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

Structure Factor Check
3H1J

Date: 12-APR-09
PDB code: 3H1J

Title: STIGMATELLIN-BOUND CYTOCHROME BC1 COMPLEX FROM CHICKEN

Crystal

Cell parameters:

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

a: 17346 A b: 18245A «c: 241.33A

y: 90.00

M odel

Number of chains:

32679 atoms (14 water molecules)

Volume not occupied by model: 63.4 %

51

Structure Factors
I nput
Nominal resolution range: 42.7 - 3.00 A
Reflections in file: 141717
Unique reflections above 0: 141717
above b: 138899
above 3: 81483
SFCHECK
Nominal resolution range: 42.7 - 3.00 A
\O5max. from input data, min. from author\05
Used reflections: 141716
Reflections out of resolution: 1
Completeness: 92.6 %
R_stand(F) = g(F)>/<F>: 0.106

Anisotropic distribution of Structure Factors
ratio of eigen values: 1.0000 0.5954 0.693

B_overall (by Patterson): 53.A"2
Optical resolution: 2.23A

Expected opt. resol. for complete data set: 2.23
Estimated minimal error: 0.106 A

[$x]

<B> (for atomic model): 77.3 AN2
a(B): 17.81 A2
Matthews coefficient: 4.17
Corresponding solvent % : 70.30
Refinement
Program: CNS 1.1
Nominal resolution range: 42.7 - 3.00 A
Reported R—factor: 0.243
Number of reflections used: 141718
Reported Rfree: 0.28
Sigma cut-off: N.A.

Model vs. Structure Factors

R-factor for all reflections: 0.291
Correlation factor: 0.849
R-factor: 0.296
for F>2.00
nom. resolution range: 42.68 — 3.00A
reflections used: 138910
Rfree: 0.321
Nfree: 2736
R-factor without free—refl.: 0.295
Non free-reflections: 136174
<u> (error in coords by Luzzati plot): 0.476
Estimated maximal error: 0.290 4
DPI: 0.409 A
Scaling
Scale: 0.602
Bdiff: -9.31

Anisothermal Scaling (Beta):
7.7362 —2.3363 1.2298 0.0000 0.0000 0.0

Solvent correction — Ks,Bs: 0.642 250.136
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Local estimation

2. Density correlation

Side chain or baseQ.90+

V NA. (GLY) 2-8: r

- Backbone 104
1. Shift

; i 1.0
Side chain or base 204
0 =0.1189A 3.0-
m<o08 0.80
Backbone 0.90+

Hl>30 @>15
Backbone

3. Density index

P E ] Y o[
Side chain or base ggiﬂ—h U m u u WUJ u W i U_U B
<Dens> = 0.0725,0 = 0.0128 1.5 =
W> 60. 60.
Backbone 30.
4. B-factor
Side chain orbase 30-m
60.
1.00 L] —
5. Connect 0.50- W W—
ATYAQTLQNIPETNVTTLDNGLRVASEESSQPTCTVGVWI GAGSRYENEKNNGAGYFVEHLAFKGTKKRPCAAFE
residue number N N m % g uN7 % Q
chain identifier ~ |A
V N.A. (GLY) g-g: r
- Backbone 104
1. Shift
) _ 1 o I EVIFFVEPAIE A [ [ H T = - e O =M A O PO e
Side chain or base 204 L
0 =0.1189A 3.0~ =
m<os 0.807 r
2. Density correlation = e = = L
Side chain or base).90 I l:I:l: W,
0.80- -

H>30 @>15 %8
. bensity Inaex
Sidechainorbaseg'gj_u W u U\/U I_M U UJ_U—M U_U U—LUJ—UJ ERgE W LU—H—LM U>:
<Dens> = 0.0725,0 = 0.0128 1.5 L
B> 60. 60. T
4. B-factor —=
60. ——L
1.00 L]
5. Connect 0.50- 3
KEVESMGAHFNGYTSREQTAFY IKALSKDMPKVVELLADVVQNCALEESQI EKERGVILQELKEMDNDMTNVT FD
residue number S S S S & & S
— — — — —
chain identifier ~ |A
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Local estimation (2)

Backbone
2. Density correlation

V NA. (GLY) 2-8: r
- Backbone 104
1. Shift
1.0+
Side chain or base 204
0 =0.1189A 3.0-
m<o0s8 0.80+

0.904

Side chain or baseQ.90+

Hl>30 @>15
Backbone

3. Density index

Side chain or base 8
<Dens> = 0.0725,0 = 0.0128 5
B> 60. 60.7
Backbone 30.*W
4. B-factor 1
Side chain or base 30_—l
60.- il
1.00 H
5. Connect 0.50- o -
YLHATAFQGTALARTVEGTTENIKHLTRADLASY IDTHFKAPRMVLAAAGG| SHKELVDAARQHFSGVSFTYKED
residue number % S ﬁ % S S ﬁ ﬁ
~ - - — - N [aV) N
chain identifier ~ |A
VNA. (GLY) 39 L
- Backbone 10
1. Shift = r
- .o S e eV S e VS
Side chain or base 20 L
0 =0.1189A 3.0~ =
m<o08 0.801 i
packbone 0991 m—ﬂ—ﬂﬂMi
2. Density correlation e =
. = = [ F:' = V= O
e o ] u—u_ru \_A_W_U\_A_U ‘—‘_N/U_'“U HVW/I_I_U—W_I I

