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

Structure Factor Check
2H88

Title: AVIAN MITOCHONDRIAL RESPIRATORY COMPLEX Il AT 1.8 ANGSTROM R
Date: 06-JUN-06
PDB code: 2H88
Crystal Structure Factors
Cell parameters: Input
af 19%)90%7 4 b 91092539 2 _C:906g(')06 a Nominal resolution range: 45.1- 1.70 A
o ' B: : v: : Reflections in file: 304099
Space group: P 1211 Unique reflections above 0: 304099
above b: 301680
above &: 224779
SFCHECK
Nominal resolution range: 451 - 1.74 A

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

Used reflections: 295022
Reflections out of resolution: 9077
Completeness: 90.6 %
R_stand(F) = g(F)>/<F>: 0.061

Anisotropic distribution of Structure Factors
ratio of eigen values: 0.7341 1.0000 0.814

[To)

M odel
19414 atoms (2030 water molecules)
Number of chains: 51
Volume not occupied by model: 47.5 %
<B> (for atomic model): 31.2 AM2
o(B): 14.45 AN2
Matthews coefficient: 3.00
Corresponding solvent % : 58.61
Refinement
Program: CNS 1.1
Nominal resolution range: 451 - 1.74 A
Reported R—factor: 0.178
Number of reflections used: 291095
Reported Rfree: 0.21
Sigma cut-off: N.A.

B_overall (by Patterson): 27.AN2
Optical resolution: 1.47 A
Expected opt. resol. for complete data set: 1.47|A
Estimated minimal error: 0.025 A
Model vs. Structure Factors
R-factor for all reflections: 0.185
Correlation factor: 0.957
R-factor: 0.188
for F>2.00
nom. resolution range: 45.14 — 1.74A
reflections used: 293276
Rfree: 0.212
Nfree: 14570
R-factor without free—refl.: 0.187
Non free-reflections: 278706
<u> (error in coords by Luzzati plot): 0.199 A
Estimated maximal error: 0.075 A
DPI: 0.091 A
Scaling
Scale: 1.273
Bdiff: -1.42

Anisothermal Scaling (Beta):
-0.2131 1.9139 0.2298 0.0000 0.2974 0.0

Solvent correction — Ks,Bs: 0.758 250.006
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level of completeness

Structure Factor Check
2H88
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Structure Factor Check

2H38

Local estimation

VNA. (GLY) 2-8:
; pecktone 1:°’Tmﬂﬂwﬁwﬁmﬂﬁmwwww
1. Shift
B LO?WJMMMWL
Side chain or base 20 L
0 =0.0808A 3.0-
m<038 0.807
Backbone OIQG«lLW
2. Density correlation 7T_EFT—:. — oy v— ——= w%;

Side chain or base0.90+
0.80-

H>30 E>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.4932,0 = 0.0810

> 60. b
Backbone L
4. B-factor
Side chain or base 30_1 WW
60. —
1.00, —
5. Connect o.svﬂ
TQYPVVDHEFDAVVVGAGGAGLRAAFGLSEAGFNTACVTKLFPTRSHTVAAQGGINAALGNMEDDNWRWHFYDTV
residue number S IS 5 S 3 3 R 8
chain identifier ~ |A
V N.A. (GLY) 2-8*
eckbone .O:WHTWWWWWWWW’
1. Shift B
- 1-O*WWW
Side chain or base 204
0 =0.0808A 3.0-
m<os 0.80
Backbone 0.90+1
2. Density correlation o= = == e

Side chain or base).90

0.80-
H>30 E>15 L
Backbone é
3. Density index -
Side chain or base gg:
<Dens> = 0.4932,0 = 0.0810 151

B> 60. 60.
Backbone 30.1
4. B-factor &
Side chain or base 30,
60.-

1.00
5. Connect 0.50

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check

2H38

Local estimation (2)

VNA. (GLY) 2-8: L
; packbone 1ZO’WWTWWWWWWW’

1. Shift
o 1.0—MWWWWMM7
Side chain or base 20 L
o = 0.0808A 3.0- —
m<038 0.80 i
Backbone 0.90+ r
2. Dmsty Corl‘elation B T | _.—l_ﬂ_:—\ — = -

= = VAV A VAR Vo

Side chain or base).90 wm \I_r/u r

0.80-

H>30 E>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.4932,0 = 0.0810

W > 60.
Backbone
4. B-factor
Side chain or base 30. W,
60.- — =
1.00
5. Connect 0.50 T -
TLYGRSLRYDISYFVEYFALDLLMENGECRGVIALCIEDGI IHRFRAKNTVIATGGYGRTYFSCTSAHTSIGDGT
residue number 3 S 2 2 8 S IS4 54
~ — — — N N N N
chain identifier ~ |A
V N.A. (GLY) 2-8* r
eckbone .O:WWWWWWWWWHWWWE
1. Shift & =
) _ 1-0*WMUWWW7
Side chain or base 204 L
0 = 0.0808A 3.0~ —
m<o038 0.801 r
Backbone 0.90+1 -
. , — ) -
2. Density correlation T v = W — =  ——
Side chain or base).90+ -

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.4932,0 = 0.0810

W > 60.
Backbone
4. B-factor &
Side chain or base 30.-
60.- =
1.00
5. Connect 0.50 -
AMVTRAGLPCQDLEFVQFHPTGIYGAGCLI TEGCRGEGGILINSQGERFMERYAPVAKDLASRDVVSRSMT I EI R
i o o o o o o o
residue number I ) o = o > S
3 3 I3 o~ 3 I3 %]
chain identifier ~ |A
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Structure Factor Check
2H88

Local estimation (3)

VNA. (GLY) 2-8: L
- packbone Lo e i e e e e e e e e e H T

1. Shift

! : 1.0+

Side chain or base 204 L
o =0.0808A 3.0- —
m<08 0.80+ r
Backbone 0.90+ i

2. Density correlation

Side chain or baseQ.90+ D

0.80-

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.4932,0 = 0.0810

Il > 60.
Backbone
4. B-factor L
side chain or base 30 N I} WMWW
60.- _ =
1.00 r
5. Connect 0.50 W*
EGRGCGPEKDHVYLQLHHLPPQQLATRLPGI SETAMIFAGVDVTKEPIPVLPTVHYNMGGI PTNYKGQV I THVNG
residue number 8 8 8 <Or 8 8 E 8
) ™ ™ ™ ™ ™ ™ ™
chain identifier ~ |A
VNA. (GLY) g-g’ C
i peckbone (3 5] 7 PR Se———— S, 7 | 0 5 R Aa e e ey
1. Shift = r
’ ) 1_07HP:]; VEFEEEEE o o HPLHLHHJEQQ p p:] D]D*
Side chain or base 20 L
G = 0.0808A 3.0~ =
m<o08 0.801 i
Backbone 0.90+1 [

