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Plot statistics
Residues in most favoured regions [A,B,L] 1325 91.6%
Residues in additional allowed regions [a,b,l,p] 120 8.3%
Residuesin generously allowed regions [~a,~b,~l,~p] 1 0.1%
Residues in disallowed regions 0 0.0%
Number of non-glycine and non-proline residues 1446  100.0%
Number of end-residues (excl. Gly and Pro) 8
Number of glycine residues (shown as triangles) 152
Number of proline residues 116
Total number of residues 1722

Based on an analysis of 118 structures of resolution of at least 2.0 Angstroms
and R-factor no greater than 20%, a good quality model would be expected
to have over 90% in the most favoured regions.
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Ramachandran plots for all residue types

Page 1

Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Ramachandran plots for all residue types
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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
pdb6nhh
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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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Chi-1

Chi1-Chi2 plots
pdb6nhh
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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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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
pdb6nhh

OOa Ramachandran plot quality assessment
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Plot statistics

Comparisonvalues  No. of
) No.of Parameter Typicd Band  band widths

Stereochemical parameter datapts  value vaue  width  from mean

a %-tageresiduesin A, B, L 1446 91.6 66.5 10.0 25 BETTER
b. Omega angle st dev 1708 43 6.0 3.0 -06 Inside

c. Bad contacts/ 100 residues 4 0.2 20.0 10.0 -20 BETTER
d. Zetaangle st dev 1570 11 31 16 -1.2 BETTER
e. H-bond energy st dev 1084 0.7 1.0 0.2 -1.6 BETTER
f. Overall G-factor 1722 0.2 -0.8 0.3 34 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 Typicd Band  band widths
Stereochemical parameter datapts  value vaue  width  from mean
a. Chi-1 gauche minus st dev 168 7.3 27.3 6.5 -3.1 BETTER
b. Chi-1 trans st dev 448 10.8 26.4 53 -29 BETTER
c. Chi-1 gauche plus st dev 654 10.2 25.0 4.9 -30 BETTER
d. Chi-1 pooled st dev 1270 10.2 25.8 4.8 -3.2 BETTER
e. Chi-2 trans st dev 380 10.8 25.8 5.0 -3.0 BETTER
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Residue properties
pdb6nhh

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

5 20 b. Absolute deviation from mean of omegatorsion
©
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10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta 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 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

AABAAAAAT AAAAFAABAAABIAAAAAAAAAATIAA
T T T T T T T T T T T T T T T T T T T T
G| PHDHYEPRTGI EKWLHSRLPIVALAYDT IMI PTPRNLNWMWIWGVVLAFCLVLQIVTGIVLAMHY TPHVDLAFASVEHIMRNVNGGFMLRYLHANGAS

f. Max. deviation (see listing)

++ * + * + +* + + + o+ * * o + * 4
N T Kk k Kk KA KKK KAk kAR K Kk Kkk KKK k% Kk Kk kkkkk K Kkk Kk kk Kk Kk Kk kK * Kk

Chi3 & chi4 []
Omega [l
Dihedrals [T
MChbonds []
MCangles []
Mainchain  []

Overall {1
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Residue properties
pdb6nhh

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

50

Chi-1 abs. mean dev.

40
30~
20
10+

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 omegatorsion

Omega abs. mean dev.
e}

03 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

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 [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

AAAAABIAAAAAA AAAAR AAABAAAAAAAAAAAAAAA
T T T T T T T T T T T T T T T T T T T T
LFFIAVYLHI FRGLYYGSYKAPREVTWIVGML | YLAMMATAFMGYVL PNGOMSPAVMGATV | TGLFGA | PGI GHS 1 QTWLLGGPAVDNATLNRFFSLHYLLP

f. Max. deviation (see listing)

g. G-factors
Phi-psi . I L
i, . . s
Omega [ i\ H \h [NEEEE \h ] \t:
Dihedrals [T T T T T I I TT T T T T T T T T LT LT T T T TP T T T T TP T T T T T T T T LTI I T T T T T
MCbonds T T T T 1
MCangles [T e P A P T P
Mainchain (T T T T I T T T T C T T LT T C T T T T TP T TP TP P T T  TTTTTTTTITTIITTT
Overall \‘\HHH‘\HHHHMH\c\‘H\HJ\H\H\\H\H\‘H\\H\H\‘\HH‘\HH‘\HH‘\HH‘\HH‘HHHHH‘H\H‘HH\‘H\

