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

Structure Factor Check
3L74

Title: CYTOCHROME BC1 COMPLEX FROM CHICKEN WITH FAMOXADONE BOUND
Date: 28-DEC-09
PDB code: 3L74
Crystal Structure Factors
Cell parameters: Input
af 19210%9 4 b 91083669 2 _C:ggd")%m 2 Nominal resolution range: 58.7- 2.70 A
o ' B: : v: : Reflections in file: 199233
Space group: P 2121 21 Unique reflections above 0: 199233
above b: 194835
above &: 123637
SFCHECK
Nominal resolution range: 58.7- 2.76 A

M odel
32703 atoms (28 water molecules)

\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

[To)

Number of chains: 51

Volume not occupied by model: 62.5 %

<B> (for atomic model): 61.9 A2

o(B): 21.35 AN2

Matthews coefficient: 4.11

Corresponding solvent % : 69.81
Refinement

Program: CNS 1.1

Nominal resolution range: 58.7 - 2.76 A

Reported nominal resolution: 2.00 A
Reported R—factor: 0.259
Number of reflections used: 189275
Reported Rfree: 0.29
Sigma cut-off: N.A.

B_overall (by Patterson): 45.AN2
Optical resolution: 2.06 A
Expected opt. resol. for complete data set: 2.06|A
Estimated minimal error: 0.076 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 A
Estimated maximal error: 0.246 A
DPI: 0.315 A
Scaling
Scale: 0.528
Bdiff: -6.52

Anisothermal Scaling (Beta):
6.7160 —2.6140 1.8346 0.0000 0.0000 0.0

Solvent correction — Ks,Bs: 0.710 250.093

DDO
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Local estimation

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

1. Shift
; i 1.0 -
Side chain or base 204 L
0 =0.1383A 3.0- -
m<08 0.80 r

Backbone OIQGM M7

2. Density correlation -

Side chain or base0.90- = Wﬁﬂw IJ]_D:I W u—1_|_1_ljzv Vo MT 0

H>30 m>15 i r
Backbone 054

3. Density index E

Side chain or base 28: D D D D D D D I I
<Dens> = 0.0876,0 = 0.0121 1.5

W> 60. 60
Backbone 30

Side chain or base 30.
60.

1.00, w
5. Connect 0.50_| M S

ATYAQTLQNIPETNVTTLDNGLRVASEESSQPTCTVGVWIGAGSRYENEKNNGAGYFVEHLAFKGTKKRPCAAFE
i o~ o~ o o~ o o o~
residue number N N ] S 9 o 8 N

chain identifier ~ |A

V N.A. (GLY) 3.0
Backbone

, L0 M e H e e e B e O e B T
1. Shift 5 r
) ) 1_07WWW,
Side chain or base 20 L
0 =0.1383A 3.0

m<o038 0.80q r

packbene O'Q&Mmﬁwmf

2. Density correlation E

T[[ W‘T VA i
Side chain or base0.90+ U>

3. Density index

Side chain or base

0.80-
<Dens> = 0.0876,0 = 0.0121

m>30 E>15 1
B0 60.
4. B-factor M

60. =
1.00
5. Connect 0.50- 3
KEVESMGAHFNGYTSREQTAFY IKALSKDMPKVVELLADVVQNCALEESQIEKERGVILQELKEMDNDMTNVTFD
residue number S S S B BN & g
— — — — —
chain identifier ~ |A
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Local estimation (2)

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

. . 1_07WMWMLMWM7
Side chain or base 204 L
0 =0.1383A 3.0- -
m<08 0.80 r
Backbone 0.904 |

2. Density correlation T = = — al
Side chain or base0.90+ Wﬂ ﬂ T I I D I I [

0.80-

H>30 m>15 T r
2 ety e B8 T T
. Density index |
e T =
Side chain or base 28 «U m]—u_u Mm UJ_D:U\/ L
<Dens> = 0.0876,0 = 0.0121 15 =
W> 60. 60.7 S
4. B-factor —
Side chaln orbase 30. [ _m-
60.- - —
1.00
5. Connect 0.50- T W =
YLHATAFQGTALARTVEGTTENIKHLTRADLASY IDTHFKAPRMVLAAAGG| SHKELVDAARQHFSGVSFTYKED
residue number [ 3 Q S S q o N
~ - - — - N [aV) N
chain identifier ~ |A
V N.A. (GLY) g-g: r
e ¥ B alanananl sancaansintenilnii=aniaiiisizasasniialznanaalssiniianlis
1. Shift & =
o Lo T U H A O A A e e S e TR
Side chain or base 204 L
0 =0.1383A 3.0~ =
m<os 0.80 r
packbene 0991 W7
2. Density correlation TEE = Vi = [ - vy s = L
Side chain or base).90 -
0.80- L
HW>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0876,0 = 0.0121

