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

Structure Factor Check
2FBW

Title: AVIAN RESPIRATORY COMPLEX Il WITH CARBOXIN BOUND
Date: 10-DEC-05
PDB code: 2FBW
Crystal Structure Factors
Cell parameters: Input
af 19%)8020 4 b 92008675 2 _C:906g(')63 a Nominal resolution range: 64.1- 2.05A
o ' B: : v: : Reflections in file: 166892
Space group: P 1211 Unique reflections above 0: 166892
above b: 166666
above &: 153945
SFCHECK
Nominal resolution range: 64.1- 2.10 A

M odel

19494 atoms (2000 water molecules)

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

Used reflections: 162211
Reflections out of resolution: 4681
Completeness: 88.3 %
R_stand(F) = g(F)>/<F>: 0.035

Anisotropic distribution of Structure Factors
ratio of eigen values: 0.7481 1.0000 0.664

B_overall (by Patterson): 30.A"2
Optical resolution: 1.63 A
Expected opt. resol. for complete data set: 1.63|A

Number of chains: 51

Volume not occupied by model: 46.8 %

<B> (for atomic model): 30.4 AN2

o(B): 14.95 AN2

Matthews coefficient: 2.95

Corresponding solvent % : 58.01
Refinement

Program: CNS 1.1

Nominal resolution range: 64.1 - 2.10 A

Reported R—factor: 0.187
Number of reflections used: 162208
Reported Rfree: 0.23
Sigma cut-off: N.A.

Estimated minimal error: 0.019 A
Model vs. Structure Factors
R-factor for all reflections: 0.193
Correlation factor: 0.935
R-factor: 0.198
for F>2.00
nom. resolution range: 64.09 — 2.10A
reflections used: 162012
Rfree: 0.235
Nfree: 8000
R-factor without free—refl.: 0.197
Non free-reflections: 154012
<u> (error in coords by Luzzati plot): 0.232 A
Estimated maximal error: 0.111 A
DPI: 0.166 A
Scaling
Scale: 1.056
Bdiff: -0.67

Anisothermal Scaling (Beta):
-0.3776 2.1252 -0.5333 0.0000 -0.2013 0|

Solvent correction — Ks,Bs: 0.900 492.305
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Local estimation

Backbone
2. Density correlation

V NA. (GLY) 2-8: r
- Backbone 104
1. Shift
: ; 1.0+
Side chain or base 20
0 =0.0937A 3.0°
m<o08 0.80

Side chain or base0.90+

0.90

0.80-
H>30 W>15 1-3*
o Backbone (355:
3. Density index e
Side chain or base 28:
<Dens> = 0.3919,0 = 0.0580 1.5
W> 60. 60. r
Backbone 30. -
4. B-factor
side chain or base 30'WWW’
60. -
1.00,
5. Connect 0.50- ﬂ -
STQYPVVDHEFDAVVVGAGGAGLRAAFGLSEAGFNTACVTKLFPTRSHTVAAQGGINAALGNMEDDNWRWHFYDT
residue number @ S g % %? S‘; % ,02
chain identifier ~ |A
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 = 0.0937A
m<os 0.807 r
Backbone 0.90+1 -

2. Density correlation

Side chain or base).90+ L

0.80- -
H>30 M>15 1
Backbone é
3. Density index -
Side chain or base gg:
<Dens> = 0.3919,0 = 0.0580 1.5-
B> 60. 60.4
Backbone 30.1
4. B-factor E
Side chain or base 30.-
60.- =
1.00
5. Connect 0.50 -

residue number

chain identifier ~ |A

SFCHECK 7.03.16
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Structure Factor Check

2FBW

Local estimation (2)

VNA. (GLY) 2-8: L
; packbone L0 o o STl e e e R e e

1. Shift

B : 1.0
Side chain or base 20 L
0 =0.0937A 3.0- —
m<038 0.80 i
Backbone 0.90+ r
=11 = P e B == S

2. Density correlation

Side chain or base0.90+
0.80-

H>30 E>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.3919,0 = 0.0580

> 60.
Backbone
4. B-factor
s 30_+LWLFLUM}ULU¢UML[ I
60.- -
1.00 i
5. Connect 0.50- -
HTLYGRSLRYDTSYFVEYFALDLLMENGECRGVIALCIEDGTIHRFRAKNTIVIATGGYGRIYFSCTSAHTSTGDG
residue number R 3 I 2 2 2 2 2
~ - - — - N [aV) N
chain identifier ~ |A
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 = 0.0937A
m<os 0.807 r
Backbone 0.90+1 -
; i - P = R o R
2. Density correlation == S==v] S eVA—EEV=—BEee NS EEESSS.

Side chain or base).90

0.80-
m>30 W>15 L
Backbone é
3. Density index
Side chain or base gg:
<Dens> = 0.3919,0 = 0.0580 1:5—

B> 60. 60.
Backbone 30.4
4. B-factor &
Side chain or base 30.-
60.- =
1.00
5. Connect 0.50 -

residue number

chain identifier

SFCHECK 7.03.16
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Local estimation (3)

Backbone
2. Density correlation

V N.A. (GLY) 2-8: C
- Backbone 10
1. Shift
; i 1.0
Side chain or base 204
0 =0.0937A 3.0~
m<o0s8 0.804

0.904

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> = 0.3919,0 = 0.0580 1.5
H> 60. 60.7
Backbone 30.
4. B-factor
Side chain or base 30.
60.- —
1.00 B
5. Connect 0.50- -
REGRGCGPEKDHVYLQLHHLPPQQLATRLPGISETAMI FAGVDVTKEPIPVLPTVHYNMGGI PTNYKGQVITHVN
residue number 8 2 % % %’ % % '0\7
g] ™ %) ™ ™ ™ ™ ™
chain identifier ~ |A
VNA. (GLY) g-g’ C
; peetbone L0 e e e el
1. Shift r
. ) 1.04 L
Side chain or base 20 L
0 =0.0937A 3.0~ =
m<o08 0.801 i
Backbone 0.90q

2. Density correlation

Side chain or base).90
0.80-

W>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.3919,0 = 0.0580

> 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

2FBW

Local estimation (4)

VN.A. (GLY) 2-8: i
L P Lo e (el e P e e S e L e

1. Shift
de cha e e e R e i [ e e e R e | e e R
Side chain or base 20 L
o =0.0937A 3.0- B
l<08 0.80+ -
Backbone 0.904 |
2. Density correlation ! B i S 0 O ) S g | e L

