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BBenenue

Metoa BbICOK03(hPEKTHBHOM KUIAKOCTHON XpoMaTorpaduu ¢ Macc-
CIIEKTPOMETPHYCCKHM JCTEKTUPOBAHUEM IIPEIHA3HAYEH /IS KAYeCTBCHHOTO
OIpe/ICICHUsT META0O0IMTOB PAa CHHTETHYECKMX KaHHAOMMHMETHKOB:
(madramuna-1-wn)(1-neatmn-1H-uanon-3-uwn)meranona (JWH-018), (1-0ytun-1H-
uH101-3-wi)(Hadramua-1-mwr)metanona (JWH-073), (4-stunaadramun-1-wr)(1-
nenTw-1H-unnon-3-mn)meranona (JWH-210), 2-(2-metokcudenrn)-1-(1-
nenTii-1H-unn00-3-mi)sranona (JWH-250), 2-(2-metundenwn)-1-(1-nenTu-
1H-unn071-3-un)sranona (JWH-251), 2-(2-xmopdenwn)-1-(1-neatun-1H-unmom-
3-un)sranona (JWH-203), (anamanrtan-1-un)(1l-neatun-1H-unnomn-3-
un)meranona (AB-001, AD-018), (1-neatun-1H-unnoa-3-un)(2,2,3,3-
tTeTpaMeruiaukionponmi)meranona (TMCP-018, UR-144, MN-001, KM-X1), 1-
(5-propnentrn)-1H-unmon-3-un(2,2,3,3-reTpaMeTHIIUKIONPOIIHI )METAHOHA
(TMCP-2201, TMCP-018-F, 5F-UR-144, MN-001-F, XLR-11), N-(anamanTan-1-
win)-1-nentmn-1H-unnaszon-3-kapookcamuna (AKB-48, ACBM(N)-018,
APINACA, LTI-258), xunonun-8-un 1-nentmi-1H-unmon-3-kapookcunara (PB-
22, QCBL-018, QUPIC), xunonuu-8-ua 1-(5-propnentun)-1H-unmon-3-
kapookcunata (PB-22-F, 5F-PB-22, QCBL-2201), N-(1-kap6amoni-2-
MeTriponun)-1-nentmin-1H-urnazon-3-kapookcamuaa (AB-PINACA,
MBA(N)-018) N-(1-kapoamownn-2-metumnmnpornun)-1-(5-propnentmn)-1H-unnazon-
3-kapookcamuna (AB-PINACA-F, MBA(N)-2201), N-(1-kap6amoni-2-
meTunponun)-1-(4-dropoensnin)-1H-unnazon-3-kapookcamuaa (AB-
FUBINACA, MBA(N)-BZ-F), N-(1-kap6amomui-2-metuimnpor-1-mm)-1-
(umkmorekcunmetwin)-1H-ungazon-3-kapookcamuaa (AB-CHMINACA, AB-
PINACA-CHM, MBA(N)-CHM), xunonuH-8-un 1-(4-propoensun)-1H-unma0:1-3-
kapookcunata (FUB-PB-22, QCBL-BZ-F), 1-(5-¢bropnentnn)-1H-unmazon-3-
wi|(radranun-1-un)meranona (THJI-2201, AM(N)-2201), metunoBoro a¢upa 2-
[1-(5-bTopnenTin)-1H-unn0a-3-nakapookcamMuao|-3-MeTHiI0yTaHOBON KHUCIIOTHI
(MMB-2201), nadpranuu-1-ua 1-(5-propnerrun)-1H-unmon-3-kapookcuiara
(CBL-2201), metuioBoro a¢upa 2-[1-(nuknorekcuameTwn)-1H-unmazom-3-
uikapookcamuio|-3,3-qumetnnoyranoBoii kuciotel (MDMB(N)-CHM), a Takxe
UX TOMOJIOTOB, aHAJIOTOB HAPKOTHYECKUX, IICUXOAKTUBHBIX M COMTYTCTBYIOIINX
BEIIECTB B MOYE, BOJIOCAX U HOTTSX YejOBeKa. B najbpHEIeM, C MOsSBICHUEM B



HC3aKOHHOM 060p0Te HOBBLIX BCIICCTB, IICPCHUCHDL LCICBLIX COGI[I/IHCHI/Iﬁ MOXKET
OBITH pacClInupCH. Hepef{eHB OIIpCACIIACMBIX BCHICCTB J1dH B IIPUJIOKCHHUM.

Onucanue MeTOA0B

Meron BbBICOKOA((PEKTUBHOM KUAKOCTHOM Xpomarorpaguu ¢ macc-
ciektpoMerpudeckuM  aetektupoBanueM  (BOXKX-MC/MC) ocHoBaH  Ha
COYETAHMM JBYX AaQHAJIUTUYECKHMX METOJOB: BBICOKOA(P(HEKTUBHOMN >KUIKOCTHOMN
xpomaTtorpaguu ¥ TaHAEMHOW Macc-CHEKTpoMeTpuu. MeTon HOHHM3aluu —
AIIEKTPOPACIBUICHHUE.

JUist onpenenennss HapKOTUYECKUX U MCUXOAKTUBHBIX BEUIECTB NPUMEHUIH
nBa  BapuanTa meTonoB BOXX-MC/MC, mno3Bojsmoonux, ¢ OJHOM CTOPOHHI,
UJEHTU(ULIMPOBATh HOBBIE IMCHUXOAKTUBHBIE BEIIECTBA, a C JIPYroil — MPOBECTHU
BBICOKOYYBCTBUTEJIbHBIN MOJITBEPKIAIOIINI aHATIU3.

Meton BI7KX ¢ nmerekropomM THIa TpexMepHasi HMOHHasl JIOBYHIKA
OCHOBAaH Ha CIIENyIOUIMX IpUHOUNAX. Bemecrsa, pas3aelieHHbIE Ha
XxpomaTtorpauyecko  KOJIOHKE, HOHU3HUPYIOTCS  AJIEKTPOPACIBUIEHUEM €
0o0pa3oBaHMEM MPOTOHUPOBAHHBIX MoJekya (MS1), momydeHHBIE HOHBI
3alyparoTcsi M BO30YXKIAIOTCS B HMOHHOW JIOBYIIKE 3JIEKTPUYECKUM IIOJIEM C
OIIpE/IeNICHHBIMUA XapaKTEPUCTUKaAMH U 00pa3yroT (parMEeHTHbIE HMOH-TIPOTYKTHI
BTOPOTO M TpeThero nopsaka MS2 u MS3.

[TogoOHBIN cOCOO NETEKTUPOBAHMS TMO3BOJISIET MOJy4YaTh CIEKTPbl HOH-
IPOJYKTOB HE TOJBKO BELIECTB, BKIIOUYEHHBIX B METOJUKY, HO M HOBBIX
HEU3BECTHBIX BEILECTB, @ TaKXKE€ IPOBOJUTH PETPOCHEKTUBHBIA aHaIu3 (ailyioB
JAHHBIX, MMOJIYYEHHBIX paHee, 0 aHAJIOTHMU C METOAOM Ta30BOM XpomaTorpaguu ¢
Macc-cenekTuBHbIM AeTektupoBanueM (I'X-MC). Ins uneHTuduKanum 1eneBbixX
BEIIECTB  HCIOJB3YIOT  YETBIPE  AHAIMTHYECKUMX  [1apaMerpa:  Bpems
xpomarorpaduyeckoro yaepxuanus (RT) u moyHbIe CHEKTPhI MOJICKYJISIPHBIX
(MS) u ¢parmentHeix HOHOB BTOporo (MS2) u Ttperbero (MS3) mopsaxos.
[lepeunciieHHBIE TIApPAMETPBI, COOTBETCTBYIOILME ONPEIEIAEMBIM BELIECTBAM,
3aHeCeHbl B OMONMOTEKHM Macc-CIEKTPOB, KOTOPbIE MOTYT PEAAKTHUPOBATHCS U
NOMNOJIHATECS. BpeMeHa yaepKMBaHUS M MacC-CIIEKTPbl BEIIECTB IOJIYYarT B
CTaHJAPTHBIX YHU(PUIMPOBAHHBIX YCIOBUSAX, YTO IO3BOJIIET TPAHCIUPOBAThH
MeTOJ| ¢ Ipubopa Ha MpubOp U co3aaBaTh OOIIHE OMOJIMOTEKH MacC-CIIEKTPOB U
BpeMeH ynepkuBaHusa. OO0pabOTKy IaHHBIX U (POPMUPOBAHHE OTYETA BBITOIHSIOT
B aBTOMaTu4eckoMm pexume. IIpenen oOHapyKeHUsI METOJUKH B PEKHUME MOJHOTO
CKaHUPOBAHUS MOH-TIPOAYKTOB — S5 HI/MII.

