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Manipulating the display

Formatting the Sample List

Column widths can be changed, in the same way as any Windows spreadshest.
Position the mouse pointer on the line between two column headings, until a double
headed arrow appears, click the left mouse button and drag until the column isthe
required width.

There are many different columns of information that can be displayed in the
Sample List; the user can select which columns are currently displayed. Pressthe

Toolbar button or select Customize Display from the Field option on the
Samples menu to invoke the Customize Field Display dialog.

Customize Field Display

File Marme [FILE_MAME]
[w]File Test [FILE_TEXT]
[w]h5 File [MS_FILE]
[w]lrlet File (IMLET_FILE]
¥Bottle (SAMPLE_LOCATION)
[wlnject Y olume [IMJ_0L)

[C1MS Turne File (M5_TUME_FILE]
[JInlet Premn (IMLET_PRERUM]
[inlet Pastiun [IMLET_POSTRLUN]

[inlet Switch [IMLET_SWITCH)

[ JAuta File [ALITO_FILE]

[|Process [PROCESS)

[|Parameter File [FROCESS_PaRAMS] ;I

Figure 2.9 The Customize Field Display dialog

Check the box next to afield to includeit in the Sample List. To change the order
in which the fields are displayed click with the left mouse button on the name of the

fiedinthelist and pressthe or M ove buttons until thefield isin the
required position.

To view fidld properties click on a column heading and press the .= T ool bar
button or select Praoperties from the Field option on the Samples menu, the Field
Propertiesdialog will be displayed.

Field Properties |

Eield 1D FILE_MAME

Field name: IFiIe Mame Cancel |
Alignment: I Left - I

Figure 2.10 The Field Properties dialog

To change the name displayed at top of the column type a new name into the Field
Name box. To change the alignment of text in the column, choose Left, Right or
Center from the Alignment list.
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The alignment of text in acell, column or row can also be changed by sdlecting the

area, and pressing one of the|§I | = | or| El Toolbar buttons or selecting L eft,
Center or Right from the Align option on the Field option on the Samples menu.

A customized Sample List format can be saved by selecting Save For mat from the
Samples menu and entering anamein the dialog displayed. Toretrieve a
previously saved format, select Load Format from the Samples menu and select
therequired format from thelist.

[ ] Selecting areas

Areas may be selected with the mouse, the keyboard or a combination of both of
these methods.

With the Mouse

To select Click with the left mouse button on

A singlecdl The required cell

A block of cdls Thefirst cdl in the block, hold down the |eft mouse
button and drag until the required cells are
highlighted.

A row The row number

A column The column heading

Thewhole Sample List The box at the top left corner of the Sample List

* D File: Mame
1 D Drefault
2 |ID Drefault

With the keyboard

Position the cursor at the top left corner of the area to be selected, hold down the
shift key and use the arrow keysto select an area.

[ ] Inserting Rows

Toinsert asingle row position the cursor on the row where the sampleisto be
inserted. Notethe sample will be inserted above the row selected.

* Pressthe Toolbar button.

-or-

e Sdect Insert from the Samples menu.
-or-

e Pressthelnsert keyboard key.
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To insert multiple rows highlight the number of rows required and continue as for a

single row.

Editing Data in a Cell

Data can be changed in various ways, the following is a description of the most
common ways of editing data.

For the following field typesfiles created and saved in the appropriate directories of
the current project can be included in the samplelist by double clicking on a cdll,
with the left mouse button, and selecting the file from the drop down list displayed.

If thefilerequired isin another project then click on a cell, with the left mouse
button, and enter the full path name.

Field

MSFile

Inlet File

Process

MS TuneFile

Inlet Prerun

Inlet Postrun

Inlet Switch

Autofile

Parameter File

Process Options

Acqu Process

Fraction File

HPLC File

File Type Directory
* . dbf Acqudb

* wat (Waters 2690), *.w60 (Waters 600), Acqudb

* w27 (Waters 2700), *.w29 (Waters 2790),

*.clc (Waters Cap LC), *.gil (Gilson),

*.h11 (HP 1100), *.h50(HP 1050),

*.h68 (HP 6890), *.h90 (HP 1090),

* szu (Shimadzu), *.jas (Jasco 900),

*j15 (Jasco 1500), *.asx (Cetac ASX500),

*.asl (Cetac ASX100), *.ct2 (CTC A200S)

*.exe MassLynx
* . dbf Acqudb
Seelnlet File Acqudb
Seelnlet File Acqudb
Seelnlet File Acqudb
Seelnlet File Acqudb
*.0lp (OpenLynx), *.mlp (ProteinLynx), Methdb
*.mep (MetaboLynx), *.rle (NeoLynx)

*.exe MassLynx
* frc Acqudb
*.wat, *.h1l Acqudb
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For the following fields you must select one of the displayed values from the drop
down list box.

