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Main Features

= Adapt to new Corporate Design — new program icon ASQ — new icons in TASQ client

= Enable multiple mobility values 1/K, per analyte — support of adducts, protomers, fragment ions generated in
the ion source

= CCS quality information — add information of quality / source of CCS value
= Show Heat Map View — enable deep insight into timsTOF data
= Fit exponentially modified peaks into detected chromatographic / mobilogram peaks

= TASQ RealTime QC Monitor Tool
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Minor Features

= Base peak chromatograms (BPCs) generated for timsTOF data
= BPCs are shown in correct order in chromatogram view

= Changed behavior of peak detection algorithm: instead of intensity threshold a height threshold will be used to
test the detected peak based on peak height and not by peak intensity

= |mproved labels in Show Chromatogram, Mobilogram, MS Spectrum views

= Multi-selection of ions in Detailed Analyte lon Results view enabled — selected ion’s traces will be shown
= Analyte’s tag column in Batch Concentration View added

= Save as timsTOF method dialog suggest a method name

= |mported batch is selected in batch navigator automatically

= |Imported method is selected in method navigator automatically

= Smart Formula view shows selected m/z value
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TASQ 2023 WHAT'S NEW

Minor Features

= Show notifications if disk is running full

= Multi-selection for tables in wizards enabled

= Creation of prmSettings.sqlite files discontinued
= Denoising of timsTOF data is not supported

= Heap size for TASQ client increased to 2048M

= |Improved performance of large result tables
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TASQ 2023 WHAT'S NEW

