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| _NMFdeconvolution expand.exe

=1

& NMFdeconvo lution exe (64 bit version)

- Choose files -

Sellect cdf file for NMFdeconvalution
File.

S

- Select save files position -

File..

- Required R Packages -
Check that all of packages [ncdfd, EBImaee, xtable, NMF] are installed.
If not installed, run the enclosed script in the software folder.

- Check your R version -

.Ris' 0. Input your R dversion for using.

Place of R falder is [Program files]. Check off if C drive directly

NMF parameter Data properties and Prefilters

@ ® W O

| _ | Select MMF aleorithm.

|m .| Select initial seeding method.

|5 | Factor setting: The number of factors (ranks)

4 Output setting: The number of factors (ranks) to output. Should be lower than the Factor setting

0.1 Precis

ion: Precigion of m/z value in NMFdecornvol lution

®

NMFdeconvolution run  [] Execute database construc

Sellect save folder and input file name. Chromat pictures (jpe) and a result file {csv) are created.

1 | Peak picking parameter: Watershed method is applied. The highest resolution is 1 (Integer)

tion
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I NMFdeconvolution expand.exe

CE)EMEEIRIEAEICDONT

MMF parameter | Data properties and Prefilters

=13

Select MMF algorithm.

B-1

-

Select initial =eeding method.

-

-2

b Factar setting: The number of factars (ranks).
4 Cutput setting: The number of factors (ranks) to output. Should be lower than the Factor setting
@-3 0.1 Precizion: Precizion of m/z value in HMFdecarwalution

®-4

1 Peak pickine parameter: Watershed method is applied. The highest resalution is 1 (hteger)

|NMFI:1EGG.’T'.FG|'UHG.’T run| Execute database construction

®-1 l\ljlyle)'?)l/:I“'JXA&*JJ,ENIE%E%’E?EE LE9 . T 74 JLREFrobenius, nndsvd&L
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®-3 NMFTaVRY)a—2a 0 TEHELTHEDONDm/zD, EXAIEZHZELET (0.10
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I NMFdeconvolution expand.exe
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MMF parameter | Data properties and Prefilters

=13

@—5 | w | Select M3 tvpe.

Mazs Defect filter (MDF): Only for HRscan mode MDF on & MOF off
©-6

0.2 MDF wvalue: The value for MOF {Doesn't work in case MODF off is chosen).
@—7 I Mathreshold: The minimum threshold of ion intensity.

Ranee of msz: Should be within the ranee in measurement data

@'8 an 111l

@_9 4 MPeriod: The modulation time period.

®

|N.’|.*TFGEGGH'.’GJ'UFJ‘GH ."LI'.’T| J| Execute database construction

B-5 BET 24257 fEaeLLTIKSEETHRscan ], B#HBE S LLTIRSEE [Escan & E
RLET , BIZMDFIZEEH SHERTE T EARBIIZ(IHRscanZEIRL TS0,

®-6 T—ARRENIEELTMDFERIRT AMEINEEZRTELET . TOETMDFOEFEREL
TLIEELY, MDFIZ DU YT I Hashimoto et al., J. Chromatogr. A, 2013, 183-189. &S B L TLFZ&LY,

B©-7 A AVREOREAYN IERETEET,

®-8 NMFTFavR)a— 3> THRWAM/ zDEFHFRELET . EED R ECEHF N TEHRE
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B-9 GCxGCHDITYIRLERTHAE D AL—arBREERELTESLY,
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BIR—UDHEAT7AILIZDONT, TaVR!) 2—232 TlXOutput setting
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Il IV _LibrarySearch.exe
L E) B E SR EAIEICDONT

Library Search submission ot
- ry

0 Caution!! This program overwrite the files of NIST MS Search (AUTOIMP.MSD,
secondLocator fil) to default. Save and store them outside of the NIST folder, if vou have
your own setting.
- Choose files -