Metona BIKX c TaHJAEMHbIM KBaJIPyNOJIbHbIM Mmacc-
CIIEKTPOMETPUYECKHM [1eTeKTOPOM OCHOBAaH Ha  CIEAYIOUIUX MpPUHIIMIAX.
BemectBa, paszzeneHHble Ha XpoMaTorpa(uueckoil KOJOHKE, HOHU3UPYIOTCA
AIIEKTPOPACHbUIEHUEM € 0O0pa30BaHUEM NPOTOHUPOBAHHBIX MoJieKyd. llocie
paszzereHuss Ha  [EpBOM  KBaJApymnoje  MNPOTOHUPOBAHHBIE  MOJIEKYJIBI
NOCJIEOBATENBHO MOCTYNAKOT B SUEHKY COyAapeHHi (BTOpPOMl KBaJApyIOJjb), A€
OPOUCXOAUT WX  (parmeHtranus Cc  0oOpa3oBaHHWEM  HOH-TIPOJYKTOB,
peructpupyembix B Buae MC/MC-cnektpa. O6pa3oBasinecs (pparMeHTHbIE HOHBI



NOCTYNalOT Ha TPETUH KBAJpYIOJb, T/€ TMPOUCXOAUT HX pas3leieHHe C
o0pa3oBaHMEM Macc-CIIEKTpa MOH-IIPOAYKTOB, COOTBETCTBYIOIIMX ONPEIACICHHOMY
UOHY-TIPEAIIeCTBEHHUKY. (OJIHOBPEMEHHO, C BBICOKUM KauyeCTBOM, MOXKHO
perucTpupoBaTh He Oosee 4-5 MOJIHBIX CHEKTPOB CM. BbilIe. [Ipu CKpUHUHIOBOM
aHaJlu3e JJI1 OJHOTO BEILIECTBA PETUCTPUPYIOT TPU HAuMOOJIEe HHTEHCHBHBIX
(parMeHTHBIX HMOHA U3 TOJHOIO CHEKTpa €ro HOH-NpoAykTa. Eciu BeIOMpaTh
MOHBI, (JOH MO KOTOPHIM MUHUMAJIEH, MOKHO OOECIEUUTh Ipened OOHapyKEeHUs
(o 0,3 ur/mm). Peructpamus (pparMeHTHOTO HOH-TPOAYKTA, TMOITYYEHHOTO H3
WOHA-TIPEAIIECTBEHHUKA,  HAa3bIBACTCS MRM nepexoq  (MoHUTOpUHT
MmuoxxectBennbix Peaknuii). Bosmoxkno peructpupoBats no 150-300 MRM
NepexoloB B OJAHOM  MeToje.  MeroaWka  TO3BOJISIET  MPOBOAMTH
BBICOKOUYBCTBUTEIBHOE CKPUHUHIOBOE ompenesieHne 1o 150 BemecTs 3a OIMH
aHaJN3, MOCJe KOTOPOTO JKeJaTeleH MOATBEPKIAIOUINM aHallu3 C perucTparuen
IOJIHOTO ~ CHEKTpa MPOAYKT-MOHOB BEUIECTB, HWACHTU(ULMPOBAHHBIX IpHU
CKpUHHMHTe. UYyBCTBUTEIBHOCTh B PEXUME PETUCTpAllMd IOJHOIO CIEKTpa
npoaykr-uoHoB 10  Hr/mMma. B pyTuHHOM aHanmM3e METOA  IO3BOJIET
PETUCTPUPOBATH TOJIBKO BEIIECTBA, BHECEHHBIE B CIIMCOK ONPEIEIIIEMBbIX.



MaTepnanLHo-TexnnquKoe o0ecreyeHue METOAHUKH

JUist  BBINOJIHEHUS ~ METOJUKH  HMCHOJIB3YIOT  BBICOKOA((EKTUBHBIC
KUJKOCTHBIE xpoMarorpadsl, COC/IMHEHHbIE C TaHJEMHBIMU
TPEXKBAPYIOIbHBIMA MAacCC-CIIEKTPOMETPAMU HJIM MAacC-CIEKTPOMETpaMU THUIIA
MOHHAs JIOBYIIIKA.

Anmaparypa BIXKX ¢ gerekropoM THma TpexMepHasi HOHHAasi
JIOBYIIIKA. Macc-cnekTpomerpuueckuii - metektop  1oxtyper Bruker ¢
KHUIKOCTHBIM xpomarorpadom Dionex Ultimate 3000, yHudummpoBaHHBEIM
METOJIMYECKUM obecrieueHneM, Oubiamorekoir macc-cnekrpos MS1, MS2, MS3 u
BpEMEH YIEpKUBaHUS IIeleBbIX coenuHenuit Ha 960 BemecTB. Ilepeuenn
OTIPE/IETIIEMBIX BEIIECTB JJaH B MPUIIOKECHHUH.

Tabmuua 1. [Tapamerpsl u ycnosust BOXKX

Xpomatorpadudeckas cucreMa

Dionex Ultimate 3000 RS Pump,

LC-System HPG-3200RS
Xpomarorpaduueckas kosionka | Acclaim® RSLC 120 C18 2.2 um,
(Column) 120A 2.1 x 100 mm (Dionex)

Temneparypa xosnonku (°C)

40

PactBoputens A (Eluent A)

Jenonnsoannas Boaa (HPLC
grade), 0.1 % mypaBbUHOM
KuCIoThl, 2 MM dopmuara
aMMmoHus, 1 % aneToHuTpuII.

PactBopuresns B (Eluent B)

Aueronutpmi (HPLC grade), 0.1
% MypaBbUHOM KUCJIOTHI, 2 MM
dbopmuara ammonus, 1 %
JICMOHU30BAHHOU BOJIbI

Tun BBoaa (Injection Type)

Needle Wash

OGbeM BBOAMMOIT POBHI, MM
(mxJ, Injection Volume, pl)

5

Tabnuma 2. YcnoBus rpaIu€HTHOTO PEKUMA MOJAA9H DIIOCHTA

CKOpoOCTh MOTOKA CopneprxkaHue dII0CHTa
Bpewms, mun 3
DJIFOEHTA, CM /MUH 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




Tabmuna 3. [lapamerpsl u  ycioBus MAacCC-CIIEKTPOMETPUYECKOTO
JETEKTUPOBAHUS
. ITapametpsl 3HayeHue npu 3HaueHHe Ipu
ucTOYHUKa (Source JIETEKTUPOBAHUH JIeTeKTHPOBAHHH
Parameters) ITOJIOKUTEJIBHBIX HOHOB OJIOKUTEILHBIX HOHOB
Dry Temp (°C) 320 320
Gas Flow (I/min) 8 8
Nebulizer (bar) 2 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)
MS1,2,3 (Full SCAN) 70-800 70-800 a.e.m.

