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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 MSPs to expand your
own MALDI-TOF database 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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Agenda

* data structure and nomenclature

* generation of raw spectra - flexControl

* raw spectra processing - flexAnalysis

* mass spectrum (MSP) creation - MBT Compass Explorer

- quality control - MBT Compass
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Data structures

Demo_140223
Maldi-Tof_MSP_Data
Maldi-Tof_MSPs Data_Verification
Maldi-Tof_Validation

file directories for
° raw data

L

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

storage ...)

 sorted/edited data

=) always use copies of the raw

=) |ocation? (MALDI PC, network

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

]

Mame
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Nomenclature (file-names)
data entries (MSPSs)

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 characters as [|;:@ ....

Problem: you can create MSPs with these characters but you cannot export

Fig: CVUA Stuttgart, 2022

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

* use fresh reagents

 prepare valid and well-characterized strains
(e.g. 16s rRNA gene sequencing)

* preparation according to Bruker rsh vl e o 241

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

- sample preparation: extraction protocol

* make a test measurement of the extraction before use
» prepare spots on Target
* Prepare BTS

’7/.
: LANDES
Target before preparation Target after preparation LA BOR



Generation of raw-spectra - flexControl
Il
0 » prepare 8 sample spots and measure each spot 3 times = 24 spectra
alternative: 23 spots * 2 = 46 spectra
N 8 spots * 4 = 32 spectra
Q000000 ODOOO
olejojeleleleielel I 1

Biotyper LT-microflex, Bruker Daltonik

* one Ibration and quality control

LANDES
LABOR

Fig: CVUAS, 2022



Generation of raw-spectra - flexContro

@ flexControl - Sirius - [MBET_FC.par]

HESSEN

- ] *
File Display View Tools Compass Help
[ENE] O o RAS Rl N i e & cd wao| 28
Intens. |
farb]
34
ra
Clear Sum —):% Start Save
Undo Add Saveda..
44
Shots] 0/ 0[5 added] OFreq 2000} 0%
p0608000b00 Open the AutoX Run Edi
A 2] pen the AutoXecute Run itor
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. B MNew.. ! 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_?CECSCC?_528EI_42AS_841DS2E44SDSSBBE ‘ &~
Show Process Queuer .
Methnd'|MBT_FE par | ﬁ@ Select J?& Calibrate ,’
Data Directory:  Sample Name: '
Prepared For Calibration M5 M, d .MS-‘MS“ d Flatline Spectrum .Aborted M5 Laser-Tuning /

Zar Hele presz F1
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Generation of raw-spectra - flexControl

File Edit View Help |

v (= ) | By 254 + o
D-=d| BRI+ Xe S| 1. Choose data 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 |
9000606006006006000006 seTess vetod: ool 3, Choose AutoXecute method
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 - flexControl

File Edit View Help

MS
Calibration

Dvﬁﬂlnﬂlﬁzliiia@rflvl
1x

6 7 8 9 10 11 12 | Dcare

Data Destination
Data Directory:  [C:\Users\bonke\Desktop\New folder | | ..

Sample Name:  [BTS_211018529 |

1 2 3 4 5
A 000000000000 ™ (] Use CadainerFoma
00000000000 T L T e e e
o N N Select BTS position hacads Hahod: [MBT Aok - ot .|
flexAnalysis Method: e .
D . . . . Comment 2: |
BioTools Method: | jone v
000000000000
E MS/MS
FOOOOOOOOOD0O | rocasevarat e .
C0000000000O0GO | - v
HOOO0OO0O0O0OOOOOO " ™ =
Assign Methods to Run... Clear S Status Clear MS/MS Status g 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

MS Measured .MS:‘MSMeasured .FIaﬂineSpec‘Imm .Abu'hed MS Laser-Tuning

Save As.. oK Cancel

HESSEN
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HESSEN

Generation of raw-spectra - flexControl

D@ v BB 2

File Edit View Help —
Eﬂ4!![le

Target Geometry: MSP 96 Measuring Order: HORIZONTAL_ZIGZAG | Sample Spots Count: 1

Prepared . For Calibration

MS Measured [JMSMS Measured [ Flatline Spectrum [ Aborted

Save As..

MS Laser-Tuning

0K

Data Destination
4x | 3. Select the number of measurements Do Dy [CA\Umers ke Do e ol |
1 2 3 4 5 6 7 8 9 10 11 12 Enc::zu;md Sample Name: I|Campﬂobaderhepaﬁms_2110‘|529_L| I
A0 000000000 - e Contane Foma
@ [e T S soamins) 1. Change file name
2. Select sample position ottt
cHmme s i [a] S |
flexAnalysis Method:
o N N N N N N N N N N N _ - . Coment 2| |
BioTools Method: | jone v
FO000000000O0O
MS/MS
FOODOOOODODOOD 00| o mere e 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 SS“’P 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
L)
2)
W

Cancel

94,°
,//
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Generation of raw-s

File

FULLLACLLLS IV LU, V30U T 1T

pectra - flexControl

Edit View Help
D@ o> 2RI/ +%X48$|
MS Data Destination
Calibration Data Directory:  |C:\Users\bonke\Desktop\New folder | =
Calibration
1 2 3 4 5 6 7 8 9 10 11 12 E Sample Name: | Campylobacter hepaticus_21101529_L |
oXecute Method: (nane v | Edit
A [ 000000000 | [ Use Cotainer Fomat
D D el - Note: For runs that use the container format assign the same
B X K K X XX X X MS and LIFT methods (autoX and flexAnalysis) o al spots
AutoXecute Method: ~—.1  Comments
o3 0 MBT_AutoX v| | Edt | .
= | |
Pr000000000000 T Y mez |
BioTools Method: v
E000000000000 =
MS/MS
S N N N N N N N N N N N Jesssmmmegss °|
cl N N N N N N N N N N N Bl vl
HOOO0OO0O0O0O0O0OOOO " I J
| Assign Methods to Run... Clear MS Status Clear MS/MS Status [ Stop ahter MS measurement
[[]Clean 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 A

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

Prepared . For Calibration

MS Measured [ MSMS Measured [T Flatline Spectrum [ Aborted

SO0 -O-O-O-OC-®®

MS Laser-Tuning

e | (R TY ox

Cancel

HESSEN
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Generation of raw-spectra - flexControl

.flexControI Sirius - [LP_PepMix_default.par] = O X
File Display View Tools Compass Help
ER O m 8 RA_Z R AL AA mil [EE s 04 wao TN
100 Intens.
[arb]
8.
G.
4.
2.
&=
Clear Sum =i Start Save
Undo " Add & Saveas 0 T y v v y T " - ; .
! : b 0 750 1000 1250 1500 1750 2000 2250 2500 2750 3000 m/z
Shots:| 0|/ 2015 Added: OfFreq.  10.0/2 20% ] [ None 90 % Shot ratio
A 1 3 5 7 9 11 AutoXecute Sample Camier Detection Spectrometer Processing Calbration Setup  Status
B . P« Method: |MBT_AutoX v B Ea. | B B Run method on curent spot
C
D@® B Edt.. |]‘§ New... II. Start automatic Run I
Ee®
F@ [[] Show AutoXecute Output {85 Settings.. ¥ Set Intial Laser Power Pause Run
Ho g | Start measurements
Process Queue
He® B e &
Data Directory: Sample Name:
| S G0 Loyt MASIP 6 W
Prepared For Calibration MS Measured [JJMS/MS Measured Flatline Spectrum [JJJj Aborted MS Laser-Tuning
| Cames | _POECSCCT S23C_ 4249 fd1DEZE 4480 F06E &
| Methot | MBT_FC pay B2 St A Collwate

Laser standby. Linear

LHL

PRePARING [N

HESSEN
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eneration of raw-spectra - flexControl

| M

—

W

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

My
Mame

e L I

A,

Control the measurement in
the file directories.

