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FEATURE-BASED-MOLECULAR-NETWORKING

Feature-Based Molecular Networking (FBMN) is a computational method that bridges popular mass spectrometry data processing
tools for LC-MS/MS and molecular networking analysis on GNPS. The supported tools are: MZmine, OpenMS, MS-DIAL, MetaboScape,
XCMS, Progenesis QI, and the mzTab-M format. FBMN facilitates the detection of isomers that are separated by chromatographic or
ion mobility separation, and provides accurate ion abundances for statistical analysis. Note that FBMN requires processing the mass
spectrometry data with a feature detection and alignment tool. For rapid/qualitative analysis, we recommend using classical
molecular networking that accepts unprocessed mass spectrometry files. See the FBMN documentation at https://ccms-

uesd. github.io/ GNPSD ion orking and refer to the "Method and Citation for Manuscripts” on the
results page for citations.
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Average Mz MZErrorPPM Ri(min) M PubChem ID
CCMSLIBO000612201% lydroxybenzoic acid CTHE03 137.02452] 08 16.5 | 0.976234|Phenolic acid: 7420
CCMSLIB00006123600 |3,4-Dihydroxybenzoic acid  |CTH604 133.01933 02 11 0.977313 | Phenolic acids| 72|
CCMSLIB00006112641  |Sorbitol C6H1406 M-H 18107135 0e 0.9| 0.736464|Saccharides 3780
CCMSLIB00006113477 | Azelaic Acid (COH1604 M-H 187.09744 02 172| 0961571 |Fatty Acids ar 2266/
CCMSLIB00005740933 _ |3-Hydroxysuberic acid (C8H1405 M-H 189.07686| 03 133 | 0.726512|Fatty Acids ar 22328017
CCMSLIB00010102416  |Quinate CTH1206 M-H 191.05614 06 10| 09074953 Phenolic acids| 6508,
CCMSLIB00010102816  |Galactaric acid (C6H1008 MH 209.02985 09 09| 0.731789|Fatty Acids arf 3037582
(CCMSL 58 |1,3.7-Trmethyhuric acid (CSHI0N403 |MH 209.06802 0.0 98| 0.916963|Pseudoalkaloid 79437
CCMSLIBO0006119673 | Traumatic Acid (C12H2004 M-H 227.12872) 03 104 0.94684 | Fatty Acids an 5283028/
CCMSL 7901 |Uridine COHI2N206 |M-H 213.06212 04 24| 0.803057|Nucleosides 6029
CCMSLIBO0005T72056 | 5(1-Hydroxy-2 6.6-trimethyl- 4 C15H2004  |M-H 263.12878) 07 183 | 0.833359| Apocarotenoi 287291
CCMSLIBO0N00I 78104 |INOSINE CI0HIIN4OF M-H 267073138 08 48| 0911368 Nucleosides 804
CCMSLIBOOO04718371 | Afrelechin CISHI405 M-H 273.077 0.0 14.1| 0.889202|Flavonoids 442154
CCMSLIBO006679767  |GUANOSINE C10HI3N505 |M-H 282.08401 0.0 49| 0973138 Nucleosides 6802
CCMSLIBO0DOS 745864 ferol CISHI206  |M-H 287.05582 0.7 15.5 0.76585 | Flavonoids 662
CCMSLIB00005737935  |Quercetin CISH1007 |M-H 301.03482 LT 184 0.77067 | Flavonoids 5280343
CCMSLIBOD004720142 | (+)-Epigallocatechin C13HI407 M-H 303.06668 | 08 10.1 0.807326|Phenolic acids| 10425234
CCMSLIB00005743107  |Benzoic acid + 10, IMeO, O-HC14HI1809 M-H 329.08789) 04 78 0.754393 | Phenolic acids| 14132343
CCMSL! 7367 |3-p-C ylquinic acid  |C16H1808 |M.H 337.09299) 00 102| 0.943568| Phenolic acids| 9943783
CCMSLIB00003771897  |6,7-Dihydroxycoumarin-6-glug C15H1609  |IM-H 339.07202 00 9.7| 0.876676|Coumatins 5351506
CCMSLIBO0D06114135  |Ad p! IC10HI4NSOTHM-H 346.05543 07 13| 0.732661 6083
CCMSLIB00005778328 |5-Caffeoyl quinic acid CI6HI809 |M.H 333.08804 0.0 88| 0.859926|Phenyl 348159
CCMSLIB00006121910 i C10HI4NSOSEM-H 36205078 02 26| 0837118 Nuel 6804
CCMSLIB00005778371  |MLS006011818 C0OH208 |MH 389.12384 05 172| 0.701666|Stilbenoids 5470019
CCMSLIB00004706644  |Guaijaverin C20HI8011 |MH 433.07803 00 16.7 095775 | Flavonoids 548124
CCMSLIB00004720086  |Salipurposid (C21H22010 |M-H 43311377 05 1.7 0.780837| Flavonoids 5321085/
CCMSLIB00004T19373  |epicatechin gallate C2HI8010 |M-H 44108328 03 154 0.938274|Flavonoids 107905
CCMSLIB00011428006 |Homo-orientin C21H20011  |M-H 44709303 00 144| 0731701 Flavonoids 3382103
CCMSLIB00010113058 | Miscanthoside C21H22011 |M-H 449.10861 09 156| 0948449 Flavonoids 13254471
CCMSLIBO0005766782  |Epigallocatechin Gallate C2HI18011 |M-H 45707788 02 13.5| 0.763951|Flavoneids 65064
CCMSL M3 |Isoquerciti C21H20012 |M-H 46308798 00 15.7| 0948453 Flavonoids 5378597
CCMSLIB00000850208 |Compound NP-019075 C2IH36010 |M+FA-H 49322916 04 183| 0836433 60208841
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ACQUITY Premier System <
https://www.waters.com/nextgen/global/products/chromatography/chromatography-systems/acquity-

premier-system.html>

Xevo MRT Mass Spectrometer <https://www.waters.com/nextgen/global/products/mass-

spectrometry/mass-spectrometry-systems/xevo-mrt.html>

waters_connect Informatics <https://www.waters.com/nextgen/global/products/informatics-and-
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