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

Structure Factor Check
3L73

Date: 27-DEC-09

PDB code: 3L73

Title: CYTOCHROME BC1 COMPLEX FROM CHICKEN WITH TRIAZOLONE INHIBITO

Crystal

Cell parameters:

a: 17150 A b: 18293 A «c: 241.03 A

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

y: 90.00

M odel

32645 atoms (19 water molecules)

Number of chains:

Volume not occupied by model: 62.4 %

51

Structure Factors
I nput
Nominal resolution range: 25.0- 2.90 A
Reflections in file: 166720
Unique reflections above 0: 166720
above b: 161882
above 3: 96414
SFCHECK
Nominal resolution range: 25.0- 3.04 A
\O5max. from input data, min. from author\05
Used reflections: 145117
Reflections out of resolution: 21603
Completeness: 99.7 %
R_stand(F) = g(F)>/<F>: 0.073

Anisotropic distribution of Structure Factors

ratio of eigen values: 1.0000 0.4474 0.45(4

B_overall (by Patterson): 53.A"2
Optical resolution: 2.25A

Expected opt. resol. for complete data set: 2.25
Estimated minimal error: 0.093 A4

<B> (for atomic model): 79.6 AN2
a(B): 18.27 A2
Matthews coefficient: 4.14
Corresponding solvent % : 70.03
Refinement
Program: CNS 1.1
Nominal resolution range: 25.0- 3.04 A
Reported R—factor: 0.259
Number of reflections used: 145117
Reported Rfree: 0.29
Sigma cut-off: N.A.

Model vs. Structure Factors

R-factor for all reflections: 0.306
Correlation factor: 0.851
R-factor: 0.307
for F>2.00
nom. resolution range: 24.97 — 3.04A
reflections used: 141487
Rfree: 0.335
Nfree: 2775
R-factor without free—refl.: 0.307
Non free-reflections: 138712
<u> (error in coords by Luzzati plot): 0.604
Estimated maximal error: 0.414 4
DPI: 0.376 A
Scaling
Scale: 0.483
Bdiff: -9.31

Anisothermal Scaling (Beta):
12.5073 -4.4573 -3.7911 0.0000 0.0000 O

Solvent correction — Ks,Bs: 0.416 250.040

= =
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Local estimation

Backbone
2. Density correlation

Side chain or baseQ.90+

V NA. (GLY) 2-8: r
- Backbone 104 L
1. Shift
i i 1.0+ o
Side chain or base 204
0 =0.1204A 3.0-
m<o0s8

0.80+
OIQGMMJWM M

1M¥TF T T T 1

Hl>30 @>15
Backbone

3. Density index

T =)

Side chain or base g_)gijjj—‘:‘j Lu U u LLD:U H—UJ VE[I]_UJ D\H/I—UJ D_D:F’V m
<Dens> = 0.0544,0 = 0.0085 1.5-

Backbone 30.
4. B-factor

60.
1.00 1 L
5. Connect 0.50 +
AATYAQTLQNIPETNVTITLDNGLRVASEESSQPTCTVGVWI GAGSRYENEKNNGAGYFVEHLAFKGTKKRPCAAF
residue number : g 3 ;' u\—; 5' ;'
chain identifier ~ |A

V N.A. (GLY)

Backbone
1. Shift

Side chain or base
0 = 0.1204A

Backbone 0.90+1 -
2. Density correlation =

e T HHETOTET T

0.80- -

m>30 M>15 %-8:
. Density index =
|
Side chain or base ES:J—U W—U\/U \_u—lj U u U LU_‘ u Lu LU u—]—u W LUJ—]_U_H—IM:
<Dens> = 0.0544,0 = 0.0085 1.5 —

B> 60. 60. A
Backbone 30. L
4. B-factor
60. L
1.00 L —
5. Connect 0.50 -

residue number

chain identifier

SFCHECK 7.03.16
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Local estimation (2)

V NA. (GLY) 3.0 r
Backbone %'07 B
1. Shift
Side chain or base 51 |
0 =0.1204A
m<08 0.80

Backbone
2. Density correlation

Side chain or baseQ.90+
0.80-

0.90+

Hl>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0544,0 = 0.0085

> 60.
Backbone
4. B-factor
Side chain or base 30_]:[']:
60.
1.00
5. Connect 0.50- w T -
DYLHATAFQGTALARTVEGTTENIKHLTRADLASY IDTHFKAPRMVLAAAGG| SHKELVDAARQHFSGVSFTYKE
residue number [ b 2 bl o g o bt
~ - - — - N [aV) N
chain identifier ~ |A
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 = 0.1204A
m<os 0.8

Backbone
2. Density correlation

W>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0544,0 = 0.0085

> 60.
Backbone
4. B-factor
Side chain or base 30,.[:
60.
1.00+
5. Connect 0.5&T i

residue number

chain identifier

SFCHECK 7.03.16
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Local estimation (3)

VNA. (GLY) 2-8: L
P nnatunnln=annsia=unasaalinalinili=iiz=nulnninnice=eutnunz==in=anstnan=sannn}
1. Shift
o 1.0 EFFEE e e e A T o T S e = e,
Side chain or base 204 L
0 =0.1204A 3.0-
m<038 0.80

