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SCILS™ LAB 2026B - WHAT'S NEW?

Data export options . .
Export all results from Molecular Annotation on a Feature List

= MetaboScape®-powered Molecular Annotation in
SCILS Lab is a powerful workflow to annotate

images with confidence.

= Use the Target List, Lipid Species, and Smart
Formula annotation tools to annotate features in

SCILS Lab.

= Copy the list of annotations for a single feature

from the Annotations panel.

© 2025 Bruker

For Research Use Only. Not for use in clinical diagnostic procedures.
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m/z VKO [Vs/em] CCS[AT  Name

8855428 14627
[ 5242740 1.0683
W 2345222 14246

790.5328 13771
W 478.2807 1.0360

297.5074 Pl3g:4
2195625

290.0291 PS40:6
230.6148 PE40:6
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Intensity [Regions]  Formula  lon Notation AQscore
331823031 CATHEI013P  [M-H]-
278147375 C25HISNIO4  [M-H]-
249487406 CAGHTBNO10P [M-H]-

247024 CASHTSNOEP  [M-HI-
214678844 C23H4ENOTP [M-H-

00066

Isotopologues | Annotations ‘

[@[-|@ B

o

X

<)
BRUKER
(>

Name  AQscore  Formula  lonNotation  Tool éthod msigma  Am/zffpm] ACCS [%]
* [ comamgos  M-HI- SW 244 0317
e = 26/ 4886
ke 6.4 3113
* [_ 229 2480
T | ﬂ | :"‘ | @ |_D | 316 34
* - 358 0345
* 374 -0.067
* 387 2936
# ] comas M-H- SmartFormula BHe_SF_TTF - 1.0 40 1295
. B fiNO752__[M-H]. SmartFormul -
ow detailed feature [ op ailed feature
rtFormul
0O atlo rtFormul O @) ppoara
riFormul
Jr LPETE [5d coasmaNOTP  [M-HI- Lipid Species  LipidSpecies noMsMs - 1.6 11.2 -8.736 14
Y PE00A8101Z) [Ld] c23m4eNOTP  M-HI- Targetlist  BHe_TTF_LMSD - 1.0 12 8756 15
Y PE00A319Z) [Ea] C23H4ENOTE  [M-H]- Targetlist  BHe_TTF_LMSD - 1.0 12 8756 15
Y PE(EAED/00) [ C23H4NOTP  [M-H]- Targetlist  BHe TTF_LMSD - 1.0 112 275 17
Yo PEBINZI00) [Ld c23m4ENOP  M-HI- Targetlist  BHeTTF_LMSD - 1.0 12 8756 7
Y PCOsIED/00  [Ed] c23HeeNOTP  M-HI- Targetlist  BHe_TTF_LMSD - 1.0 12 -85 21
* [ coomesnzossz  [Meci- SmartFormula BHe_SF_TTF - 1.0 217 253
* o] cosmusnzoss  Meci- SmartFormula BHe_SF_TTF - 1.0 1261 4518
# ] comsonosps  -cil- Sma BHe_SF_TTF - 1.0 1360 1,060
+ o] cosmasnos  [M-cll- Sma BHe_SF_TTF - 1.0 1392 3893
* ] comainros  [Meci- SmartFormula BHe_SF_TTF - 1.0 1478 3500
* o] cromesnzos  eci- SmartFormula BHe_SF_TTF - 1.0 1482 073
11 ] cremasngosz  -cil- SmartFormula BHe_SF_TTF - 1.0 1499 3084
* [ ciersmizoz  Meci- SmartFormula BHe_SF_TTF - 1.0 1511 2105
* o] crsheingos  meci- SmartFormula BHe_SF_TTF - 1.0 1513 4901
* ] crameantior  e-ci- SmartFormula BHe_SF_TTF - 1.0 1529 1352
* ] cameno [M+CiJ- SmartFormula BHe_SF_TTF - 1.0 1553 3156
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SCILS™ LAB 2026B - WHAT'S NEW?

Data export options

Export all results from Molecular Annotation on a Feature List

MetaboScape®-powered Molecular Annotation in
SCILS Lab is a powerful workflow to annotate
iImages with confidence.

Use the Target List, Lipid Species, and Smart
Formula annotation tools to annotate features in
SCILS Lab.

Copy the list of annotations for a single feature
from the Annotations panel.

Now you can also Export a Feature list as
“Molecular Annotations CSV”, which generates a
CSV file containing all Molecular Annotation results
of the selected feature list.

