Waters®
M EFRADIAN ASAPEIRIN Z T ERIES
E 88 AIANHYIEEE

Daniel Ng

Waters Corporation

XE—MNAER, FTESFANKREIHD.

e

FRRESIRER, FAHLRANGEEREE. REENRERERINE. R, ERRNMEARBRERR
RAHNREERILAE, Fit, SEGEHREOMCNAERRABEN, URERRBIANMGSEHEH#ITHRE
=, EARMRP, BRITTHETBEINBLERADIAN ASAPEE S L EREZATEERRVERF AN AT
SHIBARR R, HRINWET EXRRR/N_FE(OPLS)EIVIHEEY (n = 130), ER T KIRBEAMHECLL S TN IEH
okt B9 LE MR (R? = 0.985), LHIRRIZERE(n = 57)IE, S MEAREEHNTUNAN HE L FI9ES LIrE
BEE5%W.

e
» REFENEIEESNIR, ERTFEFREREH
= RENE 2 RIEMHECLL

SHMBER R ZIE. RN B mESFHERRM. ASHEYHEREEMRIRY, Wb, REEMRAEMSEE

N EFRADIAN ASAPEUEN Z T ERIEZE = B AR MAYEE


http://www.waters.com

, HRFSEGHNRANAER. NREAEYHOELENE, BEERUTEMAEGHENM: S, ki
. DEBIEEL, BEREFEREMNEYH, FTUNTIRFARIEERAR, REXANACYHEEEE
FREE, NMREBEFNMENRBER. FIN, SEOEBF RS K2 HERANG, BNEHERS SN EMEHE
ML BIRE T, BERRNARRAELSUER, B REXKEERNE?. TE—LHEERIEmER
W, EENHRTERENRNOMFHRE SR m. Eit, PERLNENNAAMXEERANRESIES
BIBHEIR TS, B KOEAH SRR E AT,

RADIAN ASAPR—mREZN EEBBRIEN, RAASEEEDITRL(ASAP)BFIR. NBELEFMAILIER
BESHTRE, SEEBNERER, BWABIFERNER, MRRERHE, FIFARADIAN ASAPAERLHIFIEE L]
BEZTEMHEY, SFZTERERE, IEIZSNITETNBETYLRRIEERTE, NMEIBRERZRNHT

*ﬁgg:;"‘o

EARNAERP, HITENTETFRADIAN ASAPHIEN 2 T ERIEEATE 2R AIANHAIMEE,

RS

AKEAFES E AT DT (PCA)ITME T BUERI M, BIRESRMEXIER LRNRERE, PCAEZRET, FRY
EHFhMAE AR (Bl RHNE, FRADBMAI L, FRERS, ZXEDENEFH1198.6% (
PC1~96.0%. PC2~1.4%#1PC3~1.3%) »

N EFRADIAN ASAPEUEN Z T ERIEZE = B AR MAYEE



RERADEEH vs KETH

PC2

0.01 ® iHfFH
0 KG7
-0.01
-0.02
0.01 --~_,‘__:|-
@
T
PC3 0/ @
* | o
/ \ \
-0.01 / \ \

/ \ \

0.05 0 -0.05
PC1

El1.HLivelD 2.013 EIRVF R A= F A K =2 H3D-PCAEHE

ERERRER/NZFA(OPLS)EIRE, UINMFNSEFM2NMERSE(n = 130), WEBEFHBRYNZTER
ERBIER (K1) o HEEERRHRATNNERS515798.6% (R2Cum = 0.986)F197.0% (Q?Cum = 0.97),

EEAEHRNEEEH, FNSEE51.7% (R2X =0.517), ERBMEBEEZOPLSENERER, MFNSEL[1]

RE, PENCAPNFRERF R SEELEMAEZEARIHZFTEMES, B3RNEZTEREMAERTIRE
FRAS R RN AT SR L PREC LD S FRMER L Z (B B9 £& MM RZ (R = 0.9853),

N EFRADIAN ASAPEUEN Z T ERIEZE = B AR MAYEE



FRAERFH(% viv) A H(% viv)

100 0
80 20
60 40
40 60
20 80
0 100

*1.ZLERIERRANF R FERF AR MIENhF @

OPLSE5E o
Moz
Moa
Mos
= — Hos
0.4 1
.i
0.2 3 .
LR v 2L
w ‘ r
e 0 ok - "
- 2 g .
5-0.2- ' -
-’
‘l
-0.4
-0.6
-0.8 .
-1.5 -1 -0.5 0 0.5 1

t[1] * 1.0001
FLHIEER2E, R2X(]= 0517, R2Xo[]=0.0685
HiE: Holelling's T2 (85%)

E2.fEASIMCA®SEIFIOPLSIE N E, BRT NS EIME—NERDEL[L], FENAPREFRDEDF RS
E6790% (0). 20% (0.2). 40% (0.4). 60% (0.6). 80% (0.8)F1100% (1),

