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

Structure Factor Check
3L74

Date: 28-DEC-09

PDB code: 3L74

Title: CYTOCHROME BC1 COMPLEX FROM CHICKEN WITH FAMOXADONE BOUND

Crystal

Cell parameters:

a: 171.89A b: 181.69 A «c: 240.75A

a: 90.00 3: 90.00
Space group: P 21 21 21

y: 90.00

M odel

32703 atoms (28 water molecules)

Number of chains:

Volume not occupied by model: 62.5 %

51

Structure Factors
I nput
Nominal resolution range: 58.7- 2.70 A
Reflections in file: 199233
Unique reflections above 0: 199233
above b: 194835
above 3: 123637
SFCHECK
Nominal resolution range: 58.7- 2.76 A
\O5max. from input data, min. from author\05
Used reflections: 189274
Reflections out of resolution: 9959
Completeness: 98.0 %
R_stand(F) = g(F)>/<F>: 0.076

Anisotropic distribution of Structure Factors
ratio of eigen values: 1.0000 0.5632 0.743

B_overall (by Patterson): 45.AN2
Optical resolution: 2.06 A

Expected opt. resol. for complete data set: 2.06
Estimated minimal error: 0.076 A

[To)

<B> (for atomic model): 61.9 AN2
a(B): 21.35 A2
Matthews coefficient: 4,11
Corresponding solvent % : 69.81
Refinement
Program: CNS 1.1
Nominal resolution range: 58.7 - 2.76 A
Reported R—factor: 0.259
Number of reflections used: 189275
Reported Rfree: 0.29
Sigma cut-off: N.A.

Model vs. Structure Factors

R-factor for all reflections: 0.296
Correlation factor: 0.857
R-factor: 0.299
for F>2.00
nom. resolution range: 58.66 — 2.76A
reflections used: 185359
Rfree: 0.319
Nfree: 3624
R-factor without free—refl.: 0.299
Non free-reflections: 181735
<u> (error in coords by Luzzati plot): 0.451
Estimated maximal error: 0.246 A
DPI: 0.315 A
Scaling
Scale: 0.528
Bdiff: -6.52

Anisothermal Scaling (Beta):
6.7161 -2.6140 1.8346 0.0000 0.0000 0.0

Solvent correction — Ks,Bs: 0.710 250.093
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Local estimation

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 204 L
0 =0.1387A 3.0- —
m<o0s8 0.80+ r
Backbone 0.90+ I

1 a

Hl>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0875,0 = 0.0122

, ol Il | :
:‘14;J 0 [E:TWET:L}ALJALJ B Do \f:{j[jvT:fjilillﬂ%:Jif‘{j[jﬁﬂ:IVIIITJA¢4}41AJ:149/LJAJ TR

> 60. —
Backbone W
4. B-factor
Side chain orbase 30. “
1.0& w
5. Connect 0.50 | N S
ATYAQTLQNIPETNVTTLDNGLRVASEESSQPTCTVGVWI GAGSRYENEKNNGAGY FVEHLAFKGTKKRPCAAFE
residue number N N m g g uN7 % Q
chain identifier ~ |A
V N.A. (GLY) g-g: r
T RO SaNNEENNTANNRARREaR=AN=aTANSAE=ulAETianEann=inNninsnnnn=annlnzin}
1. Shift = L
1 O,Wwwwf
Side chain or base 204 L
0 =0.1387A 3.0~ =
m<o038 0.80q r
packbene Og&wﬁj—mﬂm7
2. Density correlation = =7 = =
Side chain or base).90+ -

0.80-

W>30 @>15

Backbone
3. Density index

Side chain or base
<Dens> = 0.0875,0 = 0.0122 .
B> 60. 60. —
4. B-factor

Side chain or base 30. M

60. —
1.00

5. Connect 0.50+ B -

residue number

chain identifier

SFCHECK 7.03.16
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Local estimation (2)

VNA. (GLY) 2-8: L
- Backbone 1:07 L
1. Shift
) . 1-0’WWMMW%{*
Side chain or base 204 L
0 =0.1387A 3.0-
m<08 0.80 B
Backbone 0.904 |
2. Density correlation T = = - e e
Side chain or base0.90+ ﬂ TU I I D I I [
0.80-

H>30 @>15
Backbone

3. Density index

= e =
Side chain or base gm u—'_‘ LP:U—U\/ L
<Dens> = 0.0875,0 = 0.0122 5 =
B> 60. 0.7
Backbone 30.
4. B-factor
Slde Chain x base 307 m-
60.-
1.00
5. Connect 0.501 T W -
YLHATAFQGTALARTVEGT TENIKHLTRADLASY IDTHFKAPRMVLAAAGG| SHKELVDAARQHFSGVSFTYKED]
residue number % S ﬁ % g S ﬁ ﬁ
~ - - — - N [aV) N
chain identifier ~ |A
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1387A
m<038 0.807
Backbone 0.90q
2. Density correlation TV D:: == vV eerep— - = L
Side chain or base).90 -
0.80- -
W>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0875,0 = 0.0122

4. B-factor — T I
Side chain or base 30,1 «L :IID]I7
60. e — — — =
1.00
5. Connect 0.501 "

residue number

chain identifier

SFCHECK 7.03.16
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Local estimation (3)