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

C = cis-peptide
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Residue properties
pdb6nhh

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

g
: 40 -
e 301
8 20+
< 101
o
203 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300
Residue number
o b. Absolute deviation from mean of omegatorsion
g
5 16
E 12
2 8
o 4
£
O 203 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
g 4
RS
S
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
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
ERAAAA _AAAAAARAAAAIAAAAAAAAAAAAAAA
l‘:V | AALVAI H IWAFHSTéNNNP+GVEVI‘?RTSKA‘EAQKI‘DTVPFV‘VPYFI ; KDVF/-‘\LAVVI‘_LVFFA | VGFI\‘/IPNYL(‘SHPDN\‘(I EAN}‘DLSTPA‘H | VPI‘E\NYFLI‘DFY
f. Max. deviation (see listing) : .
5+ 6
Panrt Lt L arni s e L Pt
g. G-factors
Phi . [T M
Do g il il
Chi3 & chi4 | i
Omega [ [N [N | I
Dihedrals [T T T T T T I I T T T T T T O T T ITT LTI T T T T T W T T T T T T T T T T I T T T T T T I T
MCbonds T T T T T T 1
MCangles [T e P P P
Mainchain (T T T T I T T T T T O T  C T T T T TP TP T TP T T T T TTTTITTIITTT
Overall \‘\H\\H‘\HH‘H\H‘\H\\‘H\H‘HH\H\\\‘\\H\‘\c\H\‘\\H\‘\H\\‘\\\H‘\H\\‘\\\HJH\\‘H\HHH\‘HHHHH‘H\
203 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300

C = cis-peptide
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Residue properties
pdb6nhh

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

40
30~
20
10+

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 omegatorsion

Omega abs. mean dev.
e}

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

c. C-aphachirality: abs. deviation of zetatorsion

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 [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

AAMAAAAAAAAAAAAAATIA. ABRAAAAAAAAAAAAAAAAAANA
T T T T T T T T T T T T T T T T T T T T
AILRAFTADWWVQIANFI SFGI | DAKFFGVLAMFGA | LVMALVPWLDTSPVRSGRYRPMFK | YFWLLAADFV | LTWWGAQQTTFPYDWI SL | ASAYWFA

f. Max. deviation (see listing)

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

Chi3 & chi4
Omega =
I
[
[
[
[

Dihedrals ]

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

Mainchain  []

I I

I I

[T
Overall [ I [
303 310 315 3
C = cis-peptide
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Resid ti e
_ a. Absolute deviation from mean Chi-1 value (excl. Pro)
]
% 40 -
e 301
8 20+
< 101
o
403 410 415 420 425 430 5 10 15 20 25 30 35 40 45 50 55 60
Residue number
o b. Absolute deviation from mean of omegatorsion
g
5 16
E 12
£ s
o 4
£
O 403 410 415 420 425 430 5 10 15 20 25 30 35 40 45 50 55 60
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
]
5 o]
£ 67
G 4 -
LY
S
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
B A B SERAVAVAVACA' M A s
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAAAARIAAAA AL AA ‘ AAAAAARAAAA BAAAAAAAAAAA  ANBAAA
YFLVILPILGA| EKPVAPPAT | EEDFNAHY AGGGHVEDVPFSFEGPFGTFDQHQLQRGLQVYTEVCAACHGMKFVP I RSL SEPGGPEL PE
f. Max. deviation (see listing)
g. G-factors
Phi N EEEEEEN [ M | M N
3y, AR |
Omega i [THET t:
Dihedrals [T T T T T T I I T T TT T TTTT1] AT T T A T T T T T T T T I T T T T I T T T T T IT I T T
MCawes HHHHH A HHHH A A A A A A
Mainchain  [TTTT T T T I IT T T ITTTTTT] T T T T T T T T T T T T T T T T T T T T I T T ITTTTTT
Overall [T IT T T ITTITTTITTIT I EEEESENEESEEEESEEENEEENEEEEEEEEEEEE NN NN NN NN N
403 410 415 420 425 430 5 10 15 20 25 30 35 40 45 50 55 60
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Residue properties
pdb6nhh

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

50
40
30
20
10

Chi-1 abs. mean dev.

