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Ramachandran Plot
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Plot statistics
Residues in most favoured regions [A,B,L] 1467 79.9%
Residues in additional allowed regions [a,b,l,p] 316 17.2%
Residues in generously allowed regions [~a,~b,~l,~p] 34 1.9%
Residues in disallowed regions 20 1.1%
Number of non-glycine and non-proline residues 1837 1000%
Number of end-residues (excl. Gly and Pro) 19
Number of glycine residues (shown as triangles) 140
Number of proline residues 109
Total number of residues 2105

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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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
1nul

— @{%r (84) o Val (142)
mD 67 B
90 90

Dg-;uB

0 .@%@;ﬂ J.U 0
[ |

-904 223 -90+
]
D 90
K756
-180 -90 0 90 180 -180 -90 0 90 180
Phi Phi

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
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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
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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
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% OOa Ramachandran plot quality assessment Zg' Peptide bond planarity - omega angle sd
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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 1837 79.9 61.7 10.0 1.8 BETTER
b. Omega angle st dev 2094 3.6 6.0 3.0 -0.8 Inside

c. Bad contacts/ 100 residues 63 3.0 24.7 10.0 -2.2 BETTER
d. Zetaangle st dev 1965 52 31 16 1.3 WORSE
e. H-bond energy st dev 1361 0.9 11 0.2 -0.8 Inside

f. Overall G-factor 2105 -0.1 -0.9 0.3 25 BETTER
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Side-chain parameters
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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 214 24.3 29.1 6.5 -0.7 Inside

b. Chi-1 trans st dev 615 21.7 279 53 -1.2 BETTER
¢. Chi-1 gauche plus st dev 825 21.2 26.6 4.9 -1.1  BETTER
d. Chi-1 pooled st dev 1654 22.0 27.4 4.8 -1.1  BETTER
e. Chi-2 trans st dev 569 236 26.9 5.0 -0.7 Inside
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a. Absolute deviation from mean Chi-1 value (excl. Pro)

80
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40
20

Chi-1 abs. mean dev.

5

10 156 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.

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

: 100
80
60
40
20

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

d. Secondary structure & estimated accessibility

A == Smmm—m = AN, — BN A — m—
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
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f. Max. deviation (see listing)
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Residue properties -
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a. Absolute deviation from mean Chi-1 value (excl. Pro)
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b. Absolute deviation from mean of omegatorsion

16
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c. C-aphachirality: abs. deviation of zetatorsion
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Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

A

NN\ — -mm)
) Betastrand ——= Randomcoil Accessibility shading: ® Buried [] Accessible

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
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Residue properties
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a. Absolute deviation from mean Chi-1 value (excl. Pro)
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Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed
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f. Max. deviation (see listing) .
- " :
ettt e e Pt ey e e o s
g. G-factors
Phi-psi . T I [
e T riinidiiibdty cfitsiati
Omega [T [ [T [T [T [ | [T [ [ [NEEEE
Dihedrals  [TIT T T T I I T T T T T T T I T T LT T T T T T T T I T T LTI T T LT T I T T T I T I I I
ek R AMARENEEMERBEEENESBESENERSESEES" BESRSSNSNSSSSNSNSRSSRSSESSS BRSESENERSSNEE-RERSESESEESEEEREEEN
Mainchain [T T T T T I T T T T TP T I T O T TP T T T T T TP T T T T T T T T T T T T T T I T I T T
Overall [T LT T e T T el I T T T L T T L L I T T B L I L LTI ]
205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300

1nul_06.ps



PROCHECK
Page 4

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

=
o
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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.
e}

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

: 100
80
60
40 -
20

Zeta abs. mean dev

_#_F—*‘-_h_‘ﬁ_—*'ﬂ_‘_r_l‘-‘#ﬂ%
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

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
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f. Max. deviation (see listing)
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Resid t o
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100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
g 80
e 60
g w0
< 20
o
405 410 415 420 425 430 435 440 445 25 30 35 40 45 50 55 60
Residue number
5 20 b. Absolute deviation from mean of omegatorsion
£ 15-
£ 121
8 81
P 4
S
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Residue number
100 c. C-aphachirality: abs. deviation of zetatorsion
&
© 80_
§ 60
g 40
-g 20~
N
405 410 415 420 425 430 435 440 445 25 30 35 40 45 50 55 60
Residue number Highlighted residues are those that

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

AN\ A\ R —
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
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f. Max. deviation (see listing)
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Chi-1 abs. mean dev.

