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o0y about this tool
Launch |newmputparamelers @ )
Questions =

gstem online

0. Loader: upload/download file

from/to local computer;

1. QSTEM simulation, including: Setup
simulation, Run simulation, Show
results, focal series reconstruction,

Use QSTEM simulation:

1. Import files from local computer using “upload" button;
Z.using QSTEM gimulation:

-Setup simulation(save “gsc file, build and choose new
output folder, Simulation is not enabled here);

-Run Simulation: type gsc file name and then Launch;
-Show results:Choose ouput folder to see results;

3. Other compaonets: gmb and convertZcfg tools

export results; oooag
2. Enter gsc configuration file name

you saved when setting up XIMpOrt/Exp... - /X

simulation; e or clipboard.
3. Enter zip file name you want to IR P Siiason - e e @

save as; R
4. Choose to use Structure building ST B S Sl Popups mustbe enabled.

| 5 E Cancel |

and converting tools;
5. Other components, including: gmb
model builder and convert2cfg;
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Upload: upload files from local computer

Download: Download files to local
X Import/Exp... - O X computer

Upload or download
file or clipboard.

, , > Select Download File -0OX
& & Directory: memanohubAuZlGfdatalsessions/f435=5 | |

Upload Download El Shit tif
El filexferz223.10q
Popups must be enabled. E] resources
Cancel |
P ™
File name: I | Open

P' lRD' l Ii: Files of type: All Files {*) _-l Cancel
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-ax 4\ Select target folder for simulation results X

5 [ 22 Steps for setting up simulation: e [@7su | (& [ [

qstem online

X ¢stem online

Use QSTEM simulation
1. Iinport fles from ocal computer using *upload button;
2. using QSTEM simulation

~Setup simulation(save *gsc file, build and choose new .

outout oldsr, Simulation is not snabled here); u Oa C '| e ro r’n Oca
~Run Simulafion: type gsc file name and then Launch; o

~Shaw results:Chaase ouput falder to see results;
3. Other companats: gmb and canvertzerg tools

Tooumioa b T e eT P nemezng com p u te r ;
1. Choose setup simulation;
iesosnes |7, Press Launch;

Files of [[ype: | All Files -]

3 test2

|jhumefﬂaﬂuhub,flu2 16fdatafsessions /742 110/ MewFolder |

1
e — % @ | 3. Load cfg model —

Upload Download

Structure building and convering: @ = |no Popups must be enabled.

Jor —H| Cancel

BElagstem V2.3 x

: : e 4.Create and select
. 5% el . .t X 2713 A [ 2713 A 1 Accept
o esm e kn e d @ new folder for
A —— results for each
T . .
(s simulation;

d Window size: 720
Fa . Number of herizontal model 1 5 S
Number of sfces per subsiabs 5T (Toali 1 . >ave a new (qsc

4\ Save file X

save In: |3 743110 ERERE

3 test
3 test2 5

E) gstem2.gsc

X o= =

hy Scattering 167.2

IRl i Slice thicknessi 2.7155 | A .
Files of Type: |[QSTEM simulation config files (. gsc, ™ dat) o _|Center slices _|Periodic XY _|Periodic T f-l le for eac h
Potential offset: X 0 V[ 0 [ 0 Aoz

. .
= 5 .
e simulation;
_' Defocus: 60 nm Scherze .
Jr— o o 4 6 Close th'ls
L]
. Spherical Aberr. C3: | 10 mm higher ord o
Tos o oY Temperature: 200 K TDS 30 TD5 . . .
FEEVE L AT e age(simulation is
Zsize— Viewfrom. Ce: 1.0_fmm, dE| 0.5 [gei
Lpdate View ﬂ")umw__ "Gmp Convergence 15 | mraa

e 1= (& Slab i Beam tilt: [0 deg, Y[ o Lniltba.. bl d h gh
S EmC RN D not enabled throu

"
1 e[ 1 M| 1 JBox (@ Nealls . .
o i o L2 o |ErEnae e Mimber 1 % e [ 0 Ower | 20f ma this page .
IR
Add | Del |Offsetdt [ OffsecY: ol mra
M ITEM _coherent CBED ,*J = o

Output
nfig | Advanced Settings| Starc Simulation| Display Results| ’75“@; [ 10 | Folder| tast _J

o

)
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Load Cenfig | Save

*** Start simulation/Display results buttons will not work in the QSTEM online. Will be fixed soon***
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About this tool
DEBUG: CImagell::WriteData: filename is testd X
DEBUG: CImageI0::WriteData: filename is test?

DEBUG: CImagell::WriteData: filename is testl
DEBUG: CImagell::WriteData: filename is testl

—
.

