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Ramachandran Plot

1SQB
|

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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Plot statistics
Residues in most favoured regions [A,B,L] 1652 90.1%
Residues in additional allowed regions [a,b,l,p] 162 8.8%
Residues in generously allowed regions [~a,~b,~l,~p] 13 0.7%
Residues in disallowed regions 7 0.4%
Number of non-glycine and non-proline residues 1834  100.0%
Number of end-residues (excl. Gly and Pro) 19
Number of glycine residues (shown as triangles) 141
Number of proline residues 109
Total number of residues 2103
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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
1SQB

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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Chi1-Chi2 plots
1SQB
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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.

1SQB_03.ps




PROCHECK

80

60

40

20 A

Standard deviation (degrees)

%-tage of residues in most favoured regions

10 15 20 25
Resolution (Angstroms)

35 4.0

; 8 Measure of bad non-bonded interactions

60
50 1
40
30 4

20 A

Bad contacts per 100 residues

10

1.0 1.5 20 25
Resolution (Angstroms)

35 40

e. Hydrogen bond energies

Zeta angle standard dev. (degrees)

2.0

Standard deviation (kcal/mol)

G-factor

10 15 20 25
Resolution (Angstroms)

35 4.0

17.5
15.01
12.54
10.0

Main-chain parameters
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Oa. Ramachandran plot quality assessment
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2153). Peptide bond planarity - omega angle sd
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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. %-tage residues in A, B, L 1834 90.1 73.1 10.0 1.7 BETTER
b. Omega angle st dev 2091 5.1 6.0 3.0 -0.3 Inside
c. Bad contacts / 100 residues 0 0.0 13.8 10.0 -1.4  BETTER
d. Zeta angle st dev 1962 1.9 3.1 1.6 -0.7  Inside
e. H-bond energy st dev 1358 0.7 1.0 0.2 -1.1  BETTER
f. Overall G-factor 2103 -0.1 -0.7 0.3 2.1 BETTER
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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 235 20.6 244 6.5 -0.6  Inside
b. Chi-1 trans st dev 578 21.5 24.1 5.3 -0.5 Inside
c. Chi-1 gauche plus st dev 843 20.9 22.7 4.9 -0.4  Inside
d. Chi-1 pooled st dev 1656 22.0 23.5 4.8 -0.3 Inside
e. Chi-2 trans st dev 482 279 24.1 5.0 0.8  Inside
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Residue properties
1SQB

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

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

b. Absolute deviation from mean of omega torsion

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

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
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f. Max. deviation (see listing)
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Residue properties
1SQB

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

80 1

401
201

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 omega torsion

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

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 O Accessible

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

AAAAAAAAANAAAAANAAAABRIBIRAAAAAAAAAAAANAAAAAAANTAAAAAAAAAANAAA . AAAAAAAA  AAAAAAAAAAAAAAAAAAATIRIAABIIAAAAAA
ALSKDLPKAVELLADIVQNCSLEDSQIEKERDVILQELQENDTSMRDVVENYLHATAFQGTPLAQSVEGPSENVRKLSRADLTEYLSRHYKAPRMVLAAA

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

f. Max. deviation (see listing)

g. G-factors
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Residue properties
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a. Absolute deviation from mean Chi-1 value (excl. Pro)
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80 1

401
201

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

40
32~
24
16 1

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

AN T N\ =

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
1SQB

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

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

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

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

340 345 350 355 360 365 370 375 380 385 390 395 400
Residue number

305 310 315 320 325 330 335

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

d. Secondary structure & estimated accessibility

0 Accessible

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

Key:- <™ Helix

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

AAAAAAABAAAAAANAA  AAAAAAAAAAANTIA
T T 7 T 7 T T T i T T T T T T T T 7 T 7
NKLCQSFQTFNICYADTGLLGAHFVCDHMS I DDMMFVLQGQWMRLCTSATESEVLRGKNLLRNALVSHLDGTTPVCEDIGRSLLTYGRRIPLAEWESRIA

f. Max. deviation (see listing)
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g. G-factors
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Residue properties
1SQB

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

405 410 415 420 425 430 435 440 445
Residue number

b. Absolute deviation from mean of omega torsion

20 25 30 35 40 45 50 55

405 410 415 420 425 430 435 440 445
Residue number

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

20 25 30 35 40 45 50 55

405 410 415 420 425 430 435 440 445
Residue number

20 25 30 35 40 45 50 55

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

d. Secondary structure & estimated accessibility

AN .

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

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

‘ ‘ A AAMAAABABIAAAAAA AAABIEL A
AGVPPHPQDLEFTRLPNGLVIASLENYAPASRIGLFIKAGSRYE

EVDARVVREVCSKYFYDQCPAVAGFGP I EQLPDYNR IRSGMFWLRF

f. Max. deviation (see listing)

g. G-factors
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Residue properties
1SQB

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

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.

59 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155
Residue number

b. Absolute deviation from mean of omega torsion

40
32
24
16

Omega abs. mean dev.

59 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155
Residue number

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

Zeta abs. mean dev.

