"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

M odel
32657 atoms (14 water molecules)

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

Number of chains: 51

Volume not occupied by model: 62.9 %

<B> (for atomic model): 89.5 A2

o(B): 14.75 AN2

Matthews coefficient: 4.20

Corresponding solvent % : 70.45
Refinement

Program: CNS 1.1

Nominal resolution range: 30.0- 3.21 A

Reported nominal resolution: 3.00 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: 0.337
Correlation factor: 0.810
R-factor: 0.338

for F>2.00

nom. resolution range: 29.99 - 3.21A
reflections used: 122213
Rfree: 0.357
Nfree: 2437
R-factor without free—refl.: 0.338
Non free-reflections: 119776
<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):
12.8887 —4.5126 -0.1529 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
1. Shift
; i 1.0
Side chain or base 204
0 =0.1358A 3.0
m<o08 0.80

Backbone 0.90+

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

0.80-
m>30 W>15 I
- Backbone (355:
3. Density index
Side chain or base 28:
<Dens> = 0.0426,0 = 0.0075 15
> 60. 60.
Backbone 30.
4. B-factor
Side chain or base 30.
60.
1.00, L
5. Connect 0.50- % L
1
ATYAQTLQNIPETNVTTLDNGLRVASEESSQPTCTVGVWI GAGSRYENEKNNGAGYFVEHLAFKGTKKRPCAAFE
residue number N o N S g S & N
chain identifier ~ |A
T N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1358A
m<o038 0.807 [

Backbone 0.90+ -
2. Density correlation

o™ | L I 111 i 01 i

H>30 @>15
Backbone

3. Density index

Side chain or base

15
1.0
0.5

AR AN A 0 O o o
SUWP IO B OQUY 0 OCWET U O o

0
1
1

<Dens> = 0.0426,0 = 0.0075

5
.0
.5
0

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

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

chain identifier ~ |A
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Local estimation (2)

V NA. (GLY) 3.0

e Lo e e T e e e T T T
LSt P OV S P O O L= O R [ L T H ]
0 =0.1358A [

Side chain or base

m<o08 0.80
Backbone 0.90+

2. Density correlation -

D:F'VD:'FWITIFII II I v F I
Side chain or base0.90+ I [I :\:l::l VVI:E-]
0.80-
Backbone :
5
.0
<Dens> = 0.0426,0 = 0.0075 .5

W>30 @>15

STUTPE R > F iy |

Side chain or base
Side chain or base 30.

3. Density index
Backbone 30.

60.
1.00
5. Connect 0.50- T( -
YLHATAFQGTALARTVEGT TENIKHLTRADLASY IDTHFKAPRMVLAAAGG| SHKELVDAARQHFSGVSFTYKED]
residue number [ B Q S N q o N
o © ~ © o =] o N
=1 - - — - « N ~
chain identifier ~ |A

T N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1358A
[W<o0.s8 0.801 I
Backbone 0.901 |
2. Density correlation & o= ™ ©o[ EIVDVD ZTD ﬂ - [
Side chain or base0.90 I TIWW I t7
0.80" -

H>30 @>15
Backbone

3. Density index

| A 7 AR AU A
Sidechainorbase%éE 1 I_u U_M_u_u M_H_I_U N M/I_LJ—H U B ] Ve UJ g = &

<Dens> = 0.0426,0 = 0.0075

H> 60. 60.
Backbone 30.
4. B-factor
60.
1.00 L]
5. Connect 0.50 [l -
AVPILPRCRFTGSE I RARDDALPVAHVALAVEGPGWADPDNVVLHVANAI IGRYDRTFGGGKHLSSRLAALAVEH
residue number > g S ] N & &S
« N ~ Y o~ N «

chain identifier ~ |A
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Local estimation (3)

V N.A. (GLY) 2-8: C
- Backbone 10
1. Shift
" ! 1.0
Side chain or base 20
0 =0.1358A 3.0-
m<o08 0.807

Backbone 0.90H

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

0.80-

H>30 E>15
Backbone

3. Density index

Side chain or base

<Dens> = 0.0426,0 = 0.0075

> 60.
Backbone

4. B-factor
Slde Chain x base 30-Iv_v_.
60.

1.00
5. Connect 0.50 = -

KLCHSFQTFNTSYSDTGLFGFHFVADPLSIDDMMFCAQGEWMRLCTSTTESEVKRAKNHLRSAMVAQLDGTTPVC
; o N N N N [N N N
residue number |5 - N 0 < ) o
M
A

37

™ ™ ™ (2] ™ ™

chain identifier

N W)
[ofolo

VN.A. (GLY) ] =
packbone : m -
1. Shift

2

. . 1_0F;D]ID;DDMD—HMJLD@M H—H P M—um e
Side chain or base 20 L
0 =0.1358A 3.0 =
m<o08 0.8 i
Backbone 0.9 [

2. Density correlation

i

H>30 E>15

Side chain orbasw_gww D= [l?l:l:ﬁ:[l—l—:I D U\/U_UW L
0.8 -
5,
Backbone g:w
3. Density index

32 1 AN O 0 - 1
Sidechainorbase%gz ' LHVU QU—LU—HI‘[H ULLUJ UIJ ~I_AULUJ_U—IJ WLU

<Dens> = 0.0426,0 = 0.0075

e

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)

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

Side chain or base
0 =0.1358A

m<o0s8 0.80 [
packbone O'QGMWM mﬂwﬂhrlﬂjr

2. Density correlation -

e 110 O

H>30 m> 1.sB " %g I I ]I*
ackoone :

s ey i o5 BT ||||I..II |II o | LT T

Side chain or base ggiﬂ = U LD_D] U VU D . mﬂ - Lu u J U :

<Dens> = 0.0426,0 = 0.0075 1.5 —

Side chain or base 30.
60.

