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Plot statistics
Residues in most favoured regions [A,B,L] 1464 80.0%
Residues in additional allowed regions [a,b,l,p] 292 16.0%
Residues in generously allowed regions [~a,~b,~l,~p] 42 2.3%
Residues in disallowed regions 32 1.7%
Number of non-glycine and non-proline residues 1830 1000%
Number of end-residues (excl. Gly and Pro) 19
Number of glycine residues (shown as triangles) 139
Number of proline residues 109
Total number of residues 2097

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
1LON
360 : Lys‘(94) : 360 : Met : (45) : 360 : Phe ‘(86) ‘
l l l l l l l | cis om
| _ g e I_ cpemes B e _ | L ______ - __ e DR e I RNETY n
w LT R ] e R ] e
(\II | | | | | | | | |
= l 5! l l ‘ l l l
O 180-fflﬂ+ fffff "%mm-'ﬂlﬂml%@m- fffffff o BRR
gt T u | el I | | |
| \. | | | | | | |
- l LR - l l l { ‘B sa ‘ ‘
907”# 777777 B ?,;},, go—ﬂ#f””f%%}ﬂf:[flf”f 907”-751%.””%””@””
i i i i i i i B b
0 90 180 270 360 0 90 180 270 360 0 90 180 210 360
Chi-1 Chi-1 Chi-1
360 ‘ Trp ‘(32)%%65 360 ‘ Tyr ‘(82) ‘
l l = O l m ‘
0] fo A Ees! |m] se® Bmr =i |
(\II | Dcr L | | | |
= l l l l l l
O 1g0f---t-oo e R ah| 150 e e -=-1
i W %J i i
90-,”?:3;43””4%””!@71”” 90'/?@ 77777 D%‘A;@
. l l l : N
0 90 180 270 360 0 90 180 270 360
Chi-1 Chi-1

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
1LON
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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 1830 80.0 74.8 10.0 0.5 Inside

b. Omega angle st dev 2085 32 6.0 3.0 -0.9 Inside

c. Bad contacts/ 100 residues 31 15 12.2 10.0 -1.1  BETTER
d. Zetaangle st dev 1958 30 31 16 -0.1 Inside

e. H-bond energy st dev 1340 0.8 0.9 0.2 -05 Inside

f. Overall G-factor 2097 -0.1 -0.6 0.3 1.8 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 228 22.3 23.6 6.5 -0.2 Inside
b. Chi-1 trans st dev 608 20.8 234 53 -0.5 Inside
c. Chi-1 gauche plus st dev 817 17.9 22.0 4.9 -0.8 Inside
d. Chi-1 pooled st dev 1653 19.7 228 4.8 -0.6 Inside
e. Chi-2 trans st dev 549 19.7 23.6 5.0 -0.8 Inside
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Residue properties
1LON
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Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility
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Residue properties
1LON

a. Absolute deviation from mean Chi-1 value (excl. Pro)
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d. Secondary structure & estimated accessibility
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Residue properties
1LON

a. Absolute deviation from mean Chi-1 value (excl. Pro)
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Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
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Residue properties
1LON

a. Absolute deviation from mean Chi-1 value (excl. Pro)
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d. Secondary structure & estimated accessibility
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1LON

a. Absolute deviation from mean Chi-1 value (excl. Pro)
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b. Absolute deviation from mean of omegatorsion
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c. C-aphachirality: abs. deviation of zetatorsion
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Zeta abs. mean dev.
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Omega
Dihedrals
MC bonds
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Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
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Residue properties
1LON

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

b. Absolute deviation from mean of omegatorsion
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Residue number

c. C-aphachirality: abs. deviation of zetatorsion

61
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Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
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d. Secondary structure & estimated accessibility
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a. Absolute deviation from mean Chi-1 value (excl. Pro)

& 100
% 80 -
£ 60
8 401
< 201
&
161 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260
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. b. Absolute deviation from mean of omegatorsion
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4o c. C-aphachirality: abs. deviation of zetatorsion
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Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
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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ek MAARE=ANAENSNBNBEMENSCSESENBNSNS NSNSEASNSNSRNSNSNSRSSNSNSSSEREREREEE CEnSRiERSRSERSnSRSERERESEN
Mainchain [T T T T T T T T T T T LTI T T T LTI T T T T T LT T T T TP T TP T T T T T T T T TP T T T T
L0 T o T T O Y R
161 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260