Pexum
JIETEKTUPOBAHUS

1(pos/neg)*

a.e.m.
Method: Toxtuper.M
(perucTpanus TOJbKO B OKHAX
IIOHUCKa NIECIICBBIX BGHICCTB) B
PCXKUMC pCTUCTPALIUU
IIOJIOXKUTCIIBHBIX NOHOB

Method: Toxtuper.M
(peructpanus TOJbKO B
OKHaX TMOUCKa IICJICBBIX
BEIIICCTB)

B PEKUME PETUCTPALIUU
OTPULATENIBHBIX UOHOB

Pexum
JETEKTUPOBAHUS 2

(pos)

MS1,2,3 (Full SCAN) 70-800
a.e.m.
Method: Toxtuper_positive.M
(perucTpanysi B OKHaX MOMCKa
1[EJIEBBIX BEILIECTB U B PEKUME
Auto MSn m1s HEHEEBBIX
KOMITOHEHTOB)
) B pe)KUME PErUCTPALNH

TOJIBKO MOJIOKUTEJIbHBIX HOHOB

Pexum
JETEKTUPOBAHUS 3

(neg)

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

Method:
Toxtuper_positive.M
(perucTpanus B OKHaxX
MOUCKA IIEJIEBBIX
BEILIECTB U B PEKUME
Auto MSn s
HEIIHEJIEBBIX
KOMITOHCHTOR) B
pexXUME perucTpanuu
TOJIBKO OTPHUIATENbHBIX
MOHOB

* - ganbosee cneU(pUIHbIN PEXKUM TETEKTUPOBAHUS




Tabmuma 4. Jlo6asnenns (HHIL] sHapkomorun M3) x 6ubmmotexe Toxtyper 1.1.
Library (Cnincoxk Bemect Oubmuorexku Toxtyper 1.1. Library nan B nmpuiiosxeHum)

ID* RT, M+H MS2 MS3
min

901 |FUB_PB 22 M214 567 567 |270.1 |358.3,

235.2,
109
902 | AB_CHMINACA M358 6.8 | 6.85 358.3 |340.3, 241.3,
5 min 312.4, 145.2
241,3
903 |5F PINACA M362 1 4.81 |4.81 362.2 |316.3 298.3, 245
min
904 | PINACA nativ_ 6.49 6.49 332.3 | 286.3, 215.2
215.2
905 | AB_CHMINACA M2 259 |[6.09 259.2 | 241.15 163.08,
145.09
906 |AB_FUBINACA M370 6.0 |6.03 370.2 |324.18 253.20
3 min

907 | PB_22F_M250_5.46 min 5.46 250.1 | 206.13, 132.17,
186.16, 118.20

132
908 |JWH-251 M1 336 6.09 min |6.09 336.3 |186.1 130.2
909 |JWH-203_M 356 6.07 min |6.07 356 186 130.2
910 |JWH-073_ M 344 581 min |5.81 3442 | 216.1, 145.1
155.1
911 | MDPV_3.65 min 3.65 267.07 | 205,175, |175,135
135
913 | PVP_3.62 min 3.62 232.06 | 161,191
914 | Carfentanyl 4.38 min 4.38 395.30 | 335,246 | 279,145
915 | Methoxetamine 3.08 min 3.08 248.09 | 203, 174,121
912 | AB-PINACA nativ 6.05 6.05 331.0 |286,314 |286
916 | THJ- 6.35 373.2 | 355.3 329, 154.9
2201 M 373 155 6.4min
917 | THJ-2201_M_359 6.3min 6.20 359.2 | 341.2 323.1,155
918, | THJ-2201_M_355 6.38min | 6.38 355 155.0 145.0
921
925, | TMCP-2201 nativ 7.58 min | 7.58 330 312,232, |143.8
926 125

984 | JWH-018 7.81 min 7.81 342.2 | 214,155




927 | THJ-2201 nativ_7.44 7.44 361 233,213, | 213, 176,
176,144 144
928 | AB-001_metab 7.31 min, 7.31 366 151 133
929 | AKB-48 metab 7.38 min 7.38 382 151 133
930 | AKB-48 metab 6.95 min 6.95 382.2 |151 133
931 | UR-144 metab 6.78 min 6.78 328.2 | 214 144
933 | JWH-018_metab 6.23 min 6.23 358.2 | 155 145
934 | JWH -018 metab 6.83 min 6.83 372.2 | 155 145
935 | JWH -018 metab 6.08 min 6.08 372.2 | 155 145
936 | ur matrix 4.76 min 4.76 358.2 | 155 137
937 | JWH-250 metab 6.59 min 6.59 352.2 | 137 109
938 | JWH-250 metab 5.28 min 5.28 366.2 | 137 109
939 | AB-001 metab 6.92 min 6.92 366.2 | 151 133
945 | MDMB-Chm_metab 7.11 7.11 372.2 |326.2 241.0
min
946 | MDMB-Chm_metab_frag 1711 | 241.2 |145.0 117.0
MS1 241
947 | AB-PINACA-F metab 5.10 |5.10 251.0 |233.0 213.0
min
948 | AB-PINACA-F _metab. 4.98 |4.98 263.0 |245.0 203.0
min
950 | CBL-2201 nativ 7.61 min 7.61 376.2 |232.0 144.0
951 | MMB-2201 nativ 6.31 min 6.31 363.2 |232.0 144.0
952 | THJ-2201 nativ 7.44 min 7.44 361.2 |233.0 213.0,
251.0
953 | FUB-PB-22 nativ 6.95 min 6.95 397.1 | 252.0 109.0
954 | TMCP-2201 metab 6.21 min | 6.21 342.2 | 244.0, 144.0
144.0
955 | PB-22 metab 7.42 min 7.42 359.1 |214.0 144.0
956 | PB-22F nativ 6.80 min 6.80 377.1 | 232.0 144.0
957 | PB-22 nativ 7.42 min 7.42 359.1 |214.0 144.0
958 | MDMB-Chm nativ 8.03 min | 8.03 386.2 |326.2 241.0
940, | Ur-144 metab 328 6.35 min | 6.35 328.2 |230.0 144.0
959
960 | Ur-144 metab 344 5.22 min |5.22 344.3 | 230.2 144.1
961 | Ur-144 nativ 5.22 min 8.20 312.2 |214.0 144.0
962 | AM-2201 nativ 7.18 min 7.18 360.2 | 155,232.0 |145.0
963 | Ur-144 marker 358 5.34 min | 5.34 358.3 | 204.2, 266.2,
340.3 322.2
964 | Ur-144 marker 358 5.61 min | 5.61 358.3 | 204.2, 268.2,
340.3 322.2
966 | Ur-144 marker 459 5.67 min | 5.67 459.6 |230.3 212.3




967 | Ur-144 metab_344 545 min |5.45 344.2 | 230.0, 158.0
326.2

969 | MDAI nativ 2.68 min 2.68 178.0 |161.0 131.0

970 | Metylone nativ 2.73 min 2.73 208.0 |190.0 160

971 | MDMB_Chm nativ 8.04 8.04 386.2 |326.2 241.0

972 | Psilocybin nativ 1.82 min 1.82 285.0 |205.0 160

973 | 2-Ox0-3-OH-LSD 3.12 min | 3.12 356.2 | 267,338, |237,265
222

974 | LSD nativ 3.70 min 3.70 324.2 | 223,281 |208.0

975 | 1s0-LSD nativ 3.89 min 3.89 324.2 | 223,281 | 208, 180

976 | 4-OH-Methyl-ethyl- 2.75 219.0 | 72,160 132.0

triptamine nativ 2.75 min

977 | JWH-210 nativ 8.27 min 8.27 370.2 |183.0 153,173

978 | Subst 2C nativ 5.75 min 5.75 356.2 |339.1 197, 214

979 | Cannabidiol 7.62 min 7.62 315.2 | 255.0 231.0

980 | AM-2233 nativ 4.45 min 4.45 459.0 |362.0 231.0

981 | THC 8.29 min 8.29 315.2 |259.0 231.0

983 | Methamphetamine 2.96 min | 2.96 150.0 |119.0 91.1

*|D add to 1.1. Toxtuper Library Custom

Anmaparypa BJ7KX ¢ TaHAeMHBIM TPeXKBAJAPYNOJbHBbIM 1€TEKTOPOM
nerekTopoM. Macc-criektpomerpuueckuii  aerektop EVOQ Qube Bruker ¢
KHUIKOCTHBIM xpomarorpadom Advans mim Dionex Ultimate.

