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

Structure Factor Check
3L75

Date: 28-DEC-09

PDB code: 3L75

Title: CYTOCHROME BC1 COMPLEX FROM CHICKEN WITH FENAMIDONE BOUND

Crystal

Cell parameters:

a: 17229 A  b: 18214 A c: 241.20A

a: 90.00 3: 90.00
Space group: P 21 21 21

y: 90.00

M odel

32691 atoms (28 water molecules)

Number of chains:

Volume not occupied by model: 62.6 %

51

Structure Factors
I nput
Nominal resolution range: 58.8 - 2.79 A
Reflections in file: 183994
Unique reflections above 0: 183994
above b: 178823
above 3: 120410
SFCHECK
Nominal resolution range: 58.8- 2.79 A
\O5max. from input data, min. from author\05
Used reflections: 183854
Reflections out of resolution: 140
Completeness: 97.6 %
R_stand(F) = g(F)>/<F>: 0.070

Anisotropic distribution of Structure Factors
ratio of eigen values: 1.0000 0.6055 0.685

B_overall (by Patterson): 47.AN2
Optical resolution: 2.09 A
Expected opt. resol. for complete data set: 2.09
Estimated minimal error: 0.069 A

<B> (for atomic model): 66.7 AN2
a(B): 20.63 A2
Matthews coefficient: 4.13
Corresponding solvent % : 70.02
Refinement
Program: CNS 1.1
Nominal resolution range: 58.8- 2.79 A
Reported R—factor: 0.248
Number of reflections used: 183854
Reported Rfree: 0.28
Sigma cut-off: N.A.

Model vs. Structure Factors

R-factor for all reflections: 0.287
Correlation factor: 0.865
R-factor: 0.291
for F>2.00
nom. resolution range: 58.78 — 2.79A
reflections used: 178861
Rfree: 0.313
Nfree: 3500
R-factor without free—refl.: 0.291
Non free-reflections: 175361
<u> (error in coords by Luzzati plot): 0.448
Estimated maximal error: 0.246 A
DPI: 0.325 A
Scaling
Scale: 0.490
Bdiff: -6.57

Anisothermal Scaling (Beta):
6.4751 -2.1813 0.6422 0.0000 0.0000 0.0

Solvent correction — Ks,Bs: 0.675 250.084
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Local estimation

VNA. (GLY) ] 2-8: B
ackbone 104
1. Shift
Side chain or base 51 |
0 =0.1259A
m<o0s8 0.804

Backbone

0.904

2. Density correlation

Side chain or baseQ.90+
0.80-

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0735,0 = 0.0096

> 60.
Backbone
4. B-factor
60.
1.00,
5. Connect 0.501] B i -
ATYAQTLQNIPETNVTTLDNGLRVASEESSQPTCTVGVWIGAGSRYENEKNNGAGY FVEHLAFKGTKKRPCAAF |
residue number N N m % g uN7 % Q
chain identifier ~ |A
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1259A
m<os 0.80 r
Backbone 0.90+ —
2. Density correlation = =) [0 S
Side chain or base()_g(yﬂ‘_‘—ljjv m/— W—
0.80- -

H>30 E>15 %'8:
Backbone 0:57
3. Density index
Side chain or base gg:
<Dens> = 0.0735,0 = 0.0096 1.5-
> 60. 60.
Backbone 30.
4. B-factor
Side chain or base 30,“
60.
1.00
5. Connect 0501 ] i

residue number

chain identifier
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Local estimation (2)

VNA. (GLY) 2-8: B
- Backbone 1:07 L
1. Shift
I 1.&WMM_MM—U_MM¢MMM&WM,
Side chain or base 204 L
0 =0.1259A 3.0 -
m<08 0.80+
EEERIE ey ﬂm—m—m
2. Density correlation T 8 = - meewrE [ ED
Side chain or base).90
0.80-
W>30 @>15 %g
o Backbone O:5
3. Density index I
Side chain or base 28 <D LLU—QJJ WW W LLD:F—E
<Dens> = 0.0735,0 = 0.0096 15 -
H> 60. 60.7 T
4. B-factor =
Swie chaimorbase 30.7% r _--
60.- - —
1.00
5. Connect 0.50- { T -
YLHATAFQGTALARTVEGT TENIKHLTRADLASY IDTHFKAPRMVLAAAGG| SHKELVDAARQHFSGVSFTYKED]
residue number % S ﬁ % S S ﬁ ﬁ
~ - - — - N [aV) N
chain identifier ~ |A
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1259A
m<08 0.801

Backbone

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

1.59
1.0+
0.5+

W>30 @>15
Backbone

3. Density index

Side chain or base

0.5+
1.0+
<Dens> = 0.0735,0 = 0.0096 1.5-

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

residue number

chain identifier
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Local estimation (3)

2. Density correlation

sarmnowosol 0 R R

0.80-

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

1. Shift
o chai Lo D PO PV T I O YO O L R0 O Ve
Side chain or base 204 L
0 =0.1259A 3.0- -
m<08 0.80 r
Backbone 0.90+ |

M P B = i S,

H>30 W>15 %g
o Backbone O:5
3. Density index = —
Swie chain orbase g-)8:]:l]:I:I_[.:IJVEDVD:I:H:I]:[D]:l]v W
<Dens> = 0.0735,6 = 0.0096 1.5 —
W> 60. 60.7
4. B-factor
Side chain orbase Som L M w M—l I-
60. - = — = -
1.00
5. Connect 0.50 +
KLCHSFQTFNTSYSDTGLFGFHFVADPLS I DDMMFCAQGEWMRLCTSTTESEVKRAKNHLRSAMVAQLDGT TPV
residue number & N N S g S o N
o] ™ ™ ™ ™ ™ ™ ™
chain identifier ~ |A
3.0+ r
N.A. (GLY
Y% (GLY) 504

