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

Structure Factor Check
2A06

Date: 16-JUN-05

PDB code: 2A06

Title: BOVINE CYTOCHROME BC1 COMPLEX WITH STIGMATELLIN BOUND

Crystal

Cell parameters:

a: 128.25A b: 168.80 A c: 230.82 A

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

Number of NCS—-operators:
NC-symmetry only for information

y: 90.00

1

M odel

33890 atoms (1612 water molecules)

Number of chains:

51

Volume not occupied by model: 42.2 %

Structure Factors
I nput
Nominal resolution range: 37.9- 2.00 A
Reflections in file: 308086
Unique reflections above 0: 308086
above b: 300977
above 3: 180169
SFCHECK
Nominal resolution range: 37.9- 2.10A
\O5max. from input data, min. from author\05
Used reflections: 276806
Reflections out of resolution: 31280
Completeness: 95.3 %
R_stand(F) = g(F)>/<F>: 0.057

Anisotropic distribution of Structure Factors
ratio of eigen values: 0.9620 1.0000 0.898

B_overall (by Patterson): 37.AN2]
Optical resolution: 1.73A

Expected opt. resol. for complete data set: 1.73
Estimated minimal error: 0.033 4

<B> (for atomic model): 48.1 A2
a(B): 16.67 A2
Matthews coefficient: 2.63
Corresponding solvent % : 52.92
Refinement
Program: CNS 1.1
Nominal resolution range: 37.9- 2.10 A
Reported R—factor: 0.222
Number of reflections used: 276810
Reported Rfree: 0.26
Sigma cut-off: N.A.

Model vs. Structure Factors

R-factor for all reflections: 0.238
Correlation factor: 0.933
R-factor: 0.243
for F>2.00
nom. resolution range: 37.87 — 2.10A
reflections used: 271225
Rfree: 0.282
Nfree: 13479
R-factor without free—refl.: 0.241
Non free-reflections: 257746
<u> (error in coords by Luzzati plot): 0.300
Estimated maximal error: 0.084 4
DPI: 0.174 A
Scaling
Scale: 1.718
Bdiff: —-4.66

Anisothermal Scaling (Beta):
1.9764 2.2039 0.7640 0.0000 0.0000 0.00

Solvent correction — Ks,Bs: 0.832 250.036

= =
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Local estimation

Backbone
2. Density correlation
Side chain or base).9l
0.8

0.9

VNA. (GLY) 2-8: L
w0 e e I e e e e A e AT O

1. Shift
o chai Lo A A M Ve Ve PV P POV A,
Side chain or base 204 L
o0 =0.1173A 3.0- —
m<08 0.8 r

qﬂm
JTUTT v

= [
=T ]

H>30 @>15
Backbone

3. Density index

5]
.0
45

Side chain or base 8
<Dens> = 0.3772,0 = 0.1484 5
> 60. 60.
Backbone 30.
4. B-factor
Side chain or base 30_l
60.
1.00,
5. Connect 0.50 4_( L
TATYAQALQSVPETQVSQLDNGLRVASEQSSQPTCTVGVWIDAGSRYESEKNNGAGY FVEHLAFKGTKNRPGNAL
residue number o S - g s 3 N
chain identifier ~ |A
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1173A
m<o038 0.801
Backbone 0.904
2. Density correlation
Side chain or base).90
0.80-

HW>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.3772,0 = 0.1484

1.59
1.0
0.5+

0.5+
1.0+
1.5-

W > 60. 60
Backbone 30.1
4. B-factor
Side chain or base 30,I
60.
1.00
5. Connect 0.50- -

residue number

chain identifier
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Local estimation (2)

V NA. (GLY) 3.0

Backbone .
L0 e e A T T e o e e T et
1. Shift =

Side chain or base

0 =0.1173A

m<o0s8 0.80 r

Backbone 0-901 lﬂwr\_w

2. Density correlation -

- V= =T
Side chain or base).90 I [I
0.80-

H>30 E>15
Backbone

3. Density index

Side chain or base

5]
.0
45

<Dens>=0.3772,0 = 0.1484

[}

.0

.5 —
W> 60. 0.
Backbone 30.

Side chain or base 30.—% J_II
60. —

1.00
5. Connect 0.50 W [t—
NYLHATAFQGTPLAQSVEGPSENVRKLSRADLTEYLSRHYKAPRMVLAAAGGLEHRQLLDLAQKHFSGLSGTVYDE]
residue number [ b 2 bl o g o bt
~ - - — - N [aV) N
chain identifier ~ |A
V N.A. (GLY) 2-8* r
Backbone '0: B
1. Shift = L
ide chai 10] HER VAP e YW H A
Side chain or base 204 L
0=0.1173A 3.0- =
m<os 0.807 r
Backbone 0.90+1 -
2. Density correlation = =—= Eant Hhlaa e pania ]
Side chain or base).90 E
0.80- -
H>30 @>15
Backbone
3. Density index
Side chain or base

<Dens>=0.3772,0 = 0.1484

W > 60.
Backbone

4. B-factor

Side chain or base 30.-
60.-

1.00q

5. Connect o.s&j_ﬂ =

DAVPTLSPCRFTGSQICHREDGLPLAHVAIAVEGPGWAHPDNVALQVANAI IGHYDCTYGGGAHLSSPLASIAAT
- — — - - — -

residue number o < 7o) © ~ fee) =
« N 3\ ~ o~ I3 13\

chain identifier ~ |A
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Local estimation (3)

2. Density correlation

Side chain or base0.90+

VNA. (GLY) 2-8: L
T s [ T e e EeNSNaTNaNinnnsTenaealsNNssl=Ean

1. Shift
! . 1.07MJJ{UW%W{HMM&MM,
Side chain or base 20 L
0 =0.1173A 3.0- —
m<038 0.80 i
Backbone 0.90 r

IR v v = S N . IS | PSR

~ =

s

=

L
I

W>30 @>15
Backbone

0.80- =
W>30 @>15 %g
o Backbone 0:5
3. Density index &
Side chai orbase 28: MW
<Dens> = 0.3772,0 = 0.1484 1.5
H> 60. 60.7 i
4. B-factor 1
Side chain or base 30.*]_L M—LLH_H_I—M—LM—U—U-U_UJ» MMMMMMMM*
60.- — _ =
1.00
5. Connect 0.50 +
NKLCQSFQTFNICYADTGLLGAHFVCDHMS IDDMMFVLQGQWMRLCTSATESEVLRGKNLLRNALVSHLDGTTPV
residue number 5' : ﬁ S :r' S 5‘ l:'
g] ™ %) ™ ™ ™ ™ ™
chain identifier ~ |A
V N.A. (GLY) [
Backbone L
1. Shift Ol
. . T~
Side chain or base L
0=0.1173A L
m<o08 0.801 [
Backbone 0.904 I_,_‘I*
2. Density correlation TV Vo = = Bl Ve
Side chain or base).90 ‘—‘—'_‘—‘—U—‘_'_‘—‘—‘ \W U_]_I_L*
HT

3. Density index
Side chain or base
<Dens> = 0.3772,0 = 0.1484

W > 60.
Backbone
4. B-factor &
Side chain or base 30.1 W .
60.- — — — L
1.00 r
5. Connect 0.50 H_H‘—
CEDIGRSLLTYGRRIPLAEWESRIAEVDARVVREVCSKYFYDQCPAVAGFGPIEQLPDYNRIRSGMF EVPPH
residue number o b 3 b N = g &
™ 13} < < < < <
chain identifier ~ |A B
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Local estimation (4)

VNA. (GLY) 2-8: B
- Backbone 10
1. Shift
i i 1.0+
Side chain or base 204
0 =0.1173A 3.0
m<o08 0.807

Backbone 0.90+

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

L5
1.0+
0.5+

H>30 E>15
Backbone

3. Density index

Side chain or base 28:
<Dens> = 0.3772,0 = 0.1484 15
W> 60. 60.
Backbone 30.
4. B-factor
Side chain or base 30_m
60.
1.005
5. Connect O'SGT +
PQDLEFTRLPNGLVIASLENYAPASRIGLFIKAGSRYENSNNLGTSHLLRLASSLTTKGASSFKITRGIEAVGGK
residue number g g ;_O g 8 ‘,E g
chain identifier B
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1173A
m<os 0.807