Make a copy for the processing

of the raw spectra!
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Generation of raw-spectra - flexControl STUTIGART

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: l UABONKE\AAA_Tieraten\TGSH_Reise

oI 14275

+ |:| 14278_8

for processing

Open the raw spectra

<, Select All

Clear Selection

Spectrum Browser X
Fiter Spectra 2 Py \ . \ . Filter Spectra
AMS LT Root: [CA \Users\bonke\Desktop\Demo_140223 \l'y Browse... A MS UFT EAST
LN AR 211018592 Campylobacter hepaticus B LIFT (conv.) FAST Seg.
+-[BTS 211018592
[] From: 2020.05-27 [ From: 2023-02-10 21:05
7o = LTe:  2023-02-10 21:05 Apply
Spectrum Properties
Spectrum Properties
Select the BTS file and open.
Selected spectra: 1
Spectra: 33/33 Cancel

Selected spectra: 0
Spectra: 4/4

e Select All Clear Selection = [ | Load 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 Annotatiorf Method JFAST View Report Jools Window Compass Help
G ! b4 Open flexAnalysis Method *
Bée A A | Q
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
HEdit Parameters... Alt+F2 & OneDrive A Name - Anderungsdatum Typ GroBe A
Edit P ing P eters... Shift+F2
. gEdf S'g,““'"g arameters o I+F2 S [] Calibrate_BSA_relSD_mono.FAMSMethod FAMSMETHOD-D.
e 1eser .
it Script ™ = 7 [ CalibratePeptideStandards.FAMSMethod FAMSMETHOD-D.
Select Default... - 3D-Objekte [ CalibratePeptideStandards_SNAP2.FAMS... FAMSMETHOD-D..
&/ Bilder [ CalibratePeptideStatistic. AMSMethod FAMSMETHOD-D..
1.00- B Desktop | | ExternalCalibration.FAMSMethod FAMSMETHOD-D.
z] Dokumente | '\ ExternalCalibration_SNAP2.FAMSMethod FAMSMETHOD-D.
& Downloads [ ] ExternalCalibrationPS.FAMSMethod FAMSMETHOD-D..
B Musik - - FAMSMETHOD-D..
. | | MBT_Standard.FAMSMethod FAMSMETHOD-D.
B Videos
S I t th BTS t 0.75 - . R et naards.FAMSMe... FAMSMETHOD-D. 3KB
elec e spectrum Lt [] PAC_ExternalCalibration.FAMSMethod FAMSMETHOD-D.. 2 KB
and oben the methOd = OM-Oeffentlich [ 7 PACI_CalibratePeptideStandards FAMSM... FAMSMETHOD-D.. 34 KB
p * == fachgebiet-2 (\\: | | PACII_ExternalCalibration.FAMSMethod FAMSMETHOD-D. 13 KB
== userfiles (\\SrvLk | 'J ParametersOnly.FAMSMethod FAMSMETHOD-D. 33KB
0.507 [] ParametersOnly_linear.FAMSMethod FAMSMETHOD-D. 41KB
¥ Netzwerk + " e
Dateiname: |MET_Standard.FAMSMethod vl MS Method (*.FAMSMethod) v
0‘25- M;~
L S 24y
2000 4000 6000 8000 10000 12000 14000 16000 18000 '
EREC < > /
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

ul ic *
@flexﬁmalyﬂs unknown ( *) g n
. , . ' - : . Intens.
File Edit MassLlallbrate Annotation Method FAST View Report Jools Window Compass Help vl
- lb. lié Smooth Mass Spectrum L | R e » ™ Q g - @ . %l 104
Analysis List , .
(= = Undo All Processing Intens
Batch Process... [aul
x104 1.04
1.25
0.8
1.004
0.6
. . 5.
Perform baseline subtraction 044
and smoothing
0.24
0.50+ (
WAL L JL I, N
2000 4000 6000 8000 10000 12000 14000 16000 18000 miz
0.251
S < >
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 '
=« , /4
Overaid f, Stacked }, List / LANDES
Subtract baseline of spectrum MBT_Standard Box Selection bonke LA BOR




Raw spectra processing - flexAnalysis

flexAnalysis - unknown (*)

File Edit MassList Process Calibrate Annotation Method FAST View Report Tools Window Compass Help

FHEE LS BEX | A

Analysis List ==l

||||.|| &
[=F Open
hp Cloze

Unload

Bz Copy Method

¥ Delete
Select All
Expand All
Collapse All

« View Analysis

« View Spectrum

Copy Calibration

Set Color L4
Default

A e

M

y O BB

QQ |l

™

DE Ml m

Control calibration constant

Intens.
[a.u]
x104

1.2

1.04

0.81

0.61

0.44

0.24

0.01

A

2000 4000

RS <

6000 2000

10000

12000

14000

16000

12000

miz

Show analysis and spectrum properties

Overlaid #, Stacked } List /

MEBET_Standard

Box Selection

— O X
Mass List | x
- mfz S/N Res. Intens.
< >
Sequence List 2=l

bonke

HESSEN
—
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File Edit MassList Process Calibrate Annctation Method FAST View Report Tools Window Compass Help

Fd & BSE Xl A i

Analysis List

==l

Raw spectra processing - flexAnalysis

¥l " bts\D_CA\T

Enar Haln nrace F1

Overlaid A Stacked j List /
BART StamAard

Brv Calartinm hanba

— O
W e A OB Q Q[0 [ 88 TE % E]
] Mass List x|
R “ miz S/N Res. Intens.
Intens.
[a.u]
x104
12
- Genersl  Mass Soectum  Calbestion
Gow Processng Colbatn Note calibration constants
Exparaton . Co, cl’ cz
0s Mass calbration Constart 0 S21 10
: Mass calbration Constart | 2657
Mase caibeation Constart 2 Q00
Date of calbration 202302 1243063010
Name of spectrum used for calbeation
. . = . < >
06 Mass error Average calbestion emor in ppm 174 703
’ MCLs Calbraton mans contl et used NET Standard Sequence List 2| x
0.4
Save.. oK Abbrechen Ubemehmen Hilfe
0.2 MMM\“.JM
0.0
2000 4000 6000 8000 10000 12000 14000 16000 18000 " miz
¥ |0 L4 >

HESSEN
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Raw spectra processing - flexAnalysis

@ flexAnalysis - unknown ( *) — ad
File Edit Mass List Erocess Annotation Method FAST View Report Jools Window Compass Help
= & s b | AT DYDY QQI | @i % 4 EEEE
Analysis List Copy Calibration N _ oo | | Mass List x|
5 v R | Swe SN R ke
[au]
x104
1.2
1.0
0.81
Control the 8 known
< >
masses of BTS spectrum 0.
' Sequence List x|
0.44
0.2
M_U Wl AL U‘ kLL NI A VU
2000 4000 6000 8000 10000 12000 14000 16000 18000 miz

S < >
Overaid  Stacked ) List /

Calibrate mass spectrum internally MBT_Standard Box Selection bonke
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Raw spectra processing - flexAnalysis

@ flexAnalysis - unknown ()

