REXENA A VT H~T 7 A K 201144 H 27 H (K)

X MR S S AT I BT DEENAA A A v T ~T 4 7 A
(1) HFEHEZFES TEZ U RIBEOSNEEEZREL TH LD,

(2) Coot CTHF+ET N EEABEIZEDODETHA LI,
W KT KEREZAMBIEFER ISHAEMLFEE 50 T2 = KHE IR

1. HalHB

Protein Data Bank (PDB) (2% 70,000 fE LA 0D & L /< 7 ENAARREE DB ER I I TN D,
COFHMEFM LT, T7TIC7 I BESIEBLY 27 B ONEEENRE ST D ¥
PRI BED X B G REAT & o FEBUEIC L VAT O, A riEEEE AU, BSIAETE
Pt 30%LL EOMALL 2 w7 O IREEF R AZET Y () L LT, VL TOLORE,
HE & 37 B OSARREMRT 2N/ HE T 5, 0 FEHE THEDNRIT 20IGEIE, B
- ZERETESBOE, BRFREERESIC LD EERITE21T o,

Alal, X SRS mRRERAT I WD Y 7 b =T Xy r—2 CCP4 11X 7 Y — 7 =7 T, Unix,
Linux, Mac OSX, Windows TH#Ei< DT, /XY 2 THBEMIT A AIRETH D,
http://www.ccp4.ac.uk/

2. finh

HHY % o737 E DR —human S100A13
T FNRTF RE b T2/ 2 XY B OIE R BRI c B B
AN T LfEE S T

FEBLRAERL

FEHL - K - fhdb b

X #RIErT — 2 Bufs - ALBR

X MG e G fRT (o FEHE, HIER - 2R R oBE, B RAERLE)

HEEREEAL - 1872 - PDB ~O 8ROt O]

T
m

AT D58 TRALHITAER L7 PDB 7 7 A Vv %
aknagata@mail.ecc.u-tokyo.ac.jp (215> TL7Z &0,
RERRETENENEEA,

fe AR 2 RO Z 10TU EENTZEN,

Brol22 &TH, BILWIERTHLMNEWVERTA,

3
Ttz

g%
i
—



T VNAFHERZHP IS MG 7 7 AV 110827.0zh 2T A7 by FlcF v — R L,
100427.1zh DT A A B X T NI Y v 7 LCEET 5, O
http://www.iu.a.u-tokyo.ac.jp/lectures/AG04/index.html

TAZ My T EOT7x 110427 1I21%, UTFO THO7 7 A VR A>T, O

s100a13.seq human S100A13 ©7 X / BEELS 7 7 A /v (—3CFFK)
s100a13.sca human S100A13 @ X #REHT—H 7 7 A )L

(Denzo/HKL2000 7 #+—~ > )
s100a13yobi.mtz human S100A13 ® X #EHTT—% 7 7 A v (FiE)
(CCP4 7+ —~ v )

3NXA_A.pdb human S100A16 O i1 FEFE 7 7 A L

1XK4_C.pdb human calgranulin B O JFU1-FEFE 7 7 A /L
1XK4_C_molrepl_refmac2yobi.pdb  #EREEALRF O JEFE 7 7 A )L
$100a13_refmac2yobi.mtz SR B IR O X BETT —% 7 7 AL

[Z OEZEIIRFBERI O, KANFEITTHOE LTI LT 7ZE 0]
Blast #ffi—> T, PDB (T2 b b KEEFHRNPBEINTNDI X NTH) D
human S100A13 (27 X / FEECHI O LT & RV B R R%ET D, [

Choose the appropriate BLAST # program and 7 database: =
C blastp - query against the UniProt Knowledgebase (Swiss-Prot + TTEMBL)

7 Taxonomic groups (not available for POB and translated EST):

selecta Ta restrict the search ta a particular taxon, it Is much faster to se
database |— Gomplete database - ;I the drop-down list on the left than to specify youwr own taxonomic |
subsection gives more accurate statistics.

or specify

Enter & apecies name, & TaxlD or the latin name of a taxonormic

a . . ;
I DX linas) to restrict Wour search to g particuiar taxon, You may el

taxonomic ", Example; Fungi; Homao sapiens.
group

or select a
microbial |
protecme

[T Search only Swiss-Prot (curated sequences) T Exclude fragment sequences

& blastp - query against another protein database [F x| Please, supply an email addres

© tblastn - query against the six-frame translation of a nucleotide database | Al EMBL + GSS withe
Taxonomic groups: | Al |~
or select a

microbial [
genome

? Your email address: |

If an e-mail address is provided, results will be automatically mailed back (recommended for
thlastn searches).

Run BLAST |OF| Reset Form |

S100A13 (27 2/ BEECAHIMREIME S B < . v DS IAHEIE S #AY PDB ICBER SN TV D
ZUNRTEDY A NBHII SN,

ZOHND, S100A13 OSIARREE R HILIRINT 5 (S100A13 O dbfE IX Az & ARE
LCERLTWDT=D), O



£72. NMR TIRE SRS IE, /iGN TERS ERE S TH LD T,
SFEBIEDOET L E L THWDIZIERME TH D, DRI 5, O
fiR & LT,

9 @ H @ 3NXA-A (PDB entry: 3NXA @ chain A) BNxBEDOET LV EEZ LD,

FPIZOEEEZET L (BFH) L L CHW Y FE#EZRALS, O
L L6, OB 1XK4-C ZEF 1 LTHW S,

List of potentially matching seguences

Send selected sequences to I Clustal W (rmultiple alignment) ﬂ =17 | Select up to..

™ Include query sequence

#

7

S EEEEEEEEEEEEEEE T

Db AC

pdi
julsial
pdi
jal=l=}
jal=la}
jal=la}
pda
jalsia]
pdh
julsial
jalelz]
julsisl
julslal
jul=la}
julsial
julsisl
pdb
pdl
pdl
pdl

ZKI4-C
ZKI4-E
ZHZE-4
1YUT-4
1YUR-4
LYUR-E
ZCXT-4
ZEAX-4
SNXR-4
ZL0U-4
1INSH-4A
1XK4-C
1IRJ-4
10DE-4
1ESA-4
FMOW-4
ZWCE-4
IC1V-4
1M31-4
ZJPT-4

Description

FGF1_ HUOMAN. .
FGF1 HUMAN. .
S10AD_ HUMAN
S10AD_ HUMAN
210AD HUMAN
S10AD HUMAN
F10AD MOTIE
F10A5 HUMAIN
F10AG HUMAN
Chain &L, 2ol
S10AE RAEIT

S10A5 HUMAN. .

S10A59 HUMAN
S10AC HUMAN
S10AC_ HUMAN
51043 HUMAN
S10AC_ HUMAN
51043 HUMAN
51043 HUMAN
51041 BOVIN

Chain C,
Chain E,

Chain
Chain
Chain
Chain
Chain
Chain
Chain
ution

Chain

Chain
Chain
Chain
Chain
Chain
Chain
Chain

Chain

A,
A,
A,
B,
A,
A,
A,

Soore E-walue

Fgfi-3100a13 Complex Structure: Key Componen. ..

