"Judge not, that you be not judged" Bible, Matthew, ch.7

Structure Factor Check
1YQ3

Title: AVIAN RESPIRATORY COMPLEX Il WITH OXALOACETATE AND UBIQUINON
Date: 01-FEB-05
PDB code: 1YQ3
Crystal Structure Factors
Cell parameters: Input
af ;883 2 b 9340'30 a _C:9§8090'50 & Nominal resolution range: 38.7- 2.20 A
o ' B: : v: : Reflections in file: 78719
Space group: P 2121 21 Unique reflections above 0: 78719
above b: 78184
above &: 67042
SFCHECK
Nominal resolution range: 38.7- 2.20 A

\O5max. from input data, min. from author\05

Used reflections: 78719
Completeness: 89.5 %
R_stand(F) = e(F)>/<F>: 0.046

Anisotropic distribution of Structure Factors
ratio of eigen values: 0.7915 1.0000 0.495

[To)

M odel
9576 atoms (834 water molecules)
Number of chains: 49
Volume not occupied by model: 51.7 %
<B> (for atomic model): 44,9 AN2
o(B): 12.74 AN2
Matthews coefficient: 3.19
Corresponding solvent % : 61.14
Refinement
Program: CNS 1.1
Nominal resolution range: 38.7- 2.20 A
Reported R—factor: 0.175
Number of reflections used: 78719
Reported Rfree: 0.22
Sigma cut-off: N.A.

B_overall (by Patterson): 37.AN2]
Optical resolution: 1.76 A
Expected opt. resol. for complete data set: 1.76|A
Estimated minimal error: 0.018 A
Model vs. Structure Factors
R-factor for all reflections: 0.187
Correlation factor: 0.951
R-factor: 0.196
for F>2.00
nom. resolution range: 38.66 — 2.20A
reflections used: 78182
Rfree: 0.242
Nfree: 3815
R-factor without free—refl.: 0.193
Non free-reflections: 74367
<u> (error in coords by Luzzati plot): 0.229 A
Estimated maximal error: 0.080 A
DPI: 0.178 A
Scaling
Scale: 0.849
Bdiff: -1.64

Anisothermal Scaling (Beta):
2.1332 5.3680 -3.1932 0.0000 0.0000 0.0

Solvent correction — Ks,Bs: 0.753 250.038

DDO
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Structure Factor Check
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0.5
§1.0 o
c (®)
2 £ 0.4+
[} (@]
g 8
S DI: 0.3
@]
5 K 0.2-
>
9
00 0.1_
1/d 000 012 025 038 050
- 6 ¢ d 800 400 267 200 A
90.00  0.0(
k 90.00 90.0q polar coordinates of the ﬁ_fact.orl td f Rtfree_ ~ 0.229
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Local estimation

2. Density correlation

Side chain or base0.90+ L
0.80- L

VNA. (GLY) 2-8: L
- Backbone 1:07 L

1. Shift
e Lo P AP Ve P M P T P OV M PP
Side chain or base 204 L
0 =0.0864A 3.0- .
m<o038 0.807 i
Backbone 0.904 |

e [ [ I T i e

H>30 E>15
Backbone

3. Density index

L5

1.0

I T[]
Side chain or base 28:
<Dens> = 0.1839,0 = 0.0262 15-
> 60. 60. |
4. B-factor
Side chain or base 30.m Ww WMM’
60 = — L
1.00,
5. Connect 0.50- ﬂT L
ISTQYPVVDHEFDAVVVGAGGAGLRAAFGLSEAGFNTACVTKLFPTRSHTVAAQGGINAALGNMEDDNWRWHF Y D
residue number o X I 3 g it 3 R
chain identifier ~ |A
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.0864A
m<o038 0.801

Backbone
2. Density correlation

_— = == = —
Side chain or base).90

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.1839,0 = 0.0262

W > 60.
Backbone
4. B-factor
Side chain or base 30.—
60.-
1.00
5. Connect 0.50 -
TVKGSDWLGDQDATHYMTEQAPAAV IELENYGMPFSRTEEGK | YQRAFGGQSLQFGKGGQAHRCCCVADRTGHSL
residue number 3 EY 3 < & & g
— — — — —
chain identifier ~ |A
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1YQ3

Local estimation (2)

