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Plot statistics
Residues in most favoured regions [A,B,L] 1542 83.5%
Residues in additional allowed regions [a,b,l,p] 253 13.7%
Residues in generously allowed regions [~a,~b,~l,~p] 33 1.8%
Residues in disallowed regions 18 1.0%
Number of non-glycine and non-proline residues 1846 1000%
Number of end-residues (excl. Gly and Pro) 18
Number of glycine residues (shown as triangles) 140
Number of proline residues 110
Total number of residues 2114

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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Asp (96)

Asn (78)

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

Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
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Chi1-Chi2 plots
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Main-chain parameters
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Comparisonvalues  No. of
No.of Parameter Typicd Band  band widths

Stereochemical parameter datapts  value vaue  width  from mean

a %-tageresiduesin A, B, L 1846 835 74.8 10.0 0.9 Inside

b. Omega angle st dev 2102 35 6.0 3.0 -0.8 Inside

c. Bad contacts/ 100 residues 56 2.6 12.2 10.0 -1.0 Inside

d. Zetaangle st dev 1974 39 31 16 05 Inside

e. H-bond energy st dev 1389 0.8 0.9 0.2 -0.6 Inside

f. Overall G-factor 2114 0.0 -0.6 0.3 20 BETTER
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Side-chain parameters
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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 239 21.2 23.6 6.5 -0.4 Inside
b. Chi-1 trans st dev 605 214 234 53 -04 Inside
c. Chi-1 gauche plus st dev 822 19.2 22.0 4.9 -0.6 Inside
d. Chi-1 pooled st dev 1666 204 228 4.8 -0.5 Inside
e. Chi-2 trans st dev 562 21.8 23.6 5.0 -04 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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d. Secondary structure & estimated accessibility
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Residue properties
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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
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a. Absolute deviation from mean Chi-1 value (excl. Pro)
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d. Secondary structure & estimated accessibility
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a. Absolute deviation from mean Chi-1 value (excl. Pro)
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Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

[ mm— NN AN EANAN S AN

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

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

AAAAAAABAAAAAAAA  AAAAAAAAAAATIA BEAAAAAAAAAAAA
T T T T T T T T T T T T T T T T T T T T
NKLCQSFQTFNI CYADTGLLGAHFVCDHMS | DDMMFVLQGQMRLCTSATESEVLRGKNLLRNALVSHLDGTTPVCED I GRSLLTYGRRI PLAEWESRI A

f. Max. deviation (see listing)

+6 . :

OISR PO SO S SN ULt JOE SUE T O SO S SeE FE TP ot = SIESeSESE SONE LT AT O
g. G-factors
EEN ] I ] HC ]
sl sy
[T T T T I T T T T T T T T T T T T T T T T T T T T T T T 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 P e T T P e T P e T P T P T P P P T T T T T T T P T P P T P I T
e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e
[T I I T I I T T T I T T T T T T T T T T T T T T I T T T I I T T T I T T T T I T I I IIIIIT]
HH\‘HHHHH\H\HHH‘\HH‘H\H‘HHHHH\HH‘H\\H\HHH\\‘\\HHH\HHH\HH‘HHHHHHHH
305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400

Intk_06.ps




PROCHECK

Residue properties
1ntk

Page 5

a. Absolute deviation from mean Chi-1 value (excl. Pro)
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d. Secondary structure & estimated accessibility
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a. Absolute deviation from mean Chi-1 value (excl. Pro)
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Residue number Highlighted residues are those that
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d. Secondary structure & estimated accessibility
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Mainchain (T T T T I T T T T T T T T T LT I T T T T T T TP T T TP T T T P T T T TP T T I T T
overall [T I T L L T T e T T I L L L T LI TR I T]
61 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160
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PROCHECK

Residue properties e
1ntk

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

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

” b. Absolute deviation from mean of omegatorsion

32
24
16

Omega abs. mean dev.

