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Supplementary Figure S1. Distribution of rank correlation strength values over the measured m/z range.
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Supplementary Table S2. List of ChEBI structure suggestions for negatively correlated sum formulae.
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Supplementary Table S3. List of ChEBI structure suggestions for positively correlated sum formulae.
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C

21

H

20

O

8

-0.845 4'-demethyl-podophyllotoxin  2 0 0 1

α-peltatin  2 0 0 1

7-hydroxyisoflavone 7-O-β-D-

glucoside 

0 1 0 0

flavonol 3-O-D-galactoside  0 1 0 0

purpurquinone C  0 0 1 0

2-[4-(acetyloxy)phenyl]-5,6,7,8-

tetramethoxy-4H-1-benzopyran-4-

one 

3 0 1 0

C

22

H

20

O

6

-0.839 rubrophen 3 0 0 2

6-hydroxy-5-methoxy-7-(4-

methoxyphenyl)-2,2-dimethyl-8-

pyrano[3,2-g][1]benzopyranone 

2 0 0 0

C

20

H

20

O

9

-0.748 integrastatin A  2 0 0 1

cis-resveratrol 3-O-glucuronide  0 1 1 1

C

20

H

20

O

7

-0.742 Sesamolinol 1 0 0 1

LSM-3804  4 0 0 0

sinensetin  4 0 0 0

tangeretin 5 0 0 0

2-hydroxy-1-phenanthryl β-D-

glucopyranoside

0 1 0 0

averantin  0 0 0 0

abyssinone C  0 0 0 0

(S)-averantin 0 0 0 0

glycosmisic acid  2 0 1 1

(2R,3S)-glycosmisic acid  2 0 0 1

(2S,3R)-glycosmisic acid  2 0 1 1

C

19

H

18

O

5

-0.736 R1128C  0 0 0 0

R1128D  0 0 0 0

3-[(3,4-

dimethoxyphenyl)methylidene]-7-

methoxy-3,4-dihydro-2H-1-

benzopyran-4-one

3 0 0 0
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C

19

H

18

O

5

-0.736

6-(4-hydroxy-3-methoxyphenyl)-4-

methoxy-1,3-dimethyl-8-

cyclohepta[c]furanone 

2 0 0 1

egonol  0 0 0 0

methylophiopogonone B  1 0 0 1

coniferyl p-coumarate  1 0 0 2

C

18

H

18

O

7

-0.729 Reduced-(S)-usnate 1 0 0 0

(6R)-2-acetyl-6-(3-acetyl-2,4,6-

trihydroxy-5-methylphenyl)-3-

hydroxy-6-methylcyclohexa-2,4-

dien-1-one 

0 0 0 0

inumakilactone B  0 0 1 0

cremastranone  2 0 0 0

C

21

H

18

O

5

-0.717

benzoic acid 2-[(2S)-7-oxo-2,3-

dihydrofuro[3,2-g][1]benzopyran-

2-yl]propan-2-yl ester 

0 0 1 0

brasiliquinone C  1 0 0 0

glycyrrhizol B  1 0 0 0

lespeflorin H2 1 0 0 0

C

22

H

22

O

6

-0.717

6-hydroxy-5-methoxy-7-(4-

methoxyphenyl)-2,2-dimethyl-3,4-

dihydropyrano[3,2-

g][1]benzopyran-8-one 

2 0 0 0

alisiaquinone B  1 0 0 0

glycyrin  2 0 0 0

licoricone  2 0 0 0

egonolpropanoate 1 0 0 0

C

8

H

8

O

4

-0.699

2-Hydroxy-6-oxoocta-2,4,7-

trienoate 

0 0 1 0

4-Hydroxypheoxyacetate  0 0 1 1

1,2-Dihydrophthalic acid  0 0 2 0

5-Methoxysalicylic acid  1 0 1 0

(2,6-dihydroxyphenyl)acetic acid  0 0 1 0

4-hydroxymandelic acid  0 0 1 1

4-hydroxymethylsalicylic acid  0 0 1 1

3,4-dihydroxymandelaldehyde  0 0 1 0

vanillic acid  1 0 1 1

(S)-4-hydroxymandelic acid  0 0 1 1

(R)-4-hydroxymandelic acid  0 0 1 1

o-orsellinic acid 0 0 1 0
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C

8

H

8

O

4

-0.699 (3,4-dihydroxyphenyl)acetic acid  0 0 1 0

homogentisic acid  0 0 1 0

3-hydroxy-4-methoxybenzoic acid 1 0 1 0

2',4',6'-trihydroxyacetophenone 0 0 0 0

3-methoxysalicylic acid 1 0 1 0

3-hydroxymandelic acid 0 0 1 0

3,5-dihydroxyphenylacetic acid 0 0 1 0

methyl 3,4-dihydroxybenzoate 1 0 1 0

tetraacetic acid lactone 0 0 0 0

dehydroacetic acid  0 0 0 0

C

19

H

18

O

6

-0.687 UWM6  0 0 0 0

5,6,7-trimethoxy-3-(2-

methoxyphenyl)-1-benzopyran-4-

one 

4 0 0 0

5,7,8-trimethoxy-3-(4-

methoxyphenyl)-1-benzopyran-4-

one 

4 0 0 0

4',5,6,7-tetramethoxyflavone 4 0 0 0

celebixanthone  1 0 0 0

garciniaxanthone H 1 0 0 0

6-O-methyl-2-

deprenylrheediaxanthone B 

1 0 0 0

vieillardixanthone  1 0 0 0

luzonidial B 4 0 0 1

4,6,3',4'-tetramethoxyaurone 4 0 0 0

5,6,7,4'-tetramethoxyisoflavone 0 0 0 0

(+)-sesamin monocatechol 0 0 0 0

C

16

H

16

O

4

-0.681 5-O-Methylalloptaeroxylin  1 0 0 0

9-Methoxy-alpha-lapachone 1 0 0 0

Eleutherin 1 0 0 0

(-)-Trypethelone  0 0 0 0

Deoxyshikonin 0 0 0 0

5C-aglycone 0 0 1 0

(2R)-1-(2,4-dihydroxyphenyl)-2-(4-

methoxyphenyl)-1-propanone 

1 0 0 0

4-methoxybenzoic acid 2-(4-

hydroxyphenyl)ethyl ester 

1 0 0 1

(+)-vestitol  1 0 0 0

3,3'-dimethoxystilbene-4,4'-diol 2 0 0 2
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C

