
Supplementary data 

Supplementary data A. Workflow used in Compound Discoverer 3.3. 

 

Supplementary data B. Databases included in MassList: 

1. Arita Lab 6549 Flavonoid Structure Database 
2. EFS HRAM Compound Database 
3. Endogenous Metabolites Database 
4. Example Mass List 
5. Extractables and Leachables HRAM Compound Database 
6. Lipid Maps Structure Database 
7. Natural Products Atlas 1 
8. Natural Products Atlas 2 

  



Supplementary data C. LC-MS raw data of Manuka hexane and dichloromethane 

extracts. 

C-1: LC-MS analysis of Manuka hexane extracts. (1) NZ untreated; (2) NZ 
steam-distilled; (3) CN untreated 

 
C-2: LC-MS analysis of Manuka dichloromethane extracts. (1) NZ untreated (2) 
CN untreated 



 
 

Supplementary data D. 1H,13C and DEPT NMR spectrum of obtained Flavone. 

1H NMR original graph: 
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1H NMR partial magnified graph: 

 

13C NMR original graph: 
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DEPT 135° NMR original graph: 

 

Supplementary data E. Compound identification report generated by Compound 

Discoverer. 

E-1: mzCloud matching results. 

 

E-2: Mass Lists matching results. 
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