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

Structure Factor Check
3CX5

ELECTRON TRANSFER.
Date: 23-APR-08
PDB code: 3CX5

Title: STRUCTURE OF COMPLEX 11l WITH BOUND CYTOCHROME C IN REDUCED
STATE AND DEFINITION OF A MINIMAL CORE INTERFACE FOR

Crystal
Cell parameters:
a: 145.12A b: 165.09A «c: 19437 A
a: 90.00 B: 104.09 y: 90.00

Space group: P 1211

Structure Factors
I nput
Nominal resolution range: 19.0- 1.90A
Reflections in file: 660107
Unique reflections above 0: 660107
above b: 655005
above &: 351728
SFCHECK
Nominal resolution range: 19.0- 1.90A
\O5max. from input data, min. from author\05
Used reflections: 660107
Completeness: 95.0 %
R_stand(F) = g(F)>/<F>: 0.090

Anisotropic distribution of Structure Factors
ratio of eigen values: 1.0000 0.6921 0.700

B_overall (by Patterson): 33.A"2
Optical resolution: 1.60 A

Expected opt. resol. for complete data set: 1.60
Estimated minimal error: 0.040 A

o

=

M odel
38020 atoms (1648 water molecules)
Number of chains: 51
Volume not occupied by model: 63.6 %
<B> (for atomic model): 45.6 A"2
o(B): 18.83 A2
Matthews coefficient: 4.24
Corresponding solvent % : 70.78
Refinement
Program: CNS 1.1
Nominal resolution range: 19.0- 1.90 A
Reported R—factor: 0.245
Number of reflections used: 660107
Reported Rfree: 0.26
Sigma cut-off: N.A.

Model vs. Structure Factors

R-factor for all reflections: 0.263
Correlation factor: 0.921
R-factor: 0.265
for F>2.00
nom. resolution range: 18.99 — 1.90A
reflections used: 655013
<u> (error in coords by Luzzati plot): 0.309
Estimated maximal error: 0.114 A
DPI: 0.122 A
Scaling
Scale: 1.472
Bdiff: -5.31

Anisothermal Scaling (Beta):
3.8736 —0.2216 0.1231 0.0000 0.2758 0.0

Solvent correction — Ks,Bs: 0.746 250.016
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Local estimation [N_omit = 2]

Side chain or baseQ.90+

V N.A. (GLY) 3-8:
o e e e e T e e O e e e
1. Shift
. . N Ofwﬂwwwwmwww,
Side chain or base 204
0 =0.1648A 3.0-
m<o038 0.80
Backbone 0.90+
2. Density correlation - =S == = —_———

Hl>30 @>15
Backbone

3. Density index

[
Side chain or base 88: W JJ—U» wwww
<Dens> = 0.3619,0 = 0.1582 1.5- — —
> 60. 60. —
4. B-factor
60. — —
1.00, | -
? Comnes ool TrnTHI T
) AEVTQLSNGIVVATEHNPSAHTASVGVVFGSGAANENPYNNGVSNLWKNI FLSKENSAVAAKEGLALSSNI SRDF
residue number &y > S I S Ny > 5
chain identifier ~ |A
V N.A. (GLY) g-g:
- Backbone 104
1. Shift
’ ) 1.0+
Side chain or base 204
0 =0.1648A 3.0-
m<o038 0.80q

Backbone
2. Density correlation

0.90+

Side chain or base).90
0.80-

1.
1.
0.

W>30 @>15
Backbone

3. Density index

5
0
5

Side chain or base gg:
<Dens> = 0.3619,0 = 0.1582 1.5-
W > 60. 60
Backbone 30.1
4. B-factor
Side chain or base 30.4
60.-
1.00
5. Connect 0.50-

residue number

chain identifier
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Local estimation (2) [N_omit = 2]

2. Density correlation

Side chain or baseQ.90+

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

1. Shift
) , 1_0,MWM—MM%MHMMUM,
Side chain or base 20 L
0 =0.1648A 3.0- .
m<o0s8 0.80 r
Backbone 0.904 |

0.80- L
H>30 W>15 %g
- o B;ckbone O:5
. Density index
Y e st or e 05 [P OO0 O - e ] N
Side chain or base 1.04 B
<Dens> = 0.3619,0 = 0.1582 1.5 =
W> 60. 60.7 - r
4. B-factor
Side chain orbase 30.7% M i <I—i uwi
60.- - - 77 -
1.00
5. Connect 0.50- -
PTRGTLESLENLVVADLESFANNHFLNSNAVVVGTGNIKHEDLVNSIESKNLSLQTGTKPVLKKKAAFLGSEVRL
residue number | P> > 5 ~ N > ’:r
~ - — N N N N N
chain identifier ~ |A
V N.A. (GLY) g-g: r
- Backbone 104
1. Shift
) . 1.0+ L
Side chain or base 204 L
o =0.1648A 3.0° L
m<os 0.807 r
Backbone 0.90+1 -
2. Density correlation — ﬂf = == ==
Side chain or base).90 -
0.80- -
W>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.3619,0 = 0.1582

Il > 60.
Backbone
4. B-factor
U] [ it
60.- 0= L
1.00
5. Connect 0.50 -

residue number

chain identifier
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Local estimation (3) [N_omit = 2]

VNA. (GLY) 2-8: C
- Backbone 104 L

1. Shift
) . l_O,MMﬂuﬂwwuwww,
Side chain or base 204 L
0 =0.1648A 3.0~ L
m<08 0.80, r
Backbone 0.90+ |

q 3 — e i E —— i

2. Density correlation == = == ——— = — o=

Side chain or baseQ.90+
0.80-

H>30 @>15
Backbone

3. Density index

Side chain or base

il
il
0.
0.
1.

<Dens>=0.3619,0 = 0.1582

T

:

> 60. . -

s S i i il
4. B-factor

Side chain or base 30. ﬂ “

60.- - - —
1.00 L r
5. Connect 0.501 W—
LWGFSTATRNVTMIDDL IHFTLKQWNRLT I SVTDTEVERAKSLLKLQLGQLYESGNPVNDANLLGAEVL IKGSKL
residue number &y > '; I S I > >
o™ [32) [32) o™ o ™ o™ o
chain identifier ~ |A
V N.A. (GLY) g-g: r
- peckbone Lo e e b e e e T A AT
1. Shift
o 1 o PN PO e = e O

Side chain or base 204
o =0.1648A 3.0-
m<os 0.80

Backbone 0.90+1
2. Density correlation B ——— = ———— — =

Side chain or base).90
0.80-

W>30 @>15
Backbone

1.54
1.0+
0.5+

3. Density index

Side chain or base gg:
<Dens> = 0.3619,0 = 0.1582 1.5-
= 60.

Backbone 30.]
4. B-factor

Side chain or base 30.4

60.—— — _
1.00

5. Connect 0.50-

residue number

chain identifier
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Local estimation (4) [N_omit = 2]

V NA. (GLY) 2-8: r
- Backbone 104
1. Shift
i i 1.0
Side chain or base 204
0 =0.1648A 3.0-
m<038 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> = 0.3619,0 = 0.1582 1.5
W> 60. 60.7
Backbone 30.1
4. B-factor
Side chain or base 30.
60.-
1.00
5. Connect 0.50- -
) KVHGGSRYATKDGVAHLLNRFNFQNTNTRSALKLVRESELLGGTFKSTLDREY ITLKATFLKDDLPYVVNALADV
residue number g ’:r B 5 ,’: '0‘0 g 91
chain identifier B
V N.A. (GLY) 3.0 r

Backbone

B inananiinnxlinzn==slii=eaiinnn=nnufisiiinuniilinninnznnfin=annunnnsnnnnnnuny
1. Shift

B 1o PP AR TFHIHH TR PR AV MRS
Side chain or base 20 L
o =0.1648A 3.0- =
m<o038 0.80q r
Backbone 0.90+ [
a . — M T B |
2. Density correlation T o o = = = B — == — —oF
Side chain or base).90 L
0.80- =
W>30 @>15

Backbone
3. Density index

Side chain or base

<Dens> = 0.3619,0 = 0.1582

Il > 60.

4. B-factor
Side chain or base 30,—M_U—LU—U_LH_H—L MIJ_H_U_LU_U_M I
60. = ——

1.00
5. Connect 0.501 -

LYKTAFKPHELTESVLPAARYDYAVAEQCPVKSAEDQLYAITFRKGLGNPLLYDGVERVSLQD I KDFADKVY T TKE]
~ ~ ~ ~ ~ ~ ~

residue number — ~ ] < Lo} © ~
- — — — — — —

chain identifier B
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Local estimation (5) [N_omit = 2]

VNA. (GLY) 2-8: B
- Backbone 1.0+
1. Shift
i i 1.04
Side chain or base 204
0 =0.1648A 3.0-
m<o0s8 0.804

Backbone 0.90+

2. Density correlation
Side chain or baseQ.90+

0.80-
m>30 @>15 XA
o Backbone 0.5
3. Density index
Side chain or base 88:
<Dens> = 0.3619,0 = 0.1582 1.54
B> 60. 60.
Backbone 30 W W
4. B-factor 1
Side chain or base 30. ﬂ m
60.-
1.00 L] - L T
5. Connect 0.50- T 5
NLEVSGENVVEADLKRFVDESLLSTLPAGKSLVSKSEPKFFLGEENRVRFIGDSVAAIGI PYNKASLAQYEVLAN
residue number 'o\o 5 '5 Z Rl E '; B
- — N N N N N N
chain identifier B
VN.A. (GLY) g-g: L
- Backbone 1:07
1. Shift
o 1 o HEFERVE T P A A V=T TR A
Side chain or base 20 L
0 =0.1648A 3.0- =
m<o038 0.80q r
Backbone 0.90+ [
2. Density correlation I e e —=— v D—[Fz-:- [[F'TI:’
Side chain or base).90 r
0.80- =
B>30 @>15 1 B
Backbone 0.5 L

3. Density index

o
o a3 TP [ S UFCCR P T S (e o
<Dens> = 0.3619,0 = 0.1582 15] 7

weee o TR LT
4. B-factor

AT

60—
YLTSALSELSGL | SSAKLDKFTDGGLFTLFVRDQDSAVVSSNIKKIVADLKKGKDLSPAINYTKLKNAVQNESVS
~ ~ ~ ~ ~ ~ ~

1.00
5. Connect 0.50-

residue number © ~ © [} o ~ [N
3 o~ 13 I3 1%} ™ 3]

chain identifier B
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Local estimation (6) [N_omit = 2]

V NA. (GLY) 2-8: r
- Backbone 104
1. Shift
: ; 1.0+
Side chain or base 20
0 =0.1648A 3.0-
m<o08 0.80

Backbone 0.90+

2. Density correlation &
Side chain or base).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> = 0.3619,0 = 0.1582 1.5-

Backbone 30.
4. B-factor
Side chain or base 30_-I_LU_U_[\/|_U_M
60.