=1

® Sellect txt file for Library Search

 File.. |
Expected calculation time (h) :4-5 *¥Output file will be coppied in the folder of input file, after all the seach done.
Thus, expected time should be longer than NIST processing time. 14000 list
(=Max) takes around 45 hours. FinalCheck_forNISTsearch file is preferable to
@ be directly imported in NIST MSsearch, manually.
‘Ci/NIST]? Input folder path of NISTlibrary including correct version of NIST to call up

@ Library Search run

|

e 0 ATOYUSLERTIZEY. NISTTATSLTAHILED2DDT7A
JL(AUTOIMP.MSD, secondLocator.fil) T 7+ Ly T2 T 2 E
SNFEI,

« HOMLORLIZAILHBNISTIOAT S LTAILTRIZHYET
TTI7AILDNEERIGE. ADEMICREFELTEWLTTSL,

o ONISTZATIIVTNYFRETDIFAINEEZRLET, T71MIL
£ & combined _MSpeaklist forNISTsearch 774 1L%.txt] TY




Il IV _LibrarySearch.exe

=1

BB ERIEAIEICDONT

#l Library Search submission

Caution!! This program overwrite the files of NIST MS Search (AUTOIMP.MSD,
secondLocator fil) to default. Save and store them outside of the NIST folder, if vou have

your own setting.
- Choose files -

9,

Sellect txt file for Library Search

Flle

Expected calculation time (h) :4-5

@

‘C:KNISTI 7

©)

| *Output file will be coppied in the folder of input file, after all the seach done.

Thug, expected time should be loneer than NIST processineg time. 14000 list
(=Max) takes around 45 hours. FinalCheck_forNISTsearch file is preferable to
be directly imported in NIST MSsearch, manually.

Input folder path of NISTlibrary including correct version of NIST to call up

Library Search run

@ NISTZA TS —FITh M SHEERRZEA AL TSN, ERI74
ILDIAE—NEQREFRE, ROICEIFEL DTS, 14000 ARDH—
FICAREIERBEL T ASHEREEZRIFLAEZHELET,

@ BRIZHEHATABNISTSAITS)DITAHILE INREAAL TS, /13—
SAVIZEOTINRENERYET,

FNISTSATSDRFRFZELHOMLHREL THNTZSLY, NIST
MS SearchY k%35 L [FLibrary search option TEXELFE T, 1
[similarity ] &l simple search JMD#&FEE—F . Number of hits to printlil’@'@'o



H 774 )ILIZDUNT

Urknown: Scan 10 Compound in Library Factor = N/A
Hit 1 : <Hexasiloxane, 1.1.3,3,5,5,7.7.9,9,11,11 -dodecamethy | ->>; <<C12H38053i6>>; MF: 616; EMF: 648; Prob: -1.00; CAS:995-82-4; Mw: 430; Lib: <mainlib>>; Id: 39868.
Unknown: Scan 2 0 Compound in Library Factor = N/&
Hit 1 @ <<Hexasiloxane, 1.1.3,3,5,5,7.7.9,9,11, 11 -dodecamethw | ->>; <<C12H38055i6>>; MF: 619; BMF: 652; Prob: -1.00; CAS:995-82-4; Mw: 430; Lib: <mainlib>>; Id: 39865.
Unknown: Scan 3 0 Compound in Library Factor = /A
Hit 1 : <Hexaziloxane, 1,1,%,3,5,5,7.7.9,9,11, 11 -dodecamet b | ->»; <CC12H3805SiB>>; MF: 617; RMF: B50; Prob: -1.00; CAS:995-82-4; Mw: 430; Lib: <mainlibr»; Id: 39868,
Urknown: Scan 4 0 Compound in Library Factor = /A
Hit 1 @ <Hexasiloxane, 1.1.3,3,5,5,7.7.9,9,11,11 -dodecamethy | ->>; <<C12H38053i6>>; MF: 623; EMF: B5%6; Prob: -1.00; CAS:995-82-4; Mw: 430; Lib: <mainlib>>; Id: 39868.
Unknown: Scan b 0 Compound in Library Factor = N/&
Hit 1 @ <<Hewxasiloxane, 1.1.3,3,5,5,7.7.9,9,11,11 -dodecamethw | ->>; <<C12H38055i6>>; MF: 613; BMF: 648; Prob: -1.00; CAS:995-82-4; Mw: 430; Lib: <mainlib>>; Id: 39865.
Unknown: Scan B 0 Compound in Library Factor = /A
Hit 1 : <Hexaziloxane, 1,1,%,3,5,5,7.7.9,9,11, 11 -dodecamet b | ->»; <CC12H3805SiB>>; MF: 623; RMF: B57; Prob: -1.00; CAS:995-82-4; Mw: 430; Lib: <mainlibr»; Id: 39868,
Unknown: Scan 7 0 Compound in Library Factor = N/&
Hit 1 @ <Hexasiloxane, 1.1.3,3,5,5,7.7.9,9,11, 11 -dodecamet hw | ->>; <<C12H38053i6>>; MF: 620; BMF: 653; Prob: -1.00; CAS:995-82-4; Mw: 430; Lib: <mainlib>>; Id: 39863,
Lrlermmum: Sear & (1 Comnriimd im | ibrary Fartor = BAA
- =+
H—FHERDOH H A
[e] t > —
o« HATD7AILELT,. EE—IDNISTH—FHERMAAAIN-TEX
\/E -~
RIO7AILDZFoNET,
— =+
¢ 1DNDE—2IZxLT. Number of hits to print#IZ G CT=-# DR TR HE
S
BNENYHEToNTLVET,
= B A\ JU r=
- LFEDOHABIDIFE . Number of hits to print[X1[ZEREINTEY.
HIL DA ASHTOET,
[ )

