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Ramachandran Plot
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Plot statistics
Residues in most favoured regions [A,B,L] 1653 91.4%
Residues in additional allowed regions [a,b,l,p] 151 8.3%
Residuesin generously allowed regions [~a,~b,~l,~p] 3 0.2%
Residues in disallowed regions 2 0.1%
Number of non-glycine and non-proline residues 1809  100.0%
Number of end-residues (excl. Gly and Pro) 22
Number of glycine residues (shown as triangles) 141
Number of proline residues 105
Total number of residues 2077

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

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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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
pdb5klv

o Tyr (84) - Val (140)
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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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Chi-1

Chi-1

Chi1-Chi2 plots
pdb5klv
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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.

pdb5klv_03.ps




Main-chain parameters
pdb5klv

OOa Ramachandran plot quality assessment
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f. Overall G-factor

Resolution (Angstroms)
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10 15 20 25 30 35 40

Resolution (Angstroms)

Plot statistics

Comparisonvalues  No. of
) No.of Parameter Typicd Band  band widths

Stereochemical parameter datapts  value vaue  width  from mean

a %-tageresiduesin A, B, L 1809 914 739 10.0 1.8 BETTER
b. Omegaangle st dev 2061 5.4 6.0 3.0 02 Inside

¢. Bad contacts/ 100 residues 1 0.0 13.0 10.0 -1.3 BETTER
d. Zetaangle st dev 1936 1.0 31 16 -1.3 BETTER
e. H-bond energy st dev 1362 0.7 1.0 0.2 -1.2 BETTER
f. Overall G-factor 2077 0.2 -0.7 0.3 27 BETTER
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Side-chain parameters
a. Chi-1 gauche minus b. Chi-1 trans
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Plot statistics
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 254 10.8 24.1 6.5 -20 BETTER
b. Chi-1 trans st dev 556 12.6 23.8 53 -21 BETTER
¢. Chi-1 gauche plus st dev 828 11.7 224 4.9 -2.2 BETTER
d. Chi-1 pooled st dev 1638 11.9 23.1 4.8 -23 BETTER
e. Chi-2 trans st dev 532 15.1 239 5.0 -1.8 BETTER
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a. Absolute deviation from mean Chi-1 value (excl. Pro)

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100
Residue number

b. Absolute deviation from mean of omegatorsion

30

Omega abs. mean dev.

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

c. C-aphachirality: abs. deviation of zetatorsion

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

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

AAMAAAATIEAAARIAA AAATIA AAAAAAATIA AAARIA AAAAAAATIABAAAAAAA
T T T T T T T T T T T T T T T T T T T T
TATYAQALQSVPETQVSQLDNGLRVASEQSSQPTCTVGVWI DAGSRY ESEKNNGAGY FVEHLAFKGTKNRPGNAL EKEVESMGAHLNAY STREHTAYY I K

f. Max. deviation (see listing)

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

Chi3 & chi4
Omega [N
Dihedrals [

[T T T T T
MC bonds [T T T I T T T
MCangles [T T T
[T T IITTT
[TTTTTTTITTIT I IITTT

Mainchain  []

Overall I
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=
o
o

Chi-1 abs. mean dev.

30
24
18
12

Omega abs. mean dev.

Zeta abs. mean dev.

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

Residue properties
pdb5klv

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

Key:- <™ Helix

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

AAAAAAAAANAAAAANAAAAATIAAAAAAAANAAAANAAAANAAAATAAAAAAAAAANAATIIA . AANAAAAAA  AAAAAAAAAAAAAAAAAAAARIANAAANAAAAAN
ALSKDLPKAVELLADIVQNCSLEDSQI EKERDV | LQELQENDTSMRDVVFNYLHATAFQGTPLAQSVEGPSENVRKL SRADLTEYL SRHYKAPRMVLAAA

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

f. Max. deviation (see listing)
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Residue properties
pdb5klv

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

30

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

24
18
12

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

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

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

N N R = N\ N\ -mi N

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

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

BAAAAAAAAAAAANTIA_AA ‘ ‘ : AAAAAIA ‘ ‘ A ABAAAAAAAAAAAAAA ABIAAAA : ‘ :
GGLEHRQLLDLAQKHFSGL SGTYDEDAVPTL SPCRFTGSQI| CHREDGL PLAHVA | AVEGPGNAHPDNVALQVANA | | GHYDCTYGGGAHL SSPLASI AAT

f. Max. deviation (see listing)

