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ASQ TASQ 2024B

TASQ 2024B Main Feature

= Library Search

= Direct MS Data workflow for TQ fullscan data,

= Direct MS Data workflow for TOF and timsTOF data w/ and w/o autoMSMS/PASEF (library search)
= Minor updates in TASQ RealTimeQC 2024b -> described in What's new in TASQ RealTimeQC 2024b

Innovation with Integrity | 5 March 2024 | 2



ASQ TASQ 2024B

TASQ 2024B Main Feature

= Library Search
= Manual workflow supported first
= User selects a batch, data set, or determination and invokes library search
= User reviews library search results
= User specifies parameters for library search in library search parameters section of TASQ method/profile

= The found determinations will be used for the library search

= Library search parameters from TASQ method are applied to the library search
= Library search results are shown:

= Results table as libary search score

= Detailed library search results view

= Butterfly view
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ASQ TASQ 2024B
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TASQ 2024B: Library Search

= For a specific determination all relevant acquired MS/MS spectra are retrieved
= Selection of MS/MS spectra is done by lookup of all MS/MS spectra events in the region of interest
= Region of interest is specified by the screening result for principle ion

= Chromatogram peak retention time start to end

= Mobilogram peak start to end

= Assumed precursor m/z value derived from the principal ion information or prm-PASEF precursor

= Equivalent MS/MS spectra are summed up, equal precursor m/z, equal collision energy, same polarity, and
same mobility

= Retrieved MS/MS spectra are stored and can be reviewed in Detailed Library Search Results view and
Butterfly view, even if no library match was found

= Library search is performed and found matches are stored

= Finally a library search score is derived from the found library spectra

Innovation with Integrity | 5 March 2024 | 4



ASQ TASQ 2024B

TASQ 2024B: Library Search Parameters — Manage Parameters on

Analyte Level

<)
BRUKER
(>

E2 Method Editor % ]&5 Method Matcher

|egR. LB BB L L|C =D

Selected method: S5T_ToxMix_TASq2021_5min_DART [Vers.: 2 / timsTOF]

timsTOF settings  Calibration settings ¥ Analytes settings  Quantitation settings

Add library search configuration

Mass tolerance [mDa] 10.00

Library scoring narrow
Library scoring wide 750.00
Fit score threshold 700.00

Reverse fit score threshold 700.00

=] =]

FAS/MS score threshold

Scoring Function MS/MS score

Filter search spectrum
Intensity threshold [32]

Version: | 2 (2024-03-03 18:55:04) v|

Library search settings  General library search setting| ¢

Available libraries

Assigned libraries

MassBank_MIST (2).msp
MassBank_NIST.msp
MassBank_RIKEM.msp
PDE_5_library
UrineHMDELibrary

ToxtyperHR
mmhw2017_vs10_bruker_V02

w2

library from right to left to unassign it from the method.

Please drag library from left to right to assign it to the method. Drag

L3

B} Method Editor % ]&5 Method Matcher i~ 4| BER L BB L4 [CE O
Selected method:® SST_ToxMix_TASq2021_Smin_DART [Vers.: 2/ timsTOF] Version: | 2 (2024-03-03 18:55:04 ) v|
timsTOF settings  Calibration settings ¥ Analytes settings Quantitation settings  Library search settings  General library search setting * | *

Analyte Mass tolerance.. | Library scoring.. | Library scoring... | Fit score thres... | Reversefit scor.. | M5/MSscoret.
T T T T T T

1 Alprazolam

2 Amphetamine

3 Clonazepam 100.00 '900.00 750.00 700.00 700.00 700.0

4 Cocaine 100,00 900,00 750.00 700.00 700.00 700.C

5 Codeine 100.00 900,00 750.00 700.00 700.00 700.C

& Diazepam

7 Heroin

8 Hydrocodone

9 Lorazepam

0 MDA

1 MDEA

12 MDMA

13 Methadone

14 Metharmpheta...

15 Nitrazepam

16 Oxazepam

17 Oxycodone

18 Pethidine

19 Phencyclidine

20 Proadifen

21 Strychnine

22 Temazepam "
< >
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ASQ TASQ 2024B

TASQ 2024B: Library Search: Commands

= New library search button in TASQ Quick start view
= Context menu on batch level, data set level in Batch Navigator

= Context menu on determination level in Results views

TASQ Quick Start ¢ = g "FBatchNavigater | K T C| B & = O *T§ Batch Navigator XTC|lE : =68 BB AnalysisResults X | T S5~ @~ N~Z2~@B AT L «=+|C =0
Applied filter: None Applied filter: None Analyte Name Formula MRSCQC Score Library search ... | CCS5 Score
20719077 Tl & 1411 —~
M C Refresh Tree " ", STD 25 ng_ml_64 312523 [1] - B T T T T
. 1 Yime
| 't Batch 1, Collect Raw Data (*zip)... 3 STD 50 ng_ml_65_1_12524 [1] . . M Flags »
mpa atc %, STD 50 ng_ml_65_2_12525 [1] 2 HemeSildenafil
1, Export Batches (“.brkrar)... - .
0 SN 50 na ml /5 3 17526 111 3 Propoxyphenyl sildenafil Set Review State
& Import (*.brkrar)... C Refresh Ti
N STl il e 4 Sildenafil impurity A Mark as not Vicited
¥ ProcessBatch STl 1, Collect Raw Data (*.zip)... 5 Vardenafil )
Process Batch . Reprocess Batch STl 4, Import (“brkra).. Apply Manual Integration to Batch
& Quantify Batch [peform ibrary :Ea,ch:i 5T . A\ Update Batch Parameters
AP PeakFit Training for Batch STI % Reprocess Analyses s
I Perform Library Search [} 5Tl #° CQuantify Current Analysis
5Tl i Undo Manual Integration / Deletion
. B import Batch sl I Perform Library Search £
Perform Llhrar}-' search % Extend Batch . X Redo Manual Integration / Deletion
3 ArelliEd STl ¢% Delete Analysis
“¥  Export Batch to LIMS 5Tl X Delete Analysis Result D
[t Export Batch to THL 5Tl i
. X ? B(Port Batch to o e ST M Comment Analysis Result Ny Delete Determination
uanti ate o portBatenio emplate 4
o] f}" Ble Update Sample Type 3 Open in Datafnalysis
M Comment Batch Blz [ X
Change Name of Batch Bl ags T, Export Selected Analytes for MetaboScape Target List
Change Datapath for Batch Sai #]  Export Analysis to LIMS B Copy
Generate Reports Delete Batch zﬂ' [ Openin Datafnalysis :
B9 Show in System Explorer m lalloun
Reload Results Sal
Generate Batch Report Sal ™ Generate Analysis Report... A, Export to Excel
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ASQ TASQ 2024B
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TASQ 2024B: Library Search Results — Scores

