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Ramachandran Plot
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Plot statistics
Residues in most favoured regions [A,B,L] 1712 90.7%
Residues in additional allowed regions [a,b,l,p] 165 8.7%
Residuesin generously allowed regions [~a,~b,~l,~p] 9 0.5%
Residues in disallowed regions 2 0.1%
Number of non-glycine and non-proline residues 1888 1000%
Number of end-residues (excl. Gly and Pro) 16
Number of glycine residues (shown as triangles) 178
Number of proline residues 100
Total number of residues 2182

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
pdb2h8s
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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
pdb2h8s

. Tyr (100) . Val (130)
i e
0 g 0] ®
. |
g 0- D@% 01 %
-90 -904
. ; ; B ; ;
-180 -90 0 90 180 -180 -90 0 % 180
Phi Phi

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 (108)

Chi-1

Asn (62)

Chi1-Chi2 plots
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Arg (112)
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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

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
pdb2h88

OOa Ramachandran plot quality assessment
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f. Overall G-factor
1.0
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-0.54
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-1.54
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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 1888 90.7 86.4 10.0 04 Inside

b. Omegaangle st dev 2172 2.7 6.0 3.0 -11  BETTER
c. Bad contacts/ 100 residues 3 0.1 2.2 10.0 -0.2 Inside

d. Zetaangle st dev 2004 14 31 16 -1.1  BETTER
e. H-bond energy st dev 1421 0.6 0.8 0.2 -0.6 Inside

f. Overall G-factor 2182 0.2 -0.3 0.3 16 BETTER
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Side-chain parameters
a. Chi-1 gauche minus b. Chi-1 trans
50 50
8 a0- 8 a0-
o] oy
k=) =
§ 30 5 301
B &
g 201 3 20
e ©
& &
°© e]
g 10 g 10
A 0]
10 15 20 25 30 35 40 10 15 20 25 30 35 40
Resolution (Angstroms) Resolution (Angstroms)
50 c. Chi-1 gauche plus d. Chi-1 pooled standard deviation
8 40- ¢
o] oy
k=) =
§ 397 5
B &
g 20- g
e ©
& &
°© e]
g 10 &
A 0]
10 15 20 25 30 35 40 10 15 20 25 30 35 40
Resolution (Angstroms) Resolution (Angstroms)
50e. Standard deviation of Chi-2 transangle
g a0-
o]
k=)
5 304
: pdb2h88
S 20
e
&
°©
& 104 U
A
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. Chi-1 gauche minus st dev 260 9.9 15.7 6.5 -0.9 Inside
b. Chi-1 trans st dev 535 11.2 17.1 53 -1.1  BETTER
¢. Chi-1 gauche plus st dev 921 9.8 15.6 4.9 -1.2 BETTER
d. Chi-1 pooled st dev 1716 10.3 16.2 4.8 -1.2 BETTER
e. Chi-2 trans st dev 591 10.6 19.0 5.0 -1.7 BETTER
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Residue properties
pdb2h88

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

H
o ©
3 3 8

N
o

Chi-1 abs. mean dev.
N
o

10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.

25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

10 15 20 25 30 35 40 45 50 5 60 65 70 75 80 85 90 95 100 105

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

d. Secondary structure & estimated accessibility

gl —— NN\ S8 AN AN

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

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

m AAAAAAAAAAAAABIAAAAATL  AAEA AATA
T T T T T T T T T T T T T T T T T T T T
TQYPVVDHEFDAVVVGAGGAGLRAAFGL SEAGFNTACVTKLFPTRSHTVAAQGG | NAALGNMEDDNWRWHFYDTVKGSDWL GDQDA | HYMTEQAPAAV | E

f. Max. deviation (see listing)

g. G-factors
Phi |
Shilone a aiizEEa
Chi3 & chi4 H [ ] I
Omega W W [ [
Dihedrals [T T T T T T T T [T T T T T T T LT I T T T T T L T T T T T T T T P T LTI LTI
MCbonds [T T T T[T T T T T TI] [T T T T T T T T P P T PP P T
MCangles [T T T T T T A A T e e T T T T T T I T T T T T
Mainchain [T T T[T T T T I T ICTTCTTT  T T LT T T T T LT P T T T T T O T T T T T T T LT LTI T T
Overall OO T T T T T T L T e T T T T T L T T T T T LT T T T T T T
10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105
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Residue properties
pdb2h88