Backbone

2. Density correlation
Side chain or base).90

0.80-
H>30 M>15 %8
Backbone 0:5
3. Density index -
Side chain or base gg:
<Dens> = 0.3772,0 = 0.1484 1.5-
B> 60. 60.
Backbone 30.
4. B-factor E
Side chain or base 30.
60.-
1.00
5. Connect 0.50 -

residue number

chain identifier

SVTSTRENMAYTVECLRDDVDILMEFLLNVTTAPEFRRWEVAALQPQLRIDKAVALQNPQAHVIENLHAAAYRN
[(=] © © [(=] © © (=]

o — N o < Te} [
— - - — - - —

L
©
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Local estimation (5)

VN.A. (GLY) 3.09 r
Backbone %'07 L
1. Shift
Side chain or base 51 |
0=01173A
m<o0s8 0.80q

Backbone 0.90+

2. Density correlation 3
Side chain or baseQ.90+

0.80-

H>30 @>15
Backbone

3. Density index

Side chain or base

<Dens>=0.3772,0 = 0.1484

Il > 60.

Backbone
4. B-factor

Side chain or base 30.

60.-
1.00
5. Connect 0.50-
ALANSLYCPDYRI GKVTPVELHDYVgNHFTSARMAL IGLGVSHPVLKQVAEQFLNIRGGLGLSGAKAKYHGGE I R
residue number ,“3 8 by 8 S g 8
- - — N N N N
chain identifier B

V N.A. (GLY)

Backbone
1. Shift

Side chain or base
0 =0.1173A
m<038 0.801

Backbone 0.90q
2. Density correlation E = [r B = = = ey VE ey — —==ri) — =

Side chain or base).90+ W L

0.80- =

3. Density index
Side chain or base

H>30 E>15 13 -
Backbone 0:5 r
0.5 [
1.0 L
<Dens> = 0.3772,0 = 0.1484 1.5/ -

= 60. =
e s o ]

4, B-factor b
Side chain or base 30,]:UVI:D:D:]:D:I:DJ:IVD: || L
60. - = L

.00 ¥
5. Connect 0.50 T -

QNGDSLVHAALVAESAAIGSAEANAFSVLQHVLGAGPHVKRGSNATSSLYQAVAKGVHQPFDVSAFNASYSDSG
(o] «© © (=] © © o

E

residue number [ bre) © ~ @ > o ~
N N ~ N I N ® ™
B

chain identifier
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Local estimation (6)

2. Density correlation

VN.A. (GLY) 3.09 r
Backbone %'07 B
1. Shift
Side chain or base 51 |
0 =0.1173A
m<o0s8 0.80q

Backbone 0.90+

Side chain or baseQ.90+
0.80-

H>30 @>15
Backbone

3. Density index

5 r
.0
.5

Side chain or base 8
<Dens> = 0.3772,0 = 0.1484 5
W> 60. 0.7
Backbone 30.
4. B-factor
Side chain or base 30.
60.-
1.00
5. Connect 0.50- -
LFGFYT I SQAASAGDV IKAAYNQVKT IAQGNLSNPDVQAAKNKLKAGYLMSVESSEGFLDEVGSQALAAGSYTPP]
residue number S S ‘3,. et 3 © S
™ ™ %) ™ ™ ™ ™
chain identifier B
V N.A. (GLY) g-g: r
- eckbone L H I e e T e T crerred broe e T
1. Shift = L
B 1_o7]:qu_u_j_L_Ll]:Djjq_l_kU—{_LNDFQJ:DVEDVDID]]]j S A POV M
Side chain or base 204 L
0=0.1173A 3.0~ =
m<os 0.807 r
v L me s an e e |
: ; _i PRy — = o =
2. Density correlation T s - B 5 o = v v
Side chain or base).90 E

0.80-

H>30 @>15 %
Backbone

3. Density index
Side chain or base
<Dens> = 0.3772,0 = 0.1484

.5
.0+
0.5+

0.5+
1.0+
1.5-

TN
P T Iy

B> 60. 6
Backbone 3

4. B-factor
Side chain or base 3
6

o
o [TPTP AP HT PP UL i

1.00

5. Connect 0.501 W H_W -

residue numbe

chain identifier
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Local estimation (7)

V NA. (GLY) 3.0
Backbone

i Edsnnn=iinlsi=snnnlisuls=alsinansailisilalinnnnnininsnunssnnsaiananslniciiSun)
1. Shift
o 1. o [P = ] e B
Side chain or base 204 L
3.0

o0 =0.1173A - L
m<o0s8 0.80 r
Backbone 0.90+ q L

3 A I i B e N o, IR o S T o W . E Py S

2. Density correlation e = T = = =g = —~ A e

Side chain or base0.90+ L
0.80- L

H>30 W>15 -g
Backbone '5

3. Density index

Se chamorbase 1 ﬂqmmw[
<Dens>=0.3772,0 = 0.1484

B> 60. 60.7 r

4. B-factor
Side chain or base 30.*MMMM—MMM/W,

60.- =

1.00
5. Connect 0.501 -

QILTGLFLAMHYTSDTTTAFSSVTIHICRDVNYGWI IRYMHANGASMFFICLYMHVGRGLYYGSYTFLETWNIGV |
[To) [To) n [Te] [To} 0 Lo Lo

o —
< [Te) © N~ [ee) (o} S 4

residue number

chain identifier  |C

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1173A
m<os 0.807
Backbone 0.90+1
2. Density correlation
Side chain or base).90+

0.80-

H>30 E>15 %
Backbone O.
3. Density index -
Side chain or base gg:
<Dens> = 0.3772,0 = 0.1484 151
W > 60. 60.
Backbone 30.
4. B-factor &
Side chain or base 30.
60.-
1.00
5. Connect 0.50 -
LLLTVMATAFMGYVLPWGQMSFWGATV I TNLLSAIPY IGTNLVEWIWGGFSVDKATLTRFFAFHFILPFI IMAIA
residue number 9 9 Eel I 83 © 92
— — - — — - —

chain identifier C
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Local estimation (8)

2. Density correlation

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

) ) 1_0,WWW¢MMMM_UMMM7

Side chain or base 20
0 =0.1173A 3.0- —
m<o08 0.80 r
Backbone 0.90+ -

Oy Sy I e e e e [ N = DS S o I I =

Side chain or baseo,g&w/

0.80- =

H>30 E>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.3772,0 = 0.1484

> 60.
Backbone
4. B-factor
Side chain or base 30.]J‘L J}W M_MM/MJ—L L
60. — — —
1.00
5. Connect 0.50- -
MVHLLFLHETGSNNPTG| SSDVDKI PFHPYYTIKDILGALLLILALMLLVLFAPDLLGDPDNYTPANPLNTPPHI
residue number 9 8 v Q 9 Q i 3
— N N N N N N N
chain identifier  |C
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1173A
m<os 0.807
Backbone 0.90+1
2. Density correlation
Side chain or base).90+

0.80-

H>30 @>15
Backbone

3. Density index

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

<Dens>=0.3772,0 = 0.1484

5
0
5-

B> 60. 60.
Backbone 30.1
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 (9)

V NA. (GLY) 2-8: r
- Backbone 104
1. Shift
; i 1.0
Side chain or base 204
0 =0.1173A 3.0-
m<o0s8 0.80

Backbone 0.90+

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

0.80-
H>30 W>15 1-8’
o Backbone 35:
3. Density index E
Side chain or base 88:
<Dens> = 0.3772,0 = 0.1484 1.5
W> 60. 60.7
Backbone 30.
4. B-factor
Side chain or base 30.
60.—
1.00
5. Connect 0.50- ( -
ERPYITIGQLASVLYFLLILVEMPTAGT IENKLLK SDLELHPPSYPWSHRGLLSSLDHTSIRRGFQVYKQVC
residue number ] i) I bl
3 & 3 & = N ©
chain identifier  |C D
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1173A
m<os 0.807