16

H

16

O

4

-0.681

2',6'-dihydroxy-4'-

methoxydihydrochalcone 

1 0 0 0

3,3'-dimethoxy-trans-stilbene-4,4'-

diol 

2 0 0 2

3,3'-dimethoxy-cis-stilbene-4,4'-

diol 

2 0 0 2

phoyunbene C  2 0 0 0

vestitol 1 0 0 0

(−)-vestitol  1 0 0 0

C

21

H

20

O

7

-0.669

4'-

demethyldeoxypodophyllotoxin 

2 0 0 1

dihydrofuro-7-O-methylluteone  1 0 0 0

kweichowenol B  0 0 0 0

C

17

H

18

O

6

-0.663 paeoniflorigenone  0 0 0 0

Paeonilide 0 0 1 0

Paeonilactone C 0 0 1 0

4-senecioyloxymethyl-6,7-

dimethoxycoumarin

2 0 2 0

pterolinus E  2 0 0 1

C

17

H

10

O

3

-0.65 furano[2'',3'':6,7]aurone 0 0 0 0

C

19

H

20

O

5

-0.65 Decursin  0 0 1 0

Libanorin 0 0 1 0

Stemofuran R  3 0 0 0

(-)-Deltoin 0 0 1 0

3-[(3,4-dimethoxyphenyl)methyl]-

7-methoxy-3,4-dihydro-2H-1-

benzopyran-4-one 

3 0 1 0

2-methyl-2-butenoic acid [(9R)-

8,8-dimethyl-2-oxo-9,10-

dihydropyrano[2,3-

h][1]benzopyran-9-yl] ester 

0 0 0 0

(−)-demethoxylpinoresinol  1 0 0 2

C

19

H

20

O

5

-0.65 columbianadin  0 0 1 0

kadsurenin M  3 0 0 0

C

22

H

12

O

6

-0.644 impatienol(2−) 0 0 0 0

C

16

H

14

O

6

-0.632 Dihydrokalafungin  0 0 1 0

1,2-Methylenedioxy-3,4,6-

trimethoxydibenzofuran

3 0 0 0

5,7-dihydroxy-2-(3-hydroxy-4-

methoxyphenyl)-3,4-dihydro-2H-

1-benzopyran-4-one 

1 0 0 1
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C

16

H

14

O

6

-0.632 ferreirin  1 0 0 0

(+)-haematoxylin 0 0 0 0

hesperetin  1 0 0 0

nanaomycin A  0 0 1 0

(−)-haematoxylin 0 0 0 0

haematoxylin  0 0 0 0

decussatin 3 0 0 0

nidulalin A 2 0 1 0

marsupsin  1 0 0 1

aspergillusone A  1 0 1 0

homoeriodictyol 1 0 0 1

homoeriodictyol chalcone 1 0 0 1

2,5,7-trihydroxy-4'-

methoxyisoflavanone 

1 0 0 0

C

19

H

18

O

8

-0.632

5-[(3-formyl-2-hydroxy-4-methoxy-

6-methylphenyl)-oxomethoxy]-2-

hydroxy-3,6-dimethylbenzoic acid

1 0 1 0

chrysosplenetin  4 0 0 1

scullcapflavone II  4 0 0 0

casticin  4 0 0 0

diplotrin A  4 0 0 0

3ʼ,5-dihydroxy-3,4ʼ,5ʼ,7-

tetramethoxyflavone 

4 0 0 0

C

22

H

20

O

7

-0.614 mollicellin L 1 0 0 0

C

15

H

14

O

6

-0.608 Fisetinidol-4beta-ol  0 0 0 0

Isoplumericin  1 0 1 0

Mikanolide  0 0 0 0

Plumericin 1 0 0 0

Ptaeroglycol 0 0 0 0

α-cotonefuran  3 0 0 0

melanoxoin  5 0 0 0

Remisporin A  0 0 1 0

(−)-epicatechin  0 0 0 0

2,8-dihydroxy-3,4,7-

trimethoxydibenzofuran 

3 0 0 0

(+)-catechin  0 0 0 0

cis-3,4-leucopelargonidin  0 0 0 0

3-deoxyleucocyanidin  0 0 0 0

(−)-catechin  0 0 0 0

gerfelin  0 0 1 0