1.00,

SPIELNFDAVKDFKLGKFNYVAVGDVSNLPYLDEL MAFRKSNVYLSLVNSY | IDSPQPSSINYWWNMGSLLGL
residue number > s 5 P - = o b=

™ %) ™ ™ - N ®
chain identifier B c
V N.A. (GLY) 3.0+ r
Backbone 2'8: B
1. Shift
_ ) 1-0*MWMWMMW_&W*
Side chain or base 204 L
0 =0.1648A 3.0- L
m<os 0.807 r
Backbone 0.90+1 -
2. Density correlation —_— — == = = = —————
Side chain or base).90+ -
H>30 @>15

Backbone
3. Density index

Side chain or base

<Dens> = 0.3619,0 = 0.1582

W > 60.

packbone 3°:’WWWWWWWWWWWWW’
4. B-factor

Side chain or base 30.7M%M/WMMWM—

60.- =
1.00
5. Connect 0.50 -
CLVIQIVTGI FMAMHYSSNIELAFSSVEHIMRDVHNGY ILRYLHANGASFFFMVMFMHMAKGLYYGSYRSPRV TL
i — — — — — — p=] i)
residue number 3 B © = o > 9' :!'

chain identifier C
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Local estimation (7) [N_omit = 2]

V N.A. (GLY) 2-8: i
) Backbone 1:07 B
1. Shift
" ; 1.0+
Side chain or base 204 B
0 =0.1648A 3.0- L
m<o038 0.80 r
Backbone 0.90+ L
2. Density correlation T —= = —_— ———
Side chain or base0.90+ L
0.80- L
Hl>30 @>15

Backbone

3. Density index

Sre amorbase 1 ]]v-v-v-v.:.]—m—l\w_
<Dens>=0.3619,0 = 0.1582

B> 60. 60.7

setbene 30 e e T e
4. B-factor
s e oease 30,10 LTI O T E T ] PO PRORO R

60.- — =

1.00
5. Connect 0.501 -

WNVGVIIFILTIATAFLGYCCVYGQMSHWGATVITNLFSAIPFVGNDIVSWLWGGFSVSNPTIQRFFALHYLVPF
I I - I — - ()

residue number ~ ™ < 0 © ~ fee]
— - - — - - —

chain identifier  |C

V N.A. (GLY) g-g: r
T A aTancTamamuailnnt==niASnnnnnsnniENnntunt Sui R inEn=n=tnnznnianshnnren i}
1. Shift
) _ LO,ﬂWMWMMM,
Side chain or base 204 L
0 =0.1648A 3.0- L
m<os 0.807 r
Backbone 0.90+1 -
. ’ . — — — = =
2. Density correlation — = = T
Side chain or base).90+ -
H>30 @>15
Backbone
3. Density index
Side chain or base
<Dens> = 0.3619,0 = 0.1582
W > 60.
Backbone
4. B-factor
side chain or base 30,11 1L (LR R e R e R PR e,
60.- L
1.00
5. Connect 0.50 -
I TAAMV IMHLMALHIHGSSNPLGI TGNLDRIPMHSYF I FKDLVTVFLFMLILALFVFYSPNTLGHPDNY I PGNPL
residue number by 3 ha b - 3 o b
— Y N 3% « I\ ~ ~
chain identifier C
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Local estimation (8) [N_omit = 2]

V NA. (GLY) 3.0

P eTainniuiNian=z)=e=anaiinadianiannzAatunnunnnenn] AnSAEuiinlnsnznnnn nnann}
1. Shift
- l_o,wwwwwwf
Side chain or base 20 L
3.0

o =0.1648A o r
m<o08 0.80 r
Backbone 0.90+ L
2. Density correlation === — — === ==
Side chain or base0.90+ L
0.80 L
H>30 W>15

Backbone
3. Density index

Side chain or base

15
1.0
0.5
O. - -
1.0+ -
IL5- =

<Dens>=0.3619,0 = 0.1582

B> 60. 60.7

Beckbone O T e e T e T T T T
4. B-factor
it o orbase 3. IO - [T AP A AH O AT |

60.- -
1.00
5. Connect 0.50 +
VTPASIVPEWYLLPFYAILRSIPDKLLGVITMFAAILVLLVLPFTDRSVVRGNTFKVLSKFFFFIFVFENFVLLGQ
residue number 2 o o g bt b b=
N N N [32) [s2] o [32)
chain identifier  |C
V N.A. (GLY) 2-8* r
eckbone o B e enerrree e . O H A e T et
1. Shift
) . 1.0+ L
S hanarbase 30T U U LH | PR O EF O O,
0 =0.1648A 3.0- L
m<o0s8 0.80 r
Backbone 0.90+1 -
. . S i I | =
2. Density correlation — e =— == e T T =
Side chain or base).90+ -

H>30 @>15
Backbone

3. Density index

Side chain or base

<Dens> = 0.3619,0 = 0.1582

O L H O,

Side chain or base 30.

B> 60. 60.7
packbone ”TWWWWWWWWWﬂWWﬂWﬂWWI.(WWWWWWWWWWT
4. B-factor LT

60.- = L
1.00
5. Connect 0.50 —m -
TGACHVEVPYVLMGQIATFIYFAYFLIIVPVISTIENVLFYIGRVNK MTAAEHGLHAPAYAWSHNGPFETFDH
residue number 3 e b < 2 & N Q
™ ® » ™ »

chain identifier  |C D
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Local estimation (9) [N_omit = 2]

VNA. (GLY) 2-8: B
- Backbone 1.0+ |
1. Shift
o 1,0TW%W&W%MMW7
Side chain or base 204 L
0 =0.1648A 3.0~ L
m<o0s8 0.80 r
Backbone 0.90+ i
H H == = B e e O T o I o =S i

2. Density correlation e — e e o ——

Side chain or base).90 L

0.80- L

H>30 @>15
Backbone

3. Density index

<Dens> = 0.3619,0 = 0.1582 5
H> 60. 60.7 B
Backbone 30.
4. B-factor
Side chain or base 30.*MMMMM J, M Ll I
60.- - - I
1.00
5. Connect 0.50 +
ASIRRGYQVYREVCAACHSLDRVAWRTLVGVSHTNEEVRNMAEEFEYDDEPDEQGNPKKRPGKLSDY | PGPYPNE
residue number S S 8 Q S g S S
- — - -~ — - i
chain identifier D
VNA. (GLY) g-g’ C
- Backbone 1:0: [
1. Shift
’ ) 1.0
Side chain or base 204
o =0.1648A 3.0-
m<o08 0.801

Backbone 0.90q

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

0.80-
H>30 E>15 %'8:
Backbone 0:57
3. Density index -
Side chain or base gg:
<Dens> = 0.3619,0 = 0.1582 1.5-
M > 60. 60
Backbone 30.1
4. B-factor
Side chain or base 30.4
60.-
1.00 H
5. Connect 0.50- -

QAARAANQGALPPDLSLIVKARHGGCDY | FSLLTGYPDEPPAGVALPPGSNYNPYFPGGSIAMARVLFDDMVEY E|
N o N N N N o

residue number ~ e} o o — N ™
- - — « o~ N 3\

chain identifier D
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Local estimation (10) [N_omit = 2]

VN.A. (GLY) 3.0 =
Backbone 2.0 L

. 1.0+ o8

1. Shift i
Side chain or base %8: L

0 =0.1648A 307 C
l<08 0.80+ -
Backbone 0.904 |

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

0.80- L

W>30 @>15 1.57 B
Backbone (l)g: [:

3. Density index & r
Side chain or base 28: [:

<Dens> = 0.3619,0 = 0.1582 1.5 =
H> 60. 60.7 i
Backbone 30. i

4. B-factor L
Side chain or base 30. [,

60.— L

1.00 =

5. Connect 0.50 E

n

residue number

DGTPATTSQMAKDVTTFLNWCAEPEHDERKRLGLKTV I ILSSLYLLSIWVKKFKWAGIKTRKFVFENPPKPRK
N N [N N N N N

< 'e] © ~ [ee] o o 5!
N N N N N N o
chain identifier D
VNA. (GLY) 39 B
N Nla=ase=aYeseTaR=nan==NANintin=aizn=iNanieaASnansannnnn] PR RuRRR AR e =aAE
1. Shift
o chaimorbase 1.0 P = e e e O e,
Side chain or base 20 L
o =0.1648A 3.0- =
m<o08 0.801 r
Backbone 0.90+ =

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

W>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.3619,0 = 0.1582

> 60.
Backbone 30.1
4. B-factor e
Side chain or base 30.4
60.-
1.00
5. Connect 0.50-

residue number

chain identifier
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Local estimation (11) [N_omit = 2]