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

c. C-aphachirality: abs. deviation of zetatorsion

~ 100
T g
e 60 -
g 40+
20

Zetaab

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

N /vy B

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

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

‘ ‘ : ‘ ‘ ‘ : ‘ : AAAAAAAAAANTIEINAA _F1 BN Tﬂ/\/\/ﬂ AAAAARL 4 ‘ :
ENLHAAAYRNALANSLYCPDYRIGKVTPVELHDYVQNHFTSARMAL | GLGVSHPVLKQVAEQFLN | RGGLGL SGAKAKYHGGE | REQNGDSLVHAALVAE

« +5

PR M
o P £ 4rxB 4 b4t 4 oar 4 x ok oww ogay PR
A KKK K K KkAkk Kkk RKKEKAK K K K K AKRKKAKAKAKR Kk Kk Kk KKKk KAKAKAKRKR KKk %

g. G-factors
Phi-psi . | [T
Aty F = n TR r
Gega " R H _ H ERRRREREE o
Dihedrals  [(TTT T T TR T T T T LT IO IO T LT T T T T T T T T T T T T T T T T T T T T T T T T T T T I T T]
ek NEENA BEBERENBNBENERBSSSSERBESNs SNSEASNSNSRSSNSNSRSSNSNSESSNSRSSHER ERSENSRSESRSCH' EEEEERESEN
Mainchain  [(TT T T T T T T T T T LTI T T T T T T T T T T T T TP T T T T T TP T T T T T T T
Overall T T T T T T T T P I T T T T T P T P T T T T T T T T T TR I T T T T T T T T T T T I T ]
161 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260

Intk_06.ps




PROCHECK
Page 8

Residue properties
1ntk

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 32
£ 24
8 16
o 8
£
© e 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360
Residue number
100 c. C-aphachirality: abs. deviation of zetatorsion
o
% 80
L 60-
g 40-
-c% 20
S
261 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
: ‘ : ‘HAA/‘\/\H/\ITV\/\AN‘\AAAN‘\/\/J_./WV\/‘\/\/\/\/\/‘WW‘ ‘ : ‘ : ‘ HAAAAAAAAA
SAA | GSAEANAFSVLQHVLGAGPHVKRGSNATSSLYQAVAKGVHQPFDV SAFNASY SDSGL FGFYT | SQAASAGDV | KAAYNQVKT | AQGNL SNPDVQAA
f. Max. deviation (see listing) :
1* +
Poosin L amnmnEnn Lt trntaonn i narrs
g. G-factors
D
Phi-psi W] [ 1] NN [ [
G HE i daiecs udf
i3 & chi I [ T [T [ [
Omega [ [1 [T [ [T [ [
Dihedrals [T T T T T T T T T T e e T T T T T T T T T T T T T T T TR T T
ek R AMERENBRMRRBNSENERSNSENERSNSESENSESES  BEBCAENSNSRSSNBSSESENSRSESENEREESENERSRSESERSESEEEREEEN
Mainchain \\H\\H\HHHHHHHHHHHHHHHHHD-H\\H\\H\H\\H\HHHHHHHH\HHHHHHHHHH
Overall T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T I T TT T T ]
261 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360

D = D-amino acid
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PROCHECK

Resid ti .
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
]
% 80
e 60
g w0
< 20
o
361 370 375 380 385 390 395 400 405 410 415 420 425 430 435 2 10
Residue number
. b. Absolute deviation from mean of omegatorsion
g
g 321
£ 24
8 161
® 81
£
O 361 370 375 380 385 390 395 400 405 410 415 420 425 430 435 2 10
Residue number
100 c. C-aphachirality: abs. deviation of zetatorsion
o)
% 80
£ 60+
g 40
?é 20
T
N 'l'-__-_l'—_!- T T T '-'.-—1——-|'——'|-——|—-'1—-'r--'|'-'.|'* = =l
361 370 375 380 385 390 395 400 405 410 415 420 425 430 435 2 10
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
MAAZEANNN NN = AN — U S
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAAATIAAAA AAATAAAAAAAAAAAAAAAAAAAAAAAAA
kNKLKAGYLMSVESéEGFLbEVGSéALAAéSYTP}‘DSTVL‘QQI DA\‘/ADAD\‘/I NAAP‘(KFVS(‘BRKSMAASGNI‘_GHTPI‘:I DEL TN RKSHPLMK
f. Max. deviation (seelisting)
4 + +
ottt . BT fand Ll L fouat oL Lnont Dot
g. G-factors
Phi-psi | L
Chil-chi2 ]
i : i
Dihedrals [T TT T T I I T T T T T T IO T T T I T T T T T T T T T I T T T I T LTI T T [T
ek R ARMARENBRMENBNSENENSNSESENSNSESSESNSESSRSNSESSNSNSESERERSRSEREREREEsEREEEN FHHHHH
Mainchain [T T T T T T T T T LT T T T T LT LT TP T TP T TP T TP T T [T TIITTTT]
Overall LTI T T T T T T T T I T T T T T T T T T T T I T I T T T I T T I T T T IT T T I TTTTTTTTT] [IITTTTTITTI
361 370 375 380 385 390 395 400 405 410 415 420 425 430 435 2 10
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PROCH

Omega abs. mean dev. Chi-1 abs. mean dev.

