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Supplementary material 



1. Possible formulas for each compound (correct formula is highlighted) 

 

Table S1. Compound A 

Exact mass 

(Da) 

Molecular 

formula 

(cationized 

molecule) 

Mass accuracy 

(mDa) 

Spectral 

accuracy 

(%) 

Rank 

based on 

spectral 

accuracy 

288.1383 C20H18NO+ 9.5 94.2 1 

288.1495 C19H18N3+ -1.7 94.0 2 

288.1471 C17H19N3Na+ 0.7 93.9 3 

288.1455 C14H18N5O2+ 2.3 93.4 4 

288.1570 C15H23NO3Na+ -9.2 93.4 5 

288.1567 C13H18N7O+ -8.9 93.1 6 

288.1442 C13H22NO6+ 3.6 92.6 7 

288.1431 C12H19N5O2Na+ 4.7 92.3 8 

288.1554 C12H22N3O5+ -7.6 92.3 9 

288.1543 C11H19N7ONa+ -6.5 92.0 10 

 

Table S2. Compound B 

Exact mass 

(Da) 

Molecular 

formula 

(cationized 

molecule) 

Mass 

accuracy 

(mDa) 

Spectral 

accuracy 

(%) 

Rank based 

on spectral 

accuracy 

206.1539 C13H20NO+ -0.1 98.9 1 

206.1515 C11H21NONa+ 2.3 97.4 2 

206.1628 C10H21N3Na+ -9.0 97.1 3 

206.1499 C8H20N3O3+ 3.9 95.3 4 

206.1612 C7H20N5O2+ -7.4 94.9 5 

206.1472 C4H16N9O+ 6.6 93.3 6 

 



Table S3. Compound C 

Exact mass 

(Da) 

Molecular 

formula 

(cationized 

molecule) 

Mass 

accuracy 

(mDa) 

Spectral 

accuracy 

(%) 

Rank based 

on spectral 

accuracy 

280.1995 C13H27N3O2Na+ -9.6 90.6 1 

280.1993 C11H22N9+ -9.4 90.6 2 

280.1856 C10H23N7ONa+ 4.3 90.6 3 

280.1880 C12H22N7O+ 1.9 90.6 4 

280.1883 C14H27NO3Na+ 1.6 90.6 5 

280.1969 C9H23N9Na+ -7.0 90.6 6 

280.1867 C11H26N3O5+ 3.2 90.5 7 

280.1979 C10H26N5O4+ -8.0 90.5 8 

280.1907 C16H26NO3+ -0.8 90.2 9 

280.1840 C7H22N9O3+ 5.9 90.1 10 

 

Table S4. Compound D 

Exact mass 

(Da) 

Molecular 

formula 

(cationized 

molecule) 

Mass 

accuracy 

(mDa) 

Spectral 

accuracy 

(%) 

Rank based 

on spectral 

accuracy 

222.1852 C14H24NO+ 3.0 95.1 1 

222.1965 C13H24N3+ -8.3 95.1 2 

222.1828 C12H25NONa+ 5.4 94.8 3 

222.1941 C11H25N3Na+ -5.9 94.7 4 

222.1812 C9H24N3O3+ 7.0 93.6 5 

222.1925 C8H24N5O2+ -4.3 93.4 6 

222.1785 C5H20N9O+ 9.7 92.2 7 

 



Table S5. Compound E 

Exact mass 

(Da) 

Molecular 

formula 

(cationized 

molecule) 

Mass 

accuracy 

(mDa) 

Spectral 

accuracy 

(%) 

Rank based 

on spectral 

accuracy 

308.2180 C13H30N3O5+ 6.2 93.4 1 

308.2169 C12H27N7ONa+ 7.3 93.4 2 

308.2292 C12H30N5O4+ -5.0 93.4 3 

308.2282 C11H27N9Na+ -4.0 93.3 4 

308.2308 C15H31N3O2Na+ -6.6 93.3 5 

308.2306 C13H26N9+ -6.4 93.3 6 

308.2196 C16H31NO3Na+ 4.6 93.3 7 

308.2193 C14H26N7O+ 4.9 93.3 8 

308.2153 C9H26N9O3+ 8.9 92.9 9 

308.2333 C17H30N3O2+ -9.1 92.8 10 

 

Table S6. Compound F 

Exact mass 

(Da) 

Molecular 

formula 

(cationized 

molecule) 

Mass 

accuracy 

(mDa) 

Spectral 

accuracy 

(%) 

Rank based 

on spectral 

accuracy 

201.0286 C5H6N6OCl+ 7.6 98.5 1 

201.0398 C4H6N8Cl+ -3.6 98.5 2 

201.0289 C7H11O3ClNa+ 7.3 98.5 3 

201.0401 C6H11N2O2ClNa+ -3.9 98.4 4 

201.0425 C8H10N2O2Cl+ -6.3 98.2 5 

201.0313 C9H10O3Cl+ 4.9 97.9 6 

201.0262 C3H7N6OClNa+ 10.0 97.4 7 

201.0374 C2H7N8ClNa+ -1.2 97.1 8 

201.0273 C4H10N2O5Cl+ 8.9 97.0 9 

201.0385 C3H10N4O4Cl+ -2.3 96.8 10 

 

 

 

 

 

 

 

 

 