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 7.1.01
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Local estimation (3)

2. Density correlation

[ o e
:P:‘:‘:'_‘:EI_DZ‘:‘:'—EWD_VD:T FE === N/ [ /1T Dj
Side chain or base0.90+ L

0.80- L

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

1. Shift
. Lo P A A P A A P T A A P S
Side chain or base 204 L
0 =0.1383A 3.0- —
m<08 0.80q r
Backbone 0.90+ i

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0876,0 = 0.0121

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
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1383A
m<o08 0.801
Backbone 0.90+
2. Density correlation E
Side chain or basm_g&WTw
0.80-

W>30 @>15
Backbone
3. Density index
Side chain or base
<Dens> = 0.0876,0 = 0.0121
> 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

SFCHECK 7.1.01
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Local estimation (4)

V NA. (GLY) 3.0 r

- Backbone 104
1. Shift

Side chain or base
0 =0.1383A

AJMHALMMJ_LMW%W:

m<o038 0.80 r
S O'QGM |
A i i Mﬂwﬂﬂwm I B

2. Density correlation -

side chain or baseo_gfljjlwl g e Vlﬁﬁ T WIV T
0.80- L

W>30 @>15 1.5+

Backbone

3. Density index

Side chain or base
<Dens> = 0.0876,0 = 0.0121

Ul e DAL o R T

B> 60. B0 _ - TTTTT ] ]
Backbone 30. W- W l
4. B-factor T
s | W] DmNEl g1l 1 |
60. - - — —

1.00

5. Connect 0:50 { T S

residue number

chain identifier

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

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1383A
W<08 0.80q r

Backbone 0.90+1 -

2. Density correlation

o, TN I P00 T Q°
0.80- L

1.5
H>30 W>15 ]

0.5+

Backbone

3. Density index
Side chain or base
<Dens> = 0.0876,0 = 0.0121

e T A O A AT )
PP S0 o e O A IO |

0.5
1.0
1.5

B> 0. 60.
~ T 7
4. B-factor —
60.

1.

1.00

5. Connect 0.501 -

residue number

chain identifier
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Local estimation (5)

V N.A. (GLY) 2-8:
- Backbone 104

1. Shift
; i 1.0+
Side chain or base 204
0 =0.1383A 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’
Backbone 1.0+

. . 0‘57
3. Density index e
Side chain or base

0.5
1.0
<Dens> = 0.0876,0 = 0.0121 15

Side chain or base 30.
60.

B> 60. 60.
Backbone SO.E
4. B-factor l

1.00

5. Connect 0.50

* [ I

residue number

chain identifier B

~
—

[ce) (<)) o — N ™
— — N N N N

NPLYCPDYRIGKITSEQLHHFVQNNFTSARMALVG]IGVKHSDLKQVAEQFLNIRSGAGTSSAKATYWGGEIREQN
o (92} (o2} [2] [} [} [2]

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1383A
W<08 0.80q

Backbone 0.90q

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

H>30 @>15 157
Backbone 1.04

L 0.51
3. Density index
Side chain or base

0.5+
1.04
<Dens> = 0.0876,0 = 0.0121 1.5-

Bl Al el e i LR

B> 60. 60.
Backbone 30_.
4. B-factor &
Side chain or base 30,—v[
60.-

1.00,
5. Connect 0.501

1111 il

G
residue number %
N
B

chain identifier

Tel © N~ @ 2] [}
N N N N N ™

HSLVHAAVVTEGAAVGSAEANAFSVLQHVLGAGPLIKRGSSVTSKLYQGVAKATTQPFDASAFNVNYSDSGL FG|
(2] (2] (o2} (2] (2] (o2} [}

—
™
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Local estimation (6)

