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

Structure Factor Check
3L75

Title: CYTOCHROME BC1 COMPLEX FROM CHICKEN WITH FENAMIDONE BOUND
Date: 28-DEC-09
PDB code: 3L75
Crystal Structure Factors
Cell parameters: Input
af 19220%)9 A b 91085614 A .c:ggdblo.ZO A Nominal resolution range: 58.8 - 2.79 A
o ' B: : v: : Reflections in file: 183994
Space group: P 2121 21 Unique reflections above 0: 183994
above b: 178823
above &: 120410
SFCHECK
Nominal resolution range: 58.8- 2.79 A

M odel
32691 atoms (28 water molecules)

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

Number of chains: 51

Volume not occupied by model: 62.6 %

<B> (for atomic model): 66.7 A2

o(B): 20.63 A"2

Matthews coefficient: 4.13

Corresponding solvent % : 70.02
Refinement

Program: CNS 1.1

Nominal resolution range: 58.8 - 2.79 A

Reported nominal resolution: 2.00 A
Reported R—factor: 0.248
Number of reflections used: 183854
Reported Rfree: 0.28
Sigma cut-off: N.A.

Used reflections: 183854
Reflections out of resolution: 140
Completeness: 97.6 %
R_stand(F) = g(F)>/<F>: 0.070
Anisotropic distribution of Structure Factors
ratio of eigen values: 1.0000 0.6055 0.68594
B_overall (by Patterson): 47.AN2
Optical resolution: 2.09 A
Expected opt. resol. for complete data set: 2.09|A
Estimated minimal error: 0.069 A
Model vs. Structure Factors
R-factor for all reflections: 0.287
Correlation factor: 0.865
R-factor: 0.291
for F>2.00
nom. resolution range: 58.78 — 2.79A
reflections used: 178861
Rfree: 0.313
Nfree: 3500
R-factor without free—refl.: 0.291
Non free-reflections: 175361
<u> (error in coords by Luzzati plot): 0.448 A
Estimated maximal error: 0.246 A
DPI: 0.325 A
Scaling
Scale: 0.490
Bdiff: -6.57

Anisothermal Scaling (Beta):
6.4752 —-2.1812 0.6423 0.0000 0.0000 0.0

Solvent correction — Ks,Bs: 0.675 250.084

DDO
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Local estimation

VNA. (GLY) 2-8: L
- Backbone 1:07
1. Shift
: ; 1.0
Side chain or base 204
0 =0.1256A 3.0-
m<08 0.80

Backbone 0.90+

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

0.80-

H>30 W>15 1-8’
Backbone 1.07

. . 0'57
3. Density index &
Side chain or base

0.5
1.0
<Dens> = 0.0736,0 = 0.0095 15

Side chain or base 30.
60.

W 60. 60.
I

1.00-
5. Connect 0.50-

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)
Backbone
1. Shift
Side chain or base
0 =0.1256A
m<o0s8 0.80
Backbone 0.90+
2. Density correlation
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
1.04
<Dens> = 0.0736,0 = 0.0095 1.5-

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

KEVESMGAHFNGYTSREQTAFY IKALSKDMPKVVELLADVVQNCALEESQIEKERGVILQELKEMDNDMTNVTFD
o~ o~ N ~ [\ N

residue number S S o — N ® <
— — — — —

chain identifier ~ |A
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Local estimation (2)

V NA. (GLY) 2-8: r
o o Lo I e T T e T T e e e T T T e T
1. Shift
) . 107%%%%%%%%7
Side chain or base 204 L
0 =0.1256A 3.0- —
m<o0s8 0.80
2. Density correlation —= =
ardation | =S =T e ge ) %1 e WFI“] o QEIE ﬂ[
0.80-
W>30 W>15 %g
o Backbone O:5
3. Density index
Side chain or base 28 LU—':LUJ W u D
<Dens> = 0.0736,0 = 0.0095 15 =
W> 60. 60.7 T
4. B-factor =
Side chain orbase 30.7% r _--
60.- - =
1.00 L]
5. Connect 0.50 { -
YLHATAFQGTALARTVEGTTENIKHLTRADLASY 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 =0.1256A
m<os 0.80
Backbone 0.90+1
2. Density correlation =
Side chain or base).90

0.80-

W>30 @>15
Backbone

3. Density index

1.59
1.0+
0.5+

Side chain or base 28:
<Dens> = 0.0736,0 = 0.0095 1.5-
= 60.
Backbone 30.
4. B-factor
Side chain or base 30,.]:
60.
1.00
5. Connect 0.50- -

residue number

chain identifier

SFCHECK 7.1.01
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Local estimation (3)

2. Density correlation

Backbone 090 Mﬂm
[ o W WP i S s N s [ e 0 Y
==\ = [T O =\
Side chain or base0.90+ m_u—u W W ;‘_'Wi

0.80-

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

1. Shift
o 1o IR A PV P O SRS T AP A e A
Side chain or base 204 L
0 =0.1256A 3.0- —
m<08 0.80 r

H>30 @>15
Backbone

3. Density index

Side chain or base
<Dens> = 0.0736,0 = 0.0095
> 60.
Backbone
4. B-factor
Side chain or base SO_M
60.
1.00
5. Connect 0.50 +
KLCHSFQTFNTSYSDTGLFGFHFVADPLS IDDMMFCAQGEWMRLCTSTTESEVKRAKNHLRSAMVAQLDGTTPVC
residue number 8 ﬁ ﬁ % Q S % Q
) ™ ™ ™ %] 3] ™ ™
chain identifier ~ |A
VNA. (GLY) 3-8* [
Back b
- ackbone 104 L
1. Shift E
Side chain or base 1-07 D D] ] D D D u U D ] LD] D D] m—u [D] B
2.0+ r
0 =0.1256A 3.0~ =