59 65 70 75 80 8 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

o\ R mmm AN NN

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

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

AAATA AAAAAAAAAAANTAA AAAAAAAA AAAA AAAAAAIAIAAAAAAAAAAAAAAAAAAAAAAAAAlAAIAAAAAAAAAAAAAAAAAAAAAAAAAA
NSNNLGTSHLLRLASSLTTKGASSFKITRGIEAVGGKLSVTSTRENMAYTVECLRDDVDILMEFLLNVTTAPEFRRWEVAALQPQLR IDKAVALQNPQAH

f. Max. deviation (see listing)
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Chil-chi2 H n| ! H
Chil only

Chi3 & chi4
Omega

Dihedrals

MC bonds
MC angles
Mainchain

Overall

1SQB_06.ps
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Residue properties
1SQB

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

—_
o
S

80
60
40
20

Chi-1 abs. mean dev.

159 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255
Residue number

b. Absolute deviation from mean of omega torsion

40
32~
24
16 1
8

Omega abs. mean dev.

159 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255
Residue number

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

15
12

Zeta abs. mean dev.

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

A T N R e AV — T o

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

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

A Al
VIENLHAAAYRNALANSLYCPDYRIGKVTPVELHDYVQNHFTSARMAL IGLGVSHPVLKQVAEQFLN IRGGLGLSGAKAKYHGGE IREQNGDSLVHAALV

f. Max. deviation (see listing) .
5 St +4 :

R . ++ +
0% + 4*%%* # ok g gk kK ok wok ok Lk kK # %
ok ko

+ * * ki * 4
sk okokokkk ok Rk R dkk kR ok skkokkskk ok ok ok okokok dksk ok kokok sk skdksk Rk kkckokkkk ok Rk k
I i i I i i I i I i I i

¥ 4
sk k| kR Rk ok kkkkkk |k k|
i I I i

g. G-factors

Phi-psi ﬁ; T
Chil-chi2 :H:”#
Chil onl 1

Chi3 & chi4
Omega

Dihedrals

MC bonds
MC angles
Mainchain

:
i
:
IQI

Overall

o = HEH

1SQB_06.ps
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Residue properties
1SQB

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

—_
o
S

80 1
60
40
20 A

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 omega torsion

40
32~
24
16 1
8

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-alpha chirality: abs. deviation of zeta torsion

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

d. Secondary structure & estimated accessibility

BN\ — S AN\ A mm—m —mm— s NN\

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

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

: : ‘ ‘ B ABAAR ARAAAAAAAAAAA AAAAAAAAAAAANBATIN ‘ ‘ ‘ ‘ ‘ HAAAAAAA
AESAATGSAEANAFSVLQHVLGAGPHVKRGSNATSSLYQAVAKGVHQPFDVSAFNASYSDSGLFGFYT I SQAASAGDV IKAAYNQVKT I AQGNLSNPDVQ

f. Max. deviation (see listing)

+ + + * +

wE 4 + ++ * * + 4% kR + 4 * +4+ 4 EELL + +
kR ko ok kokokok | skokok ok kR Rk ok ko skokokoR kR ROk R kkokoRok ok ok kR kR Rk R kR X *
i i . . i . . . . . . .

g. G-factors

Phi-psi I

Chil-chi2  [] :H H - L‘H H
Chil only

Chi3 & chi4
Omega

Dihedrals

[T
MCbonds [TTT]
MCangles [ ][]

[TTTT
[TTTT
T

Mainchain

Overall

oH HHH H

259 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 34

1SQB_06.ps
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R . d . Page 9
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
g
g 60 -
£ 40
<
= 204
£
359 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 2 10
Residue number
: b. Absolute deviation from mean of omega torsion
é 40
% 32
5 24
2 16
& 8
=
O 359 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 2 10
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 15
§ 12 ~
e 97
£ 67
<
g 37
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
C =N~y
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
AAAAARIA
AAKNKL]‘(AGYLI\‘/ISVESéEGFLbEVGSdALAAéSYTPI"STVL(‘)Q I DA\"ADAD\‘/ I NAAI‘(KFVS‘GRKSM/‘\ASGNILGHTP]‘: IDEL TNIRKSHPL
f. Max. deviation (see listing)
g. G-factors
Phi-psi _ N 1M
i el S e
Omega RN REE I IZ:HH l:::ﬂﬂ [ [T
Dihedrals [T T T T T T T T T T T I LTI T T T TR T T T T T T T T T T T T T T T T T T A T T T
MC angles - EFFHHHAH AR A A A
Mainchain - [T T T T T T T IT T T T IT TTTTTT TT T TT  T TTT TT TTIT TTTTTTTTTT T [ITTTTTTT]
Overall [T I T T L T T L R T T T L T LT T T [TTITTITT]
359 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 2 10

1SQB_06.ps
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°d . Page 10

100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
]
T 80
B
g 60
£ 40
<
= 20
z

1 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
5 40
g 32
]
E 24
2 16
& 8
g
© 1 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

