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Plot statistics

Residues in most favoured regions [A,B,L]

Residues in additional allowed regions [a,b,l,p]
Residues in generously allowed regions [~a,~b,~l,~p]
Residues in disallowed regions

Number of non-glycine and non-proline residues
Number of end-residues (excl. Gly and Pro)

Number of glycine residues (shown as triangles)
Number of proline residues

Total number of residues

1624 88.7%
174 9.5%
18 1.0%
15 0.8%
1831 100.0%
19
140
109
2099

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

pdb2fyu

oy Ala(194) » Arg (117) - Asn (77)
% A 227 %ﬁgﬁ Eﬂmﬁ
90 1 = ] 90 1 %3 01 @ 4
. s " h
Qv-ij 04 B. 0 ] [ m 0 - 3}2 EDDE%A
B 171% - % f 21
| - u
[ |
90 - 90+ 904 H
B 281
[ |
L = a
-180 90 0 90 180 -180 90 0 90 180 -180 90 0 90 180
Phi Phi Phi
Asp (95) Cys (34) Gln (68)
180 E 180- e 180 e
— Dj%pﬂ- O D]Eﬂ 151 %E;@B m
90{ B O 90{ m> u 90 - =
[ | o Qj
g7 H 54 ]
A~ oA I% u 0 D.55i 5 u 0 D;56
. n
m3 WA 324' ﬁﬁ e A 159
[ |
290 1 -90 1 -90 1
I 44
m ]
-180 90 0 90 180 -180 90 0 90 180 -180 90 0 90 180
Phi Phi Phi
. Glu (1 16). o ﬁ?ly (137)@ i His (65)
%ﬂs %@ 'm mf = E@ ;%
90 - I1l6 90 u 90 |
3 ] # - B azs. ’ l. =
e ]
A o DS 0- ? % 0 f%
A%, @ | E
90 90 B m i
i
C 344 r ng. =
_. T T T [lj T T T Q‘__‘_ T T T
-180 90 0 90 180 -180 90 0 90 180 -180 90 0 90 180
Phi 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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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

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.

pdb2fyu_02.ps




Page 1

Asp (96)

Asn (78)

Chi1-Chi2 plots
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Arg (117)
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Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.

Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
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Chi1-Chi2 plots
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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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Oa. Ramachandran plot quality assessment

20 1

15 1

Standard deviation (degrees)

2153). Peptide bond planarity - omega angle sd

%-tage of residues in most favoured regions

10 15 20 25
Resolution (Angstroms)

35 4.0 1.0 15

20 25 30 35 4.0

Resolution (Angstroms)

d. Alpha carbon tetrahedral distortion

; 8 Measure of bad non-bonded interactions

|

20 25 30 35 40
Resolution (Angstroms)

f. Overall G-factor

Resolution (Angstroms)

” ®
i 17.5
;f 60 % 5
7] o -
5 504 < 15.0
S 812,51
: 40_ ko]
g 5 10.04
2 30+ =
E = 7.5
=) . [5)
5 20 T 5.0
2 10 s
= g
N
1.0 1.5 20 25 35 4.0 1.0 15
Resolution (Angstroms)
e. Hydrogen bond energies
2.0 yerog g 1.0
) 0.5
E
s 0.0
X
8 5 -0.51
= &
z & -1.01
o
o]
=] -1.54
hel
g
& -2.0 1
1.0 1.5 20 25 35 4.0 1.0 15

20 25 30 3.5 4.0

Resolution (Angstroms)

Plot statistics

Comparison values No. of

No.of Parameter Typical Band  band widths
Stereochemical parameter data pts value value  width  from mean
a. %-tage residues in A, B, L 1831 88.7 80.4 10.0 0.8 Inside
b. Omega angle st dev 2087 10.7 6.0 3.0 1.6 WORSE
c. Bad contacts / 100 residues 0 0.0 7.1 10.0 -0.7  Inside
d. Zeta angle st dev 1959 24 3.1 1.6 -0.5 Inside
e. H-bond energy st dev 1354 0.7 0.9 0.2 -0.8  Inside
f. Overall G-factor 2099 -0.3 -0.5 0.3 0.8 Inside
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Plot statistics

Comparison values No. of

No.of Parameter Typical Band  band widths
Stereochemical parameter data pts value value  width  from mean
a. Chi-1 gauche minus st dev 226 18.7 20.5 6.5 -0.3  Inside
b. Chi-1 trans st dev 590 20.1 20.9 5.3 -0.1 Inside
c. Chi-1 gauche plus st dev 837 18.3 19.5 4.9 -0.3 Inside
d. Chi-1 pooled st dev 1653 20.1 20.2 4.8 0.0 Inside
e. Chi-2 trans st dev 506 25.0 21.8 5.0 0.6 Inside
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Residue properties
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a. Absolute deviation from mean Chi-1 value (excl. Pro)
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N
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Residue number

b. Absolute deviation from mean of omega torsion

100
80
60
40
20

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-alpha chirality: abs. deviation of zeta torsion

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

S e = pmm—m /R N\, — S o e

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

e. Sequence & Ramachandran regions a Most favoured & Allowed [l Generous Il Disallowed
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f. Max. deviation, (see listing)
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a. Absolute deviation from mean Chi-1 value (excl. Pro)
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Chi-1 abs. mean dev.
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Residue number

b. Absolute deviation from mean of omega torsion

100
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20

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-alpha chirality: abs. deviation of zeta torsion

Zeta abs. mean dev.

