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Ramachandran Plot
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Plot statistics
Residues in most favoured regions [A,B,L] 2931 82.0%
Residues in additional allowed regions [a,b,l,p] 596 16.7%
Residuesin generously allowed regions [~a,~b,~l,~p] 40 1.1%
Residues in disallowed regions 8 0.2%
Number of non-glycine and non-proline residues 3575 1000%
Number of end-residues (excl. Gly and Pro) 37
Number of glycine residues (shown as triangles) 262
Number of proline residues 196
Total number of residues 4070

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.

pdb3l72_01.ps




PROCHECK

pdb3172

Page 1

Ramachandran plots for all residue types
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Ramachandran plots for all residue types
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Ramachandran plots for all residue types
pdb3I72
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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
pdb3I72
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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
pdb3I72
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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
pdb3l 72

§ OOa Ramachandran plot quality assessment Zg' Peptide bond planarity - omegaangle sd
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Plot statistics

Comparisonvalues  No. of
No.of Parameter Typical Band  band widths

Stereochemical parameter datapts  value vaue  width  from mean

a %-tageresiduesin A, B, L 3575 82.0 65.1 10.0 1.7 BETTER
b. Omega angle st dev 4041 11 6.0 3.0 -1.6 BETTER
c. Bad contacts/ 100 residues 147 3.6 21.3 10.0 -1.8 BETTER
d. Zetaangle st dev 3791 0.9 31 16 -1.4 BETTER
e. H-bond energy st dev 2670 0.8 11 0.2 -1.1  BETTER
f. Overall G-factor 4070 0.2 -0.8 0.3 35 BETTER
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Side-chain parameters
a. Chi-1 gauche minus b. Chi-1 trans
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Plot statistics
Comparisonvalues  No. of
) No.of Parameter Typical Band  band widths
Stereochemical parameter datapts  value vaue  width  from mean
a. Chi-1 gauche minus st dev 458 13.7 27.8 6.5 -2.2 BETTER
b. Chi-1 trans st dev 1064 13.6 26.8 53 -25 BETTER
¢. Chi-1 gauche plus st dev 1661 14.3 255 4.9 -23 BETTER
d. Chi-1 pooled st dev 3183 14.1 26.3 4.8 -25 BETTER
e. Chi-2 trans st dev 1026 13.7 26.1 5.0 -25 BETTER
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Residue properties
pdb3l 72

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

% 100
% 80 -
£ 601
8 401
< 20
o
5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 8 8 90 95 100
Residue number
. b. Absolute deviation from mean of omegatorsion
©
5
£
2
@
g
O 5 10 15 20 25 30 35 40 45 50 5 60 65 70 75 8 8 90 95 100
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N
1

5 10 15 20 25 30 35 40 45 50 5 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

R =\ e

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

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

AATYAQTLQNI PETNVTTLDNGLRVASEESSQPTCTVGVWI GAGSRY ENEKNNGAGY FVEHLAFKGTKKRPCAAFEKEVESMGAHFNGY TSREQTAFY | K

f. Max. deviation (see listing)

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

80
60
40 -
20

Chi-1 abs. mean dev.

105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.

105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.

105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200

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

d. Secondary structure & estimated accessibility

Key:- <™ Hélix
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed

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

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

AA,
AL SKDMPKVVELLADVVQNCALEESQI EKERGV | LQELKEMDNDMTNVTFDY LHATAFQGTALARTVEGTTEN | KHLTRADLASY I DTHFKAPRMVLAAA

f. Max. deviation (see listing)

g. G-factors
[N [T I

N gl
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105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200
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Chi-1 abs. mean dev.

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

Residue properties e
pdb3l 72

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

80
60
40 -
20

205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300

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

d. Secondary structure & estimated accessibility

AN/

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

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

GG| SHKELVDAARQHFSGVSFTYKEDAVPI L PRCRFTGSE | RARDDAL PVAHVALAVEGPGWADPDNVVLHVANA | | GRYDRTFGGGKHL SSRLAALAVE

f. Max. deviation (see listing)

+
kK ok + *x * ++ 4+ + + * ++  ++++ ++ +
* Kk kKKK KAk KKk K * % * * ok x

g. G-factors

AT H I:::]_H:# mE H AN H

pdb3172_06.ps




PROCHECK

Residue properties e
pdb3l 72

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO O

305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400

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

d. Secondary structure & estimated accessibility

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

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

ARAAABAAAABIAAAAAI AA AAAAAAAARNAAANAAAA AAAAAABIAAAAAANAAAAAAAAAAAAATI AAAAAAAA _AAAAAA IAAAAAAAAAAAA
HKLCHSFQTFNTSY SDTGL FGFHFVADPL S| DDMMFCAQGEWMRL CT STTESEVKRAKNHLRSAMVAQLDGTTPVCET | GSHLLNYGRR | SLEEWDSRI S

f. Max. deviation (see listing)

o

t : N T It s A SO O S S OF T s SO T Te TR

g. G-factors
Phi ] H [ I
Sifere FECTHTT 0 s o
Chi3 & chi4 [ T[] I [ ] I [ ]
Omega [T [1 [ [1 [
Dihedrals [T T I I T I T I T I T I T T T T T T T T I T T T I I T T T I T T T T T I I T I T T T T T T T T I T I T T T I
MCbonds [T 1T T T T T T T T T T T T T T T T T T T T T T T
MCangles [T [T T e e e T
Mainchain [T T T T T[T T I I I I LI T T L T LT L L LT T L L L L L L T T T L L T L L L L T L I T L L LI T L T L L LT T I LT LT L LT LI T LTI
Overall \\H\\H\\‘\\\H\H\H\\H‘\HHHHHHH‘HHH\H\HH\‘HH\‘\HH‘HHHH\\‘\\\HHHHHH‘\HH‘HHH

305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400
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pdb3l 72

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

80
60
40 -
20

Chi-1 abs. mean dev.

405 410 415 420 425 430 435 440

19 25 30 35 40 45 50 55 60

Residue number
b. Absolute deviation from mean of omegatorsion

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

405 410 415 420 425 430 435 440

19 25 30 35 40 45 50 55 60

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO O

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

405 410 415 420 425 430 435 440

Residue number

19 25 30 35 40 45 50 55 60

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

d. Secondary structure & estimated accessibility

A T

Key:- <™ Helix

I ——

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

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

AVDARMVRDVCSKY | YDKCPALAAVGP | EQLLDYNRI RSGMYWI

f. Max. deviation (see listing)

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

EEE

: ‘ I AAAAANARNAAAANIA AAARIE AAAAAAARIE
PGAEDLEI TKLPNGL | | ASLENFSPASRIGVFIKAGSRYETTANLG

T T T ] ||
RRSSRESESLER ! ;
(T I T T I T I T T I 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 T T T
R T e e e e e e e e e e e e
[T T I I T I T I I I I T I I T T I I T I I T I I T I I TIIT]
[ T e T T I T T
19 25 30 35 40 45 50 55 60
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Residue properties
pdb3l 72

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

% 100
% 80
£ 60
g w0
< 20
o
65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160
Residue number
. b. Absolute deviation from mean of omegatorsion
g 4
E 3
g 2
o 1
S
o

65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

65 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

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

TAHLLRLASPLTTKGASSFRI TRGI EAVGGSL SVY STREKMTYCVECLRDHVDTVMEYLLNVTTAPEFRPWEVTDLQPQLKVDKAVAFQSPQVGVLENLH

f. Max. deviation (see listing)

