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blastn | blastp | blastx | tblastn | tblastx |

Enter Query Sequence

Enter accession number(s), gi(s), or FASTA sequence(s) &

>gi| 5174659 |ref|NP_005970.1| protein 5100-A13 [Homo sapiens]
MAARREPLTELEESIETVVITFFTFARQEGREDSLSVNEFEELVTQQLPHLLEDVGSLDEKMESL.DVNQDSE
LEFNEYWRLIGELAKE IRKFKEDLKIRKEK

Or, upload file ZBE | 77 ALAWEIREN T ER A, @
Job Title [qil5174659|refNP_005970.1] protein S100-A13...

Enter a descriptive title for your BLAST search &

I Align two or more sequences &

Choose Search Set

Database

4 I Frotein Data Bank proteins{pdh) ﬂ
Organism
Optional |

Enter organism common name, binomial, or tax id. Only 20 top

Exclude ™ Models (XM/XP) [ Uncultured/environmental sample
Optional
Entrez Query I
Optional

Enter an Entrez query to limit search &

Program Selection

Algorithm @ plastp (protein-protein BLAST)
' PSI-BLAST (Position-Specific lterated BLAST)
' PHI-BLAST (Pattern Hit Initiated BLAST)
' DELTA-BLAST (Domain Enhanced Lookup Time Acc
Choose a BLAST algorithm &

( BLAST ) Search database Protein Data Bank proteins(pdb) us

I_ Show results in a new window

S100A13 [C7S/EEERFIMERIMENEL. DN DILAEEE RS PDB IZEFIN TSR /OB DY AR
Hhshsd,

DD, S100A13 DILAREEIERILIRS T 5 (S100A13 DIEREEIERMEMELTHERELTLD
=86).o

Ff-.NMR TRESNZFRIBEL. BRBEICLERTERSEBESITLLIDT, 0 FEBRZDETIL
ELTRWBICIETRAETHSD, PAITEHENT D o

ERELT,

11 {8 B @ 3NXA_A(PDB entry: 3NXA @ chain A) "R RDETILEEZLND,
FPFIECOEZEETIL(ER) ELTRAVW T FERERA# 5.0

KELI=5, RDIEME 1ESA_AZETILELTHWS,
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[T Chain A, Crystal Structure Analysis Of Human $100a13 [Homo sapiens] 197 197
[T Chain A, Solution Structure Of Apo-S100a13 (Minimized Mean Structure) [Homo sapiens] 196 196
[7 Chain A. Solution Structure OFf Calcium-5100a13 (minimized Mean Structure) [Homo sapiens] 195 195
[Tl Chain C. Faf1-S100a13 Complex Structure: Key Component In Non-Classic Way Of Faf1 [Homo sar 194 194
[71 Chain B, Ragec2-S100a13 Tetrameric Complex [Homo sapiens] 194 194
[T Chain B, Solution Structure Of Apo-S$100a13 (Minimized Mean Structure) [Homo sapiens] 194 194
[T Chain B. Fgf1-S100a13 Complex Structure: Key Component In Non-Classic Way Of Fgft [Homo sap 193 193
[T Chain A, 3d Solution Structure Of S100a13 [Mus musculus] 167 167
[T Chain A, Solution Structure And Dynamics Of Human $100a14 [Homo sapiens] 55 55
[T Chain A, Solution Structure Of Apo S100a16 [Homao sapiens] 601 601
[7' Chain A. X-Ray Structure Of The Apo Form Of Human $100a16 [Homo sapiens] 597 597
[T Chain A, Solution Structure Of Rabbit Apo-5100a11 (19 Models) [Oryctolagus cuniculus] 578 578
[T Chain A, Solution Structure Of Human S100 Calcium-binding Protein A11 [Homo sapiens] 5f8 578
[T Chain A Solution Structure Of Calcium-bound Human S$100a12 [Homo sapiens] 566 566
[”' Chain A The Three-Dimensional Structure Of Human $100a12 [Homo sapiens] 558 558
[T Chain A, The Crystal Structure Of Human S$100a12 - Copper Complex [Homo sapiens] 55 555
[T Chain A, Post-Translational S-Nitrosylation Is An Endogenous Factor Fine-Tuning Human S100a1 Pre 5.1 55.1
[ Chain A, Solution Structure Of Human Apo-S100a1 Protein By Nmr Spectroscopy [Homo sapiens] 55.1  55.1
[Tl Chain A, Post-Translational S-Nitrosylation Is An Endogenous Factor Fine-Tuning Human $100a1 Pt 54.7 547
[T Chain A. Solution Structure Of Human Apo-S100a1 C85m [Homo sapiens] 547 547
[T Chain A, Solution Structure And Dynamics Of $S100a5 In The Apo And CaZ+ -Bound States [Homo s: 54.3 543
[Tl Chain A, Chemical Shift Assignments And Solution Structure Of Human Apo-S100a1 E32g Mutant[H 53.9 53.9
[Tl Chain A, Ca-bound Truncated (delta13c) And C3s, C81s And C865s Mutated S100a4 Complexed Witt 53.9 53.9
[T Chain A, Calcium-Free (Apo) S100a12 [Homo sapiens] 53.5 535
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78%
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E
value

Te-66
2e-65
5e-65
Te-65
1e-64
1e-64
3e-64
3e-54
3e-18
2e-12
3e-12
1e-11
1e-11
3e-11
Ge-11
Te-11
1e-10
1e-10
1e-10
1e-10
2e-10
3e-10
3e-10

4e-10

BHOANTFRHEESOB A, UTVASRTFREE T OFBREHELT, A2 TRET %,

f5: 1xk4_C.pdb, o

ATOM 1434 N LYSC 4 9.892 70.055 167.750 1.00 50.82

ATOM 1435 CA LYSC 4 9.141 68.965 168.427 1.00 49.76

ATOM 1436 C LYSC 4 9.606 67.576 167.983 1.00 46. 94
(P HE)

ATOM 2176 CD GLU C 92 33.783 49.554 166.930 1.00 44.92
ATOM 2177 OE1 GLU C 92 34.739 48.784 167.199 1.00 45.60
ATOM 2178 OE2 GLU C 92 33.105 50.143 167.813 1.00 45.73
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Consensus  ..... JRELE..ife !l bRh Rs. . G..do ., J#fKelv, c#lp. dkkog.oas.. Foonk LD H.DL LFRER. L. b ca.hkKohe s keseaiiiinnnnss

Ident

100%

Accession

100%

100%

99%
100%

100%

100%

83%
38%
32%
32%
40%
40%
34%
35%
35%
41%
41%
41%
41%
41%
40%
35%

33%




198 3. CCP4ZHWT., " FEBFITI,

199 FI. TRIMT LD CCP4i 7AaVEH T ILY') v LT CCP4i(CCP4Interface) &2 &1 9 %, o
_la/x
Display the log file from a selected job | cnange Project | Heip |
Automatic structure solution &l ||Project Database Job List - currently no jobs ;I Directories&ProjectDir
p Process images o ;I View Any File
P Obtain phases I View Files from Job — | o
p Buiid model - Search/Sort Database..
p Ligands r Graphical View of Project
Delete/Archive Files..
Kill Job
ReRun Job..
Edit Job Data = |
Preferences |
System Administration = | i
ros 8 new updates available
200 o LI LI_I Manage Updates | Exit
201
202
203
204 4. EEIFANEWSITALINIEERET 5.
205 £ L£(23 % Directories&ProjectDir REUZH T ELUTDIAURIH < o
206 Add project RAVZES1) oL T, BIMESNE=ZITIZUTDEIICEEAT 5.0
207 Project: 150420  uses directory: C:/Users/iu/Desktop/150420/
208 f=12L. 150420 74+ )LHF% C RSATETFIZELV = AE
209 Project: 150420  uses directory: C:/150420/
210 (<. Project for this session of CCP4Interface 6.x.x &L T 150420 Z:#iR3 5.0
211 Z D% . Apply&Exit RA%38F o
CCP4Interface 6.5.0 Directories & Prc _ o] x|
[veo
Enter one-word alias and full directory path for your Project directory(s). ﬂ
Deleting these project definitions will not delete the actual directories.
Project Brawse..
Project Browse..
Project . : Brawse..
Project Browse..
Project |150420 uses directory: |C:/Users/koji/Desktop/150420 Browse..
Edit list =i | Add project
Project for this session of CCP4Interface 6.5.0 150420 ]
Enter one-word alias and full directory path for other directories you use regularly.
Alias: TEMPORARY fordirectory:|c:.rccp4temp Browse..
Edit list | | Add directory alias LI
ﬂmﬂﬂﬂl Nllil‘fl Quill
212
213
214



