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Bepcus 1.1

BBenenue

Metoa MeTogaMu )KUJIKOCTHOU XpomaTorpaduu ¢ macc-
CIIEKTPOMETPUUECKUM JIETEKTUPOBAHUEM MPEIHA3HAYCH Il KAU€CTBEHHOTO
OTIpeIeICHHS] METaOOIMTOB psiJla CHHTETHIECKUX KaHHabumumeTnkos (JWH-018,
JWH-073, JWH-210, JWH-250, JWH-251, JWH-203, AB-001, UR-144, AKB-48,
PB-22, PB-22F, AB-PINACA, AB-PINACA-F, AB-FUBINACA, FUB-PB-22,
THJ-2201, TMCP-2201, MMB-2201, CBL-2201, MDMB-Chm), a Takxe ux
rOMOJIOTOB, AaHAJIOTOB HAPKOTUYECKUX, ICUXOAKTUBHBIX U COMYTCTHBYIOIINX
BEII[ECTB B MOYE, BOJIOCAX W HOTTAX YEJIOBEKA C METOJOM BHICOKOA((HEKTUBHOM
KUIKOCTHOM XpoMaTorpaduu ¢ Macc-CrieKTpOMETPUIECKUM JIeTeKTUpOBaHUEM. B
JanabHEHIIeM, ¢ TOSBIIEHUEM B HE3aKOHHOM 000pOTE HOBBIX BEIIECTB, MEPEYCHb
L[EJIEBBIX COCIMHEHUN MOXKET OBITh paciivpeH. [lepedeHn onpenenseMbiX BEIIeCTB
JIaH B MIPUJIOKEHUH.

Onucanue MeTo10B

Meton MeToaoM BBICOKOAI(PGEKTUBHON >KUJIKOCTHOM Xpomarorpaduu ¢
Macc-criekTpomerpuueckum  aetektupoanuem (BOXKX-MC/MC) ocHoBaH Ha
COUCTAHWU JBYX AaHAJUTHYECKUX METOJOB: BBHICOKOI(P(HEKTUBHON >KUIKOCTHOMN
xpoMarorpaduu W TaHAEMHOM Macc-CIEKTpOMEeTpuud. MeTon HWOHHW3aluUd -
AIEKTPOPACTIbLUICHHE.

Jlns  omnpeneneHuss  HAPKOTMYECKHMX W TICUXOAKTHUBHBIX  BEIIECTB
npuMeHwIn,iBa Bapuanta mMetonoB BOXKX-MC/MC, mo3Boistomux, ¢ OZHOU
CTOPOHBI, HUJECHTU(UIIMPOBATH HOBBIE TICHXOAKTUBHBIE BEIECTBA, a, C JIPYroi,
CTOPOHBI TPOBECTH BHICOKOUYBCTBUTEIBHBIN MOATBEPKIAIOIINNA aHATU3.

Metox BIKX ¢ agerekTopoM THNA TpeXMepPHas HOHHAasl JIOBYHIKA
OCHOBaH Ha clenylouMX MpUHLIUNAX. BemecTtBa pasleieHHble Ha
xpoMatorpauueckoi KOJIOHKE HOHHU3UPYIOTCS ANEKTPOPACIBUICHUEM  C
00pa3oBaHMEM TPOTOHUPOBAHHBIX MOJEKYJSIpHBIX HOHOB (MS1), momydeHHbIe



MOHBI 3aMMUPAIOTCS U BO30YKIAIOTCS B MOHHOM JIOBYIIIKE SJIEKTPUICCKUAM IIOJIEM C
OTIpPEICTICHHBIMU XapPAKTKPUCTUKAMU U 00pa3ytoT (hparMeHTHbIE (IIPOYKT-) HOHBI
BTOPOTO U TpeThero nopsaka MS2 u MS3.

[TogoOHBIN  crOCO0 ETEeKTUPOBAHMS TO3BOJIAET TOJy4aTh CHEKTPHI
MPOJIYKT-UOHOB HE TOJBKO BEIIECTB, BKIIOUEHHBIX B METOJMKY, HO U HOBBIX
HEU3BECTHBIX BEILECTB, @ TaKXK€ IPOBOJUTH PETPOCHEKTUBHBIA aHamu3 (aityioB
JAHHBIX, MMOJYYEHHBIX paHee, 0 aHAJIOTUHU ¢ METOJOM Ta30BOM XpomaTorpadguu ¢
Macc-ceneKTuBHbIM JieTektupoBanueM (I'X-MC). [ns naeHTUPUKAIUMN 1IETEBBIX
BCIIECTB  HUCIOJB3YIOT  YEThIPE  AHAJUTUYECKUX  [apaMeTpa:  BpeMs
xpomatorpaduaeckoro yaepkuBanus (RT) m mosHBIE CITEKTPBI MOJICKYJISPHBIX
(MS) wu ¢parmentHbIXx HOHOB BTOoporo (MS2) wu tperbero (MS3) mopsakos.
[lepeuncnenHbie mapamMeTpbl COOTBETCTBYIOIIME OMNpPECIsIEMbIM BEIIECTBAM
3aHECEHbl B OMOJMOTEKH MAacC-CIEKTpOB. buOmMMoTekn penakTUpyemsle,
nonoJyiHsieMble. BpemeHa yaep:KMBaHHsT M MacC-CIIEKTPhI BELIECTB IMOJIYYarOT B
CTaHJAPTHBIX YHU(MUIHUPOBAHHBIX YCIOBUAX, YTO TO3BOJISIET TPAHCIUPOBATH
MeTOJ ¢ TIpubopa Ha MpUOOp U co3aaBaTh OOIIHEe OMOIMOTEKH MacC-CIIEKTPOB U
BpeMeH yzepkuBaHus. OOpaboOTKy JaHHBIX U (POPMUPOBAHHE OTUETA BBHITOIHSIOT
B aBTOMAaTHYECKOM pexuMe. UyBCTBUTEIBHOCTh METOJHMKHA B PEKHUME IOJIHOTO
CKaHUPOBAHUS MPOYKT-UOHOB 5 HI/MII.

MeTton BI2KX ¢ TaHAE€MHBIM KBaJPYyNOJbHbIM mace-
CINIEKTPOMETPUYECKUM [1eTEeKTOPOM OCHOBAaH Ha  CJICAYIOIIMX IPUHIUIIAX.
BemecTtBa paszneiieHHbIE Ha XpOMaToOrpauyeckoil KOJOHKE HOHU3UPYIOTCS
AIIEKTPOPACTIBUICHHEM C 00pa30BaHUEM MPOTOHUPOBAHHBIX MOJICKYJISIPHBIX UOHOB.
[locne  macc-cemapanum  Ha  NEPBOM  KBAJPYyNoje  MNPOTOHUPOBAHHBIE
MOJIEKYJISIDHBIE HOHBI TOCJEAOBATEIBLHO TMOCTYNAIOT B SYEHKY COydapeHui
(BTOpOI KBapymoJib), TA€ MPOUCXOAUT UX (PparMeHTalus ¢ oOpa3oBaHUEM
criekTpa mpoaykT-uoHoB. OOpazoBaBimecs: (pparMeHTHBIE MOHBI TOCTYIAIOT Ha
TPETUIl KBAAPYIOJib, TJI€ MPOUCXOIUT UX Macc-cenapaius ¢ o0pa3oBaHMEM Macc-
CIEKTpa  MPOAYKT HOHOB, COOTBETCTBYIOIIMX  OMNPEACICHHOMY  HOHY-
MPEAIIECTBEHHUKY (MOJIEKYISIPHOMY MPOTOHUPOBAHHOMY MOHY). OTHOBPEMEHHO,
C BBICOKMM Ka4€CTBOM, MOJKHO PETHCTPUPOBATh HE Oosiee 4-5 MONHBIX CIEKTPOB
NpPOAYKT-UOHOB. IIpM CKpUHMHIOBOM  aHaiu3€ [JJig OJHOTO  BEIIeCTBa
PETUCTPUPYIOT TpU HamOoJiee WHTEHCUBHBIX (PArMEHTHBIX HMOHA U3  TOJHOTO
CIIEKTpa €ro NpoJyKT-uoHa. Eciiu BEIOUpaTh HOHBI (POH IO KOTOPHIM MUHHMAJIEH
MOXHO 00€CIIEYUTh BBICOKYIO UYBCTBUTEIBLHOCTD omnpeseneHus meroauku ( 1o 0.3
Hr/miu). Peructpamuss  (QparMEeHTHOTO MNPOAYKT-MOHA, MOJYYEHHOTO W3 HMOHA
npeamectseHHrka HazbiBaeTcss MRM nepexon (MouuTOpuHT MHOXECTBEHHBIX
Peakuuit). Bosmoxxno peructpupoBats 10 150-300 MRM nepexonoBbl B 0HOM
MeToze. MeTo TO3BOJIIET MPOBOJUTH BHICOKOUYBCTBUTEJIBHOE CKPUHHUHIOBOE
onpenenenre A0 150 BemecTB B OJHOM METOJAE, MOCIE KOTOPOIO >KeJaTeleH
NOATBEPAKAAIOMIUA  aHAIU3 TMOJHOTO CIEKTpa MPOJYKT-MOHOB  BEILIECTB,
UACHTUDUIIMPOBAHHBIX TMPU  CKpUHHUHTE. UyBCTBUTEIBHOCTH B  PEXKUME
pETHCTpaIK TIOJHOTO CIEKTpa MpoayKT-uoHoB 10 Hr/mn. B pytuHHOM aHamu3ze
METOJl TMO3BOJISIET PErUCTPUPOBATh TOJBKO BEIIECTBA, BHECEHHBIE B CIIUCOK
OnpeIeIIIeMbIX.



MaTepI/IaJIBHO-TeXHI/I‘IeCKOB o0ecreuyeHue METOAHUKH

JUis  BBINOJHEHWS METOAMKM Hcnoib3yroT BOXXX  xpomatorpadst
COCIMHEHHBIE C TaHJACMHBIMU TPEXKBAJIPYIIOJIBHBIMU MAaCC-CIIEKTPOMETPaMH HJIIN
Macc-CIIEKTPOMETPAMH THUITA HOHHAS JIOBYIIKA.

Anmaparypa  BJKX ¢ gerekTtopoM THHIa TpexMepHasi HOHHAS
JIOBYIIIKA. Macc-cnekTpomerpuueckuii  metektop  1oxtuper Bruker ¢
KHUIKOCTHBIM xpomarorpadom Dionex Ultimate 3000, yHudummpoBaHHBEIM
METOJMYECKUM oOecredeHrueM, Onbarorekon Macc-criektpoB MS1, MS2, MS3 u
BPEMEH YJAEPKMBAHUA LEJIEBbIX coenuHeHnit Ha 960 BemectB.  I[lepeuenn
OIPEIEISIEMBIX BELIECTB JaH B IPHUIIOKECHHH.

Tabnuna 1. [Tapamerpsl u ycinoust BOXKX

Xpomatorpadudeckas cucreMa Dionex Ultimate 3000 RS Pump,
LC-System HPG-3200RS
Xpomarorpaduueckas kosonka | Acclaim® RSLC 120 C18 2.2 pm,

(Column) 120A 2.1 x 100 mm (Dionex)
Temnepartypa xosnonku (°C) 40

JHenonnzoannas Boga (HPLC
grade), 0.1 % mMypaBbHHOI
PactBoputens A (Eluent A) KHACTOTHI, 2 MM dopmuara
aMMoHus, 1 % aneToHuTpuII.

Aneronutpui (HPLC grade), 0.1
% MypaBbUHOM KUCJIOTHI, 2 MM
dbopmuara ammonus, 1 %
JICMOHU30BAHHOM BOJIbI

PactBopuresns B (Eluent B)

Tun BBoaa (Injection Type) Needle Wash
OGbeM BBOIMMOIT IPOOBI, MM® 5
(mx, Injection Volume, pl)

Tabnuma 2. YcinoBus rpaJu€HTHOTO PEKKUMA MOJIauu AJIIOCHTA.

CKopoCTb MOTOKA ConeprxaHue dI10eHTa
Bpewms, mun 3
2JIFOEHTA, CM /MHUH B, %
0 0,5 1
1 0,5 1
8 0,5 95
9 0,5 95




9.06 0,5 1
11 0,5 1
Tabmuua 3. TIlapamerpsl ©  ycioBHS MacC-CIEeKTPOMETPUIECKOTO
JIETEKTUPOBAHUS

. IlapameTpsl HCTOYHUKA

3Ha4YeHue pu

3HaueHHe Npu

Pexum ACTCKTUPOBAHUA

1(pos/neg)*

(Source Parameters) ACTCKTHPOBAHUH JIETEKTHPOBAHHH
IMOJIOKUTCIJIbHBIX HOHOB MOJIOKHUTEILHBIX HOHOB
Dry Temp (°C) 320 320
Gas Flow (I/min) 8 3
Nebulizer (bar) 2 >
Capillary (V) 4500 4500
End Plate Offset (V) 500 500
MS/MS Frag Amp (V) 0.8 0.8
MS1,2,3 (Full SCAN) 70- | MS1.2,3 (Full SCAN) 70-
800 a.e.m. 800 a.e.m.

Method: Toxtuper.M
(peructpartiyisi TOJIHKO B
OKHaX MOMCKA IEJIEeBbIX

BEIIIECTB) B PEXKUME

perucTpanuu
TIOJIOKUTEIIbHBIX HOHOB

Method: Toxtuper.M
(peructpanus TOJIbKO B
OKHaXx IMOHUCKAa ICJICBBIX
BEIIICCTB)

B PEKUME PETUCTPALIUU
OTPULIATEILHBIX MOHOB

Pexum nerektupoBanus 2

(pos)

MS1,2,3 (Full SCAN) 70-
800 a.e.m.
Method:
Toxtuper_positive.M
(perucTpanysi B OKHax
MOMCKA IIEJIEBBIX
BEILIECTB U B PEKUME
Auto MSn mis
HEIHEJIEBBIX
KOMIIOHEHTOB)

) B peXKUME PErUCTpaIluu
TOJIBKO MOJIOKUTEIIBHBIX
HOHOB

Pexxum netexktupoBanus 3

(neg)

MS1,2,3 (Full SCAN) 70-
800 a.e.m.

Method:
Toxtuper_positive.M
(peructpanusi B OKHax
MOMCKA I[EIEBBIX

BCUICCTB U B PCIKUMC




Auto MSn s
HEIHEJIEBBIX
KOMITOHEHTOB) B PeKHUME
PETHCTPAIIUU TOJIBKO
OTPHUIIATEIBHBIX HOHOB

* - HamOoJsiee cneuu(pUYHBIN PEXKUM AETEKTUPOBAHUS

Tabmuma 4. Jlo6asnenns (HHL] sHapkomorun M3) x 6ubmmotexe Toxtuper 1.1.
Library (Crimcok Bemects Onoimoteku Toxtuper 1.1. Library man B npriioskeHHN)

ID* RT, M+H MS2 MS3
min

901 | FUB_PB_22 M214 567 567 |270.1 |358.3,

235.2,
109
839 | AB_CHMINACA M358 6.8 | 6.85 358.3 | 340.3, 241.3,
5 min 312.4, 145.2
241,3
840 |5F PINACA M362 1 481 |4.81 362.2 |316.3 298.3, 245
min
841 | PINACA nativ_6.49 6.49 332.3 | 286.3, 215.2
215.2
842 | AB_CHMINACA M2 259 |6.09 259.2 | 241.15 163.08,
145.09
843 | AB_FUBINACA M370 6.0 |6.03 370.2 |324.18 253.20
3 min

844 |PB_22F M250 5.46 min 546 |250.1 |206.13, |132.17,
186.16, | 118.20

132

847 | JWH-251 M1 336 6.09 min |6.09 336.3 |186.1 130.2

848 | JWH-203_M 356 6.07 min |6.07 356 186 130.2

849 |JWH-073_ M 344 581 min |5.81 344.2 | 216.1, 145.1
155.1

853 | MDPV_3.65 min 3.65 267.07 | 205,175, |175,135
135

855 | PVP_3.62 min 3.62 232.06 |161,191

Carfentanyl 4.38 min 4.38 395.30 |335,246 |279,145
857 | Methoxetamine 3.08 min 3.08 248.09 | 203, 174,121

854 | AB-PINACA nativ 6.05 6.05 331.0 286,314 |286




859 | THJ- 6.35 373.2 |355.3 329, 154.9
2201 M 373 155 6.4min
860 | THJ-2201 M 359 6.3min 6.20 359.2 [341.2 323.1,155
866 | TMCP_2201(XLR11) termal |7.29 330 249, 232
isomer 7.29
867 | TMCP-2201 7.58 min 7.58 330 312, 232,
125
868 | JWH-018_7.81 min 7.81 342 214,
154.80,
144 .85,
126.92
869* | TMCP-2201 nativ_ok 7.57 |7.57 330 312, 212, 143.8
min 232,125
870* | TMCP-2201 ok2 7.57 min 7.57 330 312, 212, 143.8
232,125
871* | THJ-2201 nativ_7.44 7.44 361 233, 213, | 213, 176,
176 144
(minor),14
4 (minor)
872* | AB-001_metab 7.31 min, 7.31 366 151 133
(11.33 min long)
873* | AKB-48 _metab 7.38 min 7.38 382 151 133
874* | AKB-48 metab 6.95 min 6.95 382.2 |151 133
min
875* | UR-144 metab 6.78 min 6.78 328.2 | 214 144
min
877* | JWH-018_metab 6.23 min 6.23 358.2 | 155 145
min
878* | JWH -018 metab 6.83 min 6.83 372.2 | 155 145
min
879* | JWH -018 metab 6.08 min 6.08 372.2 | 155 145
min
880* | ur matrix 4.76 min 4,76 358.2 155 137
881* | JWH-250 metab 6.59 min 6.59 352.2 | 137 109
min
882* | JWH-250 metab 5.28 min 5.28 366.2 |137 109
min
883* | AB-001 metab 6.92 min 6.92 366.2 | 151 133
min
945* | MDMB-Chm_metab 7.11 7.11 372.2 |326.2 241.0
min min




946* | MDMB-Chm_metab_frag 17.11m | 241.2 | 145.0 117.0
MS1 241 in
947* | AB-PINACA-F _metab 5.10 |5.10 251.0 |233.0 213.0
min min
948* | AB-PINACA-F_metab. 4.98 |4.98 263.0 |245.0 203.0
min min
950* | CBL-2201 nativ 7.61 min 7.61 376.2 |232.0 144.0
min
951* | MMB-2201 nativ 6.31 min 6.31 363.2 |232.0 144.0
min
952* | THJ-2201_nativ 7.44 min 7.44 361.2 |233.0 213.0,
min 251.0
953* | FUB-PB-22 nativ 6.95 min 6.95 397.1 |252.0 109.0
min

* 1D 1.1. Toxtuper Library

Annaparypa BIO7KX ¢ TaHIeMHBIM TPeXKBaAPYNOJbHBIM AeTEKTOPOM
neTeKTopoM Macc-cniektpoMerpudeckuid getekrop EVOQ Qube
Bruker ¢ xunkoctabM xpomarorpadom Advans mwiu Dionex Ultimate. Ycnosus
advans xpomaTtorpapuueckoro pa3aeicHus

[TapameTrpsl xpomaTorpaduyeckod CHUCTEMbl NpHUBEACHBI B Talmuie 1.
VYcnoBus TpaJueHTHOTO PEKKUMA MOAauU dIIOEHTA TPUBEACHBI B Ta0IHIIE 2.

Tabnuna 5. [lapametps! u yenoBuss BOKX.

Xpomarorpadudeckasi cucreMma AQvans o
L C-System Dionex Ultimate 3000 RS Pump,
HPG-3200RS
XpomaTtorpadudeckas KOJOHKA Acclaim® RSLC 120 C18 2.2 um,
(Column) 120A 2.1 x 100 mm (Dionex)
Temnepatypa xononku (°C) 40

200 cm® JICMOHU30BAHHOM BOJIHI,
PactBoputens A (Solvent A) 0,3 r arrerata aMMOHUS,
100 mm® MYPaBbUHOU KHUCJIOTHI

PactBoputens B (Solvent B) ALICTOHUTPHIT

Tumn BBoza (Injection Type) Needle Wash
OGbeM BBOAUMOIT IPOBEL, MM 5
(mx, Injection Volume, pl)

Tabnuia 6. YcnoBus rpaIi€HTHOTO PEKKUMa MOJIa4YH THOEHTA.

CKopocCTh NOTOKA CopeprxaHue 3IH0eHTa
3
9JI0EHTA, CM /MHH A, %

0 0,2 95

Bpewms, mun




2 0,2 95
5 0,2 70
8 0,2 40
10 0,2 S
12,5 0,2 S
25 0,2 70
26 0,2 95

2. YcJ10BHSI MacC-CIIEKTPOMETPHYECKOT0 1eTEKTHPOBAHUS

[TapameTpbl Macc-CHEKTPOMETPUUYECKOTO JETEKTUPOBAHUs IPUBEICHBI B
tabnuie 3. YCIoBUSL pPETUCTpAlMM aHATUTUYECKUX CUTHAIOB B pexkume MRM
npuBeieHbl B Tabmuie 4. ONTUMU3AIUIO YCIOBUN JETEKTUPOBAHUS MPOBOISAT C
UCIIOJB30BaHMEM  paboyero  pactBopa ¢  KonmeHTparueid 0,1 MKr/cM®,
IPHUTOTOBJICHHOTO  corjacHo  5.2.2.  Duepruto  ¢parmenranuu  (Frag)
ONTUMU3HPOBaIKM ¢ maroM 10 B mo MakCUMMalIbHOMY OTKJIMKY TPOTOHUPOBAHHOTO
monekyisipuoro noHa (Precursor). Duepruto komumsuu (CE) ontumusupoBamu ¢
maroM 10 B 1mo MakCMManbHOMY OTKIMKY XapaKTEPUCTUYHOTO IMPOAYKT-HOHA
(Product).

Tabmuma 7. [TapameTpsl Macc-CIIEKTPOMETPUYECKOTO JETEKTUPOBaHUSI MS

QQQ.