Side chain or baseQ.90+

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.3919,0 = 0.0580

> 60.
Backbone
4. B-factor
sidechan o ase a0J] L0 | | LR O R R O B R,
60.- -
1.00
5. Connect 0.50- -
ADGTIRTSEARLNMQKTMQSHAAVFRTGSILQEGCEKLSQIYRDLAHLKTFDRGIVWNTDLVETLELQNLMLCAL
residue number 3 I 2 2 2 2 2
~ < < < < 0 o It}
chain identifier ~ |A
V N.A. (GLY) g-g: r
e na=eunsnaiav=Tai=uln=n=ani=susnnlisaisniiinsaswaneannii]is=)nean=sunnniy
1. Shift & L
- Loiwmmmww,
Side chain or base 204 |
0 =0.0937A 3.0- =
m<os 0.807 r
Backbone 0.90+1 -
2. Density correlation = TR e e I L
Side chain or base).90 I I D I -
0.80- -
W>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.3919,0 = 0.0580

> 60.
Backbone
4. B-factor m w
Side chain or base 30,—@@]@%@ ]v :1117
60.- == = -
1.00 - o
5. Connect 0.50- -

residue number

chain identifier

SFCHECK 7.03.16

QTIYGAEARKESRGAHAREDYKLRIDEFDYSKPLQGQQKRPFEEHWRKHTLSYVDVKSGKVTLKYRPVIDRTLNE]|
(o2} [©2) (2] (o2} (2] (2] (o2}

™ < Yo} © ~ [¢9] o2}
Yo} [Te) [Te) Yo} [Te) Lo Yo}

A




Structure Factor Check
2FBW

Local estimation (5)

2. Density correlation

VN.A. (GLY) 3.09 r
Backbone %'07 B
1. Shift
Side chain or base 5 1 |
G =0.0937A
m<o0s8 0.80q

Backbone 0.90+

Side chain or baseQ.90+

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.3919,0 = 0.0580

> 60.
Backbone 30.
4. B-factor
Side chain or base 30.
60.-
1.00
5. Connect 0.50-
EDCSSVPPAIRSY] [TSRIKKFSIYRWDPDKPGDKPRMQTYEVDLNKCGPMVLDALIKIKNELDSTLTFRRSCRE
residue number 3 9 o © Q @ ® ®
[ ©
chain identifier ~ |A B
V N.A. (GLY) 3-8* r
- peckbone L0 ey e el e e e el
1. Shift B
: ) 1.0 L
Side chain or base 204 L
0 =0.0937A 3.0~ =
m<os 0.807 r
Backbone 0.90+1 -

2. Density correlation

—_— 1] =
Side chain or base).90 U—,U mwu_vu—,\7

0.80- =

W>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.3919,0 = 0.0580

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

residue number

chain identifier
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Local estimation (6)

VNA. (GLY) 3.0
; pecktone O e e e e e e e e e e e b T TH 1T
1. Shift
) ) 107WMMHM@WWM7
Side chain or base 204 L
3.0

o =0.0937A — -
m<o08 0.80- r
Backbone 0.904 |
2. Density corréelation — — = =———
y 0 07 Vv 0oV I N

Side chain or base0.90+ L
0.80- L

H>30 @>15
Backbone

3. Density index

Side chain or base

15 r
1.0 r
0.5 r
0.5+ r
1.0+
IL5-

<Dens> = 0.3919,0 = 0.0580

B> 60. 60.7 r
Backbone 30. i

O e e O O O O O e e O T T T
4. B-factor

Side chain or base 30_7WWMUMVWW7

60.- =
1.00
5. Connect 0.50 -
LQSIEDRQKLDGLYECILCACCSTSCPSYWWNGDKYLGPAVLMQAYRWMIDSRDDYTEERLAQLQDPFSLYRCHT
; © © © © © © ©
residue number < s © ~ =) > )

— — — — — — N

chain identifier B

VNA. (GLY) 39 B
- Backbone 104
1. Shift §
) . 1.0
Side chain or base 204
0 =0.0937A 3.0-
m<o0s8 0.807

Backbone 0.904

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

0.80

3. Density index

H>30 @>15 %8
Backbone 0:5

0

1

Side chain or base 8:
<Dens> = 0.3919,0 = 0.0580 1:57
B> 60. 60.
Backbone 30.1
4. B-factor &
Side chain or base 30.-
60.-
1.00
5. Connect 0.50- T F 3
OIOMNCTRTCPKO%LNPGKA TAE L KKMMATYK ATTAKEEMARFWEKNTKSSRPLSPHISIYKWSLPMAMSI THRGT
residue number N N N [ o~
m ﬁ m — N ™ <
chain identifier ~ |B C

SFCHECK 7.03.16
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Local estimation (7)

V NA. (GLY) 3.0
2.0
: pecktone 1-°*WWWWWWWWWW*
1. Shift

Side chain or base

o =0.0937A

W<o08 0.80 [

Backbone 0.904 I

2. Densty correlation ~ :TV_TD] L o == Y o i e e i ==l |
Side chain or base0.90+

0.80-

H>30 m>15 i r
o Backbone 0.5

3. Density index E

Side chain or base 8 S:W D U U D D:l:q D D D
<Dens> = 0.3919,0 = 0.0580 1.54 =

W > 60. 60.7
4. B-factor ﬂ

Side chain or base 30. J_L W J_U_L,
60.- _ — — =
1.00 1| -
5. Connect 0.501 W W -
GVALSLGVSLFSVAALLLPEQFPHYVAVVKSLSLSPALIYSAKFALVFPLSYHTWNGI RHLVWDMGKGFKL SQV
residue number S 3 N S S o o

— —

chain identifier  |C

VN.A. (GLY) g-g: L
W (inn=nnilunila=uinalanilninaln=esuin=nnnnizanninlnnl ANNASNNNNnnRNnnnn=Enanc]

1. Shift 5 r
L O—WWIDVLLW [ O o O T e s e

Side chain or base 20 L

0 =0.0937A 3.0- —~
m<o038 0.80 r

packbene 0.99] Mﬂm |
i | I O S I s O s HE i

2. Density correla'Flon = [ T] T — g q}IW: = T
Side chain or base0.90+

0.80-

3. Density index

Side chain or base

m>30 E>15 Al
o Backbone 0.5

<Dens> = 0.3919,0 = 0.0580

B> 60. 60.7 —
4. B-factor

I ,
ST zgpmm_mul D]Wﬂl[ﬂv[[ﬂlvﬂiwww
5. Connect 030 % i waTwa [

QSGVVVLILTLLSSAGIAAIS [SKAASLHWTSERAVSALLLGLLPAAYLYPGPAVDYSLAAALTLHGHWGLGQV
i NI N ™ ™ (%) (32} [92)
residue number N ® ™ st Q 2 Q R

chain identifier  |C D

SFCHECK 7.03.16
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Local estimation (8)

