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About ImCorrect

ImCorrect was a software we developed for improvement of %

IMC |
I

mass and relative isotopic abundance (RIA) accuracy by the

consideration of the effects of noise level, signal stability and signal

decay effects during the MS analysis.
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1. System Requirements

Recommended requirements

B 4 or more CPU cores

B 16 GB or more RAM

B 64-bit Windows 10 or later (macOS is not available)



2. Installation

Prerequisites

B Visual C++ redistributable package (64-bit)
B NET Framework 4.7.2 or later (64-bit)
B imCorrect

B MSConvert

@ ® The successful running of imCorrect requires the installation of Visual C++
redistributable package and .NET Framework.

® A detailed guide for the installation of Visual C++ redistributable package and .NET
Framework can be found in Appendix Al and A2.

® The raw data obtained from vendor format must be converted into .mzML format
(please see Appendix A3) for successfully running in imCorrect.




Download Software and Example Data

A
IME ||||| imcorreCt DOWNLOADS | USERMANUAL  CONTACTUS  REPORTISSUES

Downloads

@ Software

imCorrect (ver. 1.0)

imCorrect can be downloaded from
the following link:

https://msomics.abrc.sinica.edu.tw/imCorr

ect/?page_id=10

@ Example Data

Doped Lipids in Plant Cell Lysate Identified in MS analysis with Orbitrap Elite raw  mzML

Plant Lipids Identified in MS analysis with Orbitrap Elite raw  mzML

Plant Lipids Identified in MS analysis with 1Q-X raw  mzML

Fig-1. The page for downloading the software and example data

@ Download the Software

@ Download the Example Data,
available in two formats (Thermo.raw
and mzML), to freely test and verify
the software


https://msomics.abrc.sinica.edu.tw/imCorrect/?page_id=10

Checking the Download File

Once the download is complete, the folder will contain

imCorrect_v1.0 X -F - a X the fO”OWing four items:
& » @] J > =&t > DATA(D) > imCorrectvl0 > %= imCorrect_v1.0
© #e - NopE- Dem- e D sn @ bin: This folder contains the executable files of imCorrect.
WAm —2 Ko g @ imCorrect.exe: The main program executable for imCorrect.
. — IMC II
o Ihl PDF . . .
- i - —— @ UserManual.pdf: A tutorial providing a guidance on how to
in imCorrect.exe serManual.p .
- use imCorrect.
® @ ®
on BHEIREIR

& Google Drive (G:)

Q - For successful execution of imCorrect, place the (1) “bin”
folder, (2) “imCorrect.exe” file in the same directory.

> [EYownCloud

v ExE

()
> == DATA (D)
> wmSSD (E)

> & Google Drive (G:)
3 EEE

1
O

Fig-2. The items included in the imCorrect download folder



3. Steps for the data processing within ImCorrect



3-1. Launch the imcCorrect

~ imCorrect_v1.0
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Fig-4

. Starting the software




3-2. Data Processing (Function-1)

imCorrect v1.0 — O
@ Diata Frocessing | Analysis
@ mzhL File:
Browss add
DivmzbL_doped lipids20210603_0OC_Di0_SPIKE DE MEASURE 461 Eef ESI POS_1 meML
DivmzML_doped _lipad 20210603 _0C_DI10_SPIKE DE_MEASURE 461 Ref ESI POR_2 mzML
DivmzbL_doped _lipids20210603_0OC_Di0_SPIKE DE MEASURE 461 Fef ESI POS_3 meML
DivmeML_doped _lipid 20210603 _QC_D10_SPIKE DE MEARURE 461 Ref ESI PO 4 meML
DivmzML_doped _lipid$20210603_0C_D10_3PIKE_DE_MEASURE 461 Eef ESI POS_5 meML
DivmeML_doped lipids20210603_QC_DI0_SPIKE DE MEASURE 461 Eef ESI POS_6.meML
Parameter: Import Exmort
Common Parameters Mazs and RIA Correction
Project Name TEET1 Mass Comrectinn © Ensble () Disable Range 1 100
Mass Tolerance for M3 Feak Detection 15 Tpm El4 Comection © Ensble () Disable
Maz Tolerance for Isotope Detection 5 o Reference
Compomnd Wabce A
BT Tolersnce 10 zeconds
Polasity Mode € Pasitive () Nezative Bironyse
. Error Cormection 0 Enable () Disable
Smoothing Bettine
Retention Time Bethng
Mois Removal Hetting
Cutput Folder: | Browse | DiimCorrect w10 RN

Fig-5. Interface of “Data Processing” in imCorrect

@ Select the “Data Processing”.

