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LC-QTOF #AWT, fEEFEY K S EORFWEFLELTE 362 (LAEWNIDOWT, (REFRFFEIE &
CFaL I (TTTAATL) DI TAVI Y VB BIERERELC, LEMTAT T —
BER L. 2, BRIy 7 NRRALTRT L 4 FHlomEReHsH % B\ T LC-QTOF %
FrEATV, L2362 {LEMDT —2T7AT7 7V — 52 AW TEFILEVORBREIT oIS, BF
tria 3~5 ng/mL UL EOMEFRELH THLEMIIONT, FHICEVIFEBRPELLIELNT.
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AEFEENL, MBEEHAKTONNELI o JAR
MEFTHE T, Rk 24 FEE R 25 FEIZ 2
EEOMEEZ NG CTEE G EEHBISEE
(BIEFE) TTHO CABEEELEALZ. £
7o, BREERUE K OMERGE BICIREEE L
DI EEM X HEREHEROM 5 E 2 NEL
T HUIEVEA R 25 42 10 A 1 B XVREfTL, 18
TEZEY) O BT R - A E A SR & Tk
BILERNEETHYIEEL AL 26 £ 4 A 1
HIZHEATLIZ. SbIZ, K26 4 7 AIZIE, 6 A
RICEETMEO BB EREFHICERLZE
HHND 2 WEIZOUWNT, HeEEYH NI A
LTI TIHEEFHEOFH | ELTEDDILT
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BEEITOT IR EEMEEOE RE AL,

E-BHITIZ30 B Lo T A ASIRI 10 B
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B Lotz —75, YRR 26 £ 8 A R IVErkrIC,
FEEEY OIRFEDOFREMNH D JE I LR E
MEEEML, REBRPHIETEZYESED
BGEEEE LT AHER Lo TND. SBIZERL 26
F12 A0bid, EFREMERBREEORIEIZEL
D, TREEMELFEL FICHEERENDHD
LB O R L7272 UL, ZOXH7%fE
BRRZ v 7 BERIEO—F T, FRICHERTS
BN T 7 1B TRY, SITHRBILEd
FTRELTCOBRIMEAR- TS, T2, FiEE
LEMOBIVEDIREND, ERRT Y7
LR E KL, WA CRE(C S WEFs
ETHIENRETHY, FrERIGEIELFEL
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iRy o< 757 — U R/ FeAT e
By et (LC-QTOF MS) & Wiz b &M D4y
Wi, Wikoa~hr o7 Lo e E &o 0T
LM ABDELIEICLY, BRRS ORBEE
B EICEOIERR, D OluE /R e B HE
ENAREE 2D, ARWFFETIX, LC-QTOF MS %
BAWT, {FEEY R NZ OB EE D RRECH
FEAREE, E- ARSI COD R IR
NI T B A 342 (LEMIZINT, iy
WrétFematliz. 72, 2baM D LC iR
BEREEBIZ, TVh—H—AFy, 7TT7 Ak
(A LT B I A DR E B RS
BELTIA7 V=% BT 22828, Zhh
F =B EE AL AZ ) — = T IEORE AR R
L7z, &2, ZNHDARZ) —= TR FEED
ARBEE R ERIN T 7 By S iricE AL, £
DOF AEEZFHE L.

B. WFEHE
O ER

ESIVALSE Sk oY R S AN T = R A = S
Y, WEELURE, MEEL R, BN
R LAEWE 362 LAY Ob, 2B
[ZOWTIE, DT ATFL A= —ELUTHEE) 125
WT, LC-QTOFMS S #r 1T\, FALEM O
BRI R O AR VI A BUE LT, 362
{E&MDINER %, Table 1 & U* Table 2 IZ/R L7z,
BIEIIIEALEO 1 ppm AZ ) —VEER (L&
M Lo TET EN=RERIR) 2R L.
@A AFUEHh R

BN 7 DR LIZEEZDND 4 2 DI
BRI A MIEREEE R L. BIERENT,
BISER, HHHH R OSEM R A B E Lo b D% F
L7z D, A BHIo miFRE» I, &5 20{LE
EORHEH TILEY [hTF /o RIbEW 1510E
W (FAT7 = EEEEL), VeRaxy 7oy
RILEW 1, ACAARZHEET I =2 1,
NMDA A ET 2=, BfDFE /A

N2 ROZFORBEY TI08mEE s, (Fig
1-1,1-2)

AR IIEFE OB F AN OWTIL, B,
Y EELBEMEEETEGEEEEZES
DAERERT, ZEEOEDDHHEICAN, BT
TAREEEEIHESTERLIZ Y.