Zeta abs. mean dev

=
o
o

: 100

ECK
Page 10

Residue properties
1ntk

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

80
60
40
20

13 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

13 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

80
60 -
40
20 1

13 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 Generous ll Disallowed

AFAFAAA
T T T T T T T T T T T T T T T T T T T T
I'VNNAF I DLPAPSN| SSMWFGSLLGICLILQILTGLFLAMHYTSDTTTAFSSVTHI CRDVNYGWI | RYMHANGASMFF | CLYMHVGRGLYYGSYTFLET

f. Max. deviation (see listing) .
6 *6
IR TUE OO T O e S S SR P e S S ST SNC s I A SN SONE SORNE SCANUUE SR SIE ST SO RO SO
g. G-factors
D
Phi-psi [T T T ] RN
e W a nH gt - o s
Chi3& chi4 [ [ [ 11 [ ] [ [ ] [
Omega [ T [ [T [ [ [ [
Dihedrals T T T T I T T P T T T T T T T T T e 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
e A T T
Mainchain \\H\\H\H\\||\H\H\\H\H\\H\HHH\H\H\D\H\H\\H\HHH\H\H\\H\H\HHHHHHHHHHHH
Overal [T TP ITTTBEB T I LTI LT LR T T LTI T LT T TG I LTI TL LTI LT
13 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110

D = D-amino acid

Intk_06.ps




PROCHECK

Page 11

Residue properties
1ntk

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

& 100
% 80 -
£ 60
8 401
< 201
o
113 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210
Residue number
. b. Absolute deviation from mean of omegatorsion
g
g 327
£ 24
8 161
® 81
£
O 113 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210
Residue number
100 c. C-aphachirality: abs. deviation of zetatorsion
o
© 80_
L 60-
g 40
-c% 201
Elj 'I'-'-——l—.'—|_—1.'-—
T T | P .T———r-—ﬁ——ﬂl--r'-'—l—*—-r—‘r-—'l—'—r—-‘r'-
113 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
NN\ —N\NN\ -
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAAAR N_I/W_IN_I/\/\/\N_./\ ATAFRAAAAAAAAAAAAAAAAAAAAAAAAAAAAAAR
V\INIGVI LLLTVMATAFMéYVL PV‘\KSQVISI‘:\NGAT\‘/I TNLLSAI PYIGTNLVBNIV‘\/GGFS\‘/DKATI‘_TRFFA‘FHFI LPFI Il\‘/IAIAM\‘/HLL FI‘_HETG‘SNNPT(‘BI S
f. Max. deviation (see listing)
sor nmnr b, i e v e s e e
g. G-factors
Phi-psi |l |l [IEEEE | -
Chil-chi2
A cifrids . .
Omega [ [ [ [
Dihedrals [T T T T T T I IT T T I T I T T T T T TP T O T T T T T T T T O TP T T T T T T T T T T I T T
MCbonds T T T T T T T I
MCangles [T T e e e e P P P
Mainchain (T T T T T T I T T T T T T T LT T T T TP T T T T T T T TP T T T T IT T IITT
Overall T T T T T T T T T T T T T T T T T T T T I T T T T T T I T T T T T T T T IT T T IT T TITTITITITTIITIT T
113 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210
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PROCHECK
Page 12