— X
File Edit Mass List  Process Calibrate Annotation Method FAST View Report Tools Window Compass Help
= R= F N W Wb AR e OF B RP QRIS = s B2 E E
Ji\l'la.h"SIS LI.S‘I =x Mass Spectrum o Mass I.‘|st ; = - | Alxl
4 ﬂu"uh bts\0_C4\1 iens! m/z / es. ntens.
[aul]
x104
1.00
0.75
0.50
L by LA
0.00 14 , , — L : A , , ,
2000 4000 6000 8000 10000 12000 14000 16000 18000 miz
T £ >
\ Overlaid £ Stacked }\ List /
Control the 8 known Internal Mass Spectrum Calibration B . =
masses of BTS Spectrum Calibration strategy | Mass Control List | MET_Standard v Edt.. | Qautomatic Assign ) Cles | Sequence List 2lxf
?tgaﬁrstﬁca\ — Name Ref. Mass/Da  Cur. Mass/Da Err/ppm Err/Da Calibrate
* RL29 [M+2H]2+ 3637.80000
+ RS32[M+H]+ 5096.80000 GrEtE =0
* RS34 [M+H]+ 5381.40000 Peak Assignment Tolerance
* RS33meth M+... 6255.40000 (O From Mass Control List
+ RL29 M4H] + 7274.50000 (O Near Neighbor (50 ppm’
+ RS19 M+H]+ 10300. 10000 @® User Defined
- RNAse A [M+H]+  13683.20000
- Myoglobin [M+...  16952.30000 Mode |Quadratic
Calibrants Std dev (ppm): Before Last Fit . In Last Fit Properties...
Cancel
or Help, press F1 MBT_Standard Internal Calibration bonke

HESSEN

VL /X
Y /4
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Raw spectra processing - flexAnalysis

HESSEN

Mass Spectrum
Intens. |
(a.u)] 9?3?.11
x104]
] 486826 5294.03
201 ‘ 847623
1.5] 7273.11
1.0
] 233?04 L 13682.34 16950.17
057 ' :
] | |
1 1,
o o K SR LYY }\L—
2000 4000 6000 8000 10600 12000 14600 16000 1BOI'UIJ 20000miz
Rt < >
Overlaid A Stacked A List /
Internal Mass Spectrum Calibration % |
Calibration strategy | Mass Control List | MBT_Standard v | Edt... Clear Assigned
:
Smart _ Name Ref. Mass/Da  Cur. Mass/Da Err/Da Calibrate Undo
Statistical Peptide
v/ RL29 [M+2H] 2+ 363780000  3638,19921 0.78225 .
' RS32 [M4H] + 5096.80000  5095.02860 -0.80049 — s s
v RS34 [M+H] + 5331,40000  5379.52614 -0.80138 Peak Assignment Tolerance
v RS33meth [M+...  6255.40000  6254.03252 -0.01222 () From Mass Control List
v/ RL29 [M+H]+ 7274.50000  7273.10889 0.23600 (O Near Neighbor (50 ppm)
v RS18 [M4H] + 10300,10000  10298,52235 0.48677 @ User Defined [ 500 ] —
+ RNAse A [M+H]+ 1368320000 1368234406 1,06124
v Myoglobin [M+...  16952.30000 16950.17374 -0.95203 Mode | Quadratic 7

Calibrants 8

(1]4 Cancel

Std dev (ppm): Before Last Fit 233.47 | InlastFit [ 122.79

Properties...

The masses of the measured
BTS spectrum must be within the
tolerance range of +/- 300 ppm.
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Raw spectra processing - flexAnalysis

ta > MSPs_microbiology * Campylobacter hepaticus_211018592 _LHL Gl

ﬁ e
Name

211018592 Campylobacter hepaticus

BTS 211018592 _ra

Anderungs

10.02.2023
10.02.2023

Change the original
BTS spectrum file
name before saving!
(e.g. add raw, ed, ...)

HESSEN

VL /X
Y /4
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Raw spectra processing - flexAnalysis

@ flexAnalysis - unknown ( *)

Eile Edit  MassList Process Calibrate Annotation Method FAST View Report Tools Window Compass

£a)s ne LA b A > DEE
Analysis List =l

: Mass Spectrum
- W, *bts\0_Ca\1

Intens.
[a.u] 74

x104
1.2

538072 ggapag BETEZE

Select the BTS
1.0
and save aT7551

6873.44

0.8+ :
4361.32 9086.35

727490 9103.03

0.64

0.4
3154.35

~U M’ VJH Wﬂu“ f

2000 4000 6000 8000 ]

EPTS re

'\ Overlaid f Stacked ), List /

For Help, press F1 MBT_Standi

HESSEN

— == = — —
Analysis List
5 W), *bts\0_C4\1 BTS before saving
_— =] L=
Analysis List
+- v |I,a, bts™OD_C4:\1 BTS after saving
s_microbiology * Campylobacter hepaticus_211018592 _LHL Gl v

’N Y
Mame

211018592 Campylobacter hepaticus
BTS 211018592
BTS 211018592_raw

Anderinnsdatum

The processed BTS
saved with the
original file name.

2%

|  LANDES

LABOR



Raw spectra processing - flexAnalysis

File Edit MassList Process Calibrate Annotation Method FAST View Report Jools Window Compass Help

=
Analysis List

For Help, press F1

P ]
=l
1
Spectrum Browser X
Root: [C:\_Users ‘bonke“\Desktop \.Demo_140223'-\l\] Browse... FiltEelr ;psectra EI UFT EI FAST
(8% 211018592 Campylobacter hepaticus [ LIFT (conv.) [/] FAST Seg
+-]BTS 211018592
4 ]BTS 211018552_raw [J From: [2023-02-10 21:1
OTe:  [2023-02-10 21:18 Apply

Spectrum Properties

2. Select the s

ample file and open

UB dha E

Selected spectra: 32
Spectra: M/ Cancel
< Select All Clear Selection | [] Load all selected spectra
B <

\ Overlaid A Stacked }, List /

Box Selection

e
Mass List ~lxl
Sequence List Alx|
bonke

HESSEN

VL /X
Y /4
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Raw spectra processing - flexAnalysis

flexAnalysis - unknown

File Edit MassList Process Calibrate Annotation Method FAST View Report Jools Window Compass Help

= EY=; BB T A e R e | e O RE QR = B EER
Analysis List izl o n
@ W, 211018552\0_D10\ —

O/, 211018592 Campylobacter D1 (3.u)

O 2110 D1.

Ol 2110 o| | 48;

Ol iy, 2110 D...

Iy, 2170 mpylobacter hepa D...

Iy, 2110 ylobacter D...

Iy, 2110 mpylobacter he D...

Iy, 2110 mpylobacter D 251

Iy, 2110 ylobacter he D...

[y 2110 mpylobacter he D...

I, 2110 ylobacter he D...

Iy, 2170 npylobacter hepa D..

Iy, 2110 wpylobacter he D... 204

Iy, 2110 ylobacter he D...

Oy, 2110 D

f—J|I||.|| 2110 D...

