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ACCESS TO HB2A DATA

 The Hb2a experimental files are accessible on
the instrument using the running SPICE data
acquisition and data reduction system

* The data may be accessed and reduced
remotely by downloading the files from a
secure HFIR server using the HFIR Graffiti
software which may be downloaded and

installed from:
http://neutron.ornl.gov/spice/ or

http://neutron.ornl.gov/spice/Executables/
Graffitilnstaller%20version%202.6.0.53.exe




IF USING GRAFFITI, DOWNLOAD THE DATA FROM SERVER

Instrument HBQ v‘ Experiment # ’..) K

[ SPICE TAS Data Browser (e @] =]
File View Help
Setup | Data | Powder Data | Utilities | Logfile Preferences | i

Local Directory % CA\Data 4

AN

©

Experiment Setup |UBMa|rix |

U

y2

Exp.ﬁlel igating the i of GaFe204 by Neutron Diffraction

Fixed Ef

Local Contact Clarina dela Cruz

< —

Users Icumadeh(:mz
Energy 147 Fixed EVEf??
Mono. Name < 5 LMono. d-spacing |0

M S A

Set instrument to HB2a
Set experiment number

Set local directory to your choice (default to
C:\Data)

Press “Download Files from Server”
Check experiment information in lower part

to ensure you downloaded the correct
experiment

Sample Name | GaFe204 and GaNi204

Sample Type  crystal
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1. ENTER THE “POWDER DATA” TAB

(s @=]

[ SPICE TAS Data Browser
File View Help
Setup | Data | Powder Data | Utilities | Logfile | Preferences
Instrument HB2A v‘ Exgerimépt # .’-}) 352
Local Directory % C:\Data =
Experiment Setup I UB Matrix |
Exp. Title Investigating the { of GaFe204 by Neutron Diffraction Sample Name  GaFe204 and GaNi204
Users  Clarina dela Cruz Local Contact | Clarina dela Cruz Sample Type  crystal
Energy I 147 Fixed EVEf?? Fixed Ef V‘ Scatieting Drections
Mono. Name I Mono. d-spacing 0 -t -
M S A
< 1

al




2. ENTER THE “NORMALIZED” SUB-TAB

ﬂ SPICE TAS Data Browser E]@

File View Help

1~

Setup | Data Powder Data | utilities | Logfile | Preferences
Exp No. | ﬂl TwoTheta Zero
RAW | vi | Normalized | Binning Raw Data  Advanced Setup I
Gaps
' C:iDatalHB2A\Software\|SPICE\Confil_fil§s\gaps.txt Sl  MewsShnngEmor
Exclude_Detectors -
I C:\Data\HB2A\Software\SPICE\Confi§y_filgs\Exclude_Detectors.txt ‘E
Vcorr
I C'\Data\HBZA\Soﬂware\SPlCE\Con filgs\Wcorr.txt ‘E
DatafiesPath
% C:iDatalHB2A =
Path String
| Path Name
Swap from File Read Error
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3. ENTER DATA DETAILS

[ SPICE TAS Data Browser

[ o )

File View Help

Setup

‘ExB N
7

B 0 0
10 15 20

HE o

Scan No.|

Scan No. Yo

0.
2
v

Powder Data ‘ Utilities | Logfile Preferences

TwoTheta Zero
}) 0
r Normalized ’ Binning Raw Data | Advanced Setup |

Save XYZ File

Exclude Det's

the Experiment Number, Scan
Number, and the Normalization
Monitor(default value at 20,000

counts/minute)

25 30 35 40 45 50 S5 60 65 70 75 80 8 9 9 100 105 110 115 120 125 130 135 140 145 150
2 Theta




4. VIEWING MULTIDETECTOR PATTERN

SPICE TAS Data Browser [E=5ECR

File View Help

Setup | Data Powder Data | Utilities Logfile Preferences |:
Exp No. | Scan No.| ) TwoTheta Zero
RAW Detector | Individual Detector ~Nofjalizegedy Binning Raw Data | Advanced Setup |

N oner o ==l 1. Press the “Load Data” Button to
y L] L]
New e Nome . _I- view noramlized data

—— 2. The Green button will show the

measurement configuration for the

47500

data set

42500 -]