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

& 100
gso—
g 60
8 401
< 201
o
305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g5 24
£ 18
8 12
o 6
£
© 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
g 4
LY
S
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
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
: ‘ ‘ ‘ ‘ ‘ : AAAAAAABAAAAAAAA  ADNAAAAAAAAATIA ‘ AAAARIA : ‘ :
NKLCQSFQTFNI CYADTGLLGAHFVCDHMS | DDMMFVLQGQMRLCTSATESEVLRGKNLLRNALVSHLDGTTPVCED I GRSLLTYGRRI PLAEWESRI A
f. Max. deviation (see listing)
i++:+ +* + + 1-:6+ + * + + * + * ++
g. G-factors
Phi-psi . [ H
i, T .
On|1egaCI I:H }t] m H ]
Dihedrals [T T T T T T T T T T T T T T T T T T T T R I T T T T 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 1
MCangles [T e P P P P
Mainchain (T T T T T T T LTI T T T T TP T T T T T TP TP TP T TP T T T T T
Overall T T T T T 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 I I T T T I I T ITTTTITTITITITTTT]
305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400
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Residue properties e
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a. Absolute deviation from mean Chi-1 value (excl. Pro)

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

30

405 410 415 420 425 430 435 440 445 20 25 30 35 40 45 50 55

Residue number
b. Absolute deviation from mean of omegatorsion

24
18
12

Omega abs. mean dev.

405 410 415 420 425 430 435 440 445 20 25 30 35 40 45 50 55

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

20 25 30 35 40 45 50 55

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

405 410 415 420 425 430 435 440 445
Residue number

d. Secondary structure & estimated accessibility

AN T

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

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

EEAAAAAAAAAAA
T T T T T T T T
EVDARVVREVCSKY FYDQCPAVAGFGP | EQL PDYNR I RSGVIFWLRF

AABAAAAAAAAAAAA ADNAAAANAAAAAAA AAATIEL 4
AGVPPHPQDLEFTRLPNGLVIASLENYAPASRIGLFIKAGSRYE

f. Max. deviation (see listing)

+
*

g. G-factors
M
el ; i

Cll W HH H [ e i 1
T T T T T T T TR T T T T T T T AT T T T T I T E T T T T R T 1T
\\HHH\H\\H\H\HHHH\HH\HHHHHHH T T A A T
T T T A T T T e A T T e e e T A 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 I T T T T T T T TTTTT
T T T T I T T T T I T I T I T IT T TITITITTTT T T T T T T I T T TP T T I T T T TTTITTTITITT]
405 410 415 420 425 430 435 440 445 20 25 30 35 40 45 50 55
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Residue properties
pdb5klv

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

& 100
g 80 -
g 60
8 401
< 201
o
59 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155
Residue number
o b. Absolute deviation from mean of omegatorsion
g
5 2
£ 18
8 12
o 6
£
© 59 65 70 75 8 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
% 8
e 6
g 4
R
S
50 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
BAARA AAAAAAARAAAATIA AAAAAAAA AAAA  AANAAAAAAAAAAAAABIAAAAAAAAAAAAAAAAATIAATIAAAAAAAAAAAAAAAAANAAAAANAAA
NSNNLGTSHLLRLASSLTTKGASSFK | TRGI EAVGGKL SVTSTRENMAYTVECLRDDVD | LMEFLLNVTTAPEFRRWEVAALQPQLR I DKAVALQNPQAH
f. Max. deviation (see listing)
g. G-factors
Phi-psi Il ]
e Bt
Omega H RN [ [NEEE o i\ H h I H:::I:H
Dihedrals T T T T I T T IO T I T TR T T LT T T T T T T T T T T I O T T TP T T T T T T T TP T T T T T I
MCbonds (T T T T 1
MCangles [T e e e P T
Mainchain (T T T T I T T TP TTCTT TTTT C  TT T TTP C TTT TTTTPP T TTTTTTTITT I ITTT
overall [T LI I T LT T T T LT I T T T T T T T L T T L T T T T LT [T T
50 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155
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Residue properties
pdb5klv

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

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

. b. Absolute deviation from mean of omegatorsion

24
18
12

Omega abs. mean dev.