Side chain or base0.90+ L
0.80- L

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

o chai 1o P B e e e P S A P RO [PV Ve o,
Side chain or base 204 L
0 =0.1648A 3.0~ =
m<o0s8 0.80 r
Backbone 0.90+ |

2. Density correlation e — — = Sva =

H>30 H>15 %g
o Backbone O:5

3. Density index
Side chain or base (]?8

e 03619IU - o.1582 157W/MMWMM

d 100 00 Ui 00 il W

4. B-factor

B> 60, 60. I
Side chain or base 30.7J_L M <U> WW7

e MU - - L

1.00

5. Connect 0.50 S

residue number

chain identifier

VVVKWQGKPVFIRHRTPHEIQEANSVDMSALKDPQTDADRVKDPQWL IMLGICTHLGCVPIGEAGDFGGWFCPCH
— — () - Ll I - b= |

- N o™ < n © ~ [ee]
— — — — — — — i

E

Backbone

V N.A. (GLY) 3.0 r

, Lo e e A b beern. oo e b e ] B e et
1. Shift

2. Density correlation

Side chain or base).90 L
0.80- L

- o] Wﬁ

Side chain or base 20 L

o =0.1648A 3.0- =

m<o038 0.80q r

Backbone 0.90+ [
——‘_‘—‘_:—H_\D e ___l_|_t—v—»—,—.—y—J_l—._:—»—'—.7

W>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.3619,0 = 0.1582

> 60.
Backbone

4. B-factor

Side chain or base 30.4
60.-

1.00

5. Connect 0.50 ﬂ T W—

residue number

chain identifier
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Local estimation (12) [N_omit = 2]

Side chain or baseQ.90+
0.80-

ak h

V NA. (GLY) 2-8: i
Y ecesa=unnnannlalisunannnanainugliininsnzninnnnn=enstn=t]aninnnnlisuis}
1. Shift
1.0 [
Sidechan or base 1] M&Wﬁ
o =0.1648A 3.0- L
.<08 0.804 —
Backbone 0.904 L
: : el [ —
2. Density correlation - ——— —— I S

W>30 W>15 %
Backbone :

0.
3. Density index

o | TIT AN Tomer———n

4. B-factor

Side chain or base 30.
60.-

Side chain or base 287

<Dens> = 0.3619,0 = 0.1582 1.5

> 60. 60. i I
Backbone 30.

T

-WWWWWWWTWWW
TN

T

1.00

5. Connect 0.50W

===

residue number

chain identifier

—
—

F

N
—

o
—

GYADLEHKEDCVEEFFHLQHYLDTATAPRLFDKLK
< < < <

<
—

o

G

—

PQSFTSIARIGDYILKSPVLSKLCVPVANQFINLAGYK
N N o

N ™

2. Density correlation

Backbone 0.90q

VN.A. (GLY) g-g: L
o Lo e T e T A H T o HH O T e e e
1. Shift
Lo VI it o e T I
Side chain or base 20 L
0 =0.1648A 3.0~ .
Wm<0.38 0.80+ r

Y — = —t[|==:'===:D:D=‘ZD e = r
Side chain or base).90 L
0.80- L
m>30 M>15 %8
3. Density index -
Side chain or base g g
<Dens> = 0.3619,0 = 0.1582 1.5-
> 60, 60.
Backbone 30.5
4. B-factor
Side chain or base 30,—MMMLM_H—LUMM[ J» M’UJL?
60.- il -
1.00
5. Connect 0.50- i

residue number

chain identifier

SFCHECK 7.1.01
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Structure Factor Check

3CX5

Local estimation (13) [N_omit = 2]

VNA. (GLY) 2-8: L
e ey (B e e e e T e e L
1. Shift
) , 1 o WWWMUMMM,
Side chain or base 20 L
0 =0.1648A 3.0- -
m<08 0.80 r
e 080 : e M M|
3 H e S i | PR o, S e
2. Density correlation = SEn=lva T my— =

Side chain or baseQ.90+

S it 2 g

0.80- L
H>30 W>15 %g B
. Density index
Y 0.5 - OVEH O [ i
Side chain or base 1'07 L
<Dens> = 0.3619,0 = 0.1582 1.5 =
H> 60. 60.7 T i
4. B-factor L
60.- . -
1.00 —
5. Connect 0.50 —H B
KEKDELDNIEVSK [GPPSGKTYMGWWGHMGGPKQKGI TSYAVSPYAQKPLQGI FHNAVFNSFRRFKSQFLYVL I
residue number N N o I S 9 S
—
chain identifier |G H
VN.A. (GLY) g-g: L
T O I O e T el e O e
1. Shift
S Lo PP A OV PO P00 S O [ MO0V PO O
Side chain or base 20 L
o =0.1648A 3.0- =
W<08 0.80q r
Backbone 0.90q [
: ; i e S VN o AU . H
2. Density correlation A== == O v — v
Side chain or base).90 L
0.80 -
E>30 H>15 %8 L
o Backbone 0:5 L
3. Density index -
Side chain or base ggiwww W B
<Dens> = 0.3619,0 = 0.1582 157 —

B> 60, 60 - I
4. B-factor
Side chain or base 30,*M M M/.:- .»7 L M/M/L J—U_U—U_LU-U—LL,
60.- — = i _ =
1.00 =
5. Connect 0.50 w ﬂ i

residue number

chain identifier

SFCHECK 7.1.01
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Structure Factor Check
3CX5

Local estimation (14) [N_omit = 2]

VNA. (GLY) 2-8: L
: packbone L0l e [

1. Shift

) ) 1 o I EMEH AR

Side chain or base 204 L
0 =0.1648A 3.0- .
m<os 0.80 r
Backbone 0.904 |

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

W>30 W>15 1.59
Backbone

3. Density index

Side chain or base -
<Dens> = 0.3619,0 = 0.1582

7

=

B> 60. 60.7

4. B-factor =
Side chain or base 30_—J_L . “ M r,
60.- — = L L L LLL L
1.00 — — p
sconss oo DIDGIE HT T
) NHNKGKLWKDVKARTAA [EVKLQESGAGLVQPSQSLSLTCSVTIGYSITSGYYWNWIRLFPGNKLEWVGY [ SNV
residue number S ] ~ b - g a
chain identifier J
V N.A. (GLY) 3-8* r
Backbone ]
; L0 e e e e e e e e A e e e T e
1. Shift =mr
) ) LO*M%M—H-ML—M&MW%MM—U r
Side chain or base 204 L
0 =0.1648A 3.0- L
m<o038 0.80q r
Backbone 0.90+1 -

P I IS S o [ S S S Sy [ ey S

=S

2. Density correlation

Side chain or base).90
0.80-

T [ WTU\_’“—‘

i

H>30 W>15 1.59
Backbone 1.01

L 0.51
3. Density index
Side chain or base

0.5+
1.04
<Dens> = 0.3619,0 = 0.1582 1.5-

e e e e e
MR EF R R e O T e I = e |

i

T

W > 60. 60. REp—
packbone 30_ W-
4. B-factor

Swie chain orbase 30_ _
60. =

1
1

1.00+
5. Connect 0.501

T

'

residue number

chain identifier

J

~ [ee}

DNNYNPSLKDRLSITRDTSKNQFFLKLNSVTTEDTATYYCARSEYYSVTGYAMDYWGQGTTVTVSSAWRH P|
— - — — - -

I
o

— N
- —

SFCHECK 7.1.01
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Structure Factor Check
3CX5

Local estimation (15) [N_omit = 2]

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

1. Shift
; ; 1.0 F
Side chain or base 204 L
0 =0.1648A 3.0- .
m<o0s8 0.80 r
Backbone 0.904 |

i i e i P = O ) SN o
2. Density correlation = WM ——
Side chain or baseo_g&w 1 w L

0.80-

W>30 @>15 1.5+

Backbone
S T e e e e L T e T e

3. Density index
Side chain or base - :J o= Ve \—U—‘ ww u_u U_I_U_LU—I\/ LU—W H_‘—L:

<Dens>=0.3619,0 = 0.1582

Side chain or base 30.
60.

W > 60. 60. E—
e m

1.00+
5. Connect oso| T[T e I T ) I

ELTQTPVSLAASLGDRVTISCRASQDINNFLNWYQQKPDGTIKLLIYYTSRLHAGVPSRFSGSGSGTDYSLTI SN
— - I — — — —

residue number 4 b = g o b =

chain identifier K

V N.A. (GLY) g-g: r
- Backbone 104
1. Shift
) . 1.04
Side chain or base 204
0 =0.1648A 3.0-
m<o0s8 0.80

Backbone 0.904

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

0.80

H>30 W>15 1.59
Backbone 1.09

L 0.5+
3. Density index
Side chain or base

0.5+
1.04
<Dens> = 0.3619,0 = 0.1582 1.5-

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

1.00

LEPEDIATYFCQHHIKFPWTFGAGTKLEIK| [AEVTQLSNGIVVATEHNPSAHTASVGVVFGSGAANENPYNNGV
i ~ ] = N~ ~ ~ ~ ~
residue number =] > S o~ ™ < o ©
chain identifier K L

SFCHECK 7.1.01




Structure Factor Check
3CX5

Local estimation (16) [N_omit = 2]