774 IV LI Combined _MSpeaklist_forNISTsearch 771
£ .txtOutputLibrarySearch.txt JEZEUE T,
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IIl_DBCreator+.exe

=1

dl DBCreator+

exe (64 bit version) -

- Choose files -

S

Sellect txt file of NIST MS search output

- Choose files -

File..

File..

R-4.0.0

@ ® O O

\suu

Sellect csv

Sellect sav

NIST MS Sea

tile of MSpeaklist result

- Select save files position -

e folder and input file name. Chromat pictures (jpe) and a result file (csv) are created

- Check your R version -

Input your R version for using

Place of R folder is [Program files]. Check off if C drive directly

rch setting GO setting

. Match Factor (MF) threshold: NIST Hit list with the setting MF value and over is extracted. Range 0™ 1000

1 | Number of hits to print: Should be same with NIST MS searc h setting

[

Keyword: Keyword in chemical formula to extract from the hit list. eg.) Chlorinated compund is extracted by Cl

DBcreator+ run

C B SR E A IRICDONT
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ZERLET, I7MILAIEF
BEENZTNIE
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earch_ 774U
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[ Combined MSpeaklist 774
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IIl_DBCreator+.exe

LB B ER{FTIRICDONT

NIST M3 Search setting | GG zetting

=1

@—1 300 Match Factor (MF) threshold: MIST Hit list with the setting MF walue and over iz extracted. Range 07 1000

@_2 1 Mumber of kitz ta print: Should be zame with NIST M35 zearc h zetting

@_3 Kewword: Keyword in chemical formula to extract from the hit list. eg.) Chlorinated compund iz extracted by Gl
| DBcreator+ run |

e ®-1NISTH—FLIE=E—21) XD A, Match Factor(MF)H
900(LEEHIDIZE )L EDETDDOAMHELET,

e ®-2NISTH—FZFETLEEDEREETT . COIEIEXNIST
H—FTCOHRTEEE—BIET TS,

e ®-3NISTH—FLEE—2)AMDOA, B AIZEENS
BEEAEHMEBTEET . IlcueL=5EE. ANzl
EEHDNOMFNEZEELLLEDEODOAMEINET,




IIl_DBCreator+.exe

=1

MIST MS Search setting | G0 =setting

1 GG tolerance (mind: Multiplicate entries in the

LB B ER{FTIRICDONT

hit ligt within this range 1= removed.