Backbone 0.90+1
2. Density correlation e

o S Sy I L |
[ = \% O TV =7
Side chain or base).90 L

0.80-

W>30 @>15
Backbone

3. Density index

Side chain or base

<Dens>=0.3772,0 = 0.1484

> 60.
Backbone
4. B-factor
Side chain or base 30.-
60.-
1.00 L T 1
5. Connect 0.50- I —r 3
SSCHSMDYVAYRHLVGVCYTEDEAKALAEEVEVQDGPNEDGEMFMRPGKLSDYFPKPYPNPEAARAANNGAL P PD
residue number g by 2 = = b § 5
chain identifier D
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Local estimation (10)

3. Density index
Side chain or base
<Dens> = 0.3772,0 = 0.1484

VNA. (GLY) 2-8: B
- Backbone 10 L
1. Shift
o 1.0 STV Ve FEVee o R VS Ve e RO
Side chain or base 20 L
0 =0.1173A 3.0- —
m<038 0.807 r
Backbone 0.90+ i
: i S e RPN B e T s == S o == o ) = i S = .. S i S ) S
2. Density correlation ey = ESS W e e
Side chain or base).90 L
0.80- =
W>30 W>15
Backbone

Il > 60.

Backbone
4. B-factor

Side chain or base 30.*MWW J\/I_H_U_U—LL ﬁ*

60.- — — =
1.00
5. Connect 0.50- -
LSY VRARHGGEDYVFSLLTGYCEPPTGVSLREGLYFNPYFPGQAIGMAPPIYNEVLEFDDGTPATMSQVAKDYV (|
residue number &' S :r' S 5‘ l:. go‘
— - - — - - -~
chain identifier D

V N.A. (GLY)

Backbone
1. Shift

Side chain or base
0 =0.1173A
[W<o0.s8

Backbone
2. Density correlation

Side chain or base).90

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.3772,0 = 0.1484

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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Local estimation (11)

VNA. (GLY) 2-8: L
O e O e O O e e ey e

1. Shift
‘ . 1_07%%&%%%%%*
Side chain or base 204 L
0 =0.1173A 3.0- —
l<08 =

Backbone

g:ggm el e ﬂﬂLm MHWMMH i)

2. Density correlation

| =—m = — -
Side chain or base).90- W _‘\/LU—F] D EED I I I D [I:Dv:,
0.80- L

H>30 @>15 %g B
o Backbone O:5
3. Density index =
Side chain or base QS:WD:DW
<Dens> = 0.3772,0 = 0.1484 1.5-
> 60. Eoai 0
4. B-factor
Side chainorbase 30_7M]LU'M 'l M
60.- —
1.00 H
5. Connect 0.501 w -
) DSTKSSKESSEARKGFSYLVTATTTVGVAYAAKNVVSQFVSSMSASADVLAMSKIEIKLSDI PEGKNMAFKWRGK
residue number < - g o b = = >
chain identifier ~ |E
V NA. (GLY) g-g: L
- Backbone 1:07
1. Shift e
’ ) 1.0
Side chain or base 204
0 =0.1173A 3.0-
m<o8 Qe

Backbone

2. Density correlation

Side chain or base).90

0.80-

m>30 W>15 %-8:

Backbone 05

3. Density index

Side chain or base g_)g:

<Dens>=0.3772,0 = 0.1484 1.5-

B> 60. 60.7
Backbone 30.1 [

4, B-factor =
Side chain or base 30. :.V

60.-
1.00 -

5. Connect 0.50-

residue number

chain identifier

SFCHECK 7.03.16

PLFVRHRTKKEIDQEAAVEVSQLRDPQHDLERVKKPEWVILIGVCTHLGCVPIANAGDFGGYYCPCHGSHYDASG
- - — — - — —

(=} — o (32} < e} ©
— — — - — - —

E




Structure Factor Check
2A06

Local estimation (12)

V NA. (GLY) 2-8: r
- Backbone 104
1. Shift
; i 1.0
Side chain or base 204
0 =0.1173A 3.0-
m<o0s8 0.80

Backbone 0.90+
2. Density correlation -
Side chain or base).90

0.80-
H>30 W>15 1-3’
o Backbone (1)5:
3. Density index E
Side chain or base 28:
<Dens> = 0.3772,0 = 0.1484 1.5
W> 60. 60.7
Backbone 30.1
4. B-factor E
Side chain or base 30.
60.
1.004
5. Connect 0.50-
RIRKGPAPLNLEVPSYEFTSDDMVIVG WLEGIRKWYYNAAGFNKLGLMRDDT IHENDDVKEATRRLPENLYDD
residue number o IN] o o N
S S 2 F' N s} < o
chain identifier  [E F
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1173A
m<os 0.807

Backbone 0.904

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

0.80

HW>30 @>15

Backbone
3. Density index

Side chain or base
<Dens> = 0.3772,0 = 0.1484

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

RVFRIKRALDLSMRQQI LPKEQWTKYEEDKSYLEPYLKEVIRERKEREEWAKK| [GRQFGHLTRVRHVITYSLSP
o o N

o N -
© ~ ® =) = ~ pi

residue number

chain identifier ~ |F G

SFCHECK 7.03.16




Structure Factor Check
2A06

Local estimation (13)

V NA. (GLY) 3.0 r
2.0 F
a0 EaslsuasslaSaN=asn)

1. Shift

Side chain or base

o =0.1173A

B<os 0.80;
ackhone Qg&m M’
q 1 | ———

2. Density correlation

O =0 [
ste chamorbasooo] DT D IHJ_»W e W - oo TLU‘U—I:
0.80° — =

W>30 W>15 L g — r

3. Density index

0.5
Side chain or base - SH WM—UFW W:
<Dens>=0.3772,0 = 0.1484 L

M > 60. 60. —

Sl il

4. B-factor E —

S Il 7 et — e | —
60.- — —

1.00
5. Connect 0.50 W ( ﬁ S

FEQRAFPHYFSKGIPNVLRRTRACILRVAPPFVAFYLVYTWGTQEFEKSKRKNPA] [LVDPLTTVREQCEQLEKC

residue number - g o b 2 8 Q

chain identifier |G H

V N.A. (GLY) 3-8* r
Backb b [
- e 10 Do e T
1. Shift & L
Side chain or base %gim O i L] LED D u D] D B
0 =0.1173A 3.0- L
m<o038 0.80q r

Backbone 0.90+1 -
2. Density correlation e

Side chain or baseo.9(¥:l W H_u_p T o :I I W v:
0.80- =

m>30 E>15 1 r
(e i) T b o]

3. Density index

Sidechainorbaseg_):g u UJ W LLLU‘U_U_U—U—LLU—UJJ —q m . u o [
1.5- -

<Dens> = 0.3772,0 = 0.1484
> 60. 60. [
Backbone 30. T7

60.— ,7 L

5. Connect éjgg I H T i Wfi

VKARERLELCDERVSSRSQTEEDCTEELLDFLHARDHCVAHKLFNSLK AAVPATSESPVSVLCRESLRGQAAG
() ™ ™ (9] ™ o o [

residue number 3 < o © ~ m < o

chain identifier ~ |H |

SFCHECK 7.03.16




Structure Factor Check

2A06

Local estimation (14)

Backbone
2. Density correlation

Side chain or base0.9

=) I T

VNA. (GLY) 2-8: L
e o O I B (O (e T

1. Shift 0
- l_ofwwuju_u OV M HAO A O O PR THIOM
Side chain or base 204 L
0 =0.1173A 3.0 —
E<o0.8 =

H>30 @>15
Backbone

3. Density index

<Dens>=0.3772,0 = 0.1484

Side chain or base 0

OngTU]TI |

> 60. =
Backbone -
4. B-factor r
Siie cham orbase 30 m m ﬂ I m[
60. = i
1.00+ - —
5. Connect 0.50- m ﬂ W,
b o
) RPLVASVSLNVPASVRY] [RAFDQGADAIYEHINEGKLWKHIKHKYENK [TATYAQALQSVPETQVSQLDNGLR
residue number 5 N 8 Q R — a9 bt
chain identifier |l J N
VN.A. (GLY) g-g: L
- Backbone 104
1. Shift r
1. 0*“ [ M D 11 u UJ [D Ve u D D D [q ul
Side chain or base 20 L
0=0.1173A 3.0~ =
m<o038 0.80q r
Backbone 0,9(} [

