225-45486A

E) SHIMADZU

LabSolutions Insight™ LCMS CL

Quick Start Guide

Read this manua | thoroughly before you use the product.
reference.



This page is intentionally left blank.



f

Introduction

Read this Quick Start Guide thoroughly before using
the product.

Thank you for purchasing this product.

This manual describes the operation and accessories for this product. Read this manual
thoroughly before using the product and operate the product in accordance with the
instructions in this manual.

Keep this manual for future reference.

Notice

¢ Information in this manual is subject to change without notice and does not represent
a commitment on the part of the vendor.

e Any errors or omissions which may have occurred in this manual despite the utmost
care taken in its production will be corrected as soon as possible, although not
necessarily immediately after detection.

e All rights are reserved, including those to reproduce this manual or parts thereof in
any form without permission from Shimadzu Corporation.

¢ This product is provided "as is", and Shimadzu Corporation makes no warranty of any
kind with respect to this product or information contained therein. Shimadzu
Corporation does not warrant the accuracy or fitness for a particular purpose. In no
event will Shimadzu Corporation be liable for any damages whether direct, indirect,
special, incidental, consequential or punitive (including but not limited to lost profits)
arising out of or in connection with the use of this product. You have sole responsibility
for any consequences from using this product.

¢ Shimadzu Corporation is not responsible for errors or injuries resulting from following
the instructions in this document.

e Windows is a registered trademark of Microsoft Corporation in the United States and/or
other countries.
Third-party trademarks and trade names may be used in this publication to refer to
either the entities or their products/services, whether or not they are used with
trademark symbol "TM" or "®".

e Screenshots of Microsoft products are used in accordance with guidelines from Microsoft
Corporation.

© 2022 Shimadzu Corporation. All rights reserved.
Original version is approved in English.
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Introduction

Indications Used in This Manual

Precaution symbols are indicated using the following conventions:

Indication Meaning
B NOTE Emphasizes additional information that is provided to ensure
v the proper use of this product.

The following symbols are used in this manual:

Indication Meaning

2' Hint Indicates information provided to improve product performance.

i LabSolutions Insight™ LCMS CL



Software License Agreement

Software License Agreement

PLEASE READ THIS AGREEMENT CAREFULLY BEFORE USING THE SOFTWARE.

SHIMADZU Corporation ("SMZ") is willing to license the SMZ software provided herein,
together with accompanying documentation (collectively "SOFTWARE") to you only upon
the condition that you accept all of the terms and condition contained in this License
Agreement. By using the SOFTWARE, you agree to be bound by the terms of this
Agreement. If you do not agree to all these terms of this Agreement, promptly return
the unused SOFTWARE to the party (either SMZ or its reseller) from whom you acquired
it to receive a refund of the amount you paid.

1. License

SMZ grants you a non-exclusive and nontransferable license to use the SOFTWARE subject to the
following terms and conditions.

2. Limitation of Use
Except as specifically authorized by SMZ, you may NOT:

(1) Use the SOFTWARE, or permit the SOFTWARE to be used, on more than one computer at any
one time.

(2) Copy the SOFTWARE except one (1) archival copy of the SOFTWARE.

(3) Modify, reverse engineer, decompile, disassemble, or create derivative works based upon the
SOFTWARE.

(4) Transfer, rent, lease or grant any rights in the SOFTWARE in any form to anyone else.

3. Title and Ownership

This license is not for sale and it may not be assigned or sublicensed to anyone else. Title and all
associated intellectual property rights to the SOFTWARE shall remain in SMZ and/or its licensor.

4. Upgrades

You are entitled to receive all official software upgrades for the SOFTWARE that SMZ will release
as deemed necessary by SMZ. An upgrade means certain supplemental program modules and/or
information for bug fixing and/or updates to the defects and/or failures of the SOFTWARE that are
acknowledged or confirmed by SMZ. An upgrade excludes hardware, network, consulting services,
third party products, operation and general computer system maintenance. All supplemental program
module for upgrades and enhancements furnished to you shall be deemed to be part of the
SOFTWARE and subject to the terms and conditions set forth in this Agreement.

5. Limited Warranty

SMZ warrants that for a period of one (1) year from the date of purchase, as evidenced by a copy
of the receipt, the media on which SOFTWARE is furnished will be free of defects in materials and

workmanship under normal use.

Except for the foregoing, SOFTWARE is provided AS IS. Your exclusive remedy and the entire liability
of SMZ and its suppliers under this limited warranty will be, at SMZ's option, repair, replacement,
or refund of the Software if reported (or, upon request, returned) to the party supplying the
SOFTWARE to you. In no event does SMZ warrant that the Software is error free or that you will
be able to operate the SOFTWARE without problems or interruptions.

EXCEPT AS SPECIFIED IN THIS WARRANTY, ALL EXPRESS OR IMPLIED CONDITIONS, REPRESENTATIONS,
AND WARRANTIES INCLUDING, WITHOUT LIMITATION, ANY IMPLIED WARRANTY OF
MERCHANTABILITY, FITNESS FOR A PARTICULAR PURPOSE, NONINFRINGEMENT, ARISING FROM A
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Introduction

COURSE OF DEALING, USAGE, OR TRADE PRACTICE, ARE HEREBY EXCLUDED TO THE EXTENT
ALLOWED BY APPLICABLE LAW.

Limitation of Liability

IN NO EVENT WILL SMZ BE LIABLE FOR ANY LOST REVENUE, PROFIT OR DATA, OR FOR SPECIAL,
INDIRECT, CONSEQUENTIAL, INCIDENTAL OR PUNITIVE DAMAGES, HOWEVER CAUSED REGARDLESS
OF THE THEORY OF LIABILITY, ARISING OUT OF OR RELATED TO THE USE OF OR INABILITY TO USE
SOFTWARE, EVEN IF SMZ HAS BEEN ADVISED OF THE POSSIBILITY OF SUCH DAMAGE. IN NO EVENT
WILL SMZ'S LIABILITY TO YOU, WHETHER IN CONTRACT, TORT (INCLUDING NEGLIGENCE), OR
OTHERWISE, EXCEED THE AMOUNT YOU PAID FOR SOFTWARE.

. Termination

This License is effective until terminated. You may terminate this License at any time by destroying
all copies of SOFTWARE including any documentation. This License will terminate immediately
without notice from SMZ if you fail to comply with any provision of this License. Upon termination,
you must destroy all copies of SOFTWARE.

General

(1) This Agreement is the entire agreement. If any provision of this agreement is held invalid, the
remainder of this agreement shall continue in full force and effect.

(2) This Agreement shall be construed and governed in accordance with the laws of Japan, excluding
its conflict of law rules.

(3) The exclusive jurisdiction for any disputes arising out of or in connection with this Agreement
shall be Kyoto District Court of Japan.

(4) The invalidity or unenforceability of any provision of this Agreement shall not affect the validity
or enforceability of any other provision.

iv
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LabSolutions Insight LCMS CL

LabSolutions Insight LCMS CL is a software program for analyzing data of multiple
samples acquired using LC-MS/MS. Using this software, users can check and analyze
measurement data of multiple samples in an integrated manner.

In addition, a flag can be set (flagging) based on specified criteria for information
acquired from LC-MS/MS measurement such as concentration, retention time, and ion
ratio of the target compounds. This can significantly reduce the time spent on data
analysis. Furthermore, there is an option to only include flagged target compounds from
multi-sample data in a printed report.

4 2\

B NOTE  This manual has been created on the assumption that the reader already has
basic knowledge on the operation of Shimadzu's LC-MS/MS and LabSolutions CL.
Accordingly, names and terms specific to LabSolutions CL is used throughout this
manual. It is recommended that first-time users and those unsure of any points
refer to the instruction manual for LC-MS/MS, LC-MS/MS Operation Guide, and
LabSolutions CL Help.
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2.1

Getting Started

Data Analysis Workflow

Analyze data using the following workflow.

rﬂﬁ ______________"

Acquisition

Start Insight
Open Batch

Add Data Files

Change Method

Change Views

Apply Flags

e Export Method
Review Results

Save Results

Print Results

Close Batch

Normal operations Optional operations

2
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2.2 Which Mode Shall | Use?

2.2 Which Mode Shall | Use?

LabSolutions Insight LCMS CL operates in two modes.

e Data mode

e Processing mode

Please refer to the User Manual for detailed descriptions of each mode and how to switch
between the modes.

The following table can be used to determine which mode best suits your needs. Once
you have decided on the mode to use, please consult your LabSolutions Insight
administrator in order to achieve the desired configuration.

Data mode Processing Mode

It is necessary to use features only available | All processing can be completed using
in LabSolutions CL. Insight features.

It is necessary to review data in LabSolutions

L Data review will only take place in Insight.

Several sets of processing parameters are
required per dataset so that results can be
compared.

Only one set of processing parameters is
required per dataset.