2. Density correlation

Side chain or base0.90+ L
0.80- L

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

1. Shift
. 1 o ] A OO AL = O P P S O [ |
Side chain or base 204 L
0 =0.1648A 3.0- .
m<o0s8 0.80 r
Backbone 0.904 |

e T Y T e [ N oy M= e B

T T e e = e o

H>30 @>15
Backbone

3. Density index

1.5+
1.0+
0.5+

Side chain or base ggm_u—u_u_l—lw U_U—U—U_U_M
<Dens> = 0.3619,0 = 0.1582 1.5

m> 60. 60.
Backbone 30.1
4. B-factor
Side chain or base 30_—MMJ\/M_MM i <U> L,
60.- — — - -
1.00
SNLWKNI FLSKENSAVAAKEGLALSSNI SRDFQSY VSSLPGSTDKSLDFLNQSFIQQKANLLSSSNFEATKKSV
residue number Ny P> > 5 ~ N >
— - — -
chain identifier L
V N.A. (GLY) g-g: r
- Backbone 104
1. Shift
. . 1.0
Side chain or base 204
o =0.1648A 3.0°
m<o038 0.80q

Backbone
2. Density correlation

Side chain or base).90

0.80-
H>30 E>15 %'8:
Backbone 0:57
3. Density index -
Side chain or base gg:
<Dens> = 0.3619,0 = 0.1582 1.5-
M > 60. 60
Backbone 30.1
4. B-factor

Side chain or base 30.4
60.-

1.00
5. Connect 0.50-

residue number

chain identifier

SFCHECK 7.1.01
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Structure Factor Check
3CX5

Local estimation (17) [N_omit = 2]

V NA. (GLY) 2-8: r
) Backbone 1:07 L
1. Shift
! . 1_0,MMMWM%WMM%MW,
Side chain or base 20 L
0 =0.1648A 3.0° L
m<o038 0.80 r
Backbone 0.90+ -
2. Density correlation — — = =T
Side chain or base0.90+ LI D L
0.80- L
Hl>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.3619,0 = 0.1582

W > 60.

Backbone
4. B-factor

Side chain or base SO.W MH_LH—U—H\/U—LH_U—L

60.
1.004
5 Comne oso ] i
VNSTESKNLSLQTGTKPVLKKKAAFLGSEVRLRDDTLPKAWI SLAVEGEPVNSPNYFVAKLAAQIFGSYNAFEPA
residue number R, :’7, '; B B ,': o’?:
N N N N N N N
chain identifier L
VNA. (GLY) 39 C
LT Y e I H e e O e e O e T e e e e e CHTH
1. Shift
o 1.0 T MO P e [P O S P -a T

Side chain or base 20 L
0 =0.1648A 3.0- -
m<o08 0.801 M

Backbone 0.90+ r

] i == [ P o

2. Density correlation e e e e ————

Side chain or base0.90+ -

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.3619,0 = 0.1582

W > 60.
Backbone
4. B-factor
s snamorso 0. LI L] 1| J L HLLEFCFCC [ FPECEOAE O AL T O]
60.- - L
1.00
5. Connect 0.50 -
SRLQGIKLLDNI QEYQLCDNFNHFSLSYKDSGLWGFSTATRNVTMIDDL IHFTLKQWNRLTISVTDTEVERAKSL
residue number > 5 N & » S 5 o
N ™ ™ ™ ™ ™ ™ ™
chain identifier L

SFCHECK 7.1.01




Structure Factor Check
3CX5

Local estimation (18) [N_omit = 2]

Backbone
2. Density correlation

V NA. (GLY) 3.0 r
Backbone %'07 [
1. Shift
: : 1.0+
Side chain or base 204
0 =0.1648A 3.0
m<o038 0.80

0.904

Side chain or baseQ.90+
0.80-

Hl>30 @>15
Backbone

3. Density index

1.5+
1.0+
0.5+

Side chaim orbase QS:MWWW WWW
<Dens> = 0.3619,0 = 0.1582 1.5
H> 60. 60.7 T i
s sunnninnm T O O o
4. B-factor
siecnanorase 0| LL ||| | | ] []V[M (OO e T
60.- = = _ — -
1.00
5. Connect 0.50 +
LKLQLGQLYESGNPVNDANLLGAEVLIKGSKLSLGEAFKKIDAITVKDVKAWAGKRLWDQDIAIAGTGQI EGLLD
residue number ,': 5 S '5 : R 5
™ ™ ™ < < < <
chain identifier L
VN.A. (GLY) g-g: C
W el =unlann=aNRNsNR nnsi==i=n I AN n=n A =a N =E e A=a A Ra R n e Run ] ne R =ns] 2 A
1. Shift
o cha 1oL I OFEEAE -
Side chain or base 20 L
0 =0.1648A 3.0° =
W<08 0.80+ r
Backbone 0.90q r
] R I PR o o = I B, I
2. Density correlation T = N — = T
Side chain or base).90 L

W>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.3619,0 = 0.1582

> 60.
Backbone
4. B-factor
Side chain or base 30,
60.-
1.00 i
5. Connect 0.501 ( :
YMRITRSDMSMMR LTVSARDAPTKI STLAVKVHGGSRYATKDGVAHLLNRFNFQNTNTRSALKLVRESELLGG
residue number S o5 N P S 5 &
< <
chain identifier L M

SFCHECK 7.1.01




Structure Factor Check
3CX5

Local estimation (19) [N_omit = 2]

Side chain or baseQ.90+

V N.A. (GLY) 2-8: r
e O e W N e e e e T e
1. Shift
e chaimorbase -0- L] PP O AP PO PO OO, O] PO T
Side chain or base 204
0 =0.1648A 3.0~ L
m<08 0.80 r
Backbone 0.904 i
2. Density correlation = = —

0.80-
W>30 @>15 %g
o Backbone O:5
3. Density index
Side chain or base ggiﬁwwﬁw%mm
<Dens> = 0.3619,0 = 0.1582 1.51
H> 60. 60.7 M
4. B-factor
soscwnwvnso [T [T L JELITCCET O SCETTE LT ET L
60.- — — _ _ _ — -
1.00
5. Connect 0.50- -
TFKSTLDREY ITLKATFLKDDLPYYVNALADVLYKTAFKPHELTESVLPAARYDYAVAEQCPVKSAEDQLYAITF
residue number 1> > > 5 5 I~ & S
— - - - -
chain identifier M
VN.A. (GLY) g-g: L
- Backbone 104
1. Shift
Side chain or base %8:J L
o =0.1648A 3.0 =
m<o038 0.80q r
Backbone 0.90+ [

2. Density correlation

Side chain or base).90
0.80-

W>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.3619,0 = 0.1582

1.54
1.04
0.5+
0.5+
1.0+
1.5-

60.4

W > 60.
Backbone 30.*W
4. B-factor
Side chain or base 30.4
60.J -
1.00
5. Connect 0.50-

residue number

chain identifier

SFCHECK 7.1.01
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Structure Factor Check
3CX5

Local estimation (20) [N_omit = 2]

V NA. (GLY) 2-8: r
- Backbone 104
1. Shift
i i 1.0
Side chain or base 204
0 =0.1648A 3.0-
m<038 0.80

Backbone 0.90+

2. Density correlation
Side chain or baseQ.90+

0.80-
m>30 W>15 i
ackbone 0257
3. Density index &
Side chain or base 88:
<Dens> = 0.3619,0 = 0.1582 1.5-
H> 60. 60.7
Backbone 30.
4. B-factor
Side chain or base 30. M»
60.- _
1.00 L]
5. Connect 0.50- B
EENRVRFIGDSVAAIGIPVNKASLAQYEVLANYLTSALSELSGL| SSAKLDKFTDGGLFTLFVRDQDSAVVSSNI
residue number R c’; Q E ’6 v’: B ’0\7
o ~N N N N N N N
chain identifier M
VNA. (GLY) 3.09 C

packbone %giﬁ_ﬂWWWWWMW :
L it [ H

st chain or base 101 LILIIFFEN EE TR EREEAIREP S B U SV
0 =0.1648A 3.0~ i
m<o038 0.80q -

Backbone 0.90+ |
2. Density correlation e —————————— S ]

Side chain or base).90
0.80" -

m>30 E>15 1
Backbone 05

3. Density index

B
Side chain or base gg:H_U—LLU—M_LLu_U W‘J LHf w LLU—U\/I—H_U_I_M_I_IJ—U_U_UJ m:[
<Dens> = 0.3619,0 = 0.1582 157

W > 60. 60. - — —
4. B-factor

Side chain or base 30.4 MM M—
60.- — — LT = — L
1.00 L

5. Connect 0.50- 3
KKIVADLKKGKDLSPAINYTKLKNAVQNESVSSPIELNFDAVKDFKLGKFNYVAVGDVSNLPYLDEL| [MAFRKS

residue number 5 ~ N > 5 S S —

™ ™ %) ™ ™ ™ ™
chain identifier M N

SFCHECK 7.1.01




Structure Factor Check
3CX5

Local estimation (21) [N_omit = 2]

V N.A. (GLY) 3-8: i
) Backbone 1:07 B
1. Shift

o ot 1 o L P P PV O e O P S P P VP
Side chain or base 20 B
0 =0.1648A 3.0- L
m<o038 0.80 r
Backbone 0.90+ L

2. Density correlation —= e
Side chain or base0.90+ u—— L
0.80- L

H>30 E>15 .
Backbone :

3. Density index

<Dens>=0.3619,0 = 0.1582

B> 60. 60.7

seekbene O I I T T T O O e L T T T T T T T
4. B-factor

Side chain or base 30_7MMMMMMMMLLHMMM7

60.- =

1.00
5. Connect 0.501 -

NVYLSLVNSY | IDSPQPSSINYWWNMGSLLGLCLVIQIVTGIFMAMHYSSNIELAFSSVEHIMRDVHNGY I LRYL
— i I — — — — —

residue number i bS] b= ey o b7 = b=

chain identifier

¥ N.A. (GLY) 3.0+

Backbone 2'8: K
1. Shift

’ ) 1.04

Side chain or base 204 B
0 =0.1648A 3.0- L
m<o038 0.80 r

Backbone 0.90+ L
2. Density correlation = = —= = =

Side chain or base).90+ L
H>30 @>15

Backbone
3. Density index

Side chain or base

<Dens> = 0.3619,0 = 0.1582

W > 60.
peckGone SuaEazuanaiuniagannaninuniiiashunnnetEusnsnnneeeeeannanannanannnsanunniilll
4, B-factor
Side chain or base 30.—MWMWMMM% |
60.- =
1.00
5. Connect 0.50+ -
HANGASFFFMVMFMHMAKGLYYGSYRSPRVTLWNVGVI I FILTIATAFLGYCCVYGQMSHWGATVITNLFSAIPF
residue number b= a b b b= 3 b
— — — — — —
chain identifier N