V NA. (GLY) 2-8: r
- Backbone 104
1. Shift
; i 1.0
Side chain or base 204
0 =0.0937A 3.0-
m<o0s8 0.80

Backbone 0.90+

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

0.80-
H>30 m>15 %g:
o Backbone 0.5
3. Density index e
Side chain or base 28:
<Dens> = 0.3919,0 = 0.0580 1.5
W> 60. 60.7
Backbone 30.
4. B-factor
Side chain or base 30.
60.-
1.00
5. Connect 0.50-
I TDYVHGDTPIKVANTGLYVLSAITFTGLCYFNYYDVGICKAVAMLWS | TQYPVVDHEFDAVVVGAGGAGLRA
residue number 3 Q 3 B § = & &
chain identifier D N
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.0937A
m<os 0.807 r
Backbone 0.90+1 -
q . R I B —— — —r
2. Density correlation TV = == = —
Side chain or base).90 -
0.80- -
W>30 @>15

Backbone
3. Density index

Side chain or base
<Dens> = 0.3919,0 = 0.0580

Il > 60.

packbone 30:7WWWWWHWTWWWWW
4. B-factor

Side chain or base 30.- qp D D u F D DLUUUU u D D L

60.- =

1.00
5. Connect 0.501 -

AFGLSEAGFNTACVTKLFPTRSHTVAAQGGINAALGNMEDDNWRWHFYDTVKGSDWLGDQDATHYMTEQAPAAV |
i o Q o o o o 1=
residue number S 3 @ = @ > S

chain identifier N

SFCHECK 7.03.16
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Local estimation (9)

VNA. (GLY) 2-8:
i peetbone Lo e e e D T e T et e O e B e e
1. Shift
) . 107%&%@&%%%%%%,

Side chain or base 20
0 =0.0937A 3.0-
m<o08 0.80

Backbone 0.90+

= B e | —r R ] [ S

2. Density correlation

Side chain or base0.90+
0.80-

H>30 H>15
Backbone

3. Density index e
Side chain or base 8:

<Dens> = 0.3919,0 = 0.0580 1.5-

15 r
1.0

0.5

0.

1.

B> 60. 60.7

packbone R S innsunnalinnsEiauazuanananiliisinanssaunssensraeaaainiliiNaNsannzanunil
4. B-factor

Side chain or base 30.

60.- — =
1.00
5. Connect 0.50 -
ELENYGMPFSRIEEGK| YQRAFGGQSLQFGKGGQAHRCCCVADRTGHSLLHTILYGRSLRYDISYFVEYFALDLLM
residue number S IS 54 9,. 2 3 S I
— - - - - - — -
chain identifier [N
V N.A. (GLY) 2-8* r
Backbone '0: L
1. Shift &
Side chain or base %8:
0 =0.0937A 3.0-
m<o08 0.801

Backbone

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

0.80-
m>30 W>15 %-8:
Backbone 0:57
3. Density index -
Side chain or base gg:
<Dens> = 0.3919,0 = 0.0580 1.5-
. > 60 607
Backbone 30.4
4. B-factor L
Side chain or base 30. [
60.- L
1.00
5. Connect 0.50 -

residue number

chain identifier N

[}
-

o
N

ENGECRGVIALCIEDGTIHRFRAKNTVIATGGYGRTYFSCTSAHTSTGDGTAMVTRAGLPCQDLEFVQFHPTGIY
o o o o o o o

— N ™ < Lo
N N N N N

SFCHECK 7.03.16
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Local estimation (10)

Side chain or base0.90+

V N.A. (GLY) 2-8: r
L st Backbone 1:07 B
. Shift
Side chain or base %8: J_H_L:
0 = 0.0987A 3.0~ L
m<o038 0.80 r
Backbone 0.90+ L
g 7 = o —— S
2. Density correlation = e SV i

H>30 E>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.3919,0 = 0.0580

> 60.
Backbone
4. B-factor
Side chain or base 30. M_U—U_U_L,
60.- L
1.00
5. Connect 0.50- -
GAGCLITEGCRGEGGILINSQGERFMERYAPVAKDLASRDVVSRSMT IEI REGRGCGPEKDHVYLQLHHLPPQQL
residue number | 3 4 8 54 8 S I =
~ o~ N I3\ ™ ™ ™ %]
chain identifier [N
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 = 0.0937A
m<os 0.80
Backbone 0.90+1
2. Density correlation & == v == = — =7
Side chain or base).90+ L

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.3919,0 = 0.0580

W > 60.
Backbone

4. B-factor

Side chain or base 30_—<M/D:D:H_u_m I |
60.- — =

5. Connect

1.00
0.501

residue number

chain identifier

SFCHECK 7.03.16
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Local estimation (11)

Backbone
2. Density correlation

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

1. Shift
Side chain or base

0 =0.0937A

m<o08 0.80

0.904

Side chain or base0.90+
0.80-

W>30 W>15

Backbone
3. Density index

Side chain or base
<Dens> = 0.3919,0 = 0.0580
> 60.

Backbone
4. B-factor

Side chain or base 30.

