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

Structure Factor Check
4YSX

Title: CRYSTAL STRUCTURE OF MITOCHONDRIAL RHODOQUINOL-FUMARATE REDU
ASCARIS SUUM WITH THE SPECIFIC INHIBITOR NN23
Date: 17-MAR-15
PDB code: 4YSX
Crystal Structure Factors
Cell parameters: Input
af LZO A b e _C: 2R Nominal resolution range: 20.0- 2.25 A
e Il p: 90.00 i R Reflections in file: 166258
Space group: P 2121 21 Unique reflections above 0: 160280
above b: 158936
above &: 120913
Reflections> 0: 5978
SFCHECK
Nominal resolution range: 20.0- 2.25A

Model
19103 atoms (721 water molecules)
Number of chains: 32
Volume not occupied by model: 53.5 %
<B> (for atomic model): 49.1 An2
o(B): 13.34 AN2
Matthews coefficient: 3.28
Corresponding solvent % : 62.15

\O5max. from input data, min. from author\05
Used reflections: 160279
Reflections out of resolution: 1
Completeness: 96.4 %
R_stand(F) = g(F)>/<F>: 0.045
Anisotropic distribution of Structure Factors
ratio of eigen values: 1.0000 0.9323 0.997

[To)

Refinement
Program: REFMAC 5.7.0029
Nominal resolution range: 20.0 - 2.25 A
Reported R—factor: 0.181
Number of reflections used: 152442
Reported Rfree: 0.22
Sigma cut-off: N.A.

B_overall (by Patterson): 38.A"2
Optical resolution: 1.80 A
Expected opt. resol. for complete data set: 1.80|A
Estimated minimal error: 0.020 A
Model vs. Structure Factors
R-factor for all reflections: 0.222
Correlation factor: 0.926
R-factor: 0.227
for F>2.00
nom. resolution range: 20.00 — 2.25A
reflections used: 158928
Rfree: 0.262
Nfree: 7994
R-factor without free—refl.: 0.225
Non free-reflections: 150934
<u> (error in coords by Luzzati plot): 0.270 A
Estimated maximal error: 0.101 A
DPI: 0.174 A
Scaling
Scale: 0.943
Bdiff: -3.52

Anisothermal Scaling (Beta):
0.4019 0.3287 0.3879 —-0.0000 0.0000 -0.4

Solvent correction — Ks,Bs: 0.642 250.009
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Local estimation

VNA. (GLY) 2-8:
- Backbone 1:07
1. Shift
f ! 1.0
Side chain or base 204
0 =0.1101A 3.0-
m<0s8 0.80
Backbone OIQGﬁ—ﬂ—l_l_:—\_,—‘M
. . VS I P
2. Density correlation - S kais S===——— =

Side chain or baseQ.90+

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.1914,0 = 0.0381

> 60.
Backbone
4. B-factor
Side chain or base 30_Wm
60.
1.00,
5. Connect 0.50W :
SNTAQYKVIDHAYDVVITGAGGAGLRAAMGLGEAGFKTAVVTKMFPTRSHTTAAQGG I NAALGSMNPDDWKWHFY
residue number 8 g 8 8 ,‘2 8 8 3
chain identifier ~ |A
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1101A
m<os 0.807

Backbone

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

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.1914,0 = 0.0381

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

residue number

chain identifier

SFCHECK 7.04.09
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Local estimation (2)

VNA. (GLY) ] 2-8: [
ackbone 1:07
1. Shift
Side chain or base 51 |
0 =0.1101A
m<o0s8 0.80

Backbone 0.90+

2. Density correlation

Side chain or baseQ.90+

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.1914,0 = 0.0381

> 60.
Backbone
4. B-factor
Side chain or base 30.
60.-
1.00
5. Connect 0.50- -
MLHTLYGNSLRCHCTFFIEYFALDLLMDKGRCVGV IALCLEDGT IHRFRSKRTIVATGGYGRAYFSCTTAHMNT G
residue number 53 S =1 IS 54 3 2
~ - N [aV) N N N N
chain identifier ~ |A
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1101A
m<os 0.807