W 60. 60.
packbone 30_

1.00
5. Connect 0.50 W M "

LEITKLPNGLIITASLENFSPASRIGVFIKAGSRYETTANLGTAHLLRLASPLTTKGASSFRITRGIEAVGGSLSV
[e2] (2] () [e2] (2] () [<2]

residue number Q 14 = v o© ~ ©

chain identifier B

VN.A. (GLY) g-g: L
- Backbone 10
1. Shift
) _ 1o A A P P O O P VA A e
Side chain or base 20 L
0 =0.1358A 3.0- —~
m<08 0.801 M i

Backbone 0.90+1 -
2. Density correlation =

Side chan or basw.g&m [lJ_L 4|—\—I:[:[- I I I l:| I L
0.80] — :

E>30 H>15 1.59
Backbone

3. Density index

AT T O O W T
sidechainorbaseg’S:Ju LULU uu - mu N LULUJ ULU—U—N LUU_I UJL:

<Dens> = 0.0426,0 = 0.0075

B> 60. 60.
Backbone 30.
4. B-factor
60.
1.00 v
5. Connect 0.50 H

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

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

B

chain identifier
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Local estimation (5)

Backbone
2. Density correlation

0.80+ =
ool I oo Ll ol Jiodslliil e L ol o ]
| I I]vﬂvl:l- I :

Side chain or base).90 I [I I I I . D I F I [I L
0.80- L

VNA. (GLY) 2-8: L
T N AnNRRunTANndASNElNNRa=Ta inn=neVa iunlinnnnneniini]nnznincnnnttnnnlntznney
1. Shift
o 1_07M&WWUMMMMWMM,
Side chain or base 204 L
o =0.1358A 3.0- —
l<08

W>30 @>15 %g B

- o B;ckbone O:5 L

. Density index B
I O [

e 05 ﬂ TN T m] I e
<Dens> = 0.0426,0 = 0.0075 1.5 =
H> 60. 60.

4. B-factor
60.
1.00 - L]
5. Connect 0.50- B i 5
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 T
’ ) 1.0 r

Side chain or base 20 L
0 =0.1358A 3.0~ =
m<o08 0.801 i

packbon® Olg&mmmmwi
2. Density correlation WED:D:, r o- = T

0.80- =
B>30 @>15 157
Backbone 1.0

3. Density index

0.5

Side chain or base 28: [ u\/ - \M u - VI—MJ W W U U_Lu u u M t
<Dens> = 0.0426,0 = 0.0075 1.5-
> 60. 60.
Backbone 30.
4. B-factor
60.- -
1.00 ||
5. Connect 0.501 i B

residue number

chain identifier
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Local estimation (6)

V NA. (GLY) 2-8: r
- Backbone 104
1. Shift
1.0+
Side chain or base 204
0 =0.1358A 3.0-
m<o0s8 0.80+

Backbone 0.90+
2. Density correlation -

1t ot el Mol BBl Ll ol
e e i I O

m>30 @>15 13

o | 0 Tl I EAITT T It T o T
3. Density index & = =

Side chain or base g_) 8:] LLU [u ‘H D_D—LU DJZD_DJ - ™ u b LM_LU D
<Dens>=0.0426,0 = 0.0075 1.5

Side chain or base 30.

> 60.
Backbone
e m

1. oc
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

VN.A. (GLY) g-g: L
. OO O A b T
1. Shift 5 r
e chat 1o PO POV EFO VeSS RS [ AR E o A= e e e
Side chain or base 20 L
0 =0.1358A 3.0 —
m<o0s 0.807 M i
Backbone 0.90+ r
2. Density correlation & = =] =
Side chain or base0.90+ L
0.80- _ -
m>30 M>15 %-8:
Backbone 0.5

3. Density index

[HI A ) .
) ?idechainorbaseg:g] LULH—U Il U/u U/UWLUUJ [I_[_UJ UJ\_\JJLI I—.:I:[

W > 60. N
Backbone T

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

1.00
5. Connect 0.50 1 Hﬂﬂw .

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

A
residue number S} 3 = I = o N ™
)
B

439

< < <

chain identifier C
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Local estimation (7)

V N.A. (GLY) 2-8: r
P ina=aai i slinadnnnlnalinatansunaiinanlnniiinnaninniufinensnniiiinaan=ninnnsa}

1. Shift
] : 1.0 -
Side chain or base 2_07WMMMW*UMMM%MWWMM,
0 =0.1358A 3.0- —
m<os 0.80 =
e el mﬁﬁﬂmjhmrm |

. . [ S W =

2. Density correlation = Dﬂ]]ID—VD:I UD_ [F.:D = EF-—:[ITVTEFD =y —[T:DTTWDTWD
Side chain or base).90- L
0.80- L

W>30 W>15 %g
o Backbone O:5
3. Density index E —
Side chain or base ggi]v[:lzl_ﬂ_m:lv
<Dens> = 0.0426,0 = 0.0075 1.5
> 60. 60. ey H
e S
4. B-factor
Side chain or base 30. m
60. — —
1.00
5. Connect 0.50- -
) NFGSLLAVCLIMTQILTGLLLAMHYTADTSLAFSSVAHT CRNVQYGWL TRNLHANGASFFFICIFLHIGRGLYYGS
residue number b= o o = s 5 S
chain identifier  |C
V N.A. (GLY) g'g’
Backbone =]
1. Shift
’ . 1.0+
Side chain or base 204
o =0.1358A 3.0-
m<o038 0.807
Backbone 0.904
2. Density correlation
Side chain or base).90

0.80-

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0426,0 = 0.0075

> 60.
Backbone

4. B-factor

Side chain or base 30.4
60.-

5. Connect

1.00
0.50+ |

residue number

chain identifier
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Local estimation (8)

