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

Structure Factor Check
1BCC

Title: CYTOCHROME BC1 COMPLEX FROM CHICKEN
Date: 23-MAR-98
PDB code: 1BCC
Crystal Structure Factors
Cell parameters: Input
af 19%90%)9 2 b 91085652 & .0:9566%57 4 Nominal resolution range: 27.9- 3.16 A
o ' B: : v: : Reflections in file: 123759
Space group: P 2121 21 Unique reflections above 0: 115803
Number of NCS-operators: 2 above b: 108713
NC-symmetry only for information above 3 93617
Reflections> 0: 7956
SFCHECK
Nominal resolution range: 279- 3.16 A
\O5max. from input data, min. from author\05
Used reflections: 115803
M odel Completeness: 90.7 %
15719 atoms E_'S tatnd('F) ;' i(iptkbfz Structure F ?'061
Number of chains: 18 nisotropic distribution of Structure Factors
Volume not occupied by model: 63.0 % B or\?g?al(l)f(glgggt:;l:srsl).' ol 0'45355(7)"2,5\21
<B> (for atomic model): 80.2 A2 — yr ] ' )

} A Optical resolution: 233 A
ailEy; 16.24 A%2 Expected opt. resol. for complete dat t: 2.33|A
Corresponding solvent % : 85.35 i i

Model vs. Structure Factors
R—factor for all reflections: 0.344
Correlation factor: 0.785
R-factor: 0.338
i for F>2.00
Refinement nom. resolution range: 12.00 — 3.16A
Program: CNS 0.1 reflections used: 107152
Nominal resolution range: 12.0 - 3.16 A| <u> (error in coords by Luzzati plot): 0.715 A
Reported R—factor: 0.270 Estimated maximal error: 0.553 A
Number of reflections used: 107167 DPI: 0.373 A
Reported Rfree: 0.31 Scaling
Sigma cut—off (F): 2.00 Scale: 1.554
Bdiff: -9.23

Anisothermal Scaling (Beta):
17.8401 -1.1807 -1.3339 0.0000 0.0000 O

Solvent correction — Ks,Bs: 0.594 250.288

000
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Local estimation

VNA. (GLY) 2-8: L
- Backbone 1:07
1. Shift
1.0
Side chain or base 204
0 =0.5840A 3.0-
m<o0s8 0.80+
Backbone 0.90+
2. Density correlation ==
Side chain or base).90
0.80-
m>30 @>15 ]
o Backbone 0.5
3. Density index &
Side chain or base 28:
<Dens> = 0.2767,0 = 0.1487 1.5
B> 60. 60.
Backbone 30.
4. B-factor
Side chain or base 30.
60.
1.00
5. Connect 0.50- N 5
YAQALQSVPETQVSQLDNGVRVASEQSSQPTCTVGVWIDAGSRYESEKNNGAGYFLEHLAFKGTKNRPQNALEKE|
residue number & g P 3 3 S 3 N
chain identifier ~ |A
VN.A. (GLY) g-g: L
- Backbone 1:07
1. Shift e r
) _ 1.0 WQ:DE]TDW*
Side chain or base 20 L
0 =0.5840A 3.0 -
m<o0s 0.807 i
packbon® Og&ﬂmﬂﬂwmmmm%m—mmi
2. Density correlation
p—
Side chain or base. gg]J [I F—I—q W u_l—]—I:I w EI—\—LW m_l_\—u_rl—ﬂ*

H>30 @>15 S
Backbone g

3. Density index

S 7 A 1 Y
Sidechainorbase%gwu_uww U—U_UUU HLUU LUJ UUUJ LU_U—LU_IJUJU—I:E

<Dens> = 0.2767,0 = 0.1487

M > 60. B
Backbone L

4. B-factor =
Suie chain erbase 30 _ _I

1.00
5. Connect 0.501 "

VESMGAHLNAYSSREHTAYYIKALSgDVPKAVELLéDIVQNCSLEE'.SQI EKERDVqI.VRELQENDTErMREVVFNYL

residue number 3 S o = N ™ <
— - — - -

chain identifier ~ |A
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Local estimation (2)