Backbone

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

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.1914,0 = 0.0381

W > 60. I
4. B-factor 3 7 I
Side chain or base 3O‘,memm Tmm MM_M,
60.- — — =

1.00
5. Connect 0.501 "

residue number

chain identifier
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Local estimation (3)

2. Density correlation

VNA. (GLY) 2-8: B

- Backbone 1:07
1. Shift

; ; 1.0
Side chain or base 204
0 =0.1101A 3.0-
m<08 0.80
Backbone 0.90+

Side chain or baseQ.90+

0.80-
W>30 @>15 1-8’
o Backbone (%5:
3. Density index &
Side chain or base (]?8:
<Dens> = 0.1914,0 = 0.0381 1.5
H> 60. 60.7
Backbone 30.
4. B-factor =
Side chain or base 30.
60.~
1.00
5. Connect 0.50- 5
ETMEGRGVGPEKDHIVLQLHHL PAEQLHQRLPGISETAKTEAGVDVTKEPIPVIPTVHYNMGG I PTNYKAQVTKY
residue number 8 <Or 8 8 E 8 8 o
%] ™ ™ ™ ™ ™ ™ <
chain identifier ~ |A

3. Density index

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1101A
m<o0s8 0.80
Backbone 0.904
2. Density correlation e
Side chain or base).90
0.80-
m>30 @>15 1
ackbone 0:57

4. B-factor

Side chain or base gg:
<Dens> = 0.1914,0 = 0.0381 1:57
> 60. 60.~
Backbone 30.1

Side chain or base 30.4
60.-

1.00
5. Connect 0.501 T -

residue number

chain identifier
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Local estimation (4)

VNA. (GLY) 2-8: L
- Backbone 1:07
1. Shift
: ; 1.0
Side chain or base 204
0 =0.1101A 3.0-
m<08 0.80

Backbone 0.90+

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

0.80-
m>30 W>15 i
ackbone 0.5
3. Density index &
Side chain or base 88:
<Dens> = 0.1914,0 = 0.0381 1.5-
H> 60. 60.7
Backbone 30.
4. B-factor
Side chain or base 30.
60.-
1.00
5. Connect 0.50- -
) éRYANGDVPTéELRLTMQKTgQKHAGVFRRgD| LAEGVKKgMDL FKELKRéKTTDRSL IWgSDLTESLELgNLML
residue number | > o — I ™ < 0
~ < Tel [Te) n Te) [Te) [Te}
chain identifier ~ |A
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1101A
m<o038 0.80q

Backbone 0.90q

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

0.80-
B>30 B> 15 Is
Backbone 0:5
3. Density index -
Side chain or base g_)g:
<Dens> = 0.1914,0 = 0.0381 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-

NATQTIVAAENRKESRGAHARDDFPKREDEYDYSKPIEGQTKRPFEKHWRKHTLTKQDPRTGHITLDYRPVIDKT
(o} o o o o o o

residue number © ~ s o3} o — N
rs} n n e} © © ©

chain identifier ~ |A

SFCHECK 7.04.09
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Local estimation (5)

VNA. (GLY) 2-8: [
- Backbone 1:07
1. Shift
) A 1.0+
Side chain or base 204
0 =0.1101A 3.0
m<os 0.80+

Backbone
2. Density correlation

Side chain or baseQ.90-
0.80-

0.904

15
1.0
0.5

H>30 @>15
Backbone

3. Density index

Side chain or base 28:
<Dens> = 0.1914,0 = 0.0381 1.5-
H > 60. 60.
Backbone 30.
4. B-factor e
Side chain or base 30_“ l
60.
1.00
5. Connect 0.50 i L
LDPAEVDWIPPIIRSY] [KRIKTFEIYRFNPEEPGAKPKLQKFDVDLDKCGTMVLDALIKIKNEVDPTLTFRRSC
residue number < ¥4 Q 3 3 2 &
(o] ©
chain identifier ~ |A B
T N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1101A
m<o038 0.801

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 28:
<Dens> = 0.1914,0 = 0.0381 1.5-
M > 60. 60
Backbone 30.1
4. B-factor
Side chain or base 30,]]vmvm
60.
1.00
5. Connect 0.50 ﬂ I

residue number

chain identifier
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Local estimation (6)