1LON_06.ps




PROCHECK
Page 8

Residue properties
1LON

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

& 100
g 80
e 60
g w0
< 20
o
261 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360
Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 321
£ 24
8 161
5 81
£
© 28 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360
Residue number
4o c. C-aphachirality: abs. deviation of zetatorsion
o
S 32
§ 24 -
g 16
Y
S
261 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
SAA | GSAEANAFSVLQHVLGAGPHVKRGSNATSSLYQAVAKGVHQPFDV SAFNASY SDSGL FGFYT | SQAASAGDV | KAAYNQVKT | AQGNL SNPDVQAA
f. Max. deviation (see listing)
g. G-factors
Phi-psi W] O [N
e TN aEIEERECE . T
i3 & chi T I I [ H
Omega [ [ [ [
Dihedrals T T T T I T T T T T I T T LT T T T T T T T O T T T TP T T T TP T T T T T I T T T T T
ek R AMENBNBRMANANSENERSNSENENSNSESEESESES  EBsAERBnARSENSNSESENSRSRSENERSRSENERSRSERERSRSESEREEEN
Mainchain [T T T T T T T T I T T T T T T T T LT T T T T T T W TR T T T LT T T T T T T T T T
overall [T T T I T T LI T T LT T T T T T T T e T T T T L T T T T T T LI T T [T 1T
261 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360

1LON_06.ps



PROCHECK

Resid ti e
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
g 80
e 60
g w0
< 20
o
361 370 375 380 385 390 395 400 405 410 415 420 425 430 435 3 10
Residue number
. b. Absolute deviation from mean of omegatorsion
g
g 327
£ 24
8 161
® 81
£
O 361 370 375 380 385 390 395 400 405 410 415 420 425 430 435 3 10
Residue number
4o c. C-aphachirality: abs. deviation of zetatorsion
o
% 32
£ 24+
g 16-
Y
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
MABENNNN—INN NN e\ — = SRRV
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
: AAAARIAAAA ‘ : AAAAAAAAAAAAAAIAAAAAAAAAAAAAA | ‘ WA ‘
KNKLKAGYLMSVESSEGFLDEVGSQALAAGSYTPPSTVLQQI DAVADADV | NAAKKFV SGRKSMAASGNLGHTPF I DEL NI RKSHPLMK |
f. Max. deviation (see listing)
g. G-factors
Phi-psi | H
: EE
Gmega " n I e -
Dihedrals [T T T T T I I T T T T T T T IO T T T I T T TP T T T LTI T T T T TP T T T LTI I OTTTTTTTTT]
ek R EMARENARMANBNSEEENBNSRSERSNSESSESNSRSSNSNSENSRSRSRNENERBRSRRERERSEEE" NSEN FHHHHHH
Mainchain [T T T T T T T I T T TOT T LTI T T T TP T T TP T T LT T T TP T T T T T T [TITTTTITTTT]
L0 T T T FIIIIITI1]
361 370 375 380 385 390 395 400 405 410 415 420 425 430 435 3 10

1LON_06.ps



PROCHECK
Page 10

Residue properties
1LON

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

” b. Absolute deviation from mean of omegatorsion

32
24
16

8_

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

Zeta abs. mean dev.
|_\
»

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

AAAAARAABAAABAAAAAAAAABIAAAR 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 (see listing)
5

5 . : ¥
S TR T IV I s P L A Tt Tt T T Tt s o A L SOV I T T oo
g. G-factors
Phi (A ol |
Shilone = aaza x atn naaEa aanta
Chi3 & chi4 [ 11 [T I [T [ |17
Omega [ 1 [T [1 [T [ 1
Dihedrals [T T I T I T T T T T T T T T T T T T T T T I T T T I T T T I T T T LT T T T T T I I T I T I T I T T]
s IR ESHHR i Sa:* R AAA AR R AR AR AR AAE SRR AR AT AR RaTd s
Mainchain [T T T T T[T X T BT T LI T LT T T T LT L L LT L L L L L L L L T LT L LT T L L T L T L T L T L T L T L L LT T L LT L LT LT LT T T LT T
Overal [T T TWBE T T LTI T L T LT LR LTI LTI T LTI LTI T T LI TR
14 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110