60.-
1.00
5. Connect 0.50-
LGANSLLDLVVFGRACALTIAETCKPGEPVPSIKPNAGEESVANLDKLRFADGT IRTSEARLNMQKTMQSHAAVF
residue number a g 8 9,. 8 8 ,‘3 %
< < < < < < < <
chain identifier [N

VNA. (GLY) 2-8* i

eeene O el ol i A e e e e el et
1. Shift = L

Side chain or base 20 L
0 =0.0937A 3.0- =
m<os 0.807 r

Backbone 0.90q F

q 1 e N s e S P e B . B}

2. Density correlation E =g = — = T

Side chain or base).90 -

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.3919,0 = 0.0580

W > 60.
Backbone
4. B-factor
Side chain or base 30.-
60.- =
1.00
5. Connect 0.50 -
RTGSILQEGCEKLSQIYRDLAHLKTFDRGIVWNTDLVETLELQNLMLCALQTIYGAEARKESRGAHAREDYKLRI
residue number S s S Q 2 g 3
< e} n o [re] [t} [re}
chain identifier N

SFCHECK 7.03.16




Structure Factor Check
2FBW

Local estimation (12)

0.80-

VNA. (GLY) 2-8: L
W nninnnlnnlindulnRian=easeeanuilnnl Enshnznnnnnoznnlianstnnietnn i innunnt sty

1. Shift
e o e 10 CE LI B P C S e S PO e R e R,
Side chain or base 204 L
0 =0.0937A 3.0- —
m<08 0.80+ r
Backbone 0.90+ i

: : I ) P o o e S I I — S

2. Density correlation - o [ .
Side chain or base).90 W W I r

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.3919,0 = 0.0580

> 60. b
Bacone 30,1 Ilianascal
4. B-factor =
60.- U — B L L
1.00
5. Connect 0.50 W 0 =
DEFDYSKPLQGgQKRPFEEHWRKHTLSYVDVKSGKVTLKYRPV IDRTLNEEDCSSVPPAIRSY TSRIKKFSIY
residue number 3 = 2 3 8 S I P
T2) [Te] n Te) [te} o ©
chain identifier N o
VNA. (GLY) 39 C
: packbone L0 e e e e e e P e e e e, sl e
1. Shift = =
) . 1'07WWWMEWW’
Side chain or base 20 L
G =0.0937A 3.0- —
m<o8 0.80 r
Backbone 0.90+ F
H H P s e e W o A = I e e ———
2. Density correlation = = —— e ——r
Side chain or base0.90+ -
0.80" L
H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.3919,0 = 0.0580

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

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
2FBW

Local estimation (13)

3. Density index
Side chain or base
<Dens> = 0.3919,0 = 0.0580

VNA. (GLY) 2-8: L
; pecktone Lo T e o e e e H T T b e e e e
1. Shift
) . 1-0’WW’
Side chain or base 20 L
0 =0.0937A 3.0~ -
m<o08 0.80 I
Backbone 0.90+ r
2. Density correlation = — = L == =
Side chain or base0.90+ H_U TW W r
0.80 -
H>30 W>15
Backbone

> 60.
Backbone
4. B-factor
Side chain or base 30.7WW7
60.- L
1.00
5. Connect 0.50- -
LSKTTKIYPLPHMYVVKDLVPDLSNFYAQYKSIEPYLKKKDESKQGKEQYLQSIEDRQKLDGLYECILCACCSTS
residue number * 8 * 2 x X %3
- — - - - —
chain identifier |0
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 = 0.0937A
m<o038 0.80 r
Backbone 0.90+1 L
i i S —_— e e [ —
2. Density correlation S === e e e — ==
Side chain or base).90+ L
0.80- L
H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.3919,0 = 0.0580

W > 60.
Backbone
4. B-factor & =
Side chain or base 30.- D u D u u u l:D D:[—u u M—[D]] D] [D:I:D m D] E
60.- =
1.00
5. Connect 0.50 -
CPSYWWNGDKYLGPAVLMQAYRWMIDSRDDYTEERLAQLQDPFSLYRCHTIMNCTRTCPKGLNPGKATAEIKKMM
i 0 [ee] @ [c) e} @ [e0] oo}
residue number |5 R o o ) ] N 2]
=1 — — — « o~ ~ I3
chain identifier o

SFCHECK 7.03.16




Structure Factor Check
2FBW

Local estimation (14)

VNA. (GLY) 2-8: B
- Backbone 104
1. Shift
i i 1.0+
Side chain or base 204
0 =0.0937A 3.0~
m<o0s8 0.804

Backbone 0.90+

2. Density correlation

Side chain or baseQ.90+
0.80-

154
H>30 W>15 o]

Backbone
3. Density index

Side chain or base
<Dens> = 0.3919,0 = 0.0580

M > 60.
Backbone

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

1.00;
5. Connect 0.50

residue number

chain identifier

B
Iy
=

ATTAKEEMARFWEKNTKSSRPLSPHISIYKWSLPMAMSI THRGTGVALSLGVSLFSVAALLLPEQFPHY
N o~ o~ N N N N
— N ™ < o ©

P

V N.A. (GLY)
Backbone

1. Shift
Side chain or base
c =0.0937A

e

W<08 0.80q r
Backbone 0.90q =

2. Density correlation

= ﬁ = [T i "\—MW‘—‘—]_[’\/‘—\_'—‘_A—*—‘—'—\_I = r
Side chain or base).90 I D

0.80-

Backbone

HW>30 @>15 %8:
0.5

3. Density index

<Dens> = 0.3919,0 = 0.0580

O =T = o ] = ]
. ; 0.5+
Side chain or base 1.04 WWW% WWJ
1.5-

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

60.

LI
[ *

1.00q

scanet  ofin mueifaill] *

=l

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
2FBW

Local estimation (15)

V NA. (GLY) 3.0
Backbone

: SansiinnaniniiisnlizANsNzann=n=annlbinsanninninnannsinainsniiindininzslunnlin:
1. Shift
S 1_07WWWW,
Side chain or base 204 L
o =0.0937A 3.0

m<os 0.80,
Backbone 0.90+ I
; ; o S = S v = S ) Sy ) I =
2. Density correlation —

Side chain or baseQ.90+
0.80-

H>30 m>15 i B
Backbone 054 L

3. Density index E

Side chain or base Q.S:MWW P LH_IW_L:
<Dens> = 0.3919,0 = 0.0580 157 C

M > 60. 607
4. B-factor
Side chain or base 30.+ mWM/I—IM7
60.] .