VNA. (GLY) 2-8: L
W nanandlanndunnninndinnaialanlinasna¥ninsnninennlninnnnnnnnnninnnunsnnnnhng

1. Shift
ide cha vo- AR P R EFEE A A e s e e R e =
Side chain or base 204 L
o =0.1358A 3.0- —
m<08 0.80 r
Backoone Ogom—l_’_\\_r—\_,—ﬂ—m—m_ﬂ—p r—\<—,—c—»‘:—v—v—>'¢_l_l_\_|_l—ﬂ_\ ’_‘—‘_l—l_'—MM |
2. Density correlation meerp) = = ﬂf
Side chain or base0.90 ww—mrv‘/u_w W W 1 ML‘—]_I—V_ Lri
0.80- L

H>30 @>15
Backbone

3. Density index

5]
.0
45

Side chain or base gm—mw
<Dens> = 0.0426,0 = 0.0075 5
H> 60. 60. 1 - u

e ST L
4. B-factor

Side chain or base 30. JMU_M 'l

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

V N.A. (GLY)

Backbone
1. Shift

Side chain or base
0 =0.1358A
m<o08 0.801 R

Backbone 0.904 |
2. Density correlation =

Side chain or base).90

0.80-

W>30 @>15
Backbone

3. Density index

1.
1.
0.
Side chain or base g
1.

<Dens> = 0.0426,0 = 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 S R‘ o‘_o' 8 8 :c' Xl' (“7‘3
13 o~ N 3] ] ™ 3] 3]
chain identifier C
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Local estimation (9)

3. Density index
Side chain or base
<Dens> = 0.0426,0 = 0.0075

VNA. (GLY) 2-8: B
s isialanaiazunlnnalunandinnniannnalnngatnnannniansnzaninalnnaiafninnnnssl
1. Shift
ot orbase 10T L [ L [OOSR o
Side chain or base 204 L
0 =01358A 3.0 —
m<o08 0.801 M
peckdone 9] ﬁmmﬂwwﬂrﬂ? m—y—‘_.—y—t—v—»—._.—llﬁ—»_l—bﬁ—q—mi
2. Density correlation [P= o=
Side chain or base0.90+ U—U—r—l_[—\/ W %_W VI:D—‘:D L
0.80-
H>30 m>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 =0.1358A
m<os 0.807 r
Backbone 0.9+ -
2. Density correlation oo =
Side chain or base. 9:)}2' I I D D Fl D I [I I] I -

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0426,0 = 0.0075

<ULV TTITTTTE ML TTITTETE R EEE CE0 D AREERRreres
SUTI' Py iy T PR

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

residue number

chain identifier
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Local estimation (10)

peckhone 99 erw 0 = |
M

V NA. (GLY) 3.0 r
sackene o T el e e e

1. Shift
] . 1.0+ -
st crin o bese 3 S TP H L 100 U EFEF [ EPCE EP e R PO ==
0 =0.1358A 3.0~ -
m<o038 0.80 r

2. Density correlation -

Side chain or base0.90- D T EIID’w 0 W o uﬂ LI_I—W’

0.80-

Hl>30 @>15
Backbone

3. Density index

Side chain or base

5]
.0
45

<Dens> = 0.0426,0 = 0.0075

FRrO oRk

B> 60. 60.
packbone 3Om
e 'ﬂ

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

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
o =0.1358A
[W<o0.s8 0.801
Backbone 0.90+
2. Density correlation =
Side chain or base).90

0.80-

H>30 @>15
Backbone
3. Density index
Side chain or base
<Dens> = 0.0426,0 = 0.0075
W > 60.
Backbone
4. B-factor
Side chain or base 30_-
60.
1.00 ,
5. Connect 0.50
PATMSQIAKDVCTFLRWAAEPEHDQRKRMGLKMLL I SALLTSLLYYMKRHKWSVLKSRKMAYRPPK] [VHNDVTV
residue number = by a ha b b= 3 H
— — « N N 3] I3l
chain identifier D E
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Local estimation (11)

2. Density correlation

Side chain or baseQ.90+

VNA. (GLY) 2-8: L
- pectbone Lo e e e e e e e Cee O H T
1. Shift

B 104%&%%%%&%%#%,
Side chain or base 204 L
0 =0.1358A 3.0 =

m<038 0.80
Backbone .90+ M

i el B el .
Bl | S B |

0.80-
W>30 @>15 1-3
o Backbone (355 B
3. Density index E L
Swie chain orbase QS:WWWW:
<Dens> = 0.0426,0 = 0.0075 1.5 =
H> 60. 60.
Backbone 30.
4. B-factor
60.
1.00 r
5. Connect 0.501 ‘W‘W*
PDFSAYRREDVMDATTSSQTSSEDRKGFSYLVTATACVATAYAAKNVVTQFI SSLSASADVLALSKIEIKLSDI P
residue number - by - g o b 2 =
chain identifier  [E
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1358A
m<o08 0.801
Backbone 0.90q

2. Density correlation

Side chain or base).90
0.80-

Nilifl  aifbal iilil

H>30 @>15
Backbone

3. Density index

i D10
el Lo

1

Sidechainorbaseg'gij\/ U - H . 1 =g H U u = 0 u L V—I O \_N/I_U\/\/u B
<Dens> = 0.0426,0 = 0.0075 1.5-
W > 60. 60.
Backbone 30.
4. B-factor
60.
1.00 r
scaes o) IO T

residue number

chain identifier

SFCHECK 7.1.01
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Structure Factor Check

3HI1L

Local estimation (12)

