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

Structure Factor Check
2H89

Title: AVIAN RESPIRATORY COMPLEX Il WITH MALONATE BOUND
Date: 06-JUN-06
PDB code: 2H89
Crystal Structure Factors
Cell parameters: Input
af ;(())gg 2 b 9340'(1)2 a .c:9§902621 & Nominal resolution range: 50.7 - 2.29 A
o ' B: : v: : Reflections in file: 63071
Space group: P 2121 21 Unique reflections above 0: 63071
above b: 62361
above &: 43380
SFCHECK
Nominal resolution range: 50.7 - 2.40 A

M odel

9302 atoms (580 water molecules)

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

Used reflections: 59635
Reflections out of resolution: 3436
Completeness: 86.3 %
R_stand(F) = g(F)>/<F>: 0.092

Anisotropic distribution of Structure Factors
ratio of eigen values: 0.9882 1.0000 0.727

[To)

Number of chains: 51

Volume not occupied by model: 52.6 %

<B> (for atomic model): 59.5 AN2

o(B): 15.13 A”2

Matthews coefficient: 3.33

Corresponding solvent % : 62.75
Refinement

Program: CNS 1.1

Nominal resolution range: 50.7 — 2.40 A

Reported R—factor: 0.226
Number of reflections used: 59635
Reported Rfree: 0.28
Sigma cut-off: N.A.

B_overall (by Patterson): 44 AN2
Optical resolution: 1.93A
Expected opt. resol. for complete data set: 1.93|A
Estimated minimal error: 0.039 A
Model vs. Structure Factors
R-factor for all reflections: 0.244
Correlation factor: 0.917
R-factor: 0.251
for F>2.00
nom. resolution range: 50.74 — 2.40A
reflections used: 59044
Rfree: 0.300
Nfree: 2886
R-factor without free—refl.: 0.248
Non free-reflections: 56158
<u> (error in coords by Luzzati plot): 0.363 A
Estimated maximal error: 0.116 A
DPI: 0.258 A
Scaling
Scale: 0.872
Bdiff: -2.45

Anisothermal Scaling (Beta):
3.3086 3.3590 -1.6387 0.0000 0.0000 0.0

Solvent correction — Ks,Bs: 0.495 250.062

DDO
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Structure Factor Check
2H89
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oo <F> e—e Optical resolution
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0.5 -
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e Completeness A—A Expected maximal coordinate error
A—A R_stand(F) = e(F)>/<F> e Expected minimal coordinate error
Stereographic projection of
the averaged radial completeness 0.6
R-factor
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
h 90.00 0.0 o—e R-factor a—a Rfree

k 90.00 90.0q polar coordinates of the

| 000 0.0d crystallographical axes ——  Luzzati plot drawn for an atomic error = 0.363
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Local estimation

2. Density correlation

Side chain or baseQ.90+

VNA. (GLY) 2-8: [
e O e aialannsalannaizlisnianavensiasaiianlnnaliunainaaacansainannaloins
1. Shift =
o s bas 1.0 TP 0> SRR~ [ R = [ e e VI e L e
Side chain or base 204
0 =0.0972A 3.0- —
m<0s8 0.80 [
Backbone 0.904

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.1381,0 = 0.0288

> 60.
Backbone
4. B-factor
Side chain or base 30.
60.-
1.004
5. Connect o.wW +
STQYPVVDHEFDAVVVGAGGAGLRAAFGLSEAGFNTACVTKLFPTRSHTVAAQGGINAALGNMEDDNWRWHFYDT
residue number @ S g % %? 8'” % ,02
chain identifier ~ |A
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.0972A
m<os 0.807

Backbone
2. Density correlation

Side chain or base).90
0.80-

m>30 W>15 e
Backbone 0:5
3. Density index
Side chain or base 28:
<Dens>=0.1381,0 = 0.0288 1.5-

W > 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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2H89

Local estimation (2)