2) RIEHIE

B E St

I FEMEER : Iclass/Synapt-G2-Si (Waters)
Column:CORETECS C18 column, 2.7 um, 2.1
mmx150 mm, CORETECS C18 Vanguard column,
2.7 um, 2.1 mmx*5 mm

LC Z&f#: flow: 0.3 ml/min, column temp.:40°C
BENTE A:0.1%FBRISNIK, B EFE B:0.1%F B
w7 ER=rL

TSN (A/B) 98/2 - 2/98 (25 min, 3
min hold)

G B4 Hr 41 . ESI, positive mode, Capillary:0.8
kv, Ion source: : 150°C, Desolvation Gas
Temperature, flow:400°C, 800 L/Hr, Cone Gas
Flow:20 L/Hr, Cone voltage:25 V, Mass Lange:
m/z 50-600

MS BIE :MSEE—R

Function 1 (Precursor ion): collision energy off
Function 2 (Product ion): collision energy 10-40 V
(gradient)

Lock mass: Leucine enkephaline ((M+H]" m/z
508.20783)

fiEHT 7 I : Chromalynx XS (waters)

) ALEMTAT TV —DOREE

362 (LA HONWT, a7 v =V ED ODS %
DHZ 2RI FEE 2.7 um) Z VT, X/ 7 Eh=
IV E NS T 3 b TT LC-QTOF 4347
iTol-. BESHIE, MSE E=—R@Uvar k&
MZONT BN —F BB X, 7L
=Y —A A NERET L I AT AN R
FFICEUE 9 A F1E) TITo7-. Function 1 T,



AV g T RNR =T TITHIET, Th
—— A NEREEFERIZEUEL, Function
2 TiEalPar o X —% 10-40 V OFEE
[EGb T BLT, FREIIAFL (F57 Ak
AA) BRI RS L.

BECIVELNZTaE I AT (TTT A
"AL) DIBIRIL, MassFragmenfR (Waters #L8)
EHEALZ. AN, BEROBLEHOEE
BHRNSRHEINTZT T T A M A ATk D1
EDOEN Y TEITHVINTHD. AT N FANT,
HOEPUYD, MEALEMOENDLT TT AN
TUREEEHERIL, FOHAEEL B+ 228
T, HIECHELNEERO T aF shAA 0 (7T
TAAZNZONT, 1EiE LR Y b 0EE
T AV v/ E EE (FRERE) CIREIEICR K
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Table 3-1 LC-QTOF MS (25 362 (b &M O, R E T ad I A3 (TT77 A MAF L) DF T AV EE (1)

t&EYE FAAE RT (min) Fragment! Fragment? Fragment3 Fragment4 K4 =X Fax ]

1 BzZP C11H16N2 2.04 £91.0548 £85.0766 RREE ERSTEE

2 Psilocybin C12H17N204P 2.05 £240.0426 £205.1341 FREE MITHIVEE

3 MDBP C12H16N202 2.09 £135.0446 £77.0391 £79.0548 £105.0340 I5%E ERSUUEE

4 MBzZP C12H18N2 2.54 £:91.0548 £09.0922 £58.0657 1BE ERSUUEE

5 Macromerine C12H19NO3 2.78 £208.1338 £192.1025 £178.0868 YRS
Macromerine fragment C12H17NO2 2.78 £192.1025 £178.0868

6 1-(3-Methylbenzyl) piperazine C12H18N2 2.87 £:105.0704 £:85.0766 B ERSTUEE

7 Cathinone COH1INO 3.01 £132.0813 £117.0578 FREE hF/ 48

8 Sulpiride C15H23N304S 311 £214.0174 £112.1126 Z D1t

9 Indan—2-amine COHTIN 3.19 £117.0704 £91.0548 f&E TIRFINFIVEAVEY)
Indan—2-amine fragment - C9H8 3.19 £91.0548 : : : R : )

10 2-Fluoromethcathinone C10H12FNO 3.26 £164.0876 £149.0641 BE HhF/8E

11 Procaine C13H20N202 3.27 £120.0449 £164.0712 £100.1126 £148.0524 Z0ih

12 Ephedrine ~ C10H15NO 3.28 £148.1126 £133.0891 £117.0704 =3 TxARFIVTIVEE
- Ephedrine fragment C10H13N 3.28 133.0891 £117.0704 :

13 Methcathinone C10H13NO 3.31 £146.0970 £131.0735 £105.0704 3 NFIEE

14 Pseudoephedrine C10H15NO 3.34 £148.1126 £133.0891 f117.0704 HE TR FIVTIVEE
Pseudoephedrine fragment C10H13N ©3.34 £133.0891 £117.0704:

15 MDAI C10H11NO2 3.40 £161.0603 £131.0497 £103.0548 BE TIFRFIVTEIVEAVEY)

16 Methiopropamine C8H13NS 3.42 £125.0425 EE TrAFITIVEE(FATZV)

17 4-OH-MET C13H18N20 349 £160.0762 £132.0813 r)TAz 48

18 N,N-Dimethylcathinone C11H15NO 352 £105.0340 f133.0653 72.0813 1B NF/EE

19 N-Methyl-2AI C10H13N 355 £117.0704 BE TIRFILVTIEE(A T )

20 Methylone C11H13NO3 3.61 £160.0762 £132.0813 £190.0868 f147.0446 FFE HF/UEE

21 3-Fluoromethcathinone C10H12FNO 3.64 £149.0641 £164.0876 £148.0563 f123.0610 IETE HF I 4E

22 4-Fluoromethcathinone C10H12FNO 3.72 £149.0641 £164.0876 123.0609 1BE HF/ U

23 2-Fluoroethcathinone ~ C1iH14FNO 3.76 £178.1032 £150.0719 £135.0484 £123.0610 BT hF/ U8

