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

Structure Factor Check
3H1l

Title: STIGMATELLIN AND ANTIMYCIN BOUND CYTOCHROME BC1 COMPLEX
FROM CHICKEN
Date: 12-APR-09
PDB code: 3H1lI
Crystal Structure Factors
Cell parameters: Input
af LIBE 2 b CEILE _C: AT Nominal resolution range: 49.5 - 3.53 A
e Il p: 90.00 i R Reflections in file: 85472
Space group: P 2121 21 Unique reflections above 0: 85472
above b: 82734
above &: 38800
SFCHECK
Nominal resolution range: 495 - 3.53A
\O5max. from input data, min. from author\05
Used reflections: 85472
M odd Completeness: 90.5 %
R_stand(F) = g(F)>/<F>: 0.149
ﬁliﬁ);e?tgm ShainS' 51 Anisotropic distribution of Structure Factors
" ratio of eigen values: 1.0000 0.5035 0.5470
Volume not occupied by model: 62.7 % B_overall (by Patterson): 60.AM2
<B> (for atomic model): 78.7 A2 OEJticaI resolution: 250 A
o(B): . 21.96 A"2 Expected opt. resol. for complete data set: 2.50|A
Matthews C(_)eff|C|ent: 4.17 Estimated minimal error: 0.224 A
Corresponding solvent % : 70.29
Model vs. Structure Factors
R—factor for all reflections: 0.321
Correlation factor: 0.777
R-factor: 0.319
for F>2.00
nom. resolution range: 19.99 — 3.53A
Refinement reflections used: 82388
Rfree: 0.351
Program: CNS 1.1 Nfree: 2477
Nominal resolution range: 20.0 - 3.53 A R—factor without free—refl.: 0.318
Reported nominal resolution: 3.00 Al Non free-reflections: 79911
Reported R—factqr: 0.263 <u> (error in coords by Luzzati plot): 0.715 A
Number of reflections used: 85111 Estimated maximal error: 0.470 A
Reported Rfree: 0.31 DPI: 0.691 A
Sigma cut—off: N.A. Scaling
Scale: 0.883
Bdiff: -7.32

Anisothermal Scaling (Beta):
13.0667 0.6487 2.3764 0.0000 0.0000 0.0

Solvent correction — Ks,Bs: 0.655 250.453

SFCHECK 7.1.01




Structure Factor Check
3H1I
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Local estimation

2. Density correlation

Side chain or baseQ.90+
0.80-

VNA. (GLY) 2-8: L
- Backbone 1:07 L
1. Shift
" ; 1.0
Side chain or base 204 L
0 =0.1857A 3.0- —
m<os 0.80
e %] TH‘H‘H‘W_H‘F\IWM I—‘_ﬂ—‘—’_v-l W

HTY AT "y "Il i

il
il
0.

H>30 @>15
Backbone

3. Density index

5o
0,
5

Side chain or base 88:
<Dens> = 0.1006,0 = 0.0280 157
W > 60. 60.
Backbone 30.
4. B-factor
60.
1.00 |
5. Connect 0.50 o W B
ATYAQTLQNIPETNVTTLDNGLRVASEESSQPTCTVGVWIGAGSRYENEKNNGAGYFVEHLAFKGTKKRPCAAFE
residue number N N q S 9 S 3 N
chain identifier ~ |A
VN.A. (GLY) g-g: L
- Backbone 104
1. Shift 5 r
N 1 o] VIV A - A A P O A P M P S T
Side chain or base 20 L
0 =0.1857A 3.0- =
m<o0s 0.807 [
Backbone 0.90+ r
2. Density correlation E =
Side chain or baseD.90] PI R U_FVI_U_HF :FEI w M[ W*
0.80- - =

1.
1.
0.

W>30 E>15

Backbone
3. Density index

Side chain or base g
<Dens> = 0.1006,0 = 0.0280 1.

it
PAIITTIE W | [Fp R P

=R 60.
4. B-factor B
60.
1.00 -
5. Connect 0.50 r i

residue number

chain identifier
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Local estimation (2)

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

1. Shift
; i 1.0+
Side chain or base 204
0 =0.1857A 3.0~
m<o0s8 0.80
Backbone 0.904
2. Density correlation -
Side chain or base0.90+

0.80-

Hl>30 @>15
Backbone

3. Density index

Side chain or base 8 I I I q D D D D D D D D L
<Dens> = 0.1006,0 = 0.0280 5 —
W > 60. 60.0

Backbone 30.7‘H7
4. B-factor

Side chain or base 30_—<L

60.- ——
1.00 | |
5. Connect 0.50 1_( -
YLHATAFQGTALARTVEGTTENIKHLTRADLASY IDTHFKAPRMVLAAAGG| SHKELVDAARQHFSGVSFTYKED
residue number % S ﬁ % S S ﬁ ﬁ
~ - - — - N [aV) N
chain identifier ~ |A
VNA. (GLY) g-g’ r
- peckGone L0} o P el e e A T
1. Shift r
Side chain or base 1_0,wWMW,
2.0+ r
0 =0.1857A 3.0~ =
m<o08 0.801 i

