a i an
PISCILS =hésd

LIFE SCIENCE MASS SPECTROMETRY

SCiLS™ Lab 2025a — What's New? o




LIFE SCIENCES ate
MASS SPECTROMETRY i,

0

Multiple feature

enhancements

© 2024 Bruker Innovation with Integrity | November 18,2024 | 2



LIFE SCIENCES MASS SPECTROMETRY

SCIiLS™ Lab 2025a — What's New?

O " Multiple feature enhancements: l rm.%SEF
Various improvements and changes

) . % "' V| Isotope pattern
iprm-PASEF: ; ¥
i ; | V7| Mobility
Fragmentation-based molecular annotation |- 0 ‘i
o 2 V| ms/ms
m N g === I
T-ReX " feature finding: — A -
Visualize T-ReX deisotoping results Export precursors  Analyze fragments Identify precursors
O 4 SCILS APl improvements:
: Available f
neofleX Ssupport: Cus‘t’2:11aerse sic::ce
October 1st, 2024
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LIFE SCIENCES MASS SPECTROMETRY

Multiple feature enhancements

Importing neofleX data into SCILS™ Lab

= SCILS Lab 2025a can read .d/tsf data acquired by
the all-new neofleX axial TOF instrument

= |mport centroid or profile neofleX data into a
SCILS Lab “Axial TOF project”

= neofleX profile data can be combined with rapifleX
profile data (.d container format)

= Combining centroid and profile axial TOF data is
not supported

= T-ReX® Feature Finding is not enabled for neofleX
data sets

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

>
i 3 SCILS BROKER

T neofleX

K4 Import : Axial TOF Project X
Add and arrange data sets
Select the data sets you want to add and arrange them as desired.
Name Type #Spectra Imag
> @ 20231115_TMA test_1 Bruker axial TOF .tsf file 328246
. . @
wr# Select Preference
The selected data set can be opened with different options: .
£ . &
Import centreid i .
{Import centroid ﬁ' .
Import profile - b‘
Cancel | ‘ .
—av @h - QaQ
Next > Cancel
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SCILS™ LAB 2025A - WHAT’'S NEW?

Multiple feature enhancements

Adjust registration for previously imported optical images

= |n case any of the optical image registrations is
unsatisfactory, one can Adjust co-registration

= No image orientation required 7t Import OpicaImage

Image Coregistration

Adjust the exact positioning of the moving image with respect to the reference image.

: (<)
SCILS skeger

Gloment

= Detailed registration identical to optical
image import

= Allows changing the reference image
=  New registration overwrites previous

= Cancelling restores original registration

Instructions:

Click and drag to create an anchor that fixes
a location in the moving image relative to

the reference image.

Up to three a rs can be created.

Click and drag inside an anchor box to
adjust the position of the moving image.
Click and drag an anchor frame to relocate
the anchor to a suitable position.

Anchors:

Use the anchor list to
navigate to or remove
an anchor.

Viewer Navigation:
Mouse wheel: Zoom in and out
Right mouse: Pan field of view

Image Control:

Moving image (Press Shift to toggle)
Reference image (Press Ctrl to toggle)
[231019 Hannover s lide0001 v|

Stack view contents (Press Alt to toggle)

Blend Mode:

@ Blendon bright background
O Blend on dark background
QO Difference

© 2024 Bruker  For Research Use Only. Not for use in clinical diagnostic procedures.
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SCILS™ LAB 2025A - WHAT’'S NEW?

Multiple feature enhancements
Brush tool for region of interest definition

<)
BRUKER
(>

= SCiLS™ Lab 2025a now includes a brush tool to R —— B 8505 ol
define regions of interest: &

“?& Region Brush Tool Settings x

Brush Properties
Brushsize ]

= Switch between Painting »# and Erasing &

Use CTRL + mouse wheel to adjust size

Brush Shape @ Circle O Square
Mode @ Paint O Erase
= Switch between Circular and Square brush shape Held CTRL hie draving o toggle the mode w—
= Fluently change brush size while painting N e “ I = -
1 P;Iam.e Regions [ AEL;;:::L:”

= Allows to create disjoined regions I =

Enter a name for the new region

Enter a name I:‘ Pick a color
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SCILS™ LAB 2025A - WHAT’'S NEW?

Multiple feature enhancements
Improved screenshot export

= Different usage of images often come with specific  Sh e

w# Sel

ect Image Size and Resolution *

= Set the dimensions and image resolution when

Si
U Si n g : @ Size in: @® Centimeters (cm) O Inches (in) O Pixels (px)
6.8cm T x 36cm + Resolution: 600 dpi
1606 px S x 850 px

[[] Use aspect ratio of current viewer

Image Format

@ PNG O PG O TIFF

Save ] Cancel
I
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SCILS™ LAB 2025A - WHAT’'S NEW? A, (“)(7
Multiple feature enhancements g SCILS =peg=r
Individual colorbar scaling in Stack View

= Set color bars for individual images independently
when in i~

= Reinstate the default 0% and 100% positions for all
images simultaneously using G2

| November 18,2024 | 8



SCILS™ LAB 2025A - WHAT’'S NEW?