SFCHECK 7.1.01




Structure Factor Check
3CX5

Local estimation (22) [N_omit = 2]

V N.A. (GLY) 2-8: r
e e b e e e e T e e e P
1. Shift
! . Lo M PAMIHIFE = A PO A VA Ve S A,
Side chain or base 20 L
0 =0.1648A 3.0° L
m<o08 0.807 r
Backbone 0.90+ r
2. Density correlation = =
Side chain or base).90 L
0.80- -
m>30 @>15 b
o Backbone 0.5
3. Density index &
Side chain or base 28:
<Dens> = 0.3619,0 = 0.1582 1.5
B> 60. 60.7
Backbone 30.
4. B-factor
Side chain or base 30.
60.- -
1.00
5. Connect 0.50 -
VGND | VSWLWGGFSVSNPTIQRFFALHYLVPFI [AAMVIMHLMALHIHGSSNPLGI TGNLDRIPMHSYF I FKDLV
residue number 5' ;‘ o‘_o' 5' 8 : g 8
- - — - N N N N
chain identifier [N
VN.A. (GLY) 3.07 r
e 2.8:WWWWWWWWW:
1. Shift
o 1.0 PO CE e ] AP e A= PO e e V=S T,
Side chain or base 20 L
0 =0.1648A 3.0~ -
m<038 0.801 r
Backbone 0.90q -
2. Density correlation ——= == = ==
Side chain or base).90 r

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.3619,0 = 0.1582

W > 60.
Backbone
4. B-factor
sige e orbase 30 L LML O T ] A MR O O
60.- =
1.00
5. Connect 0.50 -
TVFLFMLILALFVFYSPNTLGHPDNY I PGNPLVTPASIVPEWYLLPFYAILRSIPDKLLGVITMFAAILVLLVLP
residue number ;' S S .2' S 8 5'
N 3\ ~ o~ I3 13\ 3]
chain identifier N

SFCHECK 7.1.01




Structure Factor Check
3CX5

Local estimation (23) [N_omit = 2]

Side chain or base0.90+

VNA. (GLY) 2-8: B
o O e e I e e O e T T
1. Shift
] . 1.0
Side chain or base 20 L
o =0.1648A 3.0- —
m<o8 0.80 M
Backbone 0.90 r
2. Density correlation — — ==y === —

<Dens>=0.3619,0 = 0.1582

0.80-
H>30 .>1.sB %:g
ackbone 05
3. Density index
Side chain or base 28

i | JIINT DR I ML D0

> 60. =
S i ininnannnnnnnannnnnnnnanannnnnnnnnniiiinnaniansansansnnnnndnnnanannnnnnniils
4. B-factor
Side chain or base 30. -
60.- -
1.00
5. Connect 0.50 +
FTDRSVVRGNTFKVLSKFFFFIFVFNFVLLGQIGACHVEVPYVLMGQIATFIYFAYFLIIVPVISTIENVLFYIG
residue number o b pad ;' b bl N 3
™ ™ ™ ™ ™ ™ ™ o
chain identifier [N
V N.A. (GLY) g-g: r
e oy o (e e e e e e e e T T
1. Shift
Side chanorbase 10T 1 B0 Ll BEEEAEMEPAEAEE SR B A P A PR P AP
0 =0.1648A 3.0- L
m<os 0.807 r
Backbone 0.90+1 -
. . . e e = =
2. Density correlation = — oV _ V=ma =
Side chain or base).90+ -
0.80 -
H>30 M>15 %-8:
o Backbone 05 D
3. Density index J_Lu
Side chain or base gg:
<Dens> = 0.3619,0 = 0.1582 151
> 60. 60.
Backbone 30.1
4. B-factor &
Side chain or base 30_—:.
60.- -
1.00+
5. Connect o.s&W :
) RVNK| [MTAAEHGLHAPAYAWSHNGPFETFDHASIRRGYQVYREVCAACHSLDRVAWRTLVGVSHTNEEVRNMAE
residue number o N S S S = S
chain identifier [N o

SFCHECK 7.1.01




Structure Factor Check

3CX5

Local estimation (24) [N_omit = 2]

VNA. (GLY) 2-8:
e o b e e e D e T o o
1. Shift
" ! 1.0
Side chain or base 20
0 =0.1648A 3.0-
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> = 0.3619,0 = 0.1582

> 60. :

Backbone 30_—W
4. B-factor =

Side chain or base 30_—]1]1]:[]v

60.-
1.00 L]
5. Connect 0.50-
EFEYDDEPDEQGNPKKRPGKLSDY | PGPYPNEQAARAANQGALPPDLSLIVKARHGGCDY | FSLLTGYPDEPPAG
residue number S g S B N S N y
- - - - - - — N
chain identifier |0

V N.A. (GLY) 2-8*

Backbone '0:
1. Shift

N 1'°’MWMWMM%W

Side chain or base 204
0 =0.1648A 3.0-
m<o038 0.807

Backbone 0.90+1

q H PR o, S e e B S S o e WY e — e .

2. Density correlation e sl — == ==

Side chain or base).90

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.3619,0 = 0.1582

> 60. :
Backbone b T
4. B-factor
Side chain or base 30_—1 J\WM i 1
60.- —
1.00 - N
5. Connect 0.501

residue number

chain identifier

SFCHECK 7.1.01
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Structure Factor Check
3CX5

Local estimation (25) [N_omit = 2]

V NA. (GLY) 3.0
e o e e e T T
1. Shift
, . 1_07M_I—H_MJJWU_U_U_LUJ_LFU
Side chain or base 204
3.0

0 =0.1648A J
m<o08 0.80+
Backbone 0.90+

; ; M 1

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

Hl>30 @>15
Backbone

3. Density index

Side chain or base

15
1.0
0.5
0.5+
1.04
5=

<Dens>=0.3619,0 = 0.1582

W> 60. 60.7
Backbone 30.1
4. B-factor
Side chain or base 30.
60.-
1.00
5. Connect 0.50 —H
VL LSTWVKKFKWAGTKTRKFVENPPKPRK [KSTYRTPNFDDVLKENNDADKGRSYAYFMVGAMGLLSSAGAKST
residue number = o A p N
% g 8 32 < [¥e) © ~
chain identifier O P
V N.A. (GLY) g-g: r
L N e e e e O H e e T e
1. Shift
. RS RN R R o n B N s B SR N N e AN N e e R N B N N REER
Side chain or base 204 L
0 =0.1648A 3.0- L
m<os 0.807 r
Backbone 0.90+1 -
: ; P oy = o e N S I | B e —
2. Density correlation —_—— I_WU =Sy, —— — e
Side chain or base).90 -
0.80- -
W>30 @>15

Backbone
3. Density index

Side chain or base

<Dens> = 0.3619,0 = 0.1582

> 60.
Backbone
4. B-factor
Side chain or base 30.—
60.-
1.00
5. Connect 0.50-
VETFI SSMTATADVLAMAKVEVNLAAIPLGKNVVVKWQGKPVFIRHRTPHE|I QEANSVDMSALKDPQTDADRVKD]
residue number b b=y 3 b N bt b
— — — - —
chain identifier P

SFCHECK 7.1.01




Structure Factor Check
3CX5

Local estimation (26) [N_omit = 2]

Backbone
2. Density correlation

0.904

Side chain or baseQ.90+

VN.A. (GLY) 3.09 r
Backbone %'07 B
1. Shift
Side chain or base 51 |
0 =0.1648A .
m<o0s8 0.80q

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.3619,0 = 0.1582

0.5+

A e A TR NATT

Il > 60.
Backbone
4. B-factor
Side chain or base 30.
60.-
1.00
5. Connect 0.50-
PQWLIMLGICTHLGCVP I GEAGDFGGWFCPCHGSHYD| SGRIRKGPAPLNLEI PAYEFDGDKVIVG |[VTDQLED]
residue number S G ,t' o‘_o' 8 S : ,1"
— - - — - N N
chain identifier P Q
VNA. (GLY) g-g’ C
Backbone 2 L
1.0 B
L shift [
. o JJITH IV A ===V T H A F PO W
Side chain or base 20 L
o =0.1648A 3.0- =
m<o038 0.80q r
Backbone 0.90q [
i i e S o Y. =1
2. Density correlation T — R W = === ===
Side chain or base).90
0.80-
E>30 H>15 157
Backbone 1.04
[T O

3. Density index

Side chain or base gg:w/l—lw
<Dens> = 0.3619,0 = 0.1582 1.5-
= 60.+ —
4. B-factor
Side chain or base 30,—<L M/U—Lu L J_[-V-MU—LU—LU—H_U_U—LL — U—U_U»f
600 e — =
1.00 L

residue number

chain identifier

SFCHECK 7.1.01
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Structure Factor Check
3CX5

Local estimation (27) [N_omit = 2]