Residue properties
1ntk

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

& 100
g 80
e 60
g w0
< 20
o
213 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310
Residue number
. b. Absolute deviation from mean of omegatorsion
g
g 327
£ 24
8 161
® 81
£
O 213 220 275 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310
Residue number
100 c. C-aphachirality: abs. deviation of zetatorsion
o
% 80
L 60-
g 40-
-c% 20
S
213 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed
AAA
SDVDK | PFHPYYTIKDILGALLL I LALMLLVLFAPDLLGDPDNYTPANPLNTPPHIKPEWYFLFAYAILRSIPNKLGGVLALAFSILILALIPLLHTSKQ
f. Max.:deviation (seelisting,
875 5 *o4x ++
sotnasgt T aeitde e el e e e e
g. G-factors
D
Phi-psi ] | || L
A, AT e
Gega " et - ENRNRNRARENENAN"BESRERENEN H Eamn"
Dihedrals [T TT T T T TR T T T T T T T T T T T T I T TR T T T T T T T T T B e [ T R T T T T T T T T T T T I I T T T T 1]
ek RAAE B EEEMENSNSENERSNSENENSNSSNEESESRY NSNSESSSSN EESNSNSESSNSRSESENSRSESENSRSESENEREREERETEEEN
Mainchain HHHHEHHHH\HHHHHHHHHHHHHHH\HHHHHHHHHHHHHHH\HHHHHHHHHH
Overall [T T T T T T T T T T T T T T T T T T T T TR e T T A T T T I T I T T T I T T T T IT T T T TT T TR T
213 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310

D = D-amino acid
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PROCHECK

Resid ti .
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80
e 60
g w0
< 20
o
313 320 325 330 335 340 345 350 355 360 365 370 375 5 10 15 20
Residue number
. b. Absolute deviation from mean of omegatorsion
g
g 327
£ 24
8 161
® 81
£
O 313 320 375 330 335 340 345 350 355 360 365 370 375 5 10 15 20
Residue number
100 c. C-aphachirality: abs. deviation of zetatorsion
o
% 80
L 60-
g 40-
?é 20
o
N e T T T
313 320 325 330 335 340 345 350 355 360 365 370 375 5 10 15 20
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
RSMMFRPL SQCL FWALVADLLTLTWI GGQPVEHPY I TI GQLASVLYFLL I LVLMPTAGT | ENKL LKW SDLELHPPSYPWSHRGL L SSLDH
f. Max. deviation (seelisting)
4
st o et L TR L : I T P
g. G-factors
Phi-psi HEESN [UEEEEN T = N EEEE
Gl FREE - S IEIeHEalae B ; Exe
i3 & chi [T I [ [ [ [] [ [ 1]
Omega [ [ [ [T [T [ [T [T
Dihedrals  [(TT T T I IT T T T T I T T T T T T T I T T T T T T T T T T TITT17 A T T T AT T T
ek A RAMERARSENENSRSENERBEEENEES ECNERBESERSESESERSESESERSEEEEERERE E A
Mainchain [T T T T T I T T T T T T T T T T LT T T T T LTI T T T T T IITT0T 1] T T T T T I T T T TTTTT
Overall T T T T T T T T T TP T T T R T T T T T TT T T T T ITITTITITTITITT LTI T ITTITITITITTT]
313 320 325 330 335 340 345 350 355 360 365 370 375 5 10 15 20
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PROCHECK
Page 14

Residue properties
1ntk

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

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

” b. Absolute deviation from mean of omegatorsion

32
24
16

8_

Omega abs. mean dev.

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

c. C-aphachirality: abs. deviation of zetatorsion

: 100
80
60
40 -
20

Zeta abs. mean dev

———mm e m e = T T T
24 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120

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

d. Secondary structure & estimated accessibility

AN e NP NN » —

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

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

T T T T T T T T T
TSIRRGFQVYKQVCSSCHSMDYVAYRHLVGVCY TEDEAKALAEEVEVQDGPNEDGEMFMRPGKL SDY FPKPY PNPEAARAANNGAL PPDL SY | VRARHGG

f. Max. deviation (see listing)

i-psi
Chi3 & chi4 11
Omega Hﬁ [N
Dihedrals

LTI T T I T T T T I T T T I T T T T T T I T T
MC bonds [T T T T T T T ]
MCangles [T A A

EEEEEEEEEEEEEEEEEENE NN NN RN R R
LTI T T T T T T T T I T T LT T T T T T I LT T T T I T T T T T T

Mainchain

Overall

Intk_06.ps



PROCHECK

80
60
40
20

Chi-1 abs. mean dev.

40
32
24
16

Omega abs. mean dev.

Zeta abs. mean dev.