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

1. Shift
- 1 oAV AR AV P A P AV Ve Ve =,
Side chain or base 204 L
0 =0.1383A 3.0- -
m<08 0.80 r
Backbone 0.90+ |

2. Density correlation -

e e I L el |

H>30 m>15 i C

3. Density index E

Side chain or base

<Dens> = 0.0876,0 = 0.0121

5 L
0 L

M > 60. 60. i
BaCkbone 30[ _

4. B-factor =
Slde Chain x base SOI m

60. T

1.00 r
o 12 i I

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

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

chain identifier B

¥ N.A. (GLY) g-g: r
I ] PeENERT=nSN=afinati=iannninllsnst

1. Shift L
Side chain or base '~ | O D q D D O [] D r

0 =0.1383A

W<0.38 0.80+
°-%Jﬂmmﬂmm@

2. Density correlation E

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

H>30 W>15 157
Backbone 1.04

o 0.5
3. Density index

Side chain or base ggij—u UJ u LUJ B W I—LU\/U_NI_U_HJ—U LLUJ U_U_LU Lu LU—U u_l:-l
<Dens> = 0.0876,0 = 0.0121 15]

W > 60. 60. ]
4. B-factor n [
60. — =

1.00+ w —
5. Connect 0.5&W W =

QKIDSVTSADVVNAAKKFVSGKKSMAASGDLGSTPFLDEL] [MAPNIRKSHPLLKMINNSLIDLPAPSNISAW
o o <2} o — — —

A
residue number S} 3 = I = o N ™
)
B

43

< < <

chain identifier C
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Local estimation (7)

V NA. (GLY) 2-8: r
e o (e e O H e P T e e e e e
1. Shift
" ! 1.0+ =
Sidechan o base 10 WW
0 =0.1383A 3.0- —
m<o08 0.80 r
Backbone 0.90+ -
2. Density correlation Ve —m— e e = — == B Y _U_u
Side chain or base0.90+ L
0.80- -
Hl>30 @>15
Backbone
3. Density index
Side chain or base
<Dens> = 0.0876,0 = 0.0121
> 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 b= o b 2 = by §
chain identifier  |C
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1383A
m<o038
Backbone 0 I l
3 3 e o e e e T i Y .. SO o ) | SR | o L
2. Density correlation e oA S e s = _T_EED7 =~
Side chain or base).90+ -

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0876,0 = 0.0121

W > 60.
Backbone

4. B-factor

Side chain or base 30.
60.-

5. Connect

1.00
0.501 -

residue number

chain identifier

SFCHECK 7.1.01
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Local estimation (8)

Backbone
2. Density correlation

- U | O, B s
P R e =S o T o i e = P s S e O s S e N i S s s

Side chain or base0.90+
0.80-

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

1. Shift
o 1 o A R O = e P e B P e P e,
Side chain or base 204 L
0=0.1383A 3.0~ -
m<o08 0.80 I

AL B R

H>30 E>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0876,0 = 0.0121

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 =0.1383A
m<os 0.807
Backbone 0.90+1
2. Density correlation = = g —— o = T
Side chain or base0.90+ Wﬂ—u—r—m UJ W =
0.80- -
H>30 @>15
Backbone
3. Density index
Side chain or base
<Dens> = 0.0876,0 = 0.0121
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

SFCHECK 7.1.01
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Local estimation (9)

VNA. (GLY) 3.09
Backbone

: O T A e O O W HIT g T T T
1. Shift
e chainor base 10T I U E TR RO Ve e
Side chain or base 204 L
0 =0.1383A 3.0

m<o08 0.80 r
Backbone 0.90+ -

2. Density correlation =

‘—‘—t_'—‘—\_[v_\_'—‘ L[—'_M\/—‘_[ == V\ 7':‘ =]
Side chain or base0.90+ D I [

0.80-

H>30 E>15
Backbone

3. Density index

Side chain or base

5]
.0
45

<Dens> = 0.0876,0 = 0.0121

[}

> 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
0 =0.1383A
[W<o0.s8 0.807 I
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> = 0.0876,0 = 0.0121 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

SFCHECK 7.1.01
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Local estimation (10)

V NA. (GLY) 3.0

secome Ao I M b e O e e T e e e e e T T
1. Shift

Side chain or base
0 =0.1383A

m<o0s8 0.80

Backbone 0.90+
A_l—c—v—l_L — —_— i

2. Density correlation -

_—nl]
Side chain or base).90

0.80-

H>30 E>15
Backbone

3. Density index

Side chain or base

<Dens> = 0.0876,0 = 0.0121

3 (LA Y I TP 1 i 1

15
1.0
0.5
0.
1.