@ Click “Browse” to import the raw data file in

mzML format.

As the mzML format was required, carefully refer
to the parameter settings for data conversion in
MSconvert provided in Appendix A3.




3-2. Data Processing (Function-1)

® set the common parameters:
& imCorrect v1.0 — d X

a. Specify a "Project Name" which will be
automatically added as a prefix to the

Data Frocessing  Analysis

mzML File: . .
. o - output file name. For example: TESTL1 file
— name.
DmzML_doped_lipid#20210603_QC_D10_SPIKE_DE_MEASURE_461_Ref ESI_FOS_{ mzML
oMo oo e pm iU e e b. Set the “Mass Tolerance for MS Peak
Dimi o A D i e e | Do e Niass Tolerance for M> "ed
DEszLjdESEdjhgidz\znz105032%::[)1DZSPIKEZDEZMEASUREEE1jR§ijSIjPosjai$ML Detection” with ppm for the peak helght of
EIC search.
Pavameter: Imoort Export
@ Comman Passmeters Mass and RIA Correction c. Setthe “Mass Tolerance for Isotope

Project Mame TEET1 (a) Mass Comrection © Ensble () Disable Range 1 100 Detectlon” W|th ppm for the |SOtOp|C

Mass Tolerance for M3 Peak Detection 15 (D) ppm RI4 Correction © Ensble (O Disable enve|0pes detection.

Mass Tolerance for Isotope Detection. (C) Jur} Reference « » .

mp - " compomd ek 5 d. Setthe “RT Tolerance” with seconds for the
ET Tolersnce weonds . . .
— = isotopic envelopes detection.
Polarity Mode © Positive () Hegative (e) O =
Smoothing Settine s Gt (1) B I DA e. Positive ion mode is default setting.
Eetention Time Retting

Modz Remowval Setting

Ctput Falder: | Browss DiigmCorrect v1.0 RON

Fig-5. Interface of “Data Processing” in imCorrect




3-2. Data Processing (Function-1)

® set the common parameters:
imCorrect v1.0 — O X

Data Frocessing  Analysis

f. Click “Setting” to show the “Smoothing
Parameters” form:

mzL File:
Browss Adi Remove I.  Enable or disable the “Spectrum
DinzML_doped_lipid$20210603_QC_D10_SFIKE_DE_MEASURE_461 Fef ESI FOS_1mzML Smoothin g ” function.
DunzML _doped_lipid$20210603_OC_D10_SPIKE_DE_MEASURE_461_Ref ESI_POS_2 mzML
i S e b T e e i ing width for
. afpe b £ e
D:'-.szL:doged:]igids\EDZIDﬁDBZQCZDID:SPIKE:DE:MEASURE:%[ I Set SmOOthmg width for SpeCtrum
DnzML _doped lipid 20210603 OC_D10_SPIKE DE MEASURE 461 Smoothing Parameters X Smoothin gu function
Parsmneter: — .
S S Exoor Spectrum Smoothing: ii. Enable or disable the “Chromatogram
@ Common Parameters Masd @ Enable (O Dissble (i) Smoothing” function
- TEST1 o 1 -
Project Name Mazs Wi S 9 (“) ange 100 . . -
Mass Tolerance for M Peak Detection 15 pm | EIA Iv. Set smoothing width for
Mass Tolerance for Tsotope Detection 5 mon | Y Chremsibgmmsmosting “Chromatogram Smoothing” function.
s
RT Tolerance 10 seconds © Enable O Dimble (111)
Polarity Mode O FPositive () Negghi Width 3 = (IV)
E
Smoothing (f) sethne
R
Moiz Femoval Setting I ik
Cutput Folder: | Browse | DiimCorrect w10 RN

Fig-5. Interface of “Data Processing” in imCorrect




3-2. Data Processing (Function-1)

