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Plot statistics
Residues in most favoured regions [A,B,L] 863 88.4%
Residues in additional allowed regions [a,b,l,p] 111 11.4%
Residues in generously allowed regions [~a,~b,~l,~p] 2 0.2%
Residues in disallowed regions 0 0.0%
Number of non-glycine and non-proline residues 976 100.0%
Number of end-residues (excl. Gly and Pro) 4
Number of glycine residues (shown as triangles) 122
Number of proline residues 34
Total number of residues 1136

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
1m64

Ala (128) Arg (36) Asn (56)
180-% 180T = ISOD% o
% & i
901 B 90 - 90 1 1]
e ’
g 0- u o] @ N %
o= 3
-90 -90 1 -90 1
|
-180 90 0 90 180 -180 90 0 90 180 -180 90 0 90 180
Phi Phi Phi
. Asp (76) . Cys (16) Gln (24)
s QD
90 | l% 90 90 |
7 i m
0 % 04 A SE @H 0 %
290 1 -90 1 -90 1
-180 90 0 90 180 -180 90 0 90 180 -180 90 0 90 180
Phi Phi Phi
- Glu (62) . E,ﬂGly (122) His (36)
o &
90 L 90 90 B
g7
[aW i i i
0 D% 0 % 0 Asomzx%P
= R
290 1 -90 1 -90 1
(]
7 A
-180 90 0 90 180 -180 90 0 90 180 -180 90 0 90 180
Phi 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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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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Chi-1
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Chi-1

Chi1-Chi2 plots
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Chi1-Chi2 plots
1m64
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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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a. Ramachandran plot quality assessment 2153). Peptide bond planarity - omega angle sd
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Plot statistics
Comparison values No. of

No.of Parameter Typical Band  band widths

Stereochemical parameter data pts value value  width  from mean

a. %-tage residues in A, B, L 976 88.4 85.9 10.0 0.3 Inside

b. Omega angle st dev 1134 6.5 6.0 3.0 0.2 Inside

c. Bad contacts / 100 residues 78 6.9 2.6 10.0 0.4  Inside

d. Zeta angle st dev 1014 2.0 3.1 1.6 -0.7  Inside

e. H-bond energy st dev 692 0.6 0.8 0.2 -0.9 Inside

f. Overall G-factor 1136 0.0 -0.3 0.3 1.1  BETTER
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Side-chain parameters
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5Oe. Standard deviation of Chi-2 trans angle
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Resolution (Angstroms)
Plot statistics
Comparison values No. of
No.of Parameter Typical Band  band widths
Stereochemical parameter data pts value value  width  from mean
a. Chi-1 gauche minus st dev 162 9.1 16.3 6.5 -1.1  BETTER
b. Chi-1 trans st dev 257 10.7 17.5 5.3 -1.3 BETTER
c. Chi-1 gauche plus st dev 423 10.1 16.0 4.9 -1.2 BETTER
d. Chi-1 pooled st dev 842 10.3 16.6 4.8 -1.3 BETTER
e. Chi-2 trans st dev 239 11.6 19.3 5.0 -1.5  BETTER
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Residue properties
Im64

a. Absolute deviation from mean Chi-1 value (excl. Pro)
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c. C-alpha chirality: abs. deviation of zeta torsion
_§ 15
= 12
QE) 9
£ 6
<
s 3
N
5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100
Residue number Highlighted residues are those that
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d. Secondary structure & estimated accessibility
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Residue properties
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5 a. Absolute deviation from mean Chi-1 value (excl. Pro)
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Chi-1 abs. mean dev.
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Residue number

b. Absolute deviation from mean of omega torsion

120
96
724
48
24

Omega abs. mean dev.
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Residue number

c. C-alpha chirality: abs. deviation of zeta torsion

15
12

Zeta abs. mean dev.

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

b. Absolute deviation from mean of omega torsion

120
96
724
48
24

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-alpha chirality: abs. deviation of zeta torsion

Zeta abs. mean dev.

Phi-psi
Chil-chi2
Chil only
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
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e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
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f. Max. deviation (see listing)

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

40
30
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10

Chi-1 abs. mean dev.

305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400
Residue number

b. Absolute deviation from mean of omega torsion

120
96
724
48
24

Omega abs. mean dev.

15
12

Zeta abs. mean dev.