New Corporate Design — Program Icon and Splash Screen

ASQ
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TASQ 2023 WHAT'S NEW

New Corporate Design — Icons — Batch Management Perspective

TASQ - demo - localhost - [DataS_Alkaloids-castAway] - [05_CYUA-Alksloide 2012, V1] - O b
* 3 & ! ' —
§§ F.“a:aal_gt::mnt -4 n/waw:;:::im 0. g W= Reporting U L elect A i el @ -omc__,
#¥ Batch Navigator x| R T @[ 2 § = 8 [|¢¢ batch Summary x} Wcha|Er@E| &(t|o=1
Applied filter: None Data Set Flag Sample Type Concentration ... | Inj. Vel. [pl] Method Acquisition date | Statien Data path Comment Std.Dev. m/z C... | Inst Name Inst Type Inst Serhlo Operator ~
T T T T T T T T T T T T T T T
v ‘Da“i‘”ka“"d“ﬁa R;m . * g5 ilongGrd Ac-C12 GE1 Blank - 1 05.CVUA-Alkal...  2009-06-23 17:.. | WSBRED1-HCG... | D:\data\Datas ... 063 | micrOTOF-Q Il | micrOTOF-Ql | 22383810147 | BDAL@DE
; :::::Z::g:: - \TE;RFEEDt i ink-longGrd_Ac-C18_GB1 Blank - 1 05 CVUA-Alkal.. 2009-06-231%:.. WSBRED1-HCG... | D:\data\Data5._... 110 | micrOTOF-Q Il | micrOTOF-Q Il 228888.10147  BDAL@DE
VU120, = Lollect Raw Uata L21p).. IA_1-2_0-1ppb_GA1_01_2... Calibration Sa... ~ 1 1 05_CVUA-Alkal.. 2003-06-2318:.. WSBREDI-HCG.. Di\data\Datas_.. 112 | micrOTOF-Q Il | micrOTOF-Q Il | 228082.10147 BDAL@DE
< CVUA1-2.0) . Export Batches (*.brkrar)... JA_1-2_0-1ppb_GAT_01_2. Calibration Sa.. = 1 1 05_CVUA-Alkal 2009-06-23 1 WSBREDT-HCG... | Di\data\Data5_... 143 | micrlOTOF-Q Il micrOTOF-QIl  228888,10147 BOAL@DE
| CVUAI-20-1; b Import (brkrar)... 1A_1-2.0-1ppb_GA1_01_2... Calibration Sa... - 1 1 05_CVUA-Alkal.. 2009-06-2318.. WSBREO1-HCG.. D:\dats\Datas... 110 | micrOTOF-QIl | micrOTOF-Q Il 22888210147 BDAL@DE
CVUA_1-2.0-2 o, IA_1-2 0-2ppb_GA2 01_2... Calibration Sa... = 2 1 05_CVUA-Alkal.. 2009-06-231%.. WSBREOT-HCG... D:\data\Data5_.. 0.70 | micrOTOF-Q Il micrOTOF-Q 1| 228888.10147 BDAL@DE
cvua1-202 M ProcessBatch JA_1-2_0-2ppb_GA2_01_2. Calibration Sa... - 2 1 05_CVUA-Alkal.. 2003-06-2313:.. WSBREOI-HCG.. D:\dats\Datas.. 1.20 | micrOTOF-QIl | micrOTOF-QIl 22888810147 BDAL@DE
CVUA1-2.0-2; 3% Reprocess Batch IA_1-2_0-2ppb_GA2 01_2... Calibration Sa... = 2 1 05_CVUA-Alkal.. 2009-06-231%:.. WSBREDI-HCG.. D:\data\Datas_.. 091 micrOTOF-QIl | micrOTOF-Q Il 228888.10147 BDAL@DE
CVAT-2IPP 5% uantify Batch 1A 1-2_1ppb_GA3 01 2073 Calibration Sa... ~ 3 alar sttt aneancaaan, | \WSBREDT-HCG... | Di\data\Datas... 1.00 | miccOTOF-Q Il | miccOTOF-Q Il | 228888.10147 | BDAL@DE
CVUA1-2 Tpp 1A_1-2_1ppb_GA3_01_2074 Calibration Sa... = 3 M Flags * . WSBREOI-HCG... D\dato\Datas... 097 micrOTOF-QNl | micrOTOF-QIl 22828210147  BDAL®DE
CvuA_1-2_1pp AP Peak Fit Training for Batch !
WAz - IA1-2_1ppb_GA3_01_2075 Calibration Sa... = 3 e . WSBREDI-HCG... | D:\dats\Data5_... 099 micOTOF-QIl | micOTOF-Q Il 22888210147  BDAL@DE
a2 10p B8 Import Batch 1A_1-2_2ppb_GA4_01_2076 Calibration Sa... - 4 . WSBREDT-HCG... | D:\data\Datas_... 102 micrOTOF-QIl | micrOTOF-Q Il 22888210147  BDAL@DE
%, CVUA1-210p &% Extend Batch 14_1-2_10pph_GAS5_01_20.. Calibration Sa... = 5 &% Delete Analysis DEL .. WSBREDI-HCG.. D:\data\Datas. 098 micrOTOF-Qll | micrOTOF-Q Il | 228888.10147  BDAL@DE
VA1 10p 1A_1-2_10ppb_GA5_01_20... Calibration Sa... - 5 Delete Analysis Result .. WSBREDI-HCG... | DAdata\Datas_... 080 micrOTOF-Qll | micrOTOF-QIl 22888810147  BDAL@DE
cvua1-2_20p ot Export Batch to LIMS IA_1-2_10ppb_GA5_01_20... Calibration Sa... ~ 5 .. WSBREDI-HCG... |D:\data\Data5_... 081 micrOTOF-QIl | micrOTOF-Q Il 228888.10147  BDAL®DE
CVUA1-2.200 5 Export Batch ta THL IA_1-2_20ppb_GAG_01_20... Calibration Sa... ~ 6 Ml Comment Analysis Result .| WSBREDI-HCG...  D:\data\Data_.. 062 micOTOF-QIl | micrOTOF-Q Il 228888.10147  BDAL@DE
CVUA_1-2_100| IA_1-2_20pph_GA6_01_20... Calibration Sa... = 6 - .. WSBRED1-HCG... D:\data\Datas_... 088  micrOTOF-QIl | micrOTOF-Q Il | 228888.10147 BDAL@DE
. CVUA_1-2_100; /M Comment Batch IA1-2_100pph_GAT_01_2... Calibration Sa.. = 7 i ErEmAnEEsEilD . WSBREDI-HCG... DAdata\Datas_... 116 micrOTOF-QIl | micOTOF-Q Il 22238210147 BDALGEDE
CVUA-21001 Iy Change Name of Batch 1A_1-2_100ppb_GA7_01 2. Calibration Sa... = 7 [ Open in Datadnalysis . WSBREDT-HCG... | DAdata\Datas._.. 116 micrOTOF-QIl | micrOTOF-QIl | 22888810147  BDAL@DE
Exﬂﬁq:’m: B3 Change Datapath for Batch IA_1-2_100ppb_GAT 01_2... Calibration Sa... = 7 & Show in System Explorer .. WSBREOT-HCG... D:\data\Data5._.. 149 micrOTOF-QIl | micrOTOF-Q 1l 228888.10147 BDAL@DE
CWAL22001 38 Dot Batch IA_1-2_100ppb_GAT_01_2... Calibration Sa... - 7 B Copyaspath .. WSBREDI-HCG... DAdata\Datas_... 153 | micrOTOF-QIl | micrOTOF-Q Il 22888810147 BDAL@DE
cvus 1220 ¥X 1A_1-2_100ppb_GAT_01_2... Calibration Sa... = 7 _ .. WSBREDI-HCG... |DAAdate\Datas._... 142 micrOTOF-QIl | micrOTOF-Q Il 22888310147 BDAL@DE
CVUA1-2200{ 3 Reload Results JA_1-2_200ppb_GAS 01 : Calibration Sa... - B 5 Generate Analysis Report . WSBREDT-HCG... | DAAdata\Data5._... 141 | micrOTOF-Q Il | micrOTOF-Q Il | 22888810147 | BDAL@DE
CVUA 12200 ~ 1A_1-2_200ppb_GAB_01_2.. Calibration Sa... ~ 8 B Cony . WSBREDT-HCG... | D:\data\Datas_... 130 micrOTOF-QIl | micrOTOF-QIl 22888210147  BDAL@DE
blank-longGrd ¥ Generate Batch Report IA_1-2_200ppb_GAZ 01 2... Calibration Sa... = H . WSBREDI-HCG... | D:\dats\Data5_... 000 micOTOF-QIl | micrOTOF-Q Il 22888210147 BDAL@DE
CVUA_1-1_RA3ZOT 2092 T1] 26 T CVUA 1-2 200opb GAB 01 2. Calibration Sa... = 8 1, Exportto Excel ... . WSBREO1-HCG... | D:\data\Data5 ... 0.80 | micrOTOF-O Il | micrOTOF-OIl | 228888.10147 BDAL@DE hd
CVUA_1-1_RA3_01_2003 [1]
CVUA1-1 RA3 01 2084 [1] B Batch Cancentration I;@' Mass Calibration wi | B Bs Bs Bo | | | © = B || %8 Processing View x |®m =8
% CVUA1-1RAS 01,2085 [1] v Analyte s Tags Unit £ 53 1z 4 5 I Name Station User Progress Running since
CVIA 1-1 RA2 M1 20GA 11
< > hd hd b4 b4 T T T T T
1 Lycopsamine O ppb 0.1 ppb 02 ppb 1.0 ppb 2.0 ppb 10.0 ppb 200pp
TASQ Quick Start X = 2 Helictrine O ppb 0.1 ppb 02 ppb 1.0 ppb 2.0 ppb 10.0 pph 200pp)
3 Lycopsamine.. [m] ppb 0.1 ppb 0.2 ppb 1.0 ppb 20 ppb 10.0 ppb 200pp
4 Monocrotaline [m] ppb 0.1 ppb 0.2 ppb 1.0ppb 20ppb 10.0ppb 200pp
5 Heliotrine-N-o... =] ppb 0.1 ppb 0.2 ppb 1.0ppb 20ppb 10.0 ppb 200pp
6 Seneciphylline =] ppb 0.1 ppb 0.2 ppb 1.0ppb 20ppb 10.0ppb 200pp
7 Senecionine [m] ppb 0.1 ppb 0.2 ppb 1.0ppb 20ppb 10.0 ppb 200pp
8 Moencaotaline. O ppb 0.1 ppb 02 ppb 1.0 ppb 2.0 ppb 10.0 ppb 200pp
3 Seneciphylline... m] ppb 0.1 ppb 0.2 ppb 1.0ppb 20ppb 10.0ppb 200pp
10 Retrorsine 0 ppb 0.1 ppb 0.2 ppb 1.0 ppb 20 ppb 10.0 ppb 200pp
11 Senecionine-N.. [u] ppb 0.1 ppb 0.2 ppb 1.0ppb 20ppb 10.0ppb 200pp
12 Senkirkine 0 ppb 0.1 ppb 0.2 ppb 1.0ppb 20ppb 10.0 ppb 200pp
13 Retrorsine-N-o... =] ppb 0.1 ppb 0.2 ppb 1.0ppb 20ppb 10.0ppb 200pp
14 Senkirkine-N-... [m] ppb 0.1 ppb 0.2 ppb 1.0ppb 20ppb 10.0 ppb 200pp
< > < 3
B oczlhost Data3_Alkaloids-castAway
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TASQ 2023 WHAT'S NEW

