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EXTREME, RAtBERERARBERICGEN -,

WNEMNERNE, TEELENEZHEN (FINREFHZEDMERIERITH) , AR HE B E
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BERENBEFMET AMEERRATHENEY, HPEESHRNAY GIOAZMNEE) 1, 20155
, XRERRAmuEEERRE T ERRREEM ERAMBEHPRNEERMEERIENERFIMSING
REZEASHER, REZEATRESEHBEMEEMIRASEXEEREANRREREEESBNREMIT
IV

Bf, &R ZFHNSYHMETHRREENN “BmER" MEMPARRERNBEN. XERRIERITAE
FEANABFERME, REANTIRENEARABNEESHRY, UERSHEE,
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BLC- XTI REDITER) , BIRBAFTEMRILFIESOEE, HEUNIFIRERLERIE, ERZER/YNE
IR FBEERUNIFITEREVERHRRELR, TenErNEMHNEEFFHTERME,

St RRAEERE, GSTEXRENERY (MX. BHNR. KX, RZMEX) . RIEEBRFRENA
AR EBYRIFmM(n=49), EAACQUITY RDaMNBEE DT ="R. FAMEFRIENYEMQCES M, LT
DA ENRAEN . REHUNIFERGZH], ZRER BoiliREMROERRRF, MMERIRE. #HiFRE
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RIBAERENRASEZZ MNP ARFERRIERY . B10 mLZAE/7K(84/16, v/v)IIN2.5 gl &, RIE
BE., FHEDESYMESETHELh, BEREEN(2000 rcf, 10 min), BXFFELERN0.5 mLESXEERE
10\(15,000 rcf, 5 min), BY_EE®REI0.25 mLEDHERAERRNIN BRI KERHR. BRESYERE0(15,000
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ACQUITY UPLC I-Class PLUS

ACQUITY UPLCHSS T3 2.1 X 100 mm, 1.8 um (
45 : 186003539)
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HEFLBE: 30V

PSSR BB R A 60-120V
EMAEBE: 1.5 kV
BARISRE: 550 °C

fEFwaters_connect (1.2.0rR) ERJUNIFIZEEEZinfo (3.0.3Ak, Umetrics) REFHAIEEKIE: RAUNIFIHT
I£$REY; RAEZinfo T2 TE N,

EITE B ‘ SR E
(%)
0.0 5 e
1.5 5 6
3.0 60 6
5.0 80 6
10.0 80 6
10.5 99 6
13.0 99 6
14.0 6
16.0 6

#3.ACQUITY UPLC I-Class PLUS LR F O B RBEE, iR A0.5

mL/min

RDaf{ 28 &AL 7 SmartMSi A, RERHIEHENAEARMMEERIENAHAERBE R THNELSLE, BIFR
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s NERiRE. BREENRERREREF. THEREMERRTSNEREFZE, RDaZAZITEE
ZAFTEEFEFENINAR (EL) .

Instrument Setup

Instrument Health | Ready

Setup Control

P Start M Stop Reset I To recalibrate in full, click 'Reset’ then 'Start'

I Check the fluidics reservoirs contain a sufficient volume before starting instrument setup

m Positive Low Mass (50 - 2000 Da) Success Aug 11 2021, 09:59:49 GMT Dayiight Time
off Positive High Mass (400 - 7000 Da) Not Run

“ Negative Low Mass (50 - 2000 Da) Success Aug 11 2021, 09:57:43 GMT Daylight Time
off Negative High Mass (400 - 5000 Da) Not Run

El.SmartMSHEARF S ERFIRENNERRRTSETR, BTREREEFMBHNERE.

HWERMIEERRE. FSYERNSEEDMRHTEXBUNIFITIERE, BABIEREMLE,

23053t
TERELE2, EARERFHNMENZNENRUNIFITERER, P HErnPESFTRIHE T
HZARENRASR. ATZHEEPEXHRASERETAZRZ KT TRYE, SREMRERRERIESY
SEABEGSHZENERIEMBYE (PIMNRKREBRERFHS) L. Alt, FNFATUNIFIZZEDH(
MVA) Z{EfiiZ. EAUNIFIRERF—ED, FEESREEA-—HCESEFRAGIEE(TIC), LURRIIEFRR
EfAIREZK. FUNIFIBUESHEEZinfo, HEMENSAITMNZSEEN T ZAIRIEPareto D HHITHE K.
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ERATERGEYHNERXE (B3NERSR) FEERRGETETENEHEATE. RIEMENGIEEN
BE, itayfiEy GINea’sEFEFREEEDNPRIRREMREY)) RBEEERREEXIEERT
Bto BYMIRMAD FRAIRIFEIRY, ERILUAERRNGEEH#ITON, FIMHILICE,

ATz MRANERATAIESZERGE, HRTIINNAUTBUBRERFEGSY), EFREERRE
%, FIBBLALC-MSOMTHREK. i, MHELFSHRMSEXARHPLC, UPLCOBRANNARS T RAMNEEK
S EEEN. ACQUITY RDateMIZZ I ZE BN A A e IR B M E Gk, REEMRNBIEBESBNEHEERER
, MRS XRETHERENENE, HBRETHAFZNEIERENAIEE.