2. Density correlation

I V BV VA VAR v U—‘—W
Side chain or base(.90+ w M -1

0.80-

W>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.4932,0 = 0.0810

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

residue number

chain identifier
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Structure Factor Check
2H88

Local estimation (4)

2. Density correlation

Side chain or baseQ.90+

VNA. (GLY) 2-8: L
; packbone 1:0’7%%%%%%%%’

1. Shift
de cha Lo VP o O M M R e e e o
Side chain or base 20 L
0 =0.0808A 3.0- —
m<0s8 0.80, r
Backbone 0.904 |

S W . e o

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.4932,0 = 0.0810

> 60.
Backbone
4. B-factor
Side chain or base 30_7WW7
60.- -
1.00
5. Connect 0.50- -
DGTIRTSEARLNMQKTMQSHAAVFRTGSTLQEGCEKLSQIYRDLAHLKTFDRGIVWNTDLVETLELQNLMLCALQ
residue number 3 S I S 8 S IS4 5
53 <~ < < n o o It}
chain identifier ~ |A
V N.A. (GLY) 3-8* r
Backbone ]
1. Shift
Side chain or base
o = 0.0808A
m<os 0.807
Backbone 0.90+1
2. Density correlation E
Side chain or base).90

0.80-

HW>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.4932,0 = 0.0810

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

residue number

chain identifier
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Structure Factor Check
2H88

Local estimation (5)

VNA. (GLY) 2-8: B
- Backbone 10
1. Shift
i i 1.0
Side chain or base 204
0 =0.0808A 3.0~
m<o0s8 0.804

Backbone 0.90+

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

0.80-

W>30 W>15 1-8’
Backbone 1.0+

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

0.5
1.0+
<Dens> = 0.4932,0 = 0.0810 1.5-

B> 60. 60.7
Backbone 30.

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

1.00
5. Connect 0.50 W H

CSSVPPAIRSY] [TSRIKKFSIYRWDPDKPGDKPRMQTYEVDLNKCGPMVLDALIKIKNELDSTLTFRRSCREG
I © © © © © oo

D
residue number S I <] 1 I ™ < o 9
fo ©

A

chain identifier B

V N.A. (GLY)
Backbone

1. Shift

Side chain or base

o =0.0808A

m<038 0.807 r
Backbone 0.90q F

2. Density correlation — —
Side chain or base0.90+ WT U—‘—'T_I_UW—Li

0.80- =

W>30 @>15
Backbone

3. Density index

Side chain or base

<Dens> = 0.4932,0 = 0.0810

> 60.
Backbone

4. B-factor L
R 30.—MNWWWW*

60.- =

1.00
5. Connect 0.501 W =

ICGSCAMNIAGGNTLACTKK IDPDLSKTTKIYPLPHMYVVKDLVPDLSNFYAQYKSI EPYLKKKDESKQGKEQYL
© © © © ©

residue number @Q * IS) - N 13}
~ ® S} =1 — -~ —

chain identifier B
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Structure Factor Check
2H88

Local estimation (6)

V NA. (GLY) 3.0

; packbone L0 e Tl e e P P e e e e e il
1. Shift
e e 1.0- -
Side chain or base 2.07WW7
3.0

0 =0.0808A B L
m<08 0.80 r
Backbone 0.90+ I

2. Density correlation =T = ’_Cﬂj; =
Side chain or base).90 W [
0.80- L

Hl>30 @>15
Backbone

3. Density index

Side chain or base

15 r
1.0 -
0.5 r
0.5+ r
1.04
5=

<Dens> = 0.4932,6 = 0.0810

B> 60. 60.7 r

S niuinnfnndiinRannannnnnnnannaNniiNnnnnnnnnnnnnunininannnannnnnNanununninl
4. B-factor

Side chainorbase 30, 1L L] - A PR

60.- =
1.00
5. Connect 0.50 -
QST EDRQKLDGLYECILCACCSTSCPSYWWNGDKYLGPAVLMQAYRWMIDSRDDYTEERLAQLQDPFSLYRCHT |
residue number Q 2 3 ® 2 Y EY *

21

— — — — — — N

chain identifier B

V N.A. (GLY) 3.0
Backbone

, 04 e merrere e (e e e e e H e et
1. Shift

) ) 1.0*@@% L
Side chain or base 20 L
0 =0.0808A 3.0 —
m<o0s 0.807 i
Backbone 0.90+ r

2. Density correlation ===

e | e e

T Ve T T j = ‘:D:':I e [:‘=\ = ‘=‘:1 =/~

Side chain or base).90 D= L
0.80- L

m>30 W>15 1 r
3. Density index -

Side chain or base gg:WMWF w L
<Dens> = 0.4932,0 = 0.0810 1.5- L

B> 60. 60.4

e sy | (e e oo

4, B-factor T
Side chain or base 30,—%%% W I [

60.- ——

.00
5. Connect 0.501 ‘ﬂ { T :

MNCTRTCPKGLNPGKAITAEIKKMMATYK] [ATTAKEEMARFWEKNTKSSRPLSPHISIYKWSLPMAMSI THRGTG
i 0o K ~N N o (3]
residue number N Q N — ~ ™ ~

chain identifier ~ |B C
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Structure Factor Check

2H388

Local estimation (7)

VNA. (GLY) 3-8: L
W nnnlinainain=innininiiaiiannindilaaniananniinalanantnnznnnnt HRARERNARRzRnE

1. Shift
Side chain or base 204 L
0 =0.0808A 3.0- —
m<0s8 0.804 r
Backbone 0.904 |

I 1 S = N e e [

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

1.5+
1.0+
0.5+

Hl>30 @>15
Backbone

3. Density index E

Side chain or base (:3 S:WW B
<Dens> = 0.4932,0 = 0.0810 1.5- =
B> 60. 60. r
4. B-factor

Side chain or base 30.—M/U_UM_LJ_[L MMMUMMM,

60.- — -
1.00 L] —
5. Connect 0.50 Wm T +
VALSLGVSLFSLAALLLPEQFPHYVAVVKSLSLSPALIYSAKFALVFPLSYHTWNG| RHLVWDMGKGFKL SQVEQ
residue number g g Q % g § g
chain identifier  |C
V N.A. (GLY)

Backbone
1. Shift

Side chain or base
o = 0.0808A
W<08 0.80+

Backbone

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

W>30 @>15
Backbone

3. Density index

S el glMLH—U—LLL.JJ W
<Dens> = 0.4932,0 = 0.0810 15 L

B> 60. 60.+ T T r
wosore sty ey (e O T T e
4, B-factor = =
Side chain or base 30,—%“ [ M_H_U—LU_LUM/LL l M_WWM*
60.- — o = L