& imCorrect v1.0 — d
Data Frocessing  Analysis
mzhL File:
Browss add Remove

DivmzbL_doped lipidA20210603_CC_D10_SPIKE_DE_MEARURE_ 461 Ref EZI POZ_1 mzbL

DivmzML_doped _lipids\20210603_QC_D10_SFIKE_DE_MEARURE_461_Ref ESI_POS_2mzML

DivmzbL_doped lipidA20210603_QC_D10_SPIKE_DE_MEAZURE 461 Ref E3I PO _3mzbL

DivmeML_doped lipids\20210603_QC_D10_SFIKE DE MEARURE 461 Ref ESI PO _4 meML

DmzbLL_doped _lipids\20210603_QC_D10_SFIKE_DE_MEARTRE_461_Ref E3I_POS_5 mzML

DivmzML_doped lipidsA20210603_QC_D10_SPIKE_DE_MEARURE_ 461 Ref EZI PO _6.meML

Parameter: Tmoort Exoort Y Noise Removal Parameters X

Common Parameters M © Ensble () Dissble ()
; nable () Disl |
Project Name TEET1 K Noise Removal
Mass Tolerance for M Peak Detection 15 rpm B Min Peak Foint 2 (I I)
Mass Tolerance for Isotope Detection. Ipm /‘ Max Resolution 00000 (III)
RT Tolerance 10 seconds Intensity Cutoff for M3 Peak 5000 (iv)
Polarity Mode O Fositive () Negative Intensity Cutnff for Compannd 100000 (V)
Smoothing Bettine
3 Cancle

Noise Removal 0)|  Settine e S

Cutput Folder: | Browse | DiimCorrect w10 RN

Fig-5. Interface of “Data Processing” in imCorrect

@ Set the common parameters:

g. Click “Setting” to show the “Noise Removal
Parameters” form:

Enable or disable the “Noise Removal”’
function.

Set the “Min Peak Point” to remove
noise peak by the number of peak
point.

Set the “Max Resolution” to remove
noise peak by peak resolution.

Set the “Intensity Cutoff for MS Peak”
to remove noise peak by peak
intensity.

Set the “Intensity Cutoff for Compound
to remove detected compound by its
intensity.



3-2. Data Processing (Function-1)

& imCorrect v1.0 -
Data Frocessing  Analysis
mzhL File:
Browss add Remove
DML _doped_lipids20210603_QC_D10_RPIKE DE_MEARURE 461 Eef ESI POS_1 mzML
Db L _doped _lipids20210603_0C_D10_SPIKE_DE_MEARURE_461_Eef ERI_POS_2 mzML
DML _doped_lipids20210603_QC_D10_RPIKE DE_MEARURE 461 Eef BRI POS 3 mzML
Db L _doped _lipid 20210603 _0C_D10_SPIKE DE_MEASURE 461 Eef ESI_POS_4 mzML
DmeML_doped_lipidsx20210603_QC_D10_3PIKE DE_MEARURE 461 Eef ESI_POS 5 mzML
DL _doped _lipids20210603_QC_D10_RPIKE DE_MEASURE 461 Eef ERI_POS_6.mzML
Parameter: Import Exmort
Common Parameters @ Mazs and RIA Correction

Project Name TESTL Mass Correction (8) @ Ensble (O Dissble Renge * 100 (D)

Mass Tolersnce for M3 Peak Detection 15 ppm EI4 Corection (C) © Ensble () Disable

Maz Tolerance for Isotope Detection 5 o Reference

Compomnd Wabce A
BT Tolersnce 10 zeconds
Polasity Mode € Pasitive () Nezative Bironyse
. Error Cormection 0 Enable () Disable
Smoothing Bettine
Retention Time Bethng

Mois Removal Hetting

Cutput Folder: | Browse | DiimCorrect w10 RN

Fig-5. Interface of “Data Processing” in imCorrect

@ Set the parameters of “Mass and RIA
Correction”:

a. Enable or disable the “Mass Correction”
function.

b. Set the mass range of reference selection
for “Mass Correction” function.

c. Enable or disable the “RIA Correction”
function.



3-2. Data Processing (Function-1)

@ Set the parameters of “Mass and RIA
& imCorrect v1.0 — d X Correctlon”

Data Frocessing  Analysis

d. Select compound type of reference. Built-in
parameters for NaAce and NaF. If use other
types of compounds, their parameters can

mzhL File:

Browss add Remove

DrmzbL_doped_lipid#20210603_0C_D10_SPIKE_DE_MEASURE_ 461 Ref ESl POS_1 mzML

DunzML _doped_lipid$20210603_OC_D10_SPIKE_DE_MEASURE_461_Ref ESI_POS_2 mzML i
DiunzML_doped lipid$20210603_OC_D10_SPIKE DE_MEASURE 461 Ref ES] POS_5mzML also upload. Please refer to the foIIowmg
DnzML _doped lipid#20210603_OC_D10_SPIKE DE_MEASURE 461 Ref ESI_POS_4 mzML .

D hmzML_doped_Lipid 20210603 _0OC_D10_SPIKE_DE MELSURE 461 Ref B8] POS S mzML link for the format.