Multiple feature enhancements
Feature Table update

| - ® Fowe (Mfowe (7 v /@ (WwBWDD R -
SCILS™ Feature Table has been updated e 5E6
o e D |
M sa5529 00 14739 00197 299.3818 40000
- . - LT PN T S — FI T e
= Functionality-based grouping of tools Fi—— -
...... 3 — PP | I
i m/z m/zinterval [%]  1/KO[V-s/cm?  1/KO interval [V-s/cm?] CCS[A? CCSinterval [A’] Name
= m/z and mobility intervals now have their own Feature [l 7415274 0021 14186 0.019 289.3905 4.0000
Table columns (h/dden by defau/t) ;I 810.590 0.021 1.4598 0.01% 297.3329 4.0000
(I 848.5529 0.021 1.4739 0.0197 299.9818 4.0000
i 7985358 0.021 1.4458 0.019 294.5583 4.0000
820.5218 0.021 1.4436 0.019% 293.9827 4.0000
wnw B
DeE® - & | Feature list | <All Featuress> (1189) v| V4 _@ | N L;':H D E> |@ B B 0z % |¢ R D ‘
..... Y S e T
& &\\9 éz\&&e‘}é «Q o@\\e ‘@@ &0\\9 &0\6 0\0& ,g,’e°° &o@ &&z \é}o &003. 0\&)\ b&«\ \oo . \65@ o“o S \o@
N O ; RS WP PR & @ LS o R S
N 0& &2 ,b{b S > Q,b S ) O K S & QS O X 9 g & O
S o < & (<) © Y < . N (9 ) K
c oK o y é‘Q 0"\ e.é'& Q&K "a\\* 8“\% 6‘00 ef"@ Q'o K‘& & & e°\0 oq’q \9@ S
K & & & > & & & N X & & o R N
S R F & ) & &Y FE & f ¥ &9 {\\ & °
@ AR O S R P AP g © @ F
& & PR o&* I N N b,p & & ,;,\\Q’ >
& & © F & L & e & &S & &
L & & & & R O & &
Ay & S ® £ W © 0
Q}" &Q \'Q,'b R\ (3' ) }\.o
\‘00 0\0 0&0 's@a OQ*
vbb 9 <& 0‘0 )
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SCILS™ LAB 2025A - WHAT’'S NEW?

Multiple feature enhancements
Feature Navigator improvement

2 Featune Table.
& B - & Featurelist tures> (1165)

<)
BRUKER
(>

[ ] . . - o x
= (CCS feature outline can be displaved in the : 3/ Eluwooes e oo
a@n @ + o@Re EEKc o
. =
Feature Navigator: -
. a5 ool @
- A
-
"
-
. oy . g m
= |ndicates actual feature m/z and mobility interval -8
20 2t h‘_‘*,-i AR T T % 1
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----- 9973850 o5 16 ST 327269 0000 0200510651 '0‘
______ W 1526 aet 16437 00197 3336122 40000 0222844534 %,
“““““ W ooz a1 1302 D1es. 2660824 20000 Qaamsess . N
______ T st 1563 00197 321,085 1000 025124673
----- W s o2t 14083 D017 2862776 5000 0260324805
______ W ros636m0 o1 1651 D197 35187 ) ozmasss2 %
.... . 11144288 0001 1.6810 00157 3408182 40000 0323976457 o
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3267
3257
X
324 & 2 1
> o H
323 &e, \9
322 Q;b 1@0
0(} .2
~ 32 P &
g ) 2
w 3207 .\(\
v &
319 'b'&
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—
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SCILS™ LAB 2025A - WHAT’'S NEW?