Fgfil-3100a13 Complex Structure: Key Componen. ..
Crystal Structure Analysis Of Huwan S3100al3
Solution Structure Of Calciwe-23100213 (Minim...
Solution Structure Of Apo-3100213%F (Minimized...
SZolution Structure Of Apo-3100a13 (Minimized...
3d Solution Zcructure ©f F100s13 >gi| 1105210...
Solution Stcructure And Dynamics Of 3100a5 In...

Z-Ray 3tructure Of The Apo Form Of Human 310...

Structure Of ALpo 3100516 >gi|309319...

A,

A,
I

v

Fis

g

o

oo R e e

Solution Stcructure Of Rabbit Apo-5100a11 (19...

Chain €, Crystal Structure Of Human Calprotectin(3100...

Crystal Structure Of The Mrpld Cowplexed Wit...
The Crystal Scructure Of Huwan 5100al12 - Cop...
The Three-Dimensional Structure Of Huwan 310...
Structure Of 3100a4 With Pop >gi| 295982436 |p...
Calciwn—Free (Lpo) 3100212 >gi|Z241913116|pdb...
The 1.5 A4 Crystal Structure O0f CaZ+-Bound 31...
Three-Dimensional Solution Structure Of Apo-...

Structural Changes Induced In Apo-3100al Pro...

lab
1ad
1ga
1ga
1g6
164
144
59
53
53
57
57
57
56
56
55
55
55
55
54

Ze—4z
Ze—42
Ze-42
Ze-42
Ze-42
Te-42
le=35
Se-10
1le-09
1le-09
2e=09
3e-09
3e-09
Se-09
S5e-09
1le-08
1le-08
le-08
le-08
le-08

BORTF FEEZERHAT. ITWDX7F REETOE#REZME LT, B4 T
R4 5, #i: 1xk4_C.pdb, [J
1434 N LYSC 4
1435 CA LYSC 4
1436 C LYSC 4
(RhHEE)

111

ATOM
ATOM
ATOM

ATOM
ATOM
ATOM

2176 CD GLUC 92
2177 OETGLUC 92
2178 OE2GLUC 92

9.892 70.055167.750 1.00 50.82
9.141 68.965168.427 1.0049.76
9.606 67.576 167.983 1.0046.94

33.783 49.554166.930 1.00 44.92
34.739 48.784 167.199 1.00 45. 60
33.105 50.143 167.813 1.0045.73

JBRESN DT T A A bbbl LITFO®Y,, BSIEEMEDL 30%53,

1

10 20

30

40 50 51} 70 a0 90 100

110 115
|

|
5100A13 HAREPLTELEESIETYYTTFFTFAROEGRKDSLSYHEFKELYTOOLPHLLKDYGS-——-LDEKHKSLDYHADSELKFHEYHRLIGEL AKETRKKKDLKIRKK
TSKHSOLERNIETIINTFHOYSYKLGHPOTLHOGEFKELYRKDLQNFLKKEMKHEKYIEHIHEDLDTHRADKOLSFEEF THLHARL THASHEKHHEGDEGPGHHHKPGLGEGTP
HLTELEKALHSTIDVYHKYSLIKGHFHAVYRDDLKKLLETESPOYIRKKGA-——=- OYHFKELDIHTDGAYHFOEFLTLYIKHGYAAHKKSHEESHKE
weoJLELE, (i1 E2h s, . G.od. L, . J#FKely, . 81lp. . lkk.goaasas #oonk LD H D, L FREX, L. .. 8, ,a.hkK.hey s Kesasvrivnnasns

Consensus

1xK4:C
1xK4:R



3.

4.

(Bt LE L7, CCP4 2ZHWNWT, I FEMBEITVNET, TIHOHEIAICFEITL

THHWVET]
¥, A by T EDO CCPH T A a2 %X TN
(CCP4Interface) #E#+ 5, O

v 7 L T CCP4

. CCP4 Program Suite 6.1.3 CCP4Interface 2.0.6 running on iu-pc87 Project: 100507

=N o =

| Change Project | Help

Refinement — ||Project Database Job List - currently no jobs J Directories&ProjectDir
P Model Preparation u = View Any File
P Restraint Preparation I View Files from Job — |—

Run Refmac5

Search/Sort Database..

Run NCS Phased Refinement

Graphical View of Project

) Model Completion & Analysis | |

Delete/Archive Files..

2 f

Kill Job

ReRun Job..

Edit Job Data — |
Preferences |
System Administration — |

mailccP4 | Exit A‘

EET7 7 ANERS>T 4 V7 M) ZFRET D,

4 El2d % Directories&ProjectDir R % o #H4 L LI TFTD 7 A > Runpil, O

Add project "¥ %27V 7 LT, BIMESNTZEITIZLLTD L 9

Project: 110427  uses directory: C:/Users/iu/Desktop/110427/

ZREAT D, O

Project for this session of CCP4Interface 2.0.6 & L T 110427 #i®&iR$ 5, O

Z D%, Apply&Exit R ¥ > &4, O

. CCP4Interface 2.0.6 Directories & Project Directory

(o & ]

| Help ‘
Enter one-word alias and full directory path for your Project directory(s).
Deleting these project definitions will not delete the actual directories.
Project W uses directory: |c:ru sersfiu/Desktop Browse..
Project[100507  uses directory: [C:/UsersiiuDesktop/100507/ [
Edit list — | Add project

Project for this session of CCP4interface 2.0.6 100507 —
Enter one-word alias and full directory path for other directories you use regufarly.
Alias: TEMPORARY for directory: |C:ICcp4Temp Browse..

Edit list = | Add directory alias

p— o

ui]

5. X#REWTT—4% D7 4 —~ v bEH# (Denzo/HKL2000 — CCP4) %179,
FEAOVEHEA =2 —DEONNR—% 7 ) v 73T LELDA =2 —08nb, [

Data Reduction — Import Integrated Data — Import Merged
ImportScaled DV ¢ > U<, O

Data Z R4 5 &




. CCP4 Program Suite 6.1.3 CCP4Interface 2.0.6 running on iu-pc87 Project: 100507

Data Reduction Project Database Job List - currently no jobs

) Daia Processing using Mosflm [
w Import integrated Data v
i~ Import Unmerged Data (Pointless

i--- Import Unmerged Data (Combat)

i... Import Merged Data

Find or Match Laue Group

Scale and Merge Intensities

P Uit

P Automated Data Processing
p Check Data Quality

r
r
r

2

=1

o[

el e
| Change Project | Help
Directories&ProjectDir

View Any File
View Files from Job — |—
Search/Sort Database..
Graphical View of Project
Delete/Archive Files..
Kill Job
ReRun Job..
Edit Job Data — |
Preferences |
System Administration — |

mailccP4 | Exit A‘

UTFToL>F=vr95, O
[0 Use anomalous data (M08 T —#% TRWVWO T, F= v 7 &T39)

B Run Ctruncate to convert intensities to structure factors

B Keep the input intensities in the output MTZ file

B Ensure unique data & add FreeR column for 0.05 fraction of data.
[0 Copy FreeR from another MTZ

[0 Extend reflections to higher resolution:

(R~—212He<)

o

B importScaled - Import Scaled Data from Denzo or d*trek

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

[~ Use anomalous data

¥ Run Ctruncate — |lo convert intensities to structure factors

v Keep the input intensities in the output MTZ file

[ Extend reflections to higher resolution:

v Ensure unigue data & add FreeR column for |0.05 fraction of data. | Copy FreeR from another MTZ