Dz _doped lipid #20210603_QC_ D10 SPIKE DE_MEASURE 461 Ref BRI POS_6 meML

e. Enable or disable the “Error Correction”

Parameter: Imoort Exmort . .
. function for correction RIA error of reference
Common Parameters @ Mazs and RIA Correction . .
Project Name TEET1 Mass Comrectinn © Ensble () Disable Range 1 100 SIg nal due to dimer.
Mass Tolerance for M3 Feak Detection 15 Tpm El4 Comection © Ensble () Disable
Maz Tolerance for Isotope Detection 5 o Reference
Compound Had ~| (d
BT Tolersnce 10 zeconds e ( )
Polasity Mode € Pasitive () Nezative Bironyse
: Emor Comection @ Enable ) Disable  (€)
Smoothing Bettine
Retention Time Bethng
Mois Removal Hetting
Cutput Folder: | Browse | DiimCorrect w10 RN

Fig-5. Interface of “Data Processing” in imCorrect




3-2. Data Processing (Function-1)

@ Set the parameters of “Mass and RIA

8 imCorrect v1.0 B = X CorreCtlon”

Data Frocessing  Analysis

f. Click “Setting” to show the “Reference Time

mzhL File: ”
Parameters” form:
Brows= Add, Eemove
DinzML_doped_lipid$20210603_QC_D10_SFIKE_DE_MEASURE_461 Fef ESI FOS_1mzML I Select whether the RT of the
R R e S : s withi f
Dol oo e o Qi s Do e o iCs s i & shecile range.
DEszLjdESEdjhgidz\znz105032%::[)1DZSPIKEZDEZMEASUREEE1jR§ijSIjPosjai$ML (Select “Yes” if you using external
& Reference Time Parameters X reference correction method; Select
Reference BT in Specific Range @ Tes (O No (I) Mass and RIA Corection “NO” |f yOU US|ng |nterna| reference
Retemmoe KT o (i) . | @ MowCommotion ) Eseble. @ Dissble. Renge. & [130 gorrection method, and the uploaded
| | RAComen O B O Diske flle needs to record the RT of each
i Referense internal reference)
660, 1200 "{ I o .. .
! ii. Editing the RT range of a reference

oo signal
ction € Enable () Disable

Have Cancle Retention Time

Betting (f)

Cutput Folder: | Browse | DiimCorrect w10 RN

Fig-5. Interface of “Data Processing” in imCorrect




3-2. Data Processing (Function-1)

imCorrect v1.0

Data Frocessing  Analysis

mzhL File:

Browss add Remove

DmzML_doped_lipid#20210603_OC_D10_SPIKE DE_MEASURE .

DrmzbL_doped_lipid#20210603_0C_D10_SPIKE_DE_MEASURE_ 461 Ref ESl POS_1 mzML
DmzhL_doped_lipid#20210603_0C_D10_SPIKE_DE _MEASURE 461 Ref ESI_POS_2 mzML
DimzbL_doped_lipid#20210603_0C_D10_SPIKE DE _MEASURE 461 Ref EA1 POS 3 mzML
DmzbL doped_lipid#20210603_0C D10 SPIKE DE MEASURE 461 Ref ESl POS_4 mzML
461 Ref BST POS S mzML
DimzML doped_lipid#20210603 OC D10 SPIKE DE MEASURE 461 Ref ESI POS 6 mzML

Parameter: Import Exmort
Common Parameters Mazs and RIA Correction
Project Name TEET1 Mass Comrectinn © Ensble () Disable Range 1 100
Mass Tolerance for M3 Feak Detection 15 Tpm El4 Comection © Ensble () Disable
Maz Tolerance for Isotope Detection 5 o Reference
Compomnd Wabce A
BT Tolersnce 10 zeconds
Birovwze

Polarity Mode O FPositive () Negative

Error Cormection 0 Enable () Disable

smoothing Bething
Eetention Time Setting
Moz Removal Settine
@ Cutput Folder: | Browse | DiimCorrect w10 @ RUN
Fig-5. Interface of “Data Processing” in imCorrect

@ Specify the output path. (The output files
will be in .CSV format.)

@ Click "RUN" to start execution.