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

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

d. Secondary structure & estimated accessibility

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

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

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)

N A X o
S 5 & o 3
1 1 1 1

Chi-1 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

b. Absolute deviation from mean of omega torsion

100
80
60
40
20

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-alpha chirality: abs. deviation of zeta torsion

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

d. Secondary structure & estimated accessibility
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Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible

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

N A X o
S 5 & o 3
1 1 1 1

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 omega torsion

100
80 A
60
40
20 1

Omega 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

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

16
12

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

d. Secondary structure & estimated accessibility

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

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
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Residue properties
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a. Absolute deviation from mean Chi-1 value (excl. Pro)

—_
o
S

80
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Chi-1 abs. mean dev.

405 410 415 420 425 430 435 440 445

25 30 35 40 45 50 55 60

Residue number

b. Absolute deviation from mean of omega torsion

100
80 A
60
40
20 1

Omega abs. mean dev.

405 410 415 420 425 430 435 440 445

25 30 35 40 45 50 55 60

Residue number

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

Zeta abs. mean dev.

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

Dihedrals

MC bonds
MC angles

Mainchain

Overall

405 410 415 420 425 430 435 440 445

Residue number

d. Secondary structure & estimated accessibility

NN R

Key:- <™ Helix

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

25 30 35 40 45 50 55 60

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

e —

0 Accessible

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il 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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g 60 -
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61 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160
Residue number
: b. Absolute deviation from mean of omega torsion
é 100
§ 80 -
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& 20
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© 61 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 20
S 16
3 12
g
3 8
<
s 4
N
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
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
NNLGTSHLLRLASSLTTKGASSFKITRGIEAVGGKLSVTSTRENMAYTVECLRDDVDILMEFLLNVTTAPEFRRWEVAALQPQLR IDKAVALQNPQAHV I
f. Max. deviation (see listing) . .
) 4 + 4 4
BT 00T S S SR OU S B UL TSNS SUC S NS SN T SETE = SONP S SPSF TP L PP S SOr:
g. G-factors
Phi-psi [T O
e L axitin .
Omega "R ER - EaTEE" l B AR AR CHEHECH' HEEE EEEEER’ “ERES" CEER EEN
Dihedrals [T T T T T T T T T T T T T T T T e T P T T T T T T T e T T T T T P T T T T T R T
M mgies - CHEHHH AR AR
Mainchain O T T T T T T T T T TP P T T T T T P T T T T T T T T T R T T T T T
Overall [T T IR T T T T e e T e e T T T T I R T T T TR T T
61 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160

pdb2fyu_06.ps



_
o )
3 & 8

Chi-1 abs. mean dev.
SN
S S

100
80
60
40
20

Omega abs. mean dev.

20
16
12

Zeta abs. mean dev.

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

Dihedrals

MC bonds
MC angles

Mainchain

Overall

PROCHECK

Page 7

Residue properties
pdb2fyu

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

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

Residue number

b. Absolute deviation from mean of omega torsion

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

Residue number

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

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 AN NS S

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

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

ENLHAAAYRNALANSLYCPDYRIGKVTPVELHDYVQNHFTSARMAL IGLGVSHPVLKQVAEQFLN IRGGLGL SGAKAKYHGGE IREQNGDSLVHAALVAE

f. Max.,deviation (see listing) ., er ee s
87+ 5 + * 55 T74+6 6 * +
+ . F + + ++ +* * +% .. L + R4 oF wx
+ o+ % 72** ok ok %k *****+ * * 1 * % + * % + * LR 55 *89*4** **+ * ***]+*** *$++
EE T X % Ok skok | kokokkokokokokokokok  kokok | Skoksk | kokskskokokok | kskok  kokokskokokok ok ok ok sk ko ok sk

g. G-factors
o HE EEENE"EmEEEY EmmEn-Cam " EESmmEcUmES®SE Smmmo
T ERERNENE AR TN

pdb2fyu_06.ps




PROCHECK
Page 8

Residue properties
pdb2fyu

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

> 100
3
= 80 1
S
g 60 -
£ 401
[5]
- 20+
0
O

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

b. Absolute deviation from mean of omega torsion

100
80 A
60
40
20 1

Omega abs. mean dev.