2. Density correlation

Side chain or baseQ.90+

VNA. (GLY) 2-8: B
- Backbone 104
1. Shift
" ! 1.0+
Side chain or base 20
0 =0.1358A 3.0-
m<o08 0.807
Backbone 0.90+

0.80-
H>30 E>15 %'g:
Backbone 0257

3. Density index
Side chain or base 28:
<Dens> = 0.0426,0 = 0.0075 1.5-

W> 60. 60.
Backbone 30.
4. B-factor
Side chain orbase Som v-:l:.v[ I -
60.
1.00q
s Sl LINNIENT: |
_ CPCHGSHYDASGRIRKGPAPYNLEVPTYQFVGDDLVVVG [GRLMDRIRKWYYNAAGFNKYGLMRDDTLYEDDDV
residue number o ~ © > S 8 8 g
chain identifier  [E F
V N.A. (GLY) 2-8* r
e o A T T H B H e e (T e 0 5
1. shift ] AT
T %S:WWE -
0 =0.1358A 3.0- =
m<os 0.80 r
Backbone 0.90+ -
2. Density correlation 1 Sl
Side chain or baseO.Q(%iF D WWMW D:I L

0.80-

m>30 @>15 i
e SR TIUTUTTT R T T
3. Density index O
<Dens> = 0.0426,0 = 0.0075 1.5
N> 60. 60: N
e ((UTIEE 0 T T
4. B-factor T
60.
1.00 |
5. Connect 0.501 Wi

residue number

chain identifier

SFCHECK 7.1.01
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Structure Factor Check
3H1L

Local estimation (13)

2. Density correlation

swemermeoso” T | N O ST

VNA. (GLY) 2-8: L
P enalnslasnaan=ansesd=uinnniinsnnnnatunalAndiiniunnnnxiinnntunniznantunsunnnns
1. Shift
e e 0T PLLLPEPLE L PR [P [ PO T UL O P L
Side chain or base 20 L
0 =0.1358A 3.0- —
E<o0.8

0.80- =
packbone OIQOMMHMMLWWMﬂﬂFI}F

W>30 @>15

3. Density index

Backbone

2. Density correlation

V_|—¢77
Side chain or base0.90+ D D I [I I I I W‘j I I I I I D:I:EI:I [
0.80 —

Side chain or base 28: I I II B
<Dens> = 0.0426,0 = 0.0075 1.5 =
> 60. 60.

Backbone 30.

4. B-factor
60.
1.00 r
5. Connect 0.50 |-
LARVRHI ITYSLSPFEQRAIPNIFSDALPNVWRRFSSQVFKVAPPFLGAYLLYSWGTQEFERLKRKNPADYENDUQ|
residue number b b = g o ) = b
chain identifier |G
T N.A. (GLY)

Backbone
1. Shift

Side chain or base
0 =0.1358A
[W<o0.s8 0.807 [

Backbone 0.90+ |

W>30 @>15

<Dens> = 0.0426,0

1.5+
Backbone 1.0

3. Density index

0.5

B TR T (R
"h DR DR A [ I

Side chain or base
= 0.0075

——— 60.

4. B-factor e i
60.~ .
1.007 [

5. Connect 0.501 L

SFCHECK 7.1.01
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Structure Factor Check
3H1L

Local estimation (14)

V NA. (GLY) 2-8: r
- Backbone 104
1. Shift T
; i 1.0
Side chain or base 204
0 =0.1358A 3.0-
m<o0s8 0.80

Backbone 0.90+

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

0.80-

W>30 W>15 1-3’
Backbone 1.0+

" 051
3. Density index e
Side chain or base

0.5
1.0+
<Dens> = 0.0426,0 = 0.0075 1.5-

H>60. 60.
BaCkbone 30_ _
4. B-factor E

Side chain or base 30.
60.-

1.00-
5. Connect 0.50

............ RPLLCRESMSGRSARRDLVAGI SLNAPASVR| ALLRQAYSALFRRTSTFALTVVLGAVLFER,|
N [\ N < <

residue number ® S S N N At S
chain identifier || J
V N.A. (GLY) g-g: r
- Backbone 104 [
1. Shift B
’ ) 1.0+ L
Side chain or base 204 L
0 =0.1358A 3.0- =
m<os 0.807 r

Backbone 0.90+ -
2. Density correlation e

= V7
Side chain or base0.90+ I I I I I I I ED . I I m I I I D I I I [
0.80- .

H>30 @>15 1.59
Backbone 1.09

o 0.5
3. Density index

Sidechamorbaseg;g;WMMWMWUJUI Iy =@ Qe g

<Dens> = 0.0426,0 = 0.0075

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

1.00 |
5. Connect 0.501 ‘ﬂ W T -

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

A
N ™
™ < [t} e — I\ ™ <
J

N

residue number

chain identifier

SFCHECK 7.1.01




Structure Factor Check
3H1L

Local estimation (15)

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

- 1 o PV EM P AV O o PO Ve A OO
Side chain or base 20 L

0 =0.1358A 3.0-
m<038 0.801 i
Backbone 0.90+ |

2. Density correlation

i i e L ol G M M [ i

H>30 m>15 I
Backbone 0.5

3. Density index E

Side chain or base g:gj—D{Dj - = U - D:U_r HIEV o H/U I_[HJJ I LU:DJ FE[[E

<Dens> = 0.0426,0 = 0.0075 1.5-

Side chain or base 30.
60.