= New columns for library [ Assiysis Results x| *TI@EA[tLeo[C=0
sea I’Ch reSUltS Analyte Name Formula ZAnalytes (LS)  #M35/MS Spectra (LS) Scoring Function (LS) | Scoring Score (LS) | Score MRSCOLT | m/z Score  RTScore  mSigma Score | lons Score | Library search score | CCS Score
T T T T T T T T T T T T T T
1 Dimethyl Sildenafi CarHzN:0.5 5 1| SCORE_BY_FIT_SCORE o704 . o+ - . - -
= Score columns gets an 2 HomoSildenafil CasH=zN:0.S 5 1 SCORE_BY_FIT_SCORE 945,73 [N o . . o o+ o
extra + for library search 3 Propoxyphenyl sildenafil | CaH:N:0.5 5 1| SCORE_BY_FIT_SCORE o204 [ - o - - o -
4 Sildenafil impurity A CasHi:N:0.5 5 1 SCORE_BY_FIT_SCORE 941,84 | + o -+ - o + -
results, up to 6+ 5 Vardenafi CaHiN0.5 3 1| SCORE_BY_FIT_SCORE om0 [ - . - - - -
- MRSQLC MRSQL RQL EH Detailed lon Results 3¢ %= G
) ]
. lon Formula lon Type Mandatory Area MRSC CCS[AY Lz [mDa] ART [min] mbigma m/z Score RT Score CC5 Score
column added with an
T T T T T T T T T T T T
extral battery symbol for 1 CaHsMNsOS™ | MenH 3120072 21525 0.24 -0.00 457 ++ o -+
. 2 CaH=Ms0.S™ | MenH+1 746129 0.46 -0.00 464 ++ - ++
library score 3 ar5.212 O
4 72,081 O 4737 (A 0.10 0.00 -+ e "
= Scoring Score columns 5 99.092 O 152978 0.1 0.00 - - r
. S . 6 Frag 113 203380 033 0.00 - . -
with highlighting whether | Frag 311 180369 -0.12 0.00 . o s
there is another search
. . R Detailed Library Search Results l C =g
result with a higher score : _ ;
Spectrum Type | Analyte Result Analyte Result Formula | Precursor m/z Coll. Energy Li... | CCS M35/MS Score Fit Score Reverse Fit Score | Instrument
value than the principle T v T v T T T T T T T
1 bbCiD HomaSildenafil Dimethyl Sildenafil Ca:HaM:0.5 489.2279 40 215.57 945,96 956.42 958,38 | timsTOF Pro
search result > Tooc o o .
i0 HeomaoSildenafil 9 HemaoSildenafil CaHzzM: 0.5 4892279 40 214.73 925.81 Q45.73 942,58 timsTOF Pro
) ) 3 bbCiD Hemosildenafil Propoxyphenyl sildenafil CzH:zaMs0.5 489.2279 40 216,09 534.30 680,14 562.56 timsTOF Pro
= Detailed Ilbrary search 4 | bbCiD HomoSildenafil Sildenafil impurity A CasHzMN:0.5 489.2275 40 216.09 255.44 328.93 316.93 | timsTOF Pro
. N 5 bbCiD HomaoSildenafil |/ Vardenafil Ca:HazM:0.S 489.2279 40 226.26 17232 175.28 33737 timsTOF Pro
result view highlights e

principle library search
result
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ASQ TASQ 2024B
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TASQ 2024B: Library Search —Summary Statistics in Results View

= #Analytes (LS) and #MS/MS spectra (LS) column gives information whether a library search was performed
or not

= |f no library search was performed for that determination the cells will be empty. Ohterwise a number >= 0 will
be presented

ER Analysis Results ><l ‘R‘r|fﬁ|1‘ l‘——i|c='|f|
Analyte Name Formula MRSCLC | Scoring Score (LS) | Scoring Function (LS) #Analytes (LS)  #MS/MS Spectra (L) "~
T T T T T T T
1 Amitriptyline CaoHz:M [ 846.59 SCORE_BY_MSMS_SCORE 5 1| Search performed and retrieved results
2 T-Aminoclonazepam CasHa:CIN:O Eﬂ 0 0 | Search performed and retrieved no results and no MS/MS spectra
3 Citalopram CaoHzFM:0 Eﬂ No search performed
4 Doxylamine CarHz:M:0 Eﬂ No search performed W
EH Analysis Results ¢ *’*T|J¥\|T 1 ‘__'|G=I =
Analyte Name Formula MRSQLC | Scoring Score (LS) | Scoring Function (LS) #Analytes (LS)  #MS5/MS Spectra (LS) ~
T T T T T T T
8 T-Aminoclonazepam CasHazCIN:0 EE___E] 0 0
9 Mirtazapine CarHasMz [ﬁﬂ 7 1| Search performed and retrieved no matching results
1n Falnidem CanH- L0 HHH] TFAT B5 | SCOIRF BY RASKAS SCOIRF i | 1 i

© 2024 Bruker  For Research Use Only. Not for use in clinical diagnostic procedures. Innovation with Integrity | 5 March 2024 | 9
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TASQ 2024B: Library Search — Detailed Library Search Result

= Green check mark indicates the principle library search result spectrum

= Yellow exclamation mark indicates that the name of analyte in TASQ method and name of analyte of library
compound differs, nevertheless the library spectrum was assigned as a positive match

= Score value with a background color indicates that in the list of found library spectra there are candidates with
a better score value than the assigned principle library search result spectrum

Innovation with Integrity | 5 March 2024 | 10



ASQ TASQ 2024B

TASQ 2024B: Library Search — New Columns in Result Views

Library search score
#Analytes (LS)
#MS/MS Spectra (LS)
Scoring Function (LS)
Scoring Score (LS)
MRSQLC

MRSQL

RQL

Library search score

Number of found analytes in library search

Number of retrieved acquired MS/MS spectra which are used for library search

The type of the score value (MS/MS score, Fit score, or RFit score) used for identifying the best resulting library spectrum
Score value calculated for the query spectrum and the best hit found in library search

[Am/z - Retention Time - mSigma - Diagnostic lons - Library Search - CCS Q]

[Am/z - Retention Time - mSigma - Diagnostic lons - Library Search]

[Retention Time - Diagnostic lons - Library Search ]
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ASQ TASQ 2024B

TASQ 20248B: Libray Search — Butterfly View

= Compare acquired MS/MS spectrum together with library
spectrum

= Show most important information of both spectra in legend

= Acquired spectrum can be normalized to 1000 or raw
intensities can be shown - to see whether this is in noise
level or not

= Show both spectra in difference or overlay mode

tilh Butterfly View x} @ | i = B8

 Jremsiom i | ITHHTNITITH

600 E + bbCiD (45 eV), 1.0296-1.0635 [V"s/cm®], 164.82-172.69 [s] %

xf;fﬂ;ﬁ%ﬁonu[f\f] | I I I . ‘ ‘l ‘l I I I “ﬂl . . .

<)
BRUKER
(>

i Butterfly View X

a4 M=o

103 7 Homasildenafil = z
T CasHaN:0.S = =
]+ bBCID (45 eV], 1.0296-1.0655 [V*s/cm?], Tpe2-172.69 [s] ~ g
08 - g = z
07 4 2 - +
06 -
05 -
04 ] = o
03 4 =1 @ - = =z @
1 o 2 £z £ . = B - = . 8
02 4 = B 2 T HIzSEEezbZ2R B 2 = = B8 2 =
q B = = SrLEZ oS85 5 22 o2 ¥ s 3 =] ™= N = 2
0.1 s 3 = P ] = - o~ = ™ =
] = = EE|= =8 = ] | = R |
|_‘+‘J I~ B TN O OO e bt - o ! J“
4 ol = 2 o= = - | 5 ) o
01 1 A = 5 22 g 2 &g 52 8 = g
] SR8 2 = £ = % &5 2= o : T B = = =
024 = =4 o2 E= B Vi z : =R = =
03] g )
04 -
05 ] -
06 ] = =
07 g 5 2
.7 2 o4 -
] a -
0.8  Library: PDE_S_library o -
0.9 | HomoSildenafil =]
", | G0 ™
107 - + 489.2279, 40.00 [eV] =
T T T T T T T T
0 50 100 150 200 250 300 350 400 450 m/z
R
i Butterfly View X Q | P =
103 1 Homasildenafil < =
o CasHaMz0:5 E z
0.8 |+ bbCiD (45 eV), 1.0286-1.0655 [V*s/cm®), 1pk82-172.68 [s] =
] i = =
Library: PDE_5_library - z
o8 | HomosSildenafil = =
0.7 J CaHiNeD.S 2 = <+
" (=23
|+ 4892278, 40,00 [V]
06 -
05 -
04 | .
%37 " -2 8 2
4 2
02 4 5 e B80 v nBoaw me B Eal LoE om e =
] gz 2 £ 32gE£E2g2E 82 (g geag g5 £ % 22
0.1 4 Sy 2 e = e A e e ) S g so Do o - -
T @ o= 2y s = S - 8B = S N R S = © i
] g8 5 - El7EE R | Bk 25 E=n3 BE 2 £ g
00 A J Ay Ly T vl R N i
0 50 100 200 250 300 350 400 450 miz
%
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ASQ TASQ 2024B

