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Ramachandran Plot
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Plot statistics
Residues in most favoured regions [A,B,L] 1647 90.9%
Residues in additional allowed regions [a,b,l,p] 162 8.9%
Residuesin generously allowed regions [~a,~b,~l,~p] 3 0.2%
Residues in disallowed regions 0 0.0%
Number of non-glycine and non-proline residues 1812 1000%
Number of end-residues (excl. Gly and Pro) 22
Number of glycine residues (shown as triangles) 141
Number of proline residues 105
Total number of residues 2080

Based on an analysis of 118 structures of resolution of at least 2.0 Angstroms

and R-factor no greater than 20%, a good quality model would be expected

to have over 90% in the most favoured regions.
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Ramachandran plots for all residue types
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Ramachandran plots for all residue types

Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Asp (95)

Asn (79)

Chi1-Chi2 plots
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Arg (116)
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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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Phe (86)

Chi1-Chi2 plots
pdb6nhg

Lys (96)
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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
pdb6nhg

OOa Ramachandran plot quality assessment

80

60 -

40

201

Zg' Peptide bond planarity - omegaangle sd

N
o
1

=
o1
1

=
o
1

Standard deviation (degrees)
ul
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78' Measure of bad non-bonded interactions
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0 d. Alpha carbon tetrahedral distortion
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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 1812 90.9 709 10.0 2.0 BETTER
b. Omegaangle st dev 2064 49 6.0 3.0 -04 Inside

¢. Bad contacts/ 100 residues 1 0.0 15.8 10.0 -1.6 BETTER
d. Zetaangle st dev 1939 1.0 31 1.6 -1.3 BETTER
e. H-bond energy st dev 1364 0.7 1.0 0.2 -15 BETTER
f. Overall G-factor 2080 0.2 -0.7 0.3 3.1 BETTER
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Side-chain parameters

a. Chi-1 gauche minus
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c. Chi-1 gauche plus

pdb6nhg

Standard deviation (degrees)

b. Chi-1 trans
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d. Chi-1 pooled standard deviation
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Resolution (Angstroms)
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 246 109 254 6.5 -2.2 BETTER
b. Chi-1 trans st dev 550 12.4 249 53 -24 BETTER
¢. Chi-1 gauche plus st dev 845 105 235 4.9 -27 BETTER
d. Chi-1 pooled st dev 1641 11.2 24.3 4.8 -27 BETTER
e. Chi-2 trans st dev 543 11.9 24.7 5.0 -26 BETTER
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Residue properties .
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a. Absolute deviation from mean Chi-1 value (excl. Pro)

=
o
o

80~
60
40 ~
20

Chi-1 abs. mean dev.

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

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

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

AAAAAABIANAAAAAA AAATIA AAAAAAATIA AAARIA AAAAAAATIABAAAAAAA
T T T T T T T T T T T T T T T T T T T T
TATYAQALQSVPETQVSQLDNGLRVASEQSSQPTCTVGVWI DAGSRY ESEKNNGAGY FVEHLAFKGTKNRPGNAL EKEVESMGAHLNAY STREHTAYY I K

f. Max. deviation (see listing)

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

Chi3 & chi4
Omega i |
Dihedrals [

[T T T T T T T T T P T T T T I I LTI TTT
MC bonds [T T T T ]
MCangles [T T
[T T T T I T T T T T I T T TTTTTTT
[T T T T LTI I T T LTI I T T T T AT ITTTITT

Mainchain  []

Overall I
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Residue properties
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a. Absolute deviation from mean Chi-1 value (excl. Pro)

Chi-1 abs. mean dev.

30

80
60
40 -
20

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

24
18
12

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.

