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Plot statistics
Residues in most favoured regions [A,B,L] 1517 82.0%
Residues in additional allowed regions [a,b,l,p] 247 13.4%
Residues in generously allowed regions [~a,~b,~l,~p] 51 2.8%
Residues in disallowed regions 34 1.8%
Number of non-glycine and non-proline residues 1849 1000%
Number of end-residues (excl. Gly and Pro) 16
Number of glycine residues (shown as triangles) 142
Number of proline residues 111
Total number of residues 2118

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
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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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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
1LOL
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Comparisonvalues  No. of
No.of Parameter Typicd Band  band widths

Stereochemical parameter datapts  value vaue  width  from mean

a %-tageresiduesin A, B, L 1849 82.0 79.0 10.0 0.3 Inside

b. Omega angle st dev 2107 41 6.0 3.0 -0.6 Inside

c. Bad contacts/ 100 residues 86 4.1 8.3 10.0 -04 Inside

d. Zetaangle st dev 1976 28 31 16 -0.2 Inside

e. H-bond energy st dev 1360 0.8 0.9 0.2 -0.3 Inside

f. Overall G-factor 2118 -0.1 -0.5 0.3 15 BETTER
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Side-chain parameters
a. Chi-1 gauche minus b. Chi-1 trans
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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 255 23.6 21.3 6.5 0.4 Inside
b. Chi-1 trans st dev 582 21.8 216 53 0.0 Inside
c. Chi-1 gauche plus st dev 830 19.4 20.2 4.9 -0.1 Inside
d. Chi-1 pooled st dev 1667 21.0 20.9 4.8 0.0 Inside
e. Chi-2 trans st dev 527 211 223 5.0 -0.2 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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5 5 b. Absolute deviation from mean of omegatorsion
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c. C-aphachirality: abs. deviation of zetatorsion

20
16
12

Zeta abs. mean dev.
(0]

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

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

d. Secondary structure & estimated accessibility

SR = e S— /R A\, — S N o e

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)

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

Chi3 & chi4
Omega
Dihedrals [

[TTTTTTTTTTTTTT
MChbonds [T TTT T ITTTTTI]
MCangles [T
[TTTTITTTTTTITTT
[TTTTTTTITTTTTIT

Mainchain  []

Overall I
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Chi-1 abs. mean dev.

50
40
30
20
10

Omega abs. mean dev.

Zeta abs. mean dev.

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

Residue properties
1L0L

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

80
60
40 -
20

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

b. Absolute deviation from mean of omegatorsion

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

c. C-aphachirality: abs. deviation of zetatorsion

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

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

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

AAA
AL SKDLPKAVELLADIVQNCSLEDSQI! EKERDV | LQELQENDTSMRDVVFNYLHATAFQGTPLAQSVEGPSENVRKL SRADLTEYL SRHYKAPRMVLAAA

f. Max. deviation (seelisting)
+6
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g. G-factors
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Residue properties
1L0L

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

80
60
40 -
20

Chi-1 abs. mean dev.

50

205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300
Residue number

b. Absolute deviation from mean of omegatorsion

40 -
30
20
10 A

Omega abs. mean dev.

205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.

Chi3 & chi4
Omega
Dihedrals

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 = AN\ R Y

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

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

FAAAAAAAAAAAAAA TR AAAARARIA AAAABAAAAAAAA
T T T T T T T T T T T T T T T T T T T
GGLEHRQLLDLAQKHFSGL SGTYDEDAVPTL SPCRFTGSQI CHREDGL PLAHVA | AVEGPGNAHPDNVALQVANA | | GHYDCTYGGGAHL SSPLASI AAT

f. Max. deviation (see listing)
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MChbonds |

MCangles |

Mainchain |

Overall [
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Residue properties e
1L0L

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

50

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

40 -
30
20
10 A

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

c. C-aphachirality: abs. deviation of zetatorsion

20
16
12

Zeta abs. mean dev.

Chi3& chi4 [

Omega
Dihedrals

MC bonds
MC angles

Mainchain

Overall

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

[ mm— NN AN EANAN S A

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

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

AAAAAAABAAAAAAAA  AAAAAAAAAAATIA AAAARIA
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NKLCQSFQTFNI CYADTGLLGAHFVCDHMS | DDMMFVLQGQMIRLCTSATESEVLRGKNLLRNALVSHLDGTTPVCED I GRSLLTYGRRI PLAEWESRI A

f. Max. deviation (see listing) .
+ +5 +
St th if Lt Tt Rl et at LD LRI I
g. G-factors
[] o [T L
kbRt ; eithdeehlty
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Residue properties e
1L0L

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

405 410 415 420 425 430 435 440 445

50

25 30 35 40 45 50 55 60
Residue number

b. Absolute deviation from mean of omegatorsion

40 -
30
20
10 A

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-aphachirality: abs. deviation of zetatorsion

20
16
12

Zeta abs. mean dev.
(0]

405 410 415 420 425 430 435 440 445

25 30 35 40 45 50 55 60

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

Residue number

d. Secondary structure & estimated accessibility

NN e T

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

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

BAAAAAAAAAAAA
T T T T T T T T
EVDARVVREVCSKY FYDQCPAVAGFGP | EQL PDYNRI RSGVIFWLRF

f. Max. deviation (see listing)