2. Density correlation

Side chain or baseo_g(k

0.80-

W>30 @>15
Backbone

3. Density index

1.5+

ST T T o 0T e 1 1 |

- PO
e nor e 93] APET = O Qo TP
<Dens> = 0.3772,0 = 0.1484 1.5- -

e[ IO MO N T
4, B-factor — — — =
Side chain or base 30.4 I M/IM J_L M [
600 = - = = L
1.00 —
5. Connect 0.501 { =

residue number

chain identifier N

SFCHECK 7.03.16
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Structure Factor Check
2A06

Local estimation (15)

VNA. (GLY) 2-8: L
- Backbone 1:07 L
1. Shift
o 1 o A PO O O O O P e P v A M
Side chain or base 204 L
0 =0.1173A 3.0- —
m<os 0.80 M

Backbone

O'QQM

2. Density correlation

Side chain or baseO.Q&] LLUI—U D u_w-l—,_‘_/—]—r
0.80- —

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.3772,0 = 0.1484

> 60.
Backbone
4. B-factor
Side chain or base 30.
60.-
1.00 -
5. Connect 0.50- -
KALSKDLPKAVELLADIVQNCSLEDSQI EKERDVILQELQENDTSMRDVVFNYLHATAFQGTPLAQSVEGPSENV
residue number g o bxi b= ;' b bd <
— - — - - - - -
chain identifier [N
V N.A. (GLY) g-g: r
N 5 e T e
1. Shift AL oL L P O O e T S O [ I
Side chain or base %8: B
0=0.1173A 3.0- =
m<o038 0.80q r
packbene 0991 W—M/J_l—ﬁ_l_ﬂ—ﬂwm |
2. Density correlation -
ol i
Side chain or base).90+ -
0.80"

W>30 @>15
Backbone

1.55
S e e o o
0.5

o=

3. Density index
Side chain or base
<Dens> = 0.3772,0 = 0.1484

0.5
1.04
1.5-

T [ A RO W i OO

B> 60. 60.+ r
4. B-factor & =
Swde chanorbase SOI [ mm I -:mi
60. = L
1.00 T
5. Connect 0.50- W B 3
RKLSRADLTEYLSRHYKAPRMVLAAAGGLEHRQLLDLAQKHFSGLSGTYDEDAVPTLSPCRFTGSQICHREDGL P
residue number = b=y a b 2 b= 3
=t B 5 N ~ ~ Q
chain identifier N

SFCHECK 7.03.16




Structure Factor Check
2A06

Local estimation (16)

2. Density correlation

Side chain or baseQ.90+
0.80-

VNA. (GLY) 2-8: L
N neantusiinannsia=alannilinas=isan=iil=AN)=nzn=nla=anEuniniaznnnsninnsnnnnn}
1. Shift

‘ . 1.07MWMWWMW’
Side chain or base 204 L
0 =0.1173A 3.0- —
m<08 0.80 r

Backbone 0.90+

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.3772,0 = 0.1484

> 60.
Backbone
4. B-factor
Side chain or base 30. M Mw I J_U_LMM,
60.- = = = L L |
1.00 -
5. Connect 0.50- -
LAHVAIAVEGPGWAHPDNVALQVANAI IGHYDCTYGGGAHLSSPLASIAATNKLCQSFQTFNICYADTGLLGAHF
residue number a bd 2 = b=y g o b
N N N N N (2] [32) ™
chain identifier [N
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1173A
m<o038 0.80q r
Backbone 0.90+1 -
2. Density correlation aﬁ?TEF:TVD:mT—D SERRSRET===Sas ———
Side chain or baseQ.90-] W‘_’VUW L
0.80- -
W>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.3772,0 = 0.1484

> 60.
Backbone
4. B-factor
Side chain or base 30,—:D:m: ﬂ J» l ]VD:H:I:[]V[ ]/L Il:,
60.- = = — — S - il =
1.00 T
5. Connect 0.50- T—

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
2A06

Local estimation (17)

2. Density correlation

VN.A. (GLY) 3.09 r
Backbone %'07 B
1. Shift
Side chain or base 5 1 |
0 =0.1173A
m<o0s8 0.80q

Backbone 0.90+

Side chain or baseQ.90+

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.3772,0 = 0.1484

> 60.
Backbone
4. B-factor
Side chain or base 30.
60.-
1.00
5. Connect 0.50
AEVDARVVREVCSKYFYDQCPAVAGFGPTEQLPDYNRIRSGMF EVPPHPQDLEFTRLPNGLVIASLENYAPA
residue number N © ©
g 3 g g 3|7 & @
chain identifier [N o
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1173A
m<os 0.807

2. Density correlation

Backbone 0.90q

[ e W/ I B
ot i o base0. 001 W ﬁ_b—t_U W W W—

0.80-

W>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.3772,0 = 0.1484

Il > 60.

4. B-factor Y B ]
Side chain or base 30,—m W/u_mm W M «I:I:MI[ ]I L

60.-

1.00 —
5. Connect 0.501 "

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
2A06

Local estimation (18)

VNA. (GLY) 2-8: L
o O N e e e I I e O e o e e T e

1. Shift
e chai o PRI O O PO A S O,
Side chain or base 204 L
0 =0.1173A 3.0- —
m<o0s8 0.80+ r
Backbone 0.90+ i

‘l_l—mmﬂ—wm N o PSS, —_ e T e T

2. Density correlation

g TP Y s o= O :[D:|= e — == —
Side chain or baseQ.90+

0.80-

H>30 @>15
Backbone

3. Density index

L5
1.0+
0.5+

Side chain or base 28:
<Dens> = 0.3772,0 = 0.1484 1.5-
Il > 60.
Backbone
4. B-factor
Side chain or base SO.MM_U_U—M J_LU_L J—U—U—LU”
60. — — — =
1.00
5. Connect 0.50 +
) MEFLLNYTTAPEFRRWEVAALQPQLRIDKAVALQNPQAHVIENLHAAAYRNALANSLYCPDYRIGKYTPVELHDY
residue number ~ ™ < re) © ~ 0
- - - - - - —
chain identifier O
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1173A
m<o08 0.801
Backbone 0.904
2. Density correlation =
Side chain or base).90

W>30 @>15
Backbone

3. Density index

Side chain or base 8:
<Dens>=0.3772,0 = 0.1484 1.5-
M > 60. 60
Backbone 30.5

4. B-factor e
Side chain or base 30.—

60.-

1.00 H [

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
2A06

Local estimation (19)

2. Density correlation

Side chain or baseQ.90+
0.80-

VNA. (GLY) 2-8: B

- Backbone 104
1. Shift

i i 1.04
Side chain or base 204
0 =0.1173A 3.0-
m<o0s8 0.804
Backbone 0.90+

H>30 W>15 1
Backbone é
3. Density index
Side chain or base 8

5)
0
5)

| omosaatd gonoeeeesst iy 1011 DO i

<Dens> = 0.3772,0 = 0.1484 1.5-
H> 60. 60.7

Backbone 30.
4. B-factor

Side chain or base 30. J_L it

60.- —
1.00 L
5. Connect 0.50- -
NAFSVL8HVLGAGPHVKRGSNATSSLYQAVAKGVHQPFDVSAFNASY SDSGLFGFYTISQAASAGDV I KAAYNQV
residue number ~ 8 8 8 3 g 8
N N N o™ o [32) o™
chain identifier O

V N.A. (GLY)

Backbone
1. Shift

Side chain or base
0 =0.1173A
m<o038 0.80q r

pachone O'Q&Mﬂﬂmwmﬂi
2. Density correlation e =

. Nl == A VA |
Side chain or base).90 W w WW W D u—,_‘_ﬁf
0.80- -

H>30 E>15 157 M

Backbone .