Multiple feature enhancements
Feature Table detailed information tabs

S 1 an
. #SCILS srexe

= Specific feature details are now shown in the s e 1 TS TS L T st
Detailed Information panel of the Feature Table
= Sub-panels for different sets of information:

= |sotopologues
= Only for data sets compatible with T-ReX® feature
finding
= Annotations
= Available for all data sets, only used when performing
MetaboScape-powered Molecular Annotation
= Fragments
= Only available in iprm-PASEF data sets

aaaaa

& 148

SHEEEEEE R R BEEHEH R HHEE R E

0000000000000 00000000000000000000000}

= Contents of the Detailed Information sub-panels

can be exported using the dedicated copy-to-
clipboard button

© 2024 Bruker  For Research Use Only. Not for use in clinical diagnostic procedures. | November 18,2024 | 11



SCILS™ LAB 2025A - WHAT'S NEW?
Multiple feature enhancements
Feature Table - Intensity [Regions] column

= Previously, the Feature Table did not contain a e e 7 TS TLECL L TS
default intensity column, and the user had to TR | R
manually create one if they wanted to sort a i :
feature list based on intensities. e :

= Now, the Feature Table includes the default i e
“Intensity [Regions]” column which always = g
displays the non-normalized average root region &= = =3
(“Regions”) intensity = =iE

= For mass-mobility features these intensities are e mmeee e

only available after extracting the CCS ion images

= The “Intensity [Regions]” column cannot be deleted,
but can be hidden from the Feature Table

© 2024 Bruker  For Research Use Only. Not for use in clinical diagnostic procedures. | November 18,2024 | 12



SCILS™ LAB 2025A - WHAT’'S NEW?

Multiple feature enhancements
MetaboScape®-powered rule-based Lipid Species annotation

= An additional tool for MetaboScape—powered I ——PT T ST oi@o
Molecular Annotation available ez | e B oo e ‘ e e o
. i X . | :..?g Create molecular annotations *
= Methods list filtered on active tool selection
! Select a tool ® Target List Annotation (O Lipid Species Annotation
- Rule_based Lipid SpeCieS aﬂﬂOtathﬂ Select a method | BHe_TTF_HMDE | [auto select (1.0) v
= m/z accuracy S
() Positive (@ Negative
= [sotope pattern lon Assignment
= Mobility (if available) el
] . [ meNal+ [ (m1-
= MS/MS (can be disabled in MetaboScape) £ ks
Additional lons
Primary lon |[M-H]- -
= |n case of MS1 data, only returns species level

annotations, which avoids over-interpretation of

C . MetaboScape
the lipid identity - | | annotation in
= NOTE: by default, Lipid Species annotation methods @?r?;*%?g‘?@ SCiLS Lab
,’f e e :ll:;i‘-_':._ﬂ. '

require MS/MS information. This parameter can be

. S Requires
turned off in MetaboScape. gl hotil  MetaboScape®

2025a or newer

© 2024 Bruker  For Research Use Only. Not for use in clinical diagnostic procedures. | November 18,2024 | 13



LIFE SCIENCES
MASS SPECTROMETRY

: : o)
#SCILS s=roxer

02

iprm-PASEF

© 2024 Bruker Innovation with Integrity | November 18,2024 | 14



7;;;\;2\2;;5; o g SCILS B(-;mzu GRer
A workflow to identify your images with confidence

timsTOF fleX-based targeted fragmentation with spatial fidelity pri M'?ASEF
= Targeted and CCS-enabled precursor isolation and fragmentation with spatial P"We’edby‘w -Multiomics

fidelity

=  The first fully integrated commercial imaging solution for fragmentation-based
Molecular Annotation — Acquire, Analyze, Annotate

Select precursors Annotate fragments

CCS-enabled
MALDI Imaging

© 2024 Bruker  For Research Use Only. Not for use in clinical diagnostic procedures. | November 18,2024 | 15



SCILS™ LAB 2025A - WHAT’'S NEW?

iIprm-PASEF

Create target precursor list in SCIiLS™ Lab

= New “Export iprm-PASEF parameters” option in

CCS-enabled MALDI Imaging datasets
= Featuretable: & @ @&
= QObjects tab:

Jt, Export feature list (fleximaging, SCiLS Exchange Format, CSV)
@;‘ Export feature images (OME-TIFF)

[" - Export iprm-PASEF parameters ]

= prm-PASEF setting in timsControl determines

maximum Precursor list length
= NOTE: does not alter setting in timsControl
= Warning shown when maximum feature list length
is exceeded, this disables export

= Define export format

= SCiLS iprm-PASEF parameter file (.spp)
= Canincludes feature AND regions
= Read by timsControl & fleximaging
= Comma-separated values (.csv)
= Only includes features
= Read by timsControl

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

: e o M
? SCILS skeger

;g"g Export iprm-PASEF parameters x
Select iprm-PASEF precursor features

Select the prm-PASEF setting of your timsTOF fleX fragmentation method to select the correct (maximum)

number of precursors.
prm-PASEF setting
@® Mobility-based isolation and fragmentation settings (max. 25 precursors) )
(O m/z-based isolation and fragmentation settings (max. 15 precursors)