Omega abs. mean dev.
e}

; 100
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Zeta abs. mean dev

Chi3 & chi4
Omega
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MC bonds
MC angles
Mainchain

Overall

. . Page 6
Residue properties ”
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a. Absolute deviation from mean Chi-1 value (excl. Pro)

61 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

!-h_—-_J!-h-.H-.-A*--—Td-__T-.L_Th_-T-J.-T——-u!--Th-.LTd-—-T--d'-h—-*——-LT-.h-*-h-hT-.L!-___T
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

-\ — B NN/ mmm A NN/ NN

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

NNLGTSHLLRLASSLTTKGASSFK | TRGI EAVGGKL SVTSTRENMAYTVECLRDDVD | LMEFLLNVTTAPEFRRWEVAALQPQLR I DKAVALQNPQAHV |

f. Max. deviation (see listing)
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Residue properties e
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a. Absolute deviation from mean Chi-1 value (excl. Pro)

g 100
% 80
e 60
g w0
< 20
&
161 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260
Residue number
o b. Absolute deviation from mean of omegatorsion
g
§ 16
£ 121
8 8-
P 41
S
O 1 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260
Residue number
100 c. C-aphachirality: abs. deviation of zetatorsion
&
% 80 -
= 60
g 40
-c% 20~
S
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

NS VAN —v e NS S e e e—

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

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

ENLHAAAYRNALANSLYCPDYRIGKVTPVELHDYVQNHFTSARMAL | GLGVSHPVLKQVAEQFLN | RGGLGL SGAKAKYHGGE | REQNGDSLVHAALVAE

f. Max. deviation (seelisting) :.
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g. G-factors
D
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it . gecesir L el
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Overall [T T T L O R L S T T T T L e I T T [ LTI T [T [T T
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D = D-amino acid

1nul_06.ps




PROCHECK

. . Page 8
Residue properties ”
1nul

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

& 100
% 80
e 60
)
g w0
< 20
o
261 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360
Residue number
o b. Absolute deviation from mean of omegatorsion
g
5 167
£ 121
8 8-
P 4
£
© 261 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360
Residue number
100 c. C-aphachirality: abs. deviation of zetatorsion
o
% 80
L 60-
g 40-
-c% 20
S
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
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed
‘ ‘ : AAAAAAAAAEL A : ‘ : ‘ :
SAA | GSAEANAFSVLQHVLGAGPHVKRGSNATSSLYQAVAKGVHQPFDV SAFNASY SDSGL FGFYT | SQAASAGDV | KAAYNQVKT | AQGNL SNPDVQAA
f. Max. deviation (see listing) .
* 8
Cant ey r T it e da e e ey P LR
g. G-factors
D
i-psi [ T [T I m [ [ H 11T
gﬁgéﬂiz,‘l ”i- H <H H:H H r #*
i3 & chi [ I [ [ [ I
Omega [T [T [1 HH [0 [ H [
Dihedrals [T T T T T T T T T LT TR T T T T T T T T T T T I T T T T T T T T T T T T TP T T T T T
MC bonds T T A T T T A T T T T T A I O I |
MC angles T e e e e e e e e e e e e e A e T e e T e T e e e P T T T T T e T T P T A T T T
Mainchain \\H\\HHHHHHHHHHHHH\HHHHHHDHHHHHHHHHHHHHHHHHHHHHHHHHHHH
Overall [Tl T LT LI T T LT T T L T e e T L L T L T T T T T]
261 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360

D = D-amino acid

1nul_06.ps




PROCHECK

Resid ti .
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
]
% 80
e 60
g w0
< 20
o
361 370 375 380 385 390 395 400 405 410 415 420 425 430 435 2 10
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g 161
£ 121
8 8-
P 4
£
O 361 370 375 380 385 390 395 400 405 410 415 420 425 430 435 2 10
Residue number
100 c. C-aphachirality: abs. deviation of zetatorsion
o)
g 80
£ 60+
g 40
-c% 20
S —
361 370 375 380 385 390 395 400 405 410 415 420 425 430 435 2 10
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
MAAZE AN — NN NN = B
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAAAAT_ERAAAAAAAAAAAAAAAAAAAAAANAAAA HA
kNKLKAGYLMSVESéEGFLI‘DEVGS(‘QALAA(‘SSYTP}‘DSTVL(‘QQI DA\‘/ADAD\‘/I NAAP‘(KFVS(‘BRKSMAASGNI‘_GHTPI‘:I DEL TN RKSHPLMK
f. Max. deviation (seelisting)
4 * 4
s Tl e e L e et L i
g. G-factors
Ph | [ o] [
: i et
On|1egaCI H [ }Hﬂ H
Dihedrals [T T T T T I IO T T T T T I T T T T P IO T T T T T T T T T LTI T T I T T T I T T T T 1 [ TTTTTTT]
ek N AMNANBEMENBNSEMERBESEERSNSESEESNSESSRSNSRNENSNSRRERERSRNEREREREESE"H B A
Mainchain (T T T T T T T T T T LTI T T LTI T T TP T TP T T LTI I T T T T T T AT TITTTTT]
Overall [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 1 [EATTITTITTI
361 370 375 380 385 390 395 400 405 410 415 420 425 430 435 2 10