Phi-psi
Chif—chiz
Chilonly

Chi3 & chi4

Omega
Dihedrals

MC bonds
MC angles

Mainchain

Overall

=
o
o

100
80
60
40 -
20

Page 15

Residue properties
1ntk

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

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

b. Absolute deviation from mean of omegatorsion

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

c. C-aphachirality: abs. deviation of zetatorsion

P S e B e N c R ; — i |
124 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220

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

d. Secondary structure & estimated accessibility

MANA i ARG IANAANNANR

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

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

AAA] A AARIEEA] V\/\J I ABEAAAAAAAAAAAAAAAATIIAABIAAAAAA AAAAABAAAA
T T T T T T T T T T T T T T T T T T T
EDYVFSLLTGYCEPPTGVSLREGLYFNPYFPGQA | GMAPPI YNEVLEFDDGT PATMSQVAKDVCT FLRWAAEPEHDHRKRMGLKML LMMGL LL PLVYAMK

f. Max. deviation (see listing)
+ +

+ + * * + +

* KRk pkokppp Kok kg + ++ 4+ +4** +* kg KRk + ++ *

g. G-factors

H (:Iﬂ]liﬁl]]ﬁ:?#:#:#:#”lﬂ H H

Intk_06.ps




PROCHECK
Resid t .
1ntk
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80 -
£ 60
8 401
< 20
&
224 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number
5 a0 b. Absolute deviation from mean of omegatorsion
E
£ 24
8 16
o 8
£
O 224 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number
100 c. C-aphachirality: abs. deviation of zetatorsion
&
© 80_
= 60
g 40
g 20~
N T"-T.-'-'l"-!-—-_-r*f‘-'._ T T T T =il R T T |L
224 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number Highlighted residues are those that

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

NN )—— E Ry

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

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

AAABAAAAAAATBAAAATAAAAAAAAAAAAAAA
T T T T T T T T T T T T T T
RHKWSVLKSRKLAYRPPK SHTD I KVPDFSDYRRPEVLDSTKSSKESSEARKGFSYLVTATTTVGVAYAAKNVV SQFV SSMSASADVLAMS

f. Max. deviation (see listing)

+ + + +
HRLrr Lo SO U & 5 R S 0 SES TS S S SIS0 S %

g. G-factors
3, AT il siitarid
ch3&hia H T H EREEN
mega [T "B [ Hh [ =
Dihedrals I TTTTTTITITTIT111 T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
MChbonds  [TTTTTT I T A T T T T A A T T T T A
MCangles [T T T e e e e e e e e e e e T T T T e T T e T T T T
Mainchain  [TTTTTTITITTTITI11] 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 T T T T T I T T T
Overall (T I I 0 T T T
224 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70

Intk_06.ps




PROCHECK
Page 17

Residue properties
1ntk

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

& 100
% 80 -
£ 60
8 401
< 20+
o
73 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
g
5 321
£ 24
8 161
® 81
£
© 73 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170
Residue number
100 c. C-aphachirality: abs. deviation of zetatorsion
o
% 80 -
£ 601
g 40
-c% 201
S
1__'_T-._I_‘-'|"-‘+—"|_—I__I_'H_ T = T T R T I
73 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
o iy g SN\ 6 o
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AANTAA AAR
kl El KLSE)I PEGI‘(NMAFI"(WRGKI‘DL FVRHRTKKI‘EI DQEAAVEV‘SQLRD}‘DQHDLI‘ERVKKI‘DE\I\NI IL | GVC'I"HLGC\‘/PIANAGDFG(‘SYYCP(‘ZHGSH\‘(DASGI‘QI R
f. Max. deviation (see listing)
g. G-factors
(Féﬁ{-scihiz SRR
Chilonl
Chi3 & chi4
mega
Dihedrals  [(TTT T T T T T T T T T T T T T O T T T T T T T T I T TP T T TP T T P T T O T T T I T T T TT
MCbonds (T T T T T 1
MCangles [T e P T P T
Mainchain (T T T T T T T T T O T LT T T T TP T T TP T T TP T TP T T T T T T T
overall [T LI LI T I T T T T T T T T L L L T T T L L L T T I T LI T T I I T T T T T]
73 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170