1 G52 tolerance (zec): Same az above. Both GG 1 and G2 talerance iz considered at the same time.

@_5 4 MPeriod: The modulation time period.

| [DBcreato

rrrrr |

o B-4GC1EGRUEITARTOHABIRBERELET
o BAR1minklsecéL=HBE . 1 RFTAMIZHIEIMInAD2RIT

HREIZEjE1secTAH LT
L&HEEN, 1D LM EH]
NFEYJ,

SALT7 YA DIEEWMIANIET

BRENFT . MFDIELN) A RAYEIBR

e (5)-5GCXGCHD D HTHFIZERTE LI=ModulationBFfEZ A AALET,
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BlobID Compound Grou) Rtc Inte Peak I (mir Peak Il (se IS M F3  MF RMF CAS LibID Lib file.n deconv.nur MST MS2
1 HeptadecaiNA 0 O 10.88133 1.230071 0 C18H38 917 934 13287-23- 22596 mainlib fileN 0 57.07812 71.09436

NA NA NA__NA NA_NA NA NA_NA NA NA NA NA NA NA__NA 10,8538 1077631
2 Hexadecan NA 0 O 18.948 0.753914 0 C20H4002 962 966 111-06-8 20871 mainlib fileN 0 56.06208 57.06959

NA NA NA NA NA NA NA NA NA NA NA NA NA NA NA NA 12.67844 7087579
3 Octadecan NA 0 o 23.348 0.119039 0 C22H4402 916 916 123-95-5 20912 mainlib fileN 0 56.06212 57.06972

NA NA NA NA NA NA NA NA NA NA NA NA NA NA NA NA 12.02491 7.305549

201E EMT —EAR—AD1ER R #2
2{TI21DDE—I(2D2WZVTOT—E2NURH 5N TULVS,

TR 2DHANT7AILBEREINET,

1 EHFICEML-EB) RN HAShET L&A RT, R E A
BT—REBLOUTIGHNTY . I7MILEIE
[SimplePeaklist_conditionkeyword MF_MFvalueZ7 AL %.csv] T o
2TSENGEICFIAT 74— vbDIEEY T —IN—REL T, 1DOFERIC
MSARIKLIEHRE S AT= Database_conditionkeyword MF_MFvalue77 4 JL
&.csvIMFEoNFET,

SHIBEINT-IEEYMIRARDARGRILENISTSA TS C—ERRESRT
AH=bDT77A4)L

[ FinalCheck_forNISTsearchDatabase conditionkeyword MF_MFvalue77AJL

& .csvixt JMFOMNFET , NISTMS SearchY IR DT 7 CARIFZAINEGEA D
Z&ITkY, BRTHEBYRRDMSARIRLEEYRLTZ) 7L AMSANR
GRIVE—DDDMERTEET,
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Q: 'NMFdeconvolution run J7RZZ#L 1= . NMFdeconvolution.exeHh\ 7
) —XLTHEANIBEYEE A,

A: T—REEFTYINRID) VO ENB>TANSIN=AIEEELHYET . >
2R 1\—H TIZNMFdeconvolutionD 7 AAVNRRSNTWNSDT. HY
)L T—EExitL TS BEBZRRIC. RexeDIT7AILINRZEHE
ME . NMFdeconvolution.exelZ1E LLTHEERA 1L TLF=ELY, [Library search
run]%°T DBcreator+ run [IZDWWTHEIFHRTY , FELLIEART =27 IL DI FEE)
EEEREAEIZTDOLTIZSRBLTESLY,

Q: RCE% %F TNMFdeconvolution®V—JLZFZEITLTULNADIZ, M >FELLA
FHEZTEIS—TRDOLEEHHYFET,

A: BEIF—ANDRELTWVEWENRREZZONFT T, PCOZT DL

HBESLERICLDILONLINFTREADT, SFIEELLENOF=FICIE
BEGFL TS0,



FESIRIZDOINT

o J—RXT7AILIZDUNT
e BHITAHILZFRIZY—RAT7AILT INMFdeconvolution.r]

[ 2MSpeaklist.r ]I 3FinalDBcreate.r 1 4DBfinalCheckInNIST.r A3
HYFET

o INBIEETexeZ7MILERILT7AILE (ELELLIZEILCER)IC

RHT=FFICLTZSLY,

 License: Artistic License 2.0
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