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

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

20
16
12

Zeta abs. mean dev.

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

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

d. Secondary structure & estimated accessibility

B AN Y mi— RAAAY Y 1A

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

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

ABAAAAAAAAAAA  AANAAAAAAAABANTIAIIA EEAAAAAAAA
T T 7 T 7 T 7 T T T T T 7 7 T 7 T T T 7
SAAIGSAEANAFSVLQHVLGAGPHVKRGSNATSSLYQAVAKGVHQPFDVSAFNASYSDSGLFGFYTI SQAASAGDV I KAAYNQVKT I AQGNLSNPDVQAA

f. Max. deviation (see listing)

* + o+

* +
+ + R * k% +
kk pky 44y ko gk * 4 ok * ok ok ko kR ok 4ok kg% k kg o4 4k + o+ * * +
sk kol ok kR ok ok ok kokkkk ok oRokokokkokoksk ok ok ok ok kskkok ok kokckokok  skk ok ckokokk ok kokkkok ok dkokk ok okckokokkok | kk Rk ok k%
I I I I I I I I I i i I I I I

Phi-psi T
Chil-chi2 H:# TTH 7‘H
chtl,

i3 & chi 1] []
Omega m:t]I,, BT
Dihedrals

MC bonds
MC angles

Mainchain

Overall

pdb2fyu_06.ps



PROCHECK

R . d . Page 9
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
[}
T 80
B
g 60
£ 40
<
- 20
S
361 370 375 380 385 390 395 400 405 410 415 420 425 430 435 2 10
Residue number
: b. Absolute deviation from mean of omega torsion
é 100
% 80
5 60
2 40
& 20
=)
© 361 370 375 380 385 390 395 400 405 410 415 420 425 430 435 2 10
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 20
§ 16
g 12
£ 8
<
s 4
N
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
MNAZE AN — A = AN w5 SRRV
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [ Generous Il Disallowed
AAATAAAAAAAAAARINAAAAAAAAAAAAA
l‘(NKLKAGYLI\‘/ISVESéEGFL[‘)EVGS(‘)ALAA&SYTPI"STVLéQ I DA\‘/ADAD\‘/ 1 NAA]‘(KFVSC‘%RKSMAASGNILGHTPI‘: IDEL TNIRKSHPLMK
f. Max. deviation (see listing) .
+ + + + + 4+ + 6
B O SUUPTUE 20 T T8 ST R I S DRSO TS S S T SO 42 ki
g. G-factors
Phipsi m ]
. okt elki
Omega SRS RESEMSEES HES HE REEEE H-HEEE""" 5| SeSATE R CEAEErTaA i ]
Dihedrals T T T T T T T T T T T T T T T T T T e T T T T T T T T T T T e T T TETTTT]
M mgies - CHEHHHERHHHAHRH A AR Emasasasams
Mainchain - O T T T T T T T T T T P T T T T T P T T T T T T T T T [T TIIITTT]
Overall [T T T I T T T T T T T TR T T LT E e T EITTTIT I
361 370 375 380 385 390 395 400 405 410 415 420 425 430 435 2 10

pdb2fyu_06.ps




PROCHECK
Page 10

Residue properties
pdb2fyu

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

—_
o
S

D X
(e )

\®}
(e}

Chi-1 abs. mean dev.
N
=)

13 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
Residue number

b. Absolute deviation from mean of omega torsion

100
80 A
60
40
20 1

Omega abs. mean dev.

13 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
Residue number

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

= 20
S
- le
S 12
=
£ 8
<
s 4
o]
N
13 20 25 30 35 40 45 50 55 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
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
‘ ‘ ‘ ‘ ‘ ‘ MANNNIMANNIANANNNANNTINT] ‘ ‘ ‘ ‘ ‘ PAANTAAA
IVNNAF IDLPAPSNI S SWWNFGSLLGICL ILQILTGLFLAMHYTSDTTTAFSSVTHICRDVNYGWI IRYMHANGASMFF [ CLYMHVGRGLYYGSYTFLET
f. Max. deviation (see listing)
+§+ * > + + ++ + + i + + + + x
g. G-factors
Phi-psi
. L R e
Omega :::]:H:::Ij EECE Hh::le:j::] ljﬂ::] [T -j [T BT Iiﬂﬂ
Dihedrals [T T TR W TT T T T T BT TT I T T T T T I T TR T I T T T T T T T T T T I I T T LTI T TR T
Nt T I
Mainchain [T T T T T T T T I T I T I 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
Overall [T IO I LT LT T LT L L L EE T EE L LT S L L LR T LT T L LT
13 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110

pdb2fyu_06.ps
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Page 11

Residue properties
pdb2fyu

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

= 100
S
= 80
B
g 60
£ 40
<
= 20
z

113 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210

Residue number
: b. Absolute deviation from mean of omega torsion
£ 100
5 80-
]
E 601
£ 40
& 20
g
© 113 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion

