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Flow program - Table

Time [min] | Flow [mL/min] | B.Conc [%] | B.Curve
3. BISSCIEX OSEMFIESEE EArML ERTE, TR ERRM 10.00 0.3000 95.0 0
Se4 KA ChemSpidertS RABE S MHII AT, RTLLE 15.00 0.3000 950 o
ﬁ%zﬁﬁﬁkﬁj\, Wi Erﬁ{ﬁo 15.01 0.3000 50 0
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i T i T e + TOF MS: m/z 100-1000
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| T ‘ TOF MS/MS: m/z 50-1000
m.;.; TOF MS was followed by 10 product ion scan

Dynamic background subtraction on (DBS on)
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Workflow Select or verify the analyte and internal standard names and masses.
Components q
. - Import components from a text file...
Integration oy 15 | Group = Chemicall
Formula Import components from ih brary database...

Library Search G _
Acceptance Criteria

Qualitative Rules

Ion Ratio

Formula Finder ‘ b -

Processing Method - Import Compounds from LibraryView Database

Select libraries, compounds and related fragment masses (and intensity level) for the processing method component list
Include fragment mass(Da) of intensity level(s): 1st(highest) 2nd 3rd
(F61 of 761 selcted (total) 761 of 761 selected (SCIEX E&L library) w Show Selected < Find Component >
All Compounds (st (2nd) Brd) N
. . Compound Name Formula Mass(Da)  Fragment Fragment Fragment
| e
/| LG-HEXANEDIAMINE | CGHI6NZ 161313 (550543 1001121 53.0387
/| 22-(L2Ethenediyldi-4; C2BHIBN202 4141368 2070679 3221089 3211019
/ | 22-Dithiobis(benzothiz: CI4HSNZSA 3319570 1669860 165.9780 1230135
| 246-Ti-tert-butylphent C18H300 2622207 2451305 2051589 2461959
/  25Bis(5-ten-butyh-2-be C26HBN202S 4301715 4151471 416.1553 4011323
/| ZMercaptobenzothiazo CTHSNSZ 1665863 1350135 136.0211 1240212
| 3G5-Ditet-butyl-d-h, C1TH603 me1s2 00158 205.1603 232017
/| d-tert-Butylphenol (M- CLOH140 1501045 1330669 1340742 1170353
/  T-Diethylamino-d-meth’ CL4HITNO2 2311259 1830705 144.0811 1600757
/| Antioddant 1076 [M=NF C35H6203 5304699 1490591 107.0485 167.0696
/| Antioddant 1330 [M-H]- C54H7803 THS51 7175315 205.1606 758.5666 .
[rep |

3. SCIEX E&L BB ES D RBIBEEZESAN -

BN, EREEEZNEIEE (AL PEANEIEED
SCIEX E&L #IEE ) R BEEEHTRE, WE4.

Integration X . X
Configure the confidence levels for the qualitative rules, as applicable
Library Search A
Acceptable Marginal Unacceptable Combined Score
Acceptance Criteria Apply - Qualitative Rule Difference Difference Difference Weight (%)
] Mass Emor (ppm) < s < |10 >- B
Fragment Mass Error (opm) | < [ < |8 > B [
Qualitative Rules >
rrorin Retention Time < B P © %
fon Ratio s » - »
w0 F) £y ©
% » » »
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Component Mass _ N Mass
Index Jame 7| Sample... v| CpPorent Formula | Err... |Con...” | Cor Library Hit ermt. "

»

[ss Unknown  24-Di-tert-butyl.. | C14H220 v Vv 24]itetbutyiphenol M-HI- [Smart Confirmation] | -0.2
[Tes Unknown | 2-Hydroxy-4-m... | CLAH1203 v | v |+ | Bisghenol AM-H]- [Smart Confirmati 07
[Tee Unknown | 4-tert-Octylphe... | CLAH220 v v | v | 2apitenbugiphencl [M-H]- [smart Cor 02
[ Unknown | A dodecyl hydr., | C12H26045 v ¥V | ¥ A dodecyl hydrogen sulphate [M-HI- [5 .01