3. Density index

Side chain or base gg:w_u — J_LU—‘ w LU—LMJ M/UJ U—LNU_U_LU—H LU—U_M LH_U{:
<Dens> = 0.3772,0 = 0.1484 157 = I B
W > 60. 60 T "
LT

4. B-factor = = 7 = r
1 00 AT

60.- E== LI L] L] |

1.00 L
5. Connect 0.50- 3

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
2A06

Local estimation (20)

V NA. (GLY) 3.0 r
Backbone %'07 B
1. Shift
Side chain or base
0 =0.1173A
m<o08 0.80

Backbone 0.90+

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

H>30 E>15
Backbone

3. Density index

Side chain or base

<Dens>=0.3772,0 = 0.1484

> 60.
Backbone

4. B-factor

Side chain or base 30.
60.-

1.00
5. Connect 0.50

GRKSMA(/ESGNLGHTPF“I)DEL LMKIVNNAFIDLPAPSNI SSWWNFGSLLGICLILQILTGLFLAMHYTSDTTTA
i = o o o o o
residue number g Q =1 I 8 S 3 bl

chain identifier |0 P

V N.A. (GLY) 3.0+
Backbone

1. Shift E

Side chain or base

0 =0.1173A

m<o038 0.807 r
Backbone 0.90+1 -
2. DenSIty correation N S G R S e U . S S ) AN S o i e B . NN N o IS = |

Side chain or base).90+ L

H>30 @>15
Backbone

3. Density index

Side chain or base

<Dens>=0.3772,0 = 0.1484

W > 60.
Backbone

4. B-factor 7
Side chain or base 30.—
60.- -

1.00
5. Connect 0.50 H

FSSVTHICRDVNYGWI IRYMHANGASMFFICLYMHVG(I;GLYYGSYTF(LDETWNIGVIL(L:LTVMATAFMgYVLPWGQ

residue number I o o S S Q Q
~ ® ° — — — —

chain identifier P

SFCHECK 7.03.16




Structure Factor Check
2A06

Local estimation (21)

V NA. (GLY) 3.0
o ottt e e T e O e e e e e T T e TH T
1. Shift
- 1.0—%—@%@%%%%&%%,
Side chain or base 204
3.0

0 =0.1173A B L
m<o038 0.80 r
Backbone 0.90+ L
2. Density correlation == e e e Mﬂ*—:ﬁm == —==
Side chain or base).90 W L
0.80- wwﬂ L
Hl>30 @>15

Backbone
3. Density index

Side chain or base

5)
0
5)

L,
L,
0.
0.
1.

5] B
il B
<Dens> = 0.3772,0 = 0.1484 1.5 =

B> 60. 60.
4. B-factor

Side chain or base 30_—J—U—IVU—U—U—LM_U_[\/L J_LU_UJ—U—H_UJ_LL
60.-
1.00
5. Connect 0.50- -
MSFWGATVITNLLSAIPYIGTNLVEWIWGGFSVDKATLTRFFAFHFILPFIIMAITAMVHLLFLHETGSNNPTGI S
; o o o o o o o o
residue number F e} o = o I3 S p}

— — — — — — N N

chain identifier [P

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1173A
m<os 0.80
Backbone 0.90+1
2. Density correlation TPV [ ——= e 0=
Side chain or base).90 I -
0.80- L

H>30 @>15
Backbone

3. Density index
Side chain or base

1

1

0

0.5 =

1.0 -
<Dens> = 0.3772,0 = 0.1484 15 L

B> 60, 60. Tt
4. B-factor TITT7 ] ] J m |
Side chain or base 30.*:11 m W :I:I]: =

60.- — — — = - -
1.00
5. Connect 0.50 -
SDVDKIPFHPYYTIKDILGALLLILALMLLVLFAPDLLGDPDNYTPANPLNTPPHIKPEWYFLFAYAILRSIPNK
residue number I 2 Sr S 3 R 8
N « N 3\ ~ o~ I3

chain identifier P

SFCHECK 7.03.16




Structure Factor Check

2A06

Local estimation (22)

VNA. (GLY) 2-8:
oo e Lo e e e T e e T T e e e e e e
1. Shift
o Lo PVVEIFIEH [ TP O E e e == e T PR PPV e
Side chain or base 204 L
0 =0.1173A 3.0-
m<os 0.80
Backbone 0.904

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

Hl>30 @>15
Backbone

<Dens>=0.3772,0 = 0.1484

15
1.0
o 0.57
3. Density index E

Side chain or base 2|

H > 60. 60.7
4. B-factor
Side chain or base 30.—JNI_U_U_U_J_U_H—U_LU_M M_H_L LUMMAMMJ—M
60.- - _
1.00
5. Connect 0.50-
LGGVLALAFSILILALIPLLHTSKQRSMMFRPLSQCLFWALVADLLTLTWIGGQPVEHPY I TIGQLASVLYFLLI
residue number 8 8 8 8 8 <Of 8 8
N ™ ™ %) ™ ™ ™ ™
chain identifier [P
V NA. (GLY) g-g:
- Backbone 1:07
1. Shift e
’ ) 1.0+
Side chain or base 204
0 =0.1173A 3.0-
m<o038 0.801
Backbone 0.904
2. Density correlation =
Side chain or base).90
0.80-
W>30 W>15 e
o Backbone 05
3. Density index
Side chain or base 28:
<Dens> = 0.3772,0 = 0.1484 1:57
> 60. 60.
Backbone 30.5
4. B-factor
Side chain or base 30.4
60.-
1.00
5. Connect 0.50- T(

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
2A06

Local estimation (23)

Backbone
2. Density correlation

VN.A. (GLY) 3.09 r
Backbone %'07 B
1. Shift
Side chain or base 51 |
0 =0.1173A
m<o0s8 0.80q

0.904

Side chain or base0.90+ L
0.80- L

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.3772,0 = 0.1484

> 60.
Backbone
4. B-factor
Side chain or base 30.
60.-
1.00
5. Connect 0.50 +
TEDEAKALAEEVEVQDGPNEDGEMFMRPGKL SDYFPKPYPNPEAARAANNGALPPDLSY I VRARHGGEDYVFSLL]
residue number P Ny = =
® ~ ® > g s & g
chain identifier  |Q
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1173A
W<08 0.80q

Backbone
2. Density correlation

Side chain or base).90
0.80-

W>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.3772,0 = 0.1484

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

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
2A06

Local estimation (24)

V NA. (GLY) 2-8: r
- Backbone 104
1. Shift
; i 1.0
Side chain or base 204
0 =0.1173A 3.0-
m<038 0.80

Backbone 0.90+

2. Density correlation
Side chain or baseQ.90+

0.80-
H>30 W>15 1-8’
o Backbone 35:
3. Density index E
Side chain or base 88:
<Dens> = 0.3772,0 = 0.1484 1.5
W> 60. 60.7
Backbone 30.
4. B-factor
Side chain or base 30.
60.-
1.00 L r
5. Connect 0.50- -
KMLLMMGLLLPLVYAMKRHKWSVLKSRKLAYRPPK [SHTDIKVPDFSDYRRPEVLDSTKSSKESSEARKGFSYL
residue number ] i) b —
by & Q N - N ©
chain identifier  |Q R
V N.A. (GLY) 3-8* r
Backbone -l L
1. Shift
Side chain or base
0 =0.1173A
m<o038 0.80q

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>=0.3772,0 = 0.1484

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

VTATTTVGVAYAAKNVVSQFVSSMSASADVLAMSKIEIKLSDI PEGKNMAFKWRGKPLFVRHRTKKEIDQEAAVE
— ~ ~ — — =l i}

i —
residue number g B © = o > 9' :c'

chain identifier R

SFCHECK 7.03.16




Structure Factor Check
2A06

Local estimation (25)

