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

Structure Factor Check
4YTN

Title: CRYSTAL STRUCTURE OF MITOCHONDRIAL RHODOQUINOL-FUMARATE REDU
ASCARIS SUUM WITH N-[3-\05PENTAFLUOROPHENOXY\05PHENYL]-2-
\O5TRIFLUOROMETHYL\05BENZAMIDE

Date: 18-MAR-15

PDB code: 4YTN

Crystal Structure Factors
Cell parameters: Input
Al 6LARE D125 48 ARG 219,67 A Nominal resolution range: 20.0 - 3.00 A
e Il p: 90.00 i R Reflections in file: 68829
Space group: P 2121 21 Unique reflections above 0: 64636
Number of NCS—-operators: 5 above D 63900
NC-symmetry only for information above 3 51203
Reflections> O0: 4193
SFCHECK
Nominal resolution range: 20.0- 3.00 A

\O5max. from input data, min. from author\05
Used reflections: 64629
Reflections out of resolution: 7
Completeness: 93.9 %
R_stand(F) = g(F)>/<F>: 0.048
Anisotropic distribution of Structure Factors
ratio of eigen values: 1.0000 0.9304 0.904

[To)

M odel
18320 atoms (40 water molecules)
Number of chains: 28
Volume not occupied by model: 54.2 %
<B> (for atomic model): 62.9 A2
o(B): 15.25 AN2
Matthews coefficient: 3.32
Corresponding solvent % : 62.68
Refinement
Program: REFMAC 5.7.0029
Nominal resolution range: 20.0 - 3.00 A

Reported R—factor: 0.190
Number of reflections used: 61648
Reported Rfree: 0.24
Sigma cut-off: N.A.

B_overall (by Patterson): 48.AN2
Optical resolution: 217 A
Expected opt. resol. for complete data set: 2.17|A
Estimated minimal error: 0.042 A
Model vs. Structure Factors
R-factor for all reflections: 0.245
Correlation factor: 0.856
R-factor: 0.250
for F>2.00
nom. resolution range: 20.00 — 3.00A
reflections used: 63891
Rfree: 0.293
Nfree: 3231
R-factor without free—refl.: 0.248
Non free-reflections: 60660
<u> (error in coords by Luzzati plot): 0.357 A
Estimated maximal error: 0.218 A
DPI: 0.385 A
Scaling
Scale: 0.888
Bdiff: -5.58

Anisothermal Scaling (Beta):
-2.8059 -2.8872 -3.0322 0.0000 0.0000 O

Solvent correction — Ks,Bs: 0.365 249.860
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Local estimation

VNA. (GLY) 2-8: L
e o o e I HH T O e O e Ho e e
1. Shift

ide chai 1.07+M%MMWWMVUMW&7
Side chain or base 204 L
0 =0.1448A 3.0- .
m<os 0.80 r

Backbone 0.90+

2. Density correlation

4U I EE Y WV SV Vi e e m EVCDC’TT:
Side chain or base).90 L

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.1302,0 = 0.0308

W> 60. 60.
Backbone 30.
4. B-factor
Side chain or base 30_-
60.
1.00,
5. Connect o.5o~m“ +
SNIAQYKVIDHAYDVV | I GAGGAGLRAAMGLGEAGFKTAVVTIKMFPTRSHTTAAQGG | NAALGSMNPDDWéWH FY
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 =0.1448A
m<os 0.807

Backbone

2. Density correlation

) ) /v B VIOF W =
Side chain or base0.90+ u_'w @ U TV W D:"—D oV |

0.80-

B>30 @>15 1
Backbone O.
3. Density index
Side chain or base gg: Mw/u iM M W—I\/ M_U\W
<Dens> = 0.1302,0 = 0.0308 1.57* —
W > 60. 60.-_ — — —— N — —
S T T I I
4. B-factor E= S SEE =ER BER r
Side chain orbase 307 I L ﬂ Im .
60.— —— L - -
1.00
5. Connect 0.50 I B
DTVKGSDWLGDQNAMHYLTRNAVEAVTELENFGMPFSRTPEGKI YQORSFGGQSNNYGKGGVAKRTCCVADRTGHS
residue number = Q @ g 3 3 R
— — — — — — —
chain identifier ~ |A
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Local estimation (2)