Field Values
Sample Type Analyte, Blank, QC or Standard

Action on Error Ignore Error, Suspend this Batch, Suspend All batches or
Delete this Batch

Fraction Trigger  MassAto T, TIC, Analog or No Trigger

For all other fieldsto overwrite datain a cell click on the cell, with the left mouse
button, and type in anew value. When replacing datain asingle cell cut, copy,
paste etc. can be performed on the usual manner or a single right mouse click will
display the following pop up menu.

Open

Cut

Copy

Paste

Delete Contents

Add
[nzert
[elete

Fill e
il Sernies...

Clear Selected

Froperties...
Eemave Columm
Customize Dizplay...

Figure 2.11 The Edit Area pop up menu

To edit datawithin a cell double click, with the left mouse button, on the cell. All
datain the cdl ishighlighted. Use the left mouse button or the keyboard arrow
keys to position the cursor within the cell and add, delete, copy or paste data as
normal or click with the right mouse button to display the following pop up menu.

[Jrde

Cut
Copy
Easzte
Delete

Select All
Figure 2.12 The Edit Cell pop up menu
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Editing Data in a Column

U
Selecting an area and pressing the Toolbar button, or selecting Down from the
Fill option on the Samples menu, will fill the selected range with the first element
in each column.

Sdlecting an area and pressing the Toolbar button, or selecting Series from
the Fill option on the Samples menu, will fill the selected range with series data,
e.g. if thefirst cell in acolumn is bottlel the next will be bottle2, bottle3 etc.

Pressing the Toolbar button or selecting I nsert from the Samples menu
inserts samplesinto the Sample List. If arow has been selected, anew row is
inserted above the current one. If more than one row is sdected thisinserts the
same number of rows above the first row of selection. If a column has been
sdlected, the same number of rows as there were originally in the column are
inserted before the first row. The data inserted into these new rows will continue
the series from the row above selection.

E.g. in the following example, salecting the two rows highlighted in the first
picture and pressing insert will give the second picture.

D | Battle | D | Bottle |
1 ] Battle 1 D Battle
2 |ID1  Bottet 2 |ID1  Bottet
3 3 07 ]Botte2
1 4 |ID3  Bottle3
5 |ID10 Bottlel
B |ID11 Bottled

If there is more than one number in afield then only the last number is
incremented when Fill Seriesis selected. E.g. Samplelrunl, when Fill Seriesis
sdlected the next field will be Samplelrun2 etc.

Cut, Copy and Paste can also be used to enter data. Select an area, Cut or Copy
the data and Pasteto anew area. Note the Paste area must be same size as the Cut
or Copy area.

Deleting Rows and Columns

Press the del ete row button to delete the selected rows. If thewholetableis
selected then the cells are cleared not del eted.

To remove a column from the display, select the column and press the tool bar
button. Thiswill remove the whole column.

Starting an Acquisition

Pressthe II‘ Toolbar button or select Start from the Run menu to start the
acquisition.
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Number of Injections

Select Number of Injections from the Samples menu to display the
Number Of Injections dialog.

Mo Of Injections [ x|

MHurber OF Injections
Enter Mo I'I Cancel |

Figure 2.13 The Number of Injection dialog

Enter the number of injections and press OK.