V N.A. (GLY) 2-8: r
) Backbone 1:07 |

1. Shift
o 1 o TR A e o PP D P e VeV S e e
Side chain or base 204 B
o =0.0864A 3.0- L
W<038 0.80 r
Backbone 0.90+ L

i i — —_—

2. Density correlation —— e — = L

Side chain or baseQ.90+
0.80-

Hl>30 @>15
Backbone

3. Density index

5]
.0
45

Side chain or base 8
<Dens> = 0.1839,0 = 0.0262 .5
H> 60. 60.7 i
4. B-factor
Side chain or base 30.7LU—U\/U—L MM WI_LU_U—H—LU—U—M:
60.- — = L L
1.00
5. Connect 0.50- -
LHTLYGRSLRYDTSYFVEYFALDLLMENGECRGV IALCIEDGTIHRFRAKNTVIATGGYGRTYFSCTSAHTSTGD
residue number % % ,°\° % % 8 S ﬁ
~ - - — - N [aV) N
chain identifier ~ |A
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
c = 0.0864A
m<o038 0.80q

Backbone

2. Density correlation
Side chain or base).90

T o

0.80 -

m>30 E>15 13 r
3. Density index -

Side chain or base 9.5 JQHIWWﬁﬂH%HMﬁMﬂHHMMMﬁP

<Dens> = 0.1839,0 = 0.0262 1.5- L

W > 60. 60. E———— —— —

4. B-factor E —— =

Side chain or base 30,—MJMM—DMWW T I m L

60.- HEN EESE L1 Ll

1.00 o L

5. Connect 0.50 -

residue number

chain identifier

SFCHECK 7.03.16
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Local estimation (3)

V N.A. (GLY) 2-8: C
- Backbone 104
1. Shift
; i 1.0+
Side chain or base 204
0 =0.0864A 3.0-
m<o0s8 0.804

Backbone 0.90+
2. Density correlation
Side chain or baseQ.90-

0.80-
W>30 @>15 1-8’
o Backbone (%5:
3. Density index &
Side chain or base (]?8:
<Dens> = 0.1839,0 = 0.0262 1.5
H> 60. 60.7
Backbone 30.
4. B-factor 1
Side chain or base 30.
60.-
1.00q
5. Connect 0.50-
| REGRGCGPEKDHVYLQLHHLPPQQLATRLPGISETAMI FAGVDVTIKEPIPVLPTVHYNMGGI PTNYKGQV I THV
residue number 8 ﬁ ﬁ % @ % % 103
g] ™ %) ™ ™ ™ ™ ™
chain identifier ~ |A
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
c = 0.0864A
m<o038 0.80q

Backbone 0.904
2. Density correlation E
Side chain or base).90

0.80-
m>30 W>15 %-8:
Backbone 05
3. Density index -
Side chain or base gg:
<Dens> = 0.1839,0 = 0.0262 1.5
H> 60. 60. .
Backbone 30.1
4, B-factor =
Side chain or base 30.
60.-
1.00
5. Connect 0.50-

NGEDKVVPGLYACGEAASASVHGANRLGANSLLDLVVFGRACALTIAETCKPGEPVPSIKPNAGEESVANLDKLR,
o] o) o) [ce} o o) o

residue number e) > o — I ™ <
™ ™ < < < < <

chain identifier ~ |A
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Local estimation (4)

VNA. (GLY) 2-8: B
- Backbone 1:07
1. Shift
; ; 1.0
Side chain or base 204
0 =0.0864A 3.0-
m<08 0.804

Backbone 0.90+

2. Density correlation -
Side chain or base0.90+

0.80-
W>30 @>15 1-8’
o Backbone 35:
3. Density index &
Side chain or base 88:
<Dens> = 0.1839,0 = 0.0262 1.5
B> 60. 60.7
Backbone 30.
4. B-factor
Side chain or base 30.
60.-
1.00
5. Connect 0.50-
FADGTIRTSEARLNMQKTMQSHAAVFRTGS|LQEGCEKLSQIVRDLAHLKTFDRGIVWNTDLVETLELQNLMLCA
residue number % % 0,3 % o) 8 S ﬁ
53 < < < < ro) o 0
chain identifier ~ |A
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
c = 0.0864A
m<o038 0.80q

Backbone 0.90q

2. Density correlation E
Side chain or base).90

0.80-
H>30 E>15 %'8:
Backbone 0:57
3. Density index -
Side chain or base g_)g:
<Dens> = 0.1839,0 = 0.0262 1.5-
M > 60. 60
Backbone 30.1
4. B-factor B
Side chain or base 30.4
60.-

1.00
5. Connect 0.50-

LQTIYGAEARKESRGAHAREDYKLRIDEFDYSKPLQGQQKRPFEEHWRKHTLSYVDVKSGKVTLKYRPVIDRTLN
(e} o) o) e} <o) o) (e}

residue number be) < Ire) © ~ [} [}
[ts} [T} [T} s} n n e}

chain identifier ~ |A
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Local estimation (5)

Backbone
2. Density correlation

VN.A. (GLY) 3.09
Backbone %'07
1. Shift
Side chain or base 51 |
0 =0.0864A
m<08 0.80

Side chain or baseQ.90+

0.904

0.80-

H>30 @>15
Backbone

3. Density index

<Dens>=0.1839,0 = 0.0262

Side chain or base

> 60.