V NA. (GLY) 3.0 r
Backbone %'07 [
1. Shift
Side chain or base
0 =0.1448A
m<o08 0.80

Backbone 0.90+

2. Density correlation
Side chain or baseQ.90+

0.80-

Hl>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.1302,0 = 0.0308

85

.0

5
B> 60. 0.9
O.,

Backbone 3

4. B-factor

Side chain or base 30.
60.-

1.00
5. Connect 0.50 S

LHTLYGNSLRCHCTFFIEYFALDLLMDKGRCVGVIALCLEDGTIHRFRSKRTIVATGGYGRAYFSCTTAHMNTG
o o o o o o (=]

M

residue number 8 > o = N » < 'l
= — « o~ N [ N 3
A

chain identifier

V N.A. (GLY)
Backbone

1. Shift

Side chain or base
o =0.1448A

m<os 0.80
Backbone 0.90+1

2. Density correlation E

PR o == ) S |
Y Y o =:-=D:|—=- T
Side chain or base).90+ D B l:I [7

H>30 @>15
Backbone

3. Density index

Side chain or base

<Dens> = 0.1302,0 = 0.0308

W > 60.
Backbone

4. B-factor

Side chain or base 30.
60.-

1.00
5. Connect 0.50 H

DGTALATRAGIALEDLEFIQFHPTGIYGVGCLITEGSRGEGGFLVNSEGERFMERYAPKAKDLASRDVVSRAETI
o o o o o o o

residue number © ~ Ios] <) o — N
~ o~ I3 13\ 3] ™ ™

chain identifier ~ |A
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Local estimation (3)

Backbone
2. Density correlation

VN.A. (GLY) 3.09 r
Backbone %'07 |
1. Shift
Side chain or base 5 |
0 =0.1448A
m<o0s8 0.80q

0.904

Side chain or baseQ.90+

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.1302,0 = 0.0308

> 60.
Backbone
4. B-factor
Side chain or base 30.
60.-
1.00
5. Connect 0.50-
EIMEGRGVGPEKDHIYLQLHHLPAEQLHQRLPGISETAKIFAGVDVTKEPIPVIPTVHYNMGG I PTNYKAgV ITKY
residue number S 3 3 IS 2 2 S
o %] 3] ™ ™ ™ ™ <
chain identifier ~ |A
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1448A
m<os 0.807 r

Backbone
2. Density correlation

I = Ty — —= L
Side chain or base).90 D F D I H D [I I D D L
0.80- L

W>30 W>15 %'8: L
Side chain or base gg:w W Ivm\/l—m/ U U—U_U—IVDZIJ U—LU LU_‘ - U_M_/\/LLLJ» J—L:
<Dens> = 0.1302,0 = 0.0308 1.5- — —
> 60. 60. B ]
4. B-factor
ey 1 jluji Y
60. — — _ —
1.00
5. Connect 0.50- [ i

residue number

chain identifier

SFCHECK 7.04.09

TKEGGDKIVPGLYACGECACHSVHGANRLGANSLLDAVVFGRACSINIKEELKPDEKIPELPEGAGEESIANLDA
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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 =0.1448A 3.0-
m<08 0.80

Backbone 0.90+

2. Density correlation
Side chain or baseQ.90+

0.80-
m>30 W>15 A
ackbone 0257
3. Density index &
Side chain or base 88:
<Dens> = 0.1302,0 = 0.0308 1.5-
Backbone 30.
4. B-factor =
Side chain or base 30.
60.—
1.00
5. Connect 0.50- i
) (\SRYANGDV PTéELRLTMQKTgQKHAGVFRRgD| LAEGVKKgMDL FKELKRéKTTDRSL IWgSDLTESLELgN LML
residue number | > o — I ™ < 0
~ < n [Te) n n [Te) [Te}
chain identifier ~ |A
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
o =0.1448A
m<o08 0.801
Backbone 0.904
2. Density correlation E
Side chain or base).90

0.80-

m>30 M>15 1

Backbone éL)
3. Density index

Side chain or base g
<Dens> = 0.1302,0 = 0.0308 1.5-
W > 60. 60

Backbone 30.1
4. B-factor

Side chain or base 30.4

60.-
1.00 H [

5. Connect 0.50- -

!

residue number

chain identifier

SFCHECK 7.04.09
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Local estimation (5)