Intk_06.ps



PROCHECK

R . d t Page 18
1ntk

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

o

% 80

e 60

g w0

< 20

o

173 180 185 190 195 10 15 20 25 30 35 40 45 50 55 60 65 70

Residue number

5 a0 b. Absolute deviation from mean of omegatorsion

E

£ 241

8 161

® 81

£

O 173 180 185 190 195 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number

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

&

© 80_

§ 60

g 40

g 20~

N L DR W T — T T |-'-1_-'-*_-'F'_'|'__T--T_ T T T

173 180 185 190 195 10 15 20 25 30 35 40 45 50 55 60 65 70

Residue number Highlighted residues are those that

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

ey I AR/ — A\ N/ AN NN A

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

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

AAAAABAAABAAAAAAAAANAAAAAAAAAAAAAAAAAAAAA
T T T T T T T T T T T T T
KGPAPLNLEVPSYEFTSDDMV I VG VSASSRWLEGI RKWYYNAAGFNKLGLMRDDT | HENDDVKEA | RRLPENLYDDRVFRI KRALDL SMR

f. Max. deviation (see listing)

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

g. G-factors

Dihedrals [T

[T
MChbonds  [TTT[]
MCangles [TTTTT
[TT
[T

Mainchain [T

Overall [1

Intk_06.ps



PROCHECK

Page 19

Residue properties
1ntk

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

& 100
% 80
e 60
g w0
< 20
o
72 80 85 90 95 100 105 110 5 10 15 20 25 30 35 40 45 50
Residue number
. b. Absolute deviation from mean of omegatorsion
g
g 327
£ 24
8 161
® 81
£
© 2 80 8 90 95 100 105 110 5 10 15 20 25 30 35 40 45 50
Residue number
100 c. C-aphachirality: abs. deviation of zetatorsion
o
% 80
2 60
g 40
-c% 20
S
72 80 85 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
AN/N/N/NZ/ Ny C—=-T = —ANANARNAR®
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
EEAAARRAAAAAAAAAAAAATIRIFIAAAA
QQI LPKEQWTKYEEDKSYLEPYLKEV | RERKEREEWAKK GRQF(‘EHLTR\‘/RHV | 'i'YSLS}"FEQRA‘FPHYI‘:SKGI IENVLRI‘?TRACI‘ LRVAI‘DP
f. Max. deviation (see listing) : .
7 + 5 +
: Bt e et 5 de o i
g. G-factors
D
Phi-psi . M T [T T
Gl 2R M moE Eesiiaiet: - 23
Gmega " ot EREE H H o H H HH
Dihedrals  [TTTT T T T I TIO T T I T T I T ITTTTTIT11] T T T T T T T A T T T T T T T I T T T T
MC aes  HEHHHHHHFRHAFA AR AR EREMRNRERE - SENENRNENEANENENENENRNEENENENRNSNRERE-E
Mainchain [T T T T I I I T T I T IIITTTTTIT11] \H\\H\H\D\H\H\H\\HHHHHHHHHHHHHHH
overdl [T LTI T [T T I T LI T T TITTIT] T R W W
72 80 8 90 95 100 105 110 5 10 15 20 25 30 35 40 45 50

D = D-amino acid
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Residue properties
1ntk

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

& 100
% 80 -
£ 60
8 401
< 201
o
52 60 65 70 75 10 15 20 25 30 35 40 45 50 55 60
Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 32
£ 24
8 16
o 8
£
© 60 65 70 75 3 10 15 20 25 30 35 40 45 50 55 60
Residue number
100 c. C-aphachirality: abs. deviation of zetatorsion
o
© 80_
L 60-
g 40-
-c% 20
o
N T S T S AR N A
52 60 65 70 75 3 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
SN G H =R ANAAE=ANACAANA == AN
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed
AAA
I‘:VAFYLVYMTQéFEKSkRKNPAAYEN PKEEEEEEEELVDPLTTVREQCEQL EKCVKARERLELCDERVSSRSQTEEDCTEELLDFLHA
f. Max. deviation (seelisting) .
4 8 * +
Pt e o doenien r et e T e e
g. G-factors
D c
Phi-psi . [T | [ [T T T
Chiong *”# ERAREN % H> H:#
Ghega ™ bt ot i HH H HH
Dihedrals  [TTTTT T T TITTTTTTTTTTT IOl (] T T T T s T T T T T T T T T T T T T T T T T R T T I TT T
MC aes  EFHHHFHH A o H e A A A A A A A A
Mainchain \\H\\H\HHH\HHHDHC\HH T T T T T T T T T T T T T T T T T T T T T T T I I T I T T T
Overal  [ITTITIITITIITITITTITEmIE] OO L LT T L L T T R L I T LT T
52 60 65 70 75 3 10 15 20 25 30 35 40 45 50 55 60