*
+ + o+ * * 4 + * + I * S+ 4 AR EE T * Kk Kk * * 4
* * ok x * % kKK KKK Kk ok Khkkk  kk kk kkk kK K Kkkkkkk Kk kkk KAk Ak KKk KKk Kk k Kkk Kk KKk K KKKk AK* Kk

g. G-factors

Chi3 & chi4
Omega
Dihedrals

MChbonds []
MCangles []

[TTTTTTTT
[TTTTTTTT
[IENEEERE
Mainchain  [TTTTTITTTI
[TTTITTTI

Overall {1

65 70 75 80 8

o1
o0 DO O
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Residue properties
pdb3l 72

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

% 100
% 80 -
g 60
8 401
< 20
o
165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260
Residue number
. b. Absolute deviation from mean of omegatorsion
g 4
E 3
g 2
o 1
£
O 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260

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

d. Secondary structure & estimated accessibility

e e VN N e e e —

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

eguence & Ramachandran regions & Most favoured = Allowed [ Generous l Disallowed

T T T T T
AAAYKTALANPLYCPDYRIGK | TSEQLHHFVONNFTSARMALVGI GVKHSDLKQVAEQFLN | RSGAGT SSAKATYWGGE | REQNGHSLVHAAVVTEGAAV

f. Max. deviation (see listing)

g. G-factors
Phi o T T T T ]
A : altl ayiEiisiaty
Chi3 & chi4 [ I [ 1] [ T1]
Omega [T [ [T [T
Dihedrals [T T T T T I T T T T T T T T T T T TP I T T T LTI T T LTI T [T T I T T T A T T T T TR T T ]
MCbonds T T T T T T T T ] N T T T A A
MCangles [T T P T P T T T e A A T A T
Mainchain (T T T T T T T T TP TTTTT TTTTT  TT T T TT C TTTTTT TTTTTT P T T O  TTTITTT I TITTTIT I TT
Overall T T T LT 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 I T T T IT T T T IT T I TT I I T ITITITIITITTT]
165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260
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Residue properties
pdb3l 72

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

% 100
% 80 -
g 60
8 401
< 20
o
265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360
Residue number
. b. Absolute deviation from mean of omegatorsion
g 4
E 3
g 2
o 1
S
o

265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360

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

d. Secondary structure & estimated accessibility

F AR AT it SN DAA

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

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

EAABAAAAAAAAAA B EAAL AAAAABNTREAAAAAAAAATIE ARl AAAAAAAATIA AAAAAABIAAAAAAAT
T T T T T T T T T T T T T T T T T T T T
GSAEANAFSVLQHVLGAGPL | KRGSSVTSKLYQGVAKATTQPFDASAFNVNY SDSGL FGFY T | SQAAHAGEV | RAAMNQL KAAAQGGVTEEDV TKAKNQL

f. Max. deviation (see listing)

P4 Kkgg * + o+ + *ox * * + +X bt Kk ok * + o+
*********************************************** * Kk ok kkk

Chi3 & chi4
Omega
Dihedrals [

[TT
MChbonds [TT]
MCangles [T1]
[TT
[TT

Mainchain |

3

5

|

O OEE B e
‘ i
.

e

1]

i =

Overall [
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Resid t -

100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
g 80 -
g 60
8 401
< 20
o

365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 5 10 15

Residue number

. b. Absolute deviation from mean of omegatorsion
©

4 -
8 21
® 11
S
O 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 5 10 15

Residue number

10 c. C-aphachirality: abs. deviation of zetatorsion
g
E o
g 4
N

365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 5 10 15

Residue number

Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

AR NN = AN A —

Key:- <™ Helix

C——r

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

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

: ‘ : ‘ ‘ AABRAAAAAAAAABAAAAAAAAAAAAAAA  AAAARIAA BRI AAAATIIA
KATYLMSVETAQGLLNEI GSEALLSGTHTAPSVVAQK | DSVTSADVVNAAKKFVSGKK SMAASGDLGSTPFLDEL

f. Max. deviation (see listing)
+5

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

Chi3 & chi4
Omega
Dihedrals [T

[
MChbonds [TT]
MCangles [1]

[
[

Mainchain [T

Overall [1

I I [T
I I EEEEN
\ \ EEEEN
I I [TTTT]
I I [T,
365 370 375 380 3

MAPN I RKSHPLLKMI

*********

pdb3172_06.ps




PROCHEC

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

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

Zeta abs. mean dev.
N A OO O

Phi-psi
Chi f—chi 2
Chilonl
Omega
Dihedrals

MC bonds
MC angles

Mainchain

Overall

K
Page 10

Residue properties
pdb3l 72

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

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

b. Absolute deviation from mean of omegatorsion

16

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

c. C-aphachirality: abs. deviation of zetatorsion

16

16 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115

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

d. Secondary structure & estimated accessibility

Key:- <™ Helix

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

AAAAABAATEAABAAAAAAAAAATIARIEl AAAABAAAA AARL AAABIAAAAA
T T T T T T T T T T T T T T T T T T T T
NNSL | DLPAPSN | SAWWNFGSLLAVCLMTQI LTGLLLAMHYTADTSLAFSSVAHTCRNVQYGWL | RNLHANGASFFFICI FLHIGRGLYYGSYLYKETWN

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

f. Max. deviation (see listing)

+
*

g. G-factors
1 T BT [

o = H 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 T T T T T T T T A T T T T I T T T T T T
I T T A T T T T T A T T T T A T T T A A
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 T T T T T e T P T T T
T T T e T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T I T I T T T T T T
G T L T T T T T L T T T I T T L T L T T T L T T T LT T L T LT T LI T IT]
16 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115

pdb3172_06.ps




PROCHECK

=
o
o

Chi-1 abs. mean dev.

Page 11

Residue properties
pdb3l 72

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

80
60
40 -
20

116 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215

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

Residue number
b. Absolute deviation from mean of omegatorsion

125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

116 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215

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

AN AN S N AAAAANNN

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

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

) ‘ A AAAAR AAZ ) ‘ ANE EAAARAA  AAABAAAAAAAAAAAARAAAAAA AAAAAAAANTIAA AAATIA ATIAA
TGV I LLLTLMATAFVGYVL PWGQUSFWGATV | TNLFSA | PY | GHTLVEWAWGGF SVDNPTLTRFFALHFLLPFA|AGI T1 IHLTFLHESGSNNPLGI SSD

f. Max. deviation (see listing)

+ + o+ o+ o+
Kk Kk KKKE K K KKK K Kk KK K

g. G-factors

pdb3172_06.ps
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Page 12

Residue properties
pdb3l 72

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

& 100
%80
£ 60
éf 40
< 20
o
216 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315
Residue number
- b. Absolute deviation from mean of omegatorsion
g
5 4
£ 3
g 2
o 1
£
O 26 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
% 8
e 6
g 4
g
S
216 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
AAA
SDK | PFHPYYSFKDI LGLTLMLTPFLTLALFSPNLLGDPENFTPANPLVTPPHI KPEWYFLFAYAILRSI PNKLGGVLALAASVL I LFL | PFLHKSKQRT
f. Max. deviation (seelisting) .
5 + +4 +
T L S s S £ S SRR S e £t 12 e eSO e ST Y T LR ST
g. G-factors
Phi-psi . HE W T
Gloe uital m ks §
Chi3 & chi4 T [ [HEN I
Omega [T [T [T [
Dihedrals [T T T T T T T T T T TP TP P T T P T T T T T LT T T I T TP T TP T T T TP T PP LTI T T T
MCbonds T T P T e P P P T e e P T P P T P T P T T ]
MCangles [T T T T T T T T T e P P T T P T P T P T T T T PP T T T T T
Mainchain [T T T T T T LTI T T T PP TP T P TP T T TP PP T T P T LT T T T T TP LTI T T
Overall \‘\H\\HC\\‘\HH‘\H\\‘H\H‘\HH‘H\H‘\\H\‘H\H‘HH\‘H\\\‘\\H\‘HH\‘\\H\‘\H\\‘\\\H‘\HH‘H\H‘\HH‘H\H‘\
216 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315
C = cis-peptide

pdb3172_06.ps




PROCHECK

R . d t Page 13
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
g 80 -
g 60
8 401
< 20
o
316 325 330 335 340 345 350 355 360 365 370 375 380 5 10 15 20 25
Residue number
. b. Absolute deviation from mean of omegatorsion
©
4
g 2
o 1
S
O 316 325 330 335 340 345 350 355 360 365 370 375 380 5 10 15 20 25
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
E o
g 4
N
316 325 330 335 340 345 350 355 360 365 370 375 380 5 10 15 20 25
Residue humber Highlighted residues are those that