2. Density correlation

Side chain or baseQ.90+

VNA. (GLY) 2-8: L
o O e O T e DA T e e A e

1. Shift
o avaor e 1 0- TP PO MOV T P TR PP O L o [T
Side chain or base 20 L
0 =0.1387A 3.0- —
m<os 0.80 r
Backbone 0.90+ |

<Dens> = 0.0875,0 = 0.0122

0.80-
H>30 .>1.SB %g
ackbone 05
3. Density index
Side chain or base 88

117 RN NS B ey T

> 60. -
Backbone -
4. B-factor r
Side chain or base 30.+ MH_U_UJM MM/M -I-[I
60.—— — —
1.00
5. Connect 0.50- -
KLCHSFQTFNTSYSDTGLFGFHFVADPLS IDDMMFCAQGEWMRLCTSTTESEVKRAKNHLRSAMVAQLDGTTPVC
residue number 8 ﬁ ﬁ % Q S % Q
) ™ ™ ™ %] 3] ™ ™
chain identifier ~ |A
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
o =0.1387A
[W<o0.s8
Backbone
2. Density correlation E
Side chain or base).90

W>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0875,0 = 0.0122

> 60.
Backbone
4. B-factor
Side chain or base 30.
60.-
1.00
5. Connect 0.50-
ETIGSHLLNYGRRISLEEWDSRI SAVDARMVRDVCSKY | YDKCPALAAVGPIEQLLDYNRIRSGMYWI PGAED
residue number S S g N N S g ]
™ ™ < < < < <
chain identifier ~ |A B
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Local estimation (4)

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

1. Shift
‘ . L Oiﬁwﬂwww,
Side chain or base 204 L
0 =0.1387A 3.0- —
m<08 0.80q r

ackhone o'gol:]:l_hﬁmi_ﬂ—ﬂ_m s e B ol o e m o |
_ =

2. Density correlation -

Side chain or baseO_Q&:I]TDV. U_'—LU_U U_I\W vI_I_1—Lr ﬁij Jish H—‘—‘—IV W DVVID_,
0.80- L

Backbone

154 r
H>30 W>15 ]
0.5+

3. Density index

Side chain or base 72|

<Dens> = 0.0875,0 = 0.0122

" T Erreu ey

Backbone 30.
4. B-factor
60.

1.00

5. Connect 0.50 { T S

residue number

chain identifier

LEITKLPNGLIITASLENFSPASRIGVFIKAGSRYETTANLGTAHLLRLASPLTTKGASSFRITRGIEAVGGSLSV
(o2} (2] () (o2} (2] () (o2}
N ™ < o] © N~ [€°]

B

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
o =0.1387A
W<08 0.80q r

Backbone 0.90+1 -

2. Density correlation

ST ) O L o I L
0.80- L

m>30 W>15 157 r
3. Density index ' L

e cnamarbase 05T [ [ HF HOE B LLMLMIMIJJ DHJUuED +
<Dens> = 0.0875,0 = 0.0122 15] L

4. B-factor

60.

NG | |

1.00

5. Connect 0.501 -

residue number

chain identifier
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Local estimation (5)

2. Density correlation

WMW,
CEE S i L L s | [

Backbone

0.80
0.90+ I

VNA. (GLY) 39 B
- Backbone 1:07 L
1. Shift
: ; 1.0+
Side chain or base 20 L
0 =0.1387A 3.0- -
m<o038 p

H>30 W>15

Backbone

3. Density index

AT D Tt o e e

== VIV T
Side chain or base (]?8: «U—N LUJ D_D:D_H:EDIDZU ity O D 0 H B
<Dens> = 0.0875,0 = 0.0122 1.5- = =
W> 60. 60. T
Backbone 30.
4. B-factor - —=
Side chain orbase 30]: w [ |
60. — —
1.00 -
somes o3 T AT
NPLYCPDYRIGKITSEQLHHFVQNNFTSARMALVGIGVKHSDLKQVAEQFLNIRSGAGTSSAKATYWGGE I REQN
residue number S 2 2 2 2 I 2
- - — N N N N
chain identifier B
V N.A. (GLY) g-g: r
- Backbone 104
1. Shift
) ) 1.0 L
Side chain or base 204 L
0 =0.1387A 3.0- —~
m<o038 0.80q r
Backbone 0.90+1 -
; i I S
2. Density correlation = ne
Side chain or base).90 -
0.80-

W>30 @>15

1.54
1.0+
0.5+

Backbone

3. Density index

Sidechainorbaseg'g: JJ WHWU—L&JW U_M—UULU—U\/UU LH_U LLU B
<Dens> = 0.0875,0 = 0.0122 1.5-
H> 60. 60.
Backbone 30_.
4. B-factor =
Side chain or base 30,—v[
60.- =
1.004
5. Connect 0.50- W -

SFCHECK 7.03.16
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Local estimation (6)

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

1. Shift
B 1. o EHH M PO OV P A A RO TV VS VR e,
Side chain or base 204 L
0 =0.1387A 3.0- -
m<08 0.80 r
Backbone 0.90+ |

2. Density correlation -

womamonl= 1 - ] P WFETT TP B

1.5+ —
H>30 W>15 et r

0.5+ -

Backbone

3. Density index

S ehain of base g_giﬁ}wﬁw 9 0[N0 o gV o T:
<Dens> = 0.0875,0 = 0.0122 15]

