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Plot statistics

Residues in most favoured regions [A,B,L] 3736
Residues in additional allowed regions [a,b,l,p] 597
Residues in generously allowed regions [~a,~b,~l,~p] 17

Residues in disallowed regions 0

Number of non-glycine and non-proline residues 4350
Number of end-residues (excl. Gly and Pro) 18
Number of glycine residues (shown as triangles) 462
Number of proline residues 348
Total number of residues 5178

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

Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Ramachandran plots for all residue types
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Ramachandran plots for all residue types
pdb2fyn

Tyr (192) Val (402)
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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 (234)

Chi1-Chi2 plots
pdb2fyn

Arg (198)
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Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.

Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
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Chi1-Chi2 plots
pdb2fyn
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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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Bad contacts per 100 residues %-tage of residues in most favoured regions

Standard deviation (kcal/mol)
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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

; 8 Measure of bad non-bonded interactions
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Resolution (Angstroms) 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. %-tage residues in A, B, L 4350 85.9 61.7 10.0 24  BETTER
b. Omega angle st dev 5142 1.4 6.0 3.0 -1.5 BETTER
c. Bad contacts / 100 residues 131 2.5 24.7 10.0 -2.2  BETTER
d. Zeta angle st dev 4716 1.2 3.1 1.6 -1.2 BETTER
e. H-bond energy st dev 3257 0.8 1.1 0.2 -1.3  BETTER
f. Overall G-factor 5178 0.1 -0.9 0.3 34 BETTER
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Side-chain parameters
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a. Chi-1 gauche minus
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b. Chi-1 trans
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d. Chi-1 pooled standard deviation
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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. Chi-1 gauche minus st dev 528 18.0 29.1 6.5 -1.7 BETTER
b. Chi-1 trans st dev 1380 16.4 279 5.3 -2.2  BETTER
c. Chi-1 gauche plus st dev 1908 15.5 26.6 4.9 -2.3  BETTER
d. Chi-1 pooled st dev 3816 16.3 27.4 4.8 -2.3 BETTER
e. Chi-2 trans st dev 1154 17.8 26.9 5.0 -1.8  BETTER
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Residue properties
pdb2fyn

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

—_
o
S

80 1

40
20

Chi-1 abs. mean dev.

3 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

Omega abs. mean dev.
N
1

3 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

Zeta abs. mean dev.

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

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

T T T T T T T T T T T T T T T T T T T
GIPHDHYEPRTGIEKWLHSRLP IVALAYDT IMI PTPRNLNWMWIWGVVLAFCLVLQIVTGIVLAMHYTPHVDLAFASVEHIMRNVNGGFMLRYLHANGAS

f. Max. deviation (see listing)
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Residue properties
pdb2fyn

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

—_
o
S

80
60
40
20

Chi-1 abs. mean dev.

103 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N BN

103 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200
Residue number

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

N A~ N

Zeta abs. mean dev.

103 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200

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

AAABAAAAAAAAAAAAAAA
T 7 T T T 7 T T ; i T T T T T T 7 T i T
LFFIAVYLHIFRGLYYGSYKAPREVTWIVGML I YLAMMATAFMGYVLPWGQMS FWGATV I TGLFGA1PGIGHS 1QTWLLGGPAVDNATLNRFFSLHYLLP

f. Max. deviation (see listing)
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. i i i i . i . . i . . . i i . . .

g. G-factors
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[
Dihedrals [T1
MC bonds } } }
[T

[T

MC angles
Mainchain

Overall [ i

¢ = cis-peptide
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Chi-1 abs. mean dev.

Omega abs. mean dev.
N BN

Zeta abs. mean dev.

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

Dihedrals

MC bonds
MC angles

Mainchain

Overall
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Residue properties
pdb2fyn

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

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

b. Absolute deviation from mean of omega torsion

203 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300

Residue number

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

203 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300

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

d. Secondary structure & estimated accessibility

INANA. - — g — NNV~

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

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

T T T T T T T T T T T T T T T
FVIAALVAITHIWAFHSTGNNNPTGVEVRRTSKAEAQKDTVPFWPYFI IKDVFALAVVLLVFFAIVGFMPNYLGHPDNY I EANPLRTPAHIVPEWYFLPFY

f. Max. deviation (see listing) :
S5+
+ + 4 FE gy + gk gk gy ol + + + o+ + +
skokkck  kk kb ok kR ok wok kR kkk ok ok Rk kokk kR kokok ok Rk Ok k _kx ok k% ook sk ok ok ok ok wokkkkk EEEEE =Y
g. G-factors

¢ = cis-peptide
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Residue properties
pdb2fyn

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

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.

303 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N BN

303 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400
Residue number

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

N A~ N

Zeta abs. mean dev.

303 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400

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

ABBAAAA AAAAAAAAABINAAAARIA_ ABIIAAAAAAAAAAAAAAAAAAAA
7
Al LRAFTADVWVVQ IANFISFGI IDAKFEGVLAMEGA I LVMALVPWLDTS PVRSGRYRPMFK I YFWLLAADEV I LT’WVGAQQTTFPYDWI SLIASAYWFA

f. Max. deviation (see listing)

+
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g. G-factors
ChiPehio *# ] o o H‘f -

Chil onl: ]
Chi3 & chi4
Omega

Dihedrals [
MC bonds }
[

MC angles
Mainchain

Overall [

\
I
\
\
L
303 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 39

¢ = cis-peptide
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Residue properties
pdb2fyn

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

= 100
S
= 80
g
g 60
£ 40
<
- 20
2
403 410 415 420 425 430 5 10 15 20 25 30 35 40 45 50 55 60
Residue number
: b. Absolute deviation from mean of omega torsion
é 10
5 0]
E 6
g 41
5 2
=
O 403 410 415 420 425 430 5 10 15 20 25 30 35 40 45 50 55 60
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
= %]
E 6
£ 47
<
g 27
N
403 410 415 420 425 430 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
B0 i NAVAVANR A
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions a Most favoured & Allowed [l Generous Il Disallowed
AAABABIAAAA ‘ ‘ AAAAAANARANA BRAAAAAAAANIA  AIAAAAA
YFLVILPILGATEKPVAPPATIEEDFNA AGGGHVEDVPFSFEGPFGTFDQHQLQRGLQVYTEVCAACHGMKFVPIRSLSEPGGPELPEDQ
f. Max. deviation (see listing)
g. G-factors
phipsi - T T N | T T
Rl et adeEe e
e ol :
Dihedrals  [TTTT T TTTTTIITTTTTIITITTTTTT] T T T T T T I T T T T T T T I T T T T T
et (LTI PR
Mainchain [T T T T TTT T TTTTTIITITTTT] [EEEENEEEEE NN NN NN RN
Overall [T I T I T ITTTT] O T T T R T T T T T
403 410 415 420 425 430 5 10 15 20 25 30 35 40 45 50 55 60
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Residue properties

pdb2fyn

Page 6

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

= 100
S
= 80
g
g 60
£ 40
<
- 20
2
63 70 75 80 8 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
é 10
5 0]
E 6
g 41
5 2
=
© 63 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
_§ 10
= 8
“E’ 6
3 4
<
s 2
N
63 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
i eV At ==
I
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
AAAARAANBAAAAAA_AA ‘ ‘ ‘ ‘ ‘ A I ‘ A AAAAAAAANL AAAAAARNIEE BANA AAAAAAABIA
VRAYATQFTVTDEETGEDREGKPTDHFPHSALENAPDLS LMAKARAGFHGPMGTGI SQLFNGIGGPEYIYSVLTGFPEEPPKCAEGHEPDGFYYNRAFQN
f. Max. deviation (see listing) .
5 +
*1— : * ok ji* *I * E : * x:: Zij(— i***f% : EE * ::*%f#* 2: 1«*1‘ ok E*
g. G-factors
Phipsi [T 1] EREEEEEE mEww B
e [HETHTRATS 3 ud adietind
S imminin i i HHH
Dihedrals [T T T T T T T T T T I T I T T T T P T T T T T T I T T TR T T T T T T T T T I T T T T T T T T T T
Ne, (LTI AT T T T
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 I T T T I T T T
Overall [T I L T I R T I A L T T T
63 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160
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Residue properties
pdb2fyn

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

—_
o
S

80 1

401
201

Chi-1 abs. mean dev.

163 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N BN

163 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255
Residue number

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

Zeta abs. mean dev.