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

& 100
% 80 -
£ 60
8 401
< 201
o
65 70 75 5 10 15 20 25 30 35 40 45 50 55
Residue number
. b. Absolute deviation from mean of omegatorsion
g
g 327
£ 24
8 161
® 81
£
© 6 70 75 5 10 15 20 25 30 35 40 45 50 55 10
Residue number
100 c. C-aphachirality: abs. deviation of zetatorsion
o
% 80
L 60-
g 40-
-c% 20
o
N T T  — | T L1 T
65 70 75 5 10 15 20 25 30 35 40 45 50 55 10
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
SAN = | —(—T)>—T> J =N
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
RDHCVAHKL FNSLK ML SVAARSGPFAPVL SATSRGVAGALRPLVQAAVPATSESPVLDLKRSVLCRESLRG APTLTARLY
f. Max. deviation (see listing) .
8 + * + 4 * 4
iy R SO L S PR LA O TE P SE AL e Y ML EEEUEEL LA il
g. G-factors
D
Phi-psi . 1] [ [ ] [ (1]
%Eil'gﬂiz, H_\F\T <H H:*# m I r HH #
Gmee R REEN EaRaR ] " inE H
Dihedrals  [TTTTTTTWITIT] I T T T T T T e T T T T T e T T [ETTTTTT]
MC e HHHHHHHHHH ERASERESEREEsRERESEEEEYEx " EREREEE"ESEEEE B maSSEEcH SEEE HHHHH
Mainchain  [TTTTTTTTITTT11] HH\\H\HHH\H\HHH\H\\H\HHH\HDIHHH\HHHH [TTTTTTTT]
Overal  [TTTILITIITIIT] O T T T T T e T T T el o T T el B T T [ T T EENNENNEN
65 70 75 5 10 15 20 25 30 35 40 45 50 55 10

D = D-amino acid
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MC bonds
MC angles

Mainch

Overall

ECK
Page 22

Residue properties
1ntk

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

g 100
% 80 -
£ 60
8 401
< 20
&
11 20 25 30 35 40 45 50 55 60 5 10 15 20 25 30 35
Residue number
5 a0 b. Absolute deviation from mean of omegatorsion
Hp
£ 24
8 16
o 8
S
O 11 20 25 30 35 40 45 50 55 60 5 10 15 20 25 30 35
Residue number
100 c. C-aphachirality: abs. deviation of zetatorsion
&
© 80_
§ 60_
S
g 40
-c% 20~
N
e e T . T
11 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
=N ANNANANNNN AN K —xA NN =L
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

AA, AA AAAAAREA
SLLFRRTSTFALTIVVGALFFERAFDQGADA | YEH I NEGKLWKH | KHKY EN ML TRFLGPRYRQLARNW PTAQLWGAVGAVGLVWATDWR
f. Max. deviation (see listing)

6 + *
+ + + +F 4+ + + * *
1 + ** 4 *xx* ++ o+ + +F++ +HXF o xx + +++ +* + Kok kgRk gk g Kk

kK k  kkkk koK k K *k Kk Kk

ain
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Resid t .
1ntk
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
= 80
é 60
g w0
< 20
&
40 45 50
Residue number
5 a0 b. Absolute deviation from mean of omegatorsion
Hp
£ 24
8 16
o 8
£
O 4 45 50
Residue number
100 c. C-aphachirality: abs. deviation of zetatorsion
&
© 80_
§ 60
g 40
g 20~
N
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

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

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
L I LDWPY | NGKFK
f. Max. deviation (see listing)

********

g. G-factors
Ave
Phi-psi 0.46
Chil-chi2 !ﬁ H (:15 -0.59
Chilonl -0.20
Chi3& chid [ T11] I 0.36
mega [T [ 0.07