1.00 r
omes 1% e M T

AASLHWTSERAVSALLLGLLPAAYLYPGPAVDYSLAAALTLHGHWGLGQVITDYVHGDTPIKVANTGLYVLSAIT
2] ™ [V () ™ [2] ™

residue number 9 Q K Q B Y 2

chain identifier  |Q

VN.A. (GLY) 3.0 =
Backbone 58: [

1. Shift s B 00 e & eeeoeleoes da
; ; 1.0+ L

Side chain or base 20 L

0 =0.0937A 3.0~ B
m<o038 0.80 -

Backbone 0.90q

2. Density correlation
Side chain or base).90

0.80- —
H>30 @>15 %'8’ I i
Backbone = L
o 0.5 D [
@ (BTt e 0 @ D D D O D B 0 D i
Side chain or base 287 -
<Dens> = 0.3919,0 = 0.0580 1.5- -
> 60, 60.
Backbone 30. I D I D I I D I D I D D [
4. B-factor e -
Side chain or base 30.4
60.-
1.004
5. Connect 0.50- {

FTGLCYFNYYDVGICKAVAMLWS | ! []
residue number o] 2] Q9 N o
® @ g 8 o

>>1002]
(>>10037]

>>1005]

chain identifier Q g E

SFCHECK 7.03.16




Structure Factor Check

2F

BW

Local estimation (16)

3. Density index

V N.A. (GLY) 3.0 r
Backbone 2.0+ r
1.0+ d:l:,
1. Shift O 0000 3 ls cc o lde 0o = =010 L
¢ ; 1.0 L
Side chain or base 204 B
0 =0.0937A 3.0- —
m<o038 0.80 r
Backbone 0.90+ L
2. Density correlation 4 - - - B = 0 &l
Side chain or base0.90+ L

0.80-

W>30 W>15 %g* D I I I I

Backbone =

g U000 o . saBlloal ok

Side chain or base 887
<Dens> = 0.3919,0 = 0.0580 1.5
H> 60. 60.7
Backbone 30,—] D D D D D D D D D
4. B-factor & D D D D o H L r
Side chain or base 30. L
60.- -
1.004 r
5. Connect 0.50 +
H K HEEESH R K 5 H O A )
residue number E g g E % E g E g ﬁ :’Q:‘ g 5 g 5 g
AWK AEEEEBEEBESSBESLEELCHLC
VN.A. (GLY) g-g: L
: packbone 1:0’+WMWWMH%WW%W’
1. Shift 5 r
: ) 1.0 L
Side chain or base 20 L
0 =0.0937A 3.0~ =
W<08 0.80q r
Backbone 0.90+1 [

2. Density correlation

Side chain or base).90

0.80- =

W>30 @>15 1 r
3. Density index - =
Side chain or base gg: [

<Dens> = 0.3919,0 = 0.0580 1.5- L

0.501

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

60.- L

1.00 =

5. Connect +

residue number

chain identifier

SFCHECK 7.03.16




Structure Factor Check

2FBW

Local estimation (17)

VNA. (GLY) 2-8: L
; packbone 1:°*mmm&ﬂﬂﬂ‘hm*

1. Shift e =

! ! 1.0+

Side chain or base 204 L

o =0.0937A 3.0- —
m<08 0.80+ r
Backbone 0.90+ i

2. Density correlation
Side chain or baseQ.90+

H>30 @>15
Backbone

3. Density index

Side chain or base 28: L
<Dens> = 0.3919,0 = 0.0580 1.5 =
B> 60. 60.7 r

Backbone 30. i
4. B-factor & r

Side chain or base 30. r

60.- -
1.00, r
5. Connect 0.50- -
.. WWWWWWWWW“%WWWWWWWWW,V\\IWWWWWWWWW&WWWWWWWWWL\I'WWWWWWWWWL\I'WWWWWWWWW&WWWWWWWWW%WW

residue number 2 o ~ < © © <2} ~

I ~ ~ ~ ~ ~ ~ ©

- - - - - - -

chain identifier  |C

VN.A. (GLY) g-g’ r
: packbone 0L e o e B e oL o e e B oo D e e |
1. Shift & =
. . 1.04 -

Side chain or base 20 L
c =0.0937A 3.0° L
m<038 0.807 r

Backbone 0.90q -

2. Density correlation
Side chain or base).90

0.80- -
H>30 W>15 %8
o Backbone 05
3. Density index - =
Side chain or base 28: [
<Dens> = 0.3919,0 = 0.0580 1.5
> 60. 60.+ r
Backbone 30.1 I
4. B-factor & =
Side chain or base 30.4 -
60.- =
1.00 r
5. Connect 0.50- r
. WWWWWWW,EWWWWWWWWWL\I.WWWWWWWWW%WWWWWWWWW(\%WWWWWWWWW,ﬂwWWWWWWWW&WWWWWWWWW%WWWWWWW
residue number ) o © @ o ™ 0
oo} e [ee] [oe] [« [} (2]
- - - - - - -

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
2FBW

Local estimation (18)

V NA. (GLY) 3.0

pecktone L =, W S ) SO ) S SO ] W PSS PSS SN B ) S
1. Shift -

. ! 1.0+ B

Side chain or base 204 L

0 =0.0937A 3.0- —
m<08 0.80+ r
Backbone 0.90+ i

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

H>30 m>15 i r
Backbone 054 L

3. Density index

Side chain or base

0.5 B
1.0 L
<Dens> = 0.3919,0 = 0.0580 1.5-

m> 60. 60.7
4. B-factor = =

Side chain or base 30. L

60.- -
1.00, r
5. Connect 0.50 +
. WW&WWWWWWWWW’ﬂWWWWWWWWW&WWWWWWWWW#WWWWWWWWWL\I‘\SWWWWWWWWW&WWWWWWWWW%WWWWWWWWWL\I'WW
residue number © © o [32) [Te] © <] o
o 193} S =1 o o =1 =
— - N N N N N N

chain identifier  |C

V N.A. (GLY) 3.0
2.0 -
o e 1-°’WWMM’

1. Shift E

. . 1.0 L

Side chain or base 20 L

0 =0.0937A 3.0- —~
m<o038 0.80q r
Backbone 0.90+ [

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

m>30 E>15 1 r
Backbone 0.5 L

3. Density index - =

Side chain or base

0.5+
1.04 -
<Dens> = 0.3919,0 = 0.0580 1.5- L

B> 60. 60.
4. B-factor 3

Side chain or base 30.- L
60.- L

1.00, =
5. Connect 0.501 =

WWWWWWW(%WWWWWWWWW%WWWWWWWWW(V\VIWWWWWWWWW#WWWWWWWWW&WWWWWWWWW&SWWWWWWWWWBWWWWWWW
residue number N ] © ~ <] i ™
— - - — - N N
N N N N N N N

chain identifier C

SFCHECK 7.03.16




Structure Factor Check
2FBW

Local estimation (19)

