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Figure S1. The list of 16 known compounds used to analyze the performance of the dereplication 
process. The molecular formulae, monoisotopic masses and ChemSpider ID number are included. 
Structures 2 and 11 are from fungi. All of the others are plant natural products (NPs).
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Figure S2. Proton NMR spectra (full and inset) of compound 1 in CD3OD at 600 MHz.



7

F2 Chemical Shif t (ppm) 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0

F1
 C

he
m

ic
al

 S
hi

ft 
(p

pm
)

20

30

40

50

60

70

80

90

100

110

120

130

140

150

160

170

180

O

O

O
OH O

Figure S3. Expanded area of a 1H-13C HSQC spectrum of compound 1 in CD3OD at 600 MHz. 
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Figure S5. Proton NMR spectra (full and inset) of compound 2 in CD3OD at 600 MHz.
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Figure S6.   Expanded area of a 1H-13C HSQC spectrum of compound 2 in CD3OD at 600 MHz. 
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Figure S7. Expanded area of a 1H-1H COSY spectrum of compound 2 in CD3OD at 600 MHz.
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Figure S8. Proton NMR spectra (full and inset) of compound 3 in CD3OD at 600 MHz.
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Figure S9.   Expanded area of a 1H-13C HSQC spectrum of compound 3 in CD3OD at 600 MHz. 
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Figure S11. Proton NMR spectra (full and inset) of compound 4 in CD3OD at 600 MHz.
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Figure S14. Proton NMR spectra (full and inset) of compound 5 in CD3OD at 600 MHz.
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Figure S17. Proton NMR spectra (full and inset) of compound 6 in CD3OD at 600 MHz.
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Figure S19. Proton NMR spectra (full and inset) of compound 7 in CD3OD at 600 MHz.
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Figure S20.   Expanded area of a 1H-13C HSQC spectrum of compound 7 in CD3OD at 600 MHz. 
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Figure S21. Expanded area of a 1H-1H COSY spectrum of compound 7 in CD3OD at 600 MHz.
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Figure S22. Proton NMR spectra (full and inset) of compound 8 in CD3OD at 600 MHz.
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Figure S23.   Expanded area of a 1H-13C HSQC spectrum of compound 8 in CD3OD at 600 MHz. 
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Figure S24. Expanded area of a 1H-1H COSY spectrum of compound 8 in CD3OD at 600 MHz.
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Figure S25. Proton NMR spectra (full and inset) of compound 9 in CD3OD at 600 MHz.
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Figure S26.   Expanded area of a 1H-13C HSQC spectrum of compound 9 in CD3OD at 600 MHz. 
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Figure S27. Expanded area of a 1H-1H COSY spectrum of compound 9 in CD3OD at 600 MHz.
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Figure S28. Proton NMR spectra (full and inset) of compound 10 in CD3OD at 600 MHz.
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Figure S29.   Expanded area of a 1H-13C HSQC spectrum of compound 10 in CD3OD at 600 MHz. 
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Figure S30. Expanded area of a 1H-1H COSY spectrum of compound 10 in CD3OD at 600 MHz.
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Figure S31. Proton NMR spectra (full and inset) of compound 11 in CD3OD at 600 MHz.
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Figure S32.   Expanded area of a 1H-13C HSQC spectrum of compound 11 in CD3OD at 600 MHz. 
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Figure S33. Expanded area of a 1H-1H COSY spectrum of compound 11 in CD3OD at 600 MHz.
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Figure S34. Proton NMR spectra (full and inset) of compound 12 in CD3OD at 600 MHz.
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Figure S35.   Expanded area of a 1H-13C HSQC spectrum of compound 12 in CD3OD at 600 MHz. 
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Figure S36. Expanded area of a 1H-1H COSY spectrum of compound 12 in CD3OD at 600 MHz.
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Figure S37. Proton NMR spectra (full and inset) of compound 13 in CD3OD at 600 MHz.
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Figure S38.   Expanded area of a 1H-13C HSQC spectrum of compound 13 in CD3OD at 600 MHz. 
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Figure S40. Proton NMR spectra (full and inset) of compound 14 in CD3OD at 600 MHz.
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Figure S41.   Expanded area of a 1H-13C HMQC spectrum of compound 14 in CD3OD at 600 MHz. 
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Figure S42. Expanded area of a 1H-1H COSY spectrum of compound 14 in CD3OD at 600 MHz.