215
216
217
218

219
220

221
222

223
224

225

5. X#ERT—2DIT+—<vrZH# (Denzo/HKL2000 — CCP4) %175,

ERIDEEAZ2—DEBLN—%D) YT HE CCP4 TEITAIRELTEADAZ1—1 N5, o

Automatic Structure Solution

Data Reduction and Analysis

Experimental Phasing

P Process images [~ | P DataProcessing usingMosfim [~ | B Data Preparation r

B Obtain phases [~ | P Importintegrated Data [~ | p Automated Search & Phasing o

P Build model [~ | Xia2 - automatic dataprocessing p Heavy Atom Location I

P Ligands [~ | Find or Match Laue Group P Phasing & Refinement u
Scale and Merge Intensities P Visualisation r
Symmetry, Scale, Merge (Aimless) P utiities r
Find Symmetry, Scale & Merge (Scala)
Multiple dataset analysis (Blend)
P utilities [ ]
B Check Daia Quality I

Molecular Replacement Density Improvement Model Building

P Analysis [~ | Cell Content Analysis Buccaneer - autobuildirefine

P Model Generation [~ | Find NCS from Heavy Atoms SLoop - loop building

Phaser MR Real Space Correlation Search Nautilus - autobuild/refine

Run Molrep - auto MR Parrot - density modification Rapper - conformer modelling

Run MrBUMP Run DM Sequins - sequence validation

Run Balbes Run Solomon FFFear - Fragoment Searching

Run AMPLE Run DmMulti FFJoin - Merge fragments

P AMoRe Suite I Run Pirate XtalView/xfit

D utilities r | P Uites u|

Phaser Single Atom MR

Refinement Structure Analysis Validation & Deposition

P Model Preparation [ | Accessible Surface Areas Validate model and/or data

P Restraint Preparation [~ | Analyse Molecular Contacts Validate space group

Run Refmacs P Analyse Protein Interfaces (PISA) [~

Run NCS Phased Refinement Temperature Factor Analysis siottbiioetiant

B Model Completion & Analysis | | Run ProSMART i e Bem

Predictor of Lysine Carboxylation

Data Harvesting Manager

Run R500 on PDB




226

227
228

229
230

231
232

233
234

235

Map & Mask Utilities

Create Task-Specific Maps

Reflection Data Utilities

Analyse Data Quality

Coordinate Utilities

Cell Content Analysis

Run FFT - Create Map

Calculate Fs & Phases

Convert PDB-2 to PDB-3

Generate Patterson Map

Convert to/modifyiextend MTZ

Convert Coordinate Formats

Create/Edit Masks Convert from MTZ Edit PDB File

Edit/Rotate Maps & Masks Edit MTZ File (Sftools) Add riding Hs

Map Averaging Merge MTZ Files (Cad) Superpose Molecules

Map Correlation Edit MTZ Datasets Symmetry match models

Map Cutting Reindex Reflections Phaser Model Generation (NMA)
View map sections SF File Analysis Create/Edit TLS File

Calculate Omit Map Phase Analysis (Phistats) Import/Edit Protein Sequence
Calculate Composite Omit Map Sigma-A

P Clipper Map Utilities [~ | ConvertFoM to/from HL

Graphics and Viewing Utilities

R

Program List

AstexViewer Acorn
CCP4 Molecular Graphics Aimless
AMoRe
idiffdisp AMPLE
Loggraph Anisoanl
MapSlicer ArealMol
RasMol
TopDraw
AstexViewer

Data Reduction and Analysis — Import Integrated Data — Import Merged Data #:#IRT 5 &

ImportScaled D1 R HEAL,

O

CCP4Interface 6.5.0 runni

(=]

Change Project | Heip |

Data Reduction and Analysis &l ||Project Database Job List - currently no jobs ;I Directories&ProjectDir
B Daia Processing using Mesfim m = View Any File
W Import Integrated Data = View Files from Job e | o
i... Import Unmerged Data (Pointless)| Search/Sort Database..
i+ Import Unmerged Data (Combat) Graphical View of Project
e R Delete/Archive Files..
i... Import Merged Data from Quicksc| e
Xia2 - automatic dataprocessing ReRun Job..
Find or Match Laue Group S = |
Scale and Merge Intensities
Preferences |
Symmetry, Scale, Merge (Aimless) ]
: System Administration e | i
Find Symmetry, Scale & Merge (Scala) - 8 new updates available
Multiple dataset analysis (Blend) = LI » Manage Updates | Exit

10



236
237
238
239
240
241
242

243
244
245
246
247
248
249
250
251
252
253
254
255

UTDEIINFVvIT 5.0

o Use anomalous data(RE DB T —2THEVD T, FIvi%IFT9)
m Run Ctruncate to convert intensities to structure factors

m Keep the input intensities in the output MTZ file

m Ensure unique data & add FreeR column for 0.05 fraction of data.
o Copy FreeR from another MTZ

o Extend reflections to higher resolution:

ImportScaled — Import Scaled Data from Denzo I:ir';":'.'

Jobﬁ'ﬂel

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

[~ Use anomalous data

¥ Run Ctruncate el |to convert intensities to structure factors

¥ Keep the input intensities in the output MTZ file
[¥ Ensure unigue data & add FreeR column for IU.US fraction of data. [~ Copy FreeR from another MTZ
[ Extend reflections to higher resolution: I

In 150420 =i |s100a13.sca Bmwsel View

Out 150420 — i510{}a13.mt1 Eln:msel View

Use dataset name il | as identifier to append to column labels

MTZ Project, Crystal, Dataset Names & Data Harvesting Il
Create harvest file in project harvesting directory = |

Crystal IS1{30A13_{]1 belonging to Project |150420

Dataset name ES1GGA13_{!101

Extra Information for MTZ File v

Spacegrouplp212121

Cell dimensions [39.775 |59.289  |77.628  |90.000 |90.000  [90.000

Data collected at wavelength [1{1 Angstroms

Estimated number of residues in the asymmetric unit I

Edit or Transform Input Data u

Log Fife Output u e I
Run =] | Save or Restore - | Cloe;el

ARTFAILELT, s100a13.sca T:#IRF %, Browse REAVEFESEE, o
HAT7AILED ., BFITIEESINDS JFLERFH.mtz [TEHSFZF),

In 130418: s100a13.sca

Out 130418: s100a13.mtz

Crystal & Dataset name M AQFEFH, ZZTlE S100A13_01,. S100A13_0101 EAALTHEL Fh

ZFN.S100A13 D 1 EEDHESR. TOHEZD 1 BEORFTT—2EEKT 5,

FNih. AHDWMELIEB L. Extra information for MTZ file D EDE. B FEEEL T, 1.0000

(Angstrom)EA DTSN BEFIC 1.0 [CE#EShD,. o

Data collected at wavelength: 1.0 Angstroms

R CIIIERMRECMP DI NIERFR(TI/BEER) N MLELD T,
Estimated number of residues in the asymmetric unit:

FZEFOFEFICLTHS 0
11




256
257
2568

259
260

261
262
263
264
265

266
267

268
269
270
271

Run— Run Now RAVERL T, 74—y hEHMERITI HE, T74)L s100a13.mtz AMEREN S, O
CCP4lInterface 4R RMEEEREFR TR import_scaled”:L 53T A5 T L1= (FINISHED)
ZEMKRTREIND, O

_ioix

Change Project | Heip |

Data Reduction and Analysis =18 10:36:57 FINISHED import scaled [No title ;I Directories&ProjectDir
B Daia Processing using Mesfim m = Viiew Any File
w import Integrated Data ¥ View Files from Job — | =
i+ Import Unmerged Data (Pointless)| Search/Sort Database..
Import Unmerged Data (Combat) Graphical View of Project
| i e e Delete/Archive Files..
i... Import Merged Data from Quicksc| Kill Job
Xia2 - automatic dataprocessing ReRun Job..
Find or Match Laue Group S = |
Scale and Merge Intensities
Preferences |
Symmetry, Scale, Merge (Aimless) ]
: System Administration e | i
Find Symmetry, Scale & Merge (Scala) - e e R
Multiple dataset analysis (Blend) = [ | I » Manage Updates | Exit

DFEHREDEMBELT, IEAMELFD S100A13 D FHERELD,

(FERMEM = HERPICHENSGRYRLEBED 1 DERYHLI-L 0, EEOFESA
FTIECOBELHDER M) ICZ>TRIREE L TICRYIRSNTLNS)

ERIDEEA=2—h 5, Molecular Replacement — Analysis — Cell Content Analysis Z:#iR35&

Matthews D12 k7 HE<, O

CCP4Interface 6.5.0 running on mous 15C o |I:I|i|
Change Project | Heip |
Molecular Replacement = ||1 10:36:57 FINISHED import scaled [No title ;I Directories&ProjectDir
w Analysis m = Viiew Any File
i-.- Cell Content Analysis View Files from Job — | =
i... Phaser Cell Content Analysis Search/Sort Database..
-+ Analyse Data for MR Graphical View of Project
] T T LTI IE Delete/Archive Files..
i... Self RF with molr
= Kill Job
p Model Generation [ | ReRun Job..
Phaser MR S = |
Run Molrep - auto MR
L Preferences |
Run MrBUMP
System Administration e | i
Run Balbes =
ros 8 new updates available
Run AMPLE = [ | | » Manage Updates | Exit

MTZ file £LT. s100a13.mtz Z:#R T %, o

Use molecular weight: estimated from number of residues [IZL T

Number of residues: 98 LA 119 %, 0

Run Now RAVZ#G &, TORWERIZ, SERFREM R DEU /A VE 575 FH. Matthews R, BEEHR
R EERQAY) NKRTEND O

12



272
273

274
275

276
277

278

Matthews — Cell Content Analysis

Calculate Matthews coefficient for

protein only

— |

¥ Read crystal parameters from MTZ file

?&H

Space group [P 21 21 21

MTZ file 150420 = |s100a13.mtz

¥ High resolution inil|1.888

Cella[39.7750 b[59.2890 c[77.6280 alpha[90.0000 beta[90.0000 gamma [90.0000

Brcmsel View

=al x|

Use molecular weight estimated from number of residues el |

Number of residues 98]

Solvent content analysis

Cell wolume: 183063.922

Molecular weight estimated from number of residues: 98

Nmol/asym Matthews Coeff %solvent P({1.89) P{tot)
il 4.15 70.39 0.01 0.05
2 2.08 40.78 0.99 0.95
3 1.38 11.16 0.00 0.00

;Lﬂ

Fese

]

E=

CDIBE. EXRFREALD S100A13 N 2 DFEENBEHEEL =, O
CCP4Interface WAV FRO R RDIEETEEHER TR
(FINISHED) 2 RREh 3, O

Z’matthews” &LVS 2 EBEDPaTMNTET L

CCP4Interface 6.5.0 running on mouse Project: 150420

Set directory alias or change default project directory

(=]

Change Project | Heip |

Data Reduction and Analysis -l |2 10:56:25 FINISHED matthews Calculatio ;I Directories&ProjectDir
1 10:36:57 FINISHED i rt scaled Ho title
B Daia Processing using Mesfim m = il L Viiew Any File
W import Integrated Data ~ View Files from Job — | =
i... Import Unmerged Data (Pointless)| Search/Sort Database..
i+ Import Unmerged Data (Combat) Graphical View of Project
-+ Import Merged Data Delete/Archive Files..
i... Import Merged Data from Quicksc| o
Xia2 - automatic dataprocessing ReRun Job..
Find or Match Laue Group Edit Job Data - |
Scale and Merge Intensities
Preferences |
Symmetry, Scale, Merge (Aimless) ]
System Administration el | el
Find Symmetry, Scale & Merge (Scala) = 8 new updates available
Multiple dataset analysis (Blend) =il » Manage Updates | Exit

13



279
280
281
282
283
284
285
286
287

288
289
290

7.

JEXFREAI R DFERELR 196 Z A S1L. Import Merged Data B X179 %,

ERDEEA=2—h 5 Data Reduction and Analysis — Import Integrated Data — Import Merged

Data #3E&{R3 % & ImportScaled D4R 9HMERL, o

HAMIZ5LEUERFEH, BTEIERA H1=>1= Estimated number of residues in the asymmetric unit [Z

196 EANT 5.0

ZD1#%. Run — Run Now R2Z 9 & T TICRLAMDEAT7AUNELET HENIEEAVE—D

MHSMH., Continue REUZFIL T, LEET 5.0

ZM T, human S100A13 @ X #EEIFT—2T 74 I (Denzo #. =X, s100a13.sca) ® CCP #=xK

(s100a13.mtz) ~DEXE|MNTET L -, 0

ImportScaled — Import Scaled Data from Denzo or d

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

[~ Use anomalous data

¥ Run Ctruncate el |to convert intensities to structure factors

¥ Keep the input intensities in the output MTZ file
[¥ Ensure unigue data & add FreeR column for IU.US fraction of data. [~ Copy FreeR from another MTZ
[ Extend reflections to higher resolution: I

Jobﬁ'ﬂel

In 150420  —d |s100a13.sca Browss | View

Use dataset name il | as identifier to append to column labels

Out 150420 - Is1ﬂﬂa13.m11 Eln:m'sel View

MTZ Project, Crystal, Dataser Names & Data Harvesting [

Create harvest file in project harvesting directory =

Crystal !31004&13_01 belonging to Project |150420
Dataset name ES1GGA13_0101

Extra Information for MTZ File rd

Spacegrouplp212121

Celldimensions [39.775 [59.289 [77.628 [900  [o0.0  [90.0

Data collected at wavelength |1.(] Angstroms

Estimated number of residues in the asymmetric unit !19&1

Edit or Transform Input Data u

Log File Output [ = |
Run =] | Save or Restore - Close |

CCP4Interface 714> Rroh R D EZE T EXTR RIRIZ import_scaled”&LV5 3 EDP3aTMET LY

(FINISHED) Z&hi&kmEnbd, o

14




291
292

CCP4Interface 6.5.0 running on mouse Project: 150420

(=]

Change Project | Heip |

Data Reduction and Analysis = |3 11:03:41 FINISHED import scaled [No title ;I Directories&ProjectDir
) _ 2 10:56:25 FINISHED matthews Calculatio
P Data Processing using Mosfim [~ 1 10:36:57 FINISEED import scaled [No title i oy o
W import Integrated Data ~ View Files from Job — | =
+ Import Unmerged Data (Pointless) Search/Sort Database..
: + Import Unmerged Data (Combat) Graphical View of Project
i+ Import Merged Data Delete/Archive Files..
i... Import Merged Data from Quicksc| o
Xia2 - automatic dataprocessing ReRun Job..
Find or Match Laue Group Edit Job Data - |
Scale and Merge Intensities
Preferences |
Symmetry, Scale, Merge (Aimless)
System Administration el | el
Find Symmetry, Scale & Merge (Scala) = 8 new updates available
Multiple dataset analysis (Blend) » Manage Updates | Exit