Backbone OIQGMJM Mmﬂ—mf
o ) I

2. Density correlation -

Side chain or base).90 D D I I I I D] I I
0.804 -

Hl>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0544,0 = 0.0085

15
.0
L

i [T e

B> 60. 60. T
Backbone 30.
4. B-factor
Side chain or base 30_]]1
60. il
1.00
5. Connect 0.50-
HKLCHSFQTFNTSYSDTGLFGFHFVADPLSIDDMMFCAQGEWMRLCTSTTESEVKRAKNHLRSAMVAQLDGTTPV
residue number = o b pad ;' b bl N
) ™ ™ ™ %] 3] ™ ™
chain identifier ~ |A
V N.A. (GLY) 2-8*
Backbone 1 |
1. Shift N=—y
Side chain or base 204
0 =0.1204A 3.0° L
m<os 0.807 r

Backbone 0.90+1

2. Density correlation E

MWWWMMWM mEEE

el i L o B i N
Side chain or base).90 L
0.80- L

E>30 H>15 %-8: r
. o Bgckbone 05 ﬂ,
. Density index = =
O - [ \Y
Side chain or base gg:ﬂ vlj VUJ W I U U W \/U—LLL FI\/U—UJ Dif
<Dens> = 0.0544,0 = 0.0085 1.5- —

B> 60. 60.
Backbone 30.

4. B-factor

60.

T
1Ny

<
—

1.00

5. Connect 0.50 T H—W—

residue number

chain identifier

SFCHECK 7.03.16
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Local estimation (4)

Backbone
2. Density correlation

0.904

I O ' O PR ) IS e gy | Nee B0 SO, SO
e T THT I T H T R T

VNA. (GLY) 2-8: L
- Backbone 1:07 L
1. Shift
o R B N e e e e e N N e NN aE R e | S
Side chain or base 204 L
0 =0.1204A 3.0-
m<os 0.80 r

Hl>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0544,0 = 0.0085

Ml el A A
U oAP Y eSO gn ) e e

Backbone 30.

4. B-factor
60.
1.00 —
5. Connect 0.50- 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 = 0.1204A
o ool ol ol il non bl o B o Bl |

Backbone 0.9 -
2. Density correlation O =

Side chain or baseo_g:));- I D I I [l I —WW I [Ij -

0.8 -

W>30 @>15

Backbone

3. Density index

Side chain or base 0.5

WU U] T WU EE e I

0]

<Dens> = 0.0544,0 = 0.0085 %.5*
> 60. 60.
Backbone 30.
4. B-factor
60.
1.00
5. Connect 0.50 -

residue number

chain identifier

SFCHECK 7.03.16

YSTREKMTYCVECLRDHVDTVMEYLLNVTTAPEFRPWEVTDLQPQLKVDKAVAFQSPQVGVLENLHAAAYKTALA
o o o o o o o o

o — N (2] < n © N~
— - - - — - - -

B




Structure Factor Check
3L73

Local estimation (5)

Backbone
2. Density correlation

0.904

Ll |
<eomamose | [[TH T 1 THMAT TIFTY

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

1. Shift
‘ ) l.O*MﬁW%W*
Side chain or base 20 L
0 =0.1204A 3.0- .
m<08 0.80 r

Hl>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0544,0 = 0.0085

1.5+
1.0+
0.5+

Rl L Ll

o [usneSaaissannnntnuatld ol i I
o WWWD:DWVW}[[E

W> 60. 60.

Backbone 30.
4. B-factor

Side chain orbase 30-_r-_‘

60
1.00
5. Connect 0.50- { W -
NPLYCPDYRI GK | TSEgLHHFVQNNFTSARMALVG IGVKHSDLKQVAEQFLNIRSGAGTSSAKATYWGGE I REQN
residue number 2 > S =1 IS 54 3
— - N [aV) N N N
chain identifier B

V N.A. (GLY)

Backbone
1. Shift

Side chain or base
0 =0.1204A
m<os 0.807 r

Backbone 0.90+1 -
2. Density correlation E v B o 0 =

Side chain or base).90 [I I I I_[l:[:Iv I I I I W L

0.80- -

W>30 @>15
Backbone

3. Density index

1.54
1.04
0.5+

T
Sidechainorbaseg'g: w L LU U VI_MJ LM Lu v E WUU HW%
<Dens> = 0.0544,0 = 0.0085 1.5-
> 60. 60.
4. B-factor & =
60.- -
1.00
5. Connect 0.50- || -

residue number

chain identifier

SFCHECK 7.03.16

GHSLVHAAVVTEGAAVGSAEANAFSVLQHVLGAGPLIKRGSSVTSKLYQGVAKATTQPFDASAFNVNYSDSGL FG
o (o} o o o o o o

Yol © ~ @ 3} o — N
N N N N N ™ ™ ™

B




Structure Factor Check
3L73

Local estimation (6)

Backbone
2. Density correlation

0.9(%

VNA. (GLY) 2-8: B
- Backbone 104
1. Shift
1.0+
Side chain or base 204
0 =0.1204A 3.0
m<o0s8 0.80+

Side chain or baseQ.90+

0.80-

H>30 @>15
Backbone

1.5+
1.04

0.5+
3. Density index E
Side chain or base 88:
<Dens> = 0.0544,0 = 0.0085 1.5
W> 60. 60.
Backbone 30.
4. B-factor
Side chain or base 30.
60.
1.00 1
5. Connect 0.50 I ﬂ +
FYTISQAAHAGEV | RAAMNQLKAAAQGGVTEEDVTKAKNQLKATYLMSVETAQGLLNEI GSEALLSGTHTAPSVV
residue number =1 S 3 3 IS 2 2
™ ™ ™ ™ ™ ™ ™
chain identifier B
V N.A. (GLY) g-g: r
S S (O e e O LT
1. Shift = L
1 o PP O VeV 0 [ A P PO
Side chain or base 204 L
0 =0.1204A 3.0- L
m<os 0.807 r
e 0% =E:III—!_\J_HT_’—W_L—1—\_W7
2. Density correlation = =
T e o in hla
Side chain or base).90 -
0.80 -
H>30 @>15 1.57
Backbone 1.04