[TapameTtpbl uctouHuka (Source 3HaueHME NPU JCTEKTUPOBAHUU
Parameters) MOJIOKUTEIIbHBIX NOHOB
Gas Temp (°C) 320
Gas Flow (I/min) 8
Nebulizer (psi) 27
Capillary (B) 3700
Vcharging (B) 500
Pexum nerexktupoBanus | MS2 (Full SCAN) 50-700 a.e.m.
PexxuMm nerexktupoBaHus 2 MRM
MRM

Precursor | Product | RT,
Compound Name lon lon min Collision Energy

2C_I_NBOMe 14.78 min 428,8 121,4 14.78 | 15

JWH-210 metab 11.65 min | 400,2 197 11.65 |18

JWH-210 metab 12.16 min | 400,2 197 12.16 |18

FUB-PB22 nativ 16.54 min 397 252,3 16.54 |8

Vs W IN e

Carfentanyl nativ 14.03 min | 395,4 246 14.03 | 20




6. | AKB-48 metab 14.31 min 382,4 151,3 14.31 |15
7. |2C_B_NBOMe 14.52 min 380,1 121,2 14.52 |15
8. | PB-22F nativ 16.42 min 377,1 232,1 16.42 |8
9. | MAM-2201 nativ 17.12 min | 374,5 169,4 17.12 | 20
MDMB-Chminaca metab
10. | 15.77 min 373,5 241,3 15.77 |10
11. | THJ-2201 metabl 15.68 min | 373,2 155,5 15.68 |15
12. | THJ-2201 metab 15.67 min | 373,2 155,2 15.67 |15
13. | JWH-018 metab 15.34 min | 372,3 155,2 15.34 |15
14. | JWH-250 metab 14.21 min | 368,4 137,2 14.21 |15
15. | AB-001 metab 16.66 min 366,3 151,2 16.66 | 20
16. | JWH-250 metab 14.58 min | 366,3 137,2 14.58 | 15
17. | JWH-250 metab 14.93 min | 366,3 121,2 1493 |15
18. | JWH-250 metab 14.92 min | 366,3 121,2 14.92 |15
19. | MMB-2201 nativ 15.86 min | 363,6 232,4 15.86 | 15
20. | THJ-2201 nativ 17.27 min 361,4 233,3 17.27 |15
21. | PB-22 nativ 17.43 min 359 214,1 17.43 |8
AB-Chminaca metab 15.20
22. [ min 358,3 241,3 15.20 |15
23. | JWH-018 metab 15.74 min | 358,2 155,1 15.74 |15
24. | JWH-018 metab 15.11 min | 358,2 155,1 15.11 |15
25. | ur matrix 13.93 min 358,2 137,2 13.93 |15
26. | JWH-203 metab 16.20 min | 356,2 282,1 16.20 |18
27. | JWH-203 metab 15.54 min | 356,2 186,2 15.54 |18
28. | JWH-203 metab 15.86 min | 356,2 125,2 15.86 |18
29. | JWH-250 metab 15.23 min | 352,4 186,3 15.23 |15
30. | JWH-250 metab 15.31 min | 352,4 186,3 15.31 |15
31. | JWH-250 metab 16.13 min | 352,4 137,2 16.13 |15
32. | JWH-250 metab 15.94 min | 352,4 121,2 15.94 |15
AB-PINACA metab 13.60
33. [ min 348,4 330,4 13.60 |10
AB-PINACA metab 13.27
34. | min 348,4 302,4 13.27 |10
AB-PINACA metab 14.28,
35. | 14.61 min 348,4 302,4 14.61 |10
AB-PINACA metab 13.60
36. [ min 348,4 231,3 13.60 |10
TMCP-2201 metab 15.67
37. [ min 346,3 232,1 15.67 |15
TMCP-2201 metab 16.12
38. [ min 346,3 125,2 16.12 | 15




39. | UR-144 metab 16.51 min 344,4 326,3 16.51 |15

40. | UR-144 metab 16.13 min 344,4 246,2 16.13 |15

41. | UR-144 metab 15.68 min 344,4 230,2 15.68 | 15

42. | UR-144 metab 13.36 min 344,3 326,3 13.36 |15

43. | JWH-073 metab 15.62 min | 344,3 155,2 15.62 |18

44. | JWH-073 metab 15.65 min | 344,3 155,2 15.65 |18

TMCP-2201 metab 15.86
45. | min 342,7 125,4 15.86 | 15

46. | JWH-018 nativ 17.89 min 342,6 155,3 17.89 |20

47. | JWH-203 nativ 14.08 min 340,1 282,3 14.08 |18

48. | JWH-251 metab 15.60 min | 336,4 186,3 15.60 |18

49. | AB-PINACA nativ 15.60 min | 331,4 286,3 15.60 |10

50. | TMCP nativ 17.42 min 330,6 232,4 17.42 | 20

51. | UR-144 metab 15.82 min 328,4 230,3 15.82 | 15

52. | UR-144 metab 18.22 min 328,4 230,3 18.22 | 15

53. | JWH-073 nativ 17.46 min 328,3 155,2 17.46 |18

54. | UR-144 metab 16.88 min 328,2 214,3 13.87 | 15

55. | Clozapine nativ 13.87 min 327,4 270,4 13.87 |20

56. | Imipramine 17.39 min 279,2 149,1 17.39 | 20

57. | MDPV nativ 12.59 min 276,5 175,5 12.59 |20

58. | FUB-PB22 metab 15.06 min | 270,2 109,4 15.06 |8

59. | Tramal nativ 12.10 min 264,1 58,2 12.10 |15
AB-Chminaca metab 15.05

60. | min 259,4 241,2 15.05 |8
AB-PINACA-F metab 13.69

61. | min 251,3 233,1 13.69 |15

62. | PB-22F metab 14.82 min 250 206,4 14.82 | 15
Carbamazepine nativ 13.87

63. | min 237,4 194,5 13.87 |15

64. | PVP nativ 12.37 min 232,4 161,3 12.37 |15

65. | PB-22 metab 15.63 min 232,1 188,3 15.63 | 15

66. | Caffeine 195,3 138,3 12

67. | Nicotine 163,3 131,9 2.05 12

Hoaroroska npod moun aAasst BXKX-MC/MC ananuza

Meroa BKJIIOYAET JIB€ aHATUTUYECKHWE MPOLETYpPbl MOATOTOBKH MPOOBI U
aHanu3a.
IMpouexypa 1. kuciotHeli ruaponu3 skcrpauus npu pH 9, nepuBaruzanus
TpudTopykcycHbiM  anruapugom (TDAA). Onpenensitor UHIMBHAYaTbHBIC
BEILECTBA CIAEAYIOIUX XUMUUYECKUX TPYIIIL:




» Kannabumumeruxku JWH-018, 073, 250, 251 ux cTpyKTypHBIE aHAJIOTH U UX
METa0OJIUTHI.

* Onuatel, METaOOIUTHI, COMYTCTBYIOUIUE KOMITIOHEHTHI.

* AwmderaMuHBI U UX METaOOJIUTHI.

» bapOutypatrbl U UX METa0OJIHTHI.

» benzoaunazenuHbl ¥ MPOAYKTHI UX TUAPOIIU3A.

» CuHreTnueckue HapkoTHueckue BemectBa (B T.u. PVP, MDPV) u mux
METaOOIHTHI.

o IlcmnonmH, ICUIIOMUONH.

» ben3ommKronuH. KiogenuH.

Ipouexypa 2. Mouy noaBepraroT IMIEJIOYHOMY THIPOJIH3Y, OKCTPATHPYIOT
cMechlo Tekcan-stwnanerat 7:1 mpu pH 2-3. OmpenenstoT WHIANBUAYaTbHBIC
BEII[ECTBA CIACAYIOINUX XUMHUUECKUX TPYIIIL:

« Kaunaoumumeruku PB-22, PB-22F, FUB-PB, AB-Pinaca, Ab-Chminaca,
THJ-2201, TMCP-2201, MDMB-Chm, MMB-2201 wux CTpyKTypHbIC
aHAJIOTH M UX METa0OJHUTHI.

e Kucusle merabomuter JWH-018, 073, wu kwuciasle MeTaOOIUTBI HUX
CTPYKTYPHBIX aHAJIOTOB.

* Merabomutr  TeTparuapoKaHHAOMHOMA! 11- wop  —nmenbra-  9-
KapOOKCUTETparuapoKaHHAOMHOJIOBOH KHCITOTBI B BUJIC
neHTadTOPIPOU3BOTHOTO.

IIpouenypa 1.

IIpuroroB/ieHHe CcMeCH OpPraHM4YecKHX pacrBopuresei. s >KcTpakuuu
TOTOBSIT CMECh PACTBOPUTEIICH:

1. wuzompormnoBslil ciupt 10%

2. nuxyiopmetal 35%

3. 1,2-muxmopatand 23%

4. renran 32%
B mepnbiii muuaap Ha 100 ma BHOocat 10 mu1 M3onponuiioBoro cnupra, 35 mi
auxjopMeTana, 23 mi 1,2-nuxnopstana u 32 mi rentadHa. CMech MepeMENIUBaIOT
Y XpaHAT B TEPMETUYHO 3aKPBITON CTEKISTHHOU €EMKOCTH.
MO>XHO HCIONB30BaTh SKCTPAKIIMOHHYIO CMECh - METWJICHXJIOPHUJ : TenTaH
uzomnpornanon ( 7:2:1).

IIpurorosienue TBepaoro o6ydepa. B3semupator 100 r rugpokapdboHaTa HATPuUs
u 50 r kapOoHaTa HaTpHUs, IEPEMELINBAIOT U NIEPETUPAIOT B CTYTIKE.

IMoaroroBka nmpooObI A aHaAU3a. MeToauKa NOArOTOBKY MPOObI BKITIOYAET
CTaJIMM TUAPOIN3a, IKCTPAKLUNU U JEPUBATU3ALNU.

Kucaorublii rugpoaus. B  npobupky ¢  3aBUHYMBAIOMICHCS  KPBIIIKON
BMECTUMOCTBIO 9 MII BHOCAT 3 Mu1 aHanu3upyeMoil Mmouu, ngo0aBisitor 300 MK
xoHueHTpuposannoii HCl, u Beiiepxkmsaior 1 wac mpu 90°C. Tmmpommsar
OXJIAKIAIOT A0 KOMHATHOM Temneparypbl. K runponusaty nobasmstor 300 Mk



ammuaka 10% - HOTO BOJHOTO U SKCTPArUPYIOT, KaK OMKUCAHO HUKE.

Bbiiesienne BemecTB M3 MOYH  KHAKOCTH/’KMAKOCTHOM 3KCTpakunuei. B
YUCTYI0, CyXyI0 IpoOupKy oobemoM 10 mi1 BHecTH 3 T XJIOpUJia HATpUs, TBEPAbIN
oydep Ha koHumke mimaress 40-50 Mr 1 3 MIT SKCTPAKIIMOHHOM CMECH.
e B npobupky BHOCAT 3 MJI MOYM WJIA THAPOJIN3ATA MOYH.
e DkcTparupyroT 10 MUH Ha OpOUTATHPHOM IIEHKEpE.
o Ilenrpudyrupyror mpu 3000 06/mMuH 5 MUH.
e OTaenstoT OpraHUuYecKUii CJION, MEePEeHOCIT B METAIUIMYECKUN KOJIMayoK
TOX-LAB nns ymapuBanus W ymapuBalOT B TOKE TOPSYEro BO3AyXa
(9KCTpakT He TMepecylnBaTh, MpPEKpalarh yhnapuBaHHE cpa3y IMocIie
MCYE3HOBEHUS XUAKON ¢asbl). K ymapennomy skctpakty nobaBisror 500
MKJ aUETOHUTPWIA, BCTPAXUBAIOT Ha BHOpomukcepe 2-3 ceKk H
aHAIIM3UPYIOT.

IIpouenypa 2.

IIpuroroBienne peakTuBOB. [ EI0YHOTO TUAPOIU3a Ucnonb3ytoT NaOH
nu KOH.

[Tpurorosnenue SM pactBopa NaOH . K 2r NaOH no6aBisitoT 1uct. Boay
10 oobema 10 mur.

[Tpurorosnenue SM pactBopa KOH. K 2.8r KOH no6aBnsitot quct. Boay
10 oobema 10 mur.

IHoaroroBka npoobI

I'mapoau3: x 3 mum moum pobGasmstor 0.5 mum SN pactBopa  NaOH,
BBIJICP)KUBAIOT IIpU 50°C B teuenne 20 MHUHYT.
Broiaesnenue onpeaesisieMbIX BelIECTB KUIKOCTHOM IKCTPAKIMEH.

e B [IPOOUPKY BHOCAT 3 MJI MOYH WUJIM THIPOJIM3aTa MOYH.
e ruapoiu3aT moAKucIaoT A0 pH 2-3 moGaBmenmem 250-350 MK KOHII.
COJISIHOM KHCJIOTHI,
® DOKCTparupyroT 3 MJ CMECH H300KTaH-dTWianerar 7:1 Ha opOUTAIIBHOM
mieiikepe 5 MuH, OkcTparupytor 10 MUH Ha OpOUTATBLHOM LIEHKEpE.
e ueHtpudyrupytot npu 3000 06/mMuH 5 MuUH.
® OTACISIIOT OPraHUYECKHUM CJIOM, IEPEHOCSAT B METAJUIMYECKUH KOJIIAYOK
TOX-LAB s ynapwBaHusi M ymapuBalOT B TOKE TOPSYErO BO3IyXa
(3KCTpakT HE mepecylrBaTh, IpeKpaulaTh yHapuBaHUE cpasy I[Oocie
ncue3HoBeHUs >kujkoi ¢asel). K ymapenHomy skctpakty mobasisior 500
MKJ aUETOHUTPWIA, BCTPAXUBAIOT Ha BHOpomukcepe 2-3 cek H
aHaJM3HUPYIOT.

IToaroroBka o0pa3uoB BOJIOC M HOI'TEM ISl AHAJIHU3A
@epMeHTHBINH THAPOJIU3 00Pa3L0B BOJIOC



OOpasen; BOJOC OTMBIBAIOT OT 3arpsi3HEHHM B XMMHYECKOM CTaKaHE C
BOJIHBIM pacTBOpoM [TAB.

[IpoMBIBAIOT JEMOHU3UPOBAHHOW BOJOW 10 MOJIHOTO YAAQJICHHUSI MOIOIIETO
CpEeIICTBa, 3aT€M MPOMBIBAIOT METAHOJIOM.

BricymuBaioT U u3MenbyaroT HOKHUIIAMHU.

B3BemmuBarot, macca HaBecku 20-100 mr.

[TomemnatoT B IJIACTHUKOBYIO MTPOOUPKY nmoOaBistor 1.5 M meraHoa,
BBIJICP)KMBAIOT HAa BHOpOMHUKCEpe | MHH, METaHOJ MEPEHOCSAT B BUATY M
AaHANMM3UPYIOT HA HAJIWYUE BO3MOXKHBIX TIOBEPXHOCTHBIX 3arpsS3HCHHM
oOpasria.

Ho6Gasnstor 1 mi BogHoro pactBopa (pH 6.5.) 1/10 B-rmroxypoHunassl,
TIETICHHA, TPUTICHHA W KePaTHHA3HI.

Beinepxusator ripu 40° C B Teuenue 12 u.

OOpabateiBatoT Ha 1 4. HA yIBTPa3BYKOBOM OaHe.

Lenrpudyrupyror B TeueHue 5 munyt npu 14000 06/mMuH.

Bonnyto a3y otaenstor u oOpabaThIBalOT METO0M TBep0ha3HOM
HKCTPAKIIHH.

Ileso4Hoil rUapPoJIU3 00Pa3LOB BOJIOC

OOpazerl BOJOC OTMBIBAIOT OT 3arps3HEHUA B XMMHYECKOM CTaKaHE C
BOJHBIM pacTtBopoMm ITAB.

[IpoMBIBAIOT JEMOHU3UPOBAHHOW BOJOW 10 MOJIHOTO YAAQJICHHUS MOIOLIETO
CpEJICTBA, 3aTEM MPOMBIBAIOT METAHOJIOJIM.

BrICcylIMBaIOT U U3MENbYAIOT HOKHUIIAMHU.

B3BsemmuBarot, macca HaBecku 20-100 mr.

[TomemaroT B MJIACTHMKOBYHO NPOOMPKY n00aBisioT 1.5 M MmeTaHoua,
BBIIEP)KUBAIOT Ha BUOpoMmMuKcepe 1 MHUH, METaHOJI MEPEHOCAT B BUATLY U
AHAIM3UPYIOT HA HAJIWYUE BO3MOXKHBIX IOBEPXHOCTHBIX 3arpsA3HEHUM
obpasra.

Hob6asnsror 1.5 M Bomgnoro pactBopa 2M NaOH. Beinepxkusator nmpu 60°C
B TeueHue | 4. Ha ynpTpa3ByKOBOI OaHe.

[Munponuzat mogkucisitoT 1o pH 2-3 mo6asnenrem 170 MK KOHII. COJITHOU
KHCJIOTBI.

DKCTparupyroT 3 MJI CMECH HM300KTaH-dTWiIaneTaT 7:1 Ha opOuTaibHOM
HIEUKEPE 5 MUH.

Hentpudyrupytor npu 3000 06/mMuH 5 MuUH.

OTaenstoT OpraHuYeCKUd CIOH, TMEPEHOCAT B METAJUIMYECKUN KOJIadyoK
TOX-LAB nns ynmapuBaHusi ¥ YNAapuUBalOT B TOKE TOPSYEro BO3AyXa
(3KCTpaKT He mepecylMBaTh, MpeKpaulaTh yHapuBaHUE Ccpa3zy IMocie
nc4Ye3HOBeHUs Xuakoi ¢asel). K ymapennomy skctpakty mobdasmsitor 200
MKJI aUETOHUTpUJA, BCTPAXUBAIOT Ha BuOpoMukcepe 2-3 cek u
aHAIU3UPYIOT.



IKCTPAKIMA METAHOJIOM 00Pa3L0B BOJIOC U HOI'Tel

OOpazel; BOJOC WM HOTTEH OTMBIBAIOT OT 3arpsi3HEHU B XHUMHYECKOM
CTakaHe ¢ BOAHBIM pacTBopom ITAB.

[IpoMBIBAIOT JEMOHU3UPOBAHHOW BOJOW 10 TMOJIHOTO YAAQJICHHUSI MOIOIIETO
CpEeIICTBa, 3aTEM MPOMBIBAIOT METAHOJIOM.

BricymmBaioT 1 u3MenbyaoT (HOKHUIIAMHU).

B3BemmuBarot, macca HaBecku 20-100 mr.

[TomemnaroT B MIIACTUKOBBIN (hITaKOH.

JloOaBmsroT 3 M MEeTaHOIIA.

BolaepxuBatoT Ha yJabTpa3ByKoBoi OaHe 3 yaca.

Lentpudyrupyrot npu 6 - 14 teic 06/MUH.

MeTaHoJT OTAETAIOT U yIapuBaloT B amoMuHIEBOM Komadke TOX-LAB.

K cyxomy ocrarky no6asmistor 150 mxn meranona, 3 ma 0,1 M ¢docdarnoro
Oypepa, pH 6.0 u mnoaBepraloT OYUCTKE METOAOM TBepAO(a3zHOU
AKCTPAKIHUHU.

TBepaogaznas IKCTpakUUs

Jns TBepao(da3HOM SKCTpaKIMK UCTIONb3yIoT KapTpumku Bond Elute Sertify
BMECTHUMOCTBIO 3 MJI ¢ Maccoii copOenta 200 mr.

KonnuimonupoBanue kapTpupka (KOJOHKK) (MOTOK 3-5 MJI/MUH).

— 3 MJ MeTaHoA.

— 3 m1a0,1 M docdarnoro 6ydepa, pH 6.0.

Hanecenue oOpasia Ha KapTpUIK.

— IIponyckanu npoOy uepe3 kapTpuk. bt IIpoMbiBKa BO10i.

— IIpomnyckanu yepe3 KapTpUuIxK 3 MJ1 J€MOHU30BAaHHOU BOJIBI (ITOTOK 3-
5 Mil/MuH).

Ilonxucnenue.

— IIponyckaroT 2 mi 1M yKCyCHOW KUCIIOTBI YEpPE3 KapTpHUIK (ITOTOK 3-
5 MJI/MUH).

— BeicymmBanu KapTpuK B TeUCHUE 2 MUHYT.

[IpoMBIBKA T€KCAHOM.
— TIpomyckaroT yepe3 kapTpuk 3 Ml rekcada (MOToK 3-5 MiI/MUH).
COop KuCIION/HEUTpaTbHOU (PpaKIuu.

— IIpomnyckaroT yepe3 kapTpuk 1,7 mit cMecu rekcan:atunanerart (1:1)
(morok 1-2 mMa/MuR).

— CoOuparT KHCITyI0/HEUTpaIbHYIO (Ppakiuio.

—  YaajisroT OCTaTKM JII0€HTa TOKOM a30Ta.

IIpoMBIBKa KapTpUIKa METAaHOJIOM.
— IIpomyckaroT yepe3 KapTpuk 3 M1 MeTaHoJa (MOTOK 3-5 MJI/MUH).
— BreicymmBaroT KapTpUIK B TEUEHUE 2 MUHYT.

COop oCHOBHOM (PppaKIuu.

— Ilponyckaror yepe3 kapTpuk 1,7 MiI cMeCH AUXIJIOPMETAH :
IPOIAHOA-2 | KOHUEHTPUPOBAHHBIN pacTBOp aMMuaka (78:20:2)
(motoxk 1-2 Ma/MuH).

— Co0paroT 0OCHOBHYIO (PpaKIuio.



» KonnenrpupoBanue Gppakxiiuii.

*  VYmapuBaroT cofep>KUMOE BUaJl C COOpaHHBIMU (DpaKIUSIMHU.
» PactBopsitoT cyxoii octaTok B 150 MKJT alleTOHUTpUIIA U AaHATM3UPYIOT.

[Ipunoxenue 1.

PactBoputenu u peaktusbl A1 BOXXX-MC/MC ananuza

KonmnuectBo

Ha 2000 ananmzos
HaumenoBanue En. u3m.
Bona nenHun3oBaHHast ¢ OCTaTOYHBIM
conportusienueM 10-18 MoM
U cojieprkanuem odmiero yriaepoaa 10-20 ppb/ b
Mertanon s BOXXX (HPLC grade) b 8
Aneronutpm it BOXX (HPLC grade) b 20
[Tponanon-2 «OCY 13-5» 1 9
['enran X4 a 9
Otunanerar X4 b 9
byrunanerar X4 b 9
["'excan nwiam n300kTaH (TpuMetuianenTan) X4 1 10
Metunen xmopuctbiii XU «Lichrosolv» 1 10
1,2-JluxjopaTan 1 9
Hatpus xsopun v.1.a. KT 3
A1leToH a 3)
Tonyon 1 3)
Kap6onart Hatpus 4.1.a. KT 1
bukapOoHaT HaTpus 4.1.a. KT 1
I'mapokcua HATpUA 4. 11.a. KT 1
Kucnora consnas X4 1 1
Ammuak 25% BOIHEBIN hi 3
ITepexucs Boopoaa 33% | 3
Kamus pochar neyzamemennsiit K2ZHPO4 4.1.a. KT 1
Kamus docdar ognoszamemniennsiii KH2PO4 KT 1
Hatpusi docdat nBy3ameniennsiii Na2HPO4 KT 1
Hatpus docdart onnoamemennsiii NaH2PO4 KT 1
AueraT HaTpus KT 1
YKcycHas Kuciaora 1 1
MypaBbrHasI KHCIIOTA 1 1
OpTtodocdopHast KUCIOTa | 1
TpuxsiopykcycHasi KHCJIOTa KT 1




dopMuaT aMMOHUS r 500

Auerat aMMOHHUSA r 1000

[Tpunoxxenue 2.

Crextpbl mpoaykT-uoHOB MS-QQQ, kaHHAOMMHUMETHKOB, WX METAa0OJUTOB M
COITYTCTBYIOITUX BEIICCTB.

MS/MS full Prod

TandemQuadrupole + Product lon (319.0 -> **) (14.967 min) Chlorpromazine 14.97 min ( mix_...
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Chlorpromazine 14.97 min, ID 21, CE 15.
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TandemQuadrupole + Product lon (373.0 -> **) (15.767 min) THJ-2201 M1, 15.67 min (ur 553...
x10 2 155.2
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THJ-2201 M1, 15.67 min, ID 94, CE 15

TandemQuadrupole + Product lon (373.2 -> **) (15.708 min) THJ-2201 M1, CE 15 15.65 mi...
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TandemQuadrupole + Product lon (359.2 -> **) (15.432 min) THJ-2201 M2, CE 15 (ur 629..
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TandemQuadrupole + Product lon (361.2 -> **) (17.263 min) THJ-2201 nativ ( hair 3 Yakutsk)
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TandemQuadrupole + Product lon (361.0 -> **) (17.272 min) THJ-2201 nativ, high ( sbst.)
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TandemQuadrupole + Product lon (361.0 -> **) (17.239 min) THJ-2201 nativ, middle ( sbst.)
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TandemQuadrupole + Product lon (361.0 -> **) (17.280 min) THJ-2201 nativ, low ( sbst.)
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TandemQuadrupole + Product lon (380.0 -> **) (14.522 min) 2C_B_NBOMe 14.52 min ( subst.)
2

64.9

12

91.0

|

146.8

200.00

179.0 210.0

250.00

2427 272.0

300.00

350.00

328.6

400.00

3g9.1
I

2C_B_NBOMe 14.52 min, ID81, CE15

50.00

100.00

150.00

200.00

250.00

300.00

350.00

400.00



TandemQuadrupole + Product lon (428.0 -> **) (14.778 min) 2C_|_NBOMe 14.78 min ( subst.)
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TandemQuadrupole + Product lon (366.0 -> **) (16.656 min) AB-001_metab 16.66 min ( ur_AB-001)
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AB-001_metab 16.66 min, 1D 67, CE15



x102 |
0.9

0.8+
0.7+
0.6+
0.5+
0.4+
0.3+
0.2+

0.1+

TandemQuadrupole + Product lon (358.0 -> **) (15.200 min) AB-CHMINACA metab (nativ-COOH) 15....

72.2
i

145.2
i

24

3

312.4

50.00

100.00

150.00

200.00

358.3
259 1 . ﬁ

25000 300.00 350.00 400.00  450.00

AB-CHMINACA metab (nativ-COOH) 15.20 min, ID 95, CE15

x10 2 |
0.9

0.8
0.7
0.6
0.5
0.4-
0.3
0.2

0.1+

0-

TandemQuadrupole + Product lon (259.0 ->**) (15.053 min) AB-CHMINACA metab -COOH 15.05 mi...

