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

Structure Factor Check
3TGU

Title: CYTOCHROME BC1 COMPLEX FROM CHICKEN WITH PFVS-DESIGNED MOA |
BOUND
Date: 17-AUG-11
PDB code: 3TGU
Crystal Structure Factors
Cell parameters: Input
af 19220%8 4 b 91088630 2 _C:ggd")lo'gd' 2 Nominal resolution range: 25.0- 2.70 A
o ' B: : v: : Reflections in file: 191170
Space group: P 2121 21 Unique reflections above 0: 191170
above b: 184592
above &: 104833
SFCHECK
Nominal resolution range: 25.0- 2.70 A

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

Used reflections: 191170
Completeness: 91.2 %
R_stand(F) = g(F)>/<F>: 0.091

Anisotropic distribution of Structure Factors
ratio of eigen values: 1.0000 0.4697 0.470

N)

M odel
32733 atoms (21 water molecules)
Number of chains: 51
Volume not occupied by model: 62.9 %
<B> (for atomic model): 73.9 A2
o(B): 19.86 A"2
Matthews coefficient: 4.18
Corresponding solvent % : 70.33
Refinement
Program: CNS 1.1
Nominal resolution range: 25.0 - 2.70 A
Reported R—factor: 0.258
Number of reflections used: 191170
Reported Rfree: 0.29
Sigma cut-off: N.A.

B_overall (by Patterson): 48.AN2
Optical resolution: 2.07 A
Expected opt. resol. for complete data set: 2.07|A
Estimated minimal error: 0.095 A
Model vs. Structure Factors
R-factor for all reflections: 0.307
Correlation factor: 0.867
R-factor: 0.305
for F>2.00
nom. resolution range: 24.98 — 2.70A
reflections used: 184724
Rfree: 0.332
Nfree: 3620
R-factor without free—refl.: 0.304
Non free-reflections: 181104
<u> (error in coords by Luzzati plot): 0.489 A
Estimated maximal error: 0.349 A
DPI: 0.333 A
Scaling
Scale: 0.647
Bdiff: -10.25

Anisothermal Scaling (Beta):
11.3750 —-3.4908 -3.1882 0.0000 0.0000 O

Solvent correction — Ks,Bs: 0.594 250.062
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Structure Factor Check
3TGU

1599 Wilson Plot &0 * Optical resoluti
1600 Inson Flo pucal resolutior]
14004 3.0
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1/d 000 010 020 030 0.40 1/d 000 010 020 030 0.0
d 10.00 5.00 3.33 250 A d 10.00 5.00 3.33 250 A
oo <F> e—e Optical resolution
—— Wilson plot (B_overall = 69.9 A"2) —— Optical resolution for atom with B =0
0.5 —A
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101 o e aans 0.4-
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e Completeness A—A Expected maximal coordinate error
A—4A R_stand(F) = g(F)>/<F> e Expected minimal coordinate error

Stereographic projection of
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R-factor

» 0.5
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c o
2 = 0.4
) (@)
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S QI: 0.3+
o
5 K 0.2+
>
Q
00 0.1

1/d 000 010 020 030 0.40

0 ) d 1000 500 333 250 A

h 90.00 0.0 o—e R-factor a—a Rfree

k 90.00 90.0q polar coordinates of the

| 000 0.0d crystaliographical axes ——  Luzzati plot drawn for an atomic error = 0.489
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Local estimation

VNA. (GLY) 2-8: L
- Backbone 1:07 L
1. Shift
) , 1 o ATV O PO MMV RO PV A AEPVER P
Side chain or base 204 L
0 =0.1094A 3.0- .
m<o038

Backbone

0.80 —
O'QGMWWM Mi

2. Density correlation

Side chain or baseQ.90+

H>30 @>15
Backbone

3. Density index

Side chain or base QS:J:D_D U_FE,—[D—H—N u D D Wi
<Dens> = 0.0823,0 = 0.0164 1.5 =
B> 60. 60.

Backbone 30.

4. B-factor
Slde Chain * base 30-m'r.-
60.
1.00 L
5. Connect 0.50- W -
ATYAQTLQNIPETNVTTLDNGLRVASEESSQPTCTVGVWI GAGSRYENEKNNGAGYFVEHLAFKGTKKRPCAAFE

residue number N o N S 9 S S N

chain identifier ~ |A
V N.A. (GLY)

Backbone
1. Shift

Side chain or base
0 =0.1094A
m<038 0.807 r

peckdone Olg&mmmi
2. Density correlation DRa =

Side chain or baseo_g(rw I I q p I I Wf

0.80- =
m>30 E>15 5
Backbone 0.5

3. Density index
Side chain or base
<Dens> = 0.0823,0 = 0.0164

0k
Ll 11 | il il 1

B 60, 60. B [
4. B-factor T
60. =
7.00
5. Connect 0.501 |

residue number

chain identifier
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Structure Factor Check

3TGU

Local estimation (2)

0.80-

V NA. (GLY) 2-8: r
- Backbone 10 L

1. Shift
N 1_0,WMWWM%,
Side chain or base 204 L
o =0.1094A 3.0~ L
m<08 0.80 r
Backbone 0.904 i
2. Density correlation e =51 =
Side chain or base0.90+ UW‘—UJ :D IUT—I W' Wm]_ql

Hl>30 @>15
Backbone

3. Density index

5]
.0
45

Side chain or base SWW U_U_PZD D Bl O B
<Dens> = 0.0823,0 = 0.0164 5 =
W> 60. 60.7 M
4. B-factor

Side chain or base 30.7J> M m

60.- -
1.00
5. Connect 0.501 W :
1]
YLHATAFQGTALARTVEGT TENIKHLTRADLASY IDTHFKAPRMVLAAAGG| SHKELVDAARQHFSGVSFTYKED]
residue number [ 3 Q S S q o N
~ - - — - N [aV) N
chain identifier ~ |A
V N.A. (GLY)

Backbone
1. Shift

Side chain or base
0 = 0.1094A
m<os 0.807 r

Backbone 0.90+1 -

S, B = S o B

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

1.59
1.0+
0.5+

W>30 @>15
Backbone

3. Density index

Side chain or base

0.5+
1.0+
<Dens> = 0.0823,0 = 0.0164 1.5-

1

B> 60. 60.
Backbone 30. I
4. B-factor =
Side chain or base 30,” I
60.
1.00
5. Connect 0.507] 3

residue number

chain identifier

AVPILPRCRFTGSEI RARDDALPVAHVALAVEGPGWADPDNVVLHVANAI IGRYDRTFGGGKHLSSRLAALAVEH
N N [3\) N N o N

™ < e} © ~ o] [}
N N N N N N N

A
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Local estimation (3)

