#36% W5 BT % 2 ik Vol.36 No.5
20154E9 8 Journal of Chinese Mass Spectrometry Society Sep. 2015

/DN EEBITHBERSH
GC/MS B &t AR &N A5

IR, KR Agpls B E,E O KLV OKE?

(1 %&Nx?ﬁéz‘ﬁ&*ﬁl‘ﬁ’&ﬂ LT FRM 2151235
2. T Y R EAMREOT RER TRERE. W BT 530023;
3. TRk B, E AR A Y B BE IR TRSORBIZTH 0,0 BT 530002)

WE BN EER—MEFITE¥EE, ERETREIEAR ST UNE SIS P EE g, AMR
R B R /AN BB 1 GC/MS B RS b iy 2 AL IR AT 404, RS b gt i h N 8 N 4f
REREATH S FIME, @ NIST BEFE R EET H 4 N4, BB/ RS I E 5T
FLH e b B 2 4 3R S R AT R MR L T LR T R AR T R 2 LB R R R B AT
XER SO (GC/MS) ; BB /NE B TR ; &80

hE 42 E:0657.63 NEIRHRG A X EHE1004-2997(2015)05-0448-06

doi:10. 7538/zpxb. youxian, 2015, 0027

Analysis of Unknown Components
in Rose Essential Oil by Entropy Minimization Algorithm

LIN Guang-chuan', LONG Hai-rong®, ZHANG Hua-jun'*®,
J1 Xiao-wen®, LU Bo*, GU Xiao-yu®
(1. Suzhou ChemoPower Technology Co. Ltd. , Suzhou 215123, China;
2. National Engineering Laboratory of Southwest Endangered Medicinal Resources Development ,
Guangxi Botanical Garden of Medicinal Plants, Nanning 530023, China;
3. National Engineering Research Center for Non-food Biorefinery,
Guangxi Academy of Science, Nanning 530002, China)

Abstract: Entropy minimization algorithm (EM) is a chemometrics method, which
reconstructs pure spectra out from mixture spectra based on experimental data only, and
no prior information needed. A rose essential oil was analyzed by GC/MS, two co-eluted
mixture spectra were analyzed by EM, and unknown pure spectra were estimated and

identified. The result shows that 8 pure spectra and their TIC concentration are
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estimated, and 4 of these pure spectra are identified by NIST library match in these two

co-eluted peaks. EM algorithm can analyze unknown components inside co-eluted peaks

quickly, enhance the efficiency of nature product analyses, which is applicable in quick

analyses of nature product, traditional Chinese medicine and food etc.

Key words: gas chromatography-mass spectrometry (GC/MS); entropy minimization;

spectral reconstruction; qualitative analysis
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Fig.1 TIC of rose essential oil
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Fig.2 Comparison of estimated TIC and experimental TIC with concentration of A (a) and B (b) area
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