V NA. (GLY) 3.0

e AT e e T e I e e O T e et
1. Shift

. ! 1.0+ B

Side chain or base 20 L

0 =0.0972A 3.0- —
m<08 0.80+ r
Backbone 0.90+ i

2. Density correlation = eodl

= vV L] I - oV = O — ==
Side chain or base).90 \/U w I I L
0.80- L

Hl>30 @>15
Backbone

3. Density index

Side chain or base

Il

<Dens>=0.1381,0 = 0.0288

i
T

.SW—[M:H:
.0
5
Backbone 30.
4. B-factor

soecncoeeso LT IV

[}

N
|l

1.00
5. Connect 0.50- -
HTLYGRSLRYDTSYFVEYFALDLLMENGECRGVIALCIEDGTIHRFRAKNTIVIATGGYGRIYFSCTSAHTSTGDG
residue number R 3 I 2 2 2 2 2
n © ~ © )] S I N
=1 - - — - « N ~
chain identifier ~ |A

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
o =0.0972A
m<o038 0.80q =
Backbone 0.90+ L
2. Density correlation = — L
Side chain or base).90 D [I I D] rI H L
0.80- L

W>30 @>15
Backbone

3. Density index

=]
Side chain or base 8:%4\_[\% LN_WU u—NI_I\@N W LUJ w U ILU LU_LU r
<Dens>=0.1381,0 = 0.0288 1.5- L

B> 60. 60.— — —
e 117 O

4, B-factor SEREBREED
S o TN [ T |

60 @ - — b=

1.00 v o r
5. Connect 0.501 T—

TAMVTRAGLPCQDLEFVQFHPTGIYGAGCLITEGCRGEGGILINSQGERFMERYAPVAKDLASRDVVSRSMTIEI
(o2} [©2) (2] (o2} (2] (2] (o2}

residue number 1) < ) © ~ o <]
« N 3\ ~ o~ I3 13\

chain identifier ~ |A

SFCHECK 7.03.16
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Local estimation (3)

2. Density correlation

T =
Side chain or baseO.Q&M@/_\q_r:IJ_ﬁm U—‘—‘ VI_I—E
0.80-

VNA. (GLY) 2-8: L
Lo P o e e e ree e e e e T e T et

1. Shift
o 1o VVEVHIIFE T T H PV MO T O A P H P
Side chain or base 204 L
0 =0.0972A 3.0- —
m<os 0.80 r
Backbone 0.904 I

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.1381,0 = 0.0288

Il > 60.
Backbone
4. B-factor
60.
1.004
5. Connect 0.50W -
REGRGCGPEKDHVYLQLHHLPPQQLATRLPGISETAMI FAGVDVTKEPIPVLPTVHYNMGGI PTNYKGQVITHVN
residue number 8 2 % % %’ % % lg’
o] ™ ™ ™ ™ ™ ™ ™
chain identifier ~ |A
VNA. (GLY) g-g’ C
Lo Lo e e e e T B H T e e e o e e rL T
1. Shift r
’ ) 1.04 T
Side chain or base 20 L
0 =0.0972A 3.0~ =
m<o038 0.80q r

Backbone
2. Density correlation

VD_I:l:—V—:'_V:' =T:’VD:DVﬁ:[F]—EE’V:'=mTI—V::D—I:7VED::‘_:T:57
Side chain or base).90 L

W>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> =0.1381,0 = 0.0288

|
Backbone
4. B-factor
Side chain or base 30‘7VI:I:|> i I]I
60. - — = = —
1.00
5. Connect 0.50 W |

residue number

chain identifier

SFCHECK 7.03.16
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Local estimation (4)

VNA. (GLY) 2-8: B
- Backbone 104
1. Shift
i i 1.0+
Side chain or base 204
0 =0.0972A 3.0~
m<o0s8 0.804

Backbone 0.90+

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

0.80-

154
H>30 W>15 o]

0.54

Backbone
3. Density index

Side chain or base
<Dens> = 0.1381,0 = 0.0288

0.5+
1.04
5=

Backbone 30.
4. B-factor
Side chain or base 30_]V-I
60.

1.00 — 1
5. Connect 0.50- M -
ADGT IRTSEARLNMQKTMQSHAAVFRTGSILQEGCEKLSQIYRDLAHLKTFDRGIVWNTDLVETLELQNLMLCAL
residue number 3 I 2 2 2 2 2
0 © ~ o o) =] — N
53 < < < < ¥} [Ie] 0
chain identifier ~ |A

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
o =0.0972A
m<o038 0.80q
Backbone 0.904
2. Density correlation
Side chain or base).90

0.80-

W>30 @>15

Backbone
3. Density index

Side chain or base
<Dens> =0.1381,0 = 0.0288
> 60.

Backbone
4. B-factor

Side chain or base 30.