Backbone

Side chain or base
0 =0.1259A

i L0 T H T e e (e e e O T 5
1. Shift

1.0+
2.0+
3.0-

T AL OV O O S A [ YOO [ Vg

2. Density correlation

m<o038 0.807
pachone OIQ&M—WM
= o 0OV O v
Side chain or base()_9(}“—]_r/_‘—I—'_L%F‘_LH—MJ_H_H_r I
0.80-

W>30 @>15
Backbone

3. Density index

Side chain or base

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

<Dens> = 0.0735,0 = 0.0096

oo

= AN

I AR
s D T e

o O

.>60. ; ]I -I- il
e [Mmnmmmm
4. B-factor -

Side chain or base 30.

] T | R

60.
1.00 T
5. Connect 0.50- W—
ETIGSHLLNYGRRISLEEWDSR| SAVDARMVRDVCSKY IYDKCPALAAVGPIEQLLDYNRIRSGMYW I PGAED
residue number S S S g N & g 2]
™ 13} < < < < <
chain identifier ~ |A B
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Local estimation (4)

VNA. (GLY) 39 B
- Backbone 1:07 |
1. Shift
: ; 1.0+
Side chain or base 204 L
0 =0.1259A 3.0- -
m<o038 p

Backbone
2. Density correlation

0.80
OIQGJ_P]_‘_I—’_‘J_’_MH_‘

Side chain or baseo_gcy:I:’:l_DvD:l LU—UF EVTE VEI:I:[: ™ T ‘\_'—I]V TZEJT‘:V_‘: EWV:D:'_,
0.80- L

Hl>30 @>15
Backbone

1.54
1.0+

0.5
3. Density index
RN osH PV I = [ 1
Side chain or base 1.04 B
<Dens> = 0.0735,0 = 0.0096 1.5 =
W> 60. 60.
Backbone 30.
4. B-factor —
Side chain orbase 30.- :.v- ﬂm“ i
60. = LIl
1.00 ] N .
5. Connect 0.50 T +
) LEITKLPNGLI IASLENFSPASRIGVFIKAGSRYETTANLGTAHLLRLASPLTTKGASSFRITRGIEAVGGSLSV
residue number g g g Sg % 2 %
chain identifier B
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1259A
W<08 0.80q r
Backbone 0.90+1 -

2. Density correlation

o] T[T O WSO 0
0.80"

W>30 @>15
Backbone

1.5+
1.04
0.5+

3. Density index
Side chain or base
<Dens> = 0.0735,0 = 0.0096

T Ll il lioiog L i L

W > 60. 60. ]
4, B-factor M

60. —

7.00 [
5. Connect 050 W

residue number

chain identifier
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Local estimation (5)

V NA. (GLY) 2-8: r
- Backbone 104
1. Shift
; i 1.0
Side chain or base 204
0 =0.1259A 3.0-
m<o0s8 0.80

Backbone 0.90+

2. Density correlation
Side chain or baseQ.90+

0.80-

H>30 @>15 %g:
Backbone 0257

3. Density index E
Side chain or base 8'57

<Dens> = 0.0735,0 = 0.0096 1.5-

Side chain or base 30.
60.

0

5

B> 60. 60.
Backbone 30.I
4. B-factor l

1.00
5. Connect 0.50

NPLYCPDYRIGKITSEQLHHFVQNNFTSARMALVG]IGVKHSDLKQVAEQFLNIRSGAGTSSAKATYWGGEIREQN
o (92} (o2} [2] [} [} [2]

residue number ~ Ioe] > S — I ™
— — — « o~ N I3\

chain identifier B

¥ N.A. (GLY) g-g: r

- Backbone 104 r

1. Shift L

. . 1.0 L

Side chain or base 204 B

0 =0.1259A 3.0~ =

m<o038 0.80 r

Backbone o,gw—ﬁ_l_\_h L
R I ot I

Side chain or base).90 L

0.80- L

1.54
H>30 W>15 ol

o Backbone 0.577
3. Density index

Sidechainorbase%g: = 0 W I e LU/UJ = U 0 =4l W

<Dens> = 0.0735,0 = 0.0096

B> 60. 60.
Backbone 30_[
4. B-factor &
Side chain or base 30,—‘
60.- =

1.00
5. Connect 0.501 -

HSLVHAAVVTEGAAVGSAEANAFSVLQHVLGAGPLIKRGSSVTSKLYQGVAKATTQPFDASAFNVNYSDSGL FG|
(2] (2] (o2} (2] (2] (o2} [}

G

residue number % 3 1) ~ @ > o |
N N ~ N I N ® ™
B

chain identifier
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Local estimation (6)

V NA. (GLY) 3.0 [
2.0 r
- Backbone 104 L

1. Shift

: ; 1.0+ [
Side chain or base 20 L
0 =0.1250A 3.0

m<o0s8 0.80 r
packbone 0901 MMMFIM . Lm WvL J EED: e I [

2. Density correlation

e o N 0 [ T

W>30 W>15 %g — .
. Density index ]

Side chain or base gg::u:[:]]—tu VU § U_u H—D Lu D—D—UW U v W -
<Dens> = 0.0735,0 = 0.0096 157 C
> 60. 60.