[TapameTpsl xpomMarorpaduueckoi CHCTeMbl NPUBEAEHBI B Tabimuue OS.
YcioBus TPaAMEHTHOTO peXuMa MoAauu JIII0CHTa IPUBEICHBI B Ta0uIe 6.

Ta6nuna 5. [Tapametpsl 1 ycinoust BOYXKX

Xpomatorpaduyeckas cucTema : Advans o
L C-System Dionex Ultimate 3000 RS Pump,
HPG-3200RS
Xpomartorpaduueckas komonka | Acclaim® RSLC 120 C18 2.2 um,
(Column) 120A 2.1 x 100 mm (Dionex)
Temnepartypa xonouku (°C) 40

200 e JICMOHW30BAHHOM BOJIBI,
PactBopuTens A (Solvent A) 0,3 r arleTaTa aMMOHHUS,
100 MM° MypaBBHHO# KHCIOTHI

PactBoputens B (Solvent B) ALICTOHUTPUII

Tun BBoa (Injection Type) Needle Wash
OGBeM BBOAMMO#T MPOGHI, MM 5
(mku1, Injection Volume, pl)

Tabnuna 6. YcioBus rpalIu€HTHOTO pEeKUMa MOAauu ITI0CHTA



Bpewms, MuH CropocTs noroxa ConeprxaHue 2II0eHTa
’ JIFOEHTA, CM/MUH A, %
0 0,2 95
2 0,2 95
5 0,2 70
8 0,2 40
10 0,2 5
12,5 0,2 5
25 0,2 70
26 0,2 95

2. YcaoBust Macc-ClieKTPOMETPHYECKOI0 IeTEKTHPOBAHUS

[TapameTpbl Macc-CIEKTPOMETPUUECKOTO JETEKTUPOBAHUS MPUBEICHBI B TaOIuUIIE
7. YcaoBUs perucTpalui aHAIUTUYECKUX CUTHAIOB B pexxuMe MRM npuBeneHs! B
tabmuie 8. ONTUMHU3aLMI0O  YCIOBUW  JETEKTUPOBAHUS  MPOBOMAT  C
UCITI0JIb30BaHUEM PA00Yero pacTBOpa aHAIM3UPYEMBIX BEIIECTB C KOHIIEHTpaLUen
100 ur/mn, Duepruro ¢parmenrtanuu (Frag) ontumusupoBanu ¢ maroMm 10 B mo
MaKCUMaJbHOMY OTKJIMKY HPOTOHUPOBAHHOW MouieKyibl (Precursor). DHepruto
COyIapeHuid ONTUMU3MpOBAIM ¢ maroM 10 B 1o MakcUMaabHOMY OTKJIHMKY
XapaKTepUCTHYHOTO NOH-TIpoayKTa (Product).

Tabnuna 7. [lapameTpsl Macc-crieKTpoMeTpuieckoro aerektupoBanus MS QQQ.

[TapameTpbl HCTOYHUKA 3Ha4YeHUE PU AETEKTUPOBAHUHI
(Source Parameters) TIOJIOKUTETHHBIX HOHOB
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.
PexxuM netektupoBaHus 2 MRM

Tabnuua 8. PexxiM MOHUTOPUHTa MHOKECTBEHHBIX PEaKIIM

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

1. |2C_B_NBOMe 14.52 min |380,1 121,2 1452 |15

N

2C | NBOMe 14.78 min 428,8 1214 |14.7/8 |15

3. | AB-001 metab 16.66 min 366,3 151,2 [16.66 |20

AB-Chminaca metab 15.05
4. | min 259.4 2412 15.05 |8

AB-Chminaca metab 15.20
5. | min 358,3 241.3 15.20 |15




Precursor | Product | RT, Collision
Compound Name lon lon min Energy
AB-PINACA metab 13.27
6. | min 348,4 302,4 |13.27 |10
AB-PINACA metab 13.60
7. | min 348,4 330,4 |13.60 |10
AB-PINACA metab 13.60
8. | min 348,4 231,3 ]13.60 |10
AB-PINACA metab 14.28,
9. |14.61 min 348,4 302,4 |14.61 |10
AB-PINACA nativ 15.60
10. | min 3314 286,3 |15.60 |10
AB-PINACA-F metab
11. | 13.69 min 251,3 233,1 ]13.69 |15
12. | AKB-48 metab 14.31 min 382,4 151,3 [14.31 |15
13. | Caffeine 195,3 138,3 |10.21 |12
Carbamazepine nativ 13.87
14. | min 237,4 1945 |13.87 |15
15. | Carfentanyl nativ 14.03 min | 395,4 246 14.03 |20
16. | Clozapine nativ 13.87 min | 327,4 270,4 |13.87 |20
17. | FUB-PB22 metab 15.06 min | 270,2 1094 |15.06 |8
18. | FUB-PB22 nativ 16.54 min | 397 252,3 |16.54 |8
19. | Imipramine 17.39 min 279,2 149,1 |17.39 |20
20. | JWH-018 metab 15.11 min | 358,2 155,1 |15.11 |15
21. | JWH-018 metab 15.34 min | 372,3 1552 |15.34 |15
22. | JWH-018 metab 15.74 min | 358,2 155,1 [ 15.74 |15
23. | JWH-018 nativ 17.89 min 342,6 155,3 [17.89 |20
24. | JWH-073 metab 15.62 min | 344,3 1552 |15.62 |18
25. | JWH-073 metab 15.65 min | 344,3 155,2 |15.65 |18
26. | JWH-073 nativ 17.46 min | 328,3 1552 |17.46 |18
27. | JWH-203 metab 15.54 min | 356,2 186,2 |15.54 |18
28. | JWH-203 metab 15.86 min | 356,2 1252 |15.86 |18
29. | JWH-203 metab 16.20 min | 356,2 282,1 116.20 |18
30. | JWH-203 nativ 14.08 min | 340,1 282,3 |14.08 |18
31. | JWH-210 metab 11.65 min | 400,2 197 11.65 |18
32. | JWH-210 metab 12.16 min | 400,2 197 12,16 |18
33. | JWH-250 metab 14.21 min | 368,4 137,2 | 1421 |15
34. | JWH-250 metab 14.58 min | 366,3 137,2 | 1458 |15
35. | JWH-250 metab 14.92 min | 366,3 1212 1492 |15
36. | JWH-250 metab 14.93 min | 366,3 1212 1493 |15
37. | JWH-250 metab 15.23 min | 352,4 186,3 |15.23 |15
38. | IWH-250 metab 15.31 min | 352,4 186,3 |15.31 |15
39. | JWH-250 metab 15.94 min | 352,4 1212 1594 |15
40. | JWH-250 metab 16.13 min | 352,4 137,2 |16.13 |15