TASQ 2024B: Visual Inspection which Peaks Contributes to Score =
Value

= Unknown spectrum: Blackberry

= Library spectrum: Liloc

il Butterfly View 3 I @ | e

I|.m|:|5

3

10”1 1-Hydroxymidazolam

CrgHa:CIFN:0
+ M5Sn (342.0804) (30 &V), [V*s/cm?], 253.47-261.76 [s]

3240696

0.8
0.7
0.6
0.5
0.4
0.3
0.2
0.1

2030368

168, 0681
2620898
2891006

149.0144
Te2.010
248,034

J= =S

=l

140.0495 4 140.0495
235.0793 4 2350790
242.0839 § 242.0838
270.0482 4= 270.0476
277.0528 = 277.0525

283.0434 == 283.0429

2560326 3 256.0319
2891012

29,0823 4= 49,0821
26,0901

149,0153 4
1620105
28,0324 4

1680683
30‘1.063."—;— 34,0630

=0 0
[N

176,026 = 1700261
==

=]
i

297 0588 === 707.058

2030371

L==T I < ]

=]
Ln
N T T T T Y Y

Library: ToxtyperHR
alpha-Hydroxymidazolam
CazHa: CIFN:O
+ 342,0804, 24.00 - 36.00 [eV]
-—T—Y————Y—————— T —F—T—F— ][ —F"— " [ "—T——T——T—— [ """ T[T [ T[T T
0 25 50 75 100 125 150 175 200 225 250 275 300 325 mz

(V5 )

w10

124.0699
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ASQ TASQ 2024B

TASQ 2024B: Butterfly View — Preference settings

= Change options on how to display the measured spectra

and found library spectrum

= Change colors, zooming, normalization and highlight

peaks used for scoring

ﬁ Preferences

| type filter text

£

Batch Statistics Graph
Butterfly View
Calibration Function Graph
Chromatogram
Chromatograms

Data Interactor
Fluxomics
Interferences

Mass Spectra

Mass Spectrum
Method Editor
Mebilogram

RS5D Statistics Graph
Results Views

Show Chromatogram, Mok
Show HeatMap View
SmartFormula
Statistic Graph View
Statistic Table

Table Preference Page
Upgrade Notifications
User Profile

O

Butterfly View g 7
[“INormalize all spectra to 1000
Selected mode Overlayed ~
Cuery spectra color -
Result spectra color ]
Initial zoom range start (m/z) | ] |
Initial zoom range end offset (precursor m/z + x) | 10 |
Highlight matching peaks
Accuracy | 100 |

Restore Defaults Apply

Apply and Close Cancel

Innovation with Integrity |
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ASQ TASQ 2024B

TASQ 2024B: Library Search — Preparation of Query Spectrum

= The observed spectrum will be filtered prior to library search

= The interval where the isotopic pattern of the precursor resides will be removed

The tail of spectrum with m/z greater than mass of precursor / z with z=1 will be removed

Peaks with m/z < 30 will be removed
Peaks with an intensity less than the specified intensity threshold will be removed

Filtered peaks will be shown in light grey

<)
BRUKER
(>

A Detailed lon Results

15

10

5

ailk Butterfly View

Q [ M= 8

Azcxystrebin
C EEH"I Z"N BD )

+ bbCiD, 0.9253-0.9642 [V*s/cm], 169.43-174.43 [s]

ElVeE T

163,024

235,028

258,026

285,01

307,032

325,022

344,103

362,997

3F.08

aa8.087
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ASQ TASQ 2024B <)
TASQ 2024B: Library Search — Matching Analytes of found Library BE3ET

Spectra

= A determination is assigned to an analyte in TASQ method

= A found library spectrum is assigned to an analyte, which may be the same chemical compound as in the
TASQ method

= To test whether the analyte of the determination is the same as the analyte of the library spectrum a series of
comparison are performed

Innovation with Integrity | 5 March 2024 | 16



ASQ TASQ 2024B

TASQ 20248B: Library Search — Matching Analytes

[ Negative Match ]

External
Links

Compoundld InchlKey Formula

Synonyms

[ Positive Match ]

« Compoundld: The match is positive if both AnalyteDB compoundlds are equal.

+ InchlKey: If an InchlKey exists on both sides, the match is positive if the keys are the same. Otherwise the match is negative.

« Formula: If a formula is present on both sides, the match is neutral if they are identical. Otherwise the match is negative.

« Mass: If amass is present on both sides, the masses must be equal (a threshold is applied) to trigger a positive match. Otherwise the match is negative.
+ External Links: Check registry numbers like: CAS, KEGG, PubChem, Chemspider if available

« Name: If the names are similar enough (JaroWinklerSimilarity) , a positive match is triggered.

« Synonym: If one synonym matches the name, a positive match is triggered.

Innovation with Integrity | 5 March 2024 | 17
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ASQ TASQ 2024B

TASQ 2024B: Library Search — Assign a Score

= SCORENA: If no search spectra could be generated — No MS/MS spectra acquired or retrieved

Score.ZERO: Either the library search gives not results, or the compound matching is negative

Score.ONE:

= Either the compound match is positive and the score is below the wide threshold and above the narrow
score

= or the match is neutral and the score is above the narrow threshold.

Score. TWO: The compound match is positive and the score is above the wide threshold.

Score narrow and wide score are specified in the TASQ method

Innovation with Integrity | 5 March 2024 | 19



ASQ TASQ 2024B
BRUKER

TASQ 2024B: Library Search — Assign a Score

ScoreType.SCORENA => no ms/ms spectra (or search not yet performed)

This case is handled outside of this routine.

ScoreType.ZERO => matching compound and score below scoringWideTolerance
or no match

or negative match

ScoreType.ONE => matching compound and score below scoringNarrowTolerance

or no match and score above scoringWideTolerance

ScoreType.TWO => matching compound and score above scoringNarrowTolerance

© 2024 Bruker  For Research Use Only. Not for use in clinical diagnostic procedures. Innovation with Integrity | 5 March 2024 | 20



ASQ TASQ 2024B
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TASQ 2024B: Library Search — Assign a Score

Analytes settings  Quantitation settings  Library search settings | General library search settings | Intemal standards  Number formats  Colors definition  Workflo| ¢ | *

= Specify which score category shall be presented
as library score value

Add library search configuration

Mass tolerance [mDa] i)
Library scoring narrow

= Scoring narrow/wide tolerance for assigning 0

Fit score threshold

| I b ra ry S CO re rate Reverse fit score threshold 700

MS/MS score threshold

SHEIEEIEIE
SEIEIBIEIE

Scoring Function Fit score ~

Filter search spectrum
Intensity threshold [ %]

Available libraries Assigned libraries

MassBank_MIST (2).msp PDE_5_library
MassBank_NIST.msp
MassBank_RIKEM.msp
ToxtyperHR
UrineHMDBLibrary
mmhw2017_vs10_bruker V02

Please drag library from left to right to assign it to the method. Drag
library from right to left to unassign it from the method. C

Innovation with Integrity | 5 March 2024 | 21



ASQ TASQ 2024B

TASQ 2024B: Detailed Library Search Results View: Columns

Analyte

CCS

CDR Spectrum Id

Coll. Energy Library [eV]
Fit Score

Formula

Formula Difference
Instrument

Label

Library Label

Library Score

Library Score Description
Library Scoring Function
Library Scoring Score
MS/MS Score

Matching Description

Name of determination compound

Collision cross section of the library compound

CDR Spectrum Id

Collision energy applied for generation of MS/MS library spectrum

Fit score of acquired spectrum in this data set and matched library spectrum
Elemental composition of the determination compound

Difference of elemental composition of the determination and library compound
Instrument used for recording the library spectrum

Description of the found library spectrum

Library which contains the matched library spectrum

Score value (MS/MS score, Fit score, or RFit score) of the best library spectrum
Information how the library scoring was derived

Score type used for identifying the best library search hit

Score value retrieved from library search. Score is one of MS/MS score, Fit score, or RFit score value

Overall MS/MS score of acquired spectrum in this data set and matched library spectrum
Information of how good the analyte in the TASQ method was matched with the analyte

assigned to the library spectrum.