2. Density correlation

Side chain or baseQ.90+

VNA. (GLY) 2-8: L
; packbone 1:07MWWWWWMMH7

1. Shift = L

" ; 1.0

Side chain or base 204 L

0 =0.0937A 3.0~ =
m<os 0.80 r
Backbone 0.904 |

0.80- L
m>30 @>15 i B
o Backbone 0.5 L
3. Density index e =
Side chain or base 88: L
<Dens> =0.3919,0 = 0.0580 157 =
B> 60. 60.7 r
4. B-factor & r
Side chain or base 30. r
60.- =
1.00 r
5. Connect 0.50- -
WW%WWWWWWWWW#WWWWWWWWW&IWWWWWWWWW#WWWWWWWWW“%WWWWWWWWWI%WWWWWWWWW#WWWWWWWWWL\I.WW

residue number < © [o¢] o N ~ © )]

IN] N N @ ® %] ] ™

N N N N N N N N

chain identifier  |C
V NA. (GLY) g-g: C
- Backbone 104
1. Shift & =
) . 1.0 F
Side chain or base 20 L
0 =0.0937A 3.0- -
m<o08 0.801 M
Backbone 0.90+ r
2. Density correlation e r
Side chain or base0.90+ r
0.80- =
H>30 M>15 %8 B
o Backbone 05
3. Density index 1 =
Side chain or base gg: [
<Dens> = 0.3919,0 = 0.0580 157

0.501

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

60.- L

1.00 =

5. Connect +

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
2FBW

Local estimation (20)

2. Density correlation

Side chain or base0.90+ L

VNA. (GLY) 2-8: L
: packbone 104 o e e P i e i, e e i el e e

1. Shift = L

: ! 1.04

Side chain or base 204 L

o =0.0937A 3.0- —
m<08 0.80 r
Backbone 0.904 i

0.80- L
H>30 m>15 A r
3. Density index e L
Side chain or base 88: B
<Dens> = 0.3919,0 = 0.0580 1.54 =
W> 60. 60.7
Backbone 30.1
4. B-factor e =
Side chain or base 30. -
60.- -
1.00, r
5. Connect 0.50- -
‘V_V|WWWWWWWWWLV‘\SWWWWWWWWW%WWWWWWWWW%WWWWWWWWW“%WWWWWWWWW%WWWWWWWWW(\%WWWWWWWWW“%WW
residue number o N < © o [ 0 o
~ ~ ~ ~ @ © I} 1<)
N N N N N N N N
chain identifier  |C
V N.A. (GLY) g-g: r
; eckbone 120’Wﬂﬁﬂﬁﬂ4ﬂwm*
1. Shift = L
. ) 1.0 L
Side chain or base 204 L
0 =0.0937A 3.0~ =
m<o038 0.80q r
Backbone 0.90+1 -
2. Density correlation E =
Side chain or base).90 -
0.80- -
m>30 E>15 1
o Backbone 0.5
3. Density index - =
Side chain or base g_)g: [
<Dens> = 0.3919,0 = 0.0580 1.5- =
H> 60. 60. r
Backbone 30. -
4. B-factor & =
Side chain or base 30.- -
60.- L
1.00 r
5. Connect 0.50 3
WWWWWWW’EWWWWWWWWW&‘WWWWWWWWW&WWWWWWWWW‘\LI'WWWWWWWWWL\I.WWWWWWWWW,V\VWWWWWWWWWBWWWWWWW
residue number o e} o N < ~ o
o o)} o ~ ~ ~ @©
N N (2] - - - -
chain identifier C

SFCHECK 7.03.16




Structure Factor Check
2FBW

Local estimation (21)

2. Density correlation

Side chain or baseQ.90+
0.80-

VNA. (GLY) 2-8: L
; packbone lzo’MWWWWW’

1. Shift & L

" ; 1.0

Side chain or base 204 L

0 =0.0937A 3.0~ =
m<os 0.80 r
Backbone 0.904 |

il
il
0.

H>30 @>15
Backbone

3. Density index

5o
0,
5-

Side chain or base (]?8: L
<Dens> = 0.3919,0 = 0.0580 1.5- L
B> 60. 60. M
Backbone 30. -
4. B-factor & r
Side chain or base 30. =
60.- =
1.00, r
5. Connect 0.50- -
. ‘V_V|WWWWWWWWW&IWWWWWWWWW#WWWWWWWWW(\%WWWWWWWWW,HWWWWWWWWW&IWWWWWWWWW(\%WWWWWWWWW#WW

residue number ™ © (=} I < © N ©

@ @ @ o ) <) o o

- - - — - - N N

chain identifier  |C

VNA. (GLY) 3-8* B
i peckbone 1:0:%ﬂ—mﬂwﬂwwwmﬂﬂﬂwi
1. Shift & =
’ ) 1.0 =
Side chain or base 20 L
0 =0.0937A 3.0~ L
m<o038 0.80q r
Backbone 0.90q r

2. Density correlation

Side chain or base).90
0.80-

1.
1.
0.

W>30 @>15
Backbone

3. Density index

Side chain or base g_)g: [
<Dens> = 0.3919,0 = 0.0580 15]
> 60. 60. r
Backbone 30. i
4. B-factor & r
Side chain or base 30.4 r
60.- =
1.00 r
5. Connect 0.50- r
WWWWWWW(%WWWWWWWWW&WWWWWWWWW’V\VWWWWWWWWW(\CSWWWWWWWWW(V\\IIWWWWWWWWW\V_V|WWWWWWWWW WWWWWWW

residue number =} ™ n o < © el

— - - N N N ™

N N N N N N N

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
2FBW

Local estimation (22)

2. Density correlation

Side chain or baseQ.90+

VNA. (GLY) 2-8: L
; packbone lzo’WMﬂwwmﬂM’

1. Shift = L

" ; 1.0

Side chain or base 204 L

0 =0.0937A 3.0~ =
m<os 0.80 r
Backbone 0.904 |

0.80- L

H>30 W>15 %g: B
3. Density index e L
Side chain or base 88: L

<Dens> =0.3919,0 = 0.0580 1.5- =

W> 60. 60.7 r
Backbone 30. i
4. B-factor e =
Side chain or base 30. -
60.- -
1.00, r
5. Connect 0.50 +
WW%WWWWWWWWW“%WWWWWWWWW&WWWWWWWWW‘V_V|WWWWWWWWW&WWWWWWWWW WWWWWWWWW%WWWWWWWWW&WW

residue number © o < o © (32 — =)

I < < re} Ire} © ™~ ~

N N N N N N N N

chain identifier  |C

V N.A. (GLY) 3-8* r
; peckGone 1zoiﬂmwmmmi
1. Shift = L
. . 1.0 =
Side chain or base 204 L
0 =0.0937A 3.0~ =
W<08 0.80q r
Backbone 0.90+1 -

2. Density correlation

Side chain or base).90
0.80-

W>30 @>15
Backbone

3. Density index

il b o sl o S ol ol s .