Backbone 30.
4. B-factor =
60. i

1.00

comes 5 i A

residue number

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

N (32} < Yo} O N~ <]
™ ™ ™ ™ ™ ™ ™
chain identifier B

V N.A. (GLY) g-g: r
N EREN=nS=a=tnuminndNnlannninilnnss
1. Shift = L
_ _ 1.0] A A e TP
Side chain or base 204 L
0 =0.1387A 3.0~ =

W<08 0.80+
packhone OIQ&MM |

2. Density correlation E

Side chain or base).90 [l:—[ m:[j I I I D] F I 0= L
0.80- =

1.5
H>30 W>15 ]

0.5+

Backbone

3. Density index
Side chain or base
<Dens> = 0.0875,0 = 0.0122

e Tl eI o
LN Rl L N G LT | |

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

[/
11’ R

1.00+ w —
5. Connect 0.5&W W -

residue number

chain identifier
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Local estimation (7)

V NA. (GLY) 2-8: r
e o (I e e H H e b e e e
1. Shift
" ! 1.0+ =
side chanorbase 3011 10 - | EEEFC AL FERPAERP AR R R R RO AR,
0 =0.1387A 3.0- —
m<o08 0.80 r
Backbone 0.90+ -
- : R T S [ I S o S ) I S
2. Density correlation TV e — e e = = — =y e _U_u
Side chain or base0.90+ L
0.80- -
Hl>30 @>15
Backbone
3. Density index
Side chain or base
<Dens> = 0.0875,0 = 0.0122
> 60.
Backbone
4. B-factor
sice chan o base 30,1 L1 = LY EIFEE P PP PR i e B P e e
60.- — -
1.00
5. Connect 0.50 +
NFGSLLAVCLMTQILTGLLLAMHYTADTSLAFSSVAHTCRNVQYGWL IRNLHANGASFFFICIFLHIGRGLYYG S|
residue number ;‘ UP" 5‘ ,‘:‘ oFo' 5‘ §
chain identifier  |C
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1387A
W<08
Backbone 0 I
q 1 i SN | ——-__ e T T . e e e 7-__-. S e e == |
2. Density correlation Bkl A e e A s =~
Side chain or base).90+ -

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0875,0 = 0.0122

W > 60.
Backbone

4. B-factor

Side chain or base 30.
60.-

5. Connect

1.00
0.501 -

residue number

chain identifier

SFCHECK 7.03.16
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Local estimation (8)

Backbone
2. Density correlation

%) !_\_:—l_l_\(‘_’ﬂ_ﬂ_\—t—v—v—,—’_‘—\—ﬂ—»fi
L1 M T e e T ) T i L
Side chain or base0.90+ D

0.80-

VNA. (GLY) 2-8: L
o O e T e e A O A B O TH T e e T b

1. Shift
! . 1_07WWMW—MMV&UL7
Side chain or base 204 L
0 =0.1387A 3.0 =
m<038 0.80 i

H>30 E>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0875,0 = 0.0122

5)
0
5)

15
.0
L
0.
0.

W> 60. 60.7 r
4. B-factor
Side chain or base 30.7MMWM&MMMM M—mw,
60.- = -
1.00
5. Connect 0.50- -
HFLLPFAIAGITIIHLTFLHESGSNNPLG| SSDSDKIPFHPYYSFKDILGLTLMLTPFLTLALFSPNLLGDPENF
residue number o g o b o ;' b
— N N N N N N
chain identifier  |C
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1387A
m<os 0.807
Backbone 0.90+1
2. Density correlation = = g o o
Side chain or base0.90+ E_M—U—F_M UJ W H
0.80- -
H>30 @>15
Backbone
3. Density index
Side chain or base
<Dens> = 0.0875,0 = 0.0122
W > 60. . 1
4. B-factor & = — =
Side chain or base 30.*:D:Dmﬂ:[ mu_u: W,
60.- — — =
1.00
5. Connect 0.50 -
TPANPLVTPPHIKPEWYFLFAYAILRSIPNKLGGVLALAASVLILFLIPFLHKSKQRTMTFRPLSQTLFWLLVAN
residue number o 2 o b=y 3 hat b b=
13 o~ N 3] ] ™ 3] 3]
chain identifier C
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Local estimation (9)

VNA. (GLY) 3.09
Backbone

: YO I A A O T L P I e H H T O O T T
1. Shift
e chainorbase 101 D VLIV CF PO R Ve O,
Side chain or base 204 L
0 =0.1387A 3.0

m<o08 0.80 r
Backbone 0.90+ -

2. Density correlation

IR T g Ve e e e Vi F VID VWO TR
Side chain or base0.90+ [

0.80-

H>30 E>15
Backbone

3. Density index

Side chain or base

5]
.0
45

<Dens> = 0.0875,0 = 0.0122

[}

> 60. =
Backbone 3

- e ). I
Side chain or base 30.—MW J—U—MM/U—U—M WMNI—U—H—U—U‘7
60.- — —

15
.0
L
0.
0.

1.00

5. Connect 0.50 r -
LLILTWIGSQPVEHPFITIGQMASLSYFTTLLILFPTIGTLENKMLNY] [GELELHPPAFPWSHGGPLSALDHSS
residue number py 0 © ~ ] o by
(%] ™ ™ ™
chain identifier  |C D

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
o =0.1387A
[W<o0.s8 0.807
Backbone 0.90+
2. Density correlation
Side chain or base).90

0.80-

H>30 @>15
Backbone

3. Density index

Side chain or base

1.
1.
0.
0.5+
1.0+
<Dens> = 0.0875,0 = 0.0122 1.5-

B> 60. 60.
Backbone 30.