61 70 75 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160
Residue number

2 b. Absolute deviation from mean of omegatorsion

16
12

Omega abs. mean dev.
e}

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 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

T Ol R VNN LT

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

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

ARl AR AAAATAAAA TAAA
T T T T T T T T T T T T T T T T T T T T
DQVRAYATQFTVTDEETGEDREGKPTDHFPHSAL ENAPDL SLMAKARAGFHGPMGTGI SQL FNGI GGPEY | YSVL TGFPEEPPKCAEGHEPDGFYYNRAF

f. Max. deviation (see listing)

* 4 + + + * ok ok 4 * % * px + 4% * +
********************************************** kkk kKK Kk * *

g. G-factors

Chi3 & chi4
Omega [l EE T e
Dihedrals [T

[TTTTTITT I T
MC bonds [T T T T I T TTT
MCangles [T T
[TTTTTTITT I IIIITITTTT
[TTTTTTITTTTITTTTIT T

Mainchain [T

Overall [1

61 70 75 80 8
C = cis-peptide

a1
[ o 20 N oy I I B oy

pdb6énhh_06.ps




PROCHECK

Residue properties e
pdb6nhh

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

50
40
30
20
10

Chi-1 abs. mean dev.

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

20

Residue number
b. Absolute deviation from mean of omegatorsion

16
12

Omega abs. mean dev.
e}

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

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

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

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

B S ANAAAARRY NANANANANANA—

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

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

AR AAAAAAATAR AABAAAAAAAAAAAAAAAAATIABIAAAAAAA |
T T T T T T T T T T T T T T T T T T T
QNGSVPDTCKDANGVKTTAGSWI AMPPPLMDDLVEYADGHDA SVHAMAEDV SAFLMWAAEPKLMARKQAGFTAVMFLTVLSVLLYLTNKRLWAGVK

f. Max. deviation (see listing)

+ + +* o+ + ++ + + + * 4
Kk ok kk kk ok k kkkk k% w % xkkk kK kx k% ok k% kxk
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Residue properties
pdb6nhh

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

40
30
20
10

Chi-1 abs. mean dev.

13 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
e}

13 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

13 20 25 30 35 40 45 50 5 60 65 70 75 80 8 90 95 100 105 110

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

d. Secondary structure & estimated accessibility

CAARARNANARR—ARL L e A — —J

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

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

: : ‘ : ‘ : ‘ ‘ ‘ AAAAAAIA AAAAAAAABIAAAAAA A AAAAAAAIAAAAAA AAAAA
DFLYYATAGAGAVATGAAVWPL | NOMNPSADVQALASI| FVDVSSVEPGVQLTVKFLGKPI FI RRRTEAD | ELGRSVQLGQLVDTNARNAN | DAGAEATDQ

f. Max. deviation (see listing)

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

Dihedrals

MChbonds []
MCangles []

Mainchain  []

Overall [1

pdb6énhh_06.ps



PROCHECK

Resid t -
pdb6nhh

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

o

% 40

e 30

g 2

< 10

o

113 120 125 130 135 140 145 150 155 160 165 170 175 180 185 10 15

Residue number

5 20 b. Absolute deviation from mean of omegatorsion

£ 15-

£ 121

8 81

5 4

S

O 113 120 125 130 135 140 145 150 155 160 165 170 175 180 185 10 15
Residue number

10 c. C-aphachirality: abs. deviation of zetatorsion

g

E o

g 4

N

113 120 125 130 135 140 145 150 155 160 165 170 175 180 185 10 15

Residue number Highlighted residues are those that

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

= - -

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

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

‘ : A AAAARL AA WA AN AAAAAR AAAAA AABE AAAAAAAAAAAAAARAIAAAA
NRTLDEAGEWLVMWGVCTHLGCVP | GGV SGDFGGWFCPCHGSHYDSAGR | RKGPAPENLPI PLAKFIDETTIQLG G| PHDHYEPRTGI EK

f. Max. deviation (see listing)