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

AN AR VYNGR oty

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

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

MTFRPLSQTLFWLLVANLL | LTWIGSQPVEHPFI | IGQVMASLSYFTILLILFPTIGTLENKMLNY GELELHPPAFPWSHGGPL SALDHSS

f. Max. deviation (see listing)

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

Chi3 & chi4
Omega

Dihedrals ]

[T T T T T T T I T T I T T
MC bonds [T T T T T T
MCangles [T T e
[T T T T I I T T T T T I T T T TTTT
[T T T T I T I T T T T I T T I T T I T IITTTT

Mainchain  []

Overall {1

C = cis-peptide

pdb3172_06.ps
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Page 14

Residue properties
pdb3l 72

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

% 100
% 80
£ 60
g w0
< 20
o
26 35 40 45 50 55 60 65 70 75 8 85 90 95 100 105 110 115 120 125
Residue number
. b. Absolute deviation from mean of omegatorsion
g 4
E 3
g 2
o 1
S
o

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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

26 35 40 45 50 5 60 65 70 Y5 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

A R e A i A e N\ el Y

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

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

VRRGFQVYKQVCSACHSMDYVAFRNL | GYVTHTEAEAKALAEEVEVQDGPDENGEL FMRPGK | SDY FPKPY PNPEAARAANNGAL PPDL SY | VNARHGGED

f. Max. deviation (see listing) )
+ + 9
It s I N R N S I T T o I
g. G-factors
P W 5 hLCJ H N
Chilonly
Chi3 & chi4 \h I
Omega [ [T
Dihedrals [T T T T T T T ET T T T T T LT O LT LT LT T e T T T LT T O T T I T T T T T T I T
MChbonds [T T T T T T P T T P P P P P P T T P P P P T P T T P T P P T
MCangles [T T e e P e T e e P P T T T P P T
Mainchain [T T T[T I T T T T T LT T T T L T T T T T O LT T T T T T LTI
Overall \‘\H\\H\\‘\HH‘\H\H\\H‘\HH‘H\H‘\\H\‘H\H‘HHC\‘H\\\‘\\H\‘HH\‘\\H\‘\H\\‘\\\H‘\HH‘H\H‘HHHHH‘\
26 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125
C = cis-peptide

pdb3172_06.ps
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Residue properties
pdb3l 72

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

126 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225
Residue number

b. Absolute deviation from mean of omegatorsion

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

126 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO O

126 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225

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

d. Secondary structure & estimated accessibility

A e SR AVAYAAYER O NN AANA

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

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

FAAAAAN AIAAIA ‘ : ‘H/\A AABAAARBIAAAAAA A ‘ ‘ ‘ ‘ ‘ : ‘ : ‘ :
YVFSLLTGYCDPPAGVVVREGLHYNPYFPGQA | GMAPPIYNEI LEYDDGTPATMSQI AKDVCTFLRWAAEPEHDQRKRMGLKMLL | SALLTSLLYYMKRH

f. Max. deviation (see listing)

et o+ o+ +* + + o+ * * ok + ++ + + o+
Kk E KKk * * % % * x * * % *

g. G-factors

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

pdb3172_06.ps



PROCHECK

Resid t .
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80 -
g 60
8 401
< 20
o
226 235 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number
. b. Absolute deviation from mean of omegatorsion
©
4
£ 2
o 1
S
O 226 235 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
E o
g 4
N
226 235 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue humber Highlighted residues are those that

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

SN —— E Ay O A=

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

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

AAAAAABAAAABAAAABAATIEABAAAAAAAAA
T T T T T T T T T T T T T T
KWSVLKSRKMAYRPPK VHNDVTVPDFSAYRREDVMDATT SSQTSSEDRKGFSYLVTATACVATAYAAKNVVTQF | SSLSASADVLALSK |

f. Max. deviation (see listing)

*
++ * + + o+ + *k 44 + ++ +4* + L +++ +F 4+ + ++
xxk x Ak * %% K kkKK %k K K x% K KKRXRKK K KKKKK K KKKKKEK  KKKKRKE KKK KKK KKK

Phi-psi . o [l EENEEEN | | EECREE

Chil-chi2 ]

Chilonly

Chi3 & chi4

mega

Dihedrals  [TTTTTTTTTTTTTTT]

[
[
[TTT
MC angles [T
[TTT
[TTT

Mainchain - CTTTTTTTTITTTTTT]

I

I

|

Overdl  [ITTTITTITITIIIT .
226 235 240 5

pdb3172_06.ps
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Residue properties
pdb3l 72

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

% 100
g 80 -
g 60
8 401
< 20
o
75 80 8 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 omegatorsion
g 4
E 3
g 2
o 1
S
o

75 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

75 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170

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

d. Secondary structure & estimated accessibility

B = T R e o

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

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

‘ ‘ /\/\/‘\I_IT/\/N_I/\/m/\ﬂ‘/\N A HAWAA/“A
EIKLSD| PEGKNVAFKWRGK PL FVRHRTQAE | NQEAEVDV SKLRDPQHDLDRVKKPEW | LVGVCTHLGCVP I ANSGDFGGYYCPCHGSHYDASGR | RKG

f. Max. deviation (see listing)

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

Chi3 & chi4
Omega

Dihedrals [
MChbonds |
MCangles |
Mainchain |

Overall [

pdb3172_06.ps



PROCHECK

Resid t -
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80 -
g 60
8 401
< 20
o
175 180 185 190 195 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number
. b. Absolute deviation from mean of omegatorsion
©
4
£ 2
o 1
S
O 175 180 185 190 195 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
E o
g 4
N
175 180 185 190 195 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue humber Highlighted residues are those that

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

- AN\ — . AN AR NN

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

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

/N Al : AA W‘ /‘\I_V\/\/\/‘\ BEAAAAAAAAAAAAA _AAAA AAAAAAAARIAAAAAAAAAAAAAAAAAAANAAAANAAAANATIIRIAAA
PAPYNLEVPTYQFVGDDLVVVG GRLMDR | RKWYYNAAGFNKYGLMRDDTLYEDDDVKEALKRLPEDLYNERMFR I KRALDL SLKHRI LPK

f. Max. deviation (see listing)

g. G-factors
Phi-psi . [ m T
Gt M N ]
Chi3 & chi4 I [ [T [
Omega [ [ [T [
Dihedrals ~ IR T T TT W TT I TTIIT1T] T T T T T T T T T T T T T T T T T T T I T T T T T T T T T T
MChbonds [T TTTT T TTTTIIITT] T T T T T T T
MCangles [T T e e e e e e e T T T e e T e e T T T T T
Mainchain - [TTTTTTTIITTTTTITTTIT1] 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 TTITT
Overall ITTTITIT I ITITITIIT ] O T T I T T T T T T T T LTI T T T T T T T T I T T T I I TTITITITTITTTTIT]
175 180 185 190 195 15 20 25 30 35 40 45 50 55 60 65 70 75

pdb3172_06.ps



PROCHECK

Resid t .