3 20
S 16-
<
2 12-
£ 87
<
g 47
N

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

NNININININ\— NN\~

Key:- <™ Helix O Accessible

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

‘ ) ‘ : ) ‘ ) ) A AAAAAAAA  AARIAAAAAAAAAAAAAAAAAAAAAAAAAAMAAAAA ABIAAA AT
WNIGVILLLTVMATAFMGYVLPWGQMS FWGATV ITNLLSATPYIGTNLVEWIWGGFSVDKATLTRFFAFHFILPFI IMATAMVHLLFLHETGSNNPTGI S

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

f. Max. deviation (see listing)
4

I b +9 : % :IZ*Z I%I*zi* * :ii*** *ZE £*¥ EEE*:ZIZ$ ® ZE: ***x**gi******* EEE] E:Z*E i:*:*

g. G-factors
Phi-psi _ T 1]
s, o AR e
Omega " iMoo o 7S S ENEEN BEmEEEE BE:ES " mmnn
Dihedrals [T T T T T T T T T T T T T TR T T T T T LI T T T T A T T B T TR T T T T T T T T T I T T
et PR R e PP R e R PP R P AT
Mainchain [T T T T T T T T TR T T T T T T T T T T T I T T T T T T T T I T T T T T T T I T T T T
Overall T T T T T T T T LT T I T T T T T T T A T T T T T T T T T T T T T T I T T T T T T T T T I T T ITITTTITTT T
113 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210

pdb2fyu_06.ps
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Page 12

Residue properties
pdb2fyu

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

> 100
3
= 80 1
S
g 60 -
£ 401
[5]
- 20+
0
O

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

b. Absolute deviation from mean of omega torsion

100
80
60
40
20

Omega 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

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

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

d. Secondary structure & estimated accessibility

R A VA NG ——

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

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

AAABAAAAAAAAAAAAAA  AAAAAAAAAAAAABIBAAAA AAAAAAAlAAAAAAAIIAIIAAAAAAAAAAAAAIAAA AAAAAAAAAAAAAAAAAABIAAA

SDVDKIPFHPYYTIKDILGALLLILALMLLVLFAPDLLGDPDNYTPANPLNTPPHIKPEWYFLFAYATLRSIPNKLGGVLALAFSILILALIPLLHTSKQ

f. Max. deviation (see listing) .
+ 5 + 5

* * + + *
2 1. II:;: * * ok & %k ok * *ok kg

5

CF o+ ++. .

+ +1F4* N T INE: T a t  a

o okoR kR Rk Rk R kR Rk ok RokoR Rk Rk R kR ok R Rk kR wok ok okokok R kR ROk R kR ko ok R Rk
. . i . . . i i . . . .

g. G-factors
Phi-psi (T 5

Chil-chi2
Chil onl;

S
Chi3 & chi4
Omega T “EiEE EER B SR EE RCE EE AR ERTEE RS
Dihedrals [ T
MC bonds }
[

MC angles
Mainchain

Overall [

213 220 225 2

¢ = cis-peptide

(98]
SH HHH H

pdb2fyu_06.ps



PROCHECK

. d . Page 13
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
g
g 60
£ 40
<
- 20
2
313 320 325 330 335 340 345 350 355 360 365 370 375 5 10 15 20
Residue number
: b. Absolute deviation from mean of omega torsion
é 100
§ 80
5 60
2 40
& 20
=
© 313 320 325 330 335 340 345 350 355 360 365 370 375 5 10 15 20
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 20
= 16 1
QE) 12 A
£ 87
<
s 44
N
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
-
—ANNANSZINANN AN i
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
RSMMFRPLSQCLFWALVADLLTLTWIGGQPVEHPYITIGQLASVLYFLLILVLMPTAGT I ENKLLKW SDLELHPPSYPWSHRGLLSSLDH
f. Max. deviation (see listing)
T R e 0 L N TSR T I S I SO T IR T et I
g. G-factors
Phi-psi _ I
ek, o TR T TR R B ol -5
Omega  WELTIEIT] H EEm B EESSMANSE" HENSN EEEESBCS ] NN SEmmESmus B RS RS
Dihedrals [T T I T T T T T T T T T T T I T T T T T T I T T R T I T T T T T TR T T T
MC angles - A A EEHH AN
Mainchain [T T T T T T T T T T T T T T I I T I T T T T T T T T T TTT T I T
Overall [T LT I T T TR T T T T R T T T T T T T O T R T T T
313 320 325 330 335 340 345 350 355 360 365 370 375 5 10 15 20

pdb2fyu_06.ps



_
o )
3 & 8

Chi-1 abs. mean dev.
SN
S S

100
80
60
40
20

Omega abs. mean dev.