+ + + + + + ++ o+ + + + * ++
*x % Kk kxkk Kk %k k% & xkx ok ok kk Kk K kKAkK KrKKAK K * %

Chi3 & chi4
Omega H H
Dihedrals [ |

[T T T T [T T T T T T I T T A T T IT I LI TITTTTT
MC bonds [T T T T T T
MCangles [T T T A
[T T T T T T T T I T T ITIITTTTT
[T T T I T T T I T T T T T I T T I T LI TITTTTT

Mainchain  []

Overall {1

\
I

\

\

‘ T

85 10 15

pdb6énhh_06.ps
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Page 10

Residue properties
pdb6nhh

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

Chi-1 abs. mean dev.

40
30~
20
10+

18 25 30 35 40 45 50 55 60 65 70 75 8 8 90 95 100 105 110 115

20

Residue number
b. Absolute deviation from mean of omegatorsion

16
12

Omega abs. mean dev.
H 00

18 25 30 35 40 45 50 5 60 65 70 75 80 8 90 95 100 105 110 115

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

18 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115

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

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

AAAAABAABAAABAAAAAAAAAATIAA
T T T T T T T T T T T T T T T T T T T T
WLHSRLPIVALAYDT IMI PTPRNLNWMWIWGVVLAFCLVLQIVTGIVLAMHYTPHVDLAFASVEH IMRNVNGGFMLRYLHANGASLFFIAVYLHI FRGLY

f. Max. deviation (see listing)

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

pdb6énhh_06.ps
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Residue properties
pdb6nhh

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

40
30~
20
10+

Chi-1 abs. mean dev.

118 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215
Residue number

2 b. Absolute deviation from mean of omegatorsion

16
12

Omega abs. mean dev.
H 00

118 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

118 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215

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

d. Secondary structure & estimated accessibility

SANVAVAVA VA VA VR t) WA WA VA
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

AAAAAFIAAAAAA AAAAR AAABAAAAAAAAAAAAAAAAANAAAAAAANANAA
T T T T T T T T T T T T T T T T T T T T
YGSYKAPREVTWIVGML | YLAMMATAFMGYVL PNGQMSPWGATV | TGLFGA | PGI GHS I QTWLLGGPAVDNATLNRFFSLHYLLPFV IAALVAIHIWAFH

f. Max. deviation (see listing)

g. G-factors
Pni e o
e TR . plEiEaEE, .
SRR m il n
Dihedrals  [(TT T T T T I T T T T T T T T T IO T LT T T T T T TP T T T T T T T T T LT T T T T T TP R T LI T
MC bonds [T T A T P T P P T P T P P T P T P P P P P P P T T T
MCangles [T P e P P T
Mainchain [T T T T T T T T T T T T T I TTC TP TP T TP T TP TP T TT ITTTTTITTTITT T
Overall \J\\\\\ﬁ‘\\\\M\\\\\\\\\\\\\\\J\ T T T T T T T T T T I T T T T I T T T T T I T T T T T T T ITTITTITITTIT]
118 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215
C = cis-peptide

pdb6énhh_06.ps
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Residue properties
pdb6nhh

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

50
40
30~
20
10+

Chi-1 abs. mean dev.

218 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315
Residue number

2 b. Absolute deviation from mean of omegatorsion

16
12

Omega abs. mean dev.
H 00

218 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

218 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315

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

d. Secondary structure & estimated accessibility

N NN A N e N\

Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed

AA AAAAA AAAABAIAAAAAAAAAAAANAAAAAAAAANAAAANAAAANAA. BTIRIAAAA AAAAAATAAAABIAAAAAAAAAAAANAAAANAATANAAAAAAAA
STGNNNPTGVEVRRTSKAEAQKDTVPFWPYF | | KDVFALAVVLLVFFA I VGFMPNYLGHPDNY | EANPLSTPAHIVPEWYFLPFYA| LRAFTADVWWVQI

f. Max. deviation (seelisting)

