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WA 0.6 99 1 6

0.3 0.6 99 1 6

7 0.6 50 50 6

8 0.6 30 70 6

8.1 0.6 1 99 6

9 0.6 1 99 6

9.1 0.6 99 1 6

10 0.6 99 1 6
FRig &4
FRERS. SELECT SERIES MRT
BEER: ESI+FIESI-
RETHE: 50-2400 m/z
REER: MSE
NEsER . MRT
EHAEBE: 3.0 kv
hiE e =T E 10-40 eV
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HEFLEBE: 40V

HIEEIE
BIERY: MassLynx™ V4.2
Ui MassLynxV4.2

ERFRMG: Progenesis QI V3.0
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MAESRHRENLI T ENUEYER

SELECT SERIES MRTAIEAUEMEI L ppmKFHREKRNE, XX FHEMELEFENIEEFUEYERNAIGEE
FHER, EEEMUMS/MSERBFER, JH—PREIBNEE. THIEE (BfFHMDBRINERFDAL
MEYERE) PIEROPLS-DAMENTEEZERMRE, BB FNEABFNEENL ppm, BENIRAR]L, £
HEFELERRE, KMFSHRMNLESRNNTAYHAMNEY, SF ZERNERANZHRaRBMAERET
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b BEMFETEEFANBEEREELR, BEPEMIS IR T TRAN, NEKRBEMHINAELEE
THEURFE_SUYEUEIBTHDF, XESFAIRRENHENGY) WIWNKFTR) SIRNPES~EN.

REBENA

1.70_327.0956 n WERIRE HZBEEH BT 0.69 j‘%ﬁ%ﬁgmm HMDB
4,54_295.0628 n IR iR Z B AR R T 0.40 RAESEHREY HMDB
2.88_2911453m/z | WiRE REFRIEE 0.50 nER HMDB
3.86_304.1545m/z | WENRIEE GRS 0.55 REM Y HMDB
3.33_289.1316 n IR & EREBERET 0.59 A-RENREY HMDB
2.08_314.1414n WEhIRIEE BEEBT 0.57 ;’%giﬁ{m&iﬁﬁﬂ'ﬂ FDASGEREE

S C,oH,,0,P,S 0.64
3,60_390.0975 n WENTRIEE CoHAN.OPS o
7.89_304.3000 m/z | RIRMAE CyHyN 0.40
8.60_358.9802 m/z | RIRMAE
8.89_415.0427m/z | FIRMAE

% 1.Progenesis QI3 Z4HOPLS-DAD P HI =N EZHERERTIE

ERERTRIPIIHNHE ML IR, URBENNORMERLE. REREMRURMBMYE, SEFTEER
&, REASDEIER, Fiw, ARAXRHERTHRHES.33_289.1316n R RAEIRE/0.59 ppm, EETppm
KE, REMRBUEEEZI9%,. i, BEEMENERBFSIEETHNERETRE, BEXERRFBETFHNRER
E9/NF2 ppms
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/* Compound I Description Adducts Formula  Mass error (ppm) Isotope similarity Fragmentation score Score
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A: 12C,,13C,1H,,15N,160, - 0.09 ppm 292.14539
B: 12C,.1H,14N,160,180, - 0.38 ppm

C: 12C,13C,1H,,14N,160,- 0.60 ppm — [E{EEE
D: 12C,,13C,1H,.2H,14N,160, - 1.86 ppm — [E]{1E 575
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%EIRFE
1

2

290.13868 291.14204 292.14539
83.8 15.1 1.1
83.7 15.1 1.2
83.7 156.1 1.2
84.2 14.6 1.2

SRIEFE

2b 2c 2d

292.13907 292.14293 292.14539 292.14832
3.5 35.5 61.0 —
2.8 35.5 60.1 2.6
3.4 31.8 62.4 2.3
2.7 35.3 60.3 1.7

T2 E #F an P 4F1E3.33_289.1316nMRAMU R F EF E (a)MEAENUEE FFE
(b)5EIEFENEIRE
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BFFFFE, MARMEEFFEENT, BhHT AEMENRERTEX—EE, FILA]UHBRXME L.
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ACQUITY Premier& 4 <
https://www.waters.com/nextgen/global/products/chromatography/chromatography-systems/acquity-

premier-system.html>

SELECT SERIES MRT <https://www.waters.com/nextgen/global/products/mass-spectrometry/mass-

spectrometry-systems/select-series-mrt.html>

MassLynx <https://www.waters.com/nextgen/global/products/informatics-and-software/mass-

spectrometry-software/masslynx-mass-spectrometry-software.html>

Progenesis QI <https://www.waters.com/nextgen/global/products/informatics-and-software/mass-

spectrometry-software/progenesis-qi-software/progenesis-qi.html>
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