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

Structure Factor Check
3HI1L

Title: CHICKEN CYTOCHROME BC1 COMPLEX WITH ASCOCHLORIN BOUND AT QO
AND QI SITES
Date: 12-APR-09
PDB code: 3H1L
Crystal Structure Factors
Cell parameters: Input
af 19240%)4 4 b 91085636 2 .0:95661(563 2 Nominal resolution range: 40.0 - 3.20 A
o ' B: : v: : Reflections in file: 125230
Space group: P 2121 21 Unique reflections above 0: 125230
above b: 122444
above &: 83686
SFCHECK
Nominal resolution range: 40.0 - 3.21 A

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

Model
32657 atoms (14 water molecules)
Number of chains: 51
Volume not occupied by model: 62.9 %
<B> (for atomic model): 89.5 AM2
o(B): 14.75 A"2
Matthews coefficient: 4.20
Corresponding solvent % : 70.45
Refinement
Program: CNS 1.1
Nominal resolution range: 30.0- 3.21 A
Reported R—factor: 0.267
Number of reflections used: 125125
Reported Rfree: 0.29
Sigma cut-off: N.A.

Used reflections: 125071
Reflections out of resolution: 159
Completeness: 99.4 %
R_stand(F) = g(F)>/<F>: 0.067
Anisotropic distribution of Structure Factors

ratio of eigen values: 1.0000 0.4647 0.5420
B_overall (by Patterson): 59.A"2
Optical resolution: 2.38A
Expected opt. resol. for complete data set: 2.38|A
Estimated minimal error: 0.110 A

Model vs. Structure Factors

R-factor for all reflections: 0.338
Correlation factor: 0.810
R-factor: 0.338

for F>2.00

nom. resolution range: 29.99 - 3.21A
reflections used: 122210
Rfree: 0.356
Nfree: 2436
R-factor without free—refl.: 0.338
Non free-reflections: 119774
<u> (error in coords by Luzzati plot): 0.707 A
Estimated maximal error: 0.490 A
DPI: 0.484 A
Scaling

Scale: 0.458
Bdiff: -7.31

Anisothermal Scaling (Beta):
12.8885 —-4.5093 -0.1496 0.0000 0.0000 O

Solvent correction — Ks,Bs: 0.510 250.205
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Local estimation

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

TP O = e OV [V [ e e P T

Side chain or base

g =0.1365A

m<o08 0.80

2. Density correlation -

0.80/

-

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

o 0.5
3. Density index

I T (T
Sidechamorbase%ézu nrE W TR Tt WE

<Dens> = 0.0425,0 = 0.0075

W> 60. 60.
Backbone 30.
4. B-factor
Side chain orbase 30-m
60.
1.00, L
5. Connect 0.50 k +
1
ATYAQTLQNIPETNVTTLDNGLRVASEESSQPTCTVGVWIGAGSRYENEKNNGAGY FVEHLAFKGTKKRPCAAF |
residue number N N m % g uN) % Q
chain identifier ~ |A
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1365A
m<os 0.807 r

Backbone 0.90+ -
2. Density correlation

e | Ll o 111 010

H>30 E>15 %8
Backbone 05

3. Density index

<Dens> = 0.0425,0 = 0.0075

AN T O A N I P
Sidechainorbase%gjﬂu—j_l\/uww U—P IUU U uumww - U_U_UJH

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

1.00
5. Connect 0.50 = -
KEVESMGAHFNGY TSREQTAFY IKALSKDMPKVVELLADVVQNCALEESQIEKERGVILQELKEMDNDMTNV T F D]
residue number 5 S S B BN & g
— — — — —

chain identifier ~ |A
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Local estimation (2)

Backbone
2. Density correlation

0.904

VNA. (GLY) 2-8: L
o O O B T O e e e T e H T T T T
1. Shift
' - 1 o- AV F PV e O TPV T APV AT
Side chain or base 20 L
0 =0.1365A 3.0-
m<o08 0.80 i

PP IR PO W 11 P e
e e e LR I NN A

H>30 W>15 %g
- o B;ckbone 0:5
. Density index T
Side chain or base ggm m/ u_|\/ m—\zu u UJ LD] UJ Lu—‘ I LP u D_ﬂ\/ m U B
<Dens> = 0.0425,0 = 0.0075 15 =
W> 60. 60.
packbone 30_
4. B-factor
Side chain orbase 30“_-
60.
1.00
5. Connect 0.50- T ( -
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 =0.1365A
m<os 0.807 r
packbene O.Q&WM17
2. Density correlation = == B0 = =
Side chain or base).90 -
0.80- -
H>30 M>15 %'8:
Backbone 0.5

3. Density index

1101 O
L T R

Side chain or base gg: U_U VIV m u - u;
<Dens> = 0.0425,0 = 0.0075 1.5-
H> 60. 60.

L
4. B-factor

1

60.
1.00 L]

5. Connect 0.50 u -

residue number

chain identifier
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Local estimation (3)

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

1. Shift

: ; 1.0

Side chain or base 204 L
0 =0.1365A 3.0° —
m<o038 0.807 i
Backbone 0.90+ |

2. Density correlation -

e I it | B b i [ [

m>30 W>15 T
3. Density index =

Side chain or base ggij—m]_u_[m]:[rv U\/Q:UJ u] LU D:I]vm U W
<Dens>=0.0425,0 = 0.0075 1.5-

Backbone 30.
4. B-factor
60.