15




293 8. Molrep ZRAWWTH FEBREETT 5,

294 {EE A= a1 —H 5 Molecular Replacement — Model Generation — Run Molrep - auto MR #ZEiR¥ 5 &,
295 Molrep @71 K7 HEH<, O
296 UTDEIIZERET .0
297 Do: Molecular Replacement
298 Use MAP files for o search model (FxvoL7%LY)
299 ANT7AILIZELTD 3 D0
300 Data: 150420: s100a13.mtz (S100A13 @ X #REIHT—43)
301 Model: 150420: 3NXA_A.pdb (ALIAEERTANEL S| $EU 2 73V E S100A16
302 B2k (chain A) DIRFEZFRI7AIL)
303 Sequence: 130418: s100a13.seq (S100A13 DT/ EERSI, FASTA 74— vh)
304 HAT7MILBITEETRESNSD,
305 Solution: 150420: 3NXA_A_molrep1.pdb
306 Run — Run Now RAV &Y LR EMNIRE S, O
| Molep o [ul
| e |
Job fitle | =
Do Molecular Replacement el |

Use MAP files for [~ search model

Data 150420 =i |s100a13.mtz Elmwselview
F  SIGF ._II F_S5100A13_0101 —d SIGF_S100A13_0101 =

Model 150420 = |3NXA_A.pdb Browse | View

Sequence 150420 =i |5100a13.5eq Browse | View

Fixed 150420 = Browse | View

[” Automatic output filename

Solution 150420 = |3NXA_A molrept.pdb Browse | View

Search Options
Experimental Data
Model

el HE

Infreguently uvsed options
Change default behaviour for
[~ Packing function

[” Score usage lI
Run — | Save or Restore d | Cbsel
307
308 NFEBRODEFTENEH DL, CCP4Interface V1 R RO IEEFEEHERTMRIZ"molrep” &LV 4 EEH D
309 2aIdM5E T L= (FINISHED) ZéMNKRREN S, O

16



310
311

312
313

314

315
316

CCP4Interface 6.5.0 running on mouse Project: 150420

(=]

Change Project | Heip |

Molecular Replacement

w Analysis ¥
i... Cell Content Analysis

i... Phaser Cell Content Analysis

i... Analyse Data for MR

i... Self RF in polars

i... Self RF with molrep

p Model Generation u

Phaser MR

Run Molrep - auto MR

Run MrBUMP

Run Balbes

Run AMPLE

-

[l PO

4

11:12:06 FINISHED mnlrep [No title ;I Directories&ProjectDir

I0i50i25 FINISHED mecenens  Caleslacio View Ay Fil

10:36:57 FINISHED import_scaled [Ho title View Files from Job = | —
Search/Sort Database..
Graphical View of Project
Delete/Archive Files..
Kill Job
ReRun Job..
Edit Job Data .Al
Preferences |
System Administration e | i

ros 8 new updates available
| | Ll_l Manage Updates | Exit

CCP4Interface D R DIEXAY T, molrep DITEERLI=#% . HAID View Files from Job K2 %E 1)
L., FILF 2 A= 1—D View Job Result (new style)FE7=1& View Log File (old style)&x421) v 9 5&

SEDBREEICENTED,

O

CCP4I fileviewer 4_molrep.log

=10 x|

| Help

Turn off scoring system,
WABNING: no solution was found
Time: 11h 12m 5s Elapsed:

#CCP4I TERMINATION STATUS 1

#CCF4I TEEMINATION OQUTFUT_FILES

Find

| 22 24 1 30.56 159.38 144
| 23 22 14 30.89 157.80 143
| 24 38 2 31.47 130.36. 113
| 25 25 4 6l1.08 119.17 25
| 26 21 3 150.03 -137.41 149
23 3R 4 35.95 123.96 117
I 28 3F 12 19.19 124.89 105
| 29 3 6 137.79 -131.78 167
| 30 7 L) 36.37 128.20 132
[ & e & 140.72 -135.31 164
| 32: 31 L) 31.30 15€.75 142
i = 2 130.4% 145.10 58
| 34 10 1 44,33 78.37 95
| 35 14 ] 34.13 116.99 105
| 36 1& 9 128.28 -166.0% 117
| 37 26 9 127.96 -165.45 118
| 38 23 4 42.08 Bl.86 148
| 39 34 13 57.41 170.76 106
| 40 29 9 38.03 B3.46 145
corrF = 0.3010

TE/sig = 5.28

Final CC = 0.3010

Packing Coef = 1.0000

Contrast = 8 s i |

#CCP4AI TERMINATION TIME 1% Apr 2015
150420 4 molrep.doc 150420 150420 4 molrep.xml 150420
150420_4_rf.molrep rf 150420 150420_4 align.pdb 150420
#CCP4I MESSAGE Task completed successfully

ﬂlu-'LngGralesl

0.422 0.243 0.179
0.420 0.096 0.178
0.115 0.256 0.209
0.126 0.346 0.104
0.443 0.317 0.109
0.269 0.478 0.069
0.241 0.207 0.234
0.488 0.431 0.373
0.312 0.1le3 0.227
0.423 0.354 0.045
0.423 0.092 0.178
0.000 0.124 0.377
0.104 0.355 0.l64
0.085 0.360 0.362
0.375 0.433 0.035
0.372 0.434 0.067
0.419 0.1%8 0.110
0.006 0.408 0.341
0.180 0.327 0.301

Oh 1m 35s

11:12:06

INFO: contrast < contrast_limit, probably it is not solution.
if wvou like (keyword 3CORE N}

LEUI LI LR G T SN I LR L R LIS LR L )

Show Summary |

L I - o Y [ o o o I I v I e o e )

883 0.32309]
679 0.32219]
684 0.32215]
682 0.32174]
877 0.321a01
685 0.32126]
878 0.320791
679 0.32078]
8768 0.31998]
678 0.31974]
880 0.319681
684 0.31918]
885 0.318571
684 0.31837]
880 0.315721
680 0.31543]
878 0.31254]
684 0.31226]
880 0.311111

%
[l

-

¥

Quit

AT 774 IV ITaLIZH S Summary @ wRfac & Scor DIEIZEE T 5E. BLMEDNLWLZ EADH M

%00
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317
318
319
320
321
322
323
324
325
326
327
328
329
330
331
332
333
334
335
336
337
338

339
340
341

ERIZ. "contrast < contrast_limit, probably it is not solution”&W\S Ay t—U M TSI EEHRT S,

O

INXA_A [ERFEROOHDBWER TIXLEN>zLEVT> T, ROBEEFE->T. f FERERA4 D,
O

SEIZ{Tof= Blast RERDHER . RICHE DR LD DL, 1E8A_A(PDB entry: 1E8A M chain A, 2>
/NJE 4 . human S100A12)

HE.Molrep zAALWTH FEBREREITT S,

{EFE A= —H 5 Molecular Replacement — Model Generation — Run Molrep - auto MR Z:#iR3 5 &,
Molrep D1 F I HEE<, o

UTD&ESIZHRTET S, BIEIELEEL T, Model A¥ 3NXA_A.pdb mid 1ES8A_A.pdb [ZZEHh o111, o

Do: Molecular Replacement

Use MAP files for o search model (FzvoL7%LY)

