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

Structure Factor Check
1YQ4

Title: AVIAN RESPIRATORY COMPLEX Il WITH 3-NITROPROPIONATE AND UBIQ
Date: 01-FEB-05
PDB code: 1YQ4
Crystal Structure Factors
Cell parameters: Input
af gggg & b 9330'39 & .c:9§8080.59 2 Nominal resolution range: 475- 2.20 A
o ' B: : v: : Reflections in file: 77928
Space group: P 2121 21 Unique reflections above 0: 77928
above b: 77181
above &: 58844
SFCHECK
Nominal resolution range: 475 - 2.33A

M odel

9291 atoms (575 water molecules)

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

Used reflections: 68868
Reflections out of resolution: 9060
Completeness: 94.4 %
R_stand(F) = g(F)>/<F>: 0.043

Anisotropic distribution of Structure Factors
ratio of eigen values: 0.8632 1.0000 0.624

[$x]

Number of chains: 19

Volume not occupied by model: 52.5 %

<B> (for atomic model): 49.2 A2

o(B): 15.31 A"2

Matthews coefficient: 3.22

Corresponding solvent % : 61.53
Refinement

Program: CNS 1.1

Nominal resolution range: 56.4 — 2.33 A

Reported R—factor: 0.202
Number of reflections used: 68868
Reported Rfree: 0.25
Sigma cut-off: N.A.

B_overall (by Patterson): 39.A"2
Optical resolution: 1.83A
Expected opt. resol. for complete data set: 1.83|A
Estimated minimal error: 0.026 A
Model vs. Structure Factors
R-factor for all reflections: 0.220
Correlation factor: 0.928
R-factor: 0.227
for F>2.00
nom. resolution range: 56.38 — 2.33A
reflections used: 68397
Rfree: 0.274
Nfree: 3313
R-factor without free—refl.: 0.224
Non free-reflections: 65084
<u> (error in coords by Luzzati plot): 0.290 A
Estimated maximal error: 0.102 A
DPI: 0.195 A
Scaling
Scale: 0.905
Bdiff: -4.09

Anisothermal Scaling (Beta):
2.8026 4.0289 -1.9500 0.0000 0.0000 0.0

Solvent correction — Ks,Bs: 0.673 250.046

DDO
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Structure Factor Check
1YQ4
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Local estimation

<Dens> = 0.1867,0 = 0.0342

V NA. (GLY) 2-8: r
- Backbone 1:07 |
1. Shift
) , 1_0,M%Uﬂwwuwﬂ%wuww,
Side chain or base 204 L
0 =0.1032A 3.0- —
m<o0s8 0.80+ r
Backbone 0.90+ I
; ; - B = E—
2. Density correlation 1 =V W v = =— = ——
Side chain or base).90 -
0.80- L
Hl>30 @>15
Backbone
3. Density index
Side chain or base

> 60.
Backbone
4. B-factor
60.
1.00,
5. Connect O'SGTWW =
ISTQYPVVDHEFDAVVVGAGGAGLRAAFGLSEAGFNTACVTKLFPTRSHTVAAQGGINAALGNMEDDNWRWHF Y D
residue number o * g g @ % % Q
chain identifier ~ |A
V N.A. (GLY) 3-8* r
Backbone >l L
1. Shift
Side chain or base 1-07
2.0+
o =0.1032A 3.0-
m<os 0.80

Backbone
2. Density correlation

0.90+

Side chain or base).90
0.80-

W>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.1867,0 = 0.0342

> 60.
Backbone
4. B-factor
Side chain or base 30.4
60.-
1.00
5. Connect 0.50- -

residue number

chain identifier

SFCHECK 7.03.16
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1YQ4

Local estimation (2)

2. Density correlation

Side chain or baseO.QGW

0.80-

VNA. (GLY) 2-8: L
T nlEuncaNN=aNniuNNia==iNi=saNi=Sn=iaisnnannlnnes]nnninnnl=uni=nlAnsaliinn=n}

1. Shift
o 1.0 PV A S Ve D A B S eV VE R TV
Side chain or base 204 L
0 =0.1032A 3.0- —
m<08 0.80+ r
Backbone 0.90+ i

e [ P s S = = = ’_L:—v—»—q—‘ SR o S

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.1867,0 = 0.0342

Il > 60.
Backbone
4. B-factor
Side chain or base 30.*J—U—U\/U_LI]_L M m L L l M M,
60.- - - - —— —— —
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
0 =0.1032A
m<o038 0.80q
Backbone 0.904
2. Density correlation E
Side chain or base).90
0.80-
m>30 M>15 %8
Backbone 0:5
3. Density index
Side chain or base gg:
<Dens> = 0.1867,0 = 0.0342 1.5-
> 60, 60.
Backbone 30.1
4. B-factor e
Side chain or base 30.4
60.-
1.00
5. Connect 0.50-