> 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)
Backbone
1. Shift
Side chain or base
0 =0.1383A
m<os 0.807
Backbone 0.90+1
2. Density correlation T = B s e s we e B e e T
Side chain or base).90+ -

H>30 @>15
Backbone
3. Density index
Side chain or base
<Dens> = 0.0876,0 = 0.0121
W > 60.
Backbone
4. B-factor = =
60.- = -
1.00
5. Connect 0.50 W :
PATMSQIAKDVCTFLRWAAEPEHDQRKRMGLKMLL | SALLTSLLYYMKRHKWSVLKSRKMAYRPPK] [VHNDVTV
residue number o by a ha b b= 3 H
= — « N « « I
chain identifier D E
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Local estimation (11)

2. Density correlation

Side chain or baseQ.90+
0.80-

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

1. Shift
o chai 1.0—MMWWMW—
Side chain or base 20 L
0 =0.1383A 3.0- —
m<08 0.80q r
Backbone 0.90+ i

H>30 @>15
Backbone

3. Density index

1.
1.
0.
Side chain or base g_)

<Dens> = 0.0876,0 = 0.0121

5
0 L
5 i

IR

4. B-factor

> 60. 60. —
Side chain or base 30.7<U_UJ_U—I;7 M JNMU—U_M_U—UM_U—U—M

60.-

1.00
5. Connect 0.50

It

residue number

PDFSAYRREDVMDATTSSQTSSEDRKGFSYLVTATACVATAYAAKNVVTQFI SSLSASADVLALSKIEIKLSDI P
— I I — — - - bl

— o~ ™ < o © ~ ©
chain identifier ~ |E
V N.A. (GLY) g-g: r
- Backbone 104 B
1. Shift B

’ ) 1.04 L
Side chain or base 204 L
0 =0.1383A 3.0- =
m<os 0.807 r

2. Density correlation

Backbone 0.90q

]

0.80 —

Backbone

3. Density index

W>30 W>15 1.54

- T H e e T et T e T e T T e T

Side chain or base 30.

el TEE R B
Sidechan o base 05 =V b uwtf%mﬂﬁwﬂmMu1u §
<Dens> = 0.0876,0 = 0.0121 1:57 L
W > 60. 60.
Backbone 30.
- _
60.

1.00 r

residue number

chain identifier

SFCHECK 7.1.01
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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 =0.1383A 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+

" 0.5
3. Density index
Side chain or base

0.5+
1.0+
<Dens> = 0.0876,0 = 0.0121 1.5-

seckone 30 T e
4. B-factor
60. —

1.00

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
0 =0.1383A
[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> = 0.0876,0 = 0.0121

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 7.1.01
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3L74

Local estimation (13)

V NA. (GLY) 3.0 r
Backbone %'07 B
1. Shift
Side chain or base 51 |
0 =0.1383A
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> = 0.0876,0 = 0.0121

> 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 =0.1383A 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> = 0.0876,0 = 0.0121 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 7.1.01
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Local estimation (14)

Backbone 0.90+

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

| IR, I N E |

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

1. Shift =
o e 10 [P RO M HT
Side chain or base 204 L
0 =0.1383A 3.0- —
m<08 0.80 [

mf
MM T"IT NI Tre

0.80- —
H>30 @>15 1.59 -
o 53] by e MMnpel] AT R

o ST P (il B

3. Density index E — = VE=ar) = = L
Side chain or base 287 ﬂf:u u r u [:I]_WW:

<Dens> = 0.0876,0 = 0.0121 1.5- = —

Side chain or base 30.
60.-

> 60. 60. -
(IO

I

1.00-
5. Connect 0.50

b/l

W

residue number

chain identifier

RPLLCRESMSGRSARRDLVAGI SLNAPASVR|
N [\ N

Yo} ©

~

ALLRQAYSALFRRTSTFALTVVLGAVLFER
< < <
— N

J

VNA. (GLY) 3.0
Backbone

T T T e O e e o e Ce e e e e e

Backbone 0.90q

mmm

1. Shift 5
o chainorbase 10T LIS EEF A= -
Side chain or base 20 L
0=0.1383A 3.0 —
m<o0s8 0.80 r

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

WF !
LN RGN i

BRI 0o gnl
[ R el Lt

il i

]