V NA. (GLY) 3.0

pecktone Snlnsisnasailisinlsnn=ssnnlinsnslisnninicin=a=linnsnlin=sninn=an=lisannln=NnEnc
1. Shift

1 o TP A RV R Ve Ve PV VP e e e,

Side chain or base 20 L

0 =0.1173A 3.0- —
m<038 0.80 i
Backbone 0.90+ r

2. Density correlation -

- VEEN & CIVD—CDVD T
Side chain or base0.90+ L

0.80- =

H>30 E>15
Backbone

3. Density index

Side chain or base

<Dens>=0.3772,0 = 0.1484

> 60.
Backbone
4. B-factor
Side chain or base 30.
60.-
1.00 T
5. Connect 0.50- T—
VSQLRDPQHDLERVKKPEWV ILIGVCTHLGCVPIANAGDFGGYYCPCHGSHYDASGRI RKGPAPLNLEVPSYEFT
residue number b ped :,.' e o 2 =2
— - - — - - —
chain identifier R
V N.A. (GLY) 3.0+ r

Backbone

i 107 iziinannisn=annlizsunnsininnninnlsinnuslnzinannnin=nnnanslnnannniy
Lo B L B NI IR VBT
Side chain or base % 8: |

0 =0.1173A 3.0

m<o0s8 0.80

pachone OIQ&J:I_'—V% ﬂ_ﬂ’ﬂ—rﬂw Mi

2. Density correlation E

I T e = I =
Side chain or basm_g&Tw M/UJJ}U D I I
0.80] -
W>30 E>15

Backbone
3. Density index

Side chain or base

<Dens>=0.3772,0 = 0.1484

W > 60.

Backbone

Side chain or base 30. E.]:Dv .V

4. B-factor

1.ocr
5. Connect o.s&h“ m H

SDDMV I VG LEGI RKWYYNAAGFNKLGLMRDDT IHENDDVKEA | RRLPENLYDDRVFRIKRALDLSMRQQ I L P|
= N N [N o o [N N

residue number >

= [l N ™ < n © N~

chain identifier R S
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Structure Factor Check
2A06

Local estimation (26)

VNA. (GLY) 2-8: B
- Backbone 104
1. Shift
i i 1.0+
Side chain or base 204
0 =0.1173A 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 E

Side chain or base (]?8:
<Dens> = 0.3772,0 = 0.1484 1.5
W > 60. 60.1
Backbone 30.
4. B-factor
Side chain or base 30_l i
60.
1.00
5. Connect 0.50-
KEQWTKYEEDKSYLEPYLKEVIRERKEREEWAKK| [GRQFGHLTRVRHVITYSLSPFEQRAFPHYFSKGIPNVLR]
residue number S S S “' b N s
—
chain identifier S T
VNA. (GLY) 39 B
. Backbone 101 R U S|
1. Shift e

de cha 1.&W QOO O O A O o,
Side chain or base 20 L
0 =0.1173A 3.0

m<o0s8 0.804 — r

2. Density correlation

Side chain or baseo.9(¥4—u W W I
0.80- = -

H>30 W>15 157
Backbone 1.07

o 0.5
3. Density index

ide chain or aseO-S’J_uLu W = LH—UJ—LLU—‘—U_I—H g o /e
. | 1 i ML

Side chain or base 30.4 m
60.-—

Backbone 30.1 T
4. B-factor l

<Dens> = 0.3772,0 = 0.1484

[
I

1.00 r

RTRACILRVAPPFVAFYLVYTWGTQEFEKSKRKNPAA LVDPLTTVREQCEQLEKCVKARERLELCDERVSSRS
residue number o — P i ] ™ V) ™

< Yo} © N~ N ™ <

chain identifier [T 9]

SFCHECK 7.03.16




Structure Factor Check

2A06

Local estimation (27)

VNA. (GLY) 2-8: L
o eedene 10 cerr e e L H A E T O et

1. Shift
10 A [ TH AT AT %Mﬂwww,
Side chain or base 204 L
0 =0.1173A 3.0- —
m<08 0.80+ r

Backbone
2. Density correlation

Side chain or baseQ.90+

0.90+

"™ rT1 1T HFF T

0.80-

W>30 W>15 1-3
Backbone 1

o 05
3. Density index

:m mmmﬂ.ﬂwﬂ?

Side chain or base 88 u u:u u F :
<Dens> = 0.3772,0 = 0.1484 1.54 =
m> 60. 60. .

Backbone 30.

4. B-factor
Side chain orbase 30- i J» m J -m-
60. e —
1.00, r
5 Comnent osoffl] Al TH A ] il
) QTEEDCTEELLDFLHARDHCVAHKLFNSLK| [AAVPATSESPVSVLCRESLRGQAAGRPLVASVSLNVPASVRY
residue number R 3 Q > Y 5 P Ny
chain identifier U v
V N.A. (GLY) -

Backbone L
1. Shift E D L

Side chain or base 1- 0 B
0 =0.1173A L
m<os 0.8 r

Backbone 0.9
2. Density correlation

Side chain or base).90+
0.80-

H>30 W>15 15
Backbone 1.0

o 0.5
3. Density index

[
O
——— -

I R e I LI
Side chain or base 1.04
<Dens>=0.3772,0 = 0.1484 1.5-
B> 60. 60.
Backbone 30. I D [
4. B-factor
60.
1.00

:’_I

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check

2A06

Local estimation (28)

2. Density correlation

Side chain or baseQ.90+
0.80-

V NA. (GLY) 3.0 =
Backbone %8: L

1. Shift B [ S T T o = O o O o N = T Y i = s [ o A U e om0 L
i i 1.0+ L

Side chain or base 204 L

0 =0.1173A 3.0~ B
E<o08 0.80 =
Backbone 0.90+ I L

H>30 W>15 15 r
eoadi I IR NN N Nl N NN

3. Density index 1 - = = = F
Side chain or base (]?8: L

<Dens> = 0.3772,0 = 0.1484 1.5- =
H> 60. 60. i
or o [ERERODRERRRRDRDRTRONNN0 .

4. B-factor 2 1 r
Side chain or base 30. L

60.- -

1.004 r

5. Connect 0.50 +

residue number

chain identifier

>>4035]
>>4038]

>>4085 ]

>>4091]
[@4025 ]
@ 4026 ]
[@4030]
[@4034]
[@4039]
@ 40421

@ 40171

[@4051]
[@ 40521
@ 40571

N
5 B ©

[ 2005 ]

[ 5011

0.80-

¥ N.A. (GLY) g-g: r
- Backbone 104

1. Shift = L
. . 1.0 L

Side chain or base 204 B

0=0.1173A 3.0~ =
Al d o Ao
Backbone 0.90+ L

2. Density correlation 1 B EEEED = O U= = L
Side chain or base).90 L

W>30 @>15

3. Density index

sweme 3L, llbliea ot ol ik ol el

Side chain or base g_)g: [
<Dens>=0.3772,0 = 0.1484 1.5-
H>60. 60.+

4. B-factor 5 r

Side chain or base 30.4 [

60.- =

1.00 r

5. Connect 0.50- r

residue number

chain identifier

SFCHECK 7.03.16




Structure Factor Check
2A06

Local estimation (29)

Backbone
2. Density correlation

0.904

Side chain or base0.90+ L

VNA. (GLY) 2-8: L

- Backbone 1:07 L

1. Shift = L
: ; 1.0+

Side chain or base 204 L

0 =0.1173A 3.0- -

m<08 0.80 r

= E I:n L

0.80- L
H>30 W>15 1.59 r
Backbone 1.0 [
. . 0.5 O ’77
3. Density index e L
Side chain or base 88: B
<Dens> = 0.3772,0 = 0.1484 1.5 =
W> 60. 60.
4. B-factor e =
Side chain or base 30. -
60.- -
1.00, r
5. Connect 0.50- -
..... WL .WWWWWW%WWWWWWWWW%WWWWWWWWW&WWWWWWWWW%WWWWWWWWW%WWWWWWWWW
residue number [Te) ~ o} o — N (3]
S g g g g S g
chain identifier  |C
V N.A. (GLY) g-g: r
- Backbone 104
1. Shift & =
’ ) 1.0 L
Side chain or base 204 L
0=0.1173A 3.0~ =
m<o038 0.80q r
Backbone 0.90+1 -
2. Density correlation E =
Side chain or base).90 -
0.80- -
¢ il bl ol im0 ol ol =1L
Backbone =
05 ] | il sl i

