B PEE PRI AR ATHES FRNLE

SCIEX

The Power of Precision



M SCIEX
E 1'u\m The Power of Precision

WA A —SK RS BT R AL S

o BEIREIER? AEWE? £ dGC/LCoE TIg?

- BEI? REHD?

* (KD SDF? BFWSEEL: ELESI,MALDI,DART &4,

weElE, EPRREE, 8anFEFRERER.
ZEAREBEEF? IIFBEF? JLRIK? (NaEA7

—IREE, o FEF, BREDFIN (MUKE—RK, ZHREEREEER)
H—CHWTZEEIN, BIgE? TTEE?



FENS SCIEX

RiEE—if, BINEKWERBE T, T—LHED FVINETIRTHER.

y RIE—RBUSEHENTTRAR: RS —RERIFanfErlSCIEXE4-aYENEIT LI
REfEA.

2, BRETHERRERAR.

3, RIECRREERIED T RAUE ST RIS CIEX4a95HE BRI ThEE
{EFE.

4, BERREHIISEER, MEkREEWIIRITTE.
5, KEEEE MUEYIRIE NEHENE,



RIS TIRYRE

Hr (R FHEE)

SCIEX

The Power of Precision

HMASCIEX OSEE, WNFREEFZERIMEY, BATFSERAL—IRTE

O.

Analytics

Samples | Components and Groups -

[MQ4] Results Table (Untitled)

& @ Ready

[ — I T TR ©

@ org banana

Sample Name | Sample Type

banana

457 | banans Unknown 1.0 306.1638/11.24 N/A
[ 367 | banana Unknown 1.0 202.0427 /5.30 N7&
[ |45z | banana Unknewn 1.0 2090525 / 8.29 N/A
467 | banana Unknown 1.0 322.1580/10.50 N/A
484 | banans Unknown 1.0 352.1685 /6.27 2
[ 290 |banana Unknown 1.0 104.1063 /0.50 N7&

aa8 [voe___~1=0%]

Mass
Error (m...

Retention
Time

Retention
Time Del..

Isotope.
Ratio Dif...

Formula
Finder Results

Library Component =i

Library Hit Group Name

At Mass

Imazalil 100.000

v v | |306.164 | N/A 11.24 N/A MN/A 91.201 CL6H23N30S Buprofezin 100.000 3.175e6

v V| 202043 N/A 5.30 N/A N/A 89.424 CLOHTN3S Thiabendazole 100.000 3.834e6

v @ 200053 N/A 8.29 N/A N/A 47.978 COH1509P Ne Match 0.000 37276

v ® 322158 WA 10.50 N/A N/A 44768 CEH21F2N9O2S No Match 0.000 232426

v @ 352168  N/A 6.28 N/A N/A 42740 C17H25N3035 No Match 0.000 2.373e5
104106 N/A 043 N/A N/A 0.000 N7A 1549e6 -

<[

org banana - 297.0558 / 8.29 (Unknown) 287.045...ata\2 Data EURL 008.wiff2), (sample Index: 1)
Area: 2.228e4, Height: 1.394e4, RT: 8.20 min

100000
E=
g 50000
= £.29
0
7.0 75 8.0 + 85 9.0 a5
Time, min

¥ Peak Details

]+ ] ]] tions os

Precursor m/z Retention Time (min) Ion Ratio
297.056 8.29 N/A

Spectrum from 2 Data EURL 008.wiff2 (sample L... TOF MS (100 - 1000) from 8.262 to 8.267 min 1.0
. 300.2020 0.8
=3 1000
Ey 0.6
g 500 2951539 2970558 2012080 0.4
E 2000523 l
0 i 1 M | 1| 0.2
296 297 298 299 300 301 00
Mass/Charge, Da 01 02 0z 04 05 08 07 08 09
¥ Formula Finder Results ¥ Library Search Results &
Name Formula Score m/z(Da) Error (ppm)  Error MSMS (ppm)  Hit Cou Name CAS# Formula MW (Da) Fit Rev.Fit Purity CE (V)

banana - 207.0558 / 8.29 (Unknown) 207.0458 - ...ata\2 Data EURL 014.wiff2), (sample Index: 1)