_§ 15
- 12 -
-
£ 67
<
g 37
N

11 20 25 30 35 40 45 50 55 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

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

AAAAABAAAAAABAAAAAAAANTIAATIR AAABA
T T T T T T 7 T T T T T T T T i 7 T T T
MKIVNNAF IDLPAPSNISSWWNFGSLLGICLILQILTGLFLAMHYTSDTTTAFSSVTHICRDVNYGWI IRYMHANGASMFF ICLYMHVGRGLYYGSYTFL

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

0 Accessible

f. Max. deviation (see listing)
4

* + + + + ++ * *
+ +#8 4+ 4k EE + 4k * ok * 4 + * * 4+ % * * % * r + + * ok
ook kokoRokokk Rk Rk wokok kkokRokokok ok % ok okkk kK Ck kR ok ok ok Rk ok kR kR R kR kkockok ok kR kokkkok | kR ok k Rk ok
g. G-factors
SRR AR o o AR o B oo
glﬁggcnlcm H [ [T [ [T [ 111 [ ‘
Omega ETETT [T [ [T AT [ TT1 [ Hﬂ
Dihedrals [T T T T TR T T T I T LTI T T T T T T T T T I T T T T T I T TR T T T T T T T T T I T T T T T T
MC bonds
e e L e e e e A e e
Mainchain [T T 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 LI T TT T
Overall T T T L T T T T T I 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 I ITTITTTTTT]
11 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110

1SQB_06.ps
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Residue properties
1SQB

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

80 1

401
201

Chi-1 abs. mean dev.

111 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210

Residue number

b. Absolute deviation from mean of omega torsion

40
32~
24
16 1

Omega abs. mean dev.

111 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210

Residue number

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

15
12

Zeta abs. mean dev.

111 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210

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

Dihedrals

MC bonds
MC angles

Mainchain

Overall

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

d. Secondary structure & estimated accessibility

NN\ —

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

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

EAABAAAAAAAAAAAAAAAAAAAAAAANAAAAAAAA
T T 7 T T T 7 T T 7 7 T 7 T ; T T T T
ETWNIGVILLLTVMATAFMGYVLPWGQMS FWGATV I TNLLSATPY IGTNLVEWIWGGFSVDKATLTRFFAFHFILPF1IMATAMVHLLFLHETGSNNPTG

f. Max. deviation (see listing)

g. G-factors

N - N T
iy : siflthaliy

[l [ I:j\ [T O [NER|
T T T T T T T T A T T T T T T A A T T T T A T T T I T T T I T T T T I T T T
\\H\\H\HHHHHHHHHHHHH\\H\HHHHHHHHHHHHH\H\\H\H\HHHHHHHHHHHH
A T T e T P T T T T P P T T W T T T T P P P T T T T P P P T T A T P P P P T T T T ]
[EEEEEEEEEEEEEEEEEEEE NN NN NN
L T T R T T T T T T T T T T T LI T
11 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210

1SQB_06.ps
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Residue properties
1SQB

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

—_
o
S

80

40
20

Chi-1 abs. mean dev.

211 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310
Residue number

b. Absolute deviation from mean of omega torsion

40
32~
24
16 1

Omega abs. mean dev.

211 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310
Residue number

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

Zeta abs. mean dev.

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

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

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

ISSDVDKIPFHPYYTIKDILGALLLILALMLLVLFAPDLLGDPDNYTPANPLNTPPHIKPEWYFLFAYAILRS IPNKLGGVLALAFSILILALIPLLHTS

+

f. Max. deviation (see listing) .
5 +6

*
LE o+ . + + * * + o+ * 4t +
+ ++  2H4H +* + gk k] 4 # 4 o4 4% kg gk kg T e
ook koRokoRRCGR R kR kR kok kR kR skokskokokokkokoRok ok kR ok kkok Rk k% dookock ROk kR ok kokokok | skokokoRok | kok Rk Rk ok kR kR kR X
. . i i . . i . i . . . . i . .

g. G-factors

Phi-psi

Chil onl;

Chi3 & chi4
Omega Il
Dihedrals
MC bonds
MC angles
Mainchain

Overall

¢ = cis-peptide

1SQB_06.ps
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80

40
20

Chi-1 abs. mean dev.

—_
o
S

Page 13

Residue properties
1SQB

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

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

b. Absolute deviation from mean of omega torsion

5 10 15 20

5 40
o
§ 32
E 24
2 16
& 8
=
© 311 320 325 330 335 340 345 350 355 360 365 370 375 5 10 15 20
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 15
- 12 1
S o9
=
£ 67
<
g 37
N
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
|
L AANANAA SIANNANAN AN y
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
KQRSMMFRPLSQCLFWALVADLLTLTWIGGQPVEHPYITIGQLASVLYFLLILVLMPTAGT I ENKLLKW SDLELHPPSYPWSHRGLLSSL
f. Max. deviation (see listing)
g. G-factors
Phi-psi 1 I [ [T
CfMiiiniiy Erifere e T
Omega  [CIIME I Io o 1 ittt - i u| CEaRa"
Dihedrals [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 T T [EEEENEREEEEEENE S EREEN
MC angies - EHAH A A A
Mainchain [T T T T T T T T T T T T T T T T T T T T T T T T T I T I
Overall LTI T T T T T T T T I T T T T I T T T T IT T T T TT T ITTTITTI T ITTITTITITITT T
311 320 325 330 335 340 345 350 355 360 365 370 375 5 10 15 20

1SQB_06.ps
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Chi-1 abs. mean dev.

