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

Structure Factor Check
3CWB

Title: CHICKEN CYTOCHROME BC1 COMPLEX INHIBITED BY AN IODINATED ANA
THE POLYKETIDE CROCACIN-D
Date: 21-APR-08
PDB code: 3CWB
Crystal Structure Factors
Cell parameters: Input
af 1924028 2 b 91085666 & _C:ggd")%gs 4 Nominal resolution range: 44.9 - 3.51 A
o ' B: : v: : Reflections in file: 96516
Space group: P 2121 21 Unique reflections above 0: 96516
above b: 93637
above &: 54723
SFCHECK
Nominal resolution range: 449 - 351A

\O5max. from input data, min. from author\05
Used reflections: 96514
Reflections out of resolution: 2
Completeness: 98.9 %
R_stand(F) = g(F)>/<F>: 0.102
Anisotropic distribution of Structure Factors
ratio of eigen values: 1.0000 0.5074 0.717

N)

Model
32696 atoms (16 water molecules)
Number of chains: 51
Volume not occupied by model: 62.8 %
<B> (for atomic model): 83.3 AM2
a(B): 19.48 A2
Matthews coefficient: 4.24
Corresponding solvent % : 70.74
Refinement
Program: CNS 1.1
Nominal resolution range: 22.0- 351A

Reported R—factor: 0.285
Number of reflections used: 96135
Reported Rfree: 0.32
Sigma cut-off: N.A.

B_overall (by Patterson): 62.A"2
Optical resolution: 251 A
Expected opt. resol. for complete data set: 2.51|A
Estimated minimal error: 0.180 A
Model vs. Structure Factors
R-factor for all reflections: 0.352
Correlation factor: 0.752
R-factor: 0.347
for F>2.00
nom. resolution range: 21.98 — 3.51A
reflections used: 93278
Rfree: 0.373
Nfree: 4749
R-factor without free—refl.: 0.345
Non free-reflections: 88529
<u> (error in coords by Luzzati plot): 0.796 A
Estimated maximal error: 0.467 A
DPI: 0.654 A
Scaling
Scale: 0.877
Bdiff: -3.32

Anisothermal Scaling (Beta):
10.7163 -2.7174 4.6617 0.0000 0.0000 O.

Solvent correction — Ks,Bs: 0.544 250.371

D00
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Local estimation

VNA. (GLY) 2-8: L
- Backbone 1:07
1. Shift
. ! 1.0
Side chain or base 20
0 =0.1889A 3.0-
m<038 0.80

Backbone 0.90+

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

0.80-

H>30 E>15 %'g:
Backbone 0:57

3. Density index E
Side chain or base 28:

<Dens> = 0.0878,0 = 0.0288 1.5-

> 60. 60.
Backbone 30.
4. B-factor
Side chain or base 30.
60.
1.00, u L
5. Connect 0.50- | L
) ATYAQTLQNIPETNVTTLDNGLRVASEESSQPTCTVGVWIGAGSRYENEKNNGAGY FVEHLAFKGTKKRPCAAF |
residue number N o N S g S & N
chain identifier
VNA. (GLY) 397
Backbone '0:
1. Shift
. . 1.0+
Side chain or base 204
o =0.1889A 3.0
m<o038 0.807

Backbone 0.90+
2. Density correlation

TIRPETT N [ BT [
e | D

E>30 H>15 %
Backbone O.
3. Density index '
Sidechainorbaseg'gjuLH_I\/UU\/UIJ—H—HJJU U_U_MJ u LU UlJL‘—UU—U_I\/ U U—U_UJ Ut
<Dens> = 0.0878,0 = 0.0288 15
M > 60. 60.
Backbone 30.
4. B-factor
Side chain or base 30.
60.
1.00 ]
5. Connect 0.50+ i
KEVESMGAHFNGYTSREQTAFY IKALSKDMPKVVELLADVVQNCALEESQI EKERGVILQELKEMDNDMTNVT FD
residue number 5 S S B BN & g
— — — — —

chain identifier ~ |A

SFCHECK 7.03.16




Structure Factor Check
3CWB

Local estimation (2)

VNA. (GLY) 2-8: B
o O A e e e e e (T T T e e
1. Shift
oo taso . I LT 0= VR E =V e,
Side chain or base 20 L
0 =0.1889A 3.0- —
m<038 0.807 i
ackhone OIQGMJ—WH—H—\J{H—V—MFH FIiD:I]:ILD_J:I]ﬂ:._h—»—H_IU—I—H_H;
2. Density correlation - = =
y _ : o == m
Side chain or base0.90+ L
0.80- -
W>30 @>15 ] B
Backbone g B
3. Density index ' L
. S Bl
Side chain or base SW U—u D D W L
<Dens> = 0.0878,0 = 0.0288 5 =
B> 60. 60.1
Backbone %] _
4. B-factor =
60.-
1.00
5. Connect 0.50 W i 3
YLHATAFQGTALARTVEGTTENIKHLTRADLASY IDTHFKAPRMVLAAAGG| SHKELVDAARQHFSGVSFTYKED
residue number % S ﬁ % % 8 ﬁ ﬁ
~ - - — - N [aV) N
chain identifier ~ |A
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1889A
m<o08 0.801 i
packbone Olg&mﬂmﬂmm—ﬂl7
2. Density correlation Te—= == O o [ r
Side chain or base).90 L
0.80- -
W>30 @>15
Backbone

3. Density index

Side chain or base gg w U M/U—U_U O U . W U—U I LLE
<Dens> = 0.0878,0 = 0.0288 15
B> 60. €0. TTTTT 7]
Backbone 30. T
4. B-factor [T T
60. e
1.00+
5. Connect 0.501 |

residue number

chain identifier
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Local estimation (3)