163 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255

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

d. Secondary structure & estimated accessibility

e m e AN\ N

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

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

GSVPDTCKDANGVKTTAGSWIAMPPPLMDDLVEYADGHDASVHAMAEDV SAFLMWAAEPKLMARKQAGFTAVMFLTVLSVLLYLTNKRLWAGVK

f. Max. deviation (see listing)

+
+ + * * kg +++4+
LRk ko kR ke ok ok ok kR * EEE =

i i i .

g. G-factors

Phi-psi . T T [ ] W= T ]
Chil-chi2

Chil only

Chi3 & chi4
Omega

Dihedrals

MC bonds
MC angles
Mainchain

Overall
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Residue properties
pdb2fyn

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

—_
o
S

80 1

401
201

Chi-1 abs. mean dev.

9 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N
1

9 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105
Residue number

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

=~ 10
S
= 87
S 64
=
£ 4
<
g 27
Q
N
9 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
’_I\
C—ARNANRAARNAR B Sm— AN U T
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
AAMAAARIIARA AAAAAARAAAAAAAAAAAAAAAAAAAATIAA AMAAAAAAAAAAATIA AAMAAAAAAAARIA A
GTRRDFLYYATAGAGAVATGAAVWPL INQMNP SADVQALAS I FVDVSSVEPGVQLTVKFLGKPIFIRRRTEADI ELGRSVQLGQLVDTNARNANIDAGAE
f. Max..deviation (see listing)
I‘.‘+ +:: i + x + * 4 +
¢11:$*IZ*:**_:*_:¥**: §*¥:Ii*_11__i*_*_i__*____*¥_:*_*:*__*>_i:__*>*___I?:**:*I::_*>*¥***_>__:___**
g. G-factors
Phi-psi [T _WEEEN .
G D . 1ot :
Chi3 & chi4 I [ 1] [ [ [ [ [ [
Omega [ [T [T [ [T [T [ [T
Dihedrals [T T T T T T XTI T T T T I T T TTT I T T TT E E T I TE  T T  TET TT TTT EI T TTTT TE TITT TIT TT TTETTTT
C bonds
MC angles - -HHHHHHAAHA A A A
Mainchain [T TT T T T T I 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 T T T T
Overall [T T T T T T L T T A L T T T TR T T
9 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105

pdb2fyn_06.ps
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R . d . Page 9
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
g
g 60 -
£ 401
<
= 204
£
109 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 10
Residue number
: b. Absolute deviation from mean of omega torsion
é 10
5 0]
E 6
g 41
D21
=
© 109 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 10
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
= %]
E 6
£ 47
<
g 27
N
109 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 10
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
A St o — O D
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions a Most favoured & Allowed [l Generous Il Disallowed
ATDQNRTLDEAGEWLVMWGVCTHLGCS P IGGVSGDFGGWFCPCHGSHYDSAGR IRKGPAPENLPIPLAKFIDETTIQLG GIPHDHYEPRT
f. Max. deviation (see listing)
g. G-factors
Phipsi T O T T T IZIIH TE T i- ERREC ]
] i i i
Dihedrals [T R T T TT T T T T I I T T I T T T T I T I T T I T T T T I T T A T I I T T T [T T
MC angles - R A A A
Mainchain [T T T T T T T TR T T I T T T T T T T T T T T T I T T [IITTTTITTTT]
Overall [T LI, I T R T T L T T L TR LT T TR LTI [TTTT I TT
109 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 10

pdb2fyn_06.ps




—_
o
S

Chi-1 abs. mean dev.

Omega abs. mean dev.
N BN

Zeta abs. mean dev.

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

Dihedrals

MC bonds
MC angles

Mainchain

Overall

PROCHECK

Page 10

Residue properties
pdb2fyn

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

80 1
60
40
20 A

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

b. Absolute deviation from mean of omega torsion

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

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

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

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

d. Secondary structure & estimated accessibility

ANVAVANA A VA Vo

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

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

AAAAABANBAAABAAAAAAAAA NS
T T T 7 7 T T T T T T T T T T T T T T T
GIEKWLHSRLPIVALAYDT IMIPTPRNLNWMWIWGVVLAFCLVLQIVTGIVLAMHYTPHVDLAFASVEH IMRNVNGGFMLRYLHANGASLFFIAVYLHIF

f. Max. deviation (see listing)

5

+
*
o+ * + +F o+ oo+

ko kckkokckk ok ok Rk kokk ok kkckkkkkkdk | ok %ok
i . i . . . .

pdb2fyn_06.ps




PROCHECK
Page 11

Residue properties
pdb2fyn

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

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.

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

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N BN

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

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

Overall

=~ 10
S
= 8
S 6
=
g 4
<
s 2
N
114 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
: AAANABAAAAAA : ‘ A AAAAN : ‘ : : ‘ ‘ ANABAAAAAAAAAAAAAAAAARAAAAAAAAA
RGLYYGSYKAPREVTWI VGML [ YLAMMATAFMGYVLPWGQMS FWGATV I TGLFGA 1 PG IGHS 1QTWLLGGPAVDNATLNRFFSLHYLLPFVIAALVATHI
f. Max. deviation (see listing)
I+++*++ * Fpg 4 + ++ 4+ 4* t +  F 4 4 + + + + o+ o+
BET TR BT Uk kokskokokok | koksk kR ok sk skkokokok ok skokok ok k% ok ok kk Rk kkkRk Rk Rk Rk ok kok ¥ dok ko
g. G-factors
C
ChiPehio H e H H H e " H
Chid &chia [ H Il 0 o o
Omega [ H [ [ [ [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 T A T T T T A T T T T T T [T
C bonds
vt T I I
Mainchain - [T T T T T T T T T T TTTEITT TTTT TT T TT  T T  T  T T T T TTT T T TTTTIT TTTTTd [T
LT 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 I T T T T T T T T IT I T TTITTTT [T

\

I

\

\

T T T T T T T T T T T T T T T T T T ‘

114 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 2

¢ = cis-peptide

pdb2fyn_06.ps
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Residue properties
pdb2fyn

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

Page 12

80 1
60
40
20 A

Chi-1 abs. mean dev.

Residue number

214 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310

b. Absolute deviation from mean of omega torsion

N BN

Omega abs. mean dev.

Residue number

214 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310

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

N A~ N

Zeta abs. mean dev.

Residue number

d. Secondary structure & estimated accessibility

Key:- <™ Helix

f. Max. deviation (see listing)
5

5

1Rk g

+
+ *
dokokok ko k ok k|
I I i

w4
Uk kR ok
i I

+

+
E

* %+

++ ok
***__*_*___ *_*_*

Ck kR ok kR R
i i .

214 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310

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

e — A NN ARA - S A

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

0 Accessible

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

WAFHS TGNNNPTGVEVRRTSKAEAQKDTVPFWPYF I IKDVFALAVVLLVFFATIVGFMPNYLGHPDNY IEANPLRTPAHIVPEWYFLPFYAILRAFTADVW

g. G-factors

Phi-psi
Chil-chi2

,,,1,<H

Chil onl;

Chi3 & chi4

Omega

Dihedrals

MC bonds

MC angles

Mainchain

Overall

I
I

\

\

T T ‘\

214 220 225 23

¢ = cis-peptide

pdb2fyn_06.ps
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Residue properties
pdb2fyn

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

—_
o
S

80
60
40
20

Chi-1 abs. mean dev.

314 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N BN

314 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410
Residue number

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

Zeta abs. mean dev.

314 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410

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

d. Secondary structure & estimated accessibility

AVAVAVAVA Y

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

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

AAAAAANAAR ABIAAAA AAAAA  AAAAAAAAAATIAAAAARIA ABBAAAAAAAAAAAAAAAAAAALN  AAAAAAAAAAAAAAAAAANAAAANTIAAAAA A
VVQIANFISFGI IDAKFFGVLAMFGAILVMALVPWLDTSPVRSGRYRPMFKIYFWLLAADFVILTWVGAQQTTFPYDWISLIASAYWFAYFLVILPILGA

f. Max. deviation (see listing)

* * ++ o+ +
abelel * + ++ * + * o4 4k + +
ko ok ok wok ok kk ok x ko H ok ok kR ok ok * sk ok ko Rk ok ok ok * dokokoR ok koRokok | koRokokkokook kR ok kR ok ok
. . . . . . . i

g. G-factors

C
Phi-psi
Chil-chi2 n n H: H n
Chil onl; H
[

Chi3 & chi4
Omega

Dihedrals

[EEEEEEEEEE NN
MCbonds [T TT T T T T T T T T P T P T T
MCangles [T T e T e e e T

[EEEEEEEEEEE NN
EEEEEEEEEEEEEEES SN NN NN NN NN NN NN RN

Mainchain

Overall

¢ = cis-peptide

pdb2fyn_06.ps
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Residue properties
pdb2fyn

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

80
60
40
20

Chi-1 abs. mean dev.