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

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:- <™ Helix

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

AAAAAAAAANAAAAANAAARRAABRAAAAAAANAAAAANAAAANAAAAANAAAAAAAAAANAATIIA . AANAAAAAA  AAAAAAAAAAAAAAAAAAATIRIANAAANAAAAAN
ALSKDLPKAVELLADIVQNCSLEDSQI EKERDV | LQELQENDTSMRDVVFNYLHATAFQGTPLAQSVEGPSENVRKL SRADLTEYL SRHYKAPRMVLAAA

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

f. Max. deviation (see listing)

g. G-factors
o Easmmn i |

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 T I T T T I T T T T
I T T T T T T A T T T T T T T T T 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 e T P T T T
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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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Residue properties
pdb6nhg

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

80
60
40 -
20

Chi-1 abs. mean dev.

30

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

24
18+
12

Omega abs. mean dev.

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

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

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

A N T e N\ N\ mi N

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

T T T T T T T T T T T T T T T T T T T T
GGLEHRQLLDLAQKHFSGL SGTYDEDAVPTL SPCRFTGSQI| CHREDGL PLAHVA | AVEGPGNAHPDNVALQVANA | | GHYDCTYGGGAHL SSPLASI AAT

f. Max. deviation (see listing)

g. G-factors
EEH l]::r:l H H
H o N | | o o
R T T T T e e e T T T e T T T T T T T T T 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 T 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 P T T T T T T P T T
T T T T T T T T T T T T T T T T 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
O T L T T T Tl T T T T T T T L T L L T L T T T T LT T LI IT]
205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300
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Residue properties
pdb6nhg

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

& 100
gso—
g 60
8 401
< 201
o
305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400
Residue number
o b. Absolute deviation from mean of omegatorsion
g
5 2
£ 18
8 12
o 6
£
© 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
g 4
LY
S
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 Generousll Disallowed
: ‘ ‘ ‘ ‘ ‘ : AAAAAARAAAAAAAA  AAAAAAAAAAATIA ‘ : ‘ : ‘ :
NKLCQSFQTFNI CYADTGLLGAHFVCDHMS | DDMMFVLQGQMRLCTSATESEVLRGKNLLRNALVSHLDGTTPVCED I GRSLLTYGRRI PLAEWESRI A
f. Max. deviation (see listing)
:*+ * 4 + +i + +*il+*: + + + o+ 4+ + +
g. G-factors
Phi-psi [
v i -
Chi3 & chi4 I [
Omega [NEEEE [TH m INEEN [ )
Dihedrals [T T T TT T IO T T T T T IO T T T T T T T T T T T T T T TP TP T T TP T T T T T T T I T
MCbonds T T T T A 1
MCangles [T P P P P P
Mainchain (T T T T T T TP TTTT T T TP T TP T T TP TP TP PP T T TTTTTTITT I ITTT
Overall EEEEEEEEESEEEE NSNS NN NSNS NN NN NN NN NN NN NN N
305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400
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Resid tl .
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
]
%80
£ 60
g w0
< 20
o
405 410 415 420 425 430 435 440 445 20 25 30 35 40 45 50 55
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g5 24
£ 18
8 12
o 6
£
© 405 410 415 420 425 430 435 440 445 20 25 30 35 40 45 50 55
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
]
5 o]
£ 67
G 4 -
LY
S
405 410 415 420 425 430 435 440 445 20 25 30 35 40 45 50 55
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
AN\ iy ) m—
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
: ‘ ‘ ‘ H_EEAAAAAAAAAAA : AABAAAAAAAAAAAA ADNAAAAAAAAAAAA  AAATIEL 4
EVDARVVREVCSKYFYDQCPAVAGFGP | EQL PDYNRI RSGMFWLRF AGVPPHPQDLEFTRLPNGLV IASLENYAPASRIGLFIKAGSRYE
f. Max. deviation (see listing)
g. G-factors
Phi RS SN
i i i
Omega W [l H u ﬁ] ti:]:
Dihedrals  [(TIT T T T T T I T T T T T T IO T T I T [T I T T T TTITTT111] T T TR T T T T T P T T T T T T T
MCbonds T T T T T T T T A A A
MCangles [T T T P A T e e T e T T T T T T
Mainchain [T T T T T I T T I T I I I T I IIITTIT1T1] T T T T T T T T I T I T T T T T T T TTTTT
Overall I T T I T I T T T I T I T TIITTTITTTITT] T T I T T I T I T I I T T I T I ITTTIT 1T
405 410 415 420 425 430 435 440 445 20 25 30 35 40 45 50 55
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Residue properties
pdb6nhg