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

1. Shift
o 1o H P VBV M T P A R VS =V Ve R T
Side chain or base 20 L
0 = 0.5840A 3.0- .
m<os 0.80 r

tion ] . Lk [

2. Density correlation -

Side chain orbaseo_g&: A R R T] D:D EEEI LLU—U W TV T

Hl>30 @>15
Backbone

3. Density index

Side chain or base

<Dens> = 0.2767,0 = 0.1487

> 60.
Backbone

4. B-factor
Slde Chain x base Somr_-
60.

1.00
5. Connect 0.50- W -

HATAFQGTGLAQSVEGPSENIRKLSRADLTEYLSTHYTAPRMVLAAAGGVEHQQLLELAQKHFGGVPFTYDDDAV
residue number [ P NS & S S s N

Lo © ~ o] 9] o N N

=] - — — — « o~ N
chain identifier ~ |A

V N.A. (GLY) 3.0
Backbone

10 e T I e b e e e b B e T TH e
1. Shift

e chain o base 10T CAVEE RV R P V=S = eV T O Ve
Side chain or base 20 L
o = 0.5840A 3.0- -
m<o08 0.801 i
Backbone 0.90+ [

2. Density correlation

e T tT1
= EE e BN
I B e/ I e S R V/ By ) R B e Vo VA }:1 F ] i
Side chain or base0.90+ WLU D I [
0.80- L
HW>30 @>15

Backbone

3. Density index

0T | e Iy o M T o <
B onine 1l 1 1/00 skl ! i el el A |
6

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

1.00
5. Connect 0.501 -

PTLSKCRFTGSQIRHREDGLPLAHVAIAVEGPGWAHPDLVALQVANAI IGHYDRTYGGGLHSSSPLASIAVTNKL
< < < < < < <

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

chain identifier ~ |A
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Local estimation (3)

V NA. (GLY) 2-8: r
- Backbone 104 B
1. Shift

Side chain or base
0 = 0.5840A

1_0,MWWWWMM{HW,
2.0+ =
3.0

m<o0s8 0.80 M
Backbone 099 '\/»’_l_l’,_l_’_l—v—l_l_’_'_m'_'_'_l_l_\—’_‘ _.—J_l_'—»—w H‘W—\’/—\‘/‘!—[
[ -

2. Density correlation — v
Side chain or base0.90+ I I W HWH—U I I I [
0.80-

Hl>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.2767,0 = 0.1487

5 — =
0 =
5 -

.54
.0+
L

MO IFLPPIY A [P a aoree

B> 60. 60.

Side chain or base 30.
60.
1.00 L
5. Connect 0.50- -
CQSFQTFSICYSETGLFGFYFVCDRMSIDDMMFVLQGQWMRLCTSI SESEVLRGKNFLRNALVSHLDGTTPVCED
residue number [ 3 S &5 :,f b 3 NS
) ™ ™ ™ %] 3] ™ ™
chain identifier ~ |A

V N.A. (GLY) g-g: r
- Backbone 104
1. Shift e
. . 1.0
Side chain or base 204
o = 0.5840A 3.0-
m<os 0.807
Backbone 0.90+

2. Denstty correlation mﬂ_ﬁl—l—ﬁﬂﬁ_\f—ﬂ——q—;ﬁﬁl—wm _
Side chain or basw_gmww I D D I I]] D I L
0.8 L

W>30 @>15
Backbone

3. Density index

Side chain or base

g 1 T WU SR Y P

alzhil;
P

1.0
<Dens> = 0.2767,0 = 0.1487 1.5- —
> 60, 60. ' H
Backbone 30. W
4. B-factor 0

60.

1.00+
5. Connect 0.5&} W -

residue number

chain identifier
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Local estimation (4)

Backbone
2. Density correlation

g 0l el ool Benn o nm o e I
seamamoso] - | [ 1 CRIECT] P T

VNA. (GLY) 2-8: L
- Backbone 1:07 L
1. Shift
o 1 o M FEVEHEMIFEEMEA A { M Ve AV OV Ve,
Side chain or base 204 L
0 = 0.5840A 3.0-
m<08 0.80 r

H>30 @>15
Backbone

3. Density index

] N = VA L
Side chain or base QS—JJ_U—[I \/U L
<Dens> = 0.2767,0 = 0.1487 1.5 =
W> 60. 60.
Backbone 30.
4. B-factor
Side chain orbase 3omm‘
60.
1.00 ] —
5. Connect 0.50- -
LEITKLPNGLVIASLENYSPGSTIGVFIKAGSRYENSSNLGTSHLLRLASSLTTKGASSFKITRGIEAVGGKLSV
residue number < ! £ 3 3 P ] Y
chain identifier B
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
o = 0.5840A
m<os 0.807 r
Backbone 0.90+1 -
2. Density correlation = & = =0 SQE[
Side chain or base).90 -
0.80- -