Backbone 30.

4. B-factor

60.

1.00
5. Connect 0.50- M = [ W—

FYTI SQAAHAGEV I RAAMNQLKAAAQGGVTEEDVTKAKNQLKATYLMSVETAQGLLNEIGSEALLSGTHTAPSVV
[<2] [} o [o2] [} o (2]

residue number N ™ < Te) © ~ o
™ 3] ™ ™ 3] ™ 1%}

chain identifier B

VN.A. (GLY) g-g: r
. Backbone 101 T e T H et

1. Shift = L
) ) 1.07WDJW W’

Side chain or base 204 L

6 =0.1259A 3.0- —
W<08 0.80+ =
2. Density correlation E e
Side chain or base0.90+ El:=l:[:I m:[j m D [I I I L

0.80 L

m>30 E>15 1
Backbone 0.5

3. Density index

5 | O 0o ova
Side chain or base gg: UJ 0 IMW_LU LU—H U—U—UJ [ U_LU L‘_U Il
<Dens> = 0.0735,0 = 0.0096 1.5

B> 0. 60. =
BaCkbone 30_- _
4. B-factor

60.

1.00+
5. Connect 0.501 W W =

QKIDSVTSADVVNAAKKFVSGKKSMAASGDLGSTPFLDEL] [MAPNIRKSHPLLKMINNSLIDLPAPSNISAW
o o <2} o — — —

A
residue number S} 3 = I = o N ™
)
B

43

< < <

chain identifier C
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Local estimation (7)

0.80- =

V N.A. (GLY) 2-8: i
a0 o i (I T T e e T e e e e e
1. Shift
¢ ; 1.0 L
Side chain or base 2.0—MM&MMMWWM%MWW7
0 =0.1250A 3.0 —
m<o038 0.80 r
Backbone 0.90+ L L
i i = = P

2. Density correlation TVE e e e s sy e Y e

Side chain or base).90 L

H>30 W>15 1-3
o Backbone (355
3. Density index e
Side chain or base (J? :]V-:
<Dens> = 0.0735,0 = 0.0096
> 60.
Backbone
4. B-factor
60.- = -
1.00
5. Connect 0.50- -
NFGSLLAVCLMTQILTGLLLAMHYTADTSLAFSSVAHTCRNVQYGWL IRNLHANGASFFFICIFLHIGRGLYYG S|
residue number b= o b 2 = by §
chain identifier  |C
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1259A
m<os 0.807
Backbone 0.90+1
2. Density correlation =m - eV v = ———
Side chain or base).90+ -

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0735,0 = 0.0096

W > 60.
Backbone
4. B-factor
Side chain or base 30.-
60.- = =
1.00
5. Connect 0.50 -
YLYKETWNTGVILLLTLMATAFVGYVLPWGQMSFWGATVITNLFSAIPY I GHTLVEWAWGGFSVDNPTLTRFFAL
H - — - — — - - —
residue number 9 ~ ® & ) © ~ 0
— — — — — — — —
chain identifier C
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Local estimation (8)

V NA. (GLY) 2-8: [
W nnlAnniinanniiiinadndl=nndaniansnalnealannnnniNanngnnnunnnnnnnnnninlnnglnng
1. Shift

e chain or base 1:0- - | MEEEFE RS M= - RO AR PR S e R A ROV e
Side chain or base 204 L
0 =0.1250A 3.0- —
m<o0s8 0.807 i
Backbone 0.901 W

2. Density correlation = e, ——— i SR i )
Side chain or baseQ.90+ Lr H_‘—'_‘—‘_H\T7

0.80-

H>30 E>15
Backbone

3. Density index

5]
.0
45

<Dens> = 0.0735,0 = 0.0096 .5
H> 60. 60.7 T B i
4. B-factor

Side chain or base 30.—%% M M M J_L J_F/U—U—L7

60.- — - — —- - -
1.00
5. Connect 0.50 +
HFLLPFAITAGITIIHLTFLHESGSNNPLGI SSDSDKIPFHPYYSFKDILGLTLMLTPFLTLALFSPNLLGDPENF
residue number 8 5' : H S :r' S
— N N N N N N
chain identifier  |C

V N.A. (GLY)

Backbone
1. Shift

Side chain or base
0 =0.1259A
m<o08 0.801

Backbone 0.90+
2. Density correlation E

Side chain or base).90

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0735,0 = 0.0096

W > 60.
Backbone
4. B-factor
Side chain or base 30.
60.-
1.00
5. Connect 0.50 -
TPANPLVTPPHIKPEWYFLFAYAILRSIPNKLGGVLALAASVLILFLIPFLHKSKQRTMTFRPLSQTLFWLLVAN
H — — — i — - - —
residue number © ~ © o o — o ™
13 o~ N 3] ] ™ 3] 3]
chain identifier C
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Local estimation (9)

VNA. (GLY) 2-8: L
W ennnnnnnnainANandndaniaanindani=ancinntinininnan e ann=nnninnnnulNunnnnianis