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)

2. Density correlation

Side chain or base0.90+ L

0.80-

VNA. (GLY) 2-8: L
W Annlnlnan=al EunlnnnnbninnnnznninniiiiNinn=anninnn=snn=dNnnnz0n=nnnnnnnniinn}

1. Shift
o 1_07%_@&%—%%&%%%,
Side chain or base 204 L
0 =0.1387A 3.0 =
m<o8 0.801 i
Backbone 0.90 r

mafl e o = B nn_|

H>30 E>15
Backbone

3. Density index

15
1.0
0.5
0.
1.

Slde Chain * base :m |
<Dens> = 0.0875,0 = 0.0122 .
> 60.
Backbone
4. B-factor
Side chain or base 30_—M L J\/L—
60.- — - - -
1.00
5. Connect 0.50 -
ARAANNGALPPDLSY | VNARHGGEDYVFSLLTGYCDPPAGVVVREGLHYNPYFPGQAIGMAPPIYNEILEYDDGT
residue number = o b o :r' b bl N
~ - — - - — - -
chain identifier D
V N.A. (GLY) r
Backbone ﬂ_ﬂ_ﬂ_r7
1. Shift RgERgAN
Side chain or base B
0 =0.1387A L
m<os 0.807 r
Backbone 0.90+1 -
- ; ol
2. Density correlation T B— o Saers e = e e [ o] 5 ey SR
Side chain or base).90+

H>30 @>15
Backbone

3. Density index

Side chain or base J_I—‘ [I_U—LL:
<Dens> = 0.0875,0 = 0.0122 =
M > 60. I [

Backbone W7
4. B-factor = =

Side chain or base 30-*%%%@@ ] H:D:I:D:f

60.- = =
1.00
5. Connect 0.501 W -
PATMSQIAKDVCTFLRWAAEPEHDQRKRMGLKMLL I SALLTSLLYYMKRHKWSVLKSRKMAYRPPK] [VHNDVTV
residue number o by a ha b b= 3 H
— — « o~ N 3] I3l
chain identifier D E
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Local estimation (11)

V NA. (GLY) 3.0

S nnniiannnaalnaiinalanneznnnnnnnaNnnnmnnndudunnnunanu el |ANNCYT R
1. Shift

Side chain or base
0 =0.1387A

3o [J LT AL P AR TP L P L o
2.0+ -
3.0

m<08 0.80
Backbone 0.90+

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

Hl>30 @>15
Backbone

3. Density index

Side chain or base

L,
L,
0.
0.
1.

<Dens> = 0.0875,0 = 0.0122

5 —
0 [
5 L

] B B
] NEU RN 0 TR0 1 e
IL5-

B> 60. 60.7

4. B-factor

Side chain or base 30_—<U_UJ_U—[
60.-

[0 T T C L]

1.00

5. Connect 0.50

il

residue number

chain identifier ~ |E

-

PDFSAYRREDVMDATTSSQTSSEDRKGFSYLVTATACVATAYAAKNVVTQFI SSLSASADVLALSKIEIKLSDI P
— I I — — - - bl

N ™ < Lo ©

~ ©

V N.A. (GLY) g-g: r
- Backbone 104
1. Shift 7
) . 1.0
Side chain or base 204
0 =0.1387A 3.0-
m<o08 0.801

Backbone 0.90+1
2. Density correlation

Side chain or base).90
0.80-

W>30 W>15 1.54

1.0+ N
il

3. Density index

Side chain or base

<Dens> = 0.0875,0 = 0.0122

E_S,M“LMU”W“U O wwwwuvuw,
15 L

W>60. 6
Backbone 3

4. B-factor

0.
0.
60.

1.00-
5. Connect 0.5&T FHWT

[l M AR e TN

|aniEllal

residue number

chain identifier E

o

EGKNVAFKWRGKPLFVRHRTQAEINQEAEVDVSKLRDPQHDLDRVKKPEWVILVGVCTHLGCVPIANSGDFGGYY
- ~ — — ~ H ~

(=} — o (32} <
— — - - —

n
-

SFCHECK 7.03.16




Structure Factor Check
3L74

Local estimation (12)

V NA. (GLY) 2-8: r
- Backbone 104
1. Shift
: ; 1.0+
Side chain or base 20
0 =0.1387A 3.0°
m<o08 0.80

Backbone 0.90+

2. Density correlation 3
Side chain or base).90

0.80-

H>30 W>15 1-3*
Backbone 1.0+

" 051
3. Density index
Side chain or base

0.5+
1.0+
<Dens> = 0.0875,0 = 0.0122 1.5-

seckone 30 T e
4. B-factor
60. —

1.00, L]

CPCHGSHYDASGRIRKGPAPYNLEVPTYQFVGDDLVVVG GRLMDRI RKWYYNAAGFNKYGLMRDDTLYEDDDV
residue number b 2 o o e I Q =]
— — — —

chain identifier  [E F

~ N () <

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
o =0.1387A
[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> = 0.0875,0 = 0.0122

W > 60.
Backbone
4. B-factor
Side chain or base 30.
60.-
1.00
5. Connect 0.50
KEALKRLPEDLYNERMFRIKRALDLSLKHRILPKEQWVKYEEDKPYLEPYLKEVIRERLEREAWNKK| [GIHFGN
residue number 3 2 IS S 3 § g i

chain identifier ~ |F G

SFCHECK 7.03.16




Structure Factor Check

3L74

Local estimation (13)