H>30 E>15 }SI[UI[I m]HI]IH_-..m HH dﬂ
3 Densityi:gcek;me o0
Sidechainorbasegg#u_'_‘LIJu_Uu—uu LU LUJJU—MI]_[IJU_I:U_IM \—U—UFLUJLLE
<Dens> = 0.2767,0 = 0.1487 1.5
= 60.
4. B-factor
60.
1.00 1]
5. Connect 0.50 -

residue number

chain identifier
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Local estimation (5)

2. Density correlation

Wu_rm?1vvﬂ 531 D‘:}PI:DWQ v g
Side chain or baseQ.90+
0.80

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

‘ . 1.07M%%$Mwwwwwﬂﬁf
Side chain or base 20 L

0 =0.5840A 3.0-
m<o0s8 0.80 M r
Backbone 0.904 |

H>30 @>15
Backbone

3. Density index

ot T I T M e T T e

Side chain or base ggiwm 5 H 0 RESSs LU D_D\/\/U\/ U\/I—’:l v LQI[:
<Dens> = 0.2767,0 = 0.1487 1.5- =
Backbone 30.
4. B-factor
60
1.00 L
5. Connect 0.50- M -
DSLYCPDYRIGKVTSVELHDFVQNHFTSARMALVGLGVSHPVLKNVAEQLLNI RGGLGLSGAKAKYRGGEI REQN
residue number ® 2 Y EY X 2 3 @
- -~ - N N N ~N N
chain identifier B
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 = 0.5840A
m<os 0.807 r

Backbone
2. Density correlation

Sidechamorbasegjggﬁw iy r o Fﬂ]] [ ﬂ v T - F ===:WEDVTFIT B :

W>30 @>15
Backbone

3. Density index

1.54
1.04
0.5

Sidechainorbaseg'g: UJ ULU W/IJULHJMVI_]_HL"JW LM/UVLU LU_UJ\/U %
<Dens> = 0.2767,0 = 0.1487 1.5-
= 60.
Backbone 30.
4. B-factor B
Side chain or base 30.4
60.-
1.00
5. Connect 0.501 | i

residue number

chain identifier
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Local estimation (6)

V NA. (GLY) 3.0 [

- Backbone 104
1. Shift

Side chain or base
0 = 0.5840A

HIAq A AT e vV TV O O T e AT

1.0
2.0+ r
3.0

m<o0s8 0.80 r
packbone OQGMMMW7

2. Density correlation -

Sidechainorbaseg:z(; [.:I:I EVTDGI] I:]]j I:rﬂjjljvmflmj D I I rDj D ) l:I:I E

154
H>30 W>15 o]

0.54

Backbone

3. Density index

Side chain or base
<Dens> = 0.2767,0 = 0.1487

ol Tilisnid 1 DisEnunmmmaatiadil
os{0 0T WD‘UJ_U% WDMWW:

Backbone 30.
4. B-factor
60.

1.00

5. Connect 0.50 S

residue number

AYNQVKTIAQGNVSNENVQAAKNKLKAKYLMSVESSEGFLEEVGSQALAAGSYNPPSTVLQQIDAVADADVIKAA
< < ~ < < < < <

< 0 © ~ oo} [*2] o |
™ ™ ™ ™ ™ ™ < <
chain identifier B
V N.A. (GLY) g-g: r
L shit Backbone 1:07
. Shift RN =
Side chain or base %8: O U D D L{ Lu Lu U—LD B
0 = 0.5840A 304 L
m<os 0.807 r
packbene OQG%MM |
2. Density correlation E
Side chain or base).90 D:I] [l:I D I I I W L
0.80- -

1.54 -
H>30 W>15 o]

0.5+

Backbone

3. Density index
Side chain or base
<Dens> = 0.2767,0 = 0.1487

T O Vi
0.
oo =0 [ WP

A A N A
FIrTTETAF RT r

W > 60. 60. ] I
4. B-factor ]
60. — =

1.00

5. Connect 0.501 "

residue number

chain identifier
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Local estimation (7)