55.3
b

97.1

145.0

197.8

24

2

2*-4 289.6 3565.8 416.7

50.00

100.00

150.00

200.00

25000 300.00 350.00 400.00 450.00
AB-CHMINACA metab -COOH 15.05 min, ID 96, CE15



TandemQuadrupole + Product lon (233.3 -> **) (14.991 min) AB-PINACA metab 14.99 min (ur PINAC...
x10 2] 215.3

0.9+
0.8+
0.7+
0.6+
0.5+
0.4+
0.3+

0.2+

0.1 145.0

0-

82.7 121.0 |159.1 186.5 2@5 262.1 305.8 355.5 399.6
B T

50.00 100.00 150.00 200.00 250.00 300.00 350.00 400.00

AB-PINACA metab 14.99 min, ID 87, CE10
TandemQuadrupole + Product lon (248.3 ->**) (14.883 min) AB-PINACA metab ( -OH) 14.88 min ??7?...
x10 2 | 185.3

0.9+
0.8+
0.7+
0.6+
0.5+
0.4+
0.3+
0.2+ 231.2

0.1+

70.6 109.4 169.8 212.5 24‘.3 303.6 355.6 399.7

50.00 100.00 15000  200.00 250.00 300.00 350.00 400.00
AB-PINACA metab ( -OH) 14.88 min 1D 93, CE10

0-



x102 |
0.9

0.8+
0.7+
0.6+
0.5+
0.4+
0.3+
0.2+

0.1+

0-

TandemQuadrupole + Product lon (348.4 -> **) (13.274 min) AB-PINACA metab1 (nativ-OH) 13.27 mi...

72.2
l 89.3

145.1
130.9 |
T

175.1
N

21

8.3

231.3

249.3

261.9

302.4

284.4

330.4

34
L 4

348.

4

4

399.5

50.00

100.00

150.00

200.00

250.00

300.00

AB-PINACA metabl (nativ-OH) 13.27 min, 1D 88, CE10

x10 2 |
0.9

0.8+
0.7+
0.6+
0.5+
0.4+
0.3+
0.2+

0.1+

0-

350.00 400.00

TandemQuadrupole + Product lon (348.4 ->**) (13.600 min) AB-PINACA metab2 (nativ-OH) 13.60 mi...

72.2
I

1451
i

175.2

23

213.2

3

249.2

302.4

284.3
-

348.

330.4

4

50.00

100.00

150.00

200.00

250.00

300.00

AB-PINACA metab2 (nativ-OH) 13.60 min , ID89, CE10

350.00 400.00



x102 |
0.9

0.8+
0.7+
0.6+
0.5+
0.4+
0.3+
0.2+

0.1+

0-

TandemQuadrupole + Product lon (348.4 -> **) (14.072 min) AB-PINACA metab3 (nativ-OH) 14.07 mi...

70.2

115.9 145.0

21

195.2

b.3

231.2

330.4

3124

284.3 348.3

J_ . lzsz.e 391.8

50.00

100.00

150.00

200.00

L 249.3
f

250.00

300.00 350.00 400.00

AB-PINACA metab3 (nativ-OH) 14.07 min, 1D90, CE10
TandemQuadrupole + Product lon (348.4 ->**) (14.281 min) AB-PINACA metab4 (nativ-OH) 14.28 mi...

x10 2 |
0.9

0.8+
0.7+
0.6+
0.5+
0.4+
0.3+
0.2+

0.1+

72.2
|

98.9

161.1
|

2313

2151 | 249.2

]

302.4

348.4

0-

50.00

100.00

150.00

200.00

250.00

284.4 33?-3 l
T

300.00 350.00 400.00

AB-PINACA metab4 (nativ-OH) 14.28 min, 1D91, CE10



TandemQuadrupole + Product lon (348.4 -> **) (14.612 min) AB-PINACA metab5 (nativ-OH) 14.61 mi...
x10 2] 231.3

0.9+
0.8+
0.7+
0.6+
0.5+
302.3
0.4+

0.3+

0.2+
348.4

01
72.2
|~ 1047 1354 1°10 1870 2127 | 2493 277.1 33:'2l 3875

50.00 100.00 150.00 200.00 250.00 300.00 350.00 400.00

AB-PINACA metab5 (nativ-OH) 14.61 min, 1D92, CE10
TandemQuadrupole + Product lon (331.4 ->**) (15.601 min) AB-PINACA nativ 15.60 min (ur PINA..
x10 2 | 286.3

0.9+
0.8+
0.7+
0.6 215.2
0.5+
0.4+
0.3+

331.3

0.2+

313.2
0.1+

99'.0 . 145.1 179.2 232.1 356.6 393.0

0-

5000 10000 16000 20000 25000 30000 35000 40000 450.00
AB-PINACA nativ 15.60 min, ID86, CE10



x102 |
0.9

0.8+
0.7+
0.6+
0.5+
0.4+
0.3+
0.2+

0.1+

AB-PINACA-F metab 13.69 min ( ur 170 Ekb)

68.8

50.00

100.00

94.8 1287

145.0

150.00

2331

213.0

300.1 381.1 434.5

200.00 250.00 300.00 350.00 400.00 450.00

AB-PINACA-F metab 13.69 min, 1D84, CE15
TandemQuadrupole + Product lon (382.0 ->**) (16.828 min) AKB-48 metab 16.83 min ( ur_AKB_48)

x10 2 |
0.9

0.8+
0.7+
0.6+
0.5+
0.4+
0.3+
0.2+

0.1+

91.1

67.1 ||

151.3

133.2

382.4

182.8 2151 2932 329.3 365.2* 4436

0-

50.00

100.00

150.00

20000 250.00 300.00 350.00 400.00  450.00

AKB-48 metab 16.83 min, ID46, CE15



x102 |
0.9

0.8+
0.7+
0.6+
0.5+
0.4+
0.3+
0.2+

0.1+

0-

TandemQuadrupole + Product lon (278.0 -> **) (14.658 min) Amitriptiline 14.66 min ( mix_nir)

58.2

721

91.2

[

155.3

27

233.3

191.3

218.3

8.4

322.9 348.9 380.1

x10 2 |
0,9

0,8+
0,7
0,6
0,5+
0,4
0,3
0,2+
0,1+

50.00
Amitriptiline 14.66 min, 1D24, CE15.

100.00

150.00

|

20000  250.00

30000  350.00  400.00

TandemQuadrupole + Product lon (237,0 -> **) (13,869 min) Carbamazepine 13.87 min ( mix_nir)

0-

1945
237.4

59,0 108,3 1590 | ‘ 2886 3322 380,5

50,00 100,00 150,00 200,00 250,00 300,00 350,00 400,00

Carbamazepine 13.87 min, 1D28, CE15.

x10 2 |
0,9

0,8+
0,7+
0,6+
0,5+
0,4+
0,3+
0,2+

TandemQuadrupole + Product lon (395,4 -> **) (14,034 min) Carfentanyl 14.03 min ( ur Pskov)

50,00
Carfentanyl 14.03 min, 1D20, CE25

80,8

113,1

100,00

134,0

150,00

278,8

200,00 250,00 300,00

319,71352,2

395,1

440,6

350,00 400,00 450,00



x102 |
0,9+

0,8+
0,7+
0,6+
0,5+
0,4+
0,3
0,2+
0,1+

TandemQuadrupole + Product lon (376,0 -> **) (17,454 min) CBL-2201 nativ 17.45 min ( sbst. CBL-2...

69,0

144,1

175,8

232,3

376,0

0-

CBL-2201 nativ 17.45 min,

x102 |
0,9

0,8+
0,7+
0,6+
0,5+
0,4+
0,3+
0,2+
0,14

0-

50,00 100,00

150,00 200,00

ID98, CE25

250,00

300,00 350,00 400,00 450,00

TandemQuadrupole + Product lon (316,0 -> **) (15,139 min) Chlorprotixene 15.14 (14.97) min (...

316.3
2712
g
2312
84.2
| . l 158,9 . “ . 346,0 388,8
50,00 100,00 150,00 200,00 250,00 300,00 350,00 400,00 450,00 500,00

Chlorprotixene 15.14 (14.97) min, 1D23, CE15

x10 2 |

0,8+

TandemQuadrupole + Product lon (327,0 -> **) (13,873 min) Clozapine 13.87 min ( mix_nir)

84,3

593 99,3
. :

192,3 226,9

279,5

296,5

327,6

* 370,2

5000 100,00 150,00 200,00 250,00 300,00 350,00 400,00 450,00 500,00
Clozapine 13.87 min, ID22, CE15



TandemQuadrupole + Product lon (437,0 -> **) (14,936 min) Coaxil 14.94 min ( mix_nir)
x10 2 | 2992
0,9+

0,8+
0,7+
0,6+
0,5+
0,4+
0,3
0,2+

0,1
59,0 2280

o 1221 192,9 228.0 3263 3831 434 4935
5000 100,00 150,00 200,00 250,00 300,00 350,00 400,00 450,00 500,00
Coaxil 14.94 min, ID30, CE20

TandemQuadrupole + Product lon (256,0 -> **) (13,669 min) Dimedrol 13.67 min ( mix_nir)
x10 2] 167,3
0,9+

0,8+
0,7+
0,6
0,5
0,4
0,31
0,2
0,1 256,0
0. | 88,1 | A | " | | |

50,00 100,00 150,00 200,00 250,00 300,00 350,00 400,00

Dimedrol 13.67 min, 1D26, CE15
TandemQuadrupole + Product lon (270,2 -> **) (15,062 min) FUB-PB22 (QCBL-BZ-F) metab 15.062...
x10 2] 109,4
0,9+

0,8+
0,7+
0,6+
0,5+
0,4+
0,3
0,2+
0,1+

0-

83,3 133,3 1594 1852 229,5 2525 %3,5 293,2
1

5000 75,00 100‘,(50 125,00 150,00 175,00 200,00 225,00 250,00 275,00 300,00
FUB-PB22 (QCBL-BZ-F) metab 15.062 min, 1D100, CE15



TandemQuadrupole + Product lon (397,0 -> **) (16,539 min) FUB-PB22 (QCBL-BZ-F) nativ 16.54 ( s...
x10 2 | 2593
0,9+

0,8
0,7
0,6
0,5
0,4
0,31 109,2
0,2

0,11 397,0
0. 2242 *

5000 100,00 150,00 200,00 250,00 300,00 350,00 400,00 450,00
FUB-PB22 (QCBL-BZ-F) nativ 16.54 min, 1D99, CE15

TandemQuadrupole + Product lon (342,0 -> **) (17,890 min) JWH-018_CE10_20 ( hair 3 Yakutsk)
x102 | 155,3
0,9+

08
0,7
0,6
05
0,4
03
0.2 2143
0,1-

0,

3427
590 891 1273 182,0 245,2 297,1 325,04 3918

50,00 100,00 150,00 200,00 250,00 300,00 350,00 400,00
JWH-018 nativ 17.89 min, ID3, CE20

TandemQuadrupole + Product lon (342,0 -> **) (17,904 min) JWH-018_CEZ20 low ( hair 4 Yakutsk)
x10 2] 155,2

0,8+

0,4+ 342,6

59,2

214,0

173,0 2571 369,4 397,6

50,00 100,00 150,00 200,00 250,00 300,00 350,00 400,00
JWH-018 low nativ 17.89 min, ID9, CE20



TandemQuadrupole + Product lon (358,0

x10 2] 1551

0,9+
0,8+
0,7+
0,6+
0,5+
0,4+
0,3
0,2+
0,1+

59,2 890 1271 1
ok M P T .

92,4

->**) (15,106 min) JWH-018_metab 15.11 min ( ur_JWH-0...

358,2

0,1

23
oA

271,0 3053 3404 |372,3

0- T T "
50,00 100,00 150,00

JWH-018 metab 15.11 min, ID57, CE15

TandemQuadrupole + Product lon (372,0

%10 2] 15%,2

0,9
0,8
0,71
0,6
0,5
0,4
0,31
0,2-
0,11

0,

103,1

59,0
| J 168,6

200,00 250,00 300,00 350,00 400,00

->**) (15,345 min) JWH-018_metab 15.34 min ( ur_JWH-0...

372,3

199,0 2441 301,1 354,3

50,00 100,00 150,00
JWH-018_metab 15.34 min, ID59, CE15

TandemQuadrupole + Product lon (358,0

x10 2] 155,1

0,4+

58,9 89,1 118,2
n F | " ol

200,00 250,00 300,00 350,00 400,00

->**) (15,754 min) JWH-018_metab 15.74 min ( ur_JWH-0...

358,2

229,8 283,6 340,1 396,2

50,00 10000 15000
JWH-018_ metab 15.74 min, ID56, CE15

20000 250,00 300,00 350,00 400,00



TandemQuadrupole + Product lon (372,0 -> **) (16,436 min) JWH-018_metab 16.43 min ( ur_JWH-O0...
x10 2] 155,1
0,9+

0,8+
0,7+
0,6+
0,5+
0,4+
0,3
0,2+

372,1

89,0 132,9
0,11 59,0
J J Clgas I l, 178,7 220,4 2826 315,6 354,2

0- f ! T ! ! ! T T
50,00 100,00 150,00 200,00 250,00 300,00 350,00 400,00

JWH-018 metab 16.43 min, ID60, CE15
TandemQuadrupole + Product lon (342,0 -> **) (17,928 min) JWH-018_nativ 17.92 min ( sbst. PVP-..

X18;7 155,1 342’3

0,8+
0,7+
0,6
0,5
0,4+
0,3

0,2
014 284,0
’ 757 1253,9 177,2 2527 | 3952  443,0

59,2

2141

0- l ! ! 1 1 1 ! !
50,00 100,00 150,00 200,00 250,00 300,00 350,00 400,00 450,00

JWH-018_nativ 17.92 min, ID97, CE15
TandemQuadrupole + Product lon (344,0 -> **) (15,652 min) JWH-073 metab 155 15.65 min (ur_21...
%10 2] 15%,2
0,9+

0,8+
0,7+
0,6+
0,5+
0,4+
0,3+
0,2+ 3443

0,1 216,1
. 720 1138 1817 ' o500 2811 3264 | 3531 3995

50.00 100,00 150,00 200,00 250,00 300,00 350,00 400,00
JWH-073 metab 15.65 min, ID36, CE18



TandemQuadrupole + Product lon (344,0 -> **) (16,265 min) JWH-073 metab 171 16.27 min (ur_21...
x10 2 | 17§,2
0,9+

0,8+
0,7+
0,6+
0,5+
0,4+
0,3
0,2+
0,1+

3443

200,1
(849 1129 1437 || 239,9 272,5 299,7 372,4

0- T T T 1 T T T !
50,00 100,00 150,00 200,00 250,00 300,00 350,00 400,00

JWH-073 metab 171 16.27 min, ID35, CE18
TandemQuadrupole + Product lon (328,0 -> **) (17,466 min) JWH-073 nativ 17.45 min (ur_073)
x10 2 | 15§,2
0,9

0,8+
0,7+
0,6+
0,5+
0,4+
0,3+
0,2+
0,14

0-

328,3

89,1 200,1

751 ), 1270 220,0 285,6 350,9  396,7

50,00 100,00 150,00 200,00 250,00 300,00 350,00 400,00
JWH-073 nativ 17.45 min, ID32, CE18

TandemQuadrupole + Product lon (356,0 -> **) (15,855 min) JWH-203 metab 15.86 min (ur_251_0..
x10 2] 125,1
0,9+

0,8+
0,7+
0,6+
0,51 186,1
0,4+
0,3
0,2+

2821 356,3

0 PN L

0,1-
85,0 J 1626, | 2040 2297 2558 [303,2 33§.O+377,o

50,00 100,00 150,00 200,00 250,00 300,00 350,00 400,00
JWH-203 metab 15.86 min, 1D40, CE18



TandemQuadrupole + Product lon (356,0 -> **) (16,200 min) JWH-203 metab 16.20 min (ur_251_0..
x10 2] 1251
0,9+

0,8
0,7
0,6
0,5 356,3
0,4-
0,3 204,3
0,2

0,1- 230,0
85,1 1951 4594 | 283,5 3385 | 3823

0- T il e J d T T T T T T
50,00 100,00 150,00 200,00 250,00 300,00 350,00 400,00

JWH-203 metab 16.20 min, 1D41, CE18

TandemQuadrupole + Product lon (356,0 -> **) (15,548 min) JWH-203 metab 15.54 min (ur_251_07...
x10 2] 125,2
0,9+

0,8
0,71
0,6
0,5
0,4
0,31
0,2-
0,11

0,

186,3

204,3
2821 338,2 ?

71,9 993 171,0 l 229,9 | 3101 398,6
T T

50.00 10000 15000 200,00 250,00 300,00 350,00 400,00
JWH-203 metab 15.54 min, ID39, CE18

TandemQuadrupole + Product lon (400,0 -> **) (11,655 min) JWH-210 metab 11.66 (12.17) min (...
x102 | 1973

0,8+

0,4

0,31 1371

2210 2633 314,1 3423 38254

50,00 100,00 150,00 200,00 250,00 300,00 350,00 400,00
JWH-210 metabl 11.66min, metab2 12.17 min, ID37, CE18




x102 |
0,9+

0,8+
0,7+
0,6+
0,5+
0,4+
0,3
0,2+
0,1+

83,0
u .,

1311 173,2

2943

312,3
2141
1 281,1 3349 371

0-

50,00 100,00

150,00

200,00 250,00 300,00 350,00 400,00

JWH-210 nativ 12.96 min, ID38, CE18

x102 |
0,91

08
0,7
0,6
05
0,4
03
0,2-
0,1-

0,

TandemQuadrupole + Product lon (368,0 -> **) (14,215 min) JWH-250 metab 14.21 min ( ur_250...

59,2

85,0
T

137.,2

121,2

) |. 165,0

186,3

368,4

24,2 2622 294,1 322,0 350,2+
T

50,00 100,00 156,00

200,00 250,00 300,00 350,00 400,00

JWH-250 metab 14.21 min, ID45, CE15
TandemQuadrupole + Product lon (366,0 -> **) (14,594 min) JWH-250 metab 14.93 min ( ur_250...

x102 |
0,9

0,8+
0,7+
0,6+
0,5+
0,4+
0,3+
0,2+
0,1+

0-

59.1 85,1
? i

137,2

366,3
202,2

1652 2539 2874 320,2 3480

5000 100,00 150,00
JWH-250 metab 14.93 min, 1D43, CE15.

200,00 250,00 300,00 350,00 400,00



TandemQuadrupole + Product lon (352,0 -> **) (15,277 min) JWH-250 meta...
x10 2 121,2

0,8+
0,74
0,6
0,5+
0,4+
0,34
0,2 352,4

01
o 012 | 1492 24 278,2 334,z+

50.00 100,00 150,00 200,00 250,00 300,00 350,00 400,00
JWH-250 metab 15.27 min, 1D42, CE15.

186,3

TandemQuadrupole + Product lon (366,0 -> **) (14,583 min) JWH-250_metab 14.58 min...
x10 2 | 137,2
0,9

0,8+
0,7+
0,6
0,5
0,4
0,3+

0,2
366,3

0.1 202,3
o) 59,1 85,1 1650 <7 2663 3203 ¢4

50,00 100,00 150,00 200,00 250,00 300,00 350,00 400,00
JWH-250_metab 14.58 min, ID66, CE15.
TandemQuadrupole + Product lon (352,0 -> **) (15,312 min) JWH-250_metab 15....
x10 2] 121,2
0,9+

0,8-
0,7
0,6-
0,5-
0,4-
0,3-
0,2- 352,4

0.1-
91,1  149,1 20:"4 278.2 334,34

186,3

0- [ ;

50,00 100,00 150,00 200,00 250,00 300,00 350,00 400,00
JWH-250_metab 15.31 min, ID64, CE15.



TandemQuadrupole + Product lon (350,0 -> **) (15,743 min) JWH-250_metab 15....
x10 2] 137.,3
0,9+

0,8
0,7+
0,6
0,5+
0,4
0,3+
0,2

0l 350,2
. 68,8 | 185.9 254 8 3153

50,00 100,00 150,00 200,00 250,00 300,00 350,00 400,00
JWH-250_metab 15.74 min, ID61, CE15

7TandemQuadrupoIe + Product lon (352,0 -> **) (15,935 min) JWH-250_metab 15.93 min ( ur_JWH-250)
x10 2 121,2
0,9

0,84
0,74
0,6
0,54
0,44
0,34

0,24
01 204,4

352,4

590 90 190 1858 | ;2301 281,1 L3382 ]
T T T T T T T T
50,00 10000 15000 200,00 250,00 300,00 350,00 400,00

JWH-250_metab 15.93 min, ID63, CE15.



TandemQuadrupole + Product lon (352,0 -> **) (16,130 min) JWH-250_metab 16.13 min ( ur_JWH-250)

x10 2] 137,2

0,9+
0,8+
0,7+
0,6+
0,5+
0,4+
0,3

0,21
0,14 121,2
58,9 |

188,3
|, ‘214,2

352,4

h |

319,0

0- T —* T
50,00 100,00 150,00

JWH-250_metab 16.13 min, ID62, CE15.

200,00 250,00

300,00 350,00 400,00

TandemQuadrupole + Product lon (336,0 -> **) (15,601 min) JWH-251 metab 15.60 min (ur_251)

x10 2] 10$,2

0,9+
0,8+
0,7+
0,6+
0,5
0,4+
0,3+

0,2+
130,2

0.17 144,2
o 79,1 A ARG TARD Bt

50.00 100,00 150,00 200,00
JWH-251 metab 15.60 min, ID33, CE15

186,3

204,4 2302

250,00

262.2 290,3
i ’

336,4
.

300,00 350,00 400,00

TandemQuadrupole + Product lon (374,0 -> **) (17,119 min) MAM-2201(JWH-122_F) 17.12 min ( hair 3...

x10 2] 169,4

0,9
0,8
0,7+
0,6
0,5
0,4
0,3
0,2+ 232,4

0,1+ 59,3

| 814 209,8

141,3 248,1

374,7

279,3 332,4

€ 3917

0-

50,00 100,00 150,00 200,00 250,00

MAM-2201(JWH-122_F) 17.12 min, ID2, CE15

300,00 350,00 400,00



x10 2
0,9

0,8+
0,7+
0,6+
0,5+
0,4+
0,3+
0,2+

0,1+

0-

TandemQuadrupole + Product lon (373,0 -> **) (15,765 min) MDMB-CHMINACA metab (desmethyl, CO...

55,0
I

97,3
|

144,9

24

189,5 217,2

3

326,2

258,0 287,1 l 3@

x102 |
0,91

0,8+
0,7+
0,6+
0,5+
0,4+
0,3+
0,2+

0,1+

0-

x10 2 |
0,9+

0,8+
0,7
0,6
0,5
0,4+
0,3
0,2+

0,1+

0-

50,00

100,00

150,00 200,00

250,00 300,00 350,00 400,00
MDMB-CHMINACA metab (desmethyl, COOH) 15.77 min, ID83, CE15

TandemQuadrupole + Product lon (276,0 ->**) (12,588 min) MDPV_nativ 12.59 min ( hair 3, 4 Yakut...

70,2
"I

126,3

105,1

1753 205.3

233,2
i

276.,4

50,00 100,00
MDPV _nativ 12.59 min, ID7, CE15.

150,00

200,00

250,00 300,00 350,00 400,00

TandemQuadrupole + Product lon (248,0 -> **) (12,212 min) Methoxetamine ? 12.21 min ( ur_Methoxet...

78,6

121,2

159,1

W

17%,3 203,3

230,2
o 4

2745 3111 366,0 398,6

50,00

100,00

150,00 200,00

250,00 300,00 350,00 400,00



Methoxetamine ? 12.21 min, ID47, CE15

x10 2 |
0,9

0,8+
0,7+
0,6+
0,5+
0,4+
0,3+
0,2+

0,1+

TandemQuadrupole + Product lon (363,0 -> **) (15,860 min) MMB-2201 nativ 15.86 min ( kurgan)

69,0

144,2

2324

0-

x102 |
0,91

0,8+
0,7+
0,6+
0,5+
0,4+
0,3+

0,2+

50,00

100,00

150,00
MMB-2201 nativ 15.86 min, ID85, CE15

200,00

250,00 300,00

36§.6
350,00 400,00

TandemQuadrupole + Product lon (163,1 ->**) (2,049 min) Nicitine 2.05 min ( mix_nir)

70,3

84,2

80,2

94,3

106,3

117,2

130,3

146,4

163,5
163,1 177,3

450,00

193,2

80,00 90,00 100,00 110,00 120,00 130,00 140,00 150,00 160,00 170,00 180,00 190,00
Nicotine 2.05 min, ID27, CE20



TandemQuadrupole + Product lon (359,0

x10 2
0,9

0,8+
0,7+
0,6+
0,5+
0,4+
0,3+
0,2+

0,1+

144,0
o 88,8

> **) (17,340 min) PB-22 nativ 17.34 min ( sbst.111)

2141

359,0
*

50,00 100,00 150,00
PB-22 nativ 17.34 min, 1D102, CE10.