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
1YQ4

Local estimation (3)

Backbone
2. Density correlation

VNA. (GLY) 2-8: L
- Backbone 1:07
1. Shift
: ; 1.0
Side chain or base 204
0 =0.1032A 3.0
m<08 0.80

0.904

Side chain or baseQ.90+
0.80-

H>30 @>15
Backbone

3. Density index

1.5+
1.04
0.5

Side chain or base (]?8:
<Dens> = 0.1867,0 = 0.0342 1.5
H> 60. 60.
Backbone 30.
4. B-factor
Side chain or base SOE.VIVIV[
60.
1.00,
5. Connect 0.50
| REGRGCGPEKDHVYLQLHHLPPQQLATRLPGISETAMI FAGVDVTIKEPIPVLPTVHYNMGGI PTNYKGQV I THV
residue number 8 Q ﬁ % 2 % % 103
) ™ ™ ™ %] 3] ™ ™
chain identifier ~ |A
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1032A
W<08 0.80q

Backbone
2. Density correlation

E = -
Side chain or base).90

W>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.1867,0 = 0.0342

> 60.
Backbone
4. B-factor
Side chain or base 30.4
60.-
1.00+
5. Connect 0.50- (

residue number

chain identifier
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Local estimation (4)

2. Density correlation

VN.A. (GLY) 3'8: -

- Backbone 1:07
1. Shift

. A 1.0
Side chain or base 204
0 =0.1032A 3.0-
m<0s8 0.80+
Backbone 0.90+

Side chain or baseQ.90+

4. B-factor

0.80-

H>30 E>15 %8:
. . Backbone 0257

3. Density index e
Side chain or base 88:

<Dens> = 0.1867,0 = 0.0342 1.5
> 60. Eoai
Backbone 30.

Side chain or base 30.
60.-

1.00;
5. Connect 0.50

- i

residue number

chain identifier

FADGTIRTSEARLNMQKTMQSHAAVFRTGS|LQEGCEKLS%IYRDLAHLKTFDRGIVWNTDLVETLELQNLMLCA
el [*e} @© o] @ [ee] <o}

0 [ N~ [eo] (<] o - N

= < < < <t o Yol [Ye}

A

3. Density index

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
o =0.1032A
m<o0s8 0.80
Backbone 0.904
2. Density correlation E
Side chain or base).90
0.80-
m>30 @>15 1
ackbone 0:57

Side chain or base g_)g:

<Dens> = 0.1867,0 = 0.0342 1.5-
W > 60. 60
Backbone 30.1

4. B-factor B
Side chain or base 30.4

60.-

1.00
5. Connect 0.50-

residue number

chain identifier
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1YQ4

Local estimation (5)

VNA (GLY) 3.0 [
Backbone %'07 B
1. Shift
Side chain or base 51 |
0 =0.1032A
m<os 0.80

Backbone 0.90+

2. Density correlation

Side chain or baseQ.90+
0.80-

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.1867,0 = 0.0342

Backbone
4. B-factor
Side chain or base 30. m
60.
1.00 = H
5. Connect 0.50 W i
esidue number UE:’EDCSSVPPAOIORSY ‘:\)ATSRI KKFSJDYRWDPDK PGLE;K PRMQTYEVgLNKCGPMVLgAL KT KNELLE;STLTFRRS
S 2 =1 ~ 3] < rs}
chain identifier ~ |A B
V N.A. (GLY) . g-g: L
ackbone 1:07
1. Shift
Side chain or base
o =0.1032A
W<08 0.807
Backbone 0.904
2. Density correlation =
Side chain or base).90

0.80-

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.1867,0 = 0.0342

> 60.
Backbone
4. B-factor
Side chain or base 30.-_|
60.- —
1.00
5. Connect 0.50-

C
residue number

chain identifier B

REGICGSCAMNIAGGNTLACTKKIDPDLSKTTKIYPLPHMYVVKDLVPDLSNFYAQYKSIEPYLKKKDESKQGK
8 © 2 g g g 8 g
© ~ © o = 3 S N1
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Local estimation (6)

VNA. (GLY) 2-8: B
- Backbone 10 L
1. Shift

o 1.0 L AV PO VM PO T O O O e,
Side chain or base 20 L
0 =0.1032A 3.0 =
m<o08 0.807 r
Backbone 0.90- _,_l_l—,—‘_ =

2. Density correlation =S S=SS_S——= === =

E — =
Side chain or base0.90+ I
0.80-

H>30 E>15
Backbone

3. Density index

Side chain or base

L,
L,
0.
0.
1.