(i.e. means A=2.41A,

o) a,, pre-sample collimator is IN)
biﬁiﬁﬁi 3. On the instrument computer, the
e data is stored at C:\Data\HB2A

-

22500
20000- \exp#
17500-
15000-]
12500-]
10000-

7500

5000

2500-




5. SAVE 3-COLUMN (XYZ) INTERMEDIATE FILE

[ SPICE TAS Data Browser

Normalization Monitor

A
p 20000

New File Name

C:\Data\HB2A\exp352\Datafiles\Scan_6.dg

Save XYZ File

Raw Data | Advanced Setup |

0 -
Exclude Det's ¢

=] HB2A_exp352_scan0016
£ index

[} indexhtml@C=D;0=A
|} indexhtml@C=D;0=D
[ indexhtmi@C=M;0=A
| indexhtmI@C=M0=D
[ indexhtml@C=N;0=A
|} indexhtml@C=N;0=D
[ indexhtml@C=5,0=A
| indexhtml@C=5,0=D
5] Sean_2 7/23/201411:39 AM
=] Scan_3 7/9/2014 10:06 PM
=] Scan_4 7/22/2014 3:26 PM
5] Scan_5 7/11/2014 1:45 AM

7/22/2014 3:
7/22/2014 3:
7/22/2014 3:

M DAT File

HTML Document

HTML@C=D;0=A...
HTML@C=D;0=D...

HTM
HTM

HTML@C=5,0=D ...

DAT File
DAT File
DAT File
DAT File

| =] Scan_6 7/22/2014 3:32 PM

DAT File

(2] Scan_7 7/22/2014 3:32 PM
7] Scan 9 7/11/2014 1:45 AM
|Z] Scan_10 7/11/2014 1:45 AM
2] Scan_15 7/22/2014 4:00 PM

DAT File
DAT File
DAT File
DAT File

= E][=]
File View Help
Setup | Data Powder Data I Utilities Logfile Preferences | i
Exp No. | Scan No.| TwoTheta Zero
o -_w_ o
RAW Detect: | i D —

Save XYZ File, Press the “OK”
Button

This is an intermediate file that
stitches together the output
from all 44 detectors

The raw data files
“HB2a_exp0#_scan#.dat” and
the XYZ files “Scan_#" are

saved at the instrument
computer at C:\Data\HB2A\exp#
\Datafiles\Scan_#.dat

1
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6. BINNING THE XYZ INTERMEDIATE FILE

SPICE TAS Data Browser

= Eon <)

File View Help

Setup | Data Powder Data ‘ Utilities
Exp No. Scan No. TwoTheta Zero
g g (R Gl 5
RAW | ingi D Normalized ‘ Binning Raw Data | Advanced Setup |
Normalization Monitor Save XYZ File 0 2
;} 20000 Exclude Det's ¢

New File Name
C:\Data\HB2A\exp352\Datafiles\Scan_6.dat

| Logfile Preferences

Enter the “Binning Raw Data”

Sub-Tab

m




7. BINNING THE XYZ INTERMEDIATE FILE

File View Help

Setup

| Data

Powder Data

I Utilities
TwoTheta Zero

.

| Logfile | Preferences

RAW | ized | Binning Raw Data | Advanced Setup |

Fi:,m =~ Tolerance

0 & gfoos

: ~ [comweninng

g — _E' g Choose the “Tolerance”.

) This is the size of the bins within
which the data will be averaged in
- 2theta and Intensity. The default
value is 0.05 degrees which is the

typical step-size in the data
. acquisition.




K Open

8. BINNING INDIVIDUAL SCANS

G@ﬂ 1\ » Computer » OSDisk (C) » Data » HB2A » exp352 » Datafiles »

