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

Structure Factor Check
3L71

Title: CYTOCHROME BC1 COMPLEX FROM CHICKEN WITH AZOXYSTROBIN BOUND
Date: 27-DEC-09
PDB code: 3L71
Crystal Structure Factors
Cell parameters: Input
af 19200%)5 4 b 91083631 2 .c:ggdb%SO 2 Nominal resolution range: 144.8 - 2.80A
o ' B: : v: : Reflections in file: 170949
Space group: P 2121 21 Unique reflections above 0: 170949
above b: 167603
above &: 112140
SFCHECK
Nominal resolution range: 144.8 - 2.84 A

M odel
32655 atoms (19 water molecules)

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

Used reflections: 165523
Reflections out of resolution: 5426
Completeness: 94.5 %
R_stand(F) = g(F)>/<F>: 0.062

Anisotropic distribution of Structure Factors
ratio of eigen values: 1.0000 0.4725 0.442

[$x]

Number of chains: 51

Volume not occupied by model: 62.0 %

<B> (for atomic model): 73.6 A2

o(B): 18.83 A"2

Matthews coefficient: 4.06

Corresponding solvent % : 69.45
Refinement

Program: CNS 1.1

Nominal resolution range: 249 — 2.84 A

Reported nominal resolution: 2.00 A
Reported R—factor: 0.247
Number of reflections used: 165215
Reported Rfree: 0.28
Sigma cut-off: N.A.

B_overall (by Patterson): 49.AN2
Optical resolution: 213 A
Expected opt. resol. for complete data set: 2.13|A
Estimated minimal error: 0.067 A
Model vs. Structure Factors
R-factor for all reflections: 0.298
Correlation factor: 0.865
R-factor: 0.302
for F>2.00
nom. resolution range: 24.94 — 2.84A
reflections used: 162126
Rfree: 0.331
Nfree: 3168
R-factor without free—refl.: 0.301
Non free-reflections: 158958
<u> (error in coords by Luzzati plot): 0.459 A
Estimated maximal error: 0.353 A
DPI: 0.350 A
Scaling
Scale: 0.476
Bdiff: -9.70

Anisothermal Scaling (Beta):
10.9332 -1.7388 -2.6989 0.0000 0.0000 O

Solvent correction — Ks,Bs: 0.750 250.127

000
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Local estimation

V NA. (GLY) 2-8: r
- Backbone 104
1. Shift
i i 1.0
Side chain or base 204
0 =0.1264A 3.0-
m<o08 0.804

Backbone 0.90+

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

0.80-

W>30 W>15 1-3’
Backbone 1.0+

" 0.5
3. Density index E
Side chain or base

0.5
1.0+
<Dens> = 0.0628,0 = 0.0089 1.5-

Backbone 30.
4. B-factor
Side chain or base 30. .-
60. — —

1.00
5. Connect 0.5&‘W I -

AATYAQTLQNIPETNVTTLDNGLRVASEESSQPTCTVGVWIGAGSRYENEKNNGAGYFVEHLAFKGTKKRPCAAF
— i I — — — —

residue number hat b = = o b 2

chain identifier ~ |A

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1264A
m<o038 0.80 r
Backbone 0.90+ L
2. Density correlation E L
Side chain or base()_g)(rzlj:l:ﬁjV I :D:I FT:\ZIZ':[D w LI—W—]_FW_EE,
0.80- L

H>30 @>15 1.59
Backbone 1.09

o 0.5
3. Density index

O A A MR 1A O
Sidechainorbase%éEJ H I—M—u W iR LU_UJ Sl W LH—U I—U tz

B> 60. 60.
Backbone 30.

<Dens> = 0.0628,0 = 0.0089
Swie chain orbase 3OﬂI _[-I |
60. —

4. B-factor

1.00
5. Connect 0.501 -

EKEVESMGAHFNGYTSREQTAFY I KALSKDMPKVVELLADVVQNCALEESQIEKERGVILQELKEMDNDMTNVTEF
— - - — -

residue number b o o — I ™ <
— — — — —

chain identifier ~ |A
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Local estimation (2)

Backbone
2. Density correlation

VNA. (GLY) 2-8: L
o O e e O W e e e e e e
1. Shift
, - 1.0+ B
Side chain or base 2.07WW7
0 =0.1264A 3.0-
E<o0.8

080, -
o e W wﬂnﬂh—llﬂﬂ%[

= == N 5 /a
Side chain or base).90 UW_'W [I F[FII TI VVEIﬁ:[l:l D:ED:’VI:E[T[[
0.80-

H>30 H>15 %g
2D o B;ckbone O:5
. Density index E D:D

Side chain or base 28: U_D:U/ LLL[]}E
<Dens> = 0.0628,0 = 0.0089 1.5
B> 60. 60.
4. B-factor

60.— — —
1.00
5. Connect 0.501 T T -
DYLHATAFQGTALARTVEGTTENIKHLTRADLASY IDTHFKAPRMVLAAAGG| SHKELVDAARQHFSGVSFTYKE
residue number S 5' ,i' 0‘_0' 5' S ﬂ m
~ - - — - N [aV) N
chain identifier ~ |A

V N.A. (GLY)

Backbone
1. Shift

Side chain or base 1.0
0 =0.1264A |
m<038 0.8

Backbone 0.9
2. Density correlation S0 — VELLF — - [[ 8 =8 = =1 L‘J—LI—LU_U = o .:[