24 Ethoathinone C11H15NO 3.77 £160.1126 132.0813 £117.0578 RREE NFIEE

25 4MPP C11H16N20 3.79 £150.0919 £176.1075 -£119.0735 £133.0528 &7 ERSDUEE

26 Amphetamine CYH13N 3.81 £91.0548 £119.0861 HEWE TR FILTIVEE

27 bk-MDDMA C12H15NO3 3.84 £147.0446 £177.0552 £91.0548 £72.0813 1B hF /48

28 2,3-Methylenedioxymethcathinone C11H13NO3 3.85 £160.0762 132.0813 £190.0868 £132.0813 357 hF /I EE

29 Mescaline C11H17NO3  3.85 £195.1021 f165.0552 £180.0786 £133.0290 FREE TrpRFIVTIVE
Mescaline fragment C11H1403 3.85 £165.0552 180.0786 £133.0290

305-IT , __C11H14N2 . 3.88 £130.0657 £158.0970 £117.0578 £143.0735 T  Z0Oih
5-IT fragment = CGIHIIN 388 £130.0657 £117.0578 £143.0735 £103.0548

31 N-Ethyl-N-methylcathinone C12H17NO 398 £146.0970 £118.0657 f86.0970 BE HF/ LR

32 o -Aminobutyrophenone C1OH13NO , 398 £146.0970 £117.0578 91.0548 £130.0657 357 HF/4E

33 MDA ; C10H13NO2 401 £163.0759 £135.0446 FREE Iz FNTIVE
MDA fragment C10H1002 CU401 £135.0446 ' o i '

34 2-Fluoroamphetamine C9H12FN 4.03 £109.0454 f137.0767 fBE TIRFINTIVE

35 a-PBT C12H1INOS 407 £112.1126 £125.0425 £153.0374 £97.0112 3EFE HF /B (FHTT)




Table 3-2 LC-QTOF MS {245 362 (bW DM, IR M OT 0 VAT (TTTAMMAL) DE/TAV N IE R (2)

el

itas MRk RT (min) Fragment! Fragment? Fragment3 Fragment4 B4 &M HEE
36 4~OH DET C14H20N20 4.07 £160.0762 £86.0970 £115.0548 £132.0813 $5FE r)THZEE
37 bk-MDEA C12H15NO3 408 £174.0019 £204.1025 FREE hF /U8B
38 3—Fluoroethcathinone C11H14FNO : 411 £150.0719 £178.1032 £105.0704 £135.0484 57 HF/EE
39 o-PPP C13H17NO 411 £105.0704 £133.0653 £98.0970 BE hF/ 4B
40 Methamphetamine C10H15N 413 £91.0548 £119.0861 BHEWN Tz FILTILE
41 4-MeO-methcathinone C11H15N02 415 £176.1075 £161.0841 £146.0970 £118.0657 I&7E HhF/ 8B
42 4-Fluoroethcathinone C11H14FNO ! 416 f178.1032 £148.0563 £123.0610 BE HF/ 48
43 4FPP , C10H13FN2 421 £138.0719 &% ERSUUEE
44 2-Methoxymethcathinone C11H15N02 : 423 £176.1075 £161.0841 £146.0606 £118.0657 I§%& HhF /48
45 DMT C12H16N2 4.24 £144.0813 £115.0548 Frx r)TAIUEE
46 3-Methoxymethcathinone C11H15NO2 425 £176.1075 £161.0841 £146.0606 £118.0657 {57 HhF/ R
47 AFMP C9H12FN 426 £109.0454 £137.0767 £83.0297 £89.0391 f§%F TR FIVTELE
AFMP fragment : i CCCTHSF 426 £137.0767 £83.0297  £89.0391 Lo
48 Buphedrone C11H15NO 427 £160.1126 £131.0735 £1450891 £117.0578 357 NF/ R
49 MDMA ) C11H15NO2 428 £163.0759 £135.0446 79.0548 R DA FILTEVLE
50 5-APDB , C11H15NO i 431 £161.0966 £133.0653 1050704 £146.0732 &% TIRFILTEVE(RYIS)
5~APDB fragment g . CHH120 431 F133.0653 £105.0704 £146.0732 © £120.0575 : S Do
51 N~Methyl-2-FMP (2-FMP) C10H14FN 437 £109.0454 f137.0767 83.0297 BE TTAFIVFIVE
52 4-Methoxy-N,N-dimethylcathinone C12H17NO2 438 £135.0810 £163.0759 £105.0704 £72.0813 i5% HF/EE
53 4-Methylcathinone C10H13NO ‘ 441 £146.0970 £131.0735 119.0861 ; B HF/ 48
" 4=Methylcathinone fragment : CCTOHIIN 441 RI31.0735 FI19.0861 0 0 e
54 TMA C12H19NO3 441 £209.1178 £181.0865 £91.0548 £194.0943 FREL TR FITIVHE
TMA fragment - v S C12H1603 L 441 £181.0865 £91.0548 @ £194.0043 Ao ;
55 5-MeO-DMT C13H18N20 445 £174.0919 £159.0684 130.0657 £143.0735 ¥§5E r)THRZEE
56 MDPPP C14H17NO3 447 £98.0970 £177.0552 & HF/UEE
57 2C-H G10H15N02 447 £150.0681 £165.0916 1350446 HRE TrRFILTIVEE
- 2C-H fragment = ‘ = Ci0H1202 . 447 £150.0681 £185.0446 . e oo
58 2-Methoxy—4,5~methylenedioxymethcathinone C12H15N0O4 448 £190.0868 £162.0919 £175.0614 £220.0974 HF/ 58
59 bk-MBDB C12H15NO3 451 £174.0919 £204.1025 £146.0970 £131.0735 ¥&%E hF/ U
60 3-Fluoro— o —PPP C13H16FNO 451 £123.0610 £151.0559 £103.0548 £98.0970 ¥ HF/EE
61 4~Fluoro— o -PPP C13H16FNO 451 £123.0610 £151.0559 103.0548 £98.0970 #8%E HF I EF
62 PMMA C11H17NO 456 £121.0653 £149.0966 117.0578 BREE TIRFILTIEE
63 AMT C11H14N2 458 £158,0970 £143.0735 £130.0657 £117.0578 RFE WL EVE
64 3-Fluoromethamphetamine C10H14FN ; 459 £109.0454 £137.0767 £83.0297 b TrAFILTEUEE
65 2-Methylmethcathinone ‘C11H15NO 459 £145.0891 f:160.1126 FREE hF/ 48
66 4-Fluoromethamphetamine(N-Methyl-4-FMP) C10H14FN 4.61 £109.0454 137.0767 £83.0297 15 TR FILTEVEE
67 TMA-2 ; 'C12H19NO3 4.62 £209.1178 £181.0865 £194.0943 ; RREE TIRFITEVEE
o TMA-2 fragment : . C12H1603 - 462 £181.0865 1940043 . - ‘
68 5-MeO~AMT ~C12H16N20 467 £188.1075 £147.0684 £173.0841 £132.0449 {87 M)TRIEE
5-MeO~AMT fragment’ - - . C12HI3NO - o 467 £147.0684 £173.0841 £1320449 o
69 NEB C12H17NO 471 £130.0657 £146.0970 £:118.0657 BE HF/EE
70 4-Fluorobuphedrone C11H14FNO 4,71 £178.1032 £149.0641 £133.0653 £109.0454 F§7F hF/4E
71 bk-DMBDB C13H17NO3 471 £161.0603 £191.0708 £133.0653 £86.0970 I&55E HhF /8

