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FIROEAOFEEEEICEON., ZhEd X2 AW OBSEIT 21T 9 HiETY,
AEHAWSYIEEIC CCP4 & wincoot ZfHVNET,
ELLLEEMICAVRTE, 7Y —DY 7 FTY,

£ CCP4 Z3ib 1P % & ZORRREEIZ/ZRY £,

] CCPaInterface 6.5.0 running on 5#/{YI> Project: PROJECT3 - o IEl

List of jobs for project. Double-click on a job displays the log file, shift-double-click reruns the job. Change Project | Help
—i|[roject Database Job List - currently no jobs Directories&ProjectDir

D Model Preparation u View Any File

P Restraint Preparation T View Files from Job ﬂ

Run Refmac5 Search/Sort Database..

Run NCS Phased Refinement
un ased Refinemen Graphical View of Project
Model Completion & Analysis |

» DeletelArchive Files..

Kill Job
ReRun Job..

Edit Job Data ﬂ
Preferences ‘
" System Administration = ‘

Update check off (Network?)

Manage Updates |  Exit

vl @ BE b

WIZ Wincoot &3 6 EIF A &, ZORRREEHIZ/ZY £,

« WinCoot 0.7.2
File Edit Calculate Draw Measures Validate HID About Extensions

- o N
|_J
=) @ Reset View [ Display Manager =& §. %I

Map

) ©

©

C

T

N S« v

G H DD

o

<&t

.d Evening Katsuki, Welcome to Coot. 0.7.2 (revision 4730) [with python 2.6.6 embedded]

=R B 2 @ o[-1EGE] = ol

AENZZ NSO Y 7 FEfEo TinvE e BunvEd,




FIFE LT scaData & mtz 7 —XIZEZ L) BWET,
sca 7 —# LIXEADRERN LR LNT-A A—TFT —# % denzo THE4r LT, scalepack
TAT =V 7% LIREROZ & TY,

RImW=! make_a_cystalized_manual s
s 2B ER v 0

© B v 1 k> PCH O-AL TR (C:) » make_a_cystalized_manual v ¢ | | make_a_cystalized_manu... 0
dps B : E5EH e #4%
k< . CCP4_DATABASE 2015/03/30 18:02  JrA)L TAIL5—
“ & || manual.sca 2015/01/29 19:34  SCA Jr1Il 945 KB
%% [ manual_seq 2015/01/29 19:34 AN FFaXUl 1KB
ms5

< -

1 pC
B
]
EF
=t
Bt
Mz
Pz
St

at

3EOEE 1 EOEEHER 211/b

-l 4 A
ZDXHIT sequence & sca T —HDBNASTZT 7 ANERELETZ G, LLFO
LT mtz 7 —XIZLET,

F9, CCP4 DT XTHOT 17 LA)D Scalepack2mtz 3R L £,

0] ImportScaled - Import Scaled Data from Denzo or d*trek - &
| Heio |

Job title |

Convert scaled data output from  Scalepack (DENZO) —! |into MTZ format

[V Use anomalous data

¥ Run Ctruncate ~ |to convert intensities to structure factors

¥ Keep the input intensities in the output MTZ file

v Project: make_manual = El

¥ Ensure unique data & add FreeR column for [0.05 _ fraction of data. [~ Copy FreeR from another MTZ | change Project | elp
I Extend reflections to higher resolution: [ fently mo jobs | Directories&ProjectDir
In make_manual — |mamml.sca Browse | View, | View Any File
Out make_manual — [manualmtz Browse | View| s :I ~
Use dataset name —i | as identifier to append to column labels | Search/Sort Database..