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C

15

H

14

O

6

-0.608 fonsecin  1 0 0 0

pleosporone  0 0 0 0

robinetinidol  0 0 0 0

 (+)-epicatechin  0 0 0 0

C

19

H

18

O

7

-0.608 Chryso-obtusin  4 0 0 0

5-[(5-methoxycarbonyl-2-methyl-

3-furanyl)methoxy]-2-methyl-3-

benzofurancarboxylic acid methyl 

ester 

0 0 2 0

dalnigrein  4 0 0 0

5-hydroxy-7,2',4',5'-

tetramethoxyflavone 

4 0 0 0

diplotrin B  4 0 0 0

gardenin B  4 0 0 0

quercetin 5,7,3',4'-tetramethyl 

ether 

4 0 0 0

C

21

H

22

O

5

-0.602 Cristacarpin  1 0 0 0

Futoquinol  2 0 0 0

lupinacidin C  0 0 0 0

Notopterol 0 0 0 0

1-[2,4-dihydroxy-6-methoxy-3-(3-

methylbut-2-enyl)phenyl]-3-(4-

hydroxyphenyl)-2-propen-1-one 

1 0 0 0

abyssinone D  1 0 0 0

alisiaquinol  0 0 0 0

erylatissin C  1 0 0 0

xanthohumol  1 0 0 0

tephrocandidin A  1 0 0 0

edudiol  1 0 0 0

gancaonin I  2 0 0 0

(S)-5,7-dihydroxy-2-(4-

methoxyphenyl)-8-(3-methylbut-2-

enyl)chroman-4-one

1 0 0 0

cuevaene A  1 0 1 0

glyceollin IV  1 0 0 0

xanthogalenol  1 0 0 1

C

18

H

18

O

4

-0.590 Dibenzylsuccinate  0 0 2 0

Hofmeisterin II 0 0 0 0

stemofuran F  1 0 0 0

stemofuran J  2 0 0 0

Enterolactone  0 0 0 0
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C

18

H

18

O

4

-0.590

1-phenyl-3-(3,4,5-

trimethoxyphenyl)-2-propen-1-

one 

3 0 0 0

metochalcone  3 0 0 0

5-(3-hydroxypropyl)-2-(2-

methoxy-4-

hydroxyphenyl)benzofuran 

1 0 0 0

2-(2-hydroxy-4-methoxyphenyl)-5-

(3-hydroxypropyl)benzofuran 

1 0 0 0

(2S)-5-hydroxy-7-methoxy-6,8-

dimethylflavanone 

1 0 0 0

2',4'-dihydroxy-6'-methoxy-3',5'-

dimethylchalcone 

1 0 0 0

2-methyl-3-[(2E)-5-carboxy-3-

methylpent-2-enyl]-1,4-

naphthoquinone 

0 0 0 0

C

17

H

16

O

5

-0.584 (-)-Sparticarpin  2 0 0 0

(-)-Variabilin 2 0 0 0

4-Hydroxyhomopterocarpin  2 0 0 0

Coelogin  2 0 0 0

Dehydromelanoxin  2 0 0 0

S-3'-hydroxy-4,4'-

dimethoxydalbergione 

2 0 0 0

Stemofuran M  2 0 0 0

Stemofuran N  3 0 0 0

Phellopterin  1 0 0 0

Astrapterocarpan  2 0 0 0

Cnidilin  1 0 0 0

4-[2-(3-methoxyphenyl)-2-

oxoethoxy]benzoic acid methyl 

ester 

1 0 1 0

3-(3-methoxy-4-

phenylmethoxyphenyl)-2-

oxopropanoic acid 

1 0 1 0

(2S)-2ʼ-

hydroxydemethoxymatteucinol 

0 0 0 0

pterolinus A  2 0 0 0

(2S,3S)-3,5,7-trihydroxy-6,8-

dimethylflavanone 

0 0 0 0

farrerol  0 0 0 0

C

15

H

16

O

4

-0.578 Dihydromethysticin  1 0 0 0

Vernolepin  0 0 0 0

Vernomenin  0 0 0 0

daibulactone B, (rel)-  0 0 0 0
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C