1.00
5. Connect 0.50- - -
KLCHSFQTFNTSYSDTGLFGFHFVADPLS IDDMMFCAQGEWMRLCTSTTESEVKRAKNHLRSAMVAQLDGTTPVC
: 3] o~ N\ N N N N o~
residue number |5 - N 0 < ) o ~
) ™ ™ ™ %] 3] ™ ™
chain identifier ~ |A

V N.A. (GLY) B
Backbone L
Side chain or base L
0 =0.1365A i L
m<o08 0.8 i

Backbone 0.9 r
2. Density correlation

g
]

Slde Chain * baswgg]]vwﬂ_l:]:f:l:r [r .:’:I:l:’:‘:1:l_l—‘:I D I L
0.8 -
W>30 @>15
Backbone

5,
0,
. . 57
3. Density index

31110 A 20 N OO 117 171
sseciesdS T T AU T 9 Fn

<Dens> = 0.0425,0 = 0.0075

H> 60. 60. —
Backbone 30.
4. B-factor
60. -
1.00 1]
5. Connect 0.50 ( -
ETIGSHLLNYGRRI SLEEWDSR| SAVDARMVRDVCSKY | YDKCPALAAVGPIEQLLDYNRIRSGMYWI PGAED
residue number S S S g N & g 2]
™ 13} < < < < <
chain identifier ~ |A B
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Local estimation (4)

Backbone
2. Density correlation

VNA. (GLY) 2-8: L
- Backbone 1:07 L
1. Shift
: ; 1.0+
Side chain or base 20 L
0 =01365A 3.0° —
m<o038 0.807

0.904

ol e b

nmablil o odalh L mi
oo T T FT T1'W T°1T T "W

H>30 W>15 15
Backbone 1.0 B
3. Density ind oo | 2
. Density index = =

] [ =/ oV

Side chain or base g_)gi:u m U VU L L
<Dens> = 0.0425,0 = 0.0075 1.5 =

W> 60. 60.
packbone 30_

4. B-factor

Side chain orbase 30m

60.

1.00
5. Connect 0.50- W W m -

) LEITKLPNGLI IASLENFSPASRIGVFIKAGSRYETTANLGTAHLLRLASPLTTKGASSFRITRGIEAVGGSLSV
residue number g % g Sg % 2 5’8
chain identifier B
V N.A. (GLY) g-g: r
- Backbone 104

1. Shift & =
) _ 1o O HIF A AP OO T P P M O e =,
Side chain or base 204 L
0 = 0.1365A 3.0~ =
m<os 0.807 r
Backbone 0.90+1 -

2. Density correlation

Side chan or basw.g&m WT:_ I I I Ij I L
0.80- =

H>30 @>15
Backbone

3. Density index

(=]

Side chain or base ES:J - LU = U H UJ - Lu LU LUJ U LU_U—N Lu U_I UJ L:
<Dens> = 0.0425,0 = 0.0075 1.5- L
B> 60. 60.

Backbone 30.

4. B-factor
60.
1.00 1
5. Connect 0.50 -

residue number

chain identifier
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Local estimation (5)

2. Density correlation

v T
Side chain or base0.90+ L
0.80- L

0.80 —

VNA. (GLY) 2-8: L
- Backbone 1:07 L
1. Shift
) , 1_0,MMMMM+UM—MMMMMMMM,
Side chain or base 20 L
0 =0.1365A 3.0- —
m<o038

H>30 W>15

<Dens> = 0.0425,0

3. Density index

5
Backbone g

Side chain or base

FRO ORR

= 0.0075

155
.0
L

]TEI_UUVD_D_Q]HM T O 5 mwivviag LDLt

0.80-

H> 60. 60.
Backbone 30.
4. B-factor
60.
1.00 - L]
5. Connect 0.50- N ] B
NPLYCPDYRIGKITSEQLHHFVQNNFTSARMALVGIGVKHSDLKQVAEQFLNIRSGAGTSSAKATYWGGE I REQN
residue number ,‘2 % % 8 2 g :?)
- - — N N N N
chain identifier B
VN.A. (GLY) g-g: L
- Backbone 10
1. Shift 5 T
’ ) 1.0 r
Side chain or base 20 L
0 = 0.1365A 3.0~ =
m<o08 0.801 i
Backbone 0.90+ [
2. Density correlation R 0= = =
Sile chain or bas<0.901 w I:I:u:lv VTVWI I I:]}ﬂ] I%:I—D_VEIV7

W>30 @>15

<Dens> = 0.0425,0

3. Density index

1.59
1.0+
0.5+

Backbone

Side chain or base
= 0.0075

i o wEETg L ¢t o g ¥ e i UWE

B> 60. 60.
Backbone 30.
4, B-factor
60.- L
1.00
5. Connect 0.50 i B -
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Local estimation (6)

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

o P EP e S B =R S e o

Side chain or base

o = 0.1365A

m<o0s8 0.80q
ackhone O.QGJL_,_HJ JHL_I V‘I:::.HI:HZI\:IILII LJ )—H—il:l:l LI_H—WJ_F[

2. Density correlation -

S e T O

Hl>30 @>15
Backbone

3. Density index

Side chain or base

< R IO O (T

J ST N - I W W M |
<Dens> = 0.0425,0 = 0.0075 =

RO oprk [

Backbone 30.
4. B-factor
60.

1.00 =
5. Connect 0.50 «( W W—

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

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

chain identifier B

V N.A. (GLY) g-g: r
- Backbone 104
1. Shift §
) . 1.0
Side chain or base 204
0 =0.1365A 3.0
E<o08 0.801 M
Backbone 0.90+1
2. Density correlation = — = —
Swde chanr basw.g& .TIT T AF—IVI:I] MW Lr—q—l:m:.:lzw
0.80- =

H>30 @>15 1.59
Backbone 1.0

o 0.5
3. Density index

AT o T
) ?idechainorbaseg:g] LULU—U [ = Wu u/u\/UﬂUJ [I_U_}JLLUJLM LI I—.:I:[

W > 60. N
Backbone T

4. B-factor L LD
Siie chamorbase 80 -'_ _ ]:7

1.00
5. Connect 0.50- W W‘H—HT 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)

0.80-

VNA. (GLY) 2-8: L
W nnn=uiilalnaninnningiiatunannaiinaninalinnnnninnnnlinzacnnninlnannzainannnt
1. Shift

R 1.0 .
Side chain or base 2.07WWW‘MMLMW/MMML,
o =0.1365A 30* —
m<08 0.804 r
Backbone 0901 g N (s |