1.00 L —
5. Connect 0.501 W W -

0 [0

0

residue number

chain identifier
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Structure Factor Check
2H88

Local estimation (8)

2. Density correlation

Backbone 0.90+

Side chain or baseQ.90+

VNA. (GLY) 2-8: L
i packbone LO?TTWWWW W%ﬂ_ﬂ—v—v—m—ﬁ—m—ﬂ“7

1. Shift
o chaimorbase 1.0-FEL [P T O EEFO [ FVFEE I O O S e
Side chain or base 204 L
o =0.0808A 3.0° —
m<o038 0.801 i

4. B-factor

0.80-

m>30 W>15 ]
. . Backbone 0257

3. Density index e
Side chain or base 28:

<Dens> = 0.4932,0 = 0.0810 1.5
> 60. Eoai
Backbone 30.5

Side chain or base 30.
60.-

1.00
5. Connect 0.50

residue number

chain identifier

DYVHGDTPIKVANTGLYVLSAITFTGLCYFNYYDVGICKAVAMLWS | TQYPVVDHEFDAVVVGAGGAGLRAAF
(o] ™ () ™ a2 o o o
© ~ © o g H 3 ™

D N

V N.A. (GLY) g-g: r
i pectbone 1:07WW#W%WWWW7
1. Shift = L
) . 1_07; VI e VVEEEEEV q F:U—‘—L‘—LU_‘—UV‘—ED M= D:1 FOH
Side chain or base 204 L
G =0.0808A 3.0- —
m<o0s8 0.80 r
Backbone 0.90+1 -

2. Density correlation ’SV:ZEFVF_ _V:zﬁ“];_%_zv_:v_:_ —
Side chain or base0.90+ L

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.4932,0 = 0.0810

W > 60.
Backbone
4. B-factor
Side chain or base 30.-
60.- =
1.00
5. Connect 0.50 -
GLSEAGFNTACVTKLFPTRSHTVAAQGGINAALGNMEDDNWRWHFYDTVKGSDWLGDQDA IHYMTEQAPAAV I EL
residue number < 2 2 S 2 3 § g

chain identifier
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Structure Factor Check
2H88

Local estimation (9)

0.80-

VNA. (GLY) 2-8: L
; packbone 110’WHWWWWWM’
1. Shift

) ) 1_0,WMWWLM,
Side chain or base 204 L
o = 0.0808A 3.0- —
m<038 0.80 i
Backbone 0.90+ n

2. Density correlation — o == -
Side chain or base).90 T 1

H>30 E>15
Backbone

3. Density index

Side chain or base

<Dens> = 0.4932,6 = 0.0810

.5
.0 ™
45 r

W> 60. 60.7 r
pectbone S annnnananilnnzannnnsnnaninniiiNinansnninteenesaanannnniiiinaannnananainil|
4. B-factor
s chin o base 30, 10 L0 | VI A PP e S E [ ey
60.- -
1.00
5. Connect 0.50 -
ENYGMPFSRIEEGKI YQRAFGGQSLQFGKGGQAHRCCCVADRTGHSLLHILYGRSLRYDISYFVEYFALDLLMEN
residue number IS 54 8 It 3 S I
— - - - - - -
chain identifier [N
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
o = 0.0808A
m<os 0.807 r
Backbone 0.90+1 -

2. Density correlation

Side chain or base).90
0.80-

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.4932,0 = 0.0810

1.59
1.0+
0.5+

0.5+
1.0
1.5-

W > 60.
Backbone

4. B-factor

60.
30.

Side chain or base 30.- L
60.- L

5. Connect

1.00
0.501 r

residue number

chain identifier

SFCHECK 7.03.16

GECRGVIALCIEDGTIHRFRAKNTVIATGGYGRTYFSCTSAHTSTGDGTAMVTRAGLPCQDLEFVQFHPTGIYGA
o o o o o o o

[} o — N ™ < rel
— N N N N N N

260

N




Structure Factor Check
2H88

Local estimation (10)

2. Density correlation

VNA. (GLY) 2-8: L
; packbone 1:07W—WWHWWH_WWMTWTW7

1. Shift

B . 1.0

Side chain or base 20 L
o = 0.0808A 3.0- —
m<038 0.807 i
Backbone 0.90+ r

Side chain or base0.90+
0.80- m

H>30 E>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.4932,0 = 0.0810

> 60.
Backbone
4. B-factor T
Side chain or base 30.4 -
60.- -
1.00
5. Connect 0.50- -
GCLITEGCRGEGGILINSQGERFMERYAPVAKDLASRDVVSRSMTIEIREGRGCGPEKDHVYLQLHHLPPQQLAT
residue number N 2 3 8 S IS 54
o~ ~ Y 3] ] %] 3]
chain identifier [N
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
o = 0.0808A
m<os 0.807
Backbone 0.90+1
2. Density correlation
Side chain or base).90+

0.80-

H>30 @>15
Backbone

3. Density index

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

<Dens> = 0.4932,0 = 0.0810

5
0
5-

B> 60. 60.
Backbone 30.1
4. B-factor &
Side chain or base 30.-
60.-

1.00
5. Connect 0.50

residue number

chain identifier
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RLPGI SETAMI FAGVDVTKEPIPVLPTVHYNMGGI PTNYKGQVI THVNGEDKVVPGLYACGEAASASVHGANRLG)
o o (o} o o o o @]

< n © ~ [e9) [*2} o
™ ™ ™ ™ ™ ™ <

41,

N




Structure Factor Check
2H88

Local estimation (11)

V NA. (GLY) 2-8: r
: pecktone (K0, IS S ) i S ) ¥ B NS S
1. Shift
Side chain or base 20 B
o = 0.0808A 3.0 =
m<o08 0.801 M
Backbone 0.90+ J‘L_’_\_" -
2. Dmst Corl‘elation i | — e [ e M [ =
y ) _ T TV i i v/ e i T =
Side chain or base).90 L
0.80- =
Hl>30 @>15
Backbone
3. Density index
Side chain or base 8
<Dens> = 0.4932,0 = 0.0810 5
B> 60. 60.7 r
weeere 0 e C L T e e e eyl
4. B-factor
60.- = — =
1.00 -
5. Connect 0.50- -
ANSLLDLVVFGRACALT IAETCKPGEPVPSIKPNAGEESVANLDKLRFADGT IRTSEARLNMQKTMQSHAAVFRT
residue number IS 51 8 3 3 S I
< < < ~ < < <
chain identifier [N
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0.=0.0808A
E<o08 0.807 r
Backbone 0.90+1 -
2. Density correlation e i = = —
Side chain or base).90+ -
0.80- =
H>30 M>15 %8 r
o Backbone 05 B
3. Density index =
Side chain or base gg: I
<Dens> = 0.4932,0 = 0.0810 151
B> 60. 60.+ r
Backbone 30.1
4. B-factor =
Side chain or base 30.-
60.- -
1.00
5. Connect 0.50 -
GSILQEGCEKLSQIYRDLAHLKTFDRGIVWNTDLVETLELQNLMLCALQTIYGAEARKESRGAHAREDYKLRI DE]
residue number 3 8 9 IS 5 =) 3 2
< rs) o o 0 ro) [rg) Ire
chain identifier N
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2H88