72 4-Methylmethcathinone C11H15NO 4.74 1160.1126 £:145.0891 R hF/ 88
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Table 3-3 LC-QTOF MS (245 362 {b &M O/, FREFEFE K T ad VA (TT T A A V) DT ANV IEE (3)

&% #HECE RT (min) _Fragmentl Fragment2 Fragment3 Fragmentd K4 LEWHEE
73 2-MeO-amphetamine C10H15NO 474 £121.0653 £91.0548 £149.0966 TR FITIHE
2-MeO-amphetamine fragment C10H120 474 £121.0653 1:91.0548
74 3-Methylmethcathinone C11H15NC 478 £145.0891 £160.1126 £130.0657 £119.0861 F§7F HF/ 4R
75 MDEA C12H17NO2 4,79 £163.0759 :135.0446 £105.0340 £79.0548 RREE TR FIVTIVEE
76 N-OH MDA C10H13NO3 4.80 £163.0759 £135.0446 £105.0340 £79.0548 RREE TR FINTIVER
77 2G-N C10H14N204 4.86 £210.0766 £151.0759 £195.0532 & TIRFIVTIVEE
78 MMDA-2 C11H15NO3 4.90 £193.0865 £178.0630 165.0552 £163.0395 IEFE TR FIINTEVLE
'MMDA-2 fragment C11H1203 490 £178.0630 £165.0552 +163.0395  £135.0810 :
79 Lidocaine C14H22N20 491 £86.0970 £120.0813 Z0ih
80 «-PBP C14H19NO 4,93 £147.0810 £112.1126 £105.0340 BE HF/ R
81 Eutylone C13H17NO3 494 £188.1075 £218.1181 £174.0555 +135.0810 1§ HFIEE
82 4-Methoxy— a—PPP C14H19NO2 4.96 £234.1494 £1350810 £163.0759 £98.0970 #EF%E hF/E
83 BDB . C11H15NO2 497 £135.0446 £177.0016 £147.0810 £77.0391 $E%E TIRFIVTEIVEE
" BDB fragment C8H602 497 £177.0916 §£147.0810 #77.0391 ~ '
84 2-Methylethcathinone C12H17NO 5.05 £174.1283 £144.0813 £131.0735 £159.1048 357 HFIEE
85 Ketamine C13H16CINO 5.07 £125.0158 £220.0893 £179.0628 £207.0577 FRZL ZDith
86 PMEA C12H19NO 5.07 £121.0653 £149.0966 £91.0548 &€ TR FINTIUE
87 6-APB C11H13NO 5.11 £131.0861 159.0810 £91.0548 f115.0548 I5§7%E TIRFILTEVER (R TF5Y)
6-APB fragment C11H100 511 £131.0861 £91.0548  £115.0548 £103.0548 ;
88 MDPBP C15H19NO3 519 £161.0603 £191.0708 f£112.1126 £149.0239 &% HF/EE
89 4-Meylethcathinone C12H17NO 521 £174.1283 144.0813 £159.1048 £131.0735 &% HFIHE
90 MBDB C12H17NO2 522 £135.0446 £77.0391 £105.0340 FREE JIRFIVTEUHE
91 3-Methylethcathinone C12H17NO 5.24 £174.1283 144.0813 £131.0735 f159.1048 31& HFIEE
92 4-Methylamphetamine ~ C10H15N 526 £105.0704 133.1017 79.0548 BE  ZxRFIITIUE
- 4-Methylamphetamine fragment - C10H12 526 £133.1017 £79.0548 : ! :
93 Dimethocaine C16H26N202 5.28 £120.0449 £142.1596 £160.1701 £206.1181 FDith
94 4-OH-DIPT C16H24N20 5.29 £160.0762 f:114.1283 :132.0813 £72.0813 31&%E M)TARZ 4R