- I‘, | I Search Datafiles

File name: Scan_6

Organize v New folder =~ 0l @
3% Favorites Name : Date modified Type Size i
o =] HB2A_exp0352_scan0016 7/11/201412:03PM  DAT File 63 KB
B Downloads 2 index 7/22/2014 3:10PM  HTML Document 9KB
] Recent Places || indexhtml@C=D;0=A 7/22/20143:10PM  HTML@C=D;0=A... 9KB
|| indexhtml@C=D;0=D 7/22/20143:10PM  HTML@C=D;0=D... 9KB
o || indexhtml@C=M:0=A 7/22/2014310PM  HTML@C=M;0=... 9KB e | utilities
"E} 'Z'a"es [ ] indexhtml®C=M;0=D 7/22/2014310PM  HTML@C=M:O-=... 9KB TwoTheta Zero
d Mc::cme"ts | ] indexhtml@C=N;0=A 7/22/2014 310 PM  HTML@C=N;0=A.. 9KB - m glo—
. 0 index.html@C:N;O:D 7/22/20143:10PM  HTML@C=N;0=D... 9KB —_— | Advanced setup |
B Videos || indexhtml@C=5;0=A 7/22/2014310PM  HTML@C=S5;0=A .. 9KB
|| indexhtml@C=5;0=D 7/22/2014 310 PM  HTML@C=5;0=D ... 9KB i
8 Computer [E) Scan_2 7/23/201411:39 AM  DAT File 29KB ;rolerance
£, 0sDisk (C) 7] Scan_3 7/9/201410:06 PM  DAT File 78 KB o 0.05
=] Scan_a 7/22/2014 3:26 PM DAT File 111KB
@ Network =] Scan 5 7/11/20141:45AM  DAT File 92KB .
| =) Scan 6 7/28/201411:13 AM  DAT File 111 k8|
\2] Scan_7 7/22/2014 3:32 PM DAT File 97 KB Step Size (GSAS)
| Scan 9 7/11/2014 1:45AM  DAT File 111 KB g‘W
] Scan_10 7/11/20141:45AM  DAT File 74 KB
|7 Scan_15 7/22/2014 400 PM  DAT File 111 KB

Click the “Folder” Button
m: to Open the Scan_# You

Want to Bin

Wl

JA J_/_,



8, BINNING INDIVIDUAL SCANS

| Data Powder Data Imiliﬁes | Logfile | Preferences
Exg No. Scan No. TwoTheta Zero
g g -m o

RAW | jvi Normali Binning Raw Data |Advamed5etup]

Paths

EC:\Data\HBZA\expBSZ\Dataﬁles\Scan_G.dat g ~  Tolerance C o m p ute B i n n i n g by P ress i n g th e
@ = Yoos ” e
= Compute Binning” Button

V)
i)

i)
i)

Babe Ful HB2A DataPlot [ /\/
50000.0-
47500.0-
45000.0-
42500.0-
40000.0-
37500.0-
35000.0-
32500.0-

3 30000.0-
g 27500.0-
25000.0-

E 22500.0-
£ 20000.0-
17500.0-
15000.0-
12500.0-
10000.0-
7500.0-

5000.0- ﬁ
25032: 43 —— 2 i S W W 1 A ﬁ_.; i i

1 1 U U 1 1 1 1 1 1 1 1 1 1 U U 1 1 1 1 1 1 1 1 1
50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 90.0 950 100.0 1050 110.0 1150 120.0 1250 130.0
2Theta (deq)

< m ] »




Bl SPICE TAS Data Browser

8. BINNING INDIVIDUAL SCANS

File View Help

Setup | Data Powder Data | Utilities
<0 No. n No TwoTheta Zero
el o I el 5o
RAW D I D I Normalized Binning Raw Data | Advanced Setup I
Paths

C:\Data\HB2A\exp352\Datafiles\Scan_6.dat 4 Tolerance

5 hl go.os

; - [
3 |

l% _! ol Step Size (GSAS)

g 0.05
50000.0

v

v

v

Preferences

Save the File Either As a FullProf
File or a GSAS File by Clicking
the Appropriate Button

HB2A DataPlot Wl

47500.0-
45000.0-
42500.0-

40000.0-
37500.0-
35000.0-
32500.0-

E 30000.0-

§ 27500.0-

>, 25000.0-

‘2 22500.0-

€ 20000.0-]
17500.0-
15000.0-
12500.0-
10000.0-
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L S
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9. SAVING BINNED

n Choose file to write.