2. DenS|ty correlation Vv U_LU_I—‘_U \M—I Uu U_M == g W =/ W
Side chain or base0.90+ L

H>30 .>1.5B %g
3. Density index E
st | 1L AR e
<Dens> = 0.0425,0 = 0.0075 1.5- —
> 60. 60. ey T 171 I
owere o111/ [N 1117 | I 11117 7 (111
4. B-factor I
Side chain or base 30. m m m MM—
go. W il — -
1.00
5. Connect 0.50 +
NFGSLLAVCLMTQILTGLLLAMHYTADTSLAFSSVAHTCRNVQYGWL IRNLHANGASFFFICIFLHIGRGLYYG S|
residue number g o b 2 = > §
chain identifier  |C
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1365A
[W<o0.s8 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> = 0.0425,0 = 0.0075
W > 60. T | M [
e sof TN
4. B-factor = =
Side chain or base 30.4 ] M vl:l:mv.:
60.-— _ — -
1.00
5. Connect 0.50- -
YLYKETWNTGVILLLTLMATAFVGYVLPWGQMSFWGATVITNLFSAIPY I GHTLVEWAWGGFSVDNPTLTRFFAL
residue number :u' Kn‘ E‘ ;' S n‘_o' l:' o‘_o‘
— — — — — — — —
chain identifier C
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Local estimation (8)

V N.A. (GLY) 2-8: i
P snannainnniutnnnnnRNannnNalnulunsne ¥ nnusunnannninhnnnannaninniut Ansunnnii}

1. Shift
Side chain or base 204 B
0 =0.1365A 3.0° L
m<o08 0.80- -
S pmo sl o B mmf
2. Density correlation S L
Side chain or base).90- L
0.80- L

H>30 @>15
Backbone

3. Density index

5]
.0
45

Slde Chain * base .gm[.]m I I D
<Dens> = 0.0425,0 = 0.0075 5
H> 60. 60. 1 - u
4. B-factor

Side chain or base 30. JMU_M 'l

60.0 — i i
1.00
5. Connect 0.50- i
HFLLPFAIAGITIIHLTFLHESGSNNPLG| SSDSDKIPFHPYYSFKDILGLTLMLTPFLTLALFSPNLLGDPENF
residue number S-,' 8 : &' S :r' S
— N N N N N N
chain identifier  |C

V N.A. (GLY)

Backbone
1. Shift

Side chain or base
0 =0.1365A
m<o08 0.801

Backbone 0.904
2. Density correlation == e = ) ==

Side chain or base).90 I W D L

0.80-

W>30 @>15
Backbone
3. Density index
Side chain or base
<Dens> = 0.0425,0 = 0.0075 -
B> 60. 60. -
Backbone 30.1
4. B-factor —
Side chain or base 30. -
60.——
1.00
5. Connect 0.50- 3
TPANPLVTPPHIKPEWYFLFAYAILRSIPNKLGGVLALAASVLILFLIPFLHKSKQRTMTFRPLSQTLFWLLVAN
residue number o 2 =2 b=y 3 hat b b=
13 o~ N 3] ] ™ 3] 3]
chain identifier C
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Local estimation (9)

3. Density index
Side chain or base
<Dens> = 0.0425,0 = 0.0075

V N.A. (GLY) 2-8: r
P el sialanaiazsalanalunnalannnisnnnalieuatnnnnnnianunznninalnnnnnninnnnssl
1. Shift
o tamortese 10T LU TP L[ P O ER e RO o
Side chain or base 204 B
0 =0.1365A 3.0 -
m<o038 0.80 r
peckhone 99 MM M’
2. Density correlation R R
0 80-
W>30 @>15 -5

W> 60. 60
Backbone 30.1 W
4. B-factor
Side chain or base 30. i m v-]:l:]]vl- “
60— —
1.00
5. Connect 0.50- -
LLILTWIGSQPVEHPFI I IGQMASLSYFTILLILFPTIGTLENKMLNY] [GELELHPPAFPWSHGGPLSALDHSS
residue number 3 e b 2 - o by
%) ™ ™ ™
chain identifier  |C D
T N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1365A
m<os 0.807 r
Backbone 0.9+ -
2. Density correlation 0o =
Side chain or base. QW H_U_'_‘—U I D D Fl I [I I I -

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0425,0 = 0.0075

<ULV CTITTTTEMUTTTTTTETE R EEE Tty 7 D AR
R UL | 10T et il 4 i i

W > 60.
Backbone
4. B-factor
60.
1.00
5. Connect 0.50 ] |

residue number

chain identifier
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Local estimation (10)

VNA. (GLY) 2-8: L
N aunNinngaandnsafsninannnenaniiiN)auncninenhnsnnnnn)uininsnnnniiNinnennnnent;

1. Shift
] : 1.0 L
Site ahn o bace 2.07A}ALJAJALJv1JAlgy{g}J‘igtjgﬁﬂg}ALJV“A4}4L}ALJATAL}4P44}4L};LJAJVIJA{ALJAP4A}ALJA{J‘{ALJV14L44P4A{A}AF{ALJALALJA{JAJALJVL’i
0 =01365A 3.0- —
m<o0s8 0.807 i

Backbone 099 _:—I_L’.—v—ﬂ_\—‘_l__:—‘—ﬂ M M’
S ) T S

2. Density correlation -
=I:‘:| = E1 ’VV T v ==
Side chain or base0.90+ D EDV VWW ‘—‘—‘—LI—U L

0.80-

Hl>30 @>15
Backbone
3. Density index
Side chain or base

<Dens> = 0.0425,0 = 0.0075

,RrO  ORk

5
.0
.5
5 L
.0+ r
5 L

M > 60. 60. P p—
4. B-factor

Side chain or base 30.
60. el —
1.00
5. Connect 0.50- -
ARAANNGALPPDLSY | VNARHGGEDYVFSLLTGYCDPPAGVVVREGLHYNPYFPGQAIGMAPPIYNEILEYDDGT
; = — R - — — — —
residue number |5 s ~ P & 0 © ~
=1 — — — - = — —
chain identifier D

V NA. (GLY) 3.0 ]
oo S e T T e e e O T e e T e ]
1. Snift ENEREE=E
s oo .01 LU L L DL PR [FECH L PO BRI PO 0. S0,
0 =0.1365A 3.0 i
m<o0s8 0.80 -
e o "L el sl P ol il o il ol el o [
2. Density correlation = e M,
Side chain or baseQ.90-] U—‘—LU WUJ_‘J T—‘T‘—LI—‘—U—‘ Tﬁlﬁl ::D—:D:,

0.80-

H>30 @>15
Backbone

3. Density index

Side chain or base

1.
1.
0
0
1
1

<Dens> = 0.0425,0 = 0.0075

JALETE Y00y b T 1D AT RN o NARRREA O AT
JFPHFHTF oy iy ey

B> 60. 60. -
Backbone 30,- T
4. B-factor
Side chain or base 30_-:[
60.