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

Chi3 & chi4
Omega =
Dihedrals [

T T T T AT IITTT
MC bonds [T T T I T T T
MCangles [T T
[T T
[TTTTTTTITTT I IITITT

Mainchain  []

Overall I
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Residue properties
1L0L

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

% 100
% 80 -
£ 60
8 401
< 20
o
61 70 75 8 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160
Residue number
5 5 b. Absolute deviation from mean of omegatorsion
g 40-
E 301
8 20-
© 10-
£
O 61 70 75 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160
Residue number
2 c. C-aphachirality: abs. deviation of zetatorsion

16
12

Zeta abs. mean dev.
(0]

61 70 75 8 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

P\ NN mmm A NN AN

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)
4

+ +
Xk k44 ox
K kKKK KK KKK A KKK

+ + 8
* * %
.

* k4

+
kkk  kkkk  kk Kk k * * Kk * ok k *

* x *

g. G-factors

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall
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Residue properties e
1L0L

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

& 100
% 80 -
£ 60
8 401
< 201
o
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
g 407
E 30
8 20-
© 10-
£
© 161 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260
Residue number
2 c. C-aphachirality: abs. deviation of zetatorsion
&
% 16
e 12
g 8
R
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
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
‘ ‘ : ‘ : ‘ : AAAAAAAAAAAATIAA 4 HTW/\/W AAAAARL 4 ‘ :
ENLHAAAYRNALANSLYCPDYRIGKVTPVELHDYVQNHFTSARMAL | GLGVSHPVLKQVAEQFLN I RGGLGL SGAKAKYHGGE | REQNGDSLVHAALVAE
f. Max. deviation (see listing)
SR S SO OSSO0 UNESUCY T T SUUUNI S O = S SO LU S TSSO *T ORI IS SORE O
g. G-factors
Phi [] [
Shlte : oEu o AR AR e EE EREEELE EELEEE 0
8h|3&0|4 i [ [ [ [ [T HH [ Hh [
mega [T [ [ [ | [T [T [ [ NN
Dihedrals [T T T T T T T IRT T T T T T T T T T T LT T T T T T T T T T T T T T T T T T T T T T R T T T T T I
i CE A RARMANANBEMENBNBENENSESENBESRY SnSESSNSNSRNSNSNSRSSNSNSSSERSREESS EEESESERSESESE:" BEEEEEEEN
Mainchain (T TT T T T IT T T I T T T T T T T T T LTI T T T T T T T T TP T T T T T T T T T T T T T T T T T T TR T T]
Overall 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 I T T I T I T T TR T T TR T T T T TR T TTTTTTTT]
161 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260

1LOL_06.ps




PROCHECK
Page 8

Residue properties
1LOL

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

=
o
o

80
60
40 -
20

Chi-1 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

6 b. Absolute deviation from mean of omegatorsion

40
30
20
10

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-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
(0]

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

NN\ Rl AN m— — AN

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

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed
; i i B AAABIA ARAAAAAAAAAAA /\/\._I_I/\/\/‘\/\/\/\/\/‘\I_I/\I_IT‘ A i i i i HAAAAAAAAA
SAA | GSAEANAFSVLQHVLGAGPHVKRGSNATSSLYQAVAKGVHQPFDV SAFNASY SDSGL FGFYT | SQAASAGDV | KAAYNQVKT | AQGNL SNPDVQAA

f. Max. deviation (see listing)

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

Chi3 & chi4
Omega
Dihedrals [

[T
MChbhonds [T]
MCangles [

[T
[T

Mainchain |

Overall [

1LOL_06.ps
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Residue properties
1LOL

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

& 100
g 80
e 60
g w0
< 20
o
361 370 375 380 385 390 395 400 405 410 415 420 425 430 435
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g 407
£ 301
8 20
© 10-
£
© z; 370 375 380 385 390 395 400 405 410 415 420 425 430 435 3 10
Residue number
2 c. C-aphachirality: abs. deviation of zetatorsion
o
% 16
e 12
g 8
R
S
361 370 375 380 385 390 395 400 405 410 415 420 425 430 435 3 10
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
MABE NN INN NN St
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
HEAAAAAA
kNKLKAGYLMSVES‘SEGFLI‘DEVGS(‘QALAA(‘SSYTP}‘DSTVL‘QQI DA\‘/ADAD\‘/I NAAP‘(KFVS(‘BRKSMAASGNI‘_GHTPI‘: I DEL NI RKSHPLMK |
f. Max. deviation (see listing)
g. G-factors
Phi H W17 1
v } - =L
8h|3&0|4 I [ H\ [
mega [ [T I [
Dihedrals [T T T T T T T T T T T T T IO T TP I T LT T T T T LTI T T LTI T T T T T ETTTTTTTTT]
ek RAMARBNERMENSNSEEENSNSRSERBRSESEESNSRSERSNSESENSRSESENERBSRENERBRSEREREEEN i T
Mainchain [T T T T T T T T T LT T T T T LT O T TP T TP T TP T T T TT [N EEEEEEEEE
Overall LTI T LT T T T T T I T T T T T T T T T T T T T T T I T T T T I T T I T T IT T T IT T TITIITTTT] FEETTTTTITT
361 370 375 380 385 390 395 400 405 410 415 420 425 430 435 3 10

1LOL_06.ps
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Residue properties
1LOL

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

14 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110
Residue number

6 b. Absolute deviation from mean of omegatorsion

40 -
30
20
10 A

Omega abs. mean dev.

