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XXXX



aggregatelterParallel

Usage

aggregatelter(obj.pep, X, init.method = "Sum”, method = "Mean”, n = NULL)

Arguments
obj.pep XXXXX
X XXXX
init.method XXXXX
method XXXXX
n XXXX
Value

A protein object of class MSnset

Author(s)

Samuel Wieczorek

Examples

data(Exp1_R25_pept, package="DAPARdata")

protID <- "Protein_group_IDs"

X <- BuildAdjacencyMatrix(Exp1_R25_pept[seq_len(10)], protID, FALSE)
11.agg <- aggregatelter(Expl1_R25_pept[seq_len(10)], X = X)

aggregatelterParallel xxxx

Description

XXXX

Usage

aggregatelterParallel(
obj.pep,
X,
init.method = "Sum",
method = "Mean”,
n = NULL



Arguments

obj.pep

X
init.method
method

n

Value

XXXXX

Author(s)

Samuel Wieczorek

Examples

## Not run:

XXXXX

XXXX

XXXXX

XXXXX

XXXX

data(Exp1_R25_pept, package="DAPARdata")
protID <- "Protein_group_IDs"
obj.pep <- Exp1_R25_pept[seq_len(10)]

X <- BuildAdjacencyMatrix(obj.pep, protID, FALSE)
obj.agg <- aggregatelterParallel(obj.pep, X)

## End(Not run)

aggregateMean

aggregateMean

Compute the intensity of proteins as the mean of the intensities of their

peptides.

Description

# This function computes the intensity of proteins as the mean of the intensities of their peptides.

Usage

aggregateMean(obj.pep, X)

Arguments

obj.pep
X

A peptide object of class MSnset

An adjacency matrix in which lines and columns correspond respectively to pep-
tides and proteins.
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Value

A matrix of intensities of proteins

Author(s)
Alexia Dorffer

Examples

data(Exp1_R25_pept, package="DAPARdata")

obj.pep <- Expl1_R25_pept[seq_len(10)]

obj.pep.imp <- wrapper.impute.detQuant(obj.pep, na.type = c("Missing POV", "Missing MEC"))
protID <- "Protein_group_IDs"

X <- BuildAdjacencyMatrix(obj.pep.imp, protID, FALSE)

11.agg <- aggregateMean(obj.pep.imp, X)

AggregateMetacell Symbolic product of matrices

Description

Execute a product two matrices: the first is an adjacency one while the second if a simple dataframe

Usage

AggregateMetacell (X, obj.pep)

Arguments

X An adjacency matrix between peptides and proteins

obj.pep A dataframe of the cell metadata for peptides

Value

XXXX

Author(s)

Samuel Wieczorek

Examples

data(Exp1_R25_pept, package="DAPARdata")

obj.pep <- Exp1_R25_pept[seq_len(10)]

protID <- "Protein_group_IDs"

X <- BuildAdjacencyMatrix(obj.pep, protID, FALSE)
agg.meta <- AggregateMetacell(X, obj.pep)
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aggregateSum Compute the intensity of proteins with the sum of the intensities of their
peptides.

Description

This function computes the intensity of proteins based on the sum of the intensities of their peptides.

Usage
aggregateSum(obj.pep, X)

Arguments
obj.pep A matrix of intensities of peptides
X An adjacency matrix in which lines and columns correspond respectively to pep-
tides and proteins.
Value

A matrix of intensities of proteins

Author(s)
Alexia Dorffer

Examples

data(Exp1_R25_pept, package="DAPARdata")

obj.pep <- Expl1_R25_pept[seq_len(20)]

obj.pep.imp <- wrapper.impute.detQuant(obj.pep, na.type = c("Missing POV", "Missing MEC"))
protID <- "Protein_group_IDs"

X <- BuildAdjacencyMatrix(obj.pep, protID, FALSE)

11.agg <- aggregateSum(obj.pep.imp, X)

aggregateTopn Compute the intensity of proteins as the sum of the intensities of their
n best peptides.

Description

This function computes the intensity of proteins as the sum of the intensities of their n best peptides.

Usage

aggregateTopn(obj.pep, X, method = "Mean”, n = 10)
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Arguments
obj.pep A matrix of intensities of peptides
X An adjacency matrix in which lines and columns correspond respectively to pep-
tides and proteins.
method XXX
n The maximum number of peptides used to aggregate a protein.
Value

A matrix of intensities of proteins

Author(s)

Alexia Dorffer, Samuel Wieczorek

Examples

data(Exp1_R25_pept, package="DAPARdata")

obj.pep <- Expl1_R25_pept[seq_len(10)]

protID <- "Protein_group_IDs"

X <- BuildAdjacencyMatrix(obj.pep, protID, FALSE)
11.agg <- aggregateTopn(obj.pep, X, n = 3)

applyAnovasOnProteins iteratively applies OWAnova() on the features of an MSnSet object

Description

iteratively applies OWAnova() on the features of an MSnSet object

Usage

applyAnovasOnProteins(obj)

Arguments

obj an MSnSet object ’

Value

a list of linear models

Author(s)

Thomas Burger
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Examples

data(Exp1_R25_prot, package='DAPARdata')
exdata <- Exp1_R25_prot[1:5,]
applyAnovasOnProteins(exdata)

averagelntensities Average protein/peptide abundances for each condition studied

Description

Calculate the average of the abundances for each protein in each condition for an ExpressionSet or
MSnSet. Needs to have the array expression data ordered in the same way as the phenotype data
(columns of the array data in the same order than the condition column in the phenotype data).

Usage

averagelntensities(ESet_obj)

Arguments

ESet_obj ExpressionSet object containing all the data

Value

a dataframe in wide format providing (in the case of 3 or more conditions) the means of intensities
for each protein/peptide in each condition. If there are less than 3 conditions, an error message is
returned.