6

IO S5 2 SR S S S 2 . S+ U SO PR SR SUUEAI

g. G-factors
Phi 2 R I
Chil-chi2
ch3Wia H H_H
Omega O [N i RN
Dihedrals [T T T T LI T T TT T W T LT T LT T T T P e T T T T T T T T P T T e T LT LT T T
MChbonds [T T T T T T P P T P P P T P P T T P P T P T T P T P P P P TP
MCangles [T e e P P T T P T T T T T P T T
Mainchain [T T[T T T T TP T CT C L  C TC LT C T T TT T T T T T L T T T T T T T LT T TTTTTTTTTTTTd
Overall M\\\\\\M\\\\M\\\HJ\\\\J\\\\\ﬂ\\\J\\\\J\\\\J\\\M\\\\M\\\\M\\\\M\\\\\\\\\M\H\\J\\\\\\\\\J\\\\\\\\\J\\

218 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315
C = cis-peptide

pdb6énhh_06.ps
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Residue properties
pdb6nhh

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

40
30~
20
10+

Chi-1 abs. mean dev.

318 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
e}

318 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

318 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415

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

AAAAAA AABIAAAA AAAAA  ADAAAAANAAAAAAAAATIA ARRAAAAAAAAAAAAAANAAAAADA ANAAAAAAAAAAAANAAAAAAAAAATBIAAAAA AANTIR
ANF | SFGI| | DAKFFGVLAMFGA | LVMALVPWLDTSPVRSGRYRPMFK | YFWLLAADFV | LTWWGAQQTTFPYDWI SL I ASAYWFAYFLVILPILGAI EKP

f. Max. deviation (see listing)

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

Chi3& chi4 []
Omega HEEN
Dihedrals [

[TTTTTTTT]
MCbonds [T TTTTTTT]
MCangles [T TTTTTT]
[TITTTTTT1]
TTTTTITTITT

Mainchain |

[

H

.
Overall \ [T,
318 325 33
C = cis-peptide

pdb6énhh_06.ps



PROCHECK

Resid ti o
_ a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
g 40
e 30
)
g 2
< 10
o
418 425 430 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number
o b. Absolute deviation from mean of omegatorsion
g
5 16
E 12
£ s
o 4
£
O 418 425 430 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
G 4 -
LY
S
418 425 430 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
SRy - NN VEEEVIE VI
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAAAARIAAAA AL AA ‘ AAAAARAAATIA BAAAAAAAAAAA  ABAAAAAAAAAAAAAAAAAA
VAPPAT | EEDFNAHY AGGGHVEDVPFSFEGPFGTFDQHQLQRGLQVYTEVCAACHGMKFVP I RSL SEPGGPEL PEDQVRAYATQFTVTDE
f. Max. deviation (see listing)
g. G-factors
Sz H™ u u, u
Chilonly [T
Chi3 & chi4
Omega | H o
Dihedrals [T TITTTTTTIT] T T T T T T T A T T T T T T T T T A T T T T T
MCape HHHHHHH e A A A AR A A A
Mainchain  [TTTTTITTITTTIT] T T T T T T T T T T T T T T T T T T T T T T T T I T T T T T T T T TTTTT
Overall  [TTTIIITITTITIT] O L T L T L T L T T T T LI T LTI
418 425 430 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75

pdb6énhh_06.ps
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Page 15

Residue properties
pdb6nhh

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

& 50
g 40 -
e 301
8 20+
< 10+
o
76 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175
Residue number
o b. Absolute deviation from mean of omegatorsion
g
5 16
E 12
£ s
o 4
£
© 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
% 8_
£ 67
g 4
LY
S
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
— A ——
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
mA ‘ ‘ ‘ ‘ ‘ Al AN : ‘ ‘ A AAAABAAAA AAA AAAAAAANTL ANAAAANTARL £
ETGEDREGKPTDHFPHSAL ENAPDL SLMAKARAGFHGPMGTGI| SQLFNGI GGPEY | Y SVL TGFPEEPPKCAEGHEPDGFYYNRAFQNGSV PDTCKDANGV
f. Max. deviation (see listing)
g. G-factors
EnTen " o “mam
St g
Chi3 & chi4 1] h [
Omega o EEEEEEECEEE RN [NEN
Dihedrals [T T T T T T T I O T O T T I T T T I T T T T TP T T T TP T T T T T T T T T T LTI T T
MCbonds T T T T T 1
MCangles [T e P P P T
Mainchain (T T T T I T T T T T T T T T LT T T TP T T TP T PP T TP T T T I T IT T IITTT
Overall \‘\H\\H\\‘\HH‘\H\\‘H\H‘\HH‘H\H‘\\\C\\‘H\H‘HH\‘H\\\‘\\H\‘HH\‘\\H\‘\H\\‘\\\H‘\HH‘H\H‘\HH‘H\H‘\
76 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175
C = cis-peptide