= Save as type: Molecular Annotations CSV (*.csv)

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

1'% Feature Table

-+ @ | Feature st [Tops (5)

Ys/EluBEDD ed®E:L

0 [Vs/em] CCS[A] Name \ntEns\tyTREgmns] Formula
2075074 Pl3a:a 331823031 C47HEI01P  [M-HI-
1 5242740 1.0683 2195625 278147375 C25H35N904  [M-HI-
I 8345222 14246 2000291 PS 406 249487406 CAGHTBNO10P [M-H]-
790.5328 13771 6148 PE 406 247024 CASHIENOEP  [M-H]-
8,844 C23HABNOTP  [M-H]-
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Nam AQscore Formula  lonNotation  Tool Method msigma Am/z [ppm] ACCS [%]
* [ comamgos  M-HI- SmartFormula BHe_SF_TTF - 1.0 24 0317
# [ coaruenaosrs M-HI- SmartFormula BHe_SF_TTF - 1.0 260 488
s [ coomainsos  [M-HJ- SmartFormula BHe_SF_TTF - 1.0 264 3113
* [ comeanz MoH- SmartFormula BHe_SF_TTF - 1.0 229 2480
* [ cromeanzose  -HI- SmartFormula BHe_SF_TTF - 1.0 316 314
* ] cremeenzose  M-HI- Sma BHe_SF_TTF - 1.0 358 0345
* [ coomainzos  [M-HI- Sma BHe_SF_TTF- 1.0 374 -0.067
* ] crzmasnsoss  M-HI- sma BHe_SF_TTF - 1.0 387 -3.936
# [ commasnsossz  M-HI- Sma BHe_SF_TTF - 1.0 40 1295
+ [ coomssno7s2  [M-HJ- SmartFormula BHe_SF_TTF - 1.0 458 4091
* [ c1omsonzo4ps2 [M-H]- SmartFormula BHe_SF_TTF - 1.0 479 2183
# ] crskeentzowr  M-HI- SmartFormula BHe_SF_TTF - 1.0 596 24713
+ ] camemisozs  M-HI- SmartFormula BHe_SF_TTF - 1.0 622 18
* [ comsnozsa  [M-HI- SmartFormula BHe_SF_TTF - 1.0 774 227
Jr LPEE [5d] cosmaNOTP  [M-HI- Lipid Species  LipidSpecies noMsMs - 1.6 11.2 -8.736 14
Y PE00A8101Z) [Ld] c23m4eNOTP  M-HI- Targetlist  BHe_TTF_LMSD - 1.0 12 8756 15
Y PE00A319Z) [Ea] C23H4ENOTE  [M-H]- Targetlist  BHe_TTF_LMSD - 1.0 12 8756 15
Y PE(EAED/00) [ C23H4NOTP  [M-H]- Targetlist  BHe TTF_LMSD - 1.0 112 275 17
Yo PEBINZI00) [Ld c23m4ENOP  M-HI- Targetlist  BHeTTF_LMSD - 1.0 12 8756 7
Y PCOsIED/00  [Ed] c23HeeNOTP  M-HI- Targetlist  BHe_TTF_LMSD - 1.0 12 -85 21
* [ coomesnzossz  [Meci- SmartFormula BHe_SF_TTF - 1.0 217 253
* o] cosmusnzoss  Meci- SmartFormula BHe_SF_TTF - 1.0 1261 4518
# ] comsonosps  -cil- Sma BHe_SF_TTF - 1.0 1360 1,060
#* o] cosmasnos  [M-cll- SmartFormula BHe_SF_TTF - 1.0 1392 3893
* ] comainros  [Meci- SmartFormula BHe_SF_TTF - 1.0 1478 3500
# o] cromesnzos  eci- SmartFormula BHe_SF_TTF - 1.0 1482 073
11 ] cremasngosz  -cil- SmartFormula BHe_SF_TTF - 1.0 1499 3084
* [ ciersmizoz  Meci- Sma BHe_SF_TTF - 1.0 1511 2105
* o] crsheingos  meci- sma BHe_SF_TTF - 1.0 1513 4901
# ] crameantior  e-ci- Sma BHe_SF_TTF - 1.0 1529 1352
* ] cameno [M+CiJ- SmartFormula BHe_SF_TTF - 1.0 1553 3156
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SCILS™ LAB 2026B - WHAT'S NEW?

Data export options . .
Export all results from Molecular Annotation on a Feature List
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# Exported with SCiLS Lab Nightly Version 14.00.17939.4453

