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Figure S1: Pixel-vs-intensity plots for the 5% to the 10™ most discriminating features at 24 hours.

S2



m/z 315.04

m/z 525.04

0.012

72-hour set

el 22 e3 8B of

24-hour set

o c2 2 3 13

0.010-
0.008-
0.006 -
0.004 -

0.002-

0.000 -

0.0005

0.0004 -

0.0003—

0.0002—

0.0001—

0.0000

0.00030

0.00025
0.00020
0.00015
0.00010

0.00005

0.00000

1 1
1000 1500
Pixel

T
2000 2500

m/z 236.82

m/z 330.95

0.0008

cl

t1

72-hour set
2 R

e3

3 ¢l

t1

24-hour set
c2 t2

e3 83

0.0006-

0.0004-

0.0002+

0.0000

0.004

0.003+

0.0024

0.0014

0.000-

0.00025

0.00020-

0.00015

0.00010

0.00005"]

0.00000

T
1000

L)
1500
Pixel

T
2000

T
2500

Figure S2: Pixel-vs-intensity plots for the 5t to the 10*" most discriminating features at 72 hours.
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Table S1:
Rank

W N O A~ W NP

a B B B D DB D D DD WOWW W W W W W W WNRNNNNNRNDNNDNPR P R R, R R R R
O VW ®©® N O U A W N P O VO ® N O U B W N P O VL KW N O U A W N P O O 00 N O . B W N B O

50-most-discriminating m/z's at 24 hours.

m/z
891.48
781.44
540.06
779.42
8935
936.53
908.51
895.51
777.4
889.46
650.33
835.67
861.45
505.99
885.43
833.43
751.4
906.5
859.43
910.53
259.23
887.45
880.5
904.48
408.05
934.51
876.46
850.47
652.34
466.32
852.48
921.51
735.27
822.45
941.46
624.33
863.47
211.27
281.42
883.41
865.48
857.41
878.48
792.42
783.45
538.26
824.47
882.52
835.45
863.69

AUC (area under the receiver-operating curve)
0.78
0.78
0.77
0.77
0.76
0.76
0.76
0.76
0.76
0.76
0.76
0.76
0.75
0.75
0.75
0.75
0.74
0.74
0.74
0.74
0.74
0.74
0.74
0.74
0.74
0.74
0.74
0.74
0.73
0.73
0.73
0.73
0.73
0.73
0.73
0.73
0.73
0.73
0.73
0.73
0.73
0.73
0.73
0.73
0.73
0.72
0.72
0.72
0.72
0.72
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Table S2: 50-most-discriminating m/z's at 72 hours.

Rank

W N O A~ W NP

a A A B D D B D DD DWW W W W W W W W WNRNNNNNNRNDNNDNPR P R R, B R R R
O VW ®©® N O U A W N P O VW ® N O U M W N P O VL KW N O U A W N P O O 00 N O OO B W N B O

m/z

331.17
539.16
271.56
523.92
457.80
330.95
236.82
462.51
525.04
315.04
457.58
523.02
514,51
271.78
349.10
365.24
347.09
260.35
741.99
353.36
891.48
338.12
338.35
289.49
508.01
271.33
893.50
379.14
332.07
508.90
428.44
499.49
538.94
249.15
287.70
462.29
319.52
288.59
562.47
272.68
272.01
428.00
443.46
270.66
555.07
439.87
439.65
405.58
523.25
459.60

AUC (area under the receiver-operating curve)
0.971
0.968
0.963
0.958
0.954
0.952
0.948
0.946
0.942
0.942
0.940
0.939
0.938
0.938
0.935
0.933
0.930
0.925
0.924
0.922
0921
0.919
0.917
0914
0.909
0.909
0.908
0.907
0.906
0.906
0.906
0.906
0.904
0.903
0.902
0.901
0.901
0.901
0.901
0.899
0.898
0.896
0.896
0.894
0.893
0.892
0.891
0.890
0.890
0.889
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