=N R =)

| Help |
Job title

-1

In 100507 — ls10[]a13.sca

Browse | View

Out 100507 — lsmﬂaﬂ.mlz

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

MTZ Project, Crystal, Dataser Names & Data Harvesting

Create harvest file in project harvesting directory — ‘

o
arome o]
v

Crystal [s100a13
Dataset name |s100a13_01
Extra Information for MTZ File

Space group|p21 2121

belonging to Project |100507

Cell dimensions [39.775 |59.289 |77.628  |90.0
Data collected at wavelength (1.0 Angstroms
Estimated number of residues in the asymmetric nnit.—
Edit or Transform Input Data

Log File Qutput

[90.0 [90.0

Save or Restore —




A7 7 A40E LT, s100al8.sca Z#iEIRT 5, Browse AN ¥ o &ffiH &%, [
HAZ 7 AN, BFRICRESND (JLEFBS.mtz 22D >72721F),

In 110427 s100a13.sca

Out 110427: s100a13.mtz

O, ANBME/RIEE X, Extra information for MTZ file D O, AT
ZF[E LT, 1.0000 (Angstrom) & A4 525, BEFIC 1.0ICEHBEIS D, O

Crystal & Dataset name D AJJIZ L7 < TH LW, FE4 S100A13, S100A13_01
EANLTEL,

Data collected at wavelength: 1.0 Angstroms

Run— Run Now A& 2L T, 74—~y NEBMEEITTDH L, 77 4L
s100al3.mtz 23MEK SN D, O

B 1mportScaled - Import Scaled Data from Denzo or d*trek [o | & |

| HeIH
Job title

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

[~ Use anomalous data

¥ Run Ctruncate — |lo convert intensities to structure factors

v Keep the input intensities in the output MTZ file
v Ensure unigue data & add FreeR column for |0.05 fraction of data. | Copy FreeR from another MTZ
[ Extend reflections to higher resolution:

In 100507 — ls1ﬂﬂa13.sca Elmmel\fiewl
Qut 100507 — ls1UUa13.mt1 Ekumel\fiewl
[

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

MTZ Project, Crystal, Dataser Names & Data Harvesting

Create harvest file in project harvesting directory —
Crystal |s1UUa13 belonging to Project |100507
Dataset name |s100a13_01
Extra Information for MTZ File I
SpacegrouplmT
Cell dimensions [39.775 |59.289 |77.628  |90.0 [90.0 [90.0
Data collected at wavelength I'Id— Angstroms
Estimated number of residues in the asymmetric nnitv
Edit or Transform Input Data [
Log File Output -
Run — Save or Restore — Closel




6.

o EBIEORE & LT PR O S100A13 70 4% RAE S 5.
GEXITFRENL = RmTIZHEN DY K LEED 1 O’EE& DI L72b D, EEEDOREM
HCIEZ OREEN & DIEANCZ - THIE AL L RIS RS THD)
R DOIEFEA =2 —)5, Molecular Replacement — Analysis — Cell Content
Analysis #%&iR3 5 & Matthews D7 ¢ > KUmBi<, O
MTZ file & LT, s100al3.mtz Z3&{R3 5, [
Use molecular weight: estimated from number of residues (Z L T
Number of residues: 98 & AJ13 %, [
Run Now A& 44 L, FTOAWHIZ, FEMPRBEA T O X ™7 B o515
Matthews $7 %8, AR, X 28@Y) NErsnd, O

Matthews — Gell Gontent Analysis o [=] B3

| HEIH
Jab title ICaIcuIatiun for protein only using 98 residues =

Calculate Matthews coefficient for protein only — I

Read crysial parameters from W72 fle:

MTZ file 2008 — [S1I]I]a132.mtz Brovuse | Wien

Space group [F' 212121
Cella[39.7750 h[50.2800 ¢[77.6280 alpha|90.0000 heta[00.0000 gamima [90.0000
High resolution limit |1.888

Use molecular weight estimated from number of residues — I

Humber of residues [981
Solvent content analysis
Cell wolume: 153063, 906 _‘_J

Molecular weight estimated from number of residues: 98
Nmol/asym Matthews Coeff %solwent Fil.5%9) Fitot)

I 4,15 70.39 0.0l 0.05
& Z.08 40,78 0.99 0.95

3 1.38 11.18 0.00 0.00 vi 'i
Reset Fun Nuwl Clusel

ZOBE . FERNHEA T S100A13 R 2 FaEhn b LiEE L, O

. IR OIS 196 2 A ) L, Import Merged Data % F 5179 %,

ERIOEFEA =2 —7»5 Data Reduction — Import Integrated Data — Import
Merged Data #3435 & ImportScaled D7 ¢ > RUBEHL<, O

AT 5 LR URETD, Extra information for MTZ file H ™

Estimated number of residues in the asymmetric unit (2 196 & A 195, O

Z D%, Run — Run Now A& %3 & TR CAMOH ST 7 7 A VBFTET
HEWHIEE X =R AN, Continue R 7 &AL T, EEEXT 5,

Z AT, human S100A13 ® X #REIHT7 —4% 7 7 A /L (Denzo £, s100al3.sca) ®
CCP 3 (s100al3.mtz) ~DOENXLEHNRZET L1,



o

B importScaled - Import Scaled Data from Denzo or d*trek

| HelH
Job title

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

[~ Use anomalous data

[+ Run Ctruncate — |lo convert intensities to structure factors

v Keep the input intensities in the output MTZ file

v Ensure unigue data & add FreeR column for |0.05 fraction of data. | Copy FreeR from another MTZ

[ Extend reflections to higher resolution:

=N R =)

In 100507 — ls1 00a13.sca

Browse | View

Out 100507 — l51ﬂﬂa1 J.mitz

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

MTZ Project, Crystal, Dataser Names & Data Harvesting

Create harvest file in project harvesting directory —
Crystal |s1 00a13 belonging to Project |100507
Dataset name |s100a13_01
Extra Information for MTZ File
Space group lpZ'IT
Cell dimensions [39.775 |59.289 |77.628  |90.0 [90.0 [90.0
Data collected at wavelength (1.0 Angstroms

Estimated number of residues in the asymmetric unit |1 9&1
Edit or Transform Input Data

Log File Output

o
arome o]
v

Run = Save or Restore —




8. Molrep Z# H\\TH FiE# A FATT 5,

E3# A =2 —)>5 Molecular Replacement — Model Generation — Run Molrep -
auto MR #9425 &, Molrep DV > RUMNBEIL, O

UFoL S icmEST D, O

Do: molecular replacement  performing: rotation and translation function

Get structure factors from MTZ file
[ Input fixed model

1 Multi-copy search

B Use sequence

A7 7 AMILLTD 32, O
MTZ in: 110427: s100a13.mtz
Model in: 110427: 3ANXA_A.pdb

(S100A13 @ X #REHTT—4)
(SEARREEREFNBCAEREL # > X 7 & S100A16

HE{K (chainA) DOFFEEZ 7 A L)

