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Figure S1: Liquid-Liquid Extractions (LLE); A = n-hexzane, B = petrelium ether, C = chloroform 

 

 

 

Figure S2: Decantation Methods; D = n-hexzane, E = petrelium ether, F = chloroform 
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Figure S3: ATR-IR spectrum of the amygdalin-free component of the extract 

 

Figure S4: 1H-NMR (400 MHz, CDCl3) spectrum of the amygdalin-free component of the extract  

oily material
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Figure S5: 13C-NMR (400 MHz, CDCl3) spectrum of the amygdalin-free component of the extract 

 

Figure S6 :(A) ATR-FTIR spectrum of the extract obtained without any purification operations; (B) 

ATR-FTIR spectrum of the isolated amygdalin at high diastereomeric purity 
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Figure S7: O-H bonds region of amygdalin 

 

 

 

Figure S8: Nitrile region of amygdalin 

 

PURE AMYGDALIN

Name Description

3800 30223600 3400 3200

100

89

90

91

92

93

94

95

96

97

98

99

100

cm-1

%
T

3295,22

3400,45

3463,10

3511,37

3597,64

2260,14

1005,431022,63

1041,22
1057,32

1067,31

1 0 7 6 ,4 7

1105,051114,76

1127,25

1146,67

1163,04

PURE AMYGDALIN

Name Description

2319 22082300 2280 2260 2240 2220

99,89

99,30

99,35

99,40

99,45

99,50

99,55

99,60

99,65

99,70

99,75

99,80

99,85

cm-1

%
T

3295,22

3400,45

3463,10

3511,37

3597,64

2260,14

1005,43

1022,63

1041,22

1057,32

1067,31

1 0 7 6 ,4 7

1105,05

1114,76

1127,25

1146,67

1163,04



   

 
© 2021 ACG Publications. All rights reserved. 

  7 
 

 

 

Figure S9: C-O-H and C-O-C bond region of amygdalin 

 

 

 

 

Figure S10: Numbering system used to evaluate NMR spectra of amygdalin. It is not related to the 

IUPAC numbering system 
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Figure S11: 1 H-NMR (400 MHz, DMSO-d6) spectrum of the extract obtained after LLE 

 

Figure S12: 13 C-NMR (100 MHz, DMSO-d6) spectrum of the extract obtained after LLE 
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Figure S13: 1H-NMR (400 MHz, DMSO-d6) spectrum of the amygdalin isolated at high purity after 

column chromatography 
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Figure S14: The 1H-NMR (400 MHz, D20) spectrum of the amygdalin after column chromatography 
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Figure S15: 13C-NMR (100 MHz, D2O) spectrum of the amygdalin isolated after column chromatography 
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Figure 

S16: 13C-NMR (100 MHz, DMSO-d6) spectrum of the amygdalin isolated at high purity column 

chromatography 

 

 

 

Figure S17: The UV-VIS spectrum of the isolated pure amygdalin. 
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Figure S18: TIC of the sample in MS-MS mode 

 

 

Figure S19: MS spectrum of peak at RT 1.41 

 

 

Figure S20. Isotopic distribution of 456 ion at RT 1.42 showing experimental and calculated values 

 

 

Figure S21: MS spectrum of peak at RT 4.17 
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Figure S22: Isotopic distribution of 456 ion at RT 4.17 
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