1. Shift
o chai vo-HFFEAM AT FH M AP R AR Y=o
Side chain or base 204 L
0 =0.1259A 3.0° —
m<o038 0.801 i

Backbone 0.90+

2. Density correlation

Side chain or base0.90+
0.80-

H>30 E>15
Backbone

3. Density index

5]
.0
45

Swie chamorbese SWW v—D_[-VVI:[l:[
<Dens> = 0.0735,0 = 0.0096 5
W > 60. 60.7 [
4. B-factor
Side chain or base 30.*‘U—U—U_I\/UJM/L M/M J_[ l MI_U_H—U_LL*
60.- — — —
1.00
5. Connect 0.50 W i
LLILTWIGSQPVEHPFI | IGQMASLSYFTILLILFPTIGTLENKMLNY] [GELELHPPAFPWSHGGPLSALDHSS
residue number g o ° = = b by
™ ™ ™ ™
chain identifier  |C D
VNA. (GLY) 397 B
Backbone '07
1. Shift
: ) 1.0
Side chain or base 204
0 =0.1259A 3.0
m<o08 0.801
Backbone 0.90+
2. Density correlation =
Side chain or base).90

0.80-

H>30 @>15
Backbone

3. Density index

Side chain or base

1.
1.
0.
0.5+
1.0
<Dens> = 0.0735,0 = 0.0096 1.5-

B> 60. 60.
Backbone 30.

4. B-factor &
Side chain or base 30.-
60.-
1.00 1]
5. Connect 0.50 -

residue number

chain identifier D

™

-
<

—
Lo

©

~

bl
©

I
o

VRRGFQVYKQVCSACHSMDYVAFRNLIGVTHTEAEAKALAEEVEVQDGPDENGELFMRPGKI SDYFPKPYPNPEA
I - -

SFCHECK 7.03.16




Structure Factor Check
3L75

Local estimation (10)

2. Density correlation

Side chain or base0.90+
0.80-

VNA. (GLY) 2-8: L
W S nnna NN N nnalnnun=nnaleilnnnnnninniiiinnnssunniilA=ani=Annnnuniunnnnnunznnnns
1. Shift

e chai o base 1.0 L PV EL PO 7~ P C [ = e R P e
Side chain or base 204 L
0 =0.1250A 3.0- —
m<038 0.80 i

Backbone 0.90+

T TEHITL

T f

H>30 E>15
Backbone

3. Density index

Side chain or base

L,
L,
0.
0.
1.

<Dens> = 0.0735,0 = 0.0096

5)
0
5)

H> 60. 60.7 B
4. B-factor
Side chain or base 30_—W M/I— m
60.- _
1.00
5. Connect 0.50 +
ARAANNGALPPDLSY | VNARHGGEDYVFSLLTGYCDPPAGVVVREGLHYNPYFPGQAIGMAPPIYNEILEYDDGT
residue number 5' : ﬁ S :r' S 5‘ l:'
~ - — - - — - -
chain identifier D
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1259A
m<o08 0.801
Backbone 0.90q
2. Density correlation =
Side chain or base).90

0.80-

W>30 @>15
Backbone

3. Density index

1.55
1.0+
0.5+

Sowetel 1 LI []imennr T 0T T I jilr i
<Dens> = 0.0735,0 = 0.0096 15 L
B> 60. 60. r
4. B-factor =
Side chain or base 30_—MWW Ll m,
60.- - L
1.00
5. Connect 0.50 T -
PATMSQIAKDVCTFLRWAAEPEHDQRKRMGLKMLL | SALLTSLLYYMKRHKWSVLKSRKMAYRPPK] [VHNDVTV
residue number o > 3 4 N bt s
= — « N ~ « I3l
chain identifier D E
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Local estimation (11)

VNA. (GLY) 2-8: B
- Backbone 10
1. Shift
i i 1.0
Side chain or base 204
0 =0.1259A 3.0~
m<o0s8 0.804

Backbone 0.90+

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

H>30 @>15
Backbone

3. Density index

Side chain or base

5-
0

15 r
1.0 r
0.5 -
0.
1.

<Dens> = 0.0735,0 = 0.0096 1.5-
H> 60. 60.7
Backbone 30.
4. B-factor
Side chain or base 30.
60.-
1.00 r
5. Connect 0.50 W,
PDFSAYRREDVMDATTSSQTSSEDRKGFSYLVTATACVATAYAAKNVVTQFI SSLSASADVLALSKIEIKLSDI P
residue number - by - g o b 2 =
chain identifier ~ |E
VNA. (GLY) g-g’ C
- Backbone 1:0:
1. Shift = r
’ ) 1.0+ r
Side chain or base 20 L
0 =0.1259A 3.0~ =
m<o08 0.801 i
Backbone 0.904 r

2. Density correlation

e il 1 el

W>30 W>15 1.54

05t s e  THTH I oo TR TR T e e T

3. Density index

Side chain or base 93]

STV EEEEE CH I T 07 TOO mTEn VLUU UuLH_MJW,

1.0+
<Dens> = 0.0735,0 = 0.0096 1.5-
B> 60. 60.

Backbone 30.
4. B-factor

60.