0.80-
B>30 B> 15 Is
Backbone 0:5
3. Density index -
Side chain or base gg:
<Dens> = 0.0876,0 = 0.0121 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-

]

TR

residue number

chain identifier

SFCHECK 7.1.01
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Structure Factor Check
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Local estimation (15)

2. Density correlation

0.80 —
ackhone O'QGM M Man .

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

1. Shift
' . l_o,wwwwwwu%mwwﬂf
Side chain or base 204 L
0 =0.1383A 3.0- —
m<o038 p

Side chain or base0.9

AT I T FITEITE

H>30 W>15

<Dens> = 0.0876,0

3. Density index

0P VD O = O
Side chain or base o.S:WW LU me—tl_mw:
1.5 L

Backbone

0.54

1.0
= 0.0121

s b o e o e T T

W> 60. 60. T
Backbone 30.
4. B-factor
Side chain orbase Solm _
60. -
1.00
5. Connect 0.50 L +
SRYENEKNNGAGYFVEHLAFKGTKKRPCAAFEKEVESMGAHFNGYTSREQTAFY I KAL%KDMPKVVELCI;)ADVVQN
residue number g $ “',\" g 8 3 =
chain identifier [N
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1383A
W<08 0.80q r
Backbone 0.90+1 -
M

2. Density correlation

e = \_b—'\/l_l = [
Side chain or base0.90+ [] I I I . W u—'_“\/U—LLLI:I:D l:I I] ri
0.80" = :

W>30 @>15

<Dens> = 0.0876,0

3. Density index

1.54
1.0+
0.5+

Backbone

Side chain or base
= 0.0121

WU - TP A e T e g

B> 60. 60. T
4. B-factor [T
60. = =
1.00 N
5. Connect 0.501 H |

SFCHECK 7.1.01

residue number

chain identifier
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Local estimation (16)

Backbone
2. Density correlation

0.804 =
OIQGM‘_I]:I_L—HM_FH—IL i
[ SR o S [ S I ) S o
side chain or bas<0.90 8 I W TWT oTE~— 7~ & i w7
0.80-

VNA. (GLY) 2-8: L
o W s e (e e e I O T e e
1. Shift
o chain orbase 101 T Ve[ L=V e PO C VO PV e,
Side chain or base 204 L
0 =0.1383A 3.0- —
l<08

H>30 H>15 %g:
o Backbone 0.5
3. Density index &
Side chain or base 88:
<Dens> = 0.0876,0 = 0.0121 1.5
H> 60. 60.
Backbone 30.
4. B-factor
60.
1.00 L]
sost wwl[ [T |
MVLAAAGG| SHKELVDAARQHFSGVSFTYKEDAVPILPRCRFTGSEI RARDDALPVAHVALAVEGPGWADPDNVV
residue number 8 2 m g g 8 Q
N [aV) N N N N N
chain identifier [N
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1383A
m<o08 0.801
Backbone 0.90+
2. Density correlation I = ot v B D DZFD:"t—D—:'tzD:—:V:E’V:cD =N ===
Side chain or base).90+ L

0.80-

W>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0876,0 = 0.0121

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

residue number

chain identifier

SFCHECK 7.1.01
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Local estimation (17)

VNA. (GLY) 2-8: L
i peetbone C alisunn=Nin==alnsl=iaali=aunaliz==n=asnnnn=ianainnaluenu=niaiinlnnslnnunuing

1. Shift
o 1.0 P P P A S e e e O EO e,
Side chain or base 204 L
0 =0.1383A 3.0- —
m<08 0.80+ r
Backbone 0.90+ i

2. Density correlation

ol B RN i
Side chain or base0.90+ L

0.80-

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

0.

