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KEGG C50HB3N1 1,034.553 [M+HJ]+ -0.034 C10827 Tomatine
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HMDB C50H83N1 1,034553 [M+H]+ -0.034 HMDB34103 Tomatine
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3) Formula 4) Formula 5) Optional

1) Gaption added subtracted mass value 7) Not used
1 1 0 TRUE
nil+ 1 1 TRUE
[hi+HI+ 1 H 1 TRUE
[h+MHE T+ 1 MWH4 1 TRUE
[hi+Mal+ 1 Ma 1 TRUE
[+ ]+ 1K 1 TRUE
[h—H2 O+H]+ 1 H He O 1 TRUE
[h—2(Hz 0)+HI+ 1 H H2 OHZ O 1 TRUE
[2m+H]+ 2 H 1 TRUE
[2hi+MHA T+ 2 MNH4 1 TRUE
[2 b+ Ma+ 2 Ma 1 TRUE
[2 hi+K I+ 2K 1 TRUE
[2 WA M+HT+ 2 C2H3NH 1 TRUE
[h+2H]2+ 1 H2 2  TRUE
[hH+2 Male+ 1 Maz 2  TRUE
[hH+Na+HIZ+ 1 MaH 2  TRUE
[h+3H]3+ 1 H3 3 TRUE
[hH+IMala+ 1 Mad 3 TRUE
[hi—-H1- 1 H -1 TRUE
[MHHC 001 1 HC OO -1 TRUE
(M2 H]- 1K Hz -1 TRUE
[h+Ma—2 H]- 1 Ma H2 -1 TRUE
[z Ma—3H]- 1 Maz2 H3 -1 TRUE
[MHHC OO0+Ma—HI- 1 HCOOMa H -1 TRUE
[MH+HC O0+K-H]- 1 HCOOK  H -1 TRUE
[h—2H]2— 1 Hz -2  TRUE
[h—3H]3- 1 H3 -3 TRUE
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