Omega abs. mean dev.

Zeta abs. mean dev.

—_
o
S

Page 14

Residue properties
1SQB

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

80

40
20

22 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

40
32~
24
16 1

22 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

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

EVCN Y B8 > H
_—

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

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

AAAAAAN  AAAAANBAAARAAAAAAAAAAA BIAAAAAAAAAAAAAAAAIRA ABAA AAAAAA AAAAAAAAAAAAAANAAAAATIEL AAAAAAATTIAAAAA
DHTS IRRGFQVYKQVCS SCHSMDYVAYRHLVGVCYTEDEAKALAEEVEVQDGPNEDGEMFMRPGKLSDYFPKPYPNPEAARAANNGALPPDLSY I VRARH

f. Max. deviation (see listing)

® + ok « ¥ * + * +
* 4 kg * T4 + ® ok * 3 # 4 Lok + ® ok Sk pkE ok * *
sk okokok ok kR kokkkokskok  kkkwk sk kR kckkokok dkokok ok ok okokckokokksk ok kokokokkokokok kR kokRkok | skskok kR Rk ok kkkk k% %k
g. G-factors
ChPsiio H I:H H‘*J H: H ,:# H:H H“H T
Chi3 &' ehia i i TR | HH
Omega i i i AN N NN | o EERSNER H CB EEE
Dihedrals [T LT TT [T T T TR TR T T T T T LTI T [ T T ER BT T [T T [ T[T T [ [ BB TR BT I [
C bonds
ME angies - AR AR AR A
Mainchain [T T TT LTI TT T LI LTI LTI T LTI LTI LI LT LT LT L L LT LT LT LT LTI LT LTI LI LT T LTI
Overall [T IR I T T L LT LA e T TR T E L LI LT TR TR L T [T T
22 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120

1SQB_06.ps
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Residue properties
1SQB

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

—_
o
S

80 1

401
201

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 omega torsion

40
32
24
16

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-alpha chirality: abs. deviation of zeta torsion

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

d. Secondary structure & estimated accessibility

AR L L e SOV OVAANAN

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

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

ANBEAAAAAAAAAAAAAAANTIIAABAAAAAA
T T T T T T T T 7 T T T T i T T T T T T
GGEDYVFSLLTGYCEPPTGVSLREGLYFNPYFPGQAIGMAPP I YNEVLEFDDGTPATMSQVAKDVCTFLRWAAEPEHDHRKRMGLKMLLMMGLLLPLVYA

f. Max. deviation (see listing)

* +* 4 F * * + + +
+% ++FF 4 4y * R S * * + o+ +F kg 4 + Fgq
LRk R kx kR kwck kckk Rk ok kR ok sk kR wckokokokok ok ok skorokokok ok kR ok kR skoRskokok kokok skoRok ok koo Rk ok kR kkok Rk Rk %
i . i . . . i . i . . . . . . . i

g. G-factors
Omega
MC angles

Phi-psi [
e e it R L
Chil onl: H |
[T
Dihedrals [T
[T
[T
Mainchain [T
[T
13

Chi3 & chi4
MC bonds

Overall

1SQB_06.ps
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. d . Page 16
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
2 80
£ 60
£ 401
<
= 204
2
222 230 235 240 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 40
§ 32~
5 24
2 16 -
D 8
=
© 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
_§ 15
= 12 4
: 9
£ 67
<
g 37
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 p— E AY NG AN =
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
MKRHKWSVLKSRKLAYRPPK SHTDIKVPDFSDYRRPEVLDSTKS SKESSEARKGFSYLVTATTTVGVAYAAKNVVSQFVS SMSASADVLA
f. Max. deviation (see listing)
g. G-factors
Phi-psi un u u
e fobagn s e
8h13&cn4 7i 11 [ H [
mega o mr [T [l [
Dihedrals  [TTTTTTTTTTTTTTITITTT] O T T T T T T T I T T I T T T T T T T T T T T T T T
MC angies - FEFEHAHEH EMARERANMARRNNANNANNANANNANMSNANNANNARANNANNARANNANNANNRRANRARSARANS
Mainchain [T TTTTTTTTTTTTTTTTTT] [EEEENENEEEEEEE NN NN NN NN
Overall [T T TITIITT] EEEE NSNS NSNS NN NN AN NN NN N NN NN NN NN
222 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70

1SQB_06.ps
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Residue properties
1SQB

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

—_
o
S

80

40
20

Chi-1 abs. mean dev.

71 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

40
32~
24
16 1

Omega abs. mean dev.

71 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170
Residue number

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

15
12

Zeta abs. mean dev.