0.80-

W>30 @>15
Backbone

3. Density index

1.59
1.0
0.5+

Side chain or base J WI_U_I_'J LU U \W I_u \—U_I_Luz
<Dens> = 0.0725,0 = 0.0128
Backbone
4. B-factor
60. — —
1.00
5. Connect 0.50- 3

residue number

chain identifier
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Local estimation (3)

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

1. Shift
; ; 1.0 o
Side chain or base 204 L
0 =0.1189A 3.0- —
m<o0s8 0.80 r
Backbone 0.904 |

2. Density correlation -

) ) H = W:'—\:I]—D—\jjj]:q] :I—D:D N TV::\:I:,
Side chain or base).90 L
0.80- L

Hl>30 @>15
Backbone

3. Density index

< RN o [ AT AR

Side chain or base 8:
<Dens> = 0.0725,0 = 0.0128 5
m> 60. 0.
Backbone 30.
4. B-factor
Side chain or base 30_1
60.
1.00 L]
5. Connect 0.50- -
KLCHSFQTFNTSYSDTGLFGFHFVADPLSIDDMMFCAQGEWMRLCTSTTESEVKRAKNHLRSAMVAQLDGT T PV (]
residue number & N N S g S o N
g] ™ %) ™ ™ ™ ™ ™
chain identifier ~ |A
V N.A. (GLY) g-g: r
- Backbone 10 W,
1. Shift & L
Side chain or base %8: [D D ] u U D D u Bouiy D] i D B
0 =0.1189A 3.0 =
m<os 0.807 r

pachone OIQ&MMWMMM |
P ) o e 0 e s ] ==

2. Density correlation e

iy = T
Side chain or base).90
0.80-

1.59
H>30 W>15 o

0.5+

Backbone

3. Density index

Side chain or base

s L e ol teulaliel Lk | '

A

e 60. u
4. B-factor ] ]
60. —

1.00
5. Connect 0.50-
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)

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

; i 1.0 -

Side chain or base 204

0 =0.1189A 3.0-
m<o08 0.80 r
Backbone 0.90+ I

2. Density correlation

St ||l e (L

W>30 W>15 1.59
Backbone

3. Density index E L

[E | Y4 [ =N/
Side chain or base 88: LLU_]_D u u w U U [I—D M W:
<Dens> = 0.0725,0 = 0.0128 15

Backbone 30.
4. B-factor
60.

1.00 x
5. Connect 0.50 S

LEITKLPNGLIITASLENFSPASRIGVFIKAGSRYETTANLGTAHLLRLASPLTTKGASSFRITRGIEAVGGSLSV
(o2} (2] () (o2} (2] () (o2}

residue number 2 3 2 3 3 2 3

chain identifier B

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1189A
m<os 0.807 r

Backbone 0.90+1 -
2. Density correlation =

Side chain or baseO.Q(%ZD:D:q:I:D—D:l:_II I W Lr|—I:D:I]:rzl I I qjj - [
0.80- L

H>30 @>15 1.57
Backbone 1.04

T I e iy Wi i il
Sidechainorbase%gzw LI’UJ oo LU UW%U—ULULLU i U_MJWUJU [(H] E

<Dens> = 0.0725,0 = 0.0128

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

1.00
5. Connect 0.501 -

STREKMTYCVECLRDHVDTVMEYLLNVTTAPEFRPWEVTDLQPQLKVDKAVAFQSPQVGVLENLHAAAYKTALA
(2] [« (o2} (2] () (o2} [e2]

Y
residue number =) 1 « ™ < 0 ©
— - — — - — —

B

chain identifier
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Local estimation (5)

Backbone
2. Density correlation

ool e ndlll onn Ba LB 5.

Side chain or baseQ.90+

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

1. Shift
‘ . 1I0?MWMM—&MMW$MW,
Side chain or base 204 L
0 =0.1189A 3.0- —
m<os 0.80 r

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0725,0 = 0.0128

Il > 60.
Backbone
4. B-factor
60.
1.00 LI
scames o [ THTTITITHITH i
NPLYCPDYRIGKITSEQLHHFVQNNFTSARMALVGI GVKHSDLKQVAEQFLNIRSGAGTSSAKATYWGGE I REQN
residue number ,‘2 % % 8 2 g %
- - — N N N N
chain identifier B
VN.A. (GLY) g-g’ C
- Backbone 1:0: L
1. Shift =
. . 1.0 r
Side chain or base 20 L
0 =0.1189A 3.0~ =
m<o038 0.80q r

Backbone
2. Density correlation

e el peolilh.
sl e SR || Dl b i Ll :

W>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0725,0 = 0.0128

1.54
1.04
0.5+

0.5+
1.04
1.5-

Huuvumuu LI T e T I LR s

> 60.
Backbone

4. B-factor

60.
30.

Swie chain orbase 307-r-rm-r
60.-

5. Connect

1.00q

0.50] T -

residue number

chain identifier
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Local estimation (6)

VNA. (GLY) 2-8: L
- Backbone 1:07 L
1. Shift
1.0
Side chain or base 204 L
0 =0.1189A 3.0- —
m<o0s8 0.80+
Backbone 0.90+ I

2. Density correlation - L

il O e N

H>30 m>15 i r
o Backbone 0.5 L

3. Density index :ﬁmumw VA HJ]ULD—QJUJWW DVDT[D—E

Side chain or base

<Dens> = 0.0725,0 = 0.0128

Side chain or base 30.

