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This material includes: The correlation between the training set and test set observed



value data and predicted value data (Figure S1) and bitterness threshold of 20

flavonoids (Table S1).

A 10 B
CoMFA 10 | CoMSIA .
¢77=0.540, ’=0.996 - © ¢°=0.535, 1’=0.994 -
g 8 r . o = .
E 6 | ’_0". E .-.’,..
- o o
s ‘-i"’ = 6 ;f".
= - * Trainingset £ o « Training set
4 I~ .0t s - o :
E e + Test set E 4 o + Test set
2 ! 1 1 ) 2 1 Il 1 ]
2 4 6 8 10 2 4 6 8 10

The experimental value

The experimental value

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
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