15

H

16

O

4

-0.578 linderadin  0 0 0 0

Hamaudol  0 0 0 0

3-(5-methoxy-2,2-dimethyl-1-

benzopyran-8-yl)-3-oxopropanoic 

acid 

1 0 1 0

2-[(3-ethyl-4-methyl-2-oxo-1-

benzopyran-7-yl)oxy]acetic acid 

methyl ester 

0 0 1 0

lactucin  0 0 0 0

dendrocandin E  1 0 0 0

pentalenolactone  0 0 1 0

C

17

H

18

O

4

-0.578 Diphenolic acid  0 0 1 2

(−)-sativan  2 0 0 0

7,3'-dihydroxy-4'-methoxy-8-

methylflavan 

1 0 0 0

agatharesinol  0 0 0 2

sugiresinol  0 0 0 2

phoyunbene D  3 0 0 0

Plaunol B  0 0 0 0

alpha-Conidendrin  2 0 0 0

kievitone  0 0 0 0

1-phenanthryl β-D-glucoside 0 1 0 0

9-phenanthryl β-D-

glucopyranoside

0 1 0 0

leachianone G 0 0 0 0

5-O-methylcelebixanthone 3 0 0 0

(−)-cubebin  0 0 0 0

isowigtheone hydrate  0 0 0 0

monotesone A  0 0 0 0

sigmoidin B  0 0 0 0

dihydrolicoisoflavone A  0 0 0 0

glyasperin F  0 0 0 0

norsolorinic acid anthrone  0 0 0 0

(−)-pluviatolide  1 0 0 1

C

18

H

18

O

9

-0.571 vaccihein A 2 0 1 1

C

15

H

18

O

6

-0.559 Tutin 0 0 0 0

(+)-diversonol  0 0 0 0

(2S,3aR,9bR)-6,7-dihydroxy-8-

methoxy-2-propyl-3,3a-dihydro-

2H-furo[3,2-c]isochromen-5(9bH)-

one 

1 0 0 0

angelitriol  1 0 0 0

corianin  0 0 1 0
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C

17

H

16

O

6

-0.559 Isobyakangelicol  1 0 0 0

Byakangelicol  1 0 0 0

Neobyakangelicol  1 0 0 0

homoferreirin  2 0 0 0

variecolorquinone B  1 0 1 0

pisonivanol  2 0 0 0

cajanol  2 0 0 0

7,4'-dihydroxy-8,3'-

dimethoxyflavanone 

2 0 0 1

2,3-dihydro-6-hydroxy-2-(4-

hydroxyphenyl)-5,7-dimethoxy-

4H-1-benzopyran-4-one

2 0 0 1

C

20

H

18

O

4

-0.553 Obovatin 0 0 0 0

cyclocoumarol  1 0 0 0

6-(3,3-dimethylallyl)chrysin 0 0 0 0

8-(3,3-dimethylallyl)chrysin 0 0 0 0

abyssinone I  0 0 0 0

bauhinoxepin A  0 0 0 0

neobavaisoflavone  0 0 0 0

4ʼʼ-deoxyterphenyllin  2 0 0 1

(2R,2ʼR,4R,4ʼR)-4,4ʼ-dihydroxy-

3,3ʼ,4,4ʼ-tetrahydro-2,2ʼ-

binaphthalene-1,1ʼ(2H,2ʼH)-dione 

0 0 0 0

8-prenyldaidzein  0 0 0 1

C

21

H