> 60.
Backbone
e m

1. oc
5. Connect 0.50 ‘W W—

FYTI SQAAHAGEV | RAAMNQLKAAAQGGVTEEDVTKAKNQL KATYLMSVETAQGLLNE | GSEALLSGTHTAPSVV

residue number 2 2 3 3 I 2
™ ] ™ 3] ™ ™

349,

chain identifier B

VNA. (GLY) 39 r
S K5 (e O H O T HTT
1. Shift & =
i O - O O PO T S
Side chain or base 20 L
0 =0.1189A 3.0~ =
m<os 0.807 r
Backbone 0.90q -
2. Density correlation E =
Side chain or base).90 I T D I D D D I D -

0.80-

m>30 E>15 1
o Backbone 0.5 (

3. Density index
e cranorbase 057 1 1 LTH [T LJ U ST E m B
157

<Dens> = 0.0725,0 = 0.0128

W > 60. S
4. B-factor LD
60. L

1.00
5. Connect 0.50- W ( ﬂ -

QKIDSVTSADVVNAAKKFVSGKKSMAASGDLGSTPFLDEL MAPNIRKSHPLLKMINNSLIDLPAPSNI SAW!
(2] [« (o2} — — —

A
residue number S} 3 = I = o N ™
)
B

439

< < <

chain identifier C
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Local estimation (7)

0.80- =

V NA. (GLY) 2-8: r
W nsannnnlsninninnnnnnniininifnnnannanininnndnsnanxnnnnnanznnn)niiainzasinnnnt
1. Shift
o chaimor base 1:0 17 LU I CHYORL T OO EH O PO TPV H P HEROH H MOV
Side chain or base 204
0 =0.1189A 3.0- -
m<o0s8 0.80 =
Backbone 0.90+ L
2. Density correlation v 8 =110 (e ] O P e = v e 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? i
<Dens> = 0.0725,0 = 0.0128 )
> 60.
Backbone
4. B-factor
60.— — - — — —
1.00
5. Connect 0.50 +
NFGSLLAVCLMTQILTGLLLAMHYTADTSLAFSSVAHTCRNVQYGWL IRNLHANGASFFFICIFLHIGRGLYYG S|
residue number ;‘ UP" 5‘ ,‘:‘ oFo' 5‘ §
chain identifier  |C
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1189A
m<os 0.807
Backbone 0.90+1
q 1 =T e
2. Density correlation e = e === o
Side chain or base).90+ -

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0725,0 = 0.0128

W > 60.
Backbone
4. B-factor & — =
Side chain or base 30. m I M M M,
60.- — - i — -
1.00
5. Connect 0.50 -
YLYKETWNTGVILLLTLMATAFVGYVLPWGQMSFWGATVITNLFSAIPY I GHTLVEWAWGGFSVDNPTLTRFFAL
residue number b b - 3 o o 2 b=
— — — — — — — —
chain identifier C
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Local estimation (8)

VNA. (GLY) 2-8: L
N ) s s annlnl S analinnlindnainaiinnsausiasnlzainnnainzonsannannnannnnnunnnnlnn:
1. Shift

e cha 1 o PP 0 P VP e R e B
Side chain or base 20 L
0 =0.1189A 3.0~ -
m<o08 0.80 I

Backbone 0.90+

. . T N = = S = s e 1 S s SO oy S S o o

2. Density correlation 7$Twm_zﬁzv_sc_ﬁﬁmcm—w—ww = D—Wﬁm*
Side chain or base).90- r

0.80-

H>30 E>15
Backbone

3. Density index

5]
.0
45

<Dens> = 0.0725,0 = 0.0128 5

Backbone 30.4 W W —W W B
4. B-factor

Side chain or base 30_—MU_M_UJ_M[ m 1 M 1 L

60.- — i ! -
1.00
5. Connect 0.50 +
HFLLPFAIAGITIIHLTFLHESGSNNPLG| SSDSDKIPFHPYYSFKDILGLTLMLTPFLTLALFSPNLLGDPENF
residue number 8 5' 4 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 =0.1189A
m<o08 0.801

Backbone 0.90+
2. Density correlation =

Side chain or base).90

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0725,0 = 0.0128

W > 60.
Backbone

4. B-factor

Side chain or base 30.
60.-

1.00
5. Connect

0.501

residue number

chain identifier
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Local estimation (9)

VNA. (GLY) 2-8: L
W nnanndnsnninnnnnniadinainnnannnnnniinninainlauin Q= anEunninntnlninat=nann}
1. Shift
) ' 1.0 VH_LPUJW—U—‘—JL

s 0 LLLLLYELL [P R [PECCPECLT LP O 7
0=0.1189A 3.0- —
m<038 0.807 i
Backbone 0901 Mﬂ—m—ﬂ—q—h [

: : o I o PO [ S s == = S P I =

2. Density correlation — T o=
Side chain or baseo,g&w I D r

0.80-

H>30 E>15
Backbone

3. Density index

5]
.0
45

Swie chamorbese SW | :
<Dens> = 0.0725,0 = 0.0128 5
H> 60. 0. i
4. B-factor r
Side chain or base 30. M L
60.- =
1.00
5. Connect 0.50- B
LLILTWIGSQPVEHPFI I IGQMASLSYFTILLILFPTIGTLENKMLNY] [GELELHPPAFPWSHGGPLSALDHSS
residue number g o ° = = b by
%) ™ ™ ™
chain identifier  |C D
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1189A
m<o08 0.801 i
Backbone 0.90+
2. Density correlation E
Side chain or base).90

0.80-

H>30 E>15 L

Backbone é
3. Density index -

Side chain or base gg:
<Dens> = 0.0725,0 = 0.0128 1.5-
B> 60. 60.