3. Density index
Side chain or base
<Dens> = 0.1914,0 = 0.0381

V N.A. (GLY) 2-8: r
R nRninNanNiEaNNRN=SuNa=SNRPuRnin=aun=aaeanniza=ansnnnnnlnl] i nuniznnnnness]
1. Shift
) . 1.0—}%@%%%%%%,
Side chain or base 204 L
0 =0.1101A 3.0° L
m<o08 0.80 r
Backbone 0.90+ L
2. Density correlation E e = = = = D—WD: =1l
Side chain or base).90- L
0.80 L
W>30 W>15 5
oo A1 | 0 AR

L,
L,
0.
0.
1.

5-
0
IL5-

Il > 60.
4. B-factor
60.- _ -
1.00
5. Connect 0.50- -
QQVQSTKEQEKLDGLYEC|LCACCSASCPSYWWNADKY L GPAVLMQAYRWI IDSRDDSAAERLARMQDGFSAFKC
residue number ~ Q 8 8 2 R g
- — - N [aV) N N
chain identifier B
VNA. (GLY) 39 L
: packbone Lo e T I e e e ey e e b e e T
1. Shift = r
o v o] PO O P YOO 2 DA MO R L
Side chain or base 20 L
0 =0.1101A 3.0~ =
m<o08 0.801 i
Backbone 0.90q r
2. Density correlation — o = TV o [ =
Side chain or base).90 L

0.80-

H>30 E>15 %8
3. Density index -
Side chain or base gg:w
<Dens> = 0.1914,0 = 0.0381 1.5-
H> 60. 60.+
Backbone 30.
4. B-factor &
Side chain or base 30. ﬂ
60.-
1.00
5. Connect 0.50 -
osidue number HTTMNCTKTCPKHLNPARATGE TKMLLTKMKTKPAPLPTPANF ErKTP 1 QVWGWSYLMRQRALKSP TAPHLTIY
N ] & N ™ M 0
chain identifier ~ |B C

SFCHECK 7.04.09
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Local estimation (7)

VNA. (GLY) 2-8: B
- Backbone 104
1. Shift
i i 1.0+
Side chain or base 204
0 =0.1101A 3.0~
m<o0s8 0.804

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 (]?8:
<Dens> = 0.1914,0 = 0.0381 1.5
W> 60. 60.7
Backbone 30.1
4. B-factor
Side chain or base 30.
60.-
1.00
5. Connect 0.50-
KPQMTWMV SGLHRVTGCAMAGTLL I GGVGFSVLPLDFTTF!_EF TRGLG I Pgw LDTFKF IJrAFPIAFHTLL\IrGI RF
residue number [ N 3 =
2 ~ @ S S 3 S 3
chain identifier  |C
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1101A
m<o038 0.80q

Backbone 0.90q

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

0.80-
>0 B 15 IS
Backbone 0:5
3. Density index
Side chain or base g_)g:
<Dens> = 0.1914,0 = 0.0381 1.5-
= 60.+
Backbone 30.1
4. B-factor
Side chain or base 30.4
60.-
1.00
5. Connect 0.50-

IGFDMéKGTDI PSlYgGAYLVLGLAqA_USLAVVVYSRWERHKKATL}PT TSAAVTGAAPPQFDPIAAEKGFKPL
residue number < n © ~ [ee] % % @
— — — — —
D

chain identifier C

SFCHECK 7.04.09
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Local estimation (8)

2. Density correlation

V N.A. (GLY) 2-8: C
- Backbone 104
1. Shift
; i 1.0+
Side chain or base 204
0 =0.1101A 3.0~
m<o0s8 0.804