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

& 100
g 80 -
g 60
8 401
< 20+
o
59 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155
Residue number
o b. Absolute deviation from mean of omegatorsion
g
5 2
£ 18
8 12
o 6
£
© 59 65 70 75 8 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
g 4
LY
S
50 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155
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
HAATA
NSNNLG+SHLLI‘QLASSI‘_TTKG/-‘\SSFK I‘ TRGI éAVGGkL SVT‘STRENI\‘/IAYTVI‘ECL RDISVDI LMEFLLILIVTTA}‘DEFRRV‘VEVAAI‘_QPQLI‘?I DKA\‘/ALQN }‘DQAH
f. Max. deviation (see listing)
+ 5 +
H O N 5 T SCIUL I SN UE T T Gho fo LRt Lmbt
g. G-factors
(Féﬁ{-scihiz [THH
Chilonly
Chi3 & chi4 [ [
Omega NN [EEEEE o | EEENSEN
Dihedrals [T T T T T T I T T T T T IO T T T LT T T T T T T T T T O T T TP T T T TP T T LT TP T T T T T I I
MCbonds T T T T T 1
MCangles [T P P P
Mainchain (T T T T T T T T T T T T T TP T TP T T T T TP T TP T T T T T T T I I T
overall [T LI T T LT T T T L L T T T T T T T L T T T L T T T T T T T T T
50 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155
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Residue properties
pdb6nhg

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

& 100
%80
£ 60
g w0
< 20
o
159 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255
Residue number
o b. Absolute deviation from mean of omegatorsion
g
5 247
E 18-
8 12-
® 61
£
O 159 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
g 4
LY
S
159 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed
‘ ‘ ‘ ‘ ‘ AAAAAAAAAAAAANTAAAAAAAA. A AAAAAAAAAAAATIEIAA A A AAAARL  AAAAANL A ‘
VI ENLHAAAYRNALANSLYCPDYRIGKVTPVELHDYVQNHFTSARMAL | GLGV SHPVLKQVAEQFLN | RGGLGL SGAKAKYHGGE | REQNGDSLVHAALV
f. Max. deviation (see listing)
g. G-factors
Phi-psi T
i i ; iidiat i
Omega CHl -ﬂ ErTE i:::i:i] [l NEEC o
Dihedrals  [(TT 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 T T T T T T W T I T T T T T T T T T I
MCbonds T T T T I
MCangles [T e P P P
Mainchain (T T T I T T TP T T O T T TP T T TP T T TP TP T TP T T T T T T T
overall [T LI T T LT LT T T T T I T T T T T T L LI LT T T L T T T T LTI T
159 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255
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Residue properties
pdb6nhg

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

259 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355
Residue number

. b. Absolute deviation from mean of omegatorsion

24
18+
12

6_

Omega abs. mean dev.

259 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

259 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355

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

d. Secondary structure & estimated accessibility

AN\ — S AN\ mm—m —mmm—m NN

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

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

AABEAA ‘ ‘ B AAAAR ARAAAAAAAAAAA AAAAAAAAAAAANBATIN ‘ ‘ : ‘ ‘ EEAAAAAA
AESAA | GSAEANAFSVLQHVLGAGPHVKRGSNAT SSLYQAVAKGVHQPFDV SAFNASY SDSGL FGFY T | SQAASAGDV | KAAYNQVKT I AQGNL SNPDVQ

f. Max. deviation (see listing)