Backbone 30.1
4. B-factor

Side chain or base 30.

60.-
1.00 i, L]

5. Connect 0.50 -

residue number

chain identifier

SFCHECK 7.1.01
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Local estimation (10)

Side chain or base0.90+
0.80- m

V NA. (GLY) 2-8: r
T eaasuln=suilasnananziinnngaludiseuialninansn=alanzantniiinlunlnenannalinia}
1. Shift

o 1 o PP TRV Ve C SO e =S PO
Side chain or base 204 L
0 =0.1189A 3.0- —
m<o0s8 0.80 r
Backbone 0.90+ -

2. Density correlation 74;Lﬁﬂ =

H>30 E>15
Backbone

3. Density index

L5
1.0+
0.5+

Side chain or base 28:
<Dens> = 0.0725,0 = 0.0128 1.5
H> 60. 60.
Backbone 30.
4. B-factor |
Side chain or base 30_I i
60.
1.00
5. Connect 0.50- -
ARAANNGALPPDLSY I VNARHGGEDYVFSLLTGYCDPPAGVVVREGLHYNPYFPGQAIGMAPPIYNEILEYDDGT
residue number 5' : ﬁ S :r' S 5‘ l:'
~ - — - - — - -
chain identifier D
VNA. (GLY) g-g’ C
Backbone ]
i Cn=tuiniinnizusiniinilnuinnuzaisnninasulinnnununsnnniinlinnalnl=ss 1
LS g (o
- 1 o IR R P P O [
Side chain or base 20 L
0 =0.1189A 3.0- =
m<o08 0.801 i
Backbone 0-901 ‘l_Lc—c—\_l_v—v—.—y—‘_l_‘—q—v—q—l_L—._—\_:—l_l——ﬁ |

2. Density correlation

e e S s
= = —_— —_— —‘_r—‘—u—«_n:\_;_:—\—r— l:I = B
Side chain or base).90 W W I I

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0725,0 = 0.0128

W > 60.
Backbone

4. B-factor

60.7——

Side chain or base 30.
60.— — —

5. Connect

1.00
0.501 -

residue number

chain identifier
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PATMSQIAKDVCTFLRWAAEPEHDQRKRMGLKMLL I SALLTSLLYYMKRHKWSVLKSRKMAYRPPK
— i — - - — - =

[ee] [} o — N [
— - N N N N

D E

24




Structure Factor Check
3H1J

Local estimation (11)

2. Density correlation

V NA. (GLY) 2-8: r
- Backbone 104
1. Shift
1.0+
Side chain or base 204
0 =0.1189A 3.0°
m<o08 0.80+
Backbone 0.9(%

Side chain or baseQ.90+
0.80-

Hl>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0725,0 = 0.0128

MR O R 7111
e =

4. B-factor

W> 60. 60.
Backbone 30.

Side chain or base 30.
60.

Hnn

1.00 =
5. Connect 0.50 W—W—

residue number

PDFSAYRREDVMDATTSSQTSSEDRKGFSYLVTATACVATAYAAKNVVTQFI SSLSASADVLALSKIEIKLSDI P
— I I — — - - bl

— o~ ™ < o © ~ ©
chain identifier  [E
V N.A. (GLY) g-g: r
- Backbone 104
1. Shift e
. . 1.0 -
Side chain or base 204 L
0 =0.1189A 3.0 =
m<os 0.807 r
Backbone 0.90+1 =

2. Density correlation

Side chaln or base0.90] I I:I]v.:- :]:I:IZI W I [7
0.80- =

H>30 @>15 %
Backbone

0
3. Density index

S (It el b el

4. B-factor

v = = o o= ] & =
Side chain or base 28: O O U u—‘—‘ =
<Dens> = 0.0725,0 = 0.0128 15
W > 60. 60.
Backbone 30.

Side chain or base 30.
60.

1.004

som oo L

residue number

chain identifier
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Local estimation (12)

V NA. (GLY) 2-8: r
- Backbone 104
1. Shift
: ; 1.0+
Side chain or base 20
0 =0.1189A 3.0°
m<o08 0.80

Backbone 0.90+

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

0.80-

H>30 W>15 1-3*
Backbone 1.0+

" 0.5
3. Density index
Side chain or base

0.5
1.0+
<Dens> = 0.0725,0 = 0.0128 1.5-

Backbone 30.
4. B-factor Y
60.