# Export time: 2025-09-19 10:01:10

# Generated from file: E:\DEMO_data\develop\iprm-PASEF\MSI\MSL.slx
# Object Full Name: Top5

# Object ID: 8716£928-b075-4db5-89b2-4098643c00b7

# Object type: Static feature list

§ Object creation time: 2025-09-19 09:02:37

featureID;m/z;Interval Width (+/- Da);1/K0 [V-s/cm®];1/E0 Interval Width (+/- V-s/cm?®);CCS [A®];008 Interval Width (+/- A®);Color;Intensity [Regions];*;Name;AQ score;Formula;Ion Notation;Tool;Method;mSigma;am/z;ACCS
[1]1;885.5428;0.013283142285445;1.4627;0.01;297.5074;2.0335170401635; $afcee3;331823.03125;;PI 38:4;10200;C47H83013F; [M-H] —;Lipid Species;LipidSpecies_noMsSMS - 1.6;27.3;-7.943;
. . [1]1;885.5428;0.013283142285445;1.4627;0.01;297.5074;2.0339170401639; fabces3;331823.03125; ;300G (16:0/18:0) ;10200;C45H860125; [M+C1] —; Target List;BHe TTF IMSD - 1.0;71.5;-11.949;
The Molecular Annotation CSV contains [2];524.274;0.0078641097436503;1.0683;0.017219.5625;2.0552932038958; $33a02c;278147.375; 7 ; 20200; C25H35N904; [M-H] —; SmartFormula;BHs_SF_TTF — 1.0;24.6;0.112;
; [2];524.274;0.0078641057436503;1.0682;0.01;215.5625;2.05525320368558;$33a02¢c;278147.375;;;20200; C26H44N304PS; [M-E] —; SmartFormula; BHe SF_TTF - 1.0;23.0;4.281;
every molecular annotation result for every [2];524.274;0.0078641097436503;1.0683;0.017219.5625;2.05529320368958; $33a02c;278147.375; 7 ;20200; C26H31N13; [M-H] —; SmartFormula;BHe SF TTF - 1.0;29.3;-2.439;
feature in the Feature list [2]1;524.274;0.0078641097436503;1.0683;0.01;219.5625;2.0552932036958; §33a02c;278147.375;; ;20200; C24H39N508; [M-H] -; SmartFormula;BHe_SF_TTF — 1.0;30.2;2.663;
[2];524.274;0.0078641057436502;1.0682;0.01;215.5625;2.0552532036558;$33a02¢;278147.375;;;20200;C23H40NTOSE; [M-H] -; SmartFormula;BHe_SF_TTF - 1.0;36.0;-3.042;
[2]1;524.274;0.0078641097436503;1.0683;0.01;219.5625;2.0552932036958; §33a02c;278147.375; 7 ;20200; C33H39N30S; [M-H] —; SmartFormula;BHe SF TTF - 1.0;36.7;-0.238;
[2]1;524.274;0.0078641097436503;1.0683;0.01;219.5625;2.05529320368958;$33a02c;278147.375; 7 ;20200; C22H44N3098; [M-H] —; SmartFormula;BHe_SF_TTF - 1.0;42.0;-0.491;
[2];524.274;0.0078641057436502;1.0682;0.01;215.5625;2.0552532036558;$33a02¢;278147.375;;;20200; C25H43N50382; [M-E] —; SmartFormula; BHe SF_TTF - 1.0;42.2;1.005;
[2]1;524.274;0.0078641097436503;1.0683;0.01;219.5625;2.0552932036958;$33a02c;278147.375; 7 ;20200; C21H43N5088; [M-H] —; SmartFormula;BHe SF TTF - 1.0;43.1;-3.767;
. [2]1;524.274;0.0078641097436503;1.0683;0.01;219.5625;2.0552932036958; §33a02c;278147.375;;;20200; C24H47NOTS2; [M-H] -; SmartFormula;BHe SF TTF - 1.0;47.5;3.556;
have a feature ID for easy sorting [2];524.274;0.0078641097436503;1.0683;0.01;219.5625;2.0552932033553; $33a02c;278147.375; ; ; 20200; C20E4TNOL2S; [M-H] -; SmartFormula;BHe_SF_TTF - 1.0;47.8;-1.216;
[2]1;524.274;0.0078641097436503;1.0683;0.01;219.5625;2.0552932036958;$33a02c;278147.375; 7 ;20200; C23H4BN304PS2; [M-H] —; SmartFormula; BHe SF TTF - 1.0;49.8;-2.150;
[2]1;526.274;0.0078641097436503;1.0683;0.01;219.5625;2.0552932036958; §33a02c;278147.375;; ;20200; C20H49NO10P2; [M-H] —; SmartFormula;BHe SF TTF - 1.0;54.2;-3.646;
[2];524.274;0.0078641057436503;1.0682;0.01;215.5625;2.05525320368558;$33a02¢c;278147.375;;;20200;CLOH3EN1203P; [M-E]—; SmartFormula; BHe SF_TTF - 1.0;60.6;2.080;
[21;524.274;0.0078641097436503;1.0683;0.01;219.5625;2.0552932038958;$33a02c;278147.375;;;20200;C17H39N11068; [M-H] —; SmartFormula; BHe SF TTF - 1.0;62.4;1.355;
[2]1;524.274;0.0078641097436503;1.0683;0.01;219.5625;2.0552932036958; §33a02c;278147.375;; ;20200; C18H3SN15028; [M-H] —; SmartFormula;BHe SF TTF - 1.0;63.0;-1.196;
[2];524.274;0.00786410597436502;1.0682;0.01;215.5625;2.0552532036558;$33a02¢c;278147.375;;;20200;CLBH4ONSOTE; [M-H] -; SmartFormula;BHe_SF_TTF - 1.0;63.2;4.631;
Manua”y adJusted feature EES shall be [2]1;524.274;0.0078641097436503;1.0683;0.01;215.5625;2.0552932038558;#33a02c;278147.375;;;20200; C16H43N70108; [M—~H]—; SmartFormula;BHe SF TTF - 1.0;64.3;3.506;
[2]1;524.274;0.0078641097436503;1.0683;0.01;219.5625;2.0552932036958;$33a02c;278147.375;7;20200; C21H51NOTS3; [M-H] -; SmartFormula;BHe SF TTF - 1.0;66.4;-2.875;
20200;C15844N507PS; [M~E] —; SmartFormula;BHe_SF_TTF - 1.0;70.0;-1.800;
20200;C16E40N1303P8; [M-H] -; SmartFormula;BHe SF_TTF - 1.0;70.9;-4.351;
20200;C16H45NT08R2; [M—H] —; SmartFormula;BHe SF TTF - 1.0;74.2;1.476;
[2];524.274;0.0078641097436503;1.0683;0.01;219.5625;2.0552932036958;$33a02¢;278147.375;;;20200; C2Z5H51NO284; [M-H] -; SmartFormula;BHe_SF_TTF - 1.0;78.7;1.897;
[2]1;524.274;0.0078641097436502;1.0682;0.01;215.5625;2.05525320368558;$33a02¢;278147.375;7;20200;CL3H35N11011; [M-E]—; SmartFormula;BHe SF _TTF - 1.0;94.4;-3.418;