Author(s)

Helene Borges

Examples

data(Exp1_R25_prot, package="DAPARdata")

obj <- Exp1_R25_prot[seq_len(1000)]

level <- 'protein'

metacell.mask <- match.metacell(GetMetacell(obj), c("Missing POV", "Missing MEC"), level)
indices <- GetIndices_WholeMatrix(metacell.mask, op = ">=", th = 1)

obj <- MetaCellFiltering(obj, indices, cmd = "delete”)

averagelntensities(obj$new)
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barplotEnrichGO_HC A barplot that shows the result of a GO enrichment, using the package
highcharter

Description

A barplot of GO enrichment analysis

Usage

barplotEnrichGO_HC(ego, maxRes = 5, title = NULL)

Arguments
ego The result of the GO enrichment, provides either by the function enrichGO in
the package DAPAR or the function enrichGO of the package ‘clusterProfiler*
maxRes The maximum number of categories to display in the plot
title The title of the plot
Value
A barplot
Author(s)

Samuel Wieczorek

Examples

data(Exp1_R25_prot, package="DAPARdata")
obj <- Exp1_R25_prot[seq_len(10)]
if (!requireNamespace("org.Sc.sgd.db", quietly = TRUE)) {
stop("Please install org.Sc.sgd.db:
BiocManager::install('org.Sc.sgd.db')")
3
library(org.Sc.sgd.db)
univ <- univ_AnnotDbPkg("org.Sc.sgd.db")
ego <- enrich_GO(
data = Biobase::fData(obj)$Protein.IDs, idFrom = "UNIPROT",
orgdb = "org.Sc.sgd.db”, ont = "MF", pval = 0.05, universe = univ
)
barplotEnrichGO_HC(ego)
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barplotGroupGO_HC A barplot which shows the result of a GO classification, using the
package highcharter

Description

A barplot which shows the result of a GO classification, using the package highcharter

Usage
barplotGroupGO_HC(ggo, maxRes = 5, title = "")

Arguments
ggo The result of the GO classification, provides either by the function group_GO in

the package DAPAR or the function groupGO in the package ‘clusterProfiler*

maxRes An integer which is the maximum number of classes to display in the plot
title The title of the plot

Value
A barplot

Author(s)

Samuel Wieczorek

Examples

data(Exp1_R25_prot, package="DAPARdata")
obj <- Exp1_R25_prot[seq_len(10)]
if (!requireNamespace("”org.Sc.sgd.db”, quietly = TRUE)) {
stop(”"Please install org.Sc.sgd.db:
BiocManager: :install('org.Sc.sgd.db')")
3
library(org.Sc.sgd.db)
univ <- univ_AnnotDbPkg("org.Sc.sgd.db")
ggo <- group_GO(
data = Biobase::fData(obj)$Protein.IDs, idFrom = "UNIPROT",
orgdb = "org.Sc.sgd.db”, ont = "MF", level = 2
)
barplotGroupGO_HC(ggo)
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boxPlotD_HC Builds a boxplot from a dataframe using the package highcharter

Description

Builds a boxplot from a dataframe using the package highcharter

Usage
boxPlotD_HC(
obj,
conds,
keyId = NULL,
legend = NULL,
pal = NULL,
subset.view = NULL
)
Arguments
obj Numeric matrix
conds XXX
keyId XXXX
legend A vector of the conditions (one condition per sample).
pal A basis palette for the boxes which length must be equal to the number of unique
conditions in the dataset.
subset.view A vector of index indicating which rows to highlight
Value
A boxplot
Author(s)

Samuel Wieczorek, Anais Courtier, Enora Fremy

Examples

data(Exp1_R25_prot, package="DAPARdata")

obj <- Exp1_R25_prot

conds <- legend <- Biobase: :pData(obj)$Condition

key <- "Protein_IDs"

pal <- ExtendPalette(length(unique(conds)))
boxPlotD_HC(obj, conds, key, legend, pal, seq_len(10))
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BuildAdjacencyMatrix  Function matrix of appartenance group

Description
Method to create a binary matrix with proteins in columns and peptides in lines on a MSnSet object
(peptides)

Usage

BuildAdjacencyMatrix(obj.pep, protID, unique = TRUE)

Arguments
obj.pep An object (peptides) of class MSnSet.
protID The name of proteins ID column
unique A boolean to indicate whether only the unique peptides must be considered
(TRUE) or if the shared peptides have to be integrated (FALSE).
Value

A binary matrix

Author(s)

Florence Combes, Samuel Wieczorek, Alexia Dorffer

Examples

data(Exp1_R25_pept, package="DAPARdata")
protId <- "Protein_group_IDs"
BuildAdjacencyMatrix (Exp1_R25_pept[seq_len(10)], protId, TRUE)

BuildColumnToProteinDataset

creates a column for the protein dataset after agregation by using the
previous peptide dataset.

Description

This function creates a column for the protein dataset after aggregation by using the previous peptide
dataset.
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BuildColumnToProteinDataset(peptideData, matAdj, columnName, proteinNames)

Arguments

peptideData
matAdj

columnName

proteinNames

Value

A vector

Author(s)

Samuel Wieczorek

Examples

A data.frame of meta data of peptides. It is the fData of the MSnset object.
The adjacency matrix used to agregate the peptides data.

The name of the column in Biobase::fData(peptides_MSnset) that the user wants
to keep in the new protein data.frame.

The names of the protein in the new dataset (i.e. rownames)

data(Exp1_R25_pept, package="DAPARdata")

protID <- "Protein_group_IDs"

obj.pep <- Expl1_R25_pept[seq_len(10)]

M <- BuildAdjacencyMatrix(obj.pep, protID, FALSE)

data <- Biobase::fData(obj.pep)

protData <- aggregateMean(obj.pep, M)

name <- "Protein_group_IDs"

proteinNames <- rownames(Biobase::fData(protData$obj.prot))

new.col <- BuildColumnToProteinDataset(data, M, name, proteinNames)

buildGraph

Display a CC

Description

Display a CC

Usage

buildGraph(The.CC, X)

Arguments

The.CC
X

A cc (alist)

XXXXX
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Value

A plot

Author(s)

Thomas Burger, Samuel Wieczorek

Examples

data(Exp1_R25_pept, package="DAPARdata")

obj <- Exp1_R25_pept[seq_len(100)]

X <- BuildAdjacencyMatrix(obj, "Protein_group_IDs"”, FALSE)
11 <- get.pep.prot.cc(X)

g <- buildGraph(11[[11], X)

BuildMetaCell Builds cells metadata

Description

This function the cells metadata info base on the origin of identification for entities. There are
actually two different type of origin which are managed by DAPAR: - "Maxquant-like" info which
is represented by strings/tags, - Proline-like where the info which is used is an integer

Usage

BuildMetaCell(from, level, qdata = NULL, conds = NULL, df = NULL)