1.00-
5. Connect 0.50

CPCHGSHYDASGRIRKGPAPYNLEVPTYQFVGDDLVVVG GRLMDRI RKWYYNAAGFNKYGLMRDDTLYEDDDV
residue number b 2 o o e I Q =]
— — — —

chain identifier  [E F

~ N () <

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1189A
[W<o0.s8 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> = 0.0725,0 = 0.0128
W > 60.
Backbone
4. B-factor
Side chain or base 30.
60.-
1.00
5. Connect 0.50
KEALKRLPEDLYNERMFRIKRALDLSLKHRILPKEQWVKYEEDKPYLEPYLKEVIRERLEREAWNKK| [GIHFGN
residue number 2 2 IS 2 =3 § g =

chain identifier ~ |F G

SFCHECK 7.1.01




Structure Factor Check
3H1J

Local estimation (13)

VNA. (GLY) 2-8: L
- Backbone 1:07 L
1. Shift
B 1'°’MMMM*%WM*
Side chain or base 20 L
0 =0.1189A 3.0° —
m<o038 0.807

Backbone

0.904

w

2. Density correlation

ﬂ_D:S W
Side chain or basegjz(; T uI_I W W—uw

WHILWUJWTT[

H>30 @>15
Backbone

3. Density index

soesnroes 251 S [T [N LV I P T DO
<Dens> = 0.0725,0 = 0.0128 15-
> 60. 60. 1T
4. B-factor
Side chain or base 30. M m J’Jv[l:l:]v.:l-
60. - — i
1.00
5. Connect 0.50- -
LARVRHI ITYSLSPFEQRAIPNIFSDALPNVWRRFSSQVFKVAPPFLGAYLLYSWGTQEFERLKRKNPADYENDQ
residue number b b = g o 3 = b
chain identifier |G
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1189A
[W<o0.s8 0.807

Backbone

2. Density correlation

Side chain or base).90
0.80-

H>30 @>15
Backbone

3. Density index

1.59
1.0+
0.5+

Side chain or base 28:

<Dens> = 0.0725,0 = 0.0128 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

EEEELVDPLTTIREHCEQTEKCVKARERLELCDARVSSRSHTEEQCTEELFDFLHARDHCVAHKLFNKLK
o o ) o o o) o
— N ™ < n ©

H




Structure Factor Check
3H1J

Local estimation (14)

VNA. (GLY) 2-8: B
- Backbone 1.0+
1. Shift e
1.0+
Side chain or base 204
0 =0.1189A 3.0-
m<o0s8 0.80+

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 e
Side chain or base

0.5
1.0+
<Dens> = 0.0725,0 = 0.0128 1.5-

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

Side chain or base 30.
60.-

1.00q
some 5 Juil N ¢ |

............ RPLLCRESMSGRSARRDLVAGISLNAPASVR| [ALLRQAYSALFRRTSTFALTVVLGAVLFER
i © N N N < <
residue number 3 B ] N = 3 S
chain identifier |l J
V N.A. (GLY) 3.0 r

Lo e VO A THA P T T
1. Shift

1 o PO V[P POMI D [ AT L
Side chain or base 20 L
0 =0.1189A 3.0- =
m<o08 0.801 i
Backbone 0.90+ [

2. Density correlation e

l_l—]_|\/ -
Side chain or base).90 qu ED L
0.80- —

Sl b il

7
g | | i |

Backbone 0 B
3. Density index
= o VIF
Side chain orbaseggw M U—MJ M LH_U UJ UJ—U Lu—u LU w [ :
<Dens>=0.0725,0 = 0.0128 1. 5

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

1.00 -

5. Connect 0.50- 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
3H1J

Local estimation (15)

2. Density correlation
Side chain or base0.9
0.8

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

1. Shift

: ; 1.0

Side chain or base 204 L
0 =0.1189A 3.0- —
m<o0s8 0.80 r
Backbone 0.904 |

I i L | e

Hl>30 @>15
Backbone

3. Density index

I O I A oA T I i e

oI =
Side chain or base l-gi—EmJ LDTVD_LUJ w LFED_[DJV—D:DVI_D:D:D—U U‘LLU Wi
<Dens> = 0.0725,0 = 0.0128 15] L
W> 60. 60.
Backbone 30.
4. B-factor
Side chain orbase 3om_
60.
1.00 ] L w
5. Connect 0.50 W W = +
SRYENEKNNGAGYFVEHLAFKGTKKRPCAAFEKEVESMGAHFNGYTSREQTAFY IKALSKDMPKVVELLADVVQN
residue number g $ “,\7 g g § 8
chain identifier [N
T N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1189A
m<os 0.80 r
Backbone 0.90+1 -
2. Density correlation E= = B e :D L
Side chain or base).90 -
0.80- -
H>30 @>15 1.59 r
Backbone 1.04 B

3. Density index

0.5+

o T
Fuy [~ Wy PO e ey gt

Side chain or base gg:ﬁ U—UJ u u L
<Dens> = 0.0725,0 = 0.0128 1.5-
> 60. 60.
4. B-factor
60.
1.00
5. Connect 0.50- 3

residue number

chain identifier

SFCHECK 7.1.01

CALEESQIEKERGVILQELKEMDNDMTNVTFDYLHATAFQGTALARTVEGTTENIKHLTRADLASYIDTHFKAPR,
(8] (82 o™ o [32) o™ (32 [a2)

N [92] < n © N~ [ee] o
- - — - - - - -

N




Structure Factor Check
3H1J

Local estimation (16)

Backbone
2. Density correlation

OIQGHMmmmwmhﬁﬁ
Side chain or baseO_g(fJ—U \/WJ_I:.: IJ_T—'TD_:I:.: T LLV D_D :D = :T—
0.80- =

VNA. (GLY) 2-8: L
- Backbone 1:07 L
1. Shift
1.0+
Side chain or base 204 L
0 =0.1189A 3.0- -
m<08 0.80 r