written to a new line in the CSV

= ith o [2];524.274;0.0078641097436503;1.0683;0.01;215.5625;2.0552932038558; $33a02c;276147.375;;;20200; C22HS5N0235; [M-H] —; SmartFormula;BHe SF TTF — 1.0;99.8;-4.533;
eatures without name or annotation [2];524.274;0.0078641057436503;1.0683;0.01;215.5625;2.0552532038558; $33a02¢;278147.375;; ; 20100; C24E47N30352; [M+C1] —; SmartFormala;BHe_SF_TTF — 1.0;116.2;-2.486;

i i i [2];524.274;0.0078641057436503;1.0683;0.01;215.5625;2.0552932033558;$33a02¢;278147.375;;; 20100; C20E43N9052; [M+Cl]—; SmartFormula;BHe SF TTF - 1.0;118.4;2.637;

details are also mclqded in the Molecular [2];524.274;0.0078641097436503;1.0683;0.01;215.5625;2.0552932039958; $33a02c;2768147.375;;; 20100; C27E43N3035; [M+Cl]—; SmartFormula;BHe SF TTF - 1.0;119.5;3.5945;
Annotations CSV [2];524.274;0.0078641057436503;1.0683;0.01;215.5625;2.0552532038558; $33a02¢;278147.375;; ; 20100; CL7ES2N3060S52; [M+C1l] - ; SmartFormula; BHe_SF_TTF - 1.0;120.6;2.033;

[2];524.274;0.0078641057436503;1.0683;0.01;215.5625;2.0552532038558; $33a02¢;278147.375;;; 20100; CL7TE39N13028; [M+CLl] —; SmartFormala; BHe_SF_TTF — 1.0;125.6;-4.687;
[2];524.274;0.0078641097436503;1.0683;0.01;215.5625;2.0552932039958; $33a02c;278147.375;;; 20100; C1EE43NI0OES; [M+C1]—; SmartFormula;BHe SF TTF - 1.0;126.2;-2.136;
[2];524.274;0.0078641097436503;1.0683;0.01;215.5625;2.0552532029558; $33a02c;2768147.375;;; 20100; C25E48N04PS; [M+Cl] —; SmartFormula;BHe_SF_TTF - 1.0;127.5;0.791;
[2];524.274;0.0078641057436503;1.0683;0.01;215.5625;2.0552932033558;$33a02¢;2768147.375;;;20100; C32843N0S; [M+C1l] —; SmartFormula; BHe SF_TTF — 1.0;130.5;-3.728;

The MO|eCU|aI’ AnnOtatiOﬂS CS\/ fl’ m [2]1;524.274;0.0078641097436503;1.0683;0.01;219.5625;2.0552932038958;§33a02c;278147.375;;;20100; C24H39N704; [M+C1] -;SmartFormula;BHe SF_TTF - 1.0;149.7;-3.378;
. . [2]1;524.274;0.0078641097436503;1.0683;0.01;219.5625;2.0552932038958;$33a02c;278147.375;;;20100; C23H43N308; [M+C1] -;SmartFormula;BHe_SF_TTF - 1.0;150.1;-0.827;
Iprm PASEF data sets Only contains [2]1;524.274;0.0078641097436503;1.0683;0.01;219.5625;2.0552932038958;$33a02c;278147.375;;;20100; C21H48NOSP; [M+Cl] -;SmartFormula;BHe_SF_TTF - 1.0;151.4;-3.932;