0.501

Side chain or base g_)g: [
<Dens> = 0.3919,0 = 0.0580 1.5-
H>60. 60.+
4. B-factor 5 r
Side chain or base 30.- L
60.- =
1.00 r
5. Connect +

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check

2FBW

Local estimation (23)

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

1. Shift = L

: ; 1.04

Side chain or base 204 L

0 =0.0937A 3.0- -
m<08 0.80 r
Backbone 0.904 |

2. Density correlation
Side chain or baseQ.90+

H>30 @>15
Backbone

3. Density index

f I [VOORESeesaiinanet dniSsenaluctilbenst] oNShS et i

Side chain or base 88: L
<Dens> = 0.3919,0 = 0.0580 1.5 =
B> 60. 60. r

Backbone 30. i
4. B-factor & r

Side chain or base 30. =

60.- -
1.00, r
5. Connect 0.50- -
WWIE?SWWWWWWWWW“%WWWWWWWWW&IWWWWWWWWW#WWWWWWWWW&WWWWWWWWWLV.WWWWWWWWW&WWWWWWWWW&WW

residue number ~ © < (] Y] [N — Yo}

— N %) It} © © r~ )}

N N N N N N — -

chain identifier  |C

VNA. (GLY) g-g’ r
' packbone 120:7%%%%%%&
1. Shift & =
. . 1.0 L

Side chain or base 20 L
c =0.0937A 3.0° L
m<o038 0.80q r

Backbone 0.90q -

2. Density correlation
Side chain or base).90

W>30 @>15
Backbone

3. Density index

Side chain or base g_)g: [
<Dens> = 0.3919,0 = 0.0580 1.5
H> 60. 60. r
Backbone 30. i
4. B-factor & r
Side chain or base 30.4 r
60.- -
1.00 r
5. Connect 0.50- r
WWWWWWW(\%WWWWWWWWW‘_V\VSWWWWWWWWW&WWWWWWWWW’EWWWWWWWWW%WWWWWWWWW%WWWWWWWWW(%WWWWWWW

residue number [N} L0 o3} o I3 o) <

o — N © =) =} o

N N N N - - -

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
2FBW

Local estimation (24)

2. Density correlation

Side chain or baseQ.90+

VNA. (GLY) 2-8:
g pecktone 1:°’MWWWWWM

1. Shift &
: ; 1.04

Side chain or base 204

0 =0.0937A 3.0~
m<o0s8 0.80
Backbone 0.904

0.80-
Hl>30 @>15 %g [
o Backbone O:5
3. Density index e
Side chain or base 88:
<Dens> = 0.3919,0 = 0.0580 1.54
> 60. Eoai
BN P[] FORRNN (81 ST TY
4. B-factor e i
Side chain or base 30.
60.-
1.00,
5. Connect 0.50-
WW%WWWWWWWWW%WWWWWWWWW%WWWWWWWWW%WWWWWWWWW%WWWWWWWWW%WWWWWWWWW%WWWWWWWWW%WW
residue number [¥e) © ~ <] o)) o — N
o o o S S = - —
- - - - - - - -
chain identifier  |C
V N.A. (GLY) g-g:
] packbone 120’%%%%%’
1. Shift B
’ ) 1.04
Side chain or base 204
c =0.0937A 3.0-
[W<o0.s8 0.801
Backbone 0.904
2. Density correlation E
Side chain or base).90
0.80-
m>30 M>15 13 -
o Backbone 0:5
3. Density index & C
Side chain or base gg:
<Dens> = 0.3919,0 = 0.0580 1.5

0.501

B> 60, 60.
4, B-factor e
Side chain or base 30.-
60.-
1.00

5. Connect

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
2FBW

Local estimation (25)

2. Density correlation

Side chain or base0.90+ L

VNA. (GLY) 2-8: L
; packbone R I O ) SIS | P D I I 1 W B S B

1. Shift = L

: ! 1.04

Side chain or base 204 L

o =0.0937A 3.0- —
m<08 0.80 r
Backbone 0.904 i

0.80- L
H>30 m>15 i
o Backbone 0.5
3. Density index e L
Side chain or base 88: B
<Dens> = 0.3919,0 = 0.0580 1.5 =
W> 60. 60.7 r
4. B-factor e =
Side chain or base 30. -
60.- -
1.004 r
5. Connect 0.50- -
WW%WWWWWWWWW%WWWWWWWWW%WWWWWWWWW%WWWWWWWWW%WWWWWWWWW%WWWWWWWWW%WWWWWWWWW%WW
residue number o — N ™ < Tel © ~
I o~ N « N N I o~
— - - — - - — -
chain identifier  |C
V N.A. (GLY) g-g: r
. packbone 120’MWWWWWWMM’
1. Shift & =
: ) 1.0 L
Side chain or base 204 L
0 =0.0937A 3.0~ =
m<o038 0.80q r
Backbone 0.90+1 -
2. Density correlation E =
Side chain or base).90 -
0.80 -
H>30 @>15 157
Backbone 1.09

3. Density index
Side chain or base
<Dens> = 0.3919,0 = 0.0580

0.5

0.5+
1.04 r
1.5- =

0.501 L

W > 60. 60.1 r
4. B-factor E L
Side chain or base 30.- L
60.- L
1.00 =

5. Connect

residue number

chain identifier

SFCHECK 7.03.16

WWWWWWWRHWWWWWWWWWIRWWWWWWWWWREWWWWWWWWWERWWWWWWWWWEWWWWWWWWWRWWWWWWWWWRWWWWW W W
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Structure Factor Check

2FBW

Local estimation (26)

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

1. Shift = L

: ; 1.04

Side chain or base 204 L

0 =0.0937A 3.0- -
m<08 0.80 r
Backbone 0.904 |

2. Density correlation
Side chain or baseQ.90+

H>30 @>15
Backbone

3. Density index

Side chain or base 88: L
<Dens> = 0.3919,0 = 0.0580 1.5 =
B> 60. 60.7 r

Backbone 30. i
4. B-factor & r

Side chain or base 30. =

60.- -
1.00, r
5. Connect 0.50- -
WW%WWWWWWWWW%WWWWWWWWW%WWWWWWWWW%WWWWWWWWW%WWWWWWWWW%WWWWWWWWW%WWWWWWWWW%WW

residue number 0 © ~ o] o)) o — N

™ ™ ™ 3] ™ < < <

— - - — - - — -

chain identifier  |C

VNA. (GLY) g-g’ r
P £ S I W | SOy S, . U O PN | PSRN, B e
1. Shift 2 =
. ) 1.0 L

Side chain or base 20 L
0 =0.0937A 3.0~ =
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

