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Data files mentioned below are stored at http://doi.org/10.5281/zenodo.1069439

Data 1H 13C_15N.zip: this archive contains acquisition and processed files in Bruker format

from which 1D NMR data of the studied compounds have been obtained. Datasets are named
after compound codes, as defined in Table 1 of article text. Acquisition folder (acqu) “1” is for
'"H NMR with processing folder “1” for original spectra and “999” for spectra reconstruction by
PERCH after NMR parameter extraction. Acqu “2” is for '*C NMR spectra. Acqu “301” is like
“1” but was recorded immediately before the "H-!°N spectra were recorded. Acqu “302” and

“303” respectively contain the high- and low-resolution 'H-'"N HMBC spectra.

Data_ 2D NMR.zip: this archive contains 'H (acqu “1”), *C (acqu “2”), '"H-'H COSY (acqu

“3”), 'H-13C HSQC (acqu “4”) and 'H-13C HMBC (acqu “5”) spectra from which 'H and '*C

NMR chemical shifts were assigned.

SDF.zip: this archive file contains the SDF files of the studied molecules.

GLs.txt: Text file (not a text processor file) that contains the NMR parameters of all the studied

molecules.

GLs.xlsx: Excel file that contains the NMR parameters of all the studied molecules.

GLs.db: Molecular structures and NMR parameters of the studied compounds stored in a SQLite

database file.

Supportinglnformation.pdf: this file.