annotation results for Precursor features [2];524.274;0.0078641097436503;1.0683;0.01;215.5625;2.0552932039958; $33a02c;2768147.375;;;20100; C20HE35N1302; [M+Cl]—; SmartFormula;BHe SF TTF - 1.0;152.5;1.744;
[2];524.274;0.0078641097436503;1.0683;0.01;215.5625;2.0552932038558; £33a02c;276147.375;;;20100; C19H3ONSOE; [M+C1] —; SmartFormula; BHe_SE_TTF — 1.0;152.7;4.255;
[2];524.274;0.0078641057436503;1.0683;0.01;215.5625;2.0552532038558;$33a02¢;278147.375;;; 20100; CLEE40N1103P; [M+CLl] —; SmartFormala; BHe_SF_TTF — 1.0;154.1;-1.411;
[2];524.274;0.0078641097436503;1.0683;0.01;215.5625;2.0552932039958; $33a02c;2768147.375;;;20100; C17E44N7078; [M+Cl]—; SmartFormula;BHe SF TTF - 1.0;154.8;1.140;
[2];524.274;0.0078641097436503;1.0683;0.01;215.5625;2.0552932039958; $33a02c;278147.375;;;20100; C17E4TNSOS3; [M+C1]—; SmartFormula;BHe_SF_TTF - 1.0;154.8;-3.794;
[2];524.274;0.0078641057436503;1.0683;0.01;215.5625;2.0552932033558;$33a02¢;2768147.375;;;20100; C20E51N584; [M+Cl] -; SmartFormula; BEe_SE TTF - 1.0;155.1;3.529;
[2];524.274;0.0078641097436503;1.0683;0.01;219.5625;2.0552932038958;$33a02c;278147.375;;;20100; C35H39N0; [M+Cl]—;SmartFormula;BHe SF TTF - 1.0;157.1;2.702;
[2];524.274;0.0078641097436503;1.0683;0.01;219.5625;2.0552932039958; $33a02c;2768147.375; ; PE (22: 6 (42,72,103,133,167,193) /0:0) ; 10200; C2TH44NOTR; [M-H]—;Target List;BHe_TTF IMSD - 1.0;15.3;-8.164;-5.2
[2];524.274;0.0078641057436503;1.0683;0.01;215.5625;2.0552932033558;$33a02¢;278147.375; ; PE(0:0/22:6 (42,72, 103, 132, 163, 192) ) ; L0200; C2TH44NOTP; [M—H]—; Target List;BHe_TTF LMSD - 1.0;15.3;-8.164;-5.4
[31;834.5222;0.012517833557126;1.4246;0.01;290.0291;2.0358226670617; $££7£00;245487.40625; ;73 40:6;10100;C46HTENOL0R; [M-H]—;Lipid Species;LipidSpecies noMsMS - 1.6;102.6;-8.174;
[31;834.5222;0.012517833557126;1.4246;0.01;290.0291;2.0358226670617; $££7£00;249487.40625; ;23 (18:2(93,122) /22:4 (72,103,133, 162)) ; 10100; C46HTSNOLOP; [M-E]—;Target List;BHe TTF IMSD — 1.0;102.8;-8.174;-4.0
121:824.5222:0.012517833557126:1.4246:0.01:250.0291:2. 0358226670617 $££7£00:245487.40625: :PS(22:4 (75.102.132.162) /18:2(52.122)) : 10100: C46HT3NOLOP: [M-E1-:Taraet List:BHe TTF LMSD - 1.0:102.8:-8.174:-4.0

(o)}
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SCILS™ LAB 2026B — WHAT’'S NEW? -».‘.;i. . M
Data export options . 78 SCILS skggsr
Export region average spectra to the Mascot Generic Format

= The Mascot Generic Format (MGF) is a common  |smemw -
ao@bbe @2 @G B [Nooeoin
data format to share MS and MS/MS spectra
between many third-party and open-source —
. it Export region to Metaboscape, DatafAnalysis
software solutions. £ ExporttoimaL
A, Export to SCILS exchange Format
= jprm-PASEF MS/MS spectrum export for specific L, Exportfeatureintensities to MGF
. . . . Vs 4 A, Export overview spectra to CSV
regions of interest, or for applications that are not o Brmor fewmre tensiies to MGF » mego?/;cw
o rt spectrato CSV
supported by MetaboScape®-powered Molecular — |gesos | Nomsimston  [fotlton Coun -]
. . i: Select feature list: T-ReX3 features (78) -
AnnOtatlon (eg bOttom_up prOteomICS) i Export feature intensities: |@ Average O Maximum |
= NOTE: For non-iprm-PASEF data, only m/z feature | B :
export to MGF is supported Concel | [
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SCILS™ LAB 2026B - WHAT'S NEW?

Data export options

Export region average spectra to the Mascot Generic Format

iprm-PASEF MGF file

Exported with SCiLS Lak Nightly Version 14.00.17939.4493
Export time: 2025-09-19 11:04:34

Object Full Name: Regions/Segmentation MS1/Granular Layer
Object ID: f4ef25d7-2f84-46f0-a5%=-97637285cfch

cbjsct typs: Region

Object creation time: 2024-09-06 18:01:01

Feature list: T-ReX3 features

Normalization: Total Ion Count

Intensity: Average

R

BEGIN IONS

TITLE=Tsolation window 415.2029% m/=z, 1/E0 0.5955679181647464
PEPMASS=415.12051357013

CHARGE=1-
279.23191692319
END ICNS

BEGIN IONS

563.62768554688

TITLE=Isclation window 437.2481 m/=z, 1/E0 1.00475098991%9
PEPMAS5=437.13376168725

