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Creation of Library Entries
(Main specta - MSPs)

- from raw spectrum to database entry -

This document provides the basics for creating your own MSPsto expand your
own MALDI TOFdatabase and is based on own experience. It does not claim to
be complete and does not replace Bruker's application training courses. All °
Image rights to the software systems shown belong to Bruker. ‘7,
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/ \g e n d a. flexControl deinclipd: e MET Compass

Adata structure and nomenclature

Ageneration of raw spectra - flexControl

Araw spectra processing * flexAnalysis

Amass spectrum (MSP)creation * MBT Compass Explorer

Aquality control * MBTCompass
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Data structures

Demo_140223
Maldi-Tof_MSP_Data
Maldi-Tof_MSPs Data_Verification
Maldi-Tof_Validation

file directoriesfor
Araw data

W

Maldi-Tof_M5P_Data

M5Ps_fish

M5Ps_meat

MSPs_microbiology
Actincbacillus sp_181002367_LHL GI
Carnpylobacter hepaticus_211018592 _LHL Gl
Erysipelothrix aquatica_VA%2-K 48T _LHL Gl
Erysipelothrix sp_201008771_LHL GI
Mannheirmia caviae_221000715_LHL Gl
Yersinia wautersii_151012363_LHL Gl

file

storageX U

Asorted edited data

=) alwaysusecopiesof the raw

=) |ocation? (MALDI PQyetwork

Maldi-Tof_M5Ps Data_Verification
M5Ps_fizh
M5Ps_meat
MSPs_microbiology
Maldi-Tof_Validation

Maldi-Tof_M5P= Data_Verification
M5Ps_fish
M5Ps_meat
MS5Ps_microbiclogy
Actinocbacillus sp_181002367_LHL Gl
Campylobacter hepaticus_211018592 _LHL Gl
Erysipelothrix aquatica_WA92-K 43T _LHL Gl
Erysipelothrix sp_201008771_LHL Gl
Mannheimia caviae_2210007153_LHL Gl
Yersinia wautersii_131012363_LHL Gl
Maldi-Tof_Validation

]
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Nomenclature (file-names)
data entries (MSPs)

Bruker:

Genus Species Ssp(o.s.) ID Creator

S~ N T

e.g.. Staphylococcus aureus anaerobius AGES 001 CVUAS
Aerococcus sp-185-U1-2 185-Ul-2 CVUAS
Campylobacter hepaticus 2110592 LHL Gl

Attention:

=) only use characters that are allowed by Windows for filenames

=) no charactersas[ ] ; : @ é.
Problem: you can create MSPs with these characters but you cannot export

Fig: CVUA Stuttgart, 2022

Vd

these later

cwaC.

STUTTGART
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Maldi-Tof_MSP_Data
M5Ps_fish
M5Ps_meat
M5Ps_microbiclogy
Actincbacillus sp_181002367_LHL Gl

Campylobacter hepaticus_2110185%2 _LHL Gl
Erysipelothrix aquatica_VAS2-K 48T _LHL Gl

Erysipelothrix sp_201008771_LHL Gl

Mannheimia caviae_221000715_LHL Gl

Yerzinia wautersii_131012363_LHL Gl
Maldi-Tof_MSP= Data_Verification
MSEPs_fish
M5Ps_meat
M5Ps_microbiclogy
Maldi-Tof_Validation
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Dokument CVUA Stuttgart, 2022

Documentation

Database entry (MSP) creation for MALDI Biotyper

1D {culture collection number or similar)

Metzdata (MSP-Metadata MBT Compass):

Organism

Strain

{eg. ATCC nrf DS . )
Provided by

|ep ATCC/DSMES )
Determined by |verification)
{sequenced) type straing .|

Sample Preparation Oor O enT
Conserved [m] a i 2
|“Extraction Method”) Oletonera O,
Pdatrin HCCA
Growing conditions Agar Temperature {“C) | Time {h) Culrwre Conditions:
Comment

Spectra data of measured sample:

Caurt of measured Date Time: ACroym:
spectra |

Check that the raw data is in its

designated place and that you work [ Raw data location: D/Doto/#08-spectra/.