Local estimation (12)

V NA. (GLY) 2-8: r
- Backbone 104
1. Shift
; i 1.0+
Side chain or base 204
0 =0.0808A 3.0-
m<o0s8 0.80

Backbone 0.90+

2. Density correlation
Side chain or baseQ.90+

0.80-
H>30 m>15 I
o Backbone 054
3. Density index e
Side chain or base 28:
<Dens> = 0.4932,0 = 0.0810 1.5
W> 60. 60.7
Backbone 30.
4. B-factor =
Side chain or base 30. M‘UJ
60.-
1.00+
5. Connect 0.50-
FDYSKPLQGQQKRPFEEHWRKHTL SYVDVKSGKVTLKYREVIDRTLNEEDCSSVPPATRSY| [TSRIKKFSTYR
residue number 4 I I 8 S IS4 o ]
n Te) [Te) O © ©
chain identifier [N o
V N.A. (GLY) g-g: r
- Backbone 104
1. Shift & =
) _ 1'0’WWWW*
Side chain or base 204 L
0 = 0.0808A 3.0- —~
m<os 0.807 r
Backbone 0.90+1 -
; ; S i = I —_— —
2. Density correlation W v — — = = =S =
Side chain or base).90 -
0.80 -
W>30 @>15

Backbone
3. Density index

Side chain or base

<Dens> = 0.4932,0 = 0.0810

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

DPDKPGDKPRMQTYEVDLNKCGPMVLDALIKIKNELDSTLTFRRSCREGICGSCAMNIAGGNTLACTKKIDPDL S|
[oe) e} [ee) [oe) [o0} ©

i ©
residue number ] 4 2 3 3 2 -3

chain identifier o

SFCHECK 7.03.16




Structure Factor Check
2H88

Local estimation (13)

V NA. (GLY) 2-8: r
f pecktone 1:07Wﬂmﬂwﬂwmmwwmm‘ﬂﬁﬂﬂﬂﬁf7
1. Shift

‘ . 1 O*W%MUW*

Side chain or base 20
0 =0.0808A 3.0- —
m<o0s8 0.80 r
Backbone 0.90+ -

P oy S o = N Y oy S,

2. Density correlation

Side chain or base0.90+

H>30 E>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.4932,0 = 0.0810

> 60.
Backbone
4. B-factor
Side chain or base 30_—}LU{M—HMJ—MLM_LUMM—M/W,
60.- -
1.00
5. Connect 0.50- -
KTTKIYPLPHMYVVKDLVPDLSNFYAQYKSIEPYLKKKDESKQGKEQYLQSIEDRQKLDGLYECILCACCSTSCP
residue number EY £ X 2 B3 £ 2 2
— - — - - - -
chain identifier |0
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
o = 0.0808A
m<os 0.807 r
Backbone 0.90+1 -
2. Density correlation E
Side chain or base).90+

0.80-

H>30 @>15
Backbone

3. Density index

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

<Dens> = 0.4932,0 = 0.0810

5
0
5-

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

residue number

chain identifier

SFCHECK 7.03.16
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~ [} [ o — N [
— — — N N N N

o




Structure Factor Check
2H88

Local estimation (14)

V NA. (GLY) 3.0 r
Backbone 2.0 [

. l.ij:‘

1. Shift 0
Side chain or base %8:
0 =0.0808A 3.07
m<o08 0.80
Backbone 0.90+

1 1 I

2. Density correlation =
Side chain or base).90
0.80-
H>30 W>15 1.59
Backbone 1.0+

o 0.5

3. Density index ™=
Side chain or base 88:
<Dens> = 0.4932,0 = 0.0810 1.5
W> 60. 60.7

Backbone 30.*]
4. B-factor E

Side chain or base 30_—]
60.-
1.004

5. Connect 0.50]]

) YK| [ATTAKEEMARFWEKNTKSSRPLSPHISIYKWSLPMAMSI THRGTGVALSLGVSLFSLAALLLPEQFPHYVA
residue number N f:‘. ﬁ % ;\r‘ S % (,:l
chain identifier O P

V N.A. (GLY) 3.0

Backbone

i B neasinmannnninnaniinlnaninnastinnzuiinlnn i nannnsennnniiniunniiin:
1. Shift 4
s chanor ase .01 L1 0 & L - FEC = O e S TP
3.0

|

o =0.0808A

O
o [
Q

1

m<o038

packhone Olg&j_i—ﬂ_’_’_!—c—ﬁﬂ_!_l_l—‘__‘l_\_,—\’.——\

2. Density correlation E

= a ]
Side chain or base).90 D I D:[:I L= i
0.80- -

|

m>30 E>15 157 n
Backbone ég:
Rl |

3. Density index

== o O
Side chain or base 9-3] WW/M
1.0
1.5- -

<Dens> = 0.4932,0 = 0.0810

W > 60. 60. =
Backbone 30.

4. B-factor
Suie chaimorbese 30-]1 |

60.

1.00q

=B 2

VVKSLSLSPALIYSAKFALVFPLSYHTWNGI RHLVWDMGKGFKLSQVEQSGVVVLILTLLSSAAIASE| [SKAAS
o~ N o~ N N

residue number S S =} — N ™ r
— - - -

chain identifier P Q

SFCHECK 7.03.16




Structure Factor Check
2H88

Local estimation (15)

V NA. (GLY) 3.0

e Lo M O e O O e e D e H T
1. Shift

Side chain or base %8:M L
0 =0.0808A 3.0 L
m<o0s8 0.80 r
Backbone 0.90+ |

2. Density correlation == e =
Side chain or base0.90+ W ‘\A—LT—I: L

0.80-

W>30 @>15 1.5+ r

o ST e LT T P T e
3. Density index

Side chain or base

0.5
1.0 L
<Dens> = 0.4932,0 = 0.0810 1.5-

4. B-factor
Side chain or base 30.—M_M/I_I:I:-v[l I
60. i -

1.00 = r
somes STt i

LHWTSERAVSALLLGLLPAAYLYPGPAVDYSLAAALTLHGHWGLGQVITDYVHGDTPIKVANTGLYVLSAITFTG|
™ ™ [+ ™ (2] [22] ™

residue number Q Q 3 2 8 3 G

chain identifier  |Q

VN.A. (GLY) 3.0 =
Backbone 58: [
1. Shift T B 0§ =80 - 000
Side chain or base 20 L
© =0.0808A 3.0~ B
m<o0s8 0.804 =