60.-
1.00 1

5. Connect 0.50- 3

residue number

chain identifier

SFCHECK 7.03.16
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Local estimation (5)

VNA. (GLY) 2-8: B
- Backbone 104
1. Shift
i i 1.0+
Side chain or base 204
0 =0.0972A 3.0
m<o0s8 0.804

Backbone 0.90+

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

0.80-

W>30 W>15 1-8’
Backbone 1.0+

. . 0‘57
3. Density index e

Side chain or base 88:
<Dens> = 0.1381,0 = 0.0288 1.5
> 60. 60.
Backbone 30.
4. B-factor
Side chain or base 30.
60.
1.00
5. Connect 0.50- -
EDCSSVPPAIRSY] [ATSRIKKFSIYRWDPDKPGDKPRMQTYEVDLNKCGPMVLDALIKIKNELDSTLTFRRSCR]
residue number 8 2 ~ ':. R g ’:r u'\j
[ ©
chain identifier ~ |A B
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
o =0.0972A
[W<o0.s8 0.801

Backbone 0.904

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

0.80

W>30 @>15

Backbone
3. Density index

Side chain or base
<Dens> =0.1381,0 = 0.0288
> 60.

Backbone
4. B-factor

Side chain or base 30.

60.-
1.00

5. Connect 0.50-

EGICGSCAMNIAGGNTLACTKKIDPDLSKTTKIYPLPHMYVVKDLVPDLSNFYAQYKSIEPYLKKKDESKQGKEQ]
~ ~ ~ ~

residue number I ~ S > =) — N ]
%) ~ ® o S = N o

chain identifier B
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Local estimation (6)

VNA. (GLY) 2-8:
N ealannnxlnia=sNaniladninnnnan=sansatnllulnninnznzninsinnnsinlnnlinnnnnnnnnth
1. Shift
o cha o IR PV T DR O O O e e O O OO PO
Side chain or base 204 L
0 =0.0972A 3.0

m<o0s8 0.80 r

S O'QGEWJ_Lx |

2. Density correlation — S=—ae—==.L =
Side chain or baseo,gcfw u_”—l—‘—‘_\/ W L

0.80-

H>30 @>15
Backbone

3. Density index

5]
.0
45

Swie chamorbese SW
<Dens> = 0.1381,0 = 0.0288 5
B> 60. 60.)
Backbone 30.4
4. B-factor 1
Side chain or base 30.—W J—M—u_u_uu_u w J_UJ_U_U—L
60.- —
1.00
5. Connect 0.50 B
YLQSI EDRQKLDGLYECILCACCSTSCPSYWWNGDKYLGPAVLMQAYRWMI DSRDDYTEERLAQLQDPFSLYRCH
- ~ ~ ~ ~ ~ ~ ~
residue number < 79 © ~ @ o o
- - - - - — N
chain identifier B
VNA. (GLY) 3.09 C

Backbone

- L [T ed TH T s

1. Shift §
e chain or base 1 0TI S =] VEFEHIHEE=E

Side chain or base 204

0 =0.0972A 3.0-

[W<o0.s8 0.801
Backbone 0.90+

2. Density correlation e =0
Side chain or base).90

0.80-
H>30 @>15
Backbone

15
1.0
o 0.5
3. Density index
Side chain or base gg:W
<Dens> =0.1381,0 = 0.0288 1:5*

B> 60. 60.
4. B-factor

Side chain or base 30.
60.- —

1.00 -
5. Connect 0.50 -

TIMNCTRTCPKGLNPGKAIAEIKKMMATYKE| [ATTAKEEMARFWEKNTKSSRPLSPHISIYKWSLPMAMS I THR]
residue number [ N P>y ¥ N o N N o
N
B

24

BN ~ - N o™ <

chain identifier C
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Local estimation (7)

VN.A. (GLY) 3.09 r
Backbone %'07 B
1. Shift
Side chain or base 51 |
0 =0.0972A
m<o0s8 0.80q

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> = 0.1381,0 = 0.0288
> 60.
Backbone
4. B-factor
Side chain or base 30.
60.-
1.00
5. Connect 0.50- -
GTGVALSLGVSLFSLAALLLPEQFPHYVAVVKSLSLSPALIYSAKFALVFPLSYHTWNGI RHLVWDMGKGFKL SQ|
residue number S S N S S q o
- —
chain identifier  |C
V N.A. (GLY) 3.0 r