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

78 85 90 95 100 105 110 10 15 20 25 30 35 40 45 50 55

Residue number

. b. Absolute deviation from mean of omegatorsion
©

4
£ 2
o 1
S
O 78 8 90 95 100 105 110 10 15 20 25 30 35 40 45 50 55

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO O

78 85 90 95 100 105 110 10 15 20 25 30 35 40 45 50 55

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

d. Secondary structure & estimated accessibility
N ——— NN/ G N ANNNARNNNNy
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

ABAAAABAAAAAABAAAAAABABABRARIEAAAAAAAAAAATIAATARIAAA
T T T T T T T T T T
EQWKYEEDKPYLEPYLKEV | RERLEREAWNKK IHFGNLARVRHI | TYSLSPFEQRA | PN | FSDAL PNVWRRFSSQVFKVAPPFLGAYLL

f. Max. deviation (see listing)

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

Chi3 & chi4
Omega
Dihedrals ]

[T TT I TTTTITTIT
MC bonds [T T T T TTITTT]
MCangles [T T
[TTTTITTTITTITTITTIT
[TTTTTTTTITIITTIITIIT

Mainchain  []

Overall [1

pdb3172_06.ps
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Page 20

Residue properties
pdb3l 72

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

& 100
%80
£ 60
g w0
< 20
o
59 65 70 75 80 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number
- b. Absolute deviation from mean of omegatorsion
g
g 4
€ 3
£ 2
o 1
£
© 5 6 70 75 80 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
% :
e 6
g 4
R
S
59 65 70 75 80 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue humber Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
NN =——A g H —AANASANVANA A =————AANVANVANVAN
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AA
Y SWGTQEFERLKRKNPADY ENDQ EEEELVDPLTT I REHCEQTEKCVKARERLELCDARVSSRSHTEEQCTEEL FDFLHARDHCVAHKL FN
f. Max. deviation (see listing)
g. G-factors
Phi-psi . [T [ M (T T T
Gl DR Bl 15 o
Chi3 & chi4 I [ 11 [ [
mega [T [T [ [T
Dihedrals  [TITTTTTIITTTTTITTTTIIT] T T T T T T I T T T T T T T T TR T T T T T T T T T T T T T
MChbonds [T TT T T T T[T T A T T T T T T
MCangles [T T AT e e e e e T T e e T T T T T
Mainchain  [TTTT T T ITTTTTTTTTIITT11] 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 TTTTITT
ovedl  [TTTTTTITIITIITITIIITIT] O T T T L T LI T T T T LT I T LT T L T T I
59 65 70 75 80 15 20 25 30 35 40 45 50 55 60 65 70 75

pdb3172_06.ps




PROCHECK

Residue properties

pdb3l 72

Page 21

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

g 100
% 80 -
g 60
8 401
< 20
ig T T
76 35 40 5 60 65 70 75 10 15 20 25 30
Residue number
. b. Absolute deviation from mean of omegatorsion
g 4
E 3
£ 2
o 1
S
o 76 35 40 5 60 65 70 75 10 15 20 25 30

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

5 60 65 70 75
Residue number

76 35 40

d. Secondary structure & estimated accessibility

10 15 20 25 30

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

J NG ANANNN

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

ALLRQAYSALFRRTSTFALTVVLGAVLFE

***********

_— | | )
Key:- <™ Hélix
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
KLK UUUUUUUUUUUUUUU  RPLLCRESMSGRSARRDLVAGI SLNAPASVR
nnnnnnnnnnnnnnn
kkkkkkkkkkkkkkk
f. Max. deviation (seelisting)
g. G-factors
Phi-psi BN | T T T [ ] T
Chil-chi2
gﬂ%?&”'cm% EN
mega [T
Dihedrals  [TT] [T A T T T T T T T T I AT
MG Spies HH e A A A A
Mainchain  [TT] TTITTTTT T ] O T T I T T T T T T ITT T TTTT
Overall [ LTTTTITTITIOTI) I T T T T ITIT T T IT]
76 35 40 55 60 65 70 75

pdb3172_06.ps




PROCHECK

Resid t .
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
g 80
£ 60
g w0
< 20
o
33 40 45 50 55 60 3 10 15 20 25 30 35 40 45 50 55 60
Residue number
. b. Absolute deviation from mean of omegatorsion
©
4
g 2
o 1
S
o 33 40 45 50 55 60 3 10 15 20 25 30 35 40 45 50 55 60
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
E o
g 4
N
33 40 45 50 55 60 3 10 15 20 25 30 35 40 45 50 55 60
Residue humber Highlighted residues are those that

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

T -

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

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

EEAAAABAAAAAAAAATRIA. AAAAAAAABAARIAA ABIA A AAAAAAATA
T T T T T T T T T T T T
RAFDQGADA | FEHLNEGKLWKH | KHKY EASEE TYAQTLQNI PETNVTTLDNGLRVASEESSQPTCTVGVWI GAGSRY ENEKNNGAGY FVE

f. Max. deviation (see listing)

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

Chi3 & chi4
Omega
Dihedrals ]

[T ITIT
MC bonds [T T T T T T TT]
MCangles [T T ]
[T IITITIT
[TTTTTTTTTITITIITITIT

Mainchain  []

Overall {1

pdb3172_06.ps




PROCHECK

=
o
o

80
60
40
20

Chi-1 abs. mean dev.
R N W b~ O

Omega abs. mean dev.

Zeta abs. mean dev.

Omega
Dihedrals

MC bonds
MC angles

Mainchain

Overall

Page 23

Residue properties
pdb3l 72

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

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 omegatorsion

61

70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

61

70 75 8 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

61

d. Secondary structure & estimated accessibility

s (0 e — A DD

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

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

HLAFKGTKKRPCAAFEKEVESMGAHFNGY TSREQTAFY | KAL SKDMPKVVH. LADVVQONCALEESQI EKERGV | LQELKEMDNDMTNVTFDYLHATAFQG

f. Max. deviation (see listing)

g. G-factors

[T [T T ﬂ I i I H T
H g i
T T T T T T T T A 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 T T
T T A A T T T T A A T T T T T T T A A
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 P T T T T P 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 T T T I T T T T T T T TIT T
G L T T T T T T I T T T T I T L T T L T T T L T LT T LI
61 70 75 8 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160

pdb3172_06.ps
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Page 24

Residue properties
pdb3l 72

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

% 100
% 80
£ 60
g w0
< 20
o
161 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260
Residue number
. b. Absolute deviation from mean of omegatorsion
g 4
E 3
g 2
o 1
S
o

170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO O

161 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260

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

d. Secondary structure & estimated accessibility

A AR AN Bl B A ) et

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

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

TALARTVEGTTENIKHLTRADLASY I DTHFKAPRMVLAAAGG | SHKELVDAARQHFSGV SFTYKEDAVP | L PRCRFTGSE | RARDDAL PVAHVALAVEGP

f. Max. deviation (seelisting)
5

++ ++ :*ZH :: *::+ +: +f++: ::+ * ++ o+ + 4+ + *

g. G-factors
Phi | NEEREEE H T T T T | [
Aty aaliital Ek o
Chi3 & chi4 [ 117 [ [
Omega [T [T [ [
Dihedrals [T T T T T T T IT T T I T T T IO T T T LT I T T T T T T T T T T T T T T T T T T T T T I T
MCbonds T T T T T 1
MCangles [T e e P P T P T
Mainchain (T T T T T I T T TP T IO T LT T TP T T TP T TP TP T T T T T I T
Overall T T T T T T T T T T T T T T T LT 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 ITTIIITITTTT]

161 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260
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Residue properties
pdb3l 72

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

261 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360
Residue number

b. Absolute deviation from mean of omegatorsion

P N W b~ O

Omega abs. mean dev.