47

O

OH

OH

OO

O
CH3

1H

Chemical Shift (ppm)13 12 11 10 9 8 7 6 5 4 3 2 1 0 -1

6.
00

0.
95

0.
98

0.
94

0.
91

0.
94

2.
62

5.
55

2.
63

0.
89

1.
80

0.
91

Methanol

Overlapped

6.
53

6.
53

6.
53

6.
53

6.
53

6.
53

6.
53

6.
53

6.
53

6.
53

6.
53

6.
53

6.
53

6.
53

6.
53

6.
53

6.
53

6.
53

6.
53

6.
53

6.
53

6.
53

6.
24

6.
24

6.
24

6.
24

6.
24

6.
24

6.
24

6.
24

6.
24

6.
24

6.
24

6.
24

6.
24

6.
24

6.
24

6.
24

6.
24

6.
24

6.
24

6.
24

6.
24

6.
24

4.
03

4.
03

4.
03

4.
03

4.
03

4.
03

4.
03

4.
03

4.
03

4.
03

4.
03

4.
03

4.
03

4.
03

4.
03

4.
03

4.
03

4.
03

4.
03

4.
03

4.
03

4.
03

3.
85

3.
85

3.
85

3.
85

3.
85

3.
85

3.
85

3.
85

3.
85

3.
85

3.
85

3.
85

3.
85

3.
85

3.
85

3.
85

3.
85

3.
85

3.
85

3.
85

3.
85

3.
85

3.
72

3.
72

3.
72

3.
72

3.
72

3.
72

3.
72

3.
72

3.
72

3.
72

3.
72

3.
72

3.
72

3.
72

3.
72

3.
72

3.
72

3.
72

3.
72

3.
72

3.
72

3.
72

3.
34

3.
34

3.
34

3.
34

3.
34

3.
34

3.
34

3.
34

3.
34

3.
34

3.
34

3.
34

3.
34

3.
34

3.
34

3.
34

3.
34

3.
34

3.
34

3.
34

3.
34

3.
34

2.
73

2.
73

2.
73

2.
73

2.
73

2.
73

2.
73

2.
73

2.
73

2.
73

2.
73

2.
73

2.
73

2.
73

2.
73

2.
73

2.
73

2.
73

2.
73

2.
73

2.
73

2.
73

2.
71

2.
71

2.
71

2.
71

2.
71

2.
71

2.
71

2.
71

2.
71

2.
71

2.
71

2.
71

2.
71

2.
71

2.
71

2.
71

2.
71

2.
71

2.
71

2.
71

2.
71

2.
71

2.
70

2.
70

2.
70

2.
70

2.
70

2.
70

2.
70

2.
70

2.
70

2.
70

2.
70

2.
70

2.
70

2.
70

2.
70

2.
70

2.
70

2.
70

2.
70

2.
70

2.
70

2.
70

2.
66

2.
66

2.
66

2.
66

2.
66

2.
66

2.
66

2.
66

2.
66

2.
66

2.
66

2.
66

2.
66

2.
66

2.
66

2.
66

2.
66

2.
66

2.
66

2.
66

2.
66

2.
66

2.
41

2.
41

2.
41

2.
41

2.
41

2.
41

2.
41

2.
41

2.
41

2.
41

2.
41

2.
41

2.
41

2.
41

2.
41

2.
41

2.
41

2.
41

2.
41

2.
41

2.
41

2.
41

2.
39

2.
39

2.
39

2.
39

2.
39

2.
39

2.
39

2.
39

2.
39

2.
39

2.
39

2.
39

2.
39

2.
39

2.
39

2.
39

2.
39

2.
39

2.
39

2.
39

2.
39

2.
39

2.
38

2.
38

2.
38

2.
38

2.
38

2.
38

2.
38

2.
38

2.
38

2.
38

2.
38

2.
38

2.
38

2.
38

2.
38

2.
38

2.
38

2.
38

2.
38

2.
38

2.
38

2.
38

2.
36

2.
36

2.
36

2.
36

2.
36

2.
36

2.
36

2.
36

2.
36

2.
36

2.
36

2.
36

2.
36

2.
36

2.
36

2.
36

2.
36

2.
36

2.
36

2.
36

2.
36

2.
36

1.
88

1.
88

1.
88

1.
88

1.
88

1.
88

1.
88

1.
88

1.
88

1.
88

1.
88

1.
88

1.
88

1.
88

1.
88

1.
88

1.
88

1.
88

1.
88

1.
88

1.
88

1.
88

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

0.
92

0.
92

0.
92

0.
92

0.
92

0.
92

0.
92

0.
92

0.
92

0.
92

0.
92

0.
92

0.
92

0.
92

0.
92

0.
92

0.
92

0.
92

0.
92

0.
92

0.
92

0.
92 0.
91

0.
91

0.
91

0.
91

0.
91

0.
91

0.
91

0.
91

0.
91

0.
91

0.
91

0.
91

0.
91

0.
91

0.
91

0.
91

0.
91

0.
91

0.
91

0.
91

0.
91

0.
91

0.
90

0.
90

0.
90

0.
90

0.
90

0.
90

0.
90

0.
90

0.
90

0.
90

0.
90

0.
90

0.
90

0.
90

0.
90

0.
90

0.
90

0.
90

0.
90

0.
90

0.
90

0.
90

0.
89

0.
89

0.
89

0.
89

0.
89

0.
89

0.
89

0.
89

0.
89

0.
89

0.
89

0.
89

0.
89

0.
89

0.
89

0.
89

0.
89

0.
89

0.
89

0.
89

0.
89

0.
89

1H

Chemical Shift (ppm)7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5
6.