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

1 07%%%%%%%,
Side chain or base 20 L

0 =0.1889A 3.0-
m<038 0.801 i
Backbone 0.90+ I

2. Density correlation

Side chain or baseO.QW I I I I I] I . m I:‘ I
0.8 -
W>30 W>15

Backbone

1.0
. . 0‘57
3. Density index E

Side chain or base 5

e _ OVl 0 O [ C
<Dens> = 0.0878,0 = 0.0288 cl)ﬁsf—ljﬂ:m—u]]vm_ﬂj U U—D]_I:I_M_U U " UV LD_E—

1.0
B> 60. 60. —
e _

Side chain or base 30.
60. —
1.00 o 1|
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)
Backbone
1. Shift
Side chain or base
o =0.1889A
m<038 0.807

Backbone 0.90+

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

0.80

H>30 E>15 %-5’
Backbone 07

o 0.5
3. Density index

Side chain or base %gJ U W LLLU UJ i W W U—LI:I U—LN 1 W;

<Dens> = 0.0878,0 = 0.0288
W > 60.
Backbone
e m r[

Swie chan erbase 30. _w_
60.

1.00
5. Connect 0.50 T -
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)

V NA. (GLY) 2-8: r
- Backbone 10 L
1. Shift

; i 1.0+
Side chain or base 204
0 =0.1889A 3.0

m<08 0.80q r
ackhone OIQGMW H—H—»—l—ﬁ—v—ﬂ—v—ﬂ Fﬂﬂ—ﬂ—ﬂ{i

2. Density correlation -

oo [TTIHIFT "IN ™ T° 0 70T

H>30 W>15 1.59
Backbone

3. Density index & 2

V] O
Side chain or base ggij 0 L m UJ o LP_U Lu—LD_D D_LU W U L
<Dens> = 0.0878,0 = 0.0288 15
B> 60. 60
Backbone 30

Side chain or base 30.
60.

1.00 w
5. Connect 0.50 N ﬂ -

LEITKLPNGLIITASLENFSPASRIGVFIKAGSRYETTANLGTAHLLRLASPLTTKGASSFRITRGIEAVGGSLSV
(o2} (2] () (o2} (2] () (o2}

residue number Q 3 2 3 3 = o

chain identifier B

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1889A
W<08 0.804 [
o P T OO P I, [ P E
2. Density correlation e I m ;[q F [
Side chain or basw.QGWTmfI]I.]j E[I:I:T:[I:I:E- I l] I |
0.80- =

H>30 W>15 1.59
Backbone 1.09

L 0.51
3. Density index
Side chain or base

T [ FHY 'O SET O [ArT @ Y

0.5+
1.0+
1.5-

B 60, 60.
o LTI LR
4. B-factor
60.

1.00 o
5. Connect 0.501 "

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

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

B

chain identifier

SFCHECK 7.03.16




Structure Factor Check
3CWB

Local estimation (5)

Backbone
2. Density correlation

V NA. (GLY) 2-8: r
- Backbone 104
1. Shift
; i 1.0
Side chain or base 204
0 =0.1889A 3.0-
m<o0s8 0.80

Side chain or baseQ.90+

0.904

oo noll o Lillndlldn oMo i L4 0 LL
S MITTHTEAF TR O TITIY

Hl>30 @>15
Backbone

3. Density index

<Dens> = 0.0878,0 = 0.0288

[}
Side chain o base g-gW A R
15 L

L5 =
1.0+ =
0.5+ -

Backbone 30.
4. B-factor
60.
1.00 1 -
5. Connect 0.50 W T W B :
NPLYCPDYRIGKITSEQLHHFVQNNFTSARMALVGI GVKHSDLKQVAEQFLNIRSGAGTSSAKATYWGGE I REQN
residue number S 2 2 2 2 I 3
- - — N N N N
chain identifier B
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1889A
m<os 0.807 r

Backbone
2. Density correlation

el netioe B lolle ot oo allicl g alle. M
= [T THE TTHHITIIT T

W>30 @>15
Backbone

3. Density index

1.59
1.0+
0.5+

) T
Sidechainorbaseg'g: REESE \/U UJ u - \/‘_w wu e v U LLU—U U - LH_U t
<Dens> = 0.0878,0 = 0.0288 1.5-
H> 60. 60.
Backbone 30.
4. B-factor
60.- L
1.00
5. Connect 0.50- W 3

residue number

chain identifier
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Local estimation (6)

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

1. Shift
1 o FEFLFEFE - [ S -V S S ] P VLV SV T
Side chain or base 20 L
0 =0.1889A 3.0 -
m<08 0.80+ r
Backbone 0.90+ i

2. Density correlation -

G N WL b Dl

H>30 @>15 % g -
- o B;ckbone 05 -
. Density index i
VI = EERRRE
Side chain or base g_) 8: :m_m w LD\N U:U Lu U BV Er :
<Dens> = 0.0878,0 = 0.0288 151 C

Backbone 30.
4. B-factor
60.