2. Density correlation

Side chain or base0.90+ L

VNA. (GLY) 2-8: L
L P Lo e e e e e e e e e e e el

1. Shift
B 1_07WMMWWMMMMM,
Side chain or base 20 L
0 =0.1648A 3.0- .
m<038 0.80 i
Backbone 0.90+ i

0.80- -
Hl>30 @>15
Backbone
3. Density index
Side chain or base
<Dens> = 0.3619,0 = 0.1582
> 60.
Backbone
4. B-factor
Side chain or base 30.7<L
60.-
1.00
5. Connect 0.50-
TARIGDY | LKSPVLSKLCVPVANQFINLAGYKKLGLKFDDL IAEENPIMQTALRRLPEDESYARAYRI IRAHQTE
residue number N N S 9 S S N S
chain identifier R
V N.A. (GLY) 2-8* r
Lo e 10 e T e T e e s EEEb el e e
1. Shift
e cin oo 10 IR PO O PSSP s | e e
Side chain or base 204 L
0 =0.1648A 3.0- L
m<os 0.807 r
Backbone 0.90+1 -
3 ; s e [ e =
2. Density correlation il = = o1 e ==
Side chain or base).90 -
0.80- -
H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.3619,0 = 0.1582

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

residue number

chain identifier

SFCHECK 7.1.01
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R S

GPPSGKTYMGWWGHMGGPKQKGI TSYAV
N N

o

- N




Structure Factor Check

3CX5

Local estimation (28) [N_omit = 2]

Backbone 099 M_I_Lr—v—l_l—;ﬂ.—mm—\‘

VNA. (GLY) 2.8: :
Backbone :

1.0+ L

S i or e .0 LR SO P M- EEO OOV ooy

0 =0.1648A 307 -

m<o038 0.80 .

2. Density correlation -

Side chain or baseQ.90+ D
0.80-

Hl>30 @>15
Backbone

5]
.0
45

3. Density index

Side chain or base

PRO  OR

<Dens>=0.3619,0 = 0.1582

[}

5
.0
£
B> 60. 0.7
Backbone 30.*W
4. B-factor

Sie chain orbase 30fil:D:l:-v_*
60.-

1.00

5. Connect 0.50

gl

residue number > P o ] N S

chain identifier S

SPYAQKPLQGI FHNAVFNSFRRFKSQFLYVLIPAGIYWYWWKNGNEYNEFLYSKAGREELERVNYV
o N N [\ N N N

o

SFSSLYKT
[\

T

Backbone 0.90+1

V N.A. (GLY) g-g: r
- Backbone 104
1. Shift
) . 1.0+
Side chain or base 204
0 =0.1648A 3.0-
m<o0s8 0.804

2. Density correlation =

Side chain or base).90
0.80-

W>30 W>15 1.59

1.0+
Backbone 05

3. Density index -

Side chain or base g_)g:
<Dens> = 0.3619,0 = 0.1582 1.5-
e 607 i
Backbone 30.1 W W7
4. B-factor
Side chain or base 30.4 m J_L7
60. — —
1.00
5. Connect 0.501 WW W |

residue number ]

N
- N o™ <

chain identifier [T 9]

FFKRNAVFVGTI FAGAFVFQTVFDTAI TSWYENHNKGKLWKDVKARIAA EVKLQESGAG
N o o o

-

LVQPSQSLSLTCSV
— —

N

SFCHECK 7.1.01




Structure Factor Check
3CX5

Local estimation (29) [N_omit = 2]

V N.A. (GLY) 3-8: r
) Backbone 1:07 B

1. Shift
) ) 1.0—WWMW%MWWJM7
Side chain or base 204 B
0 =0.1648A 3.0- L
W<o0s8 0.80 r
Backbone 0.90+ L

1 i —— e = e I L S o =

2. Density correlation — e W =
Side chain or base0.90+ L
0.80- L
H>30 W>15 1.59 r

Backbone 1.0+ B

3. Density index
Side chain or base gg:jww MMW‘—U U_UJ—UJ—U_U_H_U_U UJJJJ LU—H—U»,
1.5

<Dens>=0.3619,0 = 0.1582

Side chain or base 30.
60.-

H>60. 60.7
gl il
4. B-factor “

-
i
i
=

5. Connect e HHTI i i

TGYSITSGYYWNWIRLFPGNKLEWVGY | SNVGDNNYNPSLKDRLSITRDTSKNQFFLKLNSVTTEDTATYYCARS]
residue number s ) — ~ IS Lo ~

™ < 7o) © ~ @ o
chain identifier U
V N.A. (GLY) g-g: r
: packbone L0 PP P e [
1. Shift

) ) 1o PP EEVEMEE | PO |
Side chain or base 204 L
0 =0.1648A 3.0~ L
m<o038 0.80q r

Backbone 0.90+1 -

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

0.80-
H>30 E>15 %'8:
Backbone 0:57
3. Density index

Side chain or base g_)g:
<Dens> = 0.3619,0 = 0.1582 1.5-
M > 60. 60
Backbone 30.1
4. B-factor e
Side chain or base 30.4
60.-
1.00+

5. Connect 0.50- —r

EYYSVTGYAMDYWGQGTTVTVSSAWRH P DIELTQTPVSLAASLGDRVTISCRASQDINNFLNWYQQKPDGTIK
= — — — —

residue number o 4 N = — -
3 g Pt — N ™ <

chain identifier 9}

SFCHECK 7.1.01




Structure Factor Check

3CX5

Local estimation (30) [N_omit = 2]

Side chain or baseQ.90+

S o = I =P ) [ I S B
*FT:TVFWWEFEFWTWW = =11

V NA. (GLY) 2-8: r
- pecktone L0 O e
1. Shift
1.04
Side chain or base 204 L
0 =0.1648A 3.0~ L
m<o0s8 0.80 r
Backbone 0.904 i
3 3 e |
2. Density correlation —

0.80- L
H>30 m>15 i r
2 Density indoe % NEasERRNNNSE
. Density index =
[ HHTVEM M O & O el |
Side chain or base 88: UJ W LH_U_LU HEEY L
<Dens> = 0.3619,0 = 0.1582 1.5 =
W> 60. 50-
4. B-factor =
Side chain orbase 30. m -V-V7
1.0& r
5 Comnest oo | | I TR I bt P T o oM
LLIYYTSRLHAGVPSRFSGSGSGTDYSLTISNLEPEDIATYFCQHHIKFPWTFGAGTKLEIK [TEFKAGSAKKG
residue number = b = = b § — =
chain identifier w
V N.A. (GLY) g-g: r
- eckbone L T e e e e M T T e H B e T
1. Shift
: ) 1.0—
Side chain or base 204
o =0.1648A 3.0
m<o038 0.80q
Backbone 0.90+1

2. Density correlation

Side chain or base).90
0.80-

W>30 @>15
Backbone

3. Density index

Side chain or base g_) 8:M
<Dens> = 0.3619,0 = 0.1582 1.5-
> 60. 60.
Backbone 30.“ -
4. B-factor
Side chain or base 30,ﬂ _
60.
1.00
5. Connect o.s&w T ﬂ‘m

residue number

chain identifier

SFCHECK 7.1.01
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Structure Factor Check

3CX5

Local estimation (31) [N_omit = 2]

V N.A. (GLY) 3.0 r
Backbone 2.0+ r
- Y reroreerr (s 0 0 o e D 0ool0an BEE e oo
1. Shift O = L
) . LO*J_\_W\/I_}_}—U—‘—U_H_M_LLUJJ_}—I r
Side chain or base 204 B
0 =0.1648A 3.0~ L
W<038 0.80 r
Backbone 0.90+ L

; ; = N [ S o S
2. Density correlation T v o ~ — > 0 5 = = 0 2 0 = =2 =@ = U= = = =
Side chain or base0.90+ L
0.80- L

H>30 m>15 i
e o ] My i 0 O

3. Density index

0 o

Side chain or base QS:WWM
<Dens> = 0.3619,0 = 0.1582 1.5
. > 60 6O_II:- 7
Backbone 30. D D D D D D D -
Slde Chain * base 307:Ivv-]:l:- L
60.- =
1.00, r
MAFGGLKKEKDRNDL I TYLKKACE] (] (] (] (] 1 0 0
residue number > 5 5 N g = ,’é & & NN g 5
— =) = = 2 = 4 5 2 9 2
chain identifier E E 5 5

¥ N.A. (GLY) 3.0 r
e 58: WWMWWWWW:

1. Shift :j 0 s T I O S | |
: ) 1.0 L

Side chain or base 2.0 B

0 =0.1648A 3.0~ L
m<o038 0.80q =
Backbone 0.90+ L

2. Density correlation 2 = =2 = o U= 0o L
Side chain or base).90 L

0.80- L

3. Density index -
Side chain or base
<Dens> = 0.3619,0 = 0.1582

m>30 E>15 1
o san o [0 1 IR A T

Side chain or base 30.4

> 60. 60.
v e w1000 o 0 oo o i

60.- =
1.00 r
5. Connect 0.50- r
- %WWWWWWWWW%WWWWWWWWW%WWWWWWWWW(V\\I]WWWWWWWWW%WWWWWWWWW&
residue number = =) o © te] =) L0
= = o — N < o
< Tl [Te) n © (e} [te]
chain identifier B

SFCHECK 7.1.01




Structure Factor Check
3CX5

Local estimation (32) [N_omit = 2]

V NA. (GLY) 2-8: r
; pecktone L0 i o] e B e el I ol e, o el e,
1. Shift e =
" ! 1.0+
Side chain or base 204 L
0 =0.1648A 3.0- L
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
o Backbone O:5 L
3. Density index e L
Side chain or base (]?8: B
<Dens> = 0.3619,0 = 0.1582 1.54 =
W> 60. 60.7 r
4. B-factor e =
Side chain or base 30. -
60.- -
1.00, r
5. Connect 0.50- -
WWWWWWWWW(\%WWWWWWWWWL\/‘WWWWWWWWW#WWWWWWWWW#WWWWWWWWW(‘%WWWWWWWWW%WWWWWWWWW&WWWWW

residue number [} o %] [te} < N <

o) N N ™ < © ~

© ~ ~ ~ ~ ~ ~

chain identifier B
V N.A. (GLY) g-g: r
] eckbone N R ERT IS NS, ), B S e TR S SO B i