Dihedrals  ETTTTT T T [J-0.21

MCage T § 6%
MC angles 0.23

Mainchain  [TTTTTTTTTTTTT] [J 024

Overal  [ITTITITIITIED [ -0.03
40 45 50
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Main-chain bond lengths
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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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Main-chain bond angl o
CA-C-N CA-C-N CA-C-N
(except Gly,Pro) (Gly) (Pro)
635 — 635 — 635 —_
o) oy oy
& & o)
> >3 >
g 8 8
LL LL L
101 106 111 116 121 126 131 101 106 111 ‘Ek 121 126 131 101 106 101 116 14 16 131
O-C-N O-C-N C-N-CA
(except Pro) (Pro) (except Gly,Pro)
635 T 635 — 635 —
o) oy oy
& o] o]
> >3 >
g 8 8
LL LL LL
108 113 118 123 128 133 138 107 12 17 12 17 152 157 106 111 116 121 126 131 136
C-N-CA C-N-CA CA-C-O
(Gly) (Pro) (except Gly)
635 — 635 : : 635 T
o) oy oy
& o] o]
> >3 >
g 8 8
LL LL LL
105 110 115 120 125 130 135 107 112 117452 127 132 137 105 110 115 120 125 130 135
CA-C-O CB-CA-C CB-CA-C
(Gly) (Ala) (e, Thr,va)
635 — 635 — 635 I
o) oy oy
& o] o)
> >3 >
g 8 8
LL LL L
105 110 115 120 15 130 135 95 100 105 i% 115 120 125 94 99 104 109 114 119 124

Black bars> 2.0 st. devs. from mean.
Solid and dashed lines represent the mean and standard deviation values as per Engh & Huber small-molecule data.
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635

Main-chain bond angles

CB-CA-C
(therest)

Freguency

635

Freguency

635

Freguency

88

Black bars> 2.0 st. devs. from mean.

T
93

98 103 108 113 11

18

635

Intk

41

Frequency

635

3>

96 101 106 111 116 121 126

Frequency

635

100 105 110 115 120 125

N-CA-CB
(therest)

Frequency

100 105 110 115 120 125

635

Page 2

Frequency

635

97 102 107 112 117 122 127

N-CA-CB
(lleThr,vVal)

Fregquency

96 101 106 111 116 121 126

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

1ntk
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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 1525 C

I

1.475
A Cys 35

CA 1525 C

I
I

1.472
A Ala254

CA 1521 CB

I
I

1.456
A Ala288

CA 1540 CB
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I
I

1.481
A Thr 373

CA 1530 CB
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I
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1.479
B Asn 59

CA 1525 C

[
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I
I
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B Leu 96

CA 1525 C
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Q)
>

1.405
B GIn 196

CA 1530 CB

Distorted geometry
1ntk

CA 1521 CB

CA 1521 CB

1.455
A Ala254

CA 1540 CB

1.486
A Thr 300

CA 1530 CB

1.470
A Asp 403

CA 1530 CB

1.477
B Leu 63

N 1458 CA

1.402
B Thr 101

N 1458 CA

1.396
B Arg 145

CA 1521 CB

1.433
B Ala165

CA 1525 C
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B Thr 200
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CA 1525 C
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C 1231 O
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Distorted geometry
1ntk

Main-chain bond lengths (contd)
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Bonds differing by > 0.05A from small-molecule values. Values shown: "ideal", difference, actual
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CA 1525 C

1.470

CA 1525 C

I

1.473
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CA 1521 CB
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Main-chain bond angles
N 1125 cC N 111.2 C N 1125 cC N 111.2 C N 111.2 c 110.1

CA CA CA CA CA

A Gly 285 B Asn 170 B Gly 234 B Asn 248 B Asp 250 B H|s304
1112 111.2 1112 1112 1112 1112

B H|3304 B Gln 305 CAsn 26 CTyr 223 CTyr 256 CH|3267
111.2 111.2 110.1 111.2 1125 111.2

CH|s345 DLys 93 DTyr 115 D IIe116 DGIy 140 EMet 71
1125 111.2 111.2 111.2 111.2 111.2

FGIy 25 F Met 32 GArg 11 GAsn 73 H Glu 52 I Ala 23
111.2 111.2 111.8 111.2 111.2

ILeu 26 IArg 27 IPro 35 IAsp44 ICys 51

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