1.00 w
5. Connect 0.50 S

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
. Backbone 1.0 m=snii=li=annsuns=suininniniining

1. Shift & r
o 10 OO P OO A [T

Side chain or base 20 L

0 =0.1889A 3.0 =

m<0s8 0.80,
°‘9“L|j:d]ﬂj_llvih ol el o)

2. Density correlation e

M
Side chaln or base0.90] .T l:l:I I:I:Dv.] I ﬂ I —[-:r:.]:ﬁ:l:l:l] i
0.80"

m>30 E>15 137
o Backbone 05 FW

3. Density index

s.dechamorbaseggj i U—U I 55~ WVUJLLUJ = == [ LUJUI_D:I_lI,

<Dens> = 0.0878,0 = 0.0288

W > 60. ]
4. B-factor ] ]
60. — —

1.00 w
5. Connect 0.50 I W -

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

A
residue number S} 3 = I = o N ™
)
B

439

< < <

chain identifier C
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Local estimation (7)

0.80-

VNA. (GLY) 2-8: B
N eessanninnnnsnnd [anninnnninsn unnnd A annnunndulnsinnndinnnnnnnnind iunnnlnls}

1. Shift
Side chain or base 204 W%MMM/MM—MWL,
0 =0.1889A 3.0- —
m<os 0.80, r
Backbone 0.90+ |
2. Density correlation 1T = o= Sy L
Side chain or b35¢0.60 LF\_U_[—LLF\/L\_L Lr_l_l—l W UJ W U—I_‘W_W—IF7

H>30 @>15 %g
o Backbone O:5
3. Density index E
Side chaim orbase g-) :]vl_mmw
<Dens> = 0.0878,0 = 0.0288
H > 60. 60.7 T |
4. B-factor
Side chain or base 30.7%% 1 J_I:I J; M/U—UM—UJ_I\HW’
60.- e I — —
1.00
5. Connect 0.50- -
NFGSLLAVCLMTQILTGLLLAMHYTADTSLAFSSVAHTCRNVQYGWL IRNLHANGASFFFICIFLHIGRGLYYG S|
residue number g o b < oFo' > S
-
chain identifier  |C
VNA. (GLY) 39 -
Backbone ]
1. Shift
’ ) 1.0
Side chain or base 204
o =0.1889A 3.0-
m<o038 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> = 0.0878,0 = 0.0288

> 60.
Backbone
4. B-factor
Side chain or base 30.
60.-
1.00
5. Connect 0.50- 3
YLYKETWNTGVILLLTLMATAFVGYVLPWGQMSFWGATVITNLFSAIPY I GHTLVEWAWGGFSVDNPTLTRFFAL
H - — - — — - - —
residue number 9 ~ o & ) © ~ 0
— — — — — — — —
chain identifier C
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Local estimation (8)

V N.A. (GLY) 2-8: r
S tnnislnaluuniuininlunsnsaninaneeanunifandiinnnnniinnnnnnsnnninunuinennnniing

1. Shift
} . 1.0 B
Side chain or base ZIOJJJJ_WQUJ_H_MW&LMM_M_M@MMJJMLFH
0 =0.1889A 3.0~ L
W-0s 0.80 =

Backbone

O'QGﬂwm SN fﬂﬁ%ﬂ_&ﬂj‘bﬁmﬂjﬂﬁﬂ?f

2. Density correlation

[ = I
TEELT g w@jﬂ v W WT
0.80- -

H>30 @>15
Backbone

3. Density index

5]
.0
45

<Dens> = 0.0878,0 = 0.0288 5 — _
I 177 -
4. B-factor =5
60.- = = -
1.00
5. Connect 0.50- B
HFLLPFAITAGITIIHLTFLHESGSNNPLGI 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 =0.1889A
m<o08 0.801
Backbone 0.904
2. Density correlation =
Side chain or base).90

0.80-

H>30 W>15 %
Backbone O.
3. Density index
Slde Chain * base g I._um—m_l-
<Dens> = 0.0878,0 = 0.0288 1.
M > 60. 60.+
Backbone 30.1
4. B-factor
Side chain or base 30.4
60.-
1.00
5. Connect 0.50- -
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)

V N.A. (GLY) 2-8:
oo oI A e H ey oo e
1. Shift
o o or e 101 VO L L PO
Side chain or base 2.07WWM B
0 =0.1889A 3.0

m<o08 0.80 i
Backbone 0.90+

2. Density correlation
Side chain or baseQ.90-

0.80-

H>30 @>15
Backbone

3. Density index

Side chain or base
<Dens> = 0.0878,0 = 0.0288
Il > 60.
Backbone
4. B-factor
Side chain or base 30.
60.-
1.00
5. Connect 0.50- ( 5
LLILTWIGSQPVEHPFI I IGQMASLSYFTILLILFPTIGTLENKMLNY| [GELELHPPAFPWSHGGPLSALDHSS
residue number g o ° = = b by
(3] ™ 3] ™
chain identifier  |C D
VN.A. (GLY) g-g: L
- Backbone 10
1. Shift
o anan orsase 1.0 L] FECFEAL L PR L RO (0 e M [ M P O |
Side chain or base 20 L
0 =0.1889A 3.0~ =
m<o08 0.807 i
Backbone 0.90+ [
2. Density correlation == == =
Side chain or baseo_gg]l I EI—‘W\_L‘ D F [I I I D L
0.8 — =

W>30 @>15
Backbone

3. Density index

<Dens> = 0.0878,0 = 0.0288 :

m.
© 9O o

> 60.
Backbone 3

4. B-factor

Side chain or base 30,m M
60. _

1.00 —
5. Connect 0.501 "

VRRGFQVYKQVCSACHSMDYVAFRNLIGVTHTEAEAKALAEEVEVQDGPDENGELFMRPGKI SDYFPKPYPNPEA
I - -

i — — b b
residue number = oy o o = by &>

chain identifier D
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Local estimation (10)

Backbone
2. Density correlation

0.904

Side chain or baseQ.90+
0.80-

V NA. (GLY) 2-8: r
- Backbone 104
1. Shift
; i 1.0
Side chain or base 204
0 =0.1889A 3.0-
m<o0s8 0.80

H>30 .>1.sB %g
<o T (AT ORI 1 TN, T -

3. Density index e

e 1 1 1 11 G O 11
<Dens> = 0.0878,0 = 0.0288 1,5-

= 17 111
4. B-factor

S]] i By ] ]