<Dens> = 0.1867,0 = 0.0342

5)
0
5)

HTE

> 60.
Backbone
4. B-factor
60. — -
1.00
5. Connect 0.50- -
EQVLQS  EDRQKLDGLYECILCACCSTSCPSYWWNGDKYLGPAVLMQAYRWMIDSRDDYTEERLAQLQDPFSLYR
residue number 8 Q 3 © =) 8 8
- - - - - — N
chain identifier B
V N.A. (GLY) 2-8* r
eckbone O o e e o :
1. Shift = L
o T A P M AN O O O LD SO [ S S O R
Side chain or base 204 L
0 =0.1032A 3.0- =
m<os 0.807 r
packbene 0991 e W |
2. Density correlation TR - = = T =1
Side chain or base).90 I I -
0.80- -
H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.1867,0 = 0.0342

; 17
U W I U]

> 60. - M
4. B-factor =
Side chain or base 30.- | W] .]IH]]MM,
60.- — =
1.00
5. Connect 0.50 T F -
) 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 N.A. (GLY) 2-8: i
) Backbone 1:07 B
1. Shift

et 1.0—WMMWW¢MMW%M,
Side chain or base 204 B
0 =0.1032A 3.0- —
m<08 0.80+ =
Backbone 0.90+ L

2. Density correlation —— = 1
Side chain or base0.90+ L

0.80-

H>30 @>15
Backbone

3. Density index

5]
.0
45

Side chain or base gm
<Dens> = 0.1867,0 = 0.0342 5
Backbone 30.
4. B-factor
Side chain or base 30_—M
60.- -
1.00
5. Connect 0.50-
HRGTGVALSLGVSLFSLAALLLPEQFPHYVAVVKSLSLSPALIYSAKFALVFPLSYHTWNGIRHLVWDMGKGFKL
residue number g qu g Q g g § g
chain identifier  |C
V N.A. (GLY) 3.0 r

Backbone

. Lo e e U EI . ed e e O e e e T
1. Shift

S 1_&@@1]1?11]@2@ P Ve R e e,

Side chain or base 20 L

0 =0.1032A 3.0 —
m<o0s 0.807 i
Backbone 0.90+ r

2. Density correlation

Side chain or base).90
0.80" -

W>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.1867,0 = 0.0342

> 60.
4. B-factor
Side chain or base 30.- 1@&7
60.- =
1.00
5. Connect 0.50- 3
esidue number SQVEQSIGVVVLILTL(I;‘SSAGIAAIS zSKAASLHWT(iERAVSALLL(iLLPAAYLYP((EIPAVDYSLAA(»:LTLHGH
ﬁ 2 — ~N ™ <
chain identifier  |C D
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Local estimation (8)

Backbone 0.90+

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

1 shift - D0 -2 = @O0 O
: ; 1.0+ H

Side chain or base 204 L

0 =0.1032A 3.0- —
m<os 0.80 r

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

3. Density index

H>30 W>15 %g
Backbone O:5 D [
0. L
1.

Side chain or base 8: MID L
<Dens> = 0.1867,0 = 0.0342 1.5- =
B> 60. 60.7 r

lm soooall
4. B-factor E L

60.- _ -
1.00 r
5. Connect 0.50 +
GLGQVITDYVHGDTPIKVANTGLYVLSAITFTGLCYFNYYDVGICKAVAMLWS | (]
residue number %Q % Q g g g g g E E g
— g 8 8 =

chain identifier D E E E E
VNA. (GLY) g-g’ C

Backbone 1-0: L
1. Shift O ense =

. . 1.0 =

Side chain or base 20 L
0 =0.1032A 3.0~ =
W<08 0.80q r

Backbone 0.90q r

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

H>30 @>15 157
Backbone

3. Density index -

Side chain or base gg: [

<Dens> = 0.1867,0 = 0.0342 1.5-
H>60. 60.+ r
1 1 I TG ee et o 0 AT T 1
4. B-factor 5 r
Side chain or base 30.4 [
60.- =
1.00 r
5. Connect 0.50- r

residue number

chain identifier
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1YQ4

Local estimation (9)

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

1. Shift = L

: ; 1.04

Side chain or base 204 L

0 =0.1032A 3.0- -
m<08 0.80 r
Backbone 0.904 |

2. Density correlation
Side chain or baseQ.90+

H>30 @>15
Backbone

7 dl el Ml TR, - A T T T H b

3. Density index

Side chain or base 88: L
<Dens> = 0.1867,0 = 0.0342 1.5 =
B> 60. 60.7

Backbone 30.