1LON_06.ps



PROCHECK
Page 11

Residue properties
1LON

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

& 100
g 80
e 60
g w0
< 20
o
114 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210
Residue number
. b. Absolute deviation from mean of omegatorsion
g
g 32
£ 24
8 16
o 8
£
O 114 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210
Residue number
4o c. C-aphachirality: abs. deviation of zetatorsion
&
S 32
§ 24 -
g 16-
Y
S
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
NONANNNIN— NN\ =N
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
: ‘ ‘ AAAARL ‘ NT(\/\/\/\/\N\/\/\/UT ‘ : N‘ITI‘V\AA{\AAAA/‘\AAAA/‘\AAAA/‘\AAAA/‘\AAAA/‘\ANT/N_V\AA‘F‘_IA
NIGVILLLTVMATAFMGYVL PNGQMSFWGATV I TNLLSA T PY | GTNLVEWIWGGFSVDKATLTRFFAFHFILPFI IMATAMVHLLFLHETGSNNPTGI SS
f. Max. deviation (see listing)
g. G-factors
i-psi [ RERE
e m = aSeRRiE: i
Chi3& chi4 [] [ [ ] [ I H:
Omega [ [ [T [ [
Dihedrals [T T T T T T T I 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 O T T T T R T T T T T T T T T ]
ek RAAMA-NEEMENSNEENERSESENERSNSESERSESRS NSNSESSNSNSESSNSNSRSSNSRNAS NERSESERERSRSERERSRSSEEREEEE
Mainchain [T T T T T I T T T TT I T T T LT TP T T T T TP T TP T T T T T T T T I
Overall T T T T T R T T T T T T T T T T T T T I T T T T T T T IT I T T I TT T T T IT T I T TTITITITT ]
114 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210

1LON_06.ps
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Page 12

Residue properties
1LON

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

& 100
g 80
e 60
g w0
< 20
o
214 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310
Residue number
. b. Absolute deviation from mean of omegatorsion
g
g 327
£ 24
8 161
P 81
£
O 214 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310
Residue number
4o c. C-aphachirality: abs. deviation of zetatorsion
o
% 32
o 24
g 16
A
S
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
= A MNANNNT — N\ BRAANA B
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAA
DVDK | PFHPYYTIKDILGALLL I LALMLLVLFAPDLLGDPDNYTPANPLNTPPHIKPEWYFLFAYAILRSI PNKLGGVLALAFSILILALIPLLHTSKQR
f. Max. deviation (seelisting)
6 + * + *
Coennindie o nahh e B e s s mment det s
g. G-factors
Ph T T T T T ool | [T] o [
e i et e g T
Ghegn H H ERERRERECEE EeRRRE
Dihedrals  [(TT T T T TR T T I T T LTI T T T T T LT I T T T T T T T T T T T T T T TP T T T T T T T I T I I
ek ana" ESEMENSESEMERSESENCHENSEEEEBEBSSEESNSRSSRSREESSNSNSRSSNSRSESSNSRSESERERSRSERERECEEEmsEEEN
Mainchain (T T T T T T T T T T T T T T T T TP T T T T T T TP T TP T TP T T T T T T
Overall [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 T T T T T T T T T T T T T T T T
214 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310

1LON_06.ps



PROCHECK

Resid tl .
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
]
g 80
e 60
g w0
< 20
o
314 320 325 330 335 340 345 350 355 360 365 370 375 5 10 15 20
Residue number
. b. Absolute deviation from mean of omegatorsion
g
g 327
£ 24
8 161
5 81
£
O 314 320 325 330 335 340 345 350 355 360 365 370 375 5 10 15 20
Residue number
4o c. C-aphachirality: abs. deviation of zetatorsion
]
% 32
£ 24+
g 16
Y
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
—AAAAN SR AN NN —
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
ARRERAAAAA AAAAAAAAAAAATIAAAAA AAAAAAAR
éMMFRPIL SQCL MALVADL LTILTWI G(‘BQPVEHPY | TiGQLAéVLYFILL | LVLMPTAéTI ENkL LKW SDLELHPPSYPWSHRGLL SSLDHT
f. Max. deviation (see listing)
g. G-factors
Phi-psi . RN T T H W [T T N
ar 3 i
Gmega ' B H H HH Enan
Dihedrals [T TTTT T T I IT T T T T T I T T T T T T T IR T T T LTI T T T T T T T ITTITT T AT T T T T TR T
MCape R S ENAEENENERENENENMEES" HEE
Mainchain  [(TT T TT T T T T T T T T T T T T T LT T TR T T TP T T T I ITTI0T] IITTTT T I T I I T T T T T
Overall T AT I T T T T T T I T I R T T T T T T T T IT T ITITTTITTITTITT T T T I T ITTITTIT T 1T
314 320 325 330 335 340 345 350 355 360 365 370 375 5 10 15 20

1LON_06.ps



PROCHECK

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

40
32
24
16

8

Omega abs. mean dev.

40
32
24
16

8

Zeta abs. mean dev.