V NA. (GLY) 3.0 r
Backbone %'07 B
1. Shift
Side chain or base 51 |
0 =0.1387A
m<08 0.80

Backbone 0.90+

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

Hl>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0875,0 = 0.0122

> 60.
Backbone
4. B-factor
Side chain or base 30.
60.-
1.00
5. Connect 0.50-
LARVRHI I TYSLSPFEQRAIPNIFSDALPNVWRRFSSQVFKVAPPFLGAYLLYSWGTQEFERLKRKNPADYENDQ|
residue number hat g g ;‘ u‘—" 5‘ ;‘ o‘—o'
chain identifier |G
V N.A. (GLY) -
Backbone L
1. Shift L
Side chain or base B
0 =0.1387A L
m<os 0.807 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 28
<Dens> = 0.0875,0 = 0.0122 1.5
> 60. 60.
Backbone 30.
4. B-factor
Side chain or base 30.4
60.-
1.00, i
5. Connect +

O.S&ﬂ

residue number @

chain identifier H

EEEELVDPLTTIREHCEQTEKCVKARERLELCDARVSSRSHTEEQCTEELFDFLHARDHC
[ o) [} )] o))

- N ™ < Te)

VAHKLFNKLK
o2}
©

SFCHECK 7.03.16




Structure Factor Check

3L74

Local estimation (14)

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

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

1. Shift =
o o (HHHFT A M THTE
Side chain or base 204 L
0 =0.1387A 3.0- -
m<08 0.80 [
Backbone 0.90+ |

S | R
AT T"IH T rre

0.80 L
H>30 W>15 %g’ I
Backbone =
L 5501 i Dl flbn et L DT M
3. Density index & = = =
Side chain or base 9-27 al W r
1.04
<Dens> = 0.0875,0 = 0.0122 1.5- —

Side chain or base 30.
60.-

> 60. 60. -
e "- [II

1/

1.00-
5. Connect 0.50

[t TH]

W

residue number

chain identifier

RPLLCRESMSGRSARRDLVAGI SLNAPASVR|
N [\ N

Yo}

©

~

N -

J

ALLRQAYSALFRRTSTFALTVVLGAVLFER,|
< <

N

Backbone 0.90q

VN.A. (GLY) g-g: L
: packbone Lo M T e T ey e b e e e e e e e e e e T e

1. Shift 5 T
_ _ L O’W mmtmtwitmmf

Side chain or base 20 L

0 =0.1387A 3.0~ =
W<08 0.80+ r

M

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

Wm I
LR L LD Ol |

IR (00 ]l
W PRPOR T P e e

il i

]

0.80-
B>30 B> 15 Is
Backbone 0:5
3. Density index -
Side chain or base gg:
<Dens> = 0.0875,0 = 0.0122 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-

H_H

it

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
3L74

Local estimation (15)

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

1. Shift
) ) 1.0—MMWMWWWMM*
Side chain or base 204 L
0 =0.1387A 3.0- —
m<08 0.80 r

ackhone OIQGMM M7

2. Density correlation

oo T LU P F T PITEFITE

H>30 H>15 1.5
Backbone
3. Density index E
Side chain or base 0'5:

1.0
<Dens> = 0.0875,0 = 0.0122 1.5-

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

1.00
5. Connect 0.50

SRYENEKNNGAGYFVEHLAFKGTKKRPCAAFEKEVESMGAHFNGYTSREQTAFY I KALSKDMPKVVELLADVVQN
residue number [32] [32] [ ™ (a2} [s2] ™

[¥e) © ~ © o S o
chain identifier [N

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

- Backbone 104

1. Shift e
- L O—MWW*
Side chain or base 204 L
0 =0.1387A 3.0~ =
m<o038 0.80q r
Backbone 0.90+1 -

2. Density correlation e

= = \_b—'\/l_l = [
Side chain or base0.90+ [] I I I . W MLLLI:I:D l:I I] ri
0.80- .

H>30 W>15 157
Backbone 1.04

0.5+

3. Density index =
Side chain or base gg:ﬂ u—uJ u U—’V LU_UJ—UJ WW LU_M_H_U w U_Lu Lu u_r_u L:
1.5- —

<Dens> = 0.0875,0 = 0.0122

B> 60. 60. T
4, B-factor T
60. = =

1.00
5. Connect 0.501 "

CALEESQIEKERGVILQELKEMDNDMTNVTFDYLHATAFQGTALARTVEGTTENIKHLTRADLASYIDTHFKAPR,
(8] (82 o™ o [32) o™ (32 [a2)

residue number N ™ < Yo} © ~ @ o
— — — — — — — —

chain identifier N

SFCHECK 7.03.16
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3L74

Local estimation (16)

VNA. (GLY) 2-8: L
- peeene S EN=anERE N nnn=NeSeeReVa SRa ey at=n i nnn A nn AN An Nl il AR n N n S AR AN e nAE
1. Shift
- Lo VI O Ve e T O M A PV P
Side chain or base 204 L
0 =0.1387A 3.0- —
m<08 0.80

Backbone 0.90+

MFI:[I%HMM M:

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

Oy Y Jpre o e

Hl>30 @>15
Backbone

3. Density index E

ol b T e L

=W R © =
Side chain or base 88: W w U\/I_I:[[
<Dens> = 0.0875,0 = 0.0122 1.5- — —
> 60. 60. e T T T
Backbone 30. W i
4. B-factor
60. = = e
1.00 |
scanet o[ IR :
MVLAAAGG| SHKELVDAARQHFSGVSFTYKEDAVPILPRCRFTGSEI RARDDALPVAHVALAVEGPGWADPDNVV
residue number 8 2 m g g 8 8
N [aV) N N N N N
chain identifier [N
VN.A. (GLY) g-g: L
W Snninalannnannnntuansunnnninialinze==inAtugnsnnnnnnsineniinulinannnnnninzst
1. Shift 5 r
_ _ 1'0’WWWMW7
Side chain or base 20 L
0 =0.1387A 3.0~ =
m<o08 0.801 i

Backbone
2. Density correlation

Side chain or baseo_g(yﬁ h LU\HW‘_‘ - D D I L

W>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0875,0 = 0.0122

W > 60.
Backbone
4. B-factor T
Side chain or base 30. m m :U:D:III I
60.- — il _ _ L — — — —
1.00
5. Connect 0.50- i |

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
3L74

Local estimation (17)

V NA. (GLY) 3.0

P enli=nan=alatea)=a] SNRNN=nEann=E=nsaseRan=AnNNAnnnlnnunEANN SN An N Nn R Rn R A
1. Shift
, , 1_0,JMMW—MMUMWMMMLL
Side chain or base 204 L
0 =0.1387A 3.0

W<o08 0.80 [

sotone 000 o o oM Bl [

2. Density correlation

Side chain orbaseo.g&w ﬂ - FU o WW = u_[—uw L

0.80-

W>30 W>15 %g -
3. Density index

0.

1.

Side chain or base 8: H D m VI—HFW
<Dens> = 0.0875,0 = 0.0122 5= =
W > 60. 60.7 T il
o TN T
4. B-factor
Slde Chain * base 307ml L m i |
60.- e e B —L
1.00
5. Connect 0.50- -
LCTSTTESEVKRAKNHLRSAMVAQLDGTTPVCETIGSHLLNYGRRI SLEEWDSRI SAVDARMVRDVCSKY | YDKC
residue number 8 2 m 8 8 8 2
™ ™ ™ ™ ™ < <
chain identifier [N
VNA. (GLY) 39 B
o O i I o] [
1. Shift = r
B 1_0,jqﬂjjvm@v[m] mmmuwwwmiﬂﬂvg
Side chain or base 20 L
0 =0.1387A 3.0° =
m<o038 0.80q r
Backbone 0.90q r
2. Density correlation = S =acalle — ==
Side chain or base).90 ‘—’\Fﬂ_}—]_r [I] I I I r
0.80- -

W>30 @>15
Backbone

3. Density index

T T T N R iy R T
<Dens> = 0.0875,0 = 0.0122 1.5- -

PR AT M 0000
s {1 [T]] P O 1

7.00
5. Connect 0.50 W L

PALAAVGPIEQLLDYNRIRSGMYWI| [CPGAEDLEITKLPNGLI IASLENFSPASRIGVFIKAGSRYETTANLGT
residue number Q 2 Q =) ® @ © ®
g Q I = N ) < )

chain identifier N o)

SFCHECK 7.03.16
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3L74

Local estimation (18)

V NA. (GLY) 3.0 r
Backbone %'07 B
1. Shift
Side chain or base 51 |
0 =0.1387A
m<08 0.80

Backbone

0.904

2. Density correlation

Side chain or baseQ.90+
0.80-

Hl>30 @>15
Backbone

3. Density index

Side chain or base
<Dens> = 0.0875,0 = 0.0122
> 60.

Backbone
4. B-factor

Side chain or base 30.

60.-
1.00
5. Connect 0.50 +
AHLLRLASPLTTKGASSFRITRGIEAVGGSLSVY STREKMTYO%VECLRDHVDDTOVMEYL LNVTOTDAPEFRPWEVOTODL
residue number Q © © ©
3 = 8 & S = S g
chain identifier O

V N.A. (GLY)

Backbone
1. Shift

Side chain or base
0 =0.1387A
m<os 0.807

Backbone 0.90+1
2. Density correlation E

Side chain or base).90

0.80-

m>30 W>15 %8 ]

Backbone O:Sm
3. Density index

Side chain or base gg:
<Dens> = 0.0875,0 = 0.0122 1.5-
W > 60. 60

Backbone 30.1
4. B-factor B

Side chain or base 30.4

60.-
1.00

5. Connect 0.50-

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
3L74

Local estimation (19)

2. Density correlation

Side chain orbasegzzgzﬂ:l D:ITI]—V VEI7 D Mﬁ T_I—V e D i D I I E

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

1. Shift
‘ . 1 o P VeV VA A A v Ve e AV EVET AV,
Side chain or base 204 L
0 =0.1387A 3.0- -
m<o0s8 0.80 r
Backbone 0.904 i