V NA. (GLY) 3.0 r
Backbone %'07 B
1. Shift
Side chain or base 51 |
0 =0.1448A
m<08 0.80

Backbone 0.90+

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

Hl>30 @>15
Backbone

3. Density index

Side chain or base
<Dens> = 0.1302,0 = 0.0308
Il > 60.
Backbone
4. B-factor
Side chain or base 30.
60.—
1.00
5. Connect 0.50 T |
LDPAEVDWIPPIIRSY] [KRIKTFEIYRFNPEEPGAKPKLQKFDVDLDKCGTMVLDALIKIKNEVDPTLTFRRSC
residue number < ¥4 Q 3 3 2 &
(o] ©
chain identifier ~ |A B
VNA. (GLY) 3.0+ [

2.0 =

; eckbone 1-°’WWTWWWWWWWW’

1. Shift E L
Side chain or base D u u D u U D D D UJ D DJ [

1.0
2.0+ r
3.0-

0 =0.1448A

m<o0s8 0.80 r

pachone OIQ&MM f—lﬁ_’—ﬁ,_'_h‘_!_’_’_\ﬂi
e T [

2. Density correlation

FVET MO \VE =
Side chain or base).90 L
0.80- L
H>30 @>15

Backbone

3. Density index

Side chain or base
<Dens> = 0.1302,0 = 0.0308
> 60.
Backbone
4. B-factor
Side chain or base 30,]:
60.
1.00 1
5. Connect 0.50- 3
REGICGSCAMNIAGENTLACICNIDQNTSKTTKIYPLPHMFV IKDLVPDMNLFYAQYASIQPWLQKKTKINLGEK
residue number Y 3 2 2 2 v @ Py
— — — — — — —
chain identifier B
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Local estimation (6)

V NA. (GLY) 3.0

e A T A T e e e e e b A O Ao e et
1. Shift

Side chain or base

1.0
2.0+ F
0 =0.1448A 3.0

m<o0s8 0.80 r

ackhone 099 M—»—ﬂ‘i—ﬂ‘bﬂ |
wm [ = S i S 1) [ e S

2. Density correlation -

=— e T o e D]: T
Side chain or base) 90+ I [
W>30 @>15

Backbone
3. Density index

Side chain or base

<Dens> = 0.1302,c = 0.0308

> 60.
Backbone
4. B-factor
60.
1.00
5. Connect 0.50 B
QQYQSsI KE(%EKLDGLYECI LCACCSASCPSYWWNADKYLGPAVLMQAYRWI IDSRDDSAAERLARMQDGFSAFKC
residue number ~ Q 8 8 2 R g
- — - N [aV) N N
chain identifier B
VN.A. (GLY) g-g’ r
S asnnncanintansannl i innsnninnnetninens=net AN =Rna N AnmaNnainn)innnnenennln;
1. Shift 1 r
_ _ 0 O—W W,
Side chain or base 20 L
o =0.1448A 3.0- —
m<08 0.801 i
Backbone 0.90+ r

2. Density correlation —_—— =0 o ool e o i
Side chain or baseo_g(ylt -~ w —IID= JL'—UW En U—’iu ﬁ—]—'_‘—Li

0.80-

m>30 E>15 1
Backbone 0:57—H7

3. Density index -

AN AN T N Ty NN Y
e e o 1 | ket e el o S

v ™ 00N O W17 1
s || [T O 0T

1.00
5. Connect 0.501 -

HT IMNCTKTCPKHLNPARAIGEIKMLLTKMKTKPAPLPTPANF [EKTPIQVWGWDYLMRQRALKRPIAPHLTIY
[v) [} ™ ™ <

residue number < ¥e] © ~ & 3
N 3\ ~ o~ , ~ o

chain identifier ~ |B C

SFCHECK 7.04.09
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Local estimation (7)

V NA. (GLY) 3.0 r
Backbone %'07 B
1. Shift
Side chain or base 51 |
0 =0.1448A
m<o038 0.80