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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

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

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

d. Secondary structure & estimated accessibility

M — A AN, — - AN - — - —
endls |

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

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

‘ ‘ AAAAAAAAAAAAAIAAAAAAAA. A AAAAAAAAAAAAANTIIAI A TA AAAARL  AAABANL A ‘
VI ENLHAAAYRNALANSLYCPDYRIGKVTPVELHDYVQNHFTSARMAL | GLGVSHPVLKQVAEQFLN | RGGLGL SGAKAKYHGGE | REQNGDSLVHAALV

f. Max. deviation (see listing)

Kk 4 ++ + *Q 4k ppg* + +7 o+ koK 4 ++ + o+ o+ +
Kkk ok KKk Kk Kkkk  kkk* KRk Kk Kk kAkkk * Akk  KkkAKKK KX * * Xk Kk * K Kk x KAk * %

Chi3 & chi4
Omega o [ [EED
Dihedrals [T

[T
MChbonds [TTT7]
MCangles [T
[T
[T

Mainchain [T

Overall [1
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Residue properties
pdb5klv

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

259 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355
Residue number

. b. Absolute deviation from mean of omegatorsion

24
18
12

6

Omega abs. mean dev.

259 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

259 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355

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

d. Secondary structure & estimated accessibility

B SN\ — S AN\ A mm—m —mm— NN

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

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
‘ : ‘ ‘ A AAAR ARAAAAAAAAAAA ABAAAAAAAAAAAANTIEL ‘ ‘ : ‘ ‘ HAAAAAAA
AESAA | GSAEANAFSVLQHVLGAGPHVKRGSNATSSLYQAVAKGVHQPFDV SAFNASY SDSGL FGFY T | SQAASAGDV | KAAYNQVKT | AQGNL SNPDVQ

f. Max. deviation (see listing)

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

g. G-factors
Pt M .

H

[

[

[

[

[

S,
i3 & chi

Gmega " i
Dihedrals [T

MChbhonds [T]
MCangles [

Mainchain [T

Overall [1

pdb5klv_06.ps



PROCHECK

Resid t -
pdb5klv

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

o

% 80 -

g 60

8 401

< 20

o

359 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 3 10

Residue number

5 a0 b. Absolute deviation from mean of omegatorsion

©

§ 24

£ 18

8 12

o 6

S

o 359 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 3 10
Residue number

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

g

g 4

N

359 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 3 10

Residue number Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

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

Accessible

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

AAKNKLKAGYLMSVESSEGFLDEVGSQALAAGSYTPPSTVLQQI DAVADADV | NAAKKFV SGRK SMAASGNLGHTPF I DEL

f. Max. deviation (see listing)

+ * + +* 4+ + *oppk ok 4k Kk +
* % * % * % Xk kkkx KAk K k*  * * ok kkkxk k kkx xkx %

g. G-factors

|
Chi3 & chi4
Omega = 1 i:::j
Dihedrals [T

[T
MChbonds [TTT7]
MCangles [T
[T
[T

Mainchain [T

Overall [1

NIRKSHPLM

********

pdb5klv_06.ps




PROCHECK

Page 10

Residue properties
pdb5klv

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

& 100
%80
£ 60
g w0
< 20
o
12 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g5 24
£ 18
8 12
o 6
£
© 12 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
§ o]
£ 67
G 4 -
AR
S
12 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAAAAAAATIAAABIAAAAAAAAATIRARIR AAATAA
kIVNNAF | ISL PAPéNI SS\)\WNFGéL LGI éL | LQi LTGL l‘:LAMH\‘(TSDT';'TAFSéVTH | (‘ZRDVN\‘(GNI | I‘?YMHANGASMI‘:FI CL“(MHVGI‘?GLYY(‘BSYTFI‘_E
f. Max. deviation (seelisting)
+45
Beoed e L b s b i Pt P ML Lt
g. G-factors
Phi-psi []
Gl M . : : . i
Gmega CHENEEN ERSRSRRE" m CRmmRY SRR mEan" “Ean
Dihedrals  [(TTT T I T T T T T T IO T T T T LT T T O T T T T T T T T TP T T T T T LT T T T I T T T LTI
MCbonds T T T T 1
MCangles [T T P P T P P
Mainchain (T T T I T T TP T T O T T TP T T TP T T TP TP T TP T T T T T T T
overall [T I T T T T e L L T T I I LT LTI LT L]
12 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110

pdb5klv_06.ps
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=
o
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Page 11