When processing

@R imCorrect v1.0 m]

Data Processing  Analysis

mzML File:
Brow{ ﬂProgress X
DmzML_doped_lipy
DAmzML_doped_liph
DevmzML_doped_lips .
DmzML doped lipi # File Progress
E:ﬁﬂ%ﬂ"”ﬂ*ﬂ” 1 DiwnzML_doped_lipid$20210603_QC_D10_SPIKE_DE_MEASURE_461 Ref.. done.
: -flopec S8 2 DimzML_doped_lipid$20210603_QC_D10_SPIKE_DE_MEASURE_461 Ref . GetCandidates: 14800121531
——m 3 DiwnzML_doped_lipid20210603_QC_D10_SPIKE_DE_MEASURE_461 Ref . waiting
Parameter:  [mool 4 DrmzML_doped_lipid$20210603_QC_D10_SPIKE_DE_MEASURE_461 Ref .  weiting
5 DiwmzML_doped_lipids20210603_QC_D10_SPIKE_DE_MEASURE_461 Ref . waiting
Common Paremets 6 DimzML_doped _lipid$\20210603_QC_D10_SPIKE_DE_MEASURE_461_Ref . waiting
Project Name
Mass Tolersnce for
Mass Tolerance for
RT Tolerance
Polarity Mode
Smoothing
Output Folder:  Brow OK
.

Fig-6. Display of the running progress during the execution

Project name Data file name

Finished

ﬂ mCorrect v1.0
Data Processing  Analysis
mzML File:
Brows

DhmzML_doped _lipi(
D:mzML_doped_lipi¢
D:mzML_doped_lipi¢
DimzML_doped_lipit
D:mzML_doped_lipi¢
DimzbL_doped_lipx

Parameter: Tmpod
Common Parameters

Project Name

Mass Tolerance for
Mass Tolerance for
RT Tolerance
FPolarity Mode

Smoothing

Noise Removal

Output Folder:  Brow

e

- i) Progress

File Progress
DmzML_doped_lipids\20210602_QC_D10_SPIKE_DE_MEASURE_461 _Ref | done.
DimzML_doped_lipids\20210603_QC_D10_SPIKE_DE_MEASURE 461 Ref..| done
DimzML_doped _lipids\20210603_QC_D10_SPIKE_DE_MEASURE_461_Ref .| done
DimzML_doped _lipids\20210603_QC_D10_SPIKE_DE_MEASURE 461 Ref..| done
DimzML_doped _lipids\20210603_QC_D10_SPIKE_DE_MEASURE_461 Ref .| done
DimzML_doped _lipids\20210603_QC_D10_SPIKE_DE_MEASURE_461 Ref...| done

[= R T R .

Running success

OK

Fig-7. Display of the running completed

.

Output success

TEST1_20210603_QC_D10_SPIKE_DE_MEASURE_461_Ref ESI_POS_1.candidates.csv

TEST1_20210603_QC_D10_SPIKE_DE_MEASURE_461_Ref_ESI_POS_2.candidates.csv

TEST1_20210603_QC_D10_SPIKE_DE_MEASURE_461_Ref_ESI_POS_3.candidates.csv

Fig-8. The results output in the specified output folder




3-3. Analysis (Function-2)

@

®

&9 imCgssagt v1.0 0
O
CRY File:
Browse | Add
DimCorrect_v1 O\TESTI_20210602_QC_DI10_SPIKE_DE_MEASURE 461 Ref ESI POS_1 candidatescsy
DimCorect_w1 OV\TEST1_20210603_QC_D10_SPIKE_DE_MEASURE_461_Ref ESI POS_2 candidatescsv
DivimCorrect_w1 OVTEST1_20210603_QC_D10_SPIKE_DE_MEASURE_461_Ref ESI POS_3 candidates.csv
DiimCorrect w1 OVTEST1_20210603_QC_D10_SPIKE_DE_MEARURE 461 Ref ESI POS_4 candidates.csv
DimCorrect w1 OVTEST1_20210603_QC_D10_SPIKE_DE_MEARURE_461_Ref ESI_POR_5.candidates.csv
DimCorect w1 OZ\TEST1_20210603_QC_D10_SPIKE_DE_MEASURE_461_Ref ESI_POS_6 candidates.csv
Parameter: Import Exmort
Common Parameters Formula Prediction

Project Name TESTZ Formula Prediction @) Enable () Disable
Grouping Mass Tolerance 2 ppm

Grovping © Ensble O Dissble RIA Tolerance 2 %

Mass Tolerance 20 ppm Element Settine

RT Tolerance 0.166667 minutes Database Search

BIA Tolerange 15 % Database Search @ Enable (O Disable

Classificatio i
GroupMinlum 2 aon Seting
Adduct Setting

Output Folder:  Browse = DiimCorrect v1.0 RUN

Fig-9. Interface of “Analysis” in imCorrect

@ Select the “Analysis”.