Backbone
2. Density correlation

Side chain or base).90
0.80-

mll . me - el e B Bem
[:‘31 rKF:=DD=:'DZ'=:='=EF’V=VD=‘:TI—DDWWﬂ DUI:

W>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.1006,0 = 0.0280

AT AN UMM AN T D) Ay
| PP oy Y L

W>60. T ]
Backbone W
4. B-factor B
Side chain or base 30. M
60. - e H
1.00 -
5. Connect 0.50- -

residue number

chain identifier
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Local estimation (3)

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

1. Shift
‘ . a m%%wwwmwf
Side chain or base 204 L
0 =0.1857A 3.0- —
m<os 0.80 r

packbone OIQGM ,J—hﬂ_f—h—l_b_’—ﬂ‘l—l_d:l_rm ﬂ—ﬁ—!_lﬁ_:—ﬁi

2. Density correlation -

0.80-

H>30 @>15
Backbone

3. Density index

Side chain or base

5]
.0
45

<Dens> = 0.1006,0 = 0.0280

5
.0
£
B> 60. 0.

Backbone 30.
4. B-factor

Side chain or base 30.

u
-l

1.00
5. Connect 0.50- } -

LCHSFQTFNTSYSDTGLFGFHFVADPLSIDDMMFCAQGEWMRLCTSTTESEVKRAKNHLRSAMVAQLDGTTPVC
N N N N N N N

K

residue number 8 — N V) < 0 © ~
%] ™ [s2) 1] (%] (3] %] ™
A

chain identifier

V N.A. (GLY)
Backbone

1. Shift

Side chain or base

o0 =0.1857A

[W<o0.s8 0.801
Backbone 0.904

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

0.80

H>30 W>15 1.57
Backbone 1.0

o 0.5
3. Density index

Side chain or base ES:J w‘U " \/U u_‘_UJ LU o U UJ—U LI_._I_I\/U
1.5- t

> 60. 60.
Backbone 30.

<Dens> = 0.1006,0 = 0.0280
Swie chain orbase 30_
60. = -

4. B-factor

1.00 w
5. Connect 0.50- F 3
ETIGSHLLNYGRRISLEEWDSR| SAVDARMVRDVCSKY IYDKCPALAAVGPIEQLLDYNRIRSGMYW I 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

T ] T T T
e baseg_zgﬂfrﬂvl] T B I9qr (1o

VNA. (GLY) 2-8: L
- Backbone 1:07 L
1. Shift
1.0
Side chain or base 204 L
0 =0.1857A 3.0 -
l<08

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.1006,0 = 0.0280

PRO ORpR

NI R R

5
.0+
L=

> 60.
Backbone
4. B-factor
Side chain orbase %. .-m‘
1.00 L
5. Connect 0.50 ‘W—W I +
LEITKLPNGLI IASLENFSPASRIGVFIKAGSRYETTANLGTAHLLRLASPLTTKGASSFRITRGIEAVGGSLSV
residue number g % g Sg % 2 %
chain identifier B
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1857A
m<os 0.807 r
Backbone 0.90+1 -

2. Density correlation

Side chain or base).90
0.80-

W>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.1006,0 = 0.0280

1.54
1.04
0.5+

W W) U CECUE 0 T o

0.5
1.0+
1.5

=R 60.
4. B-factor

60.

1.00
5. Connect 0.5&W i i

residue number

chain identifier
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Local estimation (5)

2. Density correlation

Side chain or baseQ.90+

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

o cha 1o RV P VeV T IV VR
Side chain or base 204 L

0 =0.1857A 3.0-
m<08 0.80 r
Backbone 0.90+ |

o CIFTFCTIT T I E " 11T

H>30 @>15
Backbone

3. Density index

<Dens> = 0.1006,0 = 0.0280

Side chain or base

5]
.0
45

PRO  OR

Nl LR T R Ll Ll

155
.0
L

W> 60. 60.
Backbone 30.
4. B-factor
Side chain orbase 30-_r-_‘
60.
1.00
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 =0.1857A
m<o038 0.80q r
Backbone 0.90+1 -
2. Density correlation = 0= =
Side chain or base).90 P I I W I I I I W L
0.80- -

W>30 @>15
Backbone

3. Density index

<Dens> = 0.1006,0 = 0.0280

Side chain or base

1.54
1.0+
0.5+

L L e e

0.5+
1.04
1.5-

B> 60. 60.
4. B-factor = =
60.- L
1.00,
5. Connect 0.501 ‘W ﬂ -

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 =0.1857A 3.0-
m<o0s8 0.80+

Backbone 0.90+

2. Density correlation
Side chain or baseQ.90+

0.80-
H>30 .>1.SB %g
3. Density index e
Side chain or base 8 87
<Dens> = 0.1006,0 = 0.0280 1.5-
> 60. 60.
Backbone 30.
4. B-factor
Side chain or base 30.

60.