Crystal, | Data ~ | Graphical View of Project

Create harvest file in project harvesting directory = | |y

Crystal | belonging to Project [make_manual
Dataset name | KMslob
Extra Information for MTZ File ~ ReRanjobs
Space group [p222 Edit Job Data —
Cell dimensions [59.842  [71.775 [03.595 [90.000 [80.000 [90.000 references.
Data collected at wavelength Angstroms |
Estimated number of residues in the ic unit] | ESsslemhdministintion = ' b
|Editor Transform input Data r ‘ Update check off (Network?)
o = Manage Updates | Exit

9:09
2015/03/30

\.:,;\w @ = -l 4 A

FTCIZ. DENZO THAODNFEATHNDL DT, RIZTFEHROERE~LEB Y 95 FEHRT
(T, E#ZITO PDB 7 7 A VDPMEL R TREEDREN DY £,




ZiE Swissmodel EWo 2V A 3B, 2T 7B AL T, automated model %1%

W sequence fE#HA A LET,
35 &, FAlLl sequence ZFF o T AEENELNTE 2 A S morlep @ model IZAT) L E

‘a—o

] CCP4lnterface 6.5.0 running on 35%/(Y3> Project: PROJECT3 -8
| cnange Project | Help
Project Dacabase Job List - currently no j0bs Directories&ProjectDir
Automatic structure solution View Any File
Data Reduction and Analysis
Experimental Phasing View Files from Job ﬂ
Molecular Replacement SearchiSort Database..
I Graphical View of Project
Refinement Delete/Archive Files.
slmdu_rehm'ysis_ y Kill Job
Validation & Deposition
ReRun Job..
Map & Mask Utilities —_—
Reflection Data Utilities Edit Job Data =
Coord»ha!:nl:lﬂesA : Preferences
1 System Administration —
| Program List
Update check off (Network?)
Manage Updates Exit
o 7 23:01
% A oisi03/m
- > ~ N
Z Z /25, Molecular Replacement % %X,
n CCPaInterface 6.5.0 running on 33#/{Y1> Project: PROJECT3 - g
Also self rotation, searching map for molecule | cnange Project | Help
Molecular Replacement — ||Project Database Job List - currently no jobs Directories&ProjectDir
View Any File
View Files from Job =]
[ Search/Sort Database..
Benpdolrsp ZontoME) Graphical View of Project
Run MrBUMP
Delete/Archive Files..
Run Balbes
Kill Job
Run AMPLE
== ReRun Job..

Edit Job Data —

»
Preferences

Phaser Single Atom MR
System Administration —

Update check off (Network?)
Manage Updates Exit

23:01

= PO A 503/

Run Morlep —auto MR Z##R L £7, ZZ THLAL/Z PDB 2R L



#® FF =]

ERIAS— Y-I

@ v 1 i » PC» O-NLF4AH (C:) » NFS01030 » data » NFS02021958_2015-02-02 » NFS02021958_2015-02-02 »

28 :
)i qmean

L. templates
85 mo1

E@EHAZ

JSON J74IL

85KB
1KB

K2D-F... H4X

01

model » 01

ERE

1%

61%

EHHE

2015/02/02 12:18
2015/02/02 12:04

=) model

PDB 774l

60 KB

78%

2015/02/02 12:04

6ENEE 1 ENEEEER 262K8

(Y

(Y

Open afile browser

ISON J74Ik

Molrep

4KB

m{am|oan

Job title

Do Molecular Replacement ~ —!

Use MAP files for |~ search model

Data  make_manual — [manualmtz

F_SIGF =)

Model  make_manual — |model.pdb

Sequence make_manual —!