Processed results should be managed per

Original data should be updated to show dataset without altering the original data

processing results.

files.
Data mode Processing mode
Go to sections Go to sections
"3.1 Start Insight” "3.1 Start Insight"
"3.2 Open Batch (Data Mode)" "3.3 Open Batch (Processing Mode)"
"3.4 Add Data Files" "3.4 Add Data Files"
"3.5 Change Views" "3.5 Change Views"
"3.6 Apply Flags" "3.6 Apply Flags"
"3.7 Review Results" "3.7 Review Results"
"3.8 Edit Results" "3.8 Edit Results"
"3.9 Change Method (Data Mode)" "3.10 Change Method (Processing Mode)"
"3.11 Export Methods (Processing Mode)"
"3.12 Save Results (Data Mode)" "3.13 Save Results (Processing Mode)"
"3.14 Print Results" "3.14 Print Results"
"3.15 Close Batch" "3.15 Close Batch"

LabSolutions Insight™ LCMS CL 3



3 LabSolutions Insight LCMS CL Operations
31 Strtmnsight

l‘ Run the [LabSolutions Insight LCMS CL] program by clicking on the@ icon

on the desktop.

2 ‘ Input the user name in [User ID] and password in [Password] and click on the

-):] button. The following user name and password are available by default.

When LabSolutions CL is installed. When LabS_.qutlons CLis not
installed
User ID admin admin
Password (blank) admin
1] Input User Information w
English
Please input User ID and password:
User ID: || V|

Password: |

4 LabSolutions Insight™ LCMS CL



3.2 Open Batch (Data Mode)

3.2 Open Batch (Data Mode)

1 ‘ From the menu bar, click on the [File] menu band.

[ LabSolutions Insight (Ad

Shortcuts

Il

Open

2 ‘ Click on the [Open] icon.

&) LabSolutions Insight (Ad
Shortcuts .
File

r

Open

LabSolutions Insight™ LCMS CL 5



3 LabSolutions Insight LCMS CL Operations

3 Open a batch.

Select a batch file acquired using the Shimadzu real time analysis program ([LabSolutions
CL Real Time Analysis]) or a LabSolutions Insight LCMS CL project file (DAMLP file). Click

[Open].
(&) Open X
- - » ThisPC » Desktop > FL-DATA v O Search FL-DATA »p
Organize v New folder - @ @
Name - Date modified Type Size
# Quick access
| MRM.lcb 4/4/2017 7:38 PM LCBFil 72KB
B Desktop - ‘
¥ Downloads *
%] Documents *
=] Pictures *
b Music
B Vvideos
¢@ OneDrive
[ This PC
i Network
File name: ~ | |LC/MS Batch File (*.lcb)
. LC/MS Batch File (*.Icb)
Method File (*.lcm)
Data Files (*.lcd)

DAML Project File (*.damip)
All Files (*Jcb;*.Jem;* led:*.damlp)

Open a Batch (LCMS)

4 Results of the data files registered to the batch file are displayed.

B NOTE  If the acquisition was performed using multiple method files within one batch,
the data set acquired using the method file in the first row is displayed. When
batch processing builds calibration curves, data set acquired using the method
file that contains the calibration curves is displayed.

¥ NoTE

If the method file specified in the batch is not found, data is not displayed. In
such a case, load the method first then add data files. Please see "3.9 Change
Method (Data Mode)" and "3.4 Add Data Files" for operation details.

6 LabSolutions Insight™ LCMS CL



3.3 Open Batch (Processing Mode)

3.3 Open Batch (Processing Mode)

1 ‘ From the menu bar, click on the [File] menu band.

(1] LabSolutions Insight (A

Shortcuts

DJH

Open

r]

2 ‘ Click on the [Open] icon.

[§] LabSolutions Insight (Ac

Shortcuts
File

R

Open

r]

LabSolutions Insight™ LCMS CL 7



3 LabSolutions Insight LCMS CL Operations

3 ‘ Open a batch.

Select a LabSolutions Insight LCMS CL processing file (iproc file) or a batch file acquired
using the [LabSolutions CL Real Time Analysis] program. Click [Open].

@] open

X
+ <« shimadzu > Desktop » FL-DATA v O Search FL-DATA »
Organize ¥ New folder =z« A 0
@ Name Date modified Type
s Quick access

[ FL-DATA.iproc
I Desktop
; Downloads

[Z) Documents

5/8/2017 10:13 PM

LabSolutions Insig...

L T T

= Pictures
Insight 3.1 FL
LCMSMS Recove

J‘l Music

B videos

Z@ OneDrive

[ This PC =

File name: ~| | Processing File (*.iproc)
Processing File (".iproc)
LC/MS Batch File (".lcb)
Method File (".lcm)
Data Files (*.lcd)

All Files (*.ipreg;™.lcb;".lem;*.lcd)

Open a Processing File

8
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3.4 Add Data Files

3.4 Add Data Files

To show results of some more data files, perform the following procedures.

1 ‘ From the menu bar, click on the [File] menu band.

(5] LabSolutions Insight (&

Shortcuts

[T
Open

I

2 ‘ Click on the [Import] icon.

[ LabSolutions Insight (A

Shortcuts
File

)

Open

¥l

Load Method

T

Load Flags

ad

Import <

LabSolutions Insight™ LCMS CL 9



3 LabSolutions Insight LCMS CL Operations

Select data file(s) and click [Open]. For LCMS data, select a file with the extension
“ led”.

[4] Import Files X
™ <« shimadzu » Desktop > FL-DATA v O Search FL-DATA ¥el
Qrganize ~ New folder i | o
A Name Date modified Type g
# Quick access .
|] Rec_Cucumber_LC10_rep_1l.led 4/4/2017 8:01 PM Shimadzu LabSolu...
[ Desktop - . )
{u| Rec_Cucumber_LC10_rep_2.lcd 017 8:01 PM Shimadzu LabSelu...
‘_’ Downloads 1Y Ree_Cucumber_LC10_rep_3.lcd 20178:01PM  Shimadzu LabSolu...
[] Documents # 1) Rec_Q_LC10_rep_3 - Copy.lcd 17801PM  Shimadzu LabSolu.
[&=] Pictures * 1] Rec_STD-LC_10ppb_3.lcd 4/4/2017 8:01 PM Shimadzu LabSolu..
FL-DATA ] Rec_STD-LC_10ppb_4.lcd / 139 PM Shimadzu LabSelu.
Insight 3.1 FL ] Rec_STD-LC_50ppb_3.lcd 4/4/2017&01PM  Shimadzu LabSolu..
D Music 4 Rec_STD-LC_50ppb_4.lcd 4/4/2017 7:39 PM Shimadzu LabSolu...
== VM_Share (\\vbc
¢& OneDrive
[ This PC o 3
File name: | v| | LabSolutions Data File (*Icd)

10 LabSolutions Insight™ LCMS CL



3.5 Change Views

3.5 Change Views

Select how the analysis results are to be displayed.
From the menu bar, click on the [View] menu band.

[H LabSelutions Insight (4

Shortcuts
File

View

Sample

3.5.1 Layout the table area

Tables can be displayed in three different ways. Select a layout to suit your needs.

Click on the top button and select a layout from the three options in the drop down list.

[ LabSolutions Insight (A

Shortcuts
File

Compound
Sample

Summary

LabSolutions Insight™ LCMS CL 1"




3 LabSolutions Insight LCMS CL Operations

B [Compound] View

View

results of each compound by selecting a data file.