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

V N.A. (GLY)

Backbone
1. Shift

Side chain or base
0 =0.1889A
m<os 0.807 r

packbene O'Q&MW W_v—»—y—l_l»i
2. Density correlation = =

Sce chainorbase0.90] U:T”f MW UJWW[% EI FTT

0.80-

W>30 @>15
Backbone

3. Density index

,RO ORH

I
ITFYF T}

w22 [ VY TN O FPE
<Dens> = 0.0878,0 = 0.0288 5 — -
W>60. SO'I N TITT] I i
— a0,y |
4. B-factor W T M I
sseswnerireso | | [{VCLLLLLLHLLT VT T T CEE T
60. M Sl S
1.00
5. Connect 0.50 -

residue number

chain identifier
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Local estimation (11)

V NA. (GLY) 3.0

pecktone Lo e e e A e e e e e e e e e
1. Shift

a O,JMM%W,
Side chain or base 204 L
0 =0.1889A 3.0

m<o08 0.80 r
Backbone 0.90+ I

2. Density correlation -

E‘ 0/ O — =
Side chain or base0.90+ D:[I:I]7 W U—lVLU_U_LJ o D]—D:\:EJTEI: ‘:EI [
0.80-

Hl>30 @>15
Backbone

3. Density index

Side chain or base

5)
.0
5)

LR C T T
e -1 L el I L o D G el

RO ORR [

H> 60. &0l i (7]
e [ |1 111111/11
4. B-factor
Side chain or base 30. J_u M [[

60. — il —

1.00
5. Connect 0.50

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
o =0.1889A
m<os 0.807

Backbone 0.90+1
2. Density correlation E

Side chaln or base0.90] I I W mj:l .:]]:I:-]:l:]:l]:I:I\W/u—l I—I\M
0.80-

H>30 E>15 %-5’
Backbone 07

0.5+
3. Density index
Y =] L OO o
Side chain or base 28: u u oo u_u
1.5

<Dens> = 0.0878,0 = 0.0288

B> 60. 60.
Backbone 30.

Swie chain orbase 3Om
60.

4. B-factor

1.00+ r

EGKNVAFKWRGKPLFVRHRTQAEINQEAEVDVSKLRDPQHDLDRVKKPEWVILVGVCTHLGCVPIANSGDFGGYY
- - — — - -

residue number o o — I ™ < 0
— — - — — -

chain identifier E
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Local estimation (12)

2. Density correlation

VNA. (GLY) 2-8: B
- Backbone 10
1. Shift
1.0+
Side chain or base 204
0 =0.1889A 3.0-
m<o0s8 0.80+

Backbone 0.90+

Side chain or baseQ.90+
0.80-

Backbone
3. Density index

Side chain or base g_)
<Dens> = 0.0878,0 = 0.0288 1.

154
H>30 W>15 o]

0.54

o,

R

> 60.
Backbone

4. B-factor

60.

ail

1.00+
somes <L il L. |

residue number

chain identifier

CPCHGSHYDASGRIRKGPAPYNLEVPTYQFVGDDLVVVG GRLMDRI RKWYYNAAGFNKYGLMRDDTLYEDDDV
g S = 5 g 2 3 2
= - et 3 ~ N ™ <

E F

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

V N.A. (GLY)
Backbone

1. Shift
Side chain or base

o =0.1889A

m<038 0.807 r
Backbone 0.90+ =

W>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0878,0 = 0.0288

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

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check

3CWB

Local estimation (13)

Backbone
2. Density correlation

Side chain or base0.90+

0.904

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

1. Shift
Side chain or base

0 =0.1889A

m<o08 0.80

0.80-

H>30 E>15
Backbone

3. Density index

<Dens> = 0.0878,0 = 0.0288

Side chain or base

5]
.0
45

FRO ORR

> 60.
Backbone

4. B-factor

Side chain or base 30_ﬂ
60.

[}

15
.0
L
0.
0.

3

| |

5. Connect

1.00

0.50+

=

residue number

chain identifier |G

- N ™ < Yo} ©

ARVRHI I TYSLSPFEQRAIPNIFSDALPNVWRRFSSQVFKVAPPFLGAYLLYSWGTQEFERLKRKNPADYEND
— I I — — - -

~

Q
|
=]

V N.A. (GLY)
Backbone

1. Shift

o =0.1889A

Side chain or base

W<08
Backbone

2. Density correlation

Side chain or base).90

o cnalli L Biloll dsa e il L Bon
« T FIT T 790

H>30 @>15
Backbone

3. Density index

<Dens> = 0.0878,0 = 0.0288

1.59
1.0+
0.5+

Sidechainorbase%gLLULUJMWU_UJU [P HM UJLUU—LIJ_ULI ULU—ULUJUJJ

B> 60. 60.
4, B-factor L
Side chain or base 30.- _ L
60.- L
1.007 =
5. Connect 0.5&} L

residue number @

chain identifier H

SFCHECK 7.03.16
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Structure Factor Check
3CWB

Local estimation (14)

V NA. (GLY) 3.0

e o b o d D D i
1. Shift ] (PO PO I O O Y O O e T

1.0+
2.0+ =
3.0-

Side chain or base
0 =0.1889A

m<o0s8 0.804 r
peckhone 0997 J L:I L oo \:I . L I L_V_H“ I d:l:l:tl—ﬂ_'_l_l_l—m_l_’_’_‘ﬂfi

2. Density correlation -

T H T WCHTED

H>30 m>15 I
7 S

3. Density index e

Side chain or base %é: DVEH_U "o O @ U LD_D]:D H U_D U L

<Dens> = 0.0878,0 = 0.0288

Backbone 30.
4. B-factor
60.-

1.00q
comes 5 il T : |

................. RPLLCRESMSGRSARRDLVAGI SLNAPASVR [ALLRQAYSALFRRTSTFALTVVLGA
residue number 2 5 S S N 3 N
chain identifier || J