B> 60. 60.
packbone 30_
e m

1.00
5. Connect 0.50 W ‘ -

SRYENEKNNGAGYFVEHLAFKGTKKRPCAAFEKEVESMGAHFNGY TSREQTAFY IKALSKDMPKVVELLADVVQN
[32] ™ ™ () ™ @ ]

o —
[Te] © N~ [oe] [} =1 3

residue number

chain identifier [N

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
o =0.1358A
Wm<0.38 Uiy 7
Backbone 0.904 |
2. Density correlation 2 ,veE . gl
Side chain or baseO.Q(r] I——_[——l:I:IvI:l:l:-j::[I:D:I:I:I:I I rm l:I m I
0.80~ -

15

> 3.0 >1.5
—I 10

Backbone

3. Density index

<Dens> = 0.0426,0 = 0.0075

oS I HT 1O O W BT T
Sidechainorbase%gf U—U = O U—HJLLUUUUJ M U U_U U LUUJ ol LLE

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

1.00 w
5. Connect 0.50 H
CALEESQI EKERGVILQELKEMDNDMTNVTFDYLHATAFQGTALARTVEGTTENIKHLTRADLASYIDTHFKAPR

residue number Q 8 Q b 3 2 2 B

— — — — — — — —

chain identifier N

SFCHECK 7.1.01




Structure Factor Check
3H1L

Local estimation (16)

Backbone
2. Density correlation

Side chain or base0.9

VNA. (GLY) 2-8: B
- Backbone 1:07 |
1. Shift
: ; 1.0+ =
Side chain or base 20
0 =0.1358A 3.0-
l<08 =

|y T N
-l Tl TR "F

0.8
H>30 W>15 %g
- o B;ckbone 0:5
. Density index =
=] )

Side chain or base ggj D U LU\/ U u I D u [D:—D_D:D_WDVD:J@*:
<Dens> = 0.0426,0 = 0.0075 15 =
W> 60. 60.

packbone 30_
4. B-factor

Side chain orbase 30'--_

60.
1.00,
5. Connect 0.5&} Tﬂ“ T -
MVLAAAGG| SHKELVDAARQHFSGVSFTYKEDAVPILPRCRFTGSEI RARDDALPVAHVALAVEGPGWADPDNVV
residue number 2 2 Q 2 Q 3 3
N [aV) N N N N N
chain identifier [N
V N.A. (GLY) 2-8*
L shit Backbone 1:0:
. Shift 5
HIOTMITHHIMVWVHTHIH T H R M T M T O™ T [T [MII

Side chain or base U I = l I I I II I U l ] .I lI I I Il. i I I
0 =0.1358A
m<os 0.807

Backbone 0.9+

2. Density correlation

Side chain or base).9l

o oen o o Il onmen |
1" THT" Il """ 1" 1

0.8
B>30 B>15 L
Backbone é
3. Density index ' I f
Side chain or base ggj U \—u—‘ \/U HMWLU—IJ_U U U l—UJ M WI—UJ LU—U—‘_I_M—U t
<Dens> = 0.0426,0 = 0.0075 1:5
B> 60. 60.
BaCkbone 30‘_
4. B-factor
Slde Chain x base 3O.-v-vvv__.
60.
1.00
5. Connect 0.501 |

residue number

chain identifier

SFCHECK 7.1.01
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Structure Factor Check
3H1L

Local estimation (17)

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

1. Shift
o ot 101 PO e =P e e e,
Side chain or base 204 L
0 =0.1358A 3.0° —
m<o038 0.807 i
Backbone 0.904 |

2. Density correlation -

s I TTF TV T Y " IPT L
Side chain or base(.90~ L
0.80- L

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

o 0.57
3. Density index E

T [N .
Side chain or base ggiﬁmm—u_ﬂ—cuv—m_ﬂ—vp u VI_I—‘ o U U D]_D LU U LU—EDI
<Dens> = 0.0426,0 = 0.0075 1.5

Backbone 30.
4. B-factor
60.

1.00
5. Connect 0.50- -
LCTSTTESEVKRAKNHLRSAMVAQLDGTTIPVCET IGSHLLNYGRRI SLEEWDSRI SAVDARMVRDVCSKY [ YDKC|
residue number 4 3 Q 3 2 2 9
3] ™ ™ ™ ™ < <
chain identifier [N

VN.A. (GLY) g-g: L
LT L e (T s O e e e e O e e e e T

1. Shift 5 r
e raer o 10 TUPFLP [ TP EHE | [P L o e i

Side chain or base 20 L

0 =0.1358A 3.0 —
m<o0s 0.807 i
Backbone 0.90+ r

2. Density correlation =

b o et T e ol i
Side chaln or base.(@):gg] rﬂfﬁmﬂ? T [FTWI] HU H—LM_UU VEIT :Dv[:

H>30 W>15 %8
. . Backbone 0:5
3. Density index

) . O v O 9'—1 HvE
<Dens> = 0.0426,0 f‘gi;’;a'” e ig—‘ U M Lm T U U—LU_UJ r u I_m t

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)

SFCHECK 7.1.01




Structure Factor Check
3H1L

Local estimation (18)

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

1. Shift
Side chain or base

0 =0.1358A

m<o08 0.80

Backbone 0.90+

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

0.80-

H>30 E>15
Backbone

3. Density index

Side chain or base

5]
.0
45

<Dens> = 0.0426,0 = 0.0075

FRO ORR

.5+
.0+
L

Backbone 30.
4. B-factor
60.