.00 — -
5. Connect 0.50 w B W—

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

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

chain identifier B

¥ N.A. (GLY) g-g: r
. Backbone 104 crrrrre e O e e e (TH T
1. Shift = L
Side chain or base 2.07 B
o =0.1857A 3.0- L
m<o0s8 0.80 r
Backbone 0.90+1 L

; i S
2. Density correlation E B ===
Swde chanr basw.g& [._.zl ‘ZI:I:I D:I:[Zlv.:I i
0.80 I I I I I L

H>30 @>15 15
Backbone 1.0

o 0.5
3. Density index

IR TR o -
) s|dechaunorbaseg’5fJ W ails Uv UIJMMH LUJJHU_LULU m

> 60.
4. B-factor
60. L

1.00
5. Connect 0.501 W -

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

A
residue number S} 3 = I = o N ™
)
B

439

< < <

chain identifier C

SFCHECK 7.1.01




Structure Factor Check
3H1I

Local estimation (7)

VNA. (GLY) 2-8: L
N nntannnl=nnaniinndualnin=nnannaiinantndiinanlnanznannlnd ualnntuninznnnalnnt

1. Shift
Side chain or base 204 L
0 =0.1857A 3.0 =
m<o8 0.80 i

Backbone

0.904

2. Density correlation

=y = [[:'—D::D:_VD:D [ =/ m’
Side chain or base0.90 D u—]f WLI—'JV—A‘—'@ [

0.80-

H>30 @>15
Backbone

3. Density index

5]
.0
45

<Dens> = 0.1006,0 = 0.0280 5
H> 60. 60.7 = i
4. B-factor
60.- - — - L L
1.00
5. Connect 0.50- -
NFGSLLAVCLMTQILTGLLLAMHYTADTSLAFSSVAHTCRNVQYGWL IRNLHANGASFFFICIFLHIGRGLYYG S|
residue number g a b 2 b2 - 3
-
chain identifier  |C
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1857A
m<o08 0.801
Backbone 0.90+
2. Density correlation
Side chain or base).90

H>30 @>15

Backbone
3. Density index

Side chain or base
<Dens> = 0.1006,0 = 0.0280
W > 60.

Backbone
4. B-factor

Side chain or base 30.

60.-
1.00 -

5. Connect 0.50 -

residue number

chain identifier
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Local estimation (8)

V N.A. (GLY) 2-8: i
e o M T T e T T O b e T

1. Shift
: ; 1.0+ -
Side chain or base 2.07WM%MM/UM—UMM7
0 =0.1857A 3.0- —
m<o038 0.80 r
Backbone 0.90+ L
Side chain or base0.90+ U\W uw/——r,

W>30 W>15
Backbone
3. Density index
Side chain or base
<Dens> = 0.1006,0 = 0.0280
Il > 60.
Backbone
4. B-factor
Side chain or base 30.—J—UJ—U—U—M—LU—U—H—L1 MM_L M*
60.- e L L
1.00
5. Connect 0.50- -
HFLLPFAIAGITIIHLTFLHESGSNNPLG| SSDSDKIPFHPYYSFKDILGLTLMLTPFLTLALFSPNLLGDPENF
residue number S-,' 8 : &' S :r' S
— N N N N N N
chain identifier  |C
VN.A. (GLY) g-g’ C
e I e TR e O Lo e e e e e
1. Shift 5
. o I AR A PR AP O A O P A e o,
Side chain or base 20 L
0 =0.1857A 3.0~ =
m<o08 0.801 i
Backbone 0.90+ [
2. Density correlation =
Side chain or base).90

0.80-

H>30 @>15
Backbone

3. Density index

A1 DY

Side chain or base -
<Dens> = 0.1006,0 = 0.0280
B> 60. 60.
Backbone 30.1
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

W eaianalndlannalnleaRuaninalanlnnniiinzaninnnnnn ¥ unn=nnnal nnninlznnnans
1. Shift
o 1_0,MLWMULMM VIO vV
Side chain or base 20 L
0 =0.1857A 3.0-

m<o0s8 0.80 r

Backbone 0.90+ i
el | e of T Mﬂmﬂ

2. Density correlation

Side chain or baseo,gcfw e TI‘T“W“IE VEI_D{D TEDWD] Fr
0.80- L

H>30 @>15
Backbone

3. Density index

Side chain or base

5]
.0
45

<Dens> = 0.1006,0 = 0.0280

[}

5

.0

.5

B> 60. 0.
Backbone 30. W

o s i nmnanaill
Side chain or base 30.—M JM_U—H—LU—LU/M
60.- i

1

1.00
5. Connect 0.50 S

LLILTWIGSQPVEHPFI I IGQMASLSYFTILLILFPTIGTLENKMLNY GELELHPPAFPWSHGGPLSALDHSS
residue number 3 e b 2 - o by
™ ™ » »

chain identifier  |C D

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
o =0.1857A
o OlB&WWMMM%mmw—ﬂi
Backbone 0.90q r
2. Density correlation = 5[ r
Side chain or base).9l W/W D r
- i HTITTY T

m>30 m> 18 . %:8:
I Side chain or base 9-2] “—W—” M - \_UJ w \/U UJ - I_H_U_U U_UJ t

1.0

<Dens>=0.1006,0 = 0.0280 1.5-

> 60. 60.