95 3-Bromomethcathinone C10H12BrNO 5.29 1440813 £131.0497 8T HFI/EE
96 N-OH MDMA C11H15NO3 529 £163.0759 f133.0653 192.1025 RREE TrRFILTIEE
97 a-PVT C13H19NOS 531 £97.0112 £167.0531 £195.0718 & NF /B (FAHTIY)
98 4-Fluoro— o -PBP C14H18FNO 5.34 £109.0454 £165.0716 £137.0767 £123.0246 87 hF/UE
99 3-Methoxyketamine C14H19NO2 5.39 £203.1072 121.0653 £175.1123 185.0970 FDi
100 DON C11H16N204 5.41 £196.0610 £224.0923 £136.0524 150.0555 I TR FITIVE
101 2-Methyl- @ —-PPP C14H19NO 5.41 £119.0861 147.0810 98.0970 18E HF/UEE
102 HMDMA C12H17NO2 542 £135.0446 £77.0391 £147.0810 £119.0861 I§%E T RFINTEVEE
103 N-OH-3,4-EDMA C12H17NO3 543 £177.0916 149.0603 DR FINTIVLE
104 -5-MeO-DET C15H22N20 5.45 §174.0919 159.0684 131.0735 £86.0970 I§%E rITHZEE
105 Pentedrone Ci2H17NO 5.47 £132.0813 £144.0813 £117.0578 & hF /48
106 DET C14H20N2 547 £144.0813 £86.0970 £117.0704 £115.0548 FFEE cJT R EE
107 & -PBP piperidine analog C15H21NO 5.49 £147.0810 £126.1283 £91.0548 £84.0813 5% HF/4E
108 5-MAPB C12H15NO 549 £131.0497 £159.0810 Eihd TIRFINTIVFE(RIIZY)
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Table 3-4 LC-QTOF MS (245 362 (b &M DAL, i)k VT 0y I AT (TTTAMAL ) DEITAV N I E R (4)

[A=tyE A RT (min) _Fragment! Fragment?2 Fragment3 Fragment4 K% tEYsE

109 4-Bromomethcathinone C10H12BrNO 551 £145.0891 £132.0575 £104.0626 f8E HF /48

110 5-MeO-MIPT C15H22N20 552 £174.0919 £159.0684 86.0970 BE rITHIEE

111 3C-E C13H21NO3 552 £223.1334 £195.1021 £107.0497 £167.0708 ka0l

112 MIPT C14H20N2 554 £144.0813 £86.0970 £117.0704 £127.0548 355 rITHZEE

113 4-MePPP C14H19NO 556 £119.0861 £147.0810 £98.0970 BE NF/UEE

114 3-Methyl- @ -PPP C14H19NO 559 £119.0861 £147.0810 £98.0970 e hF/EE

115 2-APB C11H13NO 5.62 £131.0497 £159.0810 £115.0548 EE DTIRFILTIVEE(RNIITY)

116 Allylescaline C13H19NO3 5.65 £221.1178 £180.0786 £165.0552 £133.0290 JTHFIVTIVEE
. Allylescaline fragment C13H1603 5.65 £180.0786 165.0552  133.0290 , : :

117 4CI-AMP COH12CIN 5.67 £125.0158 89.0391 fe7E TIRFINTIVEE
" ACI-AMP fragment G7H5CI 5.67 £89.0391 T : ~

118 4-Methylbuphedrone C12H17NO 5.69 £174.1283 £144.0813 £105.0704 £131.0735 3E7%E HF/HE

119 Pentylone C13H17NO3 5.70 £188.1075 £174.1283 £218.1181 £131.0735 8% HF/EE

120 4-Methoxy— & ~PBP C15H21NO2 571 £177.0916 £121.0653 149.0966 £112.1126 8% hF/E

121 3-Methylbuphedrone C12H17NO 571 £174.1283 £144.0813 £105.0704 £131.0735 3BT HF/EE