414 420 425 430

15 20 25 30 35 40 45 50 55 60 65 70
Residue number

5 10

b. Absolute deviation from mean of omega torsion

5 10
o
5%
E 6
S 41
x5
=
© 414 420 425 430 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
= 8
S 6
=
3 4
<
s 2
N
414 420 425 430 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Y b VAVAVAVA M e s\
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions a Most favoured & Allowed [l Generous Il Disallowed
IEKPVAPPATIEEDFNA AGGGHVEDVPFSFEGPFGTFDQHQLQRGLQVYTEVCAACHGMKFVP IRSLSEPGGPELPEDQVRAYATQFTVT
f. Max. deviation (see listing)
g. G-factors
Phipsi [T - n | T EESEENCE SN
il aitlEy aiiiiet
i HH
Dihedrals ~ ETTTTTTEITTTITITT] A T T TS T T T T T A T T T T T T T T T T T T T T
M angies  HEFEHHFFHHFFFHH A A A A A A A A A A A A
Mainchain [T TTTTTTTTTITIIT] 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 TTT
Overall [ITTITTTTTIITITITTT] T T T T T T I T T T T T T T T T T I T T I T T T T T I T T I T ITITITITTT]
414 420 425 430 5 10 15 20 25 30 35 40 45 50 55 60 65 70

pdb2fyn_06.ps
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Residue properties
pdb2fyn

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

—_
o
S

80

40
20

Chi-1 abs. mean dev.

74 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N BN

74 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170
Residue number

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

=~ 10
3
= 87
S 64
g
£ 47
<
g 27
N
74 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
~ m == = N m " |= IQ
o i [
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
DEETGEDREGKPTDHFPHSALENAPDLSLMAKARAGFHGPMGTGI SQLFNGIGGPEYIYSVLTGFPEEPPKCAEGHEPDGFYYNRAFQNGSVPDTCKDAN
f. Max. deviation (see listing) .
+ 5
1— 4 +1—+ koo T ++ # :| Sk gy ;t ;t
g. G-factors
Phi-psi ] | ] B
Chfoe PR P m n : il
Shed i RS i s : A
Dihedrals T T T T T T T T T T T T T T T T T T P T T T T T T T T P T T T T T T
v sngies - FEERHHHRHHHRFHFRFAF AR AR AR A A AR
Mainchain - O T T T T T T P T T T T T P T T P T T T P T T T
Overall [T T T T T T T T T T I T
74 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170

pdb2fyn_06.ps
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100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
g
g 60 -
£ 401
<
= 204
2
174 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 15
Residue number
: b. Absolute deviation from mean of omega torsion
é 10
% 8
E 6
2 4
& 2
=
© 174 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 15
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
= %]
E 6
£ 47
<
g 27
N
174 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 15
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
5 CAAAAUR N NANANNANANA—  F
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
GVKTTAGSWIAMPPPLMDDLVEYADGHDASVHAMAEDV SAFLMWAAEPKLMARKQAGFTAVMFLTVLSVLLYLTNKRLWAGVK GTRRDFL
f. Max. deviation (see listing)
+ 76
g. G-factors
Phipsi T ] N T QT
e Lo ﬂ m A et
ot o i Hinm :
Dihedrals  [TTTTT I TT T T IT T I T I AT LTI T T I T LTI T I T IT T I ] [TITTT1]
MC angles - EFFHHHAHH AR A A A
Mainchain - [T T T T T T T T T T T T I I T LT T T T T T T T T T T T T T T I [TITTT1]
Overall [T IR T e L L T L LT T [T
174 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 15

pdb2fyn_06.ps




Phi-

Overall

Chi -Scihiz H H u . H‘fflf‘H HJ H mH ]
Chil only

Dihedrals

MC bonds
MC angles

Mainchain

PROCHECK

Page 17

Residue properties
pdb2fyn

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

= 100
S
o 80-
B
g 60 -
£ 40
<
= 201
z

16 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115

Residue number
: b. Absolute deviation from mean of omega torsion
z 10
5 8
]
g 6
£ 4
& 2
g
© 16 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion

_§ 10
= 8
S 6
3 4
<
s 2
N

16 25 30 35 40 45 S0 S5 60 65 70 75 80 85 90 95 100 105 110 115

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

d. Secondary structure & estimated accessibility

n R e M

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

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

AA
YYATAGAGAVATGAAVWPL INQUNPSADVQALAS I FVDVS SVEPGVQLTVKFLGKP I FIRRRTEAD I ELGRSVQLGQLVDTNARNAN IDAGAEATDQNRT

f, Max. deviation (see listing)

+4 + o4 *

*. + * * * * + * * + d ok koK

* * * Fokk gy 4ok * * + % + + ¥ +4F * gk * k4 + ® ok ok ok g ok ok 4
* * % Ak ok sk ok sk ok ok ok * %k *

+ o+ 4+
sk ok okokok ok ok ok ok kokokkkk kR kR kkk | kok sk ok sk ok ok ok ok ok
I i I I I I I I

g. G-factors

pdb2fyn_06.ps
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. d . Page 18
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
g
g 60
£ 40
<
- 20
£
116 125 130 135 140 145 150 155 160 165 170 175 180 185 10 15 20
Residue number
: b. Absolute deviation from mean of omega torsion
é 10
% 8
E 6
£ 4
& 2
=
© 116 125 130 135 140 145 150 155 160 165 170 175 180 185 10 15 20
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
§ 8
g 6
3 4
<
s 2
N
116 125 130 135 140 145 150 155 160 165 170 175 180 185 10 15 20
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
§ il i O
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
: BAANA WAAA WA AN AAAAANL AAAANIA AARE AAAAAAAAARABAARIABIAAAA ABAAAAANEN 4 :
LDEAGEWLVMWGVCTHLGCSP IGGVSGDFGGWFCPCHGSHYDSAGR IRKGPAPENLPIPLAKFIDETTIQLG GIPHDHYEPRTGI EKWLH
f. Max. deviation (see listing)
g. G-factors
Phipsi [ TR T [T IZH T ]
e gl i s
Dihedrals  [TTTTTTTITTITTTTTTTIT T T T I IT LT LTI T I T T T T I T T T IR TTTTTT] T T TR T
e e e e e e e e AT
Mainchain [T T T T T T T T T T I T AT T T T T T T T T T T T I T T OOTTTITTTITITTIIIITT
Overall [T e T T T T T T T T R T EEENEEENE NN RN
116 125 130 135 140 145 150 155 160 165 170 175 180 185 10 15 20

pdb2fyn_06.ps




Phi-psi

Chi3 &
Omega

Overall

Chil-chi2
Chil onl;

Dihedrals

MC bonds
MC angles

Mainchain

PROCHECK

Page 19

Residue properties
pdb2fyn

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

= 100
S
= 80
B
g 60
£ 40
<
= 20
z

21 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120

Residue number
: b. Absolute deviation from mean of omega torsion
z 10
5 8
]
g 6
£ 4
& 2
g
© 2 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion

_§ 10
5 o)
E 0]
£ 47
<
g 27
N

21 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120

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

AAAAARANBABABAAAAAAAAANBAR
T T 7 T T T 7 T i T T 7 T T T T T T T T
SRLPIVALAYDT IMI PTPRNLNWMWIWGVVLAFCLVLQIVTGIVLAMHYTPHVDLAFASVEH IMRNVNGGFMLRYLHANGASLFFIAVYLHIFRGLYYGS

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

Key:-

f. Max. deviation (see listing)

+ *

ko * *
dokokokok | kokokokokokk Kok sk
. . .

T %

+H Ok +%4 +

________ CoLokkkkk ok kkockk ok kR ok kk ok %
i . . . i

g. G-factors

chi4

pdb2fyn_06.ps
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Residue properties
pdb2fyn

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

—_
o
S

80

40
20

Chi-1 abs. mean dev.