Backbone
4. B-factor

Side chain or base 30.

60.-
1.00
5. Connect 0.50
UE:’EDCSSVPPAOIORSY AATSRIKKFSIYRWDPDKPGDKPRMQTYEVDLNKCGPMVLDALIKIKNELDSTLTFRRS
residue number o © © © © ©
S 2 =1 ~ 3] < rs}
chain identifier ~ |A B

V N.A. (GLY)

Backbone
1. Shift

Side chain or base
0 = 0.0864A
m<os 0.807 r

Backbone 0.90+1 -

i i b P S | s — —— e T

2. Density correlation e == T e = = =1 oV

Side chain or base).90

0.80-

W>30 @>15
Backbone

3. Density index

<Dens> = 0.1839,0 = 0.0262

Side chain or base

W > 60. M
Backbone W -
4. B-factor N
60 1
1.00 |
5. Connect 0.50 Wﬁ

residue number

chain identifier B
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1YQ3

Local estimation (6)

VNA. (GLY) 2-8: B
- pecktone X SRin=aninniininnn=nE ana=tarannnlnsnansnsiniaininsaloansaiEunn=nl=unlinnnsy
1. Shift

) . 1_07MMMMLM%M%M—&M{L
Side chain or base 20 L
o =0.0864A 3.0- -
m<o08 0.80 r
Backbone 0.90+ I

2. Density correlation = =T ———— =5

Side chain or base0.90+

0.80- -
W>30 @>15 %g
o Backbone 0:5
3. Density index
<Dens>=0.1839,0 = 0.0262 :
Il > 60.
Backbone
4. B-factor
60.— = — -
1.00
5. Connect 0.50 3
EQYLQS EDRQKLDGLYECTLCACCSTSCPSYWWNGDKYLGPAVLMGAYRWM IDSRDDYTEERLAQLQDPFSLYR
residue number 8 8 8 1(2 e} g 8
- - - - - — N
chain identifier B
VNA. (GLY) g-g’ L
packbone O T e P ey el Rl e e e e
1. Shift r
o 1_0:U_1_D_H_LDJ_D/LDIWD]_H_LQ]E_LU_D MW*
Side chain or base 20 L
0 =0.0864A 3.0~ =
m<08 0.801 i
Backbone 0.90q r
2. Density correlation — 0 o—oll L
=M =
Side chain or base).90 W T L

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.1839,0 = 0.0262

W > 60.
Backbone
4. B-factor
Side chain or base 30. [l:[ :D:I:I:I: I
60.- = L L
1.00 o
5. Connect 0.50 -
) C&-IJTIMNCTRTCLF(’JKGLNPGKAI&EIKKMMATYéE ATTAKEEMARFWEKNTKSSRPLSPHISIYKWSLPMAMSI T
residue number N N @ F\,.‘ o~ N IN >
chain identifier ~ |B C
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Local estimation (7)

V NA. (GLY) 3.0

e Lo e N O e O AT e A e T
1. Shift

B 1.0 B
S et o b 2I0?NW%MMMMM7
o = 0.0864A 3.0

m<o08 0.80 i
Backbone 0.90+ |

2. Density correlation 3
Side chain or baseQ.90+

0.80-

H>30 @>15
Backbone

3. Density index

Side chain or base

< I T 11 v N |

<Dens>=0.1839,0 = 0.0262

[}

s e o e
I THuulaasaaauaang s

15
.0
L
0.
0.

60.-

Side chain or base 305%%
1.00 B
5. Connect 0.50- W I

HRGTGVALSLGVSLFSLAALLLPEQFPHYVAVVKSLSLSPALIYSAKFALVFPLSYHTWN(_(E‘I RHLVWDMG(}QGFKL
i o o o o~ o o~

residue number & o ] N S S 91 :.'
chain identifier  |C

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
c = 0.0864A
m<o038 0.80
Backbone 0.90+
2. Density correlation ——
o T O Vv =V =V
Side chain or base).90 L
0.80- L
H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.1839,0 = 0.0262