1.

Side chain or base

<Dens> = 0.0876,0 = 0.0121 1.5-

5-
0

[ ] T A

4. B-factor

> 60. 60.1 — — — —
50 11 111
et i {11 | i
60.- L s S

1.00

5. Connect 0.50 S

residue number

chain identifier

LCTSTTESEVKRAKNHLRSAMVAQLDGTTPVCETIGSHLLNYGRRISLEEWDSRI SAVDARMVRDVCSKY |YDKC|
™ [42] ™ [} [+2] [se} ™

0 © ~ 0] (o2} o —
™ ™ ™ ™ ™ < <

N

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1383A
m<o038 0.80q [
Backbone 0.904 |
2. Density correlation == aEiavas e v —r— le:p: ==VIT
Side chain or base).90 W I I I [

0.80-

W>30 @>15

5
0
Backbone 5

3. Density index

1.
1.
0.
Side chain or base g

N 177 ot o T

(T

B> 60. 607 ] ]
e ST
4. B-factor jﬂjﬂvﬁﬁf

Side chain or base 30.4

I8l 1 i N

1.00

5. Connect 0.50 Hﬂ—r{ =

residue number

chain identifier

SFCHECK 7.1.01

PALAAVGPIEQLLDYNRIRSGMYWI| [CPGAEDLEITKLPNGLI IASLENFSPASRIGVFIKAGSRYETTANLGT
Q 8 g 8 3 3 X 3
< < < N ~

N o




Structure Factor Check
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Local estimation (18)

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

1. Shift
) , 1.0—MMMMMMMMWMWH_HMU:
Side chain or base 20 L
0 =0.1383A 3.0- —
m<08 0.80q r
peckhone 99 MMWM |

S IS C o e ool L

2. Density correlation

Side chain or baseQ.90+
0.80-

Hl>30 @>15 %g
3. Density index e
Side chain or base QS:MW m—mﬁ
<Dens> = 0.0876,0 = 0.0121 1.5-
B> 60. Eoai 1]
4. B-factor
Side chain or base 30_—J—U_U_U_H—LL M M I
60.- = — — =
1.00
5. Connect 0.50 +
esidue number AHOI.OLRLASPLTTOIEGASSFR 1 TRO(‘SI EAVGGSLSO\/OY STREKMTYCVECLRDHVDTVMEYLLNVTTAPEFRPWEVTIDL
© ~ (<] 2] 94 :: ﬁ ﬁ
chain identifier O
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1383A
[W<o0.s8 0.801
Backbone 0.904
2. Density correlation E
Side chain or base).90
0.80-
m>30 M>15 13
Backbone 0:5
3. Density index
Side chain or base gg:
<Dens> = 0.0876,0 = 0.0121 1.5-
> 60. 60
Backbone 30.1
4. B-factor B
Side chain or base 30.4
60.-
1.00
5. Connect 0.504

residue number

chain identifier

SFCHECK 7.1.01
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Local estimation (19)

VNA. (GLY) 2-8: B
- Backbone 104
1. Shift
i i 1.0+
Side chain or base 204
0 =0.1383A 3.0~
m<o0s8 0.804

Backbone 0.90+

2. Density correlation 3
Side chain or baseQ.90+

0.80-

154
H>30 W>15 o]

0.54

Backbone

3. Density index
Side chain or base
<Dens> = 0.0876,0 = 0.0121

0.5+
1.04
5=

Backbone 30.
4. B-factor
60.

1.00

5. Connect 0.50] i ] M W—

residue number

LKSVAEQFLNIRSGAGTSSAKATYWGGEIREQNGHSLVHAAVVTEGAAVGSAEANAFSVLQHVLGAGPLIKRGSS
s [eo] [e} [eo) [ee] [+ @© o]

N (32} < [Tel [{=} ~ [e0]
N N ~N N N N N N
chain identifier O

V N.A. (GLY) g-g: r
- Backbone 104 L
1. Shift & L
. . 1.0 -
Side chain or base 204 L
0 =0.1383A 3.0- =
m<o038 0.80q r
Backbone 0.90+1 =

2. Density correlation

ool TPV O W UHTE

H>30 E>15 %8: :
. Density index - =
v = == = =
Side chain or base gg: w u_'_‘—U—LI\/ U/UJ Lu_‘ 0= LI—U_‘ w r
<Dens> = 0.0876,0 = 0.0121 157 i

B> 0. 60. =
Backoone 30_ _
4. B-factor

Side chain or base 30.
60.