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

o 1o PP O A VO P P MO LR RO O | O e e,
Side chain or base 20 L

0 =0.1094A 3.0~
m<os 0.80 r
Backbone 0.90+ i

wﬁ o B ==

2. Density correlation

r—-—'_‘—'_ﬂ_‘—d_l_l_\ Iq—l_hﬁ—hm—ﬁﬂ_m_ﬂ_rl—»—ﬁmﬁ—ﬁ—v—v—ﬂ*
Side chain or baseo_g(o)] o H W LT_‘_'—U_H I—LUJ g = w,
0.8 L

H>30 @>15
Backbone

3. Density index

Side chain or base
<Dens> = 0.0823,0 = 0.0164
Il > 60.
Backbone
4. B-factor
Side chain or base 30_}
60.
1.00
5. Connect 0.50-
KLCHSFQTFNTSYSDTGLFGFHFVADPLS IDDMMFCAQGEWMRLCTSTTESEVKRAKNHLRSAMVAQLDGTTPVC
residue number 8 ﬁ ﬁ % Q S % Q
) ™ ™ ™ %] 3] ™ ™
chain identifier ~ |A
VNA. (GLY) g-g’ C
Back b
- ackbone 10
1. Shift =
. . 1.0
Side chain or base 204
o =0.1094A 3.0-
m<o08 0.801

Backbone

0.90+

2. Density correlation

Side chain or base).90
0.80-

W>30 @>15
Backbone

1.55
1.0+
0.5+

3. Density index

Side chain or base 28:

<Dens> = 0.0823,0 = 0.0164 1.5-
W > 60. 60.
Backbone 30.

4. B-factor

60.
1.00

5. Connect 0.50-

residue number

chain identifier
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3TGU

Local estimation (4)

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

1. Shift
o 1 o VT = POV P V- [ M SO S VS RO PVE YV
Side chain or base 204 L
0 =0.1094A 3.0- .
m<os 0.80 r

O'Q“MML momie B ool mle ol ol BT

2. Density correlation -

e Ui 0 I el

W>30 W>15 1.59
Backbone

3. Density index L

E=E= ERN N V] C} M & H =
Side chain or base 88: U LU DIZD:D_D V\/I_DI:
15

<Dens> = 0.0823,0 = 0.0164

Backbone 30.
4. B-factor 3
60. -

1.00 —
5. Connect 0.50 H H S

LEITKLPNGLIITASLENFSPASRIGVFIKAGSRYETTANLGTAHLLRLASPLTTKGASSFRITRGIEAVGGSLSV
(o2} (2] () (o2} (2] () (o2}

residue number 2 3 2 3 3 2 3

chain identifier B

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
o =0.1094A
m<o0s8 0.80 -
Backbone 0.90+ L
2. Density correlation T L
Side chain or basm_g&W —I_[_uﬂ‘_u—w D LM_WI—W l:I] D L
0.80- L

H>30 E>15 1
3. Density index —

Sidechainorbase%gj—u O LU U UU wuwwwﬂw U—U_UU_UU ;lz
<Dens> = 0.0823,0 = 0.0164 1.5

B 60, 60.
4. B-factor
60.

1.00 =
5. Connect 0.501 -

STREKMTYCVECLRDHVDTVMEYLLNVTTAPEFRPWEVTDLQPQLKVDKAVAFQSPQVGVLENLHAAAYKTALA
(2] [« (o2} (2] () (o2} [e2]

Y
residue number =) 1 « ™ < 0 ©
— - — — - — —

B

chain identifier
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Local estimation (5)

2. Density correlation

Side chain or baseQ.90+

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

1. Shift

: ; 1.0

Side chain or base 20 L
0 =0.1094A 3.0- .
m<o0s8 0.80 r
Backbone 0.904 |

N BETNCE & EUO O

0.80- L
m>30 B> = %g: r
o ackbone 0.5 L
R T o L A ] e
Side chain or base 1.04 L
<Dens> = 0.0823,0 = 0.0164 5= =
Backbone 30.
4. B-factor
60.
1.00
5. Connect 0.50- ﬂ‘ﬂ‘w B
NPLYCPDYRIGKITSEQLHHFVQNNFTSARMALVGI GVKHSDLKQVAEQFLNIRSGAGTSSAKATYWGGE I REQN
residue number ,‘2 % % 8 2 g %
- - — N N N N
chain identifier B
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
o =0.1094A
m<o08 0.801 i
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> = 0.0823,0 = 0.0164

1.54
1.0+
0.5+

0.5+
1.04
1.5-

W > 60. 60.
Backbone 30.
4. B-factor B
Side chain or base 30.4
60.-
1.004 [ m
5. Connect 0.50- W N i

residue number

chain identifier
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Local estimation (6)

V NA. (GLY) 3.0
; pecktone L0 ] T T o e e CH e T e e T e e e e T e,
1. Shift
1. O—MWHWMMMMJWMMHM,
Side chain or base 204
o =0.1094A 3.0

m<o0s8 0.804 r
ackhone 099 j—v—v—vm_»—y—»—l—’ﬂ—ﬂ—ﬂ L |

2. Density correlation -

el i B U [ | IHVTWT

W>30 W>15 1-8’
Backbone 1.0 B

o 0.5+ -
3. Density index

Side chain or base WIJ WT W LCI:D—D—D—LI \—U—[D U\/ [D]VEI [ VU_I W,

0.5
1.0
<Dens> = 0.0823,0 = 0.0164 15

Side chain or base 30.