Side chain or base).90+ o

0.80- =

H>30 @>15

Backbone

3. Density index
Side chain or base
<Dens> = 0.0628,0 = 0.0089

W > 60.
Backbone
4. B-factor
Side chain or base 30';-]—H_I\/I—I—U—J—
60.
1.00q
5. Connect 0.50

T

residue number

chain identifier

SFCHECK 7.1.01
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Local estimation (3)

Backbone
2. Density correlation

gzggmmwﬁ neno ol ool nlls g 5
Side chain or baseo,g&w e »‘_,—LU—F\—L‘ D] I I I [rq]jj [r [I—VI:E[
0.80-

VNA. (GLY) 2-8: L
W nni==nllnnnlnsn=ncna=uanaeiiislNnilN=aNansln=Nunsntannn==siznnnzEunneennn}

1. Shift
R 1_07M%MMMMMMMWMMWM7
Side chain or base 204 L
0 =0.1264A 3.0- .
m<o0s8 =

H>30 W>15 %g
o Backbone O:5
3. Density index & 7 r
Side chain or base ggim I m D D D L
<Dens> = 0.0628,0 = 0.0089 15- =
W > 60. 60. T - M
| I |
4. B-factor
Slde Chain * base 30“ 1 1 J_Lli l
60. T - = —
1.00 ||
5. Connect 0.50- B
HKLCHSFQTFNTSYSDTGLFGFHFVADPLSIDDMMFCAQGEWMRLCTSTTESEVKRAKNHLRSAMVAQLDGT TPV
residue number 5' : &' S :r' S 5‘ l:'
o ™ ™ ™ ™ ™ ™ ™
chain identifier ~ |A
VN.A. (GLY) g-g:
- Backbone 10
1. Shift &
) . 1.0+
Side chain or base 204
0 =0.1264A 3.0-
m<o0s 0.807

Backbone
2. Density correlation

0.90+

Side chain or base).90
0.80-

H>30 @>15
Backbone

3. Density index

1.54
1.0+
0.5+

Side chain or base 28:

<Dens> = 0.0628,0 = 0.0089 1.5-
B> 60. 60.
Backbone 30.

4. B-factor

Side chain or base 30.
60.
1.00

5. Connect 0.50

residue number

chain identifier

SFCHECK 7.1.01
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Local estimation (4)

2. Density correlation

Side chain or baSGO.QCF:lT\:]]:DVI] I
0.80-

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

. ) 1.07MMMWWM—
Side chain or base 204 L

0 =0.1264A 3.0-
m<o0s8 0.804 r
Backbone 0.904 i

ol il

S S § S e I N U e S Iy
M T"™TITI1 T

H>30 @>15
Backbone

3. Density index

5
0
5

Side chain or base 28: B U—M W - m_u \/u U u—‘—lﬂ_ﬂ WW:
<Dens> = 0.0628,0 = 0.0089 1.54 L
Backbone 30.
4. B-factor
60.
1.00
5. Connect 0.50- W‘W -
LEITKLPNGLI IASLENFSPASRIGVFIKAGSRYETTANLGTAHLLRLASPLTTKGASSFRITRGIEAVGGSLSV
residue number 8 g 8 8 ,‘2 8 8
chain identifier B
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 = 0.1264A
Backbone 0.90+ -
2. Density correlation = = =
Side chain or baSGO.QGW I I] I:l p [q :ﬂ -
0.80- -

H>30 W>15 1
3. Density index
Side chain or base ggj—u H—U_l—‘ u u U LLU Lu_u UJ W U_U_U_H—I—I—W U—U_U I u \_Lt
<Dens> = 0.0628,0 = 0.0089 1.5
> 60. 60.
4. B-factor
60.
1.00 T
5. Connect 0.50- W*

residue number

chain identifier
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Local estimation (5)

VNA. (GLY) 2-8: L
- Backbone 1:07 L
1. Shift
g o PP S O eV S eV e
Side chain or base 20 L
0 =0.1264A 3.0- -
m<08 0.80+ r
Backbone 099 M’
2. Density correlation ;—WW W II,WIID’—
Slde Chain x baswg& [I [Ivlv|:._l:.] T D i
0.80- L
W>30 @>15 %g B
- o B;ckbone O:5 L
. Density index E B
EERs = v
Side chain or base 28::]]1]]—‘_‘ U \/D_q:m U u ELLU D_D UJ u_,\/:v :
<Dens> = 0.0628,0 = 0.0089 1.5 -
H> 60. 60.
packoone 30_
4. B-factor
Slde Chain * base 30-_r-_‘
60.
1.00
somes o3 IS |
NPLYCPDYRIGKITSEQLHHFVQNNFTSARMALVGIGVKHSDLKQVAEQFLNIRSGAGTSSAKATYWGGEI REQN
residue number 8 > 8 8 8 8 <Or
— - N [aV) N N N
chain identifier B
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1264A
m<o0s 0.807 i
Backbone 0.90+ [
2. Density correlation 7% = 5 .
Side chain or base).90 D I I I_[FIIV I I l] I I r
0.80- =

W>30 @>15
Backbone

3. Density index

<Dens> = 0.0628,0 = 0.0089

Side chain or base

1.54
1.04
0.5+

W WLUUL”MWLHWMMHJM%

0.5+
1.04
1.5-

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

1.00 | w —
5. Connect 0.501 -

residue number bre] © ~ @ o) o o N

chain identifier B
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Local estimation (6)

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

Side chain or base
0 =0.1264A

m<o0s8 0.804 r
ackhone OIQGM%Mi

2. Density correlation -

o T_D:DVI:H]D:El E’WFHUIlQIEIDEIPIDE DD:[
Side chain or baseQ.90+
0.80-

H>30 H>15 % g 7
- o B;ckbone 05 -
. Density index
|
Sidechainorbaseggim:l:l]_m LD:D_H D U\NDH:DH u—D LDUU\/DU—U\/U LU\/I_D_D—'_‘ :
<Dens> = 0.0628,0 = 0.0089 1.54

Side chain or base 30.