(& LabSolutions Insight {; P, w 08 08 pesticides vZlem) — u] X
Shorteuts ~ Sample List - G 6
File = Flags | Data Filename | Sample Name Status Sample Type 3 RT| Actusl Ret. Index Conc.| Unit ~
v v - LA B - Ll v
1 | ® |Standord - 2012...| Standard - Pear... |RT ®Pending Standard [ZE) I Thiacloprid 7,906 00, 53401
2 | ® [Standord - 2012...| Standard - Pear... |DF, T ®Pending Standard [SE] [ i et 000 s0412
andard d Standard (=8 Propo | _amt 0.00. 5.6518
. (14 | ® [Standard - 2012.. | Standard - Pear... | DF Standard &6 Bendiocarb | 0782 000 i)
pen (=] Stondord - 2012... Standard &7 Fe 9.9%0 0.00 98476
Ms standard - 2012... Standard (48 hmllﬂumn [ 10005 000] 99512
H7 tandard - 2012 ard = [ Metosulam 10.068 100409
[=] Standard - 2012... Spiked =] = _[DF.RT [ Carboxin 0279
<] inknown 1 inknown, =] Metalaxyl 11328 9158
Load Method [SE0 inknown 2 inknown [=] Divron | 1366 6139
<Kl inknown 3 inknown. bsocarbofos 11387 10.2745
M1z Unknown 4 Unknown (=] | 14w 0.00 98323
[<E] Unknwon 5 Unknown. =] Promecarb. 12.524 000 10,0050
B 14| € |Unknown6 Unknown =) lsonaben [T12.502 000 56955
Load Flags =215 Control Spqul ... | Control - Pear 5. Control & 12609 0.00 102151
(=K Centrol Spqul. i.. | Control - Pear 5.. Control =] Malathion | 12615 0.00] 10.0406
\b i 12650 0.0, 10,047
| | [T2658 000 956425
12679 000, 91066
import * [oF 12665 000, 7562
TopoTeT o
Q20111100 . S ——,
. R u oosess R = Q990800
' Curve i Datauk Liness)
Weghtng: Defgut (1D
09005 ] zare: Defau (Nt Forced)
s hinan . 452838700000
4000683 5D P 38471208000
Save As
@Y 2000
PN e . S
D EEy 255 (LY £ty 270 27 280 288 290 29 W
. o » ) ) E) % ) ) ) o
Eaport R1 290105 16800 (o) J— e : 1 om Conc. (paul)
s 59.92% (10057) H H
(fa I I ’
B
Close .
® 23
View n
Edit aa = -3 L) .
9% | 83 | 9 98 @m | a5 om0 95 w0 o | j00 M
e ki o E) E) a 0 @ o 0 ) 0
Report ac Chart 1 Conc. (palut
I 20020000 - il
Shorteuts - Sample Results - Paclobutrazol
File FlagID Name t Type ~ 3 Flags | Data Fil Sample N FlagID [ Status ‘Sample ID
View hd hd % hd hd
SR Thiacloprid % raet g1 andard - 2012... | Standard -
= rqet = andard - 2012... | Standard -
>R roponur E rqet & andard - 2012.. | Standar
- SR endiocarb = get £ andard - 2012... | Standar
>R i E raet £ andard - 2012... | Standar
Sample = Rimsulfuron ¥ rget = andard - 2012... | Standar
| ¢ letosulam = e = =57
Y M = [pFRT Carboxin (5] rget £ 8 Standard - 2012...
- 5] Metalaxyi ] rqet S Unknown 1
] Diuron (=] Target. =R Unknown 2
Al [z Isocarbofes =] Target Mn Unknown 3
M| ® [5r Heptenophos =] Target 12 Unknown 4
A5 ¢ R Promecarb =R Unknown 5
—w{. M 16 Iscxaben i Unknown &
N =hn Paciobu = i3 Control - Pear 5...
Compound Details i Malathion = i3 Control - Pear 5...
18
M 20 Fluopicolide M o
< e > <
s Ot 2.08 05 2eac100cca 038 = ol
Q 2941057000 () —— D ). N
om R 05028 R = 059012
300068 1 ¢ e Fe potaun naar)
Weghting Dafaut (1)
200008 ] 2000 athk et Fercen
» Maan 25 38624850000
J— a. Ja0ces ] 0 RF 25784650000
1238 X 1245 125 1288 e ' 1285 12mn nn 128 1288
u B 2 = P % % ) % 0o
RY 290> 12500 (+) 870 Cone (pg/ul.
Rrarzes z -
1000, <
1 853% (10526) ERE
; 33 e g
Settings LY |
n
w ] [
. . . B
E3 T2 e T2 | was | vass e aes  an | urs | ae 2 =
Review ar| R P AR R o
B ) P w 0
Report Conc. (prut)]
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3.5 Change Views

B [Summary] View

View results for all compounds for all data files in a single table.

darnlp - 2012.08 - O %
Shortcuts, ~ Summary Results ~\
File Flags [E4 Standard - 20...17 Standard - 20...F] Standard - 20../F Standard - 20../57 Standard - 20..]F Standard - 20../f4 Standard - 20...F] Standard - 20..] [ Unknown 1| £ Unknown 2 Unknown3 | [ A
— v Cone. one. Conc. Cone. Cone. Cone. o Cenc. Cone. Conc. Cone.|
EI 2060 1420 3401 100479 49,3086 | 295672 100,641 1053887 0.7383 3401 6773]
4 3685 | 3290 .0412 9078 .1928 | 280134 1020736 1042005 0412 2562
5[ ® Xl 1149 6518 10,1509 4% 475881 1019288 103,000 09012 6518 8775 ||
- s e 0463 | 1405 182 100637 4927 290203 101.2091 1027370 0.7979 g1e2] 0158]
3 2578 15925 8476 10,1168 3621 291031 101.2098 1052590 05314 8476
Summary & 3975 | 45852 9512 0926 83357 296577 100.9200° 1043720 05951 9512
1506 47663 10,0408 2682 6117 291384 1005104 1021360 07213
Y & [ 0268 | 50319 0279 16259 2567 507435 991435 1 60115
- 9242 51077 9158 1034 2004 50.0215 100.3635
10965 | 50991 £139 1954 1874 7757 1010140 05695
All &4 1435 17827 102745 0284 5453 .0282 1005487 7237
v 3506 2954 323 3014 16,6950 38271 1023481 0.6205
N 1408 2895 10.0050 4289 77699 1473 1016092 716
& 16 1538 | 1362 855 9415 48,6027 8631 1011585 7928
4052 48725 102151 3462 3436 3290 00.7442 5746
Compound Details 18 52278 4795 10,0496 840 4966 0062 %7812 1014913 4179
219 49384 50533 10.0247 100833 492560 499261 100.3578 1045319 0.5918 10,0247
2 49949 51961 0645 9.8788 502187 504607 99.8041 1014579
== s T anee e i roen =T o no oo Aamne ~nes T
Calibration Curve | = Compound Details - Standard - 2012.09.05 Pear 100pgut_038 - Paclobutrazol ~ Calibration - Paclobutrazol
Q 241027000 (+) o] = 3697108k +
RTw12622 H
a4 ¥ - 05025 R = 09999072
ﬂ #9999 Curve i Defaat et
aighing: Retan Q)
Suney = 200006 ] Z0ro: Defau et Forces)
Viean RF. 38826850000
50 87 25104856000
H\( g 10906 J sy sazonss
| - of
2 e Y Y A * - T T r r ; T T T v
Qc Chart ar 10 ) ) ) B & ) ) @ 00
1 29210512500 (+) a7 Cone. gl
RTe12623 z oty ow
ERY)
H
2
Settings %] H ° . m
w ® [ =
1 . | B
S Wl | s | s | i2ss | as | vaes | a9 | a3 | am | 2es e -
Review w
i Compound Details (V[T Sl * o <o

3.5.2 Layout the graph area

There are three common graphs that can be displayed. Enable the necessary graphs using
the menu bar.

9 LbSotutons nsight () - (Cotslich - Spaihebereening funlem) - 0 x
Snarcts * Conpound| -
= fa D e Flgs | sorpctine g 10
View T | Corsat-ot
2 Corol Somdng
5 Nethadoréo
. ) Methadone ending
s eooe-63
Smple =
) SPending
]
) Somding
i3 SPendng
i

o ==
i
H o=
o
i =
5
g e
:
Z s
- i
3
% | Buprencrphin-gh g
= e ]
H et it
- = |Norbuprenorph...| @ Pending T
5 ovcari s>
acchn 3 {Amohetamin | @Pending |
2 Methampheta...
3 o
L) [MDA-55 | Speichelscreeni._
- ok . Spkheren
s S i G
- T ® }Tw [@Peding_ 1., T > ing-Q. O Spechesce. |
— 3 E 5
= : e ———
o mi /J]\
JRHaatt a e e aat it i
oo e ; T TR T T TR TR
: : VN
£l H EY
T TR R R
- i
> e .
a 3 kani
it .Y " L] -
- ey B .
oo S S D ol
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3 LabSolutions Insight LCMS CL Operations

B [Compound Details]

When [Compound Details] is enabled, the chromatogram for the selected compound is

displayed.

] - (Cortisolicb - - 0o x
Shortcuts = Compound List - Sample Re
e * Flags |Flag 10 [Name I [ha = Flag 1D Sample D Sormg A
v hd Y %
View B | Cortisol-d4 s 21 150625- - Kal-16 Stanc|
B2 Cortisol @ Pending i g2 150625- Kal-15 Stane
B3 Methadon-c9 | I &3 150625- Stanc.
- B4 Methado © Pending ] 4 150625 13 Stanc
5 £D0P-d3 I % 150625- Kal-12 Stane.
Sample [® T =] 150625- -1 Stanc
=k Buprenorphin-dd | I M7 15062: Stanc.
Be in | ® Pending 1] &8 150625 Spei ing-Kal-09 i . Stanc
E] i =K 150825 Speichelsereening-Kal-08 Speichelsereeni__ Stane
& 10 Sbending |7 | CTRCR oo | Stanc
B 1 [ = 150625 Stanc
=k Amphetamin | @ Pending I [=H 15062 Kal-05 Stanc
=] is = 150625- 04 Stanc
14 Methampheta.. |@Pending [T L] Stanc
B MDA-d5 s & 15 150625 02 i . Stanc
B MDA @Pending T 16 150625- 01 Speichelscreeni... Stanc
[~ MDMA-d5 I 217 150625- QK-BTME QKBTME | ®Pending Unkn
(=R MDMA @ Pending iy =) 15062 QK-Cutoff QK Speichel | ® Pending Unkn o
< - S > < - o S - Ty
* Compound Details - 150625-Speichelscreening-Kal-07 - EDDP * Calibration - EDCP
Q781022400 (+) - AVl E ]y = 2782130k + QOWS2TE L
- i EiR e
T in
- i
i v 3] zer
Dl weaM 4 Al A a3 a8 & a3 4k ka3 =
&7
1 2710218619 (0) 22505 .
Arazzs?
‘“‘”§m PEAYERY B y T x
. | I3 : H H [ L) I u i ) )
E) 1 Cone Rato ing/mL)
E . {: =
e w6 aw om0 e aw am o am w0 e am s w0 3
5 H
57D 201> 2810 . s LR
10000 o
"
47 I L
it e e " - =
B A0 AT AW Al AT A0 Az A3 43 a3 A AN 4H Ak 43 0. -
Review w i T T r - T T T T T T
- o H H H i 1) ? b T ) )
Report o [Survey. ConcRuto (ng/mL)

When displaying the reference ion chromatograms, options are

them on the target chromatograms or to show them stacked.