Precursor | Product | RT, Collision
Compound Name lon lon min Energy
41. | JWH-251 metab 15.60 min | 336,4 186,3 |15.60 |18
42. | MAM-2201 nativ 17.12 min | 374,5 1694 |17.12 |20
MDMB-Chminaca metab
43. | 15.77 min 373,5 241,3 |15.77 |10
44, | MDPV nativ 12.59 min 276,5 1755 |[12.59 |20
45. | MMB-2201 nativ 15.86 min | 363,6 232,4 11586 |15
46. | Nicotine 163,3 1319 |[205 |12
47. | PB-22 metab 15.63 min 232,1 188,3 |15.63 |15
48. | PB-22 nativ 17.43 min 359 2141 1743 |8
49. | PB-22F metab 14.82 min 250 2064 |14.82 |15
50. | PB-22F nativ 16.42 min 377,1 232,1 16.42 |8
51. | PVP nativ 12.37 min 232,4 161,3 | 12.37 |15
52. | THJ-2201 metab 15.67 min | 373,2 1552 | 15.67 |15
THJ-2201 metabl 15.68
53. | min 373,2 1555 |15.68 |15
54. | THJ-2201 nativ 17.27 min | 361,4 233,3 |17.27 |15
55. | TMCP nativ 17.42 min 330,6 232,4 17.42 |20
TMCP-2201 metab 15.67
56. | min 346,3 232,1 |15.67 |15
TMCP-2201 metab 15.86
57. | min 342,7 1254 | 15.86 |15
TMCP-2201 metab 16.12
58. | min 346,3 1252 |16.12 |15
59. | Tramal nativ 12.10 min 264,1 58,2 12.10 |15
60. | ur matrix 13.93 min 358,2 137,2 113.93 |15
61. | UR-144 metab 13.36 min 344,3 326,3 |13.36 |15
62. | UR-144 metab 15.68 min | 344,4 230,2 |15.68 |15
63. | UR-144 metab 16.13 min | 344,4 246,2 ]16.13 |15
64. | UR-144 metab 16.51 min | 3444 326,3 |16.51 |15
65. | UR-144 metab 18.22 min | 328,4 230,3 ]18.22 |15
66. | UR-144 metab 15.82 min 328,4 230,3 |15.82 |15
67. | UR-144 metab 16.88 min 328,2 214,3 ]113.87 |15
Tabnuna 8 (mpomomkenue 1). PexxuM MOHUTOPHUHTa MHOXKECTBEHHBIX PEaKIHi
Precursor | Product | RT, Collision
Compound Name lon lon min Energy
68. | Ur-144 nativ 18.84 min 312.6 214.4 118.84 |20
69. | AM-2233 nativ 15.42 min | 459.5 326.3 |15.42 |20
70. | AM-2201 nativ 16.85 min | 360.6 155.4 |16.85 |20
71. | JWH-210 nativ 18.98 min | 370.6 2144 119.89 |20
4-OH-methyl-ethyl-
72. | triptamine nativ 7.87 min 219.0 160.5 |7.87 |12




Precursor | Product | RT, Collision

Compound Name lon lon min Energy
73. | MDAI nativ 2.14 min 178.4 1614 |214 |12
74. | LSD nativ 13.28 min 324.7 2235 ]13.28 |20
2-0x0-3-OH-LSD nativ
75. | 11.38 min 356.6 2375 1138 |20
76. | Methylone nativ 2.27 min 208.5 160.5 |2.27 12

77,

Psilocybin nativ 7.31 min 285.5 2055 731 |12

/8.

subst 2C CE_5 15 nativ
15.09 min 356.0 3394 |7.63 |5

79,

MDMB_Chm nativ 18.56 386.5 2415 |18.56 |15

Hoaroroska npod moum aAass BKX-MC/MC ananuza

Meron BKIIOYAET JIBE aHATUTUYECKUE MPOLEAYpPbl MOATOTOBKH MPOOBI U

aHaJIn3a.

IIpouexypa 1. KucinotHbelii TUAPOIU3 C moclenyrome skcrpakuuedn mpu pH 9.
OnpenensitoT HANBUYaIbHBIE BEIIECTBA CICAYIOMNX XUMHUECKUX TPYIIIL:

Kannabumumerukn JWH-018, 073, 250, 251, ux cTpyKTypHBIC aHAJOTH U
METa0OJIUTHI.

Onuatel, UX METAOOJTUTHI U COMYTCTBYIOIINE KOMIIOHEHTHI.

AM@eTaMuHbI U UX METAOOIUTHI.

bapbutypatsl U UX METaOOIUTHI.

ben3onna3enuHbl ¥ MPOTYKTHI MX THAPOJIH3A.

CunTeTndeckne HapkoTwueckue BemectBa (B T.4. PVP, MDPV) u wux
METa0OJIUTHI.

[IcumonyH, ICUIOIUONH.

BeH30MIPKIroHuH, KIo(enrH.

IIpouexypa 2. Moy noaBepraroT eJI0YHOMY THJIPOJIU3Y, SIKCTPATUPYIOT CMECHIO
rekcan-sTwnanerar 7:1 mpu pH 2-3. Onpenensitor WHAWBUIyaIbHBIC BEIECTBA
CJIEAYIOIINX XUMUYECKUX TPYIIIL:

KannaOumumeruxku  PB-22, PB-22F, FUB-PB-22, AB-PINACA,
AB-PINACA-CHM, THJ-2201, TMCP-2201, MDMB(N)-CHM,
MMB-2201, ux cTpykTypHbIE aHAJIOTH U UX META0OJIUTHI.

Kucnele wmerabomuter JWH-018, 073 u xuciable MeETa0OJUTBI HX
CTPYKTYPHBIX aHAJIOTOB.

MeTtabonut TeTparupokaHHaOMHOJIA: 11-nop—nenbTa-9-
KapOOKCUTETParuapoKaHHAOMHOJIOBAsI KUCIIOTA.

IIpouenypa 1.




IIpuroroBiieHne cMecH OpPraHU4YecKUX pacrBopureseil. g sKcTpakuuu
TOTOBAT CMECh PACTBOPUTEIICH:

1. wuzonponunoBsiil ciupt 10%

2. nuxyopmetaH 35%

3. 1,2-nuxmopatand 23%

4. renran 32%
B mepubiii mummHAap HA 100 Mo BHOcAT 10 M1 M30mponuiaoBOro coupra, 35 mi
nuxJyiopmetana, 23 mia 1,2-nuxnopatana u 32 mi rentada. CMech epeMENINBAOT
Y XPaHAT B TEPMETUYHO 3aKPBITON CTEKISIHHOM EMKOCTH.
MO>HO HCIOJIB30BaTh IKCTPAKIIMOHHYI0 CMEChb — METWICHXJIOPHUJ : TENTaH :
n3onponanoi ( 7:2:1).

IIpurorosienne TBepaoro o6ydepa. B3semupator 100 r rugpokapdboHaTa HATpuUs
u 50 r kapOoHaTa HaTpHUs, IEPEMEITNBAIOT U MEPETUPAIOT B CTYTIKE.
IMoaroroBka mpooObI s aHaau3a. MeToauKa MOJATOTOBKH TPOOBI BKIFOYAET
CTaJu¥ TUAPOIN3A, SKCTPAKLIUY U I€pPUBATU3ALINU.
Kuciaorublii  ruapoau3. B mnpoOupky ¢ 3aBUHYMBAIONMICHCS  KPBIMIKOW
BMecTUMOCTbIO 10 M1 BHOCAT 3 MJ aHanM3upyemMoil MouH, 100aBisaoT 300 MK
koHuentpupoBanHod HCl wu BbeigepxkuBatoT 1 dyac mnpu 90°C. I'mppomuszar
OXJIQXKJIAI0T 0 KOMHATHOM TemrepaTypbl. K ruaponusary poGasisitor 300 MK
ammuaka 10%-HOro BOJTHOTO U 3KCTPAarupyroT, KaK OMMCAHO HUXKE.
BbiesieHne BemecTB M3 MOYM KHAKOCTH-KMIAKOCTHOM JKcTpakuuei. B
YUCTYIO CYXYyI0 TpoOupky o0beMoM 10 mi1 BHOCST 3 T XJIopuaa HaTpusl, TBEPAbIMA
oydep Ha konumke mmatenst 40-50 Mr 1 3 MIT SKCTPAKIIMOHHON CMECH.
e B npoOupky BHOCAT 3 MJI MOYM WJIA THAPOJIM3ATA MOYH.
o [lomemator mpoOupky Ha 10 MUHYT Ha OpOUTATIEHBIN IICHKED.
e IllenTpudyrupyrot 5 munyt npu 3000 06/MuH.
e OTaensAT OPraHUYECKUN CJIOM, MEPEHOCAT B METAIMYECKAN KOJIA4YO0K
TOX-LAB gnsa ynapuBaHusT W yHapuBarOT B TOKE TOpPSUEro BO3AyXa
(3KCTpaKT HE TMepecylnBaTh, MpeKpauaTh yHoapuBaHUE cpazy Mocie
uc4Ye3HOBeHUs *)uakoi ¢asel). K ymapennomy skcrpakty mobasmisitor 500
MKJI alleTOHUTPUJIA, BCTPSIXUBAIOT Ha BUOPOMHUKCEpE 2-3 CEK U aHAIM3UPYIOT.