New Corporate Design — Icons — Method M

anagement Perspective

Batch

se
¥¥ Management

TASQ - demo - localhost - [Data5_Alkaloid

asthway] - [05_CVU

de 2012, V1]

—
.J: Quantitation

—
E Reporting

Heliotrine

i el @

BhGRe

(<O

s Method Navigator x}

E | T =0 | E2 Method Editor x}&g Method Matcher

Applied filter: None

15 Alprazolam-2
16 Alprazolam-ta..
17 Alprazolam-ti..
18 Amino Acids C...
19 anothertest
20 Bre21-0567.C..
21 Bre-21-0567C..
22 Buscher-13CF..
23 caffeine_fs
24 carbamazepine
25 corbamazepin..
2 carbamazepin..
27 | CBD_THC_CAF..
38 Chlompyrifos
20 cis-Chlordane
30 cis-Chlerdane ...
31 Combined Tar..
32 Combined Tar..
33 Cyfluthrin
34 Cypermethrin
35 | Cypermethrin ..
36 DART-MRM si.
37 Database_alm..
33 DDE44-D8
39 DDE44DB-..
40 demodata 13c..
41 Demo Data Qu...

<

mlaim o wn s alww oo alaalaalne gl e o ea]a

[ -~ filter --
Method Version Writeable Type
T T T
1
2 1235 Set to Batch Parameters
3 | 185-silafluofen Save Method as timsTof Method
4 20211021 Sam.
5 20220310dig .. Ci Change Name of Method
6 | 2022-04-11 Ka.. Mark Method as Deprecated
7 211210-MULTL..
Delete selected Method
8 240 Pesticides..
9 240 Pesticides... &, Export selected method
10 255 Pesticides .. B Copy
11 Agilent 120 Tar..
12 Agilent 240 Tar... L Export to Excel
13 Agilent 240 EL... 1
14 Alprazolam 12

~ ~|®8R L E

@ L4 C=o

Selected method: £%

General method settings

lons

B W

Analyte

Heliotrine-N-o...