TandemQuadrupole + Product lon (232,0

x102 | 13,3

0,9+
0,8+
0,7+
0,6
0,5
0,4+
188,3
0,3
0,2+
0,1+

71,2
1

0- I.|‘|. |

200,00

250,00 300,00 350,00 400,00

->**) (15,630 min) PB-22 metab 15.63 min ( ur PB-22 Chelny)

214,2

382,2 432,0

2321
2472 284,8 3241

5000 10000 150,00 200
PB-22 metab 15.63 min, ID103, CE15.
TandemQuadrupole + Product lon (232,3

x10 2 |
0,91

0,8
0,7+
0,6
0,5
0,4+
0,3
0,2+ 143,8
0,14

849 1157 161,1

00 250,00 300,00 350,00 400,00 450,00

> **) (14,800 min) PB-22_metab 14.80 min ( ur_Chelny)
23,2

212,2 7'y 256,9 297,2 335,6 362,8 386,9

0-

50,00 100,00 150,00

200,00 250,00 300,00 350,00 400,00



PB-22_metab 14.80 min, ID80, CE10.

TandemQuadrupole + Product lon (377,0 ->**) (16,422 min) PB-22F nativ 16.42 min ( subst. 111)
x10 2 23,1

0,9+
0,8+
0,7+
0,6+
0,5+
0,4+
0,3+
0,2+

0,1+

68,9 87,8 1436 189,2 2576 2853 3226 g

0,
50.00 100,00 150,00 200,00 250,00 300,00 350,00 400,00

PB-22F nativ 16.42 min, 1D101, CE10.

TandemQuadrupole + Product lon (250,0 ->**) (14,852 min) PB-22F metab 14.82 min ( ur PB-22 Chelny)
x10 2] 118,3

0,9+

0.8 132,3

0,7
0,6+ 206,4
0,5
0,4
0,3

0,2 69,3 2323

0.1- 186,2 250,3

158,1
91“.0 . 284,1 333,6 368,0 435,2

o .
5000 100,00 150,00 200,00 250,00 300,00 350,00 400,00 450,00

PB-22F metab 14.82 min, ID104, CE10.
x10 2 | 3497
0,91
0,8
0,71
0.6 206,5
0,51
0,4
0,31

0,2+ 155,4
232,4

01 298,6
59,0 L, 182,1 | 360.5

109,1

o w _ 2565 2813 | 3144 e~ 3887
50,00 100,00 150,00 200,00 250,00 300,00 350,00 400,00



PB-22F_metab 15.77 min, ID70, CE15.

x10 2 |
0,91

0,8+
0,7+
0,6+
0,5+
0,4+
0,3+
0,2+

0,1+

0-

TandemQuadrupole + Product lon (260,0 ->**) (13,224 min) Propranolol 13.22 min ( mix_nir)

1163 183,1
260,3
74.2
58,2 98,2 157,2 2
86.2 218,2
] 1404 | 2373 2870 3192 3494 3952
50,00 100,00 150,00 200,00 250,00 300,00 350,00 400,00

Propranolol 13.22 min, 1D25, CE15.
TandemQuadrupole + Product lon (232,0 -> **) (12,375 min) PVP nativ 12.37 min ( hair 3,4 Yakutsk)

x102 |
0,94

0,8+
0,7
0,6
0,5+
0,4+
0,3
0,2+

0,1+

0-

232,4
91,2
161,3
<
70,2
126,3
189,2
143,2 ’
5\5’1 ]'I T | I"\' || T T T T T T
50,00 100,00 150,00 200,00 250,00 300,00 350,00 400,00 450,00

PVP nativ 12.37 min, ID8, CE15.

x10 2 |
0,91

0,8+
0,7+
0,6+
0,5+
0,4+
0,3+
0,2+

0,1+

TandemQuadrupole + Product lon (330,0 ->**) (17,429 min) TMCP-2201_CE20 nativ ( hair 3 Yakutsk)

83,2

12

b,3

330,6
232,4

312,3
144,2 1685 2061 2745 | 43437 367,7 391,7

0-

50,00

L

100,00

150,00 200,00 250,00 300,00 350,00 400,00



TMCP-2201 nativ, 17.43 min, ID6, CE20.

x10 2 |
0,91

0,8+
0,7+
0,6+
0,5+
0,4+
0,3+
0,2+

0,1+

TandemQuadrupole + Product lon (330,0 ->**) (17,473 min) TMCP-2201_nativ 17.43 min, midl conc. ( sbst.)

55,1

| 4

83,2
97,2

12

b,3

232,4

144,2 205,1 256,3 283,6 |

330,6

3124

379,8

0-

50,00

N
100,00

150,00 200,00 250,00

TMCP-2201 nativ 17.43 min , midl conc.., ID12, CE15.

x102 |
0,91

0,8+
0,74
0,6+
0,5+
0,4+
0,3+

0,2+

300,00 350,00

400,00

TandemQuadrupole + Product lon (346,2 ->**) (15,672 min) TMCP metab15.67 min (ur_1_Norilsk_UR144)

59,1

50,00

100,00

2321

193,1 247.,9

150,00 200,00 250,00

TMCP metab 15.67 min, ID74, CE15.

346,3

328,2

300,00 350,00

400,00



TandemQuadrupole + Product lon (346,2 ->**) (16,212 min) TMCP-2201 metab 16.12 min ( ur_1_Norilsk_U...
x10 2 | 346,3

0,9
0,8
0,74 125,2
0,6
0,5
0,4
03 2481
0,2

0,1+ 58.9 83,0
< 1611 211,0 267,1 2834 3722

0- f 'J' ! i ! ! ! . d ! !
50,00 100,00 150,00 200,00 250,00 300,00 350,00 400,00
TMCP-2201 metab 16.12 min, ID73, CE15.

TandemQuadrupole + Product lon (342,2 ->**) (15,858 min) TMCP-2201_metab 15.85 min ( ur_1_Norilsk)
x10 2] 12,4

0,9+
0,8
0,7
0,6
0,5
0,4+
0,3 342,7
0,2

2445

833
o %2 1442 1700 200,2 2264 2864 410

0,1+

50,00 100,00 150,00 200,00 250,00 30000 350,00 400,00

TMCP-2201 _metab 15.85 min, ID68, CE15.



TandemQuadrupole + Product lon (342,2 ->**) (15,509 min) TMCP-2201_metab 2 15.51 min (ur_1_Norilsk...
x10 2 | 2445

0,9
0,8
0,7
0,6
0,5
04
034 342,7

0,2+

0,1+ 1444
552 1013 | 1723 2004 2264 |257,3 324,5

0-

50,00 100,00 150,00 200,00 250,00 300,00 350,00 400,00
TMCP-2201 _metab 2 15.51 min, ID69, CE15.

TandemQuadrupole + Product lon (264,1->**) (11,085 min) Tramal 11.85 min ( nail_TRM_PROD)
x102 58,2

0,9-
0,8-
0,7-
0,6-
0,5-
0,4-
0,3~
0,2-

0.1- 2641

70,8 87.’0 121,9 1444 189,9 210,9 2391 P’y 288,4

0,
‘ 50,00 7500 100,00 12500 150,00 175,00 200,00 22500 250,00 27500 300,00

Tramal 11.85 min, 1D18, CE30.



TandemQuadrupole + Product lon (358,0 -> **) (13,928 min) ur_matrix 13.93 min ( ur_JWH-018)
x10 2 | 358,3

0,9
0,8
0,7
0,6
0,5
0,4 155,1
0,3 Y 3
0,2 85,2 113,2
60,1
0,1

j 186,7 2449 299,2 340,9 |372,5 399,8
0- A L . i o -

N -

50,00 100,00 150,00 200,00 250,00 300,00 350,00 400,00
ur_matrix 13.93 min, ID58, CE15.

TandemQuadrupole + Product lon (344,0 ->**) (13,361 min) UR-144 metab 13.36 (ur_UR144)
x102 | 344,3

0,9
0,8
0,71
0,6
057 230,2
0,4+ 3262 ¢
0,31
0,2

0.1+ 59,1 109,1 1550 1899 5465 2911

85,0 244,9
0- l o | |.l o l.ai.u.l ;il. ) .‘ “.] M 361,3 392,8

50,00 100,00 150,00 200,00 250,00 300,00 350,00 400,00
UR-144 metab 13.36 min, ID55, CE15.



x10 2 |

TandemQuadrupole + Product lon (344,0 -> **) (15,688 min) UR-144 metab 15.68 min ( ur_UR144)

99,1

59,0 85,1

50,00 100,00

130,1

150,00

UR-144 metab 15.68 min, ID51, CE10.
TandemQuadrupole + Product lon (344,0 -> **) (14,457 min) UR-144 metab 15.68 min ( ur_UR144)

x10 2 |
0,91

0,8+
0,7+
0,6+
0,5+
0,4+
0,3+
0,2+

0,1+

0-

59,1 95,0
i

144,2

123,0
i,

172,01 204,2

156,9

186,2

200,00

186,2

cahd

216,1 1244, 291,1

344,4

230,2

2864 3262 399,9

250,00 30000 350,00 400,00

230,3

3444

3263 €

e 368,3

50,00 100,00

150,00

UR-144 metab 15.68 min, ID52, CE15.

200,00

250,00 300,00 350,00 400,00



x102 |
0,91

0,8+
0,7+
0,6+
0,5+
0,4+
0,3+
0,2+

0,1+

0-

TandemQuadrupole + Product lon (344,0 ->**) (16,132 min) UR-144 metab 16.13 min ( ur_UR144)

50,00
UR-144 metab 16.13 min, 1D53, CE15.

100,00 150,00

200,00

344.4
2462 P

285,2 3291 361,5 391,8
250,00 300,00 350,00 400,00

TandemQuadrupole + Product lon (344,0 ->**) (16,506 min) UR-144 metab 16.51 min ( ur_UR144)

58,9,

97,1

1132
o 157,0
al & M, 1]

188,1

2141

246,1 270,2

298.,0
L

32

b,3

344,2

T 375,9

50,00

100,00 150,00

UR-144 metab 16.51 min, 1D54, CE15.

x102 |
0,9

0,8+
0,7+
0,6
0,5+
0,4+
0,3+
0,2+

0,1+

0-

200,00

250,00

300,00

350,00 400,00

TandemQuadrupole + Product lon (328,0 -> **) (16,542 min) UR-144 metab 16.54 min (ur_UR144)

59,1

99,0

89,1

141,0
L | L .h.

188,2

2142

Ll

230,3

270,2

328,4

310,1

‘ ] 286,7

353,4 3921

50,00

100,00 150,00

UR-144 metab 16.54 min, 1D50, CE15.

200,00

250,00

300,00

350,00 400,00



x10 2
0,94

0,8+
0,7+
0,6+
0,5+
0,4+
0,3+
0,2+

0,1+

0-

TandemQuadrupole + Product lon (328,0 -> **) (16,882 min) UR-144 metab 16.88 min ( ur_UR144)

59,2

89,2
'

125,1

214

188,1

1,3

270,0
1

328,2
350,3

390,8

UR-144 metab 16.88 min, 1D48, CE15.

x102 |
0,9

0,8+
0,7+
0,6
0,5+
0,4+
0,3+
0,2+

0,1+

0-

50,00

100,00

150,00

200,00

250,00

300,00

350,00

400,00

TandemQuadrupole + Product lon (328,0 -> **) (18,217 min) UR-144 metab 18.22 min ( ur_UR144)

69,1

99,2

113,1

| I.l‘ n

141,2
P
T

214,2

188,3

e

230,3

270,4

310,3
. 1

328,4

341,3

378,8

UR-144 metab 18.22 min, 1D49, CE15.

x10 2 |
0,91

0,8+
0,7+
0,6+
0,5+
0,4+
0,3+
0,2+

0,1+

0-

50,00

TandemQuadrupole + Product lon (328,2 ->**) (15,882 min) UR-144_metab 328(OH) 15.88 min (ur_1_Norils...

100,00

59,1 83,3

150,00

144,0
|

200,00

204,1

250,00

230,3

256,1

300,00

350,00

328,4

310,1

400,00

50,00

100,00

150,00

200,00

UR-144_metab 328(OH) 15.88 min, ID71, CE15.

250,00

300,00

350,00

400,00



Crextps! nononnutensHo 105-108

TandemQuadrupole + Product lon (312,0 -> **) (18,839 min) Ur-144 nativ 18.84 min ( subst.)
x10 2] 125,4

0,9+
0,8+
0,7+
0,6
0,5+

0,4+

214,4
0,3+

312,6

0,2+ 83,3

0 55,3

] 69,3 294.6
’ 1443

o) 0 I AT DR I SO I

50,00 100,00 150,00 200,00 250,00 300,00 350,00 400,00 450,00

Ur-144 nativ 18.84 min, ID105, CE20

TandemQuadrupole + Product lon (459,0 -> **) (15,419 min) AM-2233 nativ 15.42 min ( subst.)
x102 | 984

0,9
0,8+

1124
0,7

0,61
0,5
0,4+
0,3
021

362,3
0,1+ 231,3 459,5

58;2 162,7 191,3 , 2723 3455 410,1 4478,9

5000 100,00 15000 20000 250,00 30000 350,00 400,00 450,00 500,00

AM-2233 nativ 15.42 min, ID106, CE20.



x102 |
09-

0,8
0,7
0,6
0,5
0,4
0,3
0,2

0,1+

TandemQuadrupole + Product lon (360,0 -> **) (16,853 min) AM-2201 nativ 16.85 min ( subst.)

1564
2325 -
1273
69,2 .
50,00 10000 150,00 200,00 25000 300,00 350,00 400,00 450,00

AM-2201 nativ 16.85 min, ID107, CE20.

x10 2|
0,9

0,8
0,71
0,6
0,5
0.4
0,3
0,2

0,1+

TandemQuadrupole + Product lon (370,0 ->**) (18,980 min) JWH-210 nativ 18.98 min

57,2 77,0 115,1
T

1
1

44,1

18

8,4

2144

2491

2843

370,6

340,2

396,3 422,7 4493

50.00 100,00

150,00

200,00

JWH-210 nativ 18.98 min, ID108, CE20.

250,00

300,00

350,00

400,00

450,00



[Tpunoxenue 3.

Toxtuper 1.1. Library

Compound CAS Monoisotopic Formula Polarity RT [min]
neutral mass
11-Nor-Deltad-THCO- 1362113-32-3 520.23 C27H36010 | NEGATIVE [6.24
carboxylic acid glucuronide
17-Alpha-methyltestosterone | 58-18-4 302.22 C20H3002 POSITIVE |[5.94
2C-D 24333-19-5 195.13 C11H17NO2 |POSITIVE [3.61
2C-H 3600-86-0 181.11 C10H15N02 |POSITIVE ([3.12
2C- 69587-11-7 307.01 C10H14INO2 |POSITIVE [3.94
2C-P 207740-22-5 223.16 C13H21NO2 |POSITIVE (4.41
2,5-Dimethoxy-4- 26011-50-7 209.14 C12H19NO2 |POSITIVE [3.77
methylamphetamine
2,5-DMA 2801-68-5 195.13 C11H17NO2 |POSITIVE ([3.37
2-Amino-5- 719-59-5 231.05 C13H10CNO | POSITIVE [6.66
chlorobenzophenone
2-Amino-5-chloropyridine 1072-98-6 128.01 C5H5CIN2 | POSITIVE 1.71
2-Amino-5- 1775-95-7 242.07 C13H10N203 | POSITIVE [5.94
nitrobenzophenone
2-Benzyltetronicacid 3734-22-3 190.06 C11H1003 POSITIVE 4.40
2C-B 66142-81-2 259.02 C10H14BrN0O2 | POSITIVE [3.74
2C-B-BZP 1094424-37-9 314.06 C13H19BrN202 | POSITIVE [3.34
2-Hydroxyethylflurazepam 20971-53-3 332.07 C17H14CIFN20 | POSITIVE [5.21
2
2-0Ox0-3-OH-LSD 355.19 C20H25N303 | POSITIVE [3.19
3,4- 120-20-7 181.11 C10H15N02 | POSITIVE [2.69




Dimethoxyphenethylamine

3,5-Diiodotyrosine 66-02-4 432.87 C9H9I2NO3 | POSITIVE |3.20
3-Hydroxybromazepam 13132-73-5 331.00 C14H10BrN302 | POSITIVE (4.09
3-Methylfentanyl 42045-86-3 350.24 C23H30N20 |POSITIVE |4.53
4-Acetylaminoantipyrine 83-15-8 245.12 C13H15N302 | POSITIVE ([3.15
4- Benzamidosa licyclic acid | 13898-58-3 257.07 C14H11NO4 |POSITIVE (4.83
4-Formylaminoantipyrine 1672-58-8 231.10 C12H13N302 | POSITIVE [3.14
4'-Hydroxynordazepam 286.05 C15H11 POSITIVE [3.86
CIN202
4-Methylaminoantipyrine 519-98-2 217.12 C12H15N30 |POSITIVE [2.68
5-Aminosalicylicacid 89-57-6 153.04 C7H7NO3 |POSITIVE [0.73
5-Carboxybupranolol 42242-69-3 301.11 C14H20CNO04 | POSITIVE |3.63
5-MeO-DMT 1019-45-0 218.14 C13H18N20 |POSITIVE (3.13
6-Chlorothymolsulfonicacid | 83732-70-1 264.02 C10H13CI04S | NEGATIVE [5.91
6-Mercaptourine 50-44-2 152.02 C5H4N4S | POSITIVE |1.35
6-O-Acetylmorphine 2784-73-8 327.15 C19H21NO4 | POSITIVE [3.04
7-Aminoclonazepam 4959-17-5 285.07 C15H12CN30 | POSITIVE [3.52
7- 894-76-8 269.10 C15H12FN30 | POSITIVE |3.21
Aminodesmethylflunitrazepa
m
7-Aminoflunitrazepam 34084-50-9 283.11 C16H14FN30 | POSITIVE |3.84
7-Aminonitrazepam 4928-02-3 251.11 C15H13N30 |POSITIVE [2.79
9-Hydroxyrisperidone 144598-75-4 426.21 C23H27FN40O | POSITIVE |3.85
3
Compound CAS nM:u’I?;?‘r’;‘;gi: Formula Polarity RT [min]
Acebutolol 37517-30-9 336.20 C18H28N204 | POSITIVE (3.46
Aceclidine 827-61-2 169.11 C9H15NO2 POSITIVE |1.55
Acemetacin 53164-05-9 415.08 C21H18CINO6 | POSITIVE  [6.36
Acepromazine 61-00-7 326.15 C19H22N20S | POSITIVE |4.55
Aceprometazine 13461-01-3 326.15 C19H22N20S | POSITIVE (4.48
Acetaminodantrolene 41515-09-7 326.10 C16H14N404 | POSITIVE (4.00
Acetiamin 28008-04-0 366.14 C16H22N404 | POSITIVE (3.16
S
Acetylsalicylicacid 50-78-2 180.04 C9H804 NEGATIVE (3.93
Aciclovir 59277-89-3 225.09 C8H11N503 | POSITIVE [1.49
Aconitine 302-27-2 645.31 C34H47NO11 | POSITIVE (4.78
Actinoquinol 15301-40-3 253.04 C11H11 NO4S | POSITIVE [2.43
Adenine 73-24-5 135.05 C5H5N5 POSITIVE |0.63
Adenosine 58-61-7 267.10 C10H13N504 | POSITIVE [1.61
Adrenalone 99-45-6 181.07 C9H11NO3 POSITIVE [0.71




Agomelatine 138112-76-2 243.13 C15H17NO2 | POSITIVE [5.09
Ajmaline 4360-12-7 326.20 C20H26N202 | POSITIVE [3.67
Alachlor 15972-60-8 269.12 C14H20CNO2 | POSITIVE [6.61
Alfentanil 71195-58-9 416.25 C21 H32N603 | POSITIVE [4.25
Alimemazine 84-96-8 298.15 C18H22N2S POSITIVE 4.81
Alizapride 59338-93-1 315.17 C16H21 N502 | POSITIVE [2.84
Almitrine 27469-53-0 477.25 C26H29F2N7 | POSITIVE [6.60
Alpha-hydroxyalprazolam 37115-43-8 324.08 C17H13CN40O | POSITIVE [4.92
Alpha-hydroxymidazolam 59468-90-5 341.07 C18H13CIFN3 | POSITIVE (4.36
0]
Alpha-hydroxytriazolam 37115-45-0 358.04 C17H12CI2N4 | POSITIVE |4.92
@)
Alprazolam 28981-97-7 308.08 C17H13CIN4 | POSITIVE [5.19
Alprenolol 13655-52-2 249.17 C15H23NO2 | POSITIVE |4.19
Altretamine 645-05-6 210.16 C9H18N6 POSITIVE [3.92
Alypin 963-07-5 278.20 C16H26N202 | POSITIVE |4.07
AM-1220 137642-54-7 382.20 C26H26N20 | POSITIVE (4.80
AM-2201 N-(4-hydoxypentyl) | 1427521-34-3 375.16 C24H22FNO2 | POSITIVE  [6.17
metabolite
AM-2233 444912-75-8 458.09 C22H23IN20 | POSITIVE |4.59
AM-694 335161-03-0 435.05 C20H19FINO | POSITIVE [7.03
Amantadine 768-94-5 151.14 C10H17N POSITIVE (3.17
Ambroxol 18683-91-5 375.98 C13H18Br2N2 | POSITIVE [3.79
0
Ametryn 834-12-8 227.12 C9H17N5S POSITIVE [5.13
Amfepramone 90-84-6 205.15 C13H19NO POSITIVE (3.10
Amidopyrine 58-15-1 231.14 C13H17N30 | POSITIVE [2.77
Aminoantipyrine 83-07-8 203.11 C11H13N30 | POSITIVE ([2.80
Aminodantrolene 14663-28-6 284.09 C14H12N403 | POSITIVE [3.57
Aminoglutethimide 125-84-8 232.12 C13H16N202 | POSITIVE [3.13
Aminopromazine 58-37-7 327.18 C19H25N3S POSITIVE |4.94
Aminorex 2207-50-3 162.08 C9H10N20 POSITIVE |2.80
Amiodarone 1951-25-3 645.02 C25H29I12NO3 | POSITIVE [6.29
Amisulpride 71675-85-9 369.17 C17H27N304 | POSITIVE [3.28
S
Compound CAS nMeour;(r)aiT?:lzzi: Formula Polarity RT [min]
Amitriptyline 50-48-6 277.18 C20H23N POSITIVE |4.80
Amitriptylinoxide 4317-14-0 293.18 C20H23NO POSITIVE 4.98
Amobarbital 57-43-2 226.13 C11H18N203 | NEGATIVE [4.92
Amorolfine 78613-35-1 317.27 C21H35NO POSITIVE |[5.66
Amoxapine 14028-44-5 313.10 C17H16CIN3 | POSITIVE |4.50
(0]
Amphetamine 300-62-9 135.10 C9H13N POSITIVE [2.78
Amrinone 60719-84-8 187.07 C10H9N3O POSITIVE |0.72




