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Scheme S1. a). The EI-MS and b). ESI-MS/MS fragmentation pathways of DCK.
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Scheme S2. a). The EI-MS and b). ESI-MS/MS fragmentation pathways of 2-oxo-PCE.

6x10° = 1#01302 203.10672
EI-MS | ESI-MS/MS
1 21%.161%
5210° o
- o
o
g
o
4x10% — .g -
] é
. 4
310° | o
I
] 1340603 1761005 =
=
[+
2x10° =
i 1470805 o 17511182
| i 24816447
Lal0® 210539 1601121
10 -
70388 121.0651 i 121 06434
aq.0497 2041387
2474567 23015408
o - d P X L L
T T N T T T T T T T T T T T T T T
40 &0 B0 100 120 140 180 180 200 220 240 280 40 &0 80 100 120 140 1ed 180 200 220 240 260 280 300
m'z m/z

Scheme S3. The EI-MS and ESI-MS/MS spectra of MXE.
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Scheme S4. a). The EI-MS and b). ESI-MS/MS fragmentation pathways of MXE.
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Scheme S5. The E

I-MS and ESI-MS/MS spectra of ketamine.



m/z75.0229

Cl
1 C,H,
HCI y 2Hy
@:\ - 1 -— _ N,
= -

m/z 125.0151 m/z 237.0913

NH g

m/z 102.0341 m/z 138.0105

CH,NH;
—

1+

m/z 238.09952

m/z 166.0418

m/z 207.05742

m/z 220.08804

m/z 237.0913

+

o
1

/
,—Ef\"
1

m/z 132.0811

I CHyCH;CH,

(o}
co |
— NH
H transfer ot
m/z 209.0965 m/z 194.0732
l(:ns(:n:
CH, o] . cl
2 | CH;CHNH o
ZN —_— .
m/z 180.0591 m/z 1510312
co ) *
a
m/z 179.06247 miz 125.01547
CHO

m/z 163.03113

Scheme S6. a). The EI-MS and b). ESI-MS/MS fragmentation pathways of ketamine.
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Scheme S7. The EI-MS and ESI-MS/MS spectra of F-ketamine.
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Scheme S8. a). The EI-MS and b). ESI-MS/MS fragmentation pathways of F-ketamine.
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Scheme S9. The EI-MS and ESI-MS/MS spectra of Br-ketamine.
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Scheme S10. a). The EI-MS and b). ESI-MS/MS fragmentation pathways of Br-ketamine.
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Scheme S11. The EI-MS and ESI-MS/MS spectra of NENK.
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Scheme S12. a). The EI-MS and b). ESI-MS/MS fragmentation pathways of NENK.
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Scheme S13. The EI-MS and ESI-MS/MS spectra of DMXE.
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Scheme S14. a). The EI-MS and b). ESI-MS/MS fragmentation pathways of DMXE.
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Scheme S15. The '"H NMR spectra of compound 1.
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Scheme S16. The 'H/'H COSY spectra of compound 1.
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