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

110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
[ep)

110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

=
o

Zeta abs. mean dev.
N A OO

110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205

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

d. Secondary structure & estimated accessibility

Uil i SmmBAA o — ——

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

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

: ABAAAAAA AL A AAANA A AARFIAAN IEA A ‘ AAAAABAAABARAAAAAAAAA  AABL AAAAAAARL £ ‘
LENYGVPFSRTEEGK | YQRAFGGQSLQFGKGGQAHRCCCVADRTGHSLLHTLYGRSLRYDTSYFVEYFALDLLMENGECRGV | ALCI EDGT | HRFRAKNT

f. Max. deviation (see listing)

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

Chi3 & chi4
Omega =
Dihedrals [T

[
MChbonds [TT1
MCangles [T1]

[
[

Mainchain [T

Overall [1
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Residue properties
pdb2h88

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

210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305
Residue number

b. Absolute deviation from mean of omegatorsion

=
(6)]

o K

Omega abs. mean dev.
w o

210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

=
o

Zeta abs. mean dev.
N A OO

210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305

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

d. Secondary structure & estimated accessibility

A =R W\ e —mmmm BN\ SR N\

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

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

AANA W BAAAAAAAAAARIA ‘ AAAAAAAAINAAAAR ‘ : : VALV : ‘ ‘ ‘ ‘
VIATGGYGRTYFSCTSAHTSTGDGTAMV TRAGL PCQDLEFVQFHPTGI YGAGCL | TEGCRGEGGI L | NSQGERFMERYAPVAKDLASRDVVSRSMT I EIR

f. Max. deviation (see listing)

+ + + + +* + + + %4 4
ok kk kK K * kx k% x * Kk k Kk Kk K kK% K k% Kk kK kK K kxk

g. G-factors

Chi3 & chi4 H
Omega I [
I
[
[
[
I

Dihedrals [T
MChbhonds [T] }
[
[

MCangles [
Mainchain [T

Overall [1

pdb2h88_06.ps



PROCHECK
Page 4

Residue properties
pdb2h88

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

310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405
Residue number

b. Absolute deviation from mean of omegatorsion

=
(6)]

o K

Omega abs. mean dev.
w o

310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

=
o

Zeta abs. mean dev.
N A OO

310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405

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

d. Secondary structure & estimated accessibility

| Ay w5 me—

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

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

: : : ‘ : ‘ AAAAAAANTL AAMAABAAAAAAAAAAAA  AAAIAA AAAAAARL A ‘ ‘ ‘ (ABAA
EGRGCGPEKDHVYLQLHHL PPQQLATRLPGI SETAMI FAGVDVTKEPI PVLPTVHYNMGG I PTNYKGQV | THVNGEDKVV PGL YACGEAA SASVHGANRL

f. Max. deviation (see listing)

5
+ ++ ++ fg + + + o+ +

g. G-factors
Phi-psi [ EEN W] o [ g
S ﬂ x - Saae
8h|3&0|4 i\ [l [ i I
mega [ [T [ [T [T ]
Dihedrals [T T T T T T I T T I T T T LT T T T TP T TP T T T P T T T T T T T T T P TP P T T T T T T LTI T I I T T
MCbonds T P T T e e P T P e T T P P T T P T T T T ]
MCangles [T T T T T T A P T T T T T T T T P T T T T T T T T
Mainchain [T T T T T T LTI T T TP PP TP T TP T P TP T T P LT T T T T TP T PP LT T T L LTI T T T
Overall \‘\HH‘H\H‘H\H‘\HH‘HHHH\\‘\\H\‘\H\\‘\\H\\H\\‘\\\H‘\H\\H\H\HHH\H‘H\HHHHHH‘HCHHHH

310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405

C = cis-peptide
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Residue properties
pdb2h88

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

410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505
Residue number

b. Absolute deviation from mean of omegatorsion

=
(6)]

=
N

Omega abs. mean dev.
w o ©

410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

=
o

N B O
[ B

Zeta abs. mean dev.