00

0.
95

0.
98

0.
94

0.
91

0.
94

2.
62

5.
55

2.
63

0.
89

1.
80

0.
91

Methanol

Overlapped

6.
53

6.
53

6.
53

6.
53

6.
53

6.
53

6.
53

6.
53

6.
53

6.
53

6.
53

6.
53

6.
53

6.
53

6.
53

6.
53

6.
53

6.
53

6.
53

6.
53

6.
53

6.
53

6.
24

6.
24

6.
24

6.
24

6.
24

6.
24

6.
24

6.
24

6.
24

6.
24

6.
24

6.
24

6.
24

6.
24

6.
24

6.
24

6.
24

6.
24

6.
24

6.
24

6.
24

6.
24

4.
04

4.
04

4.
04

4.
04

4.
04

4.
04

4.
04

4.
04

4.
04

4.
04

4.
04

4.
04

4.
04

4.
04

4.
04

4.
04

4.
04

4.
04

4.
04

4.
04

4.
04

4.
04

4.
03

4.
03

4.
03

4.
03

4.
03

4.
03

4.
03

4.
03

4.
03

4.
03

4.
03

4.
03

4.
03

4.
03

4.
03

4.
03

4.
03

4.
03

4.
03

4.
03

4.
03

4.
03

3.
85

3.
85

3.
85

3.
85

3.
85

3.
85

3.
85

3.
85

3.
85

3.
85

3.
85

3.
85

3.
85

3.
85

3.
85

3.
85

3.
85

3.
85

3.
85

3.
85

3.
85

3.
85

3.
74

3.
74

3.
74

3.
74

3.
74

3.
74

3.
74

3.
74

3.
74

3.
74

3.
74

3.
74

3.
74

3.
74

3.
74

3.
74

3.
74

3.
74

3.
74

3.
74

3.
74

3.
74

3.
72

3.
72

3.
72

3.
72

3.
72

3.
72

3.
72

3.
72

3.
72

3.
72

3.
72

3.
72

3.
72

3.
72

3.
72

3.
72

3.
72

3.
72

3.
72

3.
72

3.
72

3.
72

3.
34

3.
34

3.
34

3.
34

3.
34

3.
34

3.
34

3.
34

3.
34

3.
34

3.
34

3.
34

3.
34

3.
34

3.
34

3.
34

3.
34

3.
34

3.
34

3.
34

3.
34

3.
34

2.
74

2.
74

2.
74

2.
74

2.
74

2.
74

2.
74

2.
74

2.
74

2.
74

2.
74

2.
74

2.
74

2.
74

2.
74

2.
74

2.
74

2.
74

2.
74

2.
74

2.
74

2.
74

2.
73

2.
73

2.
73

2.
73

2.
73

2.
73

2.
73

2.
73

2.
73

2.
73

2.
73

2.
73

2.
73

2.
73

2.
73

2.
73

2.
73

2.
73

2.
73

2.
73

2.
73

2.
73

2.
71

2.
71

2.
71

2.
71

2.
71

2.
71

2.
71

2.
71

2.
71

2.
71

2.
71

2.
71

2.
71

2.
71

2.
71

2.
71

2.
71

2.
71

2.
71

2.
71

2.
71

2.
71

2.
70

2.
70

2.
70

2.
70

2.
70

2.
70

2.
70

2.
70

2.
70

2.
70

2.
70

2.
70

2.
70

2.
70

2.
70

2.
70

2.
70

2.
70

2.
70

2.
70

2.
70

2.
70

2.
66

2.
66

2.
66

2.
66

2.
66

2.
66

2.
66

2.
66

2.
66

2.
66

2.
66

2.
66

2.
66

2.
66

2.
66

2.
66

2.
66

2.
66

2.
66

2.
66

2.
66

2.
66

2.
41

2.
41

2.
41

2.
41

2.
41

2.
41

2.
41

2.
41

2.
41

2.
41

2.
41

2.
41

2.
41

2.
41

2.
41

2.
41

2.
41

2.
41

2.
41

2.
41

2.
41

2.
41

2.
39

2.
39

2.
39

2.
39

2.
39

2.
39

2.
39

2.
39

2.
39

2.
39

2.
39

2.
39

2.
39

2.
39

2.
39

2.
39

2.
39

2.
39

2.
39

2.
39

2.
39

2.
39

2.
38

2.
38

2.
38

2.
38

2.
38

2.
38

2.
38

2.
38

2.
38

2.
38

2.
38

2.
38

2.
38

2.
38

2.
38

2.
38

2.
38

2.
38

2.
38

2.
38

2.
38

2.
38

2.
36

2.
36

2.
36

2.
36

2.
36

2.
36

2.
36

2.
36

2.
36

2.
36

2.
36

2.
36

2.
36

2.
36

2.
36

2.
36

2.
36

2.
36

2.
36

2.
36

2.
36

2.
36

2.
03

2.
03

2.
03

2.
03

2.
03

2.
03

2.
03

2.
03

2.
03

2.
03

2.
03

2.