> 60.
Backbone
e m

100 L L
5. Connect 0.50- W -
FYTI SQAAHAGEV IRAAMNQLKAAAQGGVTEEDVTKAKNQLKATYLMSVETAQGLLNEIGSEALLSGTHTAPSVV
: o o (=] o o o =}
residue number ) I s ) = o S
™ %] 3] ™ ™ ™ ™
chain identifier B

VN.A. (GLY) g-g: L
. e e e CH e
1. Shift e r
1. 0,:] p:D 2 00 VAT VA r
Side chain or base 20 L
o =0.1264A 3.0- =
m<o0s 0.807 i
Backbone 0.90+ [
2. Density correlation E DVD:VW[I I:IZEIF'::r =
Slde Chain * baswg& .:IZ]:I] l:1:I7 I:EI:,VI:I] [

0.80-

m>30 E>15 1

3. Density index

Sidechainorbase%gJ 9 U HEfrE LI—MJ—MJLH_UJ LU LHMHJJLUJ—UUU—ITI

<Dens> = 0.0628,0 = 0.0089

W > 60. 1] [T
4. B-factor [TTTTTT]
60. ——

1.00
5. Connect 0.50 W‘H‘ B -

AQKIDSVTSADVVNAAKKFVSGKKSMAASGDLGSTPFLDEL [MAPNIRKSHPLLKMINNSL IDLPAPSNI SAW
residue number | S S I 5 = i o bl
4 < < < - N ®

chain identifier ~ |B C
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Local estimation (7)

VNA. (GLY) 2-8: L
W nnanannlnnidnAn=nnnaliinnninnnnnnnanlnalaninnnlunnniin=annnnnninznngnnnnnnns

1. Shift
o chain o base 1:0 T CLLL] - AR [P P A PO PP e e g
Side chain or base 20 L
0 = 0.1264A 3.0- -
m<o08 0.807 i
Backbone 0.90+ r

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

H>30 E>15
Backbone

3. Density index

Side chain or base

L,
L,
0.
0.
1.

<Dens> = 0.0628,0 = 0.0089

5)
0
5)

W > 60.
Backbone
4. B-factor
Side chain or base 30. M MM M MM M MW—
60.7~ L L N L N L
1.00
5. Connect 0.50- -
_ NFGSLLAVCIMTQILTGLLLAMHYTADTSLAFSSVAHTCRNVQYGWL I RNLHANGASFFFICIFLHIGRGLYYGS
residue number b= o b 2 = by g
chain identifier  |C
V N.A. (GLY) 2-8* r
SRR s i AunnnnaznnndnEunsnseannnnnntiinznindnl I ASEseeeTanunennnlnnetanianiinnz;
1. Shift = L
o cha 1 o AP EF e L e PO Ve e P P
Side chain or base 204 B
0 =0.1264A 3.05 L
m<o08 0.801

Backbone

2. Density correlation
Side chain or base).90

W>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0628,0 = 0.0089

W > 60.
Backbone
4. B-factor e ] T [
Side chain or base 30_fﬂw M7
60.- = e s =
1.00
5. Connect 0.50 -

residue number

chain identifier

SFCHECK 7.1.01
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Local estimation (8)

VNA. (GLY) 3.09

e O O O e e e o e e e e e T
1. Shift
e cvmor e 10 | LFLFLLL] [LLL PO PV PP M DO
Side chain or base 20 L
0 =0.1264A 3.0-

m<o08 0.80 I

Backbone 0991 W MMMFH ﬁ—
e 1 [

2. Density correlation

L/ [ e 0 s i 0 o B oV
Side chain or base).90 W Wﬂ W,
0.80-

H>30 E>15
Backbone

3. Density index

Side chain or base

5]
.0
45

<Dens> = 0.0628,0 = 0.0089

[}

s T I e
X il 1 il
sossmnsrso LT LTI [DTIUED

oo ™ @ S T AT
| {i

1.00

5. Connect 0.50 S

HFLLPFAIAGITIIHLTFLHESGSNNPLGI SSDSDKIPFHPYYSFKDILGLTLMLTPFLTLALFSPNLLGDPENF
P - — — () - —

residue number o o — o ™ < [Te}
b 3 o~ ~ I3 N Y

chain identifier  |C

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1264A
[W<o0.s8 0.807
Backbone 0.90+
2. Density correlation E
Side chain or base).90

W>30 @>15
Backbone

3. Density index

Side chain or base

<Dens> = 0.0628,0 = 0.0089

H>60. 60. —
Backbone 30.5

4. B-factor 7
Side chain or base 30.4
60.-

1.00
5. Connect 0.50 H

TPANPLVTPPHIKPEWYFLFAYAILRSIPNKLGGVLALAASVLILFLIPFLHKSKQRTMTFRPLSQTLFWLLVAN
— — — i — - - —

residue number © ~ © o o — o ™
13 o~ N 3] ] ™ 3] 3]

chain identifier C
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Local estimation (9)

peckhone OIQOWMWMWMM mmwi
2. Density correlation
o V=
Side chain or baseo.g(rw u eV T7
0.80-