Innovation with Integrity |
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ASQ TASQ 2024B
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BRUKER
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TASQ 2024B: Detailed Library Search Results View: Columns cont.

Matching Score

Matching Type

Max Intensity

Mob. Interval

Origin Label

Polarity

Precursor Deviation m/z
Precursor m/z

Result Analyte

Result Formula
Reverse Fit Score
Review State

Rt Interval [s]

Search Precursor m/z
Spectrum Type

Sum Intensity

Information of how good the analyte in the TASQ method was matched with the analyte assigned to the library spectrum.

Category which matching was successful to assign the analyte of the TASQ method and the analyte assigned to the library
spectrum, or for which reason it wasn't matched.

Max intensity of Query Spectrum (precursor range excluded)

Mob. Interval

Origin label giving information of used instrument, ionization source and polarity to generate the library spectrum.
Polarity

Precursor Deviation m/z

m/z value of the ion isolated and fragmented to create the MS/MS library spectrum
Name of library compound

Elemental composition of the library compound

Revers fit score of acquired spectrum in this data set and matched library spectrum
The review state of that library finding.

Rt Interval [s]

Search Precursor m/z

Spectrum Type

Intensity sum of Query Spectrum (precursor range excluded)

Innovation with Integrity | 5 March 2024 | 23



ASQ TASQ 2024B

Library Search — Supported Data Types

Instrument type
TQ

TOF

timsTOF

Spectrum type
Fullscan
Product ion
bbCID
AutoMSn
MRM

bbCID

PASEF
prm-PASEF
dia-PASEF

Tested / Smoke test

yes — does not reveal results, due to high background
yes

no — not tested

yes

yes

yes

no

Innovation with Integrity | 5 March 2024 | 24



ASQ TASQ 2024B

TASQ 2024B: DART impact AutoMS/MS- Library Search Example
— Tox Screening

TASQ - demo - localhost - [impact-DART] - [SST_Agilent Tox Mix_compact_impact, V2]

£ 3

&% Bach
¥E M

anagement

B

Method
Aanagement

—
._J: Quantitation

—
B Reporting

x_Freiburg..Hz 2r 1.1

i mlQ @

localhost|

EAnalysisRﬁsu\lle XRTYT|IBA Tt 4+ 2|C= 0| rmchomatogram x Qw0 OB =8B
Analyte Name | Flag MRSQL m/z Score RT Score mSigma Score lons Score Library search s Score #Analytes (LS) | #MS/MS Spect... Scoring Functi.. Scc A 1107 7 ToxMix_FreiburgOptifinal_AgEsMSMS_scanningéHz_2r_1_1.22112
T T T T T T T T T T T T -| Diazepam = CigHi:CIN:O - &
1 2 1 b
| 285 - M+nH () (P1) ()
2 Lorazepam o + e + + + 6 2| SCORE_BY_MS... 20 ]
4 Methadone ++ ++ ++ ++ = 3 1 SCORE_BY_MS... -
5 Methampheta.. ++ - + -+ - 8 1| SCORE_BY_MS... 175 4
6  Nitrazepam i + o + - 3 1| SCORE_BY_MS... |
7 Oxezepam e - +r + - + 10 2| SCORE_BY_MS... 5 15
8 Pethidine ++ - ++ - - 3 1| SCORE_BY_MS... = 4
9 Phencyclidine ++ - ++ + -+ - 1 1| SCORE_BY_MS... £ 154
10 Phentermine +r - + s + 8 1| SCORE_BY_MS... b
1 Temazepam ++ -+ ++ + -+ + 4 1| SCORE_BY_MS... 10 4
12 Trazodone ++ ++ ++ + ++ + 2 1 SCORE_BY_MS... b
13| Verapamil . o o . o . 1 1| SCORE_BY_MS... Ceh
14 Alprazelem i + o + + - 2 1| SCORE_BY_MS... s ]
15 Amphetamine [ 4 + 4 + + + 12 1| SCORE_BY_MS... !
16  Clonazepam ++ - ++ + - - 2 2 | SCORE_BY_MS... 025
17 MDA +r o e + + + 5 1| SCORE_BY_MS... |
12 MDEA e - +r + + + 4 1| SCORE_BY_MS... v 00 i i i ‘ i :
< > a0 05 06 07 08 09 Time [min]
B Detailed lon Results x} % =0 Butterfly View > o a4 M = B
lon Formula lon Type Area Am/z [mDa] Amyfz [ppm] LART [min] mSigma lon Ratio lon Ratio Expe.. | Valid Ratic lon Ratio devia.. Refere 7 Diazepam o o~ *
L oo
T T T T T T T T T T T  CrathuCINGD = 5 =3
MSn (285.0789) (30 &), [V*s/cm?, 3.00-26.18 2 g =
1 CeHaCIND™ | MenH 2064980 027 096 012 169 [} 4+ Msn i ) B0 eY), [vrsfem?, tel = = ] @
B = =
2 CuHhuCIND™ | MenHs2 847388 -0.05 019 012 168 0314 0.338 70 - 5 2
g 2
=2 g
03] 2 = Z oa - =8 2E& 8 5 = . 8
027 = B2z 2 2 3: 2 giEZc|Esz=z2E |28 ¢ g E
a1 2 g2 2 » 28 25 - 2% % gﬁ’_ﬂgg g8 & z z
« R 5 e s } L T‘HI_%F_H_‘_H‘ILF%} M, "‘I'F.H"f |L-|\” | :
013 o I3 g 5 3 2 PO 2 8
B Detailed Library Search Results X} c =0 0z 2 o § =4 g2 38 s 2 g 2 - 2 = 2 Y
%3 == 2 83 = Zr2Z:z| B 83 s Z g 2
Spectrum Type | Analyte Result Analyte Result Formula  Precursorm/z | Coll. Energy Li.. | CCS MS/MS Score | Fit Score Reverse Fit Score  Instrument ~ w8 s - = E-FEf| - g3 2 £ gz ~
T 7 7 7 7 7 7 7 7 7 - &
Diazepam | CreHssCIN:O 6 0. 984.16 | impact I - o S
2 MSa Diazepam Diazepam 22 CisHusCINO 265.0792 35 964,82 98014 965.06 Thermo Fisher ... .7 Library: ToxtyperHR g " oS 5
3 MsSn Diazepam Ketazolam-M (diazepam.. = CisHisCIN:O 285.0792 35 964,82 98014 965.06 Thermo Fisher ... O-B:E'ﬂaelﬂgmo 3 8 = i
4 Msn Diazepam Medazepam-M (ox0-) ... CucHusCIN:O 285.0792 35 964.82 930.14 965.06 Thermo Fisher .. x1035*153;‘=07354 2400 36,00 [&V] 5 & =
5 Msn Diazepam Diazepam CieHueCINO 285.0789 24-36 16551 254.24 283.07 29770 impact Il T T T T T T T T T T T T T T
&  MsSn Diazepam Diazepam 5 CisHusCING 265.0792 35 164.98 23607 191,35 Thermo Fisher .. 0 20 40 60 2 100 120 140 160 1e0 200 220 240 260 280 miz
7 MEn Niazenam Ketaznlam-M (diazenam CoH-.CINLD 285 (1792 25 1RG0 2R 07 16125 Thermn Ficher & LA
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ASQ TASQ 2024B