14 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

20
16
12

Zeta abs. mean dev.
(0]

14 20 25 30 35 40 45 50 5 60 65 70 75 80 8 90 95 100 105 110

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

d. Secondary structure & estimated accessibility

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

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

AAAAABNAAAAAAAAAAAAAANBIAAT AAABAAAA
T T T T T T T T T T T T T T T T T T T T
VNNAF I DLPAPSN| SSMWWFGSLLGICLILQILTGLFLAMHYTSDTTTAFSSVTHI CRDVNYGWI | RYMHANGASMFF | CLYMHVGRGLYYGSYTFLETW

f. Max. deviation (seelisting)

+7+++ + +++ ++ + + ++ ::+++++:++ + + + 4+ ++ + + + +
g. G-factors
Phi I o [l [ ET T
Chil-chi2
L . b L
Omega Ce [T [ [ [
Dihedrals [T T T T IO T T T T IO T T T LT T T T T T O T T T T T T T LT TP T T T T TP T T T T T T T
MCbonds (T T T T T T T 1
MCangles [T T P P P P T P
Mainchain [T T T T T I T T IO T T T T T T T T T LT T TP T T TP T PP T TP T T T I T T
Overall OO L T T T T L T T T T L L T L T LT T T T T T T )
14 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110

1LOL_06.ps
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Residue properties
1LOL

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

114 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210
Residue number

6 b. Absolute deviation from mean of omegatorsion

40 -
30
20
10 A

Omega abs. mean dev.

114 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
(0]

114 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210

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

d. Secondary structure & estimated accessibility

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

AN

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

AFRABAAAAAAAAAAAANAAAAAAAAAAAAAAAAAA  ABAAA
T T T T T T T T T T T T T T T T T T T
NIGVILLLTVMATAFMGYVL PNMGOMSFWGATV I TNLLSA | PY I GTNLVEWIWGGFSVDKATLTRFFAFHFILPFI IMAIAMVHLLFLHETGSNNPTGI SS

f. Max. deviation (see listing) .
+ 5
+ + * +* x4 + * +  * Rk gk k4 *0 +4+ + * + * + +

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

Chi3 & chi4
Omega
Dihedrals [

[
MChbonds []
MCangles []
[

[

Mainchain |

Overall [

11.

~
- 00 H

1LOL_06.ps
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Residue properties
1LOL

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

% 100
g 80 -
£ 60
8 401
< 20
o
214 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310
Residue number
5 5 b. Absolute deviation from mean of omegatorsion
g 40-
E 301
8 20
© 10-
S
O 214 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310
Residue number
2 c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
(0]

214 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310

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

d. Secondary structure & estimated accessibility

e DN NNEE N AN AN/ —

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

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

DVDK | PFHPYYTIKDILGALLL I LALMLLVLFAPDLLGDPDNYTPANPLNTPPHIKPEWYFLFAYAILRSIPNKLGGVLALAFSILILALIPLLHTSKQR

f. M%.;dwidion (seelisti ng)

L Sirrn, L s s rFoes eowpy L ety B el

g. G-factors
Phi (N | H ] |
3 L Biudiadi e e o i
S : T
Dihedrals [T T T T T I T T I T T I T T T T I T TR T T T M T T T T T I T T T T T TR T T T T T T T T T T T T T
S e | ESSEESSEEESSSEESSEEESSEESSSEEESEEE IEEESSEEESEESSEESEESSEESSSEESSSSESSSSESSEEESSEEESS EESE
Mainchain [T T T [ T W T T I T I T T LT T L T T L L L T T T LT L L L T L L L LT LI T L L T L T LT L L LT T I LT T LT LT LTI T I T T T]
Overall \‘\HH\‘-H‘HHH\HHHH‘\\\H\H\\‘H\H‘\\.\‘\HH‘HHHHHHH\H\H‘\\H\\HHHHHHH‘H\H‘HH

214 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310

1LOL_06.ps



PROCHECK

Resid ti o
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
]
g 80 -
£ 60
8 401
< 20
o
314 320 325 330 335 340 345 350 355 360 365 370 375 5 10 15 20
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g 401
£ 30-
8 20
© 10-
£
O 314 320 325 330 335 340 345 350 355 360 365 370 375 5 10 15 20
Residue number
2 c. C-aphachirality: abs. deviation of zetatorsion
o)
% 16
£ 12
g 8
!
S
314 320 325 330 335 340 345 350 355 360 365 370 375 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
AN R AN AN —
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
SMMFRPL SQCL FWALVADLLTLTWI GGQPVEHPY | TIGQLASVLYFLL | LVLMPTAGT | ENKL LKW SDLELHPPSYPWSHRGLL SSLDHT
f. Max. deviation (seelisting) .
4
: Connrir o G e A srrondinon i
g. G-factors
Ph T | (W]
e e R TR AR T
Omega [T [T [T [ HiH RN [ [ H:H
Dihedrals [T T TT T T T I T T T I T T T T I T T TR T T T T T T T T T T T T T T T T IT 1T [EREERRERNN - EEENENERERENE
e R AMEREEAEMERBESENERBEEENERTEESEERSSEESASSA;EEESSEEEAEEEEEEE EMENRARE" NERSNENSEEAREN
Mainchain [T T T T T T T T I T T T T TP T T T TP T T LI T T T 0T] [EEEENENES NEERREREREREEN
Overall LT T T T T T T T T T T T TR T T T T I T T T IT T TTITTT I TTITTT T I T T T T TTTTTTTIT
314 320 325 330 335 340 345 350 355 360 365 370 375 5 10 15 20