with a copy for the further steps

5 ra editing [flexAnalysis):

o Losad the measured samphs spectra and the BTS
= WINDOWS EXPLORER: rename ...
» [ file BTS" = ,BTS raw”
= [ raw sammple spectra file: e g- 1D 1234 =10 1234 row 2dsp

Select all spectra = u ] [m] [m]
Assign Methed MBT_Standard. FAMShethod | Baseline Subtraction Smoath (1x)
Method < Open ...
BTS check/ recalibration:
Check Mass Contral List =] ic-Assign [ O Peaks assigned
Calibrate = Internal ...
alibrate e vl Max. deviation (gam): |
Recalibrate samphe spectra Ol Capy calibration
Mass calibration constants BTS 0
Select BTS spectrum 2 =5
Properties [=5
Mass calibration constants 1 Check: sarme s BTS?
sample spectra

= Close and save the BTS spectrum

[ WINDOWS EXPLORER: rename the new created file (by flectnalysis) BT5" =  BTS ed®

Page lof2

Editing the sample spectra:

Canspitous spectra
{pasition\measurement):
(Flat lines etc.| O remaved

Remaining specira: Peak accuracy (caleulation Cacelworkshest, =f- 500ppm)

myz = 3000 = 5000 = G000 = 8000 = 10000
Minimum Bass
{bap of the pealsy)

Maximum hass
(tap of the peakis))

Remaved spectra

Count of remaining
spectra

»  Select removed spectra and close (right click 2 Clase”) < DO NOT SAVE!
+  Close remaining spectra and SAVE THEM ALLY

WINDOWS EXPLORER: rename the new
created file (by flaxinalysis): File name:

wp 1D 1234 — |D 1234 od 212p

MSP Creation with MET Compass Explorer:

= Dpenthe MBT Compass Explarer
*  Load [Button: add Spectra ) and sedect all edited sample spectra
= Right click — ,Create MSP” — assign MSP name

MSP Name: e.g. Streptobacllus hanghongensis DSM 26322 CUUIAS | Excherichia coll CVDIAS 5145 CWUAS

= Taxonamy tree: change the dropdown list ta “Projects™, select a file/node where the MEP sheuld be
stored and start the Taanomy Tree Editor (right click or buttan next to dropdown menu)

[ Metadata filled in|

] Added MEF to *Projects” file: | |

O verification of the MSP with an independent spectrum (date): Preparation:

) ooor
O Repart print-out | pdf [ DT

L CrOH-Fa

Entry created .. [ wvwn MSP-Library updated

Comment:

Date f acronym

Page 2of2
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Generation of raw - spectra - sample preparation

Ause fresh reagents

Aprepare valid and well - characterized strains
(e.g. 16srRNA gene sequencing)

Apreparation according to Bruker ———

https ://www.bruker.com/en/services/training/microbiology -and- diagnostics/maldi - biotyper - training - movies.html

Asample preparation: extraction protocol

Amake a test measurement of the extraction before use
Aprepare spots on Target
APrepare BTS

‘//.
: . LANDES
Target before preparation Target after preparation LABOR
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Generation of raw- spectra - flexControl =

Aprepare 8 sample spots and measure each spot 3 times =24 spectra
alternative : 23 spots * 2 = 46spectra
i \ |

8 spots * 4 = 32spectra

000000008000
OO00000O00L0000®
O0O0000000080

O
@
@
@
@

00000
00000
00000
00000

Biotyper LImicroflex BrukerDaltonik

" 00000

Aone BTS preparation for calibration and quality control

LANDES
Fig: CVUAS, 2022 LABOR



Generation of raw-spectra - flexContro

@ flexControl - Sirius - [MBET_FC.par]