Backbone 30.1

swawnonean. | | L[ T
60.- e —

1.00
5. Connect 0.50 [ -

VRRGFQVYKQVCSACHSMDYVAFRNLIGVTHTEAEAKALAEEVEVQDGPDENGELFMRPGKI SDYFPKPYPNPEA
I - — - - bl I

residue number = oy o o = by >

chain identifier D
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Local estimation (10)

V NA. (GLY) 3.0

e o e T T T M e e e e O e
1. Shift

q : 1.0 .
i L TR L s Tl i |
0 =0.1857A 3.0- —

m<o0s8 0.80 r

Backoone OIQGWW
; ; SN o ) 0 NS [
2. Density correlation -

Side chain or baseQ.90 ‘:DV l:I—h_'_ﬂ_" W v Wﬁw = \_I_H_‘_'ﬂ—l—‘—‘_lv -
0.80- -

H>30 W>15 %g
3. Density index E L

Ll U1 1 W11 1 IR [
<Dens> = 0.1006,0 = 0.0280 1.5~ L
4. B-factor

60. — — —
1.00
5. Connect 0.50- -
ARAANNGALPPDLSY | VNARHGGEDYVFSLLTGYCDPPAGVVVREGLHYNPYFPGQAIGMAPPIYNEILEYDDGT
residue number = o b o ;' b bl N
~ - — - - — - -
chain identifier D

V N.A. (GLY)

Backbone
1. Shift

Side chain or base
o =0.1857A
m<os 0.807

Backbone 0.90+1

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

H>30 @>15
Backbone

3. Density index

Side chain or base

<Dens> = 0.1006,0 = 0.0280

B> 60. 60.— —
Backbone 30.1

4. B-factor 7
Side chain or base 30.4
60.-

1.00
5. Connect 0.50 H

PATMSQIAKDVCTFLRWAAEPEHDQRKRMGLKMLL I SALLTSLLYYMKRHKWSVLKSRKMAYRPPK VHNDV TV
— i — - - — -

residue number = > o o o~ ™ =
=t - 5 N ~ ~

chain identifier D E

24
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Local estimation (11)

V NA. (GLY) 3.0

P AnN=unasu=sante=ataun=i=niiiini]AninNninzaannnnNNnn i =t Ann SR n O e En =Ea A
1. Shift
o v r b 10 LU - CHFE L [ L L PP L e o ey
Side chain or base 204 L
0 =0.1857A 3.0

m<08 0.80
Backbone 0.904 =

2. Density correlation -

) ) 0= O I = = D]]
Side chain or baseQ.90+

0.80-

H>30 @>15
Backbone

3. Density index

Side chain or base
<Dens> = 0.1006,0 = 0.0280
Il > 60.
Backbone
4. B-factor
Slde Chain x base 30_
60.
1.00
5. Connect 0.50-
PDFSAYRREDVMDATTSSQTSSEDRKGFSYLVTATACVATAYAAKNVVTQF| SSLSASADVLALSKIEIKLSDI P
residue number o bt = g by b N b
chain identifier ~ |E
VNA. (GLY) 39 [
Back =] -
- ackbone 10
1. Shift e
. . 1.0
Side chain or base 204
o =0.1857A 3.0-
[W<o0.s8 0.801

Backbone 0.90+

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

0.80

H>30 @>15 1.57
Backbone

3. Density index

Side chain or base gg:ﬂ S - - Lu_u - = UJ U - U U—U M—U—u VU W i
<Dens> = 0.1006,0 = 0.0280 1.5- =
H>60. 60.

4. B-factor
60.

somes Sol TR

EGKNVAFKWRGKPLFVRHRTQAEINQEAEVDVSKLRDPQHDLDRVKKPEWVILVGVCTHLGCVPIANSGDFGGYY
- ~ — — ~ H ~

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

chain identifier E
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Local estimation (12)

V NA. (GLY) 3.0 r

2.0 F

T e T e T H T
Lo TR e

: ; 1.0+
Side chain or base 204 L
0 =0.1857A 3.0

m<o0s8 0.804 r
ackhone O'Q‘*mMWHﬂMWL[Ivﬂ Mm I
P I Ml

2. Density correlation -

~\:1_—[_.VI:I:. = = =17
Side cheln or base0.90] Wﬂvm DJ:I:]:I=[[:\:IVKZ|II:]]V i
0.80- I I L

W>30 W>15 1-3’
Backbone 1.0+

o 0.57
3. Density index

ide chain or aseO'S: UW L7 UJU D:DJVI_}JD—V
a0 j IR |

<Dens> = 0.1006,0 = 0.0280
W> 60. 60. T
Backbone 30. i

60.