1.00,
5. Connect 0.5&7 Wﬂ»

) (Tt T T T TR [T

residue number

chain identifier E

o

EGKNVAFKWRGKPLFVRHRTQAEINQEAEVDVSKLRDPQHDLDRVKKPEWVILVGVCTHLGCVPIANSGDFGGYY
- ~ — — ~ H ~

(=} — o (32} < n
— — - - — -
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Local estimation (12)

Backbone
2. Density correlation

0.80+ I

oo n L Ml poon il ol =1l

I

Side chain or base).90 I I W.]VD I I I I I |
0.80-

V NA. (GLY) 2-8: r
w19 alin=ainNNBsAndNAnnnEannEnnnniNANEE
1. Shift
Y SO [P T O DM AL T
Side chain or base 20
0 =0.1259A 3.0- —
m<o08

H>30 E>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0735,0 = 0.0096

L5
1.0+
JNEme——— |

0.5
1.0+
15

IUJVDWWLHHED—DVD]_D—VV[

I LT ¥

W> 60. 50- r
4. B-factor
Side chain orbase 30. m \/U— } MMM i
1.0(}
5 Conned oo | I Fef LT T e [
CPCHGSHYDASGRIRKGPAPYNLEVPTYQFVGDDLVVVG [GRLMDRIRKWYYNAAGFNKYGLMRDDTLYEDDDV
residue number =1 Q Q =3
8 ": ‘0_01 2 =] N ™ <
chain identifier  [E F
V N.A. (GLY) 2-8* r
Backbone ]
1. Shift
Side chain or base
0 =0.1259A
W<08

Backbone
2. Density correlation

Side chain or base).90

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0735,0 = 0.0096

W > 60.
Backbone
4. B-factor
Side chain or base 30.
60.- "
1.00
5. Connect 0.50
KEALKRLPEDLYNERMFRIKRALDLSLKHRILPKEQWVKYEEDKPYLEPYLKEVIRERLEREAWNKK| [GIHFGN
residue number 3 2 IS S 3 § g i

chain identifier
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Structure Factor Check

3L75

Local estimation (13)

2. Density correlation

Side chain or baseQ.90+
0.80-

VNA. (GLY) 2-8: B

- Backbone 10
1. Shift

i i 1.0+
Side chain or base 204
0 =0.1259A 3.0-
m<o0s8 0.804
Backbone 0.90+

H>30 @>15
Backbone

3. Density index

Side chain or base

FRrO oRk
mowu

<Dens> = 0.0735,0 = 0.0096

il I Gt |

5 r
.0
.5

m> 60. 60. 1 —
Backbone 30. W
4. B-factor -
Side chain or base 30. ]_U_H_U_U_LU» L M
60.— =
1.00 r
5. Connect 0.50- -
LARVRHI I TYSLSPFEQRAIPNIFSDALPNVWRRFSSQVFKVAPPFLGAYLLYSWGTQEFERLKRKNPADYENDQ|
residue number hat g g ;‘ u‘—" 5‘ ;‘ o‘—o'
chain identifier |G
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1259A
m<os 0.807

Backbone
2. Density correlation

Side chain or base).90
0.80-

H>30 @>15 %
Backbone .

0.
3. Density index

5
0
5

Side chain or base 28:
<Dens> = 0.0735,0 = 0.0096 1.5-
W > 60. 60.
Backbone 30.
4. B-factor
Side chain or base 30.4
60.-
1.00, i
5. Connect 0.50- r
‘H’

residue number

chain identifier
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Structure Factor Check
3L75

Local estimation (14)

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

1. Shift e
1.0 [HEA PR A
Side chain or base 204 L
0 =0.1259A 3.0- —
m<08 0.80+ [

Backbone 0.90+
2. Density correlation -

Jﬂﬁﬁ%JuwlﬂﬁﬁlhmﬂﬂJdFﬂmﬁmeJULﬂﬁﬂ{
SN | (0 N W

H>30 m>15 X
oo 55 Mol clloen Sl I ] ﬂﬂm

3. Density index

[}
Side chain or base - = W W u O

0.5+
1.04 r
15

<Dens> = 0.0735,0 = 0.0096

Backbone 30. W W
4. B-factor TR
st s 0. R N RN NN
60.- = =

1.00q

I RPLLCRESMSGRSARRDLVAGISLNAPASVR |[ALLRQAYSALFRRTSTFALTVVLGAVLFER

residue number R S S N < 3 g

chain identifier || J

V N.A. (GLY) g-g: r
; eckbone L I I H b I HH T e O o e e e e
1. Shift = L
1o PV P VE A P EEee A OV e L PP VRV,
Side chain or base 204 L
0 =0.1259A 3.0~ =
m<o0s8 0.80 r
Backbone 0.90+1 -
2. Density correlation A _— == o
Side chain or base0.90+ =
0.80 =

W>30 @>15
Backbone

15
0.5 r
3. Density index =
mmmmqng%MﬁﬁM%ﬂﬂmquMMJ”MF T B e Y
iS5 -

<Dens> = 0.0735,0 = 0.0096

W > 60. 601 I

Backbone 30. W TW

4. B-factor 3 i
60.- -

1.00 = i
5. Connect 0.50 w -

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

A
N ™
™ < [t} e — I\ ™ <
J

N

residue number

chain identifier
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Structure Factor Check
3L75

Local estimation (15)

Backbone
2. Density correlation

0.904

Side chain or base0.9
0.8

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

1. Shift
, . 1 o A PVEMIFE PRVEFE R PRV P RO O O
Side chain or base 204 L
0 =0.1259A 3.0- —
m<08 0.80 r

I TR, Y I | N R 1| [
T IT T WFTF riIrerTt

H>30 @>15
Backbone

3. Density index

Side chain or base 0.