20
16
12

Zeta abs. mean dev.

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

Dihedrals

MC bonds
MC angles

Mainchain

Overall

PROCHECK

Page 14

Residue properties
pdb2fyu

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

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 omega torsion

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

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

24 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

MNAN NN T —

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

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

T T T T T T T T T T T
TSTRRGFQVYKQVCS SCHSMDYVAYRHLVGVCYTEDEAKALAEEVEVQDGPNEDGEMFMR PGKL SDYFPKPYPNPEAARAANNGALPPDLSY I VRARHGG

f. Max. deviation (see listing) e e : .
T+ + +5 6% 7+ * 9 4 +
* + *® * '* * *+>{< ++ *' .* .* * *+ * . . *® * *®
**+ * + +****+ ok ok ok * ++ +*2* **+ * ok ok *® ****5* 7*** 5**+* +**+ * 6** 6 **+ * * +’,< +>Z<* * 3k * *+
EEE = ko Rk Rk ok ok ko ok
‘

sedkok ko Rk okokokok kR kR ok ok kokokkk Rk Rk ok kkok ok kR Rk Rokkokkkok | Rk kR kkkk | k| Lok kkckk ks kR kR Rk ok
I I I I I I I I i I I I I i i i I I

g. G-factors
amEEEEsE ae et taEERy o ESHALE N oamiAad SASHS AR S

EEEE B ERE SEaasman RN AN EEE N CEE CRCCE NEEECS SEEE NN ESEE RS CECSEEc mas
[T T T T T T T T I T T T P T T T T T e e T T T T e T T T P T I T I T T T
H R AR A A
EEEEEEEEEEEEEEEEEEEEES NSNS NSNS NSNS NSNS NSNS EEEEEEEEEEEEEEE|
(T T I T e T T T R T T T T T T I I el [ [T
24 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120

pdb2fyu_06.ps




PROCHECK

Page 15

Residue properties
pdb2fyu

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

N A X o
S 5 & o 3

Chi-1 abs. mean dev.

124

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

b. Absolute deviation from mean of omega torsion

100
80 A
60
40
20 1

Omega abs. mean dev.

124

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

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

Zeta abs. mean dev.

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

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

Dihedrals

MC bonds
MC angles

Mainchain

Overall

d. Secondary structure & estimated accessibility

N e L o AR IAAAANAA

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

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

AABAAAAAAAAAAAANAAANTAAAAAAAAA
T T T T T T T T 7 T T T T T T T T T T
EDYVFSLLTGYCEPPTGVSLREGLYFNPYFPGQAIGMAPP I YNEVLEFDDGTPATMSQVAKDVCTFLRWAAEPEHDHRKRMGLKMLLMMGLLLPLVYAMK

f. Max. deviation (see listing) .
+ + *+6 6

* ko4 kR * + .
***:\:*++*+*+**3**** + +** * 2
sook sk sk sk sk ok sk sk sk sk ok sk ok ROk sk sk sk R i sk ok sk sk kK sk sk sk ok sk ok ok sk

++% + L+ *
+ 4444+ +REERL 44 * Fopo o4 ok o4k o4 4 dokok *
sk %k sk ok ok R

i . i

g. G-factors

=

o H O HEH

pdb2fyu_06.ps




PROCHECK

. d . Page 16
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
<
£ 60
£ 40
<
- 20
2
224 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number
: b. Absolute deviation from mean of omega torsion
é 100
% 80 A
5 60
2 40 -
& 20
=
© 224 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 20
= 16
QE) 12
3 8
<
s 4
N
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
ARG )— E Ay NN =N g=—
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
RHKWSVLKSRKLAYRPPK SHTDIKVPDFSDYRRPEVLDSTKS SKESSEARKGFSYLVTATTTVGVAYAAKNVVSQFVSSMSASADVLAMS
f. Max. deviation (see hstlng) . .
E * * * * 4 6:**5 :
**E‘f***t:::‘l‘* ng J«+I¢:+ * *#: : *#*xi*i****%*t*ﬁi* *Z: 1‘*1«*1—1« **f IJ:LIH&E%:UZQE:
g. G-factors
Phi-psi _ T I
i e
Omega H:.:i | [ERENNCEEEN | ) [NENERED
Dihedrals  [TTTTTTTITTIETTIT] AT T T T T T T T T T I T T T T I T T T T T T T T T T
MC angles - B S B B B M N MM MM E B NM NN S HMA
Mainchain  [TTTTTTTTTTTTTTTTE [EEEENEEEEEEEEEE NN NN NN
Overall [ITTTITTTTITTTITITTT O T T T T T T T T T T T T T T T T I T I T T I T T T T IT T I T T IT I TTIT T T T T
224 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70

pdb2fyu_06.ps




N A X o
S 5 & o 3

Chi-1 abs. mean dev.