3. Density index

<Dens> = 0.0544,0 = 0.0085

Side chain or base

0.5+

0.5+
1.0+
1. 5

i | 100 | At 1| RN Al |
ol Bttt 0 Il T ]

Backbone W7
4. B-factor =
e N I
60. L P
1.00
5. Connect 0.50- m 3
) AgKIDSVTSAD(\SVNAAKKFVSgKKSMAASGDéGSTPFLDEL MAPNIRKSHPLLKMINNSL IDLPAPSNI SAW
residue number =) g q @ “‘ b b b
chain identifier ~ |B C
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Local estimation (7)

2. Density correlation

P ) T O o S mﬂ_‘—»—‘_.—«—v—\ I
Vv ZEZD:'Z]:IJ—VZ\:D o= o ] O =:.—=-:D:|:v::.—\::|::| [V —D—\:Ei:[:p:-:ﬁ:vm—\:v*,
Side chain or base).90 L

0.80- L

VNA. (GLY) 2-8: L
N nnznannnniinnsna=sialninsainsunnnninfidinnnnnninnnnlannzninuaninsn=Ennnnnnns
1. Shift

o tamonpaso 20T L] PPCEFCEC TR T [P P L PO O
Side chain or base 20 L
0 =0.1204A 3.0- .
m<os 0.80 r

Backbone 0.90+

S W N ) S S

P o e e e S e

Hl>30 @>15
Backbone

3. Density index

Side chain or base

L,
L,
0.
0.
1.

<Dens> = 0.0544,6 = 0.0085

e | (TNl ] S DR A

W> 60. 60.7 - r
4. B-factor
Side chain or base 30_—% MM MI]—M l M M@m,
60.- - = L L L B
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 = 0.1204A
m<os 0.807
Backbone 0.90+1
2. Density correlation
Side chain or base).90

W>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0544,0 = 0.0085

M > 60. [
4. B-factor & = =
Side chain or base 30. M J_[,
60.- — T — =
1.00 —
5. Connect 0.50- I 3
YLYKETWNTGVILLLTLMATAFVGYVLPWGQMSFWGATVITNLFSAIPY I GHTLVEWAWGGFSVDNPTLTRFFAL
residue number b b = 3 o o 2 b=
— — — — — — — —
chain identifier C

SFCHECK 7.03.16
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3L73

Local estimation (8)

VN.A. (GLY) 3.09 C
Backbone %'07
1. Shift
: : 1.0+
Side chain or base 204
0 =0.1204A 3.0-
m<o08 0.807

Backbone 0.90+

2. Density correlation

Side chain or base0.90+

H>30 E>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0544,0 = 0.0085

Il > 60.

Backbone
4. B-factor

Side chain or base 30.

60.-
1.00
5. Connect 0.50- -
HFLLPFAIAGITIIHLTFLHESGSNNPLG| SSDSDKIPFHPYYSFKDILGLTLMLTPFLTLALFSPNLLGDPENF
residue number S-,' 8 : 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 =0.1204A
m<o08 0.801

Backbone 0.90q
2. Density correlation E

Side chain or base).90

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0544,0 = 0.0085

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)

2. Density correlation

VN.A. (GLY) 3.09 C
Backbone %'07
1. Shift
: : 1.0+
Side chain or base 204
0 =0.1204A 3.0-
m<o08 0.807

Backbone 0.90+

Side chain or base0.90+
0.80-

H>30 E>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0544,0 = 0.0085

> 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 (=] ~
™ ™ ™ ™ - o

C D

V N.A. (GLY)
Backbone

1. Shift

Side chain or base
0 =0.1204A

2. Density correlation

m<038 0.807
Backbone 0.90+1

Side chain or base).90+
0.80-

3. Density index
Side chain or base
<Dens> = 0.0544,0 = 0.0085

H>30 W>15 1.57

1.0
Backbone 0.5

0.5+
1.0
1.5-

> 60. 000 I i
s S I
4. B-factor 7
Side chain or base 30_—]]v[[1
60 Sl =

1.00

5. Connect 0.50 ] -

residue number

chain identifier

SFCHECK 7.03.16
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Local estimation (10)

VNA. (GLY) 2-8: B
W nanlnana=uilnannnnnannin=adadi]nluainneunn=anniNnnnilnnnlnnn)RRANNRu nRunn}
1. Shift
1.0+ I
Side chinor base 10 MMMWWW
o =0.1204A 3.0- -
m<038 0.807 r
Backbone 0.90+
2. Density correlation o
Side chain or base0.90+
0.80-
W>30 @>15 ]
Backbone g

3. Density index e

Side chain or base 87
<Dens> = 0.0544,0 = 0.0085 5
H> 60. 60.

Backbone 30.
4. B-factor

Side chain or base 30.