Lycopsamine
Lycopsamine-...
Menacrotaline
Menecrotaline...
Retrorsine
Retrorsine-N-o...
Senecionine

Senecionine-N

Sencciphylline
Seneciphylline...
Senkirkine
Senkirkine-M-...

len Ratios  Rules

lon

T

M+nH

MenH+1
M+nH+2
M+enH+3

05_CVUA-Alkaloide 2012 [Vers: 1/ TOF]

Formula Mass [Da]

CicHaNOs 3201838
CishzsNO: 2901733
CusHasNOs 3150882
CieHzNO. 325.1525
CicHaNO> 3411475
CasHz:NOs 351.1682
CieHaNO> 367.1631
CicHasNO: 3351733
CishzsNO: 3511682 | RTH
CicHasNOs 3331576
CieHzNO: 340.1525
CisHarNOs 365.1838
CasHzNO; 381.1788
len formula miz Sp
T T
CacHaNOs™ 3141962
CoeHzzNOS™ 315.1995
CisHasNOs™ 316.2018
CagHzzNOs™ 317.2044

Reg.ID

RT expected [.. | RTtol. [min] =
T T T

RT narrow [mi..

T

RT wide [min] =

]

fd
[
T

oy

Set Tags to Selected Analytes
Add Analyte

Remove Analytes

Copy selected Analytes
Paste Analytes

Add Missing lon Ratios

Change Retention Times Offset...
Delete Sigma and Tau Valuss of all Analytes

Select Evaluation Rules
Clone Method for selected Analytes

Clone Method for Fluxomics for selected Analytes
Export selected Analytes for MetaboScape Target List

Generate prmPASEF CSV file from selected Analytes
Create processing Method for prm-PASEF

Create processing Method for dia-PASEF

Fill Down

Copy

Export to Bxcel

lon ratio

FullScan - O
FullScan = O

M+nH
M+nH

m]{m}

0.0
0.0

Calibration settings Workflow settings  Analytes settings  Quantitation settings Internal Standards  Number formats  Colors Definition

Rules Tags

T

0102

]

1]

=

lonratie tol. [..  Areathr.

T

Set As Principal lon
Add new lon by...
Copy selected lons

Paste lons

Configure selected ion
Remove selected lons
Remove selected lon Ratios
Fill Down

Copy

Export to Excel

Comment

T
600

Height thr.

Principal lon

Interferences

Sens. %]

Min peak valle..

T
99
99 40
99
99

EIC width[mDa...  EIC width
T

Elocalhost

© 2022 Bruker
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TASQ 2023 WHAT'S NEW