Browse | view
Qpen a il b

Fixed make_manual —

I~ Automatic output filename

Browse | View|

Solution  make_manual — [model_molrep1.pdb

Browse | view |

Search Options

47%

2015/02/02 12:04

ITHEELEWOITER, MEEORFER D> TOERA

2T, fEdhOREE L TRLORIZIHNE T,

10:59
2015/03/30




Molrep

Job title |

Do Molecular Replacement -

Use MAP files for [ search model

Data make_manual — lmanuaLmu

F_SIGF =7

Model make_manual — |model.pdb

Sequence make_manual —

Fixed  make_manual —

No output in this mode

Search Options

Search for one copy only in this mode

Number of RF peaks to use in TF
Input SG: P222 SGtouse:
Locked Rotation Function:
Diameter of search model
Pseudo-Translation:

—
Laue class —

DoNotUse  —i

Auto — |

Experimental Data
Change default behaviour for
I™ High resolution cut-off

I” Down-weighting high resolution data

I~ Down-weighting low resolution data

™ Scaling

Model
Change default behaviour for

Search option C Laue class %8R Ly BB EZITVE T,

*
File Edit Window Help

» B @
Print  PDF/PS Refresh

| Results | Log File

@ ¢ a
molrep  CCP4 Find

B

qtRView 1.14 - Job 2: [No title given]

W </

ack  Forward

11:00
2015/03/30
- o

R 0]

Preferences  Exit

corrF = 0.2529
TF/sig = 9.03
Final cC 0.2529
Packing_ Coef 1.0000
Contrast 7.76

--- Space Group Checking. —--—
| Nsg sg Score Cntr
| . 16 P222 0.260 1.927 |
I 2 17 P2221 0.250 0.000 |
I 3 1017 P 2122 0.252 2.936 |
| 4 2017 P 2212 0.254 1.941 |
| S is P 2121 2 0.250 1.448 |
I 6 2018 P 21221 0.256 1.99%6 |
| 7 3018 P 22121 0.253 2.904 |
I 8 19 P 21 21 21 0.253 7.762 |
Time: 17h 42m 13s Elapsed: 6h 42m Os

#CCP4I TERMINATION STATU:
#CCP4I TERMINATION TIME

#CCP4I TERMINATION OUTPUT_FILES make_manual 2 molrep.doc

#CCP4I MESSAGE Task comp

s 1

30 Mar 2015 17:42:13

leted successfully

make_manual make_manual_2_molrep.xml make_manual make manual_2_rf.molrep_rf

il

T 5 & ERRORBRITHERBZE O NATENT p 2121 21 B OVE T,



%9 LT, Aotz VT rElaiTnWET,

m CCP4Interface 6.5.0 running on 52#/(Y1> Project: make_manual - o lEl
| cnange Project | Help
B 5 1 Directories&ProjectDir
—_ 0 Molrep Initial parameters from C:/make_a_cystalized_manual/CCP4_DATAB... = & f
> Mod View Any File
[t | :
View Files from Job — |
Job title |[No title given] Iy
[ | [P it given SearchiSort Database..
Run NC¢ Molecular Replacement —
4 % z
_ Use MAP files for [ search model Grephicel View of B
Data make_manual — |manual.mtz ATCING TR
F_SIGF =i F = D
Model  make_manual — [model.pdb ReRun Job..
Sequence make_manual — Edit Job Data -
Fixed make_manual —! Preferences

I” Automatic output filename

System Administration —

Solution make_manual — |model_molrep1.pdb

Number of copies to find
Number of RF peaks to use in TF

Input SG: P222 SG touse: P21 21 —
Locked Rotation Function: Do Not Use —
Diameter of search model

Pseudo-Translation: Auto =1

| " Update check off (Network?)
v|i© > Manage Updates Exit

17:46
2015/03/30

&l @R J A

I THFBBRAEL, WEWIEELAITVET,
2 {ERE L7 pdb & DENZO TffE~7- mtz 7 7 A LA b & ICRE LA TV E
Refinement &R L

0] CCPalnterface 6.5.0 running on 33%/(YI> Project: PROJECT3 - g
| change Project l Help
Molecular Replacement —i|[eroject Database Job List - currently no jobs Directories&ProjectDir

Automatic structure solution = e View Any File
Data Reduction and Analysis ! ~
Experi I Phasis e View Files from Job - |
Molecular Replacement Search/Sort Database..
Density Improvement = =