Seq in: 110427: s100a13.seq
W7 7 A NVAITHBITHRESIND,
Coords out: 110427: 3NXA_A_molrepl.pdb

Run — Run Now "R ¥ 44 L HEN BT 5, O

(S100A13 » 7 X J BEfdsl, — 530

=10 x|
| Help |
This nterface is for version 9.2 of \fokrep ll
Job title |[No title given]
Do muolecular replacement — |perfurming rotation and translation function -

Get input structure factors from MTZfile — |

™ Input fixed model
™ Multi-copy search

¥ Use sequence

MTZ in 5100413_1104 — 'S1I]I]a13.mtz

Use [ Intensities
FP F_S100A13_01 —1 | SIGFP

SIGF_S100813_D1

Browse | View

Model in 5100413 _1104 — ISNKA_A.pdh

Biroze | Wisim

Coords out 3100A13_1104 — ;SNKA_A_mnIrem.pdh

=
i

Blrows e | Wi

Experimental Data (Resoluton, ANISO.DIFFBADD INVERDSCALF,..) I
The Model (SO, COMPL, SURFNIAR NCSIADSCAL FIA..) [
Search Parameters (MWONNP.NPTPST STICK,L OCK,...) o
Parameter for SEQ I

Seqin 3100A13_1104 — ls1l]l]a13.seq

Birouse | Wi

mrequently Used Parameters (MODE SAPTFRAD PACK, SCORE L VAN NQSG)

r

Run — | Save or Restore — |

Close |

CCP4lInterface O HRDIEF T 7T, molrep DITEEIR L721%. HMD View Files
from Job RZ %27V v L, FNE T A=2—D View Log File 27V v 7%

ERE OB A B D WCTED, O

Bk
177 7 A VLTI 2 H D Summary @ wRfac & Scor DEIZIEHRT 5 &, BV




RN TN ERnD, O
FERRIZ, “contrast < contrast_limit, probably it is not solution” &\ 9 A v E&— U A H
TWHZ ExfERd 5, O

GG PAI fileviewer 4_molrep log

--- Junmmary ---

5_RF TF theta phi chi Tt Ty tE TFcont wREac Soor
g 22 .7 1 34.94 130,13 132.358 0.277 0.045 0.916 Z.00 0.670 0,336
512 4 2 5l1.55 125.82 290,11 0.728 0.313 0.135 2.63 D0.664 0.335
d_10_ 5 3 gl.76 124,16 28.82 0.72%9 0,317 0.138 2.40 0.663 0.335
5 14 8 4 46,80 -171.52 85.19 0,672 0.562 0,469 2.34 D0.667 0.333
G_25_ 8 5 35.582 -155.47 653.53 0.352 0.937 0.437 1.57 0.663 0.332
i_la_ 2 & 43,72 -165.33 103,25 0.065 0.373 0.032 3.99 0.667 0.331
5 1 1 7 136.83 -132.02 1658.14 0.69% 0.517 0.094 2.71 0.663 0.331
G_ 20 4 g 77.94 116,35 §9.11 0.447 0.825 0.348 2,87 D0.665 0.330
i_Z27_ 6 = L4.02 -179.30 115.27 0.293 0.593 0.502 Z.01 D0.666 0.330
5 11 12 10 158.86 -66.02 179.51 0.927 0.407 0.960 1.53 D0.670 0.330
i_26_lz 11 29,27 112.14 95,53 0.573 0,255 0.111 l.25 0.673 0.330
i3 11 1z Se 92 172.34 115.11 0.275 0.008 0,382 1.02 0.669 0.330
3 5__1 13 34.07 140.44 133.14 0.793 0.824 0.611 1.70 0.672 0.329
i_24 6 14 44.01 7573 93.51 0.243 0.143 0.863 l.64 0.668 0,328
39 4 15 L§.76  1635.70 T5.11 0.563 0,279 0,062 Z.05 D0.668 0.3258
5 6 9 18 30030 124,51 102.32 0.123 0.162 0.024 2.95 D0.669 0.323
31 6 17 33.03 110,37 §9.70 0.724 0.452 0.113 2.70 0.6567 0.328
A28 3 18 53.587 -179.85 115.02 0.295 0.599 0.503 1.11 0.667 0.328
5 13 &8 19 45,34 -171. 26 89.57 0.671 0.563 0,468 1.45 D0.671 0.323
g2 1 20 41.14 129,89 107.87 0.640 0.647 0,555 0.34 0.673 0.327
504 1 E1 33.13 155.9%9 140.35 0.705 0.545 0.672 0.15 0.669 0.327
5153 22 129.97 142.30 E&.19 0.530 0.594 0,533 1.02 D0.671 0.326
29 2 23 24,53 136.09 138.42 0.050 0.374 0,920 2.058 D0.670 0.325
532 1 24 97.92 -164.12 T3.01 0.124 0.663 0,603 Z.253 D0.667 0.325
5302 25 23.92 137.36 133.99 0.390 O0.022 0.947 0.97 D0.672 0.324
21 2 2n 73.15 107,02 g9.51 0.157 0.739 0.400 l.76 0.670 0.324
5 8 3 27 54,69 169,43 80.589 0.966 0.341 0.0Z6 0.458 D0.675 0.322
517 7 28 151.15 -142.53 142.57 0.300 0.329 0.570 l.24 0.669 0.321
G_19 1z 29 45,589 -169.87 95.15 0.674 0,282 0.14:2 2.89 0.673 0.319
5 7 4 30 A0. 62 83.22 147.24 0.485 0.128 0.008 1.44 0.671 0.314
523 15 31 149.81 -138.95 145.33 0.139 0.5355 0.444 0.41 0.672 0.315
G336 32 34.55 110,99 §9.41 0.541 0,463 0.115 0.72 0.671 0.315
5 18 1 33 47,27 -169.11 95.13 0.009 -0.124 0,163 2,18 D0.670 -3.000
Contrast = 1.25

INFO: contrast < contrast limic, probably it iz not solution.

Turn off scoring systewm, 1f you like (keyword 3CORE H)

--- conyvert "molrep.crd™ to "molrep.pdh™ ---
Time: 10h 30m 303 Elapsed: Oh 1lm 38=

MOLEEF (ccpd): HNormal termination

Times: User: 0.03 3ystem: 0.03 Elapsed: h B

<ipres

</htmwl>-

#CCP4I TERMINATION 3TATUS 1

#CCPAI TERMINATION TIME 27 Apr 2011 10:30:31

#CCP4T TERMINATION OUTPUT FILES C:/Users/hagata/Desktop/l10427/3100413 1104 4 molrep.doc

3100413 1104 C:/Users/nagata/Desktop/l10427/5100413 1104 4 rf.molrep rf S100413 1104

C:/Users/nagatasDesktop,/110427 /3100413 1104 4 alimm.pdb 3100413 1104

#CCPAT MESSAGE Task completed successfully

Find | Show Log Graphs | Show Summary | Quit

L]
¥

SNXA_A (XI5 FEBOTZD DB WEHERICTIX2 0 -7 FI 0 Y- T, IROFRI 2> T,
HrERERAD, O

FElZAT o 72 Blast MREBEOFER, WRICEHER OB L 725 b DI, 1XK4-C (PDB entry:
1XK4 @ chain C, # > /X7 /&4 . calgranulin B)
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9. T, Molrep # W T E#L# 79 D,
E3# A =2 —)>5 Molecular Replacement — Model Generation — Run Molrep -
auto MR #9425 &, Molrep DV 1 > RUMNBEIL, O
UTFD X IcREST S, O
Do: molecular replacement  performing: rotation and translation function
Get structure factors from MTZ file
[ Input fixed model
1 Multi-copy search
Bl Use sequence
A7 7 AMILLTD 32, [