TASQ 2024B: DART timsTOF-PASEF- Library Search Example -
Tox Screening

TASQ - demo - localhest - [impact-DART] - [S5T_ToxMix_TASq2021_5min_DART, V2] - [m] X
£.3 Gl)’ R
N Scr

&% Bach
¥E M

E‘ Method
% Management

T Quantitation ﬁ Reporting i ml Q@

anagement

EAnalysisRﬁsu\lle XTIBA Tt 4+ 2|C= 0| rmchomatogram x B madh SN OR =B
Analyte Name Formula #Analytes (LS) | #MS/MS Spectra (LS) | Scering Function (LS) ¥ Scering Score (LS) | Score MRSQLC | m/z Score | RT Score  mSigma Score | lons Score | Library search score  CC5 Score | A 110% | ToxMix_TIMS-PASEF_MSMsStepping_1_117759 =
T T T T T T T T T T T T T Oxycodone - CisHzNO. - --- S
2 Oxycodone CisHzNOs 2 1| SCORE_BY_MSMS_SCORE 902.78 [== = - - ++ 2.0 J 316 M=nH (%) (P1) (q) £
3 Phencydlidine CaoHasN 3 1| SCORE_BY_MSMS_SCORE 82802 — - + + + 3 nH g
| ; S
- . . 44 &
4 THC CaHi0:z 2 2| SCORE_BY_MSMS_SCORE 77490 . 175 Lo -2a1 110 &
5 Trazodone CieHzCINO 2 2| SCORE_BY_MSMS_SCORE 936,10 | === — = = ++ 256 - 256,133 (
&  Verapamil CarHiM:0s 1 2| SCORE_BY_MSHS_SCORE 86317 | == — = = + 1
7 | Alprazolam CarHasCING 2 2 - - . 151
2 Amphetemine CsHN 0 0 . - . N 1
9 Clonazepam CisHhioCIN:O; 2 2 — + + B 125 4
10 Codeine CsHaNOs 2 2 - - - - Z 1
11 Diazepam CasHasCIN:O 4 2 - - + 1.0 o
12 Heroin CxHzNOs 1 1 = = - B
13 Hydrocodone CisHzNO: 2 2 = = = . 075 -
14 MDA CasHasNO:z 3 1 - - - -
15 MDEA CazHaNO:z 1 2 - s - 05 - 5
16 MDMA CirHusNO: 7 2 - + i 2
17 Methadone CzHaNO 4 2 = o - 025 4
18 Methamphetamine | CioHhsN 10 1 - - - 1
19 Nitrazepam CasHeaNs0s 0 1 - = 00
T T T T T T T T
20 Oxszepam CisHuCIN:O: 0 0 = = = = v sl 01 03 04 05 06 o7 08 09 Time [min]
B Detailed lon Results 3¢ % =0 Butterfly View > o a4 M = B
lon Formula lon Type Mandatory Area MRSC CCS AT Am/z [mDa] ART [min] mSigma m/z Score RT Score CCS Score 7 Oxycodone o
5
T v T T v v T v T T T T GO,
PASEF (316.1524) (26 V), 0.8188-0.8817 [V*s/cm?], 438-63.19
1 CuH=NO™ | MenH 7767284 o 181,66 -3.8 044 178 - = = 1* ¢ }(26 2, /e, el
2 GuHzNOS™ MenH=1 O 1436921 asz ] -3.71 044 340 |- -
3| GisHaOS™ 208144
4 CisHaNO™ 241.110 [m] o . . e L = £ . _
5 CuHaNOS | 256133 [H] 023 g g £ 5B: & SE oz 2
3 z fz% = =~ 2 =z oz
01 ' g =Es 5 T = 5 £ =
% L A ST 4 i T |
013 a 2 ] oy 52 2 o < o o
3 Detailed Library Search Results (| C =8| o] £ 2 S E Ege 28 & = = -
B g 2 ES a SCE B3y = : >l
Spectrum Type | Analyte Result Analyte Result Formula  Precursorm/z | Coll. Energy Li.. | CCS MS/MS Score | Fit Scare Reverse Fit Score  Instrument : £ = £E s =2 = <=2 =
. g E
[ - =
= Z
2 Oxycodone Oxycodone CisHzNO. 14 impact I .7 J Library: mmhw2017_vs10_bruker_V02 ) -
08 J Oxycodone 2
3 CrsHuNO: #
«10° 3 + 216.1347, 35.00 [eV] 2
T T T T T T T T T T T T T
0 25 50 75 100 125 150 175 200 25 250 275 300 miz
LA
localhost)
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ASQ TASQ 2024B

TASQ 2024B: Library Management Perspective

TASQ - demo - localhost - [prm-PASEF -Lib Search not successfull for analytes without M5 trace in method-chMS] - [Validation TASQ 2023 Travis prm-PASEF - Validation 2022k (V1)-lib-ch ms, V2]

F Batch

*
% Management

Method
o Management

GP Review
~ Screening

ll""'
._l_. Quantitation

L_]
E Reporting

prm-PASEF_PDE_5

oy ml Q@

Control Part = B ||Editor x M = B ||Spectrum Details % m= 8
P
Acquisition Pararmeters i
= Open .i. Import MNarne: | Propoxyphenyl sildenafil | a Spaim e sl
R Close .‘!. Export Molecular Formula: | CzaHzpMNs045 Meonoisotopic Mass: 438.221 | Instrument type: ¥ lonization method: - lon polarity: |POSITIVE
— M5/MS stage: : Precursorions (m/z): I:I Base peak (m/z): 489,229
[ Delete Access Spectra| Synonyms | External Databases | InChi, Smiles
lon mobility (CCS): [ ]
#  Instrument Instrument ty... Collision Energy [eV] Polarity MS5/MS  Precursor (m... ccs . ) . .
g Save Compound 1 timsTOF Pro ESI-TOF POSITIVE " Trap drive: I:I Fragm. amplitude [V]: I:I Izolation width (m/z): l:l
2 timsTOF Pro ESI-TOF 40,00  POSITIVE 2 489.2279  216.0900 Collision gas: |:| Collision gas pressure [hPa]: |:| Reagent ion: |:|
Library Compounds 3 l ¢ =B Reagent gas pressure [hPa]: I:I Collision energy [eV]: I:I Base peak intensity: l:l
PDE_S_library =i Peak width (m/z):
|):‘T',fpeto filter. | Advanced
MName Molecular Formula Me
Sildenafil impurity A C23HazNg045 = = = =
Dimethyl Sildenafil Ca3Hz2Ns0uS Structure X ¥ = O ||1h MassSpectra X 2 B[ =1
Propoxyphenyl sildenafil Ca3HazNg045 Compound structure:
Vardenafil Ca3H32Ns045 10 ] _ ¥10° ]
S 7 =
HomoSildenafil Ca3HazNg045 08 ] ; 08 ]
0s ] = 0.3 ]
o 0.7 o 0.7 o
A # £ 06 £ 06
(\N/ g 05 ] 2 s ]
N\) 0.4 0.4 |
- 03] 03]
0.2 ] - 0z] _
] 5 ] =
014 o 01 = o
7 £ E 1= =
0.4 T T LI R B B S s 0.0 t T+
a 100 200 300 400 500 600 70O miz 0 100 200 300 400 500 600 700 m/z
< N s o (1) ESI-TOF POSITIVE MS1 PO (2) ESI-TOF 40.0eV-neV POSITIVE MS2 Precursor...
* %
i localhost
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ASQ TASQ 2024B