ARNT7ZAILIZELTD 3 D0

Data: 150420: s100a13.mtz (S100A13 @ X #R[EHrT—42)
Model: 150420: 1ES8A_A.pdb (LA EBRENECSIFE Ll 2> /N E S100A16

B 2K (chain A) DIR FEZET7AIL)
Sequence: 130418: s100a13.seq (S100A13 M7= /E&ECEI, FASTA 74— k)

HATD7MILBIFBEBTHRESND,
Solution: 150420: 1E8A_A.pdb_molrep1.pdb
Run — Run Now RAVEH S EEHEMNIBFES. 0

ECTTEE ol x|

[ veo |
Job title | -]
Do Molecular Replacement - |

Use MAPfiles for [~ search model

Data 150420 = |5100a13.mtz Ermsel View
F  SIGF — I F_S100A13_0101 | SIGF_5100A13_0101 o
Model 150420 -4 |1ESA_A.pdb Browse | View

Sequence 150420 = |5100a13.5eq Browse | View

Fixed 150420 — Browse | View

[~ Automatic output filename

Solution 150420 -4 |1EBA_A_molrep1.pdb Browse | View

Search Options

Experimental Data
Model

Infrequently used options

[

o

Run =] | Save or Restore d |

NFEBRODEFTENEH DL, CCP4Interface V1 R RO IEEFEEHERTMRIZ"molrep”&LVS 5 EEH D

a7 M5ET LIz (FINISHED) 2N R RSN, O
18



342
343

344
345
346
347
348

349

350
361
352
353
354
355
356
357
358
359
360
361
362
363
364
365
366
367
368
369
370
371
372
373

374
375
376

377

378
379
380
381

CCP4Interface 6.5.0 running on mouse Project: 150420 = |I:I|i|
Display file contents for any file Change Project | Heip |
Molecular Replacement = ||5 11:35:09 FINISHED molrep [No title ;I Directories&ProjectDir

) - % 11:12:06 FINISHED molrep [Ho title Vi Any Fil
S GLETES Mi=ls  11:03:41 FINTSHED import scaled [No title et T
i... Cell Content Analysis 2 10:56:25 FINISHED matthews Calculatio View Files from Job = | o
i 1 10:36:57 FINISHED import scaled [No title
-- Phaser Cell Content Analysis Search/Sort Database..
i+ Analyse Data for MR Graphical View of Project
] T T LTI IE Delete/Archive Files..
i... Self RF with molr
- Kill Job
p Model Generation [ | ReRun Job..
Phaser MR S = |
Run Molrep - auto MR
dl Preferences |
Run MrBUMP
System Administration e | i
Run Balbes =
ros 8 new updates available
Run AMPLE = [ | | » Manage Updates | Exit

CCP4Interface DR DIEEAS T, molrep D1TEFIRLI=#& . HHID View Files from Job RE %)
L., FILF 2 A= 1—D View Job Result (new style)FE7=1& View Log File (old style)&x421) v 9 5&
FEOBRETESICENTED O

IERAFBEGIAIZ S100A13 7 F% 1 EELV-EEDFE, wRfac, Score DIEIZ;FE I 5&. LI 2 EDE

MR, O
——— Summary (VO) ——

| RF TF theta phi chi tx ty tz TF/sg wRfac Score |
| 1 10 1 46.73 -157.90 65.12 0.090 0.263 0.356 6.96 0.651 0.38645]|
| 2 1 1 158.75 166.63 124.18 0.294 0.374 0.421 6.52 0.651 0.38487]|
| 3 6 3 132.64 170.78 87.59 0.097 0.148 0.295 4.16 0.665 0.35717]
| 4 4 10 95.80 -157.24 74.48 0.309 0.305 0.134 3.70 0.666 0.35400]
| 5 8 12 90.50 165.65 87.92 0.083 0.243 0.072 3.50 0.665 0.35224|
| 6 14 1 132.66 -80.40 148.13 0.308 0.226 0.231 4.18 0.666 0.35205]
| 7 5 5 5871 140.03 50.06 0.324 0.275 0.239 3.51 0.665 0.35172]
| 8 35 1 80.83 166.81 85.76 0.417 0.350 0.470 4.37 0.668 0.35126]
| 9 16 2 134.10 -89.72 159.91 0.160 0.203 0.299 4.09 0.664 0.34916]
| 10 22 1 159.79 -131.76 84.31 0.120 0.244 0.190 3.95 0.669 0.34865]|
corrF = 0.3905

TF/sig = 6. 96

Final CC = 0.3905

Packing_Coef = 1.0000

Contrast = 3.43
Nmon RF TF  theta phi chi tx ty tz TF/sg wRfac Score

1 10 1 68.46 66.36 163.04 -0.090 -0.237 0.144 6.96 0.648 0.391

LM OBEERAL (S100A13 3 FEIEMMEMPIC1EES) . 2B DR FEEL LD, wRfac,
Score DEITEE I 45& REMDE (XZIEED 2 LDOME) ARUVAITTRLDT, ChEREAT 5.0

Number of monomers in fixed

model_2 : 1

-—— Summary (V0) ——-
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382

383 [ RF TF  theta phi chi tx ty tz TF/sg wRfac Score |
384 : "
385 | 1 1 1 158.75 166.63 124.18 0.797 0.374 0.921 11.11 0.611 0.47930|
386 | 2 16 1 134.10 -89.72 159.91 0.104 0.818 0.528 4.99 0.649 0.39527|
387 | 3 8 1 90.50 165.65 87.92 0.896 0.320 0.973 4.51 0.652 0.39061]|
388 | 4 4 1 9580 -157.24 74.48 0.286 0.915 0.573 4.28 0.651 0.38816]
389 | 5 35 3 80.83 166.81 85.76 0.928 0.347 0.950 3.71 0.655 0.38764|
390 | 6 5 6 58.71 140.03 50.06 0.009 0.959 0.685 3.49 0.648 0.38434|
391 | 7 22 4 159.79 -131.76 84.31 0.519 0.555 0.406 3.53 0.652 0.38366]
392 | 8 23 13 29.59 -170.04 150.41 0.112 0.429 0.990 3.41 0.654 0.38086]
393 | 9 33 12 89.56 149.27 77.88 0.666 0.360 0.049 3.70 0.655 0.38010]
394 | 10 14 11 132.66 -80.40 148.13 0.568 0.048 0.322 2.94 0.656 0.37642]
395 ' "
396

397 corrF = 0.4832

398 TF/sig = 1.1

399 Final CC = 0.4832

400 Packing_Coef = 1.0000

401 Contrast = 6. 40

402 CC_for_fixed_model: 0.3905

403

404 Nmon RF TF  theta phi chi tx ty tz TF/sg wRfac Score
405 2 1 1 34.38-103.37 69.11 -0.297 -0.374 0.421 11.11 0.841 0.483
406

407 2 BB OHFEEL. 1 BT OB &Y. wRfac EATAY, Score A EATB. 0
408 ZD&3IZ Molrep #AHWNNS 7 FEHEIZKY . IEAFREGHIZ S100A13 2 F% 2 HAELZENTE o0
409 HBROR/NMERBADFEDORIZ 2 HOIVINNIERFEELELRNETERIILER. BT —42LE
410 EXBBERIENRE DM of=, EBELTLESL o

411

412

413

20



DFERIEIC & DEREERENT
ERMECLDEOFIZETILDFE
RESMH (SEIF2ME BELTWL,
E=ETILHF
F=BHMZ2 RV BEDOEE ()

1EBZEET 5.
TTAEEOL @1, x1) R 5,

RIZELE (1, tyl, tz1) ZR& B,
TEETLEEVZLEORFT—42H
EEORIFTT—2 &b K<—HT A
EEMEBEZRET 5,

2{EEZEBET 5,
TTAE02, ¢2,x2) ERD D,

RIZELE (X2, ty2, t22) iR B,
TEETLEEVVZLEEORFT—42H
EEORIFT—2 &1L K<—HT A
EEMBEZRET 5,

RAAEZ LT FEROAEELMEZMIE,
HRFEZ L TERFOMEEMIE.