2. Density correlation

m<o08 0.801 H I
Backbone 0.90+

Side chain or base).90

=& kel

W>30 @>15 % =
Backbone O. L
3. Density index
Side chain or base 28
<Dens> = 0.0736,0 = 0.0095 1:5
> 60. 60.
Backbone 30.
4. B-factor
Side chain or base 30.
60.
1.00 B
5. Connect 0.50- W*
ETIGSHLLNYGRRISLEEWDSRI SAVDARMVRDVCSKY | YDKCPALAAVGPIEQLLDYNRIRSGMYWI PGAED
residue number S S S g N & g 2]
™ ™ < < < < <
chain identifier ~ |A B
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Local estimation (4)

VNA. (GLY) 2-8: B
- Backbone 1:07 |
1. Shift
" ; 1.0
Side chain or base 204 L
0 =0.1256A 3.0~ =
m<os 0.80 r
ackhone OIQGJ_FI_‘_L_‘—I_’_W H—q—»—c—\_m_:—ﬂ—v—ﬁ_m—Fﬂ—\_FﬂmM—\_ﬁ |
. . | i S
2. Density correlation = q}[’jﬁ: TP TV P _DIQ:IZCIVT oY = |
Side chain or base0.90+ L
0.80- L
m>30 @>15 i B
- o B;ckbone 0.5 L
. Density index L
yindex sl BV W o = F
Side chain or base 1'07 L
<Dens>=0.0736,0 = 0.0095 157 =
B> 60. 60.
4. B-factor 7
60. = LeL
1.00 — ] H
5. Connect 0.50- T B
LEITKLPNGLI IASLENFSPASRIGVFIKAGSRYETTANLGTAHLLRLASPLTTKGASSFRITRGIEAVGGSLSV
residue number 2 3 2 2 3 K 3
chain identifier B
VNA. (GLY) 39 L
o W e e e e e I e e e
1. Shift
. 1 o LT O] PO OO PO MO
Side chain or base 20 L
0 =0.1256A 3.0 —
m<o0s8 0.80 r
Backbone 0.90+ r

2. Density correlation

wemiemas [ OTPH T I T ST T 0

W>30 @>15
Backbone

1.5+
1.04
0.5+

3. Density index
Side chain or base
<Dens> = 0.0736,0 = 0.0095

Il 1 il
e I i Lo e R

W > 60. 60. [
4, B-factor M

60. —

7.00 [
5. Connect 050 W

residue number

chain identifier
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Local estimation (5)

V N.A. (GLY) ] 2-8: C
ackbone 104
1. Shift
Side chain or base 51 |
0 =0.1256A
m<o0s8 0.804

Backbone 0.90+

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

0.80-

H>30 @>15
Backbone

3. Density index

Side chain or base

<Dens> = 0.0736,0 = 0.0095

> 60.
Backbone
4. B-factor
Side chain or base 30.
60.
1.00
5. Connect 0.50-
NPLYCPDYRIGKITSEQLHHFVQNNFTSARMALVGI GVKHSDLKQVAEQFLNIRSGAGTSSAKATYWGGE I REQN
residue number S 2 2 2 2 I 2
- - — N N N N
chain identifier B
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1256A
m<os 0.807 r
Backbone o,gw—h_l_\_h -
2. Density correlation - om0 1
Side chain or base).90 I I O I I I I I I I r—m I g=== -
0.80- -

H>30 @>15 157
Backbone égiw
3. Density index '
Sidechainorbaseg'g: LY u \/I_I—U—UJ_U LH_U e WUJ U LLLU\/ U U LH—U W
<Dens> = 0.0736,0 = 0.0095 1.5-
B> 60. 60.

Backbone 30.

Side chain or base 30,—‘
60.-! —

4. B-factor

1.00
5. Connect 0.501 W =

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

G

residue number % 3 1) ~ @ > o |
N N ~ N I N ® ™
B

chain identifier
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Local estimation (6)

VNA. (GLY) 2-8: B
- Backbone 104 L
1. Shift
Side chain or base

o = 0.1256A

m<o0s8 0.80 r
Sl SOy Mmmww ondl. .k

2. Density correlation

swamol || © 1] O FFTAFENT TP ] |

W>30 @>15 % g r
. Density index d L
F E1 V ‘—‘:1 [ \YAY4 H ]
Side chain or base 2 S:N m—D FLU—LWD_D \/U v F :
<Dens> = 0.0736,0 = 0.0095 15]

Backbone 30.
4. B-factor
60

1.00
5. Connect 0.50- w u [ W—

FYTI SQAAHAGEV | RAAMNQLKAAAQGGVTEEDVTKAKNQL KATYLMSVETAQGLLNE | GSEALLSGTHTAPSVV

residue number N oo m @ ,\ co
2] 3] 3] (] 2] %]

349,

chain identifier B

VN.A. (GLY) g-g: L
. Backbone 101 e e e

1. Shift 5 r
1.0 D] D r

Side chain or base 20 L

0 =0.1256A 3.0~ =
m<o08 0.801 i
2. Density correlation E e
Side chain or base0.90+ El:‘:l:lzI m:[j IIIZVI [I I] I r