1.00
5. Connect 0.50 S

AHLLRLASPLTTKGASSFRITRGIEAVGGSLSVYSTREKMTYCVECLRDHVDTVMEYLLNVTTAPEFRPWEVTDL
© 0 [} © o] [ee} @© o]

o — N o™
© N~ o o 2 a S a

residue number

chain identifier |0

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
o =0.1358A
m<o038 0.80 r
Backbone 0.90+ L
2. Density correlation E = L
Side chain or base()_g(r:D:[Ij] I I r I W/I—U—U_W [I I I L
0.80- L

H>30 E>15 %8
Backbone 05

3. Density index

<Dens> = 0.0426,0 = 0.0075

[IREITCRTLTTLY TETETR 7 TRERCARTRCEEAEETTTRRRLES 7 o R
Side chain or base ?gw U_H_LU U_U I_U Lu LLU I—U UJ—U U B LHJ o U w

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

1.00 L]
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: B
- Backbone 10 L
1. Shift

Side chain or base
0 =0.1358A

m<o08 0.80
Backbone O.QGIJ:I:LI—H_LJ_L

9, ey G e 1 e LMVIW‘[M@;!‘I_LT‘ITW Mr
Side chain or baseo,g&:l:l WDZV V=I] I I D l:l] I rD I_.:I]V I r
0.80- -

H>30 @>15
Backbone

3. Density index

Side chain or base

0 1 L0 10 o oot Lo
5 B

IS:T[FD]_H_DVDV[F:I—D—WD]E:DV[D—[I vounn g CH
<Dens> = 0.0426,0 = 0.0075 5-

,RrO  ORk
|

Backbone 30.
4. B-factor
60.

1.00 —
5. Connect 0.50 S

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

(2] < [Te] © ~ oo}

residue number ~
N ~ ~ 3] 3% ~ ~ N

chain identifier |0

V N.A. (GLY)
Backbone

1. Shift
Side chain or base

o =0.1358A

m<038 0.807 r
Backbone 0.90+ B

2. Density correlation

v [JFI T HTFY W W "T'"HH

H>30 E>15 %
Backbone O.
3. Density index ' =
: oV = .
Side chain or base g-gj . Il N A 0 -
<Dens> = 0.0426,0 = 0.0075 15
B> 60. 60.
Backbone 30.
4. B-factor
Swie chain orbase 30‘-_-
60.
1.00 — 1
5. Connect 0.50 W -
VTSKLYQGVAKATTQPFDASAFNVNYSDSGLFGFYT | SQAAHAGEV IRAAMNQLKAAAQGGVTEEDVTKAKNQLK
residue number x 3 2 & 3 2 2
N ® ™ ® ™ ™ ®
chain identifier o

SFCHECK 7.1.01




Structure Factor Check
3H1L

Local estimation (20)

V NA. (GLY) 2-8: r
- Backbone 104 L
1. Shift
: ; 1.0+ -
Side chain or base 20
0 =0.1358A 3.0-
m<o08 0.80 r

Backbone 0.90+ -
2. Density correlation -

T B IR T FE i

H>30 W>15 1.59
Backbone

3. Density ind i [
mswllid?ihamorbase%é—ﬂj_m - Vil vOo w IU‘UJD] o v m% U D:[[E

<Dens> = 0.0426,0 = 0.0075

B> 60. 60.
packbone 30_
e -“_“

Side chain or base 30.

60.
1.00
5. Connect 0.50- = -
ATYLMSVETAQGLLNEIGSEALLSGTHTAPSVVAQKIDSVTSADVVNAAKKFVSGKKSMAASGDLGSTPFLDEL
: © © © © [} © © ©
residue number © ~ o) > S et ~ b35)
3] ™ 3] ™ < < < <
chain identifier |0

V N.A. (GLY) g-g: r
- Backbone 104
1. Shift &
. . 1.0
Side chain or base 204
0 =0.1358A 3.0- —~
m<os 0.807 r
Backbone 0.90+1 -

2. Density correlation E

wesmson| T TT WHVT RIS ™ 7

H>30 W>15 1.54

1.0+
Backbone 05

3. Density index -

e AN T | OO N T
a1 Bl et be MR L LS WL

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

7.00
5. Connect 0.50 W L

APNIRKSHPLLKMINNSLIDLPAPSNISAWWNFGSLLAVCLMTQILTGLLLAMHYTADTSLAFSSVAHTCRNVQY
N N o o o o N

residue number (N N N ™ < 0 © ~

chain identifier P

SFCHECK 7.1.01




Structure Factor Check
3H1L

Local estimation (21)

2. Density correlation

- - I I . I I [
Side chain or baseQ.90+ r p I [I I I I I I I I I :
0.80- 7

VNA. (GLY) 2-8: L
P NnNnanal=RantiaNainaSissas=naneainiinasnsinanaiinlnzinsnnsnnanzinasnsnizes
. Shift
Side chain or base %87 H—LH_L:
0 =0.1358A 3.0-
m<os 0.80 i

H>30 W>15 %g
o Backbone 0:5
3. Density index 05] = U 0 o U O W W o
Side chain or base 1.04
<Dens> = 0.0426,0 = 0.0075 1.5 =
H> 60. 60.
packbone 30_
4. B-factor 1
60.-
1.00
5. Connect 0.50 f |
GWL IRNLHANGASFFFICIFLHIGRGLYYGSYLYKETWNTGVILLLTLMATAFVGYVLPWGQMSFWGATVITNLF
residue number S S S S 8 & g
— - — - -
chain identifier [P
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1358A
m<o08 0.801 R
peckdone Olg&ﬁ—mﬂmwmi
2. Density correlation =
y OFr o[
Side chain or base).90+ L
0.80- -

W>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0426,0 = 0.0075

g W

I P FIET T

e 60.
4. B-factor

60.