l
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414  10. Refmac ZRLVT., F9 rigid body #E:EFRZE L (D FDRE DM #1735,
415 YEEAZ1—MH 5 Refinement — Run Refmac5 #:#iR3 5 &, Run Refmacs D4R hEAL, o

CCP4Interface 6.5.0 running on mouse Project: 150420 = |I:I|i|

| cnange Project | Heip |

Refinement i BN Directories&ProjectDir
b s rpar o R N
b Restraint Preparation LBl | ioiseis) rivismmn mpereacales (ho vicie | MOMEReSiom Job ==
Run Refmac5 Search/Sort Database..
Run NC5 Phased Refinement Graphical View of Project
P Model Completion & Analysis r Delete/Archive Files..
Kill Job
ReRun Job..
Edit Job Data =] |
Preferences |
System Administration d | i
ros 8 new updates avaifable
416 «| 4] | Ll_l Manage Updates | Exit
417 UTDEIIEKRET D0
418 Do: rigid body refinement  using: no prior phase information
419 o Input fixed TLS parameters
420 no twin refinement
421 AATF7AIVIFLUTFD 22,0
422 MTZ in: 150420: s100a13.mtz (S100A13 @ X #REIHT—43)
423 PDB in: 150420: 1ESA_A _molrep1.pdb (D FE#ETHONT-
424 [RFEFEI7AI,
425 FHlEREA - human S100A12 M I§H% human S100A13 DHDIZEHL
426 FEXRFEMDHT X BREFT —RIEILIIMELAEEZRAEELT-
427 2579F)
428 HAT7AIVAIZEHTHRESNS,
429 MTZ out: 150420: s100a13_refmac1.mtz
430 PDB out: 150420: 1E8A_A_molrep1_refmac1.pdb
431 Refiment Parameters T refinement DY A4 7))L %% 20 15 5 [TEBLTHRELY,
432 Run — Run Now RAVEH S EEHEMNIBFES. O
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433
434
435

436
437

438
439
440
441

ol
e
Job fitle | =

Do rigid body refinement =] |u5ing no prior phase information = |input

[” Input fixed TLS parameters

no = |twin refinement

MTZ in 150420 - Is1(i(la13.mtz Browse | View

FP F_S100A13_0101 —i | sigma SIGF_S100A13_0101

MTZ out 150420 =l |5100a13_refmac1.mtz Browse | View
e

PDBin 150420  — I1E8A_A_mdrep1.pdb Tz [

PDBout 150420  — I1E8A_A_molrep1_retmac1.p-db Hrowse | View

Refmac keyword file 150420 el I Browse | View

RRILELE

Refinement Farameters I
Do |2{J cycles of maximum likelihood rigid body refinement

Use hydrogen atoms: generate all hydrogens | | and [ output to coordinate file

" Resolution range from minimum |4T.1 18 to |1.888

¥ Use automatic weighting [ Use experimental sigmas to weight Xray terms

Refine overall B-factor

[+ Exclude data with freeR label FreeR_flag =] |wi‘th value of IO
Rigid Domains Definition r
Monitoring and Owtput Options u _|
-
Run - | Save or Restore  — | Cloeiel

rigid body #:&EREFILDETEN RIS L, CCP4Interface 4Ry RDEE IR R RRIZ refmacs”
EWLS 6 EEDTaTA5ET LI (FINISHED) ZEARRIN D, O
_lalx]

Switch between CCP4i projects Change Project | Heip |
Refinement = ||& 13:31:5%9 FINISHED refmach Rigid hody;l Directories&ProjectDir
) =I5 11:35:09 FINISHED molrep [Ho title .
b Model Preparation r = 4 11:12:06 FINISHED molrep Mo title View Any File
’ Restraint Preparation . 3 11:03:41 FINISHED import_scaled [No title View Files from Job = | o
2 10:56:25 FINISHED matthews Calculatio
Run Refmachs 1 10:36:57 FINISHED import scaled [HNo title Search/Sort Database..
Run NC5 Phased Refinement Graphical View of Project
B Model Completion & Analysis [~ Delete/Archive Files..
Kill Job
ReRun Job..
Edit Job Data il |
Preferences |
System Administration e | i
ros 8 new updates available
= | | » Manage Updates | Exit

CCP4Interface DR RDEZEOY T, refmacs D1TEFIRLI=% . HEID View Files from Job KA %%
Yol TIWEF I AZa—D View Log File 29w 3 L. BERELDBEEZREMITEZTH MY
RSENAN

View Files from Job — View Log Graphs TO% 4 57%RiZE. Tables in File — Rfactor analysis, stats
vs cycle #3&iRJ %, Graphs in Selected Table — <Rfactor> vs cycle T R factor (X #&BI#7 T —2 LK
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442 BEEDITNOER, NESMBEIFEZELL) AMRELI-CEZHRTES. 0

=lolx|
Halp
<Rfactor> vs qﬂ'.
PP AP P S S S S
- wiren
-
"2
o
° L w "w n
Heye
6.125.0.564
Tablas in File.
Cycle 20 Fiactor anahysrs, F distnbubon v resin -]
Cyele 20 FSCand Fomiccos(DelPhi)s-acantic. centric. averall v resin
Cyele 21, Ritactor analysis, F distibution u retin
Cycle 21, FEC and Fomi¢cos[DelPhi>-acerbic, cantic, overall v resin
~
Graphs m Selected Table
<Feacion vs oytie = |
FOM s cycle
HLvs eyl
LLiree vs cycle
443 |Gaamatny s cycla =]

444
445
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446
447

448
449

450
451
452
453
454
455
456
457
458
459
460
461
462
463
464
465

11.

Refmac ZFL\T. XIZ restrained #E&EHEZILEITD.
YEEA=a1—H 5 Refinement — Run Refmac5 #:#R9 %<&, Run Refmacs W4 RoHEL, o

CCP4Interface 6.5.0 running on mouse Project: 150420 = |I:I|i|

| cnange Project | Heip |

Refinement - ;I Directories&ProjectDir
) =I5 11:35:09 FINISHED molrep [Ho title .
b Model Preparation r = 4 11:12:06 FINISHED molrep Mo title View Any File
’ Restraint Preparation . 3 11:03:41 FINISHED import_scaled [No title View Files from Job = | o
2 10:56:25 FINISHED matthews Calculatio
Run Refmachs 1 10:36:57 FINISHED import scaled [HNo title Search/Sort Database..
Run NCS Phased Refinement Graphical View of Project
B Model Completion & Analysis [~ Delete/Archive Files..
Kill Job
ReRun Job..
Edit Job Data il |
Preferences |
System Administration e | i
ros 8 new updates available
= | | » Manage Updates | Exit

UTFDEIIERET S.0
Do: restrained refinement  using: no prior phase information
o Input fixed TLS parameters
no twin refinement
Use Prosmart: no
o Run libg to generate external restraints (DNA/RNA) automatically
o Run Coot:findwaters to automatically add/remove waters to refined structure
ANT7AILIELLTD 2 D, 0
MTZ in: 150420: s100a13_refmac1.mtz
(rigid body ##EFREZF{LED X REIHFT—4)
PDB in: 150420: 1E8A_A_molrep1_refmac1.pdb
(rigid body #&iEfEF L& DR FEEE)
HAD7MILBIFBEBTHRESND,
MTZ out: 150420: s100a13_refmac2.mtz
PDB out: 150420: 1E8A_A molrep1_refmac2.pdb
Refiment Parameters T refinement @Y A 7)LE% 10 H 5 50 [TEOLIZAA KLY,
Run — Run Now RAVERT L EMNIBE D, 0
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466
467