1.00

residue number

chain identifier

SFCHECK 7.1.01
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Local estimation (20)

Backbone 0.90+

VNA. (GLY) 2-8: B
- Backbone 104
1. Shift
i i 1.0+
Side chain or base 204
0 =0.1383A 3.0~
m<o0s8 0.804

2. Density correlation -

Side chain or baseQ.90+
0.80-

W>30 W>15 1-8’
Backbone 1.0

. . 0'57
3. Density index E
Side chain or base 72|

<Dens> = 0.0876,0 = 0.0121

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

1.00

5. Connect 0.50 |

residue number

chain identifier O

«©
™

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

~ Q
™ ™

(2] o — N ™
™ < < < <

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1383A
m<038 0.807

Backbone 0.90q

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

H>30 @>15 157
Backbone 1.04

L 0.51
3. Density index
Side chain or base

0.5+
1.0+
<Dens> = 0.0876,0 = 0.0121 1.5-

> 60. 60.
Backbone 30.

4. B-factor

60.

1.00,
5. Connect 0.501

residue number N

chain identifier P

N
—

APNIRKSHPLLKMINNSLIDLPAPSNISAWWNFGSLLAVCLMTQILTGLLLAMHYTADTSLAFSSVAHTCRNVQY
N o o o o N

N

™ < n © N~

SFCHECK 7.1.01
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Local estimation (21)

V NA. (GLY) 3.0

S i nnual=inianuinnnniinnn=an=ninaunn}innnnnuna)innianninnnenyNnnanansnnizning
1. Shift

Side chain or base

g =0.1383A

m<o0s8 0.80

Backbone 0.90+ m_l_l_mm
Teom N 1 B I O - I = I

2. Density correlation -

=V NV e e R I VA N e A e By
Side chain or base0.90+ L
0.80- L

W>30 W>15 %g
3. Density index e
O. —
1.0

<Dens> = 0.0876,0 = 0.0121

Side chain or base

B> 60. 60.7
4. B-factor
Side chain or base 30. Mu—l m MM MWM M L
60.- - = = = — L

1.00
5. Connect 0.50 S

GWL I RNLHANGASFFFICIFLHIGRGLYYGSYLYKETWNTGVILLLTLMATAFVGYVLPWGQMSFWGATVITNLF
o N N N N N N

o — N [32] <
® © — — — — —

residue number

chain identifier [P

V N.A. (GLY) g-g: r
- Backbone 104
1. Shift 7
) . 1.0
Side chain or base 204
0 =0.1383A 3.0-
m<o08 0.801

Backbone 0.90+

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

0.80

H>30 E>15 %-5’
Backbone 07

L 0.5+
3. Density index -
Side chain or base

0.5+
1.0+
<Dens> = 0.0876,0 = 0.0121 1.5-

B> 60. 60.
Backbone 30,—-
4. B-factor &
Side chain or base 30_'[
60.

1.00
5. Connect 0.50 H

AIPYIGHTLVEWAWGGFSVDNPTLTRFFALHFLLPFAIAGITIIHLTFLHESGSNNPLGI SSDSDKIPFHPYY S
N N N N N N N

S

residue number [ © ~ ® ) o — N
~ — — — — N [aV) N
P

chain identifier

SFCHECK 7.1.01
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Local estimation (22)

VNA. (GLY) 2-8: B
- Backbone 104
1. Shift
i i 1.0+
Side chain or base 204
0 =0.1383A 3.0~
m<o0s8 0.804

Backbone 0.90+

2. Density correlation

Side chain or baseQ.90+

0.80-
m>30 .>1.SB %g
ackbone 05
3. Density index
Side chain or base (]?8:

<Dens> = 0.0876,0 = 0.0121 1.5-

B> 60. 60.7
Backbone 30.

4. B-factor E

Side chain or base SO_I
60.