Right-click on the [Compound Details] title bar and select [Properties] to configure the

graph display settings.

<

- Compound Details - Lin/-

|

Background M Close jLeve
Q 5142030300 {+)
100,00
%
B B L B B B B
14 5 15 1 1

L SIS B S By S
14 5 16 1

Cnmpnu d Details V]

[#] Display Settings
play g

o

General

LB

Chromatagram

T

Survey

Foa
Calibration Curve
|,
]

Q€ Chart

Configure the display:
Peak settings

Peak Shading
Label settings
[ Label Peak Area
[ Label Peak Height
Label Peak RT
[ Label Concentration on Identified Peak

Reference lon settings

ef lon Tolerance Range

how Ref lon Range

[ Include % Diff between Actual and Set Ratio
eference lon 1

eference lon 2

eference lon 2

eference lon 4

Configure Display Colors
Configure peak fill style:
() Solid @ Translucent

‘Configure chromatogram panel layout:
@® Vertical

(O Horizental

Configure chromatogram layout:

@ Stack plots
) Qverlay Plots
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3.5 Change Views

W [Survey]

When [Survey] is enabled, chromatograms of all registered compounds in the selected
data file(s) are displayed as a table. To display chromatograms in the [Survey] area, tick
the checkbox for the applicable data files and compounds.

{8 LabSelutions Insight (Admin) - (CertisoLlch - Speichelscreening- Runlcm) - a X
Shortcuts ~ Compound List - - EDDP
[ Fiags [ Flag 10 Name T A TFisgs | | Fiag D Tottus TsampieiD ~
File r—‘ﬁ: 1 Flags 1Flsg 5 5 = ) A Bl | Flags = - L1 ! T el - Samp.
View B [Cortisol-od 3 I ®Pending Stanc
e | Contisol @ Pending % = 150625-Speis ing-Kal-03 | 3 | @Pending I Stanc.
i3 Methadon-d9 i &1 150825-Spei 102 i ©Pending Stane|
- B4 Methadone GPending |t &2 16 150625 Speichelcreening-Kal-01 Speichelscreeni.. [@Pending | Stane
5 @.u; I &7 150625-Speichelscreening-QK-BTMF | QK BTME ©Pending | Unien
Sample I [] 518 15062 QK-Cutoff QK Speichelscr.. [ @ Pending Unkn
B7 | B 150625-Cortisol-Kal- 16 | Cortisal Kal 16 )Pending tanc
He @ Pending [Z ] 150625-Cortisol-Kal- 15 Cortisol Kal 15 | @ Pending Stane
Be 2 150825 Cortisol-Kal- 14 Corisol Kal 14 ®Pending Stanc
10 Neebwineenornh.. | 8 Pendinn i 2 150628 Cnricnl Kal- 13 [Carticnt knl 13 [ & pending ane

[A Shew selected compound enly

n RPN e QEE L1t QIR0 228
Areszs0 236 RTma

TR0 301 g3 s &

%

Qs
100004

Qzmi s
10020.

%]

Il
#6 EDDP

Qe 2s01 20 105 24810.o) 7 [
Aratan

a e
st o ey

Review [~ v
Report Compound Details

:' Hint  Both [Compound Details] and [Survey] can be enabled at the same time.
To display one in front of the other, select the appropriate tab sheet.

S Y ¥ I N W—

T /:’ Sl

B e e

42 43

(T

Ll

Edit
Review |

Report Compound Details W_
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3 LabSolutions Insight LCMS CL Operations

:' Hint  Annotations for the chromatogram peaks can be customized.
1) Click on the [Settings] button.

Calibration Curve

Settings

2) In the [Display Settings] window, click on [Chromatogram].

&t

General

Chromatogram

3) At [Peak settings] or [Label settings], tick the checkbox(es) for item(s) to display.

id Display Settings

) Display Setti

Configure the display:

ak settings ~
eak Marks

General
eak Shading
Label settings
[ §abel Peak Area
[ §abel Peak Height
abel Peak RT
{ [1 §abel Concentration on Identified Peak
alla

&%

Chromatogram

4) Click on the o button.
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3.6 Apply Flags

3.6 Apply Flags

Specify the conditions to set flags on the analysis results. Flags can be used to determine
if acquired quantitative results exceed threshold values, or for quality control.

1 ‘ From the menu bar, click on the [Edit] menu band.

[ LabSolutions Insight
Shortcuts
File

View

( Edit |

Edit Method

LabSolutions Insight™ LCMS CL 17



3 LabSolutions Insight LCMS CL Operations

2 ’ On the menu bar, click the [Edit Flags] icon.

=
=7/

Edit Tables

vy,

Edit Flags

The [Edit Method Settings - Flags] sub-window is displayed.

(3] Edit Method Settings - Flags O X

Flags:

Select the +/- tab button to add new flag groups.

% Q

18
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3.6 Apply Flags

3 Click on the [+/-] tab, tick the checkbox(es) for flag group(s), and click [OK].
——  For available flag groups, please see "4.1 Configurable Flag Types".

5] Edit Method Settings - Flay | | Select Flag Group x

——

~ [ standard
(] Control
[ spiked
Flags [ Unspiked
|:| water

[] solvent
[ matrix

® ox D cancel

4 Click on the tab to select a flag group to configure.

] Edit Method Settings - Flags ] >

I Unknown  Standard Controd  |+/-
'F-

Flags

Edit

| 1 | Cortisol-d4 367.10-121.10
2 |Cortisol 363.10-121.10| 4668
3 |Methadon-d9 319.10-26810| 4963
4 | Methadene 311.10>266.10| 4971
5 |EDDP-d3 281.10>249.10| 4239
6 |EDDP 27810>249.10| 4260
7 |Buprenorphin-dd  |472.10400.10| 4208
8 | Buprenorphin 458.10>396.10| 4.207
9 |Norbuprenorphin-d3 [417.10=83.10 | 3472

10 | Nerbuprenarphin 414.10-83.10 | 2432
11 | Amphetamin-d3 141.10>93.10 | 1989
12 | Amphetamin 136.10>91.10 | 1954
13 | Methamphetamin-d5 | 155109210 | 2297
14 | Methamphetamin 150.10=91.10 | 2313
15 |Mna-45 W00 2187 =

%
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3 LabSolutions Insight LCMS CL Operations

5 Click on the [Edit] button to select the items to configure.

(5] Edit Method Settings - Flags ] X

Flags:
F Unknewn Standard Control  +/-

™ Edit
Flags .
"~
367,10>121.10
2 |Cortisel 1363.10>121.10 | 4.668

The [Select Flags] sub-window is displayed. Tick the checkbox(es) for item(s) to
——  set thresholds for and click [OK].

Select Flags X

B Lower Conc, Limit ~

[ Lower Conc. Review

[ upper Conc. Review

[ Upper Conc. Limit

[ Retention time (absolute)

[J Retention time (%)

D lon ratio (relative)

[ lon ratio (absolute)

[ Calibration Range

OsN

[ Recovery

Oisto peak area deviation (Standards)
Oso peak area deviation (Controls)
[ Tailing factor

[ saturation

[ Min. Library Similarity Index

[ Retention time (absolute ISTD)

[J Retention time (absolute Standards)
O Lib. enRT

["1RRT (%) v

o oK 0 Cancel
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3.6 Apply Flags

7 Enter the threshold values for flagging.
Example: Set the concentration thresholds as shown in the figure below.

Upper Conc. Review Upper Conc. Limit

Exceeds threshold

5 ppb 10 ppb
Edit Method Settings - Flags [} b
Flags:
F Unknown  Standard Control  +/-
™ Edit ™ Result
Flags
Compound m/z RT Upper Conc. Review Upper Conc. Limit
237.95>109.00 156 5 10
2 |Mevinphos,mixture of cis and trans isomers |225.10>127.10 1.183 5 10
Score Weights 3  |Prohydrojasmone 255.10=135.20| 1.373 5 10
4 Flufenacet 364.15>152.20 | 1.518 5 10
5 |Dicrotophos 237.80>112.20 1555 5 10
6 | Phosphamidon 300,00>174.00 | 1.579 5 10
7  |Cycloate 216.25>83.10 1.803 5 10
& Isoxaflutole 360.15>251.15| 1.813 5 10
9 | Diallate 270.15>86.25 1.830 5 10
10 | Fluazinam_nega 462,80>416.10| 1.912 5 10
11 | Phoxim 293.00>96.90 2.050 5 10
12 | Tridemorph 298.50>43.10 2.051 5 10
13 |Spiroxamine 297.90>144,10| 2.061 5 10
14 | Pirimicarb 239.25>72.10 2.097 5 10
15 | Isouron 212.20=72.00 2106 5 10
16 | Thiofanox sulfone 267.90>251.30| 2110 5 10
17 | Aldicarb 208.20>116.10| 2194 5 10
18 | Cyflufenamid 413.20>295.15 2.229 5 10
19 | Triadimefon 294.00>69.00 2.236 5 10
20 |Lactofen 479.20>344.05| 2306 5 10

8 Click the o button to confirm the settings.
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3.7 Review Results

After flagging, the ™ mark is displayed for data that meet the flagging conditions.