4. B-factor & r

Side chain or base 30. =

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

residue number N~ © [} o — [N ™

o o o — — — -

— - - — - - —

chain identifier ~ |A

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

Side chain or base 20 L
o =0.1032A 3.0° L
m<o038 0.80q r

Backbone 0.90q r

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

W>30 @>15
Backbone

3. Density index

Shoal A o0 ol om oAlol IO o lll e I

Side chain or base g_)g: [

<Dens> = 0.1867,0 = 0.0342 1.5-
H>60. 60.+ r
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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1YQ4

Local estimation (10)

VNA. (GLY) 3.0 L
Backbone %8: B
1. Shift i BE=Esul
) ! 1.04
Side chain or base 204 L
0 =0.1032A 3.0~ =
m<os 0.80 r
Backbone 0.90+ i

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

Hl>30 @>15
Backbone

3. Density index

Side chain or base 88: L
<Dens> = 0.1867,0 = 0.0342 1.5 =
B> 60. 60. r

Backbone 30. i
4. B-factor & =

Side chain or base 30. r

60.- -
1.00, r
5. Connect 0.50- -
WWWWWWW(\%WWWWWWWWW%WWWWWWWWW‘%WWWWWWWWW(\%WWWWWWWWW%WWWWWWWWW‘%WWWWWWWWW %WWWWW
residue number N g} < re] © ~ =3
I I N N ~ o~ =}
— - Ll — - Ll ~
chain identifier ~ |A B
VNA. (GLY) g-g’ r
- Backbone 70l L
1. Shift 1 =
. . 1.0 E

Side chain or base 20 L
0 =0.1032A 3.0~ =
m<o038 0.80q r

Backbone 0.90q -

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

W>30 @>15
Backbone

3. Density index

Side chain or base

<Dens> = 0.1867,0 = 0.0342 1.5-
B> 60. 60.+ =
4. B-factor E L
Side chain or base 30.- L
60.- L
1.00 =
5. Connect +

0.501

residue number

chain identifier
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Local estimation (11)

2. Density correlation

Side chain or base0.90+ L

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

1. Shift = L

: ; 1.04

Side chain or base 204 L

0 =0.1032A 3.0- -
m<08 0.80 r
Backbone 0.904 |

0.80- L
m>30 @>15 i B
e ] il 1na Ll
3. Density index e == r
Side chain or base 88: L
<Dens> = 0.1867,0 = 0.0342 1.54 =
B> 60. 60.7
e TR IR DI
4. B-factor & r
Side chain or base 30. =
60.- -
1.00, r
5. Connect 0.50- -
WWWWWWWWWégWWWWWWWWW&WWWWWWWWW%WWWWWWWWW(\%WWWWWWWWW&WWWWWWWWW&WWWWWWWWWABWWWWW

residue number =)} o — N ™ < 0

o — — — - — —

- — - - — - -

chain identifier B
V NA. (GLY) g-g: C
- Backbone 104

1. Shift — =
. . 1.0 L
Side chain or base 20 L
0 =0.1032A 3.0- =
m<o038 0.80q r
Backbone 0.90q r

2. Density correlation

Side chain or base).90 L

W>30 @>15
Backbone

3. Density index

Al A oA 0w B b

residue number

chain identifier

SFCHECK 7.03.16

Side chain or base g_) i [

<Dens> = 0.1867,0 = 0.0342 1.5-

H>60. 60.
4. B-factor 5 r
Side chain or base 30.4 [
60.- =
1.00 r
5. Connect 0.50- r
W W W
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Local estimation (12)

2. Density correlation

Side chain or baseQ.90+

V NA. (GLY) 2-8:
; pecktone L0 1 S WSS B B S BT ) [ FESRO, S—"

1. Shift =
: : 1.04
Side chain or base 204
0 =0.1032A 3.0-
m<o038 0.80
Backbone 0.90+

W>30 W>15 1
Backbone

3. Density index

Side chain or base 28:
<Dens> = 0.1867,0 = 0.0342 1.5-
Backbone 30.
4. B-factor E L
Side chain or base 30.
60.-
1.00,
5. Connect 0.50

residue number

chain identifier
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