Backbone

: inntinnnnlilsnnnniinsea=Muuusilananinninsilannnn=nnnsannn=uninnninnninn=nly
1. Shift &
- 107@[@@@]%};% i
Side chain or base 20 L
3.0-

0 =0.0972A

m<038 0.807 r
Backbone 0.90q

2. Density correlation

Side chain or base).90+ W—U—W D r - - [ D:FDV:' 0 L

0.80-

W>30 @>15
Backbone
3. Density index
Side chain or base
<Dens> =0.1381,0 = 0.0288
> 60.
Backbone
4. B-factor
Side chain or base 30,—MI -
60.- = =
1.00
5. Connect 0.50- 3
esidue number VEQ(%IGVVVL 1 LTL&ISSAA IASE iSKAASLHWTzERAVSAL LL((\S‘L L PAAYLYP(S‘PAVDYSLAA:ILTLHGHWGL((\S‘
N ) — ~ ™ < Yol
chain identifier  |C D
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Local estimation (8)

VNA. (GLY) 3.0 L
Backbone %'07 [
1. Shift 0 m = @ = 0
Side chain or base 51 | L
0 =0.0972A L
m<os 0.80 r

Backbone 0.90+

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

H>30 @>15
Backbone

3. Density index

15
1.0
0.5
0.
1.

Side chain or base 72|
<Dens>=0.1381,0 = 0.0288
> 60.
Backbone D D
4. B-factor =
Side chain or base 30. -
60.- -
1.00 r
5. Connect 0.50- -
QVITDYVHGDTPTKVANTGLYVLSATTFTGLCYFNYYDVGICKAVAMLWST [] N
residue number S N S S § % E
—
chain identifier D E E
V N.A. (GLY) 3-8* r
Backbone 1'0: L
1. Shift “h e @ 0ae o laeccaoedol = = @ @ = = L
’ ) 1.0 L
Side chain or base 204 L
0 =0.0972A 3.0- =
m<o038 0.80q r
Backbone 0.90+1 -

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

m>30 E>15 157
Backbone ég: D D D D
| il m o

3. Density index

Side chain or base

<Dens> =0.1381,0 = 0.0288

H>60. 6

ool FRRDTTID 0L
4. B-factor

Side chain or base 30%
60.

1.0
5. Connect o.sq

residue number

chain identifier

SFCHECK 7.03.16
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Local estimation (9)

V NA. (GLY) 3.0
Backbone

1. Shift l.o;jDDD:DDDD:DDm—WWWﬂFMW7

" ; 1.0 L

Side chain or base 204 B

0 =0.0972A 3.0- —
W<o0s8 0.80 r
Backbone 0.90+ L

2. Density correlation S U = = O L
Side chain or base0.90+ L

0.80- L

W>30 B3 bone égz 0 D I - I D I I i D [ I:I:.:D:I]—[I—M—l]l]:‘l

3. Density index —
Side chain or base 72|
<Dens>=0.1381,0 = 0.0288

W > 60. 60.7
UL R R IR IR R R0 NUiAn A0 Ak fn g

Side chain or base 30. L

60.- —
1.004 [
5. Connect 0.50- -
' ' . . . ' ‘ ' ...... WWWW&IWWWWWWWWW(\QI‘WWWWWWWWW&IWWWWWWWW
i 0 1 i <2 B2
residue number < & i N @ b E S 8 q 2 S
— — —
chain identifier E E B D

VN.A. (GLY) g-g: L
g packbone e i R o I 0 | I NI

1. Shift e r
) ) 1.0 =

Side chain or base 20 L

0 =0.0972A 3.0- —~
m<o038 0.80q r
Backbone 0.90+ [

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

m>30 E>15 1 r
Backbone 0.5 L

3. Density index - =

Side chain or base

0.5+
1.04 -
<Dens> = 0.1381,0 = 0.0288 1.5- L

B> 0. 60.
4. B-factor =

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

1.00, =
5. Connect 0.501 =

W(%WWWWWWWWW(V\\I]WWWWWWWWW(V\VIWWWWWWWWWWWWWWWWWWWrV\\IIWWWWWWWWW(V\VIWWWWWWWWW(%WWWWWWWWW(V\\I]WWW
residue number ITe]
o
-

106
107
1082
109

o — N
- — -
— — —

chain identifier D
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Local estimation (10)