+ + + *o4 + Rk + + + ++ ++ +++ ++
Xk Kk K K KA KK * x ok kkkk kxk kkxk PR * ok kK kk * % *

g. G-factors

Chi3 & chi4
Omega CHl
Dihedrals

MC bonds
MC angles
Mainchain

Overall
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PROCHECK

Resid t -
pdb6nhg

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

359 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 2 10

Residue number
5 a0 b. Absolute deviation from mean of omegatorsion
©
§ 24
£ 18
8 12
o 6
S
O 350 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 2 10
Residue number

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

359 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 2 10

Residue number Highlighted residues are those that

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

MAANAZEANAN AN NN e e

C =A==

Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAKNKLKAGYLMSVESSEGFLDEVGSQALAAGSYTPPSTVLQQI DAVADADV | NAAKKFV SGRK SMAASGNLGHT PF I DEL TNIRKSHPL
f. Max. deviation (see listing)
g. G-factors
Phi-psi [T
i, : i
Omega ' ie m =Y EERAE caEE" LT
Dihedrals  [(TT T T T T T I T T I T T LTI T T T T T T T T PR T T T LT T T T T T T T T T TP T T T TR I [TTTTTTT
MC aes  EFHHHFHFRHRFA AR AR AR AR AR AR AR HHHAH
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 LTI T T T T T T T T T T T T T LTI T T I T I T T T T T T T T T IT I ITTITTITTT] [LITTTTTT]
359 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 2 10

pdbénhg_06.ps




PROCHECK
Page 10

Residue properties
pdb6nhg

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

11 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

24
18+
12

Omega abs. mean dev.

11 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

11 20 25 30 35 40 45 50 5 60 65 70 75 80 85 90 95 100 105 110

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

d. Secondary structure & estimated accessibility

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

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

AAAAARAABAAABAAAAAAAAATAAAA AAARIA
T T T T T T T T T T T T T T T T T T T T
MK I VNNAF IDLPAPSN| SSWWNFGSLLGICL I LQILTGLFLAMHYTSDTTTAFSSVTHI CRDVNYGWI | RYMHANGASMFF | CLYMHVGRGLYYGSYTFL

f. Max. deviation (seelisting) .
*44 6 +
CRESE LT L, i Pt N ¥ et it
g. G-factors
Phi-psi
e i . i
Omega Ij [T [ ] HH \h H:
Dihedrals  [(TT T T T T T T T T T T T IO T T T LT T T T T TP T T T T T T T T T T T T T T T T TP T T T T T T T T )
MCbonds T T T T 1
MCangles [T e e P P P
Mainchain (T T T I T T TP T T O T T TP T T TP T T TP TP T TP T T T T T T T
Overall OO TR T T T T T T L T T L T T T T T T T )
11 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110

pdbénhg_06.ps



PROCHECK

Page 11

Residue properties
pdb6nhg

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

& 100
% 80
£ 60
g w0
< 20
o
111 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g5 24
£ 18
8 12
o 6
£
© 1m 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
g 4
LY
S
111 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
RN\ N\,
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
BEAAFAAAAAAAAAAAAAAAAAAAAAAAAAAAANAAR
I‘ETWN IGVI LI‘_LTVM/‘\TAFMéYVL PV‘VGQMSI‘:WGAT\‘/ | TNLILSAI P\‘( | GTNI‘_VE\NIV‘\IGGFS\‘/DKATI‘_TRFF/-‘\FHFI LPFI H\‘/IAIAM\‘/HLLFI‘_HETG_":,NNPT(‘B
f. Max. deviation (see listing)
g. G-factors
Phi-psi [
e 3 = 1T
Gmega Ens m= EEmmamEmERERE B .
Dihedrals [T T T T T T T I T T T T T T T I T O T LT LT T T T T T T T LT T T T T T P T T T T T T T T T T T T T T
MCbonds T T T T 1
MCangles [T e P e P T P
Mainchain (T T T T T I T T T T T T T TTT TP T T T TP TP T T TTTTTITTTITTT
overall [T I T T LT T TR T T T T T L e T T T L L T T T T T T T LI T I LI T[T
111 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210

