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This material includes: The correlation between the training set and test set observed 
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value data and predicted value data (Figure S1) and bitterness threshold of 20 

flavonoids (Table S1).

Figure S1. The correlation between the training set and test set observed value data 

and predicted value data. (A): CoMFA model results; (B): CoMSIA model results



Table S1 Bitterness threshold of 26 flavonoids

Compound Structure Bitterness 
Threshold Compound Structure Bitterness 

Threshold Compound Structure Bitterness 
Threshold Compound Structure Bitterness 

Threshold Compound Structure Bitterness 
Threshold

0.075 0.011 0.042 0.015 0.025

Fl
av

an
on

e

0.002 0.010 0.012 0.033

0.023 0.003 0.005 0.001

0.017 0.029 0.022 0.016

Fl
av

on
e

0.117 0.033 0.011

Fl
av

on
ol

0.004 0.014 0.081

PM
F

0.008 0.020 0.100