261 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

261 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360

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

d. Secondary structure & estimated accessibility

N\ N ) = NN AN

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

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

EANAAAAAAAAAAAAA  AAAIAA AARAAAANAAAAAAABIANAABAAAAIAAAAAI. AN AAAAAAAARIMAAAAAAAA AAAAAATIIAAAAAAAAAAAA
GWADPDNVVLHVANA | | GRYDRTFGGGKHL SSRLAALAVEHKLCHSFQTFNTSY SDTGL FGFHFVADPL S| DDMMFCAQGEWMRL CTSTTESEVKRAKNH

f. Max. deviation (seelisting) .
vh .

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

Chi3 & chi4
Omega
Dihedrals [

[TTTTTITTTTTIT LT
MC bonds [T T T[T T T T T TTTT
INEEERNENENN NN
[TTTTTTTTITTTIT T
[TTTTTITITTITITIIT

MCangles []
Mainchain  []

Overall {1
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Resid t .
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80
£ 60
g w0
< 20
o
361 370 375 380 385 390 395 400 405 410 415 420 425 430 435 440 18
Residue number
. b. Absolute deviation from mean of omegatorsion
©
4
g 2
o 1
S
© 3; 370 375 380 385 390 395 400 405 410 415 420 425 430 435 440 18
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
g 4
N
361 370 375 380 385 390 395 400 405 410 415 420 425 430 435 440 18
Residue number Highlighted residues are those that

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

RN AT —— L R

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

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

AAAAAAAATIR
T T T T T T T T T T T T T T T T
LRSAMVAQLDGTTPVCET I GSHLLNYGRR | SLEEWDSR | SAVDARMVRDVCSKY | YDKCPALAAVGP | EQLLDYNRI RSGMYWI CPGAED

f. Max. deviation (see listing)

g. G-factors
Phi-psi . [l o LN
Sie o m i i
Chi3 & chi4 [ [T [ [ I
Omega [ [ [T [ [
Dihedrals [T T T T I T T T T T LTI I T T T LT T T T T LT T T T T T T T TP T TT T TIT T T T T T T T TT] [TITTT]
e R AMERERSENERSESENERSESENERSESENERSESENSESRSENSRSRSSNSSSRSERSEBSEE SEEEEESEEEEE HHHH
Mainchain [T T T T T I T T T T T LT T T LT TP T T TP T T TP T T T T TP T T T ITT] [EEREEE]
Overall EEEEEEEEESEENES NSNS NN NSNS NN NN SN NN NN N RN [T
361 370 375 380 385 390 395 400 405 410 415 420 425 430 435 440 18
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Residue properties
pdb3l 72

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

% 100
% 80
£ 60
g w0
< 20
o
24 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 omegatorsion
g 4
E 3
g 2
o 1
S
o

24 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

24 30 35 40 45 50 5 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

Tt ——— AN e AU

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

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

LEITKLPNGL | IASLENFSPASRIGVFIKAGSRYETTANLGTAHLLRLASPLTTKGASSFRI TRGI EAVGGSL SVY STREKMTYCVECLRDHVDTVMEY L

f. Max. deviation (see listing)

*******

g. G-factors

(F;ﬁi_ -Scihi 2 T III:::H H I I:,I,,:I:lﬁ L<H
Chilonl

Chi3 & chi4
Omega

Dihedrals [T

MChbhonds [T]
MCangles []

[TTTTTTITTITITT
[T
T
Mainchain [T T T ITTTTTTITT]
[TTTITTTTITITTITT

Overall I

I I [
I I N
\ \ [l
I I [
[ I : I
24 30 35 40 45 50 55
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Residue properties
pdb3l 72

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

% 100
% 80
£ 60
g w0
< 20
o
124 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220
Residue number
. b. Absolute deviation from mean of omegatorsion
g 4
E 3
g 2
o 1
S
o

124 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO O

124 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220

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

d. Secondary structure & estimated accessibility

LNVTTAPEFRPWEVTDLQPQLKVDKAVAFQSPQVGVLENLHAAAYKTALANPLYCPDYRIGK | TSEQLHHFVONNFTSARMALVGI GVKHSDLKQVAEQF

f. Max. deviation (see listing)

+ + +
++* 4+ + 4 Rk g
kKK KAk

+
kK * ok R *k ok ok *
* Kk K * *okok Kk Kk kK kK

¥ kkkkkKkkkkk Kk Kk Kkk kkKkkKkK KKK KKk

MC bonds
MC angles

Mainchain

Overall
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Residue properties
pdb3l 72

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

% 100
% 80
£ 60
g w0
< 20
o
224 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320
Residue number
. b. Absolute deviation from mean of omegatorsion
g 4
E 3
g 2
o 1
S
o

224 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

224 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320

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

d. Secondary structure & estimated accessibility

e == Rm— A\ N/ —

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

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

: A AAAAAAAANL  AAAAARL AAAAAAIAIAA BABAAAAAAAAAAA Bl AN AAABAAAAA AAAAARARIBAAAAAAAAAREL AR
LN RSGAGT SSAKATYWGGE | REQNGHSLVHAAVVTEGAAVGSAEANAFSVLQHVLGAGPL | KRGSSVT SKLYQGVAKATTQPFDASAFNVNY SDSGL FG

f. Max. deviation (see listing)

g. G-factors
Phi-psi . WEEE H [ [ERE BT
Aty albifies.EaEiSi ], .
Chi3 & chi4 [ 11 [ T1] [ [
Omega [T [T [ [
Dihedrals [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 TP T T T TP T T T LTI
MC bonds T T T T T T T T T T T T T
MC angles e e e e e e e e e e e e e e e e T T e e T e T e T e T T T T T T T T T
Mainchain (T T T T T T T T TTT T O TP TP T P T T  TTT TT T T TTTTTT TTTTTT TT I TTTITTTIT T
Overall T T T T T T T T T T T T T T T L T T T T T I T T T T T LI T T T T I T T T T T ITT T T T ITTITITTTITIT]
224 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320
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Residue properties
pdb3l 72

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

% 100
% 80 -
g 60
8 401
< 20
o
324 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420
Residue number
. b. Absolute deviation from mean of omegatorsion
g 4
E 3
g 2
o 1
S
o

324 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO O

324 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420

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

d. Secondary structure & estimated accessibility

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

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

AAAAAAAATIA AAAAAATIAAAAAAAR Al AARBAAAAAAAAAAAATAAAAAAAAAAA
T T T T T T T T T T T T T T T T T T T T
FYT 1 SQAAHAGEV | RAAMNQLKAAAQGGV TEEDVTKAKNQLKATYLMSVETAQGLLNE | GSEALL SGTHTAPSVVAQK | DSVTSADVVNAAKKFVSGKKS

f. Max. deviation (see listing) .
5
R A L T I R T I N st I R IRt s e T s A
g. G-factors
Phi ] T T T T e EEN W1
Gl m R oA e it
Chi3 & chi4 [ ] I [T [ [
Omega [ [ [T [ [1
Dihedrals [T I T I T I T T I T T T T T T T T T T T T T T I T T T T I T T T e T T T T T T I T I T I I T T
MCbonds [T 1T T T T T T T T T T T T T T T T T T T T T T T
MCangles [T T T e e e
Mainchain [T T T T T[T T I I I I LI T T T T LT L L LT T L L L L L L T LT T L L L L T L T LI T L T LI T L T L LT T I LT LT L LT LT T LTI
Overall \‘\H\\\‘\\H\‘\HH‘HHHHHHHHH\\‘H\H‘\HHH\H‘HHHHHHH\‘H\\H\H\\HH‘H\HHHHHH‘HH
324 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420
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R . d t Page 31
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80
£ 60
g w0
< 20
o
424 430 435 2 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number
. b. Absolute deviation from mean of omegatorsion
©
4
g 2
o 1
S
O 424 430 435 2 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
E o
g 4
N
424 430 435 2 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