Backbone 0.90+

Side chain or baseQ.90+

0.80-
H>30 @>15 %g:
o Backbone 0.5
3. Density index =
Side chain or base (]?8:
<Dens> = 0.1914,0 = 0.0381 1.54
> 60. 60.
4. B-factor
Side chain or base 30.
60.
1.00
5. Connect 0.50- -
HSHGTLFKIERYFAAAMVPLIPAAYFIHGREMDLCLALALTLHVHWGVWGVVNDYGRPFVLGDTLAAAVRVGAY I
residue number %3 3 R & 3 Oé g
chain identifier D
V NA. (GLY) g-g: B
S neer NN TSncasuil==at=etanna)tii==aac=nilaunn=nannntan=aznilinnauiiinnnteaze)
1. Shift e r
: ) 1_oijDED m [ Dq 2 UJQM u:lpu r
Side chain or base 20 L
0 =0.1101A 3.0- =
m<o08 0.804 [
Backbone 0.904 |
. : b 0 s Mol el S S
2. Density correlation T oo o o —— W v o W ——
Side chain or base).90 L
0.80 L
E>30 H>15 15
Backbone 1.0
I 0.5 Cr
3. Density index =
Side chain or base gg:mm/l—u LU—LU—WI—M—M \_l—‘\_u_u M_M/IVTI]WW:
<Dens> = 0.1914,0 = 0.0381 1.5- =

> 60.
Backbone

4. B-factor

Side chain or base

T

S §
o [T T

1.00

5. Connect 0.501 Wﬂ‘r =

residue number

chain identifier
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Local estimation (9)

2. Density correlation

Side chain or base0.90+

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

1. Shift
) , 1-0*WMMW%*
Side chain or base 20 L
0 =0.1101A 3.0- —
m<038 0.80 i
Backbone 0.90 r

‘V—’_ET_:C’—’_V_xV_‘:‘: U‘:Dw Bl

0.80- -
H>30 .>1.sB %g
3. Density index E =
Side chain or base 28: B
<Dens> = 0.1914,0 = 0.0381 1.5- —
H> 60. 60.7 [
4. B-factor
Side chain or base 30.—MMM_MMLMMMIMNM ul
60.- ———
1.00
5. Connect 0.50- -
FPTRSHTTAAQGGINAALGSMNPDDWKWHFYDTVKGSDWLGDQNAMHYLTRNAVEAVTELENFGMPESRT PEGK |
residue number 8 3 8 S Q 2 g
- — - -~ —
chain identifier  [E
T N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1101A
[W<o0.s8
Backbone
2. Density correlation
Side chain or base).90

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.1914,0 = 0.0381

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

residue number

chain identifier

SFCHECK 7.04.09
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Local estimation (10)

V NA. (GLY) 3.0
Backbone

S nlsusnnlzslinslinsnssiintaulini=silissnaniiininnsannll=nSn=niiin=ni=n=0inn i NNES
1. Shift

e chai 1 o AR PPV VeV M A T AV eV eV MEVVERL

Side chain or base 204 L

0 =0.1101A 3.0- —

m<08 0.80 r

Backbone 0.90+ i

q 1 1S e T s S | — = e M D i e S — DR s Y
2. Density correlation = e e e = s e =

Side chain or base).90 L

0.80- L
H>30 W>15 1.59
Backbone 1.0+

o 0.57
3. Density index E

Side chain or base 72|

<Dens>=0.1914,0 = 0.0381

H>60. 60.1
4. B-factor

Side chain or base 30.-| <U> i M/I_H_M I
60.—— - — — —
1.00
5. Connect 0.50- -
IHRFRSKRTIVATGGYGRAYFSCTTAHMNTGDGTALATRAGIALEDLEFIQFHPTGIYGVGCLITEGSRGEGGFL
; o o o o o o o
residue number z) = m © ~ @ [<2]

N N N N N N N

chain identifier ~ |E

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1101A
m<os 0.80
Backbone 0.90+1
2. Density correlation e ——— e AR =
Side chain or base0.90+ 1 [\j D [ r =

0.80-

W>30 @>15
Backbone

3. Density index

.0 -
<Dens> = 0.1914,0 = 0.0381 1.5- L

Side chain or base
B> 60. 60. — —
1010 10 aaaassanssai
4. B-factor =

ullif 01 I |
SR T [ i 1 i

1.00 — T
5. Connect 0.50 3
VNSEGERFMERYAPKAKDLASRDVVSRAET IEIMEGRGVGPEKDHIYLQLHHLPAEQLHQRLPGISETAKIFAGV

residue number | S S IS4 5 S 3 3 IS4

® ™ ™ ™ ) ) 1) )

chain identifier E

SFCHECK 7.04.09
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Local estimation (11)

Backbone
2. Density correlation

0.904

Side chain or baseQ.90+
0.80-

VNA. (GLY) 3.0 L
Backbone %'07 [
1. Shift
Side chain or base 51 |
0 =0.1101A
m<0s8 0.80

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.1914,0 = 0.0381

Il > 60.