UO [1 > Computer » OSDisk(C) » Dats » HE2A » exp352 » Datafiles »

Organize v New folder
. Name ° Date modified Type Size
M Desktop | - binned 7/23/20141:29PM  File folder |

~ [ 4 ||[ Search Datafites

2|

m

) /REDUCED FILES

i Downloads T HB2A_exp0352_exclude_detectors 7/22/2014325PM__ Text Document TK8
] Recent Places | HB2A_exp0352__gaps 10/17/20133:54 PM  Text Document 1KB
[} HB2A_exp0352_Ge 113 IN_vcorr 7/10/20141031 AM  Text Document 3K8
4 Libraries [} HB2A_exp0352_Ge 113 OUT_veorr 6/18/20141:18 PM  Text Document 3K8
[ Documents ] HB2A_exp0352_Ge 115 IN_vcorr 6/18/2014118PM  Text Document 3KB
&) Music [ HB2A_exp0352_Ge 115 0UT_vcorr 6/18/2014118PM  Text Document 3K8
& Pictures (=] HB2A_exp0352_scan0001 7/9/2014344PM  DATFile 178
Videos =] HB2A_exp0352_scan0002 7/9/2014351PM  DATFile 2K8
[=] HB2A_exp0352_scan0003 7/9/2014620PM  DATFile 63Ke
1% Computer (=] HB2A_exp0352_scan0004 7/9/20141029PM  DAT File 93KB
&, ospisk () ] HB2A_exp0352_scan0005 7/10/2014 10:40 AM  DAT File 77K8
=] HB2A_exp0352_scan0006 7/10/20146:44 AM  DAT File 93KB
€ Network =] HB2A_exp0352_scan0007 7/10/201410:26 AM  DAT File 82Ke
(=] HB2A_exp0352_scan0008 7/10/201410:39 AM AT File 5KB
=] HB2A_exp0352_scan0009 7/10/2014 248 PM  DAT File 93KB
=] HB2A_exp0352_scan0010 7/10/2014548PM  DAT File 63KB
(5] HB2A_exp0352_scan0011 7/11/2014102AM  DAT File 76 KB
7 LBAA 38D ~oncints 771 MA AT ANe naT e 1100

File name: ~  [AuFiles ()

L= (& &
Data Powder Data | Utilities | Logfile Preferences |:
M TwoTheta Zero
[tosapam | cevameams ] o
ftector | Normalized ~Binning Raw Data | Advanced Setup |
les\Scan_6.dat | - Tolerance
& 5005
G|
=
" & '
ol Step Size (GSAS)
| gt [SsereresAs T o
] HB2A DataPlot l

Create a “Binned” folder under
“Datafiles” to Save the reduced Binned
files in

20000.0-
17500.0-]
15000.0 -|
12500.0-]
10000.0-|

7500.0-
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) S

A

m

|

[ 1

0.0-}
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' ' ' ] ' ] ' ' ] ' ' ] ] ] ' ]
100 150 200 250 300 350 400 450 500 550 600 650 700 750 80.0 850

2Theta (deg)

' ] 1 ' ' ] ' | |
90.0 950 100.0 105.0 110.0 115.0 120.0 125.0 130.0
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& Choose file to write.

To Save as a FullProf File, use the filename extension “.dat”

X

@@vl .. » Computer » OSDisk (C:) » Data » HB2A » exp352 » Datafiles » binned v I 5 | | Search binned yel |
Organize v New folder = 0 @
¢ Favorites Name ° Date modified Type Size s
Pl Desktop 7] GeNi204_Gel13_T4K 7/10/2014 10:32 AM  DAT File 145 KB
& Downloads @ GeNi204_Gell3_T12K 7/11/20141:46 AM  DAT File 145 KB
“‘f.“ Recent Places &1 GeNi204_Gel13_T22K 7/10/2014 10:41 AM  DAT File 138 KB
7] GeNi204_Gel13_T50K 7/11/2014 1:46 AM DAT File 145 KB
4 Libraries =] GeNi204_Gel13_T100K 7/11/20141:47 AM  DAT File 127 KB
5| Documents 2 index /22/2014 310 PM  HTML Document 3KB
& Music __ index.html@C=D;0=A 7/22/2014 3:10 PM HTML@C=D;0=A... 3KB
(=] Pictures | index.html@C=D;0=D 7/22/2014 3:10 PM HTML@C=D;0=D... 3KB