Backbone 0.90+

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

Hl>30 @>15
Backbone

3. Density index

Side chain or base

<Dens> = 0.1302,c = 0.0308

> 60. b
Backbone L
4. B-factor
Side chain or base 30_]]:-v[
60.
1.00
5. Connect 0.50-
KPQMTWMVSGLHRVTGCAMAGTLL I GGVGFSVLPLDFTTF&EF TRGLG I Pgw LDTFKF IJ“AFPIAFHTLL\#GI RF
residue number [ N = =
B = L 3 S 3 S 3
chain identifier  |C
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
o =0.1448A
m<o038 0.80q
Backbone 0.90+1
2. Density correlation E =
: = m—zmv EREEVN |ZI=' B HV 7
Side chain or base).90+ I:I] u_‘_I—ITI—L—LU mvl:[l:,
0.80- -

H>30 W>15 %8 M
Backbone 0:5
0
1

B> 60. 60.~

» ATl T
3. Density index g:VI_LWI—I—LM MMUULJMWQUWWW?

4. B-factor

Side chain or base
<Dens> = 0.1302,0 = 0.0308 1.5- —
o | N O O
60.
1.00 - r
5. Connect 0.50 W—

IGFDMAKGTDI PSIYRGAYLVLGLAALISLAVVVYPRWERHKKATLPT
< < < < <

residue number 3 0 © ~ ©
— — — — —

TSAAVTGAAPPQFDPIAAEKGFKPL
oo e} [ee)

o ™ <
D

chain identifier C
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Local estimation (8)

2. Density correlation

VNA. (GLY) 2-8: L
- Backbone 1:07
1. Shift
: ; 1.0
Side chain or base 204
0 =0.1448A 3.0
m<08 0.80
Backbone 0.90+

D == ——
Side chain or base0.9
0.8

m>30 @>15 i
o Backbone 0.5
3. Density index &
Side chain or base (]?8:
<Dens> =0.1302,0 = 0.0308 15
B> 60. 60.
Backbone 30.
4. B-factor
60.
1.00
5. Connect 0.50- B
HSHGTLFKTERYFAAAMYVPLTPAAYFTHGREMDLCLALALTLHVHWGVWGVVNDYGRPFVLGDTLAAAVRVGAY
id b ® @ [ ® ®
resiaue number s © ~ <5} o (‘3 ‘\::
chain identifier D
VN.A. (GLY) g-g: L
: peckbone LO e P e b s coerer e e e T HH T e
1. Shift 5 r
o 1_0,33:@?@]]@5@33@3 AT O MOVVEMERT VeV M,
Side chain or base 20 L
0 =0.1448A 3.0- =
m<o0s8 0.80 r
Backbone 0.90+ r
2. Density correlation =—t= ==
: i == Iﬁﬁ?‘:':I‘:‘:':‘:':! TI:‘D:E‘ vV WV TVEV =
Side chain or base).90 D_D V[r r
0.80- =
B>30 @>15 1
Backbone 0.5

3. Density index

4. B-factor

Side chain or base 30.4
60.-

]
Side chain or base gg]]_l_u—,w LU—M_U LU—M_UJ m Lu U_w W W/I—M_I—WU L IJ_U»i
<Dens> = 0.1302,0 = 0.0308 15
e 60. I
Backbone 30.

ik

1.00
5. Connect 0.501

residue number

chain identifier

SFCHECK 7.04.09
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Local estimation (9)

V N.A. (GLY) 2-8: i
) Backbone 1:07 L

1. Shift
) , 1_07JWUMMM%MMMWW7
Side chain or base 204 B
0 =0.1448A 3.0- L
m<o08 0.80+ =
Backbone 0.90+ L
2. Density correlation = =

P == =
Side chain or base).90 W‘—u—l—h_"q_l—/\/ 1‘_'—1—U I L
0.80- -

Hl>30 @>15
Backbone

3. Density index

Side chain or base

5
% L
. L
5,
07:I]:I]_|* M
<Dens> = 0.1302,0 = 0.0308

il
il
0.
0.
1.