Area: 4.968e6, Height: 1.555e6, RT: 8.20 min
830
£ 1000000
0
70 75 8.0 8.5 8.0 95
Time, min

¥ Peak Details

Precursor m/z Retention Time (min) Ion Ratio
297.056 8.30 N/A

Spectrum from 2 Data EURL 014.wiff2 (sample .. TOF MS (100 - 1000) frem 8.280 to 8.302 min
300000

297.0558 209.0527
200000
100000 298.0585
3000555 301.0492
o L |
296 297 298 298 300 301
Mass/Charge, Da
¥ Formula Finder Results
Formula Score mfz(Da)  Error (ppm)  Error MSMS...  Hit Count
Cl4HI4CI2N20 914  257.0556 08 1 221

*+ @ Spectrum from 2 Data EURL 014.wiff2 (s..A TOF MSMS (50 - 1000) from 8.296 min
Precursor: 297.1 Da, +1, CE: 35.0
100% 297.0560
£1.0441 158.9763  200.9868 !
] 69.0441 / 1090757 1410698 [\ | 2950088
0% } | ) | P t
-100%
100 150 200 250
Mass/Charge, Da
¥ Library Search Results
Name  CAS# Formula MW (Da) Fit Rev. Fit Purity CE (V)
L [mazalil 35554-44-0 C14H14CI2NZ0 297.18381 1000 89.0 830 35

Data Acquisition
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PG RIE

S
XIC from POS-mis-60min wiff (sample 1) - POS-mix-60min, Bx... MS (100 - 1000): 469.119 +/- 0.006 Da, Gaussian smoothad /\¥I j:uAé:l:%
7] t [m=
581 Find An Find
= 4e5 Found elemental compositions XY n
z
2 205 | Foms mz RDE oo VS, MSMS WSHS o]
E Rt R
M‘ coanozcang02 [469193 [150 [42 [ 6 [ 06| 1 [nas ‘
8o 85 Tw:g‘m 85 oo 7 |CISHZZIINGOA 4691152 110 | 74 | 2 | 26. 9 NAZ
‘Spectrum from POS-mix-E0mi_100 - 1000) from 9 528 min Spectrum from POS-mix-60mi...(50 - 1000 from 3.521 min 3 |C20HIBCI2NI0 |469.7166 [160 | 45 | 1 | 31 14 | NAD
N | Precursar: 469.1 Da. CE: 35.0 4 |C1SH23CI3NE  (469.1184 (110 | 06 | 9 | 25.| 6 | NAAD
Bed 462,110 (1) ded
1 2160160 5 |CIBH2202NB03 [4691265 110 |66 | 3 | 34| 17 | NAA
Ted L ~288.0207 (1)
ot 4701081 (1) 24 | 6 |C2H210N206 |469.1161 150 | 56 [21@)] 13 3 |NAD
2 s : = 225.0286 (1) 7 [cosrmomeoz [4g31174 200 | 27 (3@ 08| 2 | mae
3 ] 5
2 e ; 5 = 8 |CooHT7ONGOs [469.134 160 | 113 (23| 24. | 4 | NA:
204 4691133 (1) E .
o . e | s3OBIRM 468.1112 9 |cosHzzonzos |469.080 150 |28 [17@] 07 13 | NaT
es ] '*52?“3 | ‘3E53“7‘5 10 |c21Hiecenen [463.1083 [160 [285 | 12 | 12.] 15 | NAT
el || . L LT E
- = e 11 |C23H2202NE0 [463.1305 [150 |25.1 | 16 | 12 15 | NA/K
Msss/Charge, Ds Mass/Charge, Da 12 |C23HzTaNz0? 4831211 (100 | 51 (281 26 & | NAT
MS Detals MSMS Detals Compound Detals MS Details | MSMS Detalls  Comp, 4 Detaits
T Charge [ ¥ WIS resut summary for C24H230I2HAD2, [M+H Parent mass |46 Charge <= Mass tolerance (mna)E #C/=heteroatoms > D
Feak Use m/z % Intensty  Width .100-/. o157 11MS/MS pesks  Display type: Al -EmEE
469.1187 11000 0012 e 112 Fragment details for C24H23CI2N402
1 4701217 |221 0013 " 101 HIZNI0CI02  CI3HISCN C10H13CIN2010
0% i CIEATICIN
5 s ots Yo 42711.1159 CEHTINEDS — AHI0NS0T
0% 2.1 ppm
3 421181 (136 0012 C3HTaM403 \c
0% 51 CIHUINAOZ  Cqom120N402 \cwszclmooz
4 7312 89 0016 - = 11H14CIZNED2
00 2 COH1ECINZOZ = CIOHTICINAD2 C“’CHBC':"“O o
= R N = T
Elements from e H CUHIEC g C4HTBCI2 L C18H3ICI20T1
200 1.3 ppm - = J— C1SHBCIND2 H20C1202 c23H23c|3\
Blementsto  |C50 H200 030 N10 15 0% -3.1 ppm 4731132 51 caH13NB02 CITHITCINZO4
Mass tolerance {ppm) El -4.4 pom [ CEH1BCINAD C11H13CI2N302 C1BH13CINT C22H26CI09 —
o I, CBHIGEINAD (b CTIHI4CINIO?  ¥f1p1acion
Intensity tolerance () EX — - -
200 20 0 350 400 50
HC/tstersatoms greaterth lontype: - i
eroatoms greater than lon type: | [M+H}+ /' 3 addtional ions miz. Da