In addition, items that meet the flagging conditions are colored depending on the flags
that have been set. Click the flag icon to view the flagging details.

Shortcuts [+ Sample List

File # Flags Data Filename Samph

Wiew v ¥
Edit (@ Pesticides_STDO1 Sppb F
Pesticides_STD02 10ppb
.T:! IEdl Pesticides_STD02 50ppb
&'- W Pesticides_STDO4 100pp

Edit Method |

e,

= Compound Results - Pesticides_unknown

# * Flags Mame Found Ret. Time Ret, Time Conc. {ngfml) Unit mfz

= b v hd Al hd A A
= 1 | Dichlonos 5.613 5.597 ng/mL 109.00-7900 |
& 2 | Fenobucarb 8443 8438 ng/mlL 121.00>7710

& 3 Simazine 9.727 9.716 9.9301 ng/mlL 201.00>17310
= 4 | Propyzamide 10.204 10.198 ng/mL 173.00>145.00
¥ 5 ¥ | Diazincne 10.239 10.241 ng/mL 304.00>17910
M 6 % | Chierthalenil 10411 10.306 ng/mlL 264.00>16800
& 7 Iprobenfos 10.838 10.823 9.7972 ng/mL 204.00>9110
7 12.149 12132 na/ml 77.00>26010
& 9 | F\Wsersishimadzu\DesktophXP J\Pesticides unknown.qgd |
(i The ion ratio 52,39% is outside the allowed relative tolerance of 2094

Z:ﬁ i The unknown concentration 10,2141 is above the upper concentration review threshold 10.0

M 13 =

3.7.1 Show flagged compounds only

Only the results that need to be reviewed can be displayed by filtering on the flags.

1 ‘ On the menu bar, click the [Flags filter] icon.

Y

2 ‘ The setting sub-window shown below is displayed.

For concentration only, a flag can be set in two levels (Outliers and Review).
I[tems other than concentration are flagged for Outliers only.

() Qutliers or Review

) Outliers only

i) Review only

(0 No Qutliers or Review
@ All
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3.7 Review Results

3 | Only items that meet the filtering conditions are displayed.

* Sermp e Ren e - Amphastssin

& inge  Claew [ ben = i e Cienr, [ e s Dew BT
u v L L w v
A1 | = 1508 tom cneincrmering-Kat 16 Samichlncman.. I IS
A P | W a0l Specrencrnoring K213 Setichtlairnin . o 1rrsai
E 3 TR Sperhelrreering-fal W fmewic el LM TR
A4 [ ™ vaeistpecrescreening Kat1) npihelsiresn.. LEn i1
= ] T NS S el reering - el 1 L e L 1000 Tras
B & | W 1misSpecrescmening-£a-11 Satizheazenn .. L1 H S
AT [ L L T ———— T S e bl men L.M05 MIsE
=K " 15BI-tpe creiscreering-La -5 S heelsomey. 10008 151
[ E] T THGS Spe i aroring G0 0 Soun il rnin e, Qe 14T
L T £ e =17 iz el e Q.57 IORINE
[ 021 SOEA0E
[2] 12| ™ 150635 fpmcheicrenning-ani Somichelncoeen.. a5 1515
A 13| ™ 3OS Spececinceporing Kot B4 Sptihtlarnin .. Qumd 1 Tkl
E T | T VRS Specherreering- el S bl L o] ELr
Ll LS S e s sering B N (O BIMF A=A s
M & | B 15065 Carkal-0K-L2 O Cotingd 12 =
o] 36 | ® | vammas-Locma-OK-L1 £ oisei L)
e N
B NOTE ¢ When filtering is applied [Survey] “hides” the chromatograms that have been
filtered out. If chromatograms for flagged compounds need to be examined
across samples, please disable filtering.
T S TS T — I
—— | Campania
o 1 [
—
o e
- - -
8.
—HEE
EY Ea
—-
— T
“
-
Nl ] “ =
e When filtering is applied, Reports also exhibits the same behavior as Survey.
Please see Section "3.14 Print Results" for details on Reports.
- J
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3.8 Edit Results

3.8.1

Identified peaks can be edited by manual identification and manual peak integration.

The calibration curve type can also be changed and data files can be replaced with
different files.

Results can be edited in [Compound Details] or [Survey] (See Section "3.5.2 Layout the
graph area").

Edit identification results

Follow the procedures described below to edit automatically integrated and identified
peaks. The examples show the procedure in [Compound Details] for clarity, although the
same operations can be performed in [Surveyl].

Select the compound to edit from the chromatogram or table. In the case of
using Survey, directly select the chromatogram to be edited.

5 LabSolutions Insight (Admin) - (Cartisolich - Speichelscreening: Ru.kcm) - o x
Shortcuts * Compound List ]| - sample Resuls - Amphetamin . i )
v [ Fhgs [0 Hare San [ v fags P e Nare | Area]  %Oe/ART -
E | | T | E | | Al Al v v
M2 | ® [ |Cortisal | ®Pe B4 | ® [150625-5pei i 16 34312540
4 [ = [a | Methadane | ®Pe Mz [ e | 15 a
He | = [« | eD0P |®Pe = EREL i u ] 9502098
E18 | ™ <L <RRRT% | Buprenorphin Pe B 4 | ® [150825-Speicheiscreening-Kal-13 | Speicheiscreeni... | 4648414,
10| ® | <L RRT% Pe B4 5 | |150625-Speicheiscreening-Kal- 12 | Speicheiscreeni... | 3728600
| [ Jore B 6 | ™ [150625 Spei i ] 3 i | 2842204
M| & [asL i TP H7F | 10
H6 | ® o | MDA [P B8 [ ® |
Hs e s MDMA Pe [=ERELN| ] 1
[ZEN L MDEA Pe |4 10 | W | 150625 Speichelscreening-Kal-07 Speichelscreeni... | 1063202
2 | W <3k | mBDa Pe = 1 | 1150625-Speichelscreening-Kal-06 | Speicheiscreeni. [IELERY
SRR 808 Pe [ 12 | W [150625-Speichelscreening-Kal-05 | Speicheiscreeni. | 231515,
B3 | ® <L RAT% Methylon Pe [=EEN L I LT
| ® [« [Butylon Fev B 16 | ™ [150625-5pei i [Spe i | 41085 -

v

|+ Calibration - Amphetamin
! £ y = 10.11781x - 0.01763661
R*=0.9985102 R= 09994049

ATezing

o B

Curve Fit: Dafault ilingar)
Weighting: Default (1/4

Zeco: Default (Not Forced)
Mean RF: 1.002109¢+000

SDRF: 8148504000
%RSD: 8.131358

Settings i

I == —

185 180 16T 1900 WS 1980 1975 2400 25 2080 2075 2000 2115 21X

Report  Compeund Detaiis Y

s me
Cone Rato ingim]
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3.8 Edit Results

‘ Perform manual identification or manual peak integration.
Right-click in the chromatogram view.

* Compound Details - Unknwon 5 - Chloridazon

Q 22200>9200 (+) 2473
RT=T7232
100,00
35
i Copy @®
‘1'34 ‘II[IIIIII[III‘[IEIIIII P&ste ’ TTrTTTrTTTT
TA7TS TF200 7225 T3S0 TATS
I[¥] D Peak RT
R1 235000> 103,90 {+) FEYE
g ) RT=7233 All Peaks
100.00 5
R 2 (89.93)
1 9528% (8993 Undate ,
i Select Quant lon »
%] Manual Identification
. Clear Identified Peak
] Delete All Peaks
i Manual Peak Integrate » g
R = e —
TAT5 T200 T225 T2 TATS
S —T T Properties.. a

B Manual identification procedures

Click on the [Manual Identification] menu item. Position the blue line onto the peak to
be identified.

Copy
Faste 3
ID Peak
All Peaks
Update 3

Manual Identification

Clear Identified Peak
Delete All Peaks

Manual Peak Integrate  »

Properties...
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~ Compound Details - Pesticides_unknown - Isoxathion

iQ 177.00>130.10

3.0e3

h 4

Y

Y

311e3

F
L L L L L L L L L L

157

158

| L L L L L L L L L L L L L

159

160

16.1

16.2

LUNL I LA N O S N B B B B B B B B A |

163

164

165

166
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3.8 Edit Results

B Manual peak integration procedures

Click on the [Manual Peak Integrate] menu item. Move the blue line with the left mouse
button pressed. The retention time at which the button is pressed is the starting point
of the peak. The retention time at which the button is released is the end point of the
peak.

Copy
Paste b
1D Peak
All Peaks
Update 3

Manual Identification
Clear Identified Peak
Delete All Peaks

anuadl Fed eqrate Link Point

Properties... Herizontal
Mew Baseline

~ Compound Details - Pesticides_unknown - Isoxathion

Q 177.00»13010 A=6086 311e3
RT=1§137

3.0e3

,..
g
1

50e2
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[Link Point] :

A baseline connecting two points on the
peak can be drawn. Click on the [Link
Point] menu item. Select two points on the
peak using two blue lines.