1LOL_06.ps
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Page 14

Residue properties
1LOL

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

& 100
% 80
e 60
g w0
< 20
o
25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g 40
E 30
8 2
S 10
£
O 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120
Residue number
2 c. C-aphachirality: abs. deviation of zetatorsion
&
% 16 -
£ 12+
4 8-
e
S
25 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
MANAAN AN A~ —— e
|
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed
AABA AAAAAABAASIAABAAAAAAAAA BABAAAAAAAAAABIAAAAA AATIA ‘ : ; ; ; : :
SIRRGFQVYKQVCSSCHSMDYVAYRHLVGVCY TEDEAKALAEEVEVQDGPNEDGEMFMRPGKL SDY FPKPY PNPEAARAANNGAL PPDL SY | VRARHGGE
f. Max. deviation (seelisting) .
+ . e :
T LI S L O T S N L S LI EL L LSRR SELPa T TP N S sLPLLL P
g. G-factors
Phi-psi o | H. R ,IF 1 1
gﬁiéémczm H I [ ‘H \\7\\\ 1 r:“ n :.H
Omega H [T [T HH [T [T [ [ H:H:H:H [
Dihedrals [T T T T T T T T A T T LTI T T T T T PR T T T T T T T T T T T I T T T R T T W [T [T T T T TTT]
ek R AMERBEEEMEEEN EEERSNSENSNSNSESERSNSESSNSRSEEA" BRSESSRSRECEER" CHESENERSESENERSRSESCRESEE" =REEEE
Mainchain (T T T T T I T T T T IO T T T TP T T TP T T TP T TP T T LT T T T T T T T I I T T T T
L0 T o T T T S W
25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120

1LOL_06.ps
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Residue properties
1LOL

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

% 100
g 80 -
£ 60
8 401
< 20
o
125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220
Residue number
5 5 b. Absolute deviation from mean of omegatorsion
g 40-
E 301
8 20
© 10-
S
O 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220
Residue number
2 c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
(0]

125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220

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

d. Secondary structure & estimated accessibility

A i NN A

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

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

AAAAAT
T T T T T T T T T T T T T T T T T T
DYVFSLLTGYCEPPTGVSLREGLYFNPYFPGQA | GMAPPIYNEVLEFDDGTPATMSQVAKDVCTFLRWAAEPEHDHRKRMGLKML LMMGL LL PLVYAMKR

f. Max. deviation (see listing)

g. G-factors
Phi-psi . BT ﬁr: Hm -F FTI [ |
%Ei%émczM [ :1: H [ ] \\7\\ :H:iifﬁ :._H H:H H:
Omega \\I::H:ﬂ:w [ENEE = [T [ [ [T [T
Dihedrals  [TTTT T T T II T TIT T T T T T 0 0 I [Tl [ W T TR T T T T T LT T T T TP T T I T T T T T]
VELRSE CETEETTT TR TP i FE e e e Y
Mainchain [T T T T I I T T T T T T T T T O T LT T T T T T T T T T T T T T T TP TP T T T T I T TITTIITITT
Overall [T T T T T T T T T T T T T T T T T e T e T T T T T T T T T T T I T AT T T T I T T T T T T T T T T
125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220

1LOL_06.ps
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Residue properties
1LOL

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

% 100

% 80

e 60

g w0

< 20

6

225 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70

Residue number

5 5 b. Absolute deviation from mean of omegatorsion

©

§ 40

E 301

£ 20

© 10-

£

O 225 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number

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

&

© 16_

§ 12 4

$ 8-

N

225 230 235 240 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

SN — E Ry

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

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

T T T T T T T T T T
HKWSVLKSRKLAYRPP SHTD I KVPDFSDYRRPEVLDSTKSSKESSEARKGFSYLVTATTTVGVAYAAKNVYV SQFVSSMSASADVLAMSK |

f. Max. deviation (see listing)

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

Chi3 & chi4 [ ] I |
Ol [ [
Dihedrals  [TTTTTTTITTTTITT] OTTH
MC angles
Mainchain [T T T TITTITT]

I

|

Overdl  [ITTITITIITTEITT] 5
225 230 235 240 5

1LOL_06.ps
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Residue properties
1LOL

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

& 100
% 80
g 60
éf 40
< 20
@)
75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170
Residue number
5 5 b. Absolute deviation from mean of omegatorsion
g 40
£ 30-
£ 201
$ 10-
&
o 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170
Residue number
2 c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
(0]

75 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

D T i A R —

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

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed
masmmmamm AaaAAS amanammmman s pm B s AT a0 g T o AFAAART ol ‘FI_IN{H FINTH/\A FARN