410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505

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

d. Secondary structure & estimated accessibility

AN T AN e AN —INAAN e

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

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

EAAAAAAAAA AAAAAAAAAAAAARL AAAAAAAAAAAAAAAAAARTIAAAA AAAAAAAAAAAANTAAT
T T T T T T T T T T T T T T T T T T T T
GANSLLDLVVFGRACALTIAETCKPGEPVPSIKPNAGEESVANLDKLRFADGT | RTSEARLNMQKTMQSHAAVFRTGS | LQEGCEKL SQI YRDLAHLKTF

f. Max. deviation (see listing)

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

Phi-psi _ WL | I

Chi3 & chi4
Omega [0
I
[
[
[
[

Dihedrals

MChbhonds [T]
MCangles [T

Mainchain [T

Overall 1
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Chi-1 abs. mean dev.

Chi3 & chi4

Omega
Dihedrals

MC bonds
MC angles

Mainchain

Overall

=
o
o

Omega abs. mean dev.
[ep)

Zeta abs. mean dev.
N

Residue properties
pdb2hss

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

80
60
40
20

510 515 520 525 530 535 540 545 550 555 560 565 570 575 580 585 590 595 600 605
Residue number

b. Absolute deviation from mean of omegatorsion

510 515 520 525 530 535 540 545 550 555 560 565 570 575 580 585 590 595 600 605
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

510 515 520 525 530 535 540 545 550 555 560 565 570 575 580 585 590 595 600 605

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

d. Secondary structure & estimated accessibility

e\ | il 1

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

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

DRGIVWNTDLVETLELQNLMLCALQT | YGAEARKESRGAHAREDYKLRIDEFDY SKPLQGQQKRPFEEHWRKHTL SYVDVKSGKVTLKYRPV I DRTLNEE

f. Max. deviation (see listing)
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Resid t -
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80
£ 60
g w0
< 20
o ;
610 615 620 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Residue number
5 15 b. Absolute deviation from mean of omegatorsion
©
12
8 6
o 3
S
O 610 615 620 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
E o
g 4
N
610 615 620 15 20 25 30 35 40 45 50 5 60 65 70 75 80 85
Residue number Highlighted residues are those that

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

I e L N\ e

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

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

ABAAAAAAAAANAATIA _AAAAAAAAANAAAATIA AAAAAAAAAAAAAI.AAAAAAAIAI. AN ABAAAAA — AAAAA
DCSSVPPAIRSY TSRIKKFS|YRAWDPDKPGDKPRMQTYEVDLNKCGPMVLDAL | KIKNELDSTLTFRRSCREGI CGSCAMN I AGGNTLAC

f. Max. deviation (see listing)

+ + + 4+ * * *opkop + +
* * * * % * % %k kxk * * x * kK kk Kk kxkxk * x

g. G-factors

|
Chi3 & chi4
Gega i i
Dihedrals  [TTTTTTTTTTT]

T T T T T T T T I I T T T I T T T T T I I
MC bonds T T P P T P T T TP P P T T T TTTT
MCEHQ"SW T A T A A T T T A P P T T A T T P P T T T T T
EEEEEEEEEEEEEEE NN NN NN
EEEEEEENEEEE NN

Mainchain  [TTTTTTTTTTT]

Overall

[

[

l

EEEEERENEER I
610 615 620 1
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Residue properties
pdb2hss

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

N A D
S 8 8 38 8
| I I S|

Chi-1 abs. mean dev.