CHARGE=1-

152.95%540321763
153.21977364869
153.3425312571¢
153.59919240274
171.00581646352
255.23213211e03
256.23545753531
283.26313041072
438.14623275753
END IONS

BEGIN IONS

2527.404541015¢
0.94933807845884
1.1382474859252
0.6656539440155
140.90646362305
188.58235168457
321.3089254433¢
210.87565612753
2.7007945352264

TITLE=Isclation window 437.2481 m/z, 1/ED 1.004750989%919
PEPMASS=437.26553378905

CHARGE=1-

152.99540321763
153.21577364869
153.3425312571¢
153.59919240274
171.00581¢646382
255.23213211e03
256.23545753531
283.26313041072
438.14623279753
END ICNS

© 2025 Bruker

2527.4045410156
0.54933807845884
1.1382474899292
0.6656539440155
140.50646362305
188.58235168457
321.30892544336
210.87565612793
3.7007949352264

Generated from file: E:\DEMC data\dsvelop\iprm-PASEF\iprm—PASEF\iprm-PASEF.slx

Precursors are sorted in ascending order

and grouped by Isolation Window

Exported (fragment) feature intensities are

either the region average or the maximum
intensity over the exported region

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

Non-iprm-PASEF MGF file

# Exported with SCiLS Lab Nightly Version 14.00.17939.4493
# Export time: 2025-05-19% 11:15:37

# Generated from file: E:\DEMO datal\develop\iprm-PASEF\MS1\MS1.slx
# cbjesct Full Nams: Regions/Granular Layer
# Object ID: b0d0£f3d3-f630-42cf-alBb-a48cE6e75345d
f cbjsct type: Region

# Cbject creation time: 2025-09-19 12:14:44
# Feature list: m/z_features

# Normalization: Total Ton Count

# Intensity: Average

#

# m/z int

300.0414 7520.908203125

306.07328 22051.1€6015625

315.0470 15549.157226562

338.1e28 S7001.75350625

342.1331 131930.34375

346.0532¢ T5267.546875

347.03€e8 7009.8735351562

362.0585 656.1005859375

368.192¢ 11354.025390625

38l.2023 41257.553125

391.2214 94206.7109375

351.2217 54233.625

393.2362 31053.94140625

401.0131 15807.656285062

409.2310 134262.515625

417.2366 B87457.3984375

417.2375 87511.03125

419.2528 282179.71875

41%.2528 282179.71875

421.2680 107145.8984375

421.2683 107134.7850625

433.2327 30035.450234375

435.2473 131326.484375

436.2795 64381.12890625

436.2799 €4354.640625

437.2629 291502.6875

437.2632 291505

439.2206 27856.9140625

445.245¢6 1426.150756835%9

447.2838 24311.703125

450.2341 42014.2421875

452.2743 24852.23046875

457.2306 27405.31054€875

462.2939 67832.078125

Innovation with Integrity | September 22, 2025 |



SCILS™ LAB 2026B - WHAT'S NEW?

Data export options
Export box plots to CSV

= The SCILS Lab box plots provide insight into the
intensity distribution of features over specific
regions.

= To enhance the insight or to enable custom
visualizations, the box plots can now be exported
as CSV files containing:

= Box plot summary statistics

= Box plot intensities

= Functionality available for both lon Image mode
and Region mode

© 2025 Bruker  For Research Use Only. Not for use in clinical diagnostic procedures.

P B SCILS shéker

W4 SCilS

File Pipel ols  Help

Stack View

view | 30 View | Intensity Bax Plot | lon Correlation Plot | Scores & Loadir ¢ » fiat (1] (=) oI°

Q@080 o @l e ]

Export summary statistics to CS5V
Export intensities to C5V

1.05e+06

500000

730000
o

450000 : E

300000

150000

Granular Molecular
Layer Layer

a@emoe & k[ a 2 4

a1

White Matter

100 F 429F L 00/ wdd 51 F Z/W 8715588 - ¥18E Id

b [ Bookmark: [B ¥ ‘Select\f\suahzatmn toload.. ¥

P ® Normalization: ‘Total lon Count

» u_lSpactra: Activee l MNone ==

4 @® Regions: Granular Layer, Molecular Layer, White Matter

 Search
Name Date
~ 5 [l Regions 2024-09-06 16:54:38

> & [l ratbrain_20_MS1 2024-09-06 17:06:24
@ [l Granular Layer  2p2 45:25
@ | Molecular Layer 272 3
© [l White Matter  2025-09-19 10:45:39

R k]
» OLabeIs: < Non

\
» Spot Images: | < None »
\

3 I:|';ECc:»mponem:Analy;i;: < Mone =

A @Blonmages:  Active: 2855428 m/z = 15pp1 =

| A mmm
Sort by: ‘ miz V|

|'ﬁ'a nsparency: 0%
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SCILS™ LAB 2026B - WHAT'S NEW?