[Horizontal]:

A baseline parallel to the horizontal axis
connecting two points can be drawn. Click
on the [Horizontal] menu item. Select two
points on the peak using two blue lines in
the same way as [Link Point].

L e B
11.85

28
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3.8 Edit Results

[New Baseline]:

A baseline connecting two arbitrary points.
Click on the [New Baseline] menu item.
Select two arbitrary points on the peak.

:' Hint  Manual integration is possible using
the shortcuts below.

. . Shift key + Right
Link Point mouse button drag

. Ctrl key + Right
Horizontal mouse button drag
Manual Shift key + Ctrl key
Identification + Right click

g Shift key + Ctrl key

Clear Identlfled Peak + nght double click r"IS'CI T I"IC-:Ir T r_1:|‘c| T

3.8.2 Edit calibration curve information

Follow the procedures described below to edit the calibration curve information.

1 The calibration curve information that can be changed is underlined. Click on the
underlined items to change them. Right-click on a calibration point to exclude it
from the calibration curve.

S.OeSE y = 4703.726918x - §14.235371
4 R* = 09998223

455 JYCurve Fit Linear
JWeighting: 1ix

J|Zero: Not Zero Forced

Mean RF: 4636.553

SD RF: 73.08221

%RSD: 1576219

N

W

w
Il

20e5

- -
g
w v
Liiagsl

i

Exclude

§

o
8

:' Hint It is possible to edit the Curve Fit type, Weighting, Zero through and whether to enable
or disable calibration points.
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3.8.3 Edit tables

Follow the procedures below to change the sample types and calibration levels. This
function can be used in conjunction with the Import function to swap calibration data
in and out of a data set. Please see Section "3.3 Open Batch (Processing Mode)" for
details on adding data files to the current set.

1 From the menu bar, click on the [Edit] menu band.

[ LabSalutions Insight {
Shortcuts

File
View

Edit

=Y

Edit Method

Click on the [Edit Tables] button to enter the edit tables mode. The [Edit Tables]
button turns dark blue to indicate the mode is activated.

5

Edit Tables

30
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3.8 Edit Results

In either [Sample List] or [Sample Results], select a sample to edit. Right click in
the Sample Type column to show a context menu. Select [Edit] to reveal a list
of sample types to select from. The drop down list can be displayed by double
clicking in the [Sample Type] field as well. Select the appropriate sample type.

~ Sample List ~ Compound
Flags |Data Filename | Sample Name Flag ID Status | Flags
hd hd
1 150625-Speiche... | Speichelscreeni... Pending =
2 ™ 150625-Speiche... Speichelscreeni... " Pending Edit 2
£ 3 ™ | 150625-Speiche... | Speichelscreeni... | RRT% © Pending Standa [
M 4 ™ | 150625-Speiche... | Speichelscreeni... | RRT% Pending Standan Update RT and fen Ratios
I 5 ™ | 150625-Speiche... | Speichelscreeni... | RRT% © Pending Standa
6 ™ | 150625-Speiche... | Speichelscreeni... | RRT%  Pending Standar
M7 ™ | 150625-Speiche... | Speichelscreeni... | RRT% @ Pending Standa
£ 8 ™ | 150625-Speiche... | Speichelscreeni... | RRT% Pending Standar
B 9 ™ | 150625-Speiche... | Speichelscreeni... | RRT% ' Pending Standa Y ares
4 10 | ™ |150625-Speiche... | Speichelscreeni... | RRT% Pending Standar
&) 11 | ® |150625-Speiche... | Speichelscreeni... | RRT% © Pending Standa Srskypliat
B4 12 | ™ |150625-Speiche... | Speichelscreeni... |RRT%  Pending Standar Delete Result
1 13 | ™ |150625-Speiche... | Speichelscreeni... | RRT% © Pending Standa
Z 14 ® | 150625-Speiche... | Speichelscreeni... |RRT% * Pending Standar
B 15 ™ | 150625-Speiche... | Speichelscreeni... | RRT% ) Pending Standa
_Z 16 | ™ |150625-Speiche.. | Speichelscreeni... [RRT% * Pending Standar| Co
) 17 | " |150625-Speiche... | QK BTMF <L >L >R O Pending Unkno i/
B 18 | M= |150625-Speiche... | QK Speichelscr.. | <L, <R Pending Unknow
B4 31| ™ |150625-Cortisol... | Cortisol Kal 4 RRT% & Pending Standa Sel
5 = : ect All
[ 35 | % |150625-Cortisol... | QK Cortisol L2 <L, <R " Pending Unknov
[ 36 | % |150625-Cortisol... | QK Cortisol L1 <L, <R 0 Pending Unkno Copy Table
Print Report
Properties...
Data Filename Sample Name Sample ID Sample Type
Y hd Y Y
2012_09 05~ 2012_09_05- Standard
2012_09 _05--- 2012_09_05-- Standard
2012_09_05--- 2012_09_05--- Standard
2012_09_05--- 2012_09_05-- Standard
Unknown F
2012_09_05- 2012_09_05-- Standard
Control
2012_09_05--- 2012_09_05-- :
Unspiked
2012_09_05- 2012_09_05- Spiked
2012_09_05--- 2012_09_05-- water
2012_09_05--- 2012_09_05-- solvent
matrix
2012_09_05--- 2012_09_05--

LabSolutions Insight™ LCMS CL
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4 ’ Similarly, right click in the [Level] column to show a context menu. Select [Edit]
——  to reveal a list of levels to select from. The drop down list can be displayed by
double clicking in the [Level] field as well. Select the appropriate sample level.

Acquired Date

¥ 4 T hd
16 | 2015/06/26 5:29...
15 | 2015/06/26 5:22...

T 2015/06/26 5:14..

Edit

Update RT and lon Ratios

Fix Y axes

Overlay plot

Delete Result

Copy

Select All

Copy Table
Print Report

Properties...

Acc

5 ’ Once all editing is finished, click on the [Edit Tables] button again to exit the
' edit tables mode. This will prompt a recalculation of the calibration curves and
quantitation results.
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3.9 Change Method (Data Mode)

3.9 Change Method (Data Mode)

3.9.1 Apply a method file

Target compounds and calibration curves can be changed by applying a method file.
All open data files and the current method file will be closed. Standard samples
referenced in the new method file will be shown. Other samples will need to be added
manually using the Import function (see Section "3.4 Add Data Files").

1 ‘ From the menu bar, click on the [File] menu band.

@ LabSolutions Insight (A
Shortcuts

[ File ]
]

Open

2 ‘ Click on the [Load Method] icon.

@ LabsSolutions Insight (A
Shortcuts

File

[
Cz

Load Method

LabSolutions Insight™ LCMS CL 33



3 LabSolutions Insight LCMS CL Operations

‘ Select a method to load.
A method can be an lcm file (LabSolutions CL method file).

4] Load Method X

T > ThisPC » Desktop » FL-DATA v 0 Search FL-DATA 0

Organize v MNew folder ==+ [ 9
Name Date modified Type 9
s Quick access .
] MRM-post_SMALL.lcm
I Desktop — post-

Shimadzu LabSolu...
) MRM-post_SMALLZ.lem

Shimadzu LabSolu...

4 Downloads

5] Decuments

W W W

&= Pictures
b Music
B videos

& OneDrive
3 This PC

£ Network
<

File name: ~ | LC/MS Method File (*.lcm) v

3.9.2 Apply flagging thresholds

It is possible to apply flagging to the current batch by opening a DAMLP file containing
flagging thresholds.

1 ‘ From the menu bar, click on the [File] menu band.

i LabSalutions Insight {Ad
Shortcuts

[~ 1
7
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3.9 Change Method (Data Mode)

2 ‘ Click on the [Load Flags] icon.

@ LabSolutions Insight (Ad
Shortecuts

File

I
rz

Load Method

‘ Select a DAMLP file containing flagging thresholds and click on the [Open]

—  button.
(4] Load Flags X
™ <« shimadzu » Desktop » FL-DATA v O Search FL-DATA o
Organize + MNew folder 2« [H 0
A Name Date modified Type 4
3 Quick access .
. FLAG.daml 4/4/2017 8:03 PM LabSolutions Insig...
I Desktop » fﬂ P Y I ! '3
4 FLAG2.damlp 472472017 11:04 PM  LabSolutions Insig...
J_' Downloads  # (@ MyFLAG.damlp 4/24/201711:10PM  LabSolutions Insig...
=] Documents # (5] SELECTCOMP.damlp 41472017 8:02 PM LabSolutions Insig...
&= Pictures
FL-DATA
Insight 3.1 FL
J'i Music
== VM_Share (\\vbc
/& OneDrive
[ This PC ol o
File name: “ ‘ DAML Project Flags (*.damlp)
|
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3.10 Change Method (Processing Mode)

3.10.1 Apply a method file

Target compounds and calibration curves can be changed by applying a method file.
Note that all other method parameters including flagging thresholds and selected
compounds will be replaced as well.