Iy, 2110 D

f—||I||.|| 2110 D 1.54

Oy 2170 0_D

f—||I||.|| 2110 0_D

f—||I||.|| 2110 0_D

Oy, 2110 D

f—||I||.|| 2110 D 1.01

Oy, 2110 D

f—||I||.|| 211 D

Oy 2170 D

[y, 211 ylobacter D

Iy, 2110 ylobacter he 0_D

Iy, 211 ylobacter 0_D =21

[y, 211 ylobacter he D

Oy, 2110 pylobacter hep 0_D

0.0 . ’ ’ ’ - . . . : .
2000 4000 6000 8000 10000 12000 14000 16000 18000 20000m/z
| - m < >

< > | |\ Overdaid I;Stacked AList f

For Help, press F1

211018592_0_D10_1

Box Selection

- X
Mass List 2l
~ m/z S/N Quality Fac. Res.
< >
Sequence List 2lx

bonke

HESSEN

VL /X
Y /4
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B Raw spectra processing - flexAnalysis

flexAnalysis

File Edit MassList Process Calibrate Annotatio

"I

Analysis List

PN 211018592\0_D 10\

Ll
O s
Ch
O s
Ch
O s
Ll
O s
Ll
O s
i
0 iy
O a
0 i
0 dha
0 i
i (| ||||.||
-0 i
U iy
O i
U dha
O i
0 i
0 i
U i
0 s
0 i
O s
0 i
0 s
O i

[Open and attach a method

Open flexAnalysis Method

1 > Dieser PC > Lokaler Datentriger (C:) > Methods >

Organisieren v Neuer Ordner

@ OneDrive

[ Dieser PC
_J 3D-Objekte
&=/ Bilder
[ Desktop
|z] Dokumente
& Downloads
D Musik
B videos
‘am Lokaler Datentra
== QM-Oeffentlich
== fachgebiet-2 (\\!
== userfiles (\\SrvLt

¥ Netzwerk

Name

| Calibrate_BSA_relSD_mono.FAMSMethod
[ CalibratePeptideStandards.FAMSMethod

[] CalibratePeptideStandards_SNAP2.FAMS...

_] CalibratePeptideStatistic. FAMSMethod

| ExternalCalibration.FAMSMethod

| ExternalCalibration_SNAP2.FAMSMethod
] ExternalCalibrationPS.FAMSMethod

| MBT_Standard.FAMSMethod

[7] PAC_ExternalCalibration.FAMSMethod

|_| PACII_CalibratePeptideStandards.FAMSM...

L J PACII_ExternalCalibration.FAMSMethod
|| ParametersOnly.FAMSMethod
1 ParametersOnly_linear.FAMSMethod

flexAnalysisMethods

Anderungsdatum

Typ
FAMSMETHOD-D.
FAMSMETHOD-D.
FAMSMETHOD-D..
FAMSMETHOD-D..
FAMSMETHOD-D.
FAMSMETHOD-D.
FAMSMETHOD-D.
FAMSMETHOD-D.
FAMSMETHOD-D...
FAMSMETHOD-D.
FAMSMETHOD-D.
FAMSMETHOD-D.
FAMSMETHOD-D.
FAMSMETHOD-D
FAMSMETHOD-D..

35KB
35KB
45KB
35KB
34KB
44 KB
34KB
32KB
28 KB
33KB
32KB
34KB
33KB
33KB
41KB

Dateiname: IMBT_Standard.FAMSMethod

flexAnalysisMethods” durc...

=~ M @

v| M Method ( FAMSMethod)

| Offnen I Abbrechen

Select all spectra and open the method.

}
B ed
B Edit P J Paramet
[¥ Edit Sc
Select Default...
2.0+
154
1.04
0.5
0.0 i
2000 4000
T <
\ Overlaid 4 Stacked ) List /

HESSEN

VL /X
Y /4
LANDES
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Raw spectra processing - flexAnalysis

flexAnalysis — O >
File Edit Mass List .Erocess Calibrate Annotation Method FAST View Report Tools Window Compass Help Mass Spectrum n
= & 115 Smooth Mass Spectrum . 1oy ‘ Q g Intens.q
— .y.... Subtract Mass Spectrum Baseline [au]]
Analysis List x104
RN - 211018592 ]
CRICITTY 211016557 ]
& ¢ ), MPARDEREYY ~ =3tch Process.. ] 1d-
o o R — Overlaid-Tab
£l @Illl.ll . 4
- ¢ L
EERICIN © 211018552\0_D3\3
& v = 211018592\0_D3"4
£3] = 211018592:\0_D4\1 4
= * 3110198070 NALD 4
(E3]
[+ . . ) 3_
= v Perform baseline subtraction and smoothing
[ i _ 1
= = 211018592\0_D5\2
= * 211018592\0_D5\3 3
= = 211018592\0_
& = 211018592\0_
& = 211018592\0_
& = 211018592\0_
= = 211018592\0_
& ™ * 211018592\
& * 211018592\ 21
Rl - 211018592\
= * 211018592\
= = 211018592
=] = 211018592\0_D8\2
= = 211018592\0_D8"\3 1
= = 211018592\0_D8"4 14
(RN - 211018592\0_D5\1 [
= = 211018592\0_D9"2 il ‘
® * 211018592\0_D9\3 |.| v, L
(I - 211018552\0_D9\4 _ IWW h ,|_, my
k]l el %' w'._._:\_. T Bt I Sl } 2000 4000 6000 8000 10000 12000 14000 16000 18000 20000miz °
0 * | e/
r v T T T v T T T AT < >
2000 4000 6000 8000 10000 , /
|¢ [a» < >
Overlaid A Stacked A List / LANDES
Boy Selection honke x = 8159.572 v = 203800 LABOR
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Raw spectra processing - flexAnalysis

@ flexAnalysis - unknown ( *) - . 8

File Edit MassList Process Calibrate Annotation Method FAST View Report Jools Window Compass Help
ﬁgpen... Ctrl+0O & a . . g
Mo R QQ | = i 2 B2 EE
Open Single Analysis... Ctrl+Shift+0 .
Mass List | x|

Ul
Cl Ctrl+F4 'I
@@ Close g ~ mf S/N Res. Intens.
Close All

Unload

E save Ctrl+S
Save As...
il save All Ctrl+Shift+S

W

Export »

&+ Properties... Alt+Enter

1 C:\Users\...\\211018392 Campylobacter hepaticus_raw\0_D10\1
2 C:\Users\...\\211018592 Campylobacter hepaticus\0_D9\4
3 C:\Users\...\\211018592 Campylobacter hepaticus\0_DS\1
4 C:\Users\...\\211018592 Campylobacter hepaticus\0_D&\4
5 C:\Users\..\\211018592 Campylobacter hepaticus\0_D8\3
6 C:\Users\...\\211018592 Campylobacter hepaticus\0_D8\2
7 C:\Users\...\\211018392 Campylobacter hepaticus\0_D8\1
8 C:\Users\...\\211018592 Campylobacter hepaticus\0_DT\4
9 C:\Users\...\\211018592 Campylobacter hepaticus\0_D7\3
10 C:\Users\..\\211018592 Campylobacter hepaticus\0_DT\2

< >

Sequence List x|

Exit
1@l *211018592\0_D9\4

L fih I

14 3 .. ’, .
2000 4000 6000 8000 10000 12000 14000 16000 18000 20000 miz '//

[ v < >

\ Overlaid f Stacked }, List / LANDES

ow analysis and spectrum properties MBT Standard Box Selection bonke LA BOR




Raw

=)

File Edit Mass List Process Calibrate Annotation Method FAST View Report Jools Window Compass Help

XA At (LT W

spectra processing - flexAnalysis

Mass List

-

m/z

S/N

compare calibration constants c0, c1, c2
of the samples and the BTS

y OF B D QQ & = s o P EE
[ x |
Intens.q
[aull
x104 |
|
21101859240_D10\1 - Analysis Properties X
4.
General Mass Spectrum  Calibration
Group: Processing Calibration
Explanation Value
Mass calibration Constant 0 521.101
3 Mass calibration Constant 1 5426979 243

Date of calibration

Mass calibration Constant 2
Name of spectrum used for calibration

Average calibration emorin ppm

<

Calibration mass control list used MB'i'_Standafd
2_
Abbrechen Ubemehmen Hiffe
|
I
e & 4 fe, o b
2000 4000 6000 8000 10000 12000 14000 16000 18000 20000 m/z
TS < >

