Creating a new method file on the Shimadzu 2020 LCMS:

You can create or open files whilst the machine is off (see the right hand side window in Image 1
which shows the computer is not connected to the system).

Note: It is not possible to view or create a new method file whilst running a sample. The sample must
be stopped and then a method can be modified/created.

Sometimes there is no option of opening or creating a new method file when you click on “file’, and
instead there will be an option to create some other file (e.g. batch). For example, if the instrument
was left on with a batch run, it will not allow you to create a new ‘method file” but a new “batch file’
instead. If this occurs, click on the “‘All’ tab below the viewable filenames (next to the batch tab). This
is circled in Image 1.

To open a method file, click ‘File’, “Open’ (Image 1).

Step 1: Click ‘File’, “New’ and then ‘Method file’.
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Image 1. First step.

If you still have problems opening/creating a new method file tryclosing whatever dialog box is open
and then click file, new, method file.

Step 2: Select the parameters for your run (in the MS tab). (Image 2)

Click the “‘Scan” mode (image 2) or scroll to select the desired spectrometry mode. Choose the desired
mass range (in scan mode). Scan speed need not be changed. ‘Event time’ = sampling time (no. of



scans per second), select ‘1’ seconds (between 0.2 — 1 s is fine). The higher the event time, the larger
the data file.

Leave the detector voltage determination up to the machine by selecting ‘relative to tuning result’ and,
as in image 2, leave the detector voltage at 0 kV. Therefore, the machine will optimise the detector
voltage. As in image 2, leave the other voltage settings (e.g. “Tuning File’) as is.
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Image 2.
A time range for “acquisition time’ should be entered. E.g. for a half an hour run, select 0 - 30 min.

According to Cedric, there can be up to about 50 events running at the same time with different mass
parameters (e.g. 50 different mass spec. ranges can be detected in one run). To create a different
‘event’ right click on ‘Event 1 Scan(+)’ (stay on the same MS tab) and click ‘event add’ (Image 3).



B Reallime Analysis (LEMS 2020-System Administralor) - [Dala Acquisition - Untilled]

| e £ wew pothod [renment goqkion Gota Took -8 x
|D2P «xd [BHg O=AF 2 | , =t =M 2= S | ) ) ()
| =y Iz ? | L0 @ ?
] |LoNot Gonnested PDAN! Gonnested Mot Gonnected — s
Tovngin Home - e -
ject 11y | |SampieiD : acn oA ekl
Dits Comment - M Mok Connected
= : I -
& Test M FoA_jrs jaL ) |.—] |""—+|] I.ﬂ
2 Tes M5_zdem 1) i1 Machionly: 0
e T T = [ i
o ﬂ lem | Valuw | Seling | Umis |
Shat 0 25 50 s 100 125 150 175 . T Flowe ritsin
gl L Fusap & Flows i e
s T Irsiuaend Paamsiers Vrew [ Homa L Eanced) . Pumy 8 Flow il fman
- Cond E
ME | ieface | Andoa Ouens | Date dcmistion | LE Time Prog. | Pure | PO | Cohrn Oven| Consaler | Avtarameler | AutoPurge, L""‘“::“"“ pai
-~ y Pl )
Segueniiil  Aogistion Toe |0 e min il Busson
8§ gl_].,E_anrmmrm Injection Vnkme: ]
Everd Irmert nMods: [Sean | @Podive () Negaive Pusp & Degaiset )
Duen Tempitns r
Irdeilace
ol 100 Endmfz [N s =
Inteaiace Vokage W
canSpeed 406 weee  Theswit [0 Iderlace Cunent e
> | OL Terpeistes c
Hesl Bl Teg C
- Mretadir o FI Lfrvmn
Evenl Tima 1 e Mo Sean N Tinjeg e e
P Vacum Fa
Dietector Violage: (2) Fislalrve Lo the Tunrg Aeadt O Alssolute 16 Vacum Fa
] [
Irkeiface Vokege | - DL Viokege Qeaeay DC Vokage - - Q-snay AF Voltage
(3 Turing Fie ) Detok IV] () Defouk [0V 1) Tuning Fis
ol we oy ¢ | el I s} 1 o
¢ ¥
= Message | Sub Mesrage Date Time | Code| User Hame | Applicatior
= [Fallnd o cornect 1n e msinment AN TAEM M Théded | Sysinm Achvinitratoe Finslime Anaks
Faded 12 ntiskze 8 conection bo the PDA. 010 TARIT M 05504 | System Advinittrator Fleatime Ansbiiz
Th it d. o iz sheady ¥ 02010 TARIT M (2204 | System Advinistratee Fleatime Ansbiiz 3
[T+ [\message |IE3 >