TASQ 2024b: ChromatograFree Processing

= New parameters for Direct MS Data processing

Perform processing for chronogram or direct infusion measurements

Create chronograms for the entire acquisition time range

Process data in acquisition time range from — to

Time range 0. — 0. will use the entire acquisitions time range Direct MS Data Processing
Enable Direct M5 Data Processing

for proceSS|ng Time start [min] Time end [min]
= Checks for chromatographic peak type data are switched off

SignalToNoise
MinNumberOfPoints
RetentionTime
MinPeakOverlap
PeaksCloseness
PeakApexWithinOtherPeaks
CrossCorrelation

A/H filter

Innovation with Integrity | 5 March 2024 | 28



ASQ TASQ 2024B

TASQ 2024B: Supported Instruments for Direct MS Processing

= Supported instruments
= TQ fullscan
= TOF - autoMS/MS data can be used for library searching
= timsTOF - PASEF data can be used for library searching

Innovation with Integrity | 5 March 2024 | 29



ASQ TASQ 2024B
BRUKER

TASQ RealTimeQC: Batch Report Available from TASQ and RTQC

Bookmarks X Nordiazepam Area
(=]~ ﬁl I B%ﬂ Statistic Blank QC Sample Calibrant Sample
Demo Data itation — RealTimeQC Sample Type Statisti n 1 3 18 P
R Am/z [ppm] ) %RSD 0 2 11 0
Operator bdal@de Station Name NBBRED1-5V7J1T3 Mean 10082 792724 1762192 1947523
ﬂ ART [min] Instrument Name impact HDII Instrument SN 1825153.10011
TASQ Method Demo Data Quant (3) StdDev 0 11938 1956985 1176
ﬂ mSigma Max 10082 806169 5658428 1948355
Amiz [ppm] Min 10082 783370 143128 1946692
[ FWHM [s]
Alprazolam Amiz [ppm] )
D Area Statistic Blank Qc Sample Calibrant Sample Nordiaze pam D5 Area
o ] 18 2 . .
D Height :ensu 57.65 4400 Statistic Blank QC Sample Calibrant Sample
Mean 200 157 n 0 3 18 4
[:] Intensity StdDev 115 069 %wRSD 4 4 9
Max 455 206
Min sy o8 Mean 1138370 1146265 1177203
Al . D5 StdDev 41129 45260 101969
prazolam amiz [ppm] Max 1185402 1251075 1201798
Statistic Blank Qc Sample Calibrant Sample )
; 0 5 18 . Min 1109146 1057500 1086509
%RSD 28.75 35.92 4192
Mean 101 161 107 Oxazepam Area
StdDev 028 0.58 045
ART [min] Bruker 23. Januar 2024 14 1 2
Alprazolam ART [min] Nordiazepam FWHM [s]
Statistic Blank QC Sample Calibrant Sample Statistic Blank QC Sample Calibrant Sample
n 0 1] 18 2 n 1 3 18 2
WRSD -135.57 -890.15 %WRSD 0.0000 1.8882 16852 3.2959
Mean -0.01 -0.01 Mean 4.5078 3.3729 3.3429 33747
StdDev 0.01 0.01 StdDev 0.0000 0.0637 0.0563 01112
Max 0.00 -0.00 Max 45078 3.4443 3510 34534
Min -0.05 -0.01 Min 4.5078 33219 3.2895 3.2961
Alprazolam D5 ART [min] Nordiazepam D5 FWHM [s]
Statistic Blank QcC Sample Calibrant Sample Statistic Blank QC Sample Calibrant Sample
n 0 3 18 4 n o 3 18 4
%RSD -1615.18 -121.73 -63.18 %RSD 2301 1.3815 22731
Mean -0.00 -0.01 -0.01 Mean 3.3616 3.3379 3.3535
StdDev 0.04 0.01 0.00 StdDev 0.0774 0.0461 0.0762
Max 0.04 0.00 -0.00 Max 3.4458 34721 34677
Min -0.02 -0.05 -0.01 Min 3.2937 3.2850 33110
Diazepam ART [min] Oxazepam FWHM [s]
Bruker 23 Januar 2024 LRI -

© 2024 Bruker  For Research Use Only. Not for use in clinical diagnostic procedures. Innovation with Integrity | 5 March 2024 | 30



ASQ TASQ 2024B
BRUKER

TASQ 2024B: Delete TASQ Method Removes it from Database

= Delete method in method navigatore removes the method from data base irrevocable

= May create invalid results if the user acts thoughtless

s Method Mavigator I Es | ¥ T = 08
Applied filter: None
| -- filter -- |
Method Version Writeable Type Owner Creation date Update date Description )
T T T T T T T

1 05_CVUA-Alkal... 1 TOF demo 2021-11-1514:... | 2021-11-15 4.,

2 05_CVUA-Alkal... 1 TOF demo 2023-07-12 20:...  2023-07-12 20:... | Imported from D\ data\Datas_Alkaloids

3 05_CVUA-Alkal... 1 TOF demo 2023-07-12 20:... | 2023-07-12 20:... | Imported from D:\data\Data5_Alkaloids',

4 1-Hydroxymid... 5 timsTOF demo 2023-09-2017:... | 2023-10-0512:... | Imported from Ch\UsersiKarin, Wendt\De
5 | demo | 2022-01-27 11z... | 2022-01-27 11

Set to Batch Parameters

: 12355 - TQ der ﬁ Delete selected method(s) Pt

7 13:0-1. Save Method as timsTof Method timsTOF den E

8 2.4 Dir TOF den Areyou sure you want to delete the selected method(s),

g9 2 4 Din Ch Change Name of Method TOF den this may invalidate existing processing results?

10 | 202110 Mark Method as Deprecated timsTOF den| |[-1235

1 20220 TOF den

¥ Delete selected Method Mo

12| 2022-C t TOF den

12 211210 1, Export selected method i R TAAAA AE AE 47, | Anaa nE nE 19,

14 22110: 4, Import methods

15 | 22111¢

E c
16 | 23002 W COPY
17 240Pe 1, Exportto Excel

© 2024 Bruker  For Research Use Only. Not for use in clinical diagnostic procedures. Innovation with Integrity | 5 March 2024 | 31



ASQ TASQ 2024B

TASQ 20248B: Filter Options in Result Views

C><)
BRUKER

iy E.' Show Results for Calibration Samples

r

E-' Show Results for Unknown Samples

l. |._T.| Show Results for Blank Samples

E Show Results for Cuality Control Samples

= New filter option dialog for filtering result tables, all filters are availableinthenew Xy AB|lt 1 |C = 0|
dialog
= The filter toolbar button changes if data is filtered %F ARt L[C=B
. . . % t1|C-=
= The filter can be switched off in the toolbar T AB | -

New filter option: manually integrated

= show all = show manually integrated — show not manually integrated

+ All Results
All Results

Only Manual Integrations

2 D, 4 B

Without Manual Integrations

= Filters can be applied immediately on change, or explicitly by pressing Apply or

Apply and Close

© 2024 Bruker  For Research Use Only. Not for use in clinical diagnostic procedures.