0.80 -

m>30 E>15 1
o Backbone 0.5

3. Density index

[ O &va
Side chain or base g g: uJ IH/I_'—IVH—U_H_U LU—H u—U—LU | U_LU—LLU -
<Dens> = 0.0736,0 = 0.0095 1. 5

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

1.00+
5. Connect 0.501 W W =

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)

0.80- =

V N.A. (GLY) 2-8: i
a0 o e O O O e P e e P e e
1. Shift
: : 1.0 L
Side chain or base 2.07WMWW,
0 = 0.1256A 3.0- —
m<o038 0.80 r
Backbone 0.90+ J_L,_ﬁ L
] i = S S v VS ) S I S = I S

2. Density correlation AT s O e :'ccc'jj—v—:'TD: S

Side chain or base0.90+ L

H>30 W>15 1-3
o Backbone (355
3. Density index E
Side chain or base (J? :]V-:
<Dens> = 0.0736,0 = 0.0095
> 60.
Backbone
4. B-factor
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 =0.1256A
m<os 0.807
Backbone 0.90+1
2. Density correlation W = E e oy e L
Side chain or base).90+ -

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0736,0 = 0.0095

W > 60.
Backbone
4. B-factor
Side chain or base 30.-
60.- = =
1.00
5. Connect 0.50 -
YLYKETWNTGVILLLTLMATAFVGYVLPWGQMSFWGATVITNLFSAIPY I GHTLVEWAWGGFSVDNPTLTRFFAL
H - — - — — - - —
residue number 9 ~ ® & ) © ~ 0
— — — — — — — —
chain identifier C
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Local estimation (8)

VNA. (GLY) 2-8: L
W nalAunininaanii}inadndi=nndaninnsnainsnlannnnniNanngnnnunnnnnnnnnninlnnnlnns
1. Shift
e cramorsase 10 T L AL PO PP FE L O L L PO
Side chain or base 204 L
0 =0.1256A 3.0- —
m<038 0.807 i
packbone 0901 | N
3 i I I S i M oy

2. Density correlation S ey e [ = e mr

Side chain or base0.90+ [ W’

0.80-

H>30 E>15
Backbone

3. Density index

5]
.0
45

<Dens> = 0.0736,0 = 0.0095 .5
H> 60. 60.7 T B i
4. B-factor

Side chain or base 30.—%% M M M J_L J_F/U—U—L7

60.- — - — —- - -
1.00
5. Connect 0.50 +
HFLLPFAITAGITIIHLTFLHESGSNNPLGI SSDSDKIPFHPYYSFKDILGLTLMLTPFLTLALFSPNLLGDPENF
residue number 8 5' : H S :r' S
— N N N N N N
chain identifier  |C

V N.A. (GLY)

Backbone
1. Shift

Side chain or base
0 =0.1256A
m<o08 0.801

Backbone 0.90+
2. Density correlation E

Side chain or base).90

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0736,0 = 0.0095

W > 60.
Backbone
4. B-factor
Side chain or base 30.
60.-
1.00
5. Connect 0.50 -
TPANPLVTPPHIKPEWYFLFAYAILRSIPNKLGGVLALAASVLILFLIPFLHKSKQRTMTFRPLSQTLFWLLVAN
H — — — i — - - —
residue number © ~ © o o — o ™
13 o~ N 3] ] ™ 3] 3]
chain identifier C
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Local estimation (9)

V NA. (GLY) 3.0

P enaninhanalnnNnunndannaanlndni=sneinnzAnininnnn v unn=anninnnnalinnnnnnanis
1. Shift
e chai vo- AR A A FEMEF S A AP A= AR YR ERe =M
Side chain or base 204 L
0 =0.1256A 3.0-

m<o08 0.80 r
Backbone 0.90+ -

2. Density correlation

= wWwmhm Tt
Side chain or base).90 W W v[I u— r

0.80-

H>30 E>15
Backbone

3. Density index

Side chain or base

5]
.0
45

<Dens> = 0.0736,0 = 0.0095

[}

5
.0
.5
B> 60. 0. r
Backbone 30.

Side chain or base 30.*M/MM/L M/M J_[ l MI—U_H—U—LL’
60.- - L

1.00
5. Connect 0.50 W -
LLILTWIGSQPVEHPFI | IGOMASLSYFTILLILFPTIGTLENKMLNY [GELELHPPAFPWSHGGPLSALDHSS
residue number 3 e b 2 - o by
™ ™ » »
chain identifier  |C D

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1256A
[W<o0.s8 0.807
Backbone 0.90+
2. Density correlation =
Side chain or base).90

0.80-

m>30 M>15 i
Backbone é

3. Density index E
Side chain or base gg:

<Dens> = 0.0736,0 = 0.0095 1:5—

B> 60. 60.
Backbone 30.1
4. B-factor &
Side chain or base 30.-
60.-
1.00 1]
5. Connect 0.50 -

VRRGFQVYKQVCSACHSMDYVAFRNLIGVTHTEAEAKALAEEVEVQDGPDENGELFMRPGKI SDYFPKPYPNPEA
I - -

i — — I —
residue number = 3 o o b b= >

chain identifier D

SFCHECK 7.1.01




Structure Factor Check
3L75

Local estimation (10)