: 130GE Frem

PP Labsohtions Man {Sy...

T Hew Method Creation...

Image 3. Creating new events with new MS parameters

Step 3: Create parameters in the Interface tab. (Image 4)

Check the box next to ‘use tuning file’

(Tuning file conditions are fine, only vary IF really needed)

DL temperature: 250
Drying gas flow: 15L /min
Detector voltage: -0.95 kV
Heat block temperature: 200

nebulizer gas flow: 1.5L/min

and leave the box next to ‘use drying gas’ unchecked (sometimes if too much water is sprayed

out of the MS then you can use the drying gas?)
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Analogue output tab: N/A (Image 5)
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Image 5.

Step 4: Data Acquisition tab: LC stop time at 30 mins (for example), click the button “apply to all

acqusition time”. (Image 6)
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Image 6.

Step 5: LC time prog tab: Acquisition time = 30 mins for run-time (for example) (Image 7).
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Time Module Command Value

1. 0.01 pumps Pump B conc. 5

2. 1.00 Pumps Pump B conc. 5

3. 10.00 Pumps Pump B conc. 95

4, 18.00 Pumps Pump B conc. 95

5. 21.00 Pumps Pump B conc. 5

6. 29.00 Pumps Pump B conc. 5

7. 29.10 Controller stop

The table above shows the LC pump settings that were used for running Anh’s and Tim’s
samples previously (from the method called ‘Test MS_2" which Rob created with us).

Step 6: Pump tab: Change the mode, Select isocratic or gradient (users should use a binary gradient).
Pump B Conc = 5% (this is what you start off with usually), flow = 0.2 mL / min

pump curve = 0 (Image 8)

For pressure maximum: 1451 psi was selected and the minimum was 0 psi.
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Step 7: PDA tab: Select 190 — 800 nm for the wavelength range if using entire range with both lamps

(D2&W). (Note: lamp lifetime is 2000 hours, please turn off the lamps when not in use)

Cell temperature = 40 degrees

Slit width = 1.2 nm (Image 9)
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Step 8: Column oven tab: use default values (column oven ticked, so column oven is on and is set to
40 degrees) (Image 10)
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Image 10.

Step 9: Controller tab: Settings not changed (leave ‘power on’ checked) (Image 11)
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Step 10: Autosampler tab: Check the needle stroke value. Default is 52 mm but you must change this
to 49 mm if using vials with inserts (this is the usual case). (Image 12). The ‘control vial needle
stroke’ settings are only used for another small rack which we do not use. Leave rinsing speed at 35
uL/sec ad Sample suction speed at 15 uL/sec. For the ‘rinse mode’, ‘before aspiration’ rinse was
selected. ‘Rinse dip time’ = 0 seconds. Rinsing volume is typically about 500uL.

Note: you must hear a click when you slide the autosampler rack in the machine in order to place it in
correctly.
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Image 12.

Step 11: Leave these settings as default (only thing that is checked/ticked is ‘activate system after
autopurge’ (Image 13).
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Image 13.

Step 12: Save in your folder in c:/Labsolutions/data/Projectl/YourGroupName (Image 14).
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Image 14.
Congratulations you have created a new method file for repeated use®©.
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