I:‘ myz ccs (fﬁ 1/KD (\u"-sfcmzj 1/K0 begin 1/K0 end
1 | ’ 50.377! 7666 757
2 D 24 (1530 1712776 | Q8277
3 O 303.2302 o oans 546 o741
4 ] 0.8850
5 |
6 O
7 D 20,2217
8 |
9 O
10 O 207.5131 04
1 O 163.2213 5406 | 10068 | Q9972 | 10166
12 ] 4, 1.0352 1.0256 0449
12 O 4782880 | 2143523 B
14 O 4 1, 1.0521 4.
ae e T e P
@ Export to SCILS iprm-PASEF parameter file [.spp) Aut
O Export to .csv
Information
|[ ¢ The current number of features exceeds the maximum for the selected prm-PASEF setting. ]
Export Add regions Cancel

| November 18,2024 | 16



SCILS™ LAB 2025A - WHAT’'S NEW? : ) ("‘X‘?
iprm-PASEF . # SCILS s=riker

Create target precursor list in SCIiLS™ Lab

¥ Export iprm-PASEF parameters X
= Table contains features in current feature list mm“i’t“w{ E——
" Precursor list restrictions Pl s e
= Precursor list length O i CCSW) VOUar)  VObgn  kOend
* determined by prm-PASEF setting e e e -
= Only non-overlapping 1/K0 windows allowed s O
* 1/KOgngspegin = 0.0 : on | wom | oww | oo | emo
O T e e e | o
= Resolve overlapping 1/K, windows by: v wan wms ows  ome o
= Manual adjust of 1/K0 begin and/or 1/K0 end values j o T i
= Double-click on value and change 0 O
= Uncheck conflicting features " 2 | wos | we | emm |
= Auto-resolve conflicting 1/KO windows E _______ .
= Only enabled when number of features does not 14 sozo e tow 1004 10618
exceed maximum precursor list length if—
= Adjusts 1/KO0 begin and 1/KO0 end values of features 2:::::f‘:‘f“"”“‘”’“EF“”m””“"“”
with overlapping 1/KO windows Information
= Always includes 1/KO0 centroids of both original
features
= Export disabled until all overlapping 1/K0 are e e e
resolved

© 2024 Bruker  For Research Use Only. Not for use in clinical diagnostic procedures. | November 18,2024 | 17



SCILS™ LAB 2025A - WHAT’'S NEW?

iIprm-PASEF
Create target precursor list in SCIiLS™ Lab

::z"g Export iprm-PASEF parameters "

Select iprm-PASEF precursor features

= Add regions to import and define measurement e pr 48 ity 8 eetsion ol e s i
regions in flexlmaging m———
= Regions cannot overlap as fleximaging does not © byl and st ings (e 23

QO m/z-based isolation and fragmentation settings (max. 15 precursors)
support overlapping measurement regions

O m/z _CCS(A) _ WKD(Vsfem?)  1/KObegin _ 1/KOend |
.. . . . .. 1 O | % Export iprm-PASEF parameters *
= Disjoined regions appear as individual measurement N
. . . Select iprm-PASEF measurement regions
reg IOnS I n erXl mag I ng 3 O | 303230 Select measurement regions for the iprm-PASEF acquisition from the Region Tree,
4 O Select regions for export
5 1 4 Search
_______ MName Date
6 U A ~ [] M Regions 200
7 Od ~ [ M rat_brain_20um_timsON_MS 2024-03-
Om o
8 = [ Cerebellum
9 O 4 O wm
10 | Ll
11 O
12 |
12 O 47z
14 [} 500.2740 Export Cancel
P [ I B SRR TR T T T e —F
[ @ Export to SCiLS iprm-PASEF parameter file (spp) ] Auto-resolve
QO Exportto.csv
Information

Export Add regions Cancel

© 2024 Bruker  For Research Use Only. Not for use in clinical diagnostic procedures. | November 18,2024 | 18



iIprm-PASEF
Import iprm-PASEF data into SCIiLS™ Lab

<)
BRUKER
(>

= prm-PASEF source data sets will be imported into
SCiLS Lab as an “iprm-PASEF project”

= jprm-PASEF data cannot be mixed with other data
types (e.g. “regular” .tdf timsTOF fleX data)

= T-ReX® feature finding can be performed upon

manual import of iprm-PASEF projects
= Only returns features found within the mobility
boundaries of the precursor isolation windows
= Default settings and internal parameters have been = BE- - R
optimized for iprm-PASEF data

© 2024 Bruker  For Research Use Only. Not for use in clinical diagnostic procedures. | November 18,2024 | 19



iprm-PASEF P HSCILS spen
Feature relations in iprm-PASEF data sets

= Features are grouped by the Isolation Windows 17K Fragment

Precursor 1/K, end Isolation window
j . ’ ‘ “*— “Precursor”
= Features are split into three different types: Precursor 1/Ko begin
= Precursors