VNA. (GLY) 2-8: L
W nalanaiinnnannnnnnianniifiunznannianlinnnn=anennienzsranalilnsulEunsnnnnnng

1. Shift
o rimorbse 10 L] PP PO T PO P PP S H e o I |
Side chain or base 204 L
0 =0.1264A 3.0- -
m<o038 0.801 i

H>30 E>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0628,0 = 0.0089

> 60.
Backbone

4. B-factor

Side chain or base 30.
60.-

1.00
5. Connect 0.50 ( -

residue number

chain identifier

LLILTWIGSQPVEHPFI I IGQMASLSYFTILLILFPTIGTLENKMLNY GELELHPPAFPWSHGGPLSALDHSS
— — — — — -

~
< 0 (=] ~
™ ™ ™ ™ - N

C D

V N.A. (GLY)
Backbone

1. Shift

Side chain or base
0 =0.1264A

W<08
Backbone

2. Density correlation

Side chain or base).9l

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0628,0 = 0.0089

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

residue number

chain identifier

SFCHECK 7.1.01
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Local estimation (10)

V NA. (GLY) 3.0 r
Backbone %'07
1. Shift
: : 1.0+
Side chain or base 204
0 =0.1264A 3.0-
m<o08 0.80

Backbone 0.90+

2. Density correlation 3
Side chain or base).90

0.80-

H>30 .>1.sB %g
3. Density index =
Side chain or base 28:
<Dens> = 0.0628,0 = 0.0089 1.5-
> 60. Eoai

Backbone 30.1
4. B-factor

Side chain or base 30.

60.-
1.00
5. Connect 0.50- -
ARAANNGALPPDLSY | VNARHGGEDYVFSLLTGYCDPPAGVVVREGLHYNPYFPGQAIGMAPPIYNEILEYDDGT
; = — R - — — — —
residue number |5 s ~ P & 0 © ~
=1 — — — - = — —
chain identifier D

VNA. (GLY) [
Backbone
1. Shift Wmt[—
Side chain or base [
0 =0.1264A L
m<o08 0.801 i
Backbone 0.90q [
2. Density correlation E
Side chain or base).90

H>30 @>15
Backbone

3. Density index

Side chain or base

<Dens> = 0.0628,0 = 0.0089

B> 60. 60.—
Backbone 30.4 T
4. B-factor

Side chain or base 30. i
60.— —

1.00
5. Connect 0.50 H

PATMSQIAKDVCTFLRWAAEPEHDQRKRMGLKMLL I SALLTSLLYYMKRHKWSVLKSRKMAYRPPK VHNDV TV
— i — - - — -

residue number o o o — N ™
— B « o~ N «

24
1

m

chain identifier D
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Local estimation (11)

V NA. (GLY) 2-8: r
- Backbone 104
1. Shift
: ; 1.0+
Side chain or base 20
0 =0.1264A 3.0-
m<o08 0.80

Backbone 0.90+

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

0.80-

Hl>30 @>15
Backbone

3. Density index

5 r
.0 -
.5 -

<Dens> = 0.0628,0 = 0.0089 .5 —
B> 60. L T m

Backbone 30.*W WW W
4. B-factor 1

Side chain or base 30_—1 Ml M ﬂ

60.- - i _ —
1.00 r

5. Connect 0.501 Wﬁ

PDFSAYRREDVMDATTSSQTSSEDRKGFSYLVTATACVATAYAAKNVVTQFI SSLSASADVLALSKIEIKLSDI P
— I I — — - - bl

residue number - b = g o b b b=

chain identifier  [E

V N.A. (GLY) 2-8:
i eeene 120’m

1. Shift d
Side chain o base 2.07WMW

0 =0.1264A 3.0~

m<os 0.80
Backbone 0.90+1

2. Density correlation E

Side chanr basq).9(¥:’V. I:F:’VD:.IIJF [lﬂ W I I
0.80-

H>30 W>15 1.54

wabee 581 [T | e e o e T e e T en
i o [ ==

3. Density index

Side chain or base

0.5 r
1.0+ -
<Dens> = 0.0628,0 = 0.0089 1.5- L

B> 60. 60.
Backbone 30.

Swie chain orbase 3Om
60.

4. B-factor

1.00

EGKNVAFKWRGKPLFVRHRTQAEINQEAEVDVSKLRDPQHDLDRVKKPEWVILVGVCTHLGCVPIANSGDFGGYY
- ~ — — ~ H ~

residue number o o — o~ %] < 0
— — - — — -

chain identifier E

SFCHECK 7.1.01




Structure Factor Check
3L71

Local estimation (12)

Backbone 0.9

2. Density correlation
Side chain or base0.9

V NA. (GLY) 2-8: r
I e T I H D T e I
1. Shift
- 1.0 EVERF PV POV e e Ve e MMMLH_LLU_M_U_L
Side chain or base 204
0 =0.1264A 3.0° L
m<o0s 0.8

d T TTH TN O Oy
JHIT " THINTY N *

Backbone

3. Density |ndex

H>30 W>15 %-g:
ty 051 1l cill o o o il il _-
~ — O [ VO
RS el T AT
<Dens> = 0.0628,0 = 0.0089 1:5, i

4. B-factor

M > 60. 60.
BaCkbone 30._ W
V
Side chain or base 30.
60.