Arguments
from A string which is the name of the software from which the data are. Available
values are “maxquant’, “proline’ and *'DIA-NN’
level XXX
gdata An object of class MSnSet
conds XXX
df A list of integer XXXXXXX
Value
XXXXX
Author(s)

Samuel Wieczorek
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Examples

file <- system.file("extdata”, "Expl1_R25_pept.txt"”, package = "DAPARdata")
data <- read.table(file, header = TRUE, sep = "\t"”, stringsAsFactors = FALSE)
metadataFile <- system.file("extdata”, "samples_Exp1_R25.txt",
package = "DAPARdata")
metadata <- read.table(metadataFile,
header = TRUE, sep = "\t", as.is = TRUE,
stringsAsFactors = FALSE)
conds <- metadata$Condition
gdata <- datal[, seq.int(from = 56, to = 61)]
df <- datal, seq.int(from = 43, to = 48)]
df <- BuildMetaCell(
from = "maxquant”, level = "peptide”, qdata = qdata,
conds = conds, df = df)
df <- BuildMetaCell(
from = "proline”, level = "peptide”, gdata = qdata,
conds = conds, df = df)

check.conditions Check if the design is valid

Description

Check if the design is valid

Usage

check.conditions(conds)

Arguments

conds A vector

Value

A list

Author(s)

Samuel Wieczorek

Examples

data(Exp1_R25_pept, package="DAPARdata")
check.conditions(Biobase: :pData(Exp1_R25_pept)$Condition)
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check.design Check if the design is valid

Description

Check if the design is valid

Usage
check.design(sTab)

Arguments

sTab The data.frame which correspond to the ‘pData()‘ function of package ‘MSnbase*.

Value

A boolean

Author(s)

Thomas Burger, Samuel Wieczorek

Examples

data(Exp1_R25_pept, package="DAPARdata")
check.design(Biobase: :pData(Exp1_R25_pept)[, seq_len(3)]1)

checkClusterability XXX

Description

The first step is to standardize the data (with the Mfuzz package). Then the function checks that
these data are clusterizable or not (use of [diptest::dip.test()] to determine whether the distribution
is unimodal or multimodal). Finally, it determines the "optimal" k by the Gap statistic approach.

Usage
checkClusterability(standards, b = 500)

Arguments

standards a matrix or dataframe containing only the standardized mean intensities returned
by the function [standardiseMeanIntensities()]

b Parameter B of the function [gap_cluster()]
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Value

a list of 2 elements: * dip_test: the result of the clusterability of the data * gap_cluster: the gap
statistic obtained with the function [cluster::clusGap()].

Author(s)

Helene Borges

Examples

data(Exp1_R25_prot, package="DAPARdata")

obj <- Exp1_R25_prot[seq_len(100)]

level <- 'protein'

metacell.mask <- match.metacell(GetMetacell(obj), c("Missing POV", "Missing MEC"), level)
indices <- GetIndices_WholeMatrix(metacell.mask, op = ">=", th = 1)

obj <- MetaCellFiltering(obj, indices, cmd = "delete")

averaged_means <- averagelntensities(obj$new)

only_means <- dplyr::select_if(averaged_means, is.numeric)

only_features <- dplyr::select_if(averaged_means, is.character)

means <- purrr::map(purrr::array_branch(as.matrix(only_means), 1), mean)
centered <- only_means - unlist(means)

centered_means <- dplyr::bind_cols(

feature = dplyr::as_tibble(only_features),

dplyr::as_tibble(centered))

checkClust <- checkClusterability(centered_means, b = 100)

Check_Dataset_Validity
XXX

Description

XXX

Usage

Check_Dataset_Validity(obj)

Arguments

obj XXX
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Check_NbValues_In_Columns
XXX

Description

XXX

Usage

Check_NbValues_In_Columns(qdata)

Arguments

gdata XXX

Children Names of all chidren of a node

Description

XXX

Usage

Children(level, parent = NULL)

Arguments
level XXX
parent XXX
Examples

Children('protein', 'Missing')

Children('protein', 'Missing POV')

Children('protein', c('Missing POV', 'Missing MEC'))
Children('protein', c('Missing', 'Missing POV', 'Missing MEC'))
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classiclwayAnova Function to perform a One-way Anova statistical test on a MsnBase
dataset

Description

Function to perform a One-way Anova statistical test on a MsnBase dataset

Usage

classiclwayAnova(current_line, conditions)

Arguments

current_line  The line currently treated from the quantitative data to perform the ANOVA

conditions The conditions represent the different classes of the studied factor

Value

A named vector containing all the different values of the aov model

Author(s)

Hélene Borges

Examples

## Not run: examples/ex_classiclwayAnova.R

compareNormalizationD_HC
Builds a plot from a dataframe. Same as compareNormalizationD but
uses the library highcharter

Description

Plot to compare the quantitative proteomics data before and after normalization using the package
highcharter
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Usage
compareNormalizationD_HC(
gDataBefore,
gDataAfter,
keyId = NULL,
conds = NULL,
pal = NULL,
subset.view = NULL,
n=1,
type = "scatter”
)
Arguments
gDataBefore A dataframe that contains quantitative data before normalization.
gDataAfter A dataframe that contains quantitative data after normalization.
keyId XXX
conds A vector of the conditions (one condition per sample).
pal XXX
subset.view XXX
n An integer that is equal to the maximum number of displayed points. This num-
ber must be less or equal to the size of the dataset. If it is less than it, it is a
random selection
type scatter or line
Value
A plot
Author(s)

Samuel Wieczorek

Examples

data(Exp1_R25_prot, package="DAPARdata")
obj <- Exp1_R25_prot

gDataBefore <- Biobase::exprs(obj)

conds <- Biobase::pData(obj)[, "Condition"]
id <- Biobase::fData(obj)[, 'Protein_IDs']
pal <- ExtendPalette(2)

objAfter <- wrapper.normalizeD(obj,

method = "QuantileCentering”,

conds = conds, type = "within conditions”
)

n <-1

compareNormalizationD_HC(
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gDataBefore = gDataBefore,
gDataAfter = Biobase::exprs(objAfter),

keyId = id,
pal = pal,
n=n,

subset.view = seq_len(n),
conds = conds)

compute.selection. table

Applies an FDR threshold on a table of adjusted p-values and summa-
rizes the results

Description

Applies an FDR threshold on a table of adjusted p-values and summarizes the results

Usage

compute.selection.table(x, fdr.threshold)