H>30 .>1.sB %g
3. Density index =

Side chain or base 28: u U W—D—WWU LI L@”/L[IJ
<Dens> = 0.0725,0 = 0.0128 1.5-

Backbone 30.
4. B-factor

60.
1.00 —
5. Connect 0.50- W -
MVLAAAGG| SHKELVDAARQHFSGVSFTYKEDAVPILPRCRFTGSEI RARDDALPVAHVALAVEGPGWADPDNVV
residue number 2 2 Q 2 Q 3 3
N [aV) N N N N N
chain identifier [N

V N.A. (GLY)

Backbone
1. Shift

Side chain or base
0 =0.1189A
m<os 0.807

Backbone 0.9+
2. Density correlation = = =

Side chain or baseQ. 98]7 W D [B_[I D] D [,

0.8

W>30 @>15
Backbone

3. Density index

Side chain or base

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

<Dens> = 0.0725,0 = 0.0128

L ST AKNNYEERTI iy
o T O U T T 0 e

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

residue number

chain identifier

SFCHECK 7.1.01

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

~ @ [} o I [ [

N N N ™ ™ ™ ™ ™

N




Structure Factor Check
3H1J

Local estimation (17)

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

1. Shift
; ; 1.0 -
Side chain or base 204 L
0 =0.1189A 3.0- —
m<o0s8 0.80 r
Backbone 0.90+ |

2. Density correlation

O o =
Side chain or baseo_g(o)] D FLU - W MW = LI»,
0.8 L

H>30 @>15
Backbone

3. Density index

Side chain or base

5]

.0

45
<Dens> = 0.0725,0 = 0.0128 % I

Backbone 30.
4. B-factor
60.

1.00
5. Connect 0.50 S

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

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

chain identifier [N

VN.A. (GLY) g-g: C
- Backbone 10
1. Shift e
) . 1.0
Side chain or base 204
0 =0.1189A 3.0-
m<08 0.801

Backbone 0.904

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

0.80

W>30 @>15
Backbone

3. Density index

O
Side chain or base 28# U—U_WU UM—LIJ—U—NU—UJ LU\/UJ UJ U—NJ LLLU_I—HJ M - \M—u_I]:I—I\/ t
<Dens> = 0.0725,0 = 0.0128 1:5

15
1.0
0.5

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

1.00 —
5. Connect 0.501

PALAAVGPIEQLLDYNRIRSGMYWI
(8] (82 (]

residue number « ™ <
< < <

PGAEDLEITKLPNGLI IASLENFSPASRIGVFIKAGSRYETTANLGT
[ee) o © o)
N ™ < [Te)

O 180
T

chain identifier N

SFCHECK 7.1.01




Structure Factor Check
3H1J

Local estimation (18)

Vi@l o :
ackbone 1:07 B
1. Shift
s e o bsss 10] [P OO e e o O 0 O O S R PO OO
0=0.1189A 3.0- —
M<0.8 0.801 I
Backbone 0.904 J M I
2. Density correlation 7f'5'_.;5;ﬁ m:ﬂﬁj—sv:mm = szz'f
Side chain or base0.90+ I WW i
0.80" -
H>30 E>15 %g
3. Density index e
Side chain or base 28:1 u VI—H—M/LI]]VVI:D—LU m W UJ Lﬂ?mm
<Dens> = 0.0725,0 = 0.0128 1.5- —
> 60. 60']»7 T ]
o R EEECEEEO IO TELEEEE  IE
4. B-factor =
60. = i —
1.00
5. Connect 0.50 +
AHLLRLASPLTTKGASSFRITRGIEAVGGSLSVYSTREKMTYCVECLRDHVDTIVMEYLLNVTTAPEFRPWEVTIDL
residue number 3 ® 3 3 § ?. a @
chain identifier |0
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1189A
[W<o0.s8 0.801 I
Backbone 0.90+ |
2. Density correlation = =
Side chain or base).90 I I

0.80-

H>30 E>15 %
Backbone O.
3. Density index 0
Side chain or base gg]_u
<Dens> = 0.0725,0 = 0.0128 15
B> 60. 60.
Backbone 30.4
4. B-factor &
Side chain or base 30_]:']:
60.
1.00
5. Connect 0.50 -
QPQLKVDKAVAFQSPQVGVLENLHAAAYKTALANPLYCPDYRIGKITSEQLHHFVQNNFTSARMALVGIGVKHSD
residue number * 3 3 IS ] > S
— — — — — — N
chain identifier o

SFCHECK 7.1.01




Structure Factor Check
3H1J

Local estimation (19)

2. Density correlation

V NA. (GLY) 2-8: r
- Backbone 104 L
1. Shift
i i 1.0 -
Side chain or base 204
0 =0.1189A 3.0-
m<o0s8 0.80 r

ackhone OIQGMMWM Lﬁ_ﬂ—‘_ﬂm I:[‘ =) i
, m [ |

Side chain orbasegzzgijl E[I_r‘f W . W o DVD o =:IIIIV V[I:I]V’E

W>30 @>15

<Dens> = 0.0725,0

3. Density index

154 r
1.0 -

= 0.0128

Side chain or base ?éiwwu LD Ve J W LI:ITEDW—VD_H N w DJ Mi

2. Density correlation

W> 60. 60.
Backbone 30.
4. B-factor
Side chain orbase 30-_m-m
60.
1.00 i L T
5. Connect 0.50- -
LKSVAEQFLN IRSGAGTSSAKATYWGGE I REQNGHSLVHAAVVTEGAAVGSAEANAFSVLQHVLGAGPLIKRGSS
residue number = 2 3 @ 2 3 ® 2
N N ~N N N N N N
chain identifier O
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1189A
m<os 0.807 r
Backbone 0.90+1 -

e |l il B el 1 |

m>30 E>15 1 r
Sidechainorbaseg'g: u B H \_u_'_l_l LHJ_H_IV H/UJ LUJ o Lu o U o LU_U o L:
<Dens> = 0.0725,0 = 0.0128 1.5- L
H> 60. 60.
Backbone 30.
4. B-factor
60.
1.00+ 1| L
5. Connect 0.50- 3