IMpouenypa 2.

IIpuroroBienne peakTuBoB. Jlyis mienouHoro ruaponmsza ucnoib3dyror NaOH
nnmu KOH.

[IpuroroBnenne 5SM pactBopa NaOH. K 2r NaOH noGasnsroT
JTUCTUWITUPOBAHHYIO BOAY 710 oObeMa 10 mut.

[IpuroroBnenne SM pactBopa KOH. K 2.8r KOH pgoGansioT
JTUCTUNIMPOBAHHYIO BOAY 710 o0bema 10 mut.

IMoaroroBka nmpoobI

Ilenoynoii ruapoau3. B mpoOupky ¢  3aBUHYMBAIOMICHCS  KPBIIIKON



BMecTuMOoCThiO 10 mMi BHOCAT 3 MiT aHanmu3upyemoit Mmouu, nobasistor 0,5 min SM
pactBopa NaOH u Beinepsxusaror 20 munyT mpu 50°C.

Boigenenue onpeaesisieMbIX BelIECTB KUAKOCTh-KUIKOCTHOMN IKCTpaKkuuei. B
YUCTYIO CYXYIO MPoOUpKy o0bemMoM 10 MuI BHOCST 3 MJI MOYM WJIM THAPOJIM3aTa
MOYH.

e Tmaponuzar noxkucisior a0 pH 2-3 mo6aBnenuem 250-350 MK KOHIIL.
COJISTHOU KHCJIOTBI.

e B npoOupKy BHOCAT 3 MJI CMECH U300KTaH-3TUIaneTat 7:1.

e [lomemaror npobupky Ha 10 MUHYT Ha OpPOUTANIBHBIN HICHKEP.

o llenTpudyrupyrot 5 munyt npu 3000 06/MuH.

e OTaenaT OPraHUYECKUN CIIOM, NEPEHOCAT B METAUIMYECKUN KOJITAYOK
TOX-LAB misa ymapuBaHusi W YHNapwBalOT B TOKE TOPSYEro BO3AyXa
(3KCTpakT HE MepecylnBaTh, IMpeKpauaTh yHoapuBaHUE cpazy M[Ocie
MCUYE3HOBEHUS >KUJKoW (asbl). K ynmapeHHoMy 3kcTpakTy n06aBisioT 500
MKJ ~alETOHUTPUJIA, BCTPSIXUBAIOT Ha BuOpomukcepe 2-3 cexk u
aHAIM3UPYIOT.

IToaroroBka o0pa3uoB BOJIOC M HOT'TEM ISl AHAJIH3A

M®epMeHTHBIN IHAPOJIN3 00pa3oB BOJIOC.

OOpazell BOJIOC OTMBIBAIOT OT 3arps3HEHMA B XMMHYECKOM CTaKaHE C
BOJHBIM pacTtBopom ITAB.

[IpoMBIBAIOT JEMOHU3UPOBAHHOW BOJOW 10 MOJIHOTO YAAJIECHHUS MOIOUIETO
CpEIICTBa, 3aTEM MPOMBIBAIOT METAHOJIOM.

BrICymmBaioT U 13MENbUal0T HOKHUIIAMH.

B3BsemmuBarot, macca HaBecku 20-100 mr.

HaBecky mnomemarT B IJJACTUKOBYIO MpoOHUPKY, AoOaBimsaoT 1,5 wmi
MeTaHoJja, BBIIEPKUBAIOT Ha BUOpOMUKcepe | MHMH, METaHOJ MEPEHOCAT B
BUAJTYy M AaHAJU3UPYIOT HA HAJIWYME€ BO3MOXHBIX IOBEPXHOCTHBIX
3arpsi3HEHH 00pasIa.

K mnaBecke moGasmssror 1 wmi BomHoro pactsopa (pH 6,5) 1/10
B-TIIIOKYpOHUIA3bI, TIETICHHA, TPUIICUHA WM KepaTUHA3bI.

Boeinepxusator 12 4 nipu 40° C.

OOpabatbIBaloT Ha YJIbTPa3BYKOBOM OaHe B TeueHue | yaca.
Hentpudyrupyrot B TeueHue 5 Mmunyt npu 14000 06/mMuH.

Boanyio ¢a3y oTaensitoT u moJBepraroT OYMCTKE METOAOM TBepAoda3zHOM
IKCTPAKITHH.

Iles04Hoi rHApPOIU3 00PA3LOB BOJIOC.

OOpazery BOJOC OTMBIBAIOT OT 3arps3HEHUH B XHMHUYECKOM CTaKaHE C
BOAHBIM pacTtBopoM [TAB.

[IpOMBIBAIOT NEMOHMU3UPOBAHHOM BOJOM 10 IOJHOTO YJAJIEHUsS MOIOLIETO
CPEICTBA, 3aTEM IIPOMBIBAIOT METAHOJIOM.

BrIicymmBaroT v U3Menp4Yar0T HOKHULIAMU.



B3BemmuBarot, macca HaBecku 20-100 mr.

HaBecky mnomemarT B IUIACTUKOBYIO TPOOUpPKY goOaBistor 1,5 ma
METaHOJIa, BBIIEP)KUBAIOT HAa BUOpOMHKCcepe | MUH, METaHOJ MEPEHOCAT B
BUANly M AHAIM3UPYIOT HA HAJU4YME€ BO3MOXXHBIX TMOBEPXHOCTHBIX
3arpsi3HeHU oopasia.

K naBecke nmob6asmnstoT 1,5 mit BogHoro pactsopa 2M NaOH. Beinep:xuBarot
1 yac Ha ynbpTpa3BykoBoi O6ane npu 60°C.

['upponusar noakucisaot A0 pH 2-3 nodasnenuem 170 MKIT KOHII. COJISTHOM
KHCIIOTHI.

DKCTparupyroT 3 MJl CMECH U300KTaH-3THianeTar 7:1.

[TomematoT mpobupKy Ha 5 MUHYT Ha OPOUTATBHBIN IIEHKEp.
Hentpudyrupyror 5 munyt ripu 3000 06/mMuH.

OTaensaoT OpraHuYEeCKUd CJOHM, MEPEHOCAT B METAJUIMYECKUH KOJIA4YOK
TOX-LAB nns ynapuBaHusT W yHapuBalOT B TOKE TOPSYEro BO3ayXa
(9KCTpaKT HE TMepecylrBaTh, MpeKpanaTh yHapuBaHUE Ccpaszy IMocie
uc4ye3HOBeHUs kuakoi ¢assl). K ynmapennomy skctpakty nobdasisitor 200
MKJI alleTOHUTPHJIA, BCTPSAXUBAIOT Ha BUOpoMukcepe 2-3 cek U
aHATU3UPYIOT.

IKCTPAKIUA METAHOJIOM 00pa310B BOJIOC U HOT'Tel

OOpaszer; BOJOC WM HOTTEW OTMBIBAIOT OT 3arpsi3HEHHM B XUMHUYECKOM
CTakaHe ¢ BOAHBIM pacTBopoM [TAB.