New Corporate Design — Icons — Result Review Perspective

TASQ - demo - localhost - [Carbamazepine] - [carbamazepine, V2] - O b

& Batch Method / B 5 .
E¥ Management % Management 4 g U e i =l @

A Batch Navigator X | R T g = 3 Analysis Results X | F-@-N-[EA[T L« +[C = 0| rchomaagem x| Q0 om ok G e ko) AW N = O
PO (P Analyte Name  Formula MRSQC CCS Score CCs AT ACCS[%] 1K [V*sfem™] | Am/z [mDa] ART [min] mSigma Exp.Di 410% | Carbamazepine 0.275 ul-mL_FZ_opt_237.3 Hz_bbCID_2500.20 ul_65 12510
T T | carbamazepine - CisHa:M:0 - =z
v Carbamazepine [27] " 2 ‘2
> 7, Carbamazepine 0.0055 ul-mL_FZ_opt 2373 | 23 'M'”:(? (P1) a) 2
] 1)
» % Carbamazepine 0.0055 ul-mL_FZ_opt_237.3 - ) a0 e =
» " Carbamazepine 0.0055 ul-mL_FZ_opt_237_3 & "~ 240 -MenH-3 I
> %, Carbamazepine 0.011 ul-mL_FZ_opt 237 3 Set Review State > T 3
» “\ Carbamazepine 0.011 ul-mL_FZ_opt 237 3 < : sl ]
» 7, Carbamazepine 0.011 ul-mL_FZ_opt_237_3 L2l =[5 ..
>\ Carbamazepine 0.022 ul-mL_FZ opt 237.3 9 Batch Results X £pply Manual Integration to Batch |[Alttea|O=8 4
5 Carbamazepine 0.022 ul-mL_FZ_opt 237 3 e MRSOC J—— e Flag b Update Batch Parameters 04 |
» % Carbamazepine 0.022 ul-mL_FZ_opt_237_3
P 5 L J T T T T Undo Manual Integration / Deletion 1
» " Carbamazepine 0.0275 ul-mL_FZ_opt_237_ R ] ] 02 ]
» *, Carbamazepine 0.0275 ul-mL_FZ_opt_237 3 5 C“’ha"‘m”‘"'” - O Redo Manual Integration / Deletion a
5 7, Carbamazepine 0.0275 ul-ml_FZ_opt 2372 arhamazepin.
3| Carbamazepin.. ] [m] B eEplEanmE i DES e s o e e AL I B B
» % Carbamazepine 0.055 ul-mL_FZ_opt 237 3 R
. 2o 62 63 64 65 66 67 68 69 7 71 72 T3 7.4Time[min]
» “, Carbamazepine 0.035 ul-mL_FZ_opt 237 3 4 Carbamazepin... i 526 [m] B Openin DataAnalysis
» “\ Carbamazepine 0.055 ul-mL FZ opt 237 3 5 | Carbamszepin. [ ] 1, Export Selected Analytes for MetaboScape Target List /A Mabilogram 3¢ Qama b AN= 8
» 7, Carbamazepine 0.11 ul-ml_FZ_opt_237.3 F 6  Carbamazepin. 07
» %\ Carbamazepine 0.1 ul-mL_FZ_opt 2373 F 7 Catbamszepin.. B = B Copy 800  Carbamazepine 0.275 ul-mL_FZ_opt 2373 Hz_bbCID_2500_20 ul_65_1.2510
| carbamazepine - C.sH.:N:0 - @
> %, Carbamazepine 0.11 ul-mL_FZ opt 2373 F 3 Carbamazepin. 561 Wl Fill Down — g
» "\ Carbamazepine 0.275 ul-ml_FZ opt 237 3 9 Carbomszepin.. il P &) J237-MenH () (P (@) i
Lo e ien AITE ol ol £7 i 237 3 &, Exportto Excel o 2 nH+1 (%) 2 Undo Zoom
< > 10 Carbamazepin... 78 7 He2 H
oG pin. [5EEE 635 ] 1240 - MenH-3 = Redo Zoom
o8 Analyte Navigator X *xroe-= 2 c 5 7
arbamazepin... 546 x i @, ROlzoom
13 Carbamazepin. 971 5 a0
Applied filter: None = Fem
14 Carbamazepin... 1052 4 Unde Manual Integration / Deletion
‘ 15 Carbamazepin.. Eiﬂ] 923 ] £ : Redo Manual Integration / Deletion
> Carbamazepine 16 Carbamazepin.. 1792 O 200 .
Delete Det ti
17 Carbamazepin.. 1806 [m] , by dEEiEEmhE
12 Carbamazepin. [ 1266 m] ool B Copy
ikl ]
4 s Save AsImage...
T T T T ? T
20 Cabamazepin. ] O e 063 065 067 069 071 073
21 Carbamazepin.. [ O 3 Preferences...
2 Carbamazepin.. [m] LlL Mass Spectrum X .
2 Carbamazepin.. 0 g3 Corbemazepine 0.975 ul-ml_FZ_opt 2373 He_bbCID_2: = Export Mobilograms te TSV
24 Carbamazepin. [ 6215 [m] gl S_;hﬂ"\“{‘mj'"a' 2N:0
.5 - 237 - Ms
35 ACN 212516 L] O i "
26 ACN_2_1_2521 (] [m] 30
27 ACN 212522 [ O 25
= ]
[ Detailed lon Results ><| L= N )
£ 204
lon Formula lon Type Mandatory Area MRSC CCS[AT] Am/z [mDa] ART [min] mSigma m/z Score Riscol | = o]
T T T T T T T T T T o
1 CaHisNO” MenH 5113 i 147.49 017 000 285 ++ - g
2 CaHaNO™ MenH-+1 200 (i3 012 -0.00 280 ++ i o
3 CoHuN:O” M+nH+2 62 ] 041 -0.00 297 ++ -+ T
4 CsHaNO™ M+nH+3 - . i & . . .
T T T T T T T T
< > ||[& 26 237 238 0 24 2 M3 mi:
Elocalhost
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TASQ 2023 WHAT'S NEW

New Corporate Design — Icons — Quantitation P

erspective

Batch Method

se
¥¥ Management % Management

—
.J: Quantitation

TASQ - demo - localhost - [diaPASEF CalibCurve] - [Agilent 240 TargetScreener TIMS 5min with Mob_4 for prmPASEF, V1]