2. Density correlation

: : - — == :TD
Side chain or base0.90+

VNA. (GLY) 2-8: B
W nNunnanaAnnananAARA i nelnniannnhnnain=at)NNn==s] Sunnnnnnnn) AN ARRRARARARnE
1. Shift

A 1.0 B
Side chain or base ZIOJJ_W_LUM_HJ_LM—MWMMWi
o = 0.5840A 3.0- -
m<o8 0.80 M

Backbone 0.904

mewwi

0.80 -
m>30 W>15 T
o Backbone (355
3. Density index E =
Side chain or base 28:
<Dens> = 0.2767,0 = 0.1487 1.5
> 60. O [
Backbone 30.4 W
4. B-factor
Side chain or base 30. M
60.-
1.00
5. Connect 0.50- -
) LLLAMHYTADTSLAFSSVANT CRNVQYGWL TRNLHANGASFFFTCIFLHIGRGLYYGSYLYKETWNTGVILTLLTL
residue number N S N S S S o N
chain identifier  |C
T N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.5840A
m<o038 0.801
Backbone 0.90+
2. Density correlation —= oo VI [ BT = = V= oo
Side chain or base).90 I D WLLI:': [

W>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.2767,0 = 0.1487

W > 60.
Backbone

4. B-factor

Side chain or base 30.
60.

I

5. Connect

1.00
0.501 r

residue number

chain identifier
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Local estimation (8)

VNA. (GLY) 2-8: L
A ] | i annenaiinanizininas]I2] iiunnsiaaneasaninnlinseannnainnl e Na s ana e aa
1. Shift
o 1 oI R EF O O O e e O T,
Side chain or base 20 L
0 =0.5840A 3.0

m<o038 0.804 r
peckhone O'Wﬂ—l_Lhﬁm M’

2. Density correlation 4 m =S ] L
Side chain or base).90-

0.80-

%
%
ﬁ
|

>30 W>15 T

3. Density index e = L
Side chain or base QS:TWIW W:

<Dens>=0.2767,0 = 0.1487 -

IL5-

H>60. 60.7
4. B-factor

60. -

1.00
5. Connect 0.50 -
FLHESGSNNPLG| SSDSDKIPFHPYYSFKDILGLTLMLTPFLTLALFSPNLLGDPENFTPANPLVTPPHIKPEWY
residue number q o N S g S o N
3 o~ ~ I3\ N 3% 3 o~

chain identifier  |C

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
o = 0.5840A
m<os 0.807
Backbone 0.90+1
2. Density correlation =
J O [D:IJ\J_LMMJ I MLF‘—LWM—H—'I‘—U—'T =T TEDTV—DIF'—:[[
Side chain or base).90
0.80-

H>30 @>15
Backbone

3. Density index

L
swonnsrsn o [ = P T THIREIP ) AN 0P
<Dens> = 0.2767,0 = 0.1487 1:5

15
1.0
0.5

W > 60. 60. g i
4, B-factor
60.

1.00
5. Connect 0.50 -
FLFAYAILRSIPNKLGGVLALAASVLILFLIPFLAKSKQRTMTFRPLSQTLFWLLVANLLILTWIGSQPVEHPFI
residue number S S S 3 N & g
I ¥ ® 1 ™ ™ ®

chain identifier C
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Local estimation (9)

V NA. (GLY) 3.0

pecktone 1-°’WTWTHTFW‘HTWW
1. Shift

Side chain or base

o = 0.5840A

m<o0s8 0.80 r

Backbone OIQGM Mﬁm |
H [

2. Density correlation

[ e i
I baseo_g(yw U—'_‘_T_LU_LI_W—‘_I:F W “:‘:‘:‘:I:I:’V‘:D_\:I:I:\:’—I—‘:C7
0.80- [

Hl>30 @>15
Backbone

3. Density index

Side chain or base

2 I A O
J THPI™rTrHA™ Flrgr =T g

<Dens> = 0.2767,0 = 0.1487

W > 60. B0 M
BaCkbone 30- - _
4. B-factor =

Side chain or base 30_]v-

60
1.00
5. Connect 0.50- -
TTGQMASLSYFTILLTLFPTIGTLENKMLNY] [SDLELHPPSYPWSHRGPLSSLDHTSIRRGFQVYKQVCSSCHS
residue number ] i) il — <
g % g'v\-) — N ™ <
chain identifier  |C D
V N.A. (GLY) gg r
- Backbone 104 B
1. Shift = L
Side chain or base 1'07] D D D D U D D W7
2.0+ =
0 =0.5840A 3.0- L
m<os 0.807 r