- ] *
File Display View Tools Compass Help
[ENE] O B RAS Rl N i e & cd wao| 28
Intens. |
[arb]
34
ra
Clear Sum —):% Start Save
Undo Add Saveda..
44
Shots] 0/ 0[5 added] OFreq 2000} 0%
A | Open theAutoXecuteRunEditor
n
E 2000 4000 6000 8000 10000 12000 14000 16000 18000 m/z
F Mone a0 % Shat ratio
G D Detection Spectrometer FProcessing Calibration  Setup  Status
H ~ By Edit. (= ' Run method on cument spot
= Load.. B, Edit. ‘ Start automatic Run
Spat:  |G40 Geometry: | MSP 96 ~
_ []Show AutoXectte OtmpT {% Settings * Set Initial Laser Fower Pause Run
Carrier: |G_?CEC5CC?_528C_42.6\8_841DS2E44SDSSBBE ‘ &~
Show Process Queuer
Methnd'|MBT_FE par | ﬁ@ Select J?& Calibrate
Data Directory:  Sample Name:
Prepared For Calibration M5 M, d . MS/MS M d Flatline Spectrum .Aborted MS Laser-Tuning
Zar Hele presz F1

linear 1HL
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HESSEN

Generation of raw - spectra - flexControl

File Edit View Help |

D-FE oo BB2([17 +X28| 1. Choosalata directory

Ms Data Destination
Calibration Data Difecwrvrl |C:\Users\bonke \Desktop\New folder | | :I
1 2 3 4 5 6 7 8 9 10 11 12 E{c::ﬁo:‘md Sample Name: | [8TS_211018529 | |
0 : . :
000000000000 = o [
000000000000 ™ ‘ e S s 2. Choose sample name
CO00000000000 | o L8 et | |
flexAnalysis Method: ne v
D |
O OOtdd N « 3. Choose AutoXecute metho
00000000000
E MS/MS
FOODODOODODODODODO 0| roroe et e O] e
N N N N N N N N N N N N Nienaiaadt= -
HOOO0OO0O0O0O0OOOOO " ™ ~
Assign Methods to Run... Clear MS Status Clear MS/MS Status [ Stop after MS measurement
[[JClean source after measurement
Pos on Scout| Chip on Scout| AutaX MS| FAMS| BioTools MS | AutaX MS/MS| FA MS/MS| BioTools MS/MS| Data Directory| Sample Name | Status| Comment 1| Comment 2 | Parent mass
*
94y°
I//
Target Geometry: MSP 96 Measuring Order: HORIZONTAL ZIGZAG | Sample Spots Count: 0|~ Prepared [l For Calibration ~ MS Measured [IMS/MS Measured [T Flatline Spectrum  [llAborted | MS Laser-Tuning LANDES
Save Save As... 0K Cancel LABOR




Generation of raw - spectra

File Edit View Help

flexControl

Dvﬁﬂlnﬂlﬁzliiia@flvl
1x

MS Data Destination
Calibration Data Directory: | C:\Users\bonke\Desktop\New folder |
1 2 3 4 5 6 7 8 9 10 11 12 Eﬂc::zmm(’ Sample Name: [BT5_211018529 |
0. Z Edit
S N N N N N N N N N N N = (] Use Corainr Fomat
B flexAnalysis Method: - none Note: For runs that use the container format assign the same
. . . . . . . . . . . . MS and LIFT methods (autoX and flexAnalysis) to all spots.
g AutoXecute Method: [Em| | Comments
o N N Select BTS position : WeT_Asox o] (B8] et |
D . . . . flexAnalysis Method: | none v| Comment 2 |
BioTools Method: | none v|
EO00000000000
MS/MS
FOODOOOOOPO0 00| rocaserians o 7]
C0O000000000O0O | - E
HOOO0OO0O0O0OOOOOO ™ ™ d
Assign Methods to Run... Clear MS Status Clear MS/MS Status [ Stop after MS measurement
[ Clean source after measurement
Pos on Scout| Chip on Scout| AutcX MS| FAMS| BioTools MS | AutaX MS/MS| FAMS/MS| BioTools MS/MS | Data Directory| Sample Name | Status| Comment1| Comment 2 | Parent mass
*

Target Geometry: MSP 96 Measuring Order: HORIZONTAL_ZIGZAG | Sample Spots Count: 0| Prepared [l For Calibration  MSMeasured [l{MSMS Measured [ Flatline Spectrum [l Aborted | MS Laser-Tuning

Save Save As.. oK Cancel

HESSEN

94,°
,//
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Generation of raw- spectra - flexControl