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

Page 14

Residue properties
1LON

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

25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120
Residue number

b. Absolute deviation from mean of omegatorsion

25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

25 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

MNN AN i |

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

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

ERAAAAAAAAAAARAAAA AN
T T T T T T T T T T T T T T T T T T T T
SIRRGFQVYKQVCSSCHSMDYVAYRHLVGVCY TEDEAKALAEEVEVQDGPNEDGEMFMRPGKL SDY FPKPY PNPEAARAANNGAL PPDL SY | VRARHGGE

f. Max. deviation (seelisting) H

5 * * 9

I T s R AR L T it T T R TR I R R I I IR

g. G-factors
O ] -H I EEEEC R ] FC::. I LT
! el #u sl i
(T T T I T T T T T T T T T e T T T T T I T TR T T T T T I T T T T T T P T T T T T I T T T T T T T T
EEEESSEEEEESNSEEEESNSSEEESSASERRSSSSSERSSSEERAE BECERESSESEEES"E "EESSSESEEESSS RESSSSSEEESSEaEEES
[T 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 T T T T M T T T T I T T T T I T T T T
CCTCT LT BT B LT CEC R BT LT TR [T B TR E T T T[T T TT M (TR T[T TR T TR T
25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120
C = cis-peptide

1LON_06.ps




PROCHECK
Page 15

Residue properties
1LON

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

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

” b. Absolute deviation from mean of omegatorsion

32
24
16

8_

Omega abs. mean dev.

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

4o c. C-aphachirality: abs. deviation of zetatorsion

32
24
16 1
8_

Zeta abs. mean dev.

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

o NN N

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

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

AREEAAAAAAAAAAAAAAAATIAAAAAAAAA
T T T T T T T T T T
DYVFSLLTGYCEPPTGVSLREGLYFNPYFPGQA | GMAPPIYNEVLEFDDGTPATMSQVAKDVCTFLRWAAEPEHDHRKRMGLKML LMMGL LL PLVYAMKR

f. Max. deviation (seelisting)

. ; .

4 b4 EFE g +* P T R S
‘

* ok k4

* %
* %

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

1LON_06.ps



PROCHECK

R d t Page 16
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80
e 60
g w0
< 20
o
225 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number
. b. Absolute deviation from mean of omegatorsion
g
g 327
£ 24
8 161
® 81
£
O 275 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number
4o c. C-aphachirality: abs. deviation of zetatorsion
&
© 32
§ 24
g 16-
<
g °
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 =™
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAAARRAAAAAFARAARRAAAABAAAAAAAAA
HKWSVLKSRKLAYRPPK SHTDI‘ KV PDI‘:SDYRI‘?PEVL[‘)STKS‘SK ESSI‘EARKGI‘:SYLV'i'ATTT\‘/GVAYA‘AKNV\‘/SQFVéSMSASADVLAMSK
f. Max. deviation (see listing)
g. G-factors
Phi-psi [TT1] [
gitoe asie - P—
Chi3 & chi4 I H [
mega [ [T 1
Dihedrals  [TITTT T TTTTITTT] T TS T T T T T T T T T T T T T I T T T T e ]
MCape FHHHHHHFHHH ESEE - EENEEEEEEERAREE-EMENENERENEREESRSSSESESSSENEESNSNERSEEREEEZESEZEEE
Mainchain  [TTTTTT R TTTTTT1] [EEEE SEEEEEEEEEEEEEEEEEEEEEEEE RN RN NN
Ovedl  [TTTTTIEIITIIITLT] O T T T T LT T T T T T T T LT T T T T T LT T T T LT T T LI R ]
225 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70

1LON_06.ps




PROCHECK

=
o
o

Page 17

Residue properties
1LON

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

80
60
40
20

Chi-1 abs. mean dev.

74

40

80 8 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 omegatorsion

32
24
16

8_

Omega abs. mean dev.

74

40

80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

32
24
16

Zeta abs. mean dev.

74

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
HE N (.

% w0 N

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

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

AAA, AAA IAA
T T T T
I EIKL SD | PEGKNMA FKWRGK PL FVRHRTKKE | DQEAAVEV SQLRDPQHDL ERVKKPEWV | L | GVCTHLGCVP | ANAGDFGGYYCPCHGSHYDASGR | RK

f. Max. deviation (see listing)