—RISTREREIENS N, oFEE  HmiREARD FETEIGHIE
RMNESHSLNRMNESRIED TN ICRANLELER, KERRTEES
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C16H11CI2N20+ C15H11CI2N2+ C15H11CIN2+ ?%?EQFE&,HJEXYEE
¥E$E’U%Uﬁ% 317. 0243 289. 0294 254, 06% EStEmaEial (1

o 40) RPMETARE
D)\&((\'—'D/i D)\( _,m T

\ N

6e4 4

7
(0 ST e
137.1067
o 4e4
C8H13N2+ C16H11CIN20+ 3641 289.0274 | 318.1794

137.1073
282.0554 2e4 453.1229
s 21,0893 2320530 317.9273
FHTOTRSHRANSTR, BROST 9 || |

AN SBEEFSFExX. 100 200 300 400 500

Mass/Charge, Da
ErPm— S 2
i MS [ MSMS MSMS
Hit  Formula m/z ROB  ppm Ran{ ppm  Rank 17MS/MS peaks  Display type: Al -BEB
Fragment details for C24H23CI2N40
1 |C18H27CI3N403 4531222 (60 | 36 3 i5. 1 ¢ 10 et scian. e, CIAH14CIZND .
:w o N

2 4521243 | 150 | 12 2 18 1 = 5 lc:Huwaoz C9H1505_CBHHCIDE\NEJSS:J;CBNZ — C20H27CI0
3 |C23HZTCIANZ0 4531262 |100 | 52 | 4@ 39 2 * 0 @-carian e e o —

: : : . 5 11T g o C14H18CI2N02 C23HZECIaN20 2
4 |C23H26CI205 4531230 (100 | 1.8 1 58. 4 2 5 o _Hwﬁgum BCI2N402

10 CEHISEINAD o ™ ™

5 |CT1THIICIIOT 4531208 |10 | 66 |42\ 14... 5 ) e B e 0 = P e

—RBEEHIEGHI0NM D FN, EERERBE T FVERMIST,
IEHBRID F R B IR /92



SFR S (Formula Finder)

SFRHEE
73T T\HYNEI=E
BPC from POS-mix-60min.wiff (sample 1) - POS-mix-60min, Experiment 1, +TOF MS (100 - 1000)