1 ‘ From the menu bar, click on the [File] menu band.

i LabSalutions Insight {Ad
Shortcuts

P

Open

2 ‘ Click on the [Load Method] icon.

[ LabSalutions Insight {Ag
Shortcuts

File

)i

Update

xl

oad Method
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3.10 Change Method (Processing Mode)

3 Select a method to load.

A method can be a processing file or LabSolutions CL method file (lcm file). Use
the drop down list to change the type of method file to load, as necessary.

9 Load Method *
4 « shimadzu » Desktop » FL-DATA v O Search FL-DATA -]
Organize = New folder =+ [N o
o Mame - Date modified Type H
o Quick access i
B Desktop . ,ﬂ FL-DATA.iproc 5/8/2017 11:50PM  LabSclutions Insig.
(& FL-DATAZ iproc 5/8/2017 10:58 PM  LabSolutions Insig...
4 Downloads  #
|5 Documents o
= Pictures *
FL-DATA
Insight 3.1 FL
LCMSMS Recovt
b Music
& OneDrive
3 This PC wfe >
File name: I| v| [Proce;sing File (".iproc) V]
Com )| one

Click on [Open] to load the method.

3.10.2 Apply flagging thresholds

It is possible to apply flagging to the current batch by opening a DAMLP file containing
flagging thresholds.

1 From the menu bar, click on the [File] menu band.

i LabsSalutions Insight (Ad
Shortcuts

[ 1
&,

Open
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3 LabSolutions Insight LCMS CL Operations

2 ’ Click on the [Load Flags] icon.

[ LabSolutions Insight {Ad
Shortcuts

File

Load Method

i

Load Flags

’ Select a processing file (iproc file) or DAMLP file containing flagging thresholds
and click on the [Open] button.

' Load Flags

x
™ <« shimadzu » Desktop » FL-DATA

v O Search FL-DATA o
Organize v New folder
A ~

=~ M @
MName Date modified Type 9
3 Quick access
B Deskt [ FL-DATA.iproc
esKLo|
3o Ip . (1 FL-DATAZ.iproc
ownloads

. 5/8/2017 10:13 PM
-

‘TJ Documents
-

LabSolutions Insig...

3/8/201710:58PM  LabSolutions Insig...

&= Pictures
FL-DATA
Insight 3.1 FL
LCMSMS Recove

b Music

‘@& OneDrive

[ This PC o -

File name:

All Files (".iproc;*.damlp)
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3.11 Export Methods (Processing Mode)

3.11 Export Methods (Processing Mode)

The current method can be exported to a LabSolutions CL method file so that edits made
in Insight can be applied to the next round of acquisitions.

1 ‘ Click on the [Export] button to show a drop down menu. An additional option
— to export a method file is shown.
Select [As New Method].

L
Export
Results to File
As Mew Method

2 ‘ Enter a name for the new method and click on [Savel].
— Make sure to change the file type to lcm for LabSolutions CL. (The default type is iProm.)

8 Export Method File X
+ <« shimadzu » Desktop » FL-DATA v O Search FL-DATA P
Organize v New folder eI (7]
4 Downloads # A~  Name Date modified Type 9
[ Documents # ) MRM-post SMALLIem 4/4/2017&01PM  Shimadzu LabSolu...
& Pictures * &1 MRM-post_SMALL2.Icm 4/4/20177:39PM  Shimadzu LabSolu...
FL-DATA i viyqwdg0.lem 6/1/2017 T:08 PM Shimadzu LabSolu...
Insight 3.1 FL
LCMSMS Recove
Jﬁ Music
& OneDrive
= This PC
¥ Network v < >
File name: l vI
Save as type: | LC/MS Method File (*.lcm) v
~ Hide Folders Save Cancel
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3.12 Save Results (Data Mode)

Follow the procedures described below to save analysis data.

1 ‘ From the menu bar, click on the [File] menu band.

[@ LabSolutions Insight (Ad
Shortcuts

[ File ]

2 ‘ Click on the [Save] icon.

Load Flags

4
=

Save
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3.12 Save Results (Data Mode)

3 If the current batch was opened using a DAMLP file, the file is simply
overwritten.

B NOTE ¢ When a set of data is loaded into Insight without using a DAMLP file, an

option to save it as a DAMLP file is presented.

Click on [Save] to save with the default name for the DAMLP file, or enter a
new file name then click [Save].

[ save As

T <« shimadzu > Desktop » FL-DATA v O Search FL-DATA =}
Organize « MNew folder
S Name Date modified Type £
# Quick access -
FLAG.daml
I Desktop * 4 P

M (£ SELECTCOMP.damlp
Downloads

|=] Documents

LabSolutions Insig...

LabSolutions Insig...

= Pictures -
b Music
B Videos

‘& OneDrive

3 This PC

v £

File name: | |GG NFANINY
Save as type: DAML Project File (*.damlip)

» Hide Folders

Save Cancel

e |f the data has been loaded without using a DAMLP file and a DAMLP file

has been opened subsequently to apply flags, the Save operation will always
offer to save the current data as a new DAMLP file.
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3.13 Save Results (Processing Mode)

Follow the procedures described below to save analysis data.

1 ‘ From the menu bar, click on the [File] menu band.

@ LabSalutions Insight (A
Shortcuts

( File |
[

Open

2 ‘ Click on the [Save] icon.

Load Flags

Y

Import

=

Save
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3.13 Save Results (Processing Mode)

If the current batch was opened using a processing file, the current processing
file is simply overwritten.

N
B NOTE o If data had been loaded without using a processing file, the Save operation
will always offer to save the current data as a new processing file.
Click on [Save] to save with the default name for the processing file, or enter
a new file name then click [Save].
[ save As X
™ <« shimadzu > Desktop » FL-DATA R J] Search FL-DATA o
Organize » New folder = (7]
‘ Downloads # » Name - Date modified Type 9
[5] Documents # [ FL-DATA.iproc LabSolutions Insig.
& Pictures ol [E] FL-DATAZ.iproc LabSolutions Insig...
FL-DATA
Insight 3.1 FL
LCMSMS Recove
b Music
#@ OneDrive
3 This PC
¥ Network o R 2
File name: -
Save as type: | Processing File (*.iproc) ~
~ Hide Folders Save Cancel
e |f data had been opened using a processing file, the Save operation will always
overwrite the current processing file.
J
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3 LabSolutions Insight LCMS CL Operations

3.14 Print Results

3.141 Print results for all samples

Follow the procedures described below to output data analysis results.

1 ‘ From the menu bar, click on the [Report] menu band.

@ Labsolutions Insight (A
Shortcuts

File
Wiew
Edit
Review

[ Report ]

2 ‘ Click the [Reports] icon. The report templates set in [Report Configuration] are
— shown in the drop-down list. Select the report template.

[ LabSolutions Insight [Ag
Shortcuts
File
Wiew
Edit
Review

Report

E -

Reports
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3.14 Print Results

Configure reporting options.
When the status of the selected template is “Locked”, only the sample and
compound to be printed will be selected. When it is not “Locked”, the detail of

the report can be set in the [Report Options] dialog.

[ Report Options et
Data selection method:
el [] Highlighted Samples Highlighted Compounds
- [] Checked Samples Checked Compounds
Compound

When Locked

[ Report Opticns

Data selection method:

;—_ [] Highlighted Samples Highlighted Compounds
e [] Checked Samples Checked Compounds
Compound  Content:
Table [ calibration Curve
Chromatogram |4 |5 Ref lon Calibration Curves
] Adjacent I5TD Residual Plot(s)

Include number of points used

Layout:
(@) Stack Plots

() Overlay Plots

Peak settings ~
[] Peak Shading

Reference lon settings
[] Reference lon 1

[] Reference lon 2
[ Befarencelnn 2

Sample Identifier Data Filename ~

Table Columns: @) Asin Summary View () Select
[] Show Row Numbers [] statistical Results

Show Chromategram Results Info

=X

When not Locked
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3 LabSolutions Insight LCMS CL Operations

The tables below list some of the items that can be configured in various templates. Further
details are explained in the Report Configuration Guide.

Data selection method

Print the checked samples and compounds. When no item is
checked, all the samples and compounds are reported.

[Highlighted] : Prints the items selected in the list.
[Checked] : Prints the items checked in the list.

Content

[Table]: Print the summary table.
[Chromatogram]: Print chromatograms.

[Adjacent ISTD] : The chromatogram of the corresponding ISTD
compound is also shown.

[Calibration Curve]: Print the calibration curve.

[Ref lon Calibration Curves]: Print calibration curves for
reference ions. Only available if target calibration curve is
printed.

[Residual Plot(s)]: Print residual plots for calibration curve(s).

[Include number of points used]: Print the number of standards
and controls used to build the calibration curve(s).

Set the upper limit of the number of chromatograms or
calibration curves displayed in one row.

For calibration curves, this could be the hypothetical number of
curves to be printed in one row in order to determine the size
of the graph.

Audit Trail Logs
(Processing mode only)

(Batch and Comparison
reports only)

Includes the audit trail log at the end of the report.

All audit trail entries are printed even if filtering or data
selection are applied.

Reference lon Settings

Select reference ion(s) to use.