03

2.
03

2.
03

2.
03

2.
03

2.
03

2.
03

2.
03

2.
03

2.
03

2.
03

2.
03

2.
03

2.
03

2.
03

2.
03

2.
03

2.
03

2.
03

2.
03

2.
03

2.
03

2.
03

2.
03

2.
03

2.
03

2.
03

2.
03

2.
03

2.
03

2.
03

2.
03

2.
03

2.
00

2.
00

2.
00

2.
00

2.
00

2.
00

2.
00

2.
00

2.
00

2.
00

2.
00

2.
00

2.
00

2.
00

2.
00

2.
00

2.
00

2.
00

2.
00

2.
00

2.
00

2.
00

1.
89

1.
89

1.
89

1.
89

1.
89

1.
89

1.
89

1.
89

1.
89

1.
89

1.
89

1.
89

1.
89

1.
89

1.
89

1.
89

1.
89

1.
89

1.
89

1.
89

1.
89

1.
89 1.
88

1.
88

1.
88

1.
88

1.
88

1.
88

1.
88

1.
88

1.
88

1.
88

1.
88

1.
88

1.
88

1.
88

1.
88

1.
88

1.
88

1.
88

1.
88

1.
88

1.
88

1.
88 1.
88

1.
88

1.
88

1.
88

1.
88

1.
88

1.
88

1.
88

1.
88

1.
88

1.
88

1.
88

1.
88

1.
88

1.
88

1.
88

1.
88

1.
88

1.
88

1.
88

1.
88

1.
88

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

1.
87

1.
86

1.
86

1.
86

1.
86

1.
86

1.
86

1.
86

1.
86

1.
86

1.
86

1.
86

1.
86

1.
86

1.
86

1.
86

1.
86

1.
86

1.
86

1.
86

1.
86

1.
86

1.
86

0.
92

0.
92

0.
92

0.
92

0.
92

0.
92

0.
92

0.
92

0.
92

0.
92

0.
92

0.
92

0.
92

0.
92

0.
92

0.
92

0.
92

0.
92

0.
92

0.
92

0.
92

0.
92 0.
91

0.
91

0.
91

0.
91

0.
91

0.
91

0.
91

0.
91

0.
91

0.
91

0.
91

0.
91

0.
91

0.
91

0.
91

0.
91

0.
91

0.
91

0.
91

0.
91

0.
91

0.
91

0.
90

0.
90

0.
90

0.
90

0.
90

0.
90

0.
90

0.
90

0.
90

0.
90

0.
90

0.
90

0.
90

0.
90

0.
90

0.
90

0.
90

0.
90

0.
90

0.
90

0.
90

0.
90

0.
89

0.
89

0.
89

0.
89

0.
89

0.
89

0.
89

0.
89

0.
89

0.
89

0.
89

0.
89

0.
89

0.
89

0.
89

0.
89

0.
89

0.
89

0.
89

0.
89

0.
89

0.
89

Figure S43. Proton NMR spectra (full and inset) of compound 15 in CD3OD at 600 MHz.
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Figure S44.   Expanded area of a 1H-13C HSQC spectrum of compound 15 in CD3OD at 600 MHz. 
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Figure S45. Expanded area of a 1H-1H COSY spectrum of compound 15 in CD3OD at 600 MHz.
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Figure S46. Proton NMR spectra (full and inset) of compound 16 in CD3OD at 600 MHz.
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Figure S47.   Expanded area of a 1H-13C HSQC spectrum of compound 16 in CD3OD at 600 MHz. 
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Figure S48. Expanded area of a 1H-1H COSY spectrum of compound 16 in CD3OD at 600 MHz.
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Figure S49. Proton NMR spectra (full and inset) of compound 17 in CD3OD at 600 MHz.
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Figure S50.   Expanded area of a 1H-13C HSQC spectrum of compound 17 in CD3OD at 600 MHz. 