AL TLLLRETTFERRCRCRRRRLLE (TRER CEEEEEEEEEL
AL ARRRRRELARR EFEEEEERREE CALAAAY - CEEEEEEREEES A

1.00

5. Connect 0.50

[
T

residue number

chain identifier
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Local estimation (11)

V NA. (GLY) 3.0

: packbone LY e e e e T e e H T e e e e T e
1. Shift
- 1_0,%MWM¢MU{7
Side chain or base 204 L
3.0

g =0.1365A

m<038 0.807
e 0% i ol e e Rl mwﬂ,fr.]ﬂ

2. Density correlation -

diesi eI L e e R N | ]

H>30 E>15
Backbone

3. Density index

Side chain or base

5
.0 -
.5 -

<Dens> = 0.0425, = 0.0075 ‘5 I D I I I U u U I I

Backbone 30.
4. B-factor
60.

1.00 =
5. Connect 0.50 W S

PDFSAYRREDVMDATTSSQTSSEDRKGFSYLVTATACVATAYAAKNVVTQFI SSLSASADVLALSKIEIKLSDI P
— I I — — - - bl

residue number - b = g o b b b=

chain identifier  [E

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1365A
m<os 0.807

Backbone 0.90+1
2. Density correlation e

Side chaln or base0.90] I I l:IvI_-]] I:I:I I:I:.:I:l=l:IJJ:I:I:IVE|:I:IVEIZI:I I I
0.80-

HW>30 @>15 1.54
Backbone 1.04
3. Density index il
' [ [ [ [ [
Side chain or base 287N U O H 1 0 U u u U V—I g UVI_U\/\/U i
<Dens> = 0.0425,0 = 0.0075 15/ i
W > 60. 60.

Backbone 30.

4. B-factor
Swie chain orbase SO]V_-V-VIVV[
60.

comes 2] (TN MO ATl

EGKNVAFKWRGKPLFVRHRTQAEINQEAEVDVSKLRDPQHDLDRVKKPEWVILVGVCTHLGCVPIANSGDFGGYY
- ~ — — ~ H ~

residue number o o — o~ %] < 0
— — - — — -

chain identifier E

SFCHECK 7.03.16




Structure Factor Check
3H1L

Local estimation (12)

3. Density index
Side chain or base
<Dens> = 0.0425,0 = 0.0075

V NA. (GLY) 3.0 r
Backbone %'07 B
1. Shift
Side chain or base
0 =0.1365A
m<o08 0.80
Backbone 0.90+
2. Density correlation -
Side chain or base0.90+
0.80-
Hl>30 @>15
Backbone

> 60.
Backbone
4. B-factor
Side chain orbase %. m v-:l:.v[ -
1.0(}
scones o] | R AHTTH{I MIATTT TN |
CPCHGSHYDASGRIRKGPAPYNLEVPTYQFVGDDLVVVG [GRLMDRIRKWYYNAAGFNKYGLMRDDTLYEDDDV
residue number e I Q =]
g ": ‘03 2 =] N ™ <
chain identifier  [E F
V N.A. (GLY)
Backbone
1. Shift
Side chain or base 5 |
0 =0.1365A
m<os 0.807 r

Backbone
2. Density correlation
Side chain or base.
0.

MMM
28]3 T 0 FWTI T

H>30 E>15 1
Backbone é
3. Density index
Side chain or base g
<Dens> = 0.0425,0 = 0.0075 1
W > 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

3HI1L

Local estimation (13)

Backbone 0.90+

V NA. (GLY) 2-8: r
- Backbone 104
1. Shift
; i 1.0
Side chain or base 204
0 =0.1365A 3.0
m<o08 0.801

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

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

" 051
3. Density index E
Side chain or base

0.5
1.0+
<Dens> = 0.0425,0 = 0.0075 1.5-

Backbone 30.
4. B-factor ]
60.

1.00

5. Connect 0.50

residue number

chain identifier

LARVRHI I TYSLSPFEQRAIPNIFSDALPNVWRRFSSQVFKVAPPFLGAYLLYSWGTQEFERLKRKNPADYENDQ|
— i I — — — — —
— N ™ < Lo} © N~ [ee

G

Backbone 0.90+1

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1365A
m<os 0.807 r

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

M T I T ™nm

H>30 E>15 %-5’
Backbone 07

L 0.5
3. Density index
Side chain or base

0.5+
1.0+
<Dens> = 0.0425,0 = 0.0075 1.5-

T O T T T
U0 TR W [P O LE T

Side chain or base 30.-
60.-

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

5. Connect 0.50

1.007

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
3H1L

Local estimation (14)

VNA. (GLY) 3.0
e o T W e e A e e ]
1. Shift
o chai 1.0- W [
Side chain or base 204 L
0 =0.1365A 3.0

m<08 0.80
packbone 099 FI:]II_H_I—V_L_‘—I— !_\J_l—!_l_h_’_l W
0.80-

2. Density correlation -
T e 3 THTIn
Backbone .
3. Density index Hﬂ ﬂ_m

Side chain or base 28: D D D I [D] I D E
<Dens> = 0.0425,0 = 0.0075 1.5

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

1.00
5. Connect 0.50 ﬁ H W -

............ RPLLCRESMSGRSARRDLVAGI SLNAPASVR| ALLRQAYSALFRRTSTFALTVVLGAVLFER,|
residue number ® [3N] o N kr < <

o © ~ — ]
chain identifier || J

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

1. Shift e
: ) 1.0 L
Side chain or base 204 L
0 = 0.1365A 3.0- =
m<os 0.807 r

Backbone 0.90+ -
2. Density correlation e

Side chain or base0.90+ :IU_H_WI—FFI_I_]_I_I I ED . I I I I I
0.80- =

H>30 @>15 1.59
Backbone 1.09

o 0.5
3. Density index

Sidechainorbaseg:gzWU_UM/UU—ULU—UUJU I UMU 07 d Umuu B

<Dens> = 0.0425,0 = 0.0075

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

.00 o =
5. Connect 0.50 T W T :

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

A
N ™
™ < [t} e — I\ ™ <
J

N

residue number

chain identifier

SFCHECK 7.03.16




Structure Factor Check
3H1L

Local estimation (15)

V NA. (GLY) 2-8: r
- Backbone 104
1. Shift
1.0+
Side chain or base 20
0 =0.1365A 3.0-
m<o08 0.80

Backbone 0.90+
2. Density correlation

W>30 @>15

Side chain or baseO.QZ]—H—r_I]v VU_H—LL I I I I I I l:. I I I I
0.8
1.5+

Backbone

Side chain orbaseg_)o D qj J q_u . u/ D H/U I I D L
<Dens> = 0.0425,0 = 0.0075 1.5

Side chain or base 30.