100
80
60
40
20

Omega abs. mean dev.

20
16
12

Zeta abs. mean dev.

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

Dihedrals

MC bonds
MC angles

Mainchain

Overall

PROCHECK

Page 17

Residue properties
pdb2fyu

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

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

b. Absolute deviation from mean of omega torsion

73

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

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

73 80 8 90 95

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

73
Highlighted residues are those that

d. Secondary structure & estimated accessibility

deviate by more than 2.0 st. devs. from ideal
[ AN i Mgt o m
|
Key:- <™ Helix

|:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions a Most favoured & Allowed [l Generous Il Disallowed
AAAAAAAAAA AAAAAAAR AAAAAAAAAAAAAAAAAAAAAAAAAAAAAAAAAAAAAAAAAA AANTI AAAAATA AA  AAAAARL AAABAA AAM
KIEIKLSDI PEGKNMAFKWRGKPLFVRHRTKKE [ DQEAAVEVSQLRDPQHDLERVKKPEWV I L 1GVCTHLGCVP I ANAGDFGGYYCPCHGSHYDASGR IR

f. Max. deviation (

+
o+t + *
ok ok ok ok ok ook
sk ok sk ok sk ok sk ok sk ok ok ok
. .

see listing)
6

*
+ * ok
Sk kg ok ok
ook ok Rk ok ok Rk R Rk
i i .

kg k * 4

o4+ +
L kkkkk kkkock ok Rk ok %k
. I . i

g. G-factors

pdb2fyu_06.ps




PROCHECK

. d . Page 18
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
]
T 80
g
g 60
£ 40
<
- 20
£
173 180 185 190 195 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number
: b. Absolute deviation from mean of omega torsion
é 100
% 80
5 60 -
2 40
& 20
=
© 173 180 185 190 195 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 20
= 16
QE) 12 A
£ 87
<
g 47
N
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
)y B VAT A, — /NN AN
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
AAAAAAAATRAAAAAAAAAAAAAAAAAAANAAAAAAAAAIN
l‘(GPAPLNlLEVPSY‘EFTSI‘)DMV I \‘/G AVSAS éRWLEé I RmYNAAéFNKLéLNRDbT I HEI{IDDVKI‘EA I RRI‘.,PENLY‘DDRV]‘:R I KR/‘%LDLSI\‘/I
f. Max. deviation (see listing)
g. G-factors
Phi-psi _ ]
. T ad REEEEES. s
Omega " it ol -t o Smmmas e B
Dihedrals [T FETET T T ECECTTTTT] W T T T T T T T A A T A T T T T I T T T I T T
MC angles - EEFHHHHHH A A A A A A A A AR
Mainchain [T TTTTTTTITTTTTTTTITIITTITT] NN NN NN NN
Overall [T I I I T BT T T T e T T e T T R T LTI T
173 180 185 190 195 10 15 20 25 30 35 40 45 50 55 60 65 70

pdb2fyu_06.ps



PROCHECK

. d . Page 19
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
<
£ 60
£ 40
<
- 20
2
71 80 85 90 95 100 105 110 5 10 15 20 25 30 35 40 45 50
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d. Secondary structure & estimated accessibility
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d. Secondary structure & estimated accessibility
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Main-chain bond lengths

pdb2fyu

N

C

(Pro)

(except Pro)

131 135

1.27

1.15 1.19 1.23

755

Kouanbaig

1.11

755

Kouanbai

1.22 126 130 1.34 1.38 142 1.46

755

Kouanbai

120 124 1.08 132 1.36 1.40 1.44

CA-CB
(Ala)

CA-C
(Gly)

CA-C
(except Gly)

1.52 1.56 1.60 1.64

755

Kouoanbaig

140 144 1.48

#

1.51 1.55 1.59 1.63

755

Kouanbai]

139 143 147

755

Kouanbaig

140 1.44 148 1.52 1.56 1.60 1.64

N-CA
(except Gly,Pro)

CA-CB

CA-CB

(Ile,Thr,Val)

(the rest)

149 153 1.57

141 145

1.37

755

Kouanbaig

1.33

1.52 1.56 1.60 1.64

755

Kouanbai

140 144 148

1.61 1.65

149 153 1.57

1.45

755

Kouanbaig

1.41

N-CA
(Pro)

8

146 150 1.54 1.5

755

Kouanbai

134 138 1.42

141 145 149 153 1.57

755

Kouanbaig

1.33 1.37

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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Main-chain bond angles
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(Pro)

CA-C-N
(Gly)

CA-C-N

CA-C-N

(except Gly,Pro)