Antazoline 91-75-8 265.16 C17H19N3 POSITIVE 4.26
Apomorphine 58-00-4 267.13 C17H17NO2 | POSITIVE |[3.17
Apophedrin 7568-93-6 137.08 C8H11NO | POSITIVE |1.65
Apraclonidin 66711-21-5 244.03 C9H10CI2N4 | POSITIVE [2.51
Aprindine 37640-71-4 322.24 C22H30N2 POSITIVE [5.02
Arecoline 63-75-2 155.09 C8H13NO2 POSITIVE |0.96
Aripiprazole 129722-12-9 44715 C23H27CI2N30 | POSITIVE |4.74
2
Atenolol 29122-68-7 266.16 C14H22N203 | POSITIVE  [2.61
Atomoxetine 83015-26-3 255.16 C17H21 NO |POSITIVE |4.45
Atorvastatin 134523-00-5 558.25 C33H35FN20 | POSITIVE  [6.27
5
Atracurium 64228-79-1 928.51 C53H72N201 | POSITIVE |4.28
2
Atraton 1610-17-9 211.14 C9H17N50 POSITIVE (4.03
Atrazine 1912-24-9 215.09 C8H14CIN5 | POSITIVE [5.36
Atrazine-desethyl 6190-65-4 187.06 C6H10CIN5 | POSITIVE [3.93
Atropine 51-55-8 289.17 C17H23NO3 |POSITIVE [3.26
Axeen isomere 1 2537-29-3 226.10 C10H14N204 | POSITIVE [3.97
Azatadine 3964-81-6 290.18 C20H22N2 POSITIVE [3.31
Azelastine 58581-89-8 381.16 C22H24CIN3 | POSITIVE [|4.76
o
Azithromycin 83905-01-5 748.51 C38H72N201 | POSITIVE [3.70
2
Baclofen 1134-47-0 213.06 C10H12CINO |POSITIVE (3.03
2
Bambuterol 81732-65-2 367.21 C18H29N305 | POSITIVE [3.82
Bamethane 3703-79-5 209.14 C12H19NO2 |POSITIVE [2.80
Bamifylline 2016-63-9 385.21 C20H27N503 | POSITIVE  [3.51
Bamipine 4945-47-5 280.19 C19H24N2 POSITIVE (4.67
Barverin 1639-79-8 509.34 C29H43N503 | POSITIVE  [3.90
Beclamide 501-68-8 197.06 C10H12CINO | POSITIVE |4.56
Befunolol 39552-01-7 291.15 C16H21NO4 |POSITIVE [3.56
Bendamustine 16506-27-7 357.10 C16H21 POSITIVE (4.31
CI2N302
Bendroflumethiazide 73-48-3 421.04 C15H14F3N304| NEGATIVE [5.34
S2
Benodanil 15310-01-7 322.98 C13H10INO |POSITIVE [5.85
Benperidol 2062-84-2 381.19 C22H24FN30 | POSITIVE |4.10
2
Benproperine 2156-27-6 309.21 C21H27NO POSITIVE [5.10
Bensultap 17606-31-4 431.04 C17H21 POSITIVE [6.17
NO4S4
Benzatropine 86-13-5 307.19 C21H25NO POSITIVE 4.90
Benzethonium 121-54-0 411.31 C27H41NO2 | POSITIVE [6.66




Benzocaine 94-09-7 165.08 C9H11NO2 POSITIVE 4.72
Benzoctamine 17243-39-9 249.15 C18H19N POSITIVE [4.23
Benzodioxazolylbutanamin | 107447-03-0 193.11 C11H15NO2 | POSITIVE |3.29
Compound CAS nM:ur;?aiT?r:ZZi: Formula Polarity RT [min]
Benzoxonium 19379-90-9 363.31 C23H41NO2 |POSITIVE [6.27
Benzoylecgonine 519-09-5 289.13 C16H19NO4 |POSITIVE (3.36
Benzthiazide 91-33-8 430.98 C15H14CIN304 | POSITIVE [5.10
S3
Benzthiazuron 1929-88-0 207.05 C9HIN30S POSITIVE |4.41
Benzylpiperazine 2759-28-6 176.13 C11H16N2 POSITIVE [1.87
Betaxolol 63659-18-7 307.21 C18H29NO3 |POSITIVE |4.30
Bethanidine 55-73-2 177.13 C10H15N3 POSITIVE [3.03
Bezafibrate 41859-67-0 361.11 C19H20CINO4| POSITIVE |5.65
Bicalutamide 90357-06-5 430.06 C18H14F4N204| POSITIVE |5.89
S
Biotin 58-85-5 244.09 C10H16N203 | POSITIVE |3.24
S
Biperiden 514-65-8 311.22 C21H29NO POSITIVE (4.61
Bisoprolol 66722-44-9 325.23 C18H31NO4 |POSITIVE |4.05
Bopranolol 14556-46-8 271.13 C14H22CINO2| POSITIVE  |4.27
Bornaprine 20448-86-6 329.24 C21H31NO2 |POSITIVE [5.20
Brallobarbital 561-86-4 286.00 C10H11BrN203 | NEGATIVE [4.23
Brodifacoum 56073-10-0 522.08 C31 H23BrO3 | POSITIVE [8.28
Bromazepam 1812-30-2 315.00 C14H10BrN30O| POSITIVE |4.54
Bromperidol 10457-90-6 419.09 C21 H23BrFNO2| POSITIVE  |4.61
Bromural 496-67-3 222.00 C6H11BrN202| POSITIVE |4.23
Brotizolam 57801-81-7 391.95 C15H10BrCIN4S| POSITIVE  [5.39
Bucetin 1083-57-4 223.12 C12H17NO3 |POSITIVE |4.17
Budipine 57982-78-2 293.21 C21H27N POSITIVE 4.67
Bufexamac 2438-72-4 223.12 C12H17NO3 |POSITIVE |4.93
Bulbocapnine 298-45-3 325.13 C19H19NO4 |POSITIVE ([3.35
Bumadizone 3583-64-0 326.16 C19H22N203 | POSITIVE [6.15
Bumetanide 28395-03-1 364.11 C17H20N205 | POSITIVE |5.69
S
Bunitrolol 34915-68-9 248.15 C14H20N202 | POSITIVE |3.49
Bupivacaine 2180-92-9 288.22 C18H28N20 |POSITIVE W#4.12
Buprenorphine 52485-79-7 467.30 C29H41NO4 |POSITIVE |4.42
Buprofezin 69327-76-0 305.16 C16H23N30S | POSITIVE [7.78
Bupropion 34911-55-2 239.11 C13H18CINO |POSITIVE (3.97
Buspirone 36505-84-7 385.25 C21H31N502 | POSITIVE |4.05
Butalbital 77-26-9 224.12 C11H16N203 | NEGATIVE |4.46
Butaperazine 653-03-2 409.22 C24H31 N30OS| POSITIVE |5.16




Butizide 2043-38-1 353.03 C11 POSITIVE 4.90
H16CIN304S2
Butoxycaine 3772-43-8 293.20 C17H27NO3 | POSITIVE |4.89
Cafaminol 30924-31-3 267.13 C11H17N503 | POSITIVE |3.35
Caffeine 58-08-2 194.08 C8H10N402 |POSITIVE [3.08
Calteridol 121915-83-1 404.23 C17H32N407 | POSITIVE |0.56
Cannabidiol 13956-29-1 314.22 C21H3002 POSITIVE [7.81
Cannabinol 521-35-7 310.19 C21H2602 NEGATIVE [8.24
Canrenone 976-71-6 340.20 C22H2803 POSITIVE [6.10
Caproylresorcinol 70807-24-8 208.11 C12H1603 POSITIVE |6.39
Captopril 62571-86-2 217.08 C9H15NO3S | POSITIVE |3.58
Carazolol 57775-29-8 298.17 C18H22N202 | POSITIVE [3.94
Compound CAS nMeour;?eiiT(r):lgzi: Formula Polarity RT [min]
Carbachol 51-83-2 146.11 C6H14N202 | POSITIVE [0.52
Carbamazepine 298-46-4 236.09 C15H12N20 | POSITIVE (4.88
Carbamazepine10,11- 36507-30-9 252.09 C15H12N202 | POSITIVE 4.29
epoxide
Carbutamide 339-43-5 271.10 C11H17N303S| POSITIVE 4.37
Carbuterol 34866-47-2 267.16 C13H21N303 | POSITIVE [2.50
Carteolol 51781-06-7 292.18 C16H24N203 | POSITIVE [3.05
Carticaine 23964-58-1 284.12 C13H20N203S| POSITIVE  (3.43
Carvedilol 72956-09-3 406.19 C24H26N204 | POSITIVE (4.64
Cathinone 71031-15-7 149.08 C9H11NO POSITIVE [2.46
Celiprolol 56980-93-9 379.25 C20H33N304 | POSITIVE [3.80
Cerivastatin 145599-86-6 459.24 C26H34FNOS5 | POSITIVE [6.73
Chloramphenicol 56-75-7 322.01 C11 NEGATIVE |4.42
H12CI2N205
Chlorazanil 500-42-5 221.05 C9H8CIN5 |POSITIVE 4.26
Chlorbenzoxamine 522-18-9 434.21 C27H31 CIN20O| POSITIVE [5.93
Chlordiazepoxide 58-25-3 299.08 C16H14CIN30O | POSITIVE 4.02
Chlorfluazuron 71422-67-8 538.96 C20H9CI3F5N30| POSITIVE [8.00
3
Chloridazon 1698-60-8 221.04 C10H8CIN3O |POSITIVE (3.88
Chlormezanone 80-77-3 273.02 C11 POSITIVE |4.63
H12CINO3S
Chloroquine 54-05-7 319.18 C18H26CIN3 | POSITIVE [2.86
Chlorphenethiazine 2095-24-1 304.08 C16H17N2SCl | POSITIVE (4.84
Chlorpromazine 50-53-3 318.10 C17H19CIN2S | POSITIVE |[5.06
Chlorprothixene 113-59-7 315.08 C18H18CINS |POSITIVE [5.14
Chlortalidone 77-36-1 338.01 C14H11CIN20 | NEGATIVE (3.98

48




Cimetidine 51481-61-9 252.12 C10H16N6S | POSITIVE [2.52

Cinchocaine 85-79-0 343.23 C20H29N302 | POSITIVE [4.88

Cinnarizine 298-57-7 368.23 C26H28N2 | POSITIVE [5.54

Cinoxacin 28657-80-9 262.06 C12H10N205 |POSITIVE [4.03

Ciprofloxacin 85721-33-1 331.13 C17H18FN303| POSITIVE [3.24

Cisapride 81098-60-4 465.18 C23H29CIFN3 | POSITIVE [4.54
04

Citalopram 59729-33-8 324.16 C20H21 FN20O | POSITIVE [4.39

Clemastine 15686-51-8 343.17 C21 H26CINO | POSITIVE [5.38

Clenbuterol 37148-27-9 276.08 C12H18CI2N2 | POSITIVE ([3.58
0]

Clibucaine 15302-10-0 314.10 C15H20CI2N2 | POSITIVE 4.17
)

Climbazol 38083-17-9 292.10 C15H17CIN20 | POSITIVE [5.04
2

Clobazam 22316-47-8 300.07 C16H13CIN20 | POSITIVE [5.58
2

Clobenzepam 1159-93-9 315.11 C17H18CIN30O | POSITIVE (4.13

Clobutasone butyrat 25122-57-0 478.19 C26H32CIFO5 | POSITIVE [7.08

Clobutinol 14860-49-2 255.14 C14H22CINO | POSITIVE (4.18

Clomethiazole 533-45-9 161.01 C6HBCINS | POSITIVE |4.72

Clomipramine 303-49-1 314.15 C19H23CIN2 | POSITIVE [5.09

Clonazepam 1622-61-3 315.04 C15H10CIN30O | POSITIVE [5.21
3

Clonidine 4205-90-7 229.02 C9H9CI2N3 | POSITIVE [2.82

Clopamide 636-54-4 345.09 C14H20CIN3O | POSITIVE [4.29
3S

Clopenthixol 982-24-1 400.14 C22H25CIN20 | POSITIVE [5.10
S

Clopidogrel 113665-84-2 321.06 C16H16CINO2 | POSITIVE [7.06
S

Compound CAS nM:ur:(r)aiT?r:gZ:; Formula Polarity RT [min]

Clotiapine 2058-52-8 343.09 C18H18CN3S | POSITIVE 4.74

Clotiazepam 33671-46-4 318.06 C16H15CIN20 | POSITIVE [6.02
S

Clozapine 5786-21-0 326.13 C18H19CIN4 | POSITIVE 4.23

Cocaethylene 529-38-4 317.16 C18H23NO4 |POSITIVE §4.85

Cocaine 50-36-2 303.15 C17H21NO4 |POSITIVE [3.79

Codeine 76-57-3 299.15 C18H21NO3 | POSITIVE [2.80

Codeine-6-beta-D- 20736-11-2 475.18 C24H29NO9 | POSITIVE [2.66

glucuronide

Colchicine 64-86-8 399.17 C22H25N0O6 |POSITIVE [4.31




Corticosterone 50-22-6 346.21 C21H3004 |POSITIVE [5.10

Cortisone 53-06-5 360.19 C21H2805 |POSITIVE [4.59

Cotinine 486-56-6 176.09 C10H12N20 |POSITIVE [1.02

Coumatetralyl 5836-29-3 292.11 C19H1603 |POSITIVE [6.34

Creatinine 60-27-5 113.06 C4H7N30 | POSITIVE [0.53

Croconazole 77175-51-0 310.09 C18H15CN20 | POSITIVE |4.88

Cyamemazine 3546-03-0 323.15 C19H21N3S |POSITIVE [4.81

Cyclamicacid 100-88-9 179.06 C6H13NO3S | NEGATIVE [2.92

Cyclizine 82-92-8 266.18 C18H22N2 |POSITIVE |4.39

Cyclobenzaprine 303-53-7 275.17 C20H21N  |POSITIVE [4.78

Cyclovalone 579-23-7 366.15 C22H2205 |POSITIVE [5.72

Cyproheptadine 129-03-3 287.17 C21H21IN  |POSITIVE [4.75

D3-6-O-Acetylmorphine 330.17 C19H18D3NO | POSITIVE [2.97
4

D3-Atropin 292.19 C17H20D3NO | POSITIVE [3.28
3

D3-Benzoylecgonine 115732-68-8 292.15 C16H16D3NO | POSITIVE [3.35
4

D3-Chlorpromazine 136765-28-1 321.11 C17H16CID3N2 | POSITIVE [5.07
S

D3-Clomipramine 136765-29-2 317.17 C19H20CIN2D | POSITIVE  |4.97
3

D3-Cocaethylene 320.18 C18H20D3NO | POSITIVE [4.09
4

D3-Cocaine 65266-73-1 306.17 C17H18D3NO | POSITIVE [3.81
4

D3-Codeine 70420-71-2 302.17 C18H18D3NO | POSITIVE [2.79
3

D3-Cotinine 110952-70-0 179.11 C10H9D3N20 | POSITIVE [1.26

D3-Doxepin 282.18 C19H18NOD3 | POSITIVE |4.51

D3-Ecgoninemethylester | 136765-34-9 202.14 C10H14D3NO | POSITIVE [0.65
3

D3-EDDP 136765-23-6 280.20 C20H20D3N | POSITIVE l4.65

D3-Fenetylline 344.20 C18H20D3N5 | POSITIVE [3.61
02

D3-Hydromorphone 288.16 C17H16D3NO | POSITIVE [2.48
3

D3-Imipramine 283.21 C19H21N2D3 |POSITIVE |4.61

D3-LSD 136765-38-3 326.22 C20H22D3N3 |POSITIVE [3.93
0

D3-Morphine 67293-88-3 288.16 C17H16D3NO | POSITIVE [2.19
3

D3-Morphine-3-beta-D- 464.19 C23H24D3NO | POSITIVE [1.30

glucuronide

9




D3-Morphine-6-beta-D- 464.19 C23H24D3NO | POSITIVE [2.18

glucuronide
9

D3-Nortilidine 262.18 C16H18D3NO | POSITIVE [3.83
2

D3-Oxycodone 318.17 C18H18D3NO | POSITIVE [3.01
4

D3-THC 81586-39-2 317.24 C21 H27D302 | NEGATIVE [8.48

D3-THC-COOH 136844-96-7 347.22 C21 H25D304 | NEGATIVE [7.27

D3-THC-OH 362044-74-4 333.24 C21 H27D303 | NEGATIVE |7.23

Compound CAS nM:uTr)aiT(r)r:(;zisc Formula Polarity ~ [RT [min]

D3-Trimipramine 136765-54-3 297.23 C20H23D3N2 | POSITIVE |4.97

D4-7-Aminoclonazepam 125070-96-4 289.09 C15H8D4CIN3 | POSITIVE |3.52
(0]

D4-Clonazepam 170082-15-2 319.07 C15H6D4CIN3 | POSITIVE [5.18
o3

D4-Haloperidol 136765-35-0 379.17 C21 POSITIVE 4.56
H19CID4FNO2

D4-Lorazepam 324.04 C15H6D4CI2N2| POSITIVE |5.14
02

D4-Meperidine 53484-73-4 251.18 C15H17D4NO2 | POSITIVE |3.81

D4-Midazolam 329.10 C18H9D4CIFN | POSITIVE [4.31
3

D4-N- 303.10 C15H6D4FN30O| POSITIVE 5.01

Desmethylflunitrazepam 3

D4-Nicotine 166.14 C10H10D4N2 | POSITIVE |0.88

D4-Norketamine 227.10 C12H10D4CIN | POSITIVE [3.20
(0]

D5-Diazepam 65854-76-4 289.10 C16H8CIN20D | POSITIVE {5.89
5

EySJrJ(\)/XyHt;S’[:/?)-I:;é:tae;bolite 1413427-47-0 348.19 C23H16D5NO2 | POSITIVE [6.15

D5-MBDB 212.16 C12H12D5NO2 | POSITIVE [3.43

D5-MDEA 160227-43-0 212.16 C12H12D5N0O2 | POSITIVE |3.29

D5-MDMA 136765-43-0 198.14 C11H10D5NO2 | POSITIVE {3.15

D5-Nordiazepam 65891-80-7 275.09 C15H6CID5N2 | POSITIVE [5.38
(0]

D5-Oxazepam 291.08 C15H6D5CIN2 | POSITIVE 5.04
02

D5-Temazepam 136765-51-0 305.10 C16H8D5CIN2 | POSITIVE {5.50
02

D6-Dihydrocodeine 307.21 C18H17D6NO3 | POSITIVE |2.80

D6-Fluoxetine 315.17 C17H12D6NOF| POSITIVE [4.89




3

D6-Zolpidem 313.21 C19H15D6N30| POSITIVE [3.85
D7-7-Aminoflunitrazepam 290.16 C16H7D7FN30| POSITIVE [3.82
D7-Flunitrazepam 1286448-08-5 320.13 C16H5D7FN30| POSITIVE [5.42
3
D9-Heroin 378.21 C21 POSITIVE 3.65
H14D9NO5
D9-Methadone 318.27 C21H18D9INO | POSITIVE |4.95
Dapiprazole 72822-12-9 325.23 C19H27N5 | POSITIVE [3.56
Debrisoquine 1131-64-2 175.11 C10H13N3 | POSITIVE [3.22
Deflazacort 14484-47-0 441.22 C25H31NO6 | POSITIVE [5.45
Delorazepam 2894-67-9 304.02 C15H10CI2N2 | POSITIVE [5.57
o
Demeclocycline 127-33-3 464.10 C21 H21 POSITIVE [3.52
CIN208
Demeton-S-methylsulfone | 17040-19-6 262.01 C6H1505PS2 | POSITIVE [3.40
Denaverine 3579-62-2 383.25 C24H33NO3 | POSITIVE |6.07
Desalkylflurazepam 2886-65-9 288.05 C15H10CIFN2 | POSITIVE [5.41
o
Desipramine 50-47-5 266.18 C18H22N2 | POSITIVE |4.69
Desmethyl-chlordiazepoxide | 7722-15-8 285.07 C15H12CIN30O | POSITIVE [3.91
Desmethyl-Citalopram 144010-85-5 310.15 C19H19FN20 | POSITIVE 4.34
Desmethylclobazam 22316-55-8 286.05 C15H11 POSITIVE |5.18
CIN202
Desmethylclomipramine 303-48-0 300.14 C18H21 CIN2| POSITIVE [5.07
Desmethyiclozapine 6104-71-8 312.11 C17H17CIN4 | POSITIVE |4.04
Desmethyl-Mirtazapine 61337-68-6 251.14 C16H17N3 | POSITIVE |3.39
Desmethylvenlafaxine 93413-62-8 263.19 C16H25N0O2 | POSITIVE [3.38
Desoxycortone 21 -(3- 14007-50-2 462.28 C30H3804 |POSITIVE [7.85
phenylpropionate)
Desoxycortone enantate 64-85-7 442.31 C28H4204 POSITIVE 8.44
Detajmium 33774-52-6 455.31 C27H41 N303 | POSITIVE [3.13
Compound CAS Monoisotopic Formula Polarity  [RT [min]
neutral mass
Dexamethasone 50-02-2 392.20 C22H29FO5 | POSITIVE |4.95
Dexfenfluramine 3239-44-9 231.12 C12H16F3N | POSITIVE |4.14
Dextromethorphan 125-71-3 271.19 C18H25NO | POSITIVE [4.26
Diaveridine 5355-16-8 260.13 C13H16N402 | POSITIVE [3.02
Diazepam 439-14-5 284.07 C16H13CIN20 | POSITIVE [5.93
Dibenzepin 4498-32-2 295.17 C18H21N30 | POSITIVE [3.95
Diclofenac 15307-86-5 295.02 C14H11 POSITIVE 6.35
CI2NO2
Dicycloverine 77-19-0 309.27 C19H35N0O2 | POSITIVE [5.53
Dienogest 65928-58-7 311.19 C20H25NO2 | POSITIVE 5.11




Diethazine 60-91-3 298.15 C18H22N2S | POSITIVE {4.64
Diethylcarbamazine 90-89-1 199.17 C10H21N30O | POSITIVE [2.48
Difenoconazole 119446-68-3 405.06 C19H17CI2N3 | POSITIVE 6.92
03
Difenoxuron 14214-32-5 286.13 C16H18N203 | POSITIVE |5.49
Difenzoquat 43222-48-6 248.13 C17H16N2 | POSITIVE /4.21
Digitoxigenin 143-62-4 374.25 C23H3404 | POSITIVE 5.35
Digoxin 20830-75-5 780.43 C41H64014 | POSITIVE |4.06
Dihydrocodeine 125-28-0 301.17 C18H23NO3 | POSITIVE [2.77
Dihydroergocristine 17479-19-5 611.31 C35H41 N505 | POSITIVE |4.70
Diltiazem 42399-41-7 414.16 C22H26N204 | POSITIVE @4.47
S
Dimefuron 34205-21-5 338.11 C15H19CIN4O | POSITIVE |5.78
3
Dimethachlor 50563-36-5 255.10 C13H18CINO2 | POSITIVE 5.72
Dimethacrine 4757-55-5 294.21 C20H26N2 | POSITIVE [4.91
Dimethomorph 110488-70-5 387.12 C21 POSITIVE [5.89
H22CINO4
Dimetindene 5636-83-9 292.19 C20H24N2 | POSITIVE [3.82
Dimetotiazine 7456-24-8 391.14 C19H25N302 | POSITIVE |4.53
S2
Dimetridazole 551-92-8 141.05 C5H7N302 | POSITIVE [2.95
Dioxethedrin 497-75-6 211.12 C11H17NO3 | POSITIVE |1.27
Diphenamid 957-51-7 239.13 C16H17NO | POSITIVE 5.77
Diphenhydramine 58-73-1 255.16 C17H21 NO | POSITIVE |4.38
Diponium 58875-33-5 323.28 C20H37NO2 | POSITIVE [5.53
Diprophylline 479-18-5 254.10 C10H14N404 | POSITIVE [2.77
Dipyridamole 58-32-2 504.32 C24H40N80O4 | POSITIVE 4.31
Disopyramide 3737-09-5 339.23 C21H29N30O | POSITIVE 3.74
Dixyrazine 2470-73-7 427.23 C24H33N302 | POSITIVE [4.98
S
DOB 32156-26-6 273.04 C11H16BrNO2| POSITIVE [3.79
Dobutamine 34368-04-2 301.17 C18H23NO3 | POSITIVE [3.22
Dopexamine 86197-47-9 356.25 C22H32N202 | POSITIVE [3.00
Dorzolamide 120279-96-1 324.03 C10H16N204 | POSITIVE [2.53
S3
Dosulepine 113-53-1 295.14 C19H21NS | POSITIVE 4.73
Doxapram 309-29-5 378.23 C24H30N202 | POSITIVE [3.96
Doxepin 1668-19-5 279.16 C19H21 NO | POSITIVE [4.46
Doxylamine 469-21-6 270.17 C17H22N20 | POSITIVE [3.21
Drazoloxon 5707-69-7 237.03 C10H8CIN302| POSITIVE [6.55
Drofenine 1679-76-1 317.24 C20H31NO2 | POSITIVE [5.19
Duloxetine 116539-59-4 297.12 C18H19NOS | POSITIVE 4.75




