	[bookmark: _GoBack]Supplementary Table 1. List of 22 dansylated compounds for retention time calibration

	No.
	HMDB No.
	Name
	m/z
	RT (min)

	
	
	
	Light
	Heavy
	Huan et al.
	This study

	1
	HMDB00517
	Dns-Arginine
	408.1700
	410.1767
	2.44
	7.43

	2
	HMDB00187
	Dns-Serine
	339.1009
	341.1076
	4.40
	8.50

	3
	HMDB00148
	Dns-Glutamic acid
	381.1115
	383.1182
	5.05
	9.00

	4
	HMDB00167
	Dns-Threonine
	353.1166
	355.1233
	5.79
	9.85

	5
	HMDB00123
	Dns-Glycine
	309.0903
	311.0970
	6.59
	10.15

	6
	HMDB00161
	Dns-Alanine
	323.1060
	325.1127
	7.57
	11.45

	7
	HMDB01906
	Dns-2-Aminoisobutyric acid
	337.1216
	339.1283
	8.91
	13.30

	8
	HMDB00162
	Dns-Proline
	349.1216
	351.1283
	10.18
	14.62

	9
	HMDB00696
	Dns-Methionine
	383.1094
	385.1161
	10.89
	15.55

	10
	HMDB00159
	Dns-Phenylalanine
	399.1373
	401.1440
	12.74
	17.62

	11
	HMDB01894
	Dns-Aspartame
	528.1799
	530.1866
	13.72
	18.70

	12
	HMDB00192
	Dns-Cystine
	354.0702
	356.0769
	14.11
	19.47

	13
	HMDB00087
	Dns-Dimethylamine
	279.1162
	283.1308
	14.67
	19.97

	14
	HMDB00676
	Dns-Homocystine
	368.0859
	370.0926
	15.82
	20.90

	15
	HMDB00182
	Dns-Lysine
	307.1111
	309.1178
	17.47
	21.57

	16
	HMDB02017
	Dns-1-phenylethylamine
	355.1475
	357.1542
	18.63
	21.63

	17
	HMDB29098
	Dns-Tyrosyl-Alanine
	360.1138
	362.1205
	20.86
	24.08

	18
	HMDB02322
	Dns-Cadaverine
	285.1162
	287.1229
	22.39
	24.55

	19
	HMDB00158
	Dns-Tyrosine
	324.5953
	326.6020
	22.65
	25.28

	20
	HMDB00259
	Dns-Serotonin
	322.1058
	324.1125
	24.65
	26.98

	21
	HMDB29306
	Dns-4-Ethylphenol
	356.1315
	358.1382
	25.63
	28.07

	22
	HMDB00957
	Dns-Pyrocatechol
	289.0767
	291.0834
	26.70
	29.17
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No .  HMDB No.  Name  m/z  R T (min)  

Light  Heavy  Huan  et al.  This study  

1  HMDB00517  Dns - Arginine  408.1700  410.1767  2.44  7.43  

2  HMDB00187  Dns - Serine  339.1009  341.1076  4.40  8.50  

3  HMDB00148  Dns - Glutamic acid  381.1115  383.1182  5.05  9.00  

4  HMDB00167  Dns - Threonine  353.1166  355.1233  5.79  9.85  

5  HMDB00123  Dns - Glycine  309.0903  311.0970  6.59  10.15  

6  HMDB00161  Dns - Alanine  323.1060  325.1127  7.57  11.45  

7  HMDB01906  Dns - 2 - Aminoisobutyric acid  337.1216  339.1283  8.91  13.30  

8  HMDB00162  Dns - Proline  349.1216  351.1283  10.18  14.62  

9  HMDB00696  Dns - Methionine  383.1094  385.1161  10.89  15.55  

10  HMDB00159  Dns - Phenylalanine  399.1373  401.1440  12.74  17.62  

11  HMDB01894  Dns - Aspartame  528.1799  530.1866  13.72  18.70  

12  HMDB00192  Dns - Cystine  354.0702  356.0769  14.11  19.47  

13  HMDB00087  Dns - Dimethylamine  279.1162  283.1308  14.67  19.97  

14  HMDB00676  Dns - Homocystine  368.0859  370.0926  15.82  20.90  

15  HMDB00182  Dns - Lysine  307.1111  309.1178  17.47  21.57  

16  HMDB02017  Dns - 1 - phenylethylamine  355.1475  357.1542  18.63  21.63  

17  HMDB29098  Dns - Tyrosyl - Alanine  360.1138  362.1205  20.86  24.08  

18  HMDB02322  Dns - Cadaverine  285.1162  287.1229  22.39  24.55  

19  HMDB00158  Dns - Tyrosine  324.5953  326.6020  22.65  25.28  

20  HMDB00259  Dns - Serotonin  322.1058  324.1125  24.65  26.98  

21  HMDB29306  Dns - 4 - Ethylphenol  356.1315  358.1382  25.63  28.07  

22  HMDB00957  Dns - Pyrocatechol  289.0767  291.0834  26.70  29.17  

 