1.5+

EplNgE

5wmu

1.0

<Dens> = 0.0735,0 = 0.0096 1.5-
W> 60. 60.

Backbone 30.
4. B-factor

Side chain orbase 3om

60.
1.00 H L]
5. Connect 0.50- N —W ﬂ“ -
SRYENEKNNGAGYFVEHLAFKGTKKRPCAAFEKEVESMGAHFNGYTSREQTAFY IKALSKDMPKVVELLADVVQN
residue number R 3 Q 2 2 By 29
- —
chain identifier [N

V N.A. (GLY)

Backbone
1. Shift

Side chain or base
0 =0.1259A
m<os 0.807 r

Backbone 0.90+1 -

2. Density correlation

Side chain or base).90
0.80-

[

1.
1.
0.

W>30 @>15
Backbone

3. Density index

5
0+
5

ST O

Side chain or base gg:
<Dens> = 0.0735,0 = 0.0096 1.5-
= 60.
4. B-factor
60.
1.00 - []
5. Connect 0.50- -

residue number

chain identifier
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Structure Factor Check
3L75

Local estimation (16)

VNA. (GLY) 2-8: L
e s nnnnn T e et Natnlatanunsniluisilannnntillsnasnuns

1. Shift
o 1 o TPV VE eV L SO = V| R POV e
Side chain or base 204 L
o =0.1259A 3.0- —
l<08 =

Backbone

0.80
OIQGM
e e P I I e B

2. Density correlation

= =
Side chain or baseo.9&] VVF:[- I I I
0.80-

wﬁwﬁ*

H>30 @>15 %g:
o Backbone 0.5
3. Density index - Tro B
Side chain or base 0.5
1.0+ B
<Dens> = 0.0735,0 = 0.0096 1.5- =
H> 60. 60. 7W i
BaCkbone 30_ W -7
4. B-factor r
Slde Chain x base 30'-_1 1 1 MW-7
60. — — —
1.00 1
5. Connect 0.50- k T i
MVLAAAGG| SHKELVDAARQHFSGVSFTYKEDAVPILPRCRFTGSEI RARDDALPVAHVALAVEGPGWADPDNVV
residue number 8 2 m g g 8 8
N [aV) N N N N N
chain identifier [N
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1259A
m<o08 0.801 I
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> = 0.0735,0 = 0.0096

> 60.
Backbone
4. B-factor
Side chain or base 30.4
60.-
1.00
5. Connect 0.50- -

residue number

chain identifier
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Structure Factor Check
3L75

Local estimation (17)

V NA. (GLY) 3.0 r
Backbone %'07 [
1. Shift
Side chain or base
0 =0.1259A
m<08 0.80

Backbone 0.90+

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

0.80-

Hl>30 @>15
Backbone

3. Density index

Side chain or base
<Dens> = 0.0735,0 = 0.0096
> 60.
Backbone
4. B-factor
Side chain or base 30.
60.-
1.00
5. Connect 0.50- -
LCTSTTESEVKRAKNHLRSAMVAQLDGTTIPVCET IGSHLLNYGRRI SLEEWDSRI SAVDARMVRDVCSKY [ YDKC|
residue number 4 3 Q 3 2 2 9
3] ™ ™ ™ ™ < <
chain identifier [N
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1259A
m<os 0.807
Backbone 0.90+1
2. Density correlation —= ZV{ED:DT—:D]:V_D: =Dv —_= _DZVEC,_D ——
Side chain or base).90 -
0.80- -

W>30 @>15
Backbone

3. Density index

1.
1.
0.
Sidechainorbaseggjwwm U—,\/UJU—LU U—Nu MWU—U—LJ\/:
<Dens> = 0.0735,0 = 0.0096 1.5 =

5
0
5

B> 0. 60.
S § 000 |
4. B-factor

T ——
Side chain or base 30.4
60.— — — — I —

7.00
5. Connect 0.50 H_m{ L

PALAAVGPIEQLLDYNRIRSGMYWI| [CPGAEDLEITKLPNGLI IASLENFSPASRIGVFIKAGSRYETTANLGT
residue number Q 2 Q =) ® @ © ®
g Q I = N ) < )

chain identifier [N o)
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Structure Factor Check
3L75

Local estimation (18)

Backbone
2. Density correlation

Side chain or baseQ.90+

VNA. (GLY) 2-8: L
e €} e s il nnlinsunlaliaiunsauinnl In oAl SENoRuEa S A en i nnancunnaninnlnsniinuniln:

1. Shift
B 1. o JJP I R S S Ve A A S RO O
Side chain or base 20 L
o =0.1259A 3.0- —
m<o038 =

0.80+
O-QGM [ r—‘—J_l—\_.—.— WLWM r—\m—«—v—v—\_:—‘_.—l_Li

B e e I VA I B i VA WLWTW ﬂf*;]_rf
0.80 L

W>30 W>15 %g
3. Density index E
Side chain or base 8 i W
<Dens> = 0.0735,0 = 0.0096 1.5-
> 60. Eoai EnunilB [ ] I
ST
4. B-factor i
60.7 e - — -
1.00
5. Connect 0.50 +
esidue number AHOI.OLRLASPLTTOIEGASSFR 1 TRO(‘SI EAVGGSLSO\/OY STREKMTYCVECLRDHVDTVMEYLLNVTTAPEFRPWEVTIDL
© ~ (<] 2] 94 :: ﬁ ﬁ
chain identifier O
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1259A
W<os 0.80
Backbone 0.904
2. Density correlation E
Side chain or base).90
0.80-
m>30 B>15 13
Backbone 0:5
3. Density index
Side chain or base gg:
<Dens> = 0.0735,0 = 0.0096 1.5-
= 60.+
Backbone 30.1
4. B-factor
Side chain or base 30.4
60.-
1.00
5. Connect 0.50-

residue number < s © ~ s) > o

chain identifier o

SFCHECK 7.03.16

QPQLKVDKAVAFQSPQVGVLENLHAAAYKTALANPLYCPDYRIGKITSEQLHHFVQNNFTSARMALVGI GVKHSD|
o) (e} o) [eo) (e} o) o)

- - - - - - N




Structure Factor Check
3L75

Local estimation (19)

2. Density correlation -

VNA. (GLY) 2-8: L
- Backbone 1:07 L
1. Shift
‘ . 1.0] TP S FHEEVEVEEH FFEOAVVERIEESV I H A V==V A EVEVEFEEVER,
Side chain or base 204 L
0 =0.1259A 3.0-
m<08 0.80 r

ackhone Ogomm FW_FLJ_!_’_LW—»—-J—»—O_\I!_H Fﬁﬁqﬁ_l—u—’ﬂ_uﬂ_rm—,—’ii

Side chain or baseQ.90-

v | I il il ' I I

H>30 W>15

<Dens> = 0.0735,0

3. Density index

1.54 7 =
1.0 -

= 0.0096

os]" O IFE T EY Vo= TROVVHI M gE v r FV=E TR
Side chain or base 1:07 L
15

2. Density correlation

H> 60. 60.
Backbone 30.
4. B-factor
60.
1.00 ] - || | | r
5. Connect 0.50- 5
LKQVAEQFLNTRSGAGT SSAKATYWGGE TREQNGHSLVHAAVVTEGAAVGSAEANAFSVLQHYLGAGPLTKRGSS
residue number - a % @ % 8 IO\D %
N N ~N N N N N N
chain identifier O
VNA. (GLY) g-g’ C
- Backbone 1:0:
1. Shift = r
’ ) 1.0 r
Side chain or base 20 L
0 =0.1259A 3.0~ =
m<o038 0.80q r
Backbone 0.90q -

W>30 @>15

<Dens> = 0.0735,0

3. Density index

wmeo[JFTTJ T T I I WE

1.54
1.0 L
FOo oV = = R
Side chain or base gg: LLU‘U u'u—]_u—l\/ U/UJ EaEis LU u LLLU r
= 0.0096 1.5 L

B> 60. 60.
4. B-factor
60.
1.00
5. Connect 0.501 W —r -
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Structure Factor Check
3L75

Local estimation (20)

Backbone
2. Density correlation

VNA. (GLY) ] 2-8: B
ackbone 104
1. Shift
Side chain or base 51 |
0 =0.1259A
m<o0s8 0.804

0.90+

Side chain or baseQ.90+

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0735,0 = 0.0096

Il > 60.
Backbone
4. B-factor
Slde Chain * base Som
60.
1.00_ ] L]
5. Connect 0.50- W 3
ATYLMSVETAQGLLNEIGSEALLSGTHTAPSVVAQKIDSVTSADVVNAAKKFVSGKKSMAASGDLGSTPFLDEL
residue number 8 ,03 % % 8 8 ﬁ %
™ ™ ™ ™ < <~ < <
chain identifier O
VNA. (GLY) 39 L
: packbone L0 e e A T et T Pe T H e e HH HTH T
1. Shift = r
) _ m,wwm,
Side chain or base 20 L
0 =0.1259A 3.0~ =
m<o08 0.801 i
Backbone 0.90q r
: . =
2. Density correlation A =8 —aq
Side chain or base).90
0.80- -
W>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0735,0 = 0.0096

> 60.
Backbone
4. B-factor
Side chain or base 30.
60.
1.00
5. Connect 0.5&W i

residue number

chain identifier
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Structure Factor Check

3L75

Local estimation (21)

VNA. (GLY) 2-8: L
e o e e I A e e A O T O HH e e e e e
1. Shift
B . 1.0
Side chain or base 20 L
0 =0.1259A 3.0~ -
m<o08 0.80 i

Backbone 0.90+

Mmm . |

2. Density correlation
Side chain or baseQ.90+

VT‘IDWTW=FVTEWS’TVIDF[E

0.80- -

m>30 .>1.sB %g
3. Density index e L

Side chain or base g_) :VI]:I:DVED_[I:I_[I:DV_WII]:[D: L
<Dens> = 0.0735,0 = 0.0096 . -
H> 60. 60.7 -

e T I | |
4. B-factor

Side chain or base 30.+ l‘t Mml J/U_U_HJ_IMM M l

60.- - - — I
1.00
5. Connect 0.50 +
GWL IRNLHANGASFFFICIFLHIGRGLYYGSYLYKETWNTGVILLLTLMATAFVGYVLPWGQMSFWGATV ITNLF
residue number S S S S 8 & g
— - — - -
chain identifier [P