= . NN AT

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

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

AABAAAAAFAAAAARERFAAAAAAAAIATIAAA AAAAAFAABAAAIAAAAAAAAAAAR
T T T T T T T T T T T T T T T
MAASGDLGSTPFLDEL APNIRKSHPLLKMINNSL I DLPAPSN| SAWWNFGSLLAVCLMTQI LTGLLLAMHYTADTSLAFSSVAHTCRNVQ

f. Max. deviation (see listing)

77 + o+
N T ST 7% . R ST T TSN SO = JONNE S SR T
g. G-factors
Ph (o T ] |
e I LIRS
Chi3 & chi4 [ ] [HEEN [ [
Omega [ [T [ [
Dihedrals [ T T I T I I I T T P T R LI T I I I T I T T I LTI
v CEEENEN
Mainchain [EEEEEEREEEEEEEEEEEEEEEEEEE RN
Overall mm \‘HHHH‘\HH‘H\H‘HH\‘HH\‘\HH‘\HHHH\‘HH\‘\\\H‘\HH‘H\H‘\HH‘HHH
424 430 435 2 10 15 20 25 30 35 40 45 50 55 60 65 70 75
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=
o
o

80
60
40
20

Chi-1 abs. mean dev.
R N W b~ O

Omega abs. mean dev.

Zeta abs. mean dev.
N A OO O

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

K
Page 32

Residue properties
pdb3l 72

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

76 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175
Residue number

b. Absolute deviation from mean of omegatorsion

85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

76 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

ANANANNANANN N AANNNNA— AN - A
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

B AAAABAAAA AAR AAARTHAAAAA AAAAR
T T T T T T T T T T T T T T T T
YGWL | RNLHANGASFFFICI FLHIGRGLYYGSYLYKETWNTGV | LLLTLMATAFVGYVL PWNGOMSFWGATV | TNLFSA | PY | GHTLVEWAWGGFSVDNPT

f. Max. deviation (see listing)

++ * * +  x* +
++ KRy g o4y +* * 44 + + o+ * +* 4 * Rk pkg gk k +4+*
********* kKKK AKE Kk KK KKK KKK K Kk kK Kkk Kk * * Kk Kk Kk K kKA KE K K kkk KA kKKK Kk KKk

g. G-factors
[ EECEERESC [
i it

T T A 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
I T T A A T T T T A A T T T T T T T A
O e e e e e e e e e e e e T e A e T e e T e T T T T T e T P 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 T T T T I T I T T T T T T
EEEEEEEEEEEEEEEEEEEEEEE SN NSNS NS NN SN NN NN NN N
76 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175
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Residue properties
pdb3l 72

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

% 100
g 80 -
g 60
8 401
< 20
o
176 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275
Residue number
. b. Absolute deviation from mean of omegatorsion
g 4
E 3
g 2
o 1
£
O 176 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

176 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275

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

d. Secondary structure & estimated accessibility

AAA AAA
LTRFFALHFLLPFAIAGITI IHLTFLHESGSNNPLGI SSDSDK | PFHPYYSFKD | LGLTLMLTPFLTLALFSPNLLGDPENFTPANPLVTPPHIKPEWYF

f. Max. deviation (see listing)

*+

+ o+ R *o4+ o+ *gox
FrkEkEE KK KKK KKKKKKKKK K KEAKR * %

g. G-factors

Chi3 & chi4
Omega

Dihedrals [
MChbonds |
MCangles |
Mainchain |

Overall [

C = cis-peptide
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=
o
o

Chi-1 abs. mean dev.

Page 34

Residue properties
pdb3l 72

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

80
60
40 -
20

276 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375

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

Zeta abs. mean dev.
N A OO O

Residue number
b. Absolute deviation from mean of omegatorsion

276 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

276 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

\ I I
\ I I
\ \ \
\ I I
[ I [T,

276 285 290 2

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

d. Secondary structure & estimated accessibility

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

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

AAAAAAAAANTIIIA _ AAAAAAABAAAAAAAAAANAAAAAAATIIAAAAAAAAAANAAAANAAAA  AAABIAAAAAAA  AAAAAAAAAAAARIANAAAA AAAA
LFAYAILRSI PNKLGGVLALAASVL I LFL I PFLHKSKQRTMTFRPLSQTLFNLLVANLL I LTWIGSQPVEHPFI | IGOMASLSYFTILLILFPTIGTLEN

f. Max. deviation (see listing)

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

g. G-factors

# T H | NENCEEN | lﬁ

C = cis-peptide
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R . d t Page 35
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
g 80 -
g 60
8 401
< 20
o
376 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 omegatorsion
©
4
g 2
o 1
S
O 376 5 10 15 20 25 30 35 40 45 50 5 60 65 70 75 80 85
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
g 4
N
376 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Residue humber Highlighted residues are those that

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

T O e A A e A

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

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

KMLNY GELELHPPAFPWSHGGPL SALDHSSVRRGFQVYKQVCSACHSMDYVAFRNL | GVTHTEAEAKALAEEVEVQDGPDENGEL FMRPG

f. Max. deviation (see listing)

+ ko 4y + ++ + ++ *okokp 4 + * + X xR
* ok kkkkxkk kkkk K KAk KKk KKK KK KAk Kk Kk Kk Kk kkk KKK AFAKE * *

I

g. G-factors

I-pS| -
Chil-chi2 ]
Chilonly
Chi3 & chi4 I
Omega [
Dihedrals [TTT ™

T T T I T T T T T T T T T AT T LTI T T I T T T I I T

MC bonds T e T P P P P P T T TP PP P T T T TTTT
MC angles T e e e T e e P T T T T T T A P T T T T T P P P T T T T T
[EEEEEEEEEEEE NN NN

T I I T LTI T T T AT P LTI T I T I T T LTI T T T I T T T T T T TTT

Mainchain  [TTT11]

[

[

l
Overal m]]]] \‘
376 5
C = cis-peptide
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Residue properties
pdb3l 72

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

86 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 omegatorsion

Omega abs. mean dev.
N

86 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO O

86 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185

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

d. Secondary structure & estimated accessibility

A Ty e i e TAAY

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

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

AA
K1 SDY FPKPY PNPEAARAANNGAL PPDL SY | VNARHGGEDYVFSLLTGYCDPPAGVVVREGLHYNPY FPGQA | GMAPP I YNE I LEYDDGTPATMSQI AKD

f. Max. deviation (seelisting)

1

+ * 4 K
+++ 4 + 4 ** + + o+ o+ +++ +
* Kk Kk KKK EE KKk Xk kkkkkk KrkKAKKA K KK A% * % * * x %

- O

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall
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Residue properties
pdb3l 72

Page 37

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

186 195 200 205 210 215 220 225 230 235 240
Residue number

5 10 15 20 25 30

b. Absolute deviation from mean of omegatorsion

P N W b~ O

Omega abs. mean dev.