B> 0. 60. — e ———
ST TnnumI i o

1.00
5. Connect 0.50

UV‘{
m
i

FPTRSHTTAAQGGINAALGSMNPDDWKWHFYDTVKGSDWLGDQNAMHYLTRNAVEAVTELENFGMPESRT PEGK |
o o [} S o o o

o — N [32] <
® © — — — — —

residue number

chain identifier ~ |E

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1448A
W<os 0.80
Backbone 0.904
2. Density correlation E
Side chain or base).90
0.80-
m-30 W-15 13
ackbone 0:5
3. Density index
Side chain or base gg:
<Dens> = 0.1302,0 = 0.0308 1.5-
= 60.+
Backbone 30.1
4. B-factor B
Side chain or base 30.4
60.-
1.00 L]
5. Connect 0.50- -

YQRSFGGQSNNYGKGGVAKRTCCVADRTGHSMLHTLYGNSLRCHCTFFIEYFALDLLMDKGRCVGVIALCLEDGT
o (o} o o o o o o

residue number bre] © ~ s > o — N
— — — — — N N N

chain identifier E

SFCHECK 7.04.09
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Local estimation (10)

V NA. (GLY) 2-8: r
) Backbone 1:07 L
1. Shift

I 1.07MHWWWM,
Side chain or base 204 L
0 =0.1448A 3.0° L
m<o08 0.80+ r
Backbone 0.90+ -

2. Density correlation 0 e Y s S (e _:.—y—t—\_l_\—‘_‘_l—._.—m S SO b

Iy Yy l:‘ ‘:' TV V =V VN

Side chain or base).90 I—I_]_r W W,

H>30 @>15
Backbone

3. Density index

Side chain or base
<Dens> = 0.1302,0 = 0.0308
Il > 60. ]

Backbone L W
4. B-factor

Side chain or base SO_M 1 I

60. — — i B — -
1.00
5. Connect 0.50 +
IHRFRSKRTIVATGGYGRAYFSCTTAHMNTGDGTALATRAGIALEDLEFIQFHPTGIYGVGCLITEGSRGEGGFL
residue number 8 8 8 8 E 8 8
N N N N N N N
chain identifier ~ |E

V N.A. (GLY)

Backbone
1. Shift

Side chain or base
o =0.1448A
m<038 0.807

pachone %99 MMFM
2. Density correlation e = S Sar

Side chain or base).90 l:I I:D I u I I:[:I r

0.80-

W>30 @>15 %8 :
s oty e S [ T T A TR T
. Density index =
Side chain or base 0'57W u - U U_LU—H—U_L u W VI_WI_U_LI MW M
1.04
<Dens> = 0.1302,0 = 0.0308 iS5 —
H>60. 60.+

Backbone 30.1

Side chain or base 30.4

4. B-factor E I I-
60.-

=
AT

5. Connect 0.501 "

VNSEGERFMERYAPKAKDLASRDVVSRAETIEIMEGRGVGPEKDHIYLQLHHLPAEQLHQRLPGISETAKIFAGV
o o o o o o o o

residue number S ~ I ™ < 0 © ~
] ™ 137] 3] %) 3] ] ™

chain identifier E
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Local estimation (11)

0.80-

VNA. (GLY) 2-8: L
: packbone LT I TH T hrr e o e T e e HTT T

1. Shift
' ' 1_0,MW%—WMMMW,
Side chain or base 204 L
0 =0.1448A 3.0- .
m<os 0.80 r
Backbone 0.90+ |
2. Density correlation - = oy —os o=~ —
Side chain or base0.90+ D I F D r

H>30 @>15
Backbone

3. Density index

Side chain or base
<Dens> = 0.1302,0 = 0.0308
Il > 60.
Backbone
4. B-factor
Side chain or base 30.
60.
1.00
5. Connect 0.50 B
DVTKEPIPVIPTVHYNMGG I PTNYKAgV IKYTKEGGDKIVPGLYACGECACHSVHGANRLGANSLLDAVVFGRAC]
residue number 8 8 =) 8 8 8 <Or
1%} ™ < < < < <
chain identifier ~ |E
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
o =0.1448A
m<o08 0.801 i
Backbone 0.90q N

2. Density correlation

Side chain or base).90
0.80-

W>30 @>15
Backbone

3. Density index

1.5+
1.04
0.5+

Side chain or base gg:
<Dens> = 0.1302,0 = 0.0308 1.5-
W > 60. 60
Backbone 30.1
4. B-factor e
Side chain or base 30.4
60.-
1.00
5. Connect 0.50- —L i

residue number

chain identifier

SFCHECK 7.04.09
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4YTN

Local estimation (12)

Backbone

0.904

V NA. (GLY) 2-8: r
- Backbone 104
1. Shift
i i 1.0
Side chain or base 204
0 =0.1448A 3.0-
m<038 0.80