T N.A. (GLY)

Backbone
1. Shift

Side chain or base
0 =0.1259A
m<o08 0.801

Backbone 0.90+
2. Density correlation E

Side chain or base).90

0.80-

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0735,0 = 0.0096

W > 60.
Backbone

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

1.00

5. Connect 0.50

residue number

chain identifier
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Structure Factor Check
3L75

Local estimation (22)

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

VNA. (GLY) 2-8: L
- Backbone 1:07
1. Shift
: ; 1.0
Side chain or base 204
0 =0.1259A 3.0-
m<08 0.80

Backbone 0.90+

W>30 @>15

3. Density index

1.5+
1.0+
0.5+

Backbone

2. Density correlation

Side chain or base 88:
<Dens> = 0.0735,0 = 0.0096 1.5-
Backbone 30.
4. B-factor
60.
1.00
5. Connect 0.50 +
FKDILGLTLMLTPFLTLALFSPNLLGDPENFTPANPLVTPPHIKPEWYFLFAYAILRSIPNKLGGVLALAASVL I
residue number % % f})‘ % ﬁ % g
N N N N N N N
chain identifier [P
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1259A
m<o08 0.801

Backbone 0.904

W>30 @>15

<Dens> = 0.0735,0

3. Density index

orrelatior baseo_%W [FEIJJWW Mmﬂ
0.80-

Backbone

1.
1.
0.
Side chain or base g
1.

oo

= 0.0096

Gl ] 0 oo il sl GGl
T I W P ) e arp

W > 60. 60.
4. B-factor
60.
1.00 B
5. Connect 0.501 "
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Structure Factor Check
3L75

Local estimation (23)

VNA. (GLY) 3.09 r
Backbone %8: B
1. Shift '
Site chain o bace % 8: R MWMWWM:
o =0.1259A 307 —
W-0s 0.80- r

packbone 0.9&% mmmmmwi

2. Density correlation

== 0O o =
Side chain or baseo_ggzlj] D DZ:I—'_‘_DM_LI—U—W w D:II7
0.8

H>30 @>15
Backbone

m

3. Density index

<Dens> = 0.0735,0 = 0.0096

1.
0.
| V]
Side chain or base (]?8: u U_LT_]_[‘L
1.5-

e e I il

Backbone 30.
4. B-factor
60.

I
1

1.00

5. Connect 0.50- ﬁ [

residue number

chain identifier

MLNY GELELHPPAFPWSHGGPLSALDHSSVRRGFQVYKQVCSACHSMDYVAFRNLIGVTHTEAEAKALAEEVE
k= - — — - — —
— o~ ™ < [¥s] ©

P Q

V N.A. (GLY)
Backbone

1. Shift
Side chain or base

0 =0.1259A

W<08 0.80q r
Backbone 0.90q r

2. Density correlation

Side chain or baseggWW . —DV T W 1 vI1::

Backbone

HW>30 @>15 %8:
0.5+

3. Density index
Side chain or base gg
<Dens> = 0.0735,0 = 0.0096 15

TR © e

Il > 60.

Side chain or base 30.
60

60.
BaCkbone 30_
4. B-factor |

1.00

5. Connect 0.50 i T -

residue number

chain identifier
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Local estimation (24)

VNA. (GLY) 2-8: B
- Backbone 104
1. Shift
i i 1.0+
Side chain or base 204
0 =0.1259A 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
Side chain or base

0.5+
1.0+
<Dens> = 0.0735,0 = 0.0096 1.5-

B> 60. 60.
e m

Side chain or base 30.
60.
1.00+ L o,
5. Connect 0.50- % 5
EGLHYNPYFPGQAIGMAPPIYNEILEYDDGTPATMSQIAKDVCTFLRWAAEPEHDQRKRMGLKMLL I SALLTSLL
; — — — ) — — —
residue number o © ~ 0 o o —
- - - — - « N
chain identifier  |Q

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1259A
m<o0s8 0.804
Backbone 0.90+
2. Density correlation e
l:l OH M ﬂ 0= F O =
Side chain or base()_9(yJ_‘_'_\—‘—I—\_'—‘—]_r_‘_u I I I O |
0.80- L

W>30 @>15
Backbone

3. Density index

Side chain or base
<Dens> = 0.0735,0 = 0.0096
W > 60. . T
Backbone L
4. B-factor
Side chain or base 30,-
60.
1.00
5. Connect 0.50+ W -
YYMKRHKWSVLKSRKMAYRPPK] [VHNDVTVPDFSAYRREDVMDATTSSQTSSEDRKGFSYLVTATACVATAYAA
residue number | & - g = = 5 o H ~
q 9 N — o~ ™ < P!
chain identifier  |Q R
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Local estimation (25)

Backbone
2. Density correlation

0.904

Side chain or baseQ.90+

VNA. (GLY) 2-8: B
- Backbone 10
1. Shift
i i 1.0+
Side chain or base 204
0 =0.1259A 3.0~
m<o0s8 0.804

0.80-
H>30 @>15 %g:
. . Backbone 0257
3. Density index E
Side chain or base 28:
<Dens> = 0.0735,0 = 0.0096 1.5
> 60. Eoai
Backbone 30.
4. B-factor
Sie chain orbase 30;.~i M “
60. — _
1.00 I
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Local estimation (29)
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