V NA. (GLY) 3.0

S anniii N nnalnnun=unaleiinnnnnnlnniiiinann==nniiln=ani=Nnnnnutiunnnnnun=nunns
1. Shift
e chain orbese 0TI 1 WL+ L) PO CFe - PR - e oo T e e
Side chain or base 20 L
0 =0.1256A 3.0-

m<o08 0.80 r
Backbone 0.90+

2. Density correlation -

D —— —NT = v e VeV ==
Side chain or base0.90+ L

0.80- =

H>30 E>15
Backbone

3. Density index

Side chain or base

5
0
5
<Dens> = 0.0736,0 = 0.0095

L,
L,
0.
0.5+
1.0+
IL5-

> 60. Eoai
4. B-factor
Side chain or base 30_—MU—M_U_U—LMW M/I— m |
60.- - -

1.00
5. Connect 0.50- -
ARAANNGALPPDLSY | VNARHGGEDYVFSLLTGYCDPPAGVVVREGLHYNPYFPGQAIGMAPPIYNEILEYDDGT
; = — R - — — — —
residue number |5 s ~ P & 0 © ~
=1 — — — - = — —
chain identifier D

V N.A. (GLY) 3.0+ r
Backbone 2'8: r
1. Shift
1.0
Side chain or base 204
0 =0.1256A 3.0~
E<o08 0.801

Backbone 0.90+

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

0.80

H>30 E>15 %-5’
Backbone 07

L 0.5+
3. Density index
Side chain or base

<Dens> = 0.0736,0 = 0.0095

B> 60. 60.7
4. B-factor

Side chain or base 30_7W\_M_U_U_L m,
60.- - L
1.00
5. Connect 0.50 T -
PATMSQIAKDVCTFLRWAAEPEHDQRKRMGLKMLL | SALLTSLLYYMKRHKWSVLKSRKMAYRPPK] [VHNDVTV
residue number o > 3 4 N bt s
— - « N ~ « I3l
chain identifier D E
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Local estimation (11)

Backbone
2. Density correlation

0.904
N | S = T S ) SN
= \_A_l“—]_[—‘ W 0 = — — — o= o — = =
Side chain or base).90+ W I I I [

0.80-

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

1. Shift
de chai o JHOTT [PHHO T H HTFM A O TR I P
Side chain or base 20 L
0 =0.1256A 3.0- —
m<08 0.80 r

H>30 H>15 %g C
o Backbone 05
3. Density index E
Side chain or base 28:

<Dens> = 0.0736,0 = 0.0095 1.5-
W > 60. 60.7
Backbone 30.
4. B-factor
Side chain or base 30.
60.-
1.00 [
5. Connect 0.501 TW,
PDFSAYRREDVMDATTSSQTSSEDRKGFSYLVTATACVATAYAAKNVVTQFI SSLSASADVLALSKIEIKLSDI P
residue number o bt = g s 3 = 3
chain identifier ~ |E
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1256A
[W<o0.s8 0.807
Backbone 0.90+

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

PN [N )T ) PR TR T
i TrimrrTIrTtTTTTYIr ™

0.8
W>30 @>15 1.59 =
Backbone 1.04 L
3. Density ind 05 M0 e O T T e T T e e
. bensity inaex
ySidechainorbaseo'57 MMMHUMMH UW L M—Uu UHLH—MJ\/\/‘_L’
1.0+ L
<Dens> = 0.0736,0 = 0.0095 1.5- L
N> 60. 60.
Backbone 30.
4. B-factor
Siiechanorase 3Om
60.
1.00 =
s.comest ooy [ [T e [T T b T T T

residue number

chain identifier
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Local estimation (12)

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

1. Shift
oo e 101 ST [P O L I
Side chain or base 20 L
0 = 0.1256A 3.0- —
m<038 0.807 i

Backbone 0.90+

nned 00 5w dl ofh

i

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

'mM'rrm-ms ?

L5
1.0+
0.5+

H>30 E>15
Backbone

3. Density index E
Side chain or base 28:
<Dens> = 0.0736,0 = 0.0095 1.5

e e |

IZDWWWWUW—VV[

4. B-factor
60.

]

1.00,
CPCHGSHYDASGRIRKGPAPYNLEVPTYQFVGDDLVVVG [GRLMDRIRKWYYNAAGFNKYGLMRDDTLYEDDDV
residue number =1 Q Q =3
8 ": ‘0_01 2 =] N ™ <
chain identifier  [E F
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1256A
m<os 0.807

Backbone

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

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0736,0 = 0.0095

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

residue number

chain identifier

SFCHECK 7.1.01

KEALKRLPEDLYNERMFRIKRALDLSLKHRILPKEQWVKYEEDKPYLEPYLKEVIRCE>RLEREAWNK
o o

o o
Yo ©

F

~

<5}

o
(&)

o
-

K
(=}
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Structure Factor Check

3L75

Local estimation (13)

Backbone
2. Density correlation

0.9&j

VNA. (GLY) 2-8: L
N niinanduanainennsnzannanni il sunlnnnsuain=nnnsinlnnN]AnEnAnnnnntninnln=cz=n)

1. Shift
. 1 o P PO ] PO O P P [P o
Side chain or base 204 L
0 =0.1256A 3.0- —
m<08 0.80+ r

=
Side chain or base0.90+ W

0.80-

Wtﬂﬂﬁmﬁmm
=pEFccw e Wwwuﬂr

H>30 @>15
Backbone

3. Density index
Side chain or base -
<Dens> = 0.0736,0 = 0.0095

o,

5]
.0
45

4. B-factor

Side chain or base 30.