T
EIKLSDI| PEGKNMAFKWRGK PL FVRHRTKKE | DQEAAVEV SQLRDPQHDL ERVKKPEWV I L | GVCTHLGCVP | ANAGDFGGYYCPCHGSHYDASGR | RKG

f. Max. deviation (see listing)

+ * +* 4+ o+ 4 * o4 4+ * +++ + + +
* gk ok y K4 kkkk ok kpk K kkkypkk gk x 4 ykrkkE 4 ok K ppkopk o4
kKK kKKK KKK Kk * KKK KK Kk kKKK KKK KKK KKK KKK KK kKKK Kok kK ok Kk

*
* %k k k

SR B EH R o P o : T
Dihedrals T T T [T T T T W [T T T T T e T T e e T T T o e e T T ] T T T e e W T T
S 255 FEEEREEFFEEF PR PR PR e el
Mainchain [T T T T T T T T T LT T T T T e T T T T e T T T T T T T T T [T T T e [T T T T T
Overdl T T T T T T T T T I T T T T T T T T e T T T T A T T T T T T T T T T T T A T T I T TTTTT T
75 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170

1LOL_06.ps
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R . d t Page 18

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

o

% 80 -

£ 60

8 401

< 20

6

175 180 185 190 195 10 15 20 25 30 35 40 45 50 55 60 65

Residue number

5 5 b. Absolute deviation from mean of omegatorsion

g 40-

E 301

£ 20

© 10-

S

O 175 180 185 190 195 10 15 20 25 30 35 40 45 50 55 60 65
Residue number

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

&

T 16

§ 12

g 8

N

175 180 185 190 195 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

- — F — AAAAV IR SO AN

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

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

AAAAAAAATRAAAAAAAAAAAAAAAAAAANAAAAAAAAA
T T T T T T T T T T T T
PAPLNLEVPSYEFTSDDMV I VG GRPAV SASSRWL EG| RKWYYNAAGFNKLGLMRDDT | HENDDVKEA | RRLPENLYDDRVFRIKRALDLS

f. Max. deviation (see listing)

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

Simoge " [l T i H n

Dihedrals [(THE T TT T T ] [T T T T I I T I T T T T T T T T T LT T I T I T T I T T T

Me e I He A A A

Mainchain [ TTTTTITTTTITIITTIT[TI] [T T I I I I T T T T I T T T I T I I T I

overal [T TTIITITITII I TER] HS BSSNNNNNNNNNNNNNNNNNNNNNNNNSEENENN NS A N R R AR
175 180 185 190 195 10 15 20 25 30 35 40 45 B0 55 60 65

1LOL_06.ps



PROCHECK

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

50
40
30
20
10

Omega abs. mean dev.

20
16
12

Zeta abs. mean dev.

MC bonds
MC angles

Mainchain

Overall

Page 19

Residue properties
1LOL

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

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 omegatorsion

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

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

70 75 80 8 90 95 100 105 110 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

d. Secondary structure & estimated accessibility
A EN/N/N/N/ N\ Gt = "=——=NANANANNNy
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

AAA IIAAAAIAAAAAAAAIAAAAIIIAAAA AAAAAANAAAANAATIA
GRQFGHLTRVRHV I TY SL SPFEQRAFPHY FSKGI PNVLRRTRACI LRVA

MRQQI L PKEQWNTKYEEDKSYLEPYLKEV | RERKEREEWAKK

f. Max. deviation (see listing)

. M . . M 4 N . ot
gy e T Ty ey 3 TIPS TOU N OP s LT S SO P Toe
g. G-factors

1] ] 1] [T T ] |

[T iH [ [ [ [T

[T T I T I T T e I I T I [T T T T T T T I T T T T T T T T I I T I T T I
[T T T T I T T I T T T T T T ] H\H\HHH\H\HHH\H\HHHHHHHHHHHH
T T T W e E e [ e e A e e e e e
[T I T I T I A T I I I I I I I I T I T T T T I T T T T T T T T
O O L LT LTI OO I L L e T O T T
70 75 80 85 90 95 100 105 110 5 10 15 20 25 30 35 40 45