2. Density correlation

Side chain or baseO.9C¥7

Hl>30 @>15
Backbone

3. Density index

Side chain or base (]?8: W U - L
<Dens> = 0.1302,0 = 0.0308 1.5 L
W> 60. 60. Ti
4. B-factor
60. —
1.00 - T
5. Connect 0.50- H -
) FKELKRéKTTDRSL IWgSDLTESL ELgNLMLNATQT(IDVAAENRKESgGAHARDDFPéREDEYDYSKSI EGQTKRP
residue number 1) I s ) = o >
[Te) wn [Tel 1) [Te} n [Te)
chain identifier ~ |E
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1448A
m<o038 0.80q

Backbone

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

W>30 @>15
Backbone

1.54
1.04
0.5+

3. Density index

e TN T I
T[] P [ S P T o P [P T )

Side chain or base gg:
<Dens> = 0.1302,0 = 0.0308 1.5-
B> 60. 60. T T
4. B-factor T
60.
1.00 w
5. Connect 0501 [ |

residue number

chain identifier
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Structure Factor Check
4YTN

Local estimation (13)

V NA. (GLY) 2-8:

Lo e T e T e I e A e T o o H
1. Shift FEEEE A o o e M O S
o =0.1448A ]

Side chain or base

m<08 0.80
Backbone 0.90+ (

2. Density correlation - —=

Side chain or base0.90+ I D vw W—Wﬂ*

0.80-

Hl>30 @>15
Backbone

3. Density index

d |}

Side chain or base giiﬂ_D:IT
<Dens> =0.1302,0 = 0.0308 5 =
W> 60. 60.
Backbone 30.
4. B-factor
Side chain or base 30. M
60. —
1.00
5. Connect 0.50 +
VDLDKCGTMVLDAL IKTKNEVDPTLTFRRSCREGI CGSCAMNTAGENTLACTCNIDQNTSKTTK I YPLPHMFVTK
residue number @ ® @ jsed
@ R 2 8 S g S G
chain identifier  [F
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1448A
m<os 0.807

Backbone 0.90+1
2. Density correlation

| i 0
Side chain or base).90 W T‘—u w [
0.80- -
H>30 @>15

Backbone
3. Density index

Side chain or base

<Dens> = 0.1302,0 = 0.0308

= oI T T
T

Side chain or base 30.4 mﬂm
1.00

5. Connect 0.501 -

DLVPDMNLFYAQYASIQPWLQKKTKINLGEKQQYQSIKEQEKLDGLYECILCACCSASCPSYWWNADKYLGPAVL
2] [32) [92] o (82 [se] [

residue number < It} © ~ e o o
— — — — — — N

chain identifier F
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Structure Factor Check
4YTN

Local estimation (14)

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

1. Shift
R l-O*MMMMWMW*
Side chain or base 204 L
0 =0.1448A 3.0- -
m<o0s8 0.80 r
Backbone 0.904 i

2. Density correlation -

SIS P | S
Side chain or baseo_gcrq:l D I o DT:’VD: D D DVE::D:'_:ED—ED HFE :1::

0.80-

Hl>30 @>15
Backbone

3. Density index

Side chain or base
<Dens> = 0.1302,0 = 0.0308
Il > 60.
Backbone
4. B-factor
Side chain or base 30.
60.-
1.00
5. Connect 0.50- —r B
MQAYRWI IDSRDDSAAERLARMQDGFSAFKCHTIMNCTKTCPKHLNPARAIGEIKMLLTKMKTKPAPLPTPANF
residue number 2 2 % %’ 8 g m
N N N N N N N
chain identifier  |F
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
o =0.1448A
m<o08 0.804 [

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 gg:
<Dens> = 0.1302,0 = 0.0308 1.5-
> 60. 60.
Backbone 30."
4. B-factor
Side chain or base 30,[
60.
1.00— I [
5. Connect 0.501 | i

EKTPIQVWGWDYLMRQRALKRPIAPHLTIYKPQMTWMVSGLHRVTGCAMAGTLLIGGVGFSVLPLDFTTF;/'_EFIR
i N < < < < < <
residue number  §f 3 o © ~ © o S

chain identifier G
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Structure Factor Check
4YTN

Local estimation (15)

VNA. (GLY) 2-8: L

L it Backbone 1:07 L
. Shift

Side chain or base %8: LLM_‘_L:

0 =0.1448A 3.0 =

m<os 0.80 r

Backbone 0.90+ i

2. Density correlation -

™) (1 L | Al il e i B ) [ o

W>30 W>15 1-8’
Backbone 1.0+

" 05
3. Density index
Side chain or base

i AT Th d *
BT O[] LULU%WLD_DIU s = o7 e e

0.5+
1.04
5=

H>60. 60.
BaCkbone 30_]_
4. B-factor E

60.