PP

B> 60. B0

A

| RNITIRIIITOD DNCEIRGE juongr |

1.00 r
5. Connect 0.50 e
LARVRHI I TYSLSPFEQRAIPNIFSDALPNVWRRFSSQVFKVAPPFLGAYLLYSWGTQEFERLKRKNPADYENDQ|
residue number hat g g ;‘ u‘—" 5‘ ;‘ o‘—o'
chain identifier |G
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1256A
m<os 0.807 r
Backbone 0.90+1 -

2. Density correlation

Side chain or base).90
0.80-

H>30 W>15 %
Backbone .

0.
3. Density index

5
0
5

4. B-factor

Side chain or base 28:
<Dens> = 0.0736,0 = 0.0095 1.5
B> 0. 60.

Backbone 30.

Side chain or base 30.4
60.-

5. Connect

1.00q

0.5&7_1’

residue number

chain identifier

SFCHECK 7.1.01

o
e i

H

N ™

EEEELVDPLTTIREHCEQTEKCVKARERLELCDARVSSRSHTEEQCTEELFDFLHARDHC
o) [}

)] o))
< [Te)
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Structure Factor Check
3L75

Local estimation (14)

2. Density correlation

Backbone 0.90+

S FTE W TR T T

VNA. (GLY) 2-8: L
T iNzun=sanannn=nAnAnnnnlNunAS

1. Shift e
1o [P P HI TR M T
Side chain or base 204 L
0 =0.1256A 3.0- —
m<08 0.80+ r

LM 7TLMWF

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0736,0 = 0.0095

0 ot e il ncee. 1HCH A
85| Rt ,

> 60.
Backbone

4. B-factor

Side chain or base

- I D
5 b RLLW i

_—

1.00q

............ RPLLCRESMSGRSARRDLVAGI SLNAPASVR [ALLRQAYSALFRRTSTFALTVVLGAVLFER
residue number R S S N < 3 N
chain identifier |l J
V N.A. (GLY) 3-8* r
Backbone ! L
- Sinlsnsininslnsniiisisninin=sssniiinisnslasinssnn=n o nlnnnn =l s aunsnnnnl
1. Shift = L
1ol VA M FOO OO A Ve e P VEREVEV
Side chain or base
! : 2.0 -
0 =0.1256A 3.0~ =

2. Density correlation

m<o08 0.80q i
peckdone O'Q&W Mf

Ty @ = = “ I VIV VI

Side chain or base0.90-{ u_'wju—lﬁ_rl Ww !

0.80-

W>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0736,0 = 0.0095

32 I [1 T0D aPSIATAANN Lsegartsuainiad ok IaTas
o) I PO ™ 0 o T R

> 60.
Backbone

4. B-factor

Side chain or base

S § 000000 ]
s | .

1.00 - L

5. Connect 0.50- H -

residue number

chain identifier

SFCHECK 7.1.01

FDQGADAI FEHLNEGKLWKHI KHKYEA SEE| TYAQTLQNIPETNVTTLDNGLRVASEESSQPTCTVGVWI GAG|
< < < ™ [ [ ()

A
N ™
™ < [t} e — I\ ™ <
J
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Structure Factor Check
3L75

Local estimation (15)

V NA. (GLY) 2-8: r
- Backbone 104
1. Shift
; i 1.0
Side chain or base 204
0 =0.1256A 3.0-
m<o0s8 0.80

Backbone

0.904

2. Density correlation
Side chain or base0.9

Hl>30 @>15
Backbone

3. Density index

Side chain or base 0.5

1.0
<Dens> = 0.0736,0 = 0.0095 1.5-
W> 60. 60.
Backbone 30.
4. B-factor
Side chain or base 30.
60.
1.00 - LI
5. Connect 0.50- N —W ﬂ“ -
SRYENEKNNGAGYFVEHLAFKGTKKRPCAAFEKEVESMGAHFNGYTSREQTAFY I KAL%KDMPKVVEL(I;)ADVVQN
residue number g $ “,\7 g g 3 =
chain identifier [N
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1256A
m<os 0.80 r

Backbone

2. Density correlation

) NPT D e e N .
e B N 1! R LU [ b

W>30 @>15
Backbone

1.54
1.0+
0.5+

3. Density index

Side chain or base gg: \—*—UJ g u L‘—H_H—L'J Ww M L U U—UJ w LU_\—‘ \—L:
<Dens> = 0.0736,0 = 0.0095 1.5- L
H> 60. 60. —

4. B-factor
60. I
1.00 —
5. Connect 0.50 -

residue number

chain identifier

SFCHECK 7.1.01

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

N [92] < n © N~ [ee] o
- - — - - - - -

N




Structure Factor Check
3L75

Local estimation (16)

VNA. (GLY) 2-8: B
- Backbone 104
1. Shift
i i 1.0+
Side chain or base 204
0 =0.1256A 3.0~
m<o0s8 0.804