O 0 e Bl o O o il [ L

Side chain or base g_)g: [

<Dens> = 0.3919,0 = 0.0580 1.5-
H>60. 60.+ r
4. B-factor 5 r
Side chain or base 30.- L
60.- =
1.00 r
5. Connect +

0.501

residue number

chain identifier

SFCHECK 7.03.16

wwwwwww&swwwwwwwww&swwwwwwwww&(’wwwwwwwww&swwwwwwwww&swwwwwwwww&{’wwwwwwwww&swwwwwww
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Structure Factor Check
2FBW

Local estimation (27)

2. Density correlation

Side chain or baseQ.90+

V NA. (GLY) 2-8:
i packbone lzofﬂmm%ﬂ—mm

1. Shift E
: : 1.04

Side chain or base 204

0 =0.0937A 3.0-
m<o038 0.80
Backbone 0.90+

Hl>30 @>15
Backbone

3. Density index

Sl o v il ot it Ao Bt _cmdle e LD

Side chain or base 88: L
<Dens> = 0.3919,0 = 0.0580 1.54 =
B> 60. 60.7 r
4. B-factor & r

Side chain or base 30. r

60.- -
1.00, r
5. Connect 0.50- -
WW%WWWWWWWWW%WWWWWWWWW%WWWWWWWWW%WWWWWWWWW%WWWWWWWWW%WWWWWWWWW%WWWWWWWWW&WW
residue number o ~ N [32) < Yo} © ~
n o 0 0 X ) Iry) o
— - - — - - — -
chain identifier  |C
V NA. (GLY) g-g: r
P SIS S SNSRI . SRR SO, | S SO | BGUNCR, SOF, | SRS, G O
1. Shift & =
’ ) 1.04 E

Side chain or base 20 L
0 =0.0937A 3.0° L
m<o0s8 0.807 M

Backbone 0.90q -
2. Density correlation e r

Side chain or base).90 r

0.80- =

B>30 @>15 13 r
o Backbone 0:5 |

3. Density index 1 =

Side chain or base g_)g: [
<Dens> = 0.3919,0 = 0.0580 1.5

0.501

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

60.- L

1.00 =

5. Connect H

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check

2FBW

Local estimation (28)

VNA. (GLY) 2-8: L
: packbone N T o I |, O SRC e s S ) B e

1. Shift E =

B : 1.0

Side chain or base 204 L

o =0.0937A 3.0- —
m<08 0.80q r
Backbone 0.90+ i

2. Density correlation
Side chain or baseQ.90+

W>30 @>15 1
Backbone é
3. Density index
Side chain or base 88: L
<Dens> = 0.3919,0 = 0.0580 1.54 =
B> 60. 60.7 r
Backbone 30. i
4. B-factor & r
Side chain or base 30. =
60.- -
1.00, r
5. Connect 0.50- -
WW&WWWWWWWWW&WWWWWWWWW&WWWWWWWWW&WWWWWWWWW&WWWWWWWWW&WWWWWWWWW&WWWWWWWWW&WW
residue number 2] o — N 2] < T} ©
o — — - — — - —
— - - — - - — -
chain identifier  |C
V NA. (GLY) g-g: C
: packbone 1207%%%%%%%7
1. Shift = L
’ ) 1.0 E
Side chain or base 20 L
0 =0.0937A 3.0° L
m<o038 0.80q r
Backbone 0.90q r

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

W>30 @>15
Backbone

el ol T [T N T B e ki ]

3. Density index

Side chain or base g_)g: [

<Dens> = 0.3919,0 = 0.0580 1.5-
H>60. 60.+ r
4. B-factor 5 r
Side chain or base 30.- L
60.- =
1.00 r
5. Connect +

0.501

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
2FBW

Local estimation (29)

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 =0.0937A 3.0- -
m<08 0.80 r
Backbone 0.904 |

0.80- L
H>30 m>15 XA
o Backbone 0.5 ,—Fﬂ_ﬂ
3. Density index = =
Side chain or base 88: B
<Dens> = 0.3919,0 = 0.0580 1.54 =
W> 60. 60.7 r
Backbone 30.1 =
4. B-factor E =
Side chain or base 30. -
60.- -
1.00, r
5. Connect 0.50- -
WW&WWWWWWWWW&WWWWWWWWW&WWWWWWWWW&WWWWWWWWW&WWWWWWWWW#WWWWWWWWW%WWWWWWWWW#WW
residue number < 0o © ~ 9] [32) N o
N N I o~ N =} — I
— - - — - - — -
chain identifier  |C
V N.A. (GLY) g-g: r
; eckbone 120’%%% waﬂ—i_ﬂ—ﬂ—mﬂw—r’
1. Shift & =
’ ) 1.0 L
Side chain or base 204 L
0 =0.0937A 3.0~ =
m<o038 0.80q r
Backbone 0.90+1 -
2. Density correlation = =
Side chain or base).90 -
0.80- -
W>30 @>15 1 r
o Backbone 0.5 W,
3. Density index - =
Side chain or base g_)g: L
<Dens> = 0.3919,0 = 0.0580 1.5- =
H> 60. 60. r
Backbone 30. -
4, B-factor E =
Side chain or base 30.4 -
60.- L
1.00 r
5. Connect

0.501 L

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
2FBW

Local estimation (30)

V NA. (GLY) 3.0
Backbone

2.0
1'0’WWWWMMT’
1. Shift

. ! 1.0 r

Side chain or base 204 L

G =0.0937A 3.0~ —
m<o0s8 0.80+ r
Backbone 0.90+ [

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

H>30 m>15 I r
Backbone 0.5 L

3. Density index

Side chain or base 2]

<Dens> = 0.3919,0 = 0.0580

H>60. 60.7
4. B-factor E =

Side chain or base 30. L
60.- L

1.00- =
5. Connect 0.50 -

ww(@swwwwwwwww%wwwwwwwww&gwwwwwwwww%wwwwwwwww%wwwwwwwww%
@ < © (o] < N

residue number
N %] < ] < o)
— - - — N N

chain identifier  |C

SFCHECK 7.03.16