= All features within quadrupole isolation window and
mobility window

= Fragments
= All other features within mobility windows

= None ——— m/z
= All feature outside the isolation window J‘—t
= Are not detected by T-ReX® feature flndmg Quadrupole isolation window

Precursor m/z centroid

= Features are automatically grouped and
characterized in the Feature Table

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

| November 18,2024 | 20



SCILS™ LAB 2025A - WHAT’'S NEW?

iIprm-PASEF
Feature relations in iprm-PASEF data sets

= Features are detected within and can be grouped e
by the Isolation Windows ‘

.
%,
.
.
.
.
.
‘e
.
IS

= Features can be split into two different types:
= Precursors

= All features within quadrupole isolation window and
mobility window
= Fragments
= All other features within mobility windows
= None
= All feature outside the isolation window
= Are not detected by T-ReX® feature finding

Isolation window

= Features are automatically grouped and
characterized in the Feature Table

© 2024 Bruker  For Research Use Only. Not for use in clinical diagnostic procedures. | November 18,2024 | 21



SCILS™ LAB 2025A - WHAT’'S NEW?

iIprm-PASEF

Feature relations in iprm-PASEF data sets

= Features are detected within and can be grouped

by the Isolation Windows

= Features can be split into two different types:

= Precursors

= All features within quadrupole isolation window and .

mobility window
= Fragments
= All other features within mobility windows
= None
= All feature outside the isolation window
= Are not detected by T-ReX® feature finding

= Features are automatically grouped and
characterized in the Feature Table

© 2024 Bruker  For Research Use Only. Not for use in clinical diagnostic procedures.
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DDSS8TD o BEOo

K
o
o

e e
R oo

myz 1/KD [Ves/em’]

[ 2855473 14618
B 2232532 1.4589
B 022318 1.4588
241.0112 1.4502
419.2551 1.4649
437.2658 1.4677

Mame Intensity [Regions] Type Isolatiorﬁnﬂ."indow 1
3119.1]363??; Precursor 283.5061 m/z, 1/K0 1.4553;
5395.1654]25 Fragment 283.5061 m/z, 1/KD 1.4553;
4?55.?5535; Fragrment 283.5061 m/z, 1/KD 1.4553;
3255.19?1]25 Fragrment 283.5061 m/z, 1/KD 1.4553;
281 .1]2145-45 Fragrment 283.5061 m/z, 1/KD 1.4553;

119.073006: Fragment 885.5061 m/z, 1/K0 1.4553
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SCILS™ LAB 2025A - WHAT’'S NEW?

iIprm-PASEF

Feature relations in iprm-PASEF data sets

= Fragments sub-panel in the detailed feature
information panel shows all precursors and
fragments associated to the active feature and
present in the active feature list

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

Isotopelogues  Annotations Fragments

Isolation Window:
885.5061 m/z + 564.6 ppm 1/K0 1.4553 = 0.0151

myz Intensity [Regions] Formula Information Details  Identification level
Precursor(s):
885.5473 309.036377

Fragment(s):

601.2766 1066741417 )
£00.3221 gl2saize’
599.3182 224765076 2
5813078 740081 | 3
437.2658 119.073006 - 2
420.2594 358041039 o
4192551 281021454 %
1172400 13.9032402? -":‘3_
315.0476 3335685420 =
305.2463 11.31342335 §
304.0074 1255665541 )
303.2318 47675635 ; '(%
297.0371 283314170 =
285.2242 471240003 5
284.0742 184743583 ¢
283.9839 1.70866454 -
283.8792 139700389 ¢
2836209 1.86000302
2835362 175935329 -
283.4324 133558738 ¢
2832632 6895.16602 ¢
2822505 163.571671 ¢
259.2422 363674377 ¢
250.0216 7247
241.0112 3256.19702 ¢
223.0006 438238068

| November 18,2024 |
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SCILS™ LAB 2025A - WHAT’'S NEW?

iIprm-PASEF

MetaboScape-powered molecular annotation for iprm-PASEF

= Following MetaboScape®-powered Molecular

Annotation, precursor features are annotated
based on:

= Precursor mass error

= Precursor isotope pattern quality

= Precursor mobility error

= MS/MS spectrum

= Annotation options including MS/MS information:
= Rule-based Lipid Species annotation
= Requires MetaboScape 2025a or newer
= Provides fragment annotations
= Target list w/ associated Spectral Library
= Requires MetaboScape 2023b or newer
= |dentifications restricted to Target list entries

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

Acquire
Bruker Spectral
Libraries here:

MetaboScape
annotation in
SCiLS Lab

| November 18,2024 | 24



https://www.bruker.com/en/products-and-solutions/mass-spectrometry/ms-software/metabolomics-spectral-libraries.html

SCILS™ LAB 2025A - WHAT’'S NEW?