71 80 85 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

R el N i e o

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

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

AAAAAAAAAAATIA AAAAAAAI AAAAAAAAAARRAAAAAAAARRAAARAAAAAAAAAAAAAAAA. AANBIA AAAAARL A AAAARIEL AAAIAA 4

T
MSKIEIKLSDIPEGKNMAFKWRGKPLFVRHRTKKE IDQEAAVEVSQLRDPQHDLERVKKPEWVILIGVCTHLGCVP IANAGDFGGYYCPCHGSHYDASGR

f. Max. deviation (see listing)

+

+ * + >K+ + * * * ok + * * *

Fgpo kg Aok ko gk +4+ +FFLL 4 + % 4+ F EE g g% * FoppgE

L * ok * **»_**___***__*_*************_*_*_****
i . . .

+ +
s kkk kR ok Rk kokokkkk ok Rk ok kok
I I I I I

Phi-psi

Chil onl;

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

1SQB_06.ps



PROCHECK

Residue properties
1SQB

Page 18

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

= 100
S
= 80+
g
g 60 -
£ 401
<
= 204
2
171 180 185 190 195 10 15 20 25 30 35 40 45 50 55 60 65
Residue number
: b. Absolute deviation from mean of omega torsion
é 40
% 32~
5 24
2 16 -
X3
=
© 171 180 185 190 195 10 15 20 25 30 35 40 45 50 55 60 65
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 15
= 12
QE) 9
3 6
<
s 3
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
— AN\, —\, SNAASRNANAS
e =
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
AAAAAAAATRAAAAAAAAAAAAAAAAAAANAAAAAAAAA
iRKGPAPLN]LEVPS+EFTS[‘)DMVI\‘/G VSASéRWLEélRMYNAAéFNKLéLWDbTIHEI\‘IDDVK]‘EAlRRl‘.,PENL&DDRVl‘:RlKR/‘\LDLS
f. Max. deviation (see listing)
g. G-factors
Phi-psi _ EECEEN [T 1]
il AR .
Chi3 & chi4 | [ [ [ HEN [ [
Omega FHme Esmn EEEN_NSNNEN “EEEEN NN BANSE-
Dihedrals [T TR TTT TR TTTTTT] T T T T T T T T I TP A T T T T I I
MC angles - A EMSNERRARNARAAMARANNANMANMSNANNANSARANNARANNANMANMSNANNARSARAAS
Mainchain [T TTTTTTTITTTTTTTTIITTITITT] [EEEEEENEEENEEEEEEEE NN NN NN RN
Overall [T I T T T I T T T T I T I
171 180 185 190 195 10 15 20 25 30 35 40 45 50 55 60 65

1SQB_06.ps
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. d . Page 19
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
<
£ 60
£ 40
<
- 20
2
70 75 80 8 90 95 100 105 110 5 10 15 20 25 30 35 40 45
Residue number
: b. Absolute deviation from mean of omega torsion
é 40
% 32~
5 24
2 16 -
X3
=
© 70 75 80 8 90 95 100 105 110 5 10 15 20 25 30 35 40 45
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 15
= 12 ~
: 9
£ 67
<
g 37
N
70 75 80 85 90 95 100 105 110 5 10 15 20 25 30 35 40 45
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
WAV Vg AVAVAAN N = Gm————A oA
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
MRQQILPKEQWTKYEEDKSYLEPYLKEVIRERKEREEWAKK GRQFGHLTRVRHVITYSLSPFEQRAFPHYFSKGIPNVLRRTRACILRVA
f. Max. deviation (see listing)
g. G-factors
Phi-psi _ 0 W ]
e : B iaflafEeE, R ES E LS i lEanatl
Chi3 & chi4 []] [ [ [T | [ [ | [ 1]
Omega [EEEEE H m T T i\ [ [T \h [T
Dihedrals  [TTTTITTITITTTIT AT TETTITTITTTITTIITIITIT T T T T T T T I T A LTI I T T T T T I
MC angles - EFHRHHHA A RAAMARRANANMARMARSRANMANSARANMAnANnARRARRSRERSD
Mainchain [T T T T T T T T T T T T T I T T T T TTT [EEEEEEEEEEEEEEE NN RN RN
Overall [T I T T T T T I I T T O T T T T T T T
70 75 80 8 90 95 100 105 110 5 10 15 20 25 30 35 40 45
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Residue properties
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Page 20

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

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.

50 55 60 65 70 75

Residue number

b. Absolute deviation from mean of omega torsion

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

5 40
o
§ 32
E 24
2 16
& 8
=
© 50 55 60 65 70 75 20 25 30 35 40 45 50 55 60 65 70 75
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 15
- 12
S 9
=
£ 6
<
s 3
N
50 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
NN AN NN e e\ \ e NN NN NN NN /N N/
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
PPFVAFYLVYTWGTQEFEKSKRKNPA ELVDPLTTVREQCEQLEKCVKARERLELCDERVSSRSQTEEDCTEELLDFLHARDHCVAHKLFN
f. Max. deviation (see listing)
g. G-factors
Phi-psi [T ] ] ] ] ]
e R R R T R T
Omeza ' H =n Eum e i BEN-REMENENENER® CEmmmSs" SN
Dihedrals [T T T T I T T T I T T T T T T T T T T T T T T T T T R T T T T T I T T T
MC angies - BFHHHH A A A A A A A A A A
Mainchain ~ ETTT T T T T ITTTTTTTTTTTTTITT] 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
Overall  EITTTT I TI T T I T T T] COE A TR T T T R T T T T
50 55 60 65 0 75 20 25 30 35 40 45 50 55 60 65 70 75
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Residue properties
1SQB

