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UFAx_molecular_formula_library_search

Searching Molecular Formula in a Library of Known Compounds

Description

This function searches for detected molecular formula ions in a library of known molecular formu-
las.

Usage

UFAx_molecular_formula_library_search(molecular_formula_ions, IonPathways, Elements,
MF_library, number_processing_threads = 1)

Arguments

molecular_formula_ions

A string vector of molecular formula ions.
IonPathways A vector of ionization pathways. Pathways should be like [Coeff*M+ADD1-

DED1+...] where "Coeff" should be an integer between 1-9 and ADD1 and
DED1 may be ionization pathways. ex: ’IonPathways <- c("[M]+", "[M+H]+",
"[2M-Cl]-", "[3M+CO2-H2O+Na-KO2+HCl-NH4]-")’

Elements A vector string of the used elements.
MF_library A library of molecular formulas generated using the ’molecular_formula_library_generator’

module.
number_processing_threads

Number of processing threads for multi-threaded processing

Value

A matrix of matched compounds in the reference library.

UFAx_score_coefficient_corrector

Score Coefficient MolecularFormulaAnnotationTable Corrector

Description

This function updates ranking orders of the individual MolecularFormulaAnnotationTable when
score coefficients changed. This function creates files with similar names to the original files with
"_updated" estensions.

Usage

UFAx_score_coefficient_corrector(annotated_molf_address, maxNEME,
Score_coeff, number_processing_threads = 1)



UFAx_workflow 3

Arguments

annotated_molf_address

Address of the individual MolecularFormulaAnnotationTables (.Rdata).

maxNEME Maximum value for Normalized Euclidean Mass Error (NEME) in mDa

Score_coeff A vector of five numbers representing coefficients of the identification score
number_processing_threads

Number of processing threads for multi-threaded computations.

Value

The MolecularFormulaAnnotationTable is saved with an "_updated" estension.

UFAx_workflow UFAx Workflow

Description

This function runs the exhaustive chemical enumeration part of the IDSL.UFAx pipeline.

Usage

UFAx_workflow(spreadsheet)

Arguments

spreadsheet IDSL.UFAx parameter spreadsheet

Value

The MolecularFormulaAnnotationTable is saved in the assigned folder in the parameter spreadsheet.

Note

You should load the IDSL.UFA package to run the IDSL.UFAx functions.

Examples

library(IDSL.UFA) # You should load the IDSL.UFA package to run the IDSL.UFAx functions.
library(IDSL.UFAx)
s_path <- system.file("extdata", package = "IDSL.UFAx")
SSh1 <- paste0(s_path,"/UFAx_parameters.xlsx")
temp_wd <- tempdir() # update this address
temp_wd_zip <- paste0(temp_wd,"/003.mzML_UFAx_testfiles.zip")
spreadsheet <- readxl::read_xlsx(SSh1)
download.file(
"https://raw.githubusercontent.com/idslme/IDSL.UFAx/main/003.mzML_UFAx_testfiles.zip",
destfile = temp_wd_zip)
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unzip(temp_wd_zip, exdir = temp_wd)
spreadsheet[1, 4] <- temp_wd
spreadsheet[4, 4] <- temp_wd
spreadsheet[6, 4] <- temp_wd
spreadsheet[3, 4] <- "seq(1, 100)" # peak IDs to process
UFAx_results <- UFAx_workflow(spreadsheet)
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