1nul_06.ps



PROCHECK

Page 10

Residue properties
1nul

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

& 100
% 80 -
£ 60
8 401
< 201
6
13 20 25 30 35 40 45 50 55 60 65 70 75 8 85 90 95 100 105 110
Residue number
o b. Absolute deviation from mean of omegatorsion
8
5 16
£ 12
£ 8
o 4
£
O 13 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
Residue number
100 c. C-aphachirality: abs. deviation of zetatorsion
o
© 80_
L 60-
g 40
-c% 20
S
13 20 25 30 35 40 45 50 55 60 65 70 75 8 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
NN\ —\v=
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
‘ : ‘ ‘ ‘ AAAAAAABA  ANAANBRAAAAAAAAAAAAAAANTIIIEN BAAAAAAAA ‘ : ‘ B AV BVAVAN
I VNNAF IDLPAPSN| SSMWFGSLLGICLILQILTGLFLAMHYTSDTTTAFSSVTHI CRDVNYGWI | RYMHANGASMFF | CLYMHVGRGLYYGSYTFLET
f. Max. deviation (seelisting) .
*46 5
sergss T AT ety e b e A s Ty e i
g. G-factors
Phi-psi . I !H H [T ,I]1 [ W 1]
gﬁi%éﬂ{:“l*”‘”” :.H H:HHH \\77ﬂ>{ H> [T ﬁifﬁ
Omega [EEEERNE] B [T AT [T [ h [ [T [T [
Dihedrals [T T T TII T T T T T LTI T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T I T 1
ek REAREREA BERSESEMERSNSENSNSNSESERSNSESSNSNSESSNSNSRSENSRSESCEERSESENERSESENERSSSENEREREEREREEEN
Mainchain (T T T T T T I T T T T T LT T T T LT T TP T T TP T T TP T T TP T T I T T T T
Overall T A T T T T T T T T T I T T T T T I T I T T T T T T T T T T T T T T T T T T I T T T IITITITTIIT I IT]
13 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110

1nul_06.ps




PROCHECK
Page 11

Residue properties
1nul

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

% 100
% 80 -
£ 60
) ]
g 40
< 20-
£
113 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g 16
£ 12
£ 8
o 4
£
O 113 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210
Residue number
100 c. C-aphachirality: abs. deviation of zetatorsion
o)
© 80_
£ 60+
g 40
-c% 20
E F'—I.'-‘l——rl'hl“ﬁ—*_r_.T-‘-‘F‘_T—_r“#—l—'P‘_F_—Thr_‘T—-—F‘
113 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
N e ey —NMNANANAN2E =
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
‘ : ‘ AAAARL A AAAAAAAAAAATIE BRAAAAAA  AARIIAAAAAAAAAARIAAAAAAAAAAAAAAAAAAAA A :
WNIGVILLLTVMATAFMGYVL PWGQMSFWGATV I TNLLSA T PY I GTNLVEWIWGGFSVDKATLTRFFAFHF I LPFI IMAIAMVHLLFLHETGSNNPTGI S
f. Max. deviation (seelisting)
4 ++
et L s e it e e e e
g. G-factors
Ph [ [ [ [T T ] 11 [ 1
i, TR R R
Gega " HHHTH EREMRRRE 5 ERENAE"§ RERENENRERNRES ERmRRS
Dihedrals  [(TT T T TT T T I T T I T I T I TR T T T LT T T T I T T T T T T T TR T T T T T T I T T T T T T T T T
MCbonds T T T T T I
MCangles [T T e e P P
Mainchain (T T T T T I T T T T TP O CO T TT T C TT T T TT TTTTT  TTT P T TTTTT TTTTTITTT I TTT
Overall T T T T T T I T T T LT T T I T T T T I T T T T T T T T T T I T T T I T T T T T T T T ITTTTITTITIT]
113 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210