Residue properties
pdb5klv

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

80
60
40 -
20

Chi-1 abs. mean dev.

112

30

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

24
18
12

Omega abs. mean dev.

112

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

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

Key:- <™ Helix

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

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

ABABAAAAAAAAAAAAAAAAAAAAAAAAAAAAAANR

T T T T T T T T T T T T T T T T T T T
TWNIGVILLLTVMATAFMGYVL PNGQMSFWGATV | TNLLSA T PY | GTNLVEWIWGGFSVDKATLTRFFAFHFILPFI IMATAMVHLL FLHETGSNNPTGI

f. Max. deviation (see listing)

g. G-factors

Phi-psi . O T (| T
Gl e : u . aditictin e
Gmega ' Lo o “Eaam i i
Dihedrals [T T T T T T T T T T T LTI T TR T LT T T T T T T T T T T T T P T T T T T TR I T T T T T LTI T T ]
MCbonds T T T T T T
MCangles [T e P P T
Mainchain (T T T T T T I T T T T T O T TP TP T T T T TP TP TP T T T T T T I T T
Overall [T I T I L T R T LT L TR T L

1 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210

pdb5klv_06.ps
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Residue properties
pdb5klv

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

212 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310
Residue number

. b. Absolute deviation from mean of omegatorsion

24
18+
12

6_

Omega abs. mean dev.

212 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

212 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310

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

d. Secondary structure & estimated accessibility

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

AAAAAATAABAAAAAAAATEAAAAAAAAAAAAIAAA
T T T T T T T T T T T T T T T T T T T T
SSDVDK | PFHPYYTIKDILGALLL | LALMLLVLFAPDLLGDPDNYTPANPLNTPPHIKPEWYFLFAYAILRSIPNKLGGVLALAFSILILALIPLLHTSK

f. Max. deviation (seelisting). .
5+ 5 4
L e e ey e b
g. G-factors
Phi . T [
Gl n U m
Chi3 & chi4 I I N ,i
Omega I [T 1] [T [ EEEE [NEN [Nl
Dihedrals [T T T T TT T T T LT LTI T L T T T T T T T T T PR T T T T T LT T T T T T LT T T LTI
MChbonds [T T T T T T T P P P T P T T T T P P P T T T T T P P P PP
MCangles [T T e e P P T T e P P T T T T P P T T
Mainchain [T T T[T T T TP T C T TP T LT LT T T T T T L T LT T T T T T T T T T LTI
Overall \J\\\\\\ M\f\\\\\\\h\\\\\ﬂ\\\\ﬂ\\ \\\\\\\\\\\\J\\\\J\\\\‘\\\\M\\\\\\\\\\J\\\\J\\ \M\\\\M\\\\\\\\\\J\\\\J\
212 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310

C = cis-peptide

pdb5klv_06.ps
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. . Page 13
Residue properties
pdb5klv
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
= 80+
§ 60
8 401
< 20
© 312 320 325 330 335 340 345 350 355 360 365 370 375 5 10 15 20
Residue number
5 a0 b. Absolute deviation from mean of omegatorsion
g 2
E 18
8 12
o 6
S
o

312 320 325 330 335 340 345 350 355 360 365 370 375
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

5 10 15 20

. 10
o
§ o]
£ 67
g 4
AR
S
312 320 325 330 335 340 345 350 355 360 365 370 375 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