> 60.
Backbone
e -rm-

1 00
5. Connect 0.50 ( S

SRYENEKNNGAGVFVEHLAFKGTKKRPCAAFEKEVESMGAHFNGYTSREQTAFYIKAL‘%KDMPKVVELCI‘.‘)ADVVQN

i [32] ™ ™ () ™
residue number Y 3 Q 3 P 3 o

chain identifier [N

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1365A
[W<o0.s8 0.801 I
Backbone 0.901 |
2. Density correlation 1 o = H
0.80" -

H>30 E>15 %-5
Backbone 0

» <IN R T
g ] W § SPUCIE I D O[T W

<Dens> = 0.0425,0 = 0.0075

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

1.00 u
5. Connect 0.50 N H
CALEESQI EKERGVILQELKEMDNDMTNVTFDYLHATAFQGTALARTVEGTTENIKHLTRADLASYIDTHFKAPR
residue number Q 8 Q b 3 2 2 B
— — — — — — — —

chain identifier N
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Structure Factor Check
3H1L

Local estimation (16)

V N.A. (GLY) 2.8: :
) Backbone 1:07 i

1. Shift
Side chain or base 1° 0: L

2.0
0 =0.1365A 3.0-

m<o08
Backbone

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

| lnosccs 8aoned]
2] THEHTH TrFA1IF

H>30 E>15
Backbone

3. Density index

Side chain or base

gmm
5!
VWO I = LUVLF]UJ—‘ I]mmu r—‘u VEY E

g kro orm

15
0
L

Side chain or base 30.

> 60.
Backbone
e '--_

1.0&
5. Connect 0.5&} T S

MVLAAAGG| SHKELVDAARQHFSGVSFTYKEDAVPILPRCRFTGSEI RARDDALPVAHVALAVEGPGWADPDNVV
[s2} ™ [} [} ™ [32 ™

residue number o — ~ ™ < [¥e] ©
N [aV) N N N N N
chain identifier [N
VN.A. (GLY) g-g’
Backbone '0:
1. Shift 5
1. 07:D FJ—U =0 u P H u D B 0 D] D:l D D:D O q
Side chain or base 20
0 =0.1365A 3.0-
m<o08 0.801
Backbone 0.90+

2. Density correlation

mewwmﬂmw[
S orbaseg_gg]_D [IVWVVVDZZDI; IW I“W ‘\W[
?UW s S i L e

Fro opR f

3. Density index
Side chain or base
> 60. 0.
4. B-factor
60.

1.00
5. Connect 0.50 H
LHVANAI IGRYDRTFGGGKHLSSRLAALAVEHKLCHSFQTFNTSYSDTGLFGFHFVADPLSIDDMMFCAQGEWMR,
residue number 2 & S 3 3 Q 8 Q
N N N (2] ™ 2] (32} ™

chain identifier N
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Structure Factor Check
3H1L

Local estimation (17)

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

1. Shift
o cha 1o EF e e S e e,
Side chain or base 204 B
0 =0.1365A 3.0- L
m<o038 0.80 r
Backbone 0.90+ L
2. Density correlation - = L
Swie chamer baseo.gc¥%:D_I:':I:1:I:I I:E. [ I—'—W—U—I:I_I\/ LI]:I/W .]_I:I]—E1TI77
0.80- L

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

o 0.57
3. Density index E

B L il gm0 |
s e=ty] VEIVHTRL UL PUTRR "F0 AITTR

Backbone 30.
4. B-factor
60.

1.00
5. Connect 0.50 S

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

residue number ] © N @ <)} o H
(] ™ ™ (2] 9] < <

chain identifier [N

V N.A. (GLY) g-g: r
- Backbone 104
1. Shift &
) . 1.0
Side chain or base 204
0 =0.1365A 3.0-
m<o08 0.801

Backbone 0.90+

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

0.80

H>30 E>15 %8
Backbone 05

3. Density index

AN [ N [ AT A
Sidechamorbase%? U = P "] :DVIWU wwr wum t

<Dens> = 0.0425,0 = 0.0075

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

1.00
5. Connect 0.50 H

PALAAVGPIEQLLDYNRIRSGMYWI CPGAEDLEITKLPNGLI IASLENFSPASRIGVFIKAGSRYETTANLGT
i I € @ o ® © © [}
residue number S o 3, 8 ] -4 2 3

chain identifier [N o)
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Structure Factor Check
3H1L

Local estimation (18)

V NA. (GLY) 3.0

Lo P o T T T T e T P e e T e O e e
1. Shift
B 1 o PR R e [ e SR Ve e O L e O,
Side chain or base 204 L
0 =0.1365A 3.0 —

m<o08 0.80
2. Density correlation Al [ -

Side cheln or base0.90] I I w W W I
0.80-

H>30 E>15
Backbone

3. Density index

Side chain or base

FRO ORR

5
.0
.5
o F U O 09 l:. H
<Dens> = 0.0425,0 = 0.0075 m LF

.5+
.0+
L

Side chain or base 30.
60.

B> 60. 60.
packbone 30_
e -“_

1.00
5. Connect 0.50 S

AHLLRLASPLTTKGASSFRITRGIEAVGGSLSVYSTREKMTYCVECLRDHVDTVMEYLLNVTTAPEFRPWEVTDL
residue number @ 0 © © e} © © ©

8 ® 8 8 g 3 § &
chain identifier |0
V N.A. (GLY) 3.0+ r
Backbone 2'8:

1. Shift [
- 1o PP I e e VS O S P [ T S M
Side chain or base 204 L
0 =0.1365A 3.0~ —
m<o08 0.801 r
Backbone 0.90+1 -
2. Density correlation E g =
Side chain or base()_g(r:D:[I:I] I I I u: I W/IJJ_U—W u I I L
0.80- =

H>30 E>15 %
Backbone O.