TN ETFRADIAN ASAPEIEHN Z T ERIEAE 2R AIANHRE6E



SEllvs T - HPFImBTE ST L
HBRES

by = x - 1.322e-06
R2 = 0.9853
100 ] Rl snimr Cin i)

-
o
-
d"‘
-
-

|

-
-
-‘-—‘
———
-
-
-

1N
(=]
L]
‘i
]
[ ]

-
-
-
-
-

YVar (BFHIEE)
8
|
:

]
1

-
-
-
-
-

-
-
-_—
-
-

(@]
[
|
[ ]
[
[

-

-
-
-
-

0 20 40 60 80 100
YPred[1] (HF@ERIEEL)

RMSEE = 4.20965, RMSEcv = 5.92214

E3.EASIMCAR RN Z L ERIEML, AN RPAFRAERFHEEE790% (0). 20% (0.2).

60% (0.6). 80% (0.8)#1100% (1),

| I

Moz
Moz
[os
Wos

7EE48I0PLS Loadings ploth Rt 2 RHIBIEXIEH, m/z 390-530F01m/z 610-750 X IR AFR A EM FHEC
tbigE, m/z 850-20KIHRAAT HE LS. HEF, m/z390-530asEE & ZEBEEHR; m/z610-7508%

wERE. BER. ARRRIARIEERNENHER=EC5"; m/z850-9208 & HEIRIE.
FEERMISEMH M =FE" ", BERBEESEHWERILEA (LC-HRMS)EEH LR, #

BAMERZEER TR IOENRAPRRANRERY (R2) . ST MIAREER,

TPHER. SHERANTE
— TR ITER X LR,

REAZOREE

HIFER, WIEZRE(n=57), WREMAEEHNTHESKMAFHEL (B5) . 24ms, 8MKA

ESHRIEFHEC L FITNES SEFRMERERTE5% RN,

RADIAN ASAPR—RIQIT R ERNREDHT TE, ABITFEERNNEIRELRR. EAHARF, KIER

RADIAN ASAPEIEEIEZHIIE T — NS B EREEE, AFNERENES O AZ HE A HPRISEE ST

o OPLS Loadings ploti2 a5k

N EFRADIAN ASAPEUEN Z T ERIEZE = B AR MAYEE

BAEMTHETEEEBENSY, FBISOPERRIENNERDITHITH



1. Senanayake SPJN, Shahidi F. Modification of Fats and Oils via Chemical and Enzymatic
Methods.Bailey’ s Industrial Oil and Fat Products.2005.

2. Srivastava Y, Semwal AD, Sajeevkumar VA, Sharma GK.Melting, Crystallization and Storage Stability
of Virgin Coconut Oil and Its Blends by Differential Scanning Calorimetry (DSC) And Fourier Transform
Infrared Spectroscopy (FTIR). J Food Sci Technol.2017 Jan;54(1):45-54.

3. Bro R. Multivariate Calibration: What Is in Chemometrics for the Analytical Chemist? Anal Chim Acta

.2003;500(1):185-94.
4. Forina M, Lanteri S, Casale M. Multivariate Calibration./ Chromatogr A.2007;1158(1-2):61-93.

5. Ferreira JA, Santos JM, Breitkreitz MC, Ferreira JMS, Lins PMP, Farias SC, et al.Characterization of the
Lipid Profile From Coconut (Cocos nucifera L.)Oil of Different Varieties by Electrospray lonization Mass
Spectrometry Associated With Principal Component Analysis and Independent Component Analysis.

Food Res Int.2019;123:189-97.

6. Bataglion GA, da Silva FMA, Santos JM, Dos Santos FN, Barcia MT, de Lourencgo CC, et al
.Comprehensive Characterization of Lipids From Amazonian Vegetable Oils by Mass Spectrometry

Techniques.Food Res Int.2014 Oct;64:472-81.

7. Pizzo JS, Galuch MB, Manin LP, Santos PDS, Zappielo CD, Santos Junior O, et al.Direct Infusion
Electrospray lonisation Mass Spectrometry Applied in the Detection Of Adulteration of Coconut Qil
With Palm Kernel Oil.Food Addit Contam Part A, Chem Anal Control Expo risk Assess.2019
Nov;36(11):1597-604.

R~ m

= LivelD# 4 <https://www.waters.com/134939519>

720007437ZH, 2021%11A8

/N

N EFRADIAN ASAPEUEN Z T ERIEZE = B AR MAYEE 6


https://www.waters.com/waters/nav.htm?cid=135073413
https://www.waters.com/waters/nav.htm?cid=135073413
https://www.waters.com/waters/nav.htm?cid=135073413
https://www.waters.com/waters/nav.htm?cid=135073413
https://www.waters.com/waters/nav.htm?cid=135073413
https://www.waters.com/134939519
https://www.waters.com/134939519
https://www.waters.com/134939519
https://www.waters.com/134939519
https://www.waters.com/134939519
https://www.waters.com/#

© 2022 Waters Corporation. All Rights Reserved.

N EFRADIAN ASAPEUEN Z T ERIEZE = B AR MAYEE