1. Shift & =
’ ) 1.0 L
Side chain or base 204 L
0 =0.1648A 3.0- L
m<o038 0.80q r
Backbone 0.90+1 -

2. Density correlation

Side chain or base).90

0.80- =

H>30 M>15 %-8:
3. Density index - _
Side chain or base g_)g: [

<Dens> = 0.3619,0 = 0.1582 1.5-

B> 60. 60. r
Backbone 30.1 -

4. B-factor & =
Side chain or base 30.- -

60.- =

1.00 r

5. Connect 0.50- 3
WWWW&WWWWWWWWW&SWWWWWWWWWL\I'WWWWWWWWWI:%WWWWWWWWW&WWWWWWWWWL\I'WWWWWWWWWLV.WWWWWWWWW#

residue number o N~ ~ N < o P N

[} o 19 N o N [2d <

~ @© 0 © ~ ~ N~ ~

chain identifier

SFCHECK 7.1.01

B




Structure Factor Check

3CX5

Local estimation (33) [N_omit = 2]

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

1. Shift e =

! : 1.04

Side chain or base 204 L

0 =0.1648A 3.0- -
m<o0s8 0.80+ r
Backbone 0.90+ i

2. Density correlation
Side chain or baseQ.90+

0.80- L
W>30 @>15 %g
o Backbone O:5
3. Density index e r
Side chain or base 88: L
<Dens> = 0.3619,0 = 0.1582 1.5 =
B> 60. 60.7 r
soireso THTTI (TR IRCT  R W et e b
4. B-factor & r
Side chain or base 30. =
60.- =
1.00, r
5. Connect 0.50- -
WWWWWWWWW#WWWWWWWWW#WWWWWWWWW&WWWWWWWWWaWWWWWWWWWgWWWWWWWWWL\%WWWWWWWWW'V\VWWWWW

residue number [} ~ o Y N < ©

e} ~ o 0 =} =) S

~ ~ @ @ 0 Irs) s}

chain identifier B

V NA. (GLY) g-g: C
I ¢ SRS | PSSO S ret, | o SN N, S
1. Shift 2 =
’ ) 1.0 E
Side chain or base 20 L
0 =0.1648A 3.0° L
m<038 0.807 r
Backbone 0.90q r

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 gg: [
<Dens> = 0.3619,0 = 0.1582 1.5
H> 60. 60.+ r
Backbone 30.5 |
4. B-factor & =
Side chain or base 30.4 r
60.- =
1.00 r
5. Connect 0.50- r
WWWW#WWWWWWWWW‘\AI‘WWWWWWWWW%WWWWWWWWW%WWWWWWWWW#WWWWWWWWW\V_\QWWWWWWWWW%WWWWWWWWW&
residue number © o @ 0 © o I N
— (32} o wn N~ (2] o (e
Yo} [T} © © © © ~ N

chain identifier

SFCHECK 7.1.01
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Structure Factor Check
3CX5

Local estimation (34) [N_omit = 2]

V NA. (GLY) 3.0

- pecktone %giﬁ%wwm
1. Shift E

. ! 1.0+
Side chain or base 204 L
0 =0.1648A 3.0- -
m<08 0.80+ r
Backbone 0.90+ i

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

H>30 m>15 XA
Backbone 0.5

3. Density index

Side chain or base

0.5
1.0+
<Dens> = 0.3619,0 = 0.1582 1.5-

W > 60. 60.7
4. B-factor & =

Side chain or base 30.

60.- =
1.00, r
5. Connect 0.50- -
WWWWWWWWWWWWWWWWWWW#WWWWWWWWWWWWWWWWWWWI%WWWWWWWWW#WWWWWWWWWWWWWWWWWWWL\BWWWWW
; ~ ~ —

residue number © ~ [ o] ® ~ <

I N Y © o o H

~ ~ ~ ~ © e} [TS)

chain identifier B

VN.A. (GLY) g-g: L
o Wi el B el e e e i, [0 el

1. Shift e r
) . 1.0 r

Side chain or base 20 L

0 =0.1648A 3.0- =
m<o0s 0.807 i
Backbone 0.90+ r

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

3. Density index

Side chain or base

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

0

1

<Dens> = 0.3619,0 = 0.1582 1.5-

B> 0. 60.
4. B-factor

Side chain or base 30.4
60.-

1.00,
5. Connect 0.501

WWWWgWWWWWWWWW#WWWWWWWWW#WWWWWWWWW%WWWWWWWWW%WWWWWWWWW&WWWWWWWWW%WWWWWWWWW&
residue number ~ ~ ™ N o N I3 s

N [32) Lo} ~ [°o) (2] -
n n © © © © ~

72

chain identifier B

SFCHECK 7.1.01




Structure Factor Check

3CX5

Local estimation (35) [N_omit = 2]

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

1. Shift = L

" ; 1.0+

Side chain or base 204 L

0 =0.1648A 3.0- =
m<o0s8 0.807 i
Backbone 0.90+ r

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

1.5+
1.0+
0.5+

H>30 @>15
Backbone

It [l

3. Density index

Side chain or base 88: B
<Dens> = 0.3619,0 = 0.1582 1.5 =
W> 60. 60.7 r
4. B-factor e =

Side chain or base 30. -

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

residue number ~ 0 o o I [32] [}

™ < o ~ =] [t} =1

~ ~ ~ ~ © [Fe} [Te)

chain identifier B
V N.A. (GLY) g-g: r
- Backbone 104

1. Shift = L
. . 1.0 =

Side chain or base 204 L
o =0.1648A 3.0° L
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 1.07

3. Density index

Side chain or base g_)g: [
<Dens> = 0.3619,0 = 0.1582 157

B> 60. 60. r
Backbone 30.1 -
4. B-factor & r
Side chain or base 30.4 F
60.- =
1.00 r
5. Connect 0.50- r

WWWW%WWWWWWWWW‘\AI‘WWWWWWWWW%WWWWWWWWW&WWWWWWWWW‘\AI‘WWWWWWWWWgWWWWWWWWW(}%WWWWWWWWW,ﬂ

residue number N N 0 @ © 0 [¥e) N

N @ - < O [« [e2] Il

© © ~ ~ ~ ~ © N~

chain identifier

SFCHECK 7.1.01
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Structure Factor Check
3CX5

Local estimation (36) [N_omit = 2]

2. Density correlation

Side chain or baseQ.90+

VNA. (GLY) 2-8: L
o VR el o e e e e e e 0 ] |

1. Shift = L

: ! 1.04

Side chain or base 204 L

o =0.1648A 3.0- —
m<o038 0.807 [
Backbone 0.90+ r

0.80- =
m>30 @>15 3 B
o Backbone O:5 L
3. Density index e r
Side chain or base (]?8: L
<Dens> = 0.3619,0 = 0.1582 1.54 =
B> 60. 60.7 r
4. B-factor & r
Side chain or base 30. =
60.- =
1.00, r
5. Connect 0.50- -
WWWWWWWWW&WWWWWWWWW&WWWWWWWWW%WWWWWWWWW%WWWWWWWWW&WWWWWWWWW%WWWWWWWWWL\gWWWWW
residue number < o L0 © [=] o (3]
IN n o IN 0 @ It}
[Ye) © ~ ~ ~ ~ ©
chain identifier B
V NA. (GLY) g-g: C
P (0, 5 o DS, SN o, DOV, JROSURY  RUNE, . | SR, SO U SR
1. Shift 1 =
’ ) 1.04 =
Side chain or base 20 L
0 =0.1648A 3.0~ L
m<o038 0.80q r
Backbone 0.90q r
2. Density correlation e r
Side chain or base).90 =
0.80- =
H>30 M>15 %8
o Backbone 0:5
3. Density index 1 =
Side chain or base gg: [
<Dens> = 0.3619,0 = 0.1582 1.5

B> 60. 60. r
Backbone 30.1 -

4. B-factor & =
Side chain or base 30.- -

60.- =

1.00 r

5. Connect 0.50- 3
. WWWW,HWWWWWWWWW&WWWWWWWWW#WWWWWWWWW%WWWWWWWWW%WWWWWWWWW%WWWWWWWWW%WWWWWWWWW&

residue number (32} © V) 3] © [ 32} oy

wn - [ee] n N © n e}

© ~ ~ ~ ~ © [Te} el

chain identifier

SFCHECK 7.1.01




Structure Factor Check
3CX5

Local estimation (37) [N_omit = 2]

2. Density correlation

Side chain or baseQ.90+

VNA. (GLY) 2-8: L
o 0 ofl e el S [ Ol ] e e |

1. Shift = L

: ! 1.04

Side chain or base 204 L

o =0.1648A 3.0- —
m<o038 0.807 [
Backbone 0.90+ r

0.80- =
m>30 @>15 3 B
o Backbone O:5 |
3. Density index & r
Side chain or base (]?8: L
<Dens> = 0.3619,0 = 0.1582 1.5- L
B> 60. 60.7 r
4. B-factor & r
Side chain or base 30. r
60.- =
1.004 r
5. Connect 0.50- -
WWWWWWWWWL\gWWWWWWWWW(W’WWWWWWWWW#WWWWWWWWW&WWWWWWWWW&WWWWWWWWW‘V_V'WWWWWWWWW'V\VWWWWW

residue number © ® o) N~ Yo} © ~

~ IN 0 © o =1 N

[Te) © © © N~ ~ ~

chain identifier B
V NA. (GLY) g-g: r
U S T | NN e OSSN U ) CNPPRC, S e P
1. Shift & =
) ) 1.0 L
Side chain or base 20 L
0 =0.1648A 3.0~ L
m<o038 0.80q r
Backbone 0.90q -
2. Density correlation e r
Side chain or base).90 r
0.80 =
B>30 @>15 13 B
o Backbone 0:5 L
3. Density index 1 =
Side chain or base gg: [
<Dens> = 0.3619,0 = 0.1582 1.5

