
MestreNova TopSpin

Spectra Files Tab-delimited CSV file
Two columns: ppm shift and intensity

CSV file
Many columns

import_nmr_spectra_data()
Import and combine spectra files
Clean and make x,y matrix of ppm 
and intensity

gg_spectra()
Make simple 
graphs

compute_relabund_cores(method = “AUC”)
Calculate relative abundance from spectra, 
integrating AUC for each region

assign_compound_classes_v2()
Assign chemical classes/bins to each peak

Peaks Files
MNova, v1: Peaks info spread across multiple column-groups
process_peaks(method = “multiple columns”)

compute_relabund_cores(method = “peaks”)
Add the “area” values within each bin.
Calculates relative abundance for each sample.

[Topspin file has “intensity” column, not “area”, 
current workaround is to rename intensity to area 
(lazy way out, quicker than making a new if loop). 

process_peaks()
Import and combine peaks files. Clean.

MNova, v2: Tab-delim, peaks info in single column, no column headers
process_peaks(method = “single column”)

Topspin: csv, many columns
process_peaks(method = “Topspin”)

assign_compound_classes_v2()
Assign chemical classes/bins to each peak

compute_relabund_treatment()
From sample-level relative abundance, computes 
averages by treatment. Good for summary tables, 
stacked bar plots, etc.