G ical View of P

raphical View of Project

Refinement. Delete/Archive Files..
Structure Analysis Kill Job
Validation & Deposition

ReRun Job..
Map & Mask Utilities L
Reflection Data Utilities u Edit Job Data =
Coordinate Utilities Preferences
Graphics and Viewing Utilities

System Administration B
Program List

" Update check off (Network?)
v|< > Manage Updates Exit

23:05
2015/03/31

- &l @R J A




n CCP4Interface 6.5.0 running on 33%/(Y1> Project: PROJECT3 - a
Refin i | change Project | Help

Refinement. —i |[project Database Job List - currently no jobs A Directories&ProjectDir

" View Any File
e —
Run Refmac5 Searchi/Sort Database..
Run NCS Phased Refinement Graphical View of Project
Delete/Archive Files..

Kill Job

ReRun Job..

Edit Job Data —

Preferences

System Administration —

" Update check off (Network?)
> Manage Updates Exit

23:05

@ Q) & 3 A
& SRR A 2015/03/31

Run Refmacs 3R L £7°,

Z 2T Molrep THFiE# A 272, PDB & WDITIEoT mtz 7 7 A V& HV TR
EITWVET,

Mtz 7—% % MTZin |Z,PDB 7 —% % PDBin (CA#LE T,

(0] CCP4Interface 6.5.0 running on 52#/{Y3> Project: make_manual - o El
| change Project | Help
Refinement — |3 17:49:17 FINISHED molrep [No title given] A Directories&ProjectDir

~lf2  17:42:14 FINISHED molrep [No title given]
1 09:09:53 FINISHED import scaled ([No title given] for 1

| View Files from Job —
0] Run Refmac5 = A=) |
Searchi/Sort Database..
| = | Graphical View of Project

Job title | ~

Do restrained refinement — |using no prior phase information — |input Delete/Archive Files..

I” Input fixed TLS parameters Job

no — | twin refinement ReRun Job..

Use Prosmart: no —! | (low resolution refinement) Edit Job Data —

I” Run libg to generate external restraints (DNA/RNA) automatically — | Preferences

™ Run C¢ to to refined structure System Administration o
MTZ in make_manual — 'mamﬂLmtl -q
=

3 F —i | sigma SIGF

MTZ out make_manual —! lmanual_relmaclmu

PDBin make_manual — [model_molrep1.pdb
PDB out make_manual — lmodel_mrem_reﬁnacl_pdb

LIB in make_manual — ’

Output lib make_manual — |model_molrep1.cif

Refmac keyword file make_manual —

@l B d A

L

L

L

L]

L] v
L] Update check off (Network?)

L | Manage updates Exit

Ll 17:51

2015/03/30

FoTHE, BEREAEINTZT—FD MTZout & PDBout ICHEBICATIESNE T,



* qtRView 1.14 - Job 4: Restrained refinement using isotropic B factors

File Edit Window Help

2 @ &
Print  PDF/PS Refresh refmaci  CCP4
Results | Log File
Job 4: Restrained refinement using isotropic B factors

- o

@]

Preferences  Exit

[¥] Please cite:

“REFMACS for the of mac; crystal struct 3
GNMurshudov, P.Skubak, AALebedev, N.S.Pannu, RASteiner, RANicholls, MD.Winn, F.Long and AA Vagin(2011)
Acta Crystalogr. D67, 3556-367

1 ikelhood Method:™

f; of Mac, truct by the
GN. Murshudov, AA Vagin and E.J.Dodson,(1997)
Acta Crystalogr. D53, 240-255

EU Validation contract: BIO2C T-92-0524

[¥] Result
Initial Final
R factor 0.5694 0.5648
R free 0.5594  0.5701
Rms BondLength 0.0146  0.0477
Rms BondAngle 2.3306  4.4197
Rms ChirvVolume 0.1333  0.2325
Graph Data + t t t t t
= Cycle 1. Rfactor analysis, F distri---
= Cycle 1. <Rfactor> v. resin 20
Rf_used
WR_used =
@
0. 15
=

e o FIIRY

ZORERFERIZ/RY . ZOBETTE - pdb & mtz & coot TRRE £,

Z 2 TCHeIE E Y L7- Wincoot ZfEH L ¥4,
9 PDB 77 A VEBE T,

- WinCoot 0.7.2

B2 Open Coordinates.
=} Auto Open MTZ.
[=1 Open MTZ, mmCTF, fcf or phs...
=} Open Map...
=k Import CIF dictionary...
¥ Get Monomer...