86 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
[ep)

86 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

86 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185

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

d. Secondary structure & estimated accessibility

N —_ Y

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

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
‘ : ‘ : ‘ ‘ ‘ ‘ BAAAAAAIAAAAAAAAAAAIN, ABIAA :
TKKIDPDLSKTTKIYPLPHMYVVKDLVPDLSNFYAQYKSI| EPYLKKKDESKQGKEQYLQS| EDRQKLDGLYECILCACCSTSCPSYWWNGDKYLGPAVLM

f. Max. deviation (see listing)

+4 + o+ + * ok 4 + + + + +6 5
x ek M M T *x KRk ok x k x x kR xx

Chi3 & chi4
Omega
Dihedrals ]

[T T T T T I T I T T I LTI
MC bonds [T T T T T T T ]
T T T A T T T T T P A T
[T T T T I T TTT
[T I I I T I I I ITTT

MCangles []
Mainchain  []

Overall [1
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o

Residue properties
pdb2hss

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

D o
o O

Chi-1 abs. mean dev.
N D
o O

186

15

195 200 205 210 215 220 225 230 235 240 245 10 15 20 25 30

Residue number
b. Absolute deviation from mean of omegatorsion

12

Omega abs. mean dev.
[ep)

195 200 205 210 215 220 225 230 235 240 245 10 15 20 25 30

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

195 200 205 210 215 220 225 230 235 240 245

10 15 20 25 30

Residue number

d. Secondary structure & estimated accessibility

NS — NS

Key:- <™ Helix

Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

C — AAR———

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

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

ARA
T T T T T T T T T T T T
QAYRWM I DSRDDY TEERLAQLQDPFSLYRCHT IMNCTRTCPKGLNPGKA | AEI KKMMATYK

f. Max. deviation (see listing)

*****

Chi3 & chi4
Omega

Dihedrals [
MChbonds |
MCangles |
Mainchain |

Overall [

ATTAKEEMARFWEKNTKSSRPLSPHI S1Y

-
8 om :::ij

pdb2h88_06.ps




PROCHECK

Page 10

Residue properties
pdb2h88

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

% 100
% 80 -
g 60
8 401
< 20
&
31 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130
Residue number
5 15 b. Absolute deviation from mean of omegatorsion
Ee
E 9
£ 6
o 3
S
O 31 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
E o
g 4
N
31 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130

Residue number Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility
AN == NN == NNAAVARANAUN

ANAANA-

Key:- <™ Helix

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

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

T T T T T T T T T T T T T T T T T T T T
KWSL PMAMS | THRGTGVAL SLGVSLFSLAALLLPEQFPHYVAVVKSL SLSPAL | YSAKFALVFPLSYHTWNG | RHLVWDMGKGFKL SQVEQSGVVVLILT

f. Max. deviation (see listing)

g. G-factors

Dihedrals

MChbonds []
MCangles []

Mainchain  []

Overall

pdb2h88_06.ps




PROCHECK

Resid t .
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80 -
g 60
8 401
< 20
&
131 140 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Residue number
5 15 b. Absolute deviation from mean of omegatorsion
©
12
8 61
® 31
S
O 131 140 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
g 4
N
131 140 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Residue number Highlighted residues are those that

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

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

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

AAAAAAATIA
T T T T T T T T T T T T T T T
LLSSAAIASE SKAASLHWT SERAVSALLLGLLPAAYLYPGPAVDY SLAAALTLHGHWGLGQV | TDYVHGDTPIKVANTGLYVLSAITFTG

f. Max. deviation (see listing)

+ + + +* *o+ 4 +
* kK x * * % Kk Kk KK kxEK K * xk % xk * % ok * x *

g. G-factors

Dihedrals  [TTTTTTTTT]