1.00

5. Connect 0.50

residue number

chain identifier [P

™
N

<
N

FKDILGLTLMLTPFLTLALFSPNLLGDPENFTPANPLVTPPHIKPEWYFLFAYAILRSIPNKLGGVLALAASVLI
N N N o N N N

o © ~ o) (o2}
N N N N N

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1383A
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> = 0.0876,0 = 0.0121

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

L
residue number &
)
P

chain identifier

FLIPFLHKSKQRTMTFRPLSQTLFWLLVANLLILTWIGSQPVEHPFI I IGQMASLSYFTILLILFPTIGTLENK
N N N N [\ N N
I o ™ < n © ~
™ ™ ™ ™ ™ ™ ™

SFCHECK 7.1.01
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Local estimation (23)

2. Density correlation

Side chain or baseQ.90+

VNA (GLY) 3.0
Backbone %8:
1. Shift S
‘ ) 1 ij_l—u
Side chain or base 2'07
0 =0.1383A 3:07
m<0s8 0.80
Backbone 0.90H

0.80- I
H>30 @>15 1-8’
- Backbone éS:M
3. Density index T
Side chain or base (]?8:
<Dens> = 0.0876,0 = 0.0121 1.5-
> 60. 60.
Backbone 30.
4. B-factor
Side chain or base 30_.
60.
1.00
5. Connect 0.50- W
MLNY] [GELELHPPAFPWSHGGPLSALDHSSVRRGFQVYKQVCSACHSMDYVAFRNLIGVTHTEAEAKALAEEVE
residue number — hat b - b B 3
chain identifier [P Q
T N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1383A
m<o038 0.80q

Backbone
2. Density correlation

Side chain or base).9l
0.8

Y Dl o | i

W>30 @>15
Backbone

3. Density index

Side chain or base

0.5

}Wump

1.0
<Dens> = 0.0876,0 = 0.0121 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

SFCHECK 7.1.01
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Local estimation (24)

V NA. (GLY) 2-8: r
- Backbone 104
1. Shift
; i 1.0
Side chain or base 204
0 =0.1383A 3.0-
m<038 0.80

Backbone 0.90+

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

154
H>30 W>15 ot

0.54

Backbone

3. Density index
Side chain or base
<Dens> = 0.0876,0 = 0.0121

0.5+
1.04
5=

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

1.00-
5. Connect 0.50}

residue number

n © ~ [ee] [} o

EGLHYNPYFPGQAIGMAPPIYNEILEYDDGTPATMSQIAKDVCTFLRWAAEPEHDQRKRMGLKMLL I SALLTSLL
I — - I I i —

— — — — — N
chain identifier  |Q

V N.A. (GLY) g-g: r
- Backbone 104
1. Shift &
) . 1.01
Side chain or base 204
0 =0.1383A 3.0-
m<o0s8 0.80

Backbone 0.90+1

2. Density correlation

Side chain or base).90
0.80-

1.5
H>30 W>15 ]

0.5+

Backbone

3. Density index
Side chain or base
<Dens> = 0.0876,0 = 0.0121

0.5+

1.04

1.5-
0.

B> 60. 6

Backbone 30_]
4. B-factor

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

1.00

5. Connect 0.501

[

residue number

chain identifier

SFCHECK 7.1.01
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Local estimation (25)

Backbone
2. Density correlation

0.904

Side chain or baseQ.90+
0.80-

VN.A. (GLY) 3.09 r
Backbone %'07 B
1. Shift
Side chain or base 51 |
0 =0.1383A
m<o0s8 0.80q

H>30 @>15
Backbone

3. Density index

Side chain or base
<Dens> = 0.0876,0 = 0.0121
> 60.
Backbone
4. B-factor
Side chain or base 30.
60.-
1.00
5. Connect 0.50
KNVVTQFISSLSASADVLALSKIEIKLSD I PEGKNVAFKWRGKPLFVRHRTQAETNQEAEVDVSKLRDPQHDLDR
residue number b N = =
© ~ © o g o b
chain identifier R
V N.A. (GLY) 3-8*
- Backbone 1:0:
1. Shift B
Side chain or base 1-07
2.0+
0 =0.1383A 3.0°
m<os 0.807
Backbone 0.90+

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

T

W>30 @>15
Backbone

3. Density index

1.59
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Local estimation (28)
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Local estimation (29)
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