T.007 |

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

chain identifier  [E F

~ N () <

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
o =0.1857A
m<o0s8 0.80
Backbone 0.90+
2. Density correlation E
Side chain or base).90+

0.80-

W>30 @>15
Backbone

3. Density index

Swie chain orbase S:W Ll—u n L‘_\—‘ w \—I—\—l—‘_U M_i_l u—‘ Mu \4—‘_”/ t
<Dens> = 0.1006,0 = 0.0280 1.5

B> 60. 60.7 .
o ST 7
4. B-factor L

oo DI T W
60. —
1.00
5. Connect 0.50+ ( -
KEALKRLPEDLYNERMFRIKRALDLSLKHRILPKEQWVKYEEDKPYLEPYLKEVIRERLEREAWNKK| [GIHFGN
residue number 3 2 IS S 3 § g i

chain identifier ~ |F G

SFCHECK 7.1.01




Structure Factor Check
3H1I

Local estimation (13)

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

1. Shift
o chai o P PO S PO O A O O O [ M DM,
Side chain or base 204 L
0 =0.1857A 3.0- —

2. Density correlation

m<o0s8 0.80 — r

Backbone 0.90 ‘Hﬁi
“—l_l—‘_‘—c—v—v—i_v—c—v—v—»—«—»—‘_‘ M
Side chain or baseo_g('f] W e I I—‘_UJ—LW W mw H—U_LL,
0.80-

Hl>30 @>15
Backbone

3. Density index

Side chain or base
<Dens> = 0.1006,0 = 0.0280
Il > 60.
Backbone
4. B-factor
Side chain or base 30.
60.
1.00 B
5. Connect 0.50 T,
LARVRHI I TYSLSPFEQRAIPNIFSDALPNVWRRFSSQVFKVAPPFLGAYLLYSWGTQEFERLKRKNPADYENDQ|
residue number b b = g o 3 = b
chain identifier |G
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
o =0.1857A
[W<o0.s8 0.801 [

2. Density correlation

Backbone 0.9+ -

=1 [
Side chain or base).90 L
0.80- L

W>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.1006,0 = 0.0280

1.59
1.0+
0.54

Lo | T TR T T W o
2 BT PP R it |

W > 60. 60.
L
4. B-factor L
Side chain or base 30.- — L
60.- L
1.00 =
5. Connect 0.50- r

residue number @

chain identifier H

SFCHECK 7.1.01
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Structure Factor Check
3H1I

Local estimation (14)

V NA. (GLY) 3.0 r
2.0 =
- Backbone 104 |

1. Snift ] LU—M—‘—H—U—H_U—LH_LU—LU—NLU—U—L

Side chain or base

1.04
2.0+ F
0 =0.1857A 3.0

m<o08 0.80+
Backbone 0.90+ ﬂ I I D D]

2. Density correlation -

M
Side chain or baseg:z?: l:1:l:l:I=Iv[I F VE'=I:| —[F LH—U - I \_I_]_,_‘_lv LLI—‘—[

H>30 m>15 i

3. Density index

Side chain or base (1)8: D W
<Dens> = 0.1006,0 = 0.0280 1.5

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

1.00-
5. Connect 0.50 W S

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

o © ~ — ]
chain identifier |l J

V N.A. (GLY) 3-8* r

Backbone 2 L

i padiiincunnsiisss=sslinlssinnnnnnll
1. Shift e
Side chain or base 5 :] DJ D D L
0 =0.1857A

m<o0s8 0.80 r

wure 00 g o ol Lo Blalng e ol gld. o §

2. Density correlation E

= = O O \V/
Side chain or base).90 L

W>30 @>15
Backbone

3. Density index

R
Sidechainorbase%gjww\—u/uww UJH T oy o H—UJU i

<Dens> = 0.1006,0 = 0.0280

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

1.00 |
5. Connect 0.501 —’—ﬂ ﬂ» || —r -

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

A
N ™
™ < [t} e — I\ ™ <
J

N

residue number

chain identifier

SFCHECK 7.1.01




Structure Factor Check
3H1I

Local estimation (15)

2. Density correlation
Side chain or base0.9

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

1. Shift

: ; 1.0

Side chain or base 204 L
0 =0.1857A 3.0- -
m<08 0.8 r
Backbone 09 m&mﬁﬂm_l—u—%ﬂwi

T"THIIHT T AT ¥ I

0.8 — =
H>30 W>15 %g | L
T e 0 Tl |
. Density index B
Side chain or base ggj M Lu U \W\:D_m_mﬂ U L[U u_‘ LD_D}:
<Dens> = 0.1006,0 = 0.0280 1.5 =
H> 60. 60.
4. B-factor
60.
1.00 L L]
5. Connect 0.50- F # i B
) SRYENEKNNGAGYFVEHLAFKGTKKRPCAAFEKEVESMGAHFNGYTSREQTAFY TKAL SKDMPKVVELLADVVQN
residue number ] B Q 2 P S o
chain identifier [N
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1857A
m<o08 0.801 i
Backbone 0.90+ |