121 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N BN

121 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220
Residue number

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

=~ 10
S
= 8
S 6
=
g 4
<
s 2
N
121 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
NINININNNN— NN\
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
AANABAAAAAA ‘ ‘ A AAAAN : ‘ : ‘ ‘ ‘ ARABAAAAAAAAAAAAAAAAAAAAAAAAAAAAANTIN
YKAPREVTWI VGML I YLAMMATAFMGY VL PWGQMS FWGATV I TGLFGA I PGIGHS I QTWLLGGPAVDNATLNRFFSLHYLLPFV I AALVA THIWAFHS TG
f. Max. deviation (see listing)
+ ++ o+
++ +Fppt * +F4 4 g ok o4 +  F 4 4+ 4 + + + + o+ dok kg
Aok kokokokok ok sk sk ok kkokokok skokok | kok | kok ok skkokokokok | skkok | skokokok skl ok okokokokokok kR dkokok ok skok ok kok ok ok ko kok
g. G-factors
C
s, R "R AR . m
Chilonly ~ [T1
Chi3 & chi4 [T [ [T [
Omega Ol [T [T [T [
Dihedrals [T T T T T T T T I T E T AT T T T T T T T T T T P T T T T T T T T T T T T A T T I T T T T
C bonds
MC angles - HH A A A A A
Mainchain [T T T T T T T T I T T T T T T T T T T P T T T T T T T T T T T T T I T T T T
\HCHH\HHH\HHHHHHHH\HHHHHHHH\HHH\HHHHHHHH\HHHHHHHH\HHHHH

Overall [ i

121 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220

¢ = cis-peptide

pdb2fyn_06.ps
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Residue properties
pdb2fyn

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

—_
o
S

80

40
20

Chi-1 abs. mean dev.

221 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N BN

221 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320
Residue number

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

=~ 10
S
= 8
S 6
=
Zz 4
<
s 2
N
221 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320
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
NNNPTGVEVRRTSKAEAQKDTVPFWPYFI IKDVFALAVVLLVFFAIVGFMPNYLGHPDNY I EANPLRTPAHIVPEWYFLPFYAILRAFTADVWVVQIANF
f. Max. deviation (se¢ listing)
4+
g. G-factors
Phipsi [ W T T H
i B iy : . X
Chi3 & chi4 1 [ [ [ [ ]
Omega [T [ [ [ [T
Dihedrals [T T T TT T T I T T T T T T T T T T T T T T T T T T T T T T T T T T T I T T T AT T T T T T T I T T ]
MC angles - EHFHHHH A A AR 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 T T T T T T I T T
T o W A W M 5 W AW W R N N A AR A AR RN AR
221 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320

¢ = cis-peptide

pdb2fyn_06.ps
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o
S

80

40
20

Omega abs. mean dev. Chi-1 abs. mean dev.
N R~ O ©

N A~ N

Zeta abs. mean dev.

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

Dihedrals

MC bonds
MC angles

Mainchain

Overall

PROCHECK

Page 22

Residue properties
pdb2fyn

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

321 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420

Residue number

b. Absolute deviation from mean of omega torsion

321 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420

Residue number

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

321 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420

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

g. G-factors
R m e b T
ol i
Hi [T
AT 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 I T T T T TR
T T e e e e P e P P P TP T PP P P T TP TP PP P P P T TP PP I T
A e e e e P T T T P A PP P T T T T T P P T P T T A T P P P T T T T T T T P P P P P T T T T T A
[EEEEEEEEEEEEEEEEEEEE NN NN NN
R0 O S W M S M
21 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420

¢ = cis-peptide

pdb2fyn_06.ps
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100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
g
g 60 -
£ 40
<
= 204
£
421 430 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 10
% 8
E 6
£ 4
& 2
=
© 4 430 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
_§ 10
§ 8
g 6
3 4
<
s 2
N
421 430 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
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
: ‘ : ‘ : AAAAAARAAATIA BAAAAAAAAATIA  ABAAAAAAAAAAAAANAAAA_ A
PATIEEDFNA AGGGHVEDVPFSFEGPFGTFDQHQLQRGLQVYTEVCAACHGMKFVPIRSLSEPGGPELPEDQVRAYATQFTVTDEETGED
f. Max. deviation (see listing)
g. G-factors
Phi-psi _ | 1 11
e AT Ik R R e
: S e
Dihedrals ~ ETTTTTTTT] T T T A T T T T T T T T T T T T T T I I T T T I T T
MC angles B B B B B B B B B M B B A M B AN BN AN E MR A NN MR M ARE R AR E A
Mainchain ~ [TTTTTTTTT] LT T T T T A T I T T T T T T T T T T T T T T T T T T IT T
Overall  FITTTTITLT] O R R T T T T L L L T T T
421 430 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80

pdb2fyn_06.ps
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R .d . Page 24
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
g
g 60 -
£ 401
<
= 204
2
81 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180
Residue number
: b. Absolute deviation from mean of omega torsion
é 10
5 0]
E 6
g 41
5 2
=
© 81 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
_§ 10
= 8
QE) 6
3 4
<
s 2
N
81 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
e\
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
: ‘ ‘ ‘ : AA Il A AAAAANL A AAAAAAAAL AAAAAANTIEL A/ ‘ : AANAABANIAA 4 :
REGKPTDHFPHSALENAPDLSLMAKARAGFHGPMGTGI SQLFNGIGGPEY IYSVLTGFPEEPPKCAEGHEPDGFYYNRAFQNGSVPDTCKDANGVKTTAG
f. Max. deviation (see listing)
g. G-factors
Phi-psi _ T ] !
e : eRLs g nE
Chi3 & chi4 I [T IE [ [ ] [
Omega [ [ [ [ [T [
Dihedrals [T T TT T T T T T T T T T T T T PR T T T T T T T T T T T I T T T I T T I T I T T
MC angles - EHFHHHFH AR
Mainchain [T T T T T T T T T T T TTEEIT TTT T T T  T T  T T  T  T TT T T  T TT T T  IT TTTTTITTTT
Overall [T IR T T R L T T T T I T T
81 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180

pdb2fyn_06.ps
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. d . Page 25
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
g
g 60
£ 40
<
- 20
2
181 190 195 200 205 210 215 220 225 230 235 240 245 250 255 15 20
Residue number
: b. Absolute deviation from mean of omega torsion
é 10
5 0]
E 6
g 41
5 2
=
© 181 190 195 200 205 210 215 220 225 230 235 240 245 250 255 15 20
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
= 8
QE) 6
3 4
<
s 2
N
181 190 195 200 205 210 215 220 225 230 235 240 245 250 255 15 20
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
& AR NANANAARN— 1 —AAN
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
SWIAMPPPLMDDLVEYADGHDAS VHAMAEDV SAFLMWAAE PKLMARKQAGFTAVMFLTVLSVLLYLTNKRLWAGVK GTRRDFLYYATAGA
f. Max. deviation (see listing)
" 77 45
T O S Ot s St O = SURUES NN IC CE O ST N IOOT L FE I SR LIS,
g. G-factors
phipsi  ECEEECT ] ] - “mwen TR o
e CHRER ﬂ T HailEE, it
S Lo - - BEREREE
Dihedrals  [TTT T T [TTTTTTTITT AT T T T T I TITITTT  ITTTTIITCTIT T T IT ITT I TITITITT I TTTT]
MC angles - AR AR A
Mainchain - [T T T T T T T T T T I T TTTTTTIT T TTTT T TTTT T TTT TITTTTTTTTITTTT
Overall [T T T L L L LT (I LTI
181 190 195 200 205 210 215 220 225 230 235 240 245 250 255 15 20
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Residue properties
pdb2fyn

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

—_
o
S

80 1

401
201

Chi-1 abs. mean dev.

23 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N
1

23 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120
Residue number

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

Zeta abs. mean dev.

23 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120

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

d. Secondary structure & estimated accessibility

ey ot AN

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

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

AAAARL AAAAAAAAAAATIAA BABAAAAAAAAAA
T 7 T T T 7 T T T T T T T T T T 7 T T T
GAVATGAAVWPL INQVINPSADVQALAS I FVDVS SVEPGVQLTVKFLGKP I FIRRRTEAD I ELGRSVQLGQLVDTNARNAN I DAGAEATDQNRTLDEAGEW

f. Max. deviation (see listing)

M

*

* gk kx4 ® +

sokkkkok kR Rk k% Rk
I I

b ot

+ e+t
EEEEE =

* %

#

g. G-factors

Phi-psi . [T T T SN [T | EEENECE
Chil-chi2

Chil onl;

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

pdb2fyn_06.ps
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Residue properties
pdb2fyn

Page 27

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

—_
o
S

80 1
60
40
20 A

Omega abs. mean dev. Chi-1 abs. mean dev.
N R~ O ©

N A~ N

Zeta abs. mean dev.