B> 60. 60. r
Backbone 30.1 -

4. B-factor & =
Side chain or base 30.- -

60.- =

1.00 r

5. Connect 0.50- 3
. WWWW(\I\V]WWWWWWWWW&WWWWWWWWWgWWWWWWWWWgwWWWWWWWWgwWWWWWWWW\V_V.WWWWWWWWW&WWWWWWWWW&

residue number © ~ © [} [ o @ N

(2 <t [T ©O ~ <] [} o

N~ ~ ~ ~ ~ ~ ~ oo

chain identifier

SFCHECK 7.1.01




Structure Factor Check
3CX5

Local estimation (38) [N_omit = 2]

2. Density correlation

Side chain or baseQ.90+

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

1. Shift = L

: ! 1.04

Side chain or base 204 L

o =0.1648A 3.0- —
m<o038 0.807 [
Backbone 0.90+ r

0.80- L
m>30 @>15 i r
. . Backbone 0257 L
3. Density index e r
Side chain or base (]?8: L
<Dens> = 0.3619,0 = 0.1582 1.54 =
B> 60. 60.7 r
4. B-factor & r
Side chain or base 30. =
60.- =
1.00, r
5. Connect 0.50- -
WWWWWWWWW&WWWWWWWWW,&WWWWWWWWW&WWWWWWWWWL\gWWWWWWWWW&SWWWWWWWWW&WWWWWWWWWL\BWWWWW

residue number ™ o [V N N~ < =)}

N S — N %) re) ©

© ~ ~ ~ ~ ~ ~

chain identifier B
V NA. (GLY) g-g: C
; eckbone 120’%%%%%%%

1. Shift 2 =
’ ) 1.0 E
Side chain or base 20 L
0 =0.1648A 3.0° L
m<o038 0.80q r
Backbone 0.90q r

2. Density correlation

Side chain or base).90

0.80- =

H>30 M>15 %-8:
3. Density index - L
Side chain or base gg: [

<Dens> = 0.3619,0 = 0.1582 1.5-

B> 60. 60. r
Backbone 30.1 -

4. B-factor & =
Side chain or base 30.- -

60.- =

1.00 r

5. Connect 0.50- 3
WWWW%WWWWWWWWW&WWWWWWWWW&SWWWWWWWWW(\I\V]WWWWWWWWW(%WWWWWWWWW%WWWWWWWWW&WWWWWWWWW#

residue number ~ S N © (3] © o o

~ o I N n T3] O o}

~ © © o el [re} n Ire

chain identifier

SFCHECK 7.1.01

B




Structure Factor Check
3CX5

Local estimation (39) [N_omit = 2]

V NA. (GLY) 2-8: r
; pecktone 130*MWTWWMMMWW*
1. Shift E L
" ! 1.04
Side chain or base 204 L
0 =0.1648A 3.0- L
m<o038 0.80 r
Backbone 0.90+ I
2. Density correlation - =
Side chain or base).90 L
0.80- L
H>30 W>15 %g
o Backbone O:5
3. Density index e L
Side chain or base (]?8: B
<Dens> = 0.3619,0 = 0.1582 1.54 =
W> 60. 60.7 r
4. B-factor e =
Side chain or base 30. -
60.- -
1.004 r
5. Connect 0.50- -
WWWWWWWWW‘V_V|WWWWWWWWW&WWWWWWWWW#WWWWWWWWWI%WWWWWWWWWI%WWWWWWWWW‘V_V'WWWWWWWWWL\EWWWWW

residue number © © < N~ Yo} ~ <]

~ <} 0 © [} o b

[Te) Te] © © © © ~

chain identifier B

V N.A. (GLY) g-g: r
; peckGone 1:0’WWWWWMMWWWT’
1. Shift & =
’ ) 1.0 L
Side chain or base 204 L
0 =0.1648A 3.0- L
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

15
1.0
0.5

I TR B T e R O

0.501

Side chain or base gg: [

<Dens> = 0.3619,0 = 0.1582 1.5-
H>60. 60.+ r
woiereso T} TR IO OO T R R T e e T
4. B-factor 5 r
Side chain or base 30.- L
60.- =
1.00 r
5. Connect +

residue number

chain identifier

SFCHECK 7.1.01
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Structure Factor Check
3CX5

Local estimation (40) [N_omit = 2]

2. Density correlation

Side chain or baseQ.90+

VNA. (GLY) 2-8: L
: packbone lzo’Wmmﬁﬂ%ﬂmM%mWW’

1. Shift = L

" ; 1.0+

Side chain or base 204 L

0 =0.1648A 3.0~ =
m<o0s8 0.807 i
Backbone 0.90+ r

0.80- =
m>30 @>15 3 B
o Backbone O:5 L
3. Density index & r
Side chain or base (]?8: L
<Dens> = 0.3619,0 = 0.1582 1.54 =
B> 60. 60.7 r
4. B-factor & r
Side chain or base 30. r
60.- =
1.004 r
5. Connect 0.50- -
WWWWWWWWWL\gWWWWWWWWW(\«‘WWWWWWWWW#WWWWWWWWWL\gWWWWWWWWW(‘«‘WWWWWWWWW&‘WWWWWWWWW#WWWWW
residue number o (32} [o9) © Yo} ~ ~
@ <~ © ~ @ o o
[Te) © © © © © ~
chain identifier B
VNA. (GLY) 39 B
e e o el L T I e e e e S o e el
1. Shift & =
: ) 1.04 =
Side chain or base 20 L
0 =0.1648A 3.0~ L
m<o038 0.80q r
Backbone 0.90q -
2. Density correlation e r
Side chain or base).90 r
0.80 =
B>30 @>15 13
o Backbone 0:5
3. Density index 1 =
Side chain or base gg: [
<Dens> = 0.3619,0 = 0.1582 15]

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 7.1.01
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Structure Factor Check
3CX5

Local estimation (41) [N_omit = 2]

2. Density correlation

Side chain or baseQ.90+

VNA. (GLY) 2-8: L
: packbone lzo’mwm’

1. Shift = L

" ; 1.0+

Side chain or base 204 L

o =0.1648A 3.0~ —
m<o0s8 0.80 r
Backbone 0.90+ r

0.80- L
W>30 @>15 1-8
Backbone 5.5 H
3. Density index e r
Side chain or base 88: L
<Dens> = 0.3619,0 = 0.1582 1.5 =
B> 60. 60.7 r
4. B-factor & r
Side chain or base 30. =
60.- =
1.00, r
5. Connect 0.50- -
WWWWWWWWW#WWWWWWWWW&WWWWWWWWW&WWWWWWWWW&WWWWWWWWW%WWWWWWWWW&WWWWWWWWW&WWWWW
residue number o) ~ < o (=] © o)
n ) =) N ~ o [T}
[Te} © ~ ~ ~ ~ ©
chain identifier B
V NA. (GLY) g-g: C
- eckbone R T T TP W W W) = e MO
1. Shift 1 =
’ ) 1.0 =
Side chain or base 20 L
0 =0.1648A 3.0° L
m<038 0.807 r
Backbone 0.90q r

2. Density correlation

Side chain or base).90
0.80-

W>30 @>15
Backbone

3. Density index

1.54
1.04
0.54

AR ! A 0 A AU e

Side chain or base gg: [
<Dens> = 0.3619,0 = 0.1582 157

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

WWWW%WWWWWWWWWgwWWWWWWWW%WWWWWWWWWLV.WWWWWWWWW&WWWWWWWWW'ﬂWWWWWWWWW,ﬂWWWWWWWWW&S

residue number < I © o © ~ [N o)

- o © [ee} [Tel o [ [Tel

~ @ wn n o ~ ~ N

chain identifier

SFCHECK 7.1.01
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Structure Factor Check
3CX5

Local estimation (42) [N_omit = 2]

2. Density correlation

Side chain or baseQ.90+
0.80-

VNA. (GLY) 2-8: L
] packbone R I S P o e S = e e FEURS o CE

1. Shift = L

: ; 1.0+

Side chain or base 204 L

0 =0.1648A 3.0- -
m<o0s8 0.807 i
Backbone 0.90+ r

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

0.
1.
<Dens> = 0.3619,0 = 0.1582 1.

2T ) e B o

5-
0
5

4. B-factor

Side chain or base 30.

B> 60. 60.

60.- -
1.00, r
5. Connect 0.50- -
WWWWWWWWW&WWWWWWWWW&WWWWWWWWW&‘WWWWWWWWW&WWWWWWWWW&WWWWWWWWW%WWWWWWWWW'V\VWWWWW
residue number ™ N © o < [Ys) o)
o © 0 1Y © © ©
~ re] © ~ ~ © ©
chain identifier B
V N.A. (GLY) 3-8* r
e 10 i Mol T
1. Shift & =
. . 1.0 =
Side chain or base 204 L
o =0.1648A 3.0° L
m<o038 0.80q r
Backbone 0.90+1 -

2. Density correlation

Side chain or base).90+ L
0.80- L

H>30 W>15 1
Backbone

3. Density index

Pl il

5. Connect 0.501 =

Side chain or base g_)g: L
<Dens> = 0.3619,0 = 0.1582 1.5-
M > 60. 607
4. B-factor e r
Side chain or base 30.4 r
60.- -
1.00 r

residue number

chain identifier

SFCHECK 7.1.01
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