Search Monomer Library...
© SMILES...
A Fetch PDB using Accession Code...
HF Fetch PDB & Map using EDS...

[= save Coordinates...

[ save Symmetry Coordinates...
|Z] save state...

¥4 Recover Session...

3 Close molecule/map...

] Exit

=)
Open Coordinates Z 3R L £,
ZOHENLIIEEEST- PDB 7 7 A VA& £,

&

& @5 D%

o

G el

+




- WinCoot 0.7.2

s IE0 Edit Calculate Draw Measures Validate HID About Extensions

| Open Coordinates...
B Auto Open MTZ...
[=! open MTZ, mmCTF, fcf or phs...
| Open Map...
=k Import CIF dictionary...
| 9% Get Monomer...

| Search Monomer Library...
© SMILES...
28 Fetch PDB using Accession Code...
4F Fetch PDB & Map using EDS...

[& save Coordinates...

| & save Symmetry Coordinates...
[=] save state...

4 Recover Session...

3 Close molecule/map...

ol Exit

Auto open mtz % ER$ 5 &

- WinCoot 0.7.2
|
File Edit Calculate Draw Measures Validate HID About Extensions

(=) @ Reset View [ Display Manager =& &

=

[SttsaBfUlly Fiowecoordifteet file CoNers)

ent_coot-.pdb. Molecule number 1 created.

%9 LT GotoAtom THEITITE, 4. RATWOHFWE T
ANEEELTNEET,

ZOREIZ72 0 F,

EElZShE T PDB 7 7

Real Space Refine Zone &R L (¥ A7 N—DH o b b EIZhH D HFWHEKAMD~—7)

BFEENPOTNTLE> TV EEIEL X T,



- WinCoot 0.7.2 - oIEl

File Edit Calculate Draw Measures Validate HID About Extensions |

=) @) Reset View = Display Manager =& 8., |

&G HE D DN S~

o

PAd

+

liv LAIO-RAVRBREY R-PLTOE Y.

@ [

O (A 20?5;::,31

WinCoot 0.7.2

File Edit Calculate Draw Measures Validate HID About

@ Reset View = Display Manager

12(’ LaZO-RRvREBEES R LTOE S,

23:40
2015/03/31
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« WinCoot 0.7.2 = o

File Edit Calculaste Draw Measures Validate HID About Extensions
[} @ ResetView [ Display Manager =
Accept Refinement? D
D
15}
R
Accept Refinement? )
»
;zﬂonds: 2.337 2
Angles: 1.687 2
| 7
-PB"ES: 7.814 .
Chirals: 0.022 R
lirals: .
| —:] &
-Non-bonded: 0.000 S
&
¥ Reject
&
03
8
X
+
| APL2IO-RAVRBREY R LTOET.
AN
8
| -
O 23:40
A0 s
) U A pisi03m

{EIE L2 VWMllE A2 A T2 U v 7 LT
WinCoot 0.7.2 - oEd

L)

File Edit Calculate Draw Measures Validate HID About Extensions |
= RC
[ @ ResetView [ Display Manager & 8. IH
*tap
@ Accept Refinement? )
)
&
Q
Accept Refinement? »
3
-Bonds: 0.805 a
s Angles:  1.310 B
Pl 0.790 2
anes: 0. ¢
|| ?
Chirals:  0.540
=] &
j Non-bonded:  0.017 )
&
e
&
L
b7
+
5 || ArLadn-RARBEEY RN UTOE S,
AN
8
|