File Edit View Help —
# f 3

D@ v BB 2

Data Destination
4x | 3. Selectthe number of measurements Do Drecry: [CS sk o Few e |
1 2 3 4 5 6 7 8 9 10 11 12 Eﬂc‘“"ﬁ“;md Sample Name: [ [Campyiobacter hepaticus 21101523 |
oXecute " Edit
ADEEeooco0o000o0o R (] Use ContaerFomat :
B . - . — AexAnalysis Method: | e Nde:Forrunsﬂ\atusemecortaherfonnxJ 1 Change f||e name
2. Select sample position st e oo
cHEE e oo s (| |
flexAnalysis Method: | none v
D Comment 2: | |
000000000000 V
FO000000000O0O
MS/MS
FOODODODOODOODOD OO | o ethots [pne O] pea
CO00000O0O0O0OOO| - :
BioTools Method: | jone v
SN N N N N N N N N N N N _
Assign Methods to Run... Clear MS Status Clear MS/MS Status Ssmp after MS measurement
Clean source after measurement
Pos on Scout| Chip on Scout| AutaX MS| FAMS| BioTools MS | AutaX MS/MS| FA MS/MS| BioTools MS/MS | Data Directary| Sample Name | Status| Comment 1| Comment 2 | Parent mass A
» B2 0 MBT_Aut  none rone none rone none C:\Users\bonk  Campylobacte  400_P
* v
]
2)
v ’, ®
Target Geometry: MSP 96 Measuring Order: HORIZONTAL_ZIGZAG | Sample Spots Count: 1 Prepared | For Calibration MS Measured [IMS/MS Measured [ Flatline Spectrum [l Aborted MS Laser-Tuning ,//
LANDES




Generation of raw-s

File Edit View Help

SMULLACLULG IR LU, WS I T LT

pectra - flexControl

D@ o> BB

17+ %48

MS Data Destination
Calibration Data Directory: |C:\Users\bonke\Desktop\Newfobdef | :
1 2 3 4 5 6 7 8 9 10 11 12 E ' Sample Name: | Campylobacter hepaticus_21101529_L |
oXecute Method: v| | Edit
AL 000000000 | [ Use Contaner Foma
D D flexAnalysis Method: - none - Note: For runs that use the cortainer format assign the same
B X K K X XX X X MS and LIFT methods (aL£oX and flexAnalyss)to o pofs.
AutoXecute Method: "Ege  Comments
cd 000000000 (W8Tt YRR et |
r000000000000 ™ T emea |
BoTools Method:  [nane 7]
N N N N N X N N N N N N
MS/MS
S N N N N N N N N N N N e o) ek
el N N N N N N N N N N N Bl vl
HOOO0O0O0O0OOOOOO " ™ J
| Assign Methods to Run... Clear MS Status Clear MS/MS Status [ Stop after MS measurement
[[JClean source after measurement
Pos on Scout| Chip on Scout| AutadX MS| FA MS| BioTools MS | AutaX MS/MS| FAMS/MS  BioTools MS/MS | Data Directory| Sample Name | Status| Comment 1| Comment 2 | Parent mass

Target Geometry: MSP 96 Measuring Order: HORIZONTAL_ZIGZAG | Sample Spots Count: 33 |

[ B2 A1 | A2 A [ B3 ‘Bt { C1 ‘2 {C3 A1 | A2 A [ B3 ‘Bt { C1 ‘2 {C3 A1 | A2 A3 [ B3 ‘Bt { C1 ‘2 { C3
AR YA YAALYECYAY A YA YA YA YAACYAYAYAWAYACYAYAYACYRYANY A ‘B G"g G") ﬁ"?‘@

Prepared || For Calibration = MS Measured [P MSIMS Measured

Save

[ Fiatline Spectrum [ Aborted

< MR

MS Laser-Tuning

! :

HESSEN
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Generation of raw - spectra

flexControl

. flexControl - Sirius - [LP_PepMix_default.par] = O X
File Display View Tools Compass Help
[ER™] O m 8 RA_Z R AL AA wil [EE s 04 wa o8
100 Intens. |
[arb]
8.
G.
4.
2.
&=
Clear Sum =¥ Start EH  save
Undo s Add e 0 r v v v - v v r - v
! - = 0 750 1000 1250 1500 1750 2000 2250 2500 2750 3000 m/z
Shots:| 0|/ 2015 Added: 0fFreq 10042 20% None 90 % Shot ratio

ledadeodacele

A

B

C

D B

E ¢

F ¢

G®

H® E & 3 ® 0
Epet GED Georrery. M 56 w
| Camee | B_TCECSCCT_S230_4203 641002 4a0 7506L -

| Hethod | HBT_FC pas B2 St A Collwate

Laser standby.

