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()= Demonstration - start of automation

.
W applications Wl @ @ & [ ALBULA [7] X105A Expert Launcher | T’ [DA* Server: -] @ AXIS V5914 View - Moz... (@ Live view - AXIS F3 N... 3 TELLt Sample Changer... | QtAD.x86_64 [ [Terminal - e14965@x1... = E[@I B |e F‘H: 1621 (] [ justynawoidyla@psich
,ﬁ Sample Changer G = ALBULA |
File Actions Options Sorting Unattended Help
Please import a spreadsheet to continue..
Samples
.
Namber of Sames: 0
Dear Puck Location #
Mounted Sample | Log messages
Name
Friority :
; > ¥
Required Res. (A) 7]
nothing to unmount |«
update comment

magnet:50.0mA detection suppressed cryojet Ee wounted sasple:nothing mounted

Smith, Panepucci, Kaminski, Wojdyla et al., Unpublished
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=

Spreadsheet format V6

* Non-obligatory parameters are optional
— All necessary params have defaults

PXI/PXII PXill

* Parameters are forwarded to:
— DA+ GUI in manual mode

— Adp in manual and automated modes

2D grid scan Exposure (sec) 0.02 Exposure (sec) 0.1
Transmission (%) 100 Transmission (%) 100
Detector distance 300 Detector distance 300
(mm) (mm)
Maximum grid size 4000 Maximum grid size 4000
Line scan Exposure (sec) 0.05 Exposure 0.1
Transmission (%) 100 Transmission 100
Detector distance 300 Detector distance 300
(mm) (mm)
Maximum grid size 4000 Maximum grid size 4000
Data collection Exposure (sec) 0.01 Exposure (sec) 0.1
Oscillation (*) 0.2 Oscillation (°) 0.2
Transmission (%) 60 Transmission (%) 100
Total range (°) 220 Total range (°) 220
Detector distance 200 Detector distance 200

(mm)

(mm)

* For automated run we recommend
providing the data collection parameters
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(={}» Spreadsheet format V6

X06DA CF Unipuck lyso_1 1 1 test crystal {date}/{prefix}
X06DA CF E-04 Unipuck MX 2 lyso_2 r 2 o2 test crystal {date}/{prefix}
X06DA CF E-04 Unipuck MX 2 lyso_3 r 3 r 3 test crystal {date}/{prefix}
X06DA CF E-04 Unipuck MX 2 lyso_4 r 4 r 4 test crystal {date}/{prefix}
X06DA CF E-04 Unipuck MX 2 lyso_5 r 5 ¥ 5 test crystal {date}/{prefix}
X06DA CF E-04 Unipuck MX 2 lyso_6 r 6 ¥ 6 test crystal {date}/{prefix}
X06DA CF E-04 Unipuck MX 2 lyso_7 r 7 ro 7 test crystal {date}/{prefix}
X06DA CF E-04 Unipuck MX 2 lyso_8 r 8 ¥ 8 test crystal {date}/{prefix}
X06DA CF E-04 Unipuck MX 2 lyso_9 r 9 ¥ 9 test crystal {date}/{prefix}
X06DA CF E-04 Unipuck MX 2 lyso_10 r 10 ¥ 10 test crystal {date}/{prefix}
X06DA CF E-04 Unipuck MX 2 lyso_11 r 11 o1 test crystal {date}/{prefix}
X06DA CF E-04 Unipuck MX 2 lyso_12 r 12 roo12 test crystal {date}/{prefix}
X06DA CF E-04 Unipuck MX 2 lyso_13 r 13 ¥ 13 test crystal {date}/{prefix}
X06DA CF E-04 Unipuck MX 2 lyso_14 ¥ 14 Y o14 test crystal {date}/{prefix}
X06DA CF E-04 Unipuck MX 2 lyso_15 v 15 Y 15 test crystal {date}/{prefix}
X06DA CF E-04 Unipuck MX 2 lyso_16 ¥ 16 ¥ 16 test crystal {date}/{prefix}

Compulsory Recommended
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o I-{}» Spreadsheet format V6

Automation

Data Collection

Type [str]
lysozyme 0.2 0.01 220 60 2 standard
lysozyme 0.2 0.01 220 60 1.5 2 standard
lysozyme 0.2 0.01 220 60 2 2 standard
lysozyme 0.2 0.01 220 60 1 2 standard
lysozyme 0.2 0.01 220 60 1.5 2 standard
lysozyme 0.2 0.01 220 60 2 2 standard
lysozyme 0.2 0.01 220 60 1 2 standard
lysozyme 0.2 0.01 220 60 1.5 2 standard
lysozyme 0.2 0.01 220 60 2 2 standard
lysozyme 0.2 0.01 220 60 1 2 standard
lysozyme 0.2 0.01 220 60 1.5 2 standard
lysozyme 0.2 0.01 220 60 2 2 standard
lysozyme 0.2 0.01 220 60 1 2 standard
lysozyme 0.2 0.01 220 60 1.5 2 standard
lysozyme 0.2 0.01 220 60 2 2 standard
lysozyme 0.2 0.01 220 60 1 2 standard

PXII specific
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Spreadsheet format V6