3. Density index

<Dens> = 0.0425,0 = 0.0075

(IRLETESCEERITE  EEEEE vy ACPERCARPPECACCFPREERRPY 0 Dy
Sidechainorbase%gmj UJM VLU_U I_U L LLU I—u . UJ—U U—U U_U ol U LU—%

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

1.00 -
5. Connect 0.50 -
QPQLKVDKAVAFQSPQVGVLENLHAAAYKTALANPLYCPDYRIGKI TSEQLHHFVQNNFTSARMALVGI GVKHSD]

i ool [oe] [oe] ee] oo} [ee] oo}

residue number < o) o ~ be) > >

— — — - - - N

chain identifier o
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Structure Factor Check
3H1L

Local estimation (19)

VNA. (GLY) 2-8: L
- Backbone 1:07 L
1. Shift
) ) 1_0,#MJWMWWMWMWA
Side chain or base 204 L
0 =0.1365A 3.0-
m<o0s8 0.80+ r
Backbone 0.90 [I] Ij = B L A frl‘h J mﬂ—»ﬂ%—l’vﬂ NTH
2. Density correlation - = = r
Side chain or basw.g&q w \w I w F DVD I‘:I]V I -
0.80- -
m>30 @>15 T B
- o B;ckbone O:5 L
. Density index E = r
Side chain or base 28: D] D u D LU - D U u \“ﬂ VU::
<Dens> = 0.0425,0 = 0.0075 157 -
B> 60. 60.
4. B-factor
60.
1.00
5. Connect 0.50- T B
LKQVAEQFLNTRSGAGT SSAKATYWGGE TREQNGHSLVHAAVVTEGAAVGSAEANAFSVLQHYLGAGPLTKRGSS
residue number - ﬁ % @ 8 % IO\D g
N N ~N N N N N N
chain identifier |0
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1365A
m<o08 0.801 i
Backbone 0.90+ |

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

uillh e on cooine B om b il 0. o 00 b
JIT"™ T T™ P THIR

0.8
m>30 M>15 T
Backbone g‘)
3. Density index '
= v = =
Side chain or base ggj U—LH—UJ Lu LU—U\/ VU U u u_‘ - U\/\/ UJ—U u t
<Dens> = 0.0425,0 = 0.0075 15
= 60.
Backbone 30.
4. B-factor
60.
1.00+ T H M
5. Connect 0.50- i

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
3H1L

Local estimation (20)

Backbone
2. Density correlation

0.904

Side chain or baseQ.90+

VNA. (GLY) 2-8: L
- Backbone 1:07 L
1. Shift
B 1.0 P M e A= e VR e VAR,
Side chain or base 20 L
0 =0.1365A 3.0-
m<038 0.807 i

il il e Bt o B A0 o
TTITA"TTTETT "I "1

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0425,0 = 0.0075

WU Rl EEW Y O~ | s

0.54 0o =V
1.0+
15

B> 60. 60.
packbone 30_
4. B-factor
Side chain orbase Som
60.
1.00
5. Connect 0.50- u M -
ATYLMSVETAQGLLNEIGSEALLSGTHTAPSVVAQK IDSVTSADVVNAAKKFVSGKKSMAASGDLGSTPFLDEL
residue number 3 ® 3 B £ X X 3
™ ™ ™ ™ < < < <
chain identifier |0
V N.A. (GLY) g-g: r
- Backbone 104
1. Shift E
) . 1.0
Side chain or base 204
0 = 0.1365A 3.0- —~
m<o038 0.807 r
e Olg&%m&mmi
2. Density correlation e =
Side chln o base0.90] EEF q I [El I 1 i EFEDVEr [flTCDVD:I = Wi E @TlF
0.80- -
H>30 M>15 %-8:
Backbone 0.5

3. Density index
Side chain or base
<Dens> = 0.0425,0 = 0.0075

] e AN AN T O 0 T
g T IR T T T AT

B> 0. 60.
4. B-factor
60.
1.00
5. Connect 0.50 H

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
3H1L

Local estimation (21)

Backbone
2. Density correlation

0.904

Side chain or base0.90+
0.80-

VNA. (GLY) 2-8: B
Backbone 1:

1. Shift
Side chain or base

0 =0.1365A

m<o08 0.807

H>30 E>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0425,0 = 0.0075

> 60.

Backbone
4. B-factor

Side chain or base 30.

60.-
1.00
5. Connect 0.50 M +
GWL IRNLHANGASFFFICIFLHIGRGLYYGSYLYKETWNTGVILLLTLMATAFVGYVLPWGQMSFWGATVITNLF
residue number S S q o N S g
— - — - -
chain identifier [P

V N.A. (GLY)

Backbone
1. Shift

Side chain or base
0 =0.1365A
m<os 0.807 r

Backbone 0.90+1 -
2. Density correlation e =

y BFEE [
Side chain or base).90+ -
0.80- -

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0425,0 = 0.0075

o2 [ .MM 1.
il L ! ] | LI1) e il L

e 60.
4. B-factor

60.

1.00 u [
5. Connect 0.50 I

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
3H1L

Local estimation (22)

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

Side chain or base

g =0.1365A

m<o08 0.807 r
ewore ooyl L] ol il on dlenilll o .o

2. Density correlation -

Side chain or base0.90+ I I D I I I [D—TT I m I I ":T’VVI] D I
0.80- -

W>30 @>15 %g
. Density index
Oow
Side chain or base QS:J D u D_qj \—UJ :]:U] W@—m u U D LU U q_I_U :
<Dens> = 0.0425,0 = 0.0075 157 C

Side chain or base 30.