AutoXecute Sample Camier Detection Spectrometer Processing Calbration Setup  Status

Method: | MBT_AutoX v

{9 Settings...

Data Directory: Sample Name:

Prepared For Calibration MS Measured [JJMS/MS Measured

Linear

B Edt.

) New ' Run method on cument spot

B Edt.. |1'5 New... II' Start automatic Run

Pause Run

#- Set Initial Laser Power

Start measurementg

Flatline Spectrum [JJJj Aborted MS Laser-Tuning

LHL

PRePARING [N
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eneration of raw - spectra - flexControl

HESSEN

| E—
btlhifoao s
I a—w B
[ | [
0\ f—
| ——

| M

—

W

W
b

W

= | 0.D7

Start Freigeben Ansicht

v 1T « Campylobacter hepaticus_211018592 _LHL GI * Campylobacter hepaticus_11018592_LHL GI > 0_D7

Maldi-Tof MSP_Data
MSPs_fish
MSPs_meat
MSPs_microbiology
Actinobacillus sp_181002367_LHL GI
Campylobacter hepaticus_211018592 _LHL Gl
BTS 211018592
Campylobacter hepaticus_11018592_LHL Gl
0_D3
0_D4
0_D5
0_Db
0_D7
0_D8
0_D9
0_D10

™

Mame

e L I

A,

the file directories

Control the measurement iT

Make a copy for the processing
of the raw spectra!
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Generation of raw-spectra - flexControl ST

Editing the sample spectra:

Database entry (MSP) creation for MALDI Biotyper

Conspicous spectra
{pasition\measurement]:
{Flat lines ete. |

1D [culture collection number or similar] O remaved

Remaining specira: Peak accuracy (calculation Crcelwerksheet, +/- 500ppm)

myz = 3000 = 5000 = G000 = 8000 = 10000
Metzdata (MSP-Metadata MBT Compass): —
= Minimum Mass
Organism {bap of the pealsy)
Strain _"“‘i'.mm Ma%;.
jeg. ATCC A f 10 . ) {tap of the peakis))
Provided by Removed spectra

leg ATEC/DSMEY |
Determined by |verification)
|sequenced) type strain/ .|

Sample Preparation Oor O enT —
Conserved [m} y N . Count of remaining
|“Extraction Method”) Oletonera O, specina
Pdatrin HCCA
Growing conditions Agar Temperature {“C) | Time {h) Culrwre Conditions: »  Select removed spectra and close (right click 2 Clase”) < DO NOT SAVE!

+  Close remaining spectra and SAVE THEM ALLY

WINDOWS EXPLORER: rename the new
Comment created fils by fleaxdnalysic): File name:
wp 1D 1234 — |D 1234 od 212p

Spectra data of measured sample: MSP Creation with MET Compass Explorer:
Courrt of meassred Date Time: Arronym: = Open the MBT Campass Explarer
spectra #  Load [Button: add Spectra ) and select all edited sample spectra
Check that the raw data is in its = Right click — ,Create MSP” — assign MSP name
designated place and that you work [ Raw data location: D/Doto/#08-spectra/.
with a copy for the further stups MSP Name: e.g. Streptohacillus hangkongensis O5M 26322 CVUAS / Escherichia coll CVLIAS 5146 CWUAS

5 ra editing [flexAnalysis):

o Losad the measured samphs spectra and the BTS
= WINDOWS EXPLORER: renama ... = Taxonamy tree: change the dropdown list ta “Projects™, select a file/node where the MEP sheuld be
N [ fibs BTS" — ,BTE raw™ stored and start the Taanomy Tree Editor (right click or buttan next to dropdown menu)
= [T raw sample spectra file: eg.: 1D 1234 = 1D 1234 row 24sp
[ Metadata filled in|

Select all spectra = u ] [m] [m]
Assign Methed MBT_Standard. FAMShethod | Baseline Subtraction Smooth {1x) [ Added MSP to *Projects” fike: | |
Method < Open ...