—
E Reporting

0_1ng_ml._di...on

Azamethiphos

[m] X
om@  shdrd

> Azamethiphos
Azinphes-ethyl Fragm 160

# Batch Navigator X | R T § = # Calibration Function Graph x\ ~ 9 | B = B8 || Chromatogram ><| =g
' g Qom0 Qo a0 AR WA
Applied filter: None «10° | Azamethiphos , (3119x + 364.6) (R 0.99386) ( gRF 15.15) 2 L) - A M
Y e - 35 (Origin: IGNOREZERO, Weighting: X2, Signal: AREA, Function: linear) x10° Pest 0_1ng_ml_diaPASEF_onion 50 2 10851
o Calibrant Azamethiphos — CaHaeCIN,0:PS -
> 7, Onion_49 110848 [1] 1: ]
_ 30 ] © Calibrant missing
» 4 Pest 0_1ng_mi_diaPASEF_onion_50_110850 A g 325 -MenHC) P (@)
5 " Pest0_Ing_ml_diaPASEF_onion_50_2_10851 = 555 Gemissing ~MenH+2() s
» 74 Pest0_Ing_ml_diaPASEF_onion_50_3_10852 g 77 @ Samole T 12-111.995 () Msf(324.9809)'
5 “ Pest0_5ng_ml_diaPASEF _onion_51_1.10853 % 20 0 slank e 0.8 183 - 182.996 ) MS*(324.9809)
> 4 Pest0_Sng_mi_dizPASEF_onion_51_2_10854 8 ] . ] 324.9809)
> % Pest0_Sng_m_dizPASEF_onion_51_3_10855 E o154 oo pidenns i g o Sl
5 7 Pest Ing_ml_diaPASEF_onion_52_1_10856 [ & 1 S i eyt :
» 4 Pest Ing_ml_diaPASEF_onion_52_2_10857 [* 1.0 4 = 1
. -
> "% Pest Ing_ml_diaPASEF_onion_52_3_10858 [ g N i 05
5 ., Pest Sng_ml_diaPASEF_onion_53_1_10859 [ 05 i
» “\ Pest Sng_ml_diaPASEF_onion_53_2 10860 [ 1 B s - = 1
» 7, Pest Sng_mi_diaPASEF_onion_53_3_10861 [ 0.0 4 z 05
> 4 Pest 10ng_ml_ciaPASEF_onion_54_1_10862 - T T T T T T T T T T T — || £ ]
5 %, Pest 10ng_ml_diaPASEF_onion_54_2 10863 0 0 20 30 40 30 0 & 0 100 ng/mL
- Concentration 04+
» %4 Pest 10ng_ml_ciaPASEF_onion_54_3_10864 slo
» "4 Pest S0ng_ml_ciaPASEF_onion_55_1_10885 - = 1
— 7. Pect Sinn mi AizPASFF nninn 55 7 L v | || #* Calibration Residual Plot 3¢ I =} 03 4
+ Azamethiphos , (3119x + 364.6) (R* 0.99326) ( ORF 15.15) 1
a8 Analyte Navigator 3 xTO= _ 40 (Crigin: ISNOREZERC, Weighting: X2, Signal: AREA, Function: linear) 0.2 4
= ]
. = 20 4
Applied filter: None = ]
Z o 01
[ 2
o 4
Acephate Fragm 143 ~ NV
Acctamiprid 0.0 ey N LA v
T T T T T T T T T T T T
Q:Z"V‘Z";F“Q";‘f;s 0 10 20 30 2 50 =) 70 ) 0 100 ng/ml 1 : . : : : : : . .
P +le Copcsaiaten e 17 18 19 2 21 22 23 24 25 Time[min]
Amidosulfuron
Aminocarb (Metacil) B8 Calibration Data Point 3 | B Batch Results FH Analysis Results Ec Bs Be Bo erHC T L +>=18
AvermectinBla (Abamectin) (NH4) 92.4% in Agiler
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fgs
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. N e :
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Enable multiple mobility values 1/K, per analyte

= |ndividual 1/K, values can be specified for each ion in the ion parameter settings table in method editor
= |f no mobility information is given for an ion the analyte’'s mobility information is used for processing

= Additionally, a relative 1/ K, threshold can be specified for each ion individually

= These values can be specified in a csv file which will be imported by Create Method...

= Determinations are built by collecting ions with chromatographic peaks with the same retention time and peaks
with matching 1/ K, values specified in the method

= Copy and paste of ions within an analyte in ions editor enabled

Doc.-No. 5055042 | Innovation with Integrity | 11 November 2022 | 11



TASQ 2023 WHAT'S NEW

Enable multiple mobility values 1/K, per analyte
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TASQ 2023 WHAT'S NEW

Enable multiple mobility values 1/K, per analyte
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TASQ 2023 WHAT'S NEW
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CCS Quality Information

= Additional information about the quality and origin of the mobility information can be specified in the
tasgMethod for each analyte.

= This information can be entered in a csv file which will be evaluated by Create Method... command.
= The information is stored in two parts — CCS Quality Tag and CCS Quality Description.
= CCS Quality Tag can be one of: measured, predicted, literature, unspecified.

= CCS Quality Description is a free text and can be used to add information of a literature citation or a used
measurement technique or a specific prediction algorithm.

= The CCS Quality infomation can be shown in the result tables with the processing results.
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Show Heat Map View — enable deeper insight into timsTOF data

= Show Heat Map view does currently only show data for timsTOF data

= Show Heat Map view shows 2D projections of all three faces of the cube span by Time, Mobility and m/z axis
= For each axis the respective 1D projection is shown

= For each data point in the 2D projections the intensity is coded by color

= The projections are calculated for the currently specified zoom ranges

= The user can zoom in any of the three heat maps to calculate new projections on smaller ranges

= The projections are calculated considering information of each data point within the zoom ranges

= The user can select ranges in the heat maps and TASQ calculates extracted ion chromatograms (EIC),
extracted ion mobilograms (EIM) and average MS spectrum using the intervals selected by the range
selection mode tool. The calculated traces are shown in the lower right pane of the Show Heat Map view.