This controls the number of injections taken from one bottle. E.g. for the following

Sample List:
File Text | b5 File | Inlet File | Battle | Inject Yolume | File Mame |
1 [Default file DEFALLT DEFAULT 1 10 DEFAULTH
2 |Defaultfile DEFALLT DEFALLT ) 10/ DEFAULTOZ
3 |Defaulfile DEFAULT DEFAULT 3 10/ DEFAULTO3
4 |Default file DEFALLT DEFAULT 4 10/ DEFALLT 04
§  |Default file DEFALLT DEFALLT 5 10/ DEFAULTOS
B |Defaulfie DEFAULT DEFAULT B 10/ DEFAULTOR

If Number of Injectionsis changed to 2, the bottle column selected and Fill Seriesis
sdlected then the Sample List changesto:

File Text | tS File | Inlet File | Bottle |IniecWqume File Mame |
Default file DEFAULT DEFALLT 10[DEFAULTON

1
Default file DEF&ULT DEFAULT 1 10 DEFAULTOZ
Default file DEF&ULT DEFAULT 2 10 DEFAULTO3
Default file DEF&ULT DEFAULT 2 10 DEFAULTO4
3
3

Default file DEFAULT DEFALLT 10 DEFAULTOS
Detault file DEF&ULT DEFALLT 10 DEFAULTOR

LB I ) I S

Indicating that injections 1 and 2 are taken from bottle 1, injections 2 and 3 are
taken from bottle 2 etc.
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Action On Error

The Action on error field allows the users to define what happens to a batch if an
error occurs. Select Action on error from the Customize Field Display dialog to
display the column on the samplelist. Double click on a cell to display a dropdown
list box and select one of the options.

Achan On Errar

Ignore Emor [
Suspend Thir |
Suspend All =
Delete This B

Figure 2.14 The Action on error options

Ignore Error Ignorethe error and continue with the acquisition.

Suspend This Batch Pausesthe current batch and continues with the next batch
in the MassLynx Queue.

Suspend All Batches Pausesall batches.

Delete This Batch Déeetesthe current batch from the queue and continues with
the next one.

If no action is chosen then Ignore Error is used.
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Updating the Sample List from the Plate Layout

Asmention earlier if a Waters 2700, Waters 2790 or Gilson autosampler is

installed, and controlled via MassLynx, then the Bed Layout and Plate Layout is
shown on the MassLynx screen next to the Sample List.

B MassLyn - DEFAULT - Default spl

Eile Edt Samples Fun Yiew Quantify

Openlpnx  ProteinLynx  Biolyrnk  Meolynx  Metabolyn  Tools

Help

(a8 a2 v ufn wHw 0= 8| s K w2

A = = e B N EA A A N

. [ FieName [ FleTen [ MSFle [ InetFie | Bowle [ Iniect Volume | ]
[6s] [T PTROcor Joskfie  DEFAUT  DERALLT 1 70000, | | Feur Pasiion 56 wel 700uL 3‘E|3‘E|3eﬂ
1 Operate = T T
‘
oy | b
el || sswel [ 95wl || 38wl
TE 7oL [ 700 || 700WL || 700uL
= Plaie || Plte || Platz | Plate
® 0K
© Ready
Pressurs
0.0 bar
iy Fowpae
0.000
O amox
@ soox
0 coox
@ ooox
Indsx | ID | Desciption [ Status | StatusAdvice |
[No Instrument [00 [Shutdown Disabled | Sanple Fecording Disabled

Figure 2.15 The MassLynx Screen with Plate and Bed Layout

If this paneis not visible position the cursor on the right of the screen until s

displayed, click with the |eft mouse button and drag to the right, until the paneis
therequired size. The height of the pane can also be altered the same way.

The Bed and Plate Layout Pane

96 'well
FO0uL
Flate

" 9E el

FO0uL
Plate

' ag el

Faour Pasition 96 Well FO0ul g«:l EltEl 3+|:|

FO0uL
Flate

" 9B el

F00uL
Plate

S X X X B B E X R &R
L L XA A A 2 XE R R
S 2 X X X B B X2 R X J
'SP SESSSOBSS

Figure 2.16 Plate and Bed Layout
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This pane shows the name of the currently selected Bed Layout and a picture of the
layout. Below thisisthe Plate number and a picture of the plate.

Note: Thetoolbar buttons used in the descriptions below are those on the Plate
Layout pane, not those on the Sample List toolbar.

To Select the Bed Layout

For the Waters 2790 autosampler thereis only one Bed Layout shown above
(Figure 2.16).

For the Waters 2700 and Gilson autosamplers the Bed Layout selected on the
Autosampler parameters, Sampler Configuration page is displayed. Seethe
relevant Data Acquisition Guide for details.

To Select the Plate

Click on aplate in the Bed Layout area, the plate number will be updated and if the
plateis different from the previous one the picture will be updated.

To Select Vials
Selected vials are shown in green unselected ones in black.