195 200 205 210 215 220 225 230 235 240
Residue number

5 10 15 20 25 30

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

186 195 200 205 210 215 220 225 230 235 240
Residue number

d. Secondary structure & estimated accessibility

AR NAAARARNANARAAAR -~ —

5 10 15 20 25 30

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

R Ay O

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

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

AAAAAAAAABAABIANAAAAA AAAAAAAAAAAAAAAAAAANAAAAAAABIAAAATIIIA

VCTFLRWAAEPEHDQRKRMGLKMLL | SALLTSLLYYMKRHKWSV LK SRKMAY RPPK

f. Max. deviation (see listing)

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

g. G-factors
Phi-psi W

00
S
=
SS
N
[

Dihedrals [T

[TTTTT1T
MCbonds [T TTTTTTT]
MCangles [T TTTTTT]
[TTTTT1T
[TTTTTT1]

Mainchain [T

e B e

Overall [1

\
I
\
\
I
186 1

I
I
\
\
‘ T
9

VHNDVTVPDFSAYRREDVMDATTSSQT SSEDRKG

***************
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Residue properties
pdb3l 72

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

=
o
o

80
60
40 -
20

Chi-1 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

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO O

35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130

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

d. Secondary structure & estimated accessibility

ARNAARAANNRN A e Aty e——

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

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

FSYLVTATACVATAYAAKNVVTQF | SSLSASADVLALSK | EIKLSD | PEGKNVAFKWRGKPL FVRHRTQAE I NQEAEVDV SKLRDPQHDLDRVKKPEWV |

f. Max. deviation (see listing)

MC bonds
MC angles

Mainchain

Overall

pdb3172_06.ps
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Residue properties
pdb3l 72

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

& 100
% 80
£ 60
g w0
< 20
o
135 140 145 150 155 160 165 170 175 180 185 190 195 15 20 25 30 35
Residue number
- b. Absolute deviation from mean of omegatorsion
g
g 4
E 3
g 2
o 1
£
O 135 140 145 150 155 160 165 170 175 180 185 190 195 15 20 25 30 35
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
% 8
e 6
g 4
R
S
135 140 145 150 155 160 165 170 175 180 185 190 195 15 20 25 30 35
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
e BN\ ]
e B e T s
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AN AVAV S A ‘ ‘ ‘ ‘ ‘ BEAAAA ABBAAAAAAAAAAA : ‘
LVGVCTHLGCVPIANSGDFGGYYCPCHGSHYDASGR | RKGPAPYNLEVPTYQFVGDDLVVVG GRLMDR | RKWYYNAAGFNKYGLMRDDTL
f. Max. deviation (see listing)
g. G-factors
Phi-psi . T T T o T T T [y | T mE [ H
A 1 e
Chi3 & chi4 [ I 1]
Omega [T [T [T
Dihedrals [T T T T TI T T T T T T IO T I T T T T T T T T T T I T T T T I T [T T T I I I T I T
MChbonds  [TTTTTT] T T T T T T T T T T T A A
MCangles  [TTTTT1] T e e e T T T T T e T T T P T T T T e T T e
Mainchain (T T T T T I I T T T I T T LTI T IO T T TP T T T TP TT T T IT I T I TTTITTT] T T I I T I T
L0 T o T Y OO T T I T T T T T T
135 140 145 150 155 160 165 170 175 180 185 190 195 15 20 25 30 35
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Resid t .

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

38 45 50 5 60 65 70 75 8 85 90 95 100 105 110 10 15

Residue number

. b. Absolute deviation from mean of omegatorsion
©

4
£ 2
o 1
S
o 38 45 50 5 60 65 70 75 8 8 90 95 100 105 110

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO O

38

45 50 5 60 65 70 75 80 8 90 95 100 105 110

10 15

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

d. Secondary structure & estimated accessibility
AN =AAAUAN ——AY AN =

Key:- <™ Helix

Te—xT ")

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

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

YEDDDVKEALKRLPEDLYNERMFRIKRALDLSLKHR I LPKEQWKYEEDKPYLEPYLKEV | RERLEREAWNKK

f. Max. deviation (see listing)

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

Phi-psi
Chif—chiz H#
Chilonl

Chi3 & chi4

Omega

Dihedrals

MC bonds

MC angles

Mainchain

Overall

IHFGNLARVRHI I TYSL
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Resid t e
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80
£ 60
g w0
< 20
o
19 25 30 35 40 45 50 55 60 65 70 75 80 20 25 30 35
Residue number
. b. Absolute deviation from mean of omegatorsion
©
4_
8 29
® 11
S
o 19 25 30 35 40 45 50 5 60 65 70 75 80 20 25 30 3H
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
E o
g 4
N
19 25 30 35 40 45 50 55 60 65 70 75 80 20 25 30 35
Residue humber Highlighted residues are those that

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

2 A\ AN/ NN/ N NN/ N\ U =\ A=CAVAA,

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

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

AAAAAAAABAAATAARI
SPFEQRA | PN I FSDAL PNVWRRFSSQVFKVAPPFLGAYLLY SWGTQEFERLKRKNPADY END ELVDPLTT | REHCEQTEKCVKARERLEL
f. Max. deviation (see listing) .
+ 4
* Fppko* + + ++ . +
+ + + * 4 + 4 KR KK B S + + +H+++ KR % 44t BH+F 4+
SRS S S SIS S+ S 0 S G S0t 000 SRS S S 0.0 5.5 S S0 555 S £ 0
g. G-factors
Phi-psi . T T IZIIZI_H L,<H -Z:H H>I:
Chil-chi2
Chilonly
Chi3 & chi4 [ [T [ [
mega [ [ [ [
Dihedrals [T T T T T T I IT I T T T T T I T T I I I T T IO T T T I ITTT] T T I T T T T T T T T T
MCbonds (T T T T T I A T T A I
MCangles [T T P P T
Mainchain (T T T T T I IT T T I T T T T IO T TP T TP T T T TT] T T I I T I T
Overall OO L T L T L T T T L T LT T T T LI T T TT] OO LI L LI T T LTI
19 25 30 35 40 45 50 55 60 65 70 75 80 20 25 30 35
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Residue properties

pdb3l 72

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

Page 42

% 100
% 80
£ 60
g w0
< 20
o :
40 45 50 55 60 65 70 75 40 55 60 65 70 75
Residue number
. b. Absolute deviation from mean of omegatorsion
g 4
E 3
£ 2
o 1
S
O 40 45 50 55 60 65 70 75 40 55 60 65 70 75

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO O

40 45 50 55 60 65 70 75

d. Secondary structure & estimated accessibility

SA—2 DA
Key:- <™ Helix

40 56 60 65 70 75
Residue humber Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
V—I\
v V [ —— =

e. Sequence & Ramachandran regions 2 Most favoured

CDARVSSRSHTEEQCTEEL FDFLHARDHCVAHKL FNKLK

f. Max. deviation (seelisting)
5+

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

MChbonds []
MCangles []

Mainchain  []

Overall [1

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

m Allowed [l Generousl Disallowed
AAFHAAARA AAARRAAAA

T T T T
RPLLCRESMSGRSARRDLVAGI SLNAPASVR

(V[S]V]V[V]V]V[G]V]N]V]V]
nnnnnnnnnnnn
kkkkkkkkkkkk
!
* + +
+ *8 +* *ok g +
...................... L *
I _,ﬁ
117
[T
[ITTTTTTIITT] T T I T TR TR T T T
T T A A T A A
AT =TT T e A T T T
[T T T I T T T T T
LITTITTTTTIT) OO I T I T I TITTIITITTT]
40 5 60 65 70 75
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Residue properties

pdb3l 72

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

Page 43

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

4 10 15 20 25 30 35 40 45 50 55 60
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

10 15 20 25 30 35 40 45 50 55 60
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.