26

O

12

0.565 Plumieride 1 1 1 0

C

26

H

26

O

15

0.571

tricin 7-O-(6''-O-malonyl)-β-D-

glucopyranoside

2 1 1 0

C

27

H

34

O

15

0.573 Geniposide pentaacetate 0 6 1 0

C

23

H

28

O

13

0.578

1-O-3,4-dimethoxy- 5-

hydroxyphenyl-(6-O-3,5-

dimethoxygalloyl)-β-D-

glucopyranoside 

4 1 0 1

C

26

H

34

O

13

0.578

Osthenol-7-O-beta-D-

gentiobioside

0 2 0 0

C

25

H

34

O

13

0.584 Glucofrangulin A  0 2 0 0

violanthin  0 2 0 0

apigenin 7-O-neohesperidoside  0 2 0 1

vitexin 2''-O-α-L-rhamnoside 0 2 0 1

C

25

H

34

O

13

0.584

pelargonidin 3-O-rutinoside 

betaine 

0 2 0 1
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C

25

H

34

O

13

0.584

kaempferol 3-O-α-L-

rhamnopyranosyl-7-O-α-L-

rhamnopyranoside

2 0 0 1

1,3,6-trihydroxy-2-methyl-9,10-

anthraquinone-3-O-α-L-

rhamnopyranosyl-(1→2)-β-D-

glucopyranoside

0 2 0 0

vitexin 2''-O-β-L-rhamnoside 0 2 0 1

kaempferol 3,7-di-O-α-L-

rhamnoside

2 0 0 1

 8-Epideoxyloganin tetraacetate  0 1 5 0

Deoxyloganin tetraacetate 0 1 5 0

C

26

H

36

O

10

0.585 michaolide I  0 0 0 0

ajugalide B  0 0 3 0

C

25

H

20

O

9

0.596

2-(3,4-dihydroxyphenyl)-5,7-

dihydroxy-3-[[3,4,5-trihydroxy-6-

[(3,4,5-trihydroxy-6-methyl-2-

oxanyl)oxymethyl]-2-oxanyl]oxy]-

1-benzopyran-4-one

0 2 0 0

lucenin-2 0 2 0 0

rutin 0 2 0 0

isoorientin 2''-O-rhamnoside 0 2 0 0

kaempferol 3-O-β-D-glucosyl-

(1→2)-β-D-glucoside

0 2 0 1

5,6,7,4'-tetrahydroxyflavonol-3-O-

rutinoside

0 2 0 1

quercetin 3-O-β-D-

glucopyranosyl-(1→2)-

rhamnopyranoside

0 2 0 0

kaempferol-3-O-β-D-

glucopyranosyl-7-O-β-D-

glucopyranoside

0 2 0 0

petiolaroside 0 2 0 0

quercetin-7-O-[α-L-

rhamnopyranosyl(1→6)-β-D-

galactopyranoside]

0 2 0 0

cyanin betaine 0 2 0 0

cyanidin 3,7-di-O-β-D-glucoside 

betaine

0 2 0 0

isoorientin 7-O-glucoside 0 2 0 0

isoorientin 7-O-glucoside 0 2 0 1

multinoside A 0 2 0 0

isoorientin 2''-O-glucoside 0 2 0 0
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