To sdect avial click on ablack vial with the left mouse button. To select all vials

on the plate pressthe button or click, with the right mouse button, on the plate
and choose Select all Vialsfrom the pop up menu displayed.

To Deselect Vials

Todesdlect avial click on agreen vial with the left mouse button. To deselect all

vials on the plate press the button or click, with the right mouse button, on the
plate and choose Un-select all Vials from the pop up menu displayed.
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To Add Samples to the Sample List

Select the required vials and press the button (on the Plate Layout pane) or
click, with the right mouse button, on the plate and choose Add from the pop up
menu displayed.

The vials sdected on each plate will be appended to the ssmplelist. Thefiedswill
befilled as though a Fill Series has been performed (see page 99). E.qg. if the last
row in samplelist was

33 |A55AY33 18pgdmlstd  DEFALLT DEFAULT B3 10.000

and the following vials from plate 1 were added

1 2 3 +«+ 5§ &8 7 8 5 10 11 12
S AR R L R L EEE R R
LR XL L E R XX R 2}
S R X B L X R R R X

S X XA R E XS B R XX 2
RSS20 800888
S X L A E XS B R XX QL
S E X XL E X R R R L ¥
'SESSS S B BBERS

then the sample list will be updated as follows.

33 [A554Y39 15pg/mlstd  |DEFALLT DEFAULT E9 10.000
40 |A55440 15pg/mlstd  DEFALLT DEFAULT 1:4.C 10.000
41 [AS5AY4 15pg/mlstd  |DEFALLT DEF&AULT 1:4E 10.000°7

To Insert Samples into the Sample List

Select the required vials and click on the row where the sasmples are to be inserted.

=)
Note the samples will be inserted above the row sdlected. Press the button (on
the Plate Layout pane) or click, with the right mouse button, on the plate and
choose I nsert from the pop up menu displayed.

The vials sdected on each plate will be inserted into the samplelist. Thefields will
befilled as though a Fill Series has been performed (see page 99). E.g. if the
following row is selected in the sample list

33 |AS5AYIE
34 BS5AYIY

DEFALLT k3 10.000
DEFALLT b4 10.000

05pg/mltd  DEFALLT
|0.75pa/ml std - DEFAULT

and the following vials from plate 1 were inserted

s
. e
L X B B

S X XA R E XS B R XX 2
RSS20 800888
S X L A E XS B R XX QL
S E X XL E X R R R L ¥
'SESSS S B BBERS
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then the sample list will be updated as follows.

e

L5SATIR

0.8pgémlstd  DEFAULT

34

DoAY 34

|05pa/mistd  DEFAULT

25

L5SATID

36

55434

0.8pgémlstd  DEFAULT
0.75pg/ml std  DEFAULT

DEFAULT
DEFAULT
DEFAULT
DEFAULT

E3
1:4.C
1:4E
B4

10,000
10,000
10,000
10,000

Note: File Names may need to be updated as this operation may cause names to be
duplicated.

To Replace Samples in the Sample List

Sdlect the required vials and the rows to be replaced. Note the rows to be replaced
must be next to each other and must match the number of samples selected. Press

the button (on the Plate Layout pane) or click, with the right mouse button, on

the plate and choose Replace from the pop up menu displayed.

The SAMPLE_LOCATION field for the selected samples will be replaced by
location of the vials selected from the plate(s). E.g. if the following rows are
sdected in the samplelist

32
33
34

35

36

L554Y32

L5540
ASSAYIE

0.2pafmlstd | DEFAULT

1pgsml std DEFAULT
2pg/ml std DEFaULT

DEFAULT

DEFALLT
DEFAULT

and replaced with the following vials from plate 1

1
s

z

L

S R R X

R X N
S X XA R E XS B R XX 2
RSS20 800888
S X L A E XS B R XX QL
S E X XL E X R R R L ¥
'SESSS S B BBERS

3 4+ 5
LR X
L

i 11 12

a8
LR B X
LR B X

& T B
LE X
LR X
LA R K X X & J

then the sample list will be updated as follows.

32
3
M

]

36

A55A%32

AS5AYID
ATSAYIE

0.2podmistd  DEFAULT

1pa/ml std DEFAULT
2po/ml std DEFAULT

DEFAULT

DEFAULT
DEFAULT

62

E5
E6

G2

]
BG

10.000

10.000
10.000

10.000

10.000
10.000
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