O verification of the MSP with an independent spectrum (date |- Praparation:

BTS check/ recalibration: Ooor

Check Mass Cantral List T Automatic-Assign [ 1 Peaks manually assigned O Repart print-out / pdf O epT
Calibrate = Internal . Max. deviation (ppm): | O EtOH-FA
Recalibrate sample spectra Ol Capy calibration —
Mass calibration constants BTS co:
Select BTS spectrum = o1: Entry created ..o 1 awum MISP-Library updated

=]

Comment:

ation constants

: 7
[ — O Check: same as BTS?

= Close and save the BTS spectrum

[ WINDOWS EXPLORER: rename the new created file (by flectnalysis) BT5" =  BTS ed® Date / acronyrn '
Pagelof2 PagE 2o

LANDES
Dokument CVUA Stuttgart, 2022 LABOR




B Raw spectra processing * flexAnalysis

Spectrum Browser

Root: [U:\BONKE\AAA_Tieraten\TGSH_Reise

oI 14275

+ El 14278_8

Openthe raw spectra
for processing

Select All Clear Selection

Spectrum Browser X
Fiter Spectra Root: [C “\Users\bonke"\Desktop\Demo 140223\“ Browse. .. Fiter Specia
2] MS ] LIFT ‘ . = ] MS LIFT FAST
I RCIERE 211018552 Campylobacter hepaticus B LIFT (conv.) [/ FAST Seg.
+ [ABTS 211018592
[ 0000527 ¢ [ From: 12023.02-10 21:05
7o ——— OdTe:  2023.02-10 21:05 Apply
Spectrum Properties
Spectrum Properties
Slect the BTS file and open.
Selected spectra: 1
Spectra: 33/33 Cancel

Selected spectra: 0
Spectra: 4/4

o Select All Clear Selection

[] Lozd all selected spectra

[] Load all selected spectra

HESSEN
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Raw spectra processing * flexAnalysis

flexAnalysis - unknown - O X
File Edit Mass List Process Calibrate Annotatio w AST View Report Jools Window Compass Help
(- & é b4 s QIL Q Open flexAnalysis Method x
Analysis List A T > DieserPC » Lokaler Datentrager (C:) > Methods > flexAnalysisMethods v O *flexAnalysisMethods" durc...
RN bts\0_C4\1 =
» Run Script F2 Organisieren = MNeuer Ordner ==« [N e
Edit Parameters... Alt+F2 & OneDrive A Name Anderungsdatum Typ GroBe A
Edit Processing Parameters... Shift+F2 : .
B T 9 ) | | Calibrate_BSA_relSD_mono.FAMSMethod FAMSMETHOD-D. 35 KB
HEdlt Script... Ctrl+F2 E Dieser PC - ) ) i o
7 | | CalibratePeptideStandards.FAMSMethod FAMSMETHOD-D. 35KB
Select Default... - 3D-Objekte [ CalibratePeptideStandards_SNAP2.FAMS... FAMSMETHOD-D..
&/ Bilder [ CalibratePeptideStatistic. AMSMethod FAMSMETHOD-D
1.00- [ Desktop | ExternalCalibration.FAMSMethod FAMSMETHOD-D.
z] Dokumente | '\ ExternalCalibration_SNAP2.FAMSMethod FAMSMETHOD-D.
& Downloads [ ] ExternalCalibrationPS.FAMSMethod FAMSMETHOD-D..
D Musik - = FAMSMETHOD-D..
i | | MBT_Standard.FAMSMethod FAMSMETHOD-D...
B Videos
S I t th BTS t 0.751 - | | PACTN. anaards.FAMSMe... FAMSMETHOD-D.
elec e Spec rum Lt [ PAC_ExtemalCalibration.FAMSMethod FAMSMETHOD-D..
and open the method = QM-Oeffentlich [ 7 PACI_CalibratePeptideStandards FAMSM... FAMSMETHOD-D..
p ' == fachgebiet-2 (\! | | PACII_ExternalCalibration,FAMSMethod FAMSMETHOD-D. 33KB
== userfiles (\\SrvLk | '] ParametersOnly.FAMSMethod FAMSMETHOD-D. 33KB
0501 [] ParametersOnly_linear.FAMSMethod 03. : FAMSMETHOD-D.. 41KB
=¥ Netzwerk » . »
Dateiname: | MBT_Standard FAMSMethod v | MSMethod (FAMSMethod)

