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Table S1 Results of ANOVA and multiple pairwise comparisons of the
logarithmic values of the abundance ratios of m/z 352 to 369 for isomers-3, -4,
and -5.

Collision ANOVA® (o) Multiple pairwise comparisons’ (p)
energy (eV) Isomer-3 x -4 Isomer-3 x -5 Isomer-4 x -5
0 2.4 x 107" 1.8 x10° 1.7 x 10 1.7 x 10
5 2.0x 1018 2.0x10° 1.7 x 10 1.7 x 10
10 1.9 x 107 2.5 % 107 2.5 % 107 2.5 % 107

“ one-way ANOVA (0 and 5 eV), Kruskal-Wallis test (10 eV)
b Tukey’s test (0 and 5 eV), Steel-Dwass test (10 eV)

Table S2 Results of ANOVA and multiple pairwise comparisons of the
logarithmic values of the abundance ratios of m/z 324 to 352 for isomers-3, -4,
and -5.

Collision ANOVA? (o) Multiple pairwise comparisons’ (p)

energy (eV) Isomer-3 x -4 Isomer-3 x -5 Isomer-4 x -5
5 1.7 x 1078 1.7 x 10° 1.7 x 10 1.7 x 10
10 2.9x10% 1.7 x 10° 1.7 x 10 1.7 x 10
15 1.5x 10" 1.7 x 10° 1.7 x 10 1.7 x 10
20 1.9 x 107 2.5 % 107 2.5 % 107 2.5 % 107

“ one-way ANOVA (5, 10, and 15 eV), Kruskal-Wallis test (20 eV)
b Tukey’s test (5, 10, and 15 eV), Steel-Dwass test (20 eV)

Table S3 Results of ANOVA and multiple pairwise comparisons of the logarithmic
values of the abundance ratios of m/z 253 to 324 for AB-FUBINACA, isomer-3, and
isomer-4.

Multiple pairwise comparisons’ (p)

Collision
ANOVA‘ (a N -
energy (eV) (@) AB-FUBINACA AB-FUBINACA | .
X 1somer-3 x 1somer-4

15 1.2x 10" 1.7 x 10 1.7 x 10° 1.7 x 10
20 1.2 x 1078 1.7 x 10 1.7 x 10° 1.7 x 10
25 8.1 x 107" 1.7 x 10 1.7 x 10° 1.7 x 10
30 1.1x10° 1.7 x 10 5.1x10° 2.6 x10°

“ one-way ANOVA
b Tukey’s test



Table S4 Results of ANOVA and multiple pairwise comparisons of the
logarithmic values of the abundance ratios of m/z 109 to 253 for AB-FUBINACA,
isomer-1, and isomer-2.

Multiple pairwise comparisons’ (p)

Collision p
energy (eV) ANOVA™ (@) AB;I?SJO]?;E{\ICA AB;I?[SJOI?;E{XZCA Isomer-1 x -2
20 9.6 x 10 1.7 x10° 1.7 x10° 2.6 x10°
25 4.5x 107 1.7 x10° 1.7 x10° 1.7 x 10°°
30 42x 10" 1.7 x10° 1.7 x10° 1.7 x 10°°
35 7.1 %10 1.7 x10° 1.7 x10° 1.8 x 10°°
40 2.9x 107 1.7 x10° 1.7 x10° 1.7 x 10°°
50 23x10M 1.7 x10° 1.7 x10° 8.6 x 10

“ one-way ANOVA
b Tukey’s test

Table S5 Relative standard deviations (%RSD) of the abundances of the m/z 352 and 369 ions
and the logarithmic values of the abundance ratios (/n(A43s:/Asee)) with twice the standard
deviation (SD) at collision energies of 0, 5, and 10 eV for isomers-3, -4, and -5.

Collision Isomer-3 Isomer-4 Isomer-5
energy %RSD In(A3s2/A369) %0RSD n(A3s2/A369) %RSD In(A3s2/A369)
(V) m/z352 m/z369 +2SD mlz352  m/z 369 +2SD m/z352  m/z 369 +2SD
0 2.2 2.6 -1.38 £0.06 34 1.9 -1.15+0.06 2.2 34 0.04 +0.05
5 2.2 3.0 1.15+£0.04 1.1 1.9 1.38 £0.06 1.5 4.9 3.15+0.09
10 2.8 8.6 3.50+0.14 2.4 3.6 3.86+0.06 2.5 47 721 £0.95

Table S6 %RSD of the abundances of the m/z 324 and 352 ions and the logarithmic values of the

abundance ratios (/n(A4324/43s2)) with twice the SD at collision energies of 5-20 eV for isomers-3,
-4, and -5.