122 Methoxetamine C15H21NO2 573 £203.1072 £121.0653 £175.1123 £91.0548 I&7E ZMith

123 4-Methyl-N-methylbuphedrone C13H19NO 5.80 £105.0704 £161.0966 £91.0548 £86.0970 1855 hF /U

124 2,3-Methylenedioxypentedrone C13H17NO3 5.83 £188.1075 f£175.0759 £131.0735 £160.1126 IE5E HFIEE

125 3CPP C10H13CIN2 5.83 £154.0424 £118.0657 £119.0735 FREE ERSUUEE

126 @ —Ethylaminopentiophenone C13H19NO 5.86 £188.1439 £130.0657 £146.0970 £118.0657 ¥ETE HF/ 48

127 Methylphenidate C14H19NO2 5.87 £84.0813 £129.0704 FIFEHE 201

128 Harmaline C13H14N20 5.89 £200.0950 £174.0919 £159.0684 £131.0735 R

129 2-Ethylmethcathinone C12H1INO 5.90 £144.0813 £174.1283 £131.0735 £159.1048 3B hFI 48

130 2-MAPB C12H15NO 593 £131.0497 £159.0810 £115.0548 £91.0548 I55E TR FNTIVERDIITY)

131 3,4~-DMMC C12H17NO 5.97 £159.1048 £174.1283 £158.0970 £144.0813 #E7E NFI AR

132 Harmine C13H12N20 5.97 £198.0793 MRS

133 DL-4662 C15H23NO3 5.99 £248.1651 £188.1075 £151.0759 £217.1467 IE%F NFIYE

134 2C-C , C10H14CINO2 5.99 £199.0526 184.0291 169.0056 f164.0837 5% DIRFINTIVEE
20-C fragment CioH11CI02 5.99 £184.0291 £169.0056 +164.0837 - £149.0603 - ,

135 5-MeO-EIPT C16H24N20 6.01 £174.0919 f£159.0684 £100.1126 £131.0735 5% NOPEEVE |

136 5-1AI COH10IN 6.07 £242.9671 B TIRFINTIVEAUE D)

137 a-PVP C15H21NO 6.12 £126.1283 £161.0966 £189.1154 FREL hFIVE

138 TMA-6 C12H19NO3 6.12 £209.1178 £181.0865 £121.0653 £151.0759 $&7%E TrRFINTIVEE
"~ TMA-6 fragment C12H1603 6.12 £181.0865 - £121.0653 £151.0759 £136.0524 .

139 3-Ethylmethcathinone C12H17NO 6.13 F144.0813 £174.1283 £131.0735 £159.1048 8% hF/o8E

140 4~Ethylmethcathinone C12H17NO 6.17 £174.1283 £144.0813 £131.0735 £105.0704 3BT HF/EE

141 2-Methyl- o -PBP C15H21NO 6.20 £105.0704 £112.1126 £161.0966 £119.0497 3B NF/4E

142 3,4-dimethoxy— & ~PVP C17H25N0O3 6.31 £221.1178 £126.1283 £165.0552 e HF/V4E

143 2C-B C10H14BrNO2 6.31 £243.0021 £227.9786 £212.9551 £164.0837 RFF3E TIRFIVTIVHE

144 4~Ethyl-N,N-dimethylcathinone C13H19NO 6.34 £105.0704 f£161.0966 £188.1439 £144.0813 I55%E NFIEE

145 MDPV C16H21NO3 6.35 £126.1283 £175.0759 £135.0446 £205.0865 RF3E HF/ 48
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Table 3-5 LC-QTOF MS (2455 362 (b WO, BRIFIEEI K N T 0l VAT (T T T A MA L) DFE )T ANV TEE (5)