= Determinations can be overlayed to the heat maps and the user can select a determination / ion with the
determination selection tool

Doc.-No. 5055042 | Innovation with Integrity | 11 November 2022 | 15
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Show Heat Map View - Example
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Show Heat Map View — Zooming Data
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v e Zoom into m/z range 160 — 190
to get clearer using Zoom mode
. e Specify region to zoom by
dragging a box with the mouse
R ) o All three projections will be
o recalculated with the new zoom
R ranges for m/z 160 — 190
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Show Heat Map View — Zooming Data Example
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The projection 1/K, vs RT is
now much cleaner containing
only data points with m/z 160 —
190

The 1D projection with RT axis
shows also less noise
compared to the previous slide
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Show Heat Map View — Range Selection
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To get clear EIC, EIM, and
average MS spectra for the two
signals inrange RT 5.45 - 5.25
min and 1/K, 0.595-0.655
[Vs/cm?] select box selection
mode and drag a box with the
mouse in region interest
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Show Heat Map View — Range Selection (cont.)
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Show Heat Map View — Overlay of Determinations to Projections

o Add overlay for determinations °0|RQ P+ =8

« Show principal ion only or marker for each analyte in method = @ =-@e|&Q|F+ =8

== All Results

= Show all determinations = Findings only

Missings only

= Show only found determinations

Show only missing determinations

@ Select determination
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Show Heat Map View — Do Not Overlay Determinations
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Show Heat Map View — Overlay Determinations
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= Show all determinations
including missings

= Show all ions
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TASQ 2023 WHAT'S NEW

Show Heat Map View — Zoom to Range Where Analytes are

Expected

[T Show Heat Map 3
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TASQ 2023 WHAT'S NEW

Show Heat Map View — Show Found Determinations Only

[T Show Heat Map 3
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TASQ 2023 WHAT'S NEW

Show Heat Map View — Show Principal lon Only

[T Show Heat Map 3
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TASQ 2023 WHAT'S NEW

Show Heat Map View — Switch to Show Missings

Mobility 1/K0
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Show Heat Map View — Select a Missing Determination

[T Show Heat Map 3
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= Switch on Determination Selection

Mode EB

= Point with mouse on determination
of interest

= Click to select the determination
below the mouse

= EIC, EIM and average MS spectrum
are shown in the show view pane

QO
>

J
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TASQ 2023 WHAT'S NEW

Show Heat Map View - Coding of Determinations above, below or in
the pane
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In Determination selection mode press
- [SHIFT] key and click on determination
n . Sabi— above or below the pane to shift the

: vertical zoom range to contain the
e e selected determinations z coordinate
and recalculate all projections
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TASQ 2023 WHAT'S NEW

Show Heat Map View — Coding of Missings and Found
Determinations
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Show Heat Map View — Selecting Determinations — Tooltips %

= Additional information for the determination / ion below the mouse is given in a tooltip

= Name of currently selected data set

® | .
. -, 5
= Name of analyte related to the shown data point ‘E} |
L )]
= Information of ion related to the shown data point orine MELPASEF pos 20CE2 14421
M+nH+2 (+MS 183,076 1 542 min / 0,637 Vs/cml)

= Spectrum type (MS, prm-PASEF MS2, bbCID, dia-PASEF)
= Retention time

= 1/K,
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TASQ 2023 WHAT'S NEW M
Fit exponentially modified peaks into detected chromatographic / (<D

mobilogram peaks

= TASQ offers to fit an exponentially modified peak into a detected chromatographic peak or mobilogram peak
= Select as peak detection mode “Peak Fit”
= |n each detected peak an EMG peak will be fitted

= For the resulting EMG peak the derived properties: area, height, peak start and end will be transferred to the
results

= There is an option to train an EMG model and store the peak model in the TASQ method
= Typically, the training will be performed with standards of a dilution series

= Subsequently the trained model will be used to reduce the number of parameters to be fitted
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TASQ 2023 WHAT'S NEW M
Fit exponentially modified peaks into detected chromatographic / (<D

mobilogram peaks — Peak Fit Training
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E 0] BN
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. 1 40
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. . 2'D_
used for training. - ]
] =] 20 < =
= An average model is 1] d .
. i @ 1.0 4
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TASQ 2023 WHAT'S NEW

Fit exponentially modified peaks into detected chromatographic / (<D

mobilogram peaks

= |f an EMG peak model (sigma and tau parameters) is stored in the TASQ method this will be applied for EMG peak fitting.

= The resulting EMG peak fit curve is overlaid in the chromatogram or mobilogram view.

= The derived area, height, peak start and peak end values are transferred to the ion compound results and replaces the values
of the classical peak detection algorithm.

n Chromatogram 3 | Y U L =l PN re—— &0 1= Al I G k0o AR AL W A A = 8 || e chromatagram x Q0 = Al I oo % 0ol AR ML W AN = B | Chramatogram ¢ Aam b A h N8
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New Mode for Manual Integration — PeakPicker
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Select manual integration mode
Hover above peak and press [SHIFT] = LMB
Peak will be detected using peak detection algorithm
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TASQ RealTime QC Monitor

= TASQ RealTime QC Monitor is a tool to overview a currently acquired batch which was setup using the TASQ
Batch Setup wizard.

= The Monitor can run on any remote computer connected to the same network containing the compass server
and acquisition computers and show the data for a running batch of a selected acquisition computer.

= The presented data will be updated as soon a data set is completely acquired and subsequently processed.
= |t will show selected properties for all analytes present in the TASQ method or for a selected analyte.

= The graphical representation of the data will give a feedback on the quality of the batch acquisition and
reveals any trends or outliers at a glance.