Phi-psi
Chil-chi2
Chil only
Chi3 & chi4
Omega

Dihedrals

MC bonds
MC angles

Mainchain

Overall

305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400
Residue number

c. C-alpha chirality: abs. deviation of zeta torsion

340 345 350 355 360 365 370 375 380 385 390 395 400
Residue number

305 310 315 320 325 330 335

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

d. Secondary structure & estimated accessibility

e A O e A it

Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
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f. Max. deviation (see listing)
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Residue properties
Im64

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

50
40
30 A
20
10

Chi-1 abs. mean dev.

405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500
Residue number

b. Absolute deviation from mean of omega torsion

120
96
724
48
24

Omega abs. mean dev.

405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500
Residue number

c. C-alpha chirality: abs. deviation of zeta torsion

15
12

Zeta abs. mean dev.

Phi-psi
Chil-chi2
Chil only
Chi3 & chi4
Omega

Dihedrals

MC bonds
MC angles

Mainchain

Overall

405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500

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

d. Secondary structure & estimated accessibility
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Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed

EEAAAAAAAAAAR ABEAAAAAAAA AR AAAATAAAARAAARIFIA
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TRDKASAATLAQTGKSAYLIFDDSVRKSLSKIDKY IGLGVAPTADSLVKLGKMEG IDGKALTETVARYNSLVS SGKDTDFERPNLPRALNEGNYYATEVT

f. Max. deviation (see listing)

g. G-factors
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s a. Absolute deviation from mean Chi-1 value (excl. Pro)
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Residue number
: b. Absolute deviation from mean of omega torsion
é 120
% 96
E 72-
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Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 15
= 12
QE) 9
£ 6
<
s 3
N
505 510 515 520 525 530 535 540 545 550 555 560 565 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\
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
ABAAA
PGVH]‘-[TMGG\"MIDTI‘(AEVMI\‘IAKKQ\‘/ I PGL+GAGE\‘/TGGVI‘-IGANRILGGNA; SDII "‘FFGRL/‘\GEEA/‘%KYS ADNLAEFHVQNQECDSCHTPDG
f. Max. deviation (see listing)
g. G-factors
Phi-psi [ l
dire 8 . :
Chi3 & chi4 I [ ]
Omega Ol I [T
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Zeta abs. mean dev.
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Chil only
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Omega
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MC bonds
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Mainchain

Overall

Page 7

Residue properties
Im64

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

23 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 omega torsion

23 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120
Residue number

c. C-alpha chirality: abs. deviation of zeta torsion

23 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
N ANA R - PR —
i

Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed

ELSNDSLTYENTQCVSCHGTLAEVAETTKHEHYNAHASHFPGEVACTSCHSAHEKSMVYCDSCHS FDFNMPYAKKWLRDEPT IAELAKDKS ERQAALASA

f. Max. deviation (see listing)

g. G-factors
H H . T
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Residue properties
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a. Absolute deviation from mean Chi-1 value (excl. Pro)

40
30 A
20
10

Chi-1 abs. mean dev.

123

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 omega torsion

120
96
724
48
24

Omega abs. mean dev.

123

T T_-'Il_ T T H_F'-f'-
130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220
Residue number

c. C-alpha chirality: abs. deviation of zeta torsion

15
12

Zeta abs. mean dev.

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

Phi-psi

Chil-chi2
Chil onl;

Chi3 & chi4

Omega

Dihedrals

MC bonds
MC angles

Mainchain

Overall

d. Secondary structure & estimated accessibility

N\ N\ s SNERR N NG A AN

Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed

AAAABIAAAAA T AAAAAR ABAAAAAAAAAAAAAAAAAAAA
7 7 T T T 7 T T 7 T 7 T 7 T T T T T T T
PHDTVDVVVVGSGGAGFSAATSATDSGAKV I LT1EKEPV I GGNAKLAAGGMNAAWTDQQKAKK I TDS PELMFEDTMKGGQN INDPALVKVLS SHSKDSVDW

f. Max. deviation (see listing)

E e o %

* % %

+

g. G-factors

EEREN o

.
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Residue properties
Im64

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

= 50
S
g 40
g 30
£ 20
<
= 10
2
223 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320
Residue number
: b. Absolute deviation from mean of omega torsion
é 120
% 96
g 721
2 48 -
& 241
=
O 223 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 15
= 12
“E’ 9
£ 6
<
s 3
N
223 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
: AABAAA £ AAAAAAAANL AAAAAAMAAAAAAAAAAAAARIAA IIAAAAIAA ‘ : AAAAAAAAAAATIA  AAAAA
MTAMGADLTDVGMMGGAS VNRAHRPTGGAGVGAHVVQVLYDNAVKRN IDLRMNTRG I EVLKDDKGTVKG I LVKGMYKGYYWVKADAV I LATGGFAKNNER
f. Max. deviation (see listing)
g. G-factors
Phi-psi o m
i i
Chi3 & chi4 [
Omega [T m N
Dihedrals [T T T T T T T T T T T TR I I T T T T T T T T T T T T T T T T T T T T I T T T I T T I T T T T T
MC angles - A A A AR
Mainchain [T T T T T T T T T T T LTI T T T I 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
Overall [T I e T T T T e I T A T R T I I
223 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320
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Residue properties
Im64

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

40
30
20
10

Chi-1 abs. mean dev.