EEEEEEEEEEEEEEEEEE NN NN
MC bonds T T T T P T P T TP PP PP P T T TP LT
Mcang"ﬁm A T A P T T T T T P P P T T T T
EEEEEEEEEEEEEEEEEE NN NN NN NN
EEEEEEENEEEENEEEEE NN NN

Mainchain  [TTTTTTTTT]

\
\
|

Overall  [ITTTITITT) \

131 140 1

pdb2h88_06.ps



PROCHECK

Page 12

Residue properties
pdb2h88

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

& 100
g 80 -
g 60
8 401
< 20+
o
8 90 95 100 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 12
€ 9
£ 6
o 3
£
© 8 9 9 100 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
g 4
LY
S
8 90 95 100 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
N e N R N\ =\ A\
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAAAAAARIA ‘ : ‘ : A : ‘ A AAAAAAAAAAAAAAAAAAAIL  AAIBIA A :
LCYFNYYDVGI CKAVAMLWS | TQYPVVDHEFDAVVVGAGGAGLRAAFGL SEAGFNTACVTKL FPTRSHTVAAQGG | NAALGNMEDDNWRW
f. Max. deviation (see listing)
g. G-factors
Phi-psi [
St it - :
Chi3 & chi4 I i [
Omega [T [ [
Dihedrals  [TTTTTTIIITTTITITTIIIT] 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 R T T I T T I T
MC e HHHHHHFHHHFHH RN ENRNRNRANEMENANRNNNNENE NNENNSNANENSNEN"EENENENNSSENENENRARERAREEN
Mainchain  [TTTTT T ITTTTTITTTTT] T T T T T T T T T T T T T T T T T T T A T T T T T I LTI
ovedl  [TITTITLITIITIIIITIIT] OO T I T T T T T T LI L T T T T T T T T LTI T[]
8 90 95 100 15 20 25 30 35 40 45 50 55 60 65 70 75

pdb2h88_06.ps




PROCHECK
Page 13

Residue properties
pdb2h88

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

79 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175
Residue number

5 b. Absolute deviation from mean of omegatorsion

12

Omega abs. mean dev.
[ep)

79 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

79 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175

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

d. Secondary structure & estimated accessibility

M ——ANANNEE SR — S8 —— /N B

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

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

: A_AABIA ‘ ‘ ‘ : ABAAAAAA_ AL A AAAEA A /\N_ITI/\/\N_L_’_I_I/\ ‘ ‘ AAAAABAAABAAAA
HFYDTVKGSDWLGDQDA | HYMTEQAPAAV | ELENYGVMPFSRTEEGK | YQRAFGGQSL QFGKGGQAHRCCCVADRTGHSLLHTLYGRSLRYDTSY FVEY FA

f. Max. deviation (see listing)

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

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

i
i
o
i
B
i
i

79

pdb2h88_06.ps
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Page 14

Residue properties
pdb2h88

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

=
o
o

D o
o O

Chi-1 abs. mean dev.
N D
o O

179 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275
Residue number

5 b. Absolute deviation from mean of omegatorsion

12
9
6
3

Omega abs. mean dev.

179 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

=
o

Zeta abs. mean dev.
N A OO

179 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275

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

d. Secondary structure & estimated accessibility

= e RENAY a— W

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

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

: A AAB AAAAAAANL AAAAAAAAAAAATIA B BIAAAAAAAAAAIA ‘ A_AAAAAAAINAAAAR ‘ : : AAABA
LDLLMENGECRGV IALCI EDGT | HRFRAKNTV IATGGYGRTYFSCT SAHTSTGDGTAMV TRAGL PCQDL EFVQFHPTGI YGAGCL | TEGCRGEGGI L INS

f. Max. deviation (see listing)

+ + + + + + 4+ + + + + * + +
*******************************************

Chi3 & chi4
Omega [ i [
[ ]
[
[
[
I

Dihedrals [T

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

Mainchain [T

Overall [1

pdb2h88_06.ps
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Page 15

Residue properties
pdb2h88

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

N A D
S 8 8 38 8
| I I S|

Chi-1 abs. mean dev.