> 60.
Backbone
e m

1. oc
5. Connect 0.50 { I -

FYTI SQAAHAGEV I RAAMNQLKAAAQGGVTEEDVTKAKNQLKATYLMSVETAQGLLNEIGSEALLSGTHTAPSVV
[<2] [} o [o2] [} o (2]

residue number N ™ < Te) © ~ o
™ 3] ™ ™ 3] ™ 1%}

chain identifier B

V NA. (GLY) g-g: B
. Backbone 104 SnE=ns=antaEnsassslsssaissniinany

1. Shift = L
1.0 W,

Side chain or base 204 L

0 =0.1094A 3.0~ L
m<o0s8 0.80 r
2. Density correlation = :WFVTED 0 =—=="
Sile chain or bas<0.901 T:I:‘_D] ‘:]:I:| EI:I:I:D_[I]:lj:\:F:—: i

0.80 I I L

Backbone =
v o) m 1] m
[

3. Density index st 0 LU—H—UWHLU»

; i 0.5
Side chain or base 1.04
1. 5*

<Dens> = 0.0823,0 = 0.0164

> 60.
4. B-factor 1T
60. —

1.007
5. Connect 0.50- H Wﬂﬂw W B L

QKIDSVTSADVVNAAKKFVSGKKSMAASGDLGSTPFLDEL MAPNIRKSHPLLKMINNSLIDLPAPSNI SAW!
(2] [« (o2} — — —

A
residue number S} 3 = I = o N ™
)
B

439

< < <

chain identifier C
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Local estimation (7)

V N.A. (GLY) 2-8: r
S nnnnani i aNinsnnncana ) nunuudnndnntnunnniinnnzniecuatablzansudllnantunnunnens
1. Shift

] : 1.0 -
S chinr e 3T PO S R P S e E e e ey
0 =0.1094A 3.0- L
m<o038 0.80 r
e 0% B I
A i e T S Y e Sy S S Pt i [ o S e e ) = —_

2. Density correlation FVE sqp v e —w - [ v [ v T
Side chain or base).90- L

0.80-

H>30 E>15
Backbone

3. Density index

15
1.0
0.5
0.
1.

Swie chamorbese :m
<Dens>=0.0823,0 = 0.0164 .
W > 60.
Backbone
4. B-factor
Side chain or base 30. JVI_U—LL {M/I_U—L M MIMLVWW@Mf
60.—— — _ — -
1.00
5. Connect 0.50 -
NFGSLLAVCLMTQILTGLLLAMHYTADTSLAFSSVAHTCRNVQYGWL IRNLHANGASFFFICIFLHIGRGLYYGS]
residue number g a b 2 b2 - 3
—
chain identifier  |C
VNA. (GLY) 397 N
SR sn s inniasnnd lnn=n=alinninsluniudARANE=niennsnnrannnneznnunnns) Anh=AAALE
1. Shift e r
. NN RN o e e B e e e N R e L e N AN
Side chain or base 20 L
0 =0.1094A 3.0- =
m<o0s 0.807 i
Backbone 0.90+ I
: ] e [ e
2. DenSIty correlation —_———— = O/ S e/ TT— WO ETE O T [
Side chain or base0.90+ D I [I L

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0823,0 = 0.0164

> 60. . = [
4. B-factor = =
60.- — L
1.00
5. Connect 0.50 w -
YLYKETWNTGVILLLTLMATAFVGYVLPWGQMSFWGATV I TNLFSAIPYIGHTLVEWAWGGFSVDNPTLTRFFAL
residue number b b - 3 o o 2 b=
— — — — — — — —
chain identifier  |C
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Local estimation (8)

VNA. (GLY) 2-8: B
W nnnasalandadnnnaniiasniiisnalndnanannninndinnnznin=nn=sanniiinnlzuninnniinn}
1. Shift
: ; 1.0+ -
Sidechan o base 10 MWWMWMMMM
0 =0.1094A 3.0 -
m<038 0.807 i
Backbone 0.90+ I
: : —_ P = == s PR e B el
2. Density correlation — =
Side chain or base).90
0.80-
W>30 W>15
Backbone
3. Density index
Side chain or base
<Dens> = 0.0823,0 = 0.0164
Il > 60.
Backbone
4. B-factor
Side chain or base 30_—«U_LL
60.-
1.00
5. Connect 0.50- -
HFLLPFAIAGITIIHLTFLHESGSNNPLG| SSDSDKIPFHPYYSFKDILGLTLMLTPFLTLALFSPNLLGDPENF
residue number S-,' 8 : H S :r' S
— N N N N N N
chain identifier  |C
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
o =0.1094A
m<o08 0.801
Backbone 0.90q
2. Density correlation oo e — = = g e
Side chain or base).90 W L

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0823,0 = 0.0164

B> 60. 60.7 - R r
4. B-factor &
Side chain or base 30.- M M M ﬂ L
60.- — - - - = — — L
1.00
5. Connect 0.50 -
TPANPLVTPPHIKPEWYFLFAYAILRSIPNKLGGVLALAASVLILFLIPFLHKSKQRTMTFRPLSQTLFWLLVAN
residue number o 2 o b=y 3 hat b b=
~ o~ Y N ® ™ ™ %}
chain identifier C
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Local estimation (9)

V NA. (GLY) 3.0

e O H N OO e 1
1. Shift
o chai 1 o PR PR SR A e
Side chain or base 204
0 =0.1094A 3.0

m<o08 0.80
Backbone 0.90+

2. Density correlation

=]
Side chain or base0.90+ I—r\_'—]_u o D

0.80-

H>30 E>15
Backbone

3. Density index

5]
.0
45

Side chain orbase SWHW
<Dens> = 0.0823,0 = 0.0164 5
H> 60. 60. u

Backbone 30.4 WW
4. B-factor

Side chain or base 30.7<U_LL w w J_U_L i {]

60.- E— —
1.00 L
5. Connect 0.50- -
LLILTWIGSQPVEHPFI I IGQMASLSYFTILLILFPTIGTLENKMLNY] [GELELHPPAFPWSHGGPLSALDHSS
residue number 3 o o = — b by
(3] ™ 3] ™
chain identifier  |C D

V NA. (GLY) g-g’ B

Backbone '07 L
1. Shift

Side chain or base
o =0.1094A
[W<o0.s8

Backbone
2. Density correlation E

Side chain or base).90

H>30 @>15

Backbone
3. Density index

Side chain or base
<Dens> = 0.0823,0 = 0.0164
W > 60.

Backbone
4. B-factor

Side chain or base 30.