> 60.
Backbone
4. B-factor
Side chain or base 30.-
60.- =
1.00
5. Connect 0.50- 3
esidue number SQVEQ(%GVVVL 1 LTL(I;‘SSAGIAAI S zSKAASLHWT(iERAVSALLL(iLLPAAYLYP((;‘:IPAVDYSLAA(»:LTLHGH
ﬁ 2 — ~N ™ <
chain identifier  |C D
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Local estimation (8)

VNA. (GLY) 3.0 L
Backbone %8: L

1. Shift 0 0 o o= O 0L
: ; 1.04 =

Side chain or base 204 L

0 =0.0864A 3.0- -
m<os 0.80 r
Backbone 0.90+ i

i S B _ _ I

2. Density correlation =] =
—0aF VT ===
Side chain or base0.90+ M f L

0.80-

Hl>30 @>15
Backbone

3. Density index

Side chain or base

15
1.0
0.5
0.5+
1.0+
<Dens> =0.1839,0 = 0.0262 1.5-

> 60. Eoai
Backbone 30.*W_H_Hﬂ_ﬂ>
4. B-factor
Side chain or base 30_—Wm[w
60.-

1.00 r
5. Connect 0.50- -
GLGQVITDYVHGDTPIKVANTGLYVLSAITFTGLCYFNYYDVGICKAVAMLWS I N
residue number S S N S S § E
chain identifier D E
V N.A. (GLY) 3-8* r
Backbone 1'0: L
1. Shift O m B B0 = - = 0=« @3 = 0 T = O = L
’ ) 1.0 L
Side chain or base 2.0 L
0 =0.0864A 3.0- L
m<o038 0.80q r
Backbone 0.90+1 D -
2. Density correlation - - - - = - 0@ =
Side chain or base).90 -
0.80- -

Ee [P (%)EE]DDDDDDDDDIII?DDDDDD,DDDI

3. Density index -

Side chain or base

<Dens> = 0.1839,0 = 0.0262

rore ™™ LTOONNDRN b aaa RORDNDORT 0T

Side chain or base 30.- L
60.- L

1.00, =
5. Connect 0.501 =

residue number

chain identifier

[@ 1002
([ 1003

(@@ 1005
([T 1006
[@ 1007

[@ 1012

(O 203-]

[@ 1010
[@ 1011
(O 142 ]
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1YQ3

Local estimation (9)

2. Density correlation -
Side chain or base0.90+

VNA. (GLY) 3.0 L
Backbone %8: L
1. Shift ’ O = = 0 0 = = 0O O L
) : 1.04
Side chain or base 204 L
0 =0.0864A 3.0- -
m<o0s8 0.80 r
Backbone 0.90+ I

0.80- L
il R N W
Backbone = L
. 11 ~
3. Density index - D 0 D D r
Side chain or base 88: L
<Dens> = 0.1839,0 = 0.0262 1.54 =
H> 60. 60.
SE N NN B BN BRI tinshind sl nnslninlisn |
4. B-factor L
Side chain or base 30. L
60.- -
1.004 r
5. Connect 0.50- -
(] L [ WWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWW W W]
residue number ! E | '." 2 8 g % % % % %
N N = N N N N B S S S 9
chain identifier E B B E B E A
VN.A. (GLY) g-g: L
g packbone N S I I I n i, IS | B PSS S
1. Shift 5 r
: ) 1.0 L
Side chain or base 20 L
c = 0.0864A 3.0- =
m<o08 0.801 i
Backbone 0.90+ [

2. Density correlation E
Side chain or base).90
0.80-

H>30 W>15 1.59

1.0+
Backbone 0.5

3. Density index -

5. Connect 0.501

Side chain or base gg: [

<Dens> = 0.1839,0 = 0.0262 1.5-
B> 60. 60 [
4. B-factor 5 r
Side chain or base 30.- L
60.- =
1.00 r

residue number

chain identifier
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WWWWWWWWWWWRWWWWWWWWWRWWWWWWWWWREWWWWWWWWWRWWWWWWWWWRWWWWWWWWWEWWWWWWWWW YW W
© N~ [¢¢) (o] o — N ™

A

o o
- -

o o — — — —
— — -~ — — -~




Structure Factor Check

1YQ3

Local estimation (10)

VNA. (GLY) 2-8: B
- Backbone 1:07 L

1. Shift = =

! : 1.04

Side chain or base 204 L

0 =0.0864A 3.0- -
m<o0s8 0.80+ r
Backbone 0.90+ i

2. Density correlation
Side chain or baseQ.90+

H>30 @>15
Backbone

3. Density index

I T b (L0 R T A T

Side chain or base 88: L
<Dens> = 0.1839,0 = 0.0262 1.5 =
B> 60. 60.7

Backbone 30.