Data export options
Export box plots to CSV

Box plot summary statistics (ion image mode)

Exported with SCiLS Lab Nightly Version 14.00.17%35.4453
Export time: 2025-09-1% 12:51:50

Generated from file: E:\DEMC_ data‘develop\iprm-PASEF\MS1\M3l.slx
Export: Box Plot Ion Image Mode — summary statistics

Featurs: PI 38:4 - 885.5428 m/=z * 15 ppm L1/RK0 1.4627 % 0.01

Interval processing mode: Pesak RArea
Normalization: Total Ion Count

Wb ooR e R R kR R R o

RegionFullName;RegionName;WhiskerTop; BoxTop;Median; BoxBottom;WhiskerBottom

Reglons/Granular Layer;Granular Layer; 629470.5625;440183.125;375175.84375;295634.59375;10537.4585984375
Reglons/Molecular Layesr;Molecular Layer;615%68%.3125;482408.1875;41971€.90625;3422408.15625;11564.25
Regions/White Matter;White Matter;436487.46875;307542.15625;256858.890625;2059851.265625;3027.2355557031

Box plot intensities (ion image mode)

Exported with SCiLS Lab Nightly Version 14.00.179%39.44%3
Export time: 2025-09-1% 12:51:57

Generated from file: E:\DEMC data\develop\iprm-PASEF\MS1\MS1l.slx
Export: Box Plot Ion Image Mode - intensity values

Feature: PI 38:4 - 885.5428 m/z + 15 ppm 1/R0 1.4627 = 0.01

Interval processing mode: Peak Area
Normalization: Total Ion Count

B R e ]

RegionName; spectrumIndex; Intensity; Coloxr
Granular Layer;45686;630543.8125;4£08080
Granular Layer;22173;630776.8125;§£08080
Granular Layer;34764;630912.4375;#£08080
Granular Layer;14427;632441.6875;#£08080
Granular Layer;2578;632690.625;#£08080
Granular Layer;47023;6£32740.0625;%#£08080
Granular Layer;28406;633411.9375;#£08080
Granular Layer;26816;634404.3125;4£08080
Granular Layer;43927;636549.9375;#£08080
Granular Layer;12079;636646.625;§£08080
Granular Layer;26851;636954.25;#£08080
Granular Layer;21291;837421.1875;%#£08080
Granular Layer;45705;637448.125;#£08080
Granular Layer;2726;637875.125;#£08080
Granular Layer;48072;637952.125;§£08080
Granular Layer;22639;6379759;#£08080
Granular Layer;12538;638092;$#£08080
Granular Layer;45238;638217.8125;$£08080
Granular Layer;44227;638314.8125;#£08080
Granular Layer;24229;638%¢7.75;#£08080
Granular Layer;17613;6359375.125;#£08080
Granular Layer;1€123;£35523;#£08080
Granular Layer;46007;640608.6875;#£08080
Granular Layer;4819%8;640754.875;$£08080
Granular Layer;43224;641596.1875;#£08080
Granular Layer;45533;642115;#£08080
Granular Layer;1166;643744.75;#£08080
Granular Layer;45857;644457.8125;%#£08080
Granular Layer;19129;6454¢2;#£08080
Granular Layer;44060;£45522.8125;%#£08080
Granular Layer;43415;646657.75;#£08080
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SCILS™ LAB 2026B - WHAT'S NEW?

T-ReX” feature finding
Improved performance and result quality

= The T-ReX? and T-ReX3 algorithms have been
further enhanced. As such, T-ReX:

= Has an improved method for the aggregation of i
single-pixel centroids, which results in more
accurate m/z values for the features |
(especially for T-ReX3). o
B scits Lab 20260

1/KO (V-s/cm’)

T T T T T T 1
7431 743.25 7434 / 743.55 7437 743.85 7
z

m,
Blue features generated using SCiLS Lab 2026b
Red features generated using SCILS Lab 2026a

© 2025 Bruker  For Research Use Only. Not for use in clinical diagnostic procedures. Innovation with Integrity | September 22, 2025 | 12



SCILS™ LAB 2026B - WHAT'S NEW?

T-ReX” feature finding

Improved performance and result quality

= The T-ReX? and T-ReX3
. As such, T-ReX:

= Has an improved method for the aggregation of
single-pixel centroids, which results in
for the features
(especially for T-ReX3).
= Generates , resulting
in better (i.e. lower) mSigma scores when

performing MetaboScape®-powered Molecular
Annotation.

= when SCIiLS Lab files and/or
source data are stored on network locations.

17KO (V-s/cm’)