MTZ in: 110427: s100a13.mtz (S100A13 @ X #REIHT7T— %)

Model in: 110427: 1XK4_C.pdb (LR EBEENBRLS AL & v 37 B
calgranulin B i &{K (chain C) ®
JRABERE 7 7 A L)

Seq in: 110427: s100a13.seq (S100A13 © 7 X / Egklsl, —3CFK:0)

M7 7 A NVAIZEEITRESIND,
Coords out: 110427: 1XK4_C_molrepl.pdb
Run — Run Now "R ¥ 44 L #HEN BT 5, O

. Malrep - Molecular Replacement E\@

This interface is for version 9.2 of Molrep

Job title |

Do molecular replacement — ‘ performing rotation and translation function —

Get input structure factors from MTZ file —

™ Input fixed model
[ Multi-copy search

v Use sequence

MTZ in 100507 — ls100a13.mt1 Browse | View

Use [ Intensities
FP F_s100a13_01 — | SIGFP SIGF_s100a13_01

Model in 100507 — I1XK4_C.pdb Browse | View
Coords out 100507 — II1XK4_C_m0Irep1.pdb Browse | View
Experimental Data (Resolution, ANIS0,DIFF, BADD,INVER,DSCALE,...)
The Model (SIM,COMPL,SURF,NMR,NC5M,DSCALEM...)
Search Parameters (NMON,NP,NFT,PST,STICK.LOCK,...)
Parameter for SEQ v

Segin 100507 _n|s100a13.sed Browse | View

Infrequently Used Parameters (MODE,SAPTF,RAD,FPACK,SCORE,LMIN,NOSG)

el |

Run — | Save or Restore — |

CCP4lInterface O HEDIEFH T 7T, molrep DITZEEIR L721%. HMID View Files
from Job RZ %27V v L, FNE T A=2—D View Log File 27 VU v 7%
CRHEOBMRABEY Z &N TED, O
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FERFRHALFIZ S100A13 73 % 1 EEWZ L X Ofif, v 77 7 A VIREITIELIZH D
fi# Sol_ Rfac & Scor DfEIZHEBE T2 &, B 2HOENEV, O

Il ccra4i fileviewer 3_molrep.log

(=)o =)

|Hem|

—— Summary ———

5 RF TF theta phi
5 2 1 1 1s84.08 -133.11
5 o e 2 92.63 -123.21
S 1%, ¥ 3 140.96 -T7B.66
- 4 43.16 -159.67
5 8 5 5 35.08 65.74
5 3 3 [ 14.28 15.79
5 Ly 7 137.84 -173.54
3 (! B 13.24 31.51
5 9 11 9 142.26 134.829
5 4 1 1o 44.08 -167.8%5
5 6 13 11 142.23 121.47
Contrast = 4.64
After stick correction:

Mowve closer to origin

I_sym operator 1
new position({frac): 0.105
S0l

5_ Nmon REF TF theta phi
| 2 1 164.08 -133.11

Find

g

= =
Wk R e

T
<1 R RY

=
=

[ R L T FLR N )
(== ]

L]

=
-1
fars

E7E.
16&0.
53.
139.
5l.

(Y= FL R TS )
[ WL R )

[ T )
LU I )

chi
l62.48

[ . . . O i . |

tx

.1035

P
287

.239
.121
. 260
.070
.158
.059
o |
.055
080

0.145

tx
0.105

Show Log Graphs |

[ . . . O . |

ot
W

a.

o R R
=1 ka L
[ N = Vs R )

[\S TS|

ty

238

[ . . . I O |

oo

tz TFcnt wRIiac Scor
.145 4.15 0.636 0.402
.080 6.26 0.636 0.401
.223 2.12 0.&661 0.352
.389 1.94 0.659 0.351
.003 1.89 0.662 0.345
.040 2.04 0.659 0.345
-467 2.21 0.671 0.338
.047 2.40 0.666 0.337
.361 2.21 0.658 0.337
.261 2.26 0.663 0.336
.274 2.45 0.667 0.333
tz TFent wRfac Scor _:J

0.145 4.15 0.636

Show Summary |

0.402 ﬂ
Quit

e LA ofigz 8 L (S100A18 43 1A FERIFRHALHIC 1 EE ). 2B OS5 1A E N
7o & EDOfE, Rfac & Scor DEICER T 25 &, I EALOfiE (S ZIFED 2LLOME) D37
OB TRVWOT, ZhzHfT5, O
2B OHFEEL L, 1EZTOREL Y b, wRfac 23 FA3Y | Scor A 1435, O
Z D X 912 Molrep % FHW 55y FiEHEIZ L 0 . FERFRELALHIZ S100A13 45 1% 2

BELZENTE, O

i i D e/ MERCHEALOFF O N 2 HD 2 37 oy T 2 LE & 1 & 2Rt Lo
R BT =2 EEIL LS EIMELMEN Ao, CHELTIES Y, O
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Il ccrai fileviewer 3_molrep.log

| |Heb|
--- Summary --- f
]
5 RF TF theta phi chi tx ty tz TFcnt wRfac Scor
& .k A 1 92.63 -123.21 23.%2 0.789 0.129 0.580 18.74 0.57% 0.507
R e | 2 35.08 65.74 114.00 0.970 0.587 0.950 2.04 0.835 0.403
5 13 14 3 171.12 -162.05 141.11 0.843 0.611 0.021 1.90 0.6831 0.401
I (- 4 14.28 15.79 171.%0 0.025 0.0%5 O0.637 3.32 0.6832 0.401
5 12 4 5 68.87 B8E.34 38.24 0.218 0.877 0.033 1.75 0.6834 0.400
5 11 10 6 140.96 -7B.66 22.72 0.503 0.%929 0.29%92 2.14 0.631 0.3%8
L e | 7 137.94 -173.54 171.33 0.918 0.633 0.974 2.88 0.638 0.3%8
5 10 9 g 43.16 -158.487 95.67 0.574 0.090 0.380 0.68 0.838 0.394
U L 13.24 31.51 1&0.%0 0.827 O0.869%9 0.940 0.90 0.837 0.387
5 811 10 142.26 134.89%9 53.80 0.421 0.663 0.056 0.37 0.837 0.387
3 & 5 11 142.23 121.47 51.05 0.030 0.5%9 0.028 0.62 0.638 0.386
5. 4 2. W2 44.08 -1la7.8 139.47 0.614 0.216 0.3%9 -0.01 0.632 0.386
5 2 1 13 164.08 -133.11 1le2.46 0.105 0.238 0.145 4.15 0.636 -3.000
Contrast = B.62
After stick correction (more information in molrep.doc):
Mowve closer to molecule N : i
—— Dimer ——
Rotation to molecule N (polar angles) : 74.15 -—T77.18 179.86
Distance between centres (&) : 23.9
Ortogonal axis distance and parallel (&) : 23.9 0.0
I_sym operator F 3
new position{frac): 0.289 0.371 0.420
INFO: wou can find this dimer in molrep dimer.pdb
5ol
5_ Nmon RF TF theta phi chi tx ty tz TFcnt wRfac Scor