@ Click “Browse” to import the .CSV file that
was generated from Data Processing
(Function-1).

(3 Specify a "Project Name" which will be
automatically added as a prefix to the
output file name. For example: TEST2_file
name.



3-3. Analysis (Function-2)

Fig-9. Interface of “Analysis” in imCorrect

&% imCorrect v1.0 ]
Data Processing  Analysis
C3V File:

[ Browse | Add Remove
DiimCorrect_v1.0VEST1_20210603_QC_DI0_SPIKE_DE_MEASURE_ 461 Ref ESI POS_1 candidatescsy
DimCorect_w1 OV\TEST1_20210603_QC_D10_SPIKE_DE_MEASURE_461_Ref ESI POS_2 candidatescsv
DmCorrect_ w1 OVTEST1_20210603_QC_DI10_SPIKE_DE_MEASURE_461_Ref ESI POS_3 candidates.csy
DiimCorrect w1 OVTEST1_20210603_QC_D10_SPIKE_DE_MEARURE 461 Ref ESI POS_4 candidates.csv
DdimCorrect w1 OVNESTL_20210603_QC_D10_SPIKE DE_MEASURE 461 Ref ERI POR_5 candidates.cev
DimCormect 1 OVTEST1_20210602_QC_DI10_SPIKE_DE_MEASURE_461_Ref ESI_POR_6.candidates csv

Parameter: Import Exmort
Common Parameters Formula Prediction
Project Name TESTZ Formula Prediction @) Enable () Disable
@ Grouping Mass Tolerance 27 M
Grouping © Ensble O Disshle  (2) RIA Tolerance 2 %
Mass Tolerance 20 rpm (D) Element Settine
RT Tolerance 0166667 minutes (C) Database Search
BIA Tolerange 15 % (d) Database Search @ Enable (O Disable
Classificatio i
GroupMinlium 5 (e) ication Setting
Adduct Setting
Output Folder:  Browse = DiimCorrect v1.0 RUN

@ Set the parameters of “Grouping”:

a.
b.

Enable or disable the “Grouping” function.

Set the “Mass Tolerance” with ppm for the
compound grouping from different repeats.

Set the “RT Tolerance” with minutes for the
compound grouping from different repeats.

Set the “RIA Tolerance” with percentage for
the compound grouping from different
repeats.

Set the “GroupMinNum” for the compound
grouping at least how many repeats are
needed.



3-3. Analysis (Function-2)

ﬂ imCorrect v1.0

Data Processing  Analysis

CSV File:
Browse | Add Remove

DiimCorrect w1 OWTEST1_20210603_QC_DI10_SPIKE_DE_MEASURE_461_Ref ESI_POS_I candidates.csv

DiimCorrect_v1 OVTEST1_20210603_QC_D10_SPIKE_DE_MEASURE_461_Ref ESI_POS_2 candidates.csv

DiimCorrect_v1 O\TEST1_20210603_QC_D10_SPIKE_DE_MEASURE_461_Ref ESI_POS_3.candidates cov

DimCorrect_v1 .OWTEST1_20210602_QC_D10_SPIKE DE_MEASURE 461 Ref ESI POS_4 candidates.csv

B:\;mCorrect_vl.U\TESTl 20210603_QC_D10_sSFIKE_DE _MEARTIRE 461 _Ref ESI _POS_5 candidates.csv
Moot L OMTESTL 20910602 QC D10 SPIKE. BRI _POS_

DE_MEASTURE_461_Ref ESI_POS_6.candidates.csv

& Element X
Paral
Defavlt Setting: ) Positive () Negative
Co Formula Prediction
ElementC  Min ! Max G0 )
B & Element - = Formula Prediction @) Enable () Disable (a)
@ ElementH  Min 1 Max 122 —
Gl Mass Tolersnce 2 ppm (b)
® Element0  Min ! Mazx 20 S
C
@ Elenentll  Min 0 Mo 5 «— | RIATolrnce 3 % (0
} @ Ekment? Min 0 Max 1 Element Settine | ()
| [ Elkments Min U Max 1 Database Search
| @ Eementla Min 0 Mac 1 Database Search @ Ensble () Disable
Classification Setting
Have Canele
Adduct Setting

Output Folder:  Browse = DiimCorrect v1.0

Fig-9. Interface of “Analysis” in imCorrect

RUN

@ Set the parameters of “Formula Prediction”:

a. Enable or disable the “Formula Prediction”
function.

b. Setthe “Mass Tolerance” with ppm for
compound formula prediction.

c. Set the “RIA Tolerance” with percentage for
compound formula prediction.

d. Click “Setting” to show the “Element” form:
I.  Positive ion mode is default setting.

ii. Select the element type and their
number range.