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

Dihedrals

MC bonds
MC angles

Mainchain

Overall

123 130 135 140 145 150 155 160 165 170 175 180 185

Residue number

10 15 20 25

b. Absolute deviation from mean of omega torsion

123 130 135 140 145 150 155 160 165 170 175 180 185

Residue number

10 15 20 25

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

[0
M
O
O
[

123

123 130 135 140 145 150 155 160 165 170 175 180 185

Residue number

d. Secondary structure & estimated accessibility

—— )

Key:- <™ Helix

) Betastrand = Random coil Accessibility shading:

10 15 20 25

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

AR—AY

B Buried [] Accessible

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

AR HA AN AAAAANL AAA AARE AAABAAAAARABAARABIAAAA
LVMWGVCTHLGCS P 1 GGVSGDFGGWFCPCHGSHYDSAGR I RKGPAPENLP I PLAKF I DETT IQLG

f. Max. deviation (see listing)

g. G-factors
T 5 mENE (jr,j

oo H HHH

e

I
I

\

I

T LI TR [T L]

0 135 140 145 150 155 160 165 170 175 18

SH HEH

[
N
[l
[
IT,
13

GIPHDHYEPRTGIEKWLHSRLPIVA

* +
* ok

o4
* seokokkk ok Rk kkkk ok %
. . i .

pdb2fyn_06.ps
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Residue properties
pdb2fyn

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

—_
o
S

80

40
20

Chi-1 abs. mean dev.

28 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N
1

28 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125
Residue number

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

=~ 10
3
= 87
S 64
g
£ 4
<
g 27
N
28 35 40 45 50 55 60 65 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
LAYDT IMI PTPRNLNWMWIWGVVLAFCLVLQIVTGIVLAMHYTPHVDLAFASVEH IMRNVNGGFMLRYLHANGASLFFIAVYLHIFRGLYYGSYKAPREV
f. Max. deviation (see listing)
+ + M " ;
*****:_**_:_»:___:_*I*___**_*::_ii*:*_t; * % :: _Z_:*#*:** *¢:¢¥*I_*:**I*¥*I ek kw0 :: #*:I
g. G-factors
Phipsi OO R = ] aun
i WHIERTR AR n HE ! B
Chi3 & chi4 [ ] [ [ [ [ [ [ H:,,,
mega [ [ [ [ [T [ [ [T
Dihedrals [T T 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
v angies - FEFRHHHRHHHRFHFAFAFFH AR 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 T T
e T o 5 W W M M 5 W R W R W N R R R RS W AR
28 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125

¢ = cis-peptide

pdb2fyn_06.ps
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Residue properties
pdb2fyn

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

—_
o
S

80
60
40
20

Chi-1 abs. mean dev.

128 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N BN

128 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225
Residue number

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

N A~ N

Zeta abs. mean dev.

128 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225

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

d. Secondary structure & estimated accessibility

NONANANANNN—ANNNS

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

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

ABABAAAAAAAAAAAAAAAAAAAAAAAAAAANANTIR
T 7 T T T T T T T T T T T T T T 7 T T T
TWIVGML I YLAMMATAFMGYVLPWGQMS FWGATV I TGLFGA 1 PG1GHS IQTWLLGGPAVDNATLNRFFSLHYLLPFVIAALVAIHIWAFHS TGNNNPTGV

f. Max. deviation (see listing)

+ +* o+
+ * +¥F 44 4 el * * + F 4 44 + + ++ + ddk kg
sk kR R kckckkockk Rk ok kxR R kckkokok | kkok kckok Rk % kwokok ok kckkkkk Rk kkk ok kkkk ok d %
. i . . i . . . i i . . i .

g. G-factors

Phi-psi
Chil-chi2
Chil onl;

Chi3 & chi4 H
[
[T
[T
[T
[T
14

Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

pdb2fyn_06.ps
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Residue properties
pdb2fyn

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

—_
o
S

80
60
40
20

Chi-1 abs. mean dev.

228 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N BN

228 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325
Residue number

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

N A~ N

Zeta abs. mean dev.

228 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325

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

d. Secondary structure & estimated accessibility

R —IAANANNANNAZE A — -\ N

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

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

EVRRTSKAEAQKDTVPFWPYFI IKDVFALAVVLLVFFAIVGFMPNYLGHPDNYIEANPLRTPAHIVPEWYFLPFYAILRAFTADVWVVQIANFISFGI ID

f. Max. deviatign (see listing)

*

i +
+  +F 4 + 4 HEkgg
*

. +
+ o444 K ]k wEy ok + + + ++ +
ok CkckoRok kokok ok ok kol ok okok ok ok

. . i . i

+ o+
sk kR ok kkokokskkok kR kkckokoksksk |k k kok sk kk kR kokokskskok ok kkokokk ok
I I I I I i i I I

g. G-factors

Phi-psi ]

Phipsi [H -:,1,<H | H 1 H 1]1
Chil only

Chi3 & chi4
Omega

Dihedrals [
MC bonds }
[

MC angles
Mainchain

Overall [

¢ = cis-peptide

pdb2fyn_06.ps
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Residue properties
pdb2fyn

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

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.

328 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N
1

328 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425
Residue number

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

Zeta abs. mean dev.

328 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425

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

d. Secondary structure & estimated accessibility

NAVA VA VAV

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

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

AAAA AAAAA AAAAAAAAAABIAAAAATIA ABBAAAAAAAAAAAAAAAAAAAD AAAAAAAAAAAAAAAAAAAAAAAANBIAAAAA AIIAIAAAIAAAAAA

AKFFGVLAMFGATLVMALVPWLDTSPVRSGRYRPMFKIYFWLLAADFVILTWVGAQQTTFPYDWISLIASAYWFAYFLVILPILGATEKPVAPPATIEED

f. Max. deviation (see listing)

* + + * * +
++ ++ + Ftts * d ok kg Ry + * ++ F* +* + ++ 4+ * +%

****‘F* *********__*_*_*___***********_*_*__**___*** *__*******»*****_****_*****»_**_ ..
. . . i i . i . . . .

g. G-factors

e H i

Chi3 & chi4
Omega

Dihedrals [
MC bonds }
[

MC angles
Mainchain

Overall [ i

¢ = cis-peptide

pdb2fyn_06.ps
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R . d . Page 32
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
g
g 60
£ 40
<
- 20
£
428 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Residue number
: b. Absolute deviation from mean of omega torsion
é 10
5 0]
E 6
£
D21
=
© 418 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
3 o]
£ 07
£ 47
<
g 27
N
428 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
NG K :—H—H—I-;mw ) ——
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
AA_ AAAAARIAAAA : ‘ AAAAAARANARA BRAAAAAAAATIA  ABAAAAAAAAABIAAAIAAAAAA ANBIA AL
FNA AGGGHVEDVPFSFEGPFGTFDQHQLQRGLQVYTEVCAACHGMKFVPIRSLSEPGGPELPEDQVRAYATQFTVTDEETGEDREGKPTD
f. Max. deviation (see listing)
g. G-factors
Phi-psi e - N 1] W TF ] [T T
e IR B EeH Lol el A Rt
fini e
Dihedrals  [TT] T T T A T T T T T T I T T T T T T I T T T T T T I T I I T T
Mc aies  FHH A A AR A A A A A A
Mainchain ~ [TT] T T I T T T T T T T LT T T T T T T T T T I T T T I T TP IIIIITTTITTTT
Overall  [ITJ O T T T T T T A T I T
428 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85

pdb2fyn_06.ps
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Residue properties
pdb2fyn

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

—_
o
S

80

40
20

Chi-1 abs. mean dev.

88 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N BN

88 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185
Residue number

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

=~ 10
3
= 8
S 6
g
3 4
<
s 2
N
88 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185
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
: : \ANAND BE_A AAAAAR A AAAAAAAAM AAAATARIEE AAAA AAAAABANA AABAAAANIAA AAAAA BAAAAAN
HFPHSALENAPDLSLMAKARAGFHGPMGTGI SQLFNGIGGPEYIYSVLTGFPEEPPKCAEGHEPDGFYYNRAFQNGSVPDTCKDANGVKTTAGSWIAMPP
f. Max. deviation (see listing)
g. G-factors
Phi-psi _ mE ] 1w
e B I R ualits
s min i Eisiainan +
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
v sngies - HEFRHHHRHHHFHAHAFFH AR A AR AR
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
Overall [T T T I T T T T e T I T I T T TR T
88 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185

pdb2fyn_06.ps
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Residue number

R . d . Page 34
pdb2fyn

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

188 195 200 205 210 215 220 225 230 235 240 245 250 255 15 20 25

Residue number
: b. Absolute deviation from mean of omega torsion
z 10
5 8
]
g 6
£ 4
& 2
=
© 188 195 200 205 210 215 220 225 230 235 240 245 250 255 15 20 25
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion

_§ 10
= 8
S 6
£ 4
<
s 2
N

188 195 200 205 210 215 220 225 230 235 240 245 250 255 15 20 25

Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

L = ANANANRN>

e NANANN.— NN N N N N N

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

0 Accessible

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

AAAAANTIRABIA

PLMDDLVEYADGHDASVHAMAEDV SAFLMWAAEPKLMARKQAGFTAVMFLTVLSVLLYLTNKRLWAGVK

f. Max. deviation (see listing)

T T T
GTRRDFLYYATAGAGAVATGA

Phi-psi

Chil-chi2

i

Chil onl;

Chi3 & chi4

Omega

Dihedrals

MC bonds

MC angles

Mainchain

Overall

pdb2fyn_06.ps
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Residue properties
pdb2fyn

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

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.