[IpoMBIBaIOT JEMOHU3UPOBAHHOW BOJOW 10 MOJIHOTO YAAQJICHHUS MOIOLIETO
CpEIICTBa, 3aTEM MPOMBIBAIOT METAHOJIOM.

BrICcylIMBaIOT U U3MENbYAIOT (HOXKHUIIAMHU).

B3BemmuBarot, macca HaBecku 20-100 mr.

[TomeniaroT B MIIACTUKOBBIN (hIIaKOH.

JloGaBisttoT 3 MII METaHOJIA.

BrinepxuBator Ha yabTpa3ByKoBoii OaHe 3 yaca.

Hentpudyrupytot npu 6-14 Teic 06/MuUH.

MeTaHo OTAENAIOT U YIIapUBalOT B alfOMUHUEBOM Konmauke TOX-LAB,

K cyxomy ocratky mob6asmstor 150 Mk meranona, 3 mi 0,1 M docdaraoro
oypepa (pH 6.0) u mnoaBepraroT OYMCTKE METOJOM TBEpaO(a3HOMH
HKCTPAKIIMH.

Teepaogasnas IKCTpakUMs
s TBepaodasHoit skcTpakimu uconb3yror kaprpumku Bond Elute Sertify
BMECTUMOCTBIO 3 Mil ¢ Maccoit copoenTa 200 mr. CkopocTh MOoTOKa 3-5 MJI/MUH.

KoHmuimonnpoBanue KapTpupka MOCaeA0BaTSIbHBIM IIPOITYCKaHUEM
— 3 M MeTaHoJIA.
— 3w 0,1 M docdarnoro 6ydepa, pH 6.0.
Brecenne o0pasia
— TIpomyckaroT mpoOy uepe3 KapTpUIK.
— IIpombIBarOT COpOEHT 3 MJI IEMOHU30BAHHON BOJIHI.
ITongkncnenue



— IIpomnyckarot 2 Ma 1M pacTBopa yKCYCHOM KHUCIIOTBHI.
— BpIcymuBaloT KapTpUIK B T€UEHUE 2 MUHYT.
[IpombIBKa T€KCAaHOM.
— IIpomyckaroT yepe3 KapTpupK 3 MJI reKcaHa
COop kuciol/HeUTpaIbHON (DpaKIIHH.

— IIpomyckaroT yepe3 kapTpuk 1,7 mit cmecu rekcan:atunanerat (1:1)
(motok 1-2 mi/MuR).

— Co0OuparoT KUCTYIO/HEUTPATbHYIO (PPAKITHIO.

[IpomBbIBKa KapTpuKa METAaHOJIOM.
— TlpomyckaroT uepe3 KapTpuK 3 M MeTaHoa (MOTOK 3-5 Mil/MUH).
— BricymmBaroT KapTpuIK B TEUEHUE 2 MUHYT.

COop OCHOBHOM (ppaKiIyH.

— Ilponmyckaror wepe3 kaptpuwmk 1,7 MI cMecu AUXJIOPMETaH
M30IPOIAHO : KOHIICHTPUPOBAHHBIM pacTtBOp ammuaka (78:20:2)
(moroxk 1-2 Ma/MuH).

— Co0OparT OCHOBHYIO (DpaKITHIO.

Konnenrpuposanue gppaxiuii.

— OnroaTsl yapuBaroT B TOKE a30Ta.

Pexkonctpyupytor cyxue oskctpaktel B 150 MK3  aneroHuTpuna H
aHAIM3UPYIOT.



[Ipunoxenue 1.

PactBoputenu u peaktussl st BOXKX-MC/MC ananuza

KonnuectBo

Ha 2000 ananu3zos
Haunmenosanue En. n3m.
Bopa nemHn30BaHHas ¢ OCTaTOYHBIM
conpotusiieHueM 10-18 MoM
U cojeprkanuem obmero yriaepoaa 10-20 ppb b
Metanon st BOXXX (HPLC grade) 1 8
Aneronutpui s BOXKX (HPLC grade) a 20
[Tpomanon-2 «OCY 13-5» b 9
['entan X4 1 9
Otunanerat X4 1 9
byrunanerar X4 a1 9
I'excan wim n300KTaH (TpuMeTwinenTad) XY 1 10
Metunen xmopuctbiit XY «Lichrosolv» 1 10
1,2-Jluxsiopatan a 9
Hatpus xmopun u.1.a. KT 3
A1leTOH 1 5
Tonyon 1 5
KapOonat Hatpus y.1.a. KT 1
bukapbonat HaTpus 4.7.a. KT 1
I'mapokena HATpUA 4./1.a. KT 1
Kucnora consinass X4 1 1
Ammuak 25% BOJHBIN b 3
ITepexuck Boopoa 33% 1 3
Kamus docdar npyzamemennsiii K,;HPO, u.p.a. KT 1
Kamus docdar ognozameniennsiiit KH,PO, KT 1
Hatpus ¢ocdat nByzameniennsiii Na,HPO, KT 1
Hatpust docdar oqnoamemennsii NaH,PO, KT 1
Arnerat HaTpus KT 1
YKCyCHast KUCI0Ta 1 1
MypaBbrHas KHCIOTa 1 1
OpTtodochopHas KHCIOTA b 1
TpuxJIOpyKCyCHast KUCIOTa KT 1
dopMuatT aMMOHUS r 500
AueraT aMMOHUS 1000




[Tpunoxenue 2.

Crnextpsl npoaykT-uoHoB MS-QQQ kaHHAOMMUMETUKOB, UX META0O0JIUTOB U

MS/MS full Prod
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84.4

58.3

70.9

319.6

1148 1612 2058 24832743 l 356.3  396.0

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 15000  200.00  250.00  300.00 350.00  400.00
Chlorpromazine 14.97 min, ID 21, CE 15.

TandemQuadrupole + Product lon (373.0 ->**) (15.767 min) THJ-2201 M1, 15.67 min ( ur 553...

58.8

)

155.2

217.0 355.2

327.3 )
1270 | 1sso | |80 | $° 5o

50.00 10000 150.00 200.00 250.00 300.00 350.00 400.00 450.00
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...
x10 2] 155.5

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

2175 3565.7
0.1+

327.7
2455
55.1 83.3 1273 199.3 I 386
fadl ‘ . | [3@s |

0-

5000 10000 150.00 20000 250.00 300.00 350.00 400.00 450.00
THJ-2201 M1, CE 15 15.65 min, ID 16, CE 15

TandemQuadrupole + Product lon (359.2 -> **) (15.432 min) THJ-2201 M2, CE 15 (ur 629...
x10 2] 155.3

0.9+
0.8+
0.7+
0.6
0.5+
0.4+

0.3
0.2+ 231.1 3413

0.1 1271 213.1 359.3
87.0 : 313.2
59.0 87 Vo) 1850, 255.1 : Py

0-

5000  100.00 150.00 20000 250.00 300.00 350.00  400.00
THJ-2201 M2, 15.42 min, ID 17, CE 15.



TandemQuadrupole + Product lon (361.0 -> **) (17.272 min) THJ-2201 nativ, high ( sbst.)
x10 2] 238.5

0.9
0.8 |
0.7 213.4
0.6
05|

0.4+

i 145.3
0.3 69.3

177.4
0.2+

0.1

o | 800 1211 | |, 3094

5000  100.00 150.00 20000 250.00  300.00 350.00  400.00
THJ-2201 nativ, high, ID13 CE 20.