* * *

*opk gk g

* ok ok

Khkk Kk Kk kkKk Kk kk *

Chi3 & chi4

Omega

Dihedrals

MC bonds

MC angles

Mainchain

Overall

1LON_06.ps




PROCHECK

Residue properties

Page 18

1L ON

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

& 100
% 80 -
£ 60
8 401
< 201
o
174 180 185 190 195 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 32
£ 24
8 16
o 8
£
O 174 180 185 190 195 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number
4o c. C-aphachirality: abs. deviation of zetatorsion
o
© 32
§ 24
g 16-
Y
S
174 180 185 190 195 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
S L P AR NG AN —
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
EEAAAAAA AAAAAAAATINAAAAAAAAAAAAAANAAAAAAAAAAAAANNTIR
(‘SPAPLNI‘_EVPS“(EFTSI‘DDMV | \‘/G VSASéRWL Eél RKMYNAAéFNKLéLMRDE)T | HENDDVKEAI RRI‘_PENL?DDRVI‘:RI KRALDL Sl\‘/IRQ
f. Max. deviation (see listing)
g. G-factors
Phi-psi . T [T ] [ [T 1] 0
i M = e e e
i3 & chi RN H [ iH [ [ [ [
mega [T [ [T [ [T [T [
Dihedrals I T T T T [T ] O T T T T T T T T TR T T T T T T T T T T T T T I T T T T
MC e B S EMRNRNRENERENANSRENANSNENANANNNAERENENRNRNRSNENE SERSREEERENES
Mainchain [T T T T T T I T IITTITTTIT11] BT 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
Overdl  QETTIITITITRERIT I ITLT] O LT T T T e T T T T T L L T I T T LI T T I T T TIT]
174 180 185 190 195 10 15 20 25 30 35 40 45 50 55 60 65 70

1LON_06.ps




PROCHECK

Resid ti o
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
]
% 80
e 60
g w0
< 20
o
73 80 8 90 95 100 105 110 5 10 15 20 25 30 35 40 45 50
Residue number
. b. Absolute deviation from mean of omegatorsion
g
g 321
£ 24
8 161
® 81
£
© 73 80 8 90 95 100 105 110 5 10 15 20 25 30 35 40 45 50
Residue number
4o c. C-aphachirality: abs. deviation of zetatorsion
o)
% 32
£ 244
g 16
Y
S
73 80 8 90 95 100 105 110 5 10 15 20 25 30 35 40 45 50
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
=0 R AN =— C———T ANrm—=ANANANAN Ry
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
QI LPKEQWNTKY EEDKSYLEPYLKEV | RERKEREEWAKK GRQFéHLTR\}RHVI +YSL SI‘DFEQRAFPHYFSKGI PNVLRRTRACI LRVAPPF
f. Max. deviation (see listing)
4 + +
st L L Lt S5 e nr e T U
g. G-factors
Phi-psi . 1 [ 1] CTT | BN
Gy R oiis Eitadaceitey i o
Gmega "+ EEETTHHHE H H H B H
Dihedrals [T T T I T T T T T LTI T LT T I T ITTTTTTT] T T T T T T e T T T T T T
MCape " ERiREREEBREESESENESEMEAEMEAEE"EERaEEREEEEEEECTEE
Mainchain  [(TTTT T T I T I T T T T T IITITITITIIIITTITTIT1T1] | SEEEEEEEEEEEEEEEEEEE NN NN NN RN
overdll [T T BRI LI T LI T LI LITIIT] | ENENEENENN NN NN EEANS SN NEN AN E N AN AN
73 80 8 90 95 100 105 110 5 10 15 20 25 30 35 40 45 50

1LON_06.ps



PROCHECK

Resid t -

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

o

% 80

e 60

g w0

< 20

o

53 60 65 70 75 15 20 25 30 35 40 45 50 55 60 65 70 75

Residue number

5 a0 b. Absolute deviation from mean of omegatorsion

Hp

£ 24

8 16

o 8

S

O 53 60 65 70 75 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number

4o c. C-aphachirality: abs. deviation of zetatorsion

&

© 3R

§ 24

g 16

N

53 60 65 70 75 15 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

SONANNNG == H —cAN A AN =———oAAAAA =
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

