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This article describes the development of MassBank in terms of the historical background why mass
spectrometry has required MassBank, concepts, metadata, data redundancy, tools helping data contributors
who construct MassBank records, data search services, copyright and Creative Commons License of Mass
Bank records, contribution from the Mass Spectrometry Society of Japan, Open Science of mass spectral
data, international collaborations, data quality of public repository, new MassBank, and future direction of

mass spectral databases.
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Figure 1. In the electrospray ionization-tandem mass spectrometry (ESI-MS/MS), the first mass spectrometry (MS1) ionizes the
neutral molecule to molecular ion and selects the ion. Collision induced dissociation (CID) of the selected molecular ion produces
fragmental ions, which are analyzed by the second mass spectrometry (MS2) .
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Figure 2. Optimum energy of collision induced dissociation (CID) depends on the chemical structure of the molecular ion.
(A) Lower CID energy produces larger fragment ions.  (B) Higher CID energy gives smaller fragment ions.
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Figure 3. MassBank is a public repository for publishing mass spectra as experimental data and a spectral library for the chemical
identification. All the mass spectral data deposited on MassBank are freely downloadable from the ftp site.
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Figure 4. RMassBank and Mass++ are the fully automatic tools for preparing MassBank records. Both of the tools fetch the peak
data with its metadata from the raw data of mass spectrometry instruments and the chemical structure information from the internet
websites of chemical compound databases such as PubChem and KEGG.
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Figure 5. lonizations and types of tandem mass spectrometry
of MassBank data are summarized.
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