Backbone
4. B-factor

Side chain or base 30.

60.-
1.00
5. Connect 0.50 +
DVTKEPIPVIPTVHYNMGG I PTNYKAgV IKYTKEGGDKIVPGLYACGECACHSVHGANRLGANSLLDAVVFGRAC]
residue number 8 8 =) 3 8 8 <or
1%} ™ < < < < <
chain identifier ~ |E

V N.A. (GLY)

Backbone
1. Shift

Side chain or base
0 =0.1101A
W<08 0.80q r

Backbone 0.90q [
2. Density correlation

Side chain or base).90

0.80-

H>30 @>15 %8
Backbone 0:5
3. Density index
Side chain or base gg:
<Dens> = 0.1914,0 = 0.0381 1.5-

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

residue number

chain identifier

SFCHECK 7.04.09
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Local estimation (12)

VNA (GLY) 2-8: B

- Backbone 1:07
1. Shift

" ; 1.0+
Side chain or base 204
0 =0.1101A 3.0-
m<os 0.80
Backbone 0.90+

2. Density correlation
Side chain or baseQ.90+

0.80-
H>30 .>1.5B %g:
ackbone 0.5
3. Density index &
Side chain or base 88:
<Dens> = 0.1914,0 = 0.0381 1.5-
H> 60. 60.5
Backbone 30.
4. B-factor =
Side chain or base 30.
60.-
1.00
5. Connect 0.50 f L
) FKELKRéKTTDRSL IWgSDLTESL ELgNLMLNATQTéVAAENRKESgGAHARDDFPéREDEYDYSKSI EGQTKRP
residue number ™ 53 n © ~ @ (2]
[Te) wn Te) 1) [Te} wn [Te)
chain identifier ~ |E
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1101A
m<o038 0.80q

Backbone 0.904

2. Density correlation
Side chain or base).90

0.80-
H>30 M>15 %-8:
Backbone 0:57
3. Density index
Side chain or base g_)g:
<Dens> = 0.1914,0 = 0.0381 1.5-
> 60. 60
Backbone 30.1
4. B-factor e
Side chain or base 30.4
60.-
1.00
5. Connect 0.50- W
FEKHWRKHTLTKQDPRTGHITLDYRPVIDKTLDPAEVDWIPPIIRSY] [TGKRIKTFEIYRFNPEEPGAKPKLQK
residue number % % § % % 3 b s

chain identifier ~ E F

SFCHECK 7.04.09




Structure Factor Check
4YSX

Local estimation (13)

Backbone

0.904

VNA. (GLY) 2-8: B
- Backbone 10
1. Shift
: ; 1.0+
Side chain or base 20
0 =0.1101A 3.0-
m<o08 0.807

2. Density correlation

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> = 0.1914,0 = 0.0381 1.5-
> 60. O

Backbone 30.4
4. B-factor

Side chain or base 30.

60.7
1.00
5. Connect 0.50 +
FDVDLDKCGTMVLDAL TKTKNEVDPTLTFRRSCREGICGSCAMNIAGENTLACT CNTDQNTSKTTKTYPLPHMFY)
residue number o A = >
© N~ [ee] S 8 : g 2
chain identifier  [F

V N.A. (GLY)

Backbone
1. Shift

Side chain or base
0 =0.1101A
[W<o0.s8 0.801

Backbone 0.90+
2. Density correlation E

Side chain or base).90

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.1914,0 = 0.0381

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

residue number

chain identifier

SFCHECK 7.04.09

IKDLVPDMNLFYAQYASIQPWLQKKTKINLGEKQQYQSIKEQEKLDGLYECILCACCSASCPSYWWNADKYLGPA
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Structure Factor Check
4YSX

Local estimation (14)