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 =0.0972A 3.0- -
m<08 0.80 r
Backbone 0.904 |

0.80- L
H>30 m>15 i r
o Backbone 0.5 H L
3. Density index e
Side chain or base (]?8: B
<Dens> = 0.1381,0 = 0.0288 1.54 =
W> 60. 60.
Backbone 30.
4. B-factor e =
Side chain or base 30. -
60.- -
1.00, r
5. Connect 0.50- -
WWWWWW&IWWWWWWWWW&IWWWWWWWWW(V{I‘WWWWWWWWW&IWWWWWWWWW&IWWWWWWWWW(V{IIWWWWWWWWW&IWWWWWWWW
residue number a2} < %o} © ~ fee] o
— — — — — - —
- - - - - - -
chain identifier D
V N.A. (GLY) 3-8* r
i packbone 1:0iww—mwmi
1. Shift = L
’ ) 1.0 L
Side chain or base 204 L
0 =0.0972A 3.0~ =
m<o038 0.80q r
Backbone 0.90+1 -
2. Density correlation E =
Side chain or base).90 -
0.80- -
m>30 E>15 1
e S o ol il
3. Density index - =
Side chain or base gg: [
<Dens> = 0.1381,0 = 0.0288 15]
H> 60. 60. r
Backbone 30. -
4. B-factor & =
Side chain or base 30.- -
60.- L
1.00 r
5. Connect 0.50- 3
W(%WWWWWWWWWrV\\IIWWWWWWWWW(V\VIWWWWWWWWW(%WWWWWWWWWrV\\IIWWWWWWWWW(V\VIWWWWWWWWW(%WWWWWWWWW(V\\I]WWW
residue number o I N [¢] < [¥el © ~
N N N N N N N N
- - - - - - - -
chain identifier D
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Local estimation (11)

V NA. (GLY) 3.0

; pecktone %gimm
1. Shift =

. ! 1.0+
Side chain or base 204 L
0 =0.0972A 3.0- —
m<08 0.80+ r
Backbone 0.90+ i

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

W>30 @>15 1.5+ r
ol FTF PN NN ITTTHIT TN IS
= M B

3. Density index

Side chain or base 72|

<Dens>=0.1381,0 = 0.0288

H>60. 60.7
4. B-factor E =

Side chain or base 30. L

60.- -
1.00, r
5. Connect 0.50 +
WWWWWW&IWWWWWWWWW&IWWWWWWWWW&WWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWW
. ~ ~ ~ ~
residue number © o0 o ~ o ™ <
N N @ o =] =1 S
- - - - - - -

chain identifier D

VN.A. (GLY) g-g: L
g packbone [ T ST PR | I BN S

1. Shift e r
) ) 1.0- =

Side chain or base 20 L

0 =0.0972A 3.0- —~
m<o038 0.80q r
Backbone 0.90+ [

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

m>30 E>15 1 r
Backbone 05 [

3. Density index - =

Side chain or base gg: L
<Dens> = 0.1381,0 = 0.0288 1.5- =

B> 0. 60
4. B-factor = =

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

1.00, =
5. Connect 0.501 =

W'EWWWWWWWWW&WWWWWWWWW,V\VWWWWWWWWWWWWWWWWWWW&WWWWWWWWW'V\VWWWWWWWWW,EWWWWWWWWW,&WWW
residue number o)
o
-

106
107
1087
109

o — N
- — -
— — —

chain identifier D

SFCHECK 7.03.16
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Local estimation (12)

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 =0.0972A 3.0- -
m<08 0.80 r
Backbone 0.904 |

0.80- L
H>30 W>15 1-8’ r
e T |
3. Density index L= L
Side chain or base (]?8: B
<Dens> = 0.1381,0 = 0.0288 1.5 =
W> 60. 60.7
4. B-factor e =
Side chain or base 30. -
60.- -
1.004 r
5. Connect 0.50- -
WWWWWW,HWWWWWWWWW&WWWWWWWWW,&WWWWWWWWW&WWWWWWWWW,&WWWWWWWWW(\BWWWWWWWWW#WWWWWWWW
residue number ™ < n © ~ 0 ©
— — — — — o —
- - - - - - -
chain identifier D
V N.A. (GLY) g-g: r
S N T WU IR |0 P SN | U B | o S
1. Shift & =
: ) 1.0 L
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Local estimation (13)
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