1nul_06.ps
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Page 12

Residue properties
1nul

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

213 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310
Residue number

2 b. Absolute deviation from mean of omegatorsion

16

Omega abs. mean dev.
H 00

213 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

~ 100
T g
e 60 -
g 40+
20

Zetaab

213 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310

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

d. Secondary structure & estimated accessibility

R N CANANNE g A\ AN N

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

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

SDVDK 1 PFHPYYTIKDILGALLL I LALMLLVLFAPDLLGDPDNYTPANPLNTPPHIKPEWYFLFAYAILRSIPNKLGGVLALAFSILILALIPLLHTSKQ

f. Max.:deviation (seelisting)
9+ + +6

PN MM PR S
e M S

g. G-factors
D

?ﬁ;}?ﬂ;z mER:SER H JA:H #::ﬁ:#:hﬁ!i[ # H W

Chi3 & chi4 H
B

Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

D = D-amino acid

1nul_06.ps



PROCHECK

Resid ti o
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
]
% 80
e 60
g w0
< 20
o
313 320 325 330 335 340 345 350 355 360 365 370 375 5 10 15 20
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g 16
£ 12
£ 8
o 4
£
O 313 320 325 330 335 340 345 350 355 360 365 370 375 5 10 15 20
Residue number
100 c. C-aphachirality: abs. deviation of zetatorsion
o)
% 80
£ 60+
g 40
?é 20
S
313 320 325 330 335 340 345 350 355 360 365 370 375 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
|
L NANANNANS SIANNANNNANNAEC o
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAAARIAAAAAAAAAAAAAAAAAAAAA — AATTIAIAAA  AAABIAAAAAAAAAAAAA AAAAAAAI
RSMMFRPL SQCL FWALVADLLTLTWI GGQPVEHPY I TI GQLASVLYFLL I LVLMPTAGT | ENKL LKW SDLELHPPSYPWSHRGL L SSLDH
f. Max. deviation (seelisting) X
8 6
s e el Lneh e e B 1N ..
g. G-factors
D
Phi-psi . T T T T T ] [T T T
i, PP T N T
Gmega ' H H H o H H H
Dihedrals  [(TTT T T T IT IT T T T T T T T T T T T I O T T T T T T T T T T IT 11T AT I T T T T T I T T
ek A CRERAASENENSESENERBESENEES"fENESEESERSESESERSESSSERSEEEEEREEE E AR
Mainchain HHHH\HHHHHH\HHH\HHDHHH\HHHHHHHHHHHHHH T T T T T I T T I T TTIT
overall [T LI T T LT T T L L T L e T T LTI [T (R L I LTI
313 320 325 330 335 340 345 350 355 360 365 370 375 5 10 15 20

D = D-amino acid

1nul_06.ps




PROCHECK
Page 14

Residue properties
1nul

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

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

Omega abs. mean dev.
e}

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

- 100
o)
g 80
= 60 1
g 40+
-c% 20
S
24 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
Al
TSI RRGFQVYKQVCSSCHSMDYVAYRHLVGVCY TEDEAKALAEEVEVQDGPNEDGEMFMRPGKL SDY FPKPY PNPEAARAANNGAL PPDL SY | VRARHGG
f. Max. deviation (seelisting)
+ 4 * *o4x * 4+ +4*
ernan, et 7o naw oy s e i eeediey e ey Gl
g. G-factors
Ph T ] [ T[] 1] T
e N e
i3 & chid [ [T [ [ [ T
Omega [ i HH [T HH HH [
Dihedrals  [CTTTTTTTTIT TR T I T T IIT TI T LT T T T T T T T T T T T e T T T T T T T o T T e o T T T T ] o BT T e
Mc oo THHHHHHHRH R R R A e
Mainchain [T T T T T LTI TP TP TT CP T LTLT T TT  TC T P LT L TTT TT I  T P T T T T T T T TP T T T T T T T T T T ]
L0 T T T O
24 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120

1nul_06.ps



PROCH

Chi-1 abs. mean dev.

Omega abs. mean dev.

Zeta abs. mean dev.

Chi3 &
Omega

Dihedrals

MC bonds
MC angles

Mainchain

Overall

=
o
o

100

ECK
Page 15

Residue properties
1nul

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

80
60
40
20

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

2 b. Absolute deviation from mean of omegatorsion

16
12
8
4

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

80
60 -
40
20 1

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

E— e VA AR

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

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

‘ ‘ ARAAAR : AAANAN BINA AABAAI A ABBAARAAAAAAAAAAAAAARAAIAAAAAA : ‘ ‘
EDYVFSLLTGYCEPPTGVSLREGLYFNPYFPGQA | GMAPPI YNEVLEFDDGT PATMSQVAKDVCT FLRWAAEPEHDHRKRMGLKML LMMGL LL PLVYAMK

f. Max. deviation (seelisting)

+ . + * +
*p4pp ko4 *
Xk kE Kk ERE

chi4

RN
D
T,

\
ERERN } [
EEEEEEEE| N
EEEEEENEE] [l
[TTITTITL] [
[TTTIT T IT,
50 155 160 165 170 17

ol

AP i o i
[0)