VNA. (GLY) 3.0
P enan=uiisnTin=naninaniii==SNinsun=tan=sn]inznnlNnnnnn=satunlznn SunnEnNiNunnk
1. Shift
B 1_07MMHM—MUMMMWM%W_L
Side chain or base 204 L
3.0

0 =0.1101A B L

m<o0s8 0.80 =

Backbone 0.90+ L

2. Density correlation ——— = o e =t ~ 1 o

Side chain or base0.90+ D D L

0.80- L

W>30 W>15 %g r

3. Density index e L
Side chain or base 88:

<Dens> = 0.1914,0 = 0.0381 1.5-

W 60. 60.7

4. B-factor
Side chain or base 30.7J_U—UM_U_LU_U—U_I_J_L W
60.- -t

1.00
5. Connect 0.50 S

VLMQAYRWI IDSRDDSAAERLARMQDGFSAFKCHTIMNCTKTCPKHLNPARAIGEIKMLLTKMKTKPAPLPTPAN
— — I - — I - f=|

residue number 9 o~ %] < 0 © N
N ~ N I ~ N ~

28

chain identifier  |F

VN.A. (GLY) g-g: L
- Backbone 104
1. Shift -
: ! 1.0
Side chain or base 204
0 =0.1101A 3.0-
<08 80

Backbone 0.904

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

0.80

|
|
%

H>30 W>15 157 C
Backbone

3. Density index -

Side chain or base gg:] LMWM UJ MW VWIM [ LU—UJ -
<Dens> = 0.1914, = 0.0381 157 r

4. B-factor = T
Side chain or base 30,—] [D:D]:Dvm :]]]]_U_L J_L m W
60.] — — — —

1.00— =
5. Connect 0.50 F Wi

[Fl [EKTPIQVWGWDYLMRQRALKRPIAPHLTIYKPQMTWMVSGLHRVTGCAMAGTLL I GGVGFSVLPLDFTTF%E
. I < < < < < <
residue number By 3 > o ~ ) » 3
chain identifier [F| |G

SFCHECK 7.04.09




Structure Factor Check
4YSX

Local estimation (15)

VNA. (GLY) 2-8: B
- Backbone 104
1. Shift
i i 1.0+
Side chain or base 204
0 =0.1101A 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
Side chain or base

0.5
1.0+
<Dens> = 0.1914,0 = 0.0381 1.5-

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

1.00-
5. Connect o.mw

FIRGLGIPWVILDTFKFIIAFPIAFHTLNGIRFIGFDMAKGTDIPSIYRGAYLVLGLAALISLAVVVYPRWERHK
< < < < <~ ~ <

residue number - I3l ™ < %o} © ~
— — — - — - -

chain identifier |G

VN.A. (GLY) g-g: L
- Backbone 104
1. Shift e
) . 1.0
Side chain or base 20 L
0 =0.1101A 3.0- —~
m<o038 0.80 r
Backbone 0.90+ H_m [

2. Density correlation

O =V =707 S=m opper e s =L
Side chain or baseo_gg] I:D:m I I L
0.8 L

H>30 W>15 157
Backbone 1.01

o 0.5
3. Density index

Side chain or base g_)g:
<Dens> = 0.1914,0 = 0.0381 1.5-
> 60. 60.
Backbone 30.-
4. B-factor
Side chain or base 30,-
60.
1.004
5. Connect o.s&m—m

KATL_'.PTNH TSAAVTGAAPPQFDPIAAEKGFKPLHSHGTLFKIERYFAAAMVPLI PAAYFIHGREMDLCLALAL
i o © ) © © © ©
residue number 2 & 3 -1 o ) ~ 0

H

chain identifier G

SFCHECK 7.04.09




Structure Factor Check
4YSX

Local estimation (16)

VNA. (GLY) 3.0 L
Backbone 2.09 [

. 1.04 o r

1. Shift = L
: : 1.0 -

Side chain or base 204 L

0 =0.1101A 3.0- =
m<os 0.80 r

Backbone 0.90+

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

0.80- L
H>30 @>15 %g: r
o Backbone 0.5 D L
3. Density index & r
Side chain or base 88: L
<Dens> = 0.1914,0 = 0.0381 1.5- =
B> 60. 60.7 r
Backbone 30. D D r
4. B-factor L
Side chain or base 30. r
60.- -
1.00 r
5. Connect 0.50- I M r