E== + All Results

He « Al Results

@@ = All Analytes

Mo+ All Results

L] Apply filter changes immediateley

Apply Apply and Close

Innovation with Integrity | 5 March 2024 | 32



ASQ TASQ 2024B

TASQ 2024B: Cleaned up Toolbar — Reduced Number of Icons

= Filter buttons are moved to a
filter dialog

= All other buttons to toggle
information shown in the
Chromatogram/s views are
moved to the preference
dialog

TASQ: - demo - localhost - [prm-PASEF -Lib Search not successfull for analytes without MS trace in method-ohMS] - [Validation TASQ) 2023 Travis prm-PASEF - Validation 2022b (V1)-lib-oh ms, V2] - o X
=
Batch Method (?’ & . . B Reno orm-PASEE_PD H =
Mamgement B Mamsgement B screenmg 8L Quantitaion I Reporing prm:PASEF_PDE. i ml Q@ I
aAm\ymsﬁesuusx} XTI BAltl+«o|C=080
Analyte Name Formula Score MRSQLC m/z Score RT Score mSigma Score  lons Score Library search s CCS Score Am/z[mDa]  ART [min] mSigma A1/Ks [%] ACCS [%] Found.Diag.lons  Area of PI
T T T T T T T T T T T T T T T T
Dimethyl Sildenafi 0.5 HiH Tr i i o i pis
2 HomoSildenafil CasHiM0:S ++ ++ + ++ ++ ++ 0.49 0.01 522 -0.0131 3 214820
3 Vardenafil CaHi:N0:S . . + - - - 11 001 295 -0.0723 3 216513
4 Propexyphenylsildensfil CeHaNOs [ - - - - - 020 002 0212 1 6638
5 Sildenafil impurity A CesHizzN0sS - .- .- - - .- 072 0.02 01841 1 216
@Bat:hREsuhsx‘ *TlAltd++-|C=0
Data Set MRSQLC Library search .. Area of PI Visited Flag
2 2147637 []
P Chromatograms @ A| T v |Dataset v|||anAuto  ~
x16* 7] prm-PASEF_PDE_5_STD 25 ng_40 eV_90_1_6702 x10* 7] prm-PASEF_PDE_5_STD 25 ng_40 eV_90_1_6709 x10°  prm-PASEF_PDE_5_STD 25 ng_40 eV_20_1_6709
Dimethyl Sildenafil - CzH:N:045 - HomoSildenafil - CoHuzMsO:5 — +++ + | Proporypheny! sildenafil - CoHiaNe0.S — ++++
7.0 7.0 4 25
.0 80
2 2)4ee-MenH ) PI) (9) Z oo dee-MenH O PN @@ 2 M
5 a0 |490-MenH+1 () 5 0] nH+1 (%) 5 283~ Frag 283 (*) (P1) (q) MS(480.2279)
£ 5] ey 2 M = a
2.0 ] 113-113.1074 () MSi(489.2279) 07 :
10 | 311-Frag 311 () M 2279) 5d 92 MS°(189.2279) /\ o\
iad —_ a0 | 113 Frag 113 () MS*es.227g
T T T T T T B L D B B T T T T T T T T T T T T T T T T T T T T T
2o 25 26 27 23 29 3 2o 27 28 29 3 31 32 33 34 35 36 37 38 39 4 Time [min] 2o 325 33 335 34 345 35 355 36 3.65 37 375 38
¥10” | prm-PASEF_PDE_5_STD 25 ng_40 €V_%0_1_6702 x10* J prm-PASEF_PDE_5_STD 25 ng_40 eV_80_1_6709
| Sildenafil impurity A - CasHezNs0.5 - + 7.0 ] Vardenafil - Cz:HiN:045 - +
204 4
= | 297 Frag 297 () (1) () MS*(489.2275) = 489 M+nH [ (P1) (q)
S 15 1325 Frag WS4 ) \ s MenH+1 ()
5 4 B g 151 () MS489.2279
= 104 = 312 - Frag 312 (*) MS*(489.2279)
>3 A /\
0.0 a1
L B L L e e SN R S e e e R I B I T AR
sl 3.25 33 335 34 345 35 355 36 3.65 37 375 38 Time [min] sl 27 2.8 29 3 31 32 33 34 35 36 37 3.8 39 4 Time [min]
[ Detailed Library Search Results X c=0
Spectrum Type  Polarity Analyte Formula Result Analyte Result Formula | Search Precurs... Precursor (m/z)a Score Fit Score Reverse Fit Score | Instrument Coll. Energy Rt Interval [s]  Mob. Interval
2 prmPASEF positive HemoSildenafil 28992  timsTOF Pro
Elocalhost
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ASQ TASQ 2024B

TASQ 2024B:Chromatograms View — Select Data Source

Show chromatograms of
selected determinations — list
chromatograms of all ions
seperately — same list as in
Detailed lon Results view

Analyte: show all findings for
selected analyte — same list
as Batch Results view

Data Set: show all findings for
selected data set — same list
as Analysis Results view

All: show all findings for
selected batch — same list as
Global Results view

A Chromatogram xl B A malh A N| @B = O || M Chromatograms X @ | T v Determination v . . = 8
X Determination  ~ |—;
10% | CALIBRANT 1 Level 2-1-4 1 1122 —
Azamethiphos — CoHreCINZOsPS — +++-+ x10% | CALIBRANT_1_Leveld 2-1-4.11122 w10% | CALBRANT_1_Leveld 2-1-4.1_1122 10" ] CALIBRANT 1 Level4 J Analyte
" 4.0 | Azamethiphos - CHCIN;OSPS - + 4+ Azamethiphos - CsHiCIN:OPS — 4 +++ Azamethiphos - CaHaal yt
325 - MenH (4 (1) (g) 5 b 14
327- i - 1325 MnH (7) (P1) (q) = 14 1327 - MenH+2 { = 139 - 139,006 () (bbC Data Set
)} (bbCID) 2 35 = 2 ]
o =3 = 1.2
= £ 2 2]
35 4 I ( kS T 1.2 k-
130~ 120.005 (bbCID) E 3.0 5 £ 1 All
128 - 127.99 (bbCID) L 4 4 1.0
T ' 1.0 4 ~ >
- 254 o o A
- = = =
g g 08 g
30 E 204 £ =
15 ] 0.6
1.0 4 0.4 o
25 J g
0.5 - 0.2 o
. 0.0 l 0.0 4 J
= T T T T T T T T T T T T T T T T T T T T T T T T T T T T
g ,pd 3o 14 16 18 2 22 24 26 Time[minl|[g]y 14 16 13 2 22 24 26 Time[min] [
w10° J CALIBRANT 1 Leveld 2-1-41 1122 w10® | CALBRANT 1_Leveld 2-1-41 1122 110° | CALIBRANT 1 Leveld 2-1-4.1 1122
-3 ] Aaamethiphos - CHLCINOLPS - - -+ | Azamethiphos - CoHioCINGPS — ++++ | Azamethiphos — CaHioCIN:O:PS — ++++
= 1112-111.995 (*) (bbCID) - 1.5 1123~ 182,996 (*) (bbCID) " 40 4130~ 130.005 (bbCID) o
15 £ H i £
.5 ] = =8 s
6.0 % £ 35 i ‘é
S = 5 | &
5.0 k- & 3.0 4
= = (=3
= o > 1.0 I > i
10 a0l z z |
] g g
- ~ 075 - 2.0 |
B 3.0 |
15 4 |
0.5 |
204
05+ 1.0 4 |
|
0.25 |
| i@ k K 0.5
A \ 0.0 J N 0.0 - J 0.0 fa—
20 - T T T e I e e B e B e S B
T T T LI T T T T T T 1.4 1.6 18 2 2.2 z4 26  Time[min] &) 14 16 18 2 22 24 26  Time[min] & ¢ 14 16 18 2 22 24 2.6  Time [min]
T w6 18 2 22 24 26 Time[min]
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ASQ TASQ 2024B

TASQ 2024B:Chromatograms View — New Options

= New filter option dialog, used in all other result views & A| T v |Analyte v]janame v |3 B2 =
. ﬁ Show Results of Calibration Samples
= |ndividual filter buttons were removed from the toolbar to give a 5] Show Results of Unknown Samples
I._T.| Show Results of Blank Samples
Cleaner appearance E Show Results of Quality Control Samples
== All Results 3
All Results
A All Results -]
I Zc AllResults >

= Manual integration is available in Chromatograms view, no need to
change to the Chromatogram view for changing the peak
boundaries
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ASQ TASQ 2024B m
MetaboScape 2024B: Create TASQ Method of Selected Features SERESR
Available