60.-
1.00 —

5. Connect 0.50 -

VRRGFQVYKQVCSACHSMDYVAFRNLIGVTHTEAEAKALAEEVEVQDGPDENGELFMRPGKI SDYFPKPYPNPEA
I - — - -

i I —
residue number = 3 o o b b= >

chain identifier D
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Local estimation (10)

V NA. (GLY) 3.0

W nailnnkunndi=anndlunninnniulNARnNEAnNNRNANnnsnindnnnn=Anz=RE] A=nAnnRnRERA R
1. Shift
] : 1.0 L
S rainor e 10 T L L L TR PP I A T S
0 =0.1094A 3.0-

m<o0s8 0.80 r

Backbone 099 V_Y_‘—‘—'_l_l—'_‘—\_lfi
: i e | = oy i = O, P ] e
2. Density correlation A — L = — -

O — = = ] YA T
Side chain or base).90 W I |

0.80-

H>30 E>15
Backbone

3. Density index

Side chain or base 8:,

15
1.0
0.5
0.
1.

<Dens> = 0.0823,0 = 0.0164 Lo —
H> 60. 60.7
4. B-factor
Side chain or base 30. M
60. — _
1.00
5. Connect 0.50 +
ARAANNGALPPDLSY I VNARHGGEDYVFSLLTGYCDPPAGVVVREGLHYNPYFPGQAIGMAPPIYNEILEYDDGT
: ~ — - - — — - —
residue number |5 - N ™ < o © N~
~ - — - - — - -
chain identifier D

VNA. (GLY) 3.09
Backbone

allainannnsi=nniinaiinlnnnnn=annniilnsnnnninannaninnnnlinilnnnilinnsy [
L s EnusEll

e chin o ase . TP O M P P E e PO O
0 =0.1094A 30

[W<o0.s8 0.801 I
Backbone 0.90+ |

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

0.807 -

H>30 @>15
Backbone

3. Density index

Side chain or base

1.
1.
0.
0.5+
1.0
<Dens> = 0.0823,0 = 0.0164 1.5-

B> 60. 60.
Backbone 30.1

4. B-factor 7
Side chain or base 30.4
60.-

1.00 -
5. Connect 0.50 -

PATMSQIAKDVCTFLRWAAEPEHDQRKRMGLKMLL I SALLTSLLYYMKRHKWSVLKSRKMAYRPPK VHNDV TV
— i — - - — -

residue number = > o o o~ ™ =
=t - 5 N ~ ~

chain identifier D E

24
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Local estimation (11)

0.80-

V NA. (GLY) 2-8: r
- Backbone 104
1. Shift
1.0+
Side chain or base 20
0 =0.1094A 3.0-
m<o08 0.80
Backbone 0.90+
2. Density correlation -
Side chain or base).90

Hl>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0823,0 = 0.0164

5] r
.0

45

15

.0

L

W> 60. 60.7
Backbone 30_—W
4. B-factor E
Side chain or base 30_—]:[m
60.-
1.00 r
5. Connect 0.50 W—
PDFSAYRREDVMDATTSSQTSSEDRKGFSYLVTATACVATAYAAKNVVTQF| SSLSASADVLALSKIEIKLSDI P
residue number h (F\“ S ;‘ uHu 8 ;‘ oFo‘
chain identifier  [E
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 = 0.1094A
m<os 0.807

Backbone
2. Density correlation

Side chain or base).90+
0.80-

s | NN UG ] ] 30 O i TSR LSO |
AN PP TTITT T iar

1.
1
0

H>30 @>15
Backbone

3. Density index

5

S T 00 m%wﬂﬁmﬁﬁﬁhw

-] = — T
Side chain or base 28: v w g == == H_‘_Lu_'_‘_‘ u e \/UJ\N L
<Dens> = 0.0823,0 = 0.0164 15
H> 60. 60.
Backbone 30.
4. B-factor
60.
1.00q r

residue number

chain identifier
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Local estimation (12)

V NA. (GLY) 2-8: r
- Backbone 104
1. Shift
: ; 1.0+
Side chain or base 20
0 =0.1094A 3.0-
m<o08 0.80

Backbone 0.90+

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

0.80-

1.5
H>30 W>15 el

0.5+

Backbone

3. Density index

Side chain or base
<Dens> = 0.0823,0 = 0.0164

0.5+
1.0+
IL5-

Backbone 30.
4. B-factor
60.

1.00,

residue number

chain identifier

CPCHGSHYDASGRIRKGPAPYNLEVPTYQFVGDDLVVVG GRLMDRI RKWYYNAAGFNKYGLMRDDTLYEDDDV
g S = 5 g 2 3 2
= - et 3 ~ N ™ <

E F

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
o =0.1094A
[W<o0.s8 0.801 I
Backbone 0.901 |
2. Density correlation E
Side chain or base).90+

H>30 @>15
Backbone
3. Density index
Side chain or base
<Dens> = 0.0823,0 = 0.0164
W > 60.
Backbone
4. B-factor
Side chain or base 30_[
60.
1.00
5. Connect 0.50
KEALKRLPEDLYNERMFRIKRALDLSLKHRILPKEQWVKYEEDKPYLEPYLKEVIRERLEREAWNKK THFGNL
residue number 3 3 e 2 =] § g N

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
3TGU

Local estimation (13)

Backbone
2. Density correlation

V NA. (GLY) 3.0 r
Backbone %'07 B
1. Shift
Side chain or base 51 |
0 =0.1094A
m<08 0.80

Side chain or baseQ.90+

0.904

Hl>30 @>15
Backbone

3. Density index

<Dens> = 0.0823,0 = 0.0164

Side chain or base

> 60.

Backbone
4. B-factor

Side chain or base SO_HM:IIII

60.
1.00 r
5. Connect 0.50- }—
ARVRHI ITYSLSPFEQRAIPNIFSDALPNVWRRFSSQVFKVAPPFLGAYLLYSWGTQEFERLKRKNPADYENDQ|
residue number N N S 9 S S N
chain identifier |G

V N.A. (GLY)

Backbone
1. Shift

Side chain or base 1.0
o =0.1094A A
o O.8LW%W%W :I:7

Backbone 0.9 -
2. Density correlation e =

Side chain or base).90 I u LI I I I I I l}mzl r—

0.80- -
>30 B>15 13 r
ackbone 0.5

3. Density index

= -
s 03] VT FRAEIVIN UL T T
<Dens> = 0.0823,0 = 0.0164 1:57
> 60, 60.
Backbone 30.
4. B-factor
Side chain or base 30.4
60.-
1.00
5. Connect 0501 W
EEEELVDPLTTIREHCEQTEKCVKARERLELCDARVSSRSHTEEQCTEELFDFLHARDHCVAHKLFNKLK LS|
residue number (o 2] Iy 3 2 3 3
chain identifier ~ |H |

SFCHECK 7.03.16




Structure Factor Check

3TGU

Local estimation (14)