3. Density index
Side chain or base
<Dens> = 0.3772,0 = 0.1484

0.5+
1.04 r
1.5- =

W > 60. 60. =
4. B-factor E L
Side chain or base 30.- L

60.- L

1.00 =

5. Connect 0.50- r

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
2A06

Local estimation (30)

2. Density correlation

Side chain or base0.90+ L

VNA. (GLY) 2-8: L
; packbone 1Z°’%WWMWWWW’

1. Shift e =

! : 1.0

Side chain or base 204 L

o0 =0.1173A 3.0- —
m<08 0.80q r
Backbone 0.90+ i

0.80- L
2 ] b Ml o Sy Ji i HL :
Backbone = L
ity i 0] il
3. Density index d l-ffh B E
Side chain or base 88: L
<Dens> = 0.3772,0 = 0.1484 1.54 =
B> 60. 60.7
4. B-factor & =
Side chain or base 30. r
60.- -
1.00, r
5. Connect 0.50- -
WWWWW%WWWWWWWWW%WWWWWWWWW%WWWWWWWWW%WWWWWWWWW%WWWWWWWWW%WWWWWWWWW%WWWWWWWWW

residue number N [%¢] < Te] © ~ 0

N N N 5 N o~ N

< < < < < < <

chain identifier  |C
VNA. (GLY) 39 C
- Backbone 104

1. Shift 2 =
. . 1.0 -
Side chain or base 20 L
0=0.1173A 3.0~ =
m<o038 0.80q r
Backbone 0.90q -

2. Density correlation

Side chain or base).90 L
0.80- L

W>30 @>15
Backbone

3. Density index

st AL T I i A o e L, n

Side chain or base g_)g: [
<Dens>=0.3772,0 = 0.1484 1.5-

H>60. 60.+ r

4. B-factor 5 r

Side chain or base 30.4 [

60.- =

1.00 r

5. Connect 0.50- r

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
2A06

Local estimation (31)

V NA. (GLY) 2-8:
- Backbone 104
1. Shift e
" ! 1.0+
Side chain or base 204 L
0 =0.1173A 3.0- —
W<038 0.80 r
Backbone 0.90+ I
2. Density correlation - =
Side chain or base).90 L
0.80- L
H>30 m>15 3 r
3. Density index e L
Side chain or base 88: B
<Dens> = 0.3772,0 = 0.1484 1.54 =
W> 60. 60.7
4. B-factor e =
Side chain or base 30. L
60.- -
1.00, r
5. Connect 0.50- -
WWWWW%WWWWWWWWW&WWWWWWWWW%WWWWWWWWW%WWWWWWWWW%WWWWWWWWW%WWWWWWWWW%WWWWWWWWW
residue number o © ~ 9] (=} o —
— — - - — N N
<~ < < <~ < < <
chain identifier  |C
V N.A. (GLY) g-g: r
i eckbone 1:07WW—MWWM—WWM
1. Shift & =
’ ) 1.0 L
Side chain or base 204 L
0=0.1173A 3.0~ =
m<o038 0.80q r
Backbone 0.90+1 -

2. Density correlation

Side chain or base).90
0.80-

W>30 @>15
Backbone

3. Density index

.l Sk B L. e bn 1

Side chain or base g_)g: [
<Dens>=0.3772,0 = 0.1484 1.5-

H>60. 60.+ r

4. B-factor 5 r

Side chain or base 30.4 [

60.- =

1.00 r

5. Connect 0.50- r

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check

2A06

Local estimation (32)

VNA. (GLY) 2-8: L
] packbone N I e ) SN et ) S | T e PR M e

1. Shift = L

" ; 1.0

Side chain or base 204 L

0=0.1173A 3.0~ =
m<os 0.80 r
Backbone 0.904 |

2. Density correlation
Side chain or baseQ.90+

H>30 @>15
Backbone

3. Density index

b a0l o o L ] m L o

Side chain or base 88: L
<Dens> = 0.3772,0 = 0.1484 1.5 =
> 60. =

Backbone -
4. B-factor =

Side chain or base 30. r

60.- -
1.00, r
5. Connect 0.50- -
WWWWW#WWWWWWWWW#WWWWWWWWW#WWWWWWWWW#WWWWWWWWW#WWWWWWWWW#WWWWWWWWW#WWWWWWWWW

residue number < 0 © ~ © =] o

- — — — — - N

< < < < < < <

chain identifier  |C
VNA. (GLY) g-g’ r
Back 2 K
- ackbone 104

1. Shift 1 =
. . 1.0 -

Side chain or base 20 L
0 =0.1173A 3.0- L
m<o038 0.80q r

Backbone 0.90q -

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

1.54
1.0+
0.5+

W>30 @>15
Backbone

3. Density index

Ao (T L B A o AL

Side chain or base g_)g: [
<Dens>=0.3772,0 = 0.1484 1.5-

H>60. 60.+ r

4. B-factor 5 r

Side chain or base 30.4 [

60.- =

1.00 r

5. Connect 0.50- r

residue number

chain identifier

SFCHECK 7.03.16

WWWWWWWWW#WWWWWWWWW#WWWWWWWWW#WWWWWWWWW#WWWWWWWWW#WWWWWWWWW#WWWWWWWWW#WWWW
[oe] (o)) o — N ™ <

o
<

o
<

—
<

—
<t

—
<

-
<

—
<t

&
N
N
~
Cc




Structure Factor Check
2A06

Local estimation (33)

2. Density correlation

Side chain or base0.90+ L

VNA. (GLY) 2-8: L
i pectbone lzo’ﬂﬂmm’

1. Shift = L

: ; 1.0+

Side chain or base 204 L

0 =0.1173A 3.0- =
m<o0s8 0.80 r
Backbone 0.90+ |

Hl>30 @>15
Backbone

3. Density index

Sl . o I e SO o0 el L. ]

Side chain or base 88: B
<Dens> = 0.3772,0 = 0.1484 1.5 =
W> 60. 60.7 r
4. B-factor e =

Side chain or base 30. -

60.- -
1.00, r
5. Connect 0.50- -
WWWWWL\%WWWWWWWWWI%WWWWWWWWWI%WWWWWWWWWL\‘\SWWWWWWWWWI%WWWWWWWWWI%WWWWWWWWWL\%WWWWWWWWW

residue number Y9} © ~ © =} o —

— — - - — N N

<~ < < <~ < < <

chain identifier  |C

V N.A. (GLY) g-g: r
' packbone I IS | I W O | I IS i |
1. Shift & =
’ ) 1.0 L

Side chain or base 204 L
0=0.1173A 3.0~ =
m<o038 0.80q r

Backbone 0.90+1 -
2. Density correlation E =

Side chain or base).90 -

0.80- -
o ¢ ik Lo - Bdhitl . I HE T

Backbone ]

Uy m o (b o [

3. Density index
Side chain or base
<Dens> = 0.3772,0 = 0.1484

W > 60. 60. =
4. B-factor E L
Side chain or base 30.- L

60.- L

1.00 =

5. Connect 0.50- r

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
2A06

Local estimation (34)