Arguments

X a table of adjusted p-values

fdr.threshold an FDR threshold

Value

a summary of the number of significantly differentially abundant proteins, overall and per contrast

Author(s)

Thomas Burger

Examples

data(Exp1_R25_prot, package='DAPARdata')

exdata <- Expl1_R25_prot[1:5,]

adjpvaltab <- globalAdjPval (testAnovaModels(applyAnovasOnProteins(exdata), "TukeyHSD")$P_Value)
seltab <- compute.selection.table(adjpvaltab, 0.2)

seltab
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compute_t_tests XXXXXX

Description

XXXXXX

Usage

compute_t_tests(obj, contrast = "OnevsOne”, type = "Student”)

Arguments
obj A matrix of quantitative data, without any missing values.
contrast Indicates if the test consists of the comparison of each biological condition ver-
sus each of the other ones (contrast=1; for example HO:"C1=C2" vs H1:"C1!=C2",
etc.) or each condition versus all others (contrast=2; e.g. HO:"C1=(C2+C3)/2"
vs H1:"C1!=(C2+C3)/2", etc. if there are three conditions).
type XXXXX
Value

A list of two items : logFC and P_Value; both are dataframe. The first one contains the logFC
values of all the comparisons (one column for one comparison), the second one contains the pvalue
of all the comparisons (one column for one comparison). The names of the columns for those two
dataframes are identical and correspond to the description of the comparison.

Author(s)

Florence Combes, Samuel Wieczorek

Examples

data(Exp1_R25_prot, package="DAPARdata")

obj <- Exp1_R25_prot[seq_len(1000)]

level <- 'protein'

metacell.mask <- match.metacell(GetMetacell(obj), c("Missing POV", "Missing MEC"), level)
indices <- GetIndices_WholeMatrix(metacell.mask, op = ">=", th = 1)

obj <- MetaCellFiltering(obj, indices, cmd = "delete”)

ttest <- compute_t_tests(obj$new)
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corrMatrixD_HC Displays a correlation matrix of the quantitative data of the
Biobase: :exprs() table.

Description

Displays a correlation matrix of the quantitative data of the Biobase: :exprs() table.

Usage

corrMatrixD_HC(object, samplesData = NULL, rate = 0.5, showValues = TRUE)

Arguments
object The result of the cor function.
samplesData A dataframe in which lines correspond to samples and columns to the meta-data
for those samples.
rate The rate parameter to control the exponential law for the gradient of colors
showValues XXX
Value

A colored correlation matrix

Author(s)

Samuel Wieczorek

Examples

data(Exp1_R25_pept, package="DAPARdata")

gData <- Biobase: :exprs(Exp1_R25_pept)
samplesData <- Biobase::pData(Exp1_R25_pept)

res <- cor(qData, use = "pairwise.complete.obs")
corrMatrixD_HC(res, samplesData)
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CountPep Compute the number of peptides used to aggregate proteins

Description

This function computes the number of peptides used to aggregate proteins.

Usage
CountPep(M)
Arguments
M A "valued" adjacency matrix in which lines and columns correspond respec-
tively to peptides and proteins.
Value

A vector of boolean which is the adjacency matrix but with NA values if they exist in the intensity
matrix.

Author(s)
Alexia Dorffer

Examples

data(Exp1_R25_pept, package="DAPARdata")

protID <- "Protein_group_IDs"

M <- BuildAdjacencyMatrix(Exp1_R25_pept[seq_len(10)], protID, FALSE)
CountPep (M)

createMSnset Creates an object of class MSnSet from text file

Description

Builds an object of class MSnSet from a single tabulated-like file for quantitative and meta-data and
a dataframe for the samples description. It differs from the original MSnSet builder which requires
three separated files tabulated-like quantitative proteomic data into a MSnSet object, including meta-
data.
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Usage

createMSnset(
file,
metadata =
indExpData,
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NULL,

colnameForID = NULL,
indexForMetacell = NULL,
logData = FALSE,

replaceZeros
pep_prot_data

= FALSE,

= NULL,

proteinId = NULL,

software = NULL
)
Arguments

file The name of a tab-separated file that contains the data.

metadata A dataframe describing the samples (in lines).

indExpData A vector of string where each element is the name of a column in designTable
that have to be integrated in the Biobase: : fData() table of the MSnSet object.

colnameForID  The name of the column containing the ID of entities (peptides or proteins)

indexForMetacell
XXXXXXXXXXX

logData A boolean value to indicate if the data have to be log-transformed (Default is
FALSE)

replaceZeros A boolean value to indicate if the O and NaN values of intensity have to be

pep_prot_data
proteinld

software

Value

replaced by NA (Default is FALSE)
A string that indicates whether the dataset is about
XXXX

XXX

An instance of class MSnSet.

Author(s)

Florence Combes, Samuel Wieczorek

Examples

require(Matrix)

exprsFile <- system.file("extdata”, "Exp1_R25_pept.txt",

package = "DAPARdata")

metadataFile <- system.file("extdata”, "samples_Exp1_R25.txt",
package = "DAPARdata”

)
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metadata <- read.table(metadataFile, header = TRUE, sep = "\t",

as.is = TRUE)

indExpData <- seq.int(from=56, to=61)

colnameForID <- "id"

obj <- createMSnset(exprsFile, metadata, indExpData, colnameForID,
indexForMetacell = seq.int(from=43, to=48), pep_prot_data = "peptide”,
software = "maxquant”

exprsFile <- system.file("extdata”, "Exp1_R25_pept.txt",

package = "DAPARdata")

metadataFile <- system.file("extdata”, "samples_Exp1_R25.txt",
package = "DAPARdata")

metadata <- read.table(metadataFile, header = TRUE, sep = "\t",
as.is = TRUE)

indExpData <- seq.int(from = 56, to = 61)

colnameForID <- "AutoID”

obj <- createMSnset(exprsFile, metadata, indExpData, colnameForlID,
indexForMetacell = seq.int(from = 43, to = 48),

pep_prot_data = "peptide”, software = "maxquant”
)
createMSnset?2 Creates an object of class MSnSet from text file
Description

Builds an object of class MSnSet from a single tabulated-like file for quantitative and meta-data and
a dataframe for the samples description. It differs from the original MSnSet builder which requires
three separated files tabulated-like quantitative proteomic data into a MSnSet object, including meta-
data.