pdb6énhh_06.ps




PROCHECK

Resid ti .
- a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 40 -
e 301
8 20+
< 101
o
176 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 20
Residue number
o b. Absolute deviation from mean of omegatorsion
g
5 16
E 12
£ 8
o 4
£
© 176 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 20
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
g ]
G 4 -
<
g 7
N
176 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 20
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
e VAV EERAAAANARNARASA— G~ ARy
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
=
kTTAGSNI Al\‘llPPPLMDDLVI‘EYADGHDASVIliAMAEE‘)VSAFI‘_M\NAAI‘EPKLMARKQAéFTAVMFLTVLSVLLY‘LTNKI‘?LWAG\‘/K DFLYYATAG
f. Max. deviation (see listing)
g. G-factors
(Féﬁ{-scihiz [ M
Chilonly I
Chi3 & chi4 H
mega [ (i
Dihedrals [T T TT T T I T R T T T T T T T T TP T T TP P T T T T T T T TP T T [TTTTTTT]
MC ates  EFHHHFH AR AR AR AR AR AR AR HHHHH
Mainchain (T T T T T T T T I T LTI T T T T TP T TP T TP T TP T [TTTTTTTT]
Overall LT T T LT T T T T T T T T T I T T T I T T I T T T T T T IT I T TITTTITITTITTTTT] ITTTTTT
176 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 20

pdb6énhh_06.ps
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Residue properties
pdb6nhh

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

40
30~
20
10+

Chi-1 abs. mean dev.

22 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120
Residue number

2 b. Absolute deviation from mean of omegatorsion

16
12

Omega abs. mean dev.
e}

22 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

22 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

AARRR— R B~V — A\

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

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

A AAAA AAAAAANAAAAANTAAAAAAAAAAAATIABIAAA  AAAAAAIIA AAAAAAAABIAAAAAA AAAAN  AAAAAAARAAAAAA AABIAAAAAAAAAA A
AGAVATGAAVWPL | NOMNPSADVQALAS| FVDVSSVEPGVQLTVKFLGKPI FI RRRTEAD | ELGRSVQLGQLVDTNARNAN | DAGAEATDONRTLDEAGE

f. Max. deviation (see listing)

MC bonds
MC angles

Mainchain

Overall

pdb6énhh_06.ps
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Page 18

Residue properties
pdb6nhh

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

40
30~
20
10+

Chi-1 abs. mean dev.

122 130 135 140 145 150 155 160 165 170 175 180 185
Residue number

2 b. Absolute deviation from mean of omegatorsion

16
12

Omega abs. mean dev.
e}

122 130 135 140 145 150 155 160 165 170 175 180 185
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

10
o
5 o]
£ 67
g 4 -
RS
S
122 130 135 140 145 150 155 160 165 170 175 180 185
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
‘ AAAAR A ﬂ/\/\ﬂ AAAAARL AAABIAA AABIE _AAAAAAAAAAAAAAAAAAA
WLVMWGVCTHLGCVP | GGV SGDFGGWFCPCHGSHYDSAGR I RKGPAPENLPI PLAKFIDETTIQLG
f. Max. deviation (see listing)
g. G-factors
(F;*p]ii- -Scihi 2 I:::H T e H H Ele'g'ﬁ
Chilonly | 0.32
Chi3 & chi4 H 0.70
Omega -0.15
Dihedrals  [(TTT T T T I TT T T T T T I T T I T T TP IOT T T T T T T T T T T I 117] [0 001
VESSS  FFEHTETH PRI 8%
Mainchain [T T T T T T T LTI T T T TP P I TTT TTTTTTITT I TTTT I TITITITITIITITT017] [0 054
Overall [T T T T T T T T I T T T T I T T IT T I T TT I T ITITTTTTITTITTTTIT O 0.23
122 130 135 140 145 150 155 160 165 170 175 180 185

