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We fixed the intensities in the
TSV archive for challenges 046-
243,

Overview | Challenges 1-45 | Challenges 46-243

CASMI 2017 will focus on testing current mass spectrometric approaches for identification of natural
products. This year, CASMI will again have 3 categories based on (subsets of the) 243 challenges.
These are:

Category 1

Manual approaches: Challenges 1-45
Category 2

Automated approaches (spectral data only): Challenges 1-243
Category 3

Automated approaches (all metadata in): Challenges 1-243

If you are unsure in which category your approach fits, do not hesitate to contact the organisers
(email link at the bottom). Challenge data and details on the experiments are available from the
navigation menu above.

Update 20170522: We have fixed MS1 data for challenges 29, 42 and improved challenges 71, 89,
105, 106 and 144.
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Computational MS&
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m/z 386.0155+0.005 as [M-H]
CH/N,O,S,P,F,Cl,Br.,

: 12.0000000 O: 15.9949146 F : 18.99840322
: 1.00782503 S: 31.9720710 Cl: 34.96885268
: 14.0030740 P: 30.9737616 Br: 78.9183371
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TA: 8+7+1+4+1 = 21
OV: 7+1 =8
SV: 32+7+3+8+6=56
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JRFAMN EFEXD TR D2 = OV

[RFRDFREZSVE UTZ LS,

QV * SV = even

SV >= 2% (TA - 1)

12120, N(3), 0(2), P(5), S(6)

Mass H/C N/C 0/C P/C S/C

Max 1999.90 8.00 4.00 10.00 3.00 6.00

Min 50.02 0.00 0.00 0.00 0.00 0.00

Mean 601.03 1.38 0.10 0.32 0.01 0.02

Stdev 349.29 043 0.15 0.27 0.04 0.09
Median 512.32 1.39 0.04 0.27 0.00 0.00
Percentile 0.15%  72.05 0.00 0.00 0.00 0.00 0.00
Percentile 0.005% 52.02 0.00 0.00 0.00 0.00 0.00
Percentile 99.85% 1939.74 3.33 1.20 2.20 0.40 1.00
Percentile 99.995% 1998.10 6.00 4.00 6.00 1.83 3.00
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STOFF-IDENT

? T 0 F F I D E N T Responsible authors: Sylvia Grosse, Thomas Letzel
In cooperation with the following institutes: LfU (Marion Letzel, Manfred
Sengl), LW (Thomas Lucke, Wolfgang Schulz), HSWT (Frank Lesske,

Marco Luthardt, Tobias Placht)

Cite as: Grosse S., Letzel T.: User Manual for STOFF-IDENT Database,

STOFF-IDENT Database 212,133

Primary the compound database ‘STOFF-IDENT’ is used for identification purposes,
more exactly for non-target screening (‘Hidden Targets’ and/or ‘Known Unknown’) and
suspected-target screening analysis in different parts of water research.” This is why just
water relevant organic molecules, their transformation products and metabolites that
occur in the environment are listed.?

Besides common compound parameters as Name, CAS Number, Formula, InChi key,
IUPAC Name, SMILES Code, monoisotopic mass, also physicochemical indications as
the logP and the logD value for four different pH values are included.”
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(a) Eliminate false positive peaks (b) Search spectral libraries (c) Predict molecular formula
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Platform for RIKEN Metabolomics: PRIMe
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About PRIMe. PRIMe, the Platform for RIKEN Metabolomics, is a Web-based service for metabolomics

 Computational metabolc X
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Software tools & Databases

ABF converter .~

ABF binary format file can be used in MS-DIAL and MRMPROBS,
and the converter is freely available at Reifycs Converter Website.
The supported vender's- and common MS format is listed in their

homepage.

MS-DIAL

MS-DIAL is a universal program for untargeted metabolomics-
and lipidomics supporting any type of chromatography/mass
spectrometry methods (GC/MS, GC-MS/MS, LC/MS, and LC-
MS/MS ete.).

MS-FINDER

MS-FINDER is a universal program for compound annotation
supporting EI-MS (GC/MS) and ESI-MS/MS spectra. It aims to
provide solutions for 1) spectral searching, 2) formula prediction,
and 3) structure elucidation for unknown spectra.

EI-MS and MS/MS library

We released several MSP files including both EI- and MS/MS
spectra as a ‘start-up kit". Nowaday, MS-DIAL/MS-FINDER
internally have a version of Fiehn lab’s GC/MS database, and in
silico RT- and MS/MS database for lipidomics.

Mass
Bank
-
MSP

MassBank to MSP

This program helps you to prepare NIST MSP format libraries
applicable to a lot of programs (MS-DIAL, NIST MS Search,
AMDIS) from MassBank records.

MRMPROBES/MRMDIFF

MRMPROBS is launched as a universal program for targeted
metabolomics supporting net only multiple reaction monitoring
(MRM) but also SCAN and data independent MS/MS acquisition
(DIA) data.

MRM database

Several conditions/reference libraries for large scaled MRM
assay are available.

34S

Smetsearch

The purpose of this project is to develop the methodology for
formula ‘identification’ by ultrahigh resolution MS instrument in
combination with labeled experiments.
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