1LOL_06.ps




PROCHECK

Resid t -

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

o

% 80 -

£ 60

8 401

< 20

6

50 55 60 65 70 75 5 10 15 20 25 30 35 40 45 50 55 60

Residue number

5 5 b. Absolute deviation from mean of omegatorsion

g 40-

E 301

8 20

© 10-

S

O 5 55 60 65 70 75 5 10 15 20 25 30 35 40 45 50 55 60
Residue number

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

&

© 16_

§ 12

$ 8-

N

5 55 60 65 70 75 5 10 15 20 25 30 35 40 45 50 55 60

Residue number Highlighted residues are those that

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

NN NN N H =A== AG=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

T T T T T T
PPFVAFYLVYTWGTQEFEKSKRKNPAAYEN GDPKEEEEEEEELVDPLTTVREQCEQL EKCVKARERLELCDERVSSRSQTEEDCTEELLD

f. Max. deviation (see listing)
*6

KK g K 5+ + +
. cr ‘s PR P S
Sk pR - KX R Kk K pkE 4R KX EER LRpgk GEAKEEER  4E Kx  * xk KEREKE KRE +
g. G-factors
o _
Chil-chi2 ] H :F 77!
chagia H H EEARAREE 1 i H .H \HL H i
| chi
Omega i [l EEEES [l i Bl 1] [l Ho -
Dihedrals [T T T ETTT T T TTTTTTTT Tl T 1] O T T e T T T T R LT T T LTI T e R T 1T 1T
MC bonds (T T ] A L T
MCagies T HH A e EENNEEEEEEEEY EESNSEENESS SESEENNEEESSERENEEEEEEE | EEEEEEE
Mainchain  ETTT T TTT T TTTTITTT T T TTT ] IEENANIENENEY BNNNENNNNAENENNNENENNNNNNNNEENNNRNEE DARRREEE)
Overall EEEEENSNEENE NN NN SN EENENEENENEESS SESENEESENESSENSNEENENEENEE NN NN NN
50 55 60 65 70 75 5 10 15 20 25 30 35 40 45 50 55 60
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Residue properties
1LOL

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

61 70 75

50

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

b. Absolute deviation from mean of omegatorsion

40 -
30
20
10 A

Omega abs. mean dev.

61 70 75

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

c. C-aphachirality: abs. deviation of zetatorsion

20
16
12

Zeta abs. mean dev.
(0]

61 70 75

5 10 15 20 25 30 35 40 45 50 55

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

d. Secondary structure & estimated accessibility

NAVAN G
Key:- <™ Helix

I —N =

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

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

FLHARDHCVAHKL FNSLK

f. Max. deviation (see listing)
; .

+ o+ +6+ +++

ok Ak rkRAkxkRAAA &

g. G-factors
Phi |
Chil-chi2 H
Chilonly
Chi3 & chi4 [
Omega [T
Dihedrals [T TTTTTTTT BT TTT]
MCbonds [T T[]
MCangles T
Mainchain  [CTTTTTTTTTTTITTITTT]
Overall [ITTITTTITITET I TT]

61 70 75

FANAAAAARNA AR ¥

_WAAA
‘ ‘ ‘ ‘ ‘
ML SVAARSGPFAPVL SATSRGVAGALRPLVQAAVPATSESPVLDLKRSVLCRESLRG

APTLT

. + .
+ P A F + FA gk G KKk KK TEE KKK Lk * K pkx * 4+ o+
KKKk kkk Kk K Kkkkkk kk  KkkkkK KK KKK KKK KKKk KK R KKK KKKk kKK Kk kK*

u BEENNNSE" RNMSNESERNES

IR T T T T T o el o T T e o TR T T CRERN|

NN EEMBENENSEENEANNS N SMENNESST HESs 8 N SEEEES-BEEE HHH

O T T T T T T T el T T e T T [T ] [ERERN|

T, T, T T T T T e T T e e T o T T T T T (EREES]
5 10 15 20 25 30 35 40 45 50 55
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Resid t .

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

o

% 80 -

£ 60

8 401

< 20

6

7 15 20 25 30 35 40 45 50 55 60 5 10 15 20 25 30 35

Residue number

5 5 b. Absolute deviation from mean of omegatorsion

g 40-

E 301

£ 20

© 10-

S

O 7 15 20 25 30 35 40 45 50 55 60 5 10 15 20 25 30 35
Residue number

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

&

© 16_

§ 12

$ 8-

N

7 15 20 25 30 35 40 45 50 55 60 5 10 15 20 25 30 35

Residue number Highlighted residues are those that

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

NN e NN AN AN NN AN/ N\ N v K =N
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

FARAAAREEAA AAARIA
ARLYSLLFRRTSTFALTIVVGALFFERAFDQGADA | YEH I NEGKLWKH | KHKY EN MLTRFLGPRYRQLARNW PTAQLWGAVGAVGL VWA
f. Max. deviation (see listing)
5 +
+ . + + + L * +%
*48 H+FF o KK + + O+ 4+ Kokok ok kk ok pkkop *+ o+ o+ +F bR pp x4 4 +* 4
W43 5 oA SRS SENE SRS S S S-S R s UG 0 JE S R & S 2.5 £ S S U
g. G-factors
Phi-psi ]
am, TR R i
Chilonl
Chi3 & chi4 [ [ [ 1] [] [ [ ] [
mega [ [ T [ [ [T [
Dihedrals [T T T T T T I T I T IT T I I T T T T T T T T T T I T T T T T T T T T I T T I T T T T T T ]
MCbonds T T T T T T T ] I T T T A T T T A
MCangles [T T T P T T T T e e A A T T e
Mainchain [T T T T T T T T T T T I T TP T I T TTTITITTd T T T T T T T T T T T T ITTTITT]
Overall T T T T OO L L L LI T LI T I
7 15 20 25 30 35 40 45 50 55 60 5 10 15 20 25 30 35

1LOL_06.ps



PROCHECK

> 100
80
60
40
20

Chi-1 abs. mean dev

50

Omega abs. mean dev.

Zeta abs. mean dev.

