
Query Match HMDB PubChem KEGG SMILES Comment
C00410 ProgesteroHMDB000 5994 C00410 CC(=O)[C@ 1
C02140 Corticoste HMDB000 5753 C02140 C[C@]12C 1
C05793 L-Urobilin HMDB000 5280818 C05793 CCC1C(C( 1
C17208 NeosaxitoxHMDB002 104753 C17208 C1CN2C(= 1
C03205 Deoxycort HMDB000 6166 C03205 C[C@]12C 1
C00328 L-KynurenHMDB000 161166 C00328 C1=CC=C 1
C11758 Mupirocin HMDB001 446596 C11758 C[C@H]([C 1
C05476 TetrahydroHMDB000 9863245 C05476 C[C@]12C 1
C07880 Ursodeoxy  HMDB000 31401 C07880 C[C@H](C 1
C04741 Prostaglan  HMDB000 5280723 C04741 CCCCC[C@ 1
C00188 L-Threoni HMDB000 6288 C00188 C[C@H]([C 1
C00388 Histamine HMDB000 774 C00388 C1=C(NC= 1
C12448 Ecgonine  HMDB000 443844 C12448 CN1C2CC 1
C01017 NA NA NA NA NA 0
C10858 Ecgonine HMDB000 443003 C10858 CN1C2CC 1
C14732 5-KETE HMDB001 5283159 C14732 CCCCC/C= 1
C00633 4-HydroxyHMDB001 126 C00633 C1=CC(=C 1
C00647 Pyridoxam  HMDB000 1053 C00647 CC1=NC= 1
C00077 Ornithine HMDB000 6262 C00077 C(C[C@@ 1
C00735 Cortisol HMDB000 657311 C00735 C[C@]12C 1
C00763 D-Proline HMDB000 8988 C00763 C1C[C@@ 1
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