 
[image: image1.wmf]0-100

100-200

200-300

300-400

400-500

500-600

600-700

700-800

800-900

900-1000

>1000

0

5

10

15

20

25

30

35

40

Frequency (%)

Molecular weight



 EMBED Origin50.Graph  [image: image2.wmf]100-200

200-300

300-400

400-500

500-600

600-700

700-800

800-900

900-1000

1000-1100

1100-1200

1200-1300

1300-1400

1400-1500

>1500

0

5

10

15

20

25

30

35

Frequency (%)

Total molecular surface area


Fig. S2 (A)                       Fig. S2 (B)
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Fig. S2 (C)                         Fig. S2 (D)
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 Fig. S2 (E)                          Fig. S2 (F)
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Fig. S2 (G)                         Fig. S2 (H)
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Fig. S2 (I)                        Fig. S2 (J)
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Fig. S2 (K)                          Fig. S2 (L)
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Fig. S2 (M)                         Fig. S2 (N)
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 Fig. S2 (O)                             Fig. S2 (P)
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Fig. S2 (Q)                          Fig. S2 (R)
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Fig. S2 (S)                          Fig. S2 (T)

Figure S2 Chemical property distribution patterns in the anaerobic (in blue) and aerobic (in red) metabolite datasets. (A) Molecular weight distribution pattern; (B) Total molecular surface area; (C) Total molecular volume; (D) Total atom count; (E) Carbon atom count; (F) Oxygen atom count; (G) Nitrogen atom count; (H) Sulfur atom count; (I) Phosphorus atom count; (J) AlogP98; (K) Polar molecular surface area; (L) Polar molecular volume; (M) H-bond acceptor count; (N) H-bond donor count; (O) Hydrophobic fragment count; (P) Ring count; (Q) Aromatic ring count; (R) Total bond count; (S) Rotatable bond count; (T) Chiral center count.
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