Backbone 0.90q

2. Density correlation
Side chain or base).90

0.80- =
E>30 H>15 157 C
ote s | ‘T RN
3. Density index e 0 =
Side chain or base gg: [
<Dens> = 0.4932,0 = 0.0810 1:57
> 60. 60.+
111111 i1
4. B-factor e O 0L
Side chain or base 30.4
60.-
1.00,
5. Connect 0.50-
CYFNYYDVGICKAVAMLWS | L] []
residue number ® 3 g # E
— o o

L
)
[ IS
Q

>>1002]
>>10037]

>>1005]

([0 1002 ]
[ 10037
([0 1004
[ 10057
([T 1006 ]
[ 1007

chain identifier

SFCHECK 7.03.16




Structure Factor Check

2H388

Local estimation (16)

VNA. (GLY) 3.0 L
Backbone %8: B
1. Shift "E DD o el o0 e o a0 «00 =288 « o Jdemm
: : 1.04 -
Side chain or base 204 L
0 =0.0808A 3.0- —
m<os 0.80 r
Backbone 0.90+ I
2. Density correlation — B - - = - = L= —
Side chain or base).90 L
0.80- L
W>30 @>15 1.59 r
D 1L
Backbone
. 05 [ 5
3. Density index :] = I O D e 0 0o Decllol D 00O L
Side chain or base 88: L
<Dens> = 0.4932,0 = 0.0810 1.54 =
i e LR ODT
packbone ] D D I I I I I I I I I I I [IZ[[
4. B-factor j D r
Side chain or base 30. L
60.- -
1.004 r
5. Connect 0.50- -
H B Y HEHEENEE A 1 P Y Py
. o2 < o] oo o o o o - <I o
eerueer 2 5 8 B O3 8 4N B g h B ST R v
chain identier B} B B B B B B B N
VN.A. (GLY) g-g: L
; packbone 1:07%mfwwm7
1. Shift 5 r
: ) 1.04 r
Side chain or base 20 L
G = 0.0808A 3.0~ =
m<o038 0.80q r
Backbone 0.90+ [
i N = e [ - L

2. Density correlation

Side chain or base).90
0.80-

H>30 W>15 %
Backbone .

0.
3. Density index

5
0
5

0.501

Side chain or base g_)g: [

<Dens> = 0.4932,0 = 0.0810 1.5-
H>60. 60. r
4. B-factor 5 r
Side chain or base 30.- L
60.- =
1.00 r
5. Connect +

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
2H88

Local estimation (17)

2. Density correlation

Side chain or baseQ.90+

VNA. (GLY) 2-8: L
; pectbone Oy I S FE R e | SO W S S ISRy , Ny | | B

1. Shift = L

" ; 1.0

Side chain or base 204 L

0 =0.0808A 3.0~ =
m<os 0.80 r
Backbone 0.90+ |

0.80- L

H>30 W>15 %g: B
3. Density index e L
Side chain or base (]?8: L

<Dens> = 0.4932,0 = 0.0810 1.5- -

W> 60. 60.7 r
Backbone 30. i
4. B-factor e =
Side chain or base 30. -
60.- -
1.00, r
5. Connect 0.50- -
WWWWWWWWW‘%WWWWWWWWWL\/‘WWWWWWWWW&WWWWWWWWWI%WWWWWWWWW(W’WWWWWWWWW&WWWWWWWWWI%WWWWW

residue number ™ L0 ~ ® (=] N (3]

~ ~ ™~ ~ I} @ @

Ll — - Ll — - -

chain identifier [N
V N.A. (GLY) g-g: r
; eckbone 1:°’wwwmw%

1. Shift = L
’ ) 1.0 L
Side chain or base 204 L
G = 0.0808A 3.0~ =
m<o038 0.80q r
Backbone 0.90+1 -

2. Density correlation

Side chain or base).90
0.80-

1.
1.
0.

W>30 @>15
Backbone

3. Density index

57 =
0+ L
5+ L

Side chain or base gg: [
<Dens> = 0.4932,0 = 0.0810 15]
B> 60. 60.
Backbone 30.
4. B-factor & =
Side chain or base 30.- -
60.- =
1.00 r
5. Connect 0.50- 3
WWWWD%WWWWWWWWW,EWWWWWWWWW(V\\I‘WWWWWWWWW%WWWWWWWWW(%WWWWWWWWW%WWWWWWWWW%WWWWWWWWW‘W‘
residue number [Te} ~ o I [a2) [¥e] [¢] =
e} @ [« [} (2] [« [} [e]
- - - - - - - N

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
2H88

Local estimation (18)

2. Density correlation

Side chain or baseQ.90+
0.80-

VNA. (GLY) 2-8: L
; packbone 1.0 T o o o e, e e T T el (i L el

1. Shift = L

: ! 1.04

Side chain or base 204 L

o =0.0808A 3.0- —
m<08 0.80 r
Backbone 0.904 i

il
il
0.

H>30 @>15
Backbone

3. Density index

54 =
04
5

Side chain or base 88: L
<Dens> = 0.4932,0 = 0.0810 1.5 =
B> 60. 60.7 r

Backbone 30. i
4. B-factor & r

Side chain or base 30. r

60.- -
1.00, r
5. Connect 0.50- -
WWWWWWWWW(\%WWWWWWWWWL\/‘WWWWWWWWW&WWWWWWWWW&WWWWWWWWW&WWWWWWWWW‘%WWWWWWWWWI%WWWWW

residue number — ™ < © © o —

o =1 o o S — —

N N N N N N N

chain identifier [N

VNA. (GLY) g-g’ r
; eckbone 1:0:MMW—WMWHWM:
1. Shift & =
. . 1.0 -

Side chain or base 20 L
c = 0.0808A 3.0° L
m<o038 0.80q r

Backbone 0.90q -

2. Density correlation

Side chain or base).90
0.80-

1.
1.
0.

W>30 @>15
Backbone

3. Density index

57 =
0+ L
5+ L

0.501

Side chain or base g_)g: [
<Dens> = 0.4932,0 = 0.0810 1.5-
H>60. 60.+
4. B-factor 5 r
Side chain or base 30.- L
60.- =
1.00 r
5. Connect +

residue number

chain identifier

SFCHECK 7.03.16

WWWWWWWWWWWWWW WWWWWWWWW(V\\I‘WWWWWWWWWLV'WWWWWWWWW&SWWWWWWWWW#WWWWWWWWW%WWWWWWWWW#
L0 o N < o

—
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N

N
N
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- — — N
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Structure Factor Check

2H388

Local estimation (19)

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

VNA. (GLY) 2-8: L
: packbone L0 o el B m T oL e, ol el o e o e o e e eer

1. Shift e =

! ! 1.0+

Side chain or base 204 L

o =0.0808A 3.0- —
m<08 0.80+ r
Backbone 0.90+ i

3. Density index

H>30 @>15 %g r
Backbone O:5 L

0.