2RSSR

FEUNIFIFSEIERMA ERRSYIG, SESWBEREEZinfo, UEIEERD ZIT(PCA)REL, [REIEER
SYNHBE, UBIGRTE/BESERINFRRELESMUNESBERNUEY ((REE2-10 min, BET
#45,000-500,000, MEEEERRHEEM/z50-2000) . SHHERPRBNFAELEY2MATPCAMEL, A
BIrEMIE, PIRRFECEMUNRARRNEEREEYNG ZRARTEBMNARN DB, XMERAFS
AFRENEMFMTNUERERE—ENERAIR, FEERERESERE, MXEAEILAFEFREA
NEFAESMEMNEOKE, SHME, ZIEREERFRAPERERS TELARAF X, EHEEXH
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ARMEMENFR, LC-MSIEEBUED XY FEINIRULEEXEEXANENIFEER. DEKEYRIME
, AP —EFEEIUFEMREEUFTEY . MREXTERAHBFZMNBEROTM, URRFIEHR
EOMRZ EFEES, BERRLITEES TZHRAR, RALLBE D BXATEMMN D EERRELR
ATHRBEFTEN. BEM, RMISRFGSIENENFESR

BEENEHILBERN TRENEHRERNELELE, TUEUNIFIFBEIVEE RPEERRREERREFH—
THRFREY, NOMARRHEXSRABNIBIUEYRS BINEaEEE) HES. B6ERTESRL
EEBBERTA, TUBRARET BERK, SEMNABNERERER, IMRKERKCENEESHE
¥4 i R 2 AT TR Y

 companent sy it

Formula Component name Observed m/z  Mass error (mDa) Mass ervor (ppm)  Observed RT (min) Response ©  Adducts Common Neutral Losses Found  Has Commeon Neutral Losses -;j‘

1 C12H22011 alpha-Lactose 360.1508 08 22 056 216911 #NHA. +H. #Na  162.05282 (Monosaccharide loss... Yes |
2 Cc1zH2011 beta-Maltose 360.1508 o8 22 056 216911 +NH4, +H, +Na  162.05282 (Monosaccharide loss.. Yes
3 C24H3209 Ursiniclide 465.2074 -45 =98 073 121812 +H 162.05282 (Monosaccharide loss... Yes
4 Candidate Mass 522.2036 522.2036 057 104325 16205282 (Monosacchande loss. Yes
5 Candidate Mass 217.1067 217.1067 342 84664 162.05282 (Monosaccharide loss... Yes
& Candidate Mass 527.1586 527.1586 057 70504 16205282 (Moncsaccharide loss... Yes
Candidate Mass 434.1665 4341665 237 63948 162.05282 (Monosaccharide loss... Ves
8 Candidate Mass 536.2203 596.2203 242 57619 16205282 (Monosaccharide loss... Yes
? Candidate Mass 1866.6654 1866.6654 250 49553 308.11073 (Disaccharide Loss [C... Yes
0 Candidate Mass 295.2269 295.2269 458 48905 46.00548 (Carbonyl group [HCO... Yes
n Candidate Mass 342.1411 342341 246 45067 162.05282 (Monosaccharnide loss. Yes
1z Candidate Mass 901.4310 901.4810 546 41505 162.05282 (Monasaccharide loss... Yes
13 Candidate Mass 411.0995 411.0995 056 38288 162.05282 (Monosacchanide loss... Yes
Candidate Mass 1237.4486 1237.4486 276 33909 308.11073 (Disaccharide Loss [C... Yes

