0.038 0.040

A Tyr 603 A Tyr 640 B Tyr 230 C Tyr 10 C Phe 47 C Tyr 172
CB CB CB CB 43 CB
0.030 0.035 0.031 0.033 0.044 0.030

D Tyr 219 D Phe 287 D Tyr 351 D Tyr 370 D Trp 397 D Tyr 580
CB cB CB CB ce cB
0.043 0.049 0.032 0.032 0.038 0.040

D Tyr 603 D Tyr 640 E Tyr 230 FTyr 10 F Phe 47 FTyr 172
cB B CB CB B cB
0.030 0.035 0.031 0.033 0.044 0.030

G Tyr 219 G Phe 287 G Tyr 351 G Tyr 370 G Trp 397 G Tyr 580
CB CB CB cB e cB
0.043 0.049 0.032 0.032 0.038 0.040

G Tyr 603 G Tyr 640 H Tyr 230 ITyr 10 I Phe 47 I Tyr 172
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Planar groups (contd)

CB i CB CcB €5 cB
0.030 0.035 0.031 0.033 0.044 0.031

J Tyr 219 J Phe 287 J Tyr 351 J Tyr 370 J Trp 397 J Tyr 580
CB cB cB CB CE CB
0.043 0.049 0.032 0.032 0.038 0.040

J Tyr 603 J Tyr 640 K Tyr 230 L Tyr 10 L Phe 47 L Tyr 172

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