A ES $ARE RT (min) _Fragmenti Fragment? Fragment3 Fragment4 K49 A= Vax]
146 2-Ethylethcathinone C13H19NO 6.35 £:161.0966 f188.1439 £144.0813 £105.0704 IE%E hF/4E
147 MPBP C15H21NO 6.37 £161.0966 £112.1126 £133.1017 f&%& J1F/ 48
148 3-Methyl- . -PBP C15H21NO 6.38 £105.0704 £161.0966 £112.1126 £133.1017 I5%E hF/4E
149 5-MeO-EPT C16H24N20 6.40 £174.0919 £100.1126 £159.0684 £131.0735 IE%E MITAIUEE
150 2,3-Methylenedioxypyrovalerone C16H21NO3 6.45 £135.0446 £175.0759 £126.1283 £205.0865 57 hF/EE
151 2-EAPB C13H17NO 6.46 £131.0497 £159.0810 £118.0657 72.0813 ¥ TIRFINTIVEERTITY)
152 Diphenylprolinol C17H19NO 6.51 £236.1439 £130.0657 158.0970 £178.0783 IERE D1
Diphenylprolinol fragment COCTTHIING 851 £130.0657 £158.0970 +178.0783 £208.1126 - ‘ :
153 DOC C11H16CINO2 6.52 £185.0369 213.0682 £155.0264 198.0448 I57E TR FIVTIVE
154 5-MeO-DIPT ' C17H26N20 6.57 1740019 1500684 £114.1283 £131.0731 ME  FJTHIVE
155 4F- @ ~PVP C15H20FNO 6.58 £126.1283 179.0872 123.0246 CIBE HF/58
156 3-Ethylethcathinone C13H19NO 6.50 £188.1439 144.0813 £159.1048 £132.0813 3BT NF/EE
157 4-Ethylethcathinone C13H19NO 6.60 £:188.1439 144.0813 £159.1048 £132.0813 IEE hF/ 48
158 5-MeO-DALT C17H22N20 6.70 £174.0919 £110.0970 £159.0684 £131.0735 RRZE FJTHSUEE
159 DIPT 'C16H24N2 6.73 £144.0813 £114.1283 £72.0813 f8E r)THSEE
160 4-AcO-DIPT C18H26N202 6.75 £160.0762 114.1283 £202.0868 £132.0813 I5%E rJT4AZ 4B
161 4-Fluoro-NPP C14H20FNO 6.83 £178.1032 f£136.0563 £220.1502 109.0454 ¥53E hF/ 48
162 5-DBFPV C17H23NO2 6.84 £133.0653 f£126.1283 f203.1072 £147.0446 ¥&5E AF /BRI I5Y)
163 4-MeO- o -PVP C16H23N0O2 6.86 £191.1072 £126.1283 £135.0446 BE HF/4E
164 BMDP (bk-MDBZ) C17TH17NO3 6.86 £91.0548 £266.1181 £236.1075 £146.0606 5T HhF/4E
165 Ethylphenidate C15H21NO2 6.90 £84.0813 £174.1283 £129.0704 £91.0548 I8%F ZDith
166 2C-1 C10H14INO2 6.96 £290.9882 £275.9647 260.9412 £164.0837 RFZE TR FINTIVE
167 2G-T-2 ‘ ‘C12H19NO2S 6.98 £225.0049 164.0837 £149.0603 £134.0368 IEFE TIRFIVFIVEE
20-T-2 fragment C12H16025 6.98 £164.0837 £149.0603 £134.0368  £210.0715. . g
168 3C-B~FLY C13H16BrNO2 6.98 £202.0994 £281.0177 £173.0603 £252.9864 TIRFITIVEE
169 TFMPP C11H13F3N2 6.99 £188.0687 £119.0735 ° FREE ERSTLEE
170 2,3-DCPP C10H12CI2N2 7.07 £188.0034 £153.0345 f£117.0578 i ERSULEE
171 4F- @ -PVP piperidine analog C16H22FNO 712 £109.0454 £140.1439 £179.0872 £123.0246 I5%E PFIEE
172 Acetylfentanyl C21H26N20 7.16 £188.1439 £105.0704 - . EB® Dt
1732¢-E ~C12H19NO2 7.21 £193.1229 £178.0994 £163.1123 £135.0810 IBE  JrRFIFIVE
2C-E fragment o L .CI2H1602 7.21 £178,0994 1631123 £135,0810 £105.0704 L
174 4—-Methyl- o —ethylaminopentiophenone C14H21NO 7.23 £202.1596 £144.0813 £160.1126 £132.0813 ¥§7E NF/5E
175 3,4-Dimethyl- @ —ethylaminobutiophenone ‘C14H21INO 7.26 £202.1596 £158.0970 f173.1204 £119.0861 I§3E hF/ 48
176 5-MeO-DPT ‘C17H26N20 7.30 £174.0919 £114.1283 £159.0684 £131.0735 I&§7%E A28 ‘
177 Prolintane ‘C15H23N 7.35 £91.0548 £105.0704 187E TIRFILVTIVE
178 @-PHP 'C16H23NO 7.36 £140.1439 £91.0548 £175.1123 £105.0340 355 HNF/UHE
179 Pentazocin _C19H27NO 7.36 £.218.1528 FFEHE O
180 3,4-Dimethoxy— & —PHP C18H27NO3 7.37 £151.0759 £235.1334 £140.1439 £165.0552 $&5E N7/ 48
181 DOI C11H16INO2 7.45 £305.0038 £276.9725 £289.9804 246.9620 f57TE TrRFIVTIUEE
182 ALEPH-2 C13H21NO2S 7.47 £239.1106 £178.0994 £224.0871 £211.0793 ¥&5%E TR FIVTIVEE
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Table 3-6 LC-QTOF MS (245 362 (LB WD, IR R O T v I AF L (TTTAMA L) DEIT AV Ny VE R (6)