@"e— 5 - unknov
== &&
Analysis List

@ M) < 21101859200_D10M
- M, ©21101859240_D10\2
H- ™ = 21101859270_D1003
- M), " 211018592\0_D10\4
- M L © 21101859200_D3\1
EH- ™ * 211018592\0_D3\2
- ), *211018592\0_D3\3
[ M), " 211018592\0_D3\4
[+ W] * 211018592\0_D4\1
- ™, *21101859240_D4\2
H- ¥ = 211018592\0_D4\3
- W ), *21101859240_D4\4
- M L, © 21101859200_D5\1
EH- ™ * 211018592\0_D5\2
- M ©21101859240_D5\3
- W, *211018592\0_D5\4
- My * 21101859240_D6M1
- M < 211018592\0_D6\2
- M, *211018592\0_D6\3
& M, *211018592\0_D6\4
=M = 211018592:0_D7\1
- M Ly ©211018592\0_D7\2
- ¥ = 21101859270_D7™\3
- M, *211018592\0_D7\4
G- M, " 211018592\0_D8\1
- M L ©211018592\0_D8\2
- ¢y *21101859240_D8\3
- ™y *211018592\0_D8\4
- M * 211018592\0_D9\1
[ ¥ *211018592\0_D9\2
@M *211018592\0_D3M3
- My~ 211018592\0_D9\4
For Help, press F1

Overlaid 4, Stacked } List /
MBT_Standard

Box Selection

Sequence List

bonke

HESSEN

VL /X
Y /4
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LABOR



Raw spectra processing - flexAnalysis

@ flexAnalysis

File Edit MassList Process Calibrate Annotation Method FAST View Report Tools Window Compass Helg

B i N Qe 41

=d Q&
Analysis List

- (), *211018592\0_D10\
- (), " 211018592\0_D10\2
- M), *211018592\0_D10\3
i W1, *21101859200_D10N
i W, * 21101859200_D3\1
-, *211018552\0_D3\2
i W, *211018592\0_D3\3
W, *21101859200_D3\4
W ), *211018552\0_D4&\1
-, *211018592\0_D4\2
- M), *211018552\0_D4&\3
W, *211018592\0_D4\4
4 W * 211018592\0_D5\1
- M), ©211018592\0_D5'2
i W, *211018592\0_D5\3
i M), ©211018592\0_D5\4
i W, *211018592\0_D6\1
i M), ©211018592\0_D6'2
i M), < 211018592\0_D6\3
i M, ©211018592\0_D6\4
- M), *211018592\0_D7\1
i M, *211018592\0_D7\2
-, *211018592\0_D7\3
f- ), ~211018552\0_D7\4
#- M), " 211018552\0_D8\1

B M), " 211018552\0_D8\2
f- M), " 211018552\0_D3\3
f- M), " 211018552\0_D3\4
+- " 211018592\0_D9\1
#- ), "211018592\0_D9\2
- *211018592\0_D9\3
i M, *211018592\0_D9\4

— Mass Spectrum

uS llhlm

Intens.
[a.ull

x104 |

Edit sample spectra

Mass List
a

Quality control of the spectra
=5 selection of 24-20 sp,
if necessary 18 sp

Sequence List

2000 4000

14000 16000 18000  20000miz
3o < >
\ Overlaid £ Stacked ), List /
For Heln nrese F1 Box Selection honke

HESSEN
—

VL /X
Y /4
LANDES
LABOR
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Raw spectra processing - flexAnalysis

Mass Spectrum x| Mass Spectrum x|
Intens. ntens.
[a.u] | t[a,u,]
x104 w04
N 1.0
o8 Deselect outlier peaks
3.

I}, \\
[
Deselect flat line spectrum f /AN /

029, '

] . e
e B , =
.............. LM ——————————— 0.0 i
5500 6000 6500 miz) 3285 3290 3205 3300 3305 330 mk
< >

o < >
Overlaid A Stacked }; List /

Overlaid j Stacked j List /

VL /X
Y /4
LANDES
LABOR
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Raw spectra processing - flexAnalysis

g | -
= 5
e ‘ Check peak shift of masses. \
| Peak shift between spectra: '
500 ppm.

LANDES
LABOR



Raw spectrum processing - flexAnalysis

Nan

e

Anderungsdatum

211018592 Campylobacter hepaticus_raw{

02.2023 13:35

BTS 211018592
BTS 211018592_raw

10.02.2023 21:16

AR aw ] 2°F 94 L
10,02.2023 21:05

HESSEN

| E—
btlhifoao s
I a—w B
[ | [
) f—
| ——

Change the original
sample spectra file name
before saving!

(e.g. add raw, ed, ...)

VL /X
Y /4
LANDES
LABOR



Raw spectrum processing - flexAnalysis

@ flexAnalysis

Eile

[& &

Analysis List

- M, " 21101859210_D10\1
w0 ), *211018592\0_D10\2
- W, ©211018592,0_D10\3
+- W, ©211018592:0_D10"4
i W) *211018552\0_D3\1
7 M) *211018592\0_D3\2
- [ |,||,_,I = 211018592\0_D3\3
- M, " 211018592\0_D3\4
+- vl = 2110185952\0_D4\1
A1), 211018592\0_D4\2
7 M), “211018592\0_D4\3
+ - W, " 211018592:0_D4\4
4 W *211018592\0_D5\1
7 M), ~211018592\0_D5\2
- [y, *211018592\0_D5\3
i W, " 211018592\0_D5\4
+ .—|,||,_|I *211018592\0_D6M1
- W), *211018592\0_D6\2
4 W), *211018592\0_D6\3
+ .7|,||,_|I = 211018592\0_D6\4
M., *211018592\0_D7\
- M|, ~211018552\0_D7\2
#- M |, *211018592\0_D7\3
#- M |, *211018592\0_D7\4
£ ™ |, " 211018592\0_D8\1
6 ™, *211018592\0_D8\2
B ™ | ©211018592\0_D8\3
B M, *21101859200_D8\4
+ M, *211018592\0_D3\1
- [, *211018592\0_D9\2
0[] *211018592\0_D9\3
W |, - 211018592\0_D3\4

— O X
dit Mass List Process Calibrate Annotation Method FAST View Report Jools Window Compass Help
Jo i i I A A1 QqQ Q| lm e °8 o]
MJ‘“&‘ Mass Spectrum % Mass List 2lx
Int{ensj

Select only the suitable spectra and save

Quality control of the spectra
= selection of 24-20 sp,
if necessary 18 sp

For Help, press F1

2000 4000 §000 8000 10000 12000 14000 16000 18000 20000m&z
s < >
\ Overlaid  Stacked }, List /
Zoom XY bonke

HESSEN
—

94
'//
LANDES
LABOR
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B Raw spectrum processing - flexAnalysis

File Edit Mass List Process Calibrate Annotation Meth

@M D GER W W flexAnalysis X
Analysis List =) xd ., . »

SERI 2110155920 D33 The Analysis "211018592\0_D34Y3' is modified.

RN © 211018592\0_D4\2 .. .
BRI - 2110125520 D5\3 Do you want to save the curent state of processing including the

embedded method?

o :I"lll -~
@ ), RARES & Open.
00 R pr—
Yes Yesto Al No NotoAl |} Cancel
N
Close the unsuitable spectra
without saving! Do not save!
&
nicrobiology > Campylobacter hepaticus_211018592 _LHL GI v O
~ Mame Anderungsdatum
Die verarbeiteten Probenspektren _
. . ) 211018502 Campylobacter hepaticus 10.02.20232 21:31
werden unter dem urspriinglichen ol : R
. . » 211018592 Campylobacter hepaticus_raw  10.02.2023 13:35 ,, ®
Dateinamen gespeichert. BTS 211018592 10.02.2023 21:16 ,//
o BTS 211018592_raw 10.02.2023 21:05 LANDES
" LABOR




Raw spectrum processing - flexAnalysis """

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
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MSP creation - MBT Compass Explorer

+

Spectrum Browser

Root: IC \Users\bonke\Desktop\Demo_140. Browse...