— N AN AN AN r

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

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

ARAAABRRAAAAAAAAAAANAAAAAAAA — ANBIAAAAAAA  AAAAAAAAAAAABINAAAA AAAAAAAA /\/\/\/‘\/\/\/\/\/‘\J_V\/\/\/‘\ :
QRSMMFRPL SQCL FWALVADLLTLTWI GGQPVEHPY I TIGQLASVLYFLL I LVLMPTAGT | ENKL LKW SDLELHPPSYPWSHRGLLSSLD

f. Max. deviation (see listing)

g. G-factors
P T a
olt ] . s .
Omega " i HH rt o H o i
Dihedrals  [CTTTTTTTTIT I T I TP T T T T LT LT T T T T T T T T T T T T T T T T T T T T T T
MCage AR A A EHHHHHHA S
Mainchain [T T T T T T I T T T TP T T TP P T LT PP T TP LTI T [EEEEEEEEE EEEEEEEEEEEE]
Overall \‘\H\\H\‘H\\\‘\\H\‘H\\H\H\‘\H\Hc\\H\H\\‘\\\H‘HHHHHHHHHH T TTT T TTITITITTTT
312 320 325 330 335 340 345 350 355 360 365 370 375 5 10 15 20
C = cis-peptide

pdb5klv_06.ps
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Residue properties
pdb5klv

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

23 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

24
18
12

Omega abs. mean dev.

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

Zeta abs. mean dev.
N

23 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

A A — o

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

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

AAAAAA  AAAAAABIAAAAAATIAAAAAAAAA BIRIAAAAAAAAANAAAANAA ABIAA AAAAAA AAAAAAAAAAAAAAAAAAATIL AAAAAAATIAAAAAA
HTSIRRGFQVYKQVCSSCHSMDYVAYRHLVGVCY TEDEAKALAEEVEVQDGPNEDGEMFMRPGKL SDY FPKPY PNPEAARAANNGAL PPDL SY | VRARHG

f. Max. deviation (see listing)

g. G-factors
Phi-ps W .
G itEicts
Omega " E I AR EE EAR ““HEEE EECH SEE EESE m m
Dihedrals I I T I T T I I T T T T T I T I T T T I T T T T T T I T T T T T T T I T T T I T T I T T T AT T I
MCbonds [T 1T T T T T T T T T T T T T T T T T T T T T T T T
MCangles [T T T e e T
Mainchain [T T T T T[T T T I I I LI I T T T LT T L L T T L L L L L L L T L T L L L L L T L T L T L L T L T L L LT T I LT LT L LT LI T LTI
I v W 5 X W W A 0 X W W W W N W S N M N AN NN A N8 W NN N NN RN A NN N NA NN N RN RN R RRRERNEN
23 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120
C = cis-peptide

pdb5klv_06.ps
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Residue properties
pdb5klv

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

& 100
% 80 -
g 60
8 401
< 20+
o
123 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220
Residue number
o b. Absolute deviation from mean of omegatorsion
g
5 24
E 18-
8 12
® 61
£
O 123 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
-g 8_
£ 67
g 4
LY
S
123 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
HAA AABAAAAAAAAAA AAAAAAAAANAAAAAAAAAARIAAAAAAAAA
(‘BEDYVFSI‘_ LTGYéEPPTéVSL RI‘EGLY FN PYFPéQA | Gl\‘/IAPP | “(NEVLEFDDG+PATM§QVAKI£)VCTFI‘_R\NAAI‘EPEHDIliRKRM(‘BLKML I‘_MMGLI‘_L PLV“(AM
f. Max. deviation (see listing)
9
B, f oty Thae TaaBannie o oawe o e F e e T O
g. G-factors
(Féﬁ{-scihiz H [
Chilonly |
Chi3 & chi4 i [ ]
mega B [ [ H I
Dihedrals  [(TT T T T T I T T I I T T I T T T T T T T T T T T I T T T T T T LT TP T O T TP T T T T T I T
MCbonds T T T T T T 1
MCangles [T T P e e P T P
Mainchain (T T T T T T T T T T LTI T T T LT T T TP T TP T PP TP T T T T T T T T
overall [T LI LI LT T T T T T T T T T T T T T L L T L T LTI T T I T LT T T
123 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220

pdb5klv_06.ps
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Residue properties
pdb5klv