2. Density correlation

3. Density index

0.5+

= = =
0.80- L
m>30 W>15 1.5+
Backbone 1.0

(T il

Sidechainorbaseg'g:J LLU_U o UJ U—UJJ UJ U_I_I - U \U LLLM—U_U u U m L= l:
<Dens> = 0.1006,0 = 0.0280 1.5- L
H> 60. 60. —

4. B-factor —

60. =

1.00 ] — r
5. Connect 0.501 LT

residue number

chain identifier

SFCHECK 7.1.01
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Structure Factor Check
3H1I

Local estimation (16)

2. Density correlation

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

1. Shift
; i 1.0+ -
Side chain or base 204 L
0 =0.1857A 3.0- -
m<08 0.80 r
S OIQQMMﬁmwi

Sice chain begzgi W:E-Z Dﬁﬂﬁﬂﬁ TTDID:VT [-angear=u EC’T[

Hl>30 @>15
Backbone

3. Density index

ol g O O T

Side chain or base 28: U - W’@E—meﬁqmm
<Dens> = 0.1006,0 = 0.0280 1.5- _
4. B-factor

60. 7:*
1.005 1 1 L
5. Connect 0.50 h B
MVLAAAGG| SHKELVDAARQHFSGVSFTYKEDAVPILPRCRFTGSEI RARDDALPVAHVALAVEGPGWADPDNVV
residue number 8 2 m g g g 8
N [aV) N N N N N
chain identifier [N

V N.A. (GLY)

Backbone
1. Shift

Side chain or base
0 =0.1857A
m<o08 0.801

Backbone 0.90q
2. Density correlation 0 =0

Slo i on bace0.0] J_u IMJJW W S v I

0.80-

W>30 @>15
Backbone

3. Density index

Side chain or base

1.
1.
0.
0
1
1

<Dens> = 0.1006,0 = 0.0280

SRRV T
e el IS O

;

W > 60. 60. [ ] B ]
4. B-factor B ] ]
60. _ — —
1.00
5. Connect 0.501 "

residue number

chain identifier

SFCHECK 7.1.01
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Structure Factor Check

3H1lI

Local estimation (17)

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

1. Shift
o 1 o P A L P S P MO O T PO A
Side chain or base 204 L
0 =0.1857A 3.0- -
m<08 0.80 r
Backbone 0.90+ |

2. Density correlation
Side chain or baseQ.90+

T T TV TN T

0.80- —
E>30 @>15 %g
- o B;ckbone O:5
. Density index E
0] = ]
Side chain or base 28:]] MDJ UJJ u\/ :D] U VI] VU DW‘J UJ LU—I:LU U E
<Dens> = 0.1006,0 = 0.0280 157
> 60. 60.
Backbone 30.
4. B-factor
Slde Chain x base 30-'_
60.
1.00
5. Connect 0.50- -
LCTSTTESEVKRAKNHLRSAMVAQLDGTTIPVCET IGSHLLNYGRRI SLEEWDSRI SAVDARMVRDVCSKY [ YDKC|
residue number 8 2 ﬁ’ 8 8 8 2
3] ™ ™ ™ ™ < <
chain identifier
V N.A. (GLY)
Backbone
1. Shift
. . 1.0
Side chain or base 204
o =0.1857A 3.0-
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> = 0.1006,0 = 0.0280

> 60.
Backbone
4. B-factor
Side chain or base 30,]]:
60.
1.00 1 1 T
5. Connect 0.50- ] Ti

residue number

chain identifier

PALAAVGPIEQLLDYNRIRSGMYWI
(8] (82 (]

o o <
< < <

CPGAEDLEITKLPNGLIIASLENFSPASRIGVFIKAGSRYETTANLGT
o [ee) o ©
~ ™ <

o

[o0]
N Yo}

N

SFCHECK 7.1.01




Structure Factor Check
3H1I

Local estimation (18)

0.804
packbone 0901 M% JWMM
| B

2. Density correlation

T I ! | B 111 b b
Side chain or base0.90+ L
0.80-

VNA. (GLY) 39 B
- Backbone 1:07 L
1. Shift
o cha 1o LI T [P = PV VEA - S O O S SO PO |
Side chain or base 204 L
0 =0.1857A 3.0-
m<o0s8 =

W>30 @>15

3. Density index

Backbone

BRO Opp

2. Density correlation

0.80-

= r

svcanornes 5] [T R0 QU700 [ 100 DO PO |
<Dens> = 0.1006,0 = 0.0280 5 —
W> 60. 60. T

Backbone 30. W
4. B-factor

Side chain orbase 3011 “_

60. i
1.00 L
5. Connect 0.50 +
AHLLRLASPLTTKGASSFRITRGIEAVGGSLSVYSTREKMTYCVECLRDHVD TVMEYLLNVT TAPEFRPWEVTDL
residue number Q @ Q =}
@ ~ 2 8 S = S g
chain identifier |0

V N.A. (GLY)

Backbone
1. Shift

Side chain or base
0 =0.1857A
m<os 0.80 r

Backbone 0.90+1 -

W>30 @>15

3. Density index

Side chain o baseo_g(fjtﬁ SET T [I] a WU:IWLU I TT:

1.
1.
Backbone 0

L1 Lol sl
U B L

Side chain or base g 8
<Dens> = 0.1006,0 = 0.0280 5
B> 60. 60.
4. B-factor
60.
1.00 L
5. Connect 0.50- L 3

SFCHECK 7.1.01
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chain identifier
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Structure Factor Check
3H1I

Local estimation (19)

2. Density correlation

Side chain or baseQ.90+

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

: ; 1.0+ r

Side chain or base 204

0 =0.1857A 3.0-
m<o0s8 0.80 r
Backbone 0,90 ﬂ;mjﬂﬂmm -

W
N Dl i R o i | I

0.80- L
W>30 @>15 %g ~ r
- o B;ckbone O:5 L
. Density index E B
=B e WIFEF B TR
Side chain or base 88: 1 Lu [D u L7 M_‘:D_D L
<Dens> = 0.1006,0 = 0.0280 1.5- — =
H> 60. 60.
4. B-factor
60.
1.00 o - T r
5. Connect 0.50- ﬂ 5
LKQVAEQFLNTRSGAGTSSAKATYWGGE I REQNGHSLVHAAVY TEGAAVGSAEANAFSVLQHYLGAGPLIKRGSS
residue number - ﬁ % @ 8 % IO\D g
N N ~N N N N N N
chain identifier O
VN.A. (GLY) g-g: L
- Backbone 104
1. Shift
: ) 1.0 T
Side chain or base 20 L
0 =0.1857A 3.0~ =
m<o08 0.801 i
Backbone 0.90+ r

2. Density correlation

Side chain or base).9l
0.8

e b il ona b o BLL L 0
AT ™" "W T

W>30 @>15
Backbone

3. Density index

Side chain or base

1.
1.
0.

0.5+

5—
0
5

o= m

FPT P ST T et AN

1.0
<Dens> = 0.1006,0 = 0.0280 1.5-
> 60, 60.
Backbone 30.
4. B-factor
60.
1.00+ L o
5. Connect 0.5&W T i

residue number

chain identifier

SFCHECK 7.1.01
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Structure Factor Check
3H1I

Local estimation (20)

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

1. Shift
; ; 1.0 H
Side chain or base 204 L
0 =0.1857A 3.0- —
m<o0s8 0.80 r
Backbone 0.904 I

2. Density correlation -

e WY FOOFRT [ T

W>30 W>15 15
Nl Tl 0 | davms Mfaim. Bl ikl | fisslitin
. Density index Ei = — =
0o O N Y CCOVET O = O = M= T M
Side chain or base 28: II .II I I. I .I .II .I = I l I.Illll L
<Dens> = 0.1006,0 = 0.0280 1.5 —

Backbone 30.
4. B-factor
60.

1.00
5. Connect 0.50 M W W S

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

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

chain identifier O

V N.A. (GLY) 3.0 r

W e aunmannaaSuni=nalinliae=nnunznnalninznnnaliia)naNnnnnn=c)nnnznni] nuunbis
1. shift B
i chai o base 1:0-T LM S P P S e

Side chain or base 204

0 =0.1857A 3.0-

m<os 0.80 r
Backbone 0.90+1 -

2. Density correlation E

st v orvsa Tlﬂﬂ‘uf -1 " e Mwwl = U O7p W;

H>30 @>15 1.59
Backbone 1.0

3. Density index

AFTITTTTCA T (00 TTTTTTT TITTT fi
oo ke | I 1 | il 1 el L
60

M > 60. : [T
were o [ (1 117117777
4. B-factor [
60. ——

1.00,
5. Connect 0.50| -

APNIRKSHPLLKMINNSLIDLPAPSNI SAWWNFGSLLAVCLMTQILTGLLLAMHYTADTSLAFSSVAHTCRNVQY
i o~ N N o~ o N N
residue number N N N S g S S N

chain identifier P

SFCHECK 7.1.01




Structure Factor Check
3H1I

Local estimation (21)

Backbone
2. Density correlation

Side chain or baseQ.90+

VNA. (GLY) 2-8: L
W nnlinnn]Snza=nannnnnsnanneeaninal=saniinninnnnnnznnnlnnnnnifnnininnnnniiinas
1. Shift
B . 1.0
Side chain or base 20 L
0 =0.1857A 3.0- —
l<08 =

OZQGRWWMMI Y W || ST e |

0.80) =
H>30 .>1.sB %g
3. Density index e [
Side chain or base g_) i
<Dens> = 0.1006,0 = 0.0280 .
> 60. Eoai ]
Backbone 30.*WH7
4. B-factor
Side chain or base 30. i
60.-
1.00
5. Connect 0.50- -
GWL IRNLHANGASFFFICIFLHIGRGLYYGSYLYKETWNTGVILLLTLMATAFVGYVLPWGQMSFWGATVITNLF
residue number S S S S 8 & g
— - — - -
chain identifier [P
T N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1857A
[W<o0.s8 0.801
Backbone 0.90+
2. Density correlation E
Side chain or base).90
0.80-
W>30 W>15
Backbone