= 1 1 100.04 0.56 1l66.98 0.289 0.371 0.420 18.74 0.579 0.507
—— convert "molrep.crd™ to "molrep.pdb™ —

Find Show Log Graphs | Show Summary |

LT
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1 0. Refmac ZHW T, £ rigid body #i&ERHEL (5T DM E OMGHE) %175,
E¥EA == —7» 5 Refinement — Run Refmach %% 7 % &, Run Refmacs ®7 «
Y RUMRHHL<, O
UTFD X IcREST 5, O
Do: rigid body refinement using: no prior phase information
[ Input fixed TLS parameters

no twin refinement
ANT7 7 AMILLTFD 2>, O

MTZ in: 110427: s100a13.mtz (S100A13 @ X #REHTT—4)
PDB in: 110427: 1XK4_C_molrepl.pdb (O FEfETHE LN
SR AR 7 7 A L,

FEMIELE ¢ calgranulin B OfI#{% S100A13 O & DI {EHL L

FEXFREAL O T X BREIPTT — X IZE D L H I & mE ZiHE Lz
257%)

HAZ7 7 ANAITEHENCTRIESND,

MTZ out: 110427: s100a13_refmacl.mtz

PDB out: 110427: 1XK4_C_molrepl_refmacl.pdb

Refiment Parameters T refinement O 1 7 /L% 20 76 5126 L TH RV,

Run — Run Now R ¥ v &3 L3EDEE S, [

M Run Refmacs =R
| Help |

Job title |

Do restrained refinement —I |using no prior phase information — |input

I Input fixed TLS parameters

no - |twin refinement

I Run Cootfindwaters to automatically add/remove waters to refined structure

MTZ in 100507 - |s100a13.mtz Browse | View

FP F_s100a13_01 — | Sigma SIGF_s100a13_01

MTZ out 100507 — |s1UUa13_refmac1.mt1 Browse | View
PDB in 100507 —~ [1)(K4_C_molrep1.pdb Browse | View

PDB out 100507 — |1){K4_C_molrep1_refmac1.pdb Browse | View
LBin 100507  —i | Merge um“slﬂmwsel\a"iew

Output libv 100507 — |1){K4_C_molrep1.cii Browse | View
Include keyword file 100507 — l Browse | View

Data Harvesting

il

Refinement Parameters
Serup Geometric Restraints

Setup Non-Crystallographic Symmetry (NC5) Restrainis
No NCS restraints are currently defined

o

Edit list —1 | Add NCS restraint |
Monitoring and Output Options [
Scaling o
Geometric parameters [ J
Run — Save or Restore —! Close |
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CCP4Interface ®HRDO/EZE D 7/ T, refmach DITEER L7-%. A0 View Files
from Job R&Z %27V v L, FNE T A=2—D View Log File 27 VU v 7 3%

CEHEOBBEEEY ZEnTE b, O

Job 7 FINISHED (272 > 7-1%. View Log Graph THEEEEL DM R THIZIE Z

THNYLFn, O

View Files from Job — View Log Graphs Tr 2 2/ 7 7 %%, Tables in File —
Rfactor analysis, stats vs cycle %4 %, Graphs in Selected Table — <Rfactor>
vs cycle C R factor (X #REHTT — & &Pk fEE L OTNOEE, PMESVWEIZEEE L

V) B Z L 2R TE D, O

Loggraph 6_refmac5.log -10] =]
Eile Appearance Edit  Utilities Helpl
<Rfactor> vs cycle
| * — — & R
- Riree
0.4
0.2 4
|:| -
ul 1 2 ] E 5
Ncyc
3.384 002
T ablez in File
Cycle 5. Rfactor analpsiz, F distibution « rezln ;I
Cycle 5. Fom(<coz[DelPhil:-acentnic, centric, overall v resln
Cycle 6. Rfactor analyziz, F diztibution v resl;
Cycle 6. Fom(<cos[DelPhil:-acentric, centric, overall v resin
Graphsz in Selected T able
<Rfactors vz cocle ;l
FOM vz cycle
-LL vz cycle
-LLfree vs cycle
Geomety v cpcle j

15



Refmac # VT, KRIZ restrained HE&EHEHELZ1T 9,
E¥EA == —7» 5 Refinement — Run Refmach # #4795 &, Run Refmacs ®7 1
Y RUMRHL<, O
UTFD X IcREST S, O
Do: restrained refinement  using: no prior phase information
[ Input fixed TLS parameters
no twin refinement
A7 7 AMILLTD 25, [
MTZ in: 110427: s100a13_refmacl.mtz
(rigid body H1EREE L2 O X #RIEHT 7T — &)
PDB in: 110427: 1XK4_C_molrepl_refmacl.pdb
(rigid body H1EHEE (b1 O JiL1-FEAR)
A7 7 A NVAHITHEB TRIESND,
MTZ out: 110427: s100a13_refmac2.mtz
PDB out: 110427: 1XK4_C_molrepl_refmac2.pdb
Refiment Parameters T refinement O+ 7 L4 10 725 50 I[IZHRO L7 J7728 Kuy,
Run — Run Now A% v &4 L3R N ME D, O

M Run Refmacs [ ==

Do restrained refinement — ‘using no prior phase information — |input

™ Input fixed TLS parameters

no — |twin refinement

I Run Cootfindwaters to automatically add/remove waters to refined structure

MTZ in 100507 — Is1UUa13_refmac1.mt1 Browse | View

FP F_s100a13_01 — |Sigma SIGF_s100a13_01

Job title

MTZ out 100507 — Is1ﬂt]a13_refmac.2.rnt1
PDB in 100507 — I1XK4_C_moIrep1_refmac1.pdh Browse | View

PDE out 100507 — l1XK4_C_moIrep1_refmac2.pdh Browse | View
ugin 100507 — | Merge UB"ISlEkamel\!iew

il

Output liby 100507 —_ I1}€.K4_C_molrep1_refmac1.cif Browse | View
Include keyword file 100507 — l Browse | View

Data Harvesting
Refinement Parameters v
DoIStZI cycles of maximum likelihood restrained refinement

Use hydrogen atoms: use if presentin file — ‘and [ output to coordinate file

I Resolution range from minimum |47.118 to |1.888

¥ Use automatic weighting  Use experimental sigmas to weight Xray terms

Refine isotropic — ‘temperature factors

¥ Exclude data with freeR label FreeR_flag — ‘with valeof[o

Use the free — | set of reflections for fitting the SigmaA estimate

Setup Geometric Restraints I

Carn Man Fo hin € e PRI RN Dnetrninte =
Run — Save or Restore — | ﬂl

Al
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CCP4lnterface DHFRDOIEHE R 7T 2 [AIH @ refmacd D172 EIR L 721% A 1HD View
Files fromJob " ¥ %27 Vw7 L, FNVH T A=a2—@ View LogFile 7 U v 7
ToH LR EOEREZE) ZERTE S, O