MC bonds
MC angles

Mainchain

Overall

1LON_06.ps



PROCHECK

Resid ti e
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o)
% 80 -
£ 60
8 401
< 201
o
76 5 10 15 20 25 30 35 40 45 50 55 5 10 15 20
Residue number
. b. Absolute deviation from mean of omegatorsion
g
g 321
£ 24
8 161
P 8-
£
© 7 5 10 15 20 25 30 35 40 45 50 55 5 10 15 20
Residue number
4o c. C-aphachirality: abs. deviation of zetatorsion
&
S 324
§ 24 -
g 16 -
®
g °
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
- | m)—u) S J =A==
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed
SLK ML SVAARSGPFAPVL SATSRGVAGALRPLVQAAVPATSESPVLDLKRSVLCRESLRG VAPTLTARLYSLLFRRTSTF
f. Max. deviation (see listing) .
* + 44 7 5
: g it sithe i Tttt sl rrrd rr
g. G-factors
(F;*p]ii- -Scihi 2 [T 1] ,#I:: [ [
ch3 s HHH HH H H u |
mega [T i\ H\H H [T [
Dihedrals  [T1] T T T T T T T T T e e T T T T ] [(ENA T T T T T T T T
MG Spies RASMEEEMSHEAEMEMEREEE"n" ISEREEE"" HEES u"mdcAEEEs SEEE
Mainchain  [TT] [EEEEEEERENEEEEEEEEEEEEE BN EENEEENNEEEN N ENEEEREENEEEE [ TTTIITTITITTITITT]
Overdl [T OO T T, P T T, T T e o [T T T T oM B T [T [ I [T (I [T [T TR T
76 5 10 15 20 25 30 35 40 45 50 55 5 10 15 20

1LON_06.ps



PROCHECK

Page 22

Residue properties
1LON
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Main-chain bond lengths
1LON

C-N

C-N
(except Pro)

(Pro)

403

Aouanbai4

111 115 119 123 127 131 135

il

134 1.38 142 146

122 126 1.30

403

Afouenbai4

120 124 128 132 1.36 140 144

403

Aouanbai4

CA-CB

CA-C

CA-C
(except Gly)

(Alg)

(Gly)

3

—

(@]

L@

-

[{o]

Lo

““““““““““““““ 0

o

—

\\\\\\\\\\\\\\\\\\\\\\\\\\\ %

-

3

- —

hd S

[s2) —
<

Aouanbai4

8

i

[e)]

—

n

\\\\\\\\\\\\\\\\\\\\\\\\\\\ —

—

\\\\\\\\\\\\\\\\\\\\\\\\\\\ —

N~

<

-

<

-

[e)]

&

[a0] —
S

Aouenbai4

3

-

o

©

—

(o]

—

o

—

[ee]

3

—

3

-

S

-

403

Aouanbai4

N-CA
(except Gly,Pro)

(therest)

CA-CB

CA-CB

(lle,Thr,val)

N~

10

—

[92]

—

[©)]

<

wwwwwwwwwwwwwwwwwwwww —

[Ty

<

wwwwwwwwwwwwwwwwwwww —

—

<

—

N~

o

—

[42]

o

[s2) —

<

Aouanbai4

3

i

3

—

(o]

\\\\\\\\\\\\\\\\\\\\\\\\ —

o

\\\\\\\\\\\\\\\\\\\\ —i

[e0]

<

—

3

—

Q

3

[a0] —

S

fousnbai4

n

©O

—

—

©

—

N~

““““““““““““““ i0

[32]

\\\\\\\\\\\\\\\\\\\\\\\\\\ —

[©)]

<

—

[Ty

<

— —

v —

<

m —
Aouanbai4

N-CA

(Gly)

[ee]

Yo}

i

3

—

(@]

LD

\\\\\\\\\\\\\\\\\\\\\\\\\\\ —

{:

<5

““““““““““““““ S

[aN]

<

—

[o]

Lo

—

3

[a0] —
S

fousnbai4

N~

10

—

™

L0

—

[e))]

<

—

%

wwwwwwwwwwwwwwwwwwwwwwwwww —

—

=

—

N~

Lo

—

™

o

m —

Aouanbai4

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.

Black bars> 2.0 st. devs. from mean.
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Main-chain bond angles

1L ON

CA-C-N CA-C-N

(except Gly,Pro) (Gly)
573 — 573 —
4?2 b 1» b
o) oy
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> >3
g 8
LL LL
101 106 111 116 121 126 131 101 106 111 ‘116 121 126 131
O-C-N O-C-N
(except Pro) (Pro)
573 . 573 —_
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o) oy
& o]
> >3
g 8
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C-N-CA C-N-CA
(Gly) (Pro)
573 — 573 ,
b ] 1»
o) oy
& o]
> >3
g 8
LL LL
105 110 115 150 195 130 135 107 12 17 12 17 152 137

CA-C-O CB-CA-C

(Gly) (Ala)
573 — 573 —
o) oy
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> >3
g 8
LL LL
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Black bars> 2.0 st. devs. from mean.
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4 or ) signifies data points off the graph in the direction shown.