Backbone

0.90+

2. Density correlation

Side chain or baseQ.90+

0.80-
H>30 H> 1.sB %g:
ackbone 0.5
3. Density index &
Side chain or base 88:
<Dens> = 0.0736,0 = 0.0095 1.5-
Backbone 30.
4. B-factor
60.
1.00 L]
5. Connect 0.50 } T i
MVLAAAGG| SHKELVDAARQHFSGVSFTYKEDAVPILPRCRFTGSEI RARDDALPVAHVALAVEGPGWADPDNVV
residue number 8 2 m g g 8 8
N [aV) N N N N N
chain identifier [N
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1256A
m<o08 0.801 [
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> = 0.0736,0 = 0.0095

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

residue number

chain identifier

SFCHECK 7.1.01

LHVANAI IGRYDRTFGGGKHLSSRLAALAVEHKLCHSFQTFNTSYSDTGLFGFHFVADPLSIDDMMFCAQGEWMR]
o (82 (a0} [ [32] ™ (82 (8]

~ @ [} o I [ [ <
N N N ™ ™ ™ ™ ™

N




Structure Factor Check
3L75

Local estimation (17)

Backbone
2. Density correlation

L B R e |
Side chain or base0.90+

VNA. (GLY) 2-8: L
e €} i annnt i Y el Rl TiulEnnaTannnN-Saizantinnnliznnlanenyaianiunnnnan=nannlg

1. Shift
o N e N NN s e N | NN P e e R
Side chain or base 204 L
0 =0.1256A 3.0- —
m<08 0.80+ r

OIQGT—FFL«—‘_LW—H_I_:—»—I_L—I_L—‘_:—I_I—W [

0.80-

H>30 @>15
Backbone

3. Density index

<Dens> = 0.0736,0 = 0.0095

Side chain or base

=

Il > 60.

Backbone W
4. B-factor I

Slde Chain x base 307 I“"_]]:.]I

60.-
1.00
5. Connect 0.50 +
LCTSTTESEVKRAKNHLRSAMVAQLDGTTIPVCET IGSHLLNYGRRI SLEEWDSRI SAVDARMVRDVCSKY [ YDKC|
residue number 8 2 m 8 8 8 2
3] ™ ™ ™ ™ < <
chain identifier [N

VNA. (GLY) g-g’ C

Backbone >l L
1. Shift

Side chain or base
0 =0.1256A
[W<o0.s8

Backbone
2. Density correlation E

Side chain or base).90

W>30 @>15
Backbone

3. Density index

<Dens> = 0.0736,0 = 0.0095

Side chain or base

> 60.
Backbone
4. B-factor
Side chain or base 30.
60.-
1.00
5. Connect 0.50-
PAL(e)AVGPI EQL LDYNRI RSGMY%I CPGAEDLEITKLPNGLI IASLENFSPASRIGVFIKAGSRYETTANLGT
residue number 1N 3 2 ] @ @ o) ©
q Q 3 =1 N ™ < It}

chain identifier [N o)

SFCHECK 7.1.01




Structure Factor Check
3L75

Local estimation (18)

VNA. (GLY) . 2'8: :
werbone RS ainnninniainninalnsnnnennnnnlonenl==nsnSeay=n=a=Snnnnnsnnnnainninmninnanii
1. Shift
Side chain o bace %ZS:WMMMMM:
0 =0.1256A 3.0- -
=P 0.80- i
Backbone 0.80] WMHTW g I
2. Density correlation —_— tﬁ%ﬂ IR Oy
Side chain or base0.90+ I I I I U i
0.80- -
W>30 W>15 %g
3. Density index =
Side chain or base 88:
<Dens> = 0.0736,0 = 0.0095 L5 i
W > 60. O 1 1] [T
Backbone 30.*WW W TT T
4. B-factor
Side chain or base 30. 1
60.] B
1.00
5. Connect 0.50 +
) AHLLRLASPLTTKGASSFRITRGIEAVGGSLSVYSTREKMTY CVECLRDHVDTVMEYLLNVTTAPEFRPWEVTDL
residue number 3 ® ] 3 S i S a3
chain identifier O
T N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1256A
W<08 0.807
Backbone 0.904
2. Density correlation E
Side chain or base).90
0.80
m>30 B>15 13
Backbone 0:5
3. Density index
Side chain or base gg:
<Dens> = 0.0736,0 = 0.0095 1.5-
> 60, 60.
Backbone 30.1
4. B-factor
Side chain or base 30.4
60.-
1.00
5. Connect 0.50-

residue number

chain identifier

SFCHECK 7.1.01

QPQLKVDKAVAFQSPQVGVLENLHAAAYKTALANPLYCPDYRIGKITSEQLHHFVQNNFTSARMALVGI GVKHSD|
o) (e} o) [eo) (e} o) o)
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Structure Factor Check
3L75

Local estimation (19)

2. Density correlation -

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

1. Shift
) . 1.0—MMMWMW‘MW%MM—
Side chain or base 204 L
0 =0.1256A 3.0- —
m<08 0.80+ r

ackhone OIQGM—H_H_H_M_M M !_V‘t_\_r—l_|_l_\—/_h—\_.—l_’1_f—\—’_¥77

Side chain or baseQ.90-

w1 1 I o el I N ok

W>30 @>15

<Dens> = 0.0736,0

3. Density index

1.54 . r
1.0 =

= 0.0095

05:WWUWLWMLH}DW VL Iﬂ H ViV E'Vﬁ
Side chain or base -

1.0+ -
1.5-

2. Density correlation

Backbone 30.
4. B-factor
60.
1.00 - - - 1] T
5. Connect 0.50- ] ﬂ—
) LKSVAEQFLN 1 ROSOGAGTSSAKAOTOYWGGE 1 REQOI\éGHSLVHAAVOVOTEGAAVGSAO%ANAFSVLQHO\/DLGAGPL 1 KRO%SS
residue number = ~ e < IYe) o ~ bs)
N N ~N N N N N N
chain identifier O
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1256A
m<o038 0.80q