B> 60. 60.
packbone 30_
e ‘-_-

60.
1.00 W, 1
5. Connect 0.50- m -
FKDILGLTLMLTPFLTLALFSPNLLGDPENFTPANPLVTPPHIKPEWYFLFAYAILRSIPNKLGGVLALAASVL I
residue number > g & g N S N
I3\ N Y ~ o~ [3Y I3\
chain identifier

V N.A. (GLY) 3.0+
Backbone 2'8:
1. Shift
) . 1.0
Side chain or base 204
0 =0.1365A 3.0
m<o08 0.801

Backbone 0.90+
2. Density correlation

0.8

B>30 B>15 T
Backbone O.
3. Density index
Side chain or base gg
<Dens> = 0.0425,0 = 0.0075 1:5
= 60.
Backbone 30.

4. B-factor

Swie chain orbase 30_-.
60.

1.00 =
5. Connect 0.50 } H

FLIPFLHKSKQRTMTFRPLSQTLFWLLVANLLILTWIGSQPVEHPFI I IGQMASLSYFTILLILFPTIGTLENK
N N N N [\ N N

L

residue number & S IN] © < 0 © ~
%) ™ ™ ™ ™ ™ 1) ®
P

chain identifier
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Structure Factor Check
3H1L

Local estimation (23)

V NA. (GLY) 3.0
Backbone

1.04
1. Shift [T
Side chain or base 1.0 J—Lu

2.0+
0 =0.1365A 3 0- L

[E<o08
ackhone W—rﬂ_ﬂ—’—ﬂ_ﬂ—«—h |

2. Density correlatlon

2T L 1 A

H>30 m>15 % 3 r
ey 8h Ty ST AT A T T
. Density index =
Side chain or base g_) 8 VD_D_D:D MA/D_I ED_D \/U D—I]_D:D:D] U U = :

<Dens> = 0.0425,0 = 0.0075 1.5

Il > 60.
Backbone 30
4. B-factor
Slde Chaln x base 30 . -_-

1.00 "
5. Connect 0.50 o T W ‘W S

ML NY GELELHPPAFPWSHGGPLSALDHSSVRRGFQVYKQVCSACHSMDYVAFRNLIGVTHTEAEAKALAEEVE|
— i I — — —

residue number ] o b - g b b

chain identifier [P Q

V N.A. (GLY)
Backbone

1. Shift
Side chain or base

0 =0.1365A

m<os 0.807 r
Backbone 0.90+1 =

2. Density correlation

Side chain of basw'QW I I [I:':l:l: I I I !
0.8 -

H>30 W>15 %
Backbone O. B
3. Density index '
- 1 OV oo
Sldechalnorbaseggj U_NL]_U H LH/ LU_LU_U \—UJ U\/ LU u U w\/l—m U/LLU L
<Dens> = 0.0425,6 = 0.0075 1:5 L
> 60. 60.
Backbone 30.
4. B-factor
Swde chanorbase 3Om
60.
1.00 x —
5. Connect 0.50- I L } B
VQDGPDENGELFMRPGK| SDYFPKPYPNPEAARAANNGALPPDLSY | VNARHGGEDYVFSLLTGYCDPPAGVVVR
residue number | < = o b pa S b S
— — — — —
chain identifier ~ |Q
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Structure Factor Check
3H1L

Local estimation (24)

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

g =0.1365A

m<o08 0.80
Backbone O.QGM

2. Density correlation -

YN N | /O |
o] [HTPTIAT PTETIIR

H>30 W>15 1.57
Backbone

3. Density index

[ COCAETE A O 1 1
Side chain or base Q:S:WWWWE_U il W oveEla m U t

<Dens> = 0.0425,0 = 0.0075

Il > 60. 60.
Backbone 30.
4. B-factor

60.

1.00; —
5. Connect 0.50 H H S

EGLHYNPYFPGQAIGMAPPIYNEILEYDDGTPATMSQIAKDVCTFLRWAAEPEHDQRKRMGLKMLL I SALLTSLL
I — - I I i —

residue number ) © ~ o) o o I
— - — — — « o~

chain identifier  |Q

VN.A. (GLY) g-g: L
- Backbone 10
1. Shift 5
) . 1.0

Side chain or base 20 L

0 =0.1365A 3.0 —

m<o038 0.801 r
e OB&‘HH‘HW’\M‘WTL& H}hﬂqmwi

2. Density correlation e

= =0 = D [
S AN FF T BT 1 °
0.80- =

H>30 @>15
Backbone

3. Density index

<Dens> = 0.0425,0 = 0.0075

AN 1700 O A
Sidechainorbase%é#U—UJUJ Iu uu . LU I—H_u MWMWU U—ULUJI_E

0.

Backbone 30.
4. B-factor
60.
1.00 —
5. Connect 0.50 -
YYMKRHKWSVLKSRKMAYRPPK] [VHNDVTVPDFSAYRREDVMDATTSSQTSSEDRKGFSYLVTATACVATAYAA
residue number ﬁ § E — d ] b=l g q
chain identifier  |Q R
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Structure Factor Check
3H1L

Local estimation (25)

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

o PP U U T PO P T O T UL PO

Side chain or base
0 =0.1365A

o oo m Mﬂmﬂmhﬂﬂwﬂ
Backbone 0.904 i
2. Density correlation niiinint W

weenl [T T I'T "TTOEY "I T

H>30 W>15 % g B
. Density index = T
oV O [ERE
Side chain or base g_) 8 j_I—[D_._D—D—D_[I_D D_[D U LPJ UJ 1 D_[D :
<Dens> = 0.0425,0 = 0.0075 1.5

Side chain or base 30.

> 60.
Backbone
e _'_

1.00 L
5. Connect 0.50- -
KNVVTQFISSLSASADVLALSKIEIKLSD I PEGKNVAFKWRGKPLFVRHRTQAETNQEAEVDVSKLRDPQHDLDR
residue number b R = ] S o ~
© ~ © o S b b
chain identifier R

V N.A. (GLY)
Backbone

1. Shift
Side chain or base

0 =0.1365A

m<os 0.807
Backbone

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

W>30 @>15
Backbone

3. Density index

Side chain or base

<Dens> = 0.0425,0 = 0.0075

Il > 60.