pdbénhg_06.ps
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Page 12

Residue properties
pdb6nhg

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

& 100
%80—
g 60
8 401
< 20+
o
211 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310
Residue number
o b. Absolute deviation from mean of omegatorsion
g
5 24
E 181
8 12
® 61
£
© on 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
g 4
LY
S
211 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
| SSDVDK | PFHPYYTIKDI LGALLL I LALMLLVLFAPDLLGDPDNYTPANPLNTPPHIKPEWYFLFAYAILRS| PNKLGGVLALAFSILILALIPLLHTS
f. Max. deviation (seelisting) .
5 5 +
T . el T L S ST S SUNUURE TRE I SR IETRI"
g. G-factors
(F;?]! chi2 [T H [ [l
Chilonly
Chi3 & chi4 H
Omega [ i [ |
Dihedrals  [(TT T T T T TTIT I T T T T T IO T T TP T T T T T T TP T T T T T T T TP T T T TP T T LI T
MCbonds T T T T T 1
MCangles [T e P P P
Mainchain (T T T T I I T T T T T T O T T LT T TP T T T TP TP T T T T
Overall \‘\H\\HH‘\\C\H‘\H\H\\H\H\\‘H\H\\H\H\H‘\\H\H\H‘\\H\\HH‘\\H\‘\H\H\\H‘\HHH\H‘HHHHH‘\
211 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310

C = cis-peptide

pdbénhg_06.ps



PROCHECK

. . Page 13
Residue properties
pdb6nhg
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
= 80+
§ 60
8 401
< 20
© 311 320 325 330 335 340 345 350 355 360 365 370 375 5 10 15 20
Residue number
5 a0 b. Absolute deviation from mean of omegatorsion
g 2
E 18
8 12
o 6
S
o

311 320 325 330 335 340 345 350 355 360 365 370 375
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

. 10
o
§ o]
£ 67
g 4
AR
S
311 320 325 330 335 340 345 350 355 360 365 370 375 5 10 15 20
Residue number Highlighted residues are those that

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

[ NNANANN AN NN o1

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

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

AAAAAANTAAAAAANAAAAAAAAAAAAA — ANBIAAAAAAA AAAAAAAAAAAANAAAA _AAAAAAAT /\/\/\/‘\/\/\/\/\/‘\J_V\/\/\/‘\ :
KQRSMMFRPL SQCL FWALVADLLTLTWIGGQPVEHPY | TIGQLASVLYFLL | LVLMPTAGT | ENKL LKW SDLELHPPSYPWSHRGLL SSL

f. Max. deviation (see listing)

*****

G 14 . o] o “mH
Dihedrals [

[T T T T I T I T
MC bonds [T T T T T T T
MCangles [T
[T T T T I T TTT
[T T T I ITITIT

Mainchain  []

Overall {1

C = cis-peptide

pdbénhg_06.ps
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Page 14

Residue properties
pdb6nhg

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

% 100
g 80 -
g 60
8 401
< 20
o
22 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120
Residue number
5 a0 b. Absolute deviation from mean of omegatorsion
©
§ 24
£ 18
8 12
o 6
£
O 22 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120
Residue number
0 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

s e e =
/R L I

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

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

AAAAAAA  AAAAANBIAAAAAAAAAAAAAAA BRIAAAAAAAAAAAAAAAAA ABRAA ANAAAA AAAAAAAAAAAAAANAAAATIEL AAAAAAARIAAAAAA
DHTS| RRGFQVYKQVCSSCHSMDYVAYRHLVGVCY TEDEAKALAEEVEVQDGPNEDGEMFMRPGKL SDY FPKPY PNPEAARAANNGAL PPDL SY | VRARH

f. Max. deviation (see listing)

g. G-factors
Phi-psi | .
Rk mEREREE g
Chi3 & chi4 H I 11 | |
mega HN | [T R T T =
Dihedrals [T T T T T T T I T T T T T T T LT T LT T T T T T T L L T T T LT T LT T T T T T T T
MChbonds [T T T T T P T P P P P P P P T P P P P T T P P T T P T P T
MCangles [T T e e P P e P P T T T T P P T
Mainchain [T T T[T TP T T P T T T T T T T T T P T L O LT P T T T T T TP LTI
Overall \‘\H\\H\‘HH\‘\\H\‘H\\\‘\\H\‘\H\\‘\\\HJH\\‘\HH‘\H\c\‘H\H‘\HH‘H\H‘\\H\‘H\H‘HH\‘\HH‘HH\‘\HH‘H
22 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120