= Data sets which lies outside a certain margin will be highlighted.
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TASQ RealTime QC Monitor

= The set of available properties comprises: Area of detected peaks, retention time accuracy, m/z accuracy,
1/K0 accuracy, and peak width at half height (FWHM).

= For each property, a trend plot and a statistical plot, either as box-whisker or violin plot, are shown.

= Each sample type will be color coded, and the statistical plot will be created for each sample type separately.

Doc.-No. 5055042 | Innovation with Integrity | 11 November 2022 | 37



TASQ 2023 WHAT'S NEW

S,
BRUKER
(XD

TASQ RealTime QC
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Multi-selection in wizards for selection of enabled for all wizards

atch Processing o X

s i A i = Select multiple data sets

Select analyses.

— : = |Shift] LMB
= [Ctrl] LMB

2 Serum Std Level 1_RB4 02_2533

= Toggle selection state
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[ Select/deselect all datasets |~
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Replay Manual Integration

@ < Back Mext » Cancel
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Improved labels in Show ... views
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Multi-Selection in Detailed lon Result view
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Indicate 1/K, Ranges Used for Calculation of EIC
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Warning if Disk is Getting Full

= The compass system checks regulary if the disks where the Compass software and the Compass data base
is installed is getting full.

= |n case there is no more disk space is available the compass software stops working properly.

= TASQ client will show notifications if Compass platform detects a shortage in disk space and alerts the user
that an action has to be taken.

= Additionally corresponding infomation is listed in the log displayed in Compass Monitor client.

B Bruker Compass Server Menitor « 10,4925 - Defautt (Default Compass Station) - B8 %

@ Mot enough disk space on server &9

The server [W5BREDT-4YR1003] computer's file system [550
M2 SATA 2TB (G:]] does not have enough available disk

Q2191811 »Z Mbumﬁ-ﬂcﬂry bmov l-mtdmiw—- o 9 mnh .mu &H Wi chentid = Waﬂmw!.wwmém |WW)Mmmmd wmkmmmmw

zou 1015 1 mns FmDnhSum-c cker Tlndammn!m d;uﬁﬂmdnmgwm e of total 5.5 Tié o QMHBDSTB[E-)U! D‘u-u Wmmmuw
2-18-1 Spacelhacksr | Avail in unexpecte: % anl hoss of dats roe ¥ sk

4:05 PM
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Miscellaneous

= Processing of timsTOF data will create BPCs automatically
= BPCs are shown in proper order in chromatogram view.
= |n Batch Concentrations view the analyte’s tag will be shown additionally. You may sort the table by tag.

= Save method as timsTOF method will suggest a new method name by appending “TIMS" to the current
method name.

= An imported batch will be selected in the batch navigator automatically.
= An imported TASQ method will be selected in the method navigator automatically.

= |f a user enters audit trail reasons these reasons will be stored and othered the next time again. This is

=08

currently only available for manual integration. .

lon specification:  M+H ~ Elements: CHNO Electron conf: |Even v

m/ztolerance: E mDa ~ | | m/zmeas: | 316.176 Result limit: Estimate carbon number [/]

Lower formula: Ciz

= Smart Formula view shows m/z value of selected peak more clearly

Upper formula:
C 12-0, H 0o, N O-co, O D0 [ Auto

Sum Formula lon Formula lon m/z cale. Am/z [mDa] hm/z [ppm] mSigma RDB eConf

T T T T T T T T T
1 CasHazzNOs CasHzsNO:™ [M+H]+ 316.1755 0.68 216 57.0 40 EVEN
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Miscellaneous

= CCS Score will be calculated also if only 1/K, accuracy is available

By default, the heap space of TASQ client is increased to 2048 MB.

= This enables to export large result tables to Excel

The performance of result tables is improved, and large results can be reviewed properly.

Guess concentrations in Batch Concentrations view supports different magnitudes of concentration values
properly. You may specify concentrations using ppt, ppm, and ppb in the same batch.

Display of results for analytes with Peak Groups is fixed.
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Discontinued Features/Options

= TASQ does not support creation of prmSettings.sglite anymore, as timsControl does not support these files.

Use export of analyte information as text file instead and import that text file in timsControl to create a prm-
PASEF acquisition method.

= There is no option to denoise timsTOF data in TASQ method anymore. Using an older TASQ method, with
activated denoising, will ignore that option and processing will be performed without denoising.

Doc.-No. 5055042 | Innovation with Integrity | 11 November 2022 | 46



TASQ 2023 WHAT'S NEW

S,
BRUKER
(XD

Obstacles

= Storage of missed findings was restructured.

= |f you upgrade from a previous TASQ version the results stored in the data base have to be updated to the
new scheme.

= This update of data base may take a long time up to some hours.
= This depends on the number of data sets stored in the data base.

= Exporting large result tables to Excel may take a long time (few minutes) without any visible reaction of GUI.
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Maintenance if Disk is Getting Full

= |n case that there is no space left on the disk there the Compass data base is stored these steps can be
performed:

= |nstall a larger disk and restore the data base on the new disk.
= Create a backup of the data base.
= Restore the backup on the new disk.

= Delete old data sets and results within TASQ client.

= This may take time and can be done only one data set by another.
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