1.

Side chain or base 8: L
<Dens> = 0.4932,0 = 0.0810 5= =
B> 60. 60.7

Backbone 30.

4. B-factor & r

Side chain or base 30. =

60.- -
1.00, r
5. Connect 0.50- -
WWWWWWWWW#WWWWWWWWWe%WWWWWWWWW%WWWWWWWWW'V\VWWWWWWWWW&SWWWWWWWWW‘V_V.WWWWWWWWW#WWWWW
residue number o] [ < © o © (<)
N ] I 1) < < <
N N N N N N N
chain identifier [N
V NA. (GLY) g-g: C
- packbone 10 el T o o peen AT P e el Bl T [
1. Shift & =
. . 1.0 E

Side chain or base 20 L
c = 0.0808A 3.0° L
m<o038 0.80q r

Backbone 0.90q r

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

H>30 W>15 157
Backbone

el e Ll o, Mo P P ol ol o B

3. Density index

5. Connect 0.501

Side chain or base gg: [

<Dens> = 0.4932,0 = 0.0810 1.5-
B> 60. 60. i
4. B-factor 5 r
Side chain or base 30.- L
60.- =
1.00 r

residue number

chain identifier

SFCHECK 7.03.16
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Yo [Tel ©
N N N
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~
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Structure Factor Check
2H88

Local estimation (20)

V NA. (GLY) 3.0

pecktone P RINTE SN oy D S s [ S I S S il I
1. Shift E

. ! 1.0+
Side chain or base 204 L
0 =0.0808A 3.0- —
m<08 0.80+ r
Backbone 0.90+ i

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

T 18 MM
Backbone 2 L
& bt L. el e nli o i el

3. Density index e
Side chain or base 88:
<Dens> = 0.4932,0 = 0.0810 1.54

H>60. 60.7
4. B-factor E

Side chain or base 30.
60.-

1.00-
5. Connect 0.50 H

WWWWWWWWWégWWWWWWWWW,&WWWWWWWWW&‘WWWWWWWWW'V\VWWWWWWWWWL\/‘WWWWWWWWW&IWWWWWWWWW&WWWWW
residue number © %2} ™ el

o ~ o
~ @ e} [oe] (o] [} [
N N N N N N N

chain identifier [N

VN.A. (GLY) g-g: L
; packbone 130*%%%%%%&%*

1. Shift e r
) ) 1.0 -

Side chain or base 20 L

0 = 0.0808A 3.0- —~
m<o038 0.80q r
Backbone 0.90+ [

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

m>30 E>15 1 r
e O:Sfm i

3. Density index - =

Side chain or base

0.5+
1.04 -
<Dens> = 0.4932,0 = 0.0810 1.5- L

B> 60. 60. r
packbone 3°"WHWWWWHWWW’
4. B-factor =

Side chain or base 30.- L
60.- L

1.00, =
5. Connect 0.501 =

WWWWRWWWWWWWWWEWWWWWWWWWRWWWWWWWWWEWWWWWWWWWWWWWWWWWWWRWWWWWWWWWWWWWWWWW W W W
(<o) — Yo} [*)

<
N~
—

residue number
[} o © O
N (2] - -

1717
177
180

chain identifier N

SFCHECK 7.03.16




Structure Factor Check
2H88

Local estimation (21)

2. Density correlation

Side chain or baseQ.90+

VNA. (GLY) 2-8: L
: packbone 130*%%%%%%%%%%%*

1. Shift = L

" ; 1.0

Side chain or base 204 L

0 =0.0808A 3.0~ =
m<os 0.80 r
Backbone 0.904 |

H>30 @>15 1
Backbone é
3. Density index
Side chain or base 88
<Dens> = 0.4932,0 = 0.0810 1.5-

W> 60. 60.7 r
Backbone 30. i
4. B-factor e =
Side chain or base 30. -
60.- -
1.00, r
5. Connect 0.50- -
. WWWWWWWWW‘V_V|WWWWWWWWWL\/‘WWWWWWWWW‘%WWWWWWWWW&WWWWWWWWW&SWWWWWWWWW&IWWWWWWWWWI%WWWWW
residue number < © o)) N Yo} o2} ™
© ] © o o o)} =1
- — - - — - N
chain identifier [N
V N.A. (GLY) 3-8* r
i eeene 10t ofll 1y ol e v o Dl el e o i e e o et
1. Shift = L
. . 1.0 L
Side chain or base 204 L
G = 0.0808A 3.0~ =
m<o038 0.80q r
Backbone 0.90+1 -
2. Density correlation E =
Side chain or base).90 -
0.80- -
W>30 @>15 %8 F
o Backbone 05 B
3. Density index - =
Side chain or base g_)g: [
<Dens> = 0.4932,0 = 0.0810 15]
B> 60. 60.
Backbone 30.
4. B-factor & =
Side chain or base 30.- -
60.- =
1.00 r
5. Connect 0.50- 3
WWWW%WWWWWWWWW,ﬂWWWWWWWWWL\I'WWWWWWWWW&WWWWWWWWW(W,WWWWWWWWW(V\\I‘WWWWWWWWW&WWWWWWWWWIE
residue number © o < ~ N te] o3} 0
o o — — N N N ™
N N [aV) N N [aV) N N
chain identifier N

SFCHECK 7.03.16




Structure Factor Check
2H88

Local estimation (22)

V NA. (GLY) 3.0

pecktone I | S WS (S [ O T Wy W O O S ) W
1. Shift -

. ! 1.0+ B

Side chain or base 204 L

0 =0.0808A 3.0- —
m<08 0.80+ r
Backbone 0.90+ i

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

H>30 m>15 i r
0% o [t

3. Density index

Side chain or base

0.5
1.0 L
<Dens> = 0.4932,0 = 0.0810 1.5-

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

Side chain or base 30. L

60.- -
1.00, r
5. Connect 0.50 +
. WWWWWWWWWgWWWWWWWWW&WWWWWWWWW#WWWWWWWWW&WWWWWWWWWe%WWWWWWWWW&WWWWWWWWW&WWWWW
residue number D n [32) N o ~ ©
] < Ite} © ~ ~ ©
N N N N N N N

chain identifier [N

VN.A. (GLY) g-g: L
: packbone e I e I L LU [P I R I S Ll L NN

1. Shift e r
) ) 1.0- =

Side chain or base 20 L

0 = 0.0808A 3.0- —~
m<o038 0.80q r
Backbone 0.90+ [

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

m>30 E>15 1 r
ceoeere 65 Lyl 0 v P i

3. Density index

Side chain or base

0.5+
1.04 -
<Dens> = 0.4932,0 = 0.0810 1.5- L

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

Side chain or base 30.- L
60.- L

1.00, =
5. Connect 0.501 =

WWWWI:%WWWWWWWWWWWWWWWWWWW(\_%WWWWWWWWW%WWWWWWWWW‘\%WWWWWWWWWWWWWWWWWWWgWWWWWWWWW#
P - (V) © 19} Lo

residue number
[}
N

N~ [ce) [«
— — —

-
N

1362:
2042:
22

chain identifier N

SFCHECK 7.03.16




Structure Factor Check

2H388

Local estimation (23)