Usage

createMSnset2(
file,
metadata = NULL,
qdataNames,
colnameForID = NULL,
metacellNames = NULL,
logData = FALSE,
replaceZeros = FALSE,
pep_prot_data = NULL,
proteinId = NULL,
software = NULL
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Arguments
file
metadata

gdataNames

colnameForID
metacellNames

logData

replaceZeros

pep_prot_data
proteinId

software

Value
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The name of a tab-separated file that contains the data.
A dataframe describing the samples (in lines).

A vector of string where each element is the name of a column in designTable
that have to be integrated in the Biobase: : fData() table of the MSnSet object.

The name of the column containing the ID of entities (peptides or proteins)
XXXXXXXXXXX

A boolean value to indicate if the data have to be log-transformed (Default is
FALSE)

A boolean value to indicate if the O and NaN values of intensity have to be
replaced by NA (Default is FALSE)

A string that indicates whether the dataset is about
XXXX

XXX

An instance of class MSnSet.

Author(s)

Florence Combes, Samuel Wieczorek

Examples

require(Matrix)

exprsFile <- system.file("extdata”, "Expl1_R25_pept.txt",

package = "DAPARdata")

metadataFile <- system.file("extdata”, "samples_Exp1_R25.txt",
package = "DAPARdata”

)

metadata <- read.table(metadataFile, header = TRUE, sep = "\t",

as.is = TRUE)

indExpData <- seq.int(from=56, to=61)

colnameForID <- "id"

obj <- createMSnset(exprsFile, metadata, indExpData, colnameForID,
indexForMetacell = seq.int(from=43, to=48), pep_prot_data = "peptide”,

software =

"maxquant”

exprsFile <- system.file("extdata”, "Expl1_R25_pept.txt",
package = "DAPARdata")

metadataFile <- system.file("extdata”, "samples_Exp1_R25.txt",
package = "DAPARdata")

metadata <- read.table(metadataFile, header = TRUE, sep = "\t",

as.is = TRUE)

indExpData <- seq.int(from = 56, to = 61)
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colnameForID <- "AutoID”
obj <- createMSnset(exprsFile, metadata, indExpData, colnameForID,
indexForMetacell = seq.int(from = 43, to = 48),

pep_prot_data = "peptide”, software = "maxquant”
)
CVDistD_HC Distribution of CV of entities
Description

Builds a densityplot of the CV of entities in the Biobase::exprs() table of a object. The CV is calcu-
lated for each condition present in the dataset (see the slot 'Condition' in the Biobase: :pData()
table)

Usage

CVDistD_HC(gData, conds = NULL, pal = NULL)

Arguments

gData A dataframe that contains quantitative data.
conds A vector of the conditions (one condition per sample).

pal XXX

Value

A density plot

Author(s)

Samuel Wieczorek

Examples

data(Exp1_R25_pept, package="DAPARdata")

conds <- Biobase::pData(Exp1_R25_pept)[, "Condition"]
CVDistD_HC(Biobase: :exprs(Exp1_R25_pept), conds)

pal <- ExtendPalette(2, "Dark2")

CVDistD_HC(Biobase: :exprs(Exp1_R25_pept), conds, pal)
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dapar_hc_chart Customised resetZoomButton of highcharts plots

Description

Customised resetZoomButton of highcharts plots

Usage
dapar_hc_chart(hc, chartType, zoomType = "None”, width = @, height = 0)

Arguments
hc A highcharter object
chartType The type of the plot
zoomType The type of the zoom (one of "x", "y", "xy", "None")
width XXX
height XXX
Value
A highchart plot
Author(s)

Samuel Wieczorek

Examples

library("highcharter")

hc <- highchart()

hc <- dapar_hc_chart(hc, chartType = "line"”, zoomType = "x")
hc_add_series(hc, data = c(29, 71, 40))

dapar_hc_ExportMenu Customised contextual menu of highcharts plots

Description

Customised contextual menu of highcharts plots

Usage

dapar_hc_ExportMenu(hc, filename)
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Arguments

hc A highcharter object

filename The filename under which the plot has to be saved
Value

A contextual menu for highcharts plots

Author(s)

Samuel Wieczorek

Examples

library("highcharter")

hc <- highchart()

hc_chart(hc, type = "line")
hc_add_series(hc, data = c(29, 71, 40))
dapar_hc_ExportMenu(hc, filename = "foo")

deletelLinesFromIndices
Delete the lines in the matrix of intensities and the metadata table
given their indice.

Description

Delete the lines in the matrix of intensities and the metadata table given their indice.

Usage
deletelLinesFromIndices(obj, deleteThat = NULL, processText = "")
Arguments
obj An object of class MSnSet containing quantitative data.
deleteThat A vector of integers which are the indices of lines to delete.

processText A string to be included in the MSnSet object for log.

Value

An instance of class MSnSet that have been filtered.

Author(s)

Florence Combes, Samuel Wieczorek
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Examples

data(Exp1_R25_pept, package="DAPARdata")
obj <- deletelLinesFromIndices(Exp1_R25_pept[seq_len(100)], c(seq_len(10)))

densityPlotD_HC Builds a densityplot from a dataframe

Description

Densityplot of quantitative proteomics data over samples.

Usage

densityPlotD_HC(obj, legend = NULL, pal = NULL)

Arguments

obj XXX
legend A vector of the conditions (one condition per sample).

pal XXX

Value

A density plot

Author(s)

Samuel Wieczorek

Examples

data(Exp1_R25_pept, package="DAPARdata")
densityPlotD_HC(Exp1_R25_pept)

conds <- Biobase::pData(Exp1_R25_pept)$Condition
pal <- ExtendPalette(2, "Dark2")
densityPlotD_HC(Exp1_R25_pept, pal = pal)
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diffAnaComputeAdjustedPValues
Computes the adjusted p-values

Description

This function is a wrapper to the function adjust.p from the ‘cp4p‘ package. It returns the FDR
corresponding to the p-values of the differential analysis. The FDR is computed with the function
p.adjust{stats}.