323 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420
Residue number

b. Absolute deviation from mean of omega torsion

120
96
724
48
24

Omega abs. mean dev.

323 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420
Residue number

c. C-alpha chirality: abs. deviation of zeta torsion

15
12

Zeta abs. mean dev.

323 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420

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

d. Secondary structure & estimated accessibility

AV L 10/ et A At -1 S Y

Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
AAAABAAAA [ AAABANBAAAAAAAAA AAAABAA /\/W/\/\/\I_I/m/\/\/\/\/\/\/\/\/\/ﬂ AAAAAAAT

T T T T T T T T T T T T T T T T T
VAKLDPSLKGF I STNQPGAVGDGLDVAENAGGALKDMQY I FAHPTLSVKGGVMVTEAVRGNGA I LVNREGKRFVNE I TTRDKASAATLAQTGKSAYL I FD

f. Max. deviation (see listing)

+ + + ok +
*******#***#*x**** * ***_****_*___*
i i . . . i i .

+ + + +
sk kR ok kkk k% kK
I

g. G-factors
ChiPehio L*H H H Il TI]

i
i3 & chi:

Omega H
Dihedrals

MC bonds
MC angles

Mainchain

Overall

[ Y A [ Ny O v |

1m64_06.ps
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Residue properties
Im64

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

= 50
S
g 40
g 30
£ 20
<
= 10
2
423 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505 510 515 520
Residue number
: b. Absolute deviation from mean of omega torsion
é 120
% 96
g 721
2 48 -
& 241
=
O 423 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505 510 515 520
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 15
= 12 ~
: 9
£ 67
<
g 37
N
423 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505 510 515 520
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
AAAAAARAAAAAAA A ABAAAAAAAAA AR AL ‘ ‘ AAAARAAAARAAARNA : A ABANA  AAABAABAAAIAA
DSVRKSLSKIDKY IGLGVAPTADSLVKLGKMEG IDGKALTETVARYNSLVS SGKDTDFERPNLPRALNEGNYYAITEVTPGVHHTMGGVMIDTKAEVMNAK
f. Max. deviation (see listing)
g. G-factors
ChiPehio n o anha Pﬂ
Chil only | I
Gmaga i “Eanm
Dihedrals  [TTTT T [TTTTTTTT I T T I T I I T ITT TEE T T T T T TIT TT FT T A T T IT T ITIITTT]
MC angies B H AR e e e e
Mainchain - [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 T T T T T T T
Overall [T I T T A L T T e T T T T TR T T
423 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505 510 515 520
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Residue properties

Im64

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

= 50
S
g 40
£ 30
£ 201
<
= 104
2
523 530 535 540 545 550 555 560 565
Residue number
: b. Absolute deviation from mean of omega torsion
é 120
§ 96
g 721
2 48 -
& 241
=
© 523 530 535 540 545 550 555 560 565
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 15
= 12
QE) 9
3 6
<
s 3
N
523 530 535 540 545 550 555 560 565
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
BAAAA
l‘(QVl PGL+GAGE\‘/TGGVILIGANRILGGNAE SDI l'l‘"FGRL/‘\GEEA/—l\KYS
f. Max. deviation (see listing)
g. G-factors
Phi-psi Avef()‘ll
Chil-chi2 H @ 0.10
Chil onl; 0.16
Chi3 & chi4 [ 0.41
Omega 1 -0.06
Dihedrals  ET T T T T T T T T I T T T T T T T I I [0 0.01
MC angles - WA e AN H -0
Mainchain [T TTT T T T T T T T T T T T T T T T T IT T T IIT T [ -0.01
Overall [T I I LT T LI LI LI T T I T T I I T T Il [ 002
523 530 535 540 545 550 555 560 565
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Main-chain bond lengths
Im64

C-O

1.27 1.31 1.35

1.15 1.19 1.23

265

Kouanbaig

1.11

C-N

(Pro)

265

Kouanbai

1.22 126 130 1.34 1.38 142 1.46

265

Kouanbai

120 1.24 1.28 1.32 136 140 1.44

CA-CB
(Ala)

CA-C
(Gly)

CA-C
(except Gly)

.