30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N BN

30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125
Residue number

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

N A~ N

Zeta abs. mean dev.

30 35 40 45 50 55 60 65 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

R = 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

AVWPL INQMNPSADVQALAS I FVDVS SVEPGVQLTVKFLGKP I FIRRRTEAD I ELGRSVQLGQLVDTNARNAN IDAGAEATDQNRTLDEAGEWLVMWGVC

f. Max. deviation (see listing)

Phi-psi

ohipsi o H o SN H>,J M H H ,:lil T
Chil onl;

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

pdb2fyn_06.ps



—_
o
S

80
60
40
20

Chi-1 abs. mean dev.

Omega abs. mean dev.
N BN

Zeta abs. mean dev.

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

Dihedrals

MC bonds
MC angles

Mainchain

Overall

PROCHECK

Page 36

Residue properties

pdb2fyn

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

130 135 140 145 150 155 160 165 170 175 180 185

Residue number

10 15 20 25 30

b. Absolute deviation from mean of omega torsion

130 135 140 145 150 155 160 165 170 175 180 185
Residue number

10 15 20 25 30

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

130 135 140 145 150 155 160 165 170 175 180 185

Residue number

d. Secondary structure & estimated accessibility

e e —

Key:- <™ Helix

10 15 20 25 30
Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

MEEL_ AN N

) Betastrand = Random coil Accessibility shading:

B Buried [] Accessible

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

AN EAAA WA AR AAAAANL AAABIA AANE AAABAAAAARABAARABAAAA
THLGCSP 1GGVSGDFGGWFCPCHGSHYDSAGR I RKGPAPENLP 1 PLAKF I DETT IQLG

f. Max. deviation (see listing)

+ * ++ o+ + + * * ++ 4 kg
ko ko ks Rk kk ok ko k ok * k% *kok ok kR ok
g. G-factors
(I T HI::- I:H:,,#,

AEERERE
130 135 140 145 150 155 160 165 170 175 18

oo H HHH

SH HEH

GIPHDHYEPRTGIEKWLHSRLP IVALAYDTIM

+ + +
* * + + k% 4k
4 * Cokokk |k kokokokok ok ok
i . .

pdb2fyn_06.ps
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Residue properties
pdb2fyn

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

—_
o
S

80

40
20

Chi-1 abs. mean dev.

35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N
1

35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130
Residue number

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

Zeta abs. mean dev.

35 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

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

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

AAABAABABAAAA AAAAABAABAAAAAAAAAAAAAABAR AAABARAAAAAA
7 T T T i T T T T 7 T T 7 T T T T T T 7
I PTPRNLNWMWIWGVVLAFCLVLQIVTGIVLAMHYTPHVDLAFASVEH IMRNVNGGFMLRYLHANGASLFFIAVYLHIFRGLYYGSYKAPREVTWIVGML

f. Max. deviation (see listing)

®

* *

* + % +Fp4p 4 pEp F Fagpoo ok *

sk ok oRok Rk R okokokok sk kokoRokokokok kR ok skoRok ok kR ok R okok ROk *
. . . i . i i . i .

+
*

* %+

+ o+ kE ok b4t
* Uk kskk Rk Rk Rk ok kkckkkkokk
. . i

g. G-factors

Phi-psi W [N ]

e [ H ,,ﬁ H H
Chil onl; I
Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

\ \
\ I
\ \
\ \
‘\ T T T T T T T T T T T T T T T T T T ‘
35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 1

¢ = cis-peptide

pdb2fyn_06.ps
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Residue properties
pdb2fyn

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

—_
o
S

80
60
40
20

Chi-1 abs. mean dev.

135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N BN

135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230
Residue number

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

=~ 10
3
- 8
S 6
=
3 4
<
s 2
N
135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
NN\ — NN\~
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
AAAAAAAAAIA_ AAAAR : ‘ ‘ ‘ ‘ : AAABAAAAAAAAAAAAAAAAAAAAAAAAAAAAANTIN BAAA AAARIABA
IYLAMMATAFMGYVLPWGQMS FWGATV ITGLFGAIPGIGHS IQTWLLGGPAVDNATLNRFFSLHYLLPFVIAALVATHIWAFHSTGNNNPTGVEVRRTSK
f. Max. deviation (see listing)
g. G-factors
Phi-psi [l I ] T | o
e el : e »
Chi3 & chi4 N [ i EEEEEN [
Omega [T [T [ [ [T [T
Dihedrals [T T T T T T T T T T R T T T TR T T I R R LTI
MC angies - EHHH A A A A A A A A
Mainchain [T T R O T T
Overall [T IR T T T R T T e T T T T I
135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230

pdb2fyn_06.ps
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—_
o
S

Residue properties
pdb2fyn

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

Page 39

80 1
60
40
20 A

Chi-1 abs. mean dev.

Residue number

b. Absolute deviation from mean of omega torsion

235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330

Omega abs. mean dev.

Residue number

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

235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330

Zeta abs. mean dev.

Key:-

Tk
T
kok ko kR ok
.

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

™ Helix

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

f. Max. dgviation (see listing)

320 325
Residue number

330

Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

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

+
o+ + +* 4+
4k 4 + * kk gy ok
T

0 Accessible

AEAQKDTVPFWPYF I IKDVFALAVVLLVFFAIVGFMPNYLGHPDNY I EANPLRTPAHIVPEWYFLPFYAILRAFTADVWVVQIANFISFGI IDAKFFGVL

g. G-factors

Phi-psi
Chil-chi2

T T T

-

Chil onl;

Chi3 & chi4

Omega

Dihedrals

MC bonds

MC angles

Mainchain

C

Overall

¢ = cis-peptide

1

\

I

I

\

\

T T \‘

235 240 245 250

pdb2fyn_06.ps
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Residue properties
pdb2fyn

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

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.

335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N
1

335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430
Residue number

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

Zeta abs. mean dev.

335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430

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

AAA ADAAAAAAANBAAAAARIA ABIAAAAAAAAAAAAAAAAAAA ABAAAAAAAAAAAAAAAANAAAAAAIAAAAA AIIAAAAAIAAAAAAAA

AMFGATLVMALVPWLDTSPVRSGRYRPMFKIYFWLLAADFVILTWVGAQQTTFPYDWISLIASAYWFAYFLVILPILGATEKPVAPPATIEEDFNA

f. Max. deviation (see listing)

+
* + o+ + +

+ #opp4 + gk ++ * + kg gk + + 44 KK + +*

sk wokoRskokokokokokokk kR kokok kokokkokoRok ok ok skokokk ok kockokokokokokoRok ok kok kR kxR skokok | skokokokok kol kokok koo

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

g. G-factors

C
Phipsi M M F L,#,III,,#:::
Chil onl J

Chi3 & chi4
Omega

Dihedrals

[EEEEEEEEEEN NN
MCbonds  [TTTTTTTTTTITITTTTT
MCangles [T

[EEEEEEEENEN NN
[ITTITTTITTITTTTITT

Mainchain

Overall

ERREN

T

ENEEE

[TTIT]

: : TTTITT

335 340 345 350 355

¢ = cis-peptide

pdb2fyn_06.ps
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R .d . Page 41
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
g
g 60 -
£ 401
<
= 204
£
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
é 10
5 0]
E 6
£
D21
=
© 1 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
3 o]
£ 07
£ 47
<
g 27
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
d m |
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
: AAABARIAAAA ‘ : AAAAAARANANA BRAAAAAAAANIA  ABAAAAAAAAAAAAIAAAAAA_AA AAAAABAAAAARIAAAAA
AGGGHVEDVPFSFEGPFGTFDQHQLQRGLQVYTEVCAACHGMKFVPIRSLSEPGGPELPEDQVRAYATQFTVTDEETGEDREGKPTDHFPHSALENAPDL
f. Max. deviation (see listing)
g. G-factors
Phipsi [T l - S W T 1] ]
e ZESEs Bt e
ol RiniEiEEE i
Dihedrals [T T T T T T T T T T LTI T T T T T T T T I T T I T T T T T T T T I T T T T T T
MC angles - EHFHHH AR A A A A
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 T T T I T T
Overall [T T L T T T T T T T T I I TR T
1 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100

pdb2fyn_06.ps
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Residue properties
pdb2fyn