468

469
470

471
472
473
474

_lalx

=
3
=

Job title

Do restrained refinement =] |u5ing no prior phase information =] |input

[” Input fixed TLS parameters

no — |twin refinement
Use Prosmart: no = | {low resolution refinement)
[ Run libg to generate external restraints (DNA/RNA) automatically ] |

[~ Run Cootfindwaters to automatically add/remove waters to refined structure

MTZ in 150420 = ls1(l(la13_refmac1.mt: Browse | View

FP F_S100A13_0101 — | Sigma SIGF_S100A13_0101

MTZ out 150420 —d Is 100a13_refmac2.mtz Browse | View
PDE in 150420 — '1E8A_A_mdrep1 _refmac1.pdb Browse | View

1
PDE out 150420 = I1 E8A_A_molrep1_refmac2.pdb Browse | View
LIBin 150420 l Merge LIBINS | Brouse | vi

A

Outputlib 150420  — '1E8A_A_molrep1_refmac1.cﬂ | R

Refmac keyword file 150420 =] I Blwsel View
Data Harvesting |
Refinement Parameters v

Do Isd cycles of maximum likelihood restrained refinement

Use hydrogen atoms: generate all hydrogens —d |and [ output to coordinate file

[T Resolution range from minimum |4T.1 18 to l1.888
[¥ Use automatic weighting | Use experimental sigmas to weight Xray terms

[ use jelly-body refinement with sigma I{J.{lz

e S el
Run —l| Save or Restore _ll Clnsel

restrained #EERBZILDETEMN RIS L. CCP4Interface 4Ry DIEXER 8= 4R IZ refmacs”
EWVS 7TEBDYaTMNET LI (FINISHED) ZENR RSN D, O

CCP4Interface 6.5.0 running on mouse Project: 150420 = |I:I|i|

Display the log file from a selected job Change Project | Heip |
Refinement = ||7 13:48:32 FINISHED refmach Restrainedil Directories&ProjectDir
) - |8 13:31:59 FINISHED refmacS Rigid body .
b Model Preparation r = 5 11:35:09 FINISHED molrep Mo title View Any File
P Resiraint Preparation - 4 11:12:06 FINISHED molrep Mo title View Files from Job — | o
3 11:03:41 FINISHED import scaled [No title
Run Refmachs 2 10:56:25 FINISHED matthews Calculatio Search/Sort Database..
1 10:36:57 FINISHED import_scaled [No title
Run NC5 Phased Refinement Graphical View of Project
B Model Completion & Analysis [~ Delete/Archive Files..
Kill Job
ReRun Job..
Edit Job Data il |
Preferences |
System Administration e | i
ros 8 new updates available
= | | » Manage Updates | Exit

CCP4lInterface D RDEEDOS T, 2 BB D refmacs D{TERIRL1=t. HEID View Files from Job
REUED)9HL, TILE 9 AZ2—D View Log File 29w 93 BEHEDBIREEBSIENTES, O

Job A% FINISHED (%271 View Files from Job — View Log Graphs TO4' 45 7%RfE, Tables in
File — Rfactor analysis, stats vs cycle #:##R9 %, Graphs in Selected Table — <Rfactor> vs cycle T

YA EIZR factor (X #EEHT—RELFBELDTNDIER, NSMEIFEZFELLVAETLTLK
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475 ¥RFERERTE S, Graphs in Selected Table — <Rfactor> vs cycle TH4A47JL&IZ FOM vs cycle TH
476 ADIVEBIZ FOM(AHDHEMNSLEDIER, RKEWMEFEZFLLV AR ELTIKERFEREZETES. O
477

Loggraph 7_rafmacs log i _|of x| Loggraph 7_rafmacs log i —|o] x|
File  Appesrance [dit  Utildes Helul File  Appesrance [dit  Utildes Helul
«<Rfactors va cycle FOM v cycle

e @ Riact cossrattssssseseigAth
"o - JIIR
" = ....i'
A pon®®
*
iz M“M 3
.y ) o
e sesss ) Py
[
'
]
*s
ez
ez
° w n ] - L] ° w n ] - L]
Heye Meye
5092.0.232 51.29.0500

j

Graphs m Selected Table Graphs m Selected Table
<Faacion va oycle =l [oFeacion vs oyoie = |
IFOM wt cycle IFOM wt cycle
HL s el HL s el
LLiree vs cycle LLiree vs cycle
478 Giaanmatny wi cycla || [Beomatnyus eyl =

479 Graphs in Selected Table — Geometry vs cycle T rmsBOND, rmsANGLE, rmsCHIRAL (FhZhiES
480 R.EEA. THFERICETI2BEBEISOT N, NSWMBEIFERV) METHERIZHNIELEERLY,

Logaraph 7_mfmacs g i —|of =]
Ole Appesance [dit  Utilaes I1u|n|
Geamatry va cycle
8- msBOND
- HOND
- he
Jesnsssnses sy TG
RSN & MECHIRAL
s
2 '.Qltu§."...°¢
ﬁ:.
1 \'
I'ooo..-m-ﬂ"”
Geet”
L]
.
e T
.
L ] n » g L]
Meye
51.36.1.401
Tablas in Fils.
Cycle 50 Flactor analysis, F distniuton v resin |
Cyrle 50 FSCand Fom{tcos(t caniic. avenll v resin
Cycla 51 Ftacior ana
Cycle 51.FEC and Fom(<cosDelis-acentic. centic, overall v resin
Graphs in Selected Table
<Fitacion vs oycle -]
FOM vs ycie
ML va oyl
Liiree vs cycle
48 1 Gaamatny v cycla =

482 Refmac5 % FL 1= restrained refinement D#EE .

483 R factor |% 33.0%. free R factor & 36.2%F T T hio1=,

484 (BEREBILHEIERISERTT R IL2ED 95%,

485 %Y 5%DEIFT—2D R factor # free R factor LFESS,

486 free R factor [, IBERBILAELGEA TSN ENDEHRTIERICLED)
487 FOM (& 69.2%F T LEH o7,

488 rmsBOND, rmsANGLE, rmsCHIRA ®W\F L #EAELY FThH o7z, 0

489 LD TET T RTDRAICEVWTEXELLMEERZILE T HENTE,
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491

492
493
494
495
496
497
498
499
500
501
502
503

504

505
506
507
508
509

(2) Coot TRAFETIEEFEEIZEHLETHFELLS

12. SHICHEERTILEEDSTI-HIZ, Coot ZAWLT. MEMIZ. P FETILEZEFEEIZEHE T,
O
Coot Tutorial T Coot D{FELVAZE—@EYERBAL=# . Run Refmac5 M View from Job — Output files ..
M PDB 77AILEMTZ D7 A VEFE>T ARBEET ILEBFEEICELETITEES,

Coot(VOHE=B)7AarE&52TILY)v- LT, Coot Zi2El, Close, No,

FT . BERBIELERFEFEI7AIIVEREET,

WinCoot: File — Open Coordinates...,

Places: 150420

Select Coordinates File: 1E8A_A_molrep1_refmac2.pdb — OK,

| wircooto721 _Io| x|
File Edit Calculate Draw Measures Validate HID About Ex = i
RC
X Reset View [ Display Manager ' fL B
e — .
(2]
]
T
n
e
*
a4
X
S &
£ Home = ﬂ CEP4-Packages || forMolitep &
B Daskon 2|
’ Name = | modifes | Ay
() valume_1 O Al S
[ TOSHIBASEM (EY) Ll ~ *
(=) { = +
(=1 ECIE o
=1 A gn pdb Teday -
_-;I!.._ L malrep_dimer pdb Today
B DnaBCDnaCH | = Ay
s = | e db Ted = a8
| F=Ere|
F Recenire
[ ]
E‘umesslulf\.l read coordinates file C:fUsersikoji\Desktop) 1504204 1LEBA_A... _I