o

AP i i
o H HFH HEHE
o1

AP i i
o - HHHEH
o

[R i
oH HHEH
o1

§4 OED 5
N H EHEE B

D = D-amino acid

1nul_06.ps
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Page 16

Residue properties
1nul

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

& 100
% 80
e 60
)
g w0
< 20
£
224 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number
o b. Absolute deviation from mean of omegatorsion
g
5 16
E 12
£ 8
o 4
£
O 224 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number
100 c. C-aphachirality: abs. deviation of zetatorsion
o
% 80 -
£ 601
g 40
-c% 201
E 1—.—_+_r—_*—_#'_+_*_-_-r_.r__.‘_—_r__ﬁ_-_'_ﬁq_—
224 230 235 240 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 = s E
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAAAAATAAFARARAAREAAAATAAAAAAAAA
RHKWSVLKSRKLAYRPPK SHTDI‘ KV PDI‘:SDYRI‘QPEVLbSTKSéKESSI‘EARKGI‘:SYLV'I"ATTT\‘/GVAYAAKNV\‘/SQFVéSMSASADVLAMS
f. Max. deviation (see listing)
g. G-factors
i-psi 1 (NN M T
St e : Rt i
8h|3&0|4\\ il I ,,i I I
mega [ [ [ [EEEN [ [T
Dihedrals  [TTTTTTTTITTITIIIT1] AT T T T T T T I T T T T T T T T T T T T T T T T T T T T T T R T
MCages HHHHHEHHHHEN B ENS R NENENENANNNESEENENEANNNANERENENRANNRANENE-RRNRRNNESENSNSNRER
Mainchain  [TTTTTTTIITTTITT11H 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 I T
ovedl  [TTTITLITIITIIITL T T O R
224 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70

1nul_06.ps




PROCHECK

Page 17

Residue properties
1nul

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

& 100
% 80
e 60
)
g w0
< 20
£
73 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 16
E 12
£ 8
o 4
£
O 73 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170
Residue number
100 c. C-aphachirality: abs. deviation of zetatorsion
o
% 80 -
£ 601
g 40
-c% 201
S
73 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
K1 EIKLSDI| PEGKNMAFKWRGK PL FVRHRTKKE | DQEAAVEV SQLRDPQHDL ERVKKPEWV I L | GVCTHLGCVP | ANAGDFGGYYCPCHGSHYDASGRI R
f. Max. deviation (see listing)
g. G-factors
(F;p]ii- -Scihiz I::1,<H H 5 o | [NEEEC T
Chilonly
Chi3 & chi4 [T [
Omega [T [NEE|
Dihedrals  [TT T T T T T T T I T T I T T T T T T T L T T T T T T T T T T T T T T T T T T O T T I T T T T T
MCbonds T T T T T 1
MCangles [T P P P P e T
Mainchain (T T T I T T TP T T T O T T LT T T T T T T TP T TP T LT TP T T T T T T T
Overall G T I T L T T T T T T T T T T T T T L I T T I L T LI 1]
73 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170

1nul_06.ps




PROCHECK

Residue properties
1nul

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

Page 18

% 100
% 80
e 60
(%)
g 40
< 20
£
173 180 185 190 195 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g 161
£ 121
£ 81
x
£
O 173 180 185 190 195 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number
100 c. C-aphachirality: abs. deviation of zetatorsion
o)
g 80
£ 60+
g 40 -
?é 20
S
173 180 185 190 195 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
) IV AVAVAZNZ -/ — N\, A AN AN A
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed
KGPAPLNLEVPSYEFTSDDMV I VG VSASSRWLEGI RKWYYNAAGFNKLGLMRDDT | HENDDVKEA | RRLPENLYDDRVFRIKRALDL SMR
f. Max. deviation (seelisting) .
5
LEr o nE St foantieatn e B b e b
g. G-factors
Phi-psi . LT T W T || [ [ 1T T
il L PR
mega H HoHH H (T H
Dihedrals [T T I TTT I T ITTTTTTT] AT T I T T T T T TR T T T T T T T T T T TR T T I I T I
MCbonds [T T T T T T T T e T P T T T
MCangles [T T T T e e e e T A T T e T T T PR T T A T T
Mainchain  [TTTTT T ITTTTTTTIIITI11] T T T T T T T T T T T T T T T T T T T T A T T I T T T T ITTTTT
Overal  [ITTRIILIITILITIITIIIILL] O T T e R T L T L L I T LT LTI
173 180 185 190 195 10 15 20 25 30 35 40 45 50 55 60 65 70

1nul_06.ps




PROCHECK

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

20
16
12

Omega abs. mean dev.
e}

100
80
60
40
20

Zeta abs. mean dev.