1.37

1.257

1.27 |

1.15

|
o A
T T T T
7431 743.4 743.55 743.7 743.85
h:e“é Feature Table
& @ -« @ | Featurelist |Examples (3) v/ @ L 5 @ &0
miz 1/KD [Vesfem®] CCS [A%) Mam Intensity [Regions] Formula lon Notation Tool mSigma
. 885.5428 1.4627 257.5074 Pl 38:4 331823.031 C47HB83013P [M-H]- Lipid Species 273
. 885.5427 1.4627 297.5074 Pl3&4 331826.031 C47HE3013P  [M-H]- Lipid Species 170.3
. 834,5222 1.4246 200.0291 PS 40:6 249487406 C46HTENOIOP  [M-H]- Lipid Species 102.8
. 834.5216 1.4246 200.0291 PS 40:6 249364.434 CA6HTENO10P  [M-H]- Lipid Species 1894
. 790.5328 1.3711 280.6148 PE 40:6 247024 CASH7BNOSP  [M-HI- Lipid Species 209
. 790.5313 1.3771 280.6148 PE 40:6 246404.219 CA5H7ENOSP  [M-H]- Lipid Species 207.2
. 478.2897 1.0360 213.4571 LPE18:1 214678.844 C23H4ENOTP  [M-H]- Lipid Species 1.2
. 478.2894 1.0360 213.4571 LPE 181 214625719 C23H46NOTP  [M-H]- Lipid Species 112.1
Blue
Red

Innovation with Integrity | September 22, 2025 |
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SCILS™ LAB 2026B - WHAT'S NEW?

T-ReX” feature finding
Improved performance and result quality

= Disclaimers:
= T-ReX feature finding results obtained using a

previous version of SCILS Lab and opened in
SCILS Lab 2026b will not be affected by these
changes.

1/KO (V-s/cm’)

1.37

= To benefit from these change, T-ReX feature
finding needs to be repeated in SCILS Lab 2026b

il A
T T T T T T
743.1 743.25 743.4 743.55 7437 743.85
Or |ater. }¥% Feature Table -
. . . . . & @ -« @ | Featurelist |Examples (3) V|/' ™ | Ll ™ & e} = @

= T_ ReX featu re fl n d | n g reS U |tS Obta I ned W It h SCI LS m\:z 1/KD [V-s/cm®]  CCS (A7) Mame Intensity [Regions] Formula lon Notation Tool mSigma
. B 2055008 14627 2975074 Pl 334 331823.031 C47HS3013P  [M-H]- Lipid Species 273
Lab 2026b may be d |ffere n‘t from the reSU |tS a W 3355427 14627 297.5074 Pl38:4 331826.031 CA7HB3013P  [M-HI- Lipid Species  170.3
W 345222 14245 2900291 PS5 40:6 249487.406 CA6HTBNOIOP  [M-H]- Lipid Species 1028
1 1 f SC LS L b |d d W 345216 14246 200.0291 PS40:6 249364434 C46HTBNOIOP  [M-H]- Lipid Species  189.4
pre\”OUS VeI’SIOﬂ O l a WOU pro Uce W 7905328 13771 2806142 PE 406 247024 CASHTBNOSP  [M-H]- Lipid Species 209
. W 7905313 13771 2806142 PE 40:6 246404.219 C4SHTBNOSP  [M-H]- Lipid Species ~ 207.2
using the same data and T-ReX parameters. Moo o s e e vereas corvnor (e |mpaspea| 12
W 2722304 1.0360 2134571 LPE 181 214625719 C23H46NOTP  [M-H]- Lipid Species 11,1

Blue

Red

Innovation with Integrity | September 22, 2025 |
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SCILS™ LAB 2026B - WHAT'S NEW?

Multiple feature enhancements
Immediate ,sign of life” during SCiLS Lab start-up procedure

= |t can take some time to start up SCILS Lab. This
mostly depends on the configuration of the license

(IONU)
server. (‘*>(')
o _ BRUKER
= There used to be no indication that SCiLS Lab was (. ><)
started, and all processes took place in the 7% SCILS Lab
background.

= Now, immediately after starting an instance of
SCILS Lab, a start-up screen appears, indicating the
software has started and is connecting to the
license server.

= Once connected to the license sever, the license
dialog, the regular start-up screen, or the SCILS Lab
main user interface appear (depending on the start
up method).

© 2025 Bruker  For Research Use Only. Not for use in clinical diagnostic procedures. Innovation with Integrity | September 22, 2025 |
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SCILS™ LAB 2026B - WHAT'S NEW?

Multiple feature enhancements ? SCILS BRUKER

2
QuPath

- qupath glthub io

QuPathToScilsExport plugin update

= A new version of QuPath (v0.6.0) was released on
June 27t 2025.

= The SCILS Lab 2026b installation contains an
updated QuPathToSCiLS plugin (v1.5) which is
compatible with the new QuPath v0.6.0.

= C:\Program Files\SCIiLS\SCiLS Lab\QuPathPlugin

© 2025 Bruker  For Research Use Only. Not for use in clinical diagnostic procedures. Innovation with Integrity | September 22, 2025 | 17
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SCILS™ LAB 2026B - WHAT'S NEW? AR

Deprecated SCILS Lab features
MetaboScape 2026 no longer supports MALDI Imaging data

= From MetaboScape® 2026 onwards, the software is
no longer able to load and process MALDI Imaging
data.

= |n order to obtain Molecular Annotations from
MetaboScape, the MetaboScape-powered Molecular
Annotation workflow in SCILS Lab is still available.

= Details on how to use this workflow are described in the
SCILS Lab User Guide (section 3.1.6).

© 2025 Bruker  For Research Use Only. Not for use in clinical diagnostic procedures. Innovation with Integrity | September 22, 2025 | 19
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