Solid and dashed lines represent the mean and standard deviation values as per Engh & Huber small-molecule data.
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Main-chain bond angles
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4 or ) signifies data points off the graph in the direction shown.
Solid and dashed lines represent the mean and standard deviation values as per Engh & Huber small-molecule data.
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Main-chain bond lengths
CA 1530 CB CA 1540 CB CA 1521 CB CA 1540 CB N 1458 CA CA 1525 C
A Ser 30 AVa 39 A Ala 84 A Thr 91 A Thr 91 A Leu 106
CA 1540 CB CA 1540 CB CA 1540 CB CA 1521 CB CA 1540 CB CA 1521 CB
A lle 127 A Thr 143 A Val 149 A Ala155 A Thr 161 A Ala164
N 1458 CA CA 1525 C CA 1540 CB CA 1516 C CA 1530 CB N 1458 CA
1.520 1.473 1.438 1.465 1.469 1.405
A Glu 172 A Arg 175 A Thr 237 A Gly 238 A Ser 239 A Ser 239
CA 1530 CB N 1458 CA CA 1525 C C 1231 O C 1231 O CA 1521 CB
1.457 1.541 1.443 1.303 1.285 1431
A Asp 246 A Leu 250 A Ala251 A His 252 A Ala254 A Ala254
CA 1525 C CA 1540 CB C 1231 O CA 1530 CB CA 1525 C CA 1521 CB
1.448 1.488 1.293 1.470 1.465 1.458
A Glu 258 A Val 268 A Tyr 280 A Cys 282 A Tyr 284 A Ala288
CA 1521 CB CA 1525 C CA 1540 CB CA 1525 C CA 1525 C CA 1530 CB
1.455 1.460 1.419 1.464 1.428 1.476
A Ala298 A Lys 302 A Thr 309 A Leu 320 A Phe 324 A Ser 330
CA 1530 CB CA 1540 CB CA 1540 CB CA 1521 CB CA 1530 CB CA 1530 CB
1.478 1.485 1.469 1.465 1.473 1.480
A Met 335 A Val 337 A Thr 347 A Ala364 A Glu 377 A Asp 378
CA 1540 CB CA 1540 CB CA 1540 CB CA 1540 CB CA 1525 C CA 1521 CB
1.446 1.485 1.481 1.482 1.468 1.457
A Thr 385 A 1le 390 A lle 399 A Val 406 A Arg 408 A Ala423
CA 1525 C CA 1540 CB CA 1525 C CA 1525 C CA 1525 C CA 1540 CB
1.470 1.479 1.474 1451 1.469 1.417
A Arg 436 Alled37 A Arg 445 A Phe 446 B Asp 23 B Thr 27
CA 1540 CB CA 1530 CB N 1458 CA CA 1540 CB CA 1530 CB CA 1525 C
1.485 1.457 1.407 1.475 1471 1.472
Blle 35 B Ser 37 B Ser 45 B lle 47 B Leu 49 Blle 51
CA 1540 CB CA 1530 CB CA 1530 CB CA 1530 CB CA 1525 C N 1458 CA
1472 480 1.476 1.476 1.460 1.407
Blle 51 B Ser 55 B Asn 59 B Ser 60 B Asn 61 B Asn 61
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Distorted geometry
1LON

Main-chain bond lengths (contd)
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Page 2

CA 1525 C

1.449
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Bllel118
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Main-chain bond lengths (contd)
CA 1540 CB CA 1525 C CA 1525 C CA 1540 CB CA 1540 CB CA 1530 CB
1.452 1.474 1.475 1.479 1.488 1.472
B Thr 326 B lle 327 B Ser 328 B Vva 344 B Vva 372 B Glu 373
CA 1525 C CA 1530 CB CA 1525 C CA 1525 C CA 1540 CB CA 1540 CB
1.470 1.479 1.464 1.470 1.488 1.480
B Ser 374 B Ser 374 B GIn 385 B Thr 397 B Thr 397 B Val 405
CA 1521 CB CA 1540 CB CA 1525 C CA 1530 CB CA 1530 CB C 1231 O
1.464 1.480 1.605 1.468 1.592 1.285
B Ala 408 B Vva 410 B Asn 412 B Ser 423 B Met 424 B Ala425
CA 1521 CB CA 1521 CB CA 1530 CB N 1458 CA N 1458 CA CA 1540 CB
1.465 1.427 1.459 1.548 1.520 1.469
B Ala425 B Ala426 B Ser 427 B Ile 436 CAsn 3 Clle 19
CA 1525 C CA 1525 C CA 1540 CB CA 1540 CB N 1458 CA CA 1540 CB
1.423 1.474 1.480 1.597 1.405 1.455
CSer 25 Clle 27 Clle 27 CThr 67 C Ser 106 C Thr 108
CA 1540 CB CA 1521 CB CA 1530 CB CA 1525 C CA 1540 CB N 1458 CA
1.473 1.458 1.475 1.469 1.461 1.395
Clle115 CAlal127 C His 182 C Thr 209 Clle211 Clle211
CA 1525 C CA 1530 CB C 1231 O CA 1525 C C 1231 O CA 1540 CB
1.462 1.465 1.162 1.472 1.284 1.485
C Ser 212 C Ser 212 CAsp214 CAgp214 Clle218 Clle218
CA 1530 CB CA 1525 C N 1458 CA CA 1540 CB CA 1530 CB C 1231 O
1.462 1.464 1.509 1.628 1.442 1.295
CHis221 Cleu235 CVval 243 C Thr 257 C His 308 C Met 315
CA 1525 C CA 1540 CB CA 1540 CB CA 1540 CB CA 1521 CB CA 1525 C
1.589 1.485 1.597 1.596 1.451 1474
C Arg 318 CThr334 C Thr 336 CVa 343 C Ala369 D Ser 42
CA 1521 CB CA 1525 C CA 1530 CB CA 1521 CB CA 1540 CB N 1458 CA
1.468 1.584 1.595 1.459 1.593 1.402
D Ala 61 D Phe 91 D Phe 91 D Ala101 D lle116 D Leu 169
CA 1521 CB CA 1525 C CA 1525 C CA 1525 C C 1231 O CA 1525 C
1.406 1.436 1.454 1.473 1.295 445
D Ala177 D Ser 232 D Arg 233 D Pro 239 Elle 5 Elle 5
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Distorted geometry
1LON