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

Resid t -
1nul
a. Absolute deviation from mean Chi-1 value (excl. Pro)
80 85 90 95 100 105 110 5 10 15 20 25 30 35 40 45 50
Residue number
b. Absolute deviation from mean of omegatorsion
72 80 85 90 95 100 105 110 5 10 15 20 25 30 35 40 45 50
Residue number
c. C-aphachirality: abs. deviation of zetatorsion
. e ML
72 80 8 90 95 100 105 110 5 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

POVARN— G—— P ANAARN

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

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

A lllAAAIAAAAAAAAAAAAAAI.AAIA AAAAAAAAAAANTIRIAAAA
QQI LPKEQWTKYEEDKSYLEPYLKEV | RERKEREEWAKK GRQFGHLTRVRHV I TYSL SPFEQRAFPHY FSKGI PNVLRRTRACI LRVAPP

f. Max. deviation (see listing) 5
Pty B M ety gt g E e e ar, Saerrren o T e
g. G-factors

D
= ﬂ ,,ﬂ ] T ] .1 11
EREsEIREaRE” i i i i kil i i
[ T T T T [T [T T T T T T T T T T T T B T I T I T I T ]
T e A A nASRMSREEEE RESSEESSSCEERSSSNSEAS BESEEESSSEEEEE"'D
[EEERREEENNEEN EREERENEEEENEEREEENERREEN HDHHHHHHHHHHHHHHHHHHHHHHH\E
IEISSEEENENN" EESSNENSNNNEEENEENNNNEEEN EETCT TR LTI T LT E R TR T T TT I TITED
72 80 8 90 95 100 105 110 5 10 15 20 25 30 35 40 45 50

D = D-amino acid

1nul_06.ps




PROCHECK

Resid t -

1nul

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

o

% 80

e 60

g w0

< 20

o

52 60 65 70 75 15 20 25 30 35 40 45 50 55 60 65 70

Residue number

5 20 b. Absolute deviation from mean of omegatorsion

Ee

E 12

8 8

o 4

S

O 52 60 65 70 75 15 20 25 30 35 40 45 50 55 60 65 70
Residue number

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

&

© 80

§ 60

g 40

?:% 20

N

52 60 65 70 75 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

SN s H —AAANA AN =———erodt EANANANA ==
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

: : : : . AIIAIAAAAAAAIAAAII.AAAAAAAAAAAAAAAAAIIIIAIIIIAAAAAAAAAAAAAAAAAAI.
FVAFYLVYTWGTQEFEK SKRKNPA EEEELVDPLTTVREQCEQL EKCVKARERLELCDERVSSRSQTEEDCTEELLDFLHARDHCVAHKLF

f. Max. deviation (seelisting) . .
6 + 7 + 5 + 7
4+ + . * o R + * 4+ * o ++
N S S S S S 0 0 S S A N S S SR S S 5 A
g. G-factors
D
(F;p]li- S 2 7:# H>,, BN [T IZ,:F H l:]]:ﬂ:l H ]
38 hia (THT i H n H i
mega EAT [T H [T H [
Dihedrals I TT T T ITTTITITTITTIIT] T T T T T T T T T T T T I T T T T R T T I T I T T T
MChbonds [T T T T T (TTT1] T T N T I O I T O A A
MCangles T T [EERENEENN RN T A T A T e A T T e
Mainchain [T T T T ITTTTTTTIIITTIT1] \\\\DHHHH\H\H\\H\HHH\H\H\\H\HHH\HHHHHHHHHH
ovedl  [ITTTTIITITI I T[T O T L T T T T T LT I T LI L L T LT T I T T T
52 60 65 70 75 15 20 25 30 35 40 45 50 55 60 65 70

D = D-amino acid
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100 a. Absolute deviation from mean Chi-1 value (excl. Pro)

o

g 80 -

£ 60

8 401

< 20

o

75 5 10 15 20 25 30 35 40 45 50 55 5 10 15

Residue number

5 20 b. Absolute deviation from mean of omegatorsion

£ 15-

£ 121

8 81

S 4

£

O 75 5 10 15 20 25 30 35 40 45 50 55 5 10 15
Residue number

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

&

© 80_

= 60

g 40

g 20~

N 1

75 5 10 15 20 25 30 35 40 45 50 55 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
' ) J =ANANNGAY
Key:- <™ Helix [—) Betastrand == Random coil Accessibility shading: m Buried [

==

Accessible

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

AbA_

NSLK

AABAAAABIAAA

T T T T T
ML SVAARSGPFAPVL SATSRGVAGALRPLVQAAVPATSESPVLDLKRSVLCRESLRG VAPTLTARLYSLLFRRTST

f. Max. deviation (seelisting) ;. ; .
75 7 7
P 5 S R 5 S S R S S S BOEITEL R
g. G-factors
D D
S Loz HE T HJ }# | HEEE B
ch3 s a5 I HHH HH m
Omega H [T HHH\ [1 [T
Dihedrals  [TT1] T S T T T T e T e P T T T T T T T T T
MC bond T T [T [T I T AT
MCar?SléS T T HHHHH:H:HHHHH\H I\H% LA T e e
Mainchain  [TT1T] T T A T T T T e T T T T T T T T A T T T T T T T ITT T
D D
Overall [ OO T T T T T T T e T Tl [T R T [T T 1T O LI I T[T [T
75 5 10 15 20 25 30 35 40 45 50 55 5 10 15

D = D-amino acid
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=
o
o

80
60
40
20

Chi-1 abs. mean dev.