Backbone 0.90+1

W>30 @>15

<Dens> = 0.0736,0

3. Density index

o [l =T W@Mﬁ
Side chain or baseO.nglzl:l]vI EIJ_HJ I D I I I I l:[
0.8 —

1.5+
1.0+ L
Backbone 054 i
[ B VA = 0
Side chain or base 051 i U}r LPUJ EEY HH ] -
= 0.0095 1.5 L

B> 60. 60.
4. B-factor
60.
1.00
5. Connect 0.501 W T -

SFCHECK 7.1.01

VTSKLYQGVAKATTQPFDASAFNVNYSDSGLFGFYTI SQAAHAGEVI RAAMNQLKAAAQGGVTEEDVTKAKNQLK
o) e} [ce) o) (e} o) o)

residue number > ) — N %] < 0
I3 15} ™ 3] ™ 3] 3]

chain identifier o




Structure Factor Check
3L75

Local estimation (20)

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

: ; 1.04 [
Side chain or base 204 L
0 =0.1256A 3.0

m<08 0.80 r
Backoone OIQGM I_H—M—H_ri

2. Density correlation -

Sidechainorbasegzzg DﬂIID DVITDVED [I:W:CI D—m I I I ™ W I E

H>30 m>15 i r
Backbone 0257W B

3. Density index

o = O
Side chain or base 88: Lu w UJ_I\/D:I u/l—u \—UJ LU B
<Dens> = 0.0736,0 = 0.0095 1.5 —

Backbone 30.
4. B-factor
60.

1.00- w x
5. Connect 0.50 W S

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
0 =0.1256A
m<o038 0.80 r
Backbone 0.90+ L
1 i a N ==
2. Density correlation = TE e === L
Side chain or base).90 D L
0.80- L
H>30 @>15
Backbone

3. Density index

Side chain or base

<Dens> = 0.0736,0 = 0.0095

> 60.
Backbone

4. B-factor

Side chain or base 30.
60.

1.00,
5. Connect 0.5&W -

APNIRKSHPLLKMINNSLIDLPAPSNISAWWNFGSLLAVCLMTQILTGLLLAMHYTADTSLAFSSVAHTCRNVQY
N N o o o o N

residue number (N N N ™ < 0 © ~

chain identifier P

SFCHECK 7.1.01




Structure Factor Check

3L75

Local estimation (21)

VNA. (GLY) 2-8: L
W Aninnl=nnnin=NnnnnnaniiBnneannannnin=nananduninnlniunnnnnnslunsunlinEnninnnn}
1. Shift
) . 1.0
Side chain or base 20 L
0 =0.1256A 3.0~ -
m<o08 0.80 7

Backbone

2. Density correlation
Side chain or baseQ.90+

0.904

;D;[ng&hmm =MMM
WTDWEFTWWWWW FTEEW?D:VEDF[E

0.80- -

m>30 .>1.sB %g
3. Density index e L

Side chain or base g_) :VI]:.:DVED_[I:I_[I:DV_WIIH L
<Dens> = 0.0736,0 = 0.0095 . -
H> 60. 60. -

e T I | |
4. B-factor

Side chain or base 30.+ l‘t Mml J/U_U_HJ_IMM M l

60.- - - — I
1.00
5. Connect 0.50- -
GWL IRNLHANGASFFFICIFLHIGRGLYYGSYLYKETWNTGVILLLTLMATAFVGYVLPWGQMSFWGATV ITNLF
residue number S S S S 8 & g
— - — - -
chain identifier [P

T N.A. (GLY)

Backbone
1. Shift

Side chain or base
0 =0.1256A
m<o08 0.801

Backbone 0.90+
2. Density correlation E

Side chain or base).90

0.80-

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0736,0 = 0.0095

W > 60.
Backbone

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

1.00

5. Connect 0.50

residue number

chain identifier

SFCHECK 7.1.01

AIPYIGHTLVEWAWGGFSVDNPTLTRFFALHFLLPFAIAGITIIHLTFLHESGSNNPLGI SSDSDKIPFHPYY S
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Structure Factor Check
3L75

Local estimation (22)

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

VNA. (GLY) 2-8: L
- Backbone 1:07
1. Shift
: ; 1.0
Side chain or base 204
0 =0.1256A 3.0-
m<08 0.80

Backbone 0.90+

W>30 @>15

3. Density index

1.5+
1.0+
0.5+

Backbone

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

Side chain or base 88:
<Dens> = 0.0736,0 = 0.0095 1.5-
Backbone 30.
4. B-factor
60.
1.00
5. Connect 0.50 +
FKDILGLTLMLTPFLTLALFSPNLLGDPENFTPANPLVTPPHIKPEWYFLFAYAILRSIPNKLGGVLALAASVL I
residue number % % f})‘ % ﬁ % g
N N N N N N N
chain identifier [P
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1256A
m<o08 0.801

Backbone 0.90q

H>30 @>15 1
Backbone éL)
3. Density index '
O
Side chain or base ggw W LU_HJ LU U_H—U H_H Lu \U_UJ LUJ u_M—H—U—'—U—H—U_LU—LU—W r
<Dens> = 0.0736,0 = 0.0095 15 L