Iy

1.0
5. Connect 0.5

o] Jil .0l ot ool [ ool :

residue number

chain identifier

CPCHGSHYDASGRIRKGPAPYNLEVPTYQFVGDDLVVVG GRLMDRI RKWYYNAAGFNKYGLMRDDTLYEDDDV
g S = 5 g 2 3 2
= - et 3 ~ N ™ <

E F

2. Density correlation
Side chain or base).9l

V N.A. (GLY)
Backbone

1. Shift
Side chain or base 5 |

0 = 0.1264A

m<os 0.807 r
Backbone 0.90+1 -

0+

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0628,0 = 0.0089

W > 60.
Backbone
4. B-factor
Side chain or base 30.
60.-
1.00
5. Connect 0.50
KEALKRLPEDLYNERMFRIKRALDLSLKHRILPKEQWVKYEEDKPYLEPYLKEVIRERLEREAWNKK THFGNL
residue number 3 2 IS S 3 § g N

chain identifier

SFCHECK 7.1.01




Structure Factor Check
3L71

Local estimation (13)

Backbone
2. Density correlation

V NA. (GLY) 2-8: r
- Backbone 104
1. Shift
; i 1.0+
Side chain or base 204
0 =0.1264A 3.0
m<o08 0.801

0.904

Side chain or baseQ.90+
0.80-

H>30 W>15 1-3*
o Backbone (355:
3. Density index
Side chain or base 28
<Dens> = 0.0628,0 = 0.0089 15
W> 60. 60.
Backbone 30.
4. B-factor
Side chain or base 30.
60.
1.00 r
5. Connect 0.50- }—
ARVRHI ITYSLSPFEQRAIPNIFSDALPNVWRRFSSQVFKVAPPFLGAYLLYSWGTQEFERLKRKNPADYENDQ|
residue number N m % g uN) % Q
chain identifier |G
V N.A. (GLY) g-g: r
- Backbone 104
1. Shift &
. . 1.0
Side chain or base 204
0 =0.1264A 3.0-
m<o08 0.801

Backbone
2. Density correlation

0.90+

Side chain or base).90
0.80-

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0628,0 = 0.0089

1.59
1.0+
0.5

0.5+
1.0
1.5-

B> 60. 60.
Backbone 30.
4. B-factor
Side chain or base 30.-
60.-
1.00 r
5. Connect

O.S&T -

residue number

chain identifier

SFCHECK 7.1.01
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Structure Factor Check
3L71

Local estimation (14)

VNA. (GLY) 2-8: B
- Backbone 104
1. Shift e
1.0+
Side chain or base 204
0 =0.1264A 3.0-
m<o0s8 0.80+

Backbone 0.90+

2. Density correlation 3
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

0.5
1.0+
<Dens> = 0.0628,0 = 0.0089 15

B> 60. 60.
BaCkbone 30_ _
4. B-factor E

Side chain or base 30.

60.-
1.004
5. Connect 0.50-
T RPLLCRESMSGRSARRDLVAGI SLNAPASVR [ALLRQAYSALFRRTSTFALTVVLGAVLFER
residue number R S S N < 3 N
chain identifier |l J
V N.A. (GLY) g-g: r
e X e e AN Hn i e e e e T Tneuswnuge
1. Shift B
o T O [ [ I O O 1D O Lo (O LR O L L PO OV
Side chain or base 204 L
0 =0.1264A 3.0- L
m<os 0.807 r
Backbone 0.90+1 -
2. Density correlation Ty = o [ =3
Side chain or base).90 L
0.80 -

E>30 W>15 1
Backbone (]5 -
3. Density index =
v
Sice chan o baseggwﬂwﬂﬂ it P e 5T e :
<Dens> = 0.0628,0 = 0.0089 1.5

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

1.00 o
5. Connect 0.50- ﬂ_ﬂ W +

FDQGADAI FEHLNEGKLWKHI KHKYEA SEE| TYAQTLQNIPETNVTTLDNGLRVASEESSQPTCTVGVWI GAG|
< < < ™ [ [ ()

A
N ™
™ < [t} e — I\ ™ <
J

N

residue number

chain identifier

SFCHECK 7.1.01




Structure Factor Check
3L71

Local estimation (15)

VNA. (GLY) 2-8: L
- Backbone 1:07 L
1. Shift
; i 1.0 -
Side chain or base 204 L
0 =0.1264A 3.0- -
m<08 0.80

Backbone 0.90+

2. Density correlation

o Bl oo alalinll o]
S P TR T AR T

Hl>30 @>15
Backbone

3. Density index E

NEN/ || =
Side chain or base O'Sim—j—u u m W u H—DVQ—H—I\/I_D:H:I:IJ L u—‘ D UJ :
<Dens> = 0.0628,0 = 0.0089 15

15
1.0+ -

1.0
> 60. 60.
Backbone 30.