1.5e6

BJ75C,,H,,CLN OB ST 047
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8.929 —
/
¢l ! 7 [ BVAN
D/i(@ 5 BK SRR
g ’ | N i .
= 5.0e5 k§ 211 s ‘ RDé'15 Efﬁ‘ﬂ]*ﬁ*, RDB&/‘?EE%LA
. 11.805 12.087 . =
B j| e | HFRNEBSHISE
.Oel —_ = - 1
6 7 8 9 10 11 12 13 14 15 16 bt s T o It
rum from POS-mix-60min.wiff (...F MS (100 - 1000) from 10.528 min Time, min | MEHE WSS
_g&i:]é': 469.1206 Hit  Fomla m/z RDE  ppm Rank ppm Rank
s 4711180 [ c14+3102ne05Ps (4691203 (10 (08 [ 1 [17.] @
2e5 701243 2 |C24H22012N402  469.1193(15.0 | 14 | 4 | 06..| 1
1e5 472.1207 /\¥_tj:uA 3 |CI6HZ6CIZNE045 | 4691186 | 6.0 28 3 14.. 3
0el ﬂ 7] = = 4 |[C15H31CI3N4O4S (4691204 (10 | 11 14 459 2
460 470 480 490
Mass/Charge, Da 5 |CI7H27CIZN405F (4691169 |60 | 64 | 52| 35. | 10
rum fom POS.mix-S0min i (.. M52 (0 - 1000) from 10,531 minﬁl:l{_j‘?ﬁz? 6 |C21H26CI2N4025S  |469.1226 (100 |-58 [11(3)| 28..| 9
o 2] pvary ==
1.0e5 _—&13512 3330189 T |CZZHZVCIZNZ03P (4691205 (100 | -22 | 5 | 1.0.. 14
8.0e4 137 1071 8 |C15HZ6CINGDSPS 4691184 | 6.0 ER| 19 1.6.. [
0.004 333.6285 5 |C19H23C13M8 4691184 110 | 32 (16| 15| 7
4.0e4 334.2027
2008 337722 ) oo 1180 10 |C22HZICIN6O25  |469.1208 (150 |-19 | 23 | 15.| 5
0.0e! T, \t 11 |C15H32CI2M206P2 (4691185 | 1.0 29 2 49. | 20
100 200 300 400 500 600
Mass/Charge, Da 12 |C16H32CI3M205F (4691187 | 1.0 25 15 50.. 12
13 |C1BH2TCI3N404 4651171 | 60 60 |24(2)| 56.. 8
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REFNE GRINEE) O

© NEHE: 7FHWEERVE ISR S R1Z 2 TR IINGR E.

* DFIUC+Sx(H+X)Y(N+P)z(O+S)n HPXRNE, AiEHAINNRE.

IIINGR(EQ = (2x+2+2-y)/2
* NEMERTESBFA SR IERE.
c BE, FETET QABH(+ ), BETFET Q HERBH0.5r+ d)

SUAEE Chlorpromazine
$HF C17H19CIN2S
Q=(2*17+2+2-(19+1))/2=9

THRFEF:

Elfg <, M+ C17H19CIN2S+-
Q=2*17+2+2-(19+1))/2=9
(BRFEF:

ESHEXT, [M+H]+ C17H20CIN2S+
Q=(2*17+2+2-(20+1))/2=8.5
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(BEFEFIERNRE (LAESIEEELZUAM1)

N
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|\
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C14H15N2+

[M+H]+ m/z 211

C15H1106+
[M-CI]+ m/z: 322.0

C19H21FNO3+
[M+H]+ m/z 330

C15H14CIN204S-
[M-H]+ m/z 353

<’ N\
-
~—N+H\_)

v

C21H27CINO+
[M+H]+ m/z 344

oH

| o OH
= OH
0]
C8H704+
[M+H]+ m/z 167
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SHEFEF (OE) FisAFEF (EE) SCIEX

