"Judge not, that you be not judged" Bible, Matthew, ch.7
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Title: RHODOBACTER CAPSULATUS CYTOCHROME BC1 COMPLEX WITH
STIGMATELLIN BOUND
Date: 22-MAY-05
PDB code: 1ZRT
Crystal Structure Factors
Cell parameters: Input
af =B b et I8 4 _C: A 2 Nominal resolution range: 59.8 - 3.51 A
a: 90.00 B: 113.57 y: 90.00 Reflections in file: 33265
Space group: P 1211 Unique reflections above 0: 33265
Number of NCS-operators: 1 above b: 33129
NC-symmetry only for information above 3 22313
SFCHECK
Nominal resolution range: 59.8- 3.51A
\O5max. from input data, min. from author\05
Used reflections: 33265
Completeness: 96.5 %
R_stand(F) = g(F)>/<F>: 0.069
M odel Anisotropic distribution of Structure Factors
13366 atoms o overal Gy Patiersony: | oA
U120 @1 ST 16 Optical resol};tion' . 2 Sé A
Vellire Ml CEsipian sy ireeel  Sa o E)EJ ected opt resbl for complete data se.t' 2.53
<2 (ffor Seme MELE)s 84.6 A2 Esfimated rﬁiﬁimal érror' P 0.14;9 A
a(B): 21.27 A2 : i
Matthews coefficient: 3.73
Corresponding solvent % : 66.73 Model vs. Structure Factors
R-factor for all reflections: 0.354
Correlation factor: 0.776
R-factor: 0.358
for F>2.00
nom. resolution range: 59.39 — 3.50A
reflections used: 33130
N Rfree: 0.404
Refinement Nfree: 1654
Program: CNS 1.1 R-factor without free-refl.: 0.355
Nominal resolution range: 59.4 - 3.50 A| Non free-reflections: 31476
Reported R—factor: 0.300 <u> (error in coords by Luzzati plot): 0.812
Number of reflections used: 33265 Estimated maximal error: 0.691 4
Reported Rfree: 0.36 DPI: 0.805 A
Sigma cut—off: N.A. Scaling
Scale: 1.359
Bdiff: -8.36

Anisothermal Scaling (Beta):
-0.1989 27.4726 -4.4128 0.0000 4.5029 0

Solvent correction — Ks,Bs: 0.463 250.539
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Local estimation
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Local estimation (2)
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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)

VNA (GLY) 3.0 [
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1. Shift
. A 1.0+
Side chain or base 204
0 =0.2397A 3.0
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2. Density correlation &
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4. B-factor
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1. Shift
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2. Density correlation
Side chain or base).9l
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m>30 M>15 15 B
3. Density index ' L
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<Dens> = 0.1382,0 = 0.0789 1:5 —
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Local estimation (10)

Backbone
2. Density correlation

0.80 |
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1. Shift
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l<08

Hl>30 @>15
Backbone

3. Density index
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Backbone 30
4. B-factor
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1.00 —
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) DPTFVREVAAGLDTI I DKDSGEERDRKETDMFPTRYVGDGMGPDL SYMAKARAGFSGPAGSGMNQL FKGMGGPEY |
residue number % Q g g S = S
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V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.2397A
. O'mmmmﬂﬂmmi
Backbone 0.90+ -
2. Density correlation E v = =
T T
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Local estimation (11)

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

1. Shift
1 07WWWMM LJ_}—WH_/M—‘_J_\_NU_H_U_L,
Side chain or base 204 L
0 =0.2397A 3.0- —
m<08 0.80+ r

Backbone
2. Density correlation

Side chain or baseQ.90+

0.90+

o ek o bondlll o dl UM . L.
ST ETITETe Tyt Tt

H>30 @>15
Backbone

3. Density index

T A7) O

41_‘

, u T
Side chain or base g_) 8: ]_D—ED_D D]_I] U I D D ﬂ D I I [
<Dens> = 0.1382,0 = 0.0789 1.5
> 60. 60.
Backbone 30.
4. B-factor
Side chain orbase 30]: -:IVI:-V_V. -m
60. —
1.00
5. Connect 0.50- W i
FLMWAAEPKLVARKQMGLVAMVMLGLLSVMLYLTNKRLWAPYKGHKA| [RRDFLYHATAATGVVVTGAAVWPLIN
residue number D R 5 ':r S : H S
N N N N N
chain identifier  |Q R
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.2397A
W<08 0.807
Backbone 0.90+
2. Density correlation E
e IR F T "IN " TN "9
0.80-
m>30 B>15 L
Backbone g‘) m W:
3. Density index
. M
Sidechainorbaseggj m U_I_I—u I UJJU/LUU UJUUU—U—U\/U M WLU:
<Dens> = 0.1382,0 = 0.0789 1. 5 -
> 60.
Backbone 30.
4. B-factor
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60.
1.00 o, ||
5. Connect 0.50- T HT i

residue number

chain identifier
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Local estimation (12)

V N.A. (GLY) 3.
Backbone

1. Shift

Side chain or base
0 =0.2397A

2. Density correlation

Side chain or baseQ.90+
0.80-

e T T b e e e T e e e e e e P e e T T Frerr e e
o P S =B VB e ey e
SONEREY TR TR e N T B ¥
AT T T meTT

H>30 @>15 1
Backbone é
3. Density index
Side chain or base

0.
1.
<Dens> = 0.1382,0 = 0.0789 1

AmhnEnt il mwmmm
S O R

=l

é

5
0
5

4. B-factor

Side chain or base 30.
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