V N.A. (GLY) 3-8* r
Back -l [
; Reione 107 O e T T T e e e e e e
1. Shift = L
Side chain or base vo] P TMIAT A MO OO A Ve e eV,
2.0 r
0 =0.1889A 3.0~ =
m<os 0.80 r
Backbone 0.90+1 -

2. Density correlation

a1 L1 1

Backbone .
3. Density index *

Sidechainorbaseg'gj LUJ Lm/ U—H—UJ—U—MJ U_U w UJ u U LU_U Lu_u § p U U t
<Dens> = 0.0878,0 = 0.0288 15

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

1.00 N —
5. Connect 0.50+ m [ -

VLFERAFDQGADAI FEHLNEGKLWKHIKHKYEASEE]| TYAQTLQNIPETNVTTLDNGLRVASEESSQPTCTVGV
™ ™ ()

i < < <t il
residue number 3 3 3 Jd r “ Q 2

chain identifier ~ |J N
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Structure Factor Check
3CWB

Local estimation (15)

V NA. (GLY) 2-8: r
- Backbone 104
1. Shift
1.0
Side chain or base 20
0 =0.1889A 3.0-
m<o08 0.80

Backbone 0.90+
2. Density correlation -

MML“%TMMW
el U 1 i

O sl M P WP SR EIT R E

Side chain or base

<Dens> = 0.0878,0 = 0.0288

W> 60. 60.
Backbone 30.

4. B-factor
Side chain or base 30.

GOI]VIV-VIV-V_V_

1.00
5. Connect 0.50 ] W W ( | | -

WIGAGSRYENEKNNGAGYFVEHLAFKGTKKRPCAAFEKEVESMGAHFNGYTSREQTAFYIKALO%KDMPKVVELCI;)A

i () [32) [2r] [ () [22]
residue number Q 3 3 Q 2 3 8 =

chain identifier [N

VN.A. (GLY) 3.0 L
Backbone 2'8:

1. Shift 5 r

) . 1.0 r

Side chain or base 20 L

0 =0.1889A 3.0 —~

m<08 0.801 i

Backbone 0.90+ r

2. Density correlation E = L

Swde chanr basw.g&]zu:q W D:’VD D IZWEIZ.T:I q] l:.I7

0.80- =

H>30 E>15 % r
Backbone 0. B
3. Density index '
: o O O =
Side chain or base g gj Lu—‘ U u 0= UJ U_i_u UJ Lu I D/I_I—‘ U u u LL'—U LU L:
<Dens> = 0.0878,0 = 0.0288 15 L
B> 60. 60.
Backbone 30.
4. B-factor
Swie chain orbase 30-_'-
60.
1.00 1]
5. Connect 0.50 -
DVVQNCALEESQIEKERGVILQELKEMDNDMTNVTFDYLHATAFQGTALARTVEGTTENIKHLTRADLASYIDTH
residue number Q 2 Q b 3 Q 2
- — — - — — -
chain identifier N
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Structure Factor Check
3CWB

Local estimation (16)

Backbone
2. Density correlation

Side chain or base0.9

VNA. (GLY) 2-8: L
e X T e T e TRneTatRasnlaEaaTaTee
1. Shift
‘ . 1.0—M%_MMMWWW@M+’
Side chain or base 204 L
0 =0.1889A 3.0-
l<08

gig;MMw :
-~ 0 B B

H>30 E>15
Backbone

3. Density index

<Dens> = 0.0878,0 = 0.0288

Side chain or base -

s TEEN | B G
Slm il el d T 0D M
P e il 1 L

W> 60. 60.
Backbone 30.
4. B-factor
Slde Chain * base 30m
60.
1.00 1 L
5. Connect 0.50 +
o
FKAPRMVLAAAGG| SHKELVDAARQHFSGVSFTYKEDAVPILPRCRFTGSE| RARDDALPVAHVALAVEGPGWAD|
residue number 8 8 ﬂ ﬁ 8 g S 8
- N N N N N N N
chain identifier [N
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1889A
m<os 0.807 r
Backbone 0.90q -
2. Density correlation = = ==
Sice chainor baseo_gﬁll I i DQI IQ T I W Wfr I
0.80- =

W>30 @>15
Backbone

3. Density index

15
1.0
0.5

VI =
Side chain or base ggﬁ U_HJ U—U W IJJ LU p—u LU_LLI—I\/ W LI u LU—U I:[
<Dens> = 0.0878,0 = 0.0288 1.5
60

> 60. : [
Backbone 30.
4. B-factor ]v
Swde chanorbase 3Om_ _
60.
1.00
5. Connect 0.50 B
PDNVVLHVANA| IGRYDRTFGGGKHLSSRLAALAVEHKLCHSFQTFNTSYSDTGLFGFHFVADPLSIDDMMFCAQ
residue number Q e R 3 3 Q a
o~ I « 13} ™ ™ ™

chain identifier N
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Structure Factor Check
3CWB

Local estimation (17)

V NA. (GLY) 2-8: r
- Backbone 104 |
1. Shift
: ; 1.0+ r
Side chain or base 20
0 =0.1889A 3.0-
m<o08