Fitter Spectra
MS LIFT

¥ 211018592 Campylobacter hepaticus [ R E—— FAST [ FAST Seament

[ From: 2023-02-10 22:37
[J To: 120230210 22:37

Spectrum Properties

Open processed spectra

Selected spectra: 26
Spectra: 26/26

Clear Selection

M
M

i«

LIFT (converted)
Unknown

Apply

File

Edit Action Tools Help

ISpectrum [ C:\Users\bonke\Desktop\Demo_140223\Maldi-Tof_MSP_Data\MSPs_microbiology\Campylobacter hepaticu ¢ | »

1
2
3
4
5
6
7
8

9

10
n
12
13
14
15
16

18
19
20
21
2
23
24
25
26

0_D10\I\1SLin
0_D10"2\1SLin
..0_D10\3\1SLin
0_D10\4\15Lin
0_D3\1\15Ln
.-0_D32\15Lin
0_D3\4\15Lin
0_DA\INISLn
.0_D&3N15Ln
0_D4\4\15Lin
0_D5\I\15Lin
..0_DS\2\15Lin
..0_D5\4\15Lin
0_D6\2\15Lin
..0_D&\3\15Lin
..0_D6\A\15Lin

— 7 ..0_DAAINISLin

0_D7\2\1SLin
-0_D7\3\15Lin
0_D7\4\15Lin
0_D8\1\15Lin
.0_D&\2\15Lin
0_D8\3\15Lin
0_D8\4\15Lin
..0_DS\iN1SLin
0_D5\4\15Lin

' Cancel

Spectrum  |dentffication

Intens. [arb] (103)

40 |

30 +

10 +

M

t
10
miz (10°3)

le
[
sp
ec
tra
an

d

pr
es
s

(2}

d
td
G
>
o

vi
e
w

a

MSP Name

Selected MSP  Cumrent MSP

Spectra loading running... Processed: 21/26 Remaining: 00:00:00

HESSEN
—
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HESSEN

MSP creation - MBT Compass Explorer

@ MALDI Biotyper Compass Explorer - X
File Edi( Action ools Help
e

p‘f M‘f: Preprocessing » 2 . Create MSP

Identification »
Spectrum [C:\ MSP_Nata\MSPs hiclaaw\Camovohacter hepaticu + | * | Spectrum | |dentfication 3 .
MSP Creation » Edit Method... ES Bruker Taxonomy S
MSP Dgndrogram » Edit Subtyping Method... T T T T El cellular orgapeefhs (/146D
L - Unassigned MSPs (17/17)

PCA 4 Create 40 4+ J
Composite Correlation Index 3 Create series +

. The created MSP appears
0T ‘ ‘ ) under Unassigned MSPs.
' |

(10*3)

MNew M5SP Name

...0_D6\3\15Lin

N NEVAVICLin

1. Select all spectra

New Name: Campylobacter hepaticus 211018552 LHL Gl

L Cancel

MSP Name Creation Date

3. Set MSP Name

Note: Name of MSP cannot

®
be changed after creation! ’7/

Selected MSP  Cumrent MSP LANDES
E Cancel i LABOR

EQS.HVO'E(’.\,“‘gQﬂ-gﬁggS




MSP creation - MBT Compass Explorer

E MALDI Biotyper Compass Explorer

File Edit Action Tools Help
18

e

Spectrum  MSP

Spectrum  |dentification

HESSEN
—

1. Add Hierarchy to MSP Selection

.....' Bruker Taxonomy
E (- cellular organigee™ (/1460
- Unassigned N|SPs (18/18)

- E

Unassigned MSPs in
Bruker Taxonomy tree

40 F T T T T
30 + -
=
)
204 ]
:
£
10 + 4
0 +—+ T —t— +—t
0 5 10 15 20
miz (10°3)
Se [ R
le o e | X @. =, .
:; MSP Name Locate MSP in Taxonomy Tree
ec
ta? Canis lupus familiais 001 gegart 2252 View MSP Dendrogram

Canio byiof

2. Current MSP tab with highlighted MSP entry

2 geqart 2252

B Can

=
- o

‘EaRFRBLFECST VA’

Gleimia enhydrae 6138-11-0RH1T LHL
Neisseria montereus CSL10203-0RH2T]|
Neisseria montereus CSL10203-0RH2T]|
Neisseria zalophi CSL7565T LHLGI

Staphylococcus sciuiamericanus GRT.
Staphylococcus sciuiamericanus GRT.

Staphylococcus sciuimarylandi SQ8-PH
Staphylococcus sp. GRT3 LHLGI

Streptococcus sciur sp. nov. SQS-PEA
Streptococcus sciuriintestinalis SQ5-PES

Selected MSP (18) Cument MSP (18)

ngae ES2715CQ 4
ngae ES2730CQ ™'
lngae ES2775CQ
Conynebacierium miroungae ES2794-C0

Staphviococcus sciunmarylandi SQ8-PE ¥

Remove Selected MSP's
Clear All MSP's

Load MSP Library...
Save MSP Library

Create Subtyping MSPs...
Add MSPs For Identification

View Preprocessing Method
View MSP Creation Method

View MSP Peak List...

Creation Date
12.02.2023 00:01

08.11.2022 14:58
08.11.2022 14:59
05.08.2022 08:40
05.08.2022 08:44
05.08.2022 08:44
05.08.2022 08:43
05.08.2022 08:35
05.08.2022 08:39
10.02.2023 09:25
05.08.2022 08:40
05.08.2022 08:37
10.02.2023 09:13
05.08.2022 08:38
10 09 2097 015-11

3. Open MSP Metadata Editor

View [ Edit MSP Metadata...

VL /X
Y /4
LANDES
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HESSEN

MSP creation - MBT Compass Explorer

Q MALDI Biotyper MSP Metadata Editor. Versi.. — O X D MALDI Biotyper M5P Metadata Editor. Versi.. — O pd
Campylobacter hepaticus_2110592_LHL Gl (32 Spectra) Campylobacter hepaticus 211018532_LHL-GI (29 Specira)
Organism: Campylobacter hepaticus_2110592_LHL Gl Organism: Campylobacter hepaticus 2110185392_LHL-GI
Strain: unknown Strain: LHL 211018592
Provided by: — v |  New..  Edi.. Provided by: SCB v  New..  Edi..
Determined by: unknown v | New.. | Edi.. Determined by: SCB v New.. | Edi..
Conserved ] Conserved ~
Extraction Method: unknown v | New... Extraction Method: BOH-FA v | New...
Matrix: unknown v | New... Matrix: HCCA v New..
Growing Conditions: | nknown Growing Conditions:  |37°C, 24 h, blood agar, microaerophil
Comment: Comment: |
Create MSP Metadata
94
» Edit OK Cancel Help »  Edt OK Cancel Help I//
LANDES
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B MSP creation - MBT Compass Explorer