3-3. Analysis (Function-2)

&9 imCorrect v1.0 = (]
Data Processing  Analysis
& Adduct X & Classification X
Remove
Positive Mode Addust DC_D10_SPIKE DE| | Fatty Acyls tos.csv
@ M+H] PC_DI10_SPIKE DE| | Glycerclipids e cov
it EBEE R oo || R
(] [M+K] DC_DI0_SPIKE DE]| () Sphingnlipids tes csv
0 [M+NH4] DC_D10_SPIKE_DE | O Sterol Lipids afes.csv
O Frenol Lipids
N (] Saccharalipids
Hegative Mode Adduct:
] [M-H] .
(] B4-H20-H] | Save Cancle O Disable
CH2C00
[ R+ 1 ppm
bl RIA Tolerarke 5 %
Save Cancls pin Element Setting
- Lrs Database Search @
o \ Database Search \ @ Enable O Dissble (@)
GroupMinlum 2 Classification (b)
it ©
Output Folder:  Browse = D’wmCorrect v1.0 RUN

Fig-9. Interface of “Analysis” in imCorrect

@ Set the parameters of “Database Search”:

a. Enable or disable the “Database Search”
function.

b. Click “Setting” to show the “Classification”
form:

I.  Select the lipid type for database
search.

c. Click “Setting” to show the “Adduct” form:

I.  Select the addust type for database
search.



3-3. Analysis (Function-2)

&9 imCorrect v1.0 (m}
Data Processing  Analysis
CRV File:
Browse | Add Remove
DimCorrect_v1 O\TESTI_20210602_QC_DI10_SPIKE_DE_MEASURE 461 Ref ESI POS_1 candidatescsy
DiimCorrect_v1 O\TEST1_20210603_QC_D10_SPIKE_DE_MEASURE_461_Ref ESI_POS_2.candidates.csv
DiimCorrect_v1 O\TEST1_20210603_QC_D10_SPIKE_DE_MEASURE_461_Ref ESI_POS_3.candidates.csv
DiimCorrect_w1 ONTEST1_20210603_QC_D10_SPIKE_DE_MEASURE_ 461 Ref ESI POS_4.candidates.csv
DiimCorrect_w1 INTEST1_20210603_QC_D10_SPIKE_DE_MEASURE 461 Ref ESI POS_5.candidatescsv
DiimCornect_v1 O\TEST1_20210603_QC_D10_SPIKE_DE_MEASURE_461_Ref ESI_POS_6.candidates.csv
Parameter: Import Exmort
Common Parameters Formula Prediction
Project Name TESTZ Formula Prediction @) Enable () Disable
Grouping Mass Tolerance 2 ppm

Grrouping © Ensble () Disable RIA Tolerance 5 %

Mass Tolerance 20 ppm Element Settine

RT Tolerance 0.166667 minutes Database Search

PIA Tokrome |15 % Database Search @ Enable (O Disable

Classificatio i
GroupMinlum 2 aon Seting
Adduct Setting
RUN

@ Output Folder:  Browse = DiimCorrect v1.0

Fig-9. Interface of “Analysis” in imCorrect

@ Specify the output path. (The output files
will be in .CSV format.)

Click "RUN" to start execution.



Finished

@ imCorrect v1.0

Data Processing  Analwsis

CSV File:

DiimComect_w1 I0TER]
DdmComect w1 WTERT
DdmComect w1 WTERT
DdmComect w1 WTERT
DidmComect_v1 W TERT
DidmComect_v1 W TERT

— O
Bmwse . 1 Aaa .
| Progress
# File Progress
1 (ronping done.
2 FormulaFrediction done.
3 Databasedearch done.

Pearameter: Imnort_.
Commnon Parameters |

Froject Name

Grouping
Grouping o
Mass Tolerance 20

RET Tolerance 04

RI4 Tolerance L2
|
GroupMindwm E

Cratput Folder: | Browss

Running success

Output success

[1] TEST2_group.csv  (Grouping results of imported .CSV files)
[2] &) TEST2_formula.csv (Formula prediction results of [1])

TEST2_db.csv (Database search results of [2])

0K

Fig-10. Display of the running completed

Fig-11. The results output in the specified output folder
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Visual Studio 2015, 2017, 2019, and 2022

This table lists the latest supported English (en-US) Microsoft Visual C++ Redistributable packages for Visual Studio 2015,
2017, 2019, and 2022. The latest supported version has the most recently implemented C++ features, security, reliability,
and performance improvements. It also includes the latest C++ standard language and library standards conformance
updates. We recommend that you install this version for all applications created using Visual Studio 2015, 2017, 2019, or
2022.