pdb6énhh_06.ps
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Page 1

Main-chain bond lengths
pdb6nhh

C-N Cc-O0
(except Pro) (Pro)
o) oy oy
& & &
> >3 >
g 8 8
LL LL L
150 104 198 1532 136 140 192 196 150 134 138 142 191 105 109 123 197 151
CA-C CA-C CA-CB
(excent Gly) (Gly) (Al3)
> oy oy
& & o]
> >3 >
g 8 8
LL LL L
140 144 148 152 156 150 159 143 147 151 155 159 140 144 148 152 156 150
CA-CB CA-CB N-CA
(lle,Thr,val) (therest) (except Gly,Pro)
> oy oy
& & o]
> >3 >
g 8 8
LL LL L
142 146 150 I1%4 158 162 141 145 149 153 157 151 153 157 141 145 149 153
N-CA N-CA
(Gly) (Pro)
o) oy
& &
> >3
g 8
LL LL
153 157 141 145 149 153 157 138 142 146 150 154

Black bars> 2.0 st. devs. from mean.
Solid and dashed lines represent the mean and standard deviation values as per Engh & Huber small-molecule data.

pdb6nhh_07.ps



PROCHECK

Main-chain bond angl o
CA-C-N CA-C-N CA-C-N
(except Gly,Pro) (Gly) (Pro)
o) oy oy
& & &
> >3 >
g 8 8
LL LL L
. “l
100 106 111 116 121 126 101 106 111 116 121 126
O-C-N O-C-N C-N-CA
(except Pro) (Pro) (except Gly,Pro)
> oy oy
& & o]
> >3 >
g 8 8
LL LL L
108 113 118 123 108 153 107 12 17 12 17 12 106 111 116 121 126 131
C-N-CA C-N-CA CA-C-O
(Gly) (Pro) (except Gly)
> oy oy
& & o]
> >3 >
g 8 8
LL LL L
| L !
105 110 115 120 125 130 107 1l2 117 122 127 132 105 110 115 120 125 130
CA-C-O CB-CA-C CB-CA-C
(Gly) (Ala) (e, Thr,va)
o) oy oy
& & &
> >3 >
g 8 8
LL LL L
105 110 115 S(TléS 130 95 100 105 1*0‘ 115 120 91 99 104 100 114 119

Black bars> 2.0 st. devs. from mean.
Solid and dashed lines represent the mean and standard deviation values as per Engh & Huber small-molecule data.

pdb6énhh_08.ps



PROCHECK

Main-chain bond angles

CB-CA-C
(therest)
o)
&
>
g
LL
o) ]
o) ]
> |
g |
TN b
% 101 106 111 116 11
N-CA-CB
(Pro)
o) |
o) ]
> |
g |
TN 1k
T T L# T T
88 93 93 103 108 113

Black bars> 2.0 st. devs. from mean.

Frequency

Frequency

Frequency

pdb6nhh

N-CA-C
(except Gly,Pro)

95 100 105 110 115 120

N-CA-CB
(therest)

95 100 105 110 115 120

Frequency

Frequency

Page 2

7 102 107 112 117 122

N-CA-CB
(lleThr,vVal)

96 101 106 111 116 121

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

pdb6énhh_08.ps




PROCHECK

RMSdist f I ity
ARG ASN ASP
60 | 60 | 60 |
] 3 9 | 5 |
S 40 3 S 40 3 S 40 :
g | 8 | 8 |
L i w i R i
20 1 20 1 20 !
000 001 002 003 004 000 001 002 003 004 000 001 002 003 004
GLN GLU HIS
60 | 60 | 60 |
g | z | 5 |
S 40 3 S 40 3 S 40 :
g | 8 | 8 |
L i w i R i
20 : 20 : 20 i
000 001 002 003 004 000 001 002 003 004 000 001 002 003 004
PHE TRP TYR
60 | 60 | 60 |
g 3 g 3 g 3
S 40 3 S 40 3 S 40 :
g | 8 | 8 |
L i w i R i
20 1 20 1 20 ;
000 001 002 003 004 000 001 002 003 004 000 001 002 003 004

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.

pdb6énhh_09.ps