Backbone 0.90+1 -
2. Density correlation E

e T e i T [

H>30 @>15 1.59
Backbone 1.09

o 0.5
3. Density index

N T A e O
s mrnne o JI] FENN [ B I {PY S [ R

<Dens> = 0.2767,0 = 0.1487

W > 60.
— ]lllllllllllllllllllllllll[
4. B-factor
60.- —

1.00
5. Connect 0.501 M -

MDYVAYRHLVGVCYTEDEAKALAEEVEVQDGPNEDGEMFMRPGKLSDYFPKPYPNPEAARAANNGALPPDLSY IV
- i

— I — f= I
o —
[Te) © N~ © [} =1 4

residue number

chain identifier D
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Local estimation (10)

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

1. Shift
i chai o hase 10T~V e T = VA= R eV T
Side chain or base 204 L
0 =0.5840A 3.0~ =
m<o038 0.801 i
Backoone 0991 ’_\_l_’_’_Y_V-\_l—v—l_LJ_l—v—\ ,—l_v—!_ﬂ_l_,_‘__,_'_\ I
2. Density correlation jﬁ% = Al =
Side chain or baseo,g('f] T/U m I] D U_'_‘_‘—U_H U—‘_W I I L
0.80- =

H>30 @>15
Backbone

3. Density index

] . 1
Side chain or base 7~ |
<Dens> = 0.2767,0 = 0.1487

> 60.
Backbone
4. B-factor
Side chain orbase 30‘“"“
60.
1.00
5. Connect 0.50- -
RARHGGEDYVFSLLTGYCEPPTGVSVREGLYFNPYFPGQAIGMAPPIYNDVLEFDDGTPATMSQVAKDVCTFLR
residue number bxi b= ;' b bd < b= o
— - - - - - - —
chain identifier D
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
o = 0.5840A
m<os 0.807
Backbone 0.90+1
2. Density correlation &M:memiﬁ m L
Side chain or base).90 -

H>30 @>15
Backbone

3. Density index

Side chain or base
<Dens> = 0.2767,0 = 0.1487

N T
TP e oF y g

Side chain or base 30.1 m . -] -
60.-—

B> 0. 60.
BaCkbone 30‘7 “
4. B-factor

1.00
5. Connect 0.50+ { S
AAEPEHDHRKRMGLKMLLMMGLLVPLVYYMKRHKWSVLKSRKLAYRPPK SHTDIKVPNFSDYRRPPDDYSTKS
: — — — — —
residue number > - o~ %] < p N
N N N N N

chain identifier D E
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Local estimation (11)

VNA. (GLY) 2-8: L
- Backbone 1:07
1. Shift
: ; 1.0
Side chain or base 204
0 = 0.5840A 3.0
m<08 0.80

Backbone
2. Density correlation

Side chain or baseQ.90+
0.80-

0.904

15
1.0
0.5

H>30 @>15
Backbone

3. Density index

Side chain or base 88:
<Dens> = 0.2767,0 = 0.1487 1.54
H> 60. 60.
Backbone 30.
4. B-factor
Side chain or base 30_-
60.
1.00
5. Connect 0.50-
SRESDPSRKGFSYLVTAVTTLGVAYAAKNVVTQFVSSMSASADVLAMSKIEIKLSD| PEGKNMAFKWRGKPL FVR
residue number - g b b 2 2 b
chain identifier ~ |E
VN.A. (GLY) g-g’ C
Back e L
- ackbone 104
1. Shift
’ ) 1.0 r
Side chain or base 20 L
0 =0.5840A 3.0- -
m<o08 0.801 i
Backbone 0.90+ N

2. Density correlation

Side chain or base).90+
0.80-

TP TT TRy ey

15
1.0
0.5

W>30 E>15

Backbone
3. Density index

Side chain or base gg
<Dens> = 0.2767,0 = 0.1487 15

e BT e P T d T (0 Al O o

PO U PR VIS I S ey

ey 60.
4. B-factor

60.

1.00- i

residue number

chain identifier
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Local estimation (12)
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