i Videos | index.html@C=M;0=A 7/22/2014 3:10 PM HTML@C=M;0=... 3KB =
| index.html@C=M;0=D 7/22/2014 3:10 PM HTML@C=M;0=... 3KB
1% Computer | index.htmI@C=N;0=A 7/22/2014 3:10 PM HTML@C=N;0=A... 3KB
ﬁ 0OSDisk (C:) | index.html@C=N;0=D /22/2014 3:10 PM HTML@C=N;0=D... 3KB
| index.html@C=5;0=A 7/22/2014 3:10 PM HTML@C=S5;0=A ... 3KB
?- Network | index.htmI@C=5;0=D 7/22/2014 3:10 PM HTML@C=S;0=D ... 3KB
E} Scan_2 7/23/2014 1:29 PM GSA File 91 KB
| summary_352 7/10/2014 5:30 PM Text Document 1KB
&} test_fp 7/22/2014 3:28 PM DAT File 145 KB

=] testfp_2 /22/20143:34PM  DAT File 145 KB T

= Iy 299 204 4 2 908 DAL g fat | u') %

File name: - JAiFiles ) -
(o] Iv] [ Cancel ]

9. SAVING BINNED /REDUCED FILES

The Fullprof file is a 3-column data file

(2theta, Intensity, error bar)

[7.02s
7.100
7.175
7.275
7.350
7.425
7.525

7.600

7.675
Data 7.77S
7.850
7.525
8.000
8.075
8.175
8.250
8.325
8.425
8.500
8.575
8.675
8.750
8.825
8.925
9.000
9.075
9.175
9.250
9.325
9.425
5.500

jles\Scan_¢

9.575

S.646

00.0-
45000.0-
42500.0-
40000.0-
37500.0-
35000.0-
32500.0-
B 30000.0-
g 27500.0-

S.711
S.771
5.830
5.896

460.319
466.059
430.744
466.106
450.177
525.875
511.627
458.236
538.59%¢
555.171
495.54¢6
517.105
532.449
535.809
530.088
552.063
531.989
547.¢678
494.792
498.571
525.239
535.974
543.405
524.731
501.882
482.960
546.515
485.95¢6
554.643
513.537
544.261
532.936
482.867
447.919
475.857
483.597
515.192

. E s T e B
ﬁheta Intensity Error Bar

15.171
21.588
14.676
15.266
21.217
16.215
15.994
22.321
16.410
le.721
22.351
1l6.080
23.075
le.368
16.280
23.45¢
16.305
le.548
22.244
15.789%
1l6.267
23.151
1l6.483
le.198
22.403
15.540
16.530
22.044
16.653
1l6.024
23.329
16.324
15.538
12.219
15.425
12.696
16.050

oz

p—




9. SAVING BINNED /REDUCED FILES

To Save as GSAS File, use the filename extension “.gsa”

E Choose file to write.

@@vl | » Computer » OSDisk(C:) » Data » HB2A » exp352 » Datafiles » binned

Organize v

New folder

‘1 EavOTes Name Date modified Type Size
Bl Desktop @ GeNi204_Gel13_T4K 7/10/2014 10:32 AM  DAT File 145 KB e 1 2265 477 coner 702.500 5000 0 0 men
ot e 2] GeNi204_Gel13 T12K LRI YR R 6621 13,27 455,45 1o.23 47541 12,85 525,47 16,02 S1.75 1620
) Recent Places =] GeNi204_Gel13 T22€ 7/10/2014 10:61 AM  DAT File 138 K8 SRS ma ol mm o mos e el e o
=] GeNi204_Gel13_T50K 7/11/2014 146 AM  DAT File 145KB wny il BN el ERE B e R anil R
4 Librares 2] GeNi204_Get13.T100K TL2014147AM  DAT File 127 K8 e A T
9 Documents £ index 7/22/20143:10PM  HTML Document 3KB 557 2012 fpRese 1SSt AT IS0r pienn 16%n el o
&' Music | index.htmI@C=D;0=A 7/22/2014 310 PM  HTML@C=D;0=A... 3KB X X “9 .
[&=] Pictures | index.html@C=D;0=D 7/22/2014 3:10PM  HTML@C=D;0=D... 3KB . . 50 .
B videos | ] index.html@C=M;0=A /22/20143:10PM  HTML@C=M:O=... 3KB heite 15095 o031 1aa1 sovior 1oior samer 1eiss 35131 1410
| indexhtml@C=M;0=D 7/22/2014310PM  HTML@C=M;Ox=.. 3KB : : 3 :
1% Computer || indexhtml@C=N;0=A 7/22/2014 310 PM  HTML@C=N;0=A... 3KB
&, 0sDisk (C:) || index.html@C=N;0=D 7/22/2014 310 PM  HTML@C=N;0=D... 3KB
|| indexhtml@C=5;0=A 7/22/20143:10PM  HTML@C=5;0=A ... 3KB
€l Network | indexhtml@C=5;0=D 7/22/2014 3:10PM  HTML@C=5;0=D ... 3KB
=] Scan_2 7/23/20141:29PM  GSA File 91 KB
| summary_352 7/10/2014 5:30 PM  Text Document 1KB
=] test_fp 7/22/20143:28PM  DAT File 145KB
7] test_fp2 7/22/20143:3 PM  DAT File 145 KB