1.52 1.56 1.60 1.64

265

Kouoanbaig

140 144 1.48

1.51 1.55 1.59 1.63

265

Kouanbai]

1.39 143 1.47

265

Kouanbaig

140 1.44 148 1.52 1.56 1.60 1.64

N-CA
(except Gly,Pro)

CA-CB

CA-CB

(Ile,Thr,Val)

(the rest)

145 149 153 1.57

1.37 141

265

Kouanbaig

1.33

1.52 1.56 1.60 1.64

265

Kouanbai

140 144 148

149 153 1.57 1.

1.61 1.65

1.45

265

Kouanbaig

1.41

N-CA
(Pro)

.58

0 154 1

T
1.5

1.46

265

Kouanbai

134 138 1.42

141 145 149 153 1.57

265

Kouanbaig

1.33 1.37

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

1m64

CA-C-N
(Gly) (Pro)

CA-C-N

CA-C-N

(except Gly,Pro)

1
=
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B
=
—
Bl
o
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=
\O
o
=
—_
= t t t =
[=J (=3 (=3
e N X D Ia)
2 =
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—_
=
o
\O
B
a
—
S\
=
\O
2
“““““““““““““““ =
—_
B
=
O
<
=
-
L t t t =
=3 (=3 (=3
v N =N © A
2 =
Kouanbai
—
=
ak
\O
B
o
—
o\
o
O
=
=
—
B
=
\O
<
=
—
ES m T T T —
(=) (=3 [
La] N = =} I3}
2 g
Kouanbai

C-N-CA
(except Gly,Pro)

O-C-N
(Pro)

\O
g
<
A

N —
98}
<
\O
S\
a
—
o\
“““““““ a
O
A
=
—
=
=
n n ey
ES m T T T —

[=J (=3 (=3

ke N =N =] A

RN
Kouoanbaig
~
&
ok
[\
mokl
o
=~
B
S
““““““““““““““ .
a
“““““““““““““ =
5

o~
L=
=
N
RS
=

135

125 130

CB-CA-C
(Ile,Thr,Val)

120

CA-C-O
(except Gly)
115

T
110

105

137

132

127

Iyl
122

C-N-CA
(Pro)

135

130

125

120

C-N-CA
(Gly)

115

110

105

CB-CA-C
(Ala)

124

104 109 114 119

99

94

125

105 110 115 120

100

95

135

115 120 125 130

110

105

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 angles

1m64

~
a
N
o\l
=
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8 =
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v N =N =] A
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5
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O
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1201

= =
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t
[
o

N-CA-CB
(Ile,Thr,Val)

N-CA-CB
(Ala)

N-CA-C
(Pro)

\O
S
S
—
g\l
S
\O
At
=
“““““““““““““ _
=
“““““““““““““ =
O
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=
—
S
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““““““““““““““ -
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“““““““““““““ =
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S
=
=
(=)
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=
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<
=
\O
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=4 I3 = =3 =3
La] N = =} I3}
2 a
Kouanbaig

N-CA-CB
(the rest)

v
& n_U T T T N
7 a8 & 8 R
2 =
Kouanbai
o]
=
L2
o
r=
“““““““““““““ «
“““““““““““““““ =
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v = =N ° A
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q 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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v v v
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Histograms showing RMS distances of planar atoms from best-fit plane.
Black bars indicate large deviations from planarity: RMS dist > 0.03 for rings, and > 0.02 otherwise.
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Main-chain bond lengths
C 1231 O C 1329 N N 1458 CA C 1231 O C 1329 N N 1458 CA
1.175 1.264 1.351 1.178 1.271 1.374
A Ala 175 A Ala175- A Trp 176 A Trp 176 B Ala 175 B Ala 175 - B Trp 176 B Trp 176
C 1231 O N 1458 CA
1.291 1.406
B Ser 568 B Ser 568
Bonds differing by > 0.05A from small-molecule values. Values shown: "ideal", difference, actual
Main-chain bond angles
1125 1217 110.5 112.5 112.5 1217 CA
A Gly 162 A Ala 175 - A Tip*176 A Trp 176 A Gly 384 B Gly 162 B Ala 175 - B Trp 176
110.5 1112 1125 1217 111.2
B Trp 176 B Asn 337 B Gly 384 B Tyr 567 B Ser 568 B Ser 568

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

Planar groups

CB CB
0.034 0.031
A Tyr 94 B Tyr 94

Sidechains with RMS dist. from planarity > 0.03A for rings, or > 0.02A otherwise. Value shown is RMS dist.
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