4. B-factor
Side chain or base 30.
60.

1.00

5. Connect 0.50+ | | T i -

residue number

chain identifier

SRYENEKNNGAGYFVEHLAFKGTKKRPCAAFEKEVESMGAHFNGY TSREQTAFY IKALSKDMPKVVELLADVVQN
[32] ™ ™ () ™ @ ]

o —
[Te] © N~ [oe] [} =1 h

N

V N.A. (GLY)
Backbone

1. Shift
Side chain or base

0 =0.1264A

m<os 0.807 r
Backbone 0.90+ -

2. Density correlation

e [ | LA (WL

H>30 W>15 1.5 =
3. Density index ' — — i

Side chain or base gg: d u_'_u oV u_‘ U—UJ_H_UJ—LU m U u U\/LLLU u u LU LUJ W LL:
<Dens> = 0.0628,0 = 0.0089 1.5- B

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

1.00

5. Connect 0.501 -

residue number

chain identifier

SFCHECK 7.1.01
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Structure Factor Check
3L71

Local estimation (16)

VNA (GLY) 2-8:
- Backbone 1:07
1. Shift
! : 1.0+
Side chain or base 204
0 =0.1264A 3.0-
m<o0s8 0.80+
Backbone 0.90+
2. Density correlation -
Side chain or base).90
0.80-
H>30 @>15 %g:
o Backbone 0.5
3. Density index &
Side chain or base 28:
<Dens> = 0.0628,0 = 0.0089 1.5
B> 60. B0
BaCkbone 30_
4. B-factor
Slde Chain * base So'm
60.
1.00
5. Connect 0.50- T N
MVLAAAGG| SHKELVDAARQHFSGVSFTYKEDAVPILPRCRFTGSEI RARDDALPVAHVALAVEGPGWADPDNVV
residue number 8 2 m g g g 8
N [aV) N N N N N
chain identifier [N
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1264A
m<o0s 80 [
Backbone 0.90+ |

2. Density correlation
Side chain or base).9l

B o Hoinem meenellnnn o o 0o [ Gl
: I el A |

0.8
H>30 @>15 L
Backbone é
3. Density index
Side chain or base 28 J]_[I—H—H—M %
<Dens> = 0.0628,0 = 0.0089 1.5 ! =
B> 60. 60. e
I -
4. B-factor
Side chain or base 30. ]V :l:l:]- ‘
60.
1.00
5. Connect 0.50- 3

residue number

chain identifier

SFCHECK 7.1.01
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Structure Factor Check
3L71

Local estimation (17)

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

1. Shift
1 O,Mwmmww%wuwﬂ,
Side chain or base 204 L
0 =0.1264A 3.0- -
m<os 0.80 r
Backbone 0.90+ i

2. Density correlation

Side chain or balseo_9('fj—\_'—l_I—‘_/—l:D:I W r U—LMJ W - LH—U_UJ L/_LLT:
0.80-

W>30 W>15 1-8’
Backbone 1.0

o 0.57
3. Density index

T T A
s %’iéiﬁw T TR e

Side chain or base 30.

> 60.
Backbone
e -"_

1.00 o,
5. Connect 0.50- -
LCTSTTESEVKRAKNHLRSAMVAQLDGTTIPVCET IGSHLLNYGRRI SLEEWDSRI SAVDARMVRDVCSKY [ YDKC|
residue number 4 3 Q 3 2 2 9
3] ™ ™ ™ ™ < <
chain identifier N

VN.A. (GLY) g-g: L
- Backbone 104
1. Shift
) . 1.0+
Side chain or base 20 L
0 =0.1264A 3.0 -
m<o0s 0.807 i

packbene Olg&w‘_’wﬂ_%m Mﬁ‘ﬁ%ﬂ%ﬂﬁwi

2. Density correlation E

- VT
Side chain or base0.90+ MWW W/I—I] o —I—M_LLI VEI—Lr L
0.80-

e 3¢ NI I
Side chan o base 0 ﬂuum LUMMM EFVI_LM WWWE
<Dens> = 0.0628,0 = 0.0089

3. Density index
ey [0 ——
4. B-factor =

60.

1.00 w
5. Connect 0.501 -

PALAAVGPIEQLLDYNRIRSGMYWI CPGAEDLEITKLPNGLI IASLENFSPASRIGVFIKAGSRYETTANLGT
i I € @ o ® © © [}
residue number S o 3, 8 ] -4 2 3

chain identifier [N o)

SFCHECK 7.1.01




Structure Factor Check
3L71

Local estimation (18)

VAR50 Backbone 28: :
1.0 B
1. Shift
Sidechainorbase 10T LRSSV B A S PO e I
0 =0.1264A 3.0- =
W-0s 0.80- i
Backbone 0901 MMWM I
2. Density correlation L B o il
Side chain or base0.90+ I m W W i
0.80- —
W>30 W>15 1
Backbone (l)
3. Density index & =
Side chain or base 28:—[ W U U—D LHJ D LU u WJZI:I]]_[]:D:
<Dens> = 0.0628,0 = 0.0089 1.5 —
2 Wl I
Backbone 30. T I
4. B-factor
e ||| [T N ' | |
60. = —
1.00
5. Connect 0.50 +
esidue number AHOLOLRLASPLTTOKOGASSFR 1 TRO(‘SI EAVGGSLSO\/OY STREKMTYCVECLRDHVDTVMEYLLNVTTAPEFRPWEVTIDL
© ~ (<] 2] 94 :: ﬁ ﬁ
chain identifier |0
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1264A
[W<o0.s8 0.801 I
Backbone 0.904 |
2. Density correlation E T =
Side chain or baseo_Q(rz[F:l:I D I D q:[: D W :D [I [
0.80- —

W>30 @>15

1.5
1.0
Backbone 05

3. Density index
Side chain or base
<Dens> = 0.0628,0 = 0.0089

AN (1T 7770 N - (M T
il L kel Ul L 1] el [

Backbone 30.
4. B-factor
60.
1.00
5. Connect 0.50 -

residue number

chain identifier

SFCHECK 7.1.01
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Structure Factor Check
3L71

Local estimation (19)

VNA. (GLY) 2-8: L
- Backbone 1:07 L
1. Shift
‘ . 1.0 P ARV Ve ] =S e VRV
Side chain or base 204 L
o =0.1264A 3.0-
m<08 0.80+ r

Backoone OIQGMM%—MM—J MH—H_.—M%_M—H?