VNA. (GLY) 2-8: L
; packbone l:ofﬂﬂmwmmf

1. Shift = L

" ; 1.0+

Side chain or base 204 L

0 =0.0808A 3.0~ =
m<os 0.80 r
Backbone 0.904 |

2. Density correlation
Side chain or baseQ.90+

H>30 @>15
Backbone

3. Density index

e ol el 0 e B s T A L Dol B

Side chain or base 88: L
<Dens> = 0.4932,0 = 0.0810 1.5 =
B> 60. 60.

Backbone 30.

4. B-factor & r

Side chain or base 30. =

60.- -
1.00, r
5. Connect 0.50- -
WWWWWWWWWI%WWWWWWWWW&WWWWWWWWW%WWWWWWWWW(\BWWWWWWWWW&WWWWWWWWW‘%WWWWWWWWW'V\VWWWWW

residue number — n o N~ N~ © N

< re] ~ o © ) —

N N N N — - N

chain identifier [N

VNA. (GLY) 3-8* B
i eckbone 1ZO:MWHTM7
1. Shift & =
. . 1.0 L

Side chain or base 20 L
c = 0.0808A 3.0° L
m<o038 0.80q r

Backbone 0.90q r

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

W>30 @>15
Backbone

3. Density index

Side chain or base g_)g: [

<Dens> = 0.4932,0 = 0.0810 1.5-
H>60. 60. r
4. B-factor 5 r
Side chain or base 30.- L
60.- =
1.00 r
5. Connect +

0.501

residue number

chain identifier

SFCHECK 7.03.16

wwwwe%wwwwwwwwwg%wwwwwwwww(%wwwwwwwwwg&wwwwwwwww(\%wwwwwwwww%wwwwwwwwwg&wwwwwwwww(\%
o Lo P N [s0] < Lo %]
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Structure Factor Check

2H38

Local estimation (24)

VNA. (GLY) 2-8: L
; packbone l:oi%mﬁmi

1. Shift = L

: ! 1.04

Side chain or base 204 L

o = 0.0808A 3.0 =
m<08 0.80 r
Backbone 0.904 |

2. Density correlation
Side chain or baseQ.90+

H>30 @>15
Backbone

3. Density index

Side chain or base (]?8: L
<Dens> = 0.4932,0 = 0.0810 1.5 =
B> 60. 60.

Backbone 30.

4. B-factor & r

Side chain or base 30. =

60.- -
1.00, r
5. Connect 0.50- -
WWWWWWWWW&WWWWWWWWW%WWWWWWWWW%WWWWWWWWW%WWWWWWWWW%WWWWWWWWW%WWWWWWWWW%WWWWW

residue number ~ D o)) =} — [V ™

o o o — — — —

- — - - — - -

chain identifier [N

VNA. (GLY) 3-8* B
i pectbone l:oimwfmﬂmwmmmi
1. Shift & =
. . 1.0 L

Side chain or base 20 L
c = 0.0808A 3.0° L
m<o038 0.80q r

Backbone 0.90q r

2. Density correlation
Side chain or base).90

0.80- =
E>30 H>15 %8

3. Density index - =
Side chain or base gg: [

<Dens> = 0.4932,0 = 0.0810 1.5-
H>60. 60.+ r
4. B-factor 5 r
Side chain or base 30.- L
60.- =
1.00 r
5. Connect +

0.501

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
2H88

Local estimation (25)

2. Density correlation

Side chain or baseQ.90+

VNA. (GLY) 2-8: L
; packbone lzo’WMHWWWMWW’

1. Shift = L

" ; 1.0

Side chain or base 204 L

0 =0.0808A 3.0~ =
m<os 0.80 r
Backbone 0.904 |

0.80- L

H>30 W>15 %g: L
3. Density index e L
Side chain or base 88: L

<Dens> = 0.4932,0 = 0.0810 1.5- -

W> 60. 60.7 r
4. B-factor e =
Side chain or base 30. -
60.- -
1.00, r
5. Connect 0.50- -
WWWWWWWWW&WWWWWWWWW%WWWWWWWWW%WWWWWWWWW&WWWWWWWWW%WWWWWWWWW%WWWWWWWWW%WWWWW
residue number N [<¢] < ¥el © ~ o]
N « N N ~ [N N
Ll — - Ll — - Ll
chain identifier [N
V N.A. (GLY) g-g: r
- Backbone 104
1. Shift = L
’ ) 1.0 L
Side chain or base 204 L
G = 0.0808A 3.0~ =
m<o038 0.80q r
Backbone 0.90+1 -
2. Density correlation E =
Side chain or base).90 -
0.80- -
H>30 @>15 %8
o Backbone 0:5
3. Density index - =
Side chain or base g_)g: [
<Dens> = 0.4932,0 = 0.0810 15]

0.501

W > 60. 60. =
4. B-factor E L
Side chain or base 30.- L

60.- L

1.00 =

5. Connect +

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
2H88

Local estimation (26)

2. Density correlation

Side chain or baseQ.90+

VNA. (GLY) 2-8: L
i peetbone L0 e T T e, S e Dol L e el e

1. Shift e L

! : 1.0

Side chain or base 204 L

o =0.0808A 3.0- —
m<08 0.80q r
Backbone 0.90+ i

0.80- L
m>30 @>15 i B
3. Density index e r
Side chain or base 88: L
<Dens> = 0.4932,0 = 0.0810 1.5 =
B> 60. 60.7 r
4. B-factor & r
Side chain or base 30. =
60.- =
1.004 r
5. Connect 0.50- -
WWWWWWWWW%WWWWWWWWW%WWWWWWWWW%WWWWWWWWW%WWWWWWWWW%WWWWWWWWW%WWWWWWWWW%WWWWW

residue number N~ D o)) o ~ 3] ™

™ ™ ™ < < < <

- — - - — - -

chain identifier [N

V NA. (GLY) g-g: C
: packbone 1207%%%%%%7
1. Shift 2 =
’ ) 1.04 =
Side chain or base 20 L
G = 0.0808A 3.0~ =
m<o038 0.80q r
Backbone 0.90q r