Usage

diffAnaComputeAdjustedPValues(pval, pi@Method = 1)

Arguments
pval The result (p-values) of the differential analysis processed by limmaCompleteTest
pioMethod The parameter pi0.method of the method adjust.p in the package cp4p

Value

The computed adjusted p-values

Author(s)

Samuel Wieczorek

Examples

data(Exp1_R25_prot, package="DAPARdata")

obj <- Exp1_R25_prot[seq_len(1000)]

level <- 'protein'

metacell.mask <- match.metacell(GetMetacell(obj), c("Missing POV", "Missing MEC"), level)
indices <- GetIndices_WholeMatrix(metacell.mask, op = ">=", th = 1)

obj <- MetaCellFiltering(obj, indices, cmd = "delete")

gData <- Biobase::exprs(obj$new)

sTab <- Biobase: :pData(obj$new)

limma <- limmaCompleteTest(gData, sTab)

df <- data.frame(id = rownames(limma$logFC), logFC = limma$logFC[, 11, pval = limma$P_Valuel, 11)

diffAnaComputeAdjustedPValues(pval = limma$P_Value[, 1])
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diffAnaComputeFDR Computes the FDR corresponding to the p-values of the differential
analysis using

Description

This function is a wrapper to the function adjust.p from the ‘cp4p‘ package. It returns the FDR
corresponding to the p-values of the differential analysis. The FDR is computed with the function
p.adjust{stats}.

Usage
diffAnaComputeFDR(adj.pvals)

Arguments

adj.pvals XXXX

Value

The computed FDR value (floating number)

Author(s)

Samuel Wieczorek

Examples

NULL

diffAnaGetSignificant Returns a MSnSet object with only proteins significant after differen-
tial analysis.

Description

Returns a MSnSet object with only proteins significant after differential analysis.

Usage

diffAnaGetSignificant(obj)

Arguments

obj An object of class MSnSet.
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Value

A MSnSet

Author(s)

Alexia Dorffer

Examples

data(Exp1_R25_prot, package="DAPARdata")

obj <- Exp1_R25_prot[seq_len(100)]

level <- 'protein'

metacell.mask <- match.metacell (GetMetacell(obj), c("Missing POV", "Missing MEC"), level)
indices <- GetIndices_WholeMatrix(metacell.mask, op = ">=", th = 1)
obj <- MetaCellFiltering(obj, indices, cmd = "delete”)

gData <- Biobase::exprs(obj$new)

sTab <- Biobase: :pData(obj$new)

allComp <- limmaCompleteTest(qData, sTab)

data <- list(logFC = allComp$logFC[1], P_Value = allComp$P_Value[1])
obj$new <- diffAnaSave(obj$new, allComp, data)

signif <- diffAnaGetSignificant(obj$new)

diffAnaSave Returns a MSnSet object with the results of the differential analysis
performed with 1imma package.

Description

This method returns a class MSnSet object with the results of differential analysis.

Usage
diffAnaSave(obj, allComp, data = NULL, th_pval = @, th_logFC = 0)

Arguments
obj An object of class MSnSet.
allComp A list of two items which is the result of the function wrapper.limmaCompleteTest
Or XXXX
data The result of the differential analysis processed by 1immaCompleteTest
th_pval XXX
th_logFC XXX
Value

A MSnSet
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Author(s)

Alexia Dorffer, Samuel Wieczorek

Examples

data(Exp1_R25_prot, package="DAPARdata")

obj <- Expl1_R25_prot[seq_len(100)]

level <- 'protein'

metacell.mask <- match.metacell (GetMetacell(obj), c("Missing POV", "Missing MEC"), level)
indices <- GetIndices_WholeMatrix(metacell.mask, op = ">=", th = 1)
obj <- MetaCellFiltering(obj, indices, cmd = "delete”)

gData <- Biobase::exprs(obj$new)

sTab <- Biobase: :pData(obj$new)

allComp <- limmaCompleteTest(gData, sTab)

data <- list(logFC = allComp$logFC[1], P_Value = allComp$P_Value[1])
diffAnaSave(obj$new, allComp, data)

diffAnaVolcanoplot Volcanoplot of the differential analysis

Description

Plots a volcanoplot after the differential analysis. Typically, the log of Fold Change is represented
on the X-axis and the logl0 of the p-value is drawn on the Y-axis. When the threshold_pVal
and the threshold_logFC are set, two lines are drawn respectively on the y-axis and the X-axis to
visually distinguish between differential and non differential data.

Usage
diffAnaVolcanoplot(
logFC = NULL,
pVal = NULL,

threshold_pVal = 1e-60,
threshold_logFC = 0,
conditions = NULL,
colors = NULL

)

Arguments
logFC A vector of the log(fold change) values of the differential analysis.
pVal A vector of the p-value values returned by the differential analysis.

threshold_pVal A floating number which represents the p-value that separates differential and
non-differential data.

threshold_logFC
A floating number which represents the log of the Fold Change that separates
differential and non-differential data.
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conditions A list of the names of condition 1 and 2 used for the differential analysis.
colors XXX
Value

A volcanoplot

Author(s)

Florence Combes, Samuel Wieczorek

Examples

data(Exp1_R25_prot, package="DAPARdata")

obj <- Exp1_R25_prot[seq_len(100)]

level <- 'protein'

metacell.mask <- match.metacell(GetMetacell(obj), c(”"Missing POV", "Missing MEC"), level)
indices <- GetIndices_WholeMatrix(metacell.mask, op = ">=", th = 1)

obj <- MetaCellFiltering(obj, indices, cmd = "delete”)

gData <- Biobase::exprs(obj$new)

sTab <- Biobase: :pData(obj$new)

limma <- limmaCompleteTest(gData, sTab)

diffAnaVolcanoplot(limma$logFC[, 1], limma$P_Value[, 11)

diffAnaVolcanoplot_rCharts
Volcanoplot of the differential analysis

Description

# Plots an interactive volcanoplot after the differential analysis. Typically, the log of Fold Change
is represented on the X-axis and the loglO of the p-value is drawn on the Y-axis. When the
threshold_pVal and the threshold_logFC are set, two lines are drawn respectively on the y-axis
and the X-axis to visually distinguish between differential and non differential data. With the use
of the package Highcharter, a customizable tooltip appears when the user put the mouse’s pointer
over a point of the scatter plot.

Usage

diffAnaVolcanoplot_rCharts(
df,
threshold_pVal = 1e-60,
threshold_logFC = @,
conditions = NULL,
clickFunction = NULL,
pal = NULL
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Arguments

df

threshold_pVal

threshold_logFC

conditions

clickFunction

pal

Value

A dataframe which contains the following slots : x : a vector of the log(fold
change) values of the differential analysis, y : a vector of the p-value values
returned by the differential analysis. index : a vector of the rowanmes of the
data. This dataframe must has been built with the option stringsAsFactors set to
FALSE. There may be additional slots which will be used to show informations
in the tooltip. The name of these slots must begin with the prefix "tooltip_". It
will be automatically removed in the plot.