Iprm-PASEF e
MetaboScape-powered molecular annotation for iprm-PASEF

= Annotations sub-panel of the detailed feature
information displays all annotations associated to

the Isolation Window of the active feature.
= Annotations are sorted by AQ score s s @-)‘
= The highest-ranking annotation is active by

885.5061 my/z + 564.6 ppm 1/K0 1.4553 + 0.0151 P Annotations Fragments

Name  Precursorm/z AQscore  Formula  lon Netation Tool Method mSigmaf solation Window:
8855067 m/z + 564.6 ppm 1/K0 1.4553 = 0.0151
d f I.t ¢ PI18:0.20:4 8855473 [[a]  c47H83013P [M-H]- Lipid Species LipidSpecies MSMS- 1.5 1000 =
e a u Y pi3ga 2055473 [=] ca7HE3013P [M-HI- Lipid Species LipidSpecies MSMS - 1.5 10004 miz Intensity [Regians] Formula Information Details  Identification level

Precursor(s):

= Only one active annotation per isolation window moce] _smeerlcmmow_[mazne

Fragment(s):

= Fragments sub-panel of the detailed feature s .t 4
information shows the annotations of the e s
fragments that “explain” the active annotation ——
= Fragment annotations are also added to the Name R

column of the Feature Table ol ra00m

283.9839 1.70866454

283.8792 1.39700389

283.6299 1.86090302

283.5362 1.75935328

283.4324 1.33558738

283.2632 6895.16602 C18H3502*41-  acyl chain fragment 18:0 molecular species level
2822505 163.571671

259.2422 363.674377

230.0216 447.347117

2410112 3256.19702 C6H1008P*1-  head group fragment species level
223.0006 488.238068

© 2024 Bruker  For Research Use Only. Not for use in clinical diagnostic procedures. | November 18,2024 | 25,



SCILS™ LAB 2025A - WHAT’'S NEW?

iIprm-PASEF
Display fragment ion images

% SCILS Lab MVS Version 2025 Pro (Nightly) - DADEMOWMSIS_demo ¢ ) iprm-PASER\20um_mz\iprm-PASEF.sh

File Pipelines Tools Help

[ stack view | Tite View | 30 view | intensity Box Plot | lon Correlation Plot | Scores & Loadings Plot | ROC Plot

Q ® B [@=w & « [Nobenoising | #Columns: 4 %] #Rows: 2 2]

a@e@mn 6 umE

140

130

120

110

Absolute ntensity
3

Fragment ion images

Fragment annotations

204 ocylehan hogmen - 3032318 m/z 4 16 ppm 1/K0 14588 4001 E—

0%

100%

1569

- 8 X
| Visualization | Objects | Tasks
b [ Bookmark [B 3 [Select Visualization to load... ~
» ® Normalization: |Root Mean Square v
b Lli Spectra: Active: B None = ®
4 @ Regions: Regions
Q Search
Name Date
v © Ml Regions 2024-09-06 16:54:00 o
> & [l ratbrain_20_iprm-PASEF 20240906 16:5801 %
Koo ®
P ©Labels: [ < None > -

P () Spot Images:

Sort by name, isolation

» 8 Component Analysis:

4 @lonimages:  Active: Bl 3032318 m/z 2 15 ppm 1/H WI n d OW, tC )

Sortby: [m/z

B 2410112 m/z = 15ppm 1/KD 14592 £ 0,01 head group fragment
283.2632m/z £ 15ppm 1/K0 14589 = 0.0 18:0 (acyl chain fragment)
© M 3032318m/z+ 15ppm 1/K01.4588% 001 20:4 (acyl chain fragment)
5813078 m/z + 15ppm 1/K0 1463 = 0.01 204 (acyl chain fragment neutral loss)
B 601.2766 m/z = 15ppm 1/K 14623 £ 0.01 180 (aeyl chain fragment neutral loss)

B 855473 m/z+ 15ppm 1/KD 14618+ 0.01 PI 18:0.204

e n =@ 5 H N o
b A Feature list: [ <Nene> ~|

T
1200

T
1300
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T-ReX®

feature finding
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SCILS™ LAB 2025A - WHAT’'S NEW?

T-ReX feature finding

Display T-ReX® isotopologues in SCIiLS™ Lab

= T-ReX feature finding algorithm performs
, and stores the isotopologue details
with its features

= The sub-panel of the detailed
feature information shows the isotopologues
detected by T-ReX feature finding

= For CCS-enabled images, isotopologues ion
images can be extracted separately

= Relative isotopologue intensities are extracted by
the T-ReX feature finding algorithm.