1.00q o,

GLGIPWVILDTFKFIIAFPIAFHTLNGIRFIGFDMAKGTDIPSIYRGAYLVLGLAALISLAVVVYPRWERHKKAT
< < < < < ~t <

residue number -~ ] ™ < [Re] © ~
— — — — = — —

chain identifier |G

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
o =0.1448A
m<o038 0.804 r
Backbone 0.90+ [
2. Density correlation & T v Eliam==
Side chain or base0.90+ I W FWH U_‘—’_‘—U El_um J r
0.80- =

H>30 W>15 1.59
Backbone

3. Density index

[ Vg r

Side chain or base g g u :[I_U—I\/U_U_U—I_U O U M 0 u
<Dens> = 0.1302,0 = 0.0308 1. -
W>60. 60. r
Backbone 30. -

4. B-factor

60. =

1.0

SAAVTGAAPPQFDPIAAEKGFKPLHSHGTLFKIERYFAAAMVPLIPAAYFIHGREMDLCLALALTLHVH
[os) [o0) [o0} [o0) 0 o5}

T
i o)
residue number & 3 2 B 3 i 3
H

chain identifier
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Structure Factor Check
4YTN

Local estimation (16)

VNA. (GLY) 3.0 L
Backbone %8: L

1. Shift == 5
: ; 1.04 =

Side chain or base 204 L

0 =0.1448A 3.0- -
m<os 0.80 r

Backbone 0.90+

2. Density correlation
Side chain or baseQ.90+

0.80-

Hl>30 @>15
Backbone

3. Density index

Side chain or base

<Dens> = 0.1302,c = 0.0308

> 60.
Backbone
4. B-factor
Side chain or base 30.
60.— -
1.00 r
5. Connect 0.50- -
WGVWGVVNDYGRPFVLGDTLAAAVRVGAY | FTACLLAGLLYFNEHDVGLTRAFEMVWEL O OKOH
residue number  £3 EY * Q 3 ) = S\ o2
=1 — — i - 5 I B
chain identifier ~ |H E E E
V NA. (GLY) 3-8* r
Backbone 1'0: [
1. Shift M edlesoon oanldb i Jd oo O sdbeedber
’ ) 1.0 L
Side chain or base 204 L
0 =0.1448A 3.0- L
m<o038 0.80q r
Backbone 0.90+1 -
2. Density correlation &£ 0s - - - - 108 £
Side chain or base).90 -
0.80- -

W>30 W>15 1.59
woudBE IR I B N DR | NT] NERE R M
~1 O _ o _

3. Density index -

Side chain or base

0.5+
1.04
<Dens> = 0.1302,0 = 0.0308 1.5-

e LN N

Side chain or base 30.

60. L
1.0 p
5. Connect 0.58} [
residue number g g g g g g g g g gWWWWWWWWWEWWWWWW gwww gwww w gwwwwwwwwwgw
] ] R R 8 8 W 0 & ® = 2 2 S 3
chain identifier E E A B c D E
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Structure Factor Check

4YTN

Local estimation (17)

2. Density correlation

Side chain or baseQ.90+

VNA. (GLY) 2-8: r
- Backbone 1044

1. Shift ITE
i i 1.09 -

Side chain or base 204 L

0 =0.1448A 3.0- -
m<o0s8 0.807 -
Backbone 0.90+ -

W>30 W>15 1
Backbone

3. Density index

Side chain or base 88

<Dens> = 0.1302,0 = 0.0308 1.5-
> 60. STy
Backbone 30.4
4. B-factor T
Side chain or base 30.- |-
60.- -
1.004 -
5. Connect 0504 +

residue number

chain identifier
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