60. —
1.00
5. Connect 0.50-
ARAANNGALPPDLSY | VNARHGGEDYVFSLLTGYCDPPAGVVVREGLHYNPYFPGQAIGMAPPIYNEILEYDDGT
residue number 5' : a S :r' S 5‘ l:'
~ - — - - — - -
chain identifier D

VNA. (GLY) g-g’ C

S v s A AAn i =nna A Annd AN aninzsnnnnenAnANaNAnAnannnnnnuhlRhnEnnnRRsy 5
L - HHReRe S

Side chain or base % 8: B
0 =0.1204A 3.0 =
m<o08 0.801 i

Backbone 0.90q [

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

——ry

H>30 @>15
Backbone

3. Density index

PRO ORK

Side chain or base SIEII J_U—u w,
<Dens> = 0.0544,0 = 0.0085 5 L
W>60. 0. I r

= ] m .
4. B-factor =

Side chain or base 30_]]: IT . -:—

60. =
1.00
5. Connect 0.50 -
PATMSQIAKDVCTFLRWAAEPEHDQRKRMGLKMLL I SALLTSLLYYMKRHKWSVLKSRKMAYRPPK] [VHNDVTV
residue number o > 3 4 N bt s
— — « N N 3] I3l
chain identifier D E
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Structure Factor Check
3L73

Local estimation (11)

V NA. (GLY) 2-8: r
- pecktone VO T I e L e e O H A T e et

1. Shift

! ; 1.0+
Side chain or base 20 L
0 =0.1204A 3.0~ L
m<038 0.80 r
peckdone 9] b ocme wi
H H | -

2. Density correlation e = O 0= - :Djz\jj:]:[:'_ﬁ = :I:D [I:Iq:ljﬂ,
Side chain or base).90 L

Hl>30 @>15
Backbone L
3. Density index L
Side chain or base 0 L
<Dens> = 0.0544,0 = 0.0085 5 =
W> 60. 60.
Backbone 30. T
4. B-factor
Side chain orbase %. l -
60.
1.00 T
5. Connect 0.50 W—
PDFSAYRREDVMDATTSSQTSSEDRKGFSYLVTATACVATAYAAKNVVTQFI SSLSASADVLALSKIEIKLSDI P
residue number h (F\“ S ;‘ uHu 8 ;‘ oFo‘
chain identifier  [E
V N.A. (GLY) 2-8*
- Backbone 1:0:
1. Shift
’ ) 1.0+
Side chain or base 2.07MWMWMMMW
0 =0.1204A 3.0-
W<08

Backbone
2. Density correlation

I i) sGE | ll S5 BFScnnl II 1 Bs¥s Nan I
ey | 0 i i b
0.80-

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0544,0 = 0.0085

1.59 r

1.0+
0.5+

0.5+
1.0+ r
1.5- =

4. B-factor

B> 60. 60.
Backbone 30.

Side chain or base 30.
60.

5. Connect

1.00+
oso [ AT ke Mo o e e e T e T T

residue number

chain identifier

SFCHECK 7.03.16
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Local estimation (12)

V NA. (GLY) 3.0 r
2.0 -

Lo 1o Qo H o e
it ST [T PO H O

Side chain or base
0 =0.1204A

m<os8 0.804 r
Bme”dﬂﬂﬂlkﬁﬁmﬁhgﬁjﬁh@ﬁ$£&’

2. Density correlation -

V—CF‘:DT:D: V= v/
Seiechaner baseo.9(}:I:IVEI=I:I EIV-VD :[l:I:]:l]vD:D:IV [
0.80-

Backbone 2]
. 05t ol il B 1 s 00 e

3. Density |ndex

. v o Vo
eomemegg I TR E TR TP TNT
<Dens> = 0.0544,0 = 0.0085 157 ||

= ]
4. B-factor LI
Y T T 1 |

somes g il o i LD, Gl |

CPC:GSHYDASGR‘I_'RKGPA PYNLFE.V PTYQFVGDE‘LVVVG GRLMDRI RKWYYNAAGFNKYGLMRDDTLYEDDDV

residue number © ~ 0 >
— — — —

chain identifier  [E F

o o o o
~ N () <

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1204A
m<o038 0.80 r
Backbone 0.90+1 L
2. Density correlation — E=nCHEE
T = :‘:I:' v
side chain or ba5¢0.60 WT—H—]_[—W\_#WWH B

H>30 @>15
Backbone

3. Density index

Side chain or base

<Dens> = 0.0544,0 = 0.0085

> 60. .
— T T (0
4. B-factor
Side chain or base 30. - “
60.

1.00 =
5. Connect 0.50 H

KEALKRLPEDLYNERMFRTKRALDLSLKHRILPKEQWVKYEEDKPYLEPYLKEVIRERLEREAWNKK [THFGNL
i (=} =] o =} =] =
residue number 3 3 IS4 m > S = N

chain identifier ~ |F G

SFCHECK 7.03.16
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3L73

Local estimation (13)

Backbone
2. Density correlation

Side chain or baseQ.90+

0.904

0.80-

V NA. (GLY) 3.0 r
Backbone %'07

1. Shift
Side chain or base

0 =0.1204A

m<o08 0.80

Hl>30 @>15
Backbone

3. Density index

<Dens> = 0.0544,6 = 0.0085

Side chain or base

> 60.
Backbone
4. B-factor
Side chain or base 30_“
60.
1.00 r
5. Connect 0.50 T—
ARVRHI ITYSLSPFEQRAIPNIFSDALPNVWRRFSSQVFKVAPPFLGAYLLYSWGTQEFERLKRKNPADYENDQ|
residue number N m % g uN) % Q
chain identifier |G
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 = 0.1204A
m<os 0.807 r
Backbone 0.90+1 -

2. Density correlation

Side chain or base).90

0.80-

H>30 @>15
Backbone

3. Density index

<Dens> = 0.0544,0 = 0.0085

1.59
1.0+
0.5+

10y LLLLTEEERY (0 E0 0y EEEECRERy CEECEEER ROy o
Sidechainorbase%gi W i U—LU_UJ_LU i U_HJ I LU w U u—u el

W > 60. 60.