Compound CAS nM:ur;?aiT?r:ZZ:; Formula Polarity ~ [RT [min]
Ecgoninemethylester 7143-09-1 199.12 C10H17NO3 | POSITIVE (0.63
EDDP 66729-78-0 277.18 C20H23N POSITIVE }4.64
Embutramide 15687-14-6 293.20 C17H27NO3 | POSITIVE [5.25
Enalapril 75847-73-3 376.20 C20H28N205 | POSITIVE 4.16
Enoximon 77671-31-9 248.06 C12H12N202 | POSITIVE $4.26

S
Entacapone 130929-57-6 305.10 C14H15N305 | POSITIVE [5.03
Ephedrine 299-42-3 165.12 C10H15NO POSITIVE [2.78
Eprosartan 133040-01-4 424.15 C23H24N204 | POSITIVE 4.10
S
Esculin 531-75-9 340.08 C15H1609 POSITIVE [2.79
Esmolol 103598-03-4 295.18 C16H25N0O4 | POSITIVE 3.75
Esomeprazole 119141-88-7 345.11 C17H19N303 | POSITIVE [3.96
S
Estazolam 29975-16-4 294.07 C16H11 CIN4 | POSITIVE [5.07
Ethambutol 74-55-5 204.18 C10H24N202 | POSITIVE (0.53
Ethenzamide 938-73-8 165.08 C9H11NO2 POSITIVE |4.17
Ethylglucuronide 17685-04-0 222.07 C8H1407 NEGATIV |1.00
E
Etilefrine 709-55-7 181.11 C10H15NO2 | POSITIVE [1.89
Etizolam 40054-69-1 342.07 C17H15CIN4S | POSITIVE [5.38
Etofylline 519-37-9 224.09 C9H12N403 | POSITIVE [2.89
Famotidine 76824-35-6 337.04 C8H15N702S | POSITIVE [2.46
3
Fedrilate 23271-74-1 347.21 C20H29NO4 | POSITIVE [3.90
Fenarimol 60168-88-9 330.03 C17H12CI2N2 | POSITIVE [6.12
O
Fendiline 13042-18-7 315.20 C23H25N POSITIVE [5.17
Fenethylline 3736-08-1 341.19 C18H23N502 | POSITIVE (3.61
Fenfuram 24691-80-3 201.08 C12H11NO2 | POSITIVE [5.41
Fenofibrate 49562-28-9 360.11 C20H21 CIO4 | POSITIVE |7.87
Fenoterol 13392-18-2 303.15 C17H21NO4 | POSITIVE [2.80
Fenpipramide 77-01-0 322.20 C21H26N20 | POSITIVE [3.98
Fenpiprane 3329-14-4 279.20 C20H25N POSITIVE |4.64
Fentanyl 437-38-7 336.22 C22H28N20 | POSITIVE 4.28
Fenticonazole 72479-26-6 454.07 C24H20CI2N20 | POSITIVE |6.19
S
Fexofenadine 83799-24-0 501.29 C32H39NO4 | POSITIVE 4.82
Flecainide 54143-55-4 41414 C17H20F6N20 | POSITIVE |4.51
3
Flocoumafen 90035-08-8 542.17 C33H25F304 | POSITIVE [7.94
Floctafenine 23779-99-9 406.11 C20H17F3N20 | POSITIVE |4.17

4




Fluanisone 1480-19-9 356.19 C21H25FN20 | POSITIVE 4.39
2
Fluconazol 86386-73-4 306.10 C13H12F2N6 | POSITIVE [3.68
0
Fludrocortisone 514-36-3 380.20 C21H29FO5 | POSITIVE @4.54
Flumazenil 78755-81-4 303.10 C15H14FN30 | POSITIVE |4.31
3
Flunitrazepam 1622-62-4 313.09 C16H12FN30 | POSITIVE [5.45
3
Fluoxetine 54910-89-3 309.13 C17H18NOF3 | POSITIVE 4.80
Flupentixol 2709-56-0 434.16 C23H25F3N20 | POSITIVE [5.37
S
Fluphenazine 69-23-8 437.17 C22H26F3N30 | POSITIVE [5.22
S
Flupirtine 56995-20-1 304.13 C15H17FN40O | POSITIVE 4.02
2
Flurazepam 17617-23-1 387.15 C21 POSITIVE |4.40
H23CIFN30
Flurochloridone 61213-25-0 311.01 C12H10CI2F3N | POSITIVE [6.59
0]

Compound CAS nM:qu?cr)r:c;zi: Formula Polarity ~ [RT [min]
Fluspirilen 1841-19-6 475.24 C29H31F2N30 | POSITIVE 5.42
Fluvastatin 93957-54-1 411.18 C24H26FNO4 | POSITIVE |6.27
Fluvoxamine 54739-18-3 318.16 C15H21 POSITIVE |4.80

F3N202
Fuberidazole 3878-19-1 184.06 C11H8N2O | POSITIVE [3.17
Furalaxyl 57646-30-7 301.13 C17H19NO4 | POSITIVE [5.99
Furazolidone 67-45-8 225.04 C8H7N305 | POSITIVE [3.70
Furosemide 54-31-9 330.01 C12H11CIN20 | NEGATIV |4.68
58 E
Gabapentin 60142-96-3 171.13 C9H17NO2 | POSITIVE |2.78
Galantamine 357-70-0 287.15 C17H21NO3 | POSITIVE |2.53
Gallopamil 16662-47-8 484.29 C28H40N205 | POSITIVE |4.94
Glafenin 3820-67-5 372.09 C19H17CIN20 | POSITIVE {3.53
4
Glibenclamide 10238-21-8 493.14 C23H28CIN30O | POSITIVE 6.30
58
Glibornuride 26944-48-9 366.16 C18H26N204S| POSITIVE |6.11
Gliclazide 21187-98-4 323.13 C15H21N303S| POSITIVE |5.70
Glimepiride 93479-97-1 490.22 C24H34N405S| POSITIVE [6.46
Glipizide 29094-61-9 445.18 C21 POSITIVE 5.35
H27N504S
Griseofulvin 126-07-8 352.07 C17H17CIO6 | POSITIVE |5.44




Guanabenz 5051-62-7 230.01 C8HB8CI2N4 | POSITIVE [3.73
Guanethidine 55-65-2 198.18 C10H22N4 | POSITIVE |0.74
Guanoxan 2165-19-7 207.10 C10H13N302 | POSITIVE [3.26
Halcinonide 3093-35-4 45419 C24H32CIFO5 | POSITIVE |6.49
Haloperidol 52-86-8 375.14 C21 POSITIVE |4.58
H23CIFNO2
Haloxyfop ethoxyethyl ester | 87237-48-7 433.09 C19H19CIF3N | POSITIVE |7.49
05
Heroin 561-27-3 369.16 C21H23NO5 | POSITIVE [3.66
Hexazinone 51235-04-2 252.16 C12H20N402 | POSITIVE 4.52
Hexobendine 54-03-5 592.30 C30H44N2010 | POSITIVE |4.29
Histamine 51-45-6 111.08 C5H9IN3 POSITIVE |0.44
Histapyrrodine 493-80-1 280.19 C19H24N2 | POSITIVE [4.64
Histidine 71-00-1 155.07 C6HIN302 | POSITIVE |0.45
Homatropine 87-00-3 275.15 C16H21NO3 | POSITIVE [2.99
Homofenazine 3833-99-6 451.19 C23H28F3N30 | POSITIVE |4.57
S
Hordenine 539-15-1 165.12 C10H15NO | POSITIVE [1.78
Hydralazine 86-54-4 160.07 C8H8N4 POSITIVE [2.05
Hydrochlorothiazide 58-93-5 296.96 C7H8CIN304S | NEGATIV [3.00
2 E
Hydrocodone 125-29-1 299.15 C18H21NO3 | POSITIVE [3.04
Hydrocortisone 50-23-7 362.21 C21H3005 | POSITIVE [4.53
Hydrocortisone 21 -acetate | 50-03-3 404.22 C23H3206 | POSITIVE |5.32
Hydromorphone 466-99-9 285.14 C17H19NO3 | POSITIVE [2.50
Hydroxychloroquine 118-42-3 335.18 C18H26CIN30O | POSITIVE [2.81
Hydroxyzine 68-88-2 374.18 C21 POSITIVE |4.80
H27CIN202
Ibuprofen 15687-27-1 223.16 C13H1702NH4| POSITIVE |6.53
Imipramine 50-49-7 280.19 C19H24N2 | POSITIVE 4.80
Indanazoline 40507-78-6 201.13 C12H15N3 | POSITIVE [3.39
Indapamine 26807-65-8 365.06 C16H16CIN30O | POSITIVE |5.03
3s
Indinavir 150378-17-9 613.36 C36H47N504 | POSITIVE 4.37
Compound CAS nM:ur:(r)aiT?r:gZ:; Formula Polarity ~ [RT [min]
Indometacin 53-86-1 357.08 C19H16CINO | POSITIVE |6.36
4
Indoramin 26844-12-2 347.20 C22H25N30 |POSITIVE [4.04
lopodicacid 5587-89-3 597.81 C12H13I13N202 | POSITIVE 4.43
Ipratropium 22254-24-6 331.21 C20H29NO3 | POSITIVE (3.40
Irbesartan 138402-11-6 428.23 C25H28N60 | POSITIVE [5.35
Isoaminile 77-51-0 24419 C16H24N2 POSITIVE |4.17




Isoconazole 24168-96-5 413.99 C18H14Cl4N20| POSITIVE |5.65
Iso-LSD 323.20 C20H25N30 | POSITIVE 4.12

Isoniazid 54-85-3 137.06 C6H7N30 | POSITIVE [0.73

Isoproturon 34123-59-6 206.14 C12H18N20 | POSITIVE [5.41
Isothipendyl 482-15-5 285.13 C16H19N3S | POSITIVE [4.35
Isoxsuprine 395-28-8 301.17 C18H23NO3 | POSITIVE [3.82
JWH-007 155471-10-6 355.19 C25H25NO | POSITIVE [8.06
JWH-015 327.16 C23H21 NO | POSITIVE [7.46

JWH-018 341.18 C24H23NO | POSITIVE [7.98
JWH-018-N-(4- , 1320363-47-0 357.17 C24H23NO2 | POSITIVE [6.26
hydroxypentyl) metabolite
JWH-019 355.19 C25H25NO | POSITIVE [8.30
JWH-019-(5-hydroxyindol) | 1379604-70-2 371.19 C25H25N0O2 | POSITIVE [7.21
metabolite
JWH-020 369.21 C26H27NO | POSITIVE [8.56
JWH-072 313.15 C22H19NO | POSITIVE [7.35

JWH-073 327.16 C23H21 NO | POSITIVE [7.68
JWH-073-N-(3-hydroxybutyl) | 1320363-48-1 343.16 C23H21NO2 |POSITIVE [6.17
metabolite
JWH-081 371.19 C25H25N0O2 | POSITIVE [8.09
JWH-081-N-(5- , 1427325-66-3 387.18 C25H25N03 | POSITIVE [6.36
hydroxypentyl) metabolite

JWH-122 355.19 C25H25NO | POSITIVE [8.24
a’\é\:::'l;g?-5-ﬂuorope“ty'- 1354631-24-5 373.18 C25H24FNO | POSITIVE [7.48
JWH-122-N-(4- , 371.19 C25H25N02 | POSITIVE [6.54
hydroxypentyl) metabolite
JWH-200 384.18 C25H24N202 | POSITIVE [5.02
JWH-200-4-hydroxyindole | 1427325-73-2 400.18 C25H24N203 | POSITIVE [5.30
metabolite
JWH-210 369.21 C26H27NO | POSITIVE [8.47
JWH-210-N-(4- 1427521-37-6 385.20 C26H27NO2 | POSITIVE |6.80
hydroxypentyl) metabolite

JWH-250 335.19 C22H25NO2 | POSITIVE [7.57
JWH-250- N -(4- hyd roxype | 1427521-38-7 351.18 C22H25NO3 | POSITIVE [5.89
ntyl) metabolite
JWH-307 914458-26-7 385.18 C26H24FNO | POSITIVE [8.12
JWH-387 419.09 C24H22BrNO | POSITIVE [8.54

JWH-398 1292765-18-4 375.14 C24H22CINO | POSITIVE [8.42
JWH-398- N-(5- hyd roxype | 1379604-69-9 391.13 C24H22CINO | POSITIVE |6.77
ntyl) metabolite 5

JWH-412 1364933-59-4 359.17 C24H22FNO | POSITIVE [8.09

Compound CAS nM:ur;(r)aiT?rtzzisc Formula Polarity ~ [RT [min]

Kavain 500-64-1 230.09 C14H1403 | POSITIVE [5.63
Ketamin 6740-88-1 237.09 C13H16CINO | POSITIVE [3.31




Ketazolam 27223-35-4 368.09 C20H17CIN20| POSITIVE 6.15
3
Ketoprofen 22071-15-4 254.09 C16H1403 | POSITIVE [5.59
Ketorolac 74103-06-3 255.09 C15H13NO3 | POSITIVE [5.08
Ketotifen 34580-13-7 309.12 C19H19NOS | POSITIVE |4.07
Labetalol 36894-69-6 328.18 C19H24N203 | POSITIVE [3.96
Lamotrigine 84057-84-1 255.01 C9H7CI2N5 POSITIVE [3.52
L-Ascorbicacid 50-81-7 176.03 C6H806 NEGATIV (0.76
E
Laudanosine 2688-77-9 357.19 C21H27NO4 | POSITIVE [3.69
Lercanidipine 100427-26-7 611.30 C36H41 N306 | POSITIVE [5.68
Levobunolol 47141-42-4 291.18 C17H25NO3 | POSITIVE (3.61
Levocabastine 79516-68-0 420.22 C26H29FN20 | POSITIVE |4.60
2
Levomepromazine 60-99-1 328.16 C19H24N20S | POSITIVE |4.92
Levopropylhexedrine 6192-97-8 155.17 C10H21N POSITIVE [3.81
Lidocaine 137-58-6 23417 C14H22N20 | POSITIVE [3.28
Lisinopril 76547-98-3 405.23 C21H31N305 | POSITIVE [2.90
Lisuride 18016-80-3 338.21 C20H26N40 | POSITIVE 4.13
Lofepramine 23047-25-8 420.17 C26H27CINO2 | POSITIVE |5.56
Lonazolac 53808-88-1 312.07 C17H13CIN20| POSITIVE 6.50
2
Loperamide 53179-11-6 476.22 C29H33CIN20 | POSITIVE 5.35
2
Loratadine 79794-75-5 382.14 C22H23CIN20 | POSITIVE |5.78
2
Lorazepam 846-49-1 320.01 C15H10CI2N202| POSITIVE [5.17
Lormetazepam 848-75-9 334.03 C16H12CI2N202| POSITIVE [5.65
Losartan 114798-39-9 422.16 C22H23CIN6O | POSITIVE [5.26
Loxapine 1977-10-2 327.11 C18H18CIN30O | POSITIVE 4.62
LSD 50-37-3 323.20 C20H25N30 | POSITIVE [3.94
Maprotiline 10262-69-8 277.18 C20H23N POSITIVE |4.83
Mazindol 22232-71-9 284.07 C16H13CIN20 | POSITIVE [3.95
MBDB 103818-46-8 207.13 C12H17NO2 | POSITIVE [3.42
MCPP 6640-24-0 196.08 C10H13CIN2 | POSITIVE [3.62
MDA 4764-17-4 179.09 C10H13NO2 | POSITIVE [2.96
MDBP 32231-06-4 220.12 C12H16N202 | POSITIVE [2.27
MDDMA 74698-50-3 207.13 C12H17NO2 | POSITIVE [3.19
MDEA 82801-81-8 207.13 C12H17NO2 | POSITIVE 3.27
MDMA 42542-10-9 193.11 C11H15NO2 | POSITIVE [3.13
Mebeverine 3625-06-7 429.25 C25H35N0O5 | POSITIVE |4.78
Meclofenamic acid 644-62-2 295.02 C14H11 POSITIVE |6.80
CI2NO2
Meclozine 569-65-3 390.19 C25H27CIN2 | POSITIVE |5.79
Medazepam 2898-12-6 270.09 C16H15CIN2 | POSITIVE 4.42




Mefenamic acid 61-68-7 241.11 C15H15NO2 | POSITIVE |6.78
Mefenorex 17243-57-1 211.11 C12H18CIN POSITIVE [3.77
Mefexamide 1227-61-8 280.18 C15H24N203 | POSITIVE [3.34
Mefloquine 53230-10-7 378.12 C17H16F6N2 | POSITIVE [5.05
)
Mefruside 7195-27-9 382.04 C13H19CIN205 | POSITIVE [5.18
S2
Compound CAS nM:ur;?aiT?r:ZZi: Formula Polarity  [RT [min]
Mianserin 24219-97-4 264.16 C18H20N2 | POSITIVE |4.40
Miconazole 22916-47-8 413.99 C18H14CI4N2 | POSITIVE |6.01
o
Midazolam 59467-70-8 325.08 C18H13CIFN3 | POSITIVE 4.36
Minocycline 10118-90-8 457.18 C23H27N307 | POSITIVE (3.19
Minoxidil 38304-91-5 209.13 C9H15N50 POSITIVE {3.28
Mirtazapine 61337-67-5 265.16 C17H19N3 | POSITIVE [3.54
Mizolastine 108612-45-9 432.21 C24H25FN60 | POSITIVE 4.20
Moclobemide 71320-77-9 268.10 C13H17CIN20| POSITIVE (3.30
2
Monolinuron 1746-81-2 214.05 C9H11 POSITIVE |5.41
CIN202
Moperone 1050-79-9 355.19 C22H26FNO2 | POSITIVE 4.43
Morphin-3-beta-D- 20290-09-9 461.17 C23H27NO9 | POSITIVE [1.29
glucuronide
Morphine 57-27-2 285.14 C17H19NO3 | POSITIVE [2.20
Morphine-6-beta-D- 20290-10-2 461.17 C23H27NO9 |POSITIVE [2.18
glucuronide
Moxaverine 10539-19-2 307.16 C20H21NO2 |POSITIVE |4.52
Moxisylyte 54-32-0 279.18 C16H25NO3 | POSITIVE [4.31
Moxonidine 75438-57-2 241.07 C9H12CIN50 | POSITIVE |2.49
MPPH 51169-17-6 266.11 C16H14N202 | POSITIVE [5.24
N,N-Diethyl-m-toluamide 134-62-3 191.13 C12H17NO POSITIVE |5.41
Nabumetone 42924-53-8 228.12 C15H1602 | POSITIVE [6.29
Nadolol 42200-33-9 309.19 C17H27NO4 | POSITIVE (3.06
Naftidrofuryl 31329-57-4 383.25 C24H33NO3 | POSITIVE [5.04
Naftifine 65472-88-0 287.17 C21H21N POSITIVE |4.89
Nalbuphine 20594-83-6 357.19 C21H27NO4 | POSITIVE 3.15
Nalidixic acid 389-08-2 232.08 C12H12N203 | POSITIVE 4.89
Nalorphine 62-67-9 311.15 C19H21NO3 | POSITIVE [2.71
Naloxone 465-65-6 327.15 C19H21NO4 | POSITIVE [2.77
Naltrexon 16590-41-3 341.16 C20H23NO4 | POSITIVE (3.00
Nandrolone 434-22-0 27419 C18H2602 | POSITIVE [5.42
Nandrolone 62-90-8 406.25 C27H3403 | POSITIVE |8.26

phenylpropionate




Naphazoline 835-31-4 210.12 C14H14N2 | POSITIVE [3.48
Napropamide 15299-99-7 271.16 C17H21NO2 |POSITIVE [6.44
Naproxen 22204-53-1 230.09 C14H1403 | POSITIVE [5.63
N-Desmethylflunitrazepam | 2558-30-7 299.07 C15H10FN30 | POSITIVE [5.03
3
N-Desmethylolanzapine 161696-76-0 298.13 C16H18N4S | POSITIVE 2.76
N-Desmethylpropafenone 86383-21-3 299.15 C18H21NO3 | POSITIVE |4.32
Nebivolol 99200-09-6 405.18 C22H25F2NO | POSITIVE 4.84
4
Nefazodone 83366-66-9 469.22 C25H32CIN50| POSITIVE [5.05
2
Nefopam 13669-70-0 253.15 C17H19NO POSITIVE /4.01
N-Ethyl-Amphetamine 457-87-4 163.14 C11H17N POSITIVE 3.28
Nicardipine 55985-32-5 479.21 C26H29N306 | POSITIVE 4.80
Nicotinamide 98-92-0 122.05 C6HBEN20 | POSITIVE |0.95
Nicotine 54-11-5 162.12 C10H14N2 | POSITIVE |0.88
Nifedipine 21829-25-4 346.12 C17H18N206 | POSITIVE [5.69
Nifenazone 2139-47-1 308.13 C17H16N402 | POSITIVE (3.29
Niflumicacid 4394-00-7 282.06 C13H9F3N20 | POSITIVE [6.34
2
Compound CAS nMeour;?aiT?:lggisc Formula Polarity  [RT [min]
Nilvadipine 75530-68-6 385.13 C19H19N306 | POSITIVE [6.49
Nimorazole 6506-37-2 226.11 C9H14N403 |POSITIVE [1.25
Nisodipine 63675-72-9 388.16 C20H24N206 | POSITIVE [6.69
N-Isopropylsalicylamide 551-35-9 179.09 C10H13NO2 | POSITIVE |5.27
Nitrazepam 146-22-5 281.08 C15H11 N30O3| POSITIVE [5.05
Nizatidin 76963-41-2 331.11 C12H21N502S | POSITIVE [2.40
2
Nomifensine 24526-64-5 238.15 C16H18N2 POSITIVE [3.83
Norbuprenorphine 78715-23-8 413.26 C25H35N04 | POSITIVE (3.87
Norcocaine 18717-72-1 289.13 C16H19NO4 | POSITIVE |3.84
Norcodeine 467-15-2 285.14 C17H19NO3 | POSITIVE [2.73
Nordiazepam 1088-11-5 270.06 C15H11CIN20| POSITIVE [5.37
Nordoxepine 1225-56-5 265.15 C18H19NO POSITIVE 4.37
Norethisterone 68-22-4 298.19 C20H2602 POSITIVE |5.70
Norethisterone acetate 51-98-9 340.20 C22H2803 POSITIVE |6.78
Norfentanyl 1609-66-1 232.16 C14H20N20 | POSITIVE (3.27
Norfloxacin 70458-96-7 319.13 C16H18FN30 | POSITIVE [3.24
3
Norfluoxetine 83891-03-6 295.12 C16H16F3NO | POSITIVE |4.71
Norketamin 35211-10-0 223.08 C12H14CINO | POSITIVE (3.26
Nor-LSD 35779-43-2 309.18 C19H23N30 |POSITIVE 3.94
Normorphine 466-97-7 271.12 C16H17NO3 | POSITIVE |1.79