= Select one or more features in MetaboScape feature table

= Select Create TASQ Method from context menu

= Enter name for new TASQ method

= Specify the instrument type for which the method shall be created

= Select from a list of available method profiles for the selected instrument type

= For each selected feature an analyte will be added to the new TASQ method

= For each ion in the selected feature an ion will be added to the analyte in the TASQ method

= For each detected adduct all isotopologues will be created as specified in the selected method profile

= |n case of timsTOF data for each ion with different 1/K, value in the detected feature a separate ion will be
added to the list of ions
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ASQ TASQ 2024B

MetaboScape 2024B: Create TASQ Method of Selected Features

Available

Feature Table

RT[.. CCS(. ACCS[%] m/zmeas. M meas. lons MS/MS Name
1 0.32 1884 290.26892 289.26165 7| s SPB 16&:0:03
2 028 1977 31830024 31729297 £ 79| B SPB1Z:0:03
3 079 2243 0.1 468.30837 467.30110  + 9| e LPC14:0
4 082 2273 -0.4 48432407 49331638 ot o LPC 161
5 07| 2277 -0.1 518.32406 517.31678  * 9| e LPC18:3
6 094 2357 0.0 52235537 521.34813  r@|== e LPC 181
7 082 2343 13 54433084 54333213 toe I LPC20:4
8 2.03 290.6 2.7 705.59030 70458303t 7| e SM 34:0:02
ER 290.8 | 78458530 | 782.57682 ||
10 4.02 E i -0.4 872.77016 83473548 | f |- e TG 16:0_18:2_18:2  Cec
1 419 3284 0.1 904.83279 88679772 |- s TG 18:0_18:1_18&1
12 002 2210 469.39227 46838500 7|
13 0.03 2503 696.43771 69543043 17|
14 005 2243 483.40840 48240112 7|
15 0.07 193.6 560.87133 550.86405 19|
16 0.08 348.7 1199.77149  1198.76422 *°|

m Create TASQ method

Create TASQ method
Create for the selected features a tasq method.

MNew TASC method name

| MetaboScape-PC 36:3

O TOF O TQ @ timsTOF

[timstof series positive] ~

Cancel

Y | «filter rules= m/z meas.

Molecular For... « Annetations AQ
CigHasNO3
C1gH3NO;
CoaHagMO7P
CaaHagNO7P

=
=
=
CagHagNO7P =
=
=
=

@
&

CagHzzNO5P
CaeHegNOP
CagHg1N20gP

O Show Feature Details ...

Cs7 /4 Generate EIC/EIM
y Filter MOMA Features
& Clear MOMA Coloring
[  Uncheck Include State
¢%  Copy selection to clipboard
FH  Select all Features
[A Create TASQ Metaed
Show in 5C Table

Annotations
Medify Feature(s)
Mormalization

Flags

F®=N\&

Export

Annotati

2.08 |

402 377

A an LT

200.8 |

-0.4 T84,58530
-04  BTATT0E

o A RV

=

3357682 |
854.73548 * *["

A AT + milmm

. T AA A AR A AR

=

B2 Method Editor ]E@ Method Matcher

Selected method: MetaboScape-PC 36:3 [Vers.: 1/ timsTOF]

General method settings  timsTOF settings  Calibration settings ~ Analytes settings  Quantitation settings  Library search settings  General library search settings
1/K; expected [...

Analyte Formula Mass [Da]
T T T
1 PC363 CasHe:NOSP 784.5851
£
lons lon Ratios Rules
lon lon formula m/z
T
1 [M+H]+ CaHe:NO:P™
2 (IM+H]+)+1 CasHesNO:P™
3 CEHTSNO4PAT... | CeHasNOLP™
4 [M+Ma]+ CasHezMMNa0-P™
5 ([M+Na]+)+1 CaHe:MNaQ:P™
6 CHHTSNO4PA.., | CoHasNOLP™
7 [M+H]+ CasHe:NO:P™
8 (IM+H]+)+1 CasHe:MO:P™
9 CSH15NO4P M., | CsHasMOsP™
10 [M+K]+ CasHeKNOP™
1M ([M+K]+)+1 CuHe:KNOP™
12 CSHISNQ4P .., | CsHasMOsP™

Reg.ID
T

T
784.5851
785.5885
184.0733
206.5670
807.5704
184.0733
784.5851
785.5885
184.0733
8225410
823.5443
184.0733

RT expected [m... | RTtol. [min] = RT narrow [min...

T T
2.08 0.50

T
0.25

Spectrum type | Precurser m/z 1/ expected ... | Mandatory

T T
FullScan ~
Full5can =
MS(n) - 784.5853
FullScan =
FullScan ~
MS(n) - 806.5648
FullScan ~
FullScan -
MS(n) - 784.5816
FullScan »
FullScan ~
MS(n) - 822,534
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T
1.4268
1.4268
1.4268
1.4403
1.4403
1.4403
1.1398
1.1398
1.1398
1.4419
1.4419
1.4419

0RO 0®O0ORDOoD®xg
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RT wide [min] =

T

0.40

T
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TASQ 2024B: Miscellaneous

= |[mprovements in Heat Map

<)
BRUKER
(>

= Point selection mode — scroll mouse wheel: zoom image — Ctrl scroll: enlarge selection box width — Shift

scroll : enlarge selection box heigth
= Zoom: showing box containing all determinations
= |Improvements in selection behaviour of tables in wizards
= Method matcher handles library search parameters
= Method profile editor manages library search parameters

= Swapped order of Save and Save as... toolbar item

B2 Method Editor 3¢

Selected method:™

L |E—$H+.L|

o B

t 4| C =0

20211021 _Samples [Ver..

Version: | 24-01-2617:1335) ~ |

= |mproved zooming on butterfly view — normalize excluding precursor peaks — zoomy axis automatically to

1000

= Show matched peaks always in butterfly view — preferences

= Stable sorting of tables: order of null or <empty> cells
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ASQ TASQ 2024B

Known Problems

= Automatic workflow fails to process.
= Processing is aborted

= A very high memory consumption to be
observed which makes the processing
task to abort and potentially will stop the
acquisition

= To circumvent that problem make sure
that the option ,narrow m/z window of
MS spectra” is switched on!

© 2024 Bruker  For Research Use Only. Not for use in clinical diagnostic procedures.

B3 Method Editor’ % ~~|8R 4L[B[BA[LL|C=O
Selected method: 05_CVUA-Alkaloide 2012 [Vers.: 1/ TOF] Version: ‘ 1 (2021-11-15 14:42:58) v|
General method settings  Calibration settings Analytes settings  Quantitation settings  Library search settings  General library search settings Internal standards  Mumber formats  Colors definition  Workflow settings

~
[[] Read-only method o]
Determination ion quality Keep all ~
Determination filter All
Chromategram peak finder mode Clas:
Batch concentration levels
lon Ratio Signal Type HEIGHT
[ Perform smoothing
Perform Denoising (not applied for timsON data)
Masx/Min A/H upper limit
Minimal datapoints over a peak
[#] Only create chromatogram slices of + [min]
Store MS spectra
I narrow m,z window of ms spectra ~-2+3 m/z I
Signal / Moise Parameters
Algorithm Tloezs “
Surrogate noise
Description |
Tag | Add/Edit Tags
v
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Known Problems: Slow Performance Quantitation, Delete

Determinations

A customer performed an upgrade from TASQ 2022B to TASQ 2023B
Database update took 7 days, ~90,000 data set results

After that quantification was such slow that it finally was aborted
Same to delete determination

The customer used TASQ for a very long period

Postgre 10 was still installed

Database comprised 450 GB

Solution: Create a backup of DB, uninstall TASQ SW and postgre. Reinstall TASQ and new postgre version.
Restore the data base

Performance was restored

Database size after restore was only 380 GB, backup size is 170 GB ~ 200 GB of index size
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