Collision Isomer-3 Isomer-4 Isomer-5
energy %RSD In(A324/4557) 70RSD In(A324/4352) 70RSD In(A324/4557)
V)  m/z324 m/z352 +2SD m/z 324 miz 352 +2SD m/z 324 m/z 352 +2SD
5 2.1 2.2 -1.19+0.03 34 1.1 -1.50 £ 0.05 5.0 1.5 -3.16 £0.09
10 2.8 2.8 0.83 +£0.03 2.6 2.4 0.45+0.04 1.6 2.5 -1.17 £ 0.06
15 1.6 6.1 2.93+0.10 2.9 2.4 2.50+0.09 3.1 3.7 0.46 +0.09
20 3.0 20 496 +0.39 1.5 8.1 450+0.16 2.8 44 1.65 +£0.08




Table S7 %RSD of the abundances of the m/z 253 and 324 ions and the logarithmic values of the
abundance ratios (/n(A2s3/As24)) with twice the SD at collision energies of 15-30 eV for
AB-FUBINACA, isomer-3, and isomer-4.

Collision AB-FUBINACA Isomer-3 Isomer-4
energy 7oRSD In(A53/A324) 70RSD In(Ays3/A324) 70RSD In(A3s53/4324)
V)  m/iz253 m/z324 +2SD m/z 253 miz 324 +2SD m/z253  mlz 324 +2SD
15 1.8 2.6 -1.11 £0.04 3.9 1.6 -0.38 £0.06 3.6 2.8 -0.76 £ 0.03
20 1.8 2.8 0.54+0.07 2.1 3.0 1.40 +0.05 42 1.5 0.95+0.08
25 1.6 1.1 2.18 +£0.05 3.9 4.5 3.31+£0.10 2.1 0.9 2.72 +0.04
30 2.9 8.0 3.89+0.21 2.4 16 5.37+0.35 09 6.5 458+ 0.13

Table S8 %RSD of the abundances of the m/z 109 and 253 ions and the logarithmic values of the
abundance ratios (/n(A4109/A2s3)) with twice the SD at collision energies of 20-50 eV for
AB-FUBINACA, isomer-1, and isomer-2.

Collision AB-FUBINACA Isomer-1 Isomer-2
energy %0RSD In(A 199/ A>s3) %0RSD In(A 199/ A>s3) %RSD In(A 99/ A2s3)
(V) m/z109  m/z253 +2SD m/z 109 m/z 253 +2SD m/z 109 m/z 253 +2SD
20 4.1 1.8 -2.78 £0.06 6.6 3.0 -3.82+0.14 8.0 2.6 -4.17+0.11
25 2.1 1.6 -1.81 £0.03 4.4 1.7 -2.79 £0.09 2.5 33 -3.26 £0.08
30 2.0 2.9 -0.63 £0.07 24 1.6 -1.55+0.06 4.6 23 -1.96 +0.11
35 2.6 1.4 0.50+0.03 6.4 1.5 -0.39£0.11 4.2 4.4 -0.79 £0.12
40 32 2.1 1.67 £0.04 3.6 0.8 0.73 £ 0.08 3.8 34 0.38 +0.06
50 1.7 6.8 4.05+0.14 1.3 52 2.93+0.09 2.7 3.1 2.67+0.04
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Fig. S1 Extracted ion chromatogram ([M+H]"; m/z 369) of a mixture of AB-FUBINACA
and its five positional isomers using an L-column 2 ODS in gradient mode
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Fig. S2  Electrospray ionization-linear ion trap MS'-MS® spectra of AB-FUBINACA and its
five positional isomers in positive mode. The precursor ions at the MS*~-MS® stages were set
at m/z 369, 352, 324, 253, and 225, respectively
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Fig. S3  Electrospray ionization-linear ion trap MS'-MS? spectra of AB-FUBINACA and its
five positional isomers in negative mode. The precursor ions at the MS” and MS” stages were
set at m/z 427 and 367, respectively
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