Job 2% FINISHED (272 > 7-%. View Log Graph THERKEL OB A2 HREIZIE X
THMIRTn, O

View Files from Job — View Log Graphs Tr 2 7/ 7 7 %%, Tables in File —
Rfactor analysis, stats vs cycle %4 %, Graphs in Selected Table — <Rfactor>
vs cycle TH A 7 V4T R factor (X AREIHTT — & LIk & & OTHOREE, /han
EIZEZEELW) MEFLTWSEEFZ MR TZ %5, Graphs in Selected Table —
<Rfactor> vs cycle TH A 7 /L4IZ FOM vs cycle TH A 7 /LI FOM ((LFHDRED &
L SOfff, REWVEIZEZELY) A EL T ke css, O

Il Loggraph 5_refmacs.log F=F=-==] | | Ml Loggraph 5_refmacs.log b=
File Appearance Edit  Utiities Help | File  Appearance  Edit  Utities Help |
<Rfactor> vs cycle FOM vs cycle

-@- Rfact o o]
—- Rfree
0.
0.4
0.4
02
02 4
o4 0
r T T T T ! T T T T T 1
0 10 20 a0 a0 50 ] 10 20 20 40 50
Ncyc Heye
2381007 30.28.01
Tables in File Tables in Fils
Cycle 1. Riactor analysis, F distibution v resh || | [Cycle 1. Ffactor analysis. F distibution v resin =
Cycle 1. Fom(<cos[DelPhils-acentric, centric, overall v resin Cycle 1. Foml<cos(DelPhils-acentric, centric, overall v resin
Cycle 51, Rfactor analpsis, F distribution v resin Cycle 51. Rfactor analysis, F distribution v resin
Cocle &1, Fom(<cos(DelPhil:-acentric, centric, overall v resin Cycle 51. Foml<cos(DelPhil>-acentic, centric, overall w resin
Graphs in Selected Table Graphs in Selected Table
<Rfactor: vs cycle J <Rfactor: vs cycle J
FOM s cpcle FOM vs cycle
L vs cycle L v cpcle
-LLiree vs cycle -LLfree ws cycle
Geometny vs cycle J Geometry vs cycle J

Graphs in Selected Table — Geometry vs cycle T rmsBOND, rmsANGLE,
rmsCHIRAL (ZNZHfEER, faA. RAMECE T 2HBMHEN S O T i, /NI UVMHE
EERV) BMMETHEHEIZHIITRIBR,
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Il Loggraph 5_refmacs.log (=1 EoR =
File Appearance Edit  Utiities Help |
Geometry vs cycle
» -@- rmsBOND
| -@- zB0ND
29 | s oSt eN0IS 0000000y, 0= rmsANGkﬁ
~@- rmsCHIRAL
14
od
r T T T T !
0 10 20 20 40 50
Ncyc
0232654
Tables in File
Cycle 1. Riactor analysis, F distibution v resh =
Cycle 1. Fom(<cos[DelPhils-acentric, centric, overall v resin
Cycle 51, Rfactor analpsis, F distribution v resin
Cocle &1, Fom(<cos(DelPhil:-acentric, centric, overall v resin
Graphs in Selected Table
<Rfactor: vs cycle J
FOM s cpcle
L vs cycle
-LLiree vs cycle
Geometny vs cycle J

Refmach % H\ 7= restrained refinement O 5,
R factor 1% 32%. free R factor 1% 37% £ TFR -7,
(HEEREA LRI T 2 BT — 2 1T RO 95%,

0 5%D[EYTT — % @ R factor % free R factor & FE5,

free R factor I%, #ERELDIEL <HEA TV NEDLORBIIRIRIEICR5)
FOM /% 70% % T Es o> 7=,
rmsBOND, rmsANGLE, rmsCHIRA O W b HHE LY F23-7-, O
EWVNH LT, TRTORICBNTEE LWEERELET D ENTE T,
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12, SHIHERBRELEZEDSTZHIZ, Coot ZHWT, TR, D TETLVEE
BEIZGbETH, O
Coot Tutorial T Coot Dffiv J5%2 —iE Y @] L7-#%. Run Refmach ¢ View from Job
— Output files ..O PDB 7 7 A /L& MTZ 7 7 A V&~ T, iKkEEET VEE
BEICEbETITEET,

Coot (/i E=8) TA4arw#27L7 ) v LT, Coot ZitL#), Close, No,
F9. BEBEL LR TEET 7 A VR E T,

WinCoot: File — Open Coordinates...,
Select Coordinates File: 1XK4_C_molrepl_refmac2.pdb — OK,

£t tome 2 ﬂ CCPa-Packages |[forMolRep

B Desktop =
Name X |Mu|]|||r|! |

[= X

B AgriBlio_3 Today

o _refimact pdb Todiy

er_refmac pdb

(@) valume_1 @4
[ TOSHIRAZSEM (B

(=12 E Today
(=1 A o) AgriBia_3_molrep_dimer pdb Today
=T W] AgriBso_d_ahgn, pdb Today J
B2 W] AgriBio_4_molrep_dimer.pdb Teday
r_.‘.;II"aB naCH | AgiBio 5 _align pdb Today
s amma =] | W AaiBse & molreo dimer odb Today =
+ - coordinate.flas | ¥
F Recenire

Xowea | o |

|[- ead coordinates file C\CCP4-PackagestarMolRep\AgriBlio_2_molrep_dimer_refmac2 pdb. Mol

WIZ, BEAL LT XBET —4% 7 7 A V2R E E7,
WinCoot: File — Auto Open MTZ...,
Select Dataset File: s100a13_refmac2.mtz — OK,

i WinC
E Reset View About

iﬂ CCP4-Packages || forMlRtep

Name bt | Modhed | [l

¥ AgiiBio_10_nagata_s. refmac. cif Today

s Today
Today
Today
Today
Teday
Today
200701727
Today

B s100813

B T2 -

L - . data-fles "
Xowea | o |

WHHIE~ v 7 ORFHRE 1 20 A lCiE LT,
WinCoot: Edit — Map Parameters...,
Global map properties window: Map Radius: 20.0 Angstroem — OK,

19



HlX, 2Fo—Fc v v 7L, BFOFEMELZ R LET,

REFKIX, Fo—Fc ~ v 7OFENENIELEEEZRL,
AREBTBEDRRNTT R OITHEEREPILTWDEIIN R
AREBTBEN S DT T DITHEEDR B TWRWIGETR
T/RENTWNET,

ZOREFFOBEFEENBENLTWDEINL, MEXEETLILENRHDL DT, N Kiinb
JEICFECTIEEL TITE £,

‘ File Edit Calculate Draw Display Manager Measures ‘alidate HID Reset View About

| 4 Global map properties window

Density Settings

Map Radius: 2.0 Angstroems Apply
Increment Size |0.0500  eddt3
Diff Wap Increment (0.0050 B/ANT

Sampling Rate: |1.5000

[T Dynamic Map Sampling
[ Dynamic Map Display Size

0K Cancel ‘

i ead coordinates file CACCP4-Packages\orkolRephAgriBio 2_molrep_dimer_refmac2. pdb. Mal

EHLTWD 25 FOMIC, g THOBED 2 53 2O TH R 30 A INO b D13 #
RTAHLOICHERELET,

WinCoot: Draw — Cell & Symmetry...,

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

Symmetry Atom Display Radius: 30 A — OK,

mmetry?