4. B-factor L
60.~ L
1.00 =

5. Connect 0.50 H

chain identifier H

SFCHECK 7.03.16
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Structure Factor Check
3L73

Local estimation (14)

2. Density correlation

] "W TTU NPT Trey T

VNA. (GLY) 2-8: L
o WO e A H e e T ] [

1. Shift =
ide chai 1.0 I [ PPH P H P TMA T
Side chain or base 204 WMMWM L
0 =0.1204A 3.0- -
m<08 0.80+ r

—m

H>30 @>15 10 B
vy imeee o511 [ ] i pm s —
3. Density index e B 0 0 o0 L
Side chain or base 28: \/U WWWD:D—V—DF:
<Dens> = 0.0544,5 = 0.0085 15- =
W> 60. 60.

packbone 30_ _

4. B-factor e
Side chaln orbase 30. "- _-

60.-

1.00q
5 Connest 059 [T 1] *

I RPLLCRESMSGRSARRDLVAGISLNAPASVR| [ALLRQAYSALFRRTSTFALTVVLGAVLFER
residue number R S S N < 3 N
chain identifier |l J

V N.A. (GLY) g-g: r
- eckbone L e T e ] I e e e e e e e T e e e
1. Shift & =
_ _ q &W W,
Side chain or base 204 L
0 =0.1204A 3.0- L
m<os 0.80 r

Backbone
2. Density correlation

O en o TN [ e 0 A :t:lﬁpmmrlﬁﬂm%

Side chain or base).90
0.80-

TR OCITT

W>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0544,0 = 0.0085

1.59
1.0+
0.5+

0.5+
1.0+
1.5-

M (0Bl
U [l i kil I L

W > 60. 60.

4. B-factor = [
60.
7.00 n

5. Connect 0.501 —H_ﬂ ] |

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
3L73

Local estimation (15)

2. Density correlation

Side chain or baseQ.90+

V NA. (GLY) 2-8: r

- Backbone 104
1. Shift

" ! 1.0+
Side chain or base 204
0 =0.1204A 3.0-
m<08 0.80+
Backbone 0.90+

Hl>30 @>15
Backbone

3. Density index

2 (LT ol T T T

[
Side chain or base 28: W Ve @ D]_D] U o D:l I UJ_D:LJ U U:[ﬂJ D—ED_E
<Dens> = 0.0544,0 = 0.0085 1.5
W> 60. 60.
Backbone 30.
4. B-factor
Side chain orbase 30m
60.
1.00 1 ml
5. Connect 0.50+ % | | -
SRYENEKNNGAGYFVEHLAFKGTKKRPCAAFEKEVESMGAHFNGY TSREQTAFY 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 = 0.1204A
m<os 0.807 r
Backbone 0.90+1 -
2. Density correlation = = =
vl . [ == [
Side chain or base).90 -
0.80- -
m>30 E>15 e r
- o Bgckbone 0:5
. Density index o S
o OH
Sidechainorbaseg'gj—r U—UJ U_U_U - LLU I:’_\:Ijvl u U_I\/ u—u LU U LU M w L:
<Dens> = 0.0544,0 = 0.0085 1:5 L

B0 60.
Backbone 30.
4, B-factor
60.
1.00 o
5. Connect 0.501 "

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
3L73

Local estimation (16)

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

o chai Lo THPY Ve S e ] eV e e e VR PPV EVE B,
Side chain or base 204 L
3.0

o =0.1204A

= 0.807 — -
ackhone O'QGMJI}J HLIE ::JLE&EE:DLEE::EQE o

2. Density correlation -

Side chain orbaseo_g(f]_l vvD:D:.] W/UIF m_w W ol I:D o :_VZVD D:T:i
0.80-

H>30 m>15 I =
Backbone 0.5

3. Density index

7= wps = Vi i
Side chain or base 28: LU\/ M [[D:I:U U I:D Lu U_I:D_D:IFTDWD::
<Dens> = 0.0544,0 = 0.0085 15-

Backbone 30.
4. B-factor
60.

1.00 o
5. Connect 0.50- W -

MVLAAAGG| SHKELVDAARQHFSGVSFTYKEDAVPILPRCRFTGSEI RARDDALPVAHVALAVEGPGWADPDNVV
[s2} ™ [} [} ™ [32 ™

residue number o s ~ ™ < ¥e] ©
« o~ N [ N 3 39

chain identifier [N

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1204A
m<os 0.807
Backbone 0.9+
2. Density correlation =i =~
Side chain or baseo_gg]=: WW D W D =

W>30 @>15
Backbone

3. Density index

1.
1.
0.
scnranorvss 91 [JT RO HELF W PO O YO
<Dens> = 0.0544,0 = 0.0085 15

=R 60. T
4. B-factor
Side chaim orbase 3Om -‘
60. — —

1.00
5. Connect 0.501 -

LHVANAI IGRYDRTFGGGKHLSSRLAALAVEHKLCHSFQTFNTSYSDTGLFGFHFVADPLSIDDMMFCAQGEWMR]
o (82 [se] [ [32] [} (82 (8]

residue number ~ e o o H I v} <
o~ N « 13} ™ ™ ™ %)

chain identifier N

SFCHECK 7.03.16
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Local estimation (17)

VNA. (GLY) 2-8: B
- Backbone 10
1. Shift
i i 1.0+
Side chain or base 204
0 =0.1204A 3.0-
m<o0s8 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‘57
3. Density index E
Side chain or base

0.5
1.0+
<Dens> = 0.0544,0 = 0.0085 1.5-

Backbone 30.
4. B-factor
60.