Hto=258EF=ET (OF) MBETFET (EE)

o ZFHEFEF(0Odd-Electronion): SB— N RAITEFHEF, M+ GM-e

* {BEEFEF(Even-Electron ion) : REFKRAITEFEIEREFEEX)IEF,
[M+H]+, [M-H]-, &,

M+ , m/z: 314 [IM+H]+ , m/z:315

Z5fg Progesterone
C21H3002, MW=314.2



OE 5 EEfyLLE: SCIEX

EIEEAN T, BETMATFETFET (OF), taYHBERESETEKMET,
SHESFSEEFRFEIIHI70eVET LA B FHEEERNSER. BFE
THERESHSHEL FEEL—NET, NS FETFM e ; M@
BETEREEE, SHREEREE, XMREESHFMHTY: —
m/zZE{ERINEFFI— P ED FekBHRE. MOEEF =49 R AaeRO0E
trTBE2EE;
M+e—OE *+s + N
M *e—EE * + Ne
ESIBEARIT, BEFREEFET (EE) ; EEECIDERAER AR
RZHMEREE, RV HERT, SIERERRENEREF, 71
WOEEF.
EE* —EE* + N EE-— EE- + N
EE+ — OE *e + Ne EE-— OE-s + Ne
BEBRT, AEYNEESESIEE—EER, HECINBRENEBS
BX3l, EIfBRMECEEERENMNAE. MIESIRMLERZES
REOENER, EXYEERFED,
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o
= =) V= T / A1 2 —
AEBEFEI B RIS BRG] e
- EIIETEREE, BEBHEEIISFEFIE, e
- CI/APCI/ESINETREES, BEIULSEIPENEDFEH L
Z=t/\Z7 BT 42 . e — yy—
FREDFESIE R (2-ZHO)E
Dioctyl phthalate
C24H3804, MW=390.56
100t El e APC
] 149 [M]* intensity ) 391 atmospLeric
=0.1% electron m/z 391 = [M + H]" plrlessl.lrel
Lo chemica
a 167 390 z(]);)l zation 149 ionization
) 71 2o l i 279 (APCI)
|I | ! |II ! T T ! T T T 1 m/z T T 1 T T | T T T 7 M/z
100% 100 200 300 400 CI 0% 100 200 300 400 ES I
] 391 chemical ] 413
1 m/z 391=[M+H] E‘é‘;;z;::ﬁ“ 1 m/z 391=[M+HJ electrospray
— 279 ammonia as ] m/z 413 = [M + Na]* ionization
- 167 reagent gas | 391 (ESI)
T | Ly T T I| T T 1 m/z T T T T T T T T 1 wm/z

I
100 200 300 400 100 200 300 400



RSN ENEREELN SCIEX

BEEE: BREERELDPW MU LRNRESTTaRHER, NSENEZSE SR,
BTR RESHES BB ERERTT T,

ESI-QQQ
ESI-QTOF

ESI-QTRAP

Quad(Q)
lon Trap(IT)
TOF

EI/CI
ESI/APCI
MALDI

MALDI-FTICR

LC-ESIf Selection of
MALDI > | MassAnalyzer | —s |  Precursor/ — | Mass Analyzer
CID Fragmentation

£ =

2 3

H =

z ‘ | 3 ‘

= =

| | 1
—
m/z m/z
Mass Spectrum CID Mass Spectrum
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=RREEHEXERE SCIEX

NHHEERR
CIDfiEIFEE 2R (collision induced dissociation,CID)

HCD=REE S 2M# (Higher energy Collision induced Dissociation)- {SEFRIEUASE
EFDEIFIEESLNE TR, ER—TMREDTERRASRESEE, £
BFARREST=RTER, RERENEELNER.

B 5t RS (Electron-activated disaction, EAD &FTRIETEBEFFREA,

BB Fie5 3R (ETD), BB FimskfiE= ( ECD) ~1BHECD/ETDIERTFT-ICREIE(N, ZhL
AT ERREENST.

AEHRESMAEAIN, BEREASEHESID). d5E6FER(IRMPD), RIMNE
B#(UVPD)E, REFEIRAZE.

AELUELECIDNE, FEEROSIURITEREAMNETY (QTRAP) ATIRITE
B WaIamE (QTOF) Bl YE TR maEa.
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nAnY), BEEARASINLR, #%, SHEENEETEE,

« IRNZAE —KUTFCID, BRNSEARLE, R~FITRET,

c EBFESREF -RENERTEER,

* WiiER(CEREEE EBREXAAR— I REEE, LISRIFEENER, M
ELTE N

* FRISASEBENSN - WHES S FEBK, LEEFTEaRE, B8R
I ZFHAERLL

c IRAN—REOZEE, SWATH, BREBERMR, BiF#iTHIA.