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

= 100
3
o 80
B
g 60 -
£ 40
<
- 20 A
S
76 5 10 15 20 25 30 35 40 45 50 55 5 10 15 20
Residue number
: b. Absolute deviation from mean of omega torsion
é 40
% 32
5 24
2 16
& 8
=)
© 76 5 10 15 20 25 30 35 40 45 50 55 5 10 15 20
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 15
= 12
QE) 9
£ 6
<
s 3
N
76 5 10 15 20 25 30 35 40 45 50 55 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
n I % - J = ANN==
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured @ Allowed [l Generous Il Disallowed
AA_ EEAAAAR AABAAAAAAAA
SLK MLSVAARSGPFAPVLSATSRGVAGALRPLVQAAVPATSESPVLDLKRSVLCRESLRG VAPTLTARLYSLLFRRTSTF
f. Max. deviation (see listing) .
necchinadnel ainiiap el e ek KRNI RS
g. G-factors
Phi-psi ] 1] 1] ] ] (T ] 11
i B S EE AT TR e
Omega T Hi\ 1 HH \\Hﬁi\\ ]\\\Hi [T
Dihedrals [T T T T T e T T T T T T e T e [T T 1] AT T T TR TTITTTT]
ME bmaies  HEH] RERENRNRNNNNNNENENRERE N BENENANANNNNSNENRARSNNNERENENE nRaSERaREEEEEEAREEEE
Mainchain  [TT] T T T T T T T T T s T T T T T T T I T T OTTTTTITTITIITITTITTT]
Overall [T [T T, T T T T o T e, Tl T R T T EEC T I LI T
76 5 10 15 20 25 30 35 40 45 50 55 5 10 15 20
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Residue properties
1SQB

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

= 100
S
= 80+
<
£ 60
£ 401
<
= 204
2
21 30 35 40 45 50 55 60 10 15 20 25 30 35 40 45 50
Residue number
: b. Absolute deviation from mean of omega torsion
é 40
% 32~
5 24
2 16 -
D8
=
© 21 30 35 40 45 50 55 60 10 15 20 25 30 35 40 45 50
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 15
= 12 ~
: 9
£ 67
<
g 37
N
21 30 35 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
SONAANANNANNG=— ANy K PN =
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
: ‘ ‘ AAAAAAAAIA AAAAANBAARIN AAAR ‘ ‘ : : A AAAAAAIAAAAAAAAAAA
ALTIVVGALFFERAFDQGADAIYEHINEGKLWKH I KHKYEN LTRFLGPRYRQLARNWVPTAQLWGAVGAVGLVWATDSRL ILDWVPY ING
f. Max. deviation (see listing)
g. G-factors
Phi-psi _ ] N ] |
tr FETTETRCTONAS AP R
i e o P o Eaeeseitsis issitedtet
ega
Dihedrals [T T T T T TT T T T T T T T T T TR T T T T T T T T T T T T T T T T T T I A T T T
MC angies - FEFHHHHH AR AR A A AR
Mainchain [T TTT T T T T I T T T T T T T T T T T T T [EEEEEEEEEEEEEEEE NN NN NN
Overall [T I T L T I T T T T T I OO T A T T T T T TR
21 30 35 40 45 50 55 60 10 15 20 25 30 35 40 45 50
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Residue properties

1SQB

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

—_
o
S

80

40
20

Chi-1 abs. mean dev.

51
Residue number

b. Absolute deviation from mean of omega torsion

40
32
24
16

Omega abs. mean dev.

51
Residue number

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

Zeta abs. mean dev.

51
Residue number

d. Secondary structure & estimated accessibility

==

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

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

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

m

KFK

f. Max. deviation (see listing)

Phi-psi -0.10
Chil-chi2 -0.89
Chil onl -0.17
Chi3 & chi4 0.26
Omega -0.31

Dihedrals [ [0 -0.28
MC bonds 0.28
MC angles E E 0.34
Mainchain  [TT] [J 0.31
Overall mj] [ -0.05
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C-O

Main-chain bond lengths
1SQB

C-N

131 135

1.27

o
2
“““““““““““““““ -
|2
-
hi
—_
~ =
&
Kouanbaig
o
<.
[\
-
o]
Lcn
-
R
2 &
[} —
e ]
(=3
o
O
=
-
N
3
= =
&
Kouanbai

687

(except Pro)
120 124 1.08 132 1.36 1.40 1.44

Kouanbai

CA-CB

CA-C

CA-C

(except Gly)

(Ala)

(Gly)

1.52 1.56 1.60 1.64

687

Kouoanbaig

140 144 1.48

1.51 1.55 1.59 1.63

687

Kouanbai]

139 143 147

687

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

687

Kouanbaig

1.33

1.52 1.56 1.60 1.64

687

Kouanbai

140 144 148

1

1.61 1.65

149 153 1.57

1.45

687

Kouanbaig

1.41

N-CA
(Pro)

.58

146 150 1.54 1

687

Kouanbai

134 138 1.42

141 145 149 153 1.57

687

Kouanbaig

1.33 1.37

4 or ) signifies data points off the graph in the direction shown.