279 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
[ep)

279 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

=
o

Zeta abs. mean dev.
N A OO

279 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375

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

d. Secondary structure & estimated accessibility

R VN S M m—— s =

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

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

QGERFMERYAPVAKDLASRDVVSRSMT | EI REGRGCGPEKDHVYLQLHHL PPQQLATRLPGI SETAMI FAGVDVTKEP | PVLPTVHYNMGG | PTNYKGQV

f. Max. deviation (see listing)

+ + o+ o+ + ++ +* 8 + + ++ +

g. G-factors
Phi-psi . RN [N T Ll o [T
Aty iy I i
Chi3 & chi4 i\ [l [ [
Omega [ [T [T [T
Dihedrals [T T T T I I T T T T T T O T T LT T T T TP T T T T T T T T TP T T LT T P T T T T TP T I T T T I I T
MCbonds T T T T T 1
MCangles [T T T e e P e P e P T T T A
Mainchain (T T T T T T I T T T T T T T TP T T TP T TP T TP T T TP T T T T I T I T T
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 I T LI T I T T I T T T T IT T ITTITTITITTTTIT]

279 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375

pdb2h88_06.ps
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Residue properties
pdb2h88

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

379 385 390 395 400 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475
Residue number

5 b. Absolute deviation from mean of omegatorsion

12
9
6
3

Omega abs. mean dev.

379 385 390 395 400 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

=
o

Zeta abs. mean dev.
N A OO

379 385 390 395 400 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475

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

d. Secondary structure & estimated accessibility

e ——AYY ) = QA SAVGE

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

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

ABAA BAAAAAAAAA AAAAAAAAAAAAAR
T T T T T T T T T T T T T T T T T T T T
| THYNGEDKVV PGLYACGEAASASVHGANRLGANSLLDLVVFGRACALT | AETCKPGEPVPS| KPNAGEESVANLDKLRFADGT | RTSEARLNMQKTMQS

f. Max. deviation (see listing)

**********

g. G-factors

Chi3 & chi4
Omega [ o
I
[
[
[
I

Dihedrals [

[TTTTTTT]
MCbonds [T TTTTTTT]
MCangles [T TTTTTT]
[TTTTTTT]
[TTTTTTTI

Mainchain  []

I I \ I

I \ \ I

\ \ \ \

I \ I I
Overall [ [TTTT T TIIIT
379 385 390 395 400 405 4
C = cis-peptide

pdb2h88_06.ps
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Residue properties
pdb2h88

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

479 485 490 495 500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575
Residue number

b. Absolute deviation from mean of omegatorsion

=
(6)]

=
N

Omega abs. mean dev.
w o ©

479 485 490 495 500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

=
o

N B O
[ B

Zeta abs. mean dev.

479 485 490 495 500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575

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

d. Secondary structure & estimated accessibility

N O T = 4

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

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

ABEAAAA ‘ ‘ ‘ ‘ AA_ WARBAAAAAAAAAAAAAAAAAAAAA ANAIIAAA  AAAAAABNAAABIAAAAAAAATRL A :
HAAVFRTGSI| LQEGCEKL SQI YRDLAHLKTFDRGI VWNTDLVETLELQNLMLCALQT I YGAEARKESRGAHAREDYKLR I DEFDY SKPLQGQQKRPFEEH

f. Max. deviation (see listing)

Phi-psi _ RES R M H

Chi3 & chi4
Omega

Dihedrals [T
MChbhonds [T]
MCangles [
Mainchain [T

Overall [1

pdb2h88_06.ps



PROCHECK

Resid t -
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80
£ 60
g w0
< 20
o
579 585 590 595 600 605 610 615 620 15 20 25 30 35 40 45 50
Residue number
5 15 b. Absolute deviation from mean of omegatorsion
©
12
8 61
® 31
S
o 579 585 590 595 600 605 610 615 620 15 20 25 30 35 40 45 50
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
g
g 4
N
579 585 590 595 600 605 610 615 620 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