VNA. (GLY) 2-8: L

1 shif pectbone LO T e T e T H e el [
. Shift 7

Side chain or base % 8 U_H_HJ_LLM_U—U LU—LM_U_H—M_M_U [

0 =0.1094A 3.0- -

m<os 0.80 r

Backbone 0.90+ I

2. Density correlation -

Side chain or baseQ.90+ I

) (] T | f
‘MR P U

0.80-
H>30 @>15 % g
Backbone
. o5 | I I H T s L TTTHI o]
3. Densty index W = EES \/U D:D—D—D
Side chain or base 8 8 Lr LI_F/ U D I I m
<Dens> = 0.0823,0 = 0.0164 1.5-
> 60. 60'
4. B-factor — 3
1.0(}
5 Comes ﬂﬂ A, [HITTTITIT] i
VAARS . . . . ... ... .... PLLCRESMSGRSARRDLVAGISLNAPASVR| [ALLRQAYSALFRRTSTFALTVVLG
residue number = g 8 3 © ~ 3 N
chain identifier |l J
VNA. (GLY) 39 B
. Backbone 10 I e o e e e e e i
1. Shift e memﬂ:ﬂv
1.0+ EeRESREY p:D] Ey q D:D m ] L
Side chain or base 20 L
0 =0.1094A 3.0- —
m<o08 0.801 [
peckdone O'Q&W mf
2. Density correlation = =
g oveE P
Side chain or base0.90+ U r
0.80
HW>30 @>15 %8
. Density index =
[ u I ] O
Side chain or base g g WA_LLWU \“—U_U LU—U_]_r LU LH_UJ
<Dens> = 0.0823,0 = 0.0164 1.5- =

——— 60— =
e S
4. B-factor — — =
W 1§
60. L

7.00 T
5. Connect 0.50 —ﬂ—ﬂ ﬂ“ L

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
3TGU

Local estimation (15)

VN.A. (GLY) 3.09 r
Backbone %'07 B
1. Shift
Side chain or base 51 |
0 =0.1094A
m<o0s8 0.80q

Backbone
2. Density correlation

0.904

Side chain or baseQ.90+

H>30 @>15
Backbone

3. Density index

Side chain or base
<Dens> = 0.0823,0 = 0.0164

Il > 60.
Backbone
4. B-factor
60.
1.00
5. Connect 0.50- T ( W ﬁ % L
) VWIGAGSRYENEKNNGAGYFVEHLAFKGTKKRPCAAFEKEVESMGAHFNGY TSREQTAFY TKAL SKDMPKVVEL )
residue number ) R 3 Q2 2 & =1 h
chain identifier [N
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1094A
[W<o0.s8 0.807 i
Backbone 0.904 |
2. Density correlation & ElaEval DI—ZTTTI:H :E[r*
Side chain or base0.90+ I W =I i
0.80- L
HW>30 @>15
Backbone

3. Density index

Side chain or base m U U—I\/UJ_U u u LU LUJ 1,
<Dens>=0.0823,0 = 0.0164 —
> 60. [T
4. B-factor

60. —
1.00 ml
5. Connect 0.50- -

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
3TGU

Local estimation (16)

Backbone
2. Density correlation

VNA. (GLY) 2-8: B
- Backbone 10
1. Shift
i i 1.0+
Side chain or base 204
0 =0.1094A 3.0~
m<o0s8 0.804

0.904

Side chain or baseQ.90+

0.80-
m>30 @>15 I
o Backbone 0.5
3. Density index &
Side chain or base 28:
<Dens> = 0.0823,0 = 0.0164 1.5
H> 60. 60.
BaCkbone 3Om
4. B-factor
Slde Chain * base 30-“
60.
1.00
5. Connect 0.50- 5
HFKAPRMVLAAAGG| SHKELVDAARQHFSGVSFTYKEDAVPILPRCRFTGSEI RARDDALPVAHVALAVEGPGWA
residue number 8 8 2 R g g g 8
- N [aV) N N N N N
chain identifier [N
VN.A. (GLY) g-g: L
- Backbone 10
1. Shift 5 r
o 1 o [T B VS R O PV e |
Side chain or base 20 L
o =0.1094A 3.0- -
m<o08 0.801 i
Backbone 0.90+ [
2. Density correlation = Berp e e L
Side chain or base).90 WM/U D
0.80- =
W>30 @>15
Backbone
3. Density index
Side chain or base
<Dens> = 0.0823,0 = 0.0164
> 60.
Backbone
4. B-factor
Side chain or base 30.
60.
1.00
5. Connect 0.50- -

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
3TGU

Local estimation (17)

Backbone
2. Density correlation

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

1. Shift
Side chain or base

0 =0.1094A

m<o08 0.80+

Side chain or baseQ.90+

0.904

0.80-

Hl>30 @>15
Backbone

3. Density index

<Dens> = 0.0823,0 = 0.0164

Side chain or base

> 60.
Backbone
4. B-factor
Side chain or base 30.
60.-
1.00
5. Connect 0.50- -
QGEWMRLCTSTTESEVKRAKNHLRSAMVAQLDGTIPVCETIGSHLLNYGRRISLEEWDSRI SAVDARMVRDVCSK
residue number Q 4 3 Q 3 2 2 <
%] 3] ™ ™ ™ ™ < <
chain identifier [N
V N.A. (GLY) g-g: r
- Backbone 104 [
1. Shift B
_ _ 1_07W EOVI OV =S VR VR
Side chain or base 204 L
o =0.1094A 3.0° L
m<os 0.807 r
SOl D, IV -y | B I |
2. Density correlation = O = 0= =
Side chain or base).90 -
0.80- -

W>30 @>15
Backbone

3. Density index

<Dens> = 0.0823,0 = 0.0164

1.
1.
0.

NN NN 1N N 1t T
Wlf U T FTETT PP U

<o IR T
4. B-factor
60.
1.00
5. Connect 0.501 W W |

residue number I ™ <

chain identifier [N o)

SFCHECK 7.03.16
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Structure Factor Check
3TGU

Local estimation (18)

V N.A. (GLY) 2-8: i
e o M e e e e e O e O O O
1. Shift

de chai o IAMIH PO TH P A VA A A A e

Side chain or base 204
0 =0.1094A 3.0- L
m<o038 0.807 r
orantion ] il eillen ol
2. Density correlation = e EEEEL B ) = o I N |

Wi T F} N/ :’TEF:W

Side chain or base0.90+ [I I I D I I I D D r
0.80- L

Hl>30 @>15
Backbone

3. Density index

Side chain or base

5]
.0
45

FRrO oRk
o

<Dens> = 0.0823,0 = 0.0164

s RO N R

60.
30.