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

& 100
%80—
g 60
8 401
< 20+
o
223 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number
o b. Absolute deviation from mean of omegatorsion
g
5 24
E 18-
8 12
® 61
£
O 223 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
-g 8_
£ 67
g 4
LY
S
223 230 235 240 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 p— E N AN N NN AN NN AN
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAAAAAAAAAAAAAAAAAAAAAAAAAAAAAA
KRHKWSVLK SRKLAYRPPK SHTDi KVPDI‘:SDYRI‘?PEVLE)STKSéKESSI‘EARKGI‘:SYLV+ATTT\‘/GVAYAAKNV\‘/SQFV‘SSMSAéADVLAM
f. Max. deviation (see listing)
g. G-factors
Phi-psi
Chil-chi2
chi3 8 s H u H H
mega T O [ [
Dihedrals  [TTTTITITITTTTTTIT1] 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 I T TT T
MChbonds [T T T ] A T T T T T T T T
MCangles [T e e e e e e e T e T e e e e T T T T T T
Mainchain  [TTTTTTTIITITTTTT111] 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 TTTTTT
ovedl  [TTTTTILITITTITTIL] OO T T T T L T L T T T T T T T LT LI T T
223 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70

pdb5klv_06.ps
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Residue properties
pdb5klv

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

72 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

24
18+
12

Omega abs. mean dev.

72 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

72 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

g ey = e e

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

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

BEAAAAAAAANIA AAAAAAA AR : ‘ ‘ ‘ ‘ ‘ : JA_AAARIEL AA ‘ AAAANL AAAIAA 4
SK1EIKLSDI| PEGKNMAFKWRGK PL FVRHRTKKE | DQEAAVEV SQLRDPQHDL ERVKKPEWV I L | GVCTHLGCVP I ANAGDFGGYYCPCHGSHYDASGRI

f. Max. deviation (see listing)

*********

Chi3 & chi4

Omega iI]
Dihedrals [
MChbonds |
MCangles |
Mainchain |

Overall [

pdb5klv_06.ps
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Residue properties
pdb5klv

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

& 100
%80
£ 60
g w0
< 20
o
172 180 185 190 195 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g5 24
£ 18
8 12
o 6
£
© 180 185 190 195 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
-g 8_
£ 67
G 4 -
RS
S
172 180 185 190 195 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
T AN/ AT A, — AN RN/
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
EAAAAAAA AAAAAAAAAIAAAAAAAAAAAAAAAAAAAAAAAAAAAAAA
RKGPAPLNLEVPSYEFTSDDMV I VG VSASéRWL Eél RMYNAAéFNKLéLMRDbT | HENDDVKI%AI RRI‘_PENL\‘(NDRVI‘:RI KRALDLS!\‘/I
f. Max. deviation (see listing)
g. G-factors
i-psi 11 T T 1T
e BER - x
Cmgg%cm h i} [ [N l::j [
Dihedrals [T T TITTTTTTTTIIT 1T T T T T T T T T T A T T T T T T T T T ITTTITTTT
MCbonds [T T T T T T T T A
MCangles [T T e e e e e A A e e T e T e T T T T A T T T T
Mainchain  [TTTTTTIIITTTTITITIIITTIT1T1T] T T T T T T T T T T T T T T T T T T T AT T T T T T T
L0 17 o Y Y B R O L L T T T T T T T T T LT LI T LI I
172 180 185 190 195 10 15 20 25 30 35 40 45 50 55 60 65 70

pdb5klv_06.ps




PROCHECK

Resid t -
pdb5klv
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80
£ 60
g w0
< 20
o
71 80 85 90 95 100 105 110 5 10 15 20 25 30 35 40 45 50
Residue number
5 a0 b. Absolute deviation from mean of omegatorsion
©
g 241
£ 18-
8 12
® 61
S
O 71 80 8 90 95 100 105 110 5 10 15 20 25 30 35 40 45 50
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
E o
g 4
N
71 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