3. Density index

00 L A
AL T U o

Side chain or base g B
<Dens> = 0.1006,0 = 0.0280 1
H>60. 60. [
4. B-factor
60. —
1.00 W o,
5. Connect 0.50 -

residue number

chain identifier

SFCHECK 7.1.01
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Structure Factor Check
3H1I

Local estimation (22)

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

1. Shift
e chain o base 1.0 LI PSP L PR OV S CH S O O O S VR [
Side chain or base 20 L
0 =0.1857A 3.0° —
m<o038 0.807 i

Backbone 0.90+
2. Density correlation -

"_’—v—l_L—»—l_’_m—\_l—‘_‘ ﬁl_‘ﬁ_:—»—c—v_v—l_’fi
Side chain or base0.90+ I F D M_I:EI:I w I [I]_I:TVVD:I 0 T,
0.80- L
W>30 @>15

Backbone
3. Density index

Side chain or base

<Dens> = 0.1006,0 = 0.0280

Il > 60.
Backbone
4. B-factor
Side chain or base 30.
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
o =0.1857A
o O.mﬂmﬂfﬂmmlwmmm
Backbone 0.90+
2. Density correlation
0.80-

H>30 E>15 %-5
Backbone 0

3. Density index
Sidechainorbaseg:gj_l—u u H—UJ Lu UJ - \_‘—U Lu = U VL UJ LU VLP LU—U U_I—\/ oL
15 L

<Dens> = 0.1006,0 = 0.0280

0.5

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

1.00 . =
5. Connect 0.50 H H

FLIPFLHKSKQRTMTFRPLSQTLFWLLVANLLILTWIGSQPVEHPFI I IGQMASLSYFTILLILFPTIGTLENK
N N N N [\ N N

L

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

chain identifier

SFCHECK 7.1.01




Structure Factor Check
3H1I

Local estimation (23)

2. Density correlation

Side chain or baseQ.90+
0.80-

VNA. (GLY) 3.0 L
Backbone %8: B
1. Shift m
Side chain or base %8: L
0 =0.1857A 3.07 —
m<os 0.80 r
Backbone 0.90+

et T rrin

H>30 @>15
Backbone

3. Density index

|

Side chain or base 88
<Dens> = 0.1006,0 = 0.0280 1.5-
> 60. 60.
Backbone 30.
4. B-factor
Side chain or base 30_.
60.
1.00 -
5. Connect 0.50 r T L
(|
MLNY] [GELELHPPAFPWSHGGPLSALDHSSVRRGFQVYKQVCSACHSMDYVAFRNLIGVTHTEAEAKALAEEVE
residue number — hat b - b s 3
chain identifier [P Q
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1857A
[W<o0.s8 0.807 I

Backbone
2. Density correlation

Side chain or baseO.QG:l] I D I I W \/LU—L7
0.80- =

W>30 @>15
Backbone

3. Density index

1.5+ T
1.04 r
0.5+ r

Ly |

Side chain or base gg: LLM—UJ v LLLU\/ \—U—‘_U 0 LLUJ U—U—‘ L1_U U—WNU—U - LUJJ r

<Dens> = 0.1006,0 = 0.0280 1.5- L
H> 60. 60.
Backbone 30.

4. B-factor

60.

1.00 1] T

5. Connect 0.50 | B -

residue number

chain identifier

SFCHECK 7.1.01
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Structure Factor Check
3H1I

Local estimation (24)

VNA. (GLY) 3.0
o W e e e e e e e A
1. Shift
) ) 1-0*MMMJ¢HM&WWM‘MMMM*
Side chain or base 204 L
0 =0.1857A 3.0

m<08 0.80

ackhone OIQGJ_EEI_H_FL Lmﬂﬂmm Mmﬁm!_rwi
_ SR i S o

2. Density correlation -

Side chain or baseO_g&:VI:]II:I:WD DVD H_'WUJ ﬁ7
0.80- |
Hl>30 @>15

Backbone
3. Density index

Side chain or base

<Dens> = 0.1006,0 = 0.0280

Side chain or base 30.
60.

B> 60. 60.
e m

1.00;
5. Connect 0.50 H W -

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 L

1. Shift e r
_ . 1.07}‘:[[[[]%@ MWEWEWWE,

Side chain or base 20 L

0 =0.1857A 3.0- —~
m<08 0.801 i
o O‘Q&ﬂMFﬂ_m nom ol el ol w0 5 [

2. Density correlation 0 —=-a [
Side chain or baseO.Q(%J‘_u—]_I_U_l_LUJ [I_D: W I I 0 D I L

0.80- =

H>30 @>15 %8
. Density index
[
saocranose ST FEC O™ U0 0P WOEEEYY T
<Dens> = 0.1006,0 = 0.0280 15

[e2]
o O

> 60. I T T T =T
S F (il
4. B-factor ﬂ

1.00
5. Connect 0.501

5 —
Side chain or base 30.
60. ———

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

24

— N ™ < [Te]

chain identifier  |Q R

SFCHECK 7.1.01
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