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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CA-C-N

CA-C-N

Main-chain bond angles
1SQB

CA-C-N

(except Gly,Pro)

(Pro)

(Gly)

126 131

1
121

11 116

106

1

860

Kouanbaig

1

131

e

126

121

T
111

106

860

Kouanbai

860

Kouanbai

C-N-CA
(except Gly,Pro)

O-C-N
(Pro)

\O
A
—

860

Kouoanbaig

106

137

127 132

122

T
117

T
112

860

Kouanbai]

107

138

118 123 128 133

T
113

860

Kouanbaig

108

CA-C-O
(except Gly)

C-N-CA
(Pro)

C-N-CA
(Gly)

125 130

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

T
115

135

120

T
110

860

Kouanbaig

105

860

Kouanbai

135

115 120 125 130

110

860

Kouanbaig

105

CB-CA-C
(Ala)

104 109 114 119 124

99

860

Kouanbaig

94

110

120 125

T
115

105

100

860

Kouanbai

95

860

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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Main-chain bond angles

CB-CA-C
(the rest)

860
>
Q
(=)
0]
=
o
(]
Y
oy
95 100 105 120 125
N-CA-C
(Pro)
860 S
> i i
Q | |
: I I
) i i
= | |
o | |
(0] | |
Y | |
= i i
96 101 106 111 116 121 126
N-CA-CB
(Pro)
860 =
> | 0
Q [
: I I
) K
= v
o \\
(0] o
e | |
= :
88 93 98 103 108 113 118

Black bars > 2.0 st. devs. from mean.

1SQB

N-CA-C
(except Gly,Pro)
860 : ;
‘ ‘ 1
> | |
Q | |
=]
o i i
=
o | |
(5] | |
—
= .
9 101 106 111 116 121 126
N-CA-CB
(Ala)
860 —
> 1 || @
Q | |
c I I
o A K
= | |
o | |
(5] | |
— | |
- A K
95 100 105 110 115 120 125
N-CA-CB
(the rest)
860 —
> | |
Q | |
=]
o 1 | @
=
o | |
(5] | |
—
- o
95 100 105 110 115 120 125

Page 2

860

Frequency

97

102 107 112 117 122 127

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

860

Frequency

96

"

111 11

121 126

q 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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RMS distances from planarity
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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 CA 1540 CB CA 1540 CB CA 1540 CB CA 1540 CB CA 1540 CB
0.072 0.057 0.051 0.097 0.052 0.074
1.612 1.597 1.591 1.637 1.592 1.614
AVal 11 A Val 59 Alle 99 Alle 127 A Val 133 A Thr 222
CA 1540 CB CA 1540 CB CA 1540 CB CA 1540 CB CA 1540 CB CA 1540 CB
0.073 0.058 0.056 0.076 0.066 0.051
1.613 1.598 1.596 1.616 1.606 1.591
A Val 228 A Val 253 A Val 272 A Val 325 B Val 17 B Ile 85
CA 1540 CB CA 1540 CB N 1458 CA CA 1540 CB CA 1540 CB CA 1540 CB
0.071 0.056 0.060 0.072 0.050 0.051
1.611 1.596 1.518 1.612 1.590 1.591
B Thr 99 BIle 118 B Leu 176 B Val 189 B Ile 207 B Val 211
CA 1540 CB CA 1540 CB CA 1540 CB CA 1540 CB CA 1540 CB CA 1540 CB
0.051 0.076 0.055 0.067 0.052 0.052
1.591 1.616 1.595 1.607 1.592 1.592
B Val 215 B Ile 226 B Val 258 B Ile 264 B Val 303 B Ile 402
CA 1540 CB CA 1540 CB CA 1540 CB CA 1540 CB CA 1540 CB CA 1540 CB
0.051 0.064 0.069 0.074 0.051 0.069
1.591 1.604 1.609 1.614 1.591 1.609
Clle 4 Clle 13 Clle 39 Clle 42 C Val 66 Clle 69
CA 1540 CB CA 1540 CB CA 1540 CB CA 1540 CB CA 1540 CB CA 1540 CB
0.055 0.055 | 0.116 | | 0.072 | 0.050 0.056
1.595 1.595 b1656 o162 1.590 1.596
Clle 78 Clle 79 Clle 92 Clle 156 CVal 170 Clle 188
CA 1540 CB CA 1540 CB CA 1540 CB CA 1540 CB CA 1540 CB CA 1525 C
0.052 0.054 0.053 0.064 0.075 0.051
1.592 1.594 1.592 1.604 1.615 1.576
C Val 195 C Val 243 C Thr 257 Clle 268 CIle 284 C Ile 304
CA 1540 CB CA 1525 C CA 1540 CB CA 1525 C CA 1540 CB CA 1540 CB
0.059 0.051 0.060 0.066 0.059 0.064
1.599 1.576 1.600 1.591 1.599 1.604
C Ile 304 CArg318 CIle 338 C Val 343 C Val 343 C Ile 348
CA 1.540 CB CA 1540 CB CA 1540 CB CA 1.540 CB CA 1.540 CB CA 1.540 CB
1.608 1.614 1.605 1.593 1.603 1.593
C Ile 350 C Val 356 C Val 364 Clle 372 D Ile 26 D Val 32
CA 1540 CB CA 1540 CB CA 1540 CB CA 1540 CB CA 1540 CB CA 1540 CB
0.053 0.053 0.051 0.055 0.055 0.054
1.593 1.593 1.591 1.595 1.595 1.594
D Val 36 D Val 46 D Val 52 D Val 68 D Val 70 DIle 116
CA 1540 CB CA 1540 CB CA 1540 CB CA 1540 CB CA 1540 CB CA 1540 CB
0.051 0.079 0.053 0.052 0.056 0.052
1.591 1.619 1.593 1.592 1.596 1.592
D Val 117 D Ile 158 D Val 168 D Val 182 D Val 219 D Val 229
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Bonds differing by > 0.05A from small-molecule values. Values shown: "ideal", difference, actual