CA 1540 CB

1.490
EVa 18

CA 1540 CB

1.599
Elle147

=z
=
&
©
Q
>

1514

I
I
I
1

1.557
GGIn 3

CA 1540 CB

1.609
Glle 34

=z
=
&
©
0
>

1512
| Met 1

CA 1521 CB

1.367
I Ala 25

C 1231 O

1
[

1.173

S
o &

1.511
JGlu 44

CA 1540 CB

593
Klle 48

Main-chain bond lengths (contd)
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Bonds differing by > 0.05A from small-molecule values. VValues shown: "ideal", difference, actual

1LON_10.ps




PROCHECK
Page 5

Distorted geometry
1LON

Main-chain bond angles

: ©
CA CA A CA
A Glu 50 A Lys 51 A GIn 159 A Ala192 A Ser 220 A Gly 285
1112 1112 1112 111.2 1112 1125
A Arg 389 A Ala421 B Asn 40 B Leu 96 B Met 105 B Gly 231
1125 111.2 116.2 1230 1217 1112
BGIy 234 BAIa235 B His 304 - BGIn305 B His304 - BGIn305 B His 304 - BGIn305 BGIn 305
116.2 123.0 111.2 111.2 1217 CcA CA 116.2
B GIn305- B Pro 306 B GIn 305 B Pro 306 B Phe 435 C Leu 185 cC Phe220 CHis221 CHis221-CPro222
1230 111.2 1112 111.2 116.2 1226
CH|5221 CPro222 CTyr 223 C H|3345 D Leu 21 D Phe 91 DPro 92 DPhe 91-D Pro 92
1118 112 112 Cc ca 162 N g 1230 N N 1125 ¢

W 1214 1217 1035 133.3 101.3
C C

CA CA
D Pro 92 D Asn 106 D Cys 135 D Glu 145 - D Gly 146 D Glu 145 - D Gly 146 D Gly 146
1217 cp CB 1091 CA 162 1230 1112 1112
C
D Glu 167 D Val 168 D Val 168 D Val 168-D Leu 169 D Val 168 - D Leu 169 D Phe 171 D Ser 232
111.2 111.2 111.2 111.2 111.8 111.8
EVaI 7 ESer 63 EAIa 70 ELeu 78 EPr0130 EPro 146
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Main-chain bond angles (contd)
1112 1125 1112 1112 1112 111.2
E HIS 161 EGIy 174 FGIu 85 GAIa 49 H Leu 27 H Asp 53
N 1112 C 1125 1112 1112 1118 1112
CA
I Ala 23 I GIy 24 I Leu 26 I Arg 27 I Pro 35 I Ala 36
CB 1091 © 116.2 1230 111.2 111.2 111.2
CA
I va 42 IVaI42ILeu43 IVaI42ILeu43 |Asp44 JThr4 KLeu42
cB 1091 C 111.8 1112
CA
KVva 45 KPro 46 KIIe 48

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

Planar groups
< Jon
CB
CB
E 0.033 0.022
B Asn 104 CHis 97 | Arg 56

Sidechains with RM S dist. from planarity > 0.03A for rings, or > 0.02A otherwise. Value shownisRMS dist.
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