2. Density correlation

Side chain or base).90

W>30 @>15
Backbone

3. Density index

% oot ol bt o T e L ot D B et

0.501

Side chain or base gg: [

<Dens> = 0.4932,0 = 0.0810 1.5-
H>60. 60.+ r
4. B-factor 5 r
Side chain or base 30.- L
60.- =
1.00 r
5. Connect +

residue number

chain identifier

SFCHECK 7.03.16

WWWWWWWWWWWWWWEWWWWWWWWWRWWWWWWWWWRWWWWWWWWWREWWWWWWWWWEWWWWWWWWWREWWWWWWWW W
< 9} © N~ [es) &) o —

<
—

<
—

<
-

<
—

<
—

<
-

n
—

Te)
i

N




Structure Factor Check

2H388

Local estimation (27)

VNA. (GLY) 39 B
- Backbone 1:07 L

1. Shift = L

: ; 1.04

Side chain or base 204 L

0 =0.0808A 3.0- -
m<08 0.80 r
Backbone 0.904 |

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

1.5+
1.04
0.5+

H>30 @>15
Backbone

3. Density index

Side chain or base (]?8: L
<Dens> = 0.4932,0 = 0.0810 1.5 =
B> 60. 60.7 r

Backbone 30. i
4. B-factor & r

Side chain or base 30. =

60.- -
1.00, r
5. Connect 0.50- -
WWWWWWWWW&WWWWWWWWW%WWWWWWWWW%WWWWWWWWW&WWWWWWWWW%WWWWWWWWW%WWWWWWWWWL\BWWWWW

residue number N ™ < n © N~ ~

0 0 P, [t} ;) %) o

- — - - — - -

chain identifier [N

VNA. (GLY) g-g’ r
; eckbone l:oimm%mi
1. Shift & =
. ) 1.0 L

Side chain or base 20 L
G = 0.0808A 3.0~ =
m<o038 0.80q r

Backbone 0.90q -

2. Density correlation
Side chain or base).90

0.80 -
E>30 H>15 %8 L
3. Density index - L
Side chain or base gg: [

<Dens> = 0.4932,0 = 0.0810 1.5-
H> 60. 60. r
4. B-factor 5 r
Side chain or base 30.- L
60.- =
1.004 r
5. Connect +

0.501

residue number

chain identifier

wwww&wwwwwwwww&swwwwwwwww&swwwwwwwww&wwwwwwwww&swwwwwwwww&swwwwwwwww&wwwwwwwww&s
N [s2] < o © ~ @ (&

o
—

o
-

o
-
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o
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o
-

o
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Structure Factor Check
2H88

Local estimation (28)

2. Density correlation

Side chain or baseQ.90+
0.80-

VNA. (GLY) 2-8: L
; packbone 1ZO’WWMW’

1. Shift = L

: ! 1.04

Side chain or base 204 L

o =0.0808A 3.0- —
m<08 0.80 r
Backbone 0.904 i

il
il
0.

H>30 @>15
Backbone

3. Density index

AN 1] W] TT T ¥ T ) TR T

Side chain or base 88: L
<Dens> = 0.4932,0 = 0.0810 1.5 =
B> 60. 60.7 "

Backbone 30. i
4. B-factor & r

Side chain or base 30. =

60.- -
1.00, r
5. Connect 0.50- -
WWWWWWWWW(\gWWWWWWWWW&WWWWWWWWW%WWWWWWWWWABWWWWWWWWW&WWWWWWWWW%WWWWWWWWW(\%WWWWW

residue number o — [V ™ < T3} ©

— — — — — — —

- — - - — - -

chain identifier [N

VNA. (GLY) 3-8* B
- peckbone R I NS DU, 5, SUST IS, D SUSSLOl ) RS L, B, SRR e
1. Shift & =
. . 1.0 L

Side chain or base 20 L
c = 0.0808A 3.0° L
m<o038 0.80q r

Backbone 0.90q r

2. Density correlation

Side chain or base).90
0.80-

1.
1.
0.

W>30 @>15
Backbone

3. Density index

59 =
0+ L
5+ L

0.501

Side chain or base g_)g: [

<Dens> = 0.4932,0 = 0.0810 1.5-
H>60. 60. r
4. B-factor 5 r
Side chain or base 30.- L
60.- =
1.00 r
5. Connect +

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
2H88

Local estimation (29)

2. Density correlation

Side chain or baseQ.90+

VNA. (GLY) 39 B
- Backbone 1:07 L

1. Shift = L

: ; 1.04

Side chain or base 204 L

0 =0.0808A 3.0- -
m<08 0.80 r
Backbone 0.904 |

0.80- L

H>30 W>15 %g: L
3. Density index e L
Side chain or base 88: L

<Dens> = 0.4932,0 = 0.0810 1.5- —

W> 60. 60.7 r
Backbone 30. i
4. B-factor e =
Side chain or base 30. -
60.- -
1.00, r
5. Connect 0.50- -
WWWWWWWWW(\%WWWWWWWWW&WWWWWWWWW%WWWWWWWWWégWWWWWWWWW&WWWWWWWWWL\%WWWWWWWWW(V{I‘WWWWW

residue number n © ~ © ™ < <

Y] ~ [N N =} — N

Ll — - Ll — - Ll

chain identifier [N

V N.A. (GLY) g-g: r
; eckbone l:oimwmmmwwi
1. Shift & =
’ ) 1.0 L
Side chain or base 204 L
G = 0.0808A 3.0~ =
m<o038 0.80q r
Backbone 0.90+1 -

2. Density correlation

Side chain or base).90
0.80-

W>30 @>15
Backbone

3. Density index

el Bl Sl o 0 el il

Side chain or base gg: [
<Dens> = 0.4932,0 = 0.0810 15]
B> 60. 60. r
Backbone 30. -
4. B-factor & =
Side chain or base 30.- -
60.- =
1.00 r
5. Connect 0.50- 3
WWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWW

' & o) & g & oo

residue number < — ©Q < < 0 © ref

(32} n [Te) (32} < © [} N

- - - ~N N N N -

chain identifier

SFCHECK 7.03.16




Structure Factor Check
2H88

Local estimation (30)

2. Density correlation

Side chain or base).90- L

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

1. Shift e L
f ! 1.0 r

Side chain or base 204 L

o =0.0808A 3.0- —
m<0s8 0.80 r
Backbone 0.90- [

W>30 W>15 1
Backbone

3. Density index
Side chain or base
<Dens> = 0.4932,0 = 0.0810

S| 1T I |

4. B-factor

B> 60. 60.

Side chain or base 30. L
60.- L

1.00- =
5. Connect 0.50 H

residue number

chain identifier

SFCHECK 7.03.16
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