> 60.
Backbone

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

118
(i

1.00

5. Connect

0.50+

residue number

chain identifier

TANLGTAHLLRLASPLTTKGASSFRITRGIEAVGGSLSVYSTREKMTYCVECLRDHVDIVMEYLLNVTTAPEFRP
© © © © @ ] «Q

o - N
© N~ o o 2 a S

o

V N.A. (GLY)
Backbone

1. Shift

Side chain or base
o =0.1094A

W<08
Backbone

2. Density correlation

Side chain or base0.90+ D F I WLDW [I [

H>30 @>15
Backbone

3. Density index

eI T A e

Side chain or base I U u U L
<Dens> = 0.0823,0 = 0.0164 —
H> 60. 60.1 —

4. B-factor &
e 1 T O
60.-
1.00 L T
5. Connect 0.50 {—
WEVTDLQPQLKVDKAVAFQSPQVGVLENLHAAAYKTALANPLYCPDYRIGKITSEQLHHFVQNNFTSARMALVG I
residue number ® * 3 3 R ] > S
- — — — — — — N
chain identifier o

SFCHECK 7.03.16




Structure Factor Check
3TGU

Local estimation (19)

Backbone
2. Density correlation

VNA. (GLY) 2-8: B
- Backbone 1:07
1. Shift
: ; 1.04
Side chain or base 204
0 =0.1094A 3.0-
m<o0s8 0.80

0.904

Side chain or baseQ.90+

0.80-
H>30 @> 1.sB %g:
ackbone 0.5
3. Density index
Side chain or base 88:
<Dens> = 0.0823,0 = 0.0164 1.5-
Backbone 30.
4. B-factor 5
Side chain or base 30.
60.-
1.00
5. Connect 0.50-
) GVKHSDLKSVAEQFLN 1 ROSOGAGTSSAKADTOYWGGE 1 REQOI\éGHSLVHAAVOVOTEGAAVGSAE%ANAFSVLQHO\/DLGAGPL
residue number — ~ 3] < el © ~
N N ~N N N N N
chain identifier O
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
o =0.1094A
[W<o0.s8 0.807 i

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

MM%MWTMWM
1 TIHNE " T "%

HW>30 @>15
Backbone

3. Density index

Side chain or base gg:

<Dens> = 0.0823,0 = 0.0164 1.5- —
> 60, 60.
4. B-factor
60.
1.00 o - 7
5. Connect 0.50 —r ‘H» |

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
3TGU

Local estimation (20)

Backbone
2. Density correlation

0.904

| mﬁﬂw e o [
omamoso] [ S [=W 7 WT T U] "1

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

1. Shift
) ) 1_0,W+MWMMU—MWM,
Side chain or base 204 L
0 =0.1094A 3.0- .
m<08 0804 r

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0823,0 = 0.0164

> 60.
Backbone
4. B-factor
Side chain orbase 30M
60.
1.00 .l L]
5. Connect 0.501 ﬂ“ :
AKNQLKATYLMSVETAQGLLNEIGSEALLSGTHTAPSVVAQKIDSVTSADVVNAAKKFVSGKKSMAASGDLGST P
residue number 3 ® 3 B £ X X
™ ™ ™ ™ < <~ <
chain identifier O
V N.A. (GLY) 3-8* r
Backbone 1-0: L
1. Shift : 77_\7_?_\
' EEERS
Side chain or base %8:
o =0.1094A 3.0-
m<os 0.807
Backbone 0.90+1
2. Density correlation b
Side chain or base).90 D
0.80-
H>30 @>15 %
Backbone O.
3. Density index
Side chain or base ggw
<Dens> = 0.0823,0 = 0.0164 15
H> 60. 60.
Backbone 30.
4. B-factor
Side chain or base 30,-
60.
1.00
5. Connect 0.50-
) FLDEL] [APNTRKSHPLLKMINNSLTDLPAPSNTSAWWNFGSLLAVCLMTQILTGLLLAMHYTADTSLAFSSVAH
residue number & N o N S g S 8
chain identifier O P

SFCHECK 7.03.16




Structure Factor Check
3TGU

Local estimation (21)

0.80- =

V N.A. (GLY) 2-8: i
P nanniinieuindi i atasnnnaninesnnaiinsinan=iunnininnanlinnnnaziunnnnsni=a}

1. Shift
: ; 1.0+ H
Side chain or base 20 JMWMMW’
0 =0.1094A 3.0- L
m<o038 0.80 r
Backoone 099 ﬁﬁﬂﬁﬂ‘m—ﬁﬁ—hﬁmwm |

1 i e T

Side chain or base).90 W W L

H>30 W>15 %g
o Backbone O:5
3. Density index e
Side chain or base 28: JMM vl] U—Lu_q
<Dens> = 0.0823,0 = 0.0164 1.5
W> 60. 60.7 T -
TN 1 (I | 100 10 dninmmmmai |
4. B-factor
Side chain orbase 30.71 I mlm M J» m
60.- il - - =
1.00
5. Connect 0.50- -
TCRNVQYGWL | RNLHANGASFFFICIFLHIGRGLYYGSYLYKETWNTGVILLLTLMATAFVGYVLPWGQMSFWGA
residue number N S S o o N S g
- — - -~ -
chain identifier [P
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 = 0.1094A
m<os 0.807
pachone 0991 W
2. Density correlation e =
Side chain or base0.90+ D I o VWW,

0.80-

H>30 @>15
Backbone

3. Density index

Sl I A I T
<Dens> = 0.0823,0 = 0.0164 1.
B> 60. 60.
4. B-factor
60.
1.00
5. Connect 0.50 -
TVITNLFSAIPY GHTLVEWAWGGFSVDNPTLTRFFALHFLLPFAIAGITIIHLTFLHESGSNNPLGI| SSDSDK |
residue number o S N S S 9 o
— — — — — N N
chain identifier P
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Structure Factor Check
3TGU

Local estimation (22)

VNA. (GLY) 2-8: L
- Backbone 1:07
1. Shift
: ; 1.0
Side chain or base 204
0 =0.1094A 3.0-
m<08 0.80