C = cis-peptide

pdbénhg_06.ps
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Page 15

Residue properties
pdb6nhg

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

122 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220
Residue number

. b. Absolute deviation from mean of omegatorsion

24
18
12

Omega abs. mean dev.

122 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

122 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220

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

d. Secondary structure & estimated accessibility

AR i Lo e S OVAAAVRRIOVNANAN

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

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

EAA AABAAAABAAAAAA AABIAAAAAAAAAAAAAAAAATIAAAAAAAAA
T T T T T T T T T T T T T T T T T T T T
GGEDYVFSLLTGYCEPPTGVSLREGLYFNPYFPGQA I GVMAPPIYNEVLEFDDGTPATMSQVAKDVCTFLRWAAEPEHDHRKRMGLKML LMMGLLLPLVYA

f: Max. deviation (seelisting)
9

6 + * 4 + o+ x o +  ++* + + + + + * 4
*x x KAk K K Kk KA KKK KEAKK  * Kk kkEK K KA K * kK * * * % ok * % *

g. G-factors

MC bonds
MC angles

Mainchain

Overall

pdbénhg_06.ps



PROCHECK

Resid t .
pdb6nhg

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

o

% 80

£ 60

g w0

< 20

&

222 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70

Residue number

5 a0 b. Absolute deviation from mean of omegatorsion

©

§ 24

£ 18

8 12

o 6

S

O 222 230 235 240 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

g 4

N

222 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70

Residue number Highlighted residues are those that

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

NN e E Ay AY SRNANANNANINANANANG—Ng=

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

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

AAABAAAAAAAAAAAAAAAAAAAAAATIAAAAA AAAAAAAAAAAAAAAATIATIAAAAA
T T T T T T T T T T T T T T
MKRHKWSVLKSRKLAYRPPK SHTD I KVPDFSDYRRPEVLDSTKSSKESSEARKGFSYLVTATTTVGVAYAAKNVV SQFVSSMSASADVLA

f. Max. deviation (see listing)

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

Dihedrals ]

[T TTITT T
MC bonds [T T T TTITTT]
MCangles [T
[TTTTITTTITTITTIITT
[TITTIITTITTITITIT I

Mainchain  []

Overall {1

pdbénhg_06.ps
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Page 17

Residue properties
pdb6nhg

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

& 100
%80
£ 60
g w0
< 20
o
71 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170
Residue number
o b. Absolute deviation from mean of omegatorsion
g
5 2
£ 18
8 12
o 6
£
© 7 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
-g 8_
£ 67
g 4
LY
S
71 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAAAAAAAAAATIA_ A ‘ ‘ ‘ : ‘ : ‘ ‘ ‘ A AAAANL AAAAATIN B A AANAA A
MSK | EIKL SD | PEGKNMAFKWRGK PL FVRHRTKKE | DQEAAVEV SQLRDPQHDL ERVKKPEWV I L | GVCTHLGCVP | ANAGDFGGYYCPCHGSHYDASGR
f. Max. deviation (see listing)
g. G-factors
Phi-psi . RN H H Lo [N T |
i i
Chi3 & chi4 [
mega - EEE
Dihedrals  [(TT T T T T T I T I T T T IO T O T T T T T T T T TP T T T P T T T T T I T T TR T T T T TP I T T T I
MCbonds T T T T T T 1
MCangles [T P P
Mainchain (T T T I T T TP T T O T T TP T T TP T T TP TP T TP T T T T T T T
Overall EEEEEEEENSEEN NSNS NSNS SN SN NSNS NN NN NN NN NN NN N
71 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170