Page 2
Main-chain bond lengths (contd)

CA 1540 CB CA 1540 CB CA 1540 CB CA 1540 CB CA 1540 CB CA 1540 CB
0.066 0.060 0.052 0.053 0.056 0.069
1.606 1.600 1.592 1.593 1.595 1.609

Elle 5 E Val 18 E Val 39 E Val 45 E Val 47 E Val 55

CA 1540 CB CA 1540 CB CA 1540 CB CA 1540 CB CA 1540 CB CA 1540 CB
0.056 0.051 0.062 0.058 0.056 0.065
1.596 1.591 1.602 1.598 1.596 1.605

E Val 59 E Val 68 Elle 74 Elle 81 E Val 98 E Thr 102

CA 1540 CB CA 1540 CB CA 1540 CB CA 1540 CB CA 1540 CB CA 1540 CB
0.072 0.051 0.060 0.067 0.054 0.054
1.612 1.591 1.600 1.607 1.594 1.594

E Ile 106 E Val 112 EVal 114 E Val 133 E Ile 136 E Val 145

CA 1540 CB CA 1540 CB CA 1540 CB CA 1540 CB CA 1540 CB CA 1540 CB
0.060 0.078 0.051 0.063 0.055 0.062
1.600 1.618 1.591 1.603 1.595 1.602

E Ile 147 Elle 171 E Val 182 E Val 193 E Ile 194 E Val 195

CA 1540 CB CA 1540 CB CA 1540 CB CA 1540 CB CA 1540 CB CA 1540 CB
0.071 0.053 0.053 0.060 0.072 0.051
1.611 1.593 1.593 1.600 1.612 1.591

FVal 6 Flle 16 Flle 47 Flle 62 Flle 74 Flle 98

CA 1540 CB CA 1540 CB CA 1540 CB CA 1540 CB CA 1540 CB CA 1540 CB
0.067 0.080 0.067 0.059 0.058 0.068
1.607 1.620 1.607 1.599 1.598 1.608

Glle 34 G Val 37 G Val 53 G Val 58 H Val 14 H Val 31

CA 1540 CB CA 1540 CB CA 1540 CB CA 1525 C CA 1525 C CA 1540 CB
0.052 0.069 0.067 0.062 0.062 0.054
1.592 1.609 1.607 1.587 1.587 1.594

H Thr 50 H Val 69 I'Val 22 I Ala 25 I Arg 27 IVal 30

CA 1525 C CA 1540 CB CA 1540 CB CA 1525 C CA 1540 CB CA 1525 C
0.057 0.065 0.075 0.057 0.060 0.051
1.582 1.605 1.615 1.582 1.600 1.576

I'Val 34 I Thr 37 I'Val 42 ILeu 45 IVal 49 I Ser 54

CA 1540 CB CA 1540 CB CA 1540 CB CA 1540 CB CA 1540 CB CA 1540 CB
0.066 0.052 0.053 0.062 0.057 0.063
1.606 1.592 1.593 1.602 1.597 1.603

JVal 1 JVal 26 J1le 42 J1le 46 J1le 55 K Val 18

CA 1540 CB CA 1540 CB CA 1540 CB CA 1540 CB
0.051 0.060 0.065 0.055
1.591 1.600 1.605 1.595

K Val 30 K Val 33 K1le 41 K1Ile 48
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Distorted geometry
1SQB

Main-chain bond angles

N 125 ¢ N 112 ¢ N 1125 ¢ N 12 ¢
CA CA CA CA
C Gly 157 C His 345 I1Gly 24 ILeu 26

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

Planar groups

T | Tl &

CB

CB CB
0.033 0.025 0.032 0.031 0.023 0.021
A Tyr 434 B Asn 162 B Tyr 177 B Phe 199 B Asn 412 C Asp 58
T |
CB CB
0.036 0.034 0.022
C Tyr 224 F Tyr 20 F Asp 42

Sidechains with RMS dist. from planarity > 0.03A for rings, or > 0.02A otherwise. Value shown is RMS dist.
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