Backbone

0.804 r

2. Density correlation

Side chain or baseQ.90+

Mr ""T'HTrn "W ™

0.80- -
W>30 @>15 %g
- o B;ckbone O:5
. Density index E r
T o 05 0] U [0 ° 0 v © B
Side chain or base 1'07 L
<Dens> = 0.0878,0 = 0.0288 1.5 =
H> 60. 60.
packbone 30_
4. B-factor 1
Slde Chain * base 307v_-v_
60.-
1.00
5. Connect 0.50 B
GEWMRLCTSTTESEVKRAKNHLRSAMVAQLDGTTPVCETIGSHLLNYGRRISLEEWDSRI SAVDARMVRDVCSKY
residue number Q S % ﬁ g g 8 2
%) ™ ™ ™ ™ ™ < <
chain identifier [N
VN.A. (GLY) g-g: C
e e T e H I T
1. Shift r
de chai Lo M PR AV BV eV A VeIV
Side chain or base 20 L
0 =0.1889A 3.0- =
m<o0s 0.807 i
packhone Olg&ﬂwﬂrﬂ—ﬂ—’—l,ﬂ—rl Mmmﬁ
2. Density correlation T 0 L
Side chain or base).90 L
0.80- =

H>30 @>15
Backbone

15
1.0
0.5

3. Density index
Side chain or base
<Dens> = 0.0878,0 = 0.0288

(CLEEEERLE (TR o -
< FFF 1Y 0y W00 PP |

et |

" WUE

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

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
3CWB

Local estimation (18)

VNA. (GLY) 2-8: L
e e i Tl [ e Y T NsrEnETaTaRREu

1. Shift
‘ . l.oiﬁwwuwwwwu%ﬁ,
Side chain or base 20 L
0 =0.1889A 3.0 —
o o I TR (PN 1) e —
Backbone 0.90+ |

I==0E

2. Density correlation

[ D o NP
Side chain or base).90

0.80-

B0 e i N i D

H>30 E>15
Backbone

3. Density index

Side chain or base 28: :I] U VU DJ Lljvvl_r—‘ u D—U LD]_D—MDW
<Dens> = 0.0878,0 = 0.0288 1.5~ -
W> 60. 60.
Backbone 30.
4. B-factor
U D
60.
1.00
5. Connect 0.50 +
esidue number ANLGTAHCIBLRLASPLTTOKOGASSFR 1 TRO(‘;I EAVGGSLSc\éYSTREKMTYO%VECLRDHVDOTOVMEYLLNVTOTOAPEFRP
© ~ © [} 9 a9 o
chain identifier |0
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1889A
o Olg&@mmwmmi
Backbone 0.90+1 -
2. Density correlation E = =
Side chain or baseo_gow rfr[F[ [Ij il W EI ) VIV,
0.80- -

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0878,0 = 0.0288

AN N 1
I LT L L T

W > 60.
Backbone 30.
4. B-factor
~ T AT AT SATATAATAT
60.
1.00 =
5. Connect 0.50 H H

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
3CWB

Local estimation (19)

V NA. (GLY) 2-8: r
- Backbone 104 L
1. Shift
: ; 1.0 -
Side chain or base 20
0 =0.1889A 3.0-
m<o08 0.80 r
Backbone 0.90+ I

2. Density correlation

=== AT TIT™ 0~ FI'IER

1.5 _
3. Density index ' a
Side chain or base QSW—D—D—D U W W u H/[D—ED/W VUJ u U U W:
<Dens> = 0.0878,0 = 0.0288 15 — =

Side chain or base 30.

B> 60. 60.
packbone 30_
e -_m-r[

60.
1.00 1
5. Connect 0.50- { :
VKHSDLK%VAEQFLNIRSGAGTSSAKATYWGGEI REQNGHSLVHAAVVTEGAAVGSAEANAFSVLQHVLGAGPL |
; © © o © 0 ©
residue number et ~ ) < I¥s) o ~
N N 13 3] 3% 3 ~

chain identifier |0

VN.A. (GLY) g-g: L
- Backbone 10

1. Shift e 3
) . 107E|LH—HQDLHJH—MD:D]DLLHHDUJ—LDJ JJD:DD[DIJ DD:[DD:D*

Side chain or base 20 L

0 =0.1889A 3.0 —
m<o0s 0.807 i
Backbone 0.90+ r

2. Density correlation = = L
Side chain or base()_g(r:‘jvj:-]vl I D I I I I D I V.j :[. DVVI::D:I] L

0.80- -

H>30 E>15

1.
1.
0.

Backbone

3. Density index

(Dl ol ol 100w i Il
Side chain or base %gﬁ_MJ - W Bainll ﬂ D/UJ L oee o v L:

<Dens> = 0.0878,0 = 0.0288 1.5

B> 60. 60.
Backbone 30.

Swie chain orbase 3Om
60.

4. B-factor

1.00; T
5. Connect 0.50 H

KRGSSVTSKLYQGVAKATTQPFDASAFNVNYSDSGLFGFYTI SQAAHAGEVI RAAMNQLKAAAQGGVTEEDVTKA
o) [eo] [eo) o) oo} o) o) (e}

residue number I=s) o) o — N %) < Yo}
I3 N 3] ™ ™ 3] 3] ™

chain identifier o
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Structure Factor Check
3CWB

Local estimation (20)

V NA. (GLY) 2-8: r
- Backbone 104
1. Shift
1.0+
Side chain or base 204
0 =0.1889A 3.0-
m<o0s8 0.80+

Backbone 0.90+
2. Density correlation -

| FELT W T W 1NN N
o] TP T'"ANT DI I U

H>30 m>15 %g:
3. Density index

=W v [ Uﬂuuuwuﬁmuu

Side chain or base

0.5+
1.0+
1.5-

Backbone 30.
4. B-factor
60.

