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WHAT'S NEW IN METABOSCAPE 2026
BRUKER

Outline

Remote Raw Data Processing via

Enhanced T-ReX 4D Processing Networked Node
Methods for timsMetabo

Refined User Interface for Sample and
New T-ReX? and T-ReX?® Workflows Analysis Setup

for MALDI Spot Analysis

Lipid Species Annotation Extended to
New T-ReX Pi3 Workflow for DART Include Side Chain Oxidation
Processing with External Calibration

O 4 MALDI-Imaging Data Processing
Transitioned to SCILS™ [ ab

O 8 Improved Configuration Interface for Lipid
Species Annotation

O 9 Fit Score and Reverse Fit Score Added for
Spectral Library Matching
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WHAT'S NEW IN METABOSCAPE 2026

Enhanced T-ReX 4D Algorithms for timsMetabo

MetaboScape 2026 introduces
new default processing
methods for LC-TIMS-MoRE
data from timsMetabo.

Leverage its high sensitivity
and set your demands to peak
quality higher, with the new
parameter for strict peak
shape analysis. Additionally,
accelerate your data
processing and interpretation
by focusing on the most
intense fragment peaks.

m T-ReX Method Configuration

Version: 1.0 v 1,
Owner:  Agent, System 2
Descriptio

)

@

Peak Detection

Intensity Threshold: 5000 counts

Minimurn 40 Peak Size: 100 points
Peak Shape Analysis:  Strict v
Feature Signal:  Intensity v

B Enable Recursive Feature Extraction

Minirurm 40 Peak Size (recursive): 50 points

Ranges
Retention Time Range:

Start: 0 min End: 30 min
Mass range:
Start: 30 m/z End: 1500 m/z

MS/MS Import Parameters
B Perform MS/MS import

MS/MS Import Parameters
MS/MS import method:  Average v
@ Group by collision energy

MS/MS Quality:
Import n most intense MS/MS peaks.

| 150
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WHAT'S NEW IN METABOSCAPE 2026

New T-ReX? and T-ReX® Workflows for MALDI Spot Analysis

Dedicated processing workflows for MALDI-MS and MALDI-TIMS-MS data,

supporting high-throughput spatial metabolomics with and without ion
mobility separation.

BB Create Project

Select Data Parameter

Select polarity and workflow.

MALDI

Feature Table

MName: Feature Table

Select Polarity:
O Positive

() Megative
Select Workflow:

QTOF

timsTOF

(O T-Rel’ (MALDI spot)
O T-ReX® (MALDI-TIMS spot)

MRMS

MALDI

J

() T-ReX 3D {LC-QTOF)

(O T-ReX 3D (LC-QTOF)
(O T-ReX 4D (LC-TIMS-QTOF)

(O T-ReX 3D (LC-MRMS)
(O T-ReX 2D (MRMS single spectra

(O T-ReX’ (MALDI spot)
© T-RexX* (MALDI-TIMS spot)

Analysis
~ [l CG\raw data\MALDI Spot Data (1)
~ [l spot-tsf (25)
W A22
W AZ3
W A24
" B22
" B23
v B24
W L2
W 023
W 024
L) p2z
D23
D24
E22
EZ3
E24
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WHAT'S NEW IN METABOSCAPE 2026

New T-ReX Pi3 Workflow for DART Processing
with External Calibration

Specialized workflow for Direct Analysis in Real Time (DART) mass spectrometry, now
supporting external calibration for enhanced mass accuracy and reproducibility.

Mark Samples and their Analyses [EX B o

as Calibrants. l T o)
EOEE |

der

W - Mass Cﬂ)ﬂﬁm_‘l _1 (31 Sample Calibrant
(] Mass Calibration_1_1_3409.d ([ Sempied. 1.1 L
| Q Sampled_11_1_3419 Iazs Calibration_1_1_3409.d
Q Maszs Calibration_1_1_3421.d H | L Sampled_111.3431  Mass Calibration_1_1 3421
G Ma - Callbratl Dn_'l _'I _Mggld - -?a:aprlr:‘:l_e::rj_mi Mazs Calibration_1_1_3433.d
= e . | — PP
g Y Sample Calibrant
~ [ Mass Calibration_1_1 (3) EDEE
) (L Mass Calibration_1_1_3409.d W - S-am pIE'ﬂ 11 1
qmple (L] Mass Calibration_1_1_3421.d -7 . .
T Moss Colibation_11_3433. (L] Sampled_11_1_3419 Mass Calibration_1_1_3400.d
<~ I Sample1_3_13) 5 [lEs] i .
2 D sok 2141 (L] Sampled_11_1_3431 Mass Calibration_1_1_3421.d
e Samplel_3_1_3423.d . .
T somplet 31 25 () SampleS_11_1_3443  Mass Calibration_1_1_3433.d
~ I Sample2_4.1(3) [ 5 [mlE]