[ 1 Unknown A Palmitic Acid... C16H3202 v V| v A bimitic Acid [M-H]- [Smart Confirmation] 10
[ Unknown | A Stearic acid L. | C18H3602 v | v | v | AYericacid M-HI- [Smart Confirmation] 08
[s Unknown | 2-Mercaptoben... | CTHSNS2 v | v | No hequired MSMS 04

[s Unknown  d-tert-Butyiphe...  C10H140 v | v | B | No)cquired MsMs -07
[ Unknown  Benzothiszole | CTHSNS v | v | M |NolcquiredMsms 19
[2s Unknown | butanedioln=7 | C28H5808 v | v W No hequired MSMS 12
[z Unknown | Butylated Hydro.. | C15H240 v | v | B | No|quired MsMs 0.0
[ Unknown  Fluorescent brig... C20H20NGO4S v V| B Nohequired MsMS 0.0

[ T60 Unknown | 2-Benzothiazolol | CTHSNOS. v | v W No hequired MSMS 06
e Unknown | 2H-Perfluoro-2-. | CLOH2F1602 v v B No hequired MSMS 10

[ 86 Unknown | 4-OH-BP [M-H]- | C13H1002 \ v v E Nhcaureanisns 25
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21-2- 1210 (Unknown) 27, if2). (sample Index. 2) | — @ Spectrumfrom 201908... 6346106375 min  — @ Spectrum from 201908...: 2772 Da, CE: -35
rea: 2 761e7, Height: 2.791e6, RT: 6.36 mi @ [C17H2603-H]- @ Library Spectrum 1310, CE=-35415
100%
/ 6362 600000 misn B _ 0139
500000 3 50% 205.1600
g % 400000 g 231911
g £ 00000 F | e e Bl
£ 1000000 g 200000 H .
278.1843 £ .
100000 ® =
p SiltE | re TOF MS/IMS=HtE
55 60 65 70 75 276 277 278 219 280 100 200
Time, min Mass/Charge, Da Mass/Charge, Da
¥ Peak Details W Formula Finder Results ¥ Library Search Results
Precursor m/z  Mass Error (ppm)  Retention Ti Name  Formula Score  m/z (Da) Name CAS# _ Formula MM (Da)
277181 03 636 1310 C17H2603 278.1882
« C—— >
Accurate Mass v/ MS/MS search v/
Isotopes v HHE FE VT RS

Ele. MEF1310 L EER

FEEELEER, TRUREREYE S BB TX BEIE
432, BEEREZHEY. AR, TUS5ERLEEMNERHE
fTHEEXEERIE, SCIEX OSERFIE o] I B 13 X Bk ChemSpiderfl #E
B, MRITBAMMEEIRE HRE, WME7T.

&ik:

EASHFNS D PERIEXS00R QTOFR S KB KAIOSE ik
, =R, REBIRRABH R EINE D PE—RMS.
ZHMS/MSFRBE R, EASCEXEAHTUMERLEEE, B
KEEEELRSS. XWEHL, REANBERGR &R HY
A EE, FEBFEXATELEEMSH14F, ABFEXT
LEHMAEH, GEEIEEsD UL, HPFEREMLF.
BEMILLT. BEFE, thPEGRZTE, EBFMRRMNIEB
MLREME. M, ERTHEN. MBERRERFNE, K

057~ C1712603 (Urknown) 277__GEwif) E] 1064T2 min usor: 2772Da. CE: -3
Ave 851065, Height 7 2058k, RT 645 min ®[CT7HEOH- © Library Spectium. 3:(35-Di-..id (20170-225) , CE=-152T5
206 1596
‘ ea&u 10000 "J Im 1208 o ]l L7 e {’7,‘[&"
0 2
H 5 B O L
Time. min WassiCharge, Da WassiCharge, Da
¥ Peak Detals ———————————————————{ ¥ Formula finder Results ¥ Library Search Resuits ———————
Precursor m/z Mass Error (5pm) Retention Time (min) fonRz| | Name Formula Score  m/z(Da)  Emor (ppm) Name
w02 645 v 1 CI7H203 %2 2718092 02 [ 335 Ditertbuty--hycrenyphenypropionic acid [Smart Ce
< 5o « — >