Noroxycodone 57664-96-7 301.13 C17H19NO4 | POSITIVE [2.97
Norpropoxyphene 66796-40-5 325.20 C21H27NO2 | POSITIVE 4.62
Norsertraline 87857-41-8 275.04 C16H13CI2 POSITIVE 4.75
Nortilidine 38677-94-0 259.16 C16H21NO2 | POSITIVE [3.82
Nortriptyline 72-69-5 263.17 C19H21N POSITIVE |4.82
Noscapine 128-62-1 413.15 C22H23NO7 | POSITIVE (3.98
Nuarimol 63284-71-9 314.06 C17H12CIFN20| POSITIVE [5.72
Obidoxime 114-90-9 288.12 C14H16N403 | POSITIVE [0.54
O-Desmethyltramadol 73986-53-5 24917 C15H23NO2 | POSITIVE [3.01
Ofloxacin 82419-36-1 361.14 C18H20FN30 | POSITIVE (3.18
4
Olanzapine 132539-06-1 312.14 C17H20N4S | POSITIVE [2.91
Olsalazine 15772-48-2 302.05 C14H10N206 | NEGATIV 5.02
E
Ondansetron 99614-02-5 293.15 C18H19N30 | POSITIVE [3.81
Opipramol 315-72-0 363.23 C23H29N30 | POSITIVE $4.35
Ornidazole 16773-42-5 219.04 C7H10CIN303| POSITIVE (3.64
Ouabain 630-60-4 584.28 C29H44012 | POSITIVE (3.48
Oxatomide 60607-34-3 426.24 C27H30N40O | POSITIVE 4.93
Oxazepam 604-75-1 286.05 C15H11 POSITIVE 5.06
CIN202
Oxcarbazepine 28721-07-5 252.09 C15H12N202 | POSITIVE 4.45
Oxeladin 468-61-1 335.25 C20H33NO3 |POSITIVE [5.03
Oxetacaine 126-27-2 467.31 C28H41 N303| POSITIVE [5.73
Oxitropium 30286-75-0 331.18 C19H25N0O4 | POSITIVE 3.19
Oxomemazine 3689-50-7 330.14 C18H22N202 | POSITIVE [3.97
S
Oxprenolol 6452-71-7 265.17 C15H23NO3 | POSITIVE [3.91
Oxybuprocaine 99-43-4 308.21 C17H28N203 | POSITIVE $4.35
Compound CAS nM:ur:(r)aiT(r);zzig Formula Polarity ~ [RT [min]
Oxybutynin 5633-20-5 357.23 C22H31NO3 | POSITIVE [5.07
Oxycodone 76-42-6 315.15 C18H21NO4 | POSITIVE |2.95
Oxyfedrine 15687-41-9 313.17 C19H23NO3 | POSITIVE [4.20
Oxymetazoline 1491-59-4 260.19 C16H24N20 | POSITIVE |4.31
Oxymorphone 76-41-5 301.13 C17H19NO4 | POSITIVE [2.39
Oxypendyl 17297-82-4 370.18 C20H26N40S | POSITIVE 4.20
Oxypertine 153-87-7 379.23 C23H29N302 | POSITIVE 4.29
Oxytetracycline 79-57-2 460.15 C22H24N209 | POSITIVE (3.25
Papaverin 58-74-2 339.15 C20H21NO4 | POSITIVE |3.93
Paracetamol 103-90-2 151.06 C8HIONO2 | POSITIVE [2.58
Paraoxon 311-45-5 275.06 C10H14NOG6P | POSITIVE [5.54
Paraoxon-methyl 950-35-6 247.02 C8H10NO6P | POSITIVE 4.74




Paroxetine 61869-08-7 329.14 C19H20FNO3 | POSITIVE |4.65
Penbutolol 38363-40-5 291.22 C18H29NO2 | POSITIVE |5.00
Penfluridol 26864-56-2 523.17 C28H27CIF5N | POSITIVE [5.92
(0]
Pentetrazole 54-95-5 138.09 C6H10N4 POSITIVE (3.38
Pentobarbital 76-74-4 226.13 C11H18N203 | NEGATIV 4.77
E
Pentoxifylline 6493-05-6 278.14 C13H18N403 | POSITIVE [3.78
Pentoxyverine 77-23-6 333.23 C20H31NO3 | POSITIVE |4.95
Perazine 84-97-9 339.18 C20H25N3S | POSITIVE 4.73
Pergolide 66104-22-1 314.18 C19H26N2S | POSITIVE |4.41
Periciazine 2622-26-6 365.16 C21H23N30S | POSITIVE |4.58
Perindopril 82834-16-0 368.23 C19H32N205 | POSITIVE 4.27
Perphenazine 58-39-9 403.15 Cc21 POSITIVE 5.03
H26CIN30S
Pethidine 57-42-1 247.16 C15H21NO2 | POSITIVE |3.80
Phenacetin 62-44-2 179.09 C10H13NO2 | POSITIVE 4.27
Phenazone 60-80-0 188.09 C11H12N20 | POSITIVE |[3.58
Phenazopyridine 94-78-0 213.10 C11H11N5 | POSITIVE [4.21
Phencyclidine 77-10-1 243.20 C17H25N POSITIVE 4.04
Phenelzine 51-71-8 136.10 C8H12N2 POSITIVE 2.59
Phenethylamine 64-04-0 121.09 C8H11N POSITIVE [2.57
Pheniramine 86-21-5 240.16 C16H20N2 | POSITIVE [3.22
Phenobarbital 50-06-6 232.08 C12H12N203 | NEGATIV 4.17
E
Phenprocoumon 435-97-2 280.11 C18H1603 | POSITIVE [6.24
Phenylbutazone 50-33-9 308.15 C19H20N202 | POSITIVE 6.62
Phenyltoloxamine 92-12-6 255.16 C17H21 NO | POSITIVE 44.60
Phenytoin 57-41-0 252.09 C15H12N202 | POSITIVE |4.88
Pholedrine 370-14-9 165.12 C10H15NO | POSITIVE [2.35
Phthalylsulfathiazole 85-73-4 403.03 C17H13N305S2| POSITIVE |3.92
Physostigmine 57-47-6 275.16 C15H21N302 | POSITIVE [3.10
Pimozide 2062-78-4 461.23 C28H29F2N3 | POSITIVE |5.25
(0]
Pindolol 13523-86-9 248.15 C14H20N202 | POSITIVE [3.15
Pipamperone 1893-33-0 375.23 C21 POSITIVE [3.23
H30FN302
Piprozolin 17243-64-0 298.14 C14H22N203 | POSITIVE |6.23
S
Pirenzepine 28797-61-7 351.17 C19H21N502 | POSITIVE |3.02
Compound CAS nM:ur;(r)aiT?rtzzisc Formula Polarity E;‘I;n]
Piretanide 55837-27-9 362.09 C17H18N205 | POSITIVE |5.41




S

Piritramide 302-41 -0 430.27 C27H34N40 | POSITIVE |4.21
Piroxicam 36322-90-4 331.06 C15H13N304 | POSITIVE |5.13
S
Pizotifen 15574-96-6 295.14 C19H21NS POSITIVE 4.73
p-Methylthioamphetamine | 14116-06-4 181.09 C10H15NS POSITIVE [3.46
PMMA 3398-68-3 179.13 C11H17NO POSITIVE [3.19
Practolol 6673-35-4 266.16 C14H22N203 | POSITIVE [2.68
Prajmalium 35080-11-6 368.25 C23H32N202 | POSITIVE |4.51
Pramipexol 104632-26-0 211.11 C10H17N3S |POSITIVE [0.72
Prazepam 2955-38-6 324.10 C19H17CN20| POSITIVE [6.68
Prazosin 19216-56-9 383.16 C19H21 N504| POSITIVE  [3.68
Prednisone 53-03-2 358.18 C21H2605 POSITIVE (4.51
Prenylamine 390-64-7 329.21 C24H27N POSITIVE [5.38
Primaquine 90-34-6 259.17 C15H21N30 |POSITIVE |4.06
Primidone 125-33-7 218.11 C12H14N202 | POSITIVE [6.45
Procainamide 51-06-9 235.17 C13H21N30O |POSITIVE [2.33
Procaine 59-46-1 236.15 C13H20N202 | POSITIVE  [2.77
Prochlorperazin 58-38-8 373.14 C20H24CIN3S| POSITIVE [5.08
Procyclidine 77-37-2 287.22 C19H29NO POSITIVE (4.67
Progesterone 57-83-0 314.22 C21H3002 POSITIVE [6.82
Promazine 58-40-2 284.13 C17H20N2S |POSITIVE |4.71
Promethazine 60-87-7 284.13 C17H20N2S | POSITIVE [4.62
Prometryn 7287-19-6 241.14 C10H19N5S |POSITIVE |5.84
Propafenone 54063-53-5 341.20 C21H27NO3 |POSITIVE |4.82
Propallylonal 545-93-7 288.01 C10H13BrN203 | NEGATIVE |4.39
Propiconazole 60207-90-1 341.07 C15H17CI2N30 | POSITIVE  |6.73
2
Propionylpromazine 3568-24-9 340.16 C20H24N20S | POSITIVE 14.93
Propipocaine 3670-68-6 275.19 C17H25NO2 |POSITIVE |4.39
Propiverine 60569-19-9 367.21 C23H29NO3 | POSITIVE [5.26
Propoxyphene 469-62-5 339.22 C22H29NO2 |POSITIVE |4.69
Propranolol 525-66-6 259.16 C16H21NO2 | POSITIVE |4.22
Propyphenazone 479-92-5 230.14 C14H18N20 |POSITIVE [5.15
Prothipendyl 303-69-5 285.13 C16H19N3S | POSITIVE [4.43
Protionamide 14222-60-7 180.07 C9H12N2S POSITIVE [3.12
Protriptyline 438-60-8 263.17 C19H21N POSITIVE 4.72
Pseudoephedrine 90-82-4 165.12 C10H15NO POSITIVE [2.75
Psilocin 520-53-6 204.13 C12H16N20 |POSITIVE [2.60
Psilocybin 520-52-5 284.09 C12H17N204 | POSITIVE [2.01
P
Pyranocoumarin 518-20-7 322.12 C20H1804 POSITIVE [6.99
Pyribenzamine 91-81-6 255.17 C16H21N3 POSITIVE [3.90
Pyrilamine 91-84-9 285.18 C17H23N30O | POSITIVE [3.85
Pyrimethamine 58-14-0 248.08 C12H13CIN4 | POSITIVE |3.96




Pyritinol 1098-97-1 368.09 | C16H20N204S2|POSITIVE [2.63
Pyrvinium 548-84-5 381.22 C26H27N3 | POSITIVE [5.86
Quetiapine 111974-72-2 383.17 C21H25N302 | POSITIVE  [4.37
S
Compound CAS nM:ur;?aiT?r:ZZi: Formula Polarity RT [min]

Quinapril 85441-61-8 438.22 C25H30N205 |POSITIVE [5.01
Quinine 130-95-0 324.18 C20H24N202 |POSITIVE [3.33
Ramifenazone 3615-24-5 245.15 C14H19N30 |POSITIVE [2.98
Ramipril 87333-19-5 416.23 C23H32N205 |POSITIVE |4.65
Ranitidine 66357-35-5 314.14 C13H22N403S| POSITIVE  [2.57
Raubasine 483-04-5 352.18 C21H24N203 |POSITIVE |4.11
RCS-4 N-(4-hydroxypentyl) | 1448893-03-5 337.17 C21H23NO3 |POSITIVE [5.71
metabolite

RCS-4 ortho-isomer 1345966-78-0 321.17 C21H23NO2 |POSITIVE [7.18
Reboxetine 98769-81-4 313.17 C19H23NO3 |POSITIVE |4.45
Remifentanil 132539-07-2 376.20 C20H28N205 |POSITIVE [3.79
Repaglinide 135062-02-1 452.27 C27H36N204 |POSITIVE [6.30
Reproterol 54063-54-6 389.17 C18H23N505 |POSITIVE [2.70
Reserpine 50-55-5 608.27 C33H40N209 |POSITIVE |4.98
Riluzole 1744-22-5 234.01 C8H5F3N20S | POSITIVE  [5.27
Risperidone 106266-06-2 410.21 C23H27FN402| POSITIVE  [3.96
Ritalinicacid 19395-41-6 219.13 C13H17NO2 |POSITIVE [3.21
Rizatriptan 145202-66-0 269.16 C15H19N5 |POSITIVE [2.74
Rocuronium 119302-91-9 528.39 C32H52N204 |POSITIVE [3.35
Ropinirole 91374-21-9 260.19 C16H24N20 |POSITIVE [3.24
Ropivacaine 84057-95-4 274.20 C17H26N20 |POSITIVE [3.75
Rosiglitazone 122320-73-4 357.11 C18H19N303S| POSITIVE  [3.71
Salicylamide 65-45-2 137.05 C7H7NO2 |POSITIVE [3.52
Salicylic acid 69-72-7 138.03 C7H603 NEGATIVE |4.08
Scopolamine 51-34-3 303.15 C17H21NO4 |POSITIVE [2.97
Sebuthylazine 7286-69-3 229.11 C9H16CIN5 | POSITIVE |[5.85
Secobarbital 76-73-3 238.13 C12H18N203 |NEGATIVE |4.99
Selegilin 14611-51-9 187.14 C13H17N  |POSITIVE [3.42
Sertindole 106516-24-9 440.18 C24H26CIFN4 | POSITIVE  [5.22

o)

Sertraline 79559-97-0 305.07 C17H17CI2N |POSITIVE [5.04
Sibutramin 106650-56-0 279.18 C17H26CIN |POSITIVE [5.08
Sildenafil 139755-83-2 474.20 C22H30N604S| POSITIVE  4.39
Simazine 122-34-9 201.08 C7H12CIN5 |POSITIVE |4.77
Sotalol 959-24-0 272.12 C12H20N203S| POSITIVE  [2.52
Spirapril 83647-97-6 466.16 C22H30N205S| POSITIVE  |4.77

2




Stanozolol 10418-03-8 328.25 C21H32N20 | POSITIVE [5.78

Strychnin 57-24-9 334.17 C21H22N202 | POSITIVE [3.14

Sufentanil 56030-54-7 386.20 C22H30N202S| POSITIVE 4.74

Sulfabenzamide 127-71-9 276.06 C13H12N203S| POSITIVE  4.36

Sulfaclomide 4015-18-3 312.04 C12H13CIN40O2 | POSITIVE [3.21

S

Sulfadiazine 68-35-9 250.05 C10H10N402S| POSITIVE  [2.85

Sulfadoxine 2447-57-6 310.07 C12H14N404S| POSITIVE 4.02

Sulfaethidole 94-19-9 284.04 C10H12N402S| POSITIVE  4.03
2

Sulfaguanidin 57-67-0 214.05 C7H10N402S | POSITIVE [1.05

Sulfalene 152-47-6 280.06 C11H12N403S| POSITIVE  3.79

Compound CAS nM:uTr)aiT(r)r:(;zisc Formula Polarity RT [min]

Sulfamerazine 127-79-7 264.07 C11H12N402 | POSITIVE [3.25
S

Sulfamethizole 144-82-1 270.02 COH10N402S | POSITIVE 3.47
2

Sulfamethoxazole 723-46-6 253.05 C10H11N303 | POSITIVE 4.02
S

Sulfamethoxypyridazine 80-35-3 280.06 C11H12N403 | POSITIVE (3.80
S

Sulfapyridine 144-83-2 249.06 C11H11N302 | POSITIVE [3.14
S

Sulfaquinoxaline 59-40-5 300.07 C14H12N402 | POSITIVE 4.47
S

Sulfasalazine 599-79-1 398.07 C18H14N405 | POSITIVE 4.71
S

Sulfathiazole 72-14-0 255.01 C9HIN302S2 | POSITIVE [3.06

Sulfinpyrazon 57-96-5 404.12 C23H20N203 | POSITIVE [5.61
S

Sulindac 38194-50-2 356.09 C20H17FO3S | POSITIVE [5.18

Sulpiride 15676-16-1 341.14 C15H23N304 | POSITIVE [2.71
S

Sultiame 61-56-3 290.04 C10H14N204 | NEGATIVE [3.66
S2

Sumatriptan 103628-46-2 295.14 C14H21N302 | POSITIVE [2.81
S

Suxibuzone 27470-51-5 438.18 C24H26N206 | POSITIVE [6.20

Tacrine 321-64-2 198.12 C13H14N2 | POSITIVE 3.30

Tadalafil 171596-29-5 389.14 C22H19N304 | POSITIVE [5.23

Talinolol 57460-41-0 363.25 C20H33N303 | POSITIVE 4.16

Tamoxifen 10540-29-1 371.22 C26H29NO | POSITIVE [6.04

Tapentadol 175591-23-8 221.18 C14H23NO | POSITIVE (3.54




Telmisartan 144701-48-4 514.24 C33H30N402 | POSITIVE [5.21
Temazepam 846-50-4 300.07 C16H13CIN20 | POSITIVE [5.50
2
Terazosin 63590-64-7 387.19 C19H25N504 | POSITIVE (3.43
Terbinafine 91161-71-6 291.20 C21H25N POSITIVE [5.36
Terbutaline 23031-25-6 225.14 C12H19NO3 | POSITIVE [2.80
Terbuthylazine 5915-41-3 229.11 C9H16CIN5 | POSITIVE [6.02
Terbutryn 886-50-0 241.14 C10H19N5S | POSITIVE [5.86
Terconazole 67915-31-5 531.18 C26H31 POSITIVE [4.99
CI2N503
Terfenadine 50679-08-8 471.31 C32H41NO2 |POSITIVE [5.68
Tertalolol 34784-64-0 295.16 C16H25N0O2S | POSITIVE 4.27
Testosterone benzoate 2088-71-3 392.24 C26H3203 |POSITIVE [8.40
Tetracaine 94-24-6 264.18 C15H24N202 | POSITIVE (4.38
Tetramethrin 7696-12-0 331.18 C19H25NO4 | POSITIVE [7.68
Tetrazepam 10379-14-3 288.10 C16H17CIN20 | POSITIVE [5.88
Tetroxoprim 53808-87-0 334.16 C16H22N404 | POSITIVE (3.26
Tetryzolin 84-22-0 200.13 C13H16N2 | POSITIVE [3.23
TFMPP 15532-75-9 230.10 C11H13F3N2 | POSITIVE (3.96
THC 1972-08-3 314.22 C21H3002 |NEGATIVE [8.46
THC-COOH 64280-14-4 344.20 C21H2804 |NEGATIVE |[7.25
THC-OH 36557-05-8 330.22 C21H3003 |NEGATIVE |[7.23
Thebacon 466-90-0 341.16 C20H23NO4 |POSITIVE (3.61
Thebaine 115-37-7 311.15 C19H21NO3 | POSITIVE [3.63
Theobromine 83-67-0 180.06 C7H8N402 |POSITIVE [2.59
Theophylline 58-55-9 180.06 C7H8N402 | POSITIVE [2.71
Thiethylperazine 1420-55-9 399.18 C22H29N3S2 | POSITIVE [5.42
Thioguanine 154-42-7 167.03 C5H5N5S POSITIVE [1.26
Compound CAS nM:ur:(r)aiT?r:gZ:; Formula Polarity RT [min]
Thiopropazate 84-06-0 445.16 C23H28CIN302 | POSITIVE [5.24
S
Thioproperazine 316-81-4 446.18 C22H30N402 | POSITIVE 4.72
S2
Thioridazine 50-52-2 370.15 C21H26N2S2 | POSITIVE [5.37
Thymopentin 69558-55-0 679.37 C30H49N909 | NEGATIVE [2.29
Tianeptine 66981-73-5 436.12 C21 POSITIVE [4.42
H25CIN204S
Tiapride 51012-32-9 328.15 C15H24N204 | POSITIVE [2.83
S
Ticlopidine 55142-85-3 263.05 C14H14CINS |POSITIVE (3.92
Tiemonium 144-12-7 317.14 C18H23NO2S | POSITIVE (3.82
Tilidine 20380-58-9 273.17 C17H23NO2 |POSITIVE [3.85




Timolol 26839-75-8 316.16 C13H24N403 | POSITIVE (3.46
S
Tinidazole 19387-91-8 247.06 C8H13N304S | POSITIVE (3.33
Tiocarlide 910-86-1 400.22 C23H32N202 | POSITIVE [8.04
S
Tizanidine 51322-75-9 253.02 C9HB8CINSS POSITIVE |2.68
Tolazamide 1156-19-0 311.13 C14H21N303 | POSITIVE [5.59
S
Tolazoline 59-98-3 160.10 C10H12N2 |POSITIVE [2.50
Tolbutamide 64-77-7 270.10 C12H18N203 | POSITIVE |[5.43
S
Toliprolol 2933-94-0 223.16 C13H21NO2 |POSITIVE [3.72
Tolmetin 26171-23-3 25711 C15H15NO3 |POSITIVE [5.45
Tolnaftate 2398-96-1 307.10 C19H17NOS |POSITIVE [7.63
Tolpropamine 5632-44-0 253.18 C18H23N POSITIVE |4.67
Tolycaine 3686-58-6 278.16 C15H22N203 | POSITIVE [3.29
Topotecan 123948-87-8 421.16 C23H23N305 | POSITIVE 3.20
Torasemide 56211-40-6 348.13 C16H20N403 | POSITIVE (4.29
S
Tramadol 27203-92-5 263.19 C16H25NO2 |POSITIVE [3.55
Tranexamicacid 1197-18-8 157.11 C8H15NO2 | POSITIVE [0.74
Trapidil 155-09-9 205.13 C10H15N5 | POSITIVE (3.56
Trazodone 15421-84-8 371.15 C19H22CIN5O | POSITIVE 4.07
Triadimefon 43121-43-3 293.09 C14H16CIN3O | POSITIVE [6.27
2
Triamcinolone 124-94-7 394.18 C21H27FO6 |POSITIVE [3.73
Triamterene 396-01-0 253.11 C12H11N7 |POSITIVE [3.22
Triasulfuron 82097-50-5 401.06 C14H16CIN505 | POSITIVE [5.10
Triazolam 28911-01-5 342.04 C17H12CI2N4 | POSITIVE |[5.28
Trifluoperazine 117-89-5 407.16 C21H24F3N3S| POSITIVE [5.44
Trifluperidol 749-13-3 409.17 C22H23F4NO | POSITIVE (4.81
2
Triflupromazine 146-54-3 352.12 C18H19F3N2S| POSITIVE |[5.23
Trihexyphenidyl 144-11-6 301.24 C20H31 NO | POSITIVE 4.76
Trimethobenzamid 138-56-7 388.20 C21 H28N205 | POSITIVE  [3.71
Trimethoprim 738-70-5 290.14 C14H18N403 | POSITIVE (3.14
Trimipramine 739-71-9 294.21 C20H26N2 | POSITIVE (4.96
Triperiden isomere 2 14617-17-5 311.22 C21H29NO | POSITIVE |4.57
Triprolidine 486-12-4 278.18 C19H22N2 | POSITIVE (4.05
Tritoqualine 14504-73-5 500.22 C26H32N208 | POSITIVE |[5.31
Tromantadine 53783-83-8 280.22 C16H28N202 | POSITIVE (4.02
Tropisetron 89565-68-4 284.15 C17H20N202 | POSITIVE (3.69
Trospium 10405-02-4 391.21 C25H29NO3 |POSITIVE (4.32




Compound CAS nM:u’;‘r)aiT?;‘;zi: Formula Polarity ~ [RT [min]
Tryptamine 61-54-1 160.10 C10H12N2 | POSITIVE [2.94
Tulobuterol 41570-61-0 22711 C12H18CINO | POSITIVE (3.56
Valacyclovir 124832-26-4 324.15 C13H20N604 | POSITIVE [2.33
Valdecoxib 181695-72-7 314.07 C16H14N203 | POSITIVE [5.40
S