1.00 H N
5. Connect 0.50 I

residue number

chain identifier

SFCHECK 7.1.01
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Structure Factor Check
3H1L

Local estimation (22)

2. Density correlation

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

) ) 10*%%&—%%%%—&—%%%7
Side chain or base 20 L

0 =0.1358A 3.0-
m<038 0.80 i
S O'Q”WM Mﬁ‘mmﬂﬁjwﬂmﬂ

=) =
Slde Chain . basm.907:I:r:IV|:[:I:I:1:I:|:‘:I |qj—zclv‘:]:lzr D—I:ﬂ:[:':l:l:ﬂ:[:r I I]:TVVI] I ]
0.80- =
W>30 @>15 %g
- o B;ckbone 0:5
. Density index r
vV O
secanoree 08l WO HUAIHE [ T Q[ 9F B9E° [ W :
<Dens> = 0.0426,0 = 0.0075 1.5 =
H> 60. 60.
packbone 30_
4. B-factor
Slde Chain * base 30‘-_-
60.
1.00 1 1
5. Connect 0.50 [ B
FKDILGLTLMLTPFLTLALFSPNLLGDPENFTPANPLVTPPHIKPEWYFLFAYAILRSIPNKLGGVLALAASVL I
residue number % % f})‘ % ﬁ g g
N N N N N N N
chain identifier [P
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1358A
m<o0s 0.807
Backbone 0.90+

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

0.8
H>30 E>15 %
Backbone O.
3. Density index '
' Ogrg =d [ ]
Side chain or base ggj u u u u \/I_U LU vu LUJ O O
<Dens> = 0.0426,0 = 0.0075 15
B> 60. 60.
Backbone 30.
4. B-factor
Swie chain orbase 30_-.
60.
1.00 - -
5. Connect 0.50 } -
LFLIPFLHKSKQRTMTFRPLSQTLFWLLVANLLILTWIGSQPVEHPFI I IGQMASLSYFTILLILFPTIGTLENK
residue number & N N S g S S N
o] ™ ™ ™ ™ ™ ™ ™
P

chain identifier

SFCHECK 7.1.01




Structure Factor Check
3H1L

Local estimation (23)

V NA. (GLY) 3.0
Backbone
1.0
1. Shift —H_ﬂ

Side chain or base 1.04 J—Lu

2.0+
0 =0.1358A 3 0- L

M<0.8
ackhone . [

2. Density correlation

gﬂ T 1IFTY "1 11
Side chain or base0.9 L

H>30 H>15 15 -
e ST TR TR A T T T
3. Density index L
Side chain orbase()ﬂ L L B I il D]—FUJJHJ oM o UJ:[:

<Dens> = 0.0426,0 = 0.0075

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

100

5. Connect 0.50 0 T ] ] ﬂ a

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

o =0.1358A

m<os 0.807 r
Backbone 0.90+1 =

2. Density correlation

0.8 -

H>30 @>15 %
Backbone o. B
3. Density index '
) V= |_I v [
Sldechalnorbaseggju_v—]_u HLH/ LU_U_I—U UJJ L LU u UMU WH—U L
<Dens> = 0.0426,0 = 0.0075 15 =
> 60. 60.
Backbone 30.
4. B-factor
Swie chain orbase 3Om
60.
1.00 L L
5. Connect 0.50- Il || } B
VQDGPDENGELFMRPGK | SDYFPKPYPNPEAARAANNGALPPDLSY IVNARHGGEDYVFSLLTGYCDPPAGVVVR
residue number | < = o b pa S b S
— — — — —
chain identifier ~ |Q

SFCHECK 7.1.01




Structure Factor Check
3H1L

Local estimation (24)

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

o =0.1358A

m<o0s 0.80
ackhone O'QGﬁ—H_l—I_I_ WMM%HM

2. Density correlation -

G e 106 0 kil O i

H>30 m>15 ]
Backbone Ost

3. Density index

Sidechainorbasecl):gzjv—ﬂj—'J U/U vD_u UE—DU—M—U DUL‘—DU D]—D—D:D] VEDO O ﬂ

<Dens> = 0.0426,0 = 0.0075

Side chain or base 30.
60.

B> 60. 60.
packbone 30_
e M

1.00; o
5. Connect 0.50 H S

EGLHYNPYFPGQAIGMAPPIYNEILEYDDGTPATMSQIAKDVCTFLRWAAEPEHDQRKRMGLKMLL I SALLTSLL
I — - I I i —

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

chain identifier  |Q

V N.A. (GLY) 3.0 r
2.0 -

- Backbone 104

1. Shift e

) . 1.0+
Side chain or base 20 L
0 =0.1358A 3.0-

m<o0s8 0.80 r
packhone O'Q&J‘H_FH—\J_H—I%TLD] H%MWWﬁ

2. Density correlation e =

O = = D
Side chain or base0.9(¥:[D:D:I:I:l:I:I [I:I] IJJ—LI_I—u u—U—Iq] I I I I D L
0.80 -

H>30 E>15 % -
Backbone O.
3. Density index '
’ O O O [
Sidechamorbaseg-g#MUJ s ° 0 PU 0 [ e MMJIE
<Dens> = 0.0426,0 = 0.0075 15 -
H> 60. 60.
Backbone 30.
4. B-factor
Swie chain orbase 30_ _-
60.
1.00 —
5. Connect 0.50 -
) YYMKRHKWSVLKSRKMAYRPPK [VHNDVTVPDFSAVRREDVMDATTSSQTSSEDRKGFSYLVTATACVATAYAA
residue number N o S — bt b pad 3 a
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

: ; 1.0+
Side chain or base 204 L
0 =0.1358A 3.0-

Backbone 0.90+ I
2. Density correlation ni¥sinint

O I:| F “ I VI:D =
0.80
H>30 W>15

Backbone
3. Density index

Side chain or base

<Dens> = 0.0426,0 = 0.0075

> 60.
Backbone
4. B-factor
Side chain orbase 30_'_
60.
1.00 1]
5. Connect 0.50 +
KNVVTQFISSLSASADVLALSKIEIKLSD I PEGKNVAFKWRGKPLFVRHRTQAETNQEAEVDVSKLRDPQHDLDR
residue number b N = =
© ~ © o S o o
chain identifier R
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
o =0.1358A
m<os 0.807
Backbone 0.90+1

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

H>30 @>15
Backbone

3. Density index

Side chain or base

T N I O e A
e i Lol | o ! | il s

Fro opR f

B> 0. 60.
4. B-factor
e T LI I 1 N
60.