1.00 - v
5. Connect 0.50 S

LCTSTTESEVKRAKNHLRSAMVAQLDGTTPVCETIGSHLLNYGRRISLEEWDSRI SAVDARMVRDVCSKY |YDKC|
™ [42] ™ [} [+2] [se} ™

residue number ] © N @ <)} o H
(] ™ ™ (2] 9] < <

chain identifier [N

V N.A. (GLY) g-g: -
- Backbone 1:07
1. Shift 7
. . 1.0+
Side chain or base 204
0 =0.1204A 3.0-
m<o0s8 0.80
Backbone 0.904
2. Density correlation =
Side chain or base).90
0.80-

W>30 E>15

1.5
1.0
Backbone 05

3. Density index

AN | N e
et v BT N T IR U i) L L

<Dens> = 0.0544,0 = 0.0085

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

1.00 ,
5. Connect 0.50- 3
PALAAVGPIEQLLDYNRIRSGMYW I CPGAEDLEITKLPNGLI IASLENFSPASRIGVFIKAGSRYETTANLGT
residue number Q 3 Q © @ ® ® ®
q Q 3 =1 3% ™ < rel
chain identifier [N o)
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Local estimation (18)

VNA. (GLY) 2-8:
P eulnilnannanlndinza==tianEa=nzannial=etnunzntatunnniinnnnennnnnsn=g] IniAnn}
1. Shift
A 1.&WMM&WMM{M,
Side chain or base 20 L
0 =0.1204A 3.0

m<o08 0.80
Backoone OQGW mm—l—llwﬂlﬁmwi

2. Density correlation -

Side chain or base0.90+ L
0.80- L

Hl>30 @>15
Backbone

3. Density index

Side chain or base

5

0

1111100
T I .vvl ] [l I I- i

<Dens> = 0.0544,6 = 0.0085

,RrO  ORk
nown

Side chain or base 30.
60

B> 60. 60.
packbone 30_
e m_

1.00
5. Connect 0.50 S

AHLLRLASPLTTKGASSFRITRGIEAVGGSLSVYSTREKMTYCVECLRDHVDTVMEYLLNVTTAPEFRPWEVTDL
© 0 [} © o] [ee} @© o]

o — N o™
© N~ o o 2 a S a

residue number

chain identifier |0

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1204A
m<o038 0.80 r
Backbone 0.90+1 L
2. Density correlation E ——— L
Side chain or base()_g(r=[P:l:D I I I I H—F W LFTT ED I -
0.80- L

H>30 E>15 %8
Backbone 05

3. Density index

<Dens> = 0.0544,0 = 0.0085

MMM O O M I (A T
see eSS I [P OO 7T WOFPUOPIEC Q0 077 1

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

1.00 L] - -
5. Connect 0.50 -
QPQLKVDKAVAFQSPQVGVLENLHAAAYKTALANPLYCPDYRIGKI TSEQLHHFVQNNFTSARMALVGI GVKHSD]

i ool [oe] [oe] ee] oo} [ee] oo}

residue number < o) o ~ e) > >

— — — - - - N

chain identifier o

SFCHECK 7.03.16
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Local estimation (19)

VNA. (GLY) 39 B
- Backbone 1:07 L
1. Shift
) ) l.OfMMWMWMWMMMML*
Side chain or base 204 L
0 =0.1204A 3.0-
m<o0s8 =

Backbone
2. Density correlation

0.80 —
osol [l| gl

PR | Y P O PR T O T
il metil DALY DN el el ¢ i B

H>30 @>15
Backbone

1.0 B
0.5

3. Density index

Side chain or base QS:J U W U I—U_I\N U m DJ U U LU H 7:
<Dens> = 0.0544,5 = 0.0085 1.5- —
H> 60. 60.

Backbone 30.

4. B-factor
Slde Chain * base Som
60.
1.00 o
5. Connect 0.50 +
LKSVAEQFLN IRSGAGTSSAKATYWGGE I REQNGHSLVHAAVVTEGAAVGSAEANAFSVLQHVLGAGPLIKRGSS
residue number - a % @ % % IO\D %
N N ~N N N N N N
chain identifier O
V N.A. (GLY)

Backbone
1. Shift

Side chain or base
0 =0.1204A
m<o08 0.801 i

Backbone 0.901 r

2. Density correlation

Mﬂlﬁ%mwmmm
o [T TR TTT W T "TT™

W>30 @>15
Backbone

1.5+
1.04
0.5+

3. Density index

Side chain or base 93]

o= v

T T MQWM”ME

1.0
<Dens> = 0.0544,0 = 0.0085 1.5-
> 60, 60.
Backbone 30.
4. B-factor
60.
1.00 = N N
5. Connect 0.50- B i

residue number

chain identifier

SFCHECK 7.03.16
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Local estimation (20)

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

1. Shift
) . l-O*MMMW%M%MWUM&—
Side chain or base 204 L
0 =0.1204A 3.0- -
m<08 0.80 r
Backbone 0.904 I

2. Density correlation -

S PPN AN T

H>30 m>15 i r
Backbone 054 L

3. Density index

stechanorbese 051 0 ] 0 [ I HWWTDJTDT@WWVEWIDT
1.5- L

<Dens> = 0.0544,6 = 0.0085

Backbone 30.
4. B-factor
60.

1.00- w T
5. Connect 0.50 S

ATYLMSVETAQGLLNEIGSEALLSGTHTAPSVVAQKIDSVTSADVVNAAKKFVSGKKSMAASGDLGSTPFLDEL
[>o} [« [} @ [ee] e} @© [eo]

residue number © ~ 0 > o — N (3]
™ ™ ™ ™ < < < <

chain identifier O

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1204A
m<os 0.807 r
Backbone 0.90q F
2. Density correlation & = == =
Side chain or base0.90+ I—WW D H—W W 0= L

0.80-

W>30 @>15
Backbone

3. Density index

Side chain or base

<Dens> = 0.0544,0 = 0.0085

> 60.
Backbone

60.