Backbone

4. B-factor

Suie chain erbase 30 -v-v-vlvv-v-v-v_v-v vIE

1.00
5. Connect 0.501 h

residue number ™ < o © ~ © [}
— - — — - — —

VKKPEWVILVGVCTHLGCVPIANSGDFGGYYCPCHGSHYDASGRIRKGPAPYNLEVPTYQFVGDDLVVVG i
— — — — — - - o

chain identifier R
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Structure Factor Check
3H1L

Local estimation (26)

2. Density correlation

Side chain or baseQ.90+

V NA. (GLY) 2-8: r
- Backbone 104
1. Shift
: ; 1.0+
Side chain or base 20
0 =0.1365A 3.0-
m<o08 0.80;
Backbone 0.90+

Hl>30 @>15
Backbone

3. Density index

] D:D_D_D
Side chain or base 28: u U\/U U—'_‘ Lm - u D U U - D_LUJ Lu—u E
<Dens> = 0.0425,0 = 0.0075 1.5
W> 60. 60.
packbone 30_
4. B-factor
Side chain orbase 30_
60.
1.00 T L]
5. Connect 0.50- -
) MDRI RKWYYNAAGFNKYGLMRDDTLYEDDDVKEALKRLPKDLYNERMFRIKRALDLSLKHRILPKEQWVKYEEDK
residue number I 5 = 3 3 N 8
chain identifier S
V N.A. (GLY) g-g: r
- Backbone 104
1. Shift e
’ ) 1.0+
Side chain or base 204 L
0 = 0.1365A 3.0~ =
m<os 0.807 r
e >%) MWMW’
2. Density correlation 1 v:.zlvgl =
Side chanr basw.g& W I]:q:lzl I:T:]:l]_tlj:l i
0.80- -
H>30 M>15 %-8:
Backbone 05

3. Density index

(1 W
Rl il i |

Side chain or base 28:
<Dens> = 0.0425,0 = 0.0075 1.5-
H> 60. 60.
o
4. B-factor
o
60.
1.00
5. Connect 0.50 W T -

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
3H1L

Local estimation (27)

V NA. (GLY) 3.0 r

2.0+ =

T e O e T e (T T B e T
1. Shift

1ol OO D A O PO
Side chain or base 204 L
0 =0.1365A 3.0

m<o0s8 0.80,

2. Density correlation

Sl FCHT W TOUT WMWY TR
0.8

H>30 m>15 b
o Backbone 0.5

3. Density index

[ [
Side chain or base g_) 8 u LD Lu D—D:m_u D_D—D—D_D—Em]j—[’—[’—m_m_mm
<Dens>=0.0425,0 = 0.0075 1.5

Il > 60. 0.
Backbone 30.
4. B-factor

5. Connect é.?ii HITD [ : il TTHTHE

PFLGAYLLYSWGTQEFERLKRKNPADYEN] [ELVDPLTTIREHCEQTEKCVKARERLELCDARVSSRSHTEEQCT
residue number I_T" 5‘ ,‘:‘ N ﬁ g (<\r| uNj
chain identifier [T U
V N.A. (GLY) 3-8*
Backbone ]
, 1.0 Ennzali=ssnssslilinslnsslnn=siniis==annsnn=sil
1. Shift B mﬂ PO A A
Side chain or base 1-07 D D D] D H
2.0+
0 =0.1365A 3.0

E<o08 0.80;

2. Density correlation E

W>30 @>15

Lol bys L o
S FFFP . EETTW T4
el LTI T AT SRR WV R

Side chain or base g 8: t
<Dens> = 0.0425,0 = 0.0075 1.5-

B> 0. 60.
BaCkbone _ _ .
4. B-factor
Swie chain orbase % _ "- .

1.00 X

EELFDFLHARDHCVAHKLFNKLK| ... ... ... .... RPLLCRESMSGRSARRDLVAGISLNAPASVR| ALLR
o N o}

i < < <
residue number P} N ™ [T) © ~

chain identifier U w
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Structure Factor Check
3H1L

Local estimation (28)

VNA. (GLY) 3.0 L
Backbone 2.09 [

1.0 U r

1. Shift 0 = E D@L
: : 1.0+ =

Side chain or base 20 L

0 =0.1365A 3.0- —
m<os 0.80 r
Backbone 0.90 D r

2 - = O L

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

1.54
H>30 W>15 1o

0.54

Backbone
3. Density index

Side chain or base
<Dens> = 0.0425,0 = 0.0075

0.5+
1.04
5=

T 10
Backbone 30. D D
4. B-factor
60.

1.00 r
5. Connect 0.50- T -
QAYSALFRRTSTFALTVVLGAVLFERAFDQGADAIFEHLNEGKLWKHIKHKYEA S| BN N
residue number 3 N 5 3 3 E ? %
chain identifier E a
V N.A. (GLY) 3.0 r
Backbone %8: L
1. Shift Y@ | D s D 0l g c e 000 - lnoldm (o
’ ) 1.0 L
Side chain or base 2.0 L
0 = 0.1365A 3.0~ =
m<o038 0.801 D L r
Backbone 0.90+1 -
= O = D = D = = = D O D D O [

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

Backbone

H>30 W>15 %:8:
051 ] D

3. Density index -

Side chain or base
<Dens> = 0.0425,0 = 0.0075

0.5+
1.04
1.5-

Teo 60.
l> 60 Backbone 30]IDIDDIDIIIIIIIDIIIIIII
4. B-factor

Side chain or base 30.
60.

1.0
5. Connect o.sq

residue number

chain identifier
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O 2007 ]
Q2104 ]
(O 3015
[© _501-]

[T 501-]
(T 502
(T 2015
[T 2106 ]
(T 3002
(T 3003
(T 3007

[O2010]
(O 3106 ]
[O2011]
(M 501 ]
([M2005 ]
[M2105 ]
(T 3001
(T 3010

z
=
c




Structure Factor Check
3H1L

Local estimation (29)

VNA. (GLY) 3-8: [
e L0 el e
1. Shift B r
: ) 1.0 B
Side chain or base 204 L
0 =0.1365A 3.0- -
m<o08 0.80 r
Backbone 0.90+ r

[l

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

H>30 W>15 1.59
Backbone ég:
“THm

3. Density index

Side chain or base 72| B

<Dens> = 0.0425,0 = 0.0075

H>60. 60.
4. B-factor = L

Side chain or base 30.4 L

60.- =
1.00 r
5. Connect 0.50- E
. WWWWWWWWWWWWW W|
residue number S 3
» )

chain identifier [P
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