SFCHECK 7.1.01

H>60. 60.
Backbone 30.
4. B-factor
Swde chanorbase 30;.:.:-::-:-:]v-:lv_v-z
60.
1.00 —
5. Connect 0.50- -
LFLIPFLHKSKQRTMTFRPLSQTLFWLLVANLLILTWIGSQPVEHPFI I IGQMASLSYFTILLILFPTIGTLENK
residue number & S N o g by S N
%) ™ ™ ™ %) ™ ™ ™
chain identifier P




Structure Factor Check
3L75

Local estimation (23)

VNA. (GLY) 3.0 r
Backbone %8: B
1. shift '
o Lo
Side chain or base 204
0 =0.1256A 3.0
m<o0s8 0.80
Backbone 0.90+

E

2. Density correlation
Side chain or base0.9

=

0.8
H>30 @>15 1-8’
- Backbone ésiw
3. Density index =
Side chain or base (]?8:
<Dens> = 0.0736,0 = 0.0095 1.5-
> 60. 60.
Backbone 30.
4. B-factor
Side chain or base 30_.
60.
1.00
5. Connect 0.50- { L
MLNY] [GELELHPPAFPWSHGGPLSALDHSSVRRGFQVYKQVCSACHSMDYVAFRNLIGVTHTEAEAKALAEEVE
residue number — hat b - b s 3
chain identifier [P Q
T N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1256A
m<o08 0.80, [
Backbone 0.904 |

2. Density correlation

b e e N (R LAl i

W>30 @>15
Backbone

3. Density index

Side chain or base 0.5

1.0

%
i
:
-
E
£

<Dens> = 0.0736,0 = 0.0095 1.5- L
B> 60. 60.

Backbone 3

4. B-factor

0.
60.

1.00

5. Connect 0.501 i f =

residue number

chain identifier

SFCHECK 7.1.01

VQDGPDENGELFMRPGKI SDYFPKPYPNPEAARAANNGALPPDLSYIVNARHGGEDYVFSLLTGYCDPPAGVVVR
— T — — ‘—4 ‘—c

- o
o — N ™ <
™~ ® © = — - - B




Structure Factor Check
3L75

Local estimation (24)

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

1. Shift
o 1, o-PVEEFERE Ve VA VA S A PO eV
Side chain or base 204 L
0 =0.1256A 3.0- —
m<os 0.80 r

SSESNIERaRd S0 | I JMWMW

2. Density correlation -

v
Side chain or baseQ.90-
0.80-

W>30 W>15 1-8’
Backbone 1.0+

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

0511 [ AV W e = =
1.04 U—LLU
<Dens> = 0.0736,0 = 0.0095 1.5-

B> 60. 60.
e m

Side chain or base 30.
60.
1.005 o, -
5. Connect 0.50- % 5
EGLHYNPYFPGQAIGMAPPIYNEILEYDDGTPATMSQIAKDVCTFLRWAAEPEHDQRKRMGLKMLL I SALLTSLL
; — — — ) — — —
residue number o © ~ 0 o o —
- - - — - « N
chain identifier  |Q

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

- Backbone 104 B

1. Shift = L

o 1 o P PO TS OO OO D SO P MO PO

Side chain or base 204 L

0 =0.1256A 3.0~ =

m<os 0.80 r

e O'%ﬂwﬂwmmﬂ—m MWMW |

2. Density correlation e
D [}

Side chain or base()_g(yJ_w—I—\Tu_‘ W W_H_'—U D [I I o L

0.80 L

W>30 @>15
Backbone

3. Density index

Side chain or base
<Dens> = 0.0736,0 = 0.0095
W > 60. 60. — R —— —
Backbone 30. T -
4. B-factor — — —_— =
Swie chain orbase 30- ]- - ]17
60. — I _ = -
1.00
5. Connect 0.50 T -
YYMKRHKWSVLKSRKMAYRPPK [VHNDVTVPDFSAYRREDVMDATTSSQTSSEDRKGFSYLVTATACVATAYAA
residue number ] — ~ ~ e —
N Q N = N ] < 0
chain identifier  |Q R

SFCHECK 7.1.01




Structure Factor Check
3L75

Local estimation (25)

Backbone
2. Density correlation

VNA. (GLY) 2-8: B
- Backbone 10
1. Shift
i i 1.0+
Side chain or base 204
0 =0.1256A 3.0~
m<o0s8 0.804

0.904

Side chain or baseQ.90+
0.80-

H>30 @>15
Backbone

3. Density index

1.5+
1.0+
0.5+

Side chain or base 28:
<Dens> = 0.0736,0 = 0.0095 1.5
W> 60. 60.7
Backbone 30.
4. B-factor
Side chain or base 30_1
60.
1.00 r
o Connect °50 EH [T o) e T bt
KNVVTQF I SSLSASADVLALSKIETKLSD I PEGKNVAFKWRGKPLFVRHRTQAEINQEAEVDVSKLRDPQHDLDR
residue number b N = =
© ~ © o S o o
chain identifier R
V N.A. (GLY)
Backbone [
1. Shift %
Side chain or base 1-0 B
0 =0.1256A i
m<os 0.8

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

Lk il o oI b i D _aibl
JTFTHT PTITTH ' Fi "l

W>30 @>15
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