20
16
12

Omega abs. mean dev.

100

N A O @
o O O O
1 1 1 1

Zeta abs. mean dev.

MC bonds
MC angles

Mainchain

Overall

Page 22

Residue properties
1nul

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

20 25 30 35 40 45 50 55 60 5 10 15 20 25 30 35 40 45

Residue number
b. Absolute deviation from mean of omegatorsion

20 25 30 35 40 45 50 55 60 5 10 15 20 25 30 35 40 45

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

5
Residue number

10 15 20 25 30 35 40 45

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

N T
20 25 30 35 40 45 50 55 60

d. Secondary structure & estimated accessibility

AN NN NN N N e\ e K RN = ==
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed

AAAAARAAAA AA] AAAAAFRAAAATAAAR
T T T T T T T T T T T T T T T T T T
FALTIVVGALFFERAFDQGADA | YEH I NEGKLWKH | KHKYEN MLTRFLGPRYRQLARNW PTAQLWGAVGAVGLVWATDWRL | LDWPY |

f. Max. deviation (see listing)

g. G-factors

RN F [T T | T T [T ,H

777% H [ H 7\\ ﬁ H> ﬂH:7HH\ \\777
[ [T [ H [ [T [ [T [T

T T T T T T T T T T T T T T T TR T T T T A TT T T T T T T T T T T T T

HH\\H\HHH\H\HHH\HHHHHHHH\ T I N T T A

O e e 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 I T I T T T T T T T T T T T T T T T T T I T T I T T I T T IT T

OO T T T LT T T L T LI T T OO T T L T L T T T LT R T T T

20 25 30 35 40 45 50 55 60 5 10 15 20 25 30 35 40 45
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Resid t .
1nul
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80 -
£ 60
8 401
< 201
e
O
49
Residue number
5 20 b. Absolute deviation from mean of omegatorsion
e
E 12-
8 81
5 4]
£
O 49
Residue number
100 c. C-aphachirality: abs. deviation of zetatorsion
© 80_
L 60-
g 40-
g 20
N
49
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
NGKFK
f. Max. deviation (see listing)
g. G-factors
Ave
?:ﬁ{ iz ] 0%

Dihedrals  [TTOW ] [ -0.32

MC bonds
MCage

Mainchain  [TTTT] [] 015
Overall [T 0 -013
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Main-chain bond lengths
1nul

C-N
(except Pro)
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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
1nul

CA-C-N CA-C-N CA-C-N

(except Gly,Pro) (Gly) (Pro)
o) oy oy
& & o)
> >3 >
g 8 8
LL LL L
101 106 111 116 121 126 131 101 106 111 1!6 121 126 131 101 106 101 116 121 196 131

O-C-N O-C-N C-N-CA
(except Pro) (Pro) (except Gly,Pro)
488 1 488 — 488 —
o) oy oy
& o] o]
> >3 >
g 8 8
LL LL LL
108 113 118 123 128 133 138 107 12 17 12 17 152 137 106 111 116 121 126 131 136
C-N-CA C-N-CA CA-C-O
(Gly) (Pro) (except Gly)
488 — 488 : : 488 ——
o) oy oy
& o] o]
> >3 >
g 8 8
LL LL LL
105 110 115 150 5 130 135 107 12 17 12 17 152 157 105 110 115 120 125 130 135

CA-C-O CB-CA-C CB-CA-C
(Gly) (Al3) (e Thr,val)
488 — 488 — 488 I
o) oy oy
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> >3 >
g 8 8
LL LL L
105 110 115 120 15 130 135 95 100 105 1!0 115 120 125 94 99 104 109 114 119 124

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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488

Freguency

488

Freguency

488

Freguency

88

Black bars> 2.0 st. devs. from mean.
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Main-chain bond I e
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K L o K
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4 or ) signifies data points off the graph in the direction shown.