A floating number which represents the p-value that separates differential and
non-differential data.

A floating number which represents the log of the Fold Change that separates
differential and non-differential data.

A list of the names of condition 1 and 2 used for the differential analysis.

A string that contains a JavaScript function used to show info from slots in df.
The variable this.index refers to the slot named index and allows to retrieve the
right row to show in the tooltip.

XXX

An interactive volcanoplot

Author(s)

Samuel Wieczorek

Examples

library(highcharter)

data(Exp1_R25_prot, package="DAPARdata")

obj <- Exp1_R25_prot[seq_len(100)]

level <- 'protein'

metacell.mask <- match.metacell(GetMetacell(obj), c("Missing POV", "Missing MEC"), level)

obj <- MetaCellFi
gData <- Biobase:

indices <- GetIndices_WholeMatrix(metacell.mask, op = ">=", th = 1)
ltering(obj, indices, cmd = "delete")$new
:exprs(obj)
pData(obj)

sTab <- Biobase::

data <- limmaCompleteTest(gData, sTab)

df <- data.frame(

x = data$logFC, y = -logl@(data$P_Value),
index = as.character(rownames(obj))

)

colnames(df) <- c("x", "y", "index")

tooltipSlot <- c("Fasta_headers”, "Sequence_length")

df <- cbind(df, Biobase::fData(obj)[, tooltipSlot])
colnames(df) <- gsub("."”, "_", colnames(df), fixed = TRUE)

if (ncol(df) > 3)

{

colnames(df)[seq.int(from = 4, to = ncol(df))] <-
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paste("tooltip_", colnames(df)[seq.int(from = 4, to = ncol(df))],
sep = "")

3

hc_clickFunction <- JS("function(event) {

Shiny.onInputChange('eventPointClicked',

[this.index]+'_'+ [this.series.name]);}")

cond <- c("25fmol"”, "10fmol")

diffAnaVolcanoplot_rCharts(df, 2.5, 1, cond, hc_clickFunction)

display.CC.visNet Display a CC
Description
Display a CC
Usage
display.CC.visNet(
g,
layout = layout_nicely,
obj = NULL,
prot.tooltip = NULL,
pept.tooltip = NULL
)
Arguments
g A cc (alist)
layout XXXXX
obj XXX

prot.tooltip XXX

pept.tooltip XXX

Value

A plot

Author(s)

Thomas Burger, Samuel Wieczorek
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Examples

data(Exp1_R25_pept, package="DAPARdata")

obj <- Exp1_R25_pept[seq_len(100)]

X <- BuildAdjacencyMatrix(obj, "Protein_group_IDs"”, FALSE)
11 <- get.pep.prot.cc(X)

g <- buildGraph(11[[11], X)

display.CC.visNet(g)

enrich_GO Calculates GO enrichment classes for a given list of proteins/genes
ID. It results an enrichResult instance.

Description
This function is a wrappper to the function enrichGO from the package ‘clusterProfiler. Given a
vector of genes/proteins, it returns an enrichResult instance.

Usage

enrich_GO(data, idFrom, orgdb, ont, readable = FALSE, pval, universe)

Arguments
data A vector of ID (among ENSEMBL, ENTREZID, GENENAME, REFSEQ, UNI-
GENE, UNIPROT -can be different according to organisms)
idFrom character indicating the input ID format (among ENSEMBL, ENTREZID, GENE-
NAME, REFSEQ, UNIGENE, UNIPROT)
orgdb annotation Bioconductor package to use (character format)
ont One of "MF", "BP", and "CC" subontologies
readable TRUE or FALSE (default FALSE)
pval The qvalue cutoff (same parameter as in the function enrichGO of the package
‘clusterProfiler*)
universe a list of ID to be considered as the background for enrichment calculation
Value

A groupGOResult instance.

Author(s)

Florence Combes
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Examples

data(Exp1_R25_prot, package="DAPARdata")
obj <- Exp1_R25_prot[seq_len(10)]
if (!requireNamespace("”org.Sc.sgd.db”, quietly = TRUE)) {
stop("Please install org.Sc.sgd.db:
BiocManager::install('org.Sc.sgd.db')")
}
library(org.Sc.sgd.db)
univ <- univ_AnnotDbPkg("org.Sc.sgd.db") # univ is the background
ego <- enrich_GO(
data = Biobase::fData(obj)$Protein.IDs, idFrom = "UNIPROT",
orgdb = "org.Sc.sgd.db"”, ont = "MF", pval = .05, universe = univ

ExtendPalette Extends a base-palette of the package RColorBrewer to n colors.

Description

The colors in the returned palette are always in the same order

Usage
ExtendPalette(n = NULL, base = "Set1")

Arguments
n The number of desired colors in the palette
base The name of the palette of the package RColorBrewer from which the extended
palette is built. Default value is *Set1’.
Value

A vector composed of n color code.

Author(s)

Samuel Wieczorek

Examples

ExtendPalette(12)

nPalette <- 10

par(mfrow = c(nPalette, 1))

par(mar = c(0.5, 4.5, 0.5, 0.5))

for (i in seq_len(nPalette)) {
pal <- ExtendPalette(n = i, base = "Dark2")
barplot(seq_len(length(pal)), col = pal)
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print(pal)

finalizeAggregation Finalizes the aggregation process

Description

Method to finalize the aggregation process

Usage

finalizeAggregation(obj.pep, pepData, protData, protMetacell, X)

Arguments
obj.pep A peptide object of class MSnset
pepData XXXX
protData XXXXX

protMetacell XXX

X An adjacency matrix in which lines and columns correspond respectively to pep-
tides and proteins.

