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

Structure Factor Check
3BCC

Title: STIGMATELLIN AND ANTIMYCIN BOUND CYTOCHROME BC1 COMPLEX FROM
Date: 23-MAR-98
PDB code: 3BCC
Crystal Structure Factors
Cell parameters: Input
af LIS 2 b LI _C: ZEZE L Nominal resolution range: 86.1 - 3.20 A
e Il p: 90.00 i R Reflections in file: 111780
Space group: P 2121 21 Unique reflections above 0: 95003
Number of NCS-operators: 2 above b: 77365
NC-symmetry only for information above 3 48592
Reflections> 0: 16777
SFCHECK
Nominal resolution range: 86.1 - 3.70 A
\O5max. from input data, min. from author\05
Used reflections: 67977
M odée Reflections out of resolution: 27026
Completeness: 85.0 %
15645 atoms R_stand(F) = 6(F)>/<F> : 0.114
Number of chains: 16 Anisotropic distribution of Structure Factors
Volume not occupied by model:  63.6 % ratio of eigen values: 1.0000 0.5733 0.64%4
<B> (for atomic model): 73.0 A"2 B_overall (by Patterson): 70.AM2
o(B): 22.64 A™2 Optical resolution: 2.65 A
Matthews coefficient: 8.46 Expected opt. resol. for complete data set: 2.65(A
Corresponding solvent % : 85.35 Estimated minimal error: 0.335 A
Model vs. Structure Factors
R—factor for all reflections: 0.365
Correlation factor: 0.695
- R-factor: 0.347
Refinement for F>2.00
nom. resolution range: 12.00 — 3.70A
Program: _ CNSO.1 reflections used: ’ 58453
Nominal resolution range: 12.0- 3.70 Al <yu> (error in coords by Luzzati plot):  0.865 N
Reported R-factor: 0.289 Estimated maximal error: 0.621 A
Number of reflections used: 71026 DPI: 0.440 A
Reported Rfree: 0.32 sl
Sigma cut-off (F): 2.00 Scale: 1571
Bdiff: 1.22
Anisothermal Scaling (Beta):
19.6977 6.8935 8.5683 0.0000 0.0000 0.0000
Solvent correction — Ks,Bs: 0.802 251.140
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Local estimation
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Local estimation (2)

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

o chat 1 o P PV PO VYRR L SV Ve o e
Side chain or base 204 L

0 =0.9126A 3.0-
m<08 0.80 r
Backbone 0.901 |

2. Density correlation

ol £ 1 [T TELTITE BT " "W

W>30 @>15 %g
- . .B;ckbone 05
. Density index :
- HHIT O
Side chain or base 28: p W[D:D—ED U U ED—D_U W] I [ m E

<Dens> = 0.2696,0 = 0.1394 1.5-

Backbone 30.4
4. B-factor
Side chain or base 30_]I I I
60.

1.00 1|
5. Connect 0.50- i TF -
HATAFQGTGLAQSVEGPSENIRKLSRADLTEYLSTHYTAPRMVLAAAGGVEHQQLLELAQKHFGGVPFTYDDDAV
residue number [ 3 NS & S S s N
~ - - — - N [aV) N
chain identifier ~ |A
V N.A. (GLY) 3-8*
- Backbone 1:0:
1. Shift j==REa=ERETN=R) VEE[ [P | NDVEED]:DQ:D:Q:@:DM VWA H H
) ) 1.0
Side chain or base 204
0 =0.9126A 3.0-
m<o038 0.807
Backbone 0.90+1
2. Density correlation E

W>30 @>15

e P T T T
SO A OO T ) D

3. Density index

Side chain or base

<Dens> = 0.2696,0 = 0.1394

%EMMWMWMMIWWM [ge ‘0w iy = r

> 60. 0. [
Backbone 30.-T WT7
4. B-factor |
60. — -

1.00
5. Connect 0.50- 3
PTLSKCRFTGSQIRHREDGLPLAHVAIAVEGPGWAHPDLVALQVANAI IGHYDRTYGGGLHSSSPLASIAVTNKL
residue number > 3 = 3 N b >
& Q « ~ N & Q

chain identifier ~ |A

SFCHECK 7.03.16




Structure Factor Check
3BCC

Local estimation (3)
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Local estimation (4)
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Local estimation (5)
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Local estimation (6)
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Local estimation (7)
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Local estimation (8)
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Local estimation (9)
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Local estimation (10)
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Local estimation (11)
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Local estimation (12)
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residue number 0‘_0' 5' 9. 8 8 8 u07 8
— —
chain identifier  |E F
V N.A. (GLY) g-g: r
Lt 1o M e A [Tt
. Shift E D:D]m}[—