4. B-factor

1.00,
5. Connect 0.5&W -

APNIRKSHPLLKMINNSLIDLPAPSNISAWWNFGSLLAVCLMTQILTGLLLAMHYTADTSLAFSSVAHTCRNVQY
o o o o N

. o N
residue number (N N N ™ < 0 © ~

chain identifier P

SFCHECK 7.03.16
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Local estimation (21)

V NA. (GLY) 3.0 r
Backbone %'07 B
1. Shift
Side chain or base
0 =0.1204A
m<o08 0.80

Backbone 0.90+

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

0.80-

H>30 W>15 1-3 r
o Backbone (355

3. Density index =

Side chin obase 057 Wﬂ]ﬂi W
<Dens> = 0.0544,0 = 0.0085 )
> 60.

Backbone
4. B-factor

Side chain or base 30.

1.00
5. Connect 0.50
GWL IRNLHANGASFFFICIFLHIGRGLYYGSYLYKETWNTGVILLLTLMATAFVGYVLPWGQMSFWGATVITNLF
residue number S S q o N S g
— - — - -
chain identifier [P

V N.A. (GLY)

Backbone
1. Shift

Side chain or base
0 =0.1204A
m<os 0.807 r

Backbone 0.90+1 -
2. Density correlation == o =

Side chain or baseo_g;)] D_[Iv[-:‘ D I W7

0.8 -

H>30 E>15 %-5’
Backbone 07

o 0.5
3. Density index

T= Vi
seownme ] E I AT TTET TR
<Dens> = 0.0544,0 = 0.0085 15

> 60. 60. TTTTT]
4. B-factor TTTTT] N
Side chain or base 30_“‘ :I:D:[:DI M
60. e

1.00
5. Connect 0.50 H

AIPYIGHTLVEWAWGGFSVDNPTLTRFFALHFLLPFAIAGITIIHLTFLHESGSNNPLGI SSDSDKIPFHPYY S
N N N N N N N

S

residue number [ © ~ ® ) o — N
~ — — — — N [aV) N
P

chain identifier

SFCHECK 7.03.16
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Local estimation (22)

V NA. (GLY) 2-8: r
- Backbone 104
1. Shift
; i 1.0
Side chain or base 204
0 =0.1204A 3.0
m<o08 0.801

Backbone 0.90+

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

0.80-

H>30 E>15
Backbone

3. Density index

Side chain or base

mou

<Dens> = 0.0544,6 = 0.0085

,RrO  ORk

.54
.0
L

W> 60. 60.
Backbone 30.

4. B-factor
Slde Chain x base 30-v_v_]-vv-
60.

1.00
5. Connect 0.50 S

FKDILGLTLMLTPFLTLALFSPNLLGDPENFTPANPLVTPPHIKPEWYFLFAYAILRSIPNKLGGVLALAASVLI
N N N o N N N

residue number 1> < 0 o ~ 0 o
~ 3] 3 ~ o~ I3 N

chain identifier [P

V N.A. (GLY)
Backbone

1. Shift

Side chain or base

o =0.1204A

m<os 0.80
Backbone 0.90+

2. Density correlation

0.8
H>30 E>15

Backbone
3. Density index

Side chain or base

1.
1.
0
0
1
1

e j Ugepg™ LFLUJ FEmEaT THET U HE o t

oo

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

1.00 =
5. Connect 0.50 H

FLIPFLHKSKQRTMTFRPLSQTLFWLLVANLLILTWIGSQPVEHPFI I IGQMASLSYFTILLILFPTIGTLENK
N N N N [\ N N

L

residue number & S IN] © < 0 © ~
%) ™ ™ ™ ™ ™ 1) ®
P

chain identifier
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Local estimation (23)

VNA. (GLY) 3.0 L
Bacone 7] N e T T ilaTannYe oy e
1. Shift Ce
‘ . 1 oIl WMWW%MMW%,
Side chain or base 204 L
0 =0.1204A 3.07
m<os 0.80 r
Backbone 0.90+ I

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

i L i e b

L Ji=3

0.80-
H>30 @>15 %g: B
. - B;ckbone 054 ‘H—W =
. Density index E i L

Side chain or base 88: VD Uw N L[H] U \/I—r—‘ MJ—T—‘ LLU Dv m L
<Dens> = 0.0544,5 = 0.0085 1.5- —~
> 60. 60.
4. B-factor

60.
1.00 —
5. Connect 0.50- -
MLNY] [GELELHPPAFPWSHGGPLSALDHSSVRRGFQVYKQVCSACHSMDYVAFRNLIGVTHTEAEAKALAEEVE
residue number — hat b - b s 3
chain identifier [P Q

T N.A. (GLY)

Backbone
1. Shift

Side chain or base
0 =0.1204A
[W<o0.s8 0.807 [

Backbone 0.90+ |

2. Density correlation

W>30 @>15
Backbone

Side chain or basw_gww il [IV T LLM*“ﬁ_l_rw['—ﬂ_ﬂ Vr[

3. Density index

: A A A A T e O
o] THIITE TUPHIITEE T T TR 'R UER

Side chain or base 5
<Dens> = 0.0544,0 = 0.0085 1.5-
= 60.

Backbone 30.
4. B-factor

60.