(L) sample2 4 1_3412.d
(L] Sample2 4 1_3424.d
(L Sample2_4_1_3436.d
+ I Sample3_5_1 (3) BoEo

The relation of experimental
B arme s samples to external calibrants

(L) Sample3_5_1_3437.d
~ I Sample4 6.1 (3) [ 5 [}
™

Is automatically established,
but can be revised manually.
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WHAT'S NEW IN METABOSCAPE 2026
BRUKER

MALDI-Imaging Data Processing Transitioned to SCiLS-Lab

SCiLS Lab @ MetaboScape

PYSCILS shéxen

How to... start Molecular Annotation from SCILS Lab

Start Molecular Annotation from the SCILS Lab Feature Table

7777777777777777777777777777777777777777777777777777777777777777777777777777777777777777777777777777777777777777777777 2 )
T-ReX Feature Finding for Imaging data can be performed e -9
directly in SCILS Lab. . 2

SCiLS Lab and MetaboScape can be connected, unlocking = = § ——
the first of MetaboScape's annotation tools from within E—— : 04:07

SCiLS Lab for MS1 annotation.

SCiLS Lab introduces an iprm-PASEF workflow, and the Molecular Annotation in SCIiLS™ Lab with MetaboScape®
MS/MS information can be subjected to annotation with
Me;aboscf_pei s i ~= Click here for a video tutorial on
arget List w/ associated Spectral Library Molecular Annotation in SCILS Lab

Rule-based Lipid Species annotation ,
with MetaboScape.

Transition of Imaging data processing from MetaboScape
to SCILS Lab is finalized. Imaging data processing in
MetaboScape is obsolete.
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WHAT'S NEW IN METABOSCAPE 2026
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Remote Raw Data Processing via Networked Node

To support scalable and efficient data analysis, MetaboScape 2026 now allows processing on dedicated
machines, offering greater flexibility in hardware resource management.

Hii

[
L1

L1=
D D DN . Client( S)\ /. Server

e Server L == ]
* Client « Client(s) « Server » Client(s) * Server
e Raw Data « Raw Data « Raw Data

* Processing - Processing * Processing

« Raw Data
* Processing
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WHAT'S NEW IN METABOSCAPE 2026

Refined User Interface for Sample and Analysis Setup

<)
BRUKER
(<)

Streamlined Ul components for intuitive configuration of sample tables and experimental designs, enhancing

usability and reducing setup time.

B3 Create Project O X
Assign Analysis Files to Samples
Load folder with Positive T-ReX 3D (LC-GTOF) .d files and assign to respective samples. %+

Processing Station: local (3460a857-3a09-5%4c-b1e6-650d8794d4ea) Import Samples and Groups | Define Groups | | Run Order

-r_+'| Add Directory = Remove strain ! wild type I A arg%fbr I < argR argGH
“ Type to filter,

lype to filter. /

Tune strain

@0E | witdype

Analysis Creation Date |

~ [m_Ci\raw data\Coryne (32) | Assign Analysis to Samp
WT1_RB1_01_1293.d
WT2_RB2_01_1289.d
WT3_RB3_01_1296.d
WT4_RB4_01_1301.d
WT3_RB3_01_1304.d
WTE_RBE_01_1310.d
WT7_RB7_01_1314.d
L WTS_RBS_01_1318.d A

uEOW:E;‘O --0; F:k
ue 02:23 - 03 Fek ;
ue 05:27 - 03 Fek
06:45 - 03 Fek H
e © strain: A argBfbr

ue 10:75 - 03 Fek

+* WTI_RE101_1283.d
WT2_RE2_01_1289.d

ue 02480 Fek
ue 01:56 - 03 Fek Remove Analysizg#®m S

ue 05:00 - 03 Fek
ue 07:12 - 03 Fek

ove all Samples

"
v
R
v
"
v

WT7_RB7_01_1314.d
L WTE PR2 011312 4
" —
| argBfbrl_RD1 01 1288.d
. argBfbr2_RD2_01_1290.d

7 argBfbr3_RD3_011297.d
.7 argBfbrd_RD4_01_1300.d
.| argBfbrs_RDS5_01_1305.d
. argBfbr6_RDG_01_1308.d

Sz ¢
TR

L] argBfbr7_RD7_01_1313.d Wed 12:27 - D4 Fe
| argBfbrd_RDA_01_1321.d Wed 03:57 - 04 Fe
) argGHT_ReT_UT_T284.d Tue 11:45 - 03 Fek
(1) argGH2_RE2 01_1294.d Tue 0408 - 02 Fek

+ Add to new Sample

© 2025 Bruker

Use the filters for Analyses and
Samples, to consolidate based on
common identifiers in their names.