15 C24H3209 Ursiniolide B 465.2074 4.5 -8.8 065 30386 +H 162.05282 (Monosaccharide loss.. Yes "J

E6.UNIFI"ERHMELR" WIEBEHEENADLCEE

4, 1'; 7“-.]‘ TR Er'@ ?41*” E HE

FARKFLEOREEASZSTEGHDINESHER, ETEE—BIETAYMEMERERETTY. BAR
EARENUFEEH T —ERRMQCONHILFER, BNBITFEUIEEBERNEDIITIIEF U EZ G
B EKF (%RSD)EFR B HEF PRI MG NITE Y. BTRRT (a)mMARES L SYINE AL B ERAI R AR
EMME GRANEL) FM(b)RE—HEIRNINEMAISSNRERE.,
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E7AMNTRED BRI (8R20003) NEMRANENE(a)REHIREE R (D), HUNIFIH
MBUERRTIHR, AARIFICH £5 ppmF£10 ppmBIFREIRE XiH,

ENEMRERVETHRS FIXABITRESFTE, HF200RFEFEHRE, XERESRBARMEX
kEaY FIMNMRAMEESE) WR—MLAKESGYHE, WEMEENRERIREE. EHHEMERENTY
BZA, BREHIRENMNERERENE, FHREHKIREN3.1ppm, RMSH3.6 ppm, KEDERLTF
15 ppmBERER, MBI ZLEDITKATITSHENRE T EBSHEEE.,
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T 18453 3.1
RMS 18462 3.6

RANMEBMINBURNREMMARGRELE, LULABITMHACQUITY RDatuill 23R RE,
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» RENRESENERNHEFZHEEE T £t

» ARMMIEFEIETL, SEENNETRATFRARESHE. EEFENIREUNES. ACQUITY RDatiil
HNAERH BT EZFIXETTAFHR R,
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PR S 1E 518,
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1. Allergen Guidance for Food Businesses Food Standards Agency.[20215 88 17H5|A] && Mk :
https://www.food.gov.uk/business-guidance/allergen-guidance-for-food-businesses <

https://www.food.gov.uk/business-guidance/allergen-guidance-for-food-businesses> .

2. Black C et al. A Comprehensive Strategy to Detect the Fraudulent Adulteration of Herbs: The Oregano
Approach. Food Chem.2016 Nov 1;210:551-7.

3. Gonzales G et al.Liquid Chromatography-Mass Spectrometry Coupled With Multivariate Analysis for
the Characterization and Discrimination of Extractable and Nonextractable Polyphenols and
Glucosinolates From Red Cabbage and Brussels Sprout Waste Streams.J Chromatogr A.2015 Jul
10;1402:60-70.

4, Reid L FEA. HHACQUITY RDat M B FHITRRTHE.KIFHNABLE, 720007226ZH, 20215F458.

5. Wang H et al. Untargeted Metabolomics Coupled With Chemometrics Approach for Xinyang Maojian
Green Tea With Cultivar, Elevation and Processing Variations.Food Chem.2021 Aug 1;352:129359.

6. Arapitsas P et al. Use of Untargeted Liquid Chromatography-Mass Spectrometry Metabolome To
Discriminate Italian Monovarietal Red Wines, Produced in Their Different Terroirs. J Agric Food Chem

.2020 Apr 20;68(47):13353-66.

7. Mol H et al.Toward a Generic Extraction Method for Simultaneous Determination of Pesticides,
Mycotoxins, Plant Toxins, and Veterinary Drugs in Feed and Food Matrixes.Anal Chem [Internet].2008

Dec 1;80(24):9450-9.
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ACQUITY UPLC I-Class PLUS%%t <https://www.waters.com/134613317>
ACQUITY RDa#&M 2§ <https://www.waters.com/waters/nav.htm?cid=135077027>

UNIFIRIZ{E B R4 <https://www.waters.com/waters/nav.htm?cid=134801648>
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https://www.waters.com/waters/nav.htm?cid=135077027
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https://www.waters.com/#
https://www.waters.com/1000245
https://www.waters.com/1000241
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https://www.waters.com/waters/sitemap.htm
https://www.waters.com/134690899
https://www.waters.com/134982469
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https://www.waters.com/#
http://wap.scjgj.sh.gov.cn/businessCheck/verifKey.do?showType=extShow&serial=9031000020200228152634000005597226-SAIC_SHOW_310000-20140123145114966013&signData=MEQCIE8rXJWygB4HVffdbWKhJLsithVUKPaD9kE/PSYC3ojVAiA8l4C7gyUCEjCDDeVBKCLsg27sASmWGvtqG2t/nHKGtQ==
http://icp.chinaz.com/info?q=waters.com
http://icp.chinaz.com/info?q=waters.com
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http://icp.chinaz.com/info?q=waters.com
http://www.beian.gov.cn/portal/registerSystemInfo?recordcode=31011502007476
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