File name:
-_——

45000.0-
42500.0-
40000.0-
37500.0-
35000.0-

32500.0-
7 20000 0 -




10. BINNING MULTIPLE SCANS
Click each of the “Folder” Button to Open the intermediate XYZ files

“Scan_#" you want to Bin

" Il SPICE TAS Data Browser folre ==
File View Help
Setup | Data Powder Data | Utilities | Logfile Preferences |;
Exp No. can No TwoTheta Zero
= g -—H_ g
RAW Detector | ized Binning Raw Data | Advanced Setup |
Paths
ﬂ C:\Data\HB2A\exp352\Datafiles\Scan_6.dat Tolerance
EC:\Data\HBZA\expSSZ\Dataﬁles\Scanj.dat 3\ 0.05

i)

: ot g

2 Step Size (GSAS)
| save For Fuprot_| oo

+Hilwo |
$0000.0
47500.0-
45000.0-
42500.0-

Data files that are binned together

37500.0 -

— should be measured in the same

environmental conditions as well as

gggggfgf counting parameters for the
el statistical variance to be meaningful

HB2A DataPlot Wl

m

"5 100 150 200 250 300 350 400 450 S00 SS0 600 650 700 750 800 850 0.0 S50 100.0 1050 110.0 1150 1200 1250 130.0
2Theta (deg)

m )




10. BINNING MULTIPLE SCANS

Compute Binning by Pressing the “Compute Binning” Button

r 3
[ SPICE TAS Data Browser (e E][=]
File View Help
Setup | Data Powder Data I Utilities | Logfile | Preferences i
Exp No. Scan No. TwoTheta Zero
o) g -_ go
RAW | ndivi Normali Binning Raw Data | Advanced Setup |
Paths
9 C:\Data\HB2A\exp352\Datafiles\Scan_6.dat |~ Tolerance

47500.0
45000.0-|
42500.0-|
40000.0-|
37500.0-
35000.0-
32500.0-
30000.0-
2 27500.0-
é 25000.0-
2 22500.0-
20000.0-|
17500.0-]
15000.0-
12500.0-
10000.0-
7500.0-
5000.0- ‘k
2502:3: i A E 3 s i X L i S

1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 ] 1 1 1
50 100 150 200 250 300 350 40.0 450 500 550 60.0 650 700 750 800 850 900 950 1000 1050 110.0 1150 120.0 1250 130.0
2Theta (deg)




11. SAVING REDUCED/ BINNED FILES FROM
MULTIPLE SCANS

) SPICE TAS Data Browser [T
File View Help
Setup | Data Powder Data | Utilities | Logfile | Preferences
ExpNo. |  Scan No.| TwoTheta Zero
gl oo i ——T—
9 - , o° Save the reduced file in the
RAW Detector | Individual Detector | Normalized ~Binning Raw Data | Advanced Setup | “binned” folder either as a
Paths
[ comaroonepsssonstesse bam 42| - Tolerance FullProf file or a GSAS file by
& C:\atalHB2Aexp352Datafies\Scan_7.da =l 005 clicking the appropriate button
] — _ with file extensions *.dat and *.gsa
i % respectively (see step 9)
I% —! ~ Step Size (GSAS)
g|o.05
+HiEw | HB2A DataPlot |~
260.0
240.0-
220.0-
200.0-
22 OAK

T~ RIDGE

|l