Value

A protein object of class MSnset

Author(s)

Samuel Wieczorek

Examples

NULL
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findMECBlock Finds the LAPALA into a MSnSet object

Description

Finds the LAPALA into a MSnSet object

Usage

findMECBlock (obj)
Arguments

obj An object of class MSnSet.
Value

A data.frame that contains the indexes of LAPALA

Author(s)

Samuel Wieczorek

Examples

data(Exp1_R25_pept, package="DAPARdata")
obj <- Exp1_R25_pept[seq_len(100)]
lapala <- findMECBlock(obj)

formatHSDResults XXX

Description

XXX

Usage

formatHSDResults(post_hoc_models_summaries)

Arguments

post_hoc_models_summaries
XXX
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Value

XXX

Author(s)

Thomas Burger

Examples

NULL

formatLimmaResult XXXX

Description

XXXX

Usage

formatLimmaResult(fit, conds, contrast, design.level)

Arguments
fit XXXX
conds XXXX
contrast XXXX

design.level XXX

Value

A list of two dataframes : logFC and P_Value. The first one contains the logFC values of all
the comparisons (one column for one comparison), the second one contains the pvalue of all the
comparisons (one column for one comparison). The names of the columns for those two dataframes
are identical and correspond to the description of the comparison.

Author(s)

Samuel Wieczorek
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Examples

data(Exp1_R25_prot, package="DAPARdata")

obj <- Exp1_R25_prot[seq_len(100)]

level <- 'protein'

metacell.mask <- match.metacell(GetMetacell(obj), c("Missing POV", "Missing MEC"), level)
indices <- GetIndices_WholeMatrix(metacell.mask, op = ">=", th = 1)

obj <- MetaCellFiltering(obj, indices, cmd = "delete")

gData <- Biobase::exprs(obj$new)

sTab <- Biobase: :pData(obj$new)

limma <- limmaCompleteTest(gData, sTab)

formatPHResults Extract logFC and raw pvalues from multiple post-hoc models sum-
maries

Description

Extract logFC and raw pvalues from multiple post-hoc models summaries

Usage

formatPHResults(post_hoc_models_summaries)

Arguments

post_hoc_models_summaries
a list of summaries of post-hoc models.

Value

a list of 2 dataframes containing the logFC values and pvalues for each comparison.

Author(s)

Hélene Borges

Examples

## Not run: examples/ex_formatPHResults.R
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formatPHTResults XXX

Description

XXX

Usage

formatPHTResults(post_hoc_models_summaries)

Arguments

post_hoc_models_summaries
XXX

Value

XXX

Author(s)

Thomas Burger

Examples

NULL

fudge2LRT Heuristic to choose the value of the hyperparameter (fudge factor)
used to regularize the variance estimator in the likelihood ratio statis-
tic

Description

# fudge2LRT: heuristic to choose the value of the hyperparameter (fudge factor) used to regularize
the variance estimator in the likelihood ratio statistic (as implemented in samLRT). We follow the
heuristic described in [1] and adapt the code of the fudge2 function in the siggene R package. [1]
Tusher, Tibshirani and Chu, Significance analysis of microarrays applied to the ionizing radiation
response, PNAS 2001 98: 5116-5121, (Apr 24).
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Usage

fudge2LRT(
lmm.res.ho,
lmm.res.ht,
cc,
n,
P,
s

fudge2LRT

alpha = seq(0, 1, 0.05),

include.zero

Arguments

Imm.res.ho

Imm.res.h1

ccC

alpha

include.zero

Value

= TRUE

a vector of object containing the estimates (used to compute the statistic) under
HO for each connected component. If the fast version of the estimator was used
(as implemented in this package), Imm.res.hO is a vector containing averages of
squared residuals. If a fixed effect model was used, it is a vector of Im objects
and if a mixed effect model was used it is a vector or Imer object.

similar to Imm.res.h0, a vector of object containing the estimates (used to com-
pute the statistic) under H1 for each protein.

a list containing the indices of peptides and proteins belonging to each connected
component.

the number of samples used in the test
the number of proteins in the experiment

a vector containing the maximum likelihood estimate of the variance for the
chosen model. When using the fast version of the estimator implemented in this
package, this is the same thing as the input Imm.res.h1. For other models (e.g.
mixed models) it can be obtained from samLRT.

A vector of proportions used to build candidate values for the regularizer. We
use quantiles of s with these proportions. Default to seq(0, 1, 0.05)

logical value indicating if 0 should be included in the list of candidates. Default
to TRUE.

(same as the fudge2 function of siggene): s.zero: the value of the fudge factor sO. alpha.hat: the
optimal quantile of the ’s’ values. If s0=0, ’alpha.hat’ will not be returned. vec.cv: the vector of
the coefficients of variations. Following Tusher et al. (2001), the optimal *alpha’ quantile is given
by the quantile that leads to the smallest CV of the modified test statistics. msg: a character string
summarizing the most important information about the fudge factor.

Author(s)

Thomas Burger, Laurent Jacob
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Examples

NULL
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get.pep.prot.cc Build the list of connex composant of the adjacency matrix

Description

Build the list of connex composant of the adjacency matrix

Usage

get.pep.prot.cc(X)

Arguments

X An adjacency matrix

Value

A list of CC

Author(s)

Thomas Burger, Samuel Wieczorek

Examples

data(Exp1_R25_pept, package="DAPARdata")

obj <- Exp1_R25_pept[seq_len(10)]

X <- BuildAdjacencyMatrix(obj, "Protein_group_IDs"”, FALSE)
11 <- get.pep.prot.cc(X)

GetCC Returns the contains of the slot processing of an object of class MSnSet

Description

Returns the contains of the slot processing of an object of class MSnSet

Usage
GetCC(obj)
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Arguments

obj An object (peptides) of class MSnSet.

Value

A list of connected components

Author(s)

Samuel Wieczorek

Examples

data(Exp1_R25_pept, package="DAPARdata")

Xshared <- BuildAdjacencyMatrix(Exp1_R25_pept[seq_len(100)],
"Protein_group_IDs", FALSE)

Xunique <- BuildAdjacencyMatrix(Exp1_R25_pept[seq_len(100)],
"Protein_group_IDs", TRUE)

11.X <- list(matWithSharedPeptides = Xshared,
matWithUniquePeptides = Xunique)

Exp1_R25_pept <- SetMatAdj(Exp1_R25_pept, 11.X)

111 <- get.pep.prot.cc(GetMatAdj(Exp1_R25_pept)$matWithSharedPeptides)
112 <- get.pep.prot.cc(
GetMatAdj(Exp1_R25_pept)$matWithUniquePeptides)

cc <- list(allPep = 111, onlyUniquePep = 112)

Exp1_R25_pept <- SetCC(Exp1_R25_pept, cc)

11.cc <- GetCC(Exp1_R25_pept)

GetColorsForConditions
Builds a complete c