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

—_
o
S

80 1

401
201

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

Omega abs. mean dev.
N BN

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

=~ 10
3
= 8
S 6
g
3 4
<
s 2
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
SLMAKARAGFHGPMGTGI SQLFNGIGGPEYIYSVLTGFPEEPPKCAEGHEPDGFYYNRAFQNGSVPDTCKDANGVKTTAGSWIAMPPPLMDDLVEYADGH
f. Max. deviation (see listing)
g. G-factors
Phipsi  CJL B W EE-
il r = Sk gi.t
i i Eadnie -
Dihedrals [T T T T T T T T T T T T T T T e T T T T T T T T T T A T T T T T T A T T A T T
v angies - FEERHHHRHHHRFHERHAFFH A AR A A A AR
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 T
Overall [T IR T e T T T I T I A T I T T
101 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200

pdb2fyn_06.ps
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R . d . Page 43
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
<
£ 60
£ 40
<
- 20
2
201 210 215 220 225 230 235 240 245 250 255 15 20 25 30 35 40
Residue number
: b. Absolute deviation from mean of omega torsion
é 10
5 0]
E 6
g 41
D21
=
© 201 210 215 220 225 230 235 240 245 250 255 IS 20 25 30 35 40
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
= %]
: 61
£ 47
<
g 27
N
201 210 215 220 225 230 235 240 245 250 255 15 20 25 30 35 40
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
AN — AN N N N A T e VAV A Y
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
DASVHAMAEDVSAFLMWAAEPKLMARKQAGFTAVMFLTVLSVLLYLTNKRLWAGVK GTRRDFLYYATAGAGAVATGAAVWPL INQMNPSA
f. Max. deviation (see listing)
77 + +
g. G-factors
Phipsi [T T - “mue§ Y [T
Gitte [N Al i 2 ud
il - gasisd -
Dihedrals [T TTT T TITTTTTITTTIT I T T TTTT] T BT I T I I T I
MC angles - EHFHHH A EHH A A
Mainchain [T T T T T T T T T T T T T T T T T T T I T T TTT [EENENENEEEE NN
Overall [T I T T T T T I LT OO T T I T
201 210 215 220 225 230 235 240 245 250 255 15 20 25 30 35 40

pdb2fyn_06.ps
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Residue properties
pdb2fyn

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

—_
o
S

80 1

401
201

Chi-1 abs. mean dev.

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

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N BN

43 50 55 60 65 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

N A~ N

Zeta abs. mean dev.

43 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130 135 140

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

d. Secondary structure & estimated accessibility

R = N\l v e

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

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

T T T T T T T T T T
DVQALAS IFVDVSSVEPGVQLTVKFLGKP I FIRRRTEADIELGRSVQLGQLVDTNARNANIDAGAEATDQNRTLDEAGEWLVMWGVCTHLGCSP IGGVSG

f. Max. deviation (see listing)

+
* * + * +
* # + ok * + ok * ok 4 Wk gy by 4%

Uk sk kR kskk kR kokoksk ok ok ok ckokok kokkk ok ok kokckokokskk % kR kk ko ko

i i . I . . . . . .

g. G-factors

Phi-psi

ohipsi o o SN L,<H o
Chil onl;

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

pdb2fyn_06.ps
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Residue properties
pdb2fyn

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

80 1
60
40
20 A

Chi-1 abs. mean dev.

143 150 155 160 165 170 175 180 185

10 15 20 25 30 35 40 45

Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N BN

143 150 155 160 165 170 175 180 185

10 15 20 25 30 35 40 45

Residue number

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

_§ 10
- 8
g 6
g
3 4
<
s 2
Q
N

143 150 155 160 165 170 175 180 185

S e T O

DFGGWFCPCHGSHYDSAGR IRKGPAPENLPIPLAKFIDETTIQLG

f. Max. deviation (see listing)

*+

+ % + * + * * ++
*‘?“F*‘?‘***‘FX***#***
i .

g. G-factors
b

Phi-psi | ]

Phipsi o FH T %7:#:
Chil onl;

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

Residue number

d. Secondary structure & estimated accessibility

10 15 20 25 30 35 40 45

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

A A\

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

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

GIPHDHYEPRTGIEKWLHSRLP IVALAYDT IMI PTPRNLNWMWIW

+ +

+ FoOR 4oppk 4

o kck | kkk ok Rk Rk x kx|
i . .

pdb2fyn_06.ps
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Residue properties
pdb2fyn

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

—_
o
S

80 1

401
201

Chi-1 abs. mean dev.

48 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

Omega abs. mean dev.
N BN

48 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

Zeta abs. mean dev.

48 55 60 65 70 75 80 8 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

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

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

AAABABAAAAAA
T 7 T T T T T T T i T T 7 T T T 7 T T ;
GVVLAFCLVLQIVTGIVLAMHYTPHVDLAFASVEH IMRNVNGGFMLRYLHANGASLFFIAVYLHI FRGLYYGSYKAPREVTWI VGML I YLAMMATAFMGY

f. Max. deviation (see listing)

+ F4+ o+
+ 4% kokk g % * * & + * * + 4+
doRokokokok ok kokokokokokok | kokokockoRokok | kok Rkl ok kokkokRokokok ok ok ko k%
. i . i . . i . . i .

+ ++ +
Uk kkk ok kR Rk
i i

g. G-factors

Phi-psi [EEL [

Chil-chi2 H 77‘H:H
Chil onl;

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

I

[
[ [
[ [
[ [
[ [
‘\ T T T T T T T T ‘
48 55 60 65 70 75 80 85 90 9

¢ = cis-peptide

pdb2fyn_06.ps
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Residue properties
pdb2fyn

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

—_
o
S

80
60
40
20

Chi-1 abs. mean dev.

148 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N BN

148 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245
Residue number

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

=~ 10
3
= 8
S 6
g
3 4
<
s 2
N
148 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
v——"\/\/\r =\
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
VLPWGQMS FWGATV ITGLFGAIPGIGHS IQTWLLGGPAVDNATLNRFFSLHYLLPFVIAALVATHIWAFHSTGNNNPTGVEVRRTSKAEAQKDTVPFWPY
f. Max. deviation (see listing) :
5%
+ + 4+ + +¥ :+ o4 4% 44 44 Lt ot ++ + + +¥ ;++ + + o+ o+ i:+
g. G-factors
Phipsi  [T] o | m M ] | " “unmu
e TR I il =
G i izdis -
Dihedrals [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 T T T T T T T T A T T T T
Netents FEFFEFFEFEEFEFF PR PR
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 I
e T o W W R W W W M W W W A W RS N RN R RN N R RN AR BN AR
148 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245

¢ = cis-peptide

pdb2fyn_06.ps



PROCHECK
Page 48

Residue properties
pdb2fyn

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

—_
o
S

80
60
40
20

Chi-1 abs. mean dev.

248 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N
1

248 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345
Residue number

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

N A~ N

Zeta abs. mean dev.

248 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345

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

d. Secondary structure & estimated accessibility

NN\ - v

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

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

: : ‘ : ARAAARAAAAAAAAAAABIANAAAAAAAABAAAAAAAAAABAAIAAAAAAAAAATIN. ARAAAA ‘ : ‘
FI11KDVFALAVVLLVFFAIVGFMPNYLGHPDNY I EANPLRTPAHIVPEWYFLPFYATLRAFTADVWVVQIANFISFGI IDAKFFGVLAMFGA I LVMALVP

f. Max. deviation (see listing)

+ *
wgk + + o+ ++ + #
s kckkkckk Rk ok ok ok kkkokok ok kokk ok R kokok Rk ok EEEE Ty
. . i i . . i .

o4
CkoR Rk ok ok ok ok
. . .

g. G-factors

Phi-psi

Phipsi :# I:,:I_H T H Ll
Chil onl;

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

pdb2fyn_06.ps
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¢ = cis-peptide

R . d . Page 49
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
]
T 80
g
g 60
£ 40
<
- 20
2
348 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 5
Residue number
: b. Absolute deviation from mean of omega torsion
é 10
% 8
E 6
£ 4
& 2
=
© 348 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 5
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
§ 8
g 6
3 4
<
s 2
N
348 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 5
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
A A A AAUAVAGY U~ ofy
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
WLDTSPVRSGRYRPMFKIYFWLLAADFVILTWVGAQQTTFPYDWISLIASAYWFAYFLVILPILGATIEKPVAPPATIEEDFNA AGGGHVE
f. Max. deviation (see listing)
g. G-factors
Phipsi  CECTTEI - - CEEEEE N B NEEN
Sl : i 1
8h13&cn4 [T [ i [
mega [ [ [
Dihedrals  [TTTTTTTITITTTTTIT T T T T I T I I T ITIITITT] [TITTT1]
e ([T L T LT P
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 I T [TITTT1]
Overall [T LTI T T T T E I T T ET T T T I T ITT] EEEENES]
348 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 5

pdb2fyn_06.ps
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Residue properties
pdb2fyn

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

—_
o
S

80

40
20

Chi-1 abs. mean dev.