Data Processing

. Space Group Cell . q
Processing Res Cut Value Autoproc Full Autoproc Extra Trusted High FFCS campaign
Pipeline [str] Nun}ber Parameters Res Cut Key [str] [float] PDB Model [str] [bool] Params [str] No Ano [bool] [float] [bool]
[1x int] [6x real number]
gopy is 15 6jzi True
autoproc is 1.5 6jzi True
Xia2dials is 1.5 True
gopy cchalf 40 False
autoproc cchalf 40 True False
xia2dials cchalf 40 False
gopy 89 78 78 37 90 90 90
autoproc 89 78 78 37 90 90 90
xia2dials 89 78 78 37 90 90 90
gopy
autoproc TRUE
xia2dials
gopy 89
autoproc 89
xia2dials 89 0.9 True
gopy 0.9 True
NOTE: adp uses spacegroup and cell model for -parameter value
parameters. If you do not know the molecular parameter=value
correct values leave these blank. replacement | | oo -M LowResOrTricky
https://www.globalphasing.com/autoproc/manual/appendix1.html Page 6
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()= Spreadsheet format V6 & validation

 Security upgrade (AIT) ®
— https://rp.psi.ch

Secure Logon for F5 Networks

eeeeeee

e Data model which improves:

— Spreadsheet validator e

— TELL GUI
— DA+ GUI

— DA+ server

— Adp
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—T Demonstration - end of automation

»#applications Bl @ €

1 ALBULA [ X105A Expert Launcher | °L [DA+ Server: received .. @ AXIS V5914 View - Moz... @ Live view - AXIS F34 N... | %, TELL+ Sample Changer... | QrAD.x86_64

B [Terminal - e14965@x1... 5

1717 [ | iustyna.wojdyla@psich

- ELL+ Sample Changer GL = ALBULA -
file Actions Options Sorting Unattended Help File Synchronize Auto Load Help

New Window Open Save As Export

Tools
Filter

Legend: & running

success @R skipped 1§ railed unknown

Safety Mount ALC (""" DAQ Dewar Loc. Puck ID Sample # Prefix Folder Priority # mounts Comments m

7 w D5 E0s 7 Iyso7 {datelfprefix} 7 ] test crystal
== 5 w Ds E0s 8 lyso8  {date}/{prefix) 8 o test crystal
File. TEST_LYSOZYMEBROMINE  14.10_2621 unipuck E-04 xlsx o | & s Eoit s aals Ml aater peaniar 8 8 e
Number of Pucks: 1
e 10 b w D5 E04 10 Iyso_10 {datel/{prefix} 10 0 test crystal
Dewar Puck Lacation 1 % D5 Eos 11 lysoll {dateljfprefix} 11 o test erystal
x06da ef  E-04 s 124 w DS e 12 lyso 12 {date}jfprefix} 12 o test crystal
13 w D5 E0s 13 Iyso 13 {dateljiprefix} 13 © test crystal
12 % D5 Eos 11 lysola {datel/fprefix} 14 0 test crystal
15 b 4% b5 E0s 15 lyso_15 {date}/{prefix} 15 0 test crystal
16 s Eos 15 Iyso 16 {dateljfprefix} 16 0 test crystal L
Mounted Sample | Log messages
Comments
Mane lyso_15
test crystal
Priority 15 Tmage X V 1534 1526
Intensity
equired Res. Distance (mm)43.5
Beauired Res. (4 esolution (43.651
Spacegroup
‘ MiPause | cell paramoters
_ e aten ‘ Update coment

1 paver:powered state:Ready task:None position:nCold mode: magnet:50.0mA detection suppressed cryojet: 100.0 K escape:SanoleAlignment mounted sarple:D5-15

Smith, Panepucci, Kaminski, Wojdyla et al., Unpublished Page 8
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https://www.psi.ch/en/sls/pxi/mx-software-documentation

MX Software documentation

PAUL SCHERRER INSTITUT

{2 PSI Home > Labs & User Services > PSD > SLS > PXI > User Information > User Manuals

PXI

Status

User Information

Operation Schedule

Beamline infrastructure

MX Software Documentation

Remote Operation

Dewar shipping

Sample Changer

Data Transfer Service

Data Acquisition

Data Processing and Analysis

Research at PSI Research Divisions and Labs Facilities and Instruments

MX Software Documentation

The current software documentation is available in our shared SWITCHdrive folder &.

Here you will find the following files:

Topic Filename

General guide to MX Software MX_software_documentation

Automated data collection (SDU) Overview SDU_brochure
Instructions for automated data collections (SDU)  SDU_User_Instructions
Latest TELL spreadsheet V(x)_TELLSamplesSpreadsheetTemplate

TELL spreadsheet instructions TELL_Sample_Spreadsheet_User_Instructions

SDU User Instructions.

SDU User Instructions

Authors of this document: Kate Smith & Justyna A Wojdyla
Swiss Light Source, Paul Scherrer Institut, 5232 Villigen-PSI, Switzerland

Version: v2.1
28.02.2022

Validity of this document:
28.02.2022 to 30.04.2022

SLS MX

Table of contents
SDU Capabilities

Before experiment
Scheduling
Beamtime type
How best to use beamtime
Spreadsheet
Format and how to prepare it
Validation
Additional SDU run info

During experiment

How to start SDU

How to leave SDU mode
After experiment

Where to find

SDU Report explained

Appendix 1 Selection of the best spot

pp 2 SDU default

© ® CoO® DN Ga AAARWOWO®R N
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