251 CITHE03 (Unknour) 277 GO, (sampe e )
7. Height 2.443¢6. RT:6.39 mi T @CITHEOHE

@ Spectrumfrom 20190830NEG. . fom 6.371 106400 min  — @ Spectrumfrom 20190830NEG. /202, CE:-35
© Library Spectrum: 3-(35-Di .4 (zmmazs) Gt l

2000000 500000 2051599
} 3] ,j Izmm‘/m“w o H—‘_.i —
0
50 55 eu 557078 N E) Mo 1% 200 250
\\\\\ Mass/Charge. MaseiCrgrce, Da

¥ Peak Defals —————————————————————— ¥ Farmuia Finder Results —W ¥ Ubrary Search Results

Precursor m/z Mass Error (ppm) Retention Time (min) lon R Name  Formula  Seors  m2Of BT (i) qion o ChemSpider session

e 02 639 e CI7H2603 %58 277.180R_02 herfpropioric acid [Smart €

“ v [« opE »

7. SCIEX OSER 7T I E $5 < Bk ChemSpider £ HE

3. BELRWGIE

BABHEARREYEESSIAE FERX T —RAEEF, S
FF113103 T . iz FISCIEX OSE {458 K AIFragment Pane
TheE, FENEAVEITHR BT, BN LA ETINEE S
AR, LECEIAE]100%, MESFTR.

Dre—3

Cy4Hz, 0" (205.1598 Da)

Specrum rom 20150830NEIGB w2 . MSMS (50 - 1000) ko 6.423 e
Precursor 27720

Intensiy, cps

630
Mass/Charge. D

Cy7H240; (278.1882 Da)

ﬂEL.l BQAEEE®

Pﬁu
‘ MassCharge  Intensity ( Assign  Emor(Da)  Radica
| 10000 0000 []
0 1569427 01 ® | 0160 B
1825217 %40 v [o1%
205.1597 5143 v 0.000
77,1806 62 9 [000
OH
[ Matches: 5 of 5 peaks, 100.0% of total intensity ]

C,H,0; (59.0139Da)
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NEFERMNT,
Mass
Foundat RT Adduct/
Component Name Formula . Error
Mass (min) charge
(ppm)
&EF1310 CyHyO0;  277.1809 639 [M-H]-  -0.2
4-—HTEEEH C,H,0 2051598 9.73 [M-H]- 0.3
MR AERE  CLH,0,S 265.1479 7.95 [M-H]- 0
AR CyHp0, 2552327 9 [M-H]-  -0.9
LELIS CisHsO, 283264 9.61 [M-H]- -0.9
DMDBS CnHy,0; 4152115 853 [M+H]+ 0.1
(2)-11- =+ EEAE  C,H,NO  310.3107 11.45 [M+H]+ 0.8
TERER AR C,HsNO  338.3414 12.08 [M+H]+ -1

N-BHEE -2 CH,NO, 2742741 821 [M+H]+ 0.2

SHERELAR CiHusNO 282279 10.96 [M+H]+ -0.4
PEG n=6 CuHiO; 2831749 3.16 [M+H]+ -0.8
PEG n=7 CuHx0s 3272014 3.59 [M+H]+ 0.2
PEG n=8 CiHs0s 3712273 397 [M+H]+ -0.8
PEG n=9 CiHi0y 4152536 4.24 [M+H]+ -0.4
PEG n=10 CyoHpOy  459.2798 4.55 [M+H]+ -0.5
PEG n=11 CyuHiOp  503.3058 4.75 [M+H]+  -0.8
PEG n=12 CuHsOp;  547.3319 4.96 [M+H]+ -0.9
PEG n=13 CyHs0,,  591.3582 5.17 [M+H]+ -0.8
PEG n=14 CyHsO1s  635.3854 535 [M+H]+ 0.9
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