Table S1. Each order predicted metabolic pathway class for the collected 5,549 compounds
without known metabolic pathway classes. The predicted metabolic pathway class code
corresponds to the code in table 1. Among the 11 predicted pathway classes, the first 2 order
predicted metabolic pathway classes should be paid more attention to.

KEGG Ligand Each order predicted metabolic pathway class

1st 2nd 3rd 4th 5th 6th 7th 8th 9th 1Oth 11th
C03926 2 8 10 7 3 4 6 1 5 9 11
C14600 3 11 2 6 4 8 5 10 9 7 1
C07192 11 10 2 5 4 7 1 6 3 8 9
C05314 5 9 1 10 2 11 8 3 6 4 7
C12271 10 6 3 9 8 2 4 1 11 7 5
C11018 11 10 9 2 6 5 3 4 8 7 1
C14188 11 2 4 10 6 5 8 3 9 7 1
C00027 5 1 8 10 11 6 2 3 4 9 7
C03673 2 7 8 6 5 4 11 3 9 1 10
C10980 11 9 2 10 5 8 3 1 6 7 4
C15560 3 6 8 2 11 10 1 5 9 4 7
C08178 3 5 11 10 7 4 2 1 9 8 6
C10213 11 10 5 8 1 3 7 9 4 6 2
C15415 11 6 9 7 1 10 8 2 3 4 5
C03868 1 10 9 4 5 3 2 8 11 6 7
C14673 11 5 10 8 7 2 3 1 6 9 4
C06843 8 1 5 2 9 3 11 7 6 10 4
C01505 3 5 10 4 9 8 6 7 11 2 1
C09013 11 4 9 8 10 3 1 2 6 7 5
C12091 3 1 5 2 9 4 10 7 6 8 11
C08558 3 10 6 1 5 11 2 8 4 7 9
C13830 10 3 4 1 7 8 6 9 11 2 5
C07919 10 5 2 11 8 7 4 1 3 6 9
Cco8777 9 5 6 11 2 3 1 8 10 7 4
C03846 6 8 1 5 10 2 9 4 3 7 11
C08050 9 10 11 5 8 2 7 6 3 4 1
C00985 1 5 2 8 3 11 6 10 9 4 7
C01705 5 11 6 2 1 3 10 9 8 7 4
C08438 4 6 11 10 9 2 8 3 7 5 1
C12326 10 2 8 5 6 9 3 11 1 4 7
C12649 1 5 2 11 6 8 3 10 9 4 7
C12849 11 5 1 10 8 4 9 2 3 7 6
Co04741 3 10 4 2 5 9 6 8 1 11 7
C07546 1 10 5 11 2 6 9 7 4 3 8
C04132 1 2 5 10 4 6 11 3 9 8 7
C08042 10 9 8 11 2 1 5 4 3 6 7
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C07043

C10561

11

C04544

11

C14481

10

C02379

C02993

11

C09926

10

11

C09902

10

C07261

C14470

C09249

C12768

11

10
10
10
11

C08114

C06928

C09866

C09283
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10
6
10
10
2
10
10
3
11
3
5
11
5
11
2
2
2
10
9
4
1
10
1
9
1
3
10
10
1
5
3
5
3
3
1
1
5
2
9
1
10
11
1

C09365

11

10

C03832

11
11

C09399

C11360

11

C07348

C09692

C06519

10

11

C14136

C14726

C15537

10
10

C10600

C07487

11

10

C11820

10

Cl14311

11

10

C07515

11

C00845

11

10

C04234

C10750

11

C08661

10

C05342

C06821

11

C10057

10

11

C01382

10

C08670

11

C12569

10

11

Cl1171

C11273

11

C10725

11
10

10

C01865

11
11

C05118

10

C09187

11

10

C07106

C08965

10
10

C14553

11

C08238

11

10

C02052

10

11

C08332

10

C10974

10

11

C12294

10

11

C09931

C11190

C11040

C00898
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1
11
1
10
2
6
9

9
10

C03126

10

C10398

C07313

11

C06894

C06737

10

C02657

10

11
10

C11230

C09563

11

C09383
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