11 116 121 126 131

106

1

704

Kouanbaig

1

131

e

126

121

T
111

106

704

Kouanbai

704

Kouanbai

C-N-CA
(except Gly,Pro)

O-C-N
(Pro)

704

Kouoanbaig

137

127 132

122

T
117

T
112

704

Kouanbai]

107

138

118 123 128 133

T
113

704

Kouanbaig

108

CA-C-O

C-N-CA

C-N-CA

(except Gly)

(Pro)

(Gly)

115 120 125 130 135

110

704

Kouanbaig

105

.
122

132 137

127

704

Kouanbai

135

iy
125

130

115 120

110

704

Kouanbaig

105

CB-CA-C

(Ile,Thr,Val)

CB-CA-C

(Ala)

104 109 114 119 124

99

704

Kouanbaig

94

110

120 125

T
115

105

100

704

Kouanbai

95

135

130

125

115 120

110

704

Kouanbaig

105

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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Main-chain bond angles
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(Gly)

N-CA-C N-CA-C

(except Gly,Pro)

CB-CA-C
(the rest)

127

122

1
117

112

107

102

97

704

Kouanbaig

126

121

116

111

106

101

96

704

Kouanbai

704

Kouanbai

N-CA-CB
(Ile,Thr,Val)

N-CA-CB

N-CA-C

126

106 111 116 121

101

704

Kouoanbaig

96

125

(Ala)
™
110

N-CA-CB
(the rest)

120

T
115

105

100

704

Kouanbai]

95

126

116

(Pro)

106 111

T
101

704

Kouanbaig

96

N-CA-CB
(Pro)

<
(=
Q
Kouanbai

[ele}

L

e}

r=

\\\\\\\\\\\\\\\\\\\\\\\\\\ 7= s

“““““““““““““““ =

| OO

(=)}

| on

(=)}

o0

e}
<
(=]
Q

Kouanbaig

Black bars > 2.0 st. devs. from mean.

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

pdb2fyu

Histograms showing RMS distances of planar atoms from best-fit plane.
Black bars indicate large deviations from planarity: RMS dist > 0.03 for rings, and > 0.02 otherwise.
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Main-chain bond lengths

CA 1540 CB

0.063

1.603
AVal 11

I
[
I
[
[
I

CA 1540 CB

0.055

[
I
[
I
[
[

1.595
A Val 110

0.050

1.590
B Val 285

[
[
[
[

Distorted geometry
pdb2fyu

CA 1540 CB
0.064

1.604
A Val 16

CA 1540 CB

0.106

1.646
Alle 127

CA 1540 CB

).061

1.601
A Tle 255

[
[
[

CA 1540 CB

0.054

1.594
A Val 325

I

CA 1540 CB

).052

[

1.592
B Val 17

CA 1.525

).050

a

I

1.575
B Ala 129

CA 1540 CB

).069

[

1.609
B Val 195

CA 1540 CB

0.066

1.606
B Val 303

CA 1540 CB

0.073

[

1.613
B Ile 436

CA 1540 CB
0.064

|
[
[

1.604
Clle 19

CA 1540 CB
0.0

[
I
[

1.594
Clle 79

CA 1540 CB

0.066

1.605
A Val 25

CA 1540 CB

0.059

1.599
A Val 133

CA 1540 CB

0.055

1.595
A Val 272

|

1.594
B lle 47

CA 1540 CB

).078

[
I
[

1.618
B Ile 146

CA 1540 CB

).060

[

1.600
B Val 215

CA 1540 CB

0.053

1.592
B Val 336

N 1458 CA
).058

|
[

1.516
B Ile 436

CA 1540 CB

0.066

1.606
Clle 39

CA 1540 CB

0.098

1.638
Clle 92

CA 1540 CB

0.063

1.603
Alle 41

CA 1540 CB

0.051

1.591
Alle 134

CA 1540 CB

0.068

1.608
Alle 276

CA 1540 CB

).052

1.592
A Val 366

[

CA 1540 CB

).052

[

1.592
B Ile 51

Z

1458 CA

0.059

1.517
B Ala 171

CA 1540 CB
09

|
I

1.633
B Ile 226

CA 1540 CB

0.065

1.605
B Ile 337

CA 1540 CB

0.052

1.592
CThr 2

CA 1540 CB

0.052

1.592
Clle 42

CA 1540 CB

0.058

1.598
Clle 115

CA 1540 CB
0.054

1.594
A Val 59

CA 1540 CB

0.056

1.596
A Val 167

|

1.602
B Ile 89

CA 1540 CB

0.056

1.596
B Ile 183

CA 1521 CB

0.058

1.579
B Ala 259

CA 1540 CB

).064

[
[

1.604
B Val 372
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CA 1540 CB

0.070

1.610
Alle 99

CA 1540 CB

0.066

1.606
A Val 196

CA 1540 CB

).054

1.594
Ale 297

[

CA 1540 CB
0¢

[ri

1.602
A Val 422

CA 1540 CB

).053

[

1.593
B Vval 98

CA 1540 CB

).076

[

1616
B Val 186

CA 1540 CB

).054

[

1.594
B Val 278

CA 1540 CB

0.060

1.600
B Thr 397

CA 1540 CB

).061

1.601
Clle 13

[

CA 1540 CB

0.059

1.599
Clle 69

[

CA 1540 CB
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1.617
Clle 146

I
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Main-chain bond lengths (contd)