After defining your Groups and
Attributes, select Analyses on the left
and use the Attribute buttons to quickly
create Samples, assigned to that
attribute.

Innovation with Integrity | MetaboScape 2026 | 8



RT [min]

WHAT'S NEW IN METABOSCAPE 2026
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Lipid Species Annotation Extended to Include Side Chain Oxidation

%st Species level 16:0 (Acyl chain and substructure fragment neutral loss) Head group fragment neutral loss
. . . . E ] Molecular species levi: 61 3.4?‘)9‘11‘mfz 869.?1?4?‘mfz
The rule-based Lipid Species annotation now J—
18:2 (Acyl chain and substructure fragment neutral loss) E
q .. .. . . 124 569.47832 m/z =
1341 accounts for oxidized lipid side chains, %
1.0 18:3;01 (Acyl chain and substructure fragment neutral loss)
] . . | . | | . N 575.50187 fn/z
expanding coverage and biological relevance in
12 + . . 05 %
Lipidomics analyses. - :
- 0.4 4
11 4 02
0.0 T b T T T T T L T
- 550 600 650 700 750 800 850 900 950 m/z
o (2 o
10 0) °
° o
. o -
9. | ®
° ° o _
i ° @)
0 ° ¢
‘ © Triacylgl |
5] ° . 5 rlacy.g ycerols
. e 0 - ° Intensity (square root)
. © @) .
. QO max: v1.8E7
7 e min: v8.9E2
o
o Oxidations
T unoxidized
6 o oxidized once
o oxidized twice
T T T T 1 T T T T T L e L
880 885 890 895 900 905 910 915 920 925 930 935 940 945 950 955
m/z
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WHAT'S NEW IN METABOSCAPE 2026
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Improved Configuration Interface for Lipid Species Annotation

Enhanced Ul for defining lipid annotation rules, offering greater flexibility and transparency in lipid annotation

workflows. _ﬂ

Lipid Species Level Range Oxidation OddChains  Include | & Molecular Formula Exact Mass X
» Triacylglycercls (TG) 46:0 - 66:12 2 o &
w Glycosyldiradylglycercls
» Sulfoquinovosyldiacylglycerols (500G) 28:0 - 44:8 0 vy o & vaable lome
v Other Glycerolipids [M+NH4]+ CCS Prediction 3
> Diacylglyceroltrimethylhomoserin (DGTS) 28:0 - 44: 0 b o &

w Glycerophospholipids
w Glycerophosphocholines

» Diacylglycerophosphocholines (PC)

HO
o Configure side chain ranges, numbers of oxidations,
and odd chains directly in the lipid species table. 2
Minimum number of double bond equivalentsin all chains 0
Maximum number of double bond equivalents in all chains 4
o Apply the configuration of numbers of oxidations or S Nati
odd chains to all classes at once.
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WHAT'S NEW IN METABOSCAPE 2026

Fit Score and Reverse Fit Score
Added for Spectral Library Matching

New scoring metrics provide improved confidence assessment in spectral library matches, supporting more

robust compound identification.

>
=
ith Spectral Libs X 0
pectral Library &
[}
=
(s €
P ——
Spectral Scoring: | Score
>
=
Settings Fit Score A, @
Feverse Fit Score &, 2
C
-
Search Mode
© Parallel search (O Hierarchical search
Annotation on Tolerances and Scorings
© Complete Feature Table —— T
Selected Features
] |
Scoring Algorithm m/z 20 50 Y ppm & SCO RE
() Binning T
O Matching mSigrma: 0 100 [7]
Mass T al T
MS/MS séore: 900 500 [7] FIT SCORE
([
Settings Fit Score A, & 1.0 0 [‘I’] o
Reverse Fit Score A, R

B Only allow annotations validated by MSMS spectra

© 2025 Bruker

REVERSE FIT SCORE

»

1 QUERY SPECTRUM
m/z

LIBRARY SPECTRUM

»

m/z
o—0-0—0—-0
o—0——0—-0
o—0-0—-0

All' m/z values are considered.

Only m/z values in the library reference spectrum
are considered. Additional peaks in the query
spectrum do not affect the score.

Only m/z values in the query spectrum are
considered. Additional peaks in the library
reference spectrum do not affect the score.
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