APPENDIX-1: Structural isomers of glycine.
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APPENDIX-2: Molecular structures discussed in the present study.
The molecules in blue were detected in PICACHU samples in the study.

Amine Amino acid
C1 NH,
Methylamine
CH.N
MW. 31.057
E.M. 31.0422
O
H
C2 2 / . H2N OH
Ethylamine Dimethylamine Glycine
C,HN C,HN C,H.NO,
MW. 45.0837 MW. 45.0837 MW. 75.0666
E.M. 45.0579 E.M. 45.0579 E.M. 75.0320
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Propylamine Isopropylamine a-Alanine B-Alanine Sarcosine
C.H,N C.H,N C.H.NO, C.,H.NO, C.H.NO,
MW. 59.1103 MW. 59.1103 MW. 89.0932 MW. 89.0932 MW. 89.0932
E.M. 59.0735 E.M. 59.0735 E.M. 89.0477 E.M. 89.0477 E.M. 89.0477
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NH. MW. 105.0926
E.M. 105.0426
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Butylamine a-Aminobutyric acid a-Aminoisobutyric acid B-Aminobutyric acid
CH, N C,HNO, C,HNO, C,HNO,
MW. 73.1368 MW. 103.1198 MW. 103.1198 MW. 103.1198
E.M. 73.0891 E.M. 103.0633 E.M. 103.0633 E.M. 103.0633
OH 0]
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sec-Butylamine B-Aminoisobutyric acid y-Aminobutyric acid Threonine
CH, N C,H,NNO, C,H,NNO, C,H,NO,
MW. 73.1368 MW. 103.1198 MW. 103.1198 MW. 119.1192
E.M. 73.0891 E.M. 103.0633 E.M. 103.0633 E.M. 119.0582
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tert-Butylamine
CH,N
MW. 73.1368

E.M. 73.0891
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Aspartic acid
C,H.NO,

MW. 133.1027
E.M. 133.0375

)

\/H\)}\OH

N-Ethylglycine
C,HNO,

MW. 103.1198
E.M. 103.0633

Abbreviation: MW., molecular weight; E.M., exact mass



Continued

Amine Amino acid
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NH2 NH 2 NH2
sec-Pentylamine Valine Isovaline Norvaline
C,H,.N C,H,\NO, C,H,,NO, C,H,NO,
MW. 87.1634 MW. 117.1463 MW. 117.1463 MW. 117.1463
E.M. 87.1048 E.M. 117.0790 E.M. 117.0790 E.M. 117.0790
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Glutamic acid Proline Methionine
C,HNO, C,H,NO, C,H,NO,S
MW. 147.1293 MW. 115.1305 MW. 149.2113
E.M. 147.0532 E.M. 115.0633 E.M. 149.0511
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Leucine Isoleucine / allo-Isoleucine Norleucine
C(:‘sH13N()2 CBH13N02 CGH13N02
MW. 131.1729 MW. 131.1729 MW. 131.1729
E.M. 131.0946 E.M. 131.0946 E.M. 131.0946
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a-Aminoadipic acid

C.H,NO,
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MW. 161.1558

E.M. 161.0688




	Sugahara_etal_GJ2348_Appendix-2.pdf
	Appendix-2_ver.3-1
	Appendix-2_ver.3-2