TLHVHWGVWGVVNDYGRPFVLGDTLAAAVRVGAY IFTACLLAGLLYFNEHDVGLTRAFEMVWEL o

residue number Y 3 9 & 3 < 5 &

- — - - -

chain identifier ~ |H a E
VNA. (GLY) g-g’ C
Backbone 10 ) I I = Wy
1. Shift e = O 0 0 8 0 @ =w = 0 O @ L
’ ) 1.04 F
Side chain or base 20 L
0 =0.1101A 3.0~ =
m<o038 0.80q r
Backbone 0.90q r
2. Density correlation L - -=® - - _ - _=-10 c
Side chain or base).90 L
0.80- -

3. Density index

Side chain or base

HW>30 @>15 %8
e S0 DHDTT 0 IR okl

0

1

<Dens> = 0.1914,0 = 0.0381 1.5-

Ve e wp gDl npeno 001 cnddme

Side chain or base 30.4

60.- L
1.004 =
5. Connect 0.50 r
S— g g E g 5 g g g g g 5 g 5 %wwwwwwwww%wwwwwwwwwgwwwwwwwww%wwwww
chain identifier E E E E E E A

SFCHECK 7.04.09




Structure Factor Check
4YSX

Local estimation (17)

2. Density correlation

Side chain or baseQ.90+

V NA. (GLY) 2-8:
w0 i el el e e i [l i el e el B

1. Shift =

: ; 1.0+

Side chain or base 204

0 =0.1101A 3.0-
m<o08 0.80 r
Backbone 0.90+ i

0.80- L
H>30 m>15 A r
o Backbone 0.5 L
3. Density index e L
Side chain or base (]?8: B
<Dens> = 0.1914,0 = 0.0381 1.54 =
W> 60. 60.7 r
4. B-factor e =
Side chain or base 30. -
60.- -
1.004 r
5. Connect 0.50- -
WWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWW W]
residue number :r' a bl N p=d o g a9
@ @ @ ) @ @ & o
chain identifier ~ |A
V N.A. (GLY) g-g: r
; eckbone K S — " DD U I S T || R T WO S
1. Shift & =
: ) 1.0 L
Side chain or base 204 L
0 =0.1101A 3.0~ =
E<o08 0.807 r
Backbone 0.90+1 -
2. Density correlation E =
Side chain or base).90 -
0.80 -
H>30 @>15 %8
o Backbone 0:5
3. Density index E = =
Side chain or base g_)g: [
<Dens> = 0.1914,0 = 0.0381 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 7.04.09
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Structure Factor Check
4YSX

Local estimation (18)

2. Density correlation

Side chain or baseQ.90+
0.80-

VNA. (GLY) 2-8: L
T I P T W B AT e I

1. Shift = L

: ! 1.04

Side chain or base 204 L

o =0.1101A 3.0- —
m<08 0.80 r
Backbone 0.904 i

il
il
0.

H>30 @>15
Backbone

3. Density index

54 =
04
5

Side chain or base (]?8: L
<Dens> = 0.1914,0 = 0.0381 1.5 =
H> 60. 60.7 B
4. B-factor E L

Side chain or base 30. L

60.- =
1.00, r
5. Connect 0.50- -
WWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWW W
residue number 5' : &' S :r' S 5‘ l:'
& <~ < < < < < <~
chain identifier B
VNA. (GLY) g-g’ C
Back 49 [
i oo L e n e e Ty o b e T A e e | e LT
1. Shift & r
’ ) 1.0 r

Side chain or base 20 L
0 =0.1101A 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
Side chain or base
<Dens> = 0.1914,0 = 0.0381

0.501

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

60.- L

1.00 =

5. Connect H

residue number

chain identifier

SFCHECK 7.04.09
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Structure Factor Check
4YSX

Local estimation (19)

V NA. (GLY) 2-8: r
g pecktone LO?“—W"M‘_’_’% IS S ) SN S S | IS W e S SR
1. Shift e L