8 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N
1

8 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105
Residue number

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

=~ 10
3
= 8
S 6
=
% 4
<
s 2
Q
N
8 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
e I AAVAVA B e i~ M ek
“d '
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
DVPFSFEGPFGTFDQHQLQRGLQVYTEVCAACHGMKFVP IRSLSEPGGPELPEDQVRAYATQFTVTDEETGEDREGKPTDHFPHSALENAPDL SLMAKAR
f. Max. deviation (see listing)
* R * + * + *
i :_ : Lk :*z:iiz_i :1:_*:*: ::II*¥_:*I**__**__i:****:*»*_¥___:*______I_ * % :_:_:** _*_:i
g. G-factors
Phipsi | W e e n m
e AR T o u
Chi3 & chi4 [ [T I [ [ I [ I
Omega [ [ [T [ [ [ [ [
Dihedrals T T T T T T T T T T T T TTTTTTTE TE TTE T T T E TT  T T T TT  TT TT TT TTE TTITTTTTTE
C bonds
MC angles - 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 LT T T T T
Overall [ I T T A L T T I T A R T T T
8 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105

pdb2fyn_06.ps
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Residue properties
pdb2fyn

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

—_
o
S

80 1

401
201

Chi-1 abs. mean dev.

108 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N BN

108 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205
Residue number

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

Zeta abs. mean dev.

108 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205

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

d. Secondary structure & estimated accessibility

R N\ — Rl m

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

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

T T T T T T T T
AGFHGPMGTGI SQLFNGIGGPEYIYSVLTGFPEEPPKCAEGHEPDGFYYNRAFQNGSVPDTCKDANGVKTTAGSWIAMPPPLMDDLVEYADGHDAS VHAM

f. Max. deviation (see listing)

kbt * 4 * % * * 4 * * # + +
Ty sk kR k kksksksk  kk %ok ok skokk ok k& ok k k ok ok
I I I I i I i i i

Phi-psi

Chil-chi2 - u H: H H ﬁ‘ii H a8 H [
Chil onl;

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

pdb2fyn_06.ps
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Residue properties
pdb2fyn

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

Page 52

= 100
S
= 80+
<
£ 60
£ 40
<
= 204
2
208 215 220 225 230 235 240 245 250 255 15 20 25 30 35 40 45
Residue number
: b. Absolute deviation from mean of omega torsion
é 10
5 0]
E 6
g 41
D21
=
© 208 215 220 225 230 235 240 245 250 255 15 20 25 30 35 40 45
Residue number
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Residue properties
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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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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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RMS distances from planarity
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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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Distorted geometry
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CGIn 112

N 1451 CA

I

1.508
GGly 3

CA 1525 C

I

1.473
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Bonds differing by > 0.05A from small-molecule values. Values shown: "ideal", difference, actual
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D His 72
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Main-chain bond angles (contd)
1125 1125 1112 1112 1125 1112
IGly 138 IGly 139 IVal 140 IIle 173 J Gly 173 J Val 242
1112 1125 1112 1112 1112 1112
J Ile 281 K Gly 4 K Lys 43 K Glu 95 K Met 190 L Ala 48
111.2 1125 1125 111.2 1226 1.2
L Arg 76 L Gly 133 M Gly 173 M Val 242  MPhe 387 MPro388 N Lys 43
N 111.2 C N 1112 C N 111.2 C N 112.5 C N 111.2 C N 111.2 C
CA CA CA A CA
N Glu 95 N Met 190 O Arg 76 O Gly 133 P Val 242 P Ile 281
1112 G 1112 1112 1125 1112
P Val 312 P Phe 387 P Pro 388 Q Lys 43 Q Glu 95 Q Gly 115 R Arg 76
1125 1125
R Gly 133 R Gly 142
Bond angles differing by > 10.0 degrees from small-molec values. Values shown: "ideal", actual, diff.
Planar groups
& cB cB CB = B
0.036 0.033 0.046 0.041 0.031 0.053
A Trp 47 A Tyr 69 A Tyr 109 A Tyr 121 A Trp 151 A Phe 166
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Planar groups (contd)
B CB 8 CB D CB
0.040 0.056 0.038 0.035 0.031 0.038
A Trp 179 A Tyr 199 A Phe 203 A Phe 264 A Tyr 273 A Phe 301
CB B 2 CB CB B
0.061 0.030 0.044 0.062 0.031 0.073
A Tyr 302 A Phe 308 A Trp 391 B Tyr 32 B Tyr 130 B Trp 182
CB CB CB CB CB B
0.032 0.036 0.042 0.060 0.033 0.031
B Trp 217 C Trp 126 D Trp 47 D Tyr 109 D Phe 144 D Trp 151
B CB CB CB cB CB
0.049 0.030 0.055 0.040 0.037 0.067
D Phe 166 D His 198 D Tyr 199 D Tyr 297 D Phe 301 D Tyr 302
CB CB CB CB CE CB
0.032 0.034 0.038 0.080 0.033 0.055
D Phe 308 D Trp 313 D Trp 391 E Tyr 32 E Phe 89 E Tyr 130
CB CB B CB CB B
0.033 0.030 0.038 0.031 0.036 0.037
E Tyr 132 E Tyr 155 E Trp 217 FTyr 16 FTrp 32 F Trp 126
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Planar groups (contd)

©3 CB CB € CB CB
0.034 0.034 0.041 0.051 0.033 0.031

F Phe 144 G Phe 53 G Tyr 69 G Phe 105 G Tyr 109 G Tyr 147
CB CB CB CB CB CB
0.070 0.032 0.048 0.031 0.035 0.042

G Phe 166 G Trp 179 G Tyr 199 G Tyr 247 G Phe 254 G Phe 264
CB B CB E 12 CB
0.037 0.036 0.040 0.036 0.034 0.035

G Tyr 273 G Phe 301 G Tyr 302 G Trp 368 G Trp 391 G Tyr 403
LIB ) A 4 CB B CB
0.030 0.048 0.030 0.039 0.032 0.040

H His 23 H Trp 182 I Trp 32 I Phe 51 J Tyr 69 J Phe 105
CB CB CB A2 B CB
0.036 0.032 0.035 0.032 0.053 0.052

J Tyr 109 J Tyr 121 J Tyr 147 J Trp 151 J Phe 166 J Tyr 199
CB CB CB CB CB CB
0.038 0.030 0.038 0.043 0.034 0.040

J Phe 203 J Tyr 247 J Phe 254 J Phe 264 J Tyr 273 J Phe 301
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Planar groups (contd)

o CB CB B @3 CB
0.052 0.034 0.038 0.034 0.034 0.054

J Tyr 302 J Phe 308 J Trp 313 J Trp 368 J Trp 391 K Tyr 32
CB B CB B ‘B CB
0.040 0.036 0.032 0.032 0.039 0.032

K Trp 182 K Trp 217 L Phe 51 L Trp 122 M Trp 47 M Phe 105
CE B cB on - @
0.031 0.035 0.041 0.041 0.054 0.040

M Phe 113 M Trp 151 M Phe 166 M Trp 179 M Tyr 199 M Phe 203
CB CB CB CB "B CB
0.038 0.037 0.078 0.036 0.050 0.032

M Tyr 280 M Phe 301 M Tyr 302 M Phe 387 M Trp 391 M Tyr 399
CB B CB CB CB CB
0.091 0.048 0.031 0.041 0.042 0.037

N Tyr 32 N Trp 182 O Phe 73 PTyr 9 P Trp 47 P Phe 105
CB CB €3 B CB E8
0.049 0.036 0.039 0.034 0.072 0.039

P Tyr 109 P Phe 113 P Phe 166 P Trp 179 P Tyr 199 P Phe 203
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Distorted geometry
pdb2fyn
Planar groups (contd)
0.04’1 —0};% 0.031 0.049 0.0:;3 ;T)%
P Tyr 280 P Tyr 302 P Trp 368 P Trp 391 P Tyr 399 QTyr 32

‘B CB B
0.046 0.036 0.031
Q Trp 217 R Tyr 16 R Trp 126

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