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Figure S51. Expanded area of a 1H-1H COSY spectrum of compound 17 in CD3OD at 600 MHz.
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Figure S52. Proton NMR spectra (full and inset) of compound 18 in DMSO-d6 at 600 MHz.
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Figure S53. Expanded area of a 1H-13C HSQC spectrum of compound 18 in DMSO-d6 at 600 MHz. 
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Figure S54. Expanded area of a 1H-1H COSY spectrum of compound 18 in DMSO-d6 at 600 MHz.
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# MF 1H+MF 1H+m/z 1H+fC
1H+substr+f

C
1H+2 

substr+fC
1H+lC

1H+substr+l
C

1H+2 
substr+lC

m/z m/z+substr
m/z+2 
substr

MF MF+substr
MF+2 
substr

1 C15H18O5 29 29 27387 135 64 22753 116 63 712 19 19 696 19 19
2 C16H24O4 9 9 14443 583 72 14151 565 71 846 83 37 822 83 37
3 C16H10O5 1 1 7655 122 102 849 22 22 227 117 1 104 84 1
4 C16H12O5 21 21 29379 94 4 26007 92 4 565 205 6 424 194 6
5 C17H12O5 1 1 47245 24 4 27983 19 4 419 111 2 253 81 2
6 C18H20O4 9 9 30421 157 5 22893 148 5 1467 19 5 1323 19 5
7 C19H24O3 10 10 438345 4740 219 300670 4392 218 975 60 10 905 60 10
8 C18H22O4 265 270 1304282 875 76 1049164 676 76 910 5 5 874 5 5
9 C19H24O4 22 22 68176 3104 80 67127 3082 80 564 39 2 509 36 2

10 C20H30O3 113 113 19607 2327 164 17095 2201 161 1260 112 23 1213 105 23
11 C18H16O6 112 112 111041 929 89 89813 684 89 725 6 5 624 6 5
12 C23H31N1O1 6 6 45838 3014 221 37827 2247 214 383 5 1 378 5 1
13 C20H21N1O4 40 40 27145 465 39 25073 420 39 3391 1254 31 3374 1253 31
14 C23H31N1O2 7 7 11872 478 15 8963 299 9 625 7 3 621 7 3
15 C22H28O6 15 15 45856 109 78 20517 97 75 481 9 1 402 9 1
16 C22H30O6 10 14 1581430 1066 19 91219 251 15 366 5 2 349 5 2

# MF HSQC+MF HSQC+m/z HSQC+fC HSQC+substr+fC HSQC+2 substr+fC HSQC+lC HSQC+substr+lC HSQC+2 substr+lC

1 C15H18O5 15 15 1420 29 19 1413 29 19
2 C16H24O4 8 8 128 43 42 127 43 42
3 C16H10O5 4 4 7972 725 72 7598 687 72
4 C16H12O5 5 5 574 10 5 568 10 5
5 C17H12O5 5 5 4467 309 103 4426 306 103
6 C18H20O4
7 C19H24O3 242 242 261209 12327 894 248003 12245 894
8 C18H22O4 139 141 431645 1562 250 416586 1557 250
9 C19H24O4 6 6 2357 765 173 2353 765 173
10 C20H30O3 14 14 397 116 69 389 111 69
11 C18H16O6 8 8 3470 52 25 3430 52 25
12 C23H31N1O1 2 2 141 37 3 140 37 3
13 C20H21N1O4 2 2 243 15 4 242 15 4
14 C23H31N1O2 5 5 299 78 8 294 78 8
15 C22H28O6 1 1 151 106 30 140 95 29
16 C22H30O6 132 135 731876 1605 59 264297 1114 54

no HSQC available

Figure S55. Table of 1H and 1H-13C HSQC NMR spectra and m/z and MF search results for NPs 1 to 
16. MF = molecular formula, m/z tolerance = +/- 0.001 Da, fC = full composition (C0-100 H0-100 O0-
20 N0-10), lC= limited composition (C10-30 H10-40 O0-15 N0-5) or (C10-30 H25-40 O0-15 N0-5) and 
substr = substructure. Note compound #14 used an HMQC.


