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1) Molecular Feature Extraction (MFE)
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3) Mass Profiler (MP)
4) Mass Profiler Professional (MPP)
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4) Mass Profiler Professional (MPP) (D3 %)
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5) Molecular Formula Generation (MFG)
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- O CEHIENES CEHI7NES 81.67 2331291 348 9413 E2.05 7293
- O CaH12 Ng CIH13NE 7463 2331258 -11.03 54.88 96.67 87.95
/i o U7 hic (NS R R=R T)=4 CR 77 2319270 214 ar M nna OoR 72
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6) Molecular Structure Correlator(MSC)

tEMEEHEXZEY I+

MSCY 7 MIRBABTILT) ALATHARIGZILEYDOBEHEEDRIZITOXEY I LT
T, TUHh—Y— (RIBRAF2) OREEEFEHRI SOMERBFERZFAL. hOT0S
DT UDREZEEFEBIOFTEREINZ TOFY MMM A UDBEHTEES L. &
FYEDHEETFEEXIET DSV ILTY,

CompoundA

FYh—H—AA> TIVAh—HY—A1A2D 1

Stiucture Search ‘ﬂ: s,
o)% s 1 I 1 = I | Products of C25H29FN6 - 1
B Al X A5 A = oty | cordane | E2%
T sy & = ass | Intensiy andidate | BS_
= — . % -~ o 1 97.0765 1.00 7|
ormula =~
| Pro Al 2 [ ssosis 1.00
3736 1 - -
03736
: T Il = Standard InCh key: | EB) 1230613 10
1| C24H33FN204 = VBCXFKKLWRPZRO- 4 | 1271241 1.00
3 2| C22H30F2NB0 15225 UHFFFADYSAN > 5 |
4 3| c21H3aF2n205 ||| 01851 O = [ & | 1570881
F = ¢ Compatibility S core: =
5 4| C15H27FaNT2 0.0200 C 63 7 | 1ee1027 1.00
3 5| C17H30FENS 0.2207 8 | 170.0705 1.00
7 6| C24H36N203S 1.2702 ol 9 178.1025 1.00
8 7| c17H28N1202 2.4247 10 | 183.0908 1.00
) 8| C16H32N806 1.0873 Dot o 11 | 197.0820 1.00 a
R 20s ||| 1a7as|  — 12| 1981032 1.00 89
’ Dg {7'\/{ d > S 14151 > 13 | 2081221 1.00 . 4
5oz ||| 26653 Standard InChl key: —
3| B Penaly= 50 MDift=03 mDa - Penatre 60 Moncos moan g
C10H12N2-5H of 2 C10H12N2-5H of

a) E . | 21008 OIGIUWIAMISRBS- i
i I ona (11 2omes] _ Jo,, UHFFFAOYSAN
_ O '

Compatibilty Score:
8453

S’
[ iz intensity__ Product | dM i~ s an o0
> 1.00] csHaN2| - ek \ \
2 | s90919 100 csHiNZ| s
3 1230813 1.00 C8HSF - Delet | \ A@
4 (1271241 1.00 C7H15N2 = rd red
5 |155.0595 1.00 CSHEFNS 3
6 |155.0585 1.00[  clon7nz B i Standard InChi key:
7 |157.0861 1.00| CEH10FN4 el e el
s |157.0861 1.00|  C1HTIN )y
3 1681027 00| croMisEN ]| O

Compatibility Score:
8453

10 |170.0705 1.00| C5H7FNE O\O\/(/'

11 {170.0705 1.00| CI10HSN3
12 {178.1025 1.00] CIHI3FN - ol

13 | 183.0908 1.00| C7H10FNS

Penalty= 60 MDif=09 mDa
C10H12N2:5H or 1

14 | 183.0808 1.00| ClZH1INZ Delete oo 7°D 9“7 I\,rj_s/
15 | 197.0820 1.00 C11HSN4 T
16 |198.1032 1.00| cizHiNG| 4 \ S e
17 | 1981032 1.00| C7HIIFNG| - Q/\ Standard Inch keys - | 0) *%15 Et L
18 2081221 1.00| C12H1EFNZ | 4 e UHFFrAOYRAN e
19 | 209.1456 1.00| c1zHieFNz| S ——
N | C13H18FND -~ \ g Compatibility Score: e
< | 5213 < m 5

& /23—y TOILEYREIZHEHERE

MS/MST—&h LiEEREHE L £7,

TUHh—Y— (FIAF>) OBBRESEBFEIS>OEMRIBREFBL, " >7RAL I MM A OBEREE
BHEAOTFEEIND TOX I M AV OBEHRTEEAS I AW, CFYEOBEFEA2XIETSE V7 FTT
LC-QTOF & GC-QTOF (=X &