Side chain or base %8: D D D D 0 Lu m B
0 = 0.9126A 30 L
m<o08 0.801 r

e O'%MMMWWH NI | N PSS
2. Density correlation E =

Swde chanr basw.g&]:l:[:I WTD: I D D:D:l:l]_rr‘:‘F[

0.80-

H>30 E>15 1
Backbone é
3. Density index
' ]
Side chain or base 28: t F Lu I—LU LLUJ—T_U U U_LU u—i_U U—P LU w LU u w t
<Dens> = 0.2696,0 = 0.1394 15 =
B> 60. 60. — -
Backbone 30. W W
4. B-factor
Swie chain orbase SOH -:-:.]:]- [ m
60. o — ——
1.00
5. Connect 0.50 -
RIKRALDLNMRQQILPKEQWTKYEEDVPYLEPYLKEVI RERKEREEWDK| [RQFGHLTRVRHLITYSLSPFEQRP
residue number e ] = 8 N N q
—
chain identifier ~ |F G
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Structure Factor Check

3BCC

Local estimation (13)

VN.A. (GLY) 2.8: :
1. Shif e 10] T H Hr et
. Shift

Side chain or base - O*JMWMMWMW%M CHTH UJ_H_U—U_U_LL\—U-\—‘—Li

2.0+ L

0 =0.9126A 3.0- C
m<o0s8 0.80 -
orrelation ) Lene s Io

2. Density correlation

Side chain or baseQ.90+

il ) il . i i

TIT" 1§

0.80-
H>30 @>15 %g
Backbone O:5
3. Density index
Side chain or base 28
<Dens> = 0.2696,0 = 0.1394 1.5

AL NN M o () PRI
TOTUTIEE N T TR

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

Side chain or base 30_‘[
60.

1.00
5. Connect 0.50 +
FPHYFSKGVPNVWRRLRACILRVAPPFLAFYLLYTWGTQEFEKSKRKNPAAYVN| [CVDPLTTVREQCEQLEKCV
residue number % g uN) % Q 8 m
chain identifier |G H
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 = 0.9126A
m<os 0.807 r
Backbone 0.90+1 -

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

IFrTT "yl

W>30 @>15

1.5
1.0
Backbone 05

3. Density index
Side chain or base
<Dens> = 0.2696,0 = 0.1394

(i | il 10l 1
WPIWW il i

Lo ofinnd i

Backbone
4, B-factor
60. L
1.00 — =
5. Connect 0.50- m L

residue number

chain identifier

KARERLELCDERVSSRSQTEEDCTEELFDFLHARDHCVAHKLFNSLK
(v ™ ™ (2] ™
™ < n © N~

H
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Structure Factor Check
3BCC

Local estimation (14)

V N.A. (GLY) 3.0 r
Backbone %'07 r

1. Shift | oo
Side chain or base ] L

0 =0.9126A L
m<o0s8 0.80 =
Backbone 0.90+ L

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

0.80- L

Hl>30 @>15
Backbone

3. Density index

Side chain or base

<Dens> = 0.2696,0 = 0.1394

> 60.
Backbone

4. B-factor

Side chain or base 30.
60.-

1.00 r

5. Connect 0.50] ( | ﬂ -

....... TLTARLYSLLFRRTSTFALTIVVGALLFERAFDQGADAIYEHINEGKLWKHIKHKYENK
residue number “ < 3 N 5 3 3
™
chain identifier |l J
V N.A. (GLY) 3-8*
Backbone 1.0:1 N
1. Shift 4 -0 u
’ ) 1.0 L
Side chain or base 204 L
0 =0.9126A 3.0- -
m<os 0.807 r
Backbone 0.90+1 -
2. Density correlation = = = =
Side chain or base).90 -
0.80- -
m>30 E>15 1 r
Backbone 0.5 L

3. Density index T -
Side chain or base
<Dens> = 0.2696,0 = 0.1394

. > 60. 60. I
Backbone 30.4 -
4. B-factor j D [f

Side chain or base 30.- -

60.- =

1.00 r

5. Connect 0.50- =
residue number % 5 g
chain identifier E E
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