SFCHECK 7.1.01

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

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

chain identifier o




Structure Factor Check
3H1J

Local estimation (20)

VNA. (GLY) 2-8: L
- Backbone 1:07 L
1. Shift
) ) Lo—M*WMMWﬂWUM&Mf
Side chain or base 204 L
0 =0.1189A 3.0-
m<08 0.80 r

Backbone

0.904

2. Density correlation

Side chain or baseQ.90+

Mmmmﬂmmﬁﬁmhh
i O D O

0.80-
W>30 @>15 %g r
s Dy 08 AT
. Density index r
= = OVE O ’—l =V ﬂ
Side chain or base 88: LU—[I_DJ—U\/ U_LIV u LM—U L :
<Dens> = 0.0725,0 = 0.0128 1.5 —
B> 60. 60.
BaCkbone 30_
4. B-factor
Slde Chain * base Som
60.
1.00 -
5. Connect 0.50 B
ATYLMSVETAQGLLNEIGSEALLSGTHTAPSVVAQKIDSVTSADVVNAAKKFVSGKKSMAASGDLGSTPFLDEL
residue number 8 ,03 % % 8 8 ﬁ %
3] ™ 3] ™ < < < <
chain identifier O
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1189A
m<08 0.801 i
pachone O'Q&MMMWL% |
2. Density correlation d mn (Lol
Side chain or base0.90+ —I:I—'—U_LI—LH_H_LI_UJ D r
0.80- -
W>30 H>15 1
- o Bgckbone 0.5
. Density index
e Al U T U T B T 1 B
<Dens> = 0.0725,0 = 0.0128 1:57

W > 60. o0 7]77 1] I
Backbone 30._ WW W_-:Ili
4. B-factor (1]
60. — — =
1.00, H
5. Connect O.S&W—W I

residue number

chain identifier

SFCHECK 7.1.01

APNIRKSHPLLKMINNSLIDLPAPSNISAWWNFGSLLAVCLMTQILTGLLLAMHYTADTSLAFSSVAHTCRNVQY
N o N

N N N N IN
— ~ ™ < 0 © ~
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Structure Factor Check
3H1J

Local estimation (21)

Backbone
2. Density correlation

VNA. (GLY) 2-8: B
Backbone 1:

1. Shift
Side chain or base

0 =0.1189A

m<o08 0.807

0.904

Side chain or baseQ.90+
0.80-

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0725,0 = 0.0128

> 60.
Backbone

4. B-factor

Side chain or base 30.
60.-

5. Connect

1.00

0.50+ r

residue number

chain identifier

GWL I RNLHANGASFFFICIFLHIGRGLYYGSYLYKETWNTGVILLLTLMATAFVGYVLPWGQMSFWGATVITNLF
o N N N N N N

o — N [32] <
® © — — — — —

P

V N.A. (GLY)
Backbone

1. Shift
Side chain or base
0 =0.1189A

W<08
Backbone

2. Density correlation

Side chain or base).90
0.80-

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0725,0 = 0.0128

SFCHECK 7.1.01

W > 60.
Backbone
4. B-factor
Side chain or base 30.
60.
1.00
5. Connect 0.50
SAITPYIGHTLVEWAWGGFSVDNPTLTRFFALHFLLPFAIAGITIIHLTFLHESGSNNPLG| SSDSDKIPFHPYY §
residue number [ o N & > S 3 N
~ — - — — N N N
chain identifier P




Structure Factor Check
3H1J

Local estimation (22)

VNA. (GLY) 2-8: L
- Backbone 1:07 |
1. Shift
- 1. o [ S Ve S S OO POV O e
Side chain or base 204 L
0 =0.1189A 3.0-
m<os 0.80 r

Backbone
2. Density correlation

Side chain or baseQ.90+

0.904

AJ‘1444}414[‘LAF4—4‘1—TAi‘lgrg(wgi—ﬁ‘lgngg(—(‘LJAﬂ—lAlgr‘f‘LgrArwAW‘144gTA}4II‘*T‘lngA,Ajgjggrgf‘wAAIIAA{‘T‘W—W — (ATAW44r4[‘}‘144(414144r4{—144——7
TR JFP CTINTET T

0.80- -
H>30 @>15 %g:
- o B;ckbone 0257
. Density index e = Vi O [
Side chain or base ggim uﬂm LU—U LU_I_D]_U LH_F_D] U L
<Dens> = 0.0725,0 = 0.0128 1.5 —
> 60. 60.
BaCkbone 30_
4. B-factor
Slde Chain x base Som
60.
1.00
5. Connect 0.50- -
FKDILGLTLMLTPFLTLALFSPNLLGDPENFTPANPLVTPPHIKPEWYFLFAYAILRSIPNKLGGVLALAASVL I
residue number % % cLP)‘ % ﬁ % g
N N N N N N N
chain identifier [P
V N.A. (GLY) g-g: i
- Backbone 1:07
1. Shift 3 B
I 1o P I A S e e eV O e e M AR e eV e
Side chain or base 20 L
0 =0.1189A 3.0~ =
m<o038 0.807 I
cecore 090 e MOl 1 o e ol ol 0 il B
2. Density correlation E
Side chain or base).90 [I I I I D W I I I I
0.80-
m>30 B>15 T -
Backbone O.