Symrmetry & Unit Cell

Symmetry

Master Switch: Show Symmetry Atoms?
® Yes

' No

Symmetry by Molecule... |

Symmetry Atom Display Radius

Radius:|30.0 A
Symrmetry Colour Sym Colour
Colour W ia
olour Merge: —

I™ Expanded Symmetry Atomn Labels?

Show Unit Cells?
' Yes

@ Mo

Apply | ok

HEHLTWORFOZEDEMDIRET & OEiZRRTHEIITHRELET,
WinCoot: Measures — Environment Distances....
Environment Distances: B Show Residue Environment?

B Label Atom? — OK,

20



i Enwironment Distances

[ Show Residue Environment?

Min Distance |0.0  Angstroms
hax Distance 3.2 Angstroms

[~ Label Atam?

WinCoot: Draw — Go To Atom...,

Go To Atom...: +-Chain A — A5PRO — Apply — Close,

HREZ 7 (Enbhf~) T, BE LT I BEREZ TOIIERT D,
ERZ v 7 (GhbE~) T BELLT I /BRI Z OIS 5,

) o To Arom
Define an Atom for Centering

0 ...Bio_2_malrep_dimer_refrnac. pdb 3| Wolacule

A Chain
5 Residue Mumber
CA Atom Mame

Mext Residue |

Previous Residue |

—A11 GLY

FAaT2SER |
[T — [+ [«

Apply Close

ERZ 7 (b—>TF., &

) THRELET I BEEE L bz 5,
ANR—ZANR—Z T L ROT I ) BEEICBET S,
Shift + A=A NR—%H4LHIOT I BREREICBET D,

Z ZFETH, Coot DfFEHIEDEHARFHIT T,

21



A AN Zfi[E 3 LT, 21 PHE/A £ CBEIL T &0,
b L. fTEF X703, Shift + A8 % 8—%# LT 21 PHE/A £ TR T &0,

21 PHE/A X, D FETVOMBEEBETFEELENEG> TOWEREAL, HIEHOEEN Leu 12
o TWET, ZhEBEELET,

WinCoot: Calculate — Model/Fit/Refine...,

Model/Fit/Refine: Mutate & Auto Fit....

Choose a Map: 1 s100a13_refmac2.mtz FWT PHWT Zi#iR L. OK,
Model/Fit/Refine: Mutate & Auto Fit...,

WinCoot: CA/21 PHE/A 1% 2V v 7,

Resi...: PHE (F),

HISHOEED Phe IZEEEINT, o, D FETNLVOMEEBETFBEENEVELEN?
Bl L EER LTS IEEN,
ADOFEFFEBE 50T, JIOFETEDLDETAEL kI,

Model/Fit/Refine: Undo # 2 [F]7 V v 7 LT, /3 ET /VOMEHEZ TICHE L £,
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Model/Fit/Refine: Simple Mutate...,
WinCoot: CA/21 PHE/AJf+%2 27V v 7,
Resi...: PHE (F),

SEFELEST, HFETNEEBTRE L PHICTNTOES,

Model/Fit/Refine: Real Space Refine Zone,

WinCoot: 21 PHE/A DIEEDIRFE2 X T N7 U v 7,

HIESZOMEERE (A CTRREIND) PHIERTOMEEE (Ht) L0 bEFHEEICESTWED,
YD,

Accept Refinement?: Accept.

DFETINEBTEBEENERIZAWVE L,

AR—=ZANR—=ZM LT, ROT I 7 WM 22 THR/IA (TR £,
FEE . 22 THR/IA O F+ET LOMAIE L BETHBELENE>TWVER A,
INEELET S oM B TeoThDL, BRNIZTITET),
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ZOEHIZLT, N Ko n CRgE T, I XCOT IV BEELOSAETIVEBEFEE
LR EbETWEET,

HERIRCEND . N RKign b CoRiE T, 1RET OMER - EEL TV RE RO T,
FEITEHLo TWVD LM LETENLETOT, HEITELET S HELRMLET,

ET. DTEREOEIEITMSENATERREORH Y £T DT, ZNEEELET,
WinCoot: Extensions — All Molecule — [Post MR] Fill Partial Residues — ***** pdb
— OK

OEN, Z NI BOMEZETFREEICHETY 4 v hSHE 7, chain A ® N Kb C
Ko % T, £ D%, chain B D N Kb C KinE T, 1A TOIAREEL TN ET,

20 OHERH Y £,

AT X "Fit Protein using Rotamer Search” T3, ZiUd., &7 I /JBAIEA L V90
MER B TOMOBNTNWHD T, EOMHE (rotamers) OHFNHEFHEEIZ—FR D
HDEIRIRT 5 H1ETT,

WinCoot: Extensions — All Molecule — Fit Protein — ***** pdb — OK

% 1X "Fit Protein using Real-Space Refinement” T, ZiUi, EFEEICE Y LIHIC
G A EHHE 3 2 5E T,

WinCoot: Extensions — All Molecule — Stepped Refine — ***** pdb — OK
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JR SRR 2 TE DT ETEEICADEZ G, KIZ, WinCoot: Validate Dffix D A = =2 —
ZAdio T, SRREEO RO R E T A Ao L, BIEL TITE £,

F 9. Ramachandran 7’2 v b C, F#HO "M (¢, ¢) OOAMANREEINE D NP E
T, AU RERAITEIEL £,

WinCoot: Validate — Ramachandran Plot — ***** pdb

Dynarama: Ramachandran Plot (Phi-Psi Plot) C Disallowed Region (28 % 7 X / E&FE I
WIH—INaeibiEd e, TOT7 IV BELEFTT 5,

87ILE A, 88 ARG A, 8 GLU B, 88 ARG B ™ 4 %L, Wi b7 F REREGFTOT
J BRIRILIe DT, BIEBEEL W,

.:,:' Dynarama

[l

Ok Cancel

WIZ, fER. MEAREDPHEEN R ETREEL RO T BELET,
WinCoot: Validate — Geometry analysis — ***** pdb

Geometry Graphs: 47 I / R IL OB D geometry 7D DT NHRE RIS TN D,
TROT X BIEER DI, ZON—%227 ) v 7 L, TOREDSFETNVEELET D,

[FI#%IZ, Peptide omega analysis. Temp. fact. variance analysis. Rotamer analysis #1T

I/\ij«o
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TRTOHBIZOWT validate SN2 FETADBBTLNTL L, 7 7 A MR,
WinCoot: File — Save Coordinates...

Save Coordinates Molecule Selector: Save Molecule Number to Save: 0 ***** pdb —
Select Filename...

Save Filename for Saved Coordinates: Name: 7 7 4 /L h D E F  (¥****-coot-0.pdb) —
Save in folder: CCP4 THiE L7= 7 + /L4 — OK
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Z LT, BONTRTFEE T 7 A4 v & XBREIYTT — 4 7 7 A )L & % Protein Data Bank (Z
Bk L E T,

Uk,

RS 1 LAT D58 TRALHINCAER L7 PDB 7 7 A Vv %
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RERPRETENENEEA,
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26