2. Density correlation

Side chain or baseQ.90+

VNA. (GLY) 39 B
- Backbone 1:07 L

1. Shift = L

: ; 1.04

Side chain or base 204 L

0 =0.1173A 3.0- -
m<08 0.80 r
Backbone 0.904 |

H>30 @>15
Backbone

3. Density index

Sl Moo bl b B om bl B Ba sl

Side chain or base 88: B
<Dens> = 0.3772,0 = 0.1484 1.54 =
W> 60. 60.7 -

Backbone 30. i
4. B-factor e =

Side chain or base 30. -

60.- -
1.00, r
5. Connect 0.50- -
WWWWW‘%WWWWWWWWW‘%WWWWWWWWW&SWWWWWWWWW‘%WWWWWWWWW‘%WWWWWWWWW,&WWWWWWWWW&WWWWWWWWW

residue number [¥e) © N~ © [} ~ ©

o =) o o =) o o

< < < < < < <

chain identifier  |C

V N.A. (GLY) 3-8* r
; eckbone 1zoiwwmﬁwmﬂwfﬂﬂi
1. Shift = L
’ ) 1.0 L

Side chain or base 204 L
0=0.1173A 3.0~ =
m<o038 0.80q r

Backbone 0.90+1 -
2. Density correlation E =

Side chain or base).90 -

0.80- -

W>30 @>15 %8 F
o Backbone 05 m—m m L

3. Density index - =

Side chain or base g_)g: [
<Dens> = 0.3772,0 = 0.1484 1:57
H> 60. 60.~ r

Backbone 30.1 -
4. B-factor & =

Side chain or base 30.- -

60.- L
1.00 r
5. Connect 0.50- 3
WWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWW W|
_ fu u = y % % %
residue number 5 R < ~ 8 5 ] 3
o © - ™ o o =}
53 — < < <
chain identifier C

SFCHECK 7.03.16




Structure Factor Check
2A06

Local estimation (35)

2. Density correlation

Side chain or base0.90+ L

VNA. (GLY) 39 B
- Backbone 1:07 L

1. Shift = L

: ; 1.04

Side chain or base 204 L

0 =0.1173A 3.0- -
m<08 0.80 r
Backbone 0.904 |

0.80- L
W>30 @>15 1-8’ r
wee Sl AL d. hedk 1 digf
3. Density index - = =
Side chain or base 88: L
<Dens> = 0.3772,0 = 0.1484 1.5 =
B> 60. 60.7
4. B-factor & r
Side chain or base 30. =
60.- -
1.00, r
5. Connect 0.50- -
WWWWW&‘WWWWWWWWW&WWWWWWWWW&WWWWWWWWW&‘WWWWWWWWW&WWWWWWWWW&WWWWWWWWW&‘WWWWWWWWW

residue number o — N 2] < o} ©

— - - - — - —

< < < < < < <

chain identifier  |C
V NA. (GLY) g-g: C
- Backbone 104

1. Shift & =
. . 1.0 L
Side chain or base 20 L
0=0.1173A 3.0~ =
m<o038 0.80q r
Backbone 0.90q r

2. Density correlation

Side chain or base).90 L

W>30 @>15
Backbone

3. Density index

s Bl T e 1 ol e BT o

Side chain or base g_)g: [
<Dens>=0.3772,0 = 0.1484 1.5-

H>60. 60.+ r

4. B-factor 5 r

Side chain or base 30.4 [

60.- =

1.00 r

5. Connect 0.50- r

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
2A06

Local estimation (36)

2. Density correlation

Side chain or baseQ.90+
0.80-

VNA. (GLY) 39 B
- Backbone 1:07 L

1. Shift = L

: ; 1.04

Side chain or base 204 L

0 =0.1173A 3.0- -
m<08 0.80 r
Backbone 0.904 |

il
il
0.

H>30 @>15
Backbone

3. Density index

5o

2! it Mo ol o e il Dn 0. o ol s

Side chain or base 88: L
<Dens> = 0.3772,0 = 0.1484 1.5 =
B> 60. 60.7 "

Backbone 30. i
4. B-factor & =

Side chain or base 30. r

60.- -
1.00, r
5. Connect 0.50- -
WWWWWL\%WWWWWWWWWI%WWWWWWWWW&SWWWWWWWWWL\%WWWWWWWWWI%WWWWWWWWW&SWWWWWWWWWL\%WWWWWWWWW

residue number N ™ < L0 © ~ ©

- — - — — - -

< < < < < < <

chain identifier  |C

VNA. (GLY) g-g’ r
- Backbone 70 L
1. Shift 2 =
. . 1.0 -

Side chain or base 20 L
0 =0.1173A 3.0° L
m<o038 0.80q r

Backbone 0.90q -

2. Density correlation

Side chain or base).90
0.80-

W>30 @>15
Backbone

3. Density index

‘no MM TR o AT

Side chain or base g_)g: [
<Dens>=0.3772,0 = 0.1484 1.5-
H>60. 60.+

4. B-factor 5 r

Side chain or base 30.4 [

60.- =

1.00 r

5. Connect 0.50- r

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
2A06

Local estimation (37)

2. Density correlation

Side chain or base0.90+ L

VNA. (GLY) 2-8: L
; packbone l:oimmﬁwmmmi

1. Shift = L

" ; 1.0+

Side chain or base 204 L

0=0.1173A 3.0~ =
m<os 0.80 r
Backbone 0.90+ |

H>30 @>15
Backbone

3. Density index

A oo ILIN L bwd . LS

Side chain or base 88: L
<Dens> = 0.3772,0 = 0.1484 1.5 =
B> 60. 60.7

Backbone 30.

4. B-factor & =

Side chain or base 30. r

60.- -
1.00, r
5. Connect 0.50- -
WWWWW#WWWWWWWWW#WWWWWWWWW#WWWWWWWWW#WWWWWWWWW#WWWWWWWWW#WWWWWWWWW#WWWWWWWWW

residue number < 0 © ~ © =] o

- — — — — - N

< < < < < < <

chain identifier  |C

VNA. (GLY) g-g’ r
- Backbone 70l L
1. Shift & =
. . 1.0 -

Side chain or base 20 L
0 =0.1173A 3.0° L
m<o038 0.80q r

Backbone 0.90q -

2. Density correlation

Side chain or base).90 L
0.80- L

W>30 @>15
Backbone

3. Density index

1.54
1.04
0.5

0 [l ol R e B o ot O il e

Side chain or base g_)g: [
<Dens>=0.3772,0 = 0.1484 1.5- —
H>60. 60. r
4. B-factor 5 r

Side chain or base 30.- L

60.- =
1.00 r
5. Connect 0.50- r

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
2A06

Local estimation (38)

2. Density correlation

Side chain or base0.90+ L

VNA. (GLY) 39 B
- Backbone 1:07 L

1. Shift = L

: ; 1.04

Side chain or base 204 L

0 =0.1173A 3.0- -
m<08 0.80 r
Backbone 0.904 |

0.80- L
Backbone = L
Tor 057 mj HW FH B
3, Density index ] ol [ 1 [
Side chain or base 88: B
<Dens> = 0.3772,0 = 0.1484 15] L
W> 60. 60. r
Backbone 30. =
4. B-factor E =
Side chain or base 30. -
60.- -
1.00, r
5. Connect 0.50- -
WWWWW#WWWWWWWWW#WWWWWWWWW#WWWWWWWWW#WWWWWWWWW#WWWWWWWWW#WWWWWWWWW‘%WWWWWWWWW
residue number — N (3] < 0 © ~
— - - - — — o
<~ < < <~ < < <
chain identifier  |C
V N.A. (GLY) g-g: r
; packbone 120’WMWWWWHWW’
1. Shift & =
’ ) 1.0 L
Side chain or base 204 L
0 =0.1173A 3.0- L
m<o038 0.80q r
Backbone 0.90+1 -
2. Density correlation E =
Side chain or base).90 -
0.80- -
m>30 W>15 13
Backbone Og: m ﬂ H
3. Density index E == =
Side chain or base g_)g: [
<Dens> = 0.3772,0 = 0.1484 1.5- =
H> 60. 60.+ r
Backbone 30.1 -
4, B-factor = =
Side chain or base 30.4 -
60.- L
1.00 r
5. Connect 0.50 3
WWWWWWWWW(}%WWWWWWWWW(}%WWWWWWWWW%WWWWWWWWW(}%WWWWWWWWWey,wWWWWWWWW%WWWWWWWWW#WWWW
residue number ko o o — 3] %] < L0
o o — — — - — o
53 < < < <~ < < <
chain identifier  |C
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