4. B-factor & =

Side chain or base 30. r

60.- -
1.00, r
5. Connect 0.50- -
WWWWWWW%WWWWWWWWW%WWWWWWWWW&WWWWWWWWW%WWWWWWWWW%WWWWWWWWW%WWWWWWWWW%WWWWWWW

residue number < o © ~ 9] <] o

— — — — — — N

— - - — - - —

chain identifier ~ |A

VNA. (GLY) g-g’ r
i eckbone 120:WWWWWM7
1. Shift 2 =
. . 1.0 -

Side chain or base 20 L
c = 0.0864A 3.0° L
m<o038 0.80q r

Backbone 0.90q -

2. Density correlation
Side chain or base).90
0.80-

W>30 @>15
Backbone

S (NS TR R SO

3. Density index

Side chain or base g_)g: [
<Dens> = 0.1839,0 = 0.0262 1.5-
H>60. 60.+
4. B-factor 5 r
Side chain or base 30.- L
60.- =
1.00 r
5. Connect +

0.501

residue number

chain identifier
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Local estimation (11)

VNA. (GLY) 39 B
- Backbone 1:07 L

1. Shift = L

: ; 1.04

Side chain or base 204 L

0 =0.0864A 3.0- -
m<08 0.80 r
Backbone 0.904 |

2. Density correlation -
Side chain or base0.90+

W>30 @>15 1.5+ r
ewome S0 Tl el B0 0 B Do Bty o o flen e
& m [l r

3. Density index
Side chain or base 72|
<Dens>=0.1839,0 = 0.0262

H>60. 60.7
4. B-factor E

Side chain or base 30. L
60.- L

1.00- =
5. Connect 0.50 H

WWWWWWW%WWWWWWWWW%WWWWWWWWW%WWWWWWWWW%WWWWWWWWW%WWWWWWWWW&WWWWWWWWW%WWWWWWW
residue number 2] o ~ N V] < Yo}

I %) ™ ® ™ %) ™
— - - — - - —
chain identifier ~ |A
V N.A. (GLY) g-g: r
- Backbone 104 L
1. Shift & =
’ ) 1.0 L
Side chain or base 204 L
0 =0.0864A 3.0- L
m<o038 0.80q r
Backbone 0.90+1 -
2. Density correlation E =
Side chain or base).90 -
0.80- -
Backbone = B
B e —— 1 ofl A A 1T 5
Side chain or base g_)g: [
<Dens> = 0.1839,0 = 0.0262 1.5- =
H> 60. 60.~
Backbone 30.1
4. B-factor & =
Side chain or base 30.- -
60.- L
1.00 r
5. Connect 0.50- 3

WWWWWWWWWWWRWWWWWWWWWRWWWWWWWWWREWWWWWWWWWRWWWWWWWWWRWWWWWWWWWEWWWWWWWWW YW W
© ~ [e9) (o)} o — o ™

residue number
™ ] ™ 2] < < < <
- - - - - - - -

chain identifier ~ |A
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1YQ3

Local estimation (12)

VNA. (GLY) 2-8: L
P D Y CHS 1 R P IS, S RS | N TR

1. Shift E L

) ' 1.04

Side chain or base 204 L

0 =0.0864A 3.0- -
m<os 0.80 r
Backbone 0.90+ I

2. Density correlation -
Side chain or base0.90+
0.80-

1.5+
1.04
0.5+

H>30 @>15
Backbone

3. Density index

Side chain or base (]?8: L
<Dens> = 0.1839,0 = 0.0262 1.5 =
B> 60. 60. r

Backbone 30. i
4. B-factor & r

Side chain or base 30. =

60.- -
1.00, r
5. Connect 0.50- -
WWWWWWW%WWWWWWWWW %WWWWWWWWW‘%WWWWWWWWW‘%WWWWWWWWW&SWWWWWWWWW‘%WWWWWWWWW‘%WWWWW

residue number < =~ ol o) < Yo} ©

< =) =} = =] =} S

— ~ - - — - -

chain identifier ~ |A B

VNA. (GLY) 3-8* B
- Backbone 1:0: L
1. Shift 2 =
. . 1.0 L

Side chain or base 20 L
c = 0.0864A 3.0° L
m<o038 0.80q r

Backbone 0.90q r

2. Density correlation E
Side chain or base).90
0.80-

1.5
1.0
o 0.5
3. Density index -

W>30 @>15
Backbone

oM B 5 kLG OB I B

Side chain or base gg: [

<Dens> = 0.1839,0 = 0.0262 1.5-
H>60. 60.+ r
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Structure Factor Check
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Local estimation (13)
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Structure Factor Check
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Local estimation (14)
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