2. Density correlation -

Sidecian orbasegzzg]] DID:ITV v D:DWDI[TVD:IT Y IVD B- D:EIJIW V@Iﬂvii

W>30 W>15 1.5+ r
Backbone L

3. Density index L

Side chain or base ggiJ Lu:l . LU\/ MD:]TED\W u/l_u W—D—W u LU—‘ LUJ—’V VU D—VD::
1.5

<Dens> = 0.0628,0 = 0.0089

Side chain or base 30.
6

B> 60. 60.
e -_m-r“
0.

1.00, — — — =
5. Connect 0.5(J> W W—

LKSVAEQFLNIRSGAGTSSAKATYWGGEIREQNGHSLVHAAVVTEGAAVGSAEANAFSVLQHVLGAGPLIKRGSS
s [eo] [e} [eo) [ee] [+ @© o]

(2] < [Te] © ~ oo}

residue number ~
N ~ ~ 3] 3% ~ ~ N

chain identifier O

V N.A. (GLY)
Backbone

1. Shift
Side chain or base

0 =0.1264A

m<os 0.807 r
Backbone 0.90+ -

2. Density correlation

oo [P I 00 11 W 0] CFTAN

H>30 @>15 1.59
Backbone 1.04

o 0.5
3. Density index

=g v = = =
Side chain or base gg: L = LIJ W M UJ 1 u U\N UJ U r
<Dens> = 0.0628,0 = 0.0089 15] L

B 60, 60.
4. B-factor
60.

1.00 w —
5. Connect 0.501 W -

VTSKLYQGVAKATTQPFDASAFNVNYSDSGLFGFYTI SQAAHAGEVI RAAMNQLKAAAQGGVTEEDVTKAKNQLK
o) e} [ce) o) (e} o) o)

residue number > ) — N %] < 0
I3 15} ™ 3] ™ 3] 3]

chain identifier o

SFCHECK 7.1.01




Structure Factor Check

3L71

Local estimation (20)

VNA. (GLY) 2-8: L
- Backbone 1:07 L
1. Shift
) . 1o A T F MO VS Ve = R ] PO VA VeV e,
Side chain or base 204 L
0 =0.1264A 3.0-
m<08 0.80q r

Backbone 0.90+

L. L

2. Density correlation
Side chain or baseQ.90+

T

NN T | PIN I |
II" INTTIThR " 1

0.80-
H>30 m>15 i r
2D o B;ckbone 0.5+ H B
. Density index E L
o= [T
Side chain or base 88: [ LLD:D:I_N LD - B
<Dens> = 0.0628,0 = 0.0089 1.54 =
W> 60. 60.
Backbone 30.
4. B-factor
Side chain orbase Som
60.
1.00,
5. Connect 0.50] W W :
ATYLMSVETAQGLLNEIGSEALLSGTHTAPSVVAQKIDSVTSADVVNAAKKFVSGKKSMAASGDLGSTPFLDEL
residue number 3 ® 3 B £ X X 3
3] ™ 3] ™ < < < <
chain identifier O
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 = 0.1264A
m<os 0.807 r
Backbone 0.90+1 -

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

W>30 @>15
Backbone

3. Density index

Side chain or base

<Dens> = 0.0628,0 = 0.0089

W > 60.
Backbone
4. B-factor
60.
1.00, u
5. Connect 0.5&W i

residue number

chain identifier

SFCHECK 7.1.01
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Structure Factor Check
3L71

Local estimation (21)

2. Density correlation

Side chain or base0.90+

VNA. (GLY) 2-8: L
o O O e e e e e O e e T e T
1. Shift T
Side chain or base %87 [
0 =0.1264A 3.07 -
m<038 0.807 i
Backbone 0.90+

0.80- —

m>30 .>1.sB %g B
3. Density index & r

Side chain or base g_)giv[l:
<Dens> = 0.0628,0 = 0.0089 1.5-
W > 60. 60.7 smEREER HER

senwe TN OTITTA
4. B-factor

Side chain or base 30. i<[l: l IWM J\/L

60.- — - —
1.00
5. Connect 0.50- -
GWL IRNLHANGASFFFICIFLHIGRGLYYGSYLYKETWNTGVILLLTLMATAFVGYVLPWGQMSFWGATVITNLF
residue number S S S S 8 & g
— - — - -
chain identifier [P

V N.A. (GLY)

Backbone
1. Shift

Side chain or base
0 =0.1264A
m<o08 0.801

Backbone
2. Density correlation

Side chain or base).90+

0.80-
H>30 @>15
Backbone
3. Density index
Side chain or base
<Dens> = 0.0628,0 = 0.0089 —
Backbone L
4. B-factor
Side chain or base 30_“1
60.
1.00 W,
5. Connect 0.50 -

residue number

chain identifier

SFCHECK 7.1.01
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Structure Factor Check

3L71

Local estimation (22)

V NA. (GLY) 3.0

packbone Lo e e e T A O T T T e e e T T
1. Shift

o =0.1264A

el e L e e i NN REE SR | RES RN N NN A AR e ol B RS NS
Side chain or base 204
3.0

o OIB&ﬂMLﬂM
Backbone 0.90+ I
[ N S

2. Density correlation -

Side chain or baseo.gﬁm
0.80-

B . D]

W>30 W>15 1-8’
Backbone 1.0

. . 0‘57
3. Density index E

Side chain or base Q-S:J O VIO U LU Lm—w_l] t
<Dens> = 0.0628,0 = 0.0089 15

Backbone 30.
4. B-factor
60.