Sample Identifier

Select the sample title.

Layout

[Stack Plots]: Target ion(s) and reference ion(s) are displayed
stacked.

[Overlay Plots]: Target ion(s) and reference ion(s) are displayed
overlaid.

Table options

[Same columns as summary view]: Uses the same columns as
Summary View.

[Select from table style]: Selecting this option pops up the table
style configuration window.

Orientation

[By Compound]: Reports summary results for each reported
compound.

[By Sample]: Reports summary results for each reported sample.

This option is only available for Batch and Comparison reports.

Individual report on each
Compound

The report is printed individually on each sample or compound.

This option is only available for Batch and Comparison reports.

Page Break on new
compound

A new page is used for each compound or sample.

This option is only available for Batch and Comparison reports.
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3.14 Print Results

Show Sample Details Select this option and choose the sample details to print from
a list.

Show Chromatogram Show peak integration and quantitation results information for

Results Info each chromatogram.

4 I Click on the button.

5 I The report print preview is displayed. Click on the (Print) button to start

printing.

Print Preview Report - FLAG - [m] X

Insight Report Printed ot 2017/06/02 9:48:58

Mevinphogmaturacl & Prohydrajasons
mas

e rrame
sz

N

LabSolutions Insight™ LCMS CL
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3 LabSolutions Insight LCMS CL Operations

3.142 Print result for selected sample (Data Mode)

If a report format file is specified in a batch table before sample acquisition, the data
file results can be printed in LabSolutions Insight LCMS CL.
In order to use this function, LabSolutions CL must be installed.

Fokder. - \GLMS sokiionis ampleDala
Sample Hame | Sample ID | Sample Type | Method File Data File | Level# | Report Output | Report File
Sorb Festcdes STO=0001 batandardi D) n Curve ggm Pesticides STO0 | ged 1 Frimt
Tlpph Festcadesr | STO-0007 | TStandard n Curnsgem Pesticies 51002 o0d F ] Pt
Slpph Pestcades ST0=0008 Fatandard n Curvegem Festicides STO0d ged | ] Fret
Tilegh Festacades | STO-0004 | TStandard n Curmgem Pesticides STO0H aed [ T it
[ urknowm Pesticides | UMK =005 [T n Curve gem Pe:!indes_utmmmd 1 1 Pt s b
| E— |
1 ’ Save results. (See Section "3.12 Save Results (Data Mode)".)
2 ’ From the menu bar, click on the [Report] menu band.
LabSolutions Insight (Ad
Shortcuts
File
View
Edit
Review
[ Report ]
3 ’ Select a data file to be printed.
~ Sample List
Flags | Data Filename Sample Name
hd b d
150625-Speiche... Speichelscreeni...
M 2 150625-Speiche... | Speichelscreeni...
M 3 150625-Speiche... | Speichelscreeni...
A 4 150AR25-Sneirhe | Sneirhelerreeni
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3.14 Print Results

Click on the [Report] icon to start printing based on the report format specified
in the batch file at the time of sample acquisition.

Review

B NOTE The [Report] icon cannot be used if a report format file is not specified in the
batch table at the time of sample acquisition.
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3.15 Close Batch

The current batch can be closed at any time.

1 ‘ From the menu bar, click on the [File] menu band.

[ LabSolutions Insight (Ag
Shortcuts

( File ]

¥

Open

‘ Click on the [Close] button. If there are any edited data or method files, you
will be prompted to save them.

L
Save As

s
Iy

Close

In Data mode, if the batch was not opened as a DAMLP file, you will be prompted on

whether to save it as a DAMLP file.
Similarly, in Processing mode, if the batch was not opened using a processing file, you

will be prompted on whether to save it as a processing file.
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4 Appendix

In LabSolutions Insight LCMS CL, the eight flag groups listed below can be used by

default.

Select Flag Group x

W Unknown |

[] standard

[ contral

[ spiked

[ Unspiked

[ water

[ salvent

[ matrix

9 o @ Cencel
Flag Group Description

Unknown Setting for unknown samples
Standard Setting for standard samples
Control Setting for control samples
Spiked Setting for spiked samples
Unspiked Setting for unspiked samples
water Flag for preset blank
solvent Flag for preset blank
matrix Flag for preset blank
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4 Appendix

Tick the checkbox(es) for the flag group(s) to use. Click on [Edit] to add or delete flags.

Flags that can be set vary according to the flag group as shown in the table below. Flags
with "¢ " mark are available for each flag group.

Flags Unknown | Standard | Control Spiked | Unspiked Blank

Lower Conc. Limit (4

Lower Conc. Review

Upper Conc. Review

Upper Conc. Limit

RT Diff (absolute)
RT Diff (%)

Retention time
(absolute)

AN NI NI N

Retention time (%)

lon ratio (relative)

RIS R [NN
SIS S [N
SIS R [8N
RIS R [8NN

lon ratio (absolute)

AN I N N N O I N O N I N NI N

Calibration Range

R2

AN

%Difference

Accuracy
%RSD conc.
%RSD area

A A AN A NN
AN R NE IR N

Blank concentration

S/N v

AN
<
AN
<
<

Recovery

ISTD peak area
deviation (Standards)

AN
AN
AN
AN
AN I N NN

<
AN
<
<

ISTD peak area
deviation (Control)

AN

Tailing factor

Saturation

Retention time
(absolute ISTD)

A I N N R N
AU I N N N
AN I N N R N
A I N N N
A I N N R N

Retention time
(absolute Standards)

RRT (%)
RRT (absolute)

AN
AN
AN
AN
AN

<
AN
<
<
<

<
AN
AN
<
<

AN NI NN

Min. Similarity Index

RF Deviation

<
AN
AN
<
<

Asymmetry

Confidence

Mass Error (mDa) v

AN
A NI NI N
AN
AN
AN
AN
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4.1 Configurable Flag Types

Flags Unknown | Standard | Control Spiked | Unspiked Blank
Mass Error (ppm) v v v v v v
Mass Error Criteria v v v v v v

LabSolutions Insight™ LCMS CL
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4.2 Table Column Settings

In LabSolutions Insight LCMS CL , table columns can be added, deleted, and re-ordered.

1 ‘ Right-click on the title bar of a table or click on the * button at the far left

of the title bar.
Then, click on [Properties].

-Conc-1_003 |
D

Properties...

r Close

The [Table Style] sub-window is displayed.
Items listed in [Selected Columns] are displayed on the table in the listed order.

[ Table Style - Compound Results — O d
Available Columns: Selected Columns:
A
Flag ID
Mame
Status
Found RT
Average Conc, Actual Ret. Index
Average Conc, (R1,R2) Conc.
Band ° Unit
Calc.by miz
CAS# Area
Chart IS5TD Area
Comment 1 Area Ratio
Comment 2 o Type o
Conc. (no Dil.) ISTD Group
Confidence Tailing E
Correction Factor Asymmetry
Curve SN
Custom Calc. Result 1 Moise
Custom Calc. Result 2 RRT
Custom Calr. Result 3 v Ref RRT M

MNumber of Fixed Columns:

NODQ
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4.2 Table Column Settings

Use the left and right arrow buttons to add or delete items and use the

up and down arrow buttons to re-order them.

Click on the o button to finish the operation. To undo the process and revert

to default, click on the &\ button.
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4.3 Shortcut Function

In LabSolutions Insight LCMS CL , buttons on the menu bar can be registered as shortcuts.
The buttons registered as shortcuts can also be re-ordered or deleted at will. Users can
add items used frequently to [Shortcuts] menu band. [Shortcuts] can be customized for
each user.

1 ‘ Right-click on the button to register.
— Click on [Add to Shortcuts]. The button is added to [Shortcuts].

Shortcuts
Shortcuts = Sample List
File Fla
1
[ 4 :
Add to Shortcuts 'DFFE'FI

Oper

‘ Right-click on the button registered in [Shortcuts].
—!  Click on [Move Up] or [Move Down]. The order of the buttons changes.
To delete a button, click on [Remove from Shortcuts].

Shortcuts = Sample List
Flat Shortcuts
:
5 o
2 v

Open 3
4 Move Up Compound
Mowve Up E

o Move Down

Cpen

Remove from Shortcuts

- v ECE
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4.4 Exporting Analysis Results

4.4 Exporting Analysis Results

In LabSolutions Insight LCMS CL, the analysis result table can be exported as a
"tab-delimited text (_.txt)," "tab-separated value (_.tsv)," or "comma-separated value
(_.csv)" format file.

1 ‘ From the menu bar, click on the [File] menu band.

[ LabSoclutions Insight LCW
Shortcuts

I

Open

LabSolutions Insight™ LCMS CL 57



4 Appendix

2 ‘ Click on the [Export] icon (Data mode).

Export

For Processing mode, the [Export] icon presents a drop down list. Select [Results to File].

‘ As New Method
T Fq T

The [Export Results] sub-window is displayed.

Export Results X
 Exp

Export Options:
(®) Copy to Clipboard
() Output to File:

Results Columns Only

Format Options:

Delimiter: Tab e Columns: By View ~

aall >

3 ‘ Configure settings in the [Export Options] and [Format Options] area and click
on the I"E‘l button.
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