Backbone 0.90+

2. Density correlation
Side chain or baseQ.90+

0.80-
H>30 .>1.sB %g
ackbone O:5
3. Density index &
Side chain or base 28:
<Dens> = 0.0823,0 = 0.0164 1.5-
H> 60. 60.7
Backbone 30.
4. B-factor
Side chain or base 30.
60.—
1.00
5. Connect 0.50 +
PFHPYYSFKDILGLTLMLTPFLTLALFSPNLLGDPENFTPANPLVTPPHIKPEWYFLFAYAILRSIPNKLGGVLA
residue number ﬁ % Q S % Q g g
N N N N N N N N
chain identifier [P
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
o =0.1094A
m<o08 0.801 i

Backbone 0.90+1 -
2. Density correlation =

= L
Side chain or base).90 W I I I I I . L
0.80- -

W>30 @>15 % =
Backbone O. i
3. Density index ' -
: VIl
Sidechainorbaseg'gw u U W 0= LU u UJ UJ LU LU VIJ_U—U U LU U—U_l B
<Dens> = 0.0823,0 = 0.0164 1.5 -
> 60. 60.
Backbone 30.
4. B-factor
Swde chanorbase 30_“-
60.
1.00 - I
5. Connect 0.50- {*
LAASVLILFLIPFLHKSKQRTMTFRPLSQTLFWLLVANLLILTWIGSQPVEHPFI I IGQMASLSYFTILLILFPT
residue number g 3 N & g by 3
® ™ ™ %} ™ ™ ™
chain identifier P

SFCHECK 7.03.16




Structure Factor Check
3TGU

Local estimation (23)

V NA. (GLY) 3.0
Backbone

1. Shift

i i 1.0
Side chain or base 204
0 =0.1094A 3.0

e T
FMETHH
W<08 0.80
ackhone OIQGL—I]:I_W Mﬂﬁ—v—l_l—v—y—ﬂﬂ M

2. Density correlation

Side chain or baseO_QZ]v:ITI]_D
0.8

E

W>30 W>15 1.5+
e il of
3. Density index W [ V]

: ! 0.5+
Side chain or base 1.04
1.5-

<Dens> = 0.0823,0 = 0.0164

Side chain or base 30.
60.

B> 60. 60.
e _

1.00; —
5. Connect 0.50} W H T S

IGTLENKMLNY GELELHPPAFPWSHGGPLSALDHSSVRRGFQVYKQVCSACHSMDYVAFRNLIGVTHTEAEAK
N e~ - — — — Pl —

residue number g — o~ ™ < n ©

chain identifier [P Q

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
o =0.1094A
m<o038 0.80q =
Backbone 0.90+ L
2. Density correlation & D w W D mv D:II'—D—‘:D’— W [Ny
Side chain or base).90 L
0.80- L

H>30 W>15 1.59
Backbone 1.04

o 0.5
3. Density index

Sidechainorbase%g; mo—Hpgvwo oM U_LHJ 0o~ T LWT_{_UJ LUJ—U M w
1.5

<Dens> = 0.0823,0 = 0.0164

B> 0. 60.
4. B-factor
60.

1.00 —
5. Connect 0.501 -

ALAEEVEVQDGPDENGELFMRPGKI SDYFPKPYPNPEAARAANNGALPPDLSYIVNARHGGEDYVFSLLTGYCDP
— — — — —

residue number = by o = IN ™
~ © S =1 — ~ —

chain identifier  |Q

SFCHECK 7.03.16




Structure Factor Check
3TGU

Local estimation (24)

VNA. (GLY) 3.09
; pectbone O A e e e T T e A e e e e e T
1. Shift
o 1.07WMMWWWUM*
Side chain or base 204 L
0 =0.1094A 3.0

m<08 0.80 r
Backbone 0.90+

2. Density correlation

! Lo
swamoeon] PP T =" WP W " [T

W>30 W>15 1.57
Backbone

3. Density index E

Side chain or base 28: u \_f_|\/ D LPT[D_U w U b U"EEI u u_mlmw—mi
<Dens> = 0.0823,0 = 0.0164 15

Backbone 30.
4. B-factor
60.

1.00; — w |
5. Connect 0.50 H S

PAGVVVREGLHYNPYFPGQAIGMAPPIYNEILEYDDGTPATMSQIAKDVCTFLRWAAEPEHDQRKRMGLKMLL I S|
- — — - () I - -

residue number < Ive) © ~ o) o o I
- — — — — — 3 N

chain identifier  |Q

V N.A. (GLY) g-g: r
- Backbone 104
1. Shift e
— 1 o PP T O
Side chain or base 204
o =0.1094A 3.0-
m<os 0.807
e . B ol el o
2. Density correlation e
Side chain or base).90 I D I q
0.80-

W>30 @>15

15
1.0
0.5

Backbone

3. Density index

<Dens> = 0.0823,0 = 0.0164

]
Side chain or base 05 U W U_u
1.0
1.5
0

> 60. 60.
Backbone 30.
4. B-factor =
Side chain or base 30.4

60.,,:-

1.00 —
5. Connect 0.501 -

ALLTSLLYYMKRHKWSVLKSRKMAYRPPK [VHANDVTVPDFSAYRREDVMDATTSSQTSSEDRKGFSYLVTATAC
residue number b - b I - — o —
~ BN

chain identifier  |Q R

24

— N ™ <
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Structure Factor Check
3TGU

Local estimation (25)

Backbone
2. Density correlation

0.80
0991 Fmﬂm%ﬁw’_lﬂ:.:uﬂzi
=

Side chain or baseQ.90+
0.80-

VNA. (GLY) 2-8: L
: pectbone LO O i e M e e e (O e e - O e T e e T T e

1. Shift
B 1_O,WWMM%¢7
Side chain or base 204 L
0 =0.1094A 3.0- -
m<o038 =

1 "TITPreF i

H>30 @>15
Backbone

3. Density index

— D ’\ /1 T ’( 7 r:l B
Side chain or base W W u L
<Dens> = 0.0823,0 = 0.0164 1.5 =
H> 60. 60.7
4. B-factor =
Slde Chain x base 307]:']:1 I _'_
60.- -
1.00 r
VATAYAAKNVVTQF I SSLSASADVLALSKIEIKLSDI PEGKNVAFKWRGKPLFVRHRTQAEINQEAEVDV SKLRD]
residue number = b 2 = by S =
chain identifier R
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
o =0.1094A
m<o08 0.801 i