PR + NHAR — R & SCIEX

07 3052113
700 -

650 -

550 4
145.0863
450 1
400 -

300 1

250 4
113.0600
169.1227 823.47%6

200 4
95.0494

] 183.15%0
69.0338

6434169
2451176

199.1122 307.221
|

549.3200

Y D i .
100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 500 950
Mass/Charge, Da
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The Power of Precision

>4 9173

160 4 136.9404

2369152

30 138.93%4
0 28949

40 31(5.9202I

3189178

1 P A

332.8939

334.8920

414.8960 430.8707 528.8467

911.4514

'|||'Ll’|.'|- jo.g
350 400 450 500 550 600 650 700

Mass/Charge, Da
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fa}

Intensity, cps

20

At -%-ho el BQEBEDEH

Spectrum from 20220426 ANTB200.wiff2 (sample 5) - ANTB-STD200, Experiment 2, +|DA TOF MSMS (50 - 1000) from 24.948 min Precursor: 328.3 Da, CE: 35.0

8500 4
8000 4
7500 4
7000 4
6500 1
6000 1
5500 4
5000 4
4500 1
4000 4
2500 4
2000 1
2500 1
2000 4
1500 1
1000 1

0

*57.0698

J

*69.0699

~83.0855

*97.1012

T *135.1169

~97.0648

*121.1017 ;
303.2045
*111.0805 *149.1328 '

"163.1485

*184.1700 (1)

“177.1640
75 2122015 26333,

"338.3414

*321.3154

1 O O O T I
200 220

N 1
80 100 120 140 160 180 240 260 280 300
Mass/Charge, Da

320 340
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SWATH{EIURIMS2 (B EFE[25Da)

SCIEX

The Power of Precision

AEL - %-Tcho @]
Spectrum from 20220426ANTB200-SWATH.wiff2 (sample 1) - ANTB-STD200, Experiment 8, +SWATH TOF MSMS [324 - 350] (50 - 1000) from 25.060 min

26000
24000 A
22000 4
20000
18000 -
16000

14000

Intensity, cps

12000 -

10000 -

N
*57.0695 (1)

] Ilu |I
T

83.0853 (1)

*95.0852 (1)

*121.1010 (1)

A,

BQE e

*135.1166 (1)

"148.1322 (1)

*163.1481 (1)

“177.1638 (1) +184.1701 (1)

100 120

160 180 200

*321.3148 (1)

Mass/Charge, Da

*303.3043 (1)
*338.3419 (1)
*240.2328 (1) 304.3083(1)
“198.1856 (1) -226.2169 (1) |754_2483(1) “268.2642 (1)
I'-2822801 (1)
|I |I || '|1| |I I |Ii: | .|I . ] 1 I| |. I;lj 1 g
220 240 260 280 300 320 340
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THIEIRIE S (chemspider) SCIEX

The Power of Pre

(RiIEM SYIEEETUHIZREY
NFFRABIDFX, TLAEFSUFEOEIEETHITIEER, tan:
* PubChem (8294005 MtEH, 201782R8)
* Chemspider (2958005 ML&E%, 201742H)
* SciFinder (#Bid1.26/2/MEEY, 2017528)
TR BNEESEES —RIEY, BRE—IEEREREN, BB I— EUEE

EEHEAY (8D,

MS Details  MSMS Details Compound Details

BEAEREEETHEEES)

Detallsfor (:P_-ﬂ-HI-‘_ElE:II-‘_I"\I-QOI-_‘r ChemSpldermatch =" %

22
23
24
25
26

27
28
29
0
K

Ll 4 (R LT I T IR 1Y [ A T

1 N2, 4—D|ch|crobenzoy1}‘|2 15, 154rimet ..
[ N-{2-{4-Butylphenyl}-6-chloro-2H-benzat ..
] N{244-Butylphenyl}-6-chloro-2H-benzot...
[ 5i3.5-Dichlorobenzoyljaminal-N+{3-pyr...
[ N{1-2 4-Dichlorabenzyl}-1H-pyrazal-54...
[ 2.4-Dichlona-MN-(4-{N-[4-{dimethylamina)...
[ N-{1-Acetyl-2, 3-ditydro-1H-ndol-5a1)-3...
[ 4-{41(3.4-Dichlorobenzoyljamina]pheryl...
[ (8-Methylimidazo[1,2-alpyridin-2+)meth...
[ 25, 7-Dichloro-2-methyl-8-quinolinyljox...