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 lengths
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Distorted geometry
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Main-chain bond lengths (contd)
CA 1525 C CA 1525 C C 1231 O CA 1540 CB CA 1516 C CA 1525 C
v T T v Toes v
B Arg 227 B Ala237 B Gly 241 B lle244 B Gly 249 B Ser 251
CA 1525 C CA 1525 C CA 1521 CB CA 1521 CB CA 1525 C CA 1521 CB
B Ala255 B Ala262 B Ala 262 B Ala263 B Ser 266 B Ala269
CA 1521 CB CA 1521 CB CA 1521 CB CA 1525 C CA 1540 CB CA 1525 C
v v v YT T T
B Ala281 B Ala291 B Ala298 B Ser 315 B Thr 326 B lle327
CA 1530 CB CA 1521 CB CA 1540 CB CA 1540 CB CA 1540 CB CA 1525 C
B Ser 328 B Ala331 B lle 347 B val 372 B Va 382 B Ser 384
CA 1525 C CA 1525 C CA 1540 CB CA 1540 CB CA 1540 CB CA 1525 C
1.474 1.472 1.478 1.468 1.457 1.456
B Tyr 392 B Ser 396 B Ile 402 B Val 405 B lle41l B Phe 417
CA 1525 C CA 1521 CB CA 1521 CB CA 1540 CB CA 1525 C N 1458 CA
Tae T v T v —=
B Met 424 B Ala425 B Ala426 B Thr 433 B Ile 436 B lle 436
CA 1525 C N 1458 CA CA 1525 C N 1458 CA CA 1525 C CA 1521 CB
1.467 1.402 1.469 1.520 1.474 1.458
B Asp 437 B Asp 437 B Glu 438 CThr 2 Clle 13 CAla 23
CA 1525 C CA 1525 C CA 1525 C CA 1540 CB CA 1540 CB CA 1521 CB
T T Tis e e T
CSer 25 Clle 27 ClLeu 36 Clle 42 CThr 47 CAla 87
CA 1525 C CA 1540 CB CA 1540 CB CA 1540 CB CA 1540 CB CA 1525 C
1.592 1.451 1.483 1.606 1.486 1.475
C Met 96 CThr 112 Clle115 Clle118 Cval 145 C Thr 203
CA 1540 CB CA 1525 C CA 1525 C CA 1521 CB CA 1540 CB CA 1521 CB
1.472 1.470 1.579 1.459 1.594 1471
Clle211 C Pro 219 C His 267 C Ala327 C Thr 349 CAla354
CA 1540 CB CA 1525 C CA 1540 CB CA 1540 CB CA 1540 CB N 1458 CA
1.620 1.473 1.590 1.616 AT7 1.408
CVal 364 D Arg 27 DVa 68 D Thr 175 EThr 3 ELys 6
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Main-chain bond lengths (contd)
CA 1540 CB CA 1525 C CA 1540 CB CA 1521 CB CA 1525 C CA 1525 C
1.596 1.592 1.601 1.462 1.475 1.466
E Thr 22 E Ser 63 EVa 68 FAla 24 F Glu 45 FLeu 54
CA 1540 CB CA 1525 C CA 1540 CB N 1451 CA CA 1525 C CA 1525 C
1.479 1471 1.596 1.522 1.459 1474
Flle 62 FThr 81 FThr 81 GGly 1 GArg 2 G Tyr 29
CA 1540 CB CA 1525 C CA 1521 CB CA 1525 C CA 1540 CB CA 1521 CB
1.593 1.575 1.463 1.581 1.597 1.605
Glle 34 H Cys 54 | Ala 5 I Va 22 | Va 22 | Ala 23
CA 1521 CB CA 1540 CB CA 1525 C N 1458 CA N 1458 CA CA 1540 CB
1.582 .612 1.589 529 .519 .592
| Ala 25 I Va 42 | Leu 45 | Leu 45 Jva 1 Kva 18
CA 1540 CB
1.592
K Vva 45

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

Main-chain bond angles

N 1112 ¢ N 12 ¢ N 1112 ¢ N M2 ¢ N 12 ¢ N 1112 ¢
CA CA CA CA CA CA
A Ala192 A Asp 281 A Arg 389 B Asn 40 B Asn 197 B Phe 223

N 1125 C N 1125 C N 111.2 C N 111.2 C N 110.5 CB N 111.2 C
CA CA
B Gly 231 B Gly 234 B Ala235 B Phe 435 B Asp 437 CAsn 3

N 1112 ¢ N M2 ¢ N 1112 ¢ N M2 ¢ N 12 ¢ N 1m2 ¢
123.6 121.7 124.8 122.4 123.7 100.9
CA CA CA CA CA

CAsn 26 CHis221 Clle268 C Arg 318 C His 345 DLeu 3
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Main-chain bond angles (contd)
111.2 111.2 111.2 111.2 1125 1125
D Leu 17 D Val 70 D Lys 93 D Arg 120 D Gly 122 D Gly 146
111.2 111.2 111.2 111.2 111.2 C N 111.2 C
CA CA
DVaI 168 D Leu 169 EHls 2 ESer 63 FGlu 85 FTyr 89
111.2 111.2 111.2 111.2 111.2 111.2
G H|s 12 H Glu 12 H Leu 27 H Asp 53 | Phe 11 | AIa 23
1125 111.2 111.2 111.2 111.8 111.2
I GIy 24 I Leu 26 IArg 27 I Leu 29 I Pro 35 IAIa 36
111.2 111.2 111.2 111.2 111.2 111.2
IAsp 44 I Lys 46 IArg 52 JAsn 47 JLeu 51 JTrp 52

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

Planar groups
R T
CB cB
0.021 0.030 0.033 a);
A Asp 281 B His 158 F Phe 26 FAsp 86

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