H>30 W>15

3. Density index

<Dens> = 0.0875,0 = 0.0122

1.5+

Backbone

0.54

Side chain or base

osT B IFeT I BRI A T U Y U
5=

2. Density correlation

W> 60. 60.
Backbone 30.
4. B-factor =
Side chain orbase Som “-m
60. 7
1.00 1 1] T
5. Connect 0.50- m W—
LKSVAEQFLN IRSGAGTSSAKATYWGGE I REQNGHSLVHAAVVTEGAAVGSAEANAFSVLQHVLGAGPLIKRGSS
residue number = 2 3 @ 2 3 ® 2
N N ~N N N N N N
chain identifier O
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1387A
m<o038 0.80q r
Backbone 0.90+1 =

oo [T P T O W HITE

W>30 E>15 %8: 7
oo STt ot T e T e TR
. Density index = =
v = V= =N
Side chain or base gg: H_LUJ U—'_‘_U_LI\/ U/UJ Lu_‘ = LI—U_‘ LN\/-L}_LU r
<Dens> = 0.0875,0 = 0.0122 157 C

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

SFCHECK 7.03.16

residue number

chain identifier
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Structure Factor Check
3L74

Local estimation (20)

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

: ; 1.04 [
Side chain or base 204 L
0 =0.1387A 3.0

m<os 0.80-
packbone O'QGTH%WHMM H—H_I:I_J“H_H—W—I_L\I’ﬂﬁfﬂb—_wﬂ_ﬁi

2. Density correlation -

i i L 0 O R

H>30 W>15 %g: L
Backbone 0.5 L

3. Density index

Side chain or base 88: R A m U\m . D_u]_D—LU LLUJ LD:LMJ T_(WEP:ED_D?:
1.5- L

<Dens> = 0.0875,0 = 0.0122

Backbone 30.
4. B-factor =
60. —

00, =
5. Connect 0501 THT ﬂ -

ATYLMSVETAQGLLNEIGSEALLSGTHTAPSVVAQKIDSVTSADVVNAAKKFVSGKKSMAASGDLGSTPFLDEL
[>o} [« [} @ [ee] e} @© [eo]

residue number © ~ 0 > o — N (3]
™ ™ ™ ™ < < < <

chain identifier O

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
o =0.1387A
m<o0s8 0.80
Backbone 0.904
2. Density correlation e
Side chain or base).90

0.80-

H>30 W>15 157
Backbone 1.04

L 0.51
3. Density index
Side chain or base

0.5+
1.0+
<Dens> = 0.0875,0 = 0.0122 1.5-

H>60. 60.
Backbone 30.

60.

4. B-factor

1.00,
5. Connect 0.501 N

APNIRKSHPLLKMINNSLIDLPAPSNISAWWNFGSLLAVCLMTQILTGLLLAMHYTADTSLAFSSVAHTCRNVQY
N N o o o o N

residue number (N N N ™ < 0 © ~

chain identifier P

SFCHECK 7.03.16
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Local estimation (21)

2. Density correlation

Backbone

%] Mmmmm

E = —
Side chain or base0.90+ I I L
0.80- L

VNA. (GLY) 2-8: L
W NnnanlalnnadiNnnnndinnnEnneannennniinnnnnnnnninnlnnuinnnsnniinnzAAnEnniRnhng
1. Shift
B . 1.0
Side chain or base 20 L
0 =0.1387A 3.0~ -
m<o08 0.807 i

W>30 @>15

3. Density index

<Dens> = 0.0875,0 = 0.0122

Backbone

Side chain or base

> 60.
Backbone
4. B-factor
Side chain or base 30.4 m/u_l m MM MWM M B
60.- — = - = = Ll
1.00
5. Connect 0.50 +
GWL IRNLHANGASFFFICIFLHIGRGLYYGSYLYKETWNTGVILLLTLMATAFVGYVLPWGQMSFWGATVITNLF
residue number % g 8 o g % g
— - — - -
chain identifier [P
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1387A
m<o0s8 0.804

Backbone 0.90+1
2. Density correlation

T [ VAV A =L - =
Side chain or base).90 L
0.80- L

H>30 E>15

15
1.0

Backbone 05

3. Density index

I T T T ¥

Side chain or base gg::I_U—LM_U <L v H_U_U_LI]]I[

<Dens> = 0.0875,0 = 0.0122 1.5- oo
> 60. 60. — — =
4. B-factor E L
Side chain or base 30_'[ :I:HI L
60. — LRl Ll

1.00

5. Connect 0.50 -

SFCHECK 7.03.16
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Local estimation (22)

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

B 1 o CE PV A e A e P O A e e e Ve A,
Side chain or base 204 L
0 =0.1387A 3.0- =
m<o0s8 0.80 r

Backbone 0.90+

el e on B o AN o Bodinedl Be ool

2. Density correlation ER=RNE= == IVEFD:mf
Side chain or base).90- W 1‘_’—‘—‘_‘_‘1
0.80-
W>30 W>15 %g
o Backbone O:5
3. Density index e —
Side chain or base ggim—w Lq_UJJ W
<Dens> = 0.0875,0 = 0.0122 1.5-
B> 0. 60.— T uEE (11T [Tl
4. B-factor e -
Side chain orbase SOI ‘ M M 1 |
60. — = — E— L
1.00 m
5. Connect 0.50- -
FKDILGLTLMLTPFLTLALFSPNLLGDPENFTPANPLVTPPHIKPEWYFLFAYAILRSIPNKLGGVLALAASVL I
residue number % # CL?)‘ % ﬁ % g
N N N N N N N
chain identifier [P
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1387A
m<o038 0.80q
Backbone 0.904
2. Density correlation =
Side chain or base).90

