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SUPPLEMENTARY MATERIAL 

Table S1. Experimental 1H, 13C-NMR, COSY, HSQC and HMBC data of the putative myricetin and 
those reported for the myricetin aglycone [1]. 

Position 

Myricetin  
aglycone  

(CD3OD, 400 
MHz) 

Myricetin  
(600 MHz, 
CD3OD) 

COSY 

Myricetin 
aglycone 

(CD3OD, 100 
MHz)  

Myricetin  
(150 MHz, 
CD3OD) 

HMBC 

 1H-NMR  13C-NMR  
5    163.2 163.2  

6 
6.21 d (J = 2 

Hz) 6.21(J = 2 Hz) H-8 100.0 99.8 
C10, C5, 

C7 
7    166.0 165.8  

8 6.37 d (J = 2 
Hz) 

6.36 (J = 2 Hz) H-6 94.8 94.6 C10, C9, 
C7 

9    158.9 158.5  
10    106.0 105.7  

2’, 6’ 6.93, s 6.95  110.0 109.6 a 

aNot detected. 

Table 2. Experimental 1H-NMR data of the putative epicatechin and those reported for the epicatechin 
[2]. 

Position 
Epicatechin  
(400 MHz, 
CD3OD) 

 
Epicatechin  

1H-NMR (600 MHz, 
CD3OD)  

 

     
2 4.83 brs 4.85 brs 
3 4.19 m 4.22 m 

4a 2.86 dd, J = 4.8, 16.8 
Hz 2.85 dd, J = 4.7, 16.6 

Hz 

4b 2.73 dd, J = 2.7, 16.8 
Hz 2.73 dd, J = 3.3, 16.6 

Hz 
5     
6 5.93 d, J = 2.3 Hz 5.91 d, J = 2.3 Hz 
7     
8 5.96 d, J = 2.3 Hz 5.94 d, J = 2.3 Hz 
9     

10     
1’     
2’ 6.99 d, J = 1.7 Hz 6.97 d, J = 2 Hz 
3’     
4’     
5’ 6.77 d, J = 8.2 Hz 6.73 dd, J = 8.2 Hz 

6’ 6.81 dd, J = 1.7, 8.2 
Hz 6.76 d, J = 2.1, 8.2 Hz 
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Table 3. Experimental 1H, 13C-NMR, COSY, HSQC and HMBC data of the putative caffeic acid and 
those reported for the caffeic acid [3]. 

Position 
Caffeic acid  
(500 MHz, 
CD3OD) 

Caffeic acid  
(600 MHz, 
CD3OD)  

COSY 
Caffeic acid  
(600 MHz, 
CD3OD) 

HMBC 

 1H-NMR   13C-NMR  

α 
6.29 

J = 15.9 Hz 
6.29 d, 

J = 16.0 Hz H- β 115.2 C6 

β 
7.55 

J = 15.9 Hz 
7.57 

J = 16.0 Hz H- α 146.9 Cα, C6 

1    127.7  

2 7.07 
J = 2.0 Hz 

7.05 
J = 2.0 Hz 

 115.2 C6, C3, 
C=O 

3    146.7  
4    ND  

5 
6.81 

J = 8.2 Hz 
6.78 

J = 8.3 Hz H-6 116.2 C1, C3 

6 6.95 
J = 8.2, 2.0 Hz 

6.95 
J = 8.3, 2.0 Hz 

H-5, H-2 122.9 C3 

C=O    170.5  
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Figure 1. Representative 1H-NMR profiles (Region δ 5.0 to 8.1) of the MeOH extracts from M. zapota 
leaves dried at the different temperatures (T = 25, 50, 75 and 100° C) showing the characteristic 
resonances from the detected metabolites. 
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