ZORRITEELE7,
2L, ZORRIZH EL ERID pdb THDHDTIDRIZ) L BEDRWEGETNFET D &
L/i‘é—o



- WinCoot 0.7.2 - oKl

File Edit Calculate Draw Measures Validate HID About Extensions
[=) @ Reset View ] Display Manager =& 8. |

WinCoot

& @ L5 DD

o

PHENIX

P

+

5 V)
= LR A 503750

TR L SIT,

st ( 8.51,-1.95, 0.95) L =

WinCoot 0.7.2

File Edit Calculate Draw Measures Validate HID About Extensions
[} @ ResetView [ Display Manager & &,

O water
O Atom
O sidechain

O Hydrogens in Residue
O Delete Zone

Now click on an atom (of the residue) |

»
2
2
[ Keep Delete Active 2
&
&
&

b Y

+

@ [F

7 17:59
(8.51,-1.95, 0.95) = 8% €A o330

—FE. BB TLES & BWTT

29 LT, BFEBEIZEISODRWEIAIOIZZ DT, BELEZT2 L0 b, [HEREEEK
RO TLE I FNRRVWOT, b9 —F Morlep Z1TWVET,



FIFELFEIC XL OIC, ZZ TR L7 PDB 7 7 A Va5 FEBZIT VN E T,

i [ Molrep Initial parameters from C:/make_a_cystalized_manual/CCP4_DATAB... = &

[ e |

Job title [[No title given]
Do Molecular Replacement =~ _manual =30

Use MAP filesfor [~ search model | change Project | Help

Data  make_manual — [manual.mtz A Directories&ProjectDir
F_SIGF —| F View Any File

Model  make_manual — [model_molrep1_refmac1.pdb View Files from Job | 2

Sequence make_manual —! | View | SearchiSort Database..

Fixed make_manual — | ‘Graphical View of Project

I~ Automatic output filename Delete/Archive Files..

Solution  make_manual — [model_molrep2.pdb | Kill Job
Search Options 33 ReRun Job..

Edit Job Data

System Administrati v
Update check off (Network?)
Manage Updates | Exit

’7” @A @ A 2011:;<;)31/30
o, KT ELF L LD IHEE LA LRSS & fRERE OREZ LT Tun <,

* qtRView 1.14 - Job 3: [No title given] - O
File Edit Window Help

® B & ®@ e o © © X (0]

Print PDF/PS  Refresh  molrep CCP4  Find Back Forward Preferences  Exit
[ Results | Log File |

--- Peaks of Rotation Function --- =

| theta phi chi Rf/sigma |

I 1 $5.80 130.51 17.03 4.46 |

| 2 46.46 160.10 140.63 4.41 |

| 3 143.46 -148.07  89.59 4.38 |

| 4 10.65 108.41 138.15 4.34 |

I 5 45.94 160.19 138.30 4.33 |

| 6 34.56 -153.46  96.61 4.32 |

| 7 34.85 -155.08  96.71 4.23 |

| 8 150.02 -131.06 170.78 4.13 |

| 9 38.30 149.95 152.28 4.13 |

| 10 150.66 -129.92 171.63 4.12 |

|11 13.45 153.06 105.59 4.08 |

| 12 36.10 44.78 175.97 4.07 | B

| 13 58.78  88.15  45.33 4.04 |

| 14 30.49 39.24 142.10 4.04 | L

| 15 24.99 85.50 52.37 3.97 |

| 16 10.69 102.78 137.89 3.97 |

117 30.13  40.79 141.68 3.95 |

| 18 33.61 -151.14  96.72 3.91 |

1 19 34.77 137.86 148.85 3.89 |

| 20 32.26 -149.34  96.08 3.89 |

|21 24.81 82.02 53.17 3.89 |

| 22 24.71 88.66 51.62 3.87 |

| 23 36.76 112.54 103.68 3.86 |

| 24 135.82 -93.27 106.17 3.81 |

1 25 10.18 113.31 138.11 3.79 |

| 26 64.98 -108.63  49.08 3.78 | =




* qtRView 1.14 - Job 3: [No title given] - O
File Edit Window Help

i B [~ ®@ €€ Q@ © © X ©®
- Print PDF/PS  Refresh  molrep CCP4  Find Back Forward Preferences  Exit
Results | Log File