T g
11—

111 1IN

1.00

5. Connect 0.50

residue number

chain identifier [P

FKDILGLTLMLTPFLTLALFSPNLLGDPENFTPANPLVTPPHIKPEWYFLFAYAILRSIPNKLGGVLALAASVLI
N N N o N N N

~ o) (o2}
N N N

VN.A. (GLY) g-g: L
- Backbone 10
1. Shift e r
N o [T = T A A I P A P o=,
Side chain or base 20 L
0 =0.1264A 3.0- =
m<08 0.801 M
Backbone 0.90+ r
2. Density correlation E
Side chain or base(.90 I I I F m W w U—‘ T\_‘—U_I:I:IVLU_I_[
0.80-

AN T N AT o
JE PP P P T T e

B>30 B>15 T
Backbone O.
3. Density index
Side chain or base g
<Dens> = 0.0628,0 = 0.0089 1.5
B> 60. 60.~
Backbone 30.1

4. B-factor

Side chain or base 30.4

60.—

1.00
5. Connect 0.501

L
residue number &
)
P

chain identifier

FLIPFLHKSKQRTMTFRPLSQTLFWLLVANLLILTWIGSQPVEHPFI I IGQMASLSYFTILLILFPTIGTLENK
N N N N [\ N N

[¥e] © ~
3] ™ ™

SFCHECK 7.1.01




Structure Factor Check
3L71

Local estimation (23)

V NA. (GLY) 3.0 r
Backbone %8: B
1. Shift T
) ) 1.0 HH
Side chain or base 204
0 =0.1264A 3.0
m<08 0.80

Backbone 0.90+

2. Density correlation -
Side chain or base(.90+

0.80-
H>30 @> 1.sB %g:
ackbone 0257
3. Density index
Side chain or base 88
<Dens> = 0.0628,0 = 0.0089 15
> 60. 60.
Backbone 30.
4. B-factor
Side chain or base 30.
60.
1.00 -
5. Connect 0.50- i i

MLNY GELELHPPAFPWSHGGPLSALDHSSVRRGFQVYKQVCSACHSMDYVAFRNLIGVTHTEAEAKALAEEVE
i — — ~ I ~ ~
residue number ] o b - g b b

chain identifier [P Q

V N.A. (GLY)
Backbone

1. Shift
Side chain or base

0 =0.1264A

m<os 0.807 r
Backbone 0.90+ -

2. Density correlation

Side chainor baseggW e ZDTT UW i T[

H>30 W>15 %'8:
Backbone 0:57
3. Density index
Side chain or base gg:
<Dens> = 0.0628,0 = 0.0089 1.5-

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

1.00 -
5. Connect 0.50- m k -
VQDGPDENGELFMRPGK I SDYFPKPYPNPEAARAANNGALPPDLSY IVNARHGGEDYVFSLLTGYCDPPAGVVVR
residue number | < b o b pa S b S
— - - - —

chain identifier ~ |Q

SFCHECK 7.1.01
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3L71

Local estimation (24)

Backbone
2. Density correlation

0.90+

Side chain or baseQ.90+

V NA. (GLY) 2-8: r
- Backbone 104
1. Shift
i i 1.0
Side chain or base 204
0 =0.1264A 3.0-
m<o08 0.804

0.80-
m>30 @>15 I
o Backbone 0.5
3. Density index &
Side chain or base 28:
<Dens> = 0.0628,0 = 0.0089 1.5
B> 60. 60.
4. B-factor
60.
1.00 L]
5. Connect 0.50- 5
EGLHYNPYFPGQAIGMAPPIYNEILEYDDGTPATMSQIAKDVCTFLRWAAEPEHDQRKRMGLKMLL I SALLTSLL
residue number S S ,t' o‘_o' 5' S :
- - - — - N [aV)
chain identifier  |Q
VN.A. (GLY) g-g: L
o L e e [
1. Shift 5
. Lo P [ [P0 OO A O O P CH AV P OO
Side chain or base 20 L
0 =0.1264A 3.0- -
m<o0s 0.807 i
packhone OIQ&MM i
2. Density correlation =0 "F
Side chain or base()_g(rwu I I I D I r
0.80 -

W>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0628,0 = 0.0089

5
0
5

ARERECEDND FEDRE 1y (AT A A A ooy
il St i g Al K 5

1.
1.
0.
0.
1.
1.

oo

=R 60.

4. B-factor ] I
60. -
1.00

5. Connect 0.50 I

residue number

chain identifier

SFCHECK 7.1.01
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Structure Factor Check
3L71

Local estimation (25)

2. Density correlation
Side chain or base0.9
0.8

0+
0-

T THENTT T T T

VNA. (GLY) 2-8: L
; pectbone LO - T T MO e rr e e o e e e T e oo e et
1. Shift

) . 1-°*MWMMM%7
Side chain or base 204 L

0 =0.1264A 3.0-
W-0s 0.80- r
OSSR | [ RN s Mwmx FLLD]MLME.H

H>30 @>15
Backbone

3. Density index

5]
.0
45

[T T il i

Side chain or base 8: B
<Dens> = 0.0628,0 = 0.0089 5 =
m> 60. 60. T

Backbone 30. WW
4. B-factor =

Side chain orbase SOI 1 I-'_

60. - !
1.00 r
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Local estimation (29)
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