Backbone
2. Density correlation

Slde Chain x baswg&w :I\/I_I—WI_.:DVI:I] I [I_|_rL W7
0.80" —

W>30 @>15
Backbone

3. Density index

1.54 i r

5 1o e 0 (T T o (e e b e

i lh

=
Sidechainorbaseg'g: - u—u—u 8 I U—/\/U_}—U u VR U‘N i UVU o u o B
<Dens> = 0.0823,0 = 0.0164 1.5- —
B> 60. 60.
4. B-factor
60.
1.00 i

residue number

chain identifier
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Structure Factor Check
3TGU

Local estimation (26)

V NA. (GLY) 3.0 r
Backbone 2.0 B
. l.ij:I
1. Shift v
Side chain or base %8:
0 =0.1094A 3.0~
m<08 0.80
Backbone 0.90+

=

2. Density correlation -

Side chain or balseo_g(o);lv
0.8
H>30 @>15

Backbone
3. Density index

Side chain or base

PRO ORpR
LT

<Dens> = 0.0823,0 = 0.0164

0
5
B> 60. 60.
Backbone 30.]
4. B-factor

Side chain or base 3
6

1
5. Connect 0.

i
R

GRLMDRI RKWYYNAAGFNKYGLMRDDTLYEDDDVKEALKRLPEDLYNERMFRIKRALDLSLKHRILPKEQ
i = o o o o o o o
residue number S I 8 S 3 bl 4 I
chain identifier S

V N.A. (GLY) g-g:
- Backbone 104

1. Shift B
. . 1.0

Side chain or base 204

o =0.1094A 3.0-
m<os 0.807
Backbone 0.90+1

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

:
%

W>30 @>15
Backbone

3. Density index

Side chain or base

<Dens> = 0.0823,0 = 0.0164

W > 60. 60.
4. B-factor
60.

1.00
5. Connect 0.50-
VKYEEDKPYLEPYLKEVIRERLEREAWNKK IHFGNLARVRHIITYSLSPFEQRAIPNIFSDALPNVWRRFSSQ
residue number S = g W N N N q
— —
chain identifier  |S r
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Structure Factor Check
3TGU

Local estimation (27)

VNA. (GLY) 2-8: L
- Backbone 1:07 L
1. Shift
il P A O TH T T P O
Side chain or base 204 L
0 =0.1094A 3.0- -
m<08 0.80+

Backbone 0.90+

ST ST TIE WO T T
0.8 L

W>30 @>15

1.5 r
0.5+ N
Side chain or base 9-27 LH_D:W DJ U L

1.0+
IL5-

<Dens> = 0.0823,0 = 0.0164

Backbone 30.
4. B-factor
60.

1.00
comes 5 T n AT

VFKVAPPFLGAYLLYSWGTQEFERLKRKNPADYEND ELVDPLTTIREHCEQTEKCVKARERLELCDARVSSRS
[3\) N N o N N N

residue number n © ~ ] ~ [32] <~

chain identifier [T ]

V N.A. (GLY) g-g: I
P O o T e O b e H e
. Shift TP aoD ™ I ﬂ AV
Side chain or base %8: I

o =0.1094A 3.0 =
ST 0.80" [

Backbone 0.90+1 -
2. Density correlation E

S PHETHI T (NP P

W>30 W>15 1.54 r
0.5 -
e AT B

3. Density index N mEE vE [ LUU,

; i 0.5
Side chain or base 1.04
15

<Dens> = 0.0823,0 = 0.0164

W > 60. 60.
4. B-factor
60.

.00, — — -
> Connect 05&% HIW T Wﬂ% [

HTEEQCTEELFDFLHARDHCVAHKLFNKLK| [.LSVAARS............ PLLCRESMSGRSARRDLVAGI SL
i o o o~ o © © ©
residue number N 3 N = ™ < [ta) ©

chain identifier 9}
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Structure Factor Check
3TGU

Local estimation (28)

Backbone 0.90+

VNA. (GLY) 3.09 r
Backbone 2.0 [

g Lo e ] el e T H A Hree e e e i

1. Shift A==y g o
T SO S e O = e e e I

0 = 0.1094A 307 L
o O‘8GM«—I 7

L.

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

Wﬁﬁﬁlﬂlﬂﬂf
NN BN R i 1i

=

0.80- L
H>30 m>15 i r
. Density index = -
v
Side chain or base ggim T—Dmm D LD—M d B
<Dens> = 0.0823,0 = 0.0164 1.54 =
W> 60. 60. r
S 1 T T e AT
4. B-factor =
Side chain orbase 30- m i
60. -
1.00 | [
5. Connect 0501 ( W H -
) NAPASVR [ALLRQAYSALFRRTSTFALTVVLGAVLFERAFDQGADAIFEHLNEGKLWKHIKHKYEASE| [] []
residue number N~ 3. ﬁ g :rr Uq‘? E E
chain identifier w !
V N.A. (GLY) 3.0 r
Backbone 58: L
1. Shift ‘ool loeE-es=-000000880c0l L
. . 1.0 L
Side chain or base 204 L
o =0.1094A 3.0° L
m<o038 0.80q r
Backbone 0.90+1 D D I -
2. DenSIty Corl’elation = — D = D = = = O = D = = = = = D D D = = L
Side chain or base).90 -

0.80-

3. Density index

H>30 W>15 %8] I I I
Backbone .
T 0 _ B ,DD,, o =8 _ _
0
1

Side chain or base g:
<Dens> = 0.0823,0 = 0.0164 1.5
. 60, I

e N AR RN NN

Side chain or base 30.4
60.-

1.00,
5. Connect 0.501

residue number

chain identifier
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Structure Factor Check
3TGU

Local estimation (29)

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

VNA. (GLY) 3.0 C
Backbone %87 L

; 7 T s = e

1. Shift L -
: . 1.0 r

Side chain or base 204 L

0 =0.1094A 3.0- -
m<os 0.80 r
Backbone 0.90+ [

L = [0 L

W>30 @>15

Backbone

3. Density index
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chain identifier

Side chain or base 88
<Dens> = 0.0823,0 = 0.0164 1.5
W> 60. 60.
Backbone 30.
4. B-factor =
Side chain or base 30. ~
60.- =
1.00, r
5. Connect 0.50- [—
L WWWWWWWWWWWWWWWWWWWW W,
residue number 2 S
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