MC bonds
MC angles

Mainchain

Overall

Page 23

Residue properties
1LOL

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

40 -
30
20
10 A

36 45 50
Residue number
b. Absolute deviation from mean of omegatorsion
36 45 50
Residue number
c. C-aphachirality: abs. deviation of zetatorsion
36 45 50

Residue number Highlighted residues are those that

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

AN

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

TDWRL | LDWPY | NGKFK

f. Max. deviation (see listing)

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

g. G-factors
_ - Ave
H ]H]II@:%«Q
-0.23
[l [ 0.40
[T [ -0.02
[ TTT T T T 0 -0.25
HHHHHHEHE H 8%
T T O 042
[CITTTTTTTITITTT] [0 -0.10
36 45 50
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111 115 119 123 127 131 135

V)
C
e
(@) ;
m Aouenbal4
Q
s
o]
- -
m @ | — ﬂm
- 8
C - e
C ¥ Aouanbal4
- 3
n a Iw
=2 N
08 9
g %
<

441

Aouanbai4

6 1.60 1.64

1.

2

1

CA-CB
(Ala)
N-CA
(except Gly,Pro)

133 137 141 145 149 153 157

140 144 148

441
441

1 155 159 1.63

1.

(Gly)
CA-CB
(therest)

CA-C

140 144 148 152 156 160 1.64

139 143 147

441
441

441

CA-C
(except Gly)
CA-CB
(lle,Thr,val)
N-CA
(Gly)

141 145 149 153 157 161 165

140 144 148 152 156 1.60 1.64

441
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3
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—
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wwwwwwwwwwwwwwwwwwwwwwwwwww —
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Aouanbai4

.ps

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

CA-C-N
(except Gly,Pro)

526
42

Freguency

101 106 111 116 121 126 131

O-C-N

526

Freguency

(except Pro)
o 1»

108 113 118 123 128 133 138

C-N-CA
(Gly)

526

Freguency

I .\
105 110 115 120 125 130 135

CA-C-O

526

Freguency

(Gly)

105 110 115 1!0 125 130 135

1L 0L

CA-C-N
(Gly)

526

Frequency

101 106 111 116 121 126 131

O-C-N
(Pro)

526

Frequency

107 112 117 122 127 132 137

C-N-CA
(Pro)

526

Frequency

107 12 17 1 o7 ik v

CB-CA-C
(Al3)

526

Frequency

9

Black bars> 2.0 st. devs. from mean.

5 100 105 I*ol 115 120 125

Page 1

CA-C-N
(Pro)

526

Frequency

101 106 111 116 121 126 131

C-N-CA

526

Fregquency

(except Gly,Pro)

106 111 116 121 126 131 136

CA-C-O

526

Frequency

(except Gly)

105 110 115 120 125 130 135

CB-CA-C
(lleThr,vVal)

526

Fregquency

94 99 1 109 114 119 124

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 I e
CB-CA-C N-CA-C N-CA-C
(therest) (except Gly,Pro) (Gly)
526 — 526 ‘ : 526 ‘ ‘
al T BT
5 || 5 | 5 |
3 ] 3 o o |
> ; ; >3 > | |
g | g e g |
LC NN (I ! 1 B l ;
95 100 105 110 115 120 125 96 101 106 111 116 121 126 97 102 107 112 117 122 127
N-CA-C N-CA-CB N-CA-CB
(Pro) (Ala) (lleThr,vVal)
526 : : 526 - 526 —
5 . 5 || 5 |
o) ] o) g o) ]
> ; ; >3 ; ; >
g | g | 3 |
LC ! ! (I 0 B i
% 101 106 111 116 121 126 95 100 105 110 115 120 125 96 101 106 111 116 121 126
N-CA-CB N-CA-CB
(Pro) (the rest)
526 — 526 —
5 | >
& Pl o]
> ol >3
g i 8
LL 0 LL
88 93 98 103 108 113 118 95 100 105 110 115 120 125

Black bars> 2.0 st. devs. from mean.

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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RMS distances from planarity

ARG
90

000 001 002 003 004

GLN
% :

260 }

g |

=] I

g |

LT 30 !

000 001 002 003 004

PHE

9% :
260+ }
3 |
> I
g |
LT 30 ;