1.00 L

5. Connect 0.50 T { L

KNQLKATYLMSVETAQGLLNEIGSEALLSGTHTAPSVVAQKIDSVTSADVVNAAKKFVSGKKSMAASGDLGSTPF
[*9} [« [} [e} [ee] [ee} @

residue number © ~ o o o — N
() ™ (3] (2] < < <

chain identifier |0

V N.A. (GLY) g-g: r
- Backbone 104
1. Shift
. . 1.0
Side chain or base 204
0 =0.1889A 3.0- =
m<os 0.807 r
Backbone 0.90+1 -

2. Density correlation =

] I
Side chain or baseo_g(r:\j:l l:':I:I:EI%:I:D:IJ:ITI:‘ :EE] [D:IVT D:EI_LW/U_I W = u—]—r D::
0.80- L

i

E>30 W>15 iy
3 Densityindex "
: O
N R e EEELU LRl NN [ SUINEN |1 I
<Dens> = 0.0878,0 = 0.0288 1.5
B0 60. B
L
4. B-factor N [

1.00 —
5. Connect 0.501 Hﬂw -

,_
o

4382

APNIRKSHPLLKMINNSLIDLPAPSNISAWWNFGSLLAVCLMTQILTGLLLAMHYTADTSLAFSSVAHT
N N o o o o

residue number o~

— N ™ < n ©

chain identifier O P
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Structure Factor Check
3CWB

Local estimation (21)

Backbone

0.804
0.90+q r
| P | Mﬂmwm

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

1. Shift
o cha 1 o | R E P P = B o e e e
Side chain or base 204 L
0 =0.1889A 3.0- —
m<o038 =

2. Density correlation

- —
Sechaner baseo.g&wT[F] DV —[HWWW_HW I—\/I_'—I—‘_I\/I—‘_l:'V [7
0.80- [

H>30 .>1.sB %g
3. Density index MT T
S G ON| EIRACE LT ST ITi
<Dens> = 0.0878,0 = 0.0288 1.5 =
Backbone 30.
4. B-factor »
Side chain or base 30_“ J]]»i Jl vIE
60. - _— ——
1.00
5. Connect 0.50 +
CRNVQYGWL IRNLHANGASFFFICIFLHIGRGLYYGSYLYKETWNTGVILLLTLMATAFVGYVLPWGQMSFWGAT
residue number | S S S 9 8 & g
— - — - -
chain identifier [P
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1889A
W<os 0.80
Backbone 0.90+
2. Density correlation E
Side chain or base).90

0.80-

H>30 E>15 i

Backbone g‘)
3. Density index

Side chain or base ggj - Lu LUJ \/|J Lu W t
<Dens> = 0.0878,0 = 0.0288 1.5
= 60. 1
4. B-factor

60. i
1.00 — L]

5. Connect 0.50- i i

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
3CWB

Local estimation (22)

VNA. (GLY) 3.09

oo Lo e e e e P e e e e A e
1. Shift
) ) 1_0,WMMM—WM—MM7
Side chain or base 20 L
0 =0.1889A 3.0 —

m<038 0.807 i
Backbone 0.904 n

2. Density correlation

Side chain orbasegjzw—ﬂzzl D]_I:IVZCQ:’Ti _:I]_[F‘:.:ﬁ:[l I .:IWI][
i A I A B

<Dens> = 0.0878,0 = 0.0288

L,
L,
0.
0.
1.
L,

Side chain or base
Side chain or base 30.

3. Density index
Backbone 30.

60.
1.00 - L
5. Connect 0.50- M -
FHPYYSFKDILGLTLMLTPFLTLALFSPNLLGDPENFTPANPLVTPPHIKPEWYFLFAYAILRSIPNKLGGVLAL
residue number N > g & g N S S
~ « N ~ ~ o~ ~ N
chain identifier  |P

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
o =0.1889A
[W<o0.s8 80
Backbone 0.90+
2. Density correlation & ﬁ ﬂ I 1
Side chain or base).90 :W“Tm_[rﬂ WW
0.80-

H>30 E>15 %
Backbone O.
3. Density index T = - Mo - v -
Side chain or base g W U U U U \/U LU—H LU t
<Dens> = 0.0878,0 = 0.0288 1
H> 60. 60.
Backbone 30.
4. B-factor
Swie chain orbase 30—-
60.
1.00
5. Connect 0.50 N -
AASVLILFLIPFLHKSKQRTMTFRPLSQTLFWLLVANLLILTWIGSQPVEHPFI I IGQMASLSYFTILLILFPTI
residue number S N N S g S S
™ ™ ™ ™ ™ ™ ™
chain identifier P
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Structure Factor Check
3CWB

Local estimation (23)

VNA. (GLY) 2-8: L
: pecktone 104 ] [

1. Shift
) . 10] W&WMWMM—UMMLL?
Side chain or base 204 L
0 =0.1889A 3.0- —

m<o0s8 0.8
Backbone 0.9

2. Density correlation

i s (O T

1 PRI e

Backbone

154
H>30 W>15 o]
0.5+

3. Density index E

Side chain or base 72|

<Dens> = 0.0878,0 = 0.0288

L1 T 1 3 1
Ty Y ey

Ty T e

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

1.00, w
5. Connect 0.50 F T % -

residue number

chain identifier

GTLENKMLNY GELELHPPAFPWSHGGPLSALDHSSVRRGFQVYKQVCSACHSMDYVAFRNLIGVTHTEAEAKA
N e~ - — — — — —
~ — N ™ < 0 ©
2]

P Q

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
o =0.1889A
m<038 0.807 r
Backbone 0.90q =
2. Density correlation
Side chain or baseo_gg] T I u m I I I D Iv W W‘_L—
0.8 -

H>30 W>15 L
Backbone L
3. Density index *
Sidechainorbaseg'gj UJULLN—IJVUHW WUW LLI LLILUJUWW %
<Dens> = 0.0878,0 = 0.0288 15
B> 60. 60.
Backbone 30.

4. B-factor

60.