Unlike older versions of Visual Studio, which have infrequent redist updates, the version number isn't listed in the
following table for Visual Studio 2015-2022 because the redist is updated frequently. To find the version number of the
latest redist, download the redist you're interested in using one of the following links. Then, look at its properties using

Windows File Explorer. In the Details pane, the File version contains the version of the redist.

Architecture Link Notes
ARM64 https://aka.ms/vs/17/release/vc_redist.arm6b4.exe £ Permalink for latest supported ARM64 version
X86 https://aka.ms/vs/17/release/vc_redist.x86.exe & Permalink for latest supported x86 version
X64 https://aka.ms/vs/17/release/vc_redist.x64.exe & Permalink for latest supported x64 version. The X64 Redistributable
package contains both ARM64 and X64 binaries. This package

Down |Oad and Insta” makes it easy to install required Visual C++ ARM64 binaries when

the X64 Redistributable is installed on an ARM64 device.

Fig-Al. The page for downloading Visual C++ redistributable package

Visual C++ redistributable package can be downloaded from the official website of Microsoft:
https://learn.microsoft.com/en-us/cpp/windows/latest-supported-vc-redist?view=msvc-170



4. Appendix-A2

Not sure what to download? See recommended downloads for the |latest version of .NET.
p L
n

e
—
—

Download .NET Framework 4.7.2

Runtime

Do you want to run apps? The runtime includes
everything you need to run existing apps/programs built
with .NET Framework.

Download .NET Framework 4.7.2 Runtime = Download a|

Developer Pack

Do you want to build apps? The developer pack is used by
software developers to create applications that run on
.NET Framework, typically using Visual Studio.

Download .NET Framework 4.7.2 Developer Pack =

nd install

Fig-A2. The page for downloading .NET Framework

.NET Framwork can be downloaded from the official website of Microsoft:

https://dotnet.microsoft.com/en-us/download/dotnet-framework/net472
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a5 MSConvertGUI (64-bit)

(®) Listof Files () File of file names

Remove

E\Service\eff\20210813_CSMU'RA WiMixall CIDwH

Filters

< >

Output Directory:
E\Service\eff\20210813_CSMU'RAW Browss
Options

Outputfnnmtl mzML | Extension: | ] Filtes

File: | Browse Browse network resource.,. v

ME levels:

Scan number:

Scan time (seconds):

Scan event:

Scan polanity:  Any

Parameters

About MEConvert

~

Charge states: -

Number of data potnts: -

Collision energy: I:l - I:l e

Activation type:  Any v

Analyeer type:  Any v

Remove

Binary encoding precision: () 64-bit | @) 32-bit
Wote indexc [/]  Use zlib compression: [ ]

TPP compatibility: [] Package in gzip:
Use numpress linear compression:

Use numpress short logged float compression:

ugongo

Use numpress positive iteger compression:
Combine ion mobility scans: [
SIM as spectra: [ | SRM as spectra: []

Pressts: | Generic Defaults w | | Save Presst «

Files to convert i parallel: |5 2 Start

MSConvert can be downloaded from the
website:
https://proteowizard.sourceforge.io/download.html

Fig-A3. Recommended setting parameter for converting data from vendor’s format to mzML



Report Issues

We welcome your feedback and comments, as they can greatly contribute
to enhancing the development of the software.

If you encounter any issues with imCorrect, please include the following information in your issue report:

(1) The version of imCorrect.

(2) Screenshots of error messages or unexpected results.

(3) Any additional information that could help us better understand the challenges or bugs you’re encountering.

Please leave your feedback and comments at the following link: ’

https://msomics.abrc.sinica.edu.tw/imCorrect/?page_id=64



https://msomics.abrc.sinica.edu.tw/imCorrect/?page_id=64

Contact Us

Agricultural Biotechnology Research Center,
Academia Sinica, Taiwan

Dr. Yet-Ran Chen
E-mail: yetran@gate.sinica.edu.tw

Dr. Chia-Wei Hsu
E-mail: allenshu828@gate.sinica.edu.tw

Mr. Wei-Hung Chang
E-mail: whchang@gate.sinica.edu.tw