: : 1.04
Side chain or base 204 L
0 =0.1101A 3.0- —
m<o038 0.80 r
Backbone 0.90+ I
2. Density correlation - =
Side chain or base).90 -
0.80- -
H>30 H>15 %g r
o Backbone O:5 L
3. Density index e =
Side chain or base (]?8: B
<Dens> = 0.1914,0 = 0.0381 1.54 =
W> 60. 60.7 r
4. B-factor E =
Side chain or base 30. -
60.- -
1.004 r
5. Connect 0.50- -

WWWWWWWWWWWWWWWWW W,| WWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWW W
residue number j E S : g 8 ;‘ S
™ ™ 0 ® @ @ @ @
chain identifier D E

V N.A. (GLY) g-g: r

- Backbone 104
1. Shift & =
: ) 1.0 L
Side chain or base 204 L
0 =0.1101A 3.0~ =
m<o038 0.80q r
Backbone 0.90+1 -
2. Density correlation = =
Side chain or base).90 -
0.80 -

m>30 W>15 %8
o Backbone 0:5

3. Density index -
Side chain or base gg: L

<Dens> = 0.1914,0 = 0.0381 15]

0.501

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

60.- L

1.00 =

5. Connect H

residue number

chain identifier

SFCHECK 7.04.09
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Structure Factor Check
4YSX

Local estimation (20)

2. Density correlation

Side chain or baseQ.90+

V NA. (GLY) 2-8:

- Backbone 104

1. Shift T

; i 1.0+

Side chain or base 204

0 =0.1101A 3.0-

m<038 0.80
Backbone 0.90+ i

0.80- L

H>30 W>15 %g: B
3. Density index e L
Side chain or base (]?8: L
<Dens>=0.1914,0 = 0.0381 1.5- -

W> 60. 60.7 -
Backbone 30. i
4. B-factor e =
Side chain or base 30. -
60.- -
1.00, r
5. Connect 0.50- -
WWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWLV'WWWW
residue number A :r' o a = = b o
<)) o [ o o o o 8
chain identifier ~ |E
V N.A. (GLY) 3-8* r
peetbone 10; WHWWWWWWWW:
1. Shift = =
. . 1.0 =
Side chain or base 204 L
0 =0.1101A 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

1
1
0

th ol S e T

Side chain or base gg: [
<Dens> = 0.1914,0 = 0.0381 1.5-
H> 60. 60.+ r
4. B-factor & =
Side chain or base 30.- -
60.- L
1.00 r
5. Connect 0.50- 3
W W| WWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWW W
residue number =y o by - 3 ° by S|
& < < < < <~ < <
chain identifier ~ E F

SFCHECK 7.04.09




Structure Factor Check

4YSX

Local estimation (21)

V NA. (GLY) 2-8:
o T L0 o e e e e A PP e oL e e T e

1. Shift =
: ; 1.04

Side chain or base 204

0 =0.1101A 3.0-
m<os8 0.80
Backbone 0.90+

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

W>30 W>15 1-8’
Backbone 1.04

o 0.57
3. Density index e

Side chain or base 88:
<Dens> = 0.1914,0 = 0.0381 1.5-
H > 60. O
Backbone 30.
4. B-factor e L
Side chain or base 30.
60.-
1.00,
5. Connect 0.50-
WWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWW W, WWWWWWWWWWWWWWWWWWWWWWWWWWWWWWW W,
residue number go‘ 5' b : : Rl‘ S
< < 0 ™ %) ™
chain identifier  |F
VNA. (GLY) 39 L
S S PO Y S
1. Shift e r
. . 1.0 r
Side chain or base 20 L
0 =0.1101A 3.0- -
m<o038 0.80q r
Backbone 0.904 [

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

W>30 @>15

3. Density index

15
1.0

Side chain or base g_)g: L
<Dens> = 0.1914,0 = 0.0381 1.5-
H> 60. 60.+ r
4. B-factor & =
Side chain or base 30.- -
60.- L
1.00 r
5. Connect 0.50- 3
W W W WWWWWWWWWWWWWWWW W,
residue number B o
%) ™
chain identifier |G H

SFCHECK 7.04.09