pdbénhg_06.ps




PROCHECK

Resid t -
pdb6nhg

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

o

% 80 -

g 60

8 401

< 20

o

171 180 185 190 195 10 15 20 25 30 35 40 45 50 55 60 65

Residue number

5 a0 b. Absolute deviation from mean of omegatorsion

©

§ 24

£ 18

8 12

o 6

S

O 171 180 185 190 195 10 15 20 25 30 35 40 45 50 55 60 65
Residue number

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

g

g 4

N

171 180 185 190 195 10 15 20 25 30 35 40 45 50 55 60 65

Residue number Highlighted residues are those that

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

) I AN -/ —a\, SR/ BN NN/

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

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

AAAAAAAATRAAAAAAAAAAAAAAAAAAANAAAAAAAAA
T T T T T T T T T T T T
| RKGPAPLNLEVPSYEFTSDDMV I VG VSASSRWLEGI RKWYYNAAGFNKLGLMRDDT | HENDDVKEA | RRLPENLYNDRVFRIKRALDL S

f. Max. deviation (see listing)

+ * 4 + o+ + +++ o+ + o+ * + o+ + 4+
* % x * * ok kxx % ko kkk KKk kAR KK KK AKAKKKK KA K

Dihedrals [

[T
MChbonds  [TTT[]
MCangles [TTTT7
[TTT
[TTT

Mainchain  []

Overall {1

pdbénhg_06.ps



PROCHECK

Page 19

Residue properties
pdb6nhg

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

% 100

% 80

£ 60

éf 40

< 20

o

70 75 80 8 90 95 100 105 110 5 10 15 20 25 30 35 40 45

Residue number

5 a0 b. Absolute deviation from mean of omegatorsion

g 2

£ 18

8 12

o 6

£

O 70 75 8 8 90 95 100 105 110 5 10 15 20 25 30 35 40 45
Residue number

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

g

g 4 -

N

70 75 8 85 90 95 100 105 110 5 10 15 20 25 30 35 40 45

Residue number Highlighted residues are those that

d. Secondary structure & estimated accessibility

deviate by more than 2.0 st. devs. from ideal

AR AVANANAN N =

C—xT ~(——AAANRNAP

Key:- <™ Helix

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

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

MRQQ! L PKEQNTKYEEDKSYLEPYLKEV | RERKEREEWAKK

f. Max. deviation (see listing)

AAA BERAAABAAAAAAAAABIAAABIABIAAAA AAAAAAAAAATINAAAA

GRQFGHLTRVRHV I TY SL SPFEQRAFPHY FSKGI PNVLRRTRACI LRVA

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

MChbonds |

MCangles |

Mainchain |

Overall [

pdbénhg_06.ps




PROCHECK

Resid t -
pdb6nhg

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

o

% 80 -

g 60

8 401

< 20

&

50 55 60 65 70 75 20 25 30 35 40 45 50 55 60 65 70 75

Residue number

5 a0 b. Absolute deviation from mean of omegatorsion

©

§ 24

£ 18

8 12

o 6

S

O 5 55 60 65 70 75 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

5 55 60 65 70 75 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

AN NN/ N/ AN H ==\ AN ANANANA =————ANAAUANA =y
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

T T T T T T
PPFVAFYLVYTWGTQEFEK SKRKNPA ELVDPLTTVREQCEQL EKCVKARERLELCDERVSSRSQTEEDCTEELLDFLHARDHCVAHKLFN

f. Max. deviation (see listing)