L&YA fHAk = RT (min) Fragment! Fragment2 Fragmentd Fragment4 K% b&¥r4E
183 Desoxy—-D2PM (S) C17H19N 749 £117.0704 £143.0861 £167.0861 £128.0626 ¥5%E FDith
184 Pyrovalerone C16H23NO 7.49 £105.0704 £175.1123 FFEME hF/UHE
185 DPT C16H24N2 7.51 £144.0813 £114.1283 £86.0970 EE ) TAS 4R
186 MDPHP C17H23NO3 751 £1350446 £140.1439 £189.0916 £219.1021 iE57%E HF/VE
187 PCP C17H25N 7.60 £91.0548 £159.1174 £86.0970 £117.0704 [EZE Z0fth
188 bk~IBP C15H21NO 7.77 £214.1596 £170.0970 £185.1204 £131.0861 457 HF/
189 Nitracaine 'C16H24N204 7.80 £150.0191 F142.1596 £236.0923 ZDfth
190 2C-T~4 C13H21NO2S 7.88 £197.0636 £239.1106 £182.0402 167.0167 fEE  TxRFILTFILE
20-T=4 fragment ~ C13H1802S 788 £197.0636 182.0402 £167.0167 £1640837 o :
191 3,4-Dichloromethylphenidate peakd 'C14H17CI2NO2 7.97 £:84.0813 ?‘éi Z 0t
192 2C-C-3 C10H12CI13NO2 7.98 £251.9512 £236.9277 £266.9746 £208.9328 IE%E DIRFIINTELE
193 @ ~PBP indane analog C17H23NO 8.01 £131.0861 £187.1123 £159.1174 £145.0653 ¥5%E HFILE
194 3-Meo—PCP C18H27NO 8.10 £121.0653 £189.1279 ¥5E Z Dt
195 4-MeO-PCP ~ C18H27NO 8.10 £121.0653 £189.1279 £91.0548 .£147.0810 #5%E FDith
© 4°MeO-PCP fragment CI3H160 - 810 £121.0653 £91.0548 1470810 o . Sl e
196 2C-T-7 C13H21NO2S 8.18 £239.1106 £197.0636 £167.0531 £182.0402 FR3E TIRFIVTIVHE
197 BD-FLY C13H12BrNO2 8.19 £198.0681 -£276.9864 2489554 TrARFIVTEIVE
198 3,4-Dimethyl- & —ethylaminopenthiophenone C15H23NO 8.28 £216.1752 158.0970 £173.1204 146.0970 J5§7F HF/HE
199 Diphenidine C19H23N 8.30 £181.1017 f166.0783 £165.0704 £103.0548 f&7%& Z 0
200 ALEPH-4 C14H23N02S 8.35 £253.1262 £178.0994 £211.0793 £183.0480 ¥E7E DIRFITEVE
201 AH-7921 C16H22CI2N20 8.48 £172.9561 £144.9612 £189.9826 £189.9826 5% Dt
202 25H-NBOMe C18H23NO3 8.56 £:121.0653 £:91.0548 e T F LTI 58 (NBOMe)
203 3,4-Dimethyl- 2 ~PVP C17H25NO 8.57 £119.0861 189.1279 126.1283 133.0653 HF/EE
204 Benzocaine CO9H11NO2 8.57 ZDith
205 MPHP C17H25N0O 8.64 189.1279 £140.1439 £119.0497 BE hF/ 8
206 QUPIG-NGOOH carboxyindole C14H15NO4 8.64 £244.0974 144.0449 REt KBl
" QUPIC-NCOOH carboxyindole fragment ~ Cl14HI3NO3 U864 F1440449 o i i
207 a-PHPP C17H25NO 866 £105.0340 91,0548 £189.1279 gE hF/VHE
208 3,4-Dichloromethylphenidate peak2 C14H17CI2NO2 8.67 1:84.0813 ) ‘ FERE F D
209 25N~NBOMe C18H22N205 8.67 £121.0653 £01.0548 DIRFILT I (NBOMe)
210 QUPIC-50H carboxyindole ‘C14H17NO3 ‘ 8.74 £230.1181 £144.0449 At L] Pca%«'l%
 QUPIG~50H carboxyindole fragment “C14H15NO2 8.74 £144.0449 i . :
211 bK-IVP C16H23NO 8.77 £228.1752 £170.0970 131.0861 186.1283 ¥5%E 7:%//,‘@
212 AB-PINACA N-COOH C18H24N404 8.97 £316,1661 £227,0821 £2981556 £245.0926 {L¥i¥ {LHW
' AB-PINACA N-COOH fragment -G18H2IN304 8.7 £316.1661 £227.0821 £298.1556 £245.0926 = o i
213 MEPIRAPIM C19H27N30 8.99 £214.1232 £116.0500 144.0449 EE BRI FE/AR
214 Naphyrone G19H23NO 9.01 £141.0704 £211.1123 £155.0497 £126.1283 1&%¢ hF/4E
215 Methoxphenidine C20H25NO 9.01 £129.0704 £211.1123 £178.0783 f141.0704 &% Z D
216 Mitragynine C23H30N204 9.01 £174.0919 £238.1443 £226.1443 WY
217 AB-PINACA N-OH C18H26N403 902 £213.1028 £302.1869 £231.1134 £145.0402 Ll RBY
- AB-PINACA N-OH fragment C18H23N303 902 £213.1028 £302.1860 £231.1134 F£1450402
218 4F- ¢ —PHPP 'C17H24FNO 9.06 £109.0454 £123.0246 £207.1185 £95.0297 IE%E HF /4B
219 Cannabipiperidiethanone(CPE) C24H28N202 9.07 £112.1126 £229.1705 £121.0653 £280.1338 IE%E A E/AR