0.251

0.00+

®
2000 4000 5000 2000 10000 12000 14000 16000 18000 " miz ’,
> < /

-

Overlaid f Stacked )\ List / LANDES

|Open and attach a method bts_0_C4_1 Box Selection bonke LA BOR
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Raw spectra processing * flexAnalysis

@ flexAnalysis - unknown (*) g n
File Edit MassLiallbrate Annotation Method FAST View Report Jools Window Compass Help Int[e;l-ls-i
- lb. lié Smooth Mass Spectrum L | R e » ™ Q g - @ . %l 104
Analysis List , .
.El =" Undo All Processing o
Batch Process... [aul
x104 1.04
1.251
0.8
1.00+
0.6
- - 5.
Perform baseline subtraction 041
and smoothing
0.24
0.50+ (
OO'vu Lll\‘ uu Y ﬁ kLL e, N g s ——.
2000 4000 6000 8000 10000 12000 14000 16000 18000 miz
0.25
3|0 < >
l L ﬁvpda‘ﬂ L Stacked b ligt
U I uU\ WD,U V L
- , , , i, S . . ,’ ®
2000 4000 6000 8000 10000 12000 14000 16000 18000 miz '
0 < > /
Overaid f, Stacked }, List / LANDES
Subtract baseline of spectrum MBT_Standard Box Selection bonke LA BOR




Raw spectra processing * flexAnalysis

HESSEN

flexAnalysis - unknown () - O *
File Edit MassList Process Calibrate Annotation Method FAST View Report Tools Window Compass Help
FHd & QS LS N IR O s ST S Q Q[ [ a8 Tl (Gl FE EE B
Analysis List ==l - Mass List =l x|
M x Intens _ ~ m/z S/N Res. Intens.
& Open [a.u.j
‘C_c-se o4
1.2
Unload
Bz Copy Method
1.0
¥ Delete
Select All
Expand Al g
Collapse All
« View Analysis < 3
« View Spectrum 06
Sequence List 2=l
Copy Calibration

Set Coler 4 0.4
Default

0.2
Control calibration constant U MJ

0.0

2000 4000 §000 8000 10000 12000 14000 16000 18000 " miz

Overlaid #, Stacked } List /
Show analysis and spectrum properties MBT_Standard Box Selection bonke
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Raw spectra processing * flexAnalysis

f = a _ D
File Edit MassList Process Calibrate Annctation Method FAST View Report Tools Window Compass Help
= (& S LS N W b | AR e | B B QA | 0@ 8 TR 8 E]
Analysis List ==l . w | | Mass List =
W1, “bts\0_C4\1 Intens _ ~  miz S/N Res. Intens.
[a.u]
x104
12
- Geners  Mass Spectum  Calbeation
Gow  Processing Cattaton -. Note calibration constants
Exptaraton cO, c1, c2
0s Mass calbration Constart © 5
: Mass calbration Constart | HXIM 2
Mase caibeation Constart 2 Q0
Date of calbration 202302 1243063010
Name of spectrum used for calbraton
- - - £ >
06 Mass ervor Average calbestion emor in ppm 174 703
: M L Calbraton mant contel ket used NET Standard Sequence List 2| x
0.4
Save... OK Abbrechen Ubemehmen Hilfe:
0.2 M{LMJ\.JM
0.0
2000 4000 6000 8000 10000 12000 14000 16000 18000 " miz
¥ |0 L4 >
Overlaid A Stacked j List /
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