Ll

L

N-[2- [4»But',flphen_.'l) &-chloro-2H-benzotriaza
Composition: C24H22C|2N4D2 Mass:468.11°

- BISEHIHLS HOD Tt
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— @ Spectrum from 20210218J1U1-LCMS-POS.wiff (sample 1) - JIU1-POS, Experiment 5, +TOF MS~2 (40 - 1200) from 7.634 min Precursor: 614.5 Da, CE: 35.0
@ Library Spectrum: PEG-9mer Ammonium adduct , CE=35£15
1009 415.2525
. 597.4481
| 87.0442 1750938 | 2211378 3091884 3571038 371.2213 | 516.3561 | 5144208
0% | ' L I L II 1 L A I| |I 1 |r y L L
-50% |
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¥ Library Search Results &
MName CAS#  Formula MM (Da) Fit RewFit Purity CE(eV)
PEG-9mer Ammonium adduct [Smart Confirmation] C18H38010NH3 431.27304 93.3 887 69.9 35

—.Spectrum from 20210218JIU1-LCMS-POS.wiff (sample 1) - JIU1-POS, Experiment 4, +TOF MSA2 (40 - 1200) from 8.334 min Precursor: 540.4 Da, CE: 35.0
@ Library Spectrum: PEG-7mer Ammonium adduct , CE=35+15

100% 1 133.0843
50% | 45.0363 220298 177.1101 197:2236 i 540.4407
1 88.7809 | I 221.1362 239.1461 l283.1 759 328.9703 5456860 f-44.2889 523.3994 L540‘3667
l : L | e COEY i . I
0% | 1 + } t [
-50% 1
-100% +— T r T T T T T T T T
50 100 150 200 250 300 350 400 450 500 550
¥ Library Search Results &
Name CAS# Formula MM (Da) Fit Rev. Fit  Purity CE (eV)

™ PEG-7mer Ammonium adduct [Smart Confirmation] C14H3008NH3 343.22061 97.4 740
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Spectrum from 2-1DA_FOS_01.wifl {sample 1) - 2-1DA_FOS_01, Experiment 1. +TOF MS (20 - 1250) from 6.113 min + | Spectrum from 2-1DA_POS. 01.wiff (sample 1) - 21DA_POS. 01, Experiment 2. <TOF M52 (50- 1250) from 6115 min
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Matches: 17 of 19 peaks, 94.6% of total intensity ]
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Spectrum from 2-IDA_POS_01 wiff (sample 1) - 2-IDA&_POS_01, Experiment 1, +TOF MS (80 - 1250) from 6113 min ~+ | Spectrum from 2-IDA_POS_01 wiff (sample 1) - 2-IDA_POS_01, Experiment 2. +TOF MS"2 (50 - 1250) from 6 115 min ~ +
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Charge retention fragmentations (CRF) BB{F{R B 5%

1.1 Remote hydrogen rearrangements
1.2 Retro-Diels—Alder (RDA) reactions
1.3 Retro-ene reactions

1.4 Retro-heteroene reactions

. jons
M Charge migration fragmentations (CMF) BB R #

«2.1 POS CMF

«2.1.1 Simple inductive cleavages

+2.1.2 Inductive cleavages assisted by adjacent heteroatoms
+2.1.3 Displacement reactions

«2.1.4 Inductive cleavages assisted by (-hydrogen removal
+2.1.5 Grob—Wharton fragmentation

«2.2 NEG CMF

«2.2.1 a-Eliminations

«2.2.2 y- and g-eliminations

+2.2.3 Displacement reactions

+2.2.4 Eliminations assisted by b-hydrogen removal
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