INFO: Contrast and TF/sig are good enough. Stop this run (o]

—--— Summary (V0) --—-

| RF TF theta phi chi tx ty Lz TF/sg wRfac Score |

I 1 15 2 24.99 85.50 52.37 0.085 0.005 0.371 9.03 0.620 0.38451]

] 2 3 3 143.46 -148.07 89.59 0.789 0.193 0.238 3.47 0.646 0.32213]

I 3 7 1 34.85 -155.08 96.71 0.313 0.028 0.171 3.60 0.646 0.31590]

I 4 13 2 58.78 88.15 45.33 0.203 0.039 0.104 3.35 0.646 0.31585]

I S S 2 45.94 160.19 138.30 0.757 0.468 0.148 3.78 0.646 0.31549]

| 6 6 12 34.56 -153.46 96.61 0.881 0.515 0.467 3.02 0.649 0.31403]

7 2 9 46.46 160.10 140.63 0.8%52 0.484 0.456 3.24 0.648 0.31390]

I 8 1 6 55.80 130.51 17.03 0.719 0.544 0.078 3.33 0.647 0.31295]

I 9 S 6 38.30 149.95 152.28 0.738 0.029 0.380 3.45 0.650 0.31274]

| 10 8 4 150.02 -131.06 170.78 0.234 0.168 0.284 3.33 0.647 0.31190]

{ e e E s L 13.45 153.06 105.59 0.179 0.071 0.144 2.96 0.645 0.31164]|

112 212 1 36.10 44.78 175.97 0.%4% 0.009 0.017 3.71 0.647 0.31119]

| 13 10 7 150.66 -129.92 171.63 0.704 0.166 0.171 3.44 0.647 0.30884]

| 14 14 14 30.49 39.24 142.10 0.234 0.486 0.389 2.61 0.649 0.30142]

| 15 4 4 10.65 108.41 138.15 0.827 0.081 0.143 3.40 0.649 0.30088]

corrF = 0.3212

TF/sig = 9.03

Final CcC = 0.3212 =
Packing_Coef = 1.0000

Contrast = 7.74

After stick correction: =

v 2 - 2 (b4
il D}

A 18:02
A" 2015/03/30
- VAN 35 — 5 -
%9 LT, BRERE L RS E B TuhwE 4,
* qtRView 1.14 - Job 56: [No title given] - O
File Edit Window Help
e B [~} ® e Q@ © © x @
= Print PDF/PS Refresh molrep  CCP4 Find Back Forward Preferences  Exit
Results | Lo,
Program will use NCS_model =: T &
--- Peaks of Rotation Function ---

| theta phi chi Rf/sigma |
| i 0.00 0.00 0.00 16.83 |
| 2 99.55 179.48  68.29 13.47 |
| 3 145.37 -116.39 179.58 4.18 |
| 4  136.75 -76.23 113.51 3.47 |
| 5 135.27 -75.24 113.30 3.45 |
| 6 28.81 116.24 152.78 3.44 |
| 7 137.85 -78.77 113.13 3.40 |