= Correlation column shows Pearson correlation
between the isotopologue and the monoisotope

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

wi Feature Table

e I an
g SCILS skoss

v -9

D ® @ - & reaturesist[TRe (50)

miz /KO [Vesfem] CCS[AY Name Intensity [Regions]

W 909.5450 1.4904 303.0081 14019.7129
W o06.6267 15006 305.1079 91639.9063

| W 0026100 1.4022 303.4095 449997266

;.:}“5 Extract missing CCS images

| O Extract missing monoisotopic CCS images

. @ Extract all missing isotopologue CCS images

_ o This can increase the size of the 5CiLS Lab data set substantially.

/ELEDD |6 [& | @ |
| Isotopologues. | Annotations |
m/z  CCS (A% 1/KD (V-s/em®) Rel. intensity lsotopologue Correlation
885.5435 2983733 1.4670 100.0 MI+0 1.0000
886.5469 2983733 1.4670 244 Mi+1 0.9872
-
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SCILS™ LAB 2025A - WHAT’'S NEW?

T-ReX feature finding
Display T-ReX® isotopologues in SCIiLS™ Lab

<)
BRUKER
(>

= |sotopologue features can be added to the lon
Image list and shown in various plots:
= Correlation plots

. = Highli Hts arent feature
= Correlation table - Ofgisotgpobgues
= Box plots

= ROC plots

HMW},
0

erep—

N
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SCIiLS API

improvements
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SCILS™ LAB 2025A - WHAT’'S NEW?

SCiLS APl improvements

= Added support for R 4.4, binary package for R 4.2 9/ 9/
removed . Id mzlznw mz!-l;i.g}:\ aneOverk[!I;c:\Ajl oneOverkD!-ti-gP! lf|;ay\1.e rDolReginnlmer\:si:q‘f f:c;blor type

isolationWindow

8855437 885.5542 14457384 1.4657884 1.033727e+05 #33a02c Precursor 885.5061 m/z, 1/K0 1.4552

0
1 3032306 3032342 14465096 14665996 5500337e+04 #6a33c2  Fragment  885.5061 m/z 1/K0 14552
2 2832621 2832655 14466265 14666265 3364855¢+04 #7000 Fragment  885.5061 m/z 1/K0 14552
3 2410103 2410132 14469741 14669747 3061174e+04 #d700  Fragment 8855061 m/z, 1/K0 14552
o o . 4 3032306 3032342 13522364 13722364 5020133e+04 #abcee3  Fragment 7665047 m/z, 1/K0 13555
[ ] N o rm a I I Zat I O n S C a n n OW b e Ca | | e d Vl a N a m e 5 5813058 5813127 14462424 14662424 2032203e+04 #6496  Fragment 8855061 m/z 1/K0 14552
) 6 4102537 4192587 14465262 14665262 1897301e+04 #b2di3a  Fragment  885.5051 m/z, 1/K0 14552
. AL 7 5283061 5283124 10761214 10061214 3016244e+04 #cab2d6  Precursor  528.2508 m/z, 1/K0 10770
rat h er th an t h elr uul d S 8 4372642 4372604 09957979 10157979 2413415e+04 #fdbf6f  Precursor  437.2481 m/z, 1/K0 10048
9 2832620 2832653 13528852 13728852 1445027e+04 #999999  Fragment  766.5047 m/z, 1/K0 13555
1-10 of 1,035 rows | 1-10 of 11 columns 1 2 3 4 5 6 . 100 Next

= Foriprm-PASEF data sets, the Fragment and
Precursor types, as well as their relation to the
|solation Windows is maintained, and shown in the

Feature table.
= This allows easy reconstruction of MS/MS spectra
for auxiliary database searches.
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neofleX support
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LIFE SCIENCES MASS SPECTROMETRY

neofleX support
Importing neofleX data into SCILS™ Lab

= SCILS Lab 2025a can read .d/tsf data acquired by

e I Bgzigk
i # SCILS sRaxe

F neofleX

the all-new neofleX axial TOF instrument Tt mpon i T e x
= |mport centroid or profile neofleX data into a S A R 1
SCILS Lab “Axial TOF project”
00 O
= neofleX profile data can be combined with rapifleX S — 200
prOflle data (d Contalner format> The selected data set can be opened with different options: . fl"; .
Import centreid If . . JJPS
L. . X . . Elmportcentroid @ . 3
= Combining centroid and profile axial TOF data is Importprofie ®
not supported E ™
WP 15 . ®
o 0 o020 O
= T-ReX® Feature Finding is not enabled for neofleX
data sets
@-av B~ @ Qaa