1.00
5. Connect 0.50 h

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

VKKPEWVILVGVCTHLGCVPIANSGDFGGYYCPCHGSHYDASGRIRKGPAPYNLEVPTYQFVGDDLVVVG GRL
— — — — — - - o
S

chain identifier R
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Structure Factor Check
3H1L

Local estimation (26)

Backbone
2. Density correlation

Side chain or baseQ.90+

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

1. Shift
Side chain or base 1- 0:

0 =0.1358A

H<o08

0.80-
H>30 W>15 1-3*
ol e T T T T T T
3. Density index =
Side chain or base 9] DW u —J U‘D u D U Hut U:LUJ LI:D]_E
1.0+
<Dens> = 0.0426,0 = 0.0075 IL5-
> 60.
Backbone
4. B-factor
Side chain orbase %. _
1.00 - 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 =0.1358A 3.0 L
m<os 0.807 r
e 9 Mﬂhﬁm
2. Density correlation E =
Side chanr basw.g& I I —D:':l:‘:TI:. WI I:T:D:W:I:l:l i
0.80- -
H>30 M>15 %-8:
Backbone 05

3. Density index

T
Sidechainorbaseg'gi \/|—u VU LU U U_M I - I R UJ LU—U—U Lu M

<Dens> = 0.0426,0 = 0.0075 15
> 60, 60.
4. B-factor

60.

1.00 -
5. Connect 0.50 W r

residue number

chain identifier
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Structure Factor Check
3H1L

Local estimation (27)

VNA. (GLY) 2-8: L
e 10 ins=auiiefinnnnnzainasaninniinnlasinninzsiis
1. Shift
o ehain o bace 10 OO R A A PO
Side chain or base 204 L
0 =0.1358A 3.0- —
m<08 0.80

Backbone 0.90+
2. Density correlation

ki el @
seommmonfl]’ FUUTFRF 1 TUUTIN "B HEITTR

15-
1.0
o 0.57
3. Density index E

Sidechainorbaseg):g: 0= "= D:[D:'—D ouw B THAF 0 E LD_HJ UJ LQ]_E

Hl>30 @>15
Backbone

<Dens> = 0.0426,0 = 0.0075

Backbone 30.
4. B-factor
60.

1.00

5. Connect 0.50 } ﬂ

TR TR T

—

PFLGAYLLYSWGTQEFERLKRKNPADYEN] [ELVDPLTTIREHCEQTEKCVKARERLELCDARVSSRSHTEEQCT
residue number I_T" 5‘ ,‘:‘ N ﬁ g (<\r| uNj
chain identifier [T U
V N.A. (GLY) 3-8*
Backbone ]
, 10, Einsnionnatasilisalnsslin==inii=seannunnsnll
1. Shift e mvm FEVEE A
Side chain or base 1-07 D DD] mu D
2.0+
o =0.1358A 3.0-

m<os 0-8&] I D I I I I I
Backbone 0.90+

2. Density correlation E

W>30 @>15

SRR | | O g |
e | 140 J 5 HETTY FT
ey AT ol et s (Ml A

Sidechainorbasei’g_u U iy U - 0 v Hp UUUU - t

<Dens> = 0.0426,0 = 0.0075

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

1.00

EELFDFLHARDHCVAHKLFNKLK| ... ... ... .... RPLLCRESMSGRSARRDLVAGISLNAPASVR| ALLR
o N © < < NI

residue number

© ~ ™ It} © ~

chain identifier U w
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Structure Factor Check
3H1L

Local estimation (28)

VNA. (GLY) 3.0 B
Backbone %8: L

1. Shift ' DelBDBDEcC
; ; 1.0+ F

Side chain or base 20 L

0 =0.1358A 3.0- —
m<o0s8 0.80 r
Backbone 0.90+ D r

0 = = 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> = 0.0426,0 = 0.0075

0.5+
1.04
5=

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

1.00 r
5. Connect 0.50- ﬂ -
QAYSALFRRTSTFALTVVLGAVLFERAFDQGADAIFEHLNEGKLWKHIKHKYEA S DN N
residue number 3 N & 3 3 = ? %
chain identifier E a
V N.A. (GLY) 3.0 r
Backbone %8: [
1 shift ‘el c00ele_ecsecnBlfcoailaolno Oem
: ) 1.0 L
Side chain or base 2.0 L
0 =0.1358A 3.0- —~
m<os 0.807 L r
Backbone 0.90+1 D -
= O = D = D 0 = = 0 m D D O [

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

Backbone

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

3. Density index -

Side chain or base
<Dens> = 0.0426,0 = 0.0075

0.5+
1.04
1.5-

@0 60.
e PR R AR
4. B-factor

Side chain or base 30.
60.

1.0
5. Connect o.sq

residue number

chain identifier
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Structure Factor Check
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Local estimation (29)

VNA. (GLY) 3-8: [
o L0 o Sl e
1. Shift B r
: ) 1.0 B
Side chain or base 204 L
0 =0.1358A 3.0- -
m<o08 0.80 r
Backbone 0.90+ r

|

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

3. Density index e
Side chain or base

H>30 W>15 1.59
Backbone ég:
Sm_m i

0.5
1.0+
<Dens> = 0.0426,0 = 0.0075 1.5-

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

Side chain or base 30.4 L

60.- =
1.00, r
5. Connect 0.50 [—
. WWWWWWWWWWWWW W|
residue number S I
%] o

chain identifier [P
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