CA 1521 CB

0.051

1.470
C Ala 152

I
[
[
[
[
[

CA 1540 CB

0.065

1.605
Clle 192

[
I
[
[
[
[

CA 1540 CB

0.071

1.611
Clle 284

[

CA 1540 CB

0.071

L1611
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[

CA 1540 CB

).060

[

1.600
D Val 32

CA 1540 CB

).058

[
[
I

1.598
D Val 70

CA 1525

).050

(@]

|
I
[
[

1.575
D Thr 175

CA 1540 CB
)74

|

1.614
Elle 171

CA 1540 CB

0.05

1.597
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CA 1540 CB

0.051

1.591
C Val 195
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[
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0.0

[
[
[

1.613
CIle 350
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[
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D Val 36
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[
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E Val 39
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).057
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[
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[
[
[
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0.064
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1.604
E Val 182
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Elle 81
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1.593
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0.055

1.595
C Val 243
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CA 1540 CB
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1.596
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).054
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[
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Main-chain bond lengths (contd)

CA 1540 CB CA 1540 CB CA 1540 CB CA 1540 CB CA 1540 CB CA 1540 CB
FVal 6 Flle 16 Flle 37 Flle 47 F Val 59 Flle 62
CA 1540 CB CA 1540 CB CA 1540 CB CA 1540 CB CA 1540 CB CA 1540 CB
1.592 1.592 1.605 1.594 1.637 1.599
Flle 74 F Thr 81 G Val 10 Glle 34 G Val 37 G Val 48
CA 1540 CB CA 1540 CB CA 1525 C CA 1540 CB CA 1540 CB CA 1540 CB
G Val 53 G Val 58 G Asn 73 H Val 20 H Val 31 H Val 44
CA 1540 CB CA 1540 CB CA 1540 CB CA 1525 C CA 1540 CB CA 1525 C
1.592 1.609 1.595 1.576 1.613 1.576
H Thr 50 H Val 69 IVal 4 T Ala 17 I Val 22 I Arg 27
CA 1540 CB CA 1540 CB CA 1540 CB CA 1540 CB CA 1540 CB CA 1540 CB
I Val 30 IVal 34 I Val 42 J1le 24 JVal 26 J1le 42
CA 1540 CB CA 1540 CB CA 1540 CB CA 1540 CB CA 1540 CB CA 1540 CB
J1le 46 K Val 18 K Val 27 K Val 30 K Val 33 KTle 41
CA 1540 CB CA 1540 CB
1.616 1.637
K Val 45 K1le 48

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

Main-chain bond angles

N 2 ¢ N 112 ¢ N I12 ¢

124.2 122.9 122.8

CA CA CA
A GIn 159 I Arg 47 J Asn 47

Bond angles differing by > 10.0 degrees from small-molec values. Values shown: "ideal", actual, diff.
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Distorted geometry
pdb2fyu

Planar groups

"B

T

.

0.045 0.029 0.048 0.025 0.039 0.029
A Trp 40 A Glu 48 A Asn 52 A Asn 53 A Glu 60 A Glu 80
AR O R A B O B ¢
CB
0.033 0.027 0.026 0.022 0.022 0.020
A His 85 A Glu 93 A Asp 105 A Glu 111 A Asn 119 A Gln 126
I S T
0.022 0.025 0.036 0.035 0.033 0.028
A Asp 132 A Gln 139 A Asn 141 A Tyr 152 A Gln 159 A Asn 173
T | P~ A o
CB
0.035 0.037 0.031 0.069 0.061 0.053
A Asp 181 A Phe 236 A GIn 240 A Arg 244 A Glu 245 A Asp 266
TN T
0.020 0.043 0.071 0.035 0.021 0.030
A Asn 267 A GIn 271 A Asp 281 A Tyr 284 A Asn 301 A GIn 305
Tl T Tl W
CB CB
0.036 0.021 0.030 0.039 0.021 0.039
A Phe 307 A Gln 308 A Asn 311 A Phe 324 A Asp 327 A Asp 332
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Distorted geometry
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Planar groups (contd)
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e |
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0.026
A Asp 417

T |
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