000 001 002 003 004

90

1L 0L

ASN

000 001 002 003 004

GLU

.05

0.00 001 0.02 0.03 0.04

TRP

90

00 001 002 003

0.04

.05

Page

1

0.00 001 0.02 0.03 004 O

HIS

TYR

000 001 002 003 004 O

05

Histograms showing RM S distances of planar atoms from best-fit plane.
Black barsindicate large deviations from planarity: RMSdist > 0.03 for rings, and > 0.02 otherwise.
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Main-chain bond lengths
CA 1521 CB CA 1540 CB N 1458 CA CA 1521 CB CA 1521 CB N 1458 CA
oo o= T v T T30
A Ala200 A Va 228 A Val 228 A Ala254 A Ala275 A Asp 281
CA 1540 CB CA 1525 C CA 1540 CB CA 1525 C CA 1525 C CA 1540 CB
v v ~er Tao v v
A Thr 309 A Phe 310 Alle312 A Cys 313 Alle331 A Va 337
CA 1540 CB CA 1525 C CA 1540 CB CA 1525 C CA 1525 C CA 1521 CB
1.469 1.585 1.596 1.579 1471 1.445
A Thr 347 A Ser 348 A Val 354 A Arg 362 A Leu 365 A Ala423
CA 1540 CB CA 1525 C N 1458 CA CA 1540 CB CA 1525 C C 1329 N
v T T v ~Te o
B Thr 27 B Ser 45 B Arg 46 Blle 47 B Leu 68 BLys 78-BGly 79
CA 1521 CB CA 1540 CB C 1231 O CA 1525 C C 1231 O CA 1540 CB
T ~a ~o o T T
B Ala 80 B Thr 86 B Vva 98 B Glu 103 B Thr 127 B Thr 127
N 1458 CA CA 1525 C CA 1521 CB CA 1521 CB C 1231 O CA 1521 CB
— To0s =T e Ties ~Ter T
B Thr 128 B Glu 131 B Ala138 B Ala139 B Ala 149 B Ala157
CA 1525 C CA 1525 C CA 1525 C CA 1525 C CA 1525 C CA 1525 C
1.450 1.472 1.474 1.463 1.457 1471
B Leu 163 B His 164 B Tyr 177 B val 195 B Thr 200 B lle 207
CA 1530 CB CA 1525 C C 1231 O CA 1516 C CA 1521 CB CA 1540 CB
1.583 1.440 1.167 1571 1.433 1.487
B Glu 221 B lle 226 B Ala237 B Gly 249 B Ala 256 B Val 258
CA 1525 C CA 1530 CB CA 1525 C CA 1525 C C 1231 O CA 1525 C
1.470 1.452 1.454 1.469 1.301 1.462
B Tyr 296 B GIn 305 B Va 309 B Ala314 B Asp 318 B Ser 319
CA 1525 C CA 1525 C CA 1530 CB CA 1521 CB N 1458 CA C 1231 O
1.578 1.465 1.584 1.598 1.407 1.179
B Tyr 325 B Ser 328 B GIn 329 B Ala330 B GIn 349 B Arg 421
CA 1530 CB CA 1521 CB CA 1525 C CA 1525 C CA 1525 C CA 1521 CB
1.607 1.435 457 AT71 1.580 574
B Met 424 B Ala425 CPro 24 CAla125 C Phe 183 CAla191
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Distorted geometry
1LOL

Main-chain bond lengths (contd)

N 1458 CA

I

1.516
CAsp 214

CA 1525 C

I

1.474
C Asp 248
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D Tyr 10

CA 1540 CB
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N 1458 CA
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1536
E Val 195
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[

1.607
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1.469
GGIn 3

CA 1521 CB
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| Ala 25
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=
o1
N
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0
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| Arg 47

CA 1525 C

I
|

1.468
CHis221

CA 1521 CB

[

1.589
C Ala259

CA 1540 CB

I
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D val 117

CA 1540 CB
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EVva 68

CA 1530 CB

1.478
FAsn 27
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[
[
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0
>
=
o1
N
a
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1.446
| Va 42
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0
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FAsp 34

CA 1530 CB
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0
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=
1
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a
0
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HAsp 15

CA 1540 CB

1.474
I vVal 42

CA 1521 CB

469
K Ala 26
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>
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4
N
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O

1.599
C Pro 222

CA 1521 CB

I
[

1578
CAla327

CA 1540 CB
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D lle 158
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KTrp 34

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

Page 2
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=
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i
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(@]

1.470
CTyr 224

CA 1540 CB

1.501
CVad 364

CA 1540 CB
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Distorted geometry
1LOL

Main-chain bond angles

CA CA A CA
A GIn 159 B Lys 78 B Glu 90 B Thr 101 B Asn 104 B Asn 197
N 111.2 C N 111.2 116.2 123.0 1217 111.2
CA
B Ser 233 BAsp250 B His304 - BGIn305 B His 304 - BGIn305 B His304 - BGIn305 BGIn305
116.2 1230 1217 2 CA 1162 N o 1280 N
C C
BGIn305 B Pro 306 BGIn305 BPro306 CAsn 3 Clle 4 CIIe 4 Clle 4-CArg 5 Clle 4-CArg 5
1112 1112 1226 1118 1118 112
CLeu 133 CH|5221 CH|5221 CPro222 CPr0222 CProZSB CH|5345
111.2 111.2 111.2 111.2 111.2 111.2
DSer 9 DTyr 10 DLeu 18 DAsp44 DVa|54 DGIu 76
111.8 111.2 111.2 111.2 1125 111.2
D Pro 92 D Asp 112 DArg 118 D Ala119 D GIy 159 DAsn 166

D Vval 168 D Phel71 D Gly 174 E Ser 65 EAsp 67 EVal 68

ElLeu 69 E Ala 70 ELys 77 E Ser 79 E His 100 E His 122
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Distorted geometry
1LOL

Main-chain bond angles (contd)

111.2 111.2 1125 111.8 111.2 111.2
ELeu 135 EPhe153 EGIy 174 FPro 4 FTyr 83 FGIu 85

m2 ¢ N M2 ¢ N M2 ¢ N M2 ¢ N 112 ¢

N 111.2 C N
121.8 1234 W 125.7 130.6 1255
CA CA

CA CA CA CA
G His 12 G Ala 49 G Tyr 77 Hva 14 HAsp 15 HLeu 27
111.2 1125 1112 1118 1112 1217
I Ala 23 I GIy 24 I Leu 26 | Pro 35 I Ala 36 I Pro 41 Iva 42
CB 1091 C cp 1162 1230 1112 1112
CA
| Val 42 IVaI42ILeu43 I'Val 42-1Leu 43 |Asp44 ILys46

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