HESSEN

.o L]
MSP organization 5 Projcts (02387 .
- Acinetobacter_core_stricto (0/0)
- Brag_cfiA_groups (0/0)
=) Projects (0/2386) i Brucella database FLI {(137/137)
-~ Acinetobacter_core_stricto (0/0) (- Bruker Dbfa_n'es 0/106)
i~ Bfrag_cfiA_groups (0/0) & -CVU!_‘\-EW {0/0) _
- Brucella database FLI (137/137) - erwelerin DA Bokterien (/)
+ - [#- Bruker Libraries (0/106) - Francisela (1212) ,
I 8 Projects -] @ - CVUA-BW (0/0) ;"“C:fésle;g;af;;;—“'s (38/38)
7 — : ] X o : (335/
. T Pm}ﬁsfflis} stricto (0/0) i .?weﬁ'e';f ??ZB?;;W oo - LHL-Tierartdiferenzierung (0/823)
1 T AEnelobacter_core_snclo ¢ - Francisella {12/ H (- LHL-Tierartendffferenzienung_unassianed (21/63)
] - Birag_iA_grues (0/0)  inhouse lbray JEVS (38739 2. Choose Project o
gru:ellauiaha.bas.; ITIII_}IEI_'IE.J'I n LHL-GI (335/335) :--M)'ccplasma MSF (0/0)
i (& Bruker Librarics (0/106) - LHL-Tierartdiferenziening (0/823) _ Paenbacilus ERIC (5/6)
(- CVUA-BW (0/0) H LHL-Tierartendiff ed (21/63 ... Paenibacillus FLI (66/66
(- erweiterte DB Bakterien (0/0) [#)- LHL-Tierartendferenzienung_unassigned (21/63) i~ Paenibacillus_| _‘, /6E)
.. Francisella (1212) [+ Mikroorganismen (Q/D} ® -Pasteurellaceae (0/0) )
1 .in-house library JEVS (38/38) -~ Mycoplasma MSP (0/0) i-- Referenzstaemme (39/39) e v
i-- Paenibacillus ERIC (6/6) ——TETi ,MSF’ - . - 1\
B View in Browser ... Paenibacilus_FLI (66/66) sesigned MSPs (17 w
- LHL- - Pasteurellaceae (0/0) MSP Name Creation Date Peak | ™ MSP Name Peak List Count
H B Search ML - Referenzstaemme (39/39 Canis lupus familiais 001_gegart_: 11/8/2022 25852 20 [ Campylobacter hepatic.  2/10/2023 3:.41:51 26 |
r;:l: Start Taxconomy Tree EditoD P SN Canis lupus familiais 002_gegart_. 11/8/2022 2:59.15 23
Pacnib Unassigned M5Ps (18) M Coynebacterium miroungae ES271 8/5/2022 8:40:51 AM 31
N (- Pasteu| |, Add To MSP Selection MSP Name Peak | ™ MSP Name Carynebacterium miroungae ES273 8/5/2022 8:44.59AM 29
Refere: = — Coynebactenum miroungae ES277 8/5/2022 8.441148M 3
= l E”P"‘bhadf' T':'.‘.'"UU"; 121101 Bla fﬂgﬁg 3:;13?212 ;g Conebacteiium mitoungae ES276 B/5/2022 BA335AM 27
1 aniz lupus familiaris _gegart_, : Gleimia enhydrae 6138-11-0RH1T_ 8/5/2022 8:35:00AM 25
] 1' Open Taxonomy Canis lupus f.amlllar!s 002_gegan_; 11/8/2022 ?-59:15 23 Neisseria montereus CSL10203-0F 2/10/2023 9:25:31 27
T Edi Copnebactorum miroungas ES27) 8/5/2022 84051 AM | 31 Neisseria mortereus CSL102030F B/5/2022 BISZ3AM 27
ree |tor Comynebacterium miroungae ES273 8/5/20228:44594M 29 Neisseria zalophi CSL7565T_LHL-G 8/5/2022 B.40:10AM 28
H Comnynebacterium miroungae ES277 8/5/2022 8447118 31 Staphylococcus sciunamencanus G 8/5/2022 B37:.00AM 30
v [E= Corynebacterium miroungae ES27S 6/5/2022 84335 4M 27 Staphylococcus sciuiamenicanus G 2/10/2023 3:13:43 24
Gleimia enhydiae 6138-11-0RH1T_ 8/5/2022 3:35:00 M 25 Staphylococcus sciwimarylandi 50 8/5/2022 8.38:47aM 27
Meisseria montereus CSL10203-0F 8/5/2022 8:33:29AM 27 - Staphvlococcus sciwimarvlandi 50 2/10/2023 3:11:56 27 v
Meisseria montereus CSL10203-0F 2/10/2023 9:.25 = S v
Meisseria zalophi CSL7565T_LHL-G 8/5/2022 8 401
; - Cancel Help
Creation Date Staphylococcus sciurdamericanus G 8/5/2022 8370 3 . M ove created M
Staphylococcus sciuriamericanus G 2/10/2023 313
Staphylococcus sciuimarvlandi 50 8/5/2022 8384 to tree nOde
i E o4,°
( 0K Cancel Help '//
"
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LABOR



MSP creation - MBT Compass Explorer

Q MALDI Biotyper Compass Explorer — x
File Edit Action Tools Help
)
Seectum  MSP Spectrum  |dentification "4 ];'é‘r Bruker Taxonomy ~ [E]
Title =J- cellular organisms (0/14601)
12 —_—_ - Archaea (0/7)
[ 8 Bactera (2/11664)
r View in Browser
1.0 + R
i y Search MSP...
08 + . [E] Start Taxonomy Tree Editor...
1. Load MSP Library
; 0.6 1 _ iy Add To MSP Selection
> |
e Add Hierarchy To MSP Selection
04+ ] Clear MSP Selection
-
02 4 4 LF  AddMSPs For Identification
H >
perform quallty ContrOI [ tg  Add Hierarchy For Identification
0.0 f f f t t
0.0 0.2 04 0.6 0.8 1.0 1.2
X Axis
Sele &# ! I8y
o i =
z; MSP Name Creation Date
and
pres
s
<Ctd
-G>
to
vie
w
real
spe
cira
or
<Q|1
-N>
for
nor
mali
zed
spe
ctra.  Selected MSP  Cument MSP (2)

; Cancel ]

HESSEN
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HESSEN

MSP creation - MBT Compass Explorer

Ei MALDI Biotyper Compass Explorer — *
File g ction Tools Help
&
Sy

Spectrum ) Spectrum  |dentification 14 % | Bruker Taxonomy H E

1 Campylobacter hepaticus 211018532_LHLGI - 5 cslilar rganiems (0/14601)
12 — i Unassigned MSPs (18/18)
3. Select the created MSP 101 ]
o Ld .o o T
and start identification 08 1 ]
306 L ]
> £y
04 1 ]
021 ]
0.0 ] : : : : f
0.0 0.2 04 0.6 08 1.0 1.2
X Axis Locate MSP in Taxonomy Tree
Sele P P . R View MSP Dendrogram
ct Uik s ..‘J M‘.( q“ﬂ L—‘I,_-f E\_,
3: MSP Name -Iul" Remove Selected MSP's A
and | Campylobacter helveticus 8174 01 NVU " . .
Pres | Camoviobacter hefveticus Bt 7986 08 NVU WS Clear AllMSP's 2. Add unassi gn ed MSP
«Ci | Camoviobacter helveticus CCUG 30682T NVU a Load MSP Lib
I Camoyiobacter hepaticus 211018592 LHLGI "7 Bts for identification
to Campylobacter hominis CCUG 45161T NVU 4 Save MSP Library
Vvie | Campyviobacter hyointestinalis F223 CPB T
rtal Campylobacter hyointestinalis ssp hyointestinalis CCUG 1416 Create Subtyping MSPs...
spe Campylobacter hyointestinalis ssp hyointestinalis CCUG 1416/
cira | Campylobacter hycintestinalis ZC27 NVU +7  Add MSPs For Identificati ‘
or Campvlobacter insulaeniarae DSM 17739T DSM fli cid 5P For |dentification
Q| Camoviobacter eluni ATCC 29428 THL )
for  |Campviobacteriejuni Bkt 4391 08 NVU View Preprocessing Method ,’ ®
nor Campyiobacter ieiuni MB 4738 05 THL . .
m‘;" Camovlobacter isioni MB 6111 05 THL View MSP Creation Method '//
B . - W
:;e Camnvinhacter isini MB 7240 05 THI ﬂﬂ View MSP Peak List...
cira.  Selected MSP (11999) Cument MSP LANDES
E Cancel View / Edit MSP Metadata... u‘ LABOR