+ + * + +* 4 + ¥4 4 X + + + + + + * + + + +++  +*+
Kk Kk K Kk kKA kKA K KKk Ak kkKKKKE AKKKK Kk AKAK KKAKAKKRKKFA Kk Kk k*AkK KKK AK

g. G-factors

MC bonds
MC angles

Mainchain

Overall

pdbénhg_06.ps



PROCHECK

Resid t -
pdb6nhg

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

o

% 80

£ 60

g w0

< 20

&

76 25 50 55 60 70 5 10 15 20 25 30 35

Residue number

5 a0 b. Absolute deviation from mean of omegatorsion

©

§ 24 1

£ 18-

8 12

® 61

S

O 76 25 50 55 60 70 5 10 15 20 25 30 35
Residue number

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

&

© 8

E o

g 4

N

76 25 50 55 60 70 5 10 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

1 I =)= | == I — AR ARANANRNNRNARN
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

BA FEABAARIAAAAAA AAAAAR AAAAAAAAAAABAAAAAAAAAAAAA
T T T T T T T T T T T T
SLK RGVAGALR DLKRSVLCRESLRGQAAG PLVASVSL VAPTLTARLYSLLFRRTSTFALTIVVGAL FFERAFDQGA

f. Max. deviation (see listing)

+
+ * * ++ +++ ++ *pox
* * % xk K Kk KKk Kk K xRk ok ok x kkxkxk %k kkx  xk* Kk %

L

g. G-factors

Phi-psi N
chil-chi2 Il i‘

Chiloni . % H\: H
Dihedrds [T u

[ [
[
[T =

MC bonds H
MC angles H}
[T
[T

Mainchain  [TT] LITITTITT] [IENENERE]

[ I
I I
l l
O [T I
0 70 5

I
I
l
Overal  [ITJ EREEENEN] \
76 25 5

pdbénhg_06.ps



PROCHECK

Resid t .
pdb6nhg

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

o

% 80 -

g 60

8 401

< 20

&

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

Residue number

5 a0 b. Absolute deviation from mean of omegatorsion

©

g 241

£ 18-

8 12

® 61

S

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

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

&

© 8

g 4

N

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

Residue number Highlighted residues are those that

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

NP == K =N ANNANANNNNA A G
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

AATA AAAAAATAAAAAAAAATE B
T T T T T T T T T
DA YEHINEGKLWKH I KHKYEN LTRFLGPRYRQLARNW PTASLWGAVGAVGLVWATDWRL | LDWWPY I NGKFK

f. Max. deviation (see listing)

g. G-factors
Ave

Phi-psi M R el 0.00
o oI . i
& cn H H o | 027
Dihedrals  [TTTTTTTIITTTITTITITIOIT] T T T T T T T T T T T T T T T T T T R W] O 0.00
MCawtes CHHHHHHHHHH EEHHHH A H 8%
Mainchain - [TTTTTTTIITTITTTTTTTIIT1] T T T T T T T T T T T T T T T T T I I O 055
Overall [ITTITTITITTIITITITIITT] T T I T T T T IT T T TT T IT T T ITTITTIT I TITT O 022

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

pdbénhg_06.ps




PROCHECK

Main-chain bond lengths

C-N

(except Pro)

1.&4 158 1.62

o)
&
>
g
LL
150 104 198 152 136 140
CA-C
(except Gly)
>
&
>
g
LL
140 144 148 152 156 150
CA-CB
(lle,Thr,val)
>
&
>
g
LL
142 146 150
N-CA
(Gly)
o)
&
>
g
LL

Black bars> 2.0 st. devs. from mean.

133 137 141 1.’15 149 153

Frequency

Frequency

Frequency

Frequency

pdb6nhg

(Pro)

122 126 130 1.34 138 142

CA-C

(Gly)

139 143 147 1.?1 155 159

CA-CB
(therest)

145 149 153 157 161

N-CA
(Pro)

134 138 142 146 150 154

Frequency

Frequency

Frequency

=

C-O

Page 1

CA-CB

11 115 119 123 127 131

(Alg)

L |

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

pdbénhg_08.ps



PROCHECK

Main-chain bond angles

CB-CA-C
(therest)

Freguency

Freguency

Freguency

Black bars> 2.0 st. devs. from mean.

T T :-F: 1 1
88 93 98 103 108 113

Frequency

Frequency

Frequency

pdb6nhg

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)

6 101 106 111 116 121

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