T 0 AN G )
= i
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

RQQI LPKEQWTKYEEDKSYLEPYLKEV | RERKEREEWAKK GRQFGHLTRVRHV I TY SLSPFEQRAFPHY FSKGI PNVLRRTRACI LRVAP

f. Max. deviation (seelisting) .
+ 4
e FTUE SUE S SN S =R SR E W & S L NI R
g. G-factors
Phi-psi o M W] o
e ubad it
Chi3& chi4 [ [ i\ [
mega COTm [ (e [ [T [
Dihedrals  [TTT T T T IT T T I T TR IT T T T ITTTTTIT11] T T T T A T T T T T T T T T T T T T T T T T T
MChbonds T T T T T T T T T T T T T T T
MCangles [T T T e e e e T T T A T T
Mainchain [T T T T IT T T T I I I IITITTTTITTT] T I T T T T T T T T T T I T T T
Overall O I T L R I T T T T LI T O T T T T LT T T T T LI T T T T T
71 80 8 90 95 100 105 110 5 10 15 20 25 30 35 40 45 50

pdb5klv_06.ps



PROCHECK

Resid t -

pdb5klv

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

o

% 80 -

g 60

8 401

< 20

o

51 60 65 70 75 20 25 30 35 40 45 50 55 60 65 70 75

Residue number

5 a0 b. Absolute deviation from mean of omegatorsion

©

§ 24 1

£ 18-

8 12

® 61

S

O 51 60 65 70 75 20 25 30 35 40 45 50 55 60 65 70 75
Residue number

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

g

E o

g 4

N

51 60 65 70 75 20 25 30 35 40 45 50 55 60 65 70 75

Residue number Highlighted residues are those that

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

SONANANNN == H — AN G AN o= ANAAAA Ay
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

; & : : . AIIAAAAAAAAAAAAAAAAAAAAAAAAAAAAAAAIAI.AI.IAAAAAAAAAAAAAAAAAAAAAA
PFVAFYLVYTWGTQEFEK SKRKNPA ELVDPLTTVREQCEQL EKCVKARERLELCDERVSSRSQTEEDCTEELLDFLHARDHCVAHKLFNS

f. Max. deviation (see listing)

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

MC bonds
MC angles

Mainchain

Overall

pdb5klv_06.ps
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Resid t -

pdb5klv

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

o

% 80

£ 60

g w0

< 20

o :

77 25 5 55 60 70 5 10 15 20 25 30 35 40

Residue number

5 a0 b. Absolute deviation from mean of omegatorsion

©

§ 24 1

£ 18-

8 12

® 61

S

O 77 25 50 55 60 70 5 10 15 20 25 30 35 40
Residue number

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

&

© 8

g 4

N

77 25 50 55 60 70 5 10 15 20 25 30 35 40

Residue number Highlighted residues are those that

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

T I =)= | =)= N AN NN/ N/ NN/
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

A BA AFRFAABAAAAAA AAAAAT AABAAAAAAAABAAAAAAAAAAAAA
T T T T T T T T T T T T T
LK RGVAGALR DLKRSVLCRESLRGQAAG PLVASVSL VAPTLTARLYSLLFRRTSTFALTIVVGALFFERAFDQGAD

f. Max. deviation (see listing)

g. G-factors
Phi-psi . N ] LT
@ pEiE. b B
mega o u H ' _
Dihedrals [T [T CETITET I e T T T T T T T T T T T T T I TITTTT]
MC bonds T T A I T T T T T T A
MC angles T e e T T T T T T T T
Mainchain  [T] [IITTITT COCITT I I T T T T I T T T T T T T T I T TTTTT]
Overall | OO AT 1] O T T L T L LTI T T LI T
77 25 50 55 60 70 5 10 15 20 25 30 35 40

pdb5klv_06.ps
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Residue properties
pdb5klv

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

Page 22

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

41

30

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

Residue number
b. Absolute deviation from mean of omegatorsion

24
18
12

Omega abs. mean dev.

41
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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
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Main-chain bond lengths
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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 angl o
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Black bars> 2.0 st. devs. from mean.
Solid and dashed lines represent the mean and standard deviation values as per Engh & Huber small-molecule data.
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Main-chain bond angles
pdb5Sklv
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Black bars> 2.0 st. devs. from mean.
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Solid and dashed lines represent the mean and standard deviation values as per Engh & Huber small-molecule data.
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RM S distances from planarity
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Histograms showing RM S distances of planar atoms from best-fit plane.
Black barsindicate large deviations from planarity: RMS dist > 0.03 for rings, and > 0.02 otherwise.
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