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Table S1: Individual results obtained on one day five times for Oil D in APCI (+) for REPE data.
S[H] (%) S• (%)

OIL D (R1) 3.35 1.06
OIL D (R2) 3.96 1.00
OIL D (R3) 3.73 0.91
OIL D (R4) 3.54 0.94
OIL D (R5) 3.37 0.99
Mean 3.59 0.98
DP 0.23 0.05
CV(%) 6.41 5.28

Table S2: Individual Results obtained on twelve different days for Oil D in APCI (+) for REPRO data.
S[H] (%) S• (%)

OIL D (Day 1) 3.73 0.79
OIL D (Day 2) 3.72 0.74
OIL D (Day 3) 3.49 0.76
OIL D (Day 4) 3.79 0.83
OIL D (Day 5) 3.58 0.78
OIL D (Day 6) 3.39 0.69
OIL D (Day 7) 3.10 0.72
OIL D (Day 8) 3.43 0.74
OIL D (Day 9) 3.62 0.50
OIL D (Day 10) 3.49 0.73
OIL D (Day 11) 3.14 0.79
OIL D (Day 12) 3.37 0.99
Mean 3.49 0.76
DP 0.21 0.11
CV(%) 6.01 14.07
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Figure S1: Distribution of DBE (double bonds equivalents = ring plus double bonds to carbon) 
distribution for members of S2 class all in positive mode ESI, APP.I and, APC.I 7-T Fourier transform 
ion cyclotron resonance of samples.