1.00

5. Connect 0.501 "

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
3CWB

Local estimation (24)

2. Density correlation

Side chain or baseQ.90+

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

1. Shift
) . 1_0,WW,
Side chain or base 20 L
0 =0.1889A 3.0° —
m<o038 0.807 i
Backbone 0.90+ |

o« TR I "Ire e

H>30 @>15
Backbone

3. Density index

<Dens> = 0.0878,0 = 0.0288

T T
Sidechainorbase%éj - U_QJ TE i U - LD\/LU D:D . D_I—Dw oH D U LL:

L5
1.0+
0.5+

B> 60. 60.
Backbone 30.
4. B-factor
60.
1.00, -
5. Connect 0.5&T W B
AGVVVREGLHYNPYFPGQAIGMAPPIYNEILEYDDGTPATMSQIAKDVCTFLRWAAEPEHDQRKRMGLKMLL I SA
residue number :r' S S l:‘ o‘_o' 5‘ S :
- - - - — - N [aV)
chain identifier Q

VN.A. (GLY) g-g: L
- Backbone 10 |
1. Shift = T
) _ 101 O H P T O e M AP
Side chain or base 20 L
0 =0.1889A 3.0~ =
m<o08 0.801 i
pedene 090 Wﬂmﬁﬁwﬁuﬂ‘ﬂuf
2. Density correlation & ==
Side chain or base).90 q [I I I I I I I I I T_H_'_‘_H—I:IVEI:I:‘:| r
0.80- -

W>30 @>15
Backbone

3. Density index

<Dens> = 0.0878,0 = 0.0288

Side chain or base ggﬂ I U—LU_U UJ U
15

15
1.0
0.5

el Ll ] s |

> 60. o0 ]
4. B-factor
60. —
1.00
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Structure Factor Check

3CWB

Local estimation (25)

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

DD‘:D:[T[

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

1. Shift
o 1o PP P -
Side chain or base 204 L
0 =0.1889A 3.0- —
m<08 0.80 r
08y | TS N iEe|
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T IR TET TR "TFIN

H>30 @>15
Backbone

3. Density index

Side chain or base

<Dens> = 0.0878,0 = 0.0288

I 1

) i i

I ikl
TEEND O o

Backbone 30.
4. B-factor
60.

1.00

5. Connect 0.50
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residue number
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- Backbone 10

1. Shift e r

) . 1.0 T

Side chain or base 20 L

0 =0.1889A 3.0 —~

m<08 0.807 i
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H>30 @>15 1.57
Backbone 1.07

L 0.51
3. Density index
Side chain or base
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(U T ORI 1 T
N | 1 Gl

> 60, 60.
4. B-factor
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5. Connect 0.50
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Local estimation (26)

VNA. (GLY) 3.09 r
Backbone 28:] L

1. Shift ~
o 10} VA e O = O == PR PO P e,
Side chain or base 204 L
0 =0.1889A 3.0~ -

m<o0s 0.8 r
e 09 M M
2. Density correlation -
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Side cheln or base0.90] m I I I I D]:I]I.:.:I:Ij m—EDqI7
0.80- =

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

" 0.5
3. Density index E
Side chain or base

WIF T8 il

T T PP 0 [ o]
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1.0+
IL5-

Side chain or base 30.
60.-
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e I _

1.00- w
5. Connect 0.50 T( S
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1. Shift
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m<o08 0.8 i
Backbone 0. L
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= AT TR T

H>30 E>15 15 r
Backbone 1.0
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b O =
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4. B-factor
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1.00 =
5. Connect 0.50 m {—
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3CWB

Local estimation (27)

VNA. (GLY) 2-8: L
- Backbone 1:07 L
1. Shift
1.0 P THITTF FPH T PHIO R P T
Side chain or base 204 L
0 =0.1889A 3.0- —
m<o0s8 0.80

Backbone 0.90+

AN T I T TN THIET
0.80-

H>30 m>15 a
o Backbone 0.5

3. Density index *JUJ w W—DWUUUM U:D_Duum

: ! 0.5
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15
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4. B-factor

Slde Chaln x base 30 “_ _
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o Peckbone o] D e e e e T
1. Shift E
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| . b e
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er L | i IV Fir

Backbone
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3. Density index

Side chain or base
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3CWB

Local estimation (28)

VNA. (GLY) 3.0 L
Backbone 2.09 [

_ 1.0 ll N

1. Shift =
: : 1.0+ -

Side chain or base 204 L

0 =0.1889A 3.0- —
m<os 0.80 r
Backbone 0.90+ I

= =

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

W>30 W>15 1-8’
Backbone 1.0

o 0.57
3. Density index

= ==

Side chain or base 88:
<Dens> = 0.0878,0 = 0.0288 1.5
W> 60. 60. r
Backbone 30. D [—
4. B-factor =
Side chain or base 30_. -
60. -
1.00 L] r
5. Connect 0.50- T -
l L
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V N.A. (GLY) 3.0 r
Backbone %8: L
1. Shift " @ = O D Efl e _ o0 EgelomelolEE e N L
’ ) 1.0 L
Side chain or base 204 L
0 =0.1889A 3.0~ =
m<o038 0.807 I I I I r
Backbone 0.90+1 D D -
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Side chain or base).90 -
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m>30 E>15 1 r
o Backbone 05 D L
3. Density index 5 - - - - - - - - - - - - - - - - = =
Side chain or base 237 L
<Dens> = 0.0878,0 = 0.0288 1.5- -
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Backbone 30_—] D D D D -
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1.00 r

5. Connect 0.501
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~
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Local estimation (29)
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2.0 F
i pectbone 107 mwﬂﬁm%’
1. Shift =

Side chain or base
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3. Density index
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Backbone O:5
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Side chain or base 8:
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