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

ABAAAAAAAAAAAATIA AAAAAAAAAAAAATIA
T T T T T T T T
WRKHTL SYVDVKSGKVTLKYRPV I DRTLNEEDCSSVPPA | RSY TSRIKKFS|YRWDPDKPGDKPRMQTY EVDLNKCGPMVLDAL I KIKNE

f. Max. deviation (see listing)

Phi-psi _ R NN o

Chi3 & chi4
Omega [
Dihedrals [T

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

Mainchain [T

Overall [1

pdb2h88_06.ps
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Residue properties
pdb2h88

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150
Residue number

5 b. Absolute deviation from mean of omegatorsion

12

Omega abs. mean dev.
[ep)

55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

=
o

Zeta abs. mean dev.
N A OO

5 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150

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

d. Secondary structure & estimated accessibility

B B el Ao e i

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

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

T T T T T T T T
LDSTLTFRRSCREGI CGSCAMN I AGGNTLACTKK IDPDLSKTTK | YPLPHMYVVKDLVPDL SNFYAQYKSI| EPYLKKKDESKQGKEQYLQS| EDRQKLDG

f. Max. deviation (see listing)

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

g. G-factors

Chi3 & chi4
Omega
Dihedrals [

ERERN
MC bonds [T
MCangles L[]
ERERE
[TITIT

Mainchain  []

AR A
H RENRSNNSNNSNNINNENANNNSNNINNINNI NN AR RANREARNAREN

Overall {1 I

[

1

[l

[

T T T T ‘\‘

5 60 65 70 75 80 85

pdb2h88_06.ps
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Residue properties
pdb2h88

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245
Residue number

5 b. Absolute deviation from mean of omegatorsion

12
9
6
3

Omega abs. mean dev.

155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

=
o

Zeta abs. mean dev.
N A OO

155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245

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

d. Secondary structure & estimated accessibility

i A L/ A AT\

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

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
LYECI LCACCSTSCPSYWWNGDKYLGPAVLMQAYRWV I DSRDDY TEERLAQLQDPFSLYRCHT IMNCTRTCPKGLNPGKA | AEI KKMMATYK

f. Max. deviation (seelisting)
6

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

g. G-factors

Chi3 & chi4
Omega
Dihedrals [T

[
MChbonds [TT]
MCangles [1]

[
[

Mainchain [T

Overall [1

pdb2h88_06.ps
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Residue properties
pdb2h88

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

2 10 156 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100
Residue number

5 b. Absolute deviation from mean of omegatorsion

12

Omega abs. mean dev.
[ep)

2 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

2 10 15 20 25 30 35 40 45 50 5 60 65 70 75 80 85 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

et A AN e O\ I/ N s NN NN\ /) \ /|
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

AAAAAAAAAAAAAAAAAAAAAAAIAAAAAAAAAAAAAAAAA A AAAAA  AAAAAAANAAAAAAAAAAAAAANANTAAAAAAAAAAAAAAAANAAAAAA
ATTAKEEMARFWEKNTKSSRPLSPHI S1 YKWSL PMAMS | THRGTGVAL SLGVSLFSLAALLLPEQFPHYVAVVKSL SLSPAL | YSAKFALVFPLSYHTWN

f. Max. deviation (see listing)

+ + + * + * + ++ +
* ok k kKA K K ® * * x % % * x * Kk Kk Kk kx xk  kkk * %

g. G-factors

Dihedrals ]

[T T T T T T T T LTI T T I T T T T T T T T T T T T T T T T TP TTITTTT
MC bonds [T T T T T T T T T
MCangles [T T T e e e e e e
HEEEEEEEEEEE NN NN NN NN NN
[T I T T T LT T I T T T T T T T LTI T I I LI I T T T T T I LTI T T I I TITTTTT]