4 10 15 20 25 30 35 40 45 50 55 60
Residue number

d. Secondary structure & estimated accessibility
LU NN e 7NN/ N NIN/N/NZ QA

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

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

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

AAAAAAANTBABAIAAAAAAAAA AAAARIIAAAA  ADAAAAAAARIA AAAAIAAAAIAIA
ALLRQAYSALFRRTSTFALTVVLGAVLFERAFDQGADA | FEHLNEGKLWKHI KHKYEASE

f. Max. deviation (see listing)

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

[TTTTTT1T
MChbonds  [TTTTTTTT]
MCangles  [TTTTTTTT]
[TTTTTT1T
[TTTTTT1T

Mainchain  []

Overall {1

pdb3172_06.ps
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(@)) & 5 & 5 & 5
3 3 3
m - Aouanbai4 = Aouanbai4 = Aouanbai4
< B 3 e
i, B B g E
— — — —
2 [e] n [{o] Q
7 |m wwwwwwwwwwwwwwwwwwwwwwwwwwww |w mno |w wwwwwwwwwwwwwwwwwwwwwwwwwwww |w
O zs S CM ul < O m o %\W l.%
b OR a <o 7 — ) — e |7 o
cnosl ] 32 <8 <
(OFS
l®) |8 'S |2 1§
o - = S S
18 K B K3
‘T &< 5 3 3 8
- 8 S S 3
Q = fouenbai4 = fouenbai4 = fouenbai4 = fouenbai4
|
3 3 3 5
- 3 2 ! :
. @) Q ~ )
a - o © HO
— — — —
(o) o N~ [e))]
Lo _ Ty —_l > |
— > — w — —
M g QU § O o Ssf
-1 ) TE s Og -+
— — A_|v wwwwwwwwwwwwwwwwwwwwwwwwwww - S . —
g o pd
@ a [e0] CH ()] -
L - < = < <
— — — —
B 3 Q L5
— — — —
S S S &
— — — —
o o o o
= fouanba.4 = fouanba.4 = fouanba.4 = fouanba.4

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

CA-C-N
(except Gly,Pro)

1427

Frequency

101 106 111 116 121 126 131

O-C-N

1427

Frequency

(except Pro)

108 113 118 123 128 133 138

C-N-CA
(Gly)

1427

Frequency

105 110 115 150 125 130 135

CA-C-O

1427

Frequency

(Gly)

Black bars> 2.0 st. devs. from mean.

105 110 115 120 125 130 135

pdb3l 72

CA-C-N
(Gly)

1427

Frequency

101

106 111 1!6 121 126 131
O-C-N

1427

Frequency

(Pro)

107

112 117 122 127 132 137

C-N-CA
(Pro)

1427

Frequency

107

112 1117 122 1217 132 137

CB-CA-C
(Al3)

1427

Frequency

100 105 J‘l!‘o: 115 120 125

Page 1

CA-C-N
(Pro)
1427 —
oy
o)
>
8
L.
101 106 101 116 14 16 131

C-N-CA

1427

Frequency

(except Gly,Pro)

106 111 116 121 126 131 136

CA-C-O

1427

Frequency

(except Gly)

105

110 115 120 125 130 135

CB-CA-C
(lle,Thr,val)

1427

Frequency

94

99 104 109 114 1l9 124

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 I e
CB-CA-C N-CA-C N-CA-C
(the rest) (except Gly,Pro) (Gly)
1427 — 1427 ‘ ; 1427 : :
3 3 ! ! o) ! !
3 o) | l o) ! !
> > >
8 g ! ! g ! !
L LC ! ! L 1 1
9 96 101 106 111 116 121 126 97 102 107 12 17 132 17
N-CA-CB N-CA-CB
(Ala) (e, Thr,val)
1427 —— 1427 - 1427 —
o) ] o) g o) ]
> ; ; > ; >
g | g | g "
E i i L A K L 1 | 0
9% 101 106 111 116 131 126 95 100 105 110 115 130 125 96 101 106 111 116 121 126
N-CA-CB N-CA-CB
(Pro) (the rest)
1427 — 1427 —
5 | 5
5] Pl 5]
> ol >
g i 8
L 0 L
88 93 08 1#0é 108 113 118 95 100 105 110 115 120 125

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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RMSdist f I ity
ARG ASN ASP
200 ; 200 ; 200 ‘
150 | 150 | 150 |
g s 9 s 9 s
8100 i 8100 i 3100 :
g | 8 | 8 |
s i s i L i
50 i 50 i 50 !
000 001 002 003 004 005 000 001 002 003 004 005 000 001 002 003 004 005
GLN GLU HIS
200 ; 200 ; 200 ;
150 | 150 | 1504 |
g s 9 s 9 s
35100 3 35100 3 51004 :
g | 8 | 8 |
s i s i L i
000 001 002 003 004 005 000 001 002 003 004 005 000 001 002 003 004 005
PHE TRP TYR
200 ; 200 ; 200 ;
: : : 5h
150 | 1504 | 1504 |
g s 9 s 9 s
31001 | =100 | 5100+ !
g | 8 | 8 |
s i s i L i
50_ 1 50" } 50_. 1
‘ h| __l |1 1 :
000 001 002 003 004 005 000 001 002 003 004 005 000 001 002 003 004 005

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

b signifies data points off the graph in the direction shown.
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Distorted geometry
pdb3l 72

Main-chain bond lengths

N 1451 CA

1.508
FGly 10

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

Main-chain bond angles

A Thr 347 B Asp 23 B Leu 29 B Ala129 B Arg 227 C Asn 207
N 112 ¢ N M2 ¢ N M2 ¢ N 112 ¢ N 12 ¢ N 12 ¢
CA CA CA CA CA CA

C Ser 226 | UNK 38 I UNK 39 JPhe 14 N Thr 347 O Asn 225

Olle226 O Arg 227 P Ser 226 R Gly 143 W Phe 14

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

Planar groups
CB CB CB &3 CB CB
0.047 0.041 0.033 0.035 0.051 0.051
A Tyr 434 B Tyr 122 B Tyr 368 CPhe 34 CTyr 76 C Tyr 105
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Planar groups (contd)

E * cB cB cB cB
0.039 0.031 0.038 0.057 0.032 0.042
CTrp 142 CHis 197 CTyr 224 D Tyr 33 D Tyr 45 D Tyr 90

CB CB €3 CB CB B
0.036 0.034 0.030 0.068 0.032 0.044
D Tyr 134 D Tyr 152 E Phe 10 FTyr 20 FTyr 93 G Phe 46
CB cB cB cB cB cB
0.047 0.033 0.035 0.036 0.034 0.036
GTrp 61 JTyr 59 N Trp 40 N Tyr 98 N Tyr 280 N Tyr 416
CB CB CB cB CB CB
0.056 0.038 0.030 0.034 0.037 0.043
N Tyr 434 O Tyr 122 O Tyr 368 P Phe 34 PTyr 76 P Tyr 104
cB cB 3 cB cB cB
0.046 0.033 0.032 0.031 0.046 0.039
P Tyr 105 P Tyr 110 PTrp 142 P Tyr 224 QTyr 33 Q Tyr 90
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Distorted geometry
pdb3l 72

Planar groups (contd)

p

S

0.033 0.045 0.031 0.045 0.048
R Phe 10 STyr 20 SPhe 26 STyr 93 T Phe 46

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

pdb3l72_10.ps