ChemSpideriX& n 21t &%),
Agilentflt &%) 7 — % X—X(PCDL) (Z—H—THRZ~<A XAJEE)
mol”7 7 4L (Xt

MS/MS MS/MS ’/,;7
TOF —= QTOF —> | ey ~
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7) All lons MS/MS;j%

& Target MS/MS, Auto MS/MS -7O% 7 FA AV RF ¥~

BELEZVH—YAMA 0L EZRRSESIHE
TOF

aYyyaven
o E s (CID Collision cell)

d o >3

ZVh—HYA4FY%BR VP ay Fpngsr4+v2BH

. jjg%'ft/\#%%ubuﬁkL’C% <M\gﬁ 3;)%)
TUVH—Y—AFVHZEETE2OTCT Y vy I RDEEAZ|FIC W

& Alllons MS/MSi=  -BFEZ{ERT 28 L WLWFiE

AFVBETAF I LESM A 2HHESEBZFiE,
TOF

ayYyvarvew
PUER (CID Collision cell)

e Y E=IET I

ZT7Vh—HAF qAYYgy RBIFITAVMAFUEBRE
ZERLEWVL
(F&Y)

o 1 EORIE THEER MSMS H Al
. ﬁ%ﬂﬁk P HIR A U
e TUN—Y—AFVEEBELTVWAEVWDOTT N Y I RAFTVORENDH D
. Eﬂ?— MS/MS X7 MILIERZFA L., 7RKX T b F > %K

ZUT DA A DAY N E— I TR E DR
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8) Find by Formula (FbF)

tEMDEEEZRIV—=VTT 3

MassHunter EEfEFY Z b7 2 7 OMEE T, GEOEELZERLAWMLtEMEET—RICWL TR Y
V—=vJTEXY,
BERELRAMUAEL—I X2 - HF—BTEILDOHFEETIHAE. ZoRa7eHIRTENET,

O T—AR—RPDMEHRAEHRE N F VEOREICEIE, 2AHTLEYMR IV —=VT
’&1‘“;5

1500V Mete_Spher002.4 : [ Method Editor: Screening - Find by Formula x ¢ B Method Editor: Screening Find by Formula X
- i () Find Compounds by Formula ~| ¢ | ) - (4 ~|| Method ltems - E i (B) Find Compounds by Fomula =} 4] - &4 | Method liems = E
Tl C [ Negative lons | EIC Smoothing | EIC Peak Fiters | Resutts | A Resut Fiters | [ Negative lons | EIC Smoothing | EIC Peak Fters | Reauts | A Resul Fiters
A FomuaSouce [ A Fomua Matching | A Postive lons | A FomuaSouce | A FomdalMaching | A Fostivelons
Source ot iomLizs o agtim Chage cariers Neuiral losses
© These formulas: — =
(type = comma-separated list of formulas. e g.. "CEHE. CHA?)
© Compound exchange file (.CEF):
| ]

=
@ Database A
(=]

C\MassHurter\FCDL\Mycotoxins_CAS cdb y

x] (+] &

Charge states, i ot fown Aogregetes
Dimers  eg. PMsHl
Trimes  eg. (e

© Worklist

Matches per formula Charge state range 1

Maximum number of matches 1

Automatically increase for isomeric compounds \

—“ ﬂ /\ Z 0) 82 ?R V_alues to m:ch
@ Mass BN
RT'I\E& #ﬁ*u m @ Sae ?R -::j Mass and retention time (retention timcmiénal) 54

) Mass and retention time (retention time required)

O FbFIZ&BRI—=VTHREDH

x10 4 | Cpd 20 =Capsaicin=: + EIC(305.20837, 323.23252, 322.12231) A& x> Blank-rOD1.d
s il ke R/ A hedl Bl B N
& — =.
o 7777ﬂﬂ
|
o
2«10 4 | Cpd 30: Capsaicin: + EIC(306 20637, 323 232 328.18831) A& wr Sample-rD01.d
a1 - ~ —
H 75 1ﬂkﬁmLf§® i e s I S I Y
-]
|
O
13 13.5 14 l 16.5 125 19 19.5 20 205 21
A b ws Eu;Ea-:;FEJ [rnlrl)
Zr AL e E=1-1] x Flags ( w 2AOF W EZ= (DB, ppm) W
Blank-r0o01.d <Capsaicin:-. no EIC Deaks ‘C‘IBHZ ~N O3

S Sormee e REDHELFBRRENET

x104 |Cpd 30: Capsaicin: + FBF Spectrum (16.372-16.540 min) Sample-r001.d Subtract

“ 70k oS F U Y LGRS
3

o4 M
i 306 308 312 3i4 2ie 3 320 322 2324 326 328 330 332 334 336
Sk vs BEEER (miz)
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