Choose Run simulation;
2. Enter gsc config file name
you saved when setting up

FhtkrrEdEbrrrbttEEErEs 2 FrEEEEEE LT E LS
* quy: 14 | intensity | time(sec) | chi~2

4+ 0.080304 | 0.999680 | 15.000000 | O.00000
+# 0.079251 | 0.999680 | 14.500000

: : Debug: parOpen operating on: /home/manchub/lu
S]mUlatlon; Lattice parameters: ax=54.31 by=54. 31 cz=54.3
Size of Super-lattice: ax=54. 31 by=54. 31 cz=G
Debug: parlpen operating on: fhome nanchob /1o
3. PreSS LaunCh; ra.ngg olg thErmalliy disp%aced atoms (B000 atom
. . . ¥ -0.0188266 .. E4.187
. T: -0.0206633 .. 54.1831
4. Simulation Processing; b oD o

DEBUG: stemlib::make3Dslices : muls. cfgFfile =
Cannot open file testl//hone nenohub/1ulle/da
T sec used for real space potential calculati
Making phase gratings for 20 layers (scale=0.
0.7 sec used for meking phase grating, no han
Pixels complete: (10100}, int. =1.000, =awg ti
Pixels complete: (201003, int. =1.000, awg ti
Pixels complete: (3071003, int. =1.000, awg ti
Pixels complete: (40/100), int.=1.000, awg ti
Pixels complete: (50100}, int.=1.000, awg ti
Pixels complete: (60100}, int.=1.000, awg ti
j Pixels complete: (70,100}, int.

GISTEM Simulation:IRun Simulation 1

Add gsc name: |qstemZgsc &
| N P

Structure building and converting: @ -_] no

I J Ahort |

o
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X gstem online -0Ox

2 (=] @ warans Steps for showing results(similar procedure for
e “™  focal series reconstruction):
e st 1. Choose Show results;

2. Press Launch;
3. Select folder and img file.

B showimage - Ox
QSTEM Simulation: | Show Results v File
I" 43 HBHQ|+\:\W@Q|@E

Structure building and converting: @ -_J no

I —] Abort

B

fhome/nanohubflu2 16,

0.9985g Select folder J

detector Limyg & |
detectorl_0.img
detectorl_limg

dctor21.im

-

Source siza | O
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Thickness: 27.2A g jgj?fs
Sampling: 1.4 1.3A, 30 runs averaged over

STFM imana =1 Windov\ﬂ Quantify)

0.9365
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» gstem online _ 0% X Import/exp... - O X

- . Upload or download
+ 0y Aboutthis fool
3 4| Q Questions: file or Clipboard.

Resut | o 3 & &
: .

Upload Download

Steps for exporting results:

1. Choose Export results;

2. Enter zip file name you
want to save as;

Popups must be enabled.

3. Press launch;  Cancel |
4. Press “Download” ; T _oOx
5. Find the Z'lp file you Directory:  Momeianohu/iuZ1 Gilatasessions/743110 — |

saved and export to B et B fledeaial iog

local. (zip file contains 5 bmiiog D dnrge 0

all the files including : D Aty D i

Cfg file, folders, lmg S Simmaﬂon:llExpm et 5 - g T?IléinyrZZDE.lug E ;?_res?;rzggi%nﬂgl_mst.cfg

files and other config At dp fie name: esa g =

fileS) Structure building and converting: @ = | no File pame: |result zip Open

| [ | NCEISS Files of type:  All Files (*) —-| Cancel |
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s i Structure Building and converting
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X gstem online

Steps for using file converting:
0. Upload xyz or xtl file using
loader

1. Choose “yes” for “Structure
building and converting”;

2. Choose “convert2cfg”

3. Press Launch;

4. Choose file you want to

-Ox

. Ty About this tool
3 Launch | news input parameters @ .
questions

Running simulation...

Not all CPUs are enabled.

4\Pick a .xyz or .xtl file

X Import/Exp... - O X

Upload or download
file or clipboard.

LR

Upload Download

Popups must he enabled.

Cancel |
X

Look In: |23 743110

-] (] 2] e ] ]

(3 tast

3 test2

convert.
QETEM Simulation:lExport results j
Add zip file name: |result.zip File Mame: |a|-><\f2 |
Structure building and convering: @ jmm yes 1 — Files of Type: | (02) "
Other components:lconveﬂZcfg 2 B
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QMB model builder is not fully functional in

this version! We are trying to make it
functional in later version.
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» More resources:

QSTEM software introduction: http://gstem.org/

QSTEM group mailing list: https://groups.google.com/forum/#!forum/qgstem
QSTEM software at Ulm University: http://elim.physik.uni-ulm.de/?page_id=834

QSTEM source code is hosted on github.com.

» Reference
Christoph Koch, “Determination of Core Structure Periodicity and Density Along
Dislocations,” PhD dissertation, Arizona State University (2002)
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http://qstem.org/
https://groups.google.com/forum/#!forum/qstem
http://elim.physik.uni-ulm.de/?page_id=834
https://github.com/QSTEM/QSTEM