0.80-

W>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0875,0 = 0.0122

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

residue number

chain identifier

SFCHECK 7.03.16
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o N N N N [\ N N

o L o ™ < n © ~

<2} ™ ™ ™ ™ ™ ™ ™

P




Structure Factor Check

3L74

Local estimation (23)

2. Density correlation

Side chain or baseQ.90+

VNA (GLY) 3.0 [
Backbone %8: B
1. Shift S
‘ ) 1 07JJ—H
Side chain or base 2'07
0 =0.1387A 3:07
m<0s8 0.80
Backbone 0.90H

i |3

0.80-
H>30 @>15 1-8’
- Backbone (%5:
3. Density index =
Side chain or base (]?8:
<Dens> = 0.0875,0 = 0.0122 1.5-
> 60. 60.
Backbone 30.
4. B-factor
Side chain or base 30_.
60.
1.00 L
5. Connect 0.50 W T,
MLNY] [GELELHPPAFPWSHGGPLSALDHSSVRRGFQVYKQVCSACHSMDYVAFRNLIGVTHTEAEAKALAEEVE
residue number — hat b - b s 3
chain identifier [P Q
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1387A
m<o038 0.80q

Backbone
2. Density correlation

Side chain or base).9l

1O ﬂwmjfvﬂﬁﬂ‘?ﬂ
of T L N L

W>30 @>15
Backbone

3. Density index

Side chain or base

1.0

oo HFI ® W1

<Dens> = 0.0875,0 = 0.0122 1.5-
W > 60. 60.

Backbone 30.
4. B-factor

Side chain or base SOE.V-V-VII

60.
1.00 L]

5. Connect 0.50- W T T -

residue number

chain identifier  |Q

SFCHECK 7.03.16
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Local estimation (24)

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

1. Shift
o 1 o PV MV VA PR RO A FORVOFE A SO
Side chain or base 204 L
0 =0.1387A 3.0- —
m<08 0.80 r

Backbone 0.90+ I

v =
Side chain or base0.90 I W W . I U_U—W W ﬂ
0.80-
W>30 W>15 %g: -
Backbone 054 B
T v jm F:q F C
Side chain or base gg:j\/ u—U—LH—M_H_ND_U—‘ U—LD—EU
<Dens> = 0.0875,0 = 0.0122 1.5
Slde Chain x base Som“ I m
60. —
1.00 m
5. Connect 0.501» I
residue number o © ~ 0 o o —
- - — — ~ N N

2. Density correlation -
3. Density index
B> 60. 60. T
Backbone 30.
4. B-factor
EGLHYNPYFPGQAIGMAPPIYNEILEYDDGTPATMSQIAKDVCTFLRWAAEPEHDQRKRMGLKMLL I SALLTSLL
— — - — - - —

chain identifier  |Q

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
o =0.1387A
m<o0s8 0.80
Backbone 0.90+
2. Density correlation
Side chain or base).90
0.80-
m>30 @>15 1
ackbone 0:57

3. Density index

Side chain or base

<Dens> = 0.0875,0 = 0.0122

0.5+

1.04

1.5-
0.

W>60. 6
Backbone 30_]
4. B-factor

Side chain or base 30,]:']:
60.

1.00
5. Connect 0.501

T
T

YYMKRHKWSVLKSRKMAYRPPK| [VHNDVTVPDFSAYRREDVMDATTSSQTSSEDRKGFSYLVTATACVATAYAA
residue number | & - o - = o o H |—|
BN N

chain identifier  |Q R
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Local estimation (26)
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Local estimation (27)

3. Density index

V N.A. (GLY) 2'8: -
- Backbone 1:07
1. Shift
1.0+
Side chain or base 204
0 =0.1387A 3.0-
m<os 0.80
peckhone O'gom
2. Density correlation
Side chain or balseO_Q(O);ljv I [I I EI:I
0.8
H>30 @>15 %g:
Backbone 0257

[V Oy

O

2. Density correlation

Backbone

0.804
O'Q&MMH

Side chain or baseO.9(¥:Dj:]:l DTEI ﬂ]]
0.80-

oo ERER=R=T o o
Side chain or base 8 8 Lu u U L L
<Dens> = 0.0875,0 = 0.0122 15 =
W> 60. 60.
Backbone 30.
4. B-factor
Side chain orbase 30Elv-v_ _
60.
1.005 =
5 Connest A TR AR e (e T T T
) FLGAYLLYSWGTQEFERLKRKNPADYEN| [ELVDPLTTIREHCEQTEKCVKARERLELCDARVSSRSHTEEQCTE
residue number ¥ 3 N N I S Y S
chain identifier [T (9]
V N.A. (GLY) 3-8*
Backbone 1'0: [
1. Shift i mEnEl
’ ) 1.0
Side chain or base 204
o =0.1387A 3.0
m<o038

S | T T
Trminm i

|| 8

W>30 @>15

<Dens> = 0.0875,0 =

3. Density index

Backbone

Side chain or base
= 0.0122

fmTﬂTWTWFW% oo e e e AL Ml

PO TOom =

oo ey uyY [

L

M
Backbone
4. B-factor
1.0(%7 1

SFCHECK 7.03.16

residue number

chain identifier

ELFDFLHARDHCVAHKLFNKLK
o N
© ~

o ™ [Te)

<
©

............. RPLLCRESMSGRSARRDLVAGISLNAPASVR
© < <

~

ALLRQ

z

=




Structure Factor Check

3L74

Local estimation (28)
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Local estimation (29)

2. Density correlation
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