HESSEN

MSP creation - MBT Compass Explorer
Spectrum  MSP (1) Spectrum  Identfication 1E X [Bruker Taxonomy 1] &

% 1 Campylobacter hepaticus 211018592_LHL-G|

Campylobacter hepaticus 211018592_LHL-GI - cellular organisms (0/14601)
L L e e e A B B e B B t-- Unassigned MSPs (18/18)
10 + 4

05 1 ]

rel.int,
\

miz (10%3)
Sele Mo Detected Species Log(Score)
;e % | | |Campylobacter hepaticus 211018592 LHL-GI 3.000
ctra | @ i |Campviobacter ieiuni MB 6111 05 THL 1.380
and |@ | j |Campyiobacterieiuni MB 7240 05 THL [1.300
pres (@ | y |Pannonibacter phragmitetus LMG 5414 HAM 1.270
S | @ 1 |Campyiobacter ieiuni ATCC 29428 THL 1.240
-G> @ | | | Neisseria meninaitidis 24086406 MLD 1.200
to |[@| § |Campviobacter ieiuni MB 4738 05 THL 1.190
vie @ | | | Prevotella histicola ENR 0213 ENR 1.180
b | @ |  |Clostridium polnesiense DSM 27072T DSM 1.170
oo | @] s [Costrdioices dificie MB 7869 05 THL 1.160
ctra
or .
o e/
-N> H
« | | MSP scores of detected species ///
nor
;neadi LANDES
spe LABOR

cira.  Selected MSP (11999) Cument MSP MSP Scores (10)



MSP creation - MBT Compass Explorer

Inten:

- L

*

*

+ + + + + + + T T T * t+ + + t
0 5 10 15 20
miz (10*3)

HAQABLFEIOSEVO  ZACIRARTREATY

Ilu.u' Iil..f' H IJ:R( ; — % @L_j

T ITTIOUSE NOTaTy 9=V [07 JOT

- LHL-Tierartdifferenzierung (0/823)
- LHL-Tierattendifferenzierung_unassigned (21/63)
- Mikroorganismen (0/0)

HESSEN

MSP Name

Campylobacter hepaticus 2110185592 LHL-GI 18.02 2022 07-47
Campylobacter sp-W1 CVUAS 31484 CVUAS 01.03.2019 13:06
Caviibacter abscessus CCUG39713T 04.03.2016 13:43
Chelonobacter oris CVUAS 8268 02.2013 16:58
Chryseobacterium chaponense CVUAS 32831 CVUAS
Chryseobacterium hominis CVUAS 5661 CVUAS
Chryseobacterium manosauense 185-U1-6 CVUAS
Chryseobacterium sp-l-7 CVUAS 11450.4 CVUAS
Clostridium acidisoli DSM12555 LHL

Clostridium akagii DSM12554 LHL

Clostridium alaidicamis DSM15099 LHL

Clostridium alqidixylanolticum DSM12273 LHL

Clostridium algoriphilum DSM16153 LHL

Clostridium botulinum E CVUAS 30006 CVUAS

Clostridium bowmanii DSM14206 LHL

Clostridium estertheticum ssp. estertheticum DSM8809 LHL
Clostridium estertheticum ssp. laramiense DSM14864 LHL
Clostridium fimetarium DSM3179 LHL

Clostridium frigidicamis DSM12271 LHL

22.06.2018 09:08
22.02.2017 13:54
22.02.2017 13:42
22.02.2017 13:49
22.02.2017 13:58
22.02.2017 13:51
29.06.2017 07:16
22.02.2017 14:03
22.02.2017 14:10
22.02.2017 14:.07
22.02.2017 1413
22.02.2017 14:19

Selected MSP (335) Cument MSP (335)

P | -

fila. di s in [ITF 41

Save MSP library!

Add the new library to the table view,
select all spectra and save.
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Library selection- MBT Compass

~) PREPARED TARGETS

101
101
101
101
101
101
101
101

230119-0920-101
230126-0947-101
230127-1116-101
230127-1119-101
230131-0944-101
230203-1245-101
230207-1038-101
230210-1159-101

== Run (O}

¥ Configuration - O X

General

Identification Profiles

SELLETLGN BTS Mycobacteria Megative lon Mode  Filamentous Fungi

entificatic

AutoXecute method:  |MBT_AutoX |

Preprocessing method ‘MALDI Biotyper Preprocessing Standard Method ‘
MSP identfication method [MALDI Biotyper MSP Identification Standard Method |
MSP Source
LHL-GI_335 ~
Conynebacterium_FDA
Gleimia_FDA

Meisseria_FDA

- Staphylococcus_FDA
© MSPs from libraries Sheicocous FDA

VD _equivalent
L E—

Taxonomy
Bruker Taxonomy
Projects
LHL - alte Spekt d Datenbank
O MSPs from taxonomy | - Taioioﬁf ren un enbanken

Cancel

HESSEN

>
o 0 0 gasy

2%
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S onaCe B
B Quality control - MBT Compass STUTTAAT

] == Additional quality control

- freshly prepared subculture of the same strain for an
] I:rfligre additional quality control step.

- prepare a direct transfer and measure against the new
. library.
- strain should be identified within the 10 best matches.

Bruker Daltonik MALDI ¢ o )

Biotyper BRUKER

Classification Results CN

Direct smear

Project Info:

Pr nt

Validation: not present

Validation Position:

Result Overview ”
Analyte Organism | Scor e Organism Score
Name (best match ) Value (second best match) Value

261 not reliable identification 1.28 LAN D ES
Fig: CVUA Stuttgart, 2022 LABOR




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

STUTTGART
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cvua

STUTTGART

Validation and other applications

w l 3:&‘3:32?&.%%@ru i A f Food C | cvua
Lebensmittelsicherheit
spects of Food Contro STUTTGART
and ".‘lﬁ» "IN A P BY aalt iﬁiﬁ?iﬁ:ﬁﬂlmgsm
raaaNajiNdar tIeaiILag Stuttgart

eJournal 2020, Volume 13

Guidelines for validating species identifi-
cations using MALDI-TOF-MS in a single
laboratory or in laboratory networks

Collection of Sample Preparation
Protocols for MALDI-TOF MS Based
Identification of Meat, Dairy Products,
Fish and Insects

Martin Dyk, Olivera Wenninger, Christian Guckert, Jannika Fuchs,
Christine Wind, Ekkehard Hiller, Pat Schreiter and Jérg Rau

. 24,
Baden-Wiirttemberg
https://www.bvl.bund.de/SharedDocs/Downloads/07_Untersuchungen ,//
/Guidelines for_ validating species identifications using MALDI-TOF- https://ejournal.cvuas.de/issue202013.asp
MS.pdf? _blob=publicationFile&v=4 LANDES

LABOR


https://ejournal.cvuas.de/issue202013.asp
https://www.bvl.bund.de/SharedDocs/Downloads/07_Untersuchungen/Guidelines_for_validating_species_identifications_using_MALDI-TOF-MS.pdf?__blob=publicationFile&v=4