© 2024 Bruker  For Research Use Only. Not for use in clinical diagnostic procedures.
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LIFE SCIENCES MASS SPECTROMETRY

neofleX support
SCiLS™ autopilot — smoothly from sample to images

<)
w SClLS sROKER

Powered by

SCILS autopilot

@l
A

Scan Share

Automated SCiLS™ Lab Automated image
data import and pre- extraction and OME-TIFF

Automated acquisition
setup for neofleX,

timsTOF fleX & rapifleX processing export

Innovation with Integrity | 18 November 2024 | 34



LIFE SCIENCES MASS SPECTROMETRY

Multiple feature enhancements
Auto-convert to OME-TIFF

= SCILS autopilot can now automatically generate a
SCILS Lab file, and export the features specified in
a Target List (tlst) file to

= Acquisition PC needs access to an
(no seat consumed), or the

= Requwes the followmg software versions i B ‘
4 . —
= flexControl 5.0 i
ertorm Saurce Cleaning at End of Run Bt toocvoes =
1 tion et Statuss
= flexlmaging 7.5
X | . E e
Automatic Pr g |
. [ Automatic ate SCILS Lab files after acquisition o
u I a [ Export of OME-TIFF files |
Target List: | Tonsil VO3 IC v 1105, ASMS 90400 05 worklonDISL40) 05 worhomd smestt
Output Directary: [ D:\Data | [ Bronse |
Please make sure to save the method, e.0. after changing the . L e = -
laser power [ A
ok Cancel
. Toeme i _ ™
L

Innovation with Integrity | 18 November 2024 | 85!



GETTING THE MOST OUT OF SPATIAL MULTIOMICS

SCiLS™ Scope — access images in an instant

T8 sciis -
a8 H QW D G e N[ E ¢ SCLS Scope o 3 7)
Easy-to-use viewer for MALDI HiPLEX-IHC images
. v o
= Share results efficiently in OME-TIFF format 710
= Select and adjust your images of interest e

= Measure distances between relevant structures

= Free of charge

SCiLS Sco p ew viewing e nce for
spatial o vmah able pltfrm

Download»

SCiLS Scope
HERE

Innovation with Integrity | 18 November 2024 | 36


https://www.bruker.com/protected/en/services/software-downloads/mass-spectrometry/software-solutions.html
https://www.bruker.com/en/products-and-solutions/mass-spectrometry/ms-software/scils-lab/_jcr_content/root/sections/more_information/sectionpar/search_copy_copy_cop.download-asset.pdf/39dbd9ed-7519-4e00-b2f6-e28cc024ed4e/1911843-tn-59-scils-scope-ebook.pdf

LIFE SCIENCES
MASS SPECTROMETRY

SCIiLS™ Lab
Train-the-trainer

Archive

© 2024 Bruker
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SCILS™ LAB 2025A - WHAT’'S NEW?

- *
.

SCiLS™ Lab Train-the-trainer Archive

S 1 an

= What does it contain? e e e
A v Oy [ciige v 2 v [B]I U v Av $ A | Ev Ev = Yoy |5 s D
= SC' LS Lab Change |Og L Bxi“m’mwm‘wﬁ : N BCiLS Lab Software — Version history

= Feature development history
= Links to available Train-the-Trainer slides

sion are in chronological order {newest to oldest)
in ice releases in 1ol

S Lob 20230 1.00.041
SCILS Lab 20233 11.00.14157 (2022.07-22)
2022

SCILS Lah 20226 10.01.13622 (2022.03-09)
s 1 01000131021, 3

= What's it for?
=  Knowledge transfer
= Consolidating SCILS Lab training material
= Easy access to SCILS Lab training material

5CLS Lob 20220 10.00.13102 (2021-12-10)
SCILS Lab 2022 10.00.13097 (2021:09-30)
2021

CiLS Lob 2021 9.02.12704 (2021-07-01)
SCILS Lab 2021 9.02.12682 [2021:05-07)
SCLS Lab 2021 9.01.12514 [2021.01.26]

12020-10-21)

= Where to find it? .,
= MS TEAMS > TEAMS > IMM > SCiLSLab v,
= Files > Release Notes & What's New Release notes
» SCiLSLab_Train-the-Trainer_Archive Y Feature overview

= Y Train-the-Trainer slides

© 2024 Bruker  For Research Use Only. Not for use in clinical diagnostic procedures. | November 18,2024 |

38


https://bruker.sharepoint.com/:o:/r/sites/IMM/Shared%20Documents/SCiLS%20Lab%20Workflows/Release%20Notes%20%26%20What%E2%80%99s%20New/SCiLSLab_Train-the-Trainer_Archive?d=w810a390b5b6b492589d3f3398ffe7bc2&csf=1&web=1&e=4llGxE

Thank you!

Bram Heijs, PhD
Product Owner R&D, SCILS Lab
bram.heijs@bruker.com
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