Mainchain  []

Overall {1

pdb2h88_06.ps



PROCHECK

Residue properties

Page 22

odb2h88

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

102 110 115 120 125 130 135 140

=
(6)]

10 15 20 25 30 35 40 45 50

Residue number
b. Absolute deviation from mean of omegatorsion

=
N

Omega abs. mean dev.
w o ©

102 110 115 120 125 130 135 140

10 15 20 25 30 35 40 45 50

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

=
o

N B O
[ B

Zeta abs. mean dev.

102 110 115 120 125 130 135 140

Residue number

10 15 20 25 30 35 40 45 50

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

d. Secondary structure & estimated accessibility

AN == NAUAAAA G

VA NN N NN AN AN

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
G| RHLVWDMGKGFKL SQVEQSGVVVL I LTLLSSAAIASE

f. Max. deviation (see listing)

+ + +
*  xkk *x * * ok kx

Dihedrals ]

[T I T T T
MC bonds [T T T T T T
MCangles [T
[T T I T T T
[T I I I ]

Mainchain  []

Overall {1

BAAAAAAAAAAAAAAAAA AAAAAAATIA
T T T T T T T T T
SKAASLHWT SERAVSALLLGLLPAAYLYPGPAVDY SLAAALTLHGHWGLGQ

pdb2h88_06.ps
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Page 23

Residue properties
pdb2h88

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

Chi-1 abs. mean dev.
N
o

5 60 65 70 75 8 8 90 95 100
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
[ep)

54 60 65 70 75 8 8 90 95 100
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

54 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
NN N NNNIN/N/N/N s N/

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

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

AAAAAATIA AAAAAAAAAT
T T T T T T T T T T
VITDYVHGDTPIKVANTGLYVLSAI TFTGLCYFNYYDVGI CKAVAMLWSI|

f. Max. deviation (see listing)

+
* o4 + +*+ 4
* % * x * * * X Kk kA Kk

g. G-factors
Phi-ps oo
Chil-chi2 I O 018
SHE H F @8:%%
mega [ [ 0.24
Dihedrals [T T T T ITT T T I T I I LTI IT T[] [J 048
MCage A H 83
Mainchain [T I T I I T] [ 022
Overall CTT T T T LT L T L L T T T T T LI [ 020

5 60 65 70 75 80 85 90 95 100

pdb2h88_06.ps
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Page 1

Main-chain bond lengths

odb2h8s

535

Aouanbai4

111 115 119 123 127 131 135

C-N
(Pro)

122 126 130 1.34 1.38 142 146

535

fousnbai4

120 124 128 132 1.36 140 144

535

Aouanbai4

2p

152 156 160 1.64

CA-CB
(Alg)

1.48

535

Aouanbai4

140 1.

CA-C
(Gly)

1 155 159 1.63

1.

139 143 147

535

fousnbai4

CA-C
(except Gly)

140 144 148 152 156 1.60 1.64

535

Aouanbai4

N-CA
(except Gly,Pro)

145 149 153 157

535

Aouanbai4

133 137 141

(therest)

CA-CB

2 156 1.60 1.64

1.

535

fouenbai4

140 144 148
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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.

Black bars> 2.0 st. devs. from mean.
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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: RMSdist > 0.03 for rings, and > 0.02 otherwise.

b signifies data points off the graph in the direction shown.
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Main-chain bond lengths
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Main-chain bond lengths (contd)
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Bonds differing by > 0.05A from small-molecule values. Vaues shown: "ideal", difference, actual
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Main-chain bond angles (contd)
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CA CA CA CA
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Bond angles differing by > 10.0 degrees from small-molec values. Values shown: "idea", actual, diff.
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Planar groups (contd)
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Sidechains with RM S dist. from planarity > 0.03A for rings, or > 0.02A otherwise. Value shown isRMS dist.
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