1.00 1]
5. Connect 0.50- u B -
VQDGPDENGELFMRPGK I SDYFPKPYPNPEAARAANNGALPPDLSY IVNARHGGEDYVFSLLTGYCDPPAGVVVR
residue number | < b o b pa S b S
— - - - —

chain identifier

SFCHECK 7.03.16
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Local estimation (24)

V NA. (GLY) 3.0

S nESNETaTaR=nauaten=NUeAR=ci=ann=sSuiasusassenl=alinznl=ansusuninnnlnansl
1 snift

oo 1 o PR CA- OV P OO L = [P PO P AT
Side chain or base 204 L

0 =0.1204A 3.0-
m<o8 0.80 i
Backbone 0.90+ i

2. Density correlation -

womamo [P0 [FTFTT T 0T T IFFHT 1

H>30 W>15 1.59
Backbone

3. Density index E

kil GO0 alimsndiiiil 1
Sidechainorbaseg):g:j/uu V[ e WUHEJ]UW U_NLUJ DU—LHJ;

<Dens> = 0.0544,6 = 0.0085

Side chain or base 30.
6

B> 60. 60.
packbone 30_
e M
0.

1.00 — —
5. Connect 0.50 S

EGLHYNPYFPGQAIGMAPPIYNEILEYDDGTPATMSQIAKDVCTFLRWAAEPEHDQRKRMGLKMLL I SALLTSLL
I — - I I i —

residue number ) © ~ o) o o I
— - — — — « o~

chain identifier  |Q

VN.A. (GLY) g-g: L
- Backbone 10
1. Shift 5
) . 1.0+

Side chain or base 20 L

0 =0.1204A 3.0- =

m<os 0.80 r
peckdone O'Q&MMIW,W I

2. Density correlation

== — @ I
Side chain or base()_g(yJ_U‘A‘_u—I:la—‘—u I:D] U_LFI—UM \_LM—I:D F l:D; ] |
0.80- L

H>30 E>15 %8
3D . .Bgckbone 0:5
. Density index
e il i L ML
<Dens> = 0.0544,6 = 0.0085 15

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

1.00
5. Connect 0.50 H

YYMKRHKWSVLKSRKMAYRPPK| [VHNDVTVPDFSAYRREDVMDATTSSQTSSEDRKGFSYLVTATACVATAYAA
residue number | & - o - = o o H ‘—|
BN N

chain identifier  |Q R

24

— N ™ < [Te]
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Local estimation (25)

VNA. (GLY) 3.09
; pecktone O nen AN A e e T e D O e R A nnutl
1. Shift
1 O,JLMW,
Side chain or base 20 L
0 =0.1204A 3.0

m<o0s8 0.804
P O em e o m ol ﬂLJJmJ%W

2. Density correlation -

ST T T T T T
0.80-

Hl>30 @>15
Backbone

3. Density index

Side chain or base

5 —
0 [
5 L

ST " "TTT T rERT
<Dens> = 0.0544,6 = 0.0085 5 L

Backbone 30.
4. B-factor
60.

1.00 r
comes 5 T AT b o

KNVVTQFI SSLSASADVLALSKIEIKLSDI PEGKNVAFKWRGKPLFVRHE'TQAE|NQEAFE.VDVSKLRDPS‘HDLDR

residue number — — (=) — g d 5|
© ~ © @ - — —
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Backbone -
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m>30 E>15 %8 r

3. Density index
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<Dens> = 0.0544,0 = 0.0085 1. 5
> 60.
Backbone
4. B-factor
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I
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Local estimation (26)

V NA. (GLY) 3.0 r

- Backbone 104
1. Shift

Side chain or base
0 =0.1204A

OO EA N AP AR P P OO A PO

1.0
2.0+ =
3.0

m<o0s8 0.804 r
ackhone O'QGH:I_HTM Wﬁ

2. Density correlation -

0.80-

154
H>30 W>15 it r

0.5+ -

Backbone

3. Density index

Side chain or base
<Dens> = 0.0544,0 = 0.0085

i k. N Wl B

Side chain or base 30.

B> 60. 60.
e _

60.

1.00

5. Connect 0.50 S

residue number
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o o o o (=] o o

« 15} < re} © ~ ©
chain identifier S
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- Backbone 104 B

1. Shift & =
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Side chain or base 204 L

0 =0.1204A 3.0° L

m<os 0.807 r

Backbone 0.90+1 -
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G | il IS N O W s

Backbone

m>30 E>15 157
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3. Density index
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4. B-factor
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Local estimation (27)
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1. Shift
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Side chain or base 204 L
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Backbone 1'0: L
1. Shift : %
Side chain or base % 8: D D D D D D u [D D 0 B
0 =0.1204A 3.0~ L
m<os 0.807 r
Backbone 0.90+ -
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TP R T
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Backbone
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Local estimation (28)

V NA. (GLY) 3.0
Backbone

2.0
l'o’wﬁﬂﬂﬁwwm
1. Shift

Side chain or base

1.0
2.0+
0 =0.1204A 3.0

e Ly ) | | e

m<08 0.80
Backbone 0.90+

2. Density correlation -
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Backbone 1.0

. . 0‘57
3. Density index E
Side chain or base

0.5
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Backbone 30.
4. B-factor
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5. Connect 0.50
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SFCHECK 7.03.16

(T 3002

(T 3007

(T3011]

(T 5011

(T 3005




Structure Factor Check
3L73

Local estimation (29)

2. Density correlation

VNA. (GLY) 2-8: r
i pecktone 1:07m7

1. Shift e =
; i 1.0 -

Side chain or base 204 L

0 =0.1204A 3.0~ L
m<08 0.80, r
Backbone 0.90+ r
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Backbone é
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