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isotopedistribution Isotope distribution

Description

This function calculates isotopic abundance for a chemical based on SMILES notation. This number
can later be used as a coefficient to multiply the area corresponding to a monoisotopic ion.

Usage

isotopedistribution(smiles)

Arguments

smiles SMILES notation of the compound

Value

isotopic abundance coefficient

Examples

isotopedistribution("CN1C=NC2=C1C(=O)N(C(=O)N2C)C")

linear_regression Linear regression

Description

This function calculates the linear regression parameters from specified x and y values. Addition-
ally, it checks the linearity based on residuals. In case there exists a residual with absolute value
higher than 10, the highest value x-y point will be removed and new linear regression is generated
without it. At least 5 datapoints have to remain.

Usage

linear_regression(y, x, remove_lowest_conc = FALSE)

Arguments

y y-values of the data corresponding to x-values

x x-values of the data

Value

linear regression parameters (slope and intercept) as a list
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