I 8 124.88 -63.27 99.50 3.39 | L
| 9  125.59 -63.62  99.47 3.37 |
| 10 129.45 -67.93 101.43 3.36 |

111 7.34 99.85 178.02 3.34 | H
1 12 26.88 118.02 153.10 3.20 |
| 13 124.08 -68.28 110.02 3.19 |
| 14 127.63 -163.42 126.45 3.19 |
| 15 151.58 -77.70 171.13 3.15 |
| 16 109.02 179.90 66.59 3.15 |
117 26.10 119.54 152.34 3.14 |
| 18 37.53 88.38 84.08 3:13: |
| 19 142.65 -118.51 168.83 3.12 |
1 20 31.59 103.94 178.71 3.11 |
| 21 128.05 -72.46 119.50 3.08 |
1 22 49.92  75.49  72.80 3.06 |
| 23 132.08 -79.28 108.68 3.05 |
| 24 66.44 179.07  96.38 3.03 |

1 25 90.98 161.51 77.32 3.01 | =
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Results | Log

--- Summary (V0) ---

| RF TF theta phi chi tx ty tz TF/sg wRfac Score |
- - ————t
I 1 1 1 0.00 0.00 0.00 0.3%99 0.482 0.360 25.82 0.443 0.70307|
1 2 2 1 99.55 179.48 8.29 0.064 0.477 0.130 20.46 0.496 0.62276]|
I 3 16 S 109.02 179.90 66.59 0.11%9 0.053 0.201 3.26 0.631 0.35424|
| 4 34 13 91:75 177259 72.51 0.174 0.416 0.278 2.68 0.636 0.34107]
I 5 11 4 7.34 99.85 178.02 0.179 0.195 0.222 2.73 0.642 0.33866]
| 6 7 7 137.85 -78.77 113.13 0.248 0.116 0.308 2.63 0.641 0.33379]
| 7 32 1 122.62 -67.84 110.48 0.230 0.963 0.087 2.78 0.639 0.33347]
I 8 14 2 127.63 -163.42 126.45 0.138 0.483 0.100 2.85 0.640 0.33332]
I 9 25 10 90.98 161.51 77.32 0.360 0.403 0.340 2.61 0.643 0.33217]
| 10 5 6 135.27 -75.24 113.30 0.218 0.971 0.087 2.49 0.643 0.33145]
| 11 9 1 '125.59 —63.62 99.47 0.744 0.452 0.379 2.71 0.642 0.33121]
| 12 8 12 124.88 -63.27 99.50 0.288 0.259 0.341 2.03 0.644 0.32937]|
| 13 35 10 126.%7 -78.12 109.47 0.198 0.876 0.342 2.44 0.639 0.32926]
| 14 33 1 158.72 178.49 74.93 0.787 0.3%0 0.088 2.89 0.644 0.32885]
| 15 3 15 145.37 -116.39 179.58 0.279 0.037 0.371 2.38 0.645 0.32811]
| 16 30 11 127.27 -74.80 109.35 0.254 0.260 0.325 2.30 0.641 0.32810]
| K7 8 1 37.53 88.38 84.08 0.767 0.017 0.406 2.54 0.643 0.32800]
| 18 10 3 129.45 -67.93 101.43 0.363 0.455 0.377 2.47 0.644 0.32791]
| 19 4 10 136.75 -76.23 113.51 0.279 0.828 0.265 2.42 0.642 0.32718]
| 20 17 ) 26.10 119.54 152.34 0.245 0.629 0.178 2.66 0.643 0.32666]
| 21 28 4 32.00 108.06 179.92 0.846 0.477 0.366 2.54 0.640 0.32576]
1 22 12 1 26.88 118.02 153.10 0.2%2 0.400 0.302 3.08 0.641 0.32569]
|1 23 21 8 128.05 -72.46 119.50 0.745 0.852 0.198 2.32 0.645 0.32464|
| 24 23 2 132.08 -79.28 108.68 0.422 0.017 0.367 2.67 0.645 0.32444]
|1 25 19 4 142.65 -118.51 168.83 0.194 0.060 0.167 2.70 0.646 0.32319]
| 26 22 4 49.92 75.49 72.8 0.842 0.545 0.184 2.67 0.644 0.32273] =
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