Vardenafil 224785-90-4 488.22 C23H32N604 | POSITIVE (4.16
S

Venlafaxine 93413-69-5 277.20 C17H27NO2 |POSITIVE |4.02

Verapamil 52-53-9 454 .28 C27H38N204 |POSITIVE |4.78

Viloxazine 46817-91-8 237.14 C13H19NO3 | POSITIVE (3.71

Vincamine 1617-90-9 354.19 C21H26N203 | POSITIVE (3.91

Warfarin 81-81-2 308.10 C19H1604 | POSITIVE [5.95

Win 55212-2 131543-22-1 426.19 C27H26N203 | POSITIVE [6.69

Xipamide 14293-44-8 354.04 C15H15CIN204 | POSITIVE [5.52
S

Xylometazoline 526-36-3 24419 C16H24N2 | POSITIVE (4.60

Yohimbin 146-48-5 354.19 C21H26N203 | POSITIVE [3.73

Zaleplon 151319-34-5 305.13 C17H15N50 |POSITIVE |4.87

Ziprasidone 146939-27-7 412.11 C21 H21 POSITIVE 4.31
CIN4OS

Zolazepam 31352-82-6 286.12 C15H15FN40O | POSITIVE (3.29

Zolpidem 82626-48-0 307.17 C19H21N30 | POSITIVE [3.88

Zopiclone 43200-80-2 388.11 C17H17CIN6O | POSITIVE (3.39
3

Zuclopenthixol 53772-83-1 400.14 C22H25CIN20 | POSITIVE [5.13
S

DOA Bruker Library

Compound CAS Monoisotopic Formula Polarity RT [min]
neutral mass

2-Amino-5- 1072-98-6 128.01 C5H5CN2 POSITIVE [2.05

chloropyridine

2- 20971-53-3 332.07 C17H14CIFN20 | POSITIVE  [10.11

Hydroxyethylflurazepam 2

3-Hydroxybromazepam |13132-73-5 331.00 C14H10BrN30O| POSITIVE [6.07
2

6-O-Acetylmorphine 2784-73-8 327.15 C19H21NO4 | POSITIVE [3.56

7-Aminoflunitrazepam 34084-50-9 283.11 C16H14FN30 | POSITIVE |5.17

Alpha- 37115-43-8 324.08 C17H13CN40O | POSITIVE [9.48




hydroxyalprazolam
Alprazolam 28981-97-7 308.08 C17H13CN4 POSITIVE [10.18
Amobarbital 57-43-2 226.13 C11H18N203 | NEGATIVE [8.88
Amphetamine 300-62-9 135.10 C9H13N POSITIVE [3.49
Atomoxetine 83015-26-3 255.16 C17H21 NO | POSITIVE [9.00
Benzoylecgonine 519-09-5 289.13 C16H19NO4 | POSITIVE [4.34
Benzylpiperazine 2759-28-6 176.13 C11H16N2 | POSITIVE |2.05
Bromazepam 1812-30-2 315.00 C14H10BrN30| POSITIVE [7.40
Buprenorphine 52485-79-7 467.30 C29H41NO4 | POSITIVE [8.18
Butalbital 77-26-9 224.12 C11H16N203 | NEGATIVE [7.28
Clobazam 22316-47-8 300.07 C16H13CIN20| POSITIVE |10.78
2
Clonazepam 1622-61-3 315.04 C15H10CIN3O| POSITIVE [9.98
3
Cocaethylene 529-38-4 317.16 C18H23NO4 | POSITIVE [6.13
Cocaine 50-36-2 303.15 C17H21NO4 | POSITIVE [5.16
Codeine 76-57-3 299.15 C18H21NO3 | POSITIVE [3.32
Creatinine 60-27-5 113.06 C4H7N30 POSITIVE [0.50
D3-Clomipramine 136765-29-2 317.17 C19H20CIN2D | POSITIVE |10.42
3
D4-Haloperidol 136765-35-0 379.17 C21H19CID4FN | POSITIVE [8.33
02
D5-Diazepam 65854-76-4 289.10 C16H8CIN20D| POSITIVE |11.43
5
Desalkylflurazepam 2886-65-9 288.05 C15H10CIFN2 | POSITIVE |10.48
)
Diazepam 439-14-5 284.07 C16H13CIN20| POSITIVE |11.48
Dihydrocodeine 125-28-0 301.17 C18H23NO3 | POSITIVE [3.19
DOB 32156-26-6 273.04 C11H16BrNO2| POSITIVE [5.67
Ecgoninemethylester 7143-09-1 199.12 C10H17NO3 POSITIVE |0.60
EDDP 66729-78-0 277.18 C20H23N POSITIVE [8.49
Ethylglucuronide 17685-04-0 222.07 C8H1407 NEGATIVE [1.00
Fentanyl 437-38-7 336.22 C22H28N20 | POSITIVE [7.10
Flunitrazepam 1622-62-4 313.09 C16H12FN303| POSITIVE |10.48
Flurazepam 17617-23-1 387.15 C21 POSITIVE [7.73
H23CIFN30
Heroin 561-27-3 369.16 C21H23NO5 | POSITIVE |4.97
Hydrocodone 125-29-1 299.15 C18H21NO3 | POSITIVE [3.78
Hydromorphone 466-99-9 285.14 C17H19NO3 POSITIVE |2.75
Ketamin 6740-88-1 237.09 C13H16CINO | POSITIVE 4.32
Compound CAS Monoisotopic Formula Polarity RT [min]
neutral mass
Lorazepam 846-49-1 320.01 C15H10CI2N20 | POSITIVE [10.03




LSD 50-37-3 323.20 C20H25N30 | POSITIVE [5.68
MBDB 103818-46-8 207.13 C12H17NO2 | POSITIVE [4.43
MDA 4764-17-4 179.09 C10H13NO2 | POSITIVE [3.65
MDEA 82801-81-8 207.13 C12H17NO2 | POSITIVE §4.17
MDMA 42542-10-9 193.11 C11H15NO2 | POSITIVE |3.83
Mephedrone 1189805-46-6 17712 C11H15NO POSITIVE (4.12
Methadone 76-99-3 309.21 C21H27NO POSITIVE [9.87
Methamphetamine 537-46-2 149.12 C10H15N POSITIVE (3.73
Methaqualone 72-44-6 250.11 C16H14N20 | POSITIVE [9.96
Methylone 186028-79-5 207.09 C11H13NO3 | POSITIVE [3.33
Midazolam 59467-70-8 325.08 C18H13CIFN3| POSITIVE [7.33
Morphin-3-beta-D- 20290-09-9 461.17 C23H27NO9 | POSITIVE |[1.58
glucuronide
Morphine 57-27-2 285.14 C17H19NO3 | POSITIVE [2.33
N- 2558-30-7 299.07 C15H10FN30 | POSITIVE [9.41
Desmethylflunitrazepam 3
Nitrazepam 146-22-5 281.08 C15H11N303 | POSITIVE [9.46
Norbuprenorphine 78715-23-8 413.26 C25H35N04 | POSITIVE [5.83
Norcocaine 18717-72-1 289.13 C16H19NO4 | POSITIVE [5.34
Norcodeine 467-15-2 285.14 C17H19NO3 | POSITIVE [3.14
Nordiazepam 1088-11-5 270.06 C15H11CIN20| POSITIVE [10.33
Norfentanyl 1609-66-1 232.16 C14H20N20 | POSITIVE |4.37
Noroxycodone 57664-96-7 301.13 C17H19NO4 | POSITIVE [3.53
Norpropoxyphene 66796-40-5 325.20 C21H27NO2 | POSITIVE [9.59
Nortilidine 38677-94-0 259.16 C16H21NO2 | POSITIVE [5.32
O-Desmethyltramadol 73986-53-5 249.17 C15H23NO2 | POSITIVE }4.82
Oxazepam 604-75-1 286.05 C15H11 POSITIVE [9.70
CIN202
Oxycodone 76-42-6 315.15 C18H21NO4 | POSITIVE |3.59
Oxymorphone 76-41-5 301.13 C17H19NO4 | POSITIVE [2.54
Pentobarbital 76-74-4 226.13 C11H18N203 | NEGATIVE [8.72
Pethidine 57-42-1 247.16 C15H21NO2 | POSITIVE [5.42
Phencyclidine 77-10-1 243.20 C17H25N POSITIVE |6.47
Phenobarbital 50-06-6 232.08 C12H12N203 | NEGATIVE [6.20
Propoxyphene 469-62-5 339.22 C22H29NO2 | POSITIVE [9.78
Psilocin 520-53-6 204.13 C12H16N20 | POSITIVE [3.00
Psilocybin 520-52-5 284.09 C12H17N204 | POSITIVE |2.08
P
Ritalinicacid 19395-41 -6 219.13 C13H17NO2 | POSITIVE }4.25
Secobarbital 76-73-3 238.13 C12H18N203 | NEGATIVE [9.66
Sufentanil 56030-54-7 386.20 C22H30N202 | POSITIVE [9.17
S
Temazepam 846-50-4 300.07 C16H13CIN20| POSITIVE [10.70

2




Tetrazepam 10379-14-3 288.10 C16H17CIN20O| POSITIVE [11.03
THC 1972-08-3 314.22 C21 H3002 NEGATIVE [15.42
THC-COOH 64280-14-4 344.20 C21 H2804 NEGATIVE [14.23
THC-OH 36557-05-8 330.22 C21 H3003 NEGATIVE [14.17
Tilidine 20380-58-9 273.17 C17H23NO2 | POSITIVE [5.46
Compound CAS nM:ur;?aiT?r:ZZi: Formula Polarity  |[RT [min]
Tramadol 27203-92-5 263.19 C16H25N0O2 POSITIVE |4.78
Zaleplon 151319-34-5 305.13 C17H15N50 POSITIVE |8.91
Zolpidem 82626-48-0 307.17 C19H21N30 POSITIVE |5.48
Zopiclone 43200-80-2 388.11 C17H17CIN6O| POSITIVE 4.67
3
Appendix A — New compounds in the Toxtyper 1.1 Library
Compound CAS nM:u’:‘r’;?‘r’;‘;Zi: Formula Polarity E;';n]
2-Amino-5-chloropyridine 1072-98-6 128.01 C5H5CIN2 POSITIVE | 1.71
3-Hydroxybromazepam 13132-73-5 331.00 C14H10BrN302| POSITIVE | 4.09
4-Acetylaminoantipyrine 83-15-8 24512 C13H15N302 POSITIVE | 3.15
4-Formylaminoantipyrine 1672-58-8 231.10 C12H13N302 POSITIVE | 3.14
4-Methylaminoantipyrine 519-98-2 21712 C12H15N30 POSITIVE | 2.68
Agomelatine 138112-76-2 243.13 C15H17NO2 POSITIVE | 5.09
AM-2201 N-(4-hydoxypentyl) 1427521-34-3 375.16 C24H22FNO2 POSITIVE | 6.17
metabolite
Aminoantipyrine 83-07-8 203.11 C11H13N30 POSITIVE | 2.80
Atomoxetine 83015-26-3 255.16 C17H21 NO POSITIVE | 4.45
Bamethane 3703-79-5 209.14 C12H19NO2 POSITIVE | 2.80
Bumadizone 3583-64-0 326.16 C19H22N203 POSITIVE | 6.15
Butalbital 77-26-9 22412 C11H16N203 NEGATIV 4.46
E
Butaperazine 653-03-2 409.22 C24H31 N30S POSITIVE | 5.16
Chloramphenicol 56-75-7 322.01 C11H12CI2N205 NEGATIV 4.42
E
Creatinine 60-27-5 113.06 C4H7N30 POSITIVE | 0.53
D5-JWH-073-N-(3-hydroxybutyl) | 1413427-47-0 348.19 C23H16D5NO2 | POSITIVE | 6.15
metabolite




Digitoxigenin 143-62-4 374.25 C23H3404 POSITIVE | 5.35
Digoxin 20830-75-5 780.43 C41H64014 POSITIVE | 4.06
Dimethacrine 4757-55-5 294.21 C20H26N2 POSITIVE | 4.91
DOB 32156-26-6 273.04 C11H16BrNO2 | POSITIVE | 3.79
Ethylglucuronide 17685-04-0 222.07 C8H1407 NEGATIV | 1.00
E
Etizolam 40054-69-1 342.07 C17H15CIN4S | POSITIVE | 5.38
Furosemide 54-31-9 330.01 C12H11 CIN205S| NEGATIV | 4.68
E
Gliclazide 21187-98-4 323.13 C15H21 N303S| POSITIVE | 5.70
Homofenazine 3833-99-6 451.19 C23H28F3N30 | POSITIVE | 4.57
S
JWH-018-N-(4-hydroxypentyl) 1320363-47-0 357.17 C24H23N02 POSITIVE | 6.26
metabolite
JWH-019-(5-hydroxyindol) 1379604-70-2 371.19 C25H25N02 POSITIVE | 7.21
metabolite
JWH-073-N-(3-hydroxybutyl) 1320363-48-1 343.16 C23H21NO2 POSITIVE | 6.17
metabolite
JWH-081-N-(5-hydroxypentyl) 1427325-66-3 387.18 C25H25N03 POSITIVE | 6.36
metabolite
JWH-122-N-(4-hydroxypentyl) 371.19 C25H25N02 POSITIVE | 6.54
metabolite
JWH-200-4-hydroxyindole 1427325-73-2 400.18 C25H24N203 POSITIVE | 5.30
metabolite
JWH-210-N-(4-hydroxypentyl) 1427521-37-6 385.20 C26H27NO2 POSITIVE | 6.80
metabolite
JWH-250- N -(4- hyd roxype ntyl) | 1427521-38-7 351.18 C22H25N03 POSITIVE | 5.89
metabolite
JWH-398- N-(5- hyd roxype ntyl) | 1379604-69-9 391.13 C24H22CINO2 | POSITIVE | 6.77
metabolite
Lofepramine 23047-25-8 420.17 C26H27CINO2 | POSITIVE | 5.56
Compound CAS nM:ur;?;T?:ZZi: Formula Polarity Er-:;n]
Metamizole 50567-35-6 311.09 C13H17N304S| NEGATIV | 3.41
E
Methsuximide 77-41-8 203.09 C12H13NO2 POSITIVE | 5.05
Methylone 186028-79-5 207.09 C11H13NO3 POSITIVE | 2.80
N-Desmethylolanzapine 161696-76-0 298.13 C16H18N4S POSITIVE | 2.76
Norbuprenorphine 78715-23-8 413.26 C25H35N04 POSITIVE | 3.87
Norfentanyl 1609-66-1 232.16 C14H20N20 POSITIVE | 3.27
Norfluoxetine 83891-03-6 295.12 C16H16F3NO | POSITIVE | 4.71
Noroxycodone 57664-96-7 301.13 C17H19NO4 POSITIVE | 2.97
Norpropoxyphene 66796-40-5 325.20 C21H27NO2 POSITIVE | 4.62
Norsertraline 87857-41 -8 275.04 C16H13CI2 POSITIVE | 4.75
Ouabain 630-60-4 584.28 C29H44012 POSITIVE | 3.48




Pentetrazole 54-95-5 138.09 C6H10N4 POSITIVE | 3.38
Pentobarbital 76-74-4 226.13 C11H18N203 NEGATIV | 4.77
E
Phencyclidine 77-10-1 243.20 C17H25N POSITIVE | 4.04
Phenobarbital 50-06-6 232.08 C12H12N203 NEGATIV | 4.17
E
p-Methylthioamphetamine 14116-06-4 181.09 C10H15NS POSITIVE | 3.46
Propoxyphene 469-62-5 339.22 C22H29NO2 POSITIVE | 4.69
Psilocin 520-53-6 204.13 C12H16N20 POSITIVE | 2.60
Psilocybin 520-52-5 284.09 C12H17N204P | POSITIVE | 2.01
RCS-4 N-(4-hydroxypentyl) 1448893-03-5 337.17 C21H23NO3 POSITIVE | 5.71
metabolite
Ritalinicacid 19395-41 -6 219.13 C13H17NO2 POSITIVE | 3.21
Secobarbital 76-73-3 238.13 C12H18N203 NEGATIV | 4.99
E
Strychnin 57-24-9 334.17 C21H22N202 POSITIVE | 3.14
Tapentadol 175591-23-8 221.18 C14H23NO POSITIVE | 3.54
Terbutaline 23031-25-6 225.14 C12H19NO3 POSITIVE | 2.80
Thebaine 115-37-7 311.15 C19H21NO3 POSITIVE | 3.63
Tianeptine 66981-73-5 436.12 C21 H25CIN204S| POSITIVE | 4.42
Viloxazine 46817-91-8 237.14 C13H19NO3 POSITIVE | 3.71

[MpunoxeHue 4.

Bubnmnoteka mMc-Mc-cnekTpoB BbICOKOro paspelueHns SUDMED Ic-ms-ms

aapec nocTosiHHOro pasmelleHust naketa hitp://www.sudmed.ru/index.php?showtopic=6924

Cocras naketa: daiin SUDMED_lc-ms-ms.cdb - 6a3a naHHBIX Macc-CIIEKTPOB COyIapeHUi
BBICOKOTO paspemieHus B popmare [10O MassHunter, Bxitouaroinast ”HGOpPMAIHIO O BELIECTBaX U

UX CTPYKTYpax.

BubnnoTeka BkIOYaeT CNekTpbl MeTaboNTOB, HAaTUBHbIX BELLECTB "AM3aNHEPCKUX HAPKOTMKOB"
Hanbonee yacTo BCTpeYaLWMXCS B NpaKTUKe XMMUKO-TOKCMKOOrmyeckon naboparopumm

B 6ubnunoTeky BowM crnekTpbl onybanKoBaHHbIE, B Hay4HbIX Ny6nMKauuax, a Takxe CnekTpbl
npoBepeHHble C NnoMoLlbio 6a3bl faHHbIX Broecker, Herre, and Pragst master forensic and toxicology
accurate mass compound database with accurate mass MS/MS spectra.

Jlyis mpoBeIeHust MCCIIEOBAHUN UCTIONB30BAJICS KUIKOCTHBIN XpoMaTtorpad
Agilent 1200 (Agilent, CILIA) coenmnHeHHBIN ¢ MacC-CIIEKTPOMETPUICCKIM
KBaJpymnoiab-BpemsnpoieTHpM netekTopom Adilent 6540 (Agilent, CILA) ¢
anekTpopacnbsuinTesbHON nonnzanueit (APH) B pexxume peructpaiuu

NOJIOKUTENBHBIX HOHOB, 011 ynpasienuem 110 Mass Hunter 6.0 B ciiexyroniux



http://www.sudmed.ru/index.php?showtopic=6924

YCIIOBHSIX: TeMIlepaTrypa ucrounuka nonnsarmu — 350 °C, HanpspkeHue Ha
HUCTOYHUKE HOoHM3amK — 3.5 kB, Hanpspkenue Ha pparmenratope — 100 B,
HanpsHKCHUE Ha ckuMMepe — 65 B, naBieHue raza Ha pacnbuiateie — 20 psig,
pacxo]i raza-ocymuTens § JI/MUH, pacxo]l 000JI0YHOTro ras3a 8 J/MUH, perucTparus
HMOHOB B PEXKMME CKaHUPOBAHUS MMOJHOTO MOHHOTO ToKa B Auamna3zone 100-500 la
U perucTparueit HoHOB-TIpoayKToB B auamna3ode 50-500 [la. ['a3-muieHsp — azor,
JIABJICHUS ra3a-MHIICHH B siueiike coyaapenuii — 20.5 psi, sneprust coynaperuii 20
3B. Pexxum paboThl nerexTopa — Beicokoe paspemrenue (40000 FWHM npu m/z
622), ckopoCTh CKaHHPOBaHUS — 5 criekTpoB/cek. [Ipubop padoran B pexume auto-
MS, KOorjga U3 MepBUYHOrO CHEKTPa BRICOKOIO pa3pelieHus] BBIOMPAIUCh 5
Han0oJIee MHTEHCHUBHBIX HOHOB U TIOJIBEPraICh (ParMEHTAIINH B KaMepe
coyapeHni npu sHepruu 203B.

PasnesieHre oCcyIecTBISIIOCH ¢ UCIOab30BanueM koouku Poroshell 120 EC-C18
(2.1 x 75mm, 1.8 Mxm). Temneparypa TepMocTaTa KoJaoHOK — 45 °C.

[l BceX COeMHEHNH TUIT MOHU3ALUH — IIOJIOKUTEIIBHBIN AJIEKTPOCIIpEn

Tounas

MOHOHM3O0TOITHAA
HasBanue coenquneHus bopmyna macca
tmcp-018-TMCP-018(alken)-COOH C21H27NO3 341.19909
AB-PIN-F-ACID C18H24FN303 349.18017
1-(4-fluorobenzyl)-1H-indole-3-carboxylic
acid C16H12FNO2 269.08521
AB-PINACA-CHM-COOH C20H27N303 357.20524
Quinolin-8-ol C9H7NO 145.05276
AB-PINACA-CHM-COOH
(MonoHydroxylndazol) C20H27N304 373.20016
AB-PINACA-CHM-COOH
(MonoHydroxycyclohexyll) C20H27N304 373.20016
AB-PINACA-CHM-COOH (second_hydr)  C15H18N202 258.13683
PB-22-F(ACID) C14H16FNO2 249.11651
JWH-018(indazol)-C2COOH C21H16N203 344.11609
JWH-018(indazo,HO-naphtl)-C2COOH C21H16N204 360.11101
JWH-018(indazol)-C4COOH C23H20N203 372.14739
JWH-018(indazol)-glyc C24H20N207 448.12705
5-F-ADB-PINACA-COOH C19H26FN303 363.19582
THC-COOH / 11-Nor-9-Carboxy-
tetrahydrocannabinol C21H2804 344.19876
Indometacin C19H16CINO4 357.07679
8-Hydroxychinolin (8-Hydroxyquinoline) C9H7NO 145.05276
Morphine-3-beta-D-glucuronide C23H27NO9 461.1685814694
Morphine-6-beta-D-glucuronide C23H27NO9 461.16858
3-monoacetyl-morphine C19H21NO4 327.14706
6-Acetylmorphine C19H21NO4 327.14706
Morphine C17H19NO3 285.13649
Desomorphine C17H21NO2 271.1572289219
a-PVP / a-Pyrrolidinopentiophenone C15H21NO 231.16231
MDPYV / Methylenedioxypyrovalerone C16H21NO3 275.15214
JWH-018-5-COOH C24H21NO3 371.15214
JWH-018-5-OH C24H23N0O2 357.17288
JWH-018-C2-COOH C22H17NO3 343.12084



AB-PINACA-M1
1-pentyl-1H-indazole-3-carboxylic acid
AB-FUBINACA-M1

MMB-2201-COOH (2-({[1-(5-fluoropentyl)-

1H-indol-3-yl]carbonyl}amino)-3-
methylbutanoic acid)

Codeine

4-MEC / 4-Methylethcathinone
Caffeine

MDMB-CHM-COOH

Alfentanil

Lofentanil

Carfentanil

Sufentanil

Remifentanil

4'-Methoxy fentanyl
N-Isobutanoyl 4'-fluoro fentanyl
p-F-fentanyl (Fluorofentanyl)
4'-Methyl fentanyl
Methyl-3-fentanyl
a-Methylfentanyl

Fentanyl

Norsufentanil

Norfentanyl
Morphine-3-beta-D-glucuronide
Morphine-6-beta-D-glucuronide
Desomorphine
6-Acetylmorphine
3-monoacetyl-morphine
Tramadol

N-Desmethyltramadol
Amitriptyline

oxo-PVP

Carbamazepine
Carbamazepine 10,11-epoxide
MDMB(N)-CHM-COOH
AB-PINACA-CHM-COOH
(MonoHydroxycyclohexyl-1)
DXM / Dextromethorphan (Methorphan)
Tropicamide

Trimethoprim

Noscapine

Haloperidol

Loperamide
Fenazepam-Hydrolis
phenobarbital

Muscarine

Papaverine

tmcp-018-5-COOH
Acetylcodeine
2-Methylamino-5-chlorobenzophenone
(Diazepam HY)
MDMB-CHM-COOH-mono-hydroxy
APINACA-monohydroxy metabolit
APICA-monohydroxy metabolit
MDMB(N)-Bz-F-COOH
MDMB(N)-Bz-F-COOH(mono-0OH)

C18H25N303
C13H16N202

C20H20FN303

C19H25FN203

C18H21NO3
C12H17NO
C8H10N402
C22H30N203
C21H32N603
C25H32N203
C24H30N203

C22H30N202S

C20H28N205
C23H30N202
C22H27FN20
C22H27FN20
C23H30N20
C23H30N20
C23H30N20
C22H28N20
C16H24N202
C14H20N20
C23H27NO9
C23H27NO9
C17H21INO2
C19H21INO4
C19H21NOA4
C16H25N0O2
C15H23NO2
C20H23N
C15H19NO2
C15H12N20
C15H12N202
C21H29N303

C20H27N304
C18H25NO
C17H20N202
C14H18N403
C22H23NO7

C21H23CIFNO2
C29H33CIN202
C13H10BrCINO

C12H12N203
C9H20NO2
C20H21NOA4
C21H27NO3
C20H23NO4

C14H12CINO
C22H30N204
C23H31N302
C24H32N202

C21H23FN303
C21H23FN304

331.18959
232.12118
369.14887

348.18492
299.15214
191.13101
194.0803755932
370.22564
416.25359
408.24129
394.22564
386.2028
376.19982
366.23073
354.21074
354.21074
350.23581
350.23581
350.23581
336.22016
276.18378
232.1575632751
461.1685814694
461.16858
271.1572289219
327.14706
327.14706
263.18853
249.17288
277.18305
245.14158
236.09496
252.0898776422
371.22089

373.20016
271.19361
284.15248
290.13789
413.14745
375.14013
476.22306
309.96343
232.08479
174.1494

339.14706
341.19909
341.16271

245.0607417225
386.22056
381.24163
380.24638
384.17234
400.16726



4-FA | 4-Fluoroamphetamine C9H12FN 153.09538

PB-22-acid C14H17NO2 231.12593
THC-COOH-glucorunid / 11-Nor-9-
Carboxy-tetrahydrocannabinol C27H36010 520.23085
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