3. Density index
Side chain or base 28

U™ O WWwrE e PP o

<Dens> = 0.0725,0 = 0.0128 1.5 =
H>60. 60.
Backbone 30.
4. B-factor
Swde chanorbase 30_-.
60.
1.00
5. Connect 0.50- M i
LFLIPFLHKSKQRTMTFRPLSQTLFWLLVANLLILTWIGSQPVEHPFI I IGQMASLSYFTILLILFPTIGTLENK
residue number & S N o g by S N
%) ™ ™ ™ %) ™ ™ ™
chain identifier P

SFCHECK 7.1.01




Structure Factor Check
3H1J

Local estimation (23)

2. Density correlation

Side chain or base0.9

VNA. (GLY) 3.07 B
Backbone %8: B
1. shift '
) . 1.0 HH [
Side chain or base 204
0 =0.1189A 3.0
m<o0s8 0.807 — r
Backbone 0.904 | -

=

IOTERTIGRITOry N SR
mrrrTrteet T 'Tr'r T

-

0.8
H>30 W>15 %-g:** M N
- o B;ckbone 0.5 —h L
- Density index os] 0 VO U O VI = [
Side chain or base 1'07 L
<Dens> = 0.0725,0 = 0.0128 1.5- — =
H> 60. 60.
4. B-factor
60.
1.00 || H LI
5. Connect 0.50- F 5
MLNY] [GELELHPPAFPWSHGGPLSALDHSSVRRGFQVYKQVCSACHSMDYVAFRNLIGVTHTEAEAKALAEEVE
residue number — b b = = o by
chain identifier [P Q
VN.A. (GLY) g-g: L
- Backbone 104
1. Shift 5
_ _ 1.0 PV IVE=S IV A== e M O O OV Ve Vv,
Side chain or base 20 L
0 =0.1189A 3.0- =
m<o08 0.801 i
Backbone 0.90+

2. Density correlation

o ==y T
Side chain or baseo_g(yW D I I I D VI:I:*

0.80-

ﬂmﬁﬁmﬂmmi

W>30 @>15
Backbone

3. Density index

set I o AR B e
(A O P O W e

Side chain or base gg
<Dens> = 0.0725,0 = 0.0128 1.5-
= 60.

Backbone 30.
4. B-factor

60.
1.00 L]

5. Connect 0.50- B i

residue number

chain identifier

SFCHECK 7.1.01

VQDGPDENGELFMRPGKI SDYFPKPYPNPEAARAANNGALPPDLSYIVNARHGGEDYVFSLLTGYCDPPAGVVVR
— T — — ‘—4 ‘—c

b7 b =) = I ™ <
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Structure Factor Check
3H1J

Local estimation (24)

ackhone OIQGM O P O ), ’_‘—!_‘—v—l_‘—‘_’_\_l_l_mwi

2. Density correlation

Slan baseo.gojvrmz[[rvj o= Trmjﬂfjvm ﬂ i TWW Tl
0.80-

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

1. Shift
R 1o VIR EVEA VA VA== A VSO,
Side chain or base 204 L
0 =0.1189A 3.0- —
m<08 0.80 r

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

H>30 @>15 %g: B
- o B;ckbone 0257 r
. Density index E =
N TF IV H BN
Side chain or base 28: \/U U LU B
<Dens> = 0.0725,0 = 0.0128 15- —
> 60. 60.
4. B-factor
60.
1.00+ T
5. Connect 0.5&W i
EGLHYNPYFPGQAIGMAPPIYNEILEYDDGTPATMSQIAKDVCTFLRWAAEPEHDQRKRMGLKMLL I SALLTSLL
residue number S S ,F\' o‘_o' 5' S :
- - - — - N [aV)
chain identifier  |Q
¥ N.A. (GLY) g-g: L
- Backbone 1:07
1. Shift B
’ ) 1.0+
Side chain or base 204
0 =0.1189A 3.0-
[W<o0.s8 0.801
Backbone 0.90+

W>30 @>15

3. Density index

Backbone

TR TN AT O T
NI P U0 B T

Side chain or base 28
<Dens> = 0.0725,0 = 0.0128 1.5
B> 60. 60.
Backbone 30.
4. B-factor

60.
1.00

5. Connect 0.50- 3

SFCHECK 7.1.01

residue number

chain identifier

YYMKRHKWSVLKSRKMAYRPPK| [VHNDVTVPDFSAYRREDVMDATTSSQTSSEDRKGFSYLVTATACVATAYAA
bl bl | — — ~ —

N ™ “‘
~ ~

Q R

—
— N ™ < [Te]

24




Structure Factor Check

3H1J

Local estimation (25)

VNA. (GLY) 2-8: L
- Backbone 1:07 L
1. Shift
B 1 o O] P o= e OO0 OV A O e - O S O
Side chain or base 204 L
0 =0.1189A 3.0- —
m<o0s8 0.80

Backbone 0.90+

o o A

o Dokl oil ool 0 5. sl
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Local estimation (27)
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Local estimation (28)
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Local estimation (29)
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