RIZ, BBIELI- X BB T 207/ LEREET,
WinCoot: File — Auto Open MTZ...,
Places: 150420

Select Dataset File: s100a13_refmac2.mtz — OK,
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510

511
512
513
514
515
516

£ Home Lﬂ CEP4-Packages || forMolitep

bf'nl“ +® Name = | Modies |d
i AgiiBio_10_nagata_s. refmac. cif Today
me_1 (0 2P AgriBia_11_nagata_s remac eif Today
YSHIBASEM (EY) Today
Today
; Today
@ AgriEo_B_naga Teday
i AgrniBio_9_ s refmac.cf Today

B DnaBCORaCH =] £100413 etz 200701127

- Today

B 5100413 =

B T2 -

+ - - data-fles "
X Cancol Pk

File Edit Calculate Draw M

sures Validate HID About Ex

E‘umesslult\.l read coordinates file Cm.lsers\hojl\ueslmop\lbmzo\li_si\ A

4 Reset View [ Display Manager -

[

BEFFEETYTORTEEEFE 20 A 125
WinCoot: Edit — Map Parameters...,

ELET,

Global map properties window: Map Radius: 20.0 Angstrém — OK,
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517
518
519
520
521
522
523
524

525

526
527
528
529
530
531

BEFEEDSSL.

FlE.2Fo - Fc w7t U BFDHFEMELZRLET,

FRERRIL. Fo-Fc IvT7DENTNIELEETRL.
AREFEELNBVITHEDICEENBEHNTVDERN &K
ARBFEELNHDITLHOITEENENNTULVELGETA #

TR TWET,
COFRERDEFEENENTVDIGHIE. BELBETILELNHDID TN REEMNSIBICFEITEELT
7EEY,

_WinCoot 0721 =10 x|

File Edit Calculate Draw Measures Validate HID About Ex i

R/RC

4 Reset View [ Display Manager — e

Map
(2]
]
I
n
7
L3
a4
X
B
&
e
Ay
[ Gotot map popurie _ioix E
Density Settings ',_
Map Radius:  |20.0 Bngstrim Apply +
Increment Size [0.0500 efhn3 x
— +
[HIT Map Increment |IF.1]¢J?1<] efAn3 3
Sampling Rate: (1.5000 &
1 Dynamic Map Sampling
[} Bynamic Map Display Size
=
oK X Cancel
Eumesslulw read coordinates file C:fUsers\koji\Desktop) 1504204 1EBA_A. ..

FELTWS 2 2 F0MIC. EREFHOBED 2 2 FITOVTEEE 30 A LRDEDERTT HLIICHRTE
LFET,

WinCoot: Draw — Cell & Symmetry...,

Symmetry/Master Switch: Show Symmetry Atoms? — Yes,

Symmetry Atom Display Radius: 30 A — OK,
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532

533
534
535
536
537

538

539
540
541
542
543

R
Symmetry & Unit Cell
Symmetry
Master Switch: Show Symmetry Atoms?
@ Yes
C No

Symmetry by Molecule... |

Symmetry Atom Display Radius:
Radius:ISEﬂ A

symmetry Colour | [N IS',lm Colour

0.5

Colour Merge:
’ T

[ Expanded Symmetry Atom Labels?

Show Unit Cells?

O Yes

& No

| Apply & 0K

_ WinCaot 0.7 21 al .
File Edit Calculate Draw My

validate HID About Ex

4 Reset View [ Display Manager -

-2

Eumesslulw read coordinates file C:fUsers\koji\Desktop) 1504204 1EBA_A. .. _I

FELTWAEREFDZDORBEDRFEDERHERTTHLIEKELET,
WinCoot: Measures — Environment Distances...,

Environment Distances:

2 Frvimnment Distances x|

[] Show Residue Environment?

Type
[5] Hydrogen/Other Bonds
[ Bumps
Cut-off Distances

Min Distance (0.0 Angstrém
Max Distance (3.2 Angstréim

[ |Label Atom?

WinCoot: Draw — Go To Atom...,

m Show Residue Environment?
m Label Atom? — OK,

_ WinCaot 0.7 21 al .
File Edit Calculate Draw My

validate HID About E

=10 x|

4 Reset View [ Display Manager -

-2

Eumesslulw read coordinates file C:fUsers\koji\Desktop) 1504204 1EBA_A. .. _I

RIRC
p

g

[~ NSRRI r;«q-.--s,;.-:;::eoo‘

Go To Atom...: Chain A —- A7 THR — Apply — Close,

BFSYT (EMBEN) T HRELETI/BEEERLICIEKRT 5,
BRSYT (BEMBEAN) T HRELETI/BEEERLICHENT 5,
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544

545

546
547
548
549
550
551
552
553

Define an Atom for Centering:

—lofx]

0 .. 4200 1EBA_A_molrepl_refmac2.pdb :| Maolecule

I!\ Chain Update from Current Postion

I? Residue Number

lCJ\ Atom Name

Previous Residue | Next Residue |
Chains iﬂ Atoms -
= Chain A N occ= 1.00 bf=27.73
CA occ= 1.00 bf=27.84
A8 GLY CB occ= 1.00 bf=25.73
A9 LEU =l OG1 occ= 1.00 bf=21.1 (=]
| Ir] [ 2]
Apply # Close |
| wircooto7z1 _Io| x|
File Edit Calculate Draw Measures Validate HID About Ex = i
RC
4 Reset View [ Display Manager — e
Map
(2]
]
I
n
7
L3
a4
<
7
&
e
A
S
W
b8
X
+
&
\ ’..- ]
=’
Eumesslulw read coordinates file C:fUsers\koji\Desktop! 1504204 1IEBA_A. .. _I

File Edit Calculate Draw Measures Validate HID About Ex
4 Reset View [ Display Manager —

s B

@Rt

File Edit Calculate Draw Measures Validate HID About Ex
4 Reset View [ Display Manager —

Eumesslult\.l read coordinates file C:fUsershkoji\Desktop) 1504204 1IEBA_A... _I

ERS9T (LT E—R) THRELL7I/BEEETLICEET 5,
AR—ZAN—ZW/TERDTI/BEEITERETT 5,
Shift + AR—ZN\—ZH T LEIDTI/BEEITEET S,

CCFTAS, Coot DEREDBELERATY
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554
555
556
557

558

559
560
561
562
563
564

565

566
567
568

AR—Z/N\—ZAEIELFL T, 21 PHE/A £ TEBHIL TEALY,
HL. TEIE-BL, Shift + AR—R/\—ZL T 21 PHE/A ETR->TLEELY,

21 PHE/A (. D FETILOAIBEDOEED Leu [ZH-TWVET , ChEEELET,

o

0721 =10 x|

Calculate Draw Measures Validate HID About Ex

File Edit

2
&

B

X Reset View [ Display Manager

§

-;_;:a:H:oc-‘
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COLUMNS DATA TYPE FIELD DEFINITION
1- 6 Record name  “ATOM
7-11 Integer serial Atom serial number
13 - 16 Atom name Atom name
17 Character altlLoc Alternate location indicator
18 - 20 Residue name resName Residue name
22 Character chainlD Chain identifier
23 - 26 Integer resSeq Residue sequence number
27 AChar iCode Code for insertion of residues
31 - 38 Real (8.3) X Orthogonal coordinates for X in Angstroms
39 - 46 Real (8.3) y Orthogonal coordinates for Y in Angstroms
47 - 54 Real (8.3) z Orthogonal coordinates for Z in Angstroms
55 - 60 Real (6.2) occupancy Occupancy
61 — 66 Real (6.2) tempFactor Temperature factor
77 - 78 LString(2) element Element symbol, right-justified
79 - 80 LString(2) charge Charge on the atom
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