TandemQuadrupole + Product lon (361.0 -> **) (17.239 min) THJ-2201 nativ, middle ( sbst.)
x10 2] 218.1

0.9+
0.8+ 233.0

0.7+
0.6+

0.5+

04. 361.0

0.3
88.9 1771
0.2
68.9 128.8

0.1
144.8
50.3 108.8

189.9 258.6 300.8 325.7 398.7

50.00 100.00 150.00 200.00 250.00 300.00 350.00 400.00
THJ-2201 nativ, middle 1D14.



x10 2 |
0.9

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

0.1+

TandemQuadrupole + Product lon (361.0 -> **) (17.280 min) THJ-2201 nativ, low ( sbst.)

57.4

108.7
84.7

145.3

170.7

213.3

238.2

248.0

296.9

361.4

347.5

394.5

50.00

100.00

150.00

THJ-2201 nativ, low, 1D15, CE20
TandemQuadrupole + Product lon (380.0 -> **) (14.522 min) 2C_B_NBOMe 14.52 min ( subst.)

x10 2 |
0.9

0.8
0.7
0.6-
0.5-
0.4-
0.3
0.2-

0.1+

0-

64.9

12

91.0

L

2

146.8

200.00

179.0 210.0

250.00

2427 272.0

300.00

350.00

328.6

400.00

389.1
I

2C_B_NBOMe 14.52 min, 1D81, 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.)
x10 2] 1201.4

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

0.1+ 91.3

0-

770 L 272.6 4288
5000  100.00  150.00  200.00  250.00  300.00  350.00  400.00  450.00

2C_1_NBOMe 14.78 min, ID82, CE15
TandemQuadrupole + Product lon (366.0 -> **) (16.656 min) AB-001_metab 16.66 min ( ur_AB-001)
x10 2] 366.4

0.9-
0.8
0.7
0.6-
0.5-
0.4-
0.3 ¢
0.2- 151.2

0.1+

113.2 188.0
557 0.4 1132 | 246.0 2004 3313 386.3

0-

50.00 100.00 150.00 200.00 250.00 300.00 350.00 400.00
AB-001_metab 16.66 min, ID 67, CE15



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

x102 |
0.9

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-

72.2
o
50.00

97.0
100.00

1452
i\
150.00

200.00

24

3

3124

358.3
259.1 . ‘1?

250.00 300.00 350.00 400.00  450.00
AB-CHMINACA metab (nativ-COOH) 15.20 min, ID 95, CE15

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

55.3
&

97.1

145.0

197.8

24

2

2*.4 289.6 355.8 416.7

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...
x102 | 2133

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?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 2125 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 ID 93, CE10

0-



x10 2 |
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
o

21

8.3

2313

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

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

x10 2 |
0.9

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

0.1

0-

300.00

350.

00 400.00

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

722
Il

145.1
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

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

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 (348.4 -> **) (14.072 min) AB-PINACA metab3 (nativ-OH) 14.07 mi...
21%.3

70.2

115.9
L |

145.0

195.2

231.2

284.3

330.4

312.4

348.3

LSZ.S 391.8

50.00

100.00

150.00

200.00

L 2493
250.00

AB-PINACA metab3 (nativ-OH) 14.07 min, ID90, 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
|

231.3

215.1 | 249.2

]

.

300.00 350.00 400.00

302.4

348.4

330.3 l
1

0-

50.00

100.00

150.00

200.00

250.00

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

284.4

300.00 350.00 400.00



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

x10 2 |
0.9

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

0.1

0-

72.2

|

104.7 1354

23

1610 1870 2127

3

249.3 2771

302.3

348.4

3312 l 387.5

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
AB-PINACA metab5 (nativ-OH) 14.61 min, ID92, CE10

TandemQuadrupole + Product lon (331.4 ->**) (15.601 min) AB-PINACA nativ 15.60 min (ur PINA..

286.3
2152
3313
3132
990 1451 1792  |2321 356.6 393.0
5000 100.00 150.00 200.00 250.00 300.00 350.00 400.00 450.00

AB-PINACA nativ 15.60 min, 1D86, CE10.



AB-PINACA-F metab 13.69 min (ur 170 Ekb)
x10 2] 238.1

0.9+
0.8+

0.77 213.0

0.6+
145.0
0.5+
0.4+

0.3+

68.8

0.2+

0.1
94.8 1287

300.1 381.1 434.5

50.00 100.00 150.00 200.00 250.00 300.00 350.00 400.00 450.00

AB-PINACA-F metab 13.69 min, ID84, CE15
TandemQuadrupole + Product lon (382.0 -> **) (16.828 min) AKB-48 metab 16.83 min ( ur_AKB_48)
x10 2] 151.3

0.9+
0.8+
0.7+
0.6+
0.5+
0.4+
133.2
0.3
0.2+
382.4

0.1+
91.1

671 | N 182.8 2151 2932 329.3 365.2+ 4436

0-

5000  100.00 150.00 200.00 250.00 300.00 350.00 400.00  450.00
AKB-48 metab 16.83 min, ID46, CE15



TandemQuadrupole + Product lon (278.0 -> **) (14.658 min) Amitriptiline 14.66 min ( mix_nir)
278.4

x10 2 |
0.9

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

0.1

0-

58.2

721

91.2

155.3

233.3

191.3

218.3

e

322.9 348.9 380.1

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)

x10 2 |
0,9

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

0-

59,0

108,

3 159,0

194,5

237,4
i . ‘ 288,6 332,2 380,5

x10 2 |
0,91

08
07
06
05
04
03
0.2-
0,14

0,

50,00

100,00

150,00
Carbamazepine 13.87 min, ID28, CE15

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

TandemQuadrupole + Product lon (395,4 -> **) (14,034 min) Carfentanyl 14.03 min ( ur Pskov)
113,1

50,00
Carfentanyl 14.03 min, 1D20, CE25

80,8

1

00,00

134,0

150,00

278,8

200,00 250,00 300,00

319,71352,2

3951 440,6

350,00 400,00 450,00



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

x102 |
0,9

08
07
06
05
04-
03
0.2
0,1

0,

69,0

144,1 1758

2323

376,0

5000 100,00 150,00

200,00

CBL-2201 nativ 17.45 min, 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 (...

x10 2 |
0,91

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

O,

84,2

158,9

271,2

231,2

316,3

346,0 388,8

50,00 100,00

150,00 200,00 250,00 300

Chlorprotixene 15.14 (14.97) min, ID23, CE15

00 350,00 400,00 450,00 500,00

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

x102 |
0,91

08
0,7
0,6
0,5
0,4
03
0,2-
0,14

0,

84,3

59,3 993
' ’

27

192,3 226,9

D,5

327,6

296,5

370,2

.

50,00
Clozapine 13.87 min, ID22, CE15

100,00 150,00 200,00 250,00 300,00 350,00 400,00 450,00 500,00



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

08
07
06
05
04-
03
0.2

0,1
59,0 2280

o 1221 192,9 228, 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)
x102 | 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+

08
07
06
05
04-
03
0.2
0,1

0,

83,3 133,3  159,4 185,2 2295 2525 ?‘3,5 293,2
1

50,00 75,00 106,60 125,00 150,00 175,00 200,00 225,00 250,00 275,00 300,00
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...

x102 |
0,9

08
07
06
05
04-
03
0.2
0,1

109,2

252,3

397,0
*

224,2

0-

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, ID99, CE15

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

x10 2 |
0,91

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

59,0 89,1
0J f ;

127,3
i

155,3

214,3
3427

182,0 245,2 2971 325,0* 391,8

50,00 100,00 150,00
JWH-018 nativ 17.89 min, ID3, CE20

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

TandemQuadrupole + Product lon (358,0 -> **) (15,106 min) JWH-018_metab 15.11 min (ur_JWH-0...

x10 2] 15%5,1

0,9
08
07
06
05
04-
03
0.2

0.1 59,2
0 ok

8%:0 127,1

358,2

192,4 23?’1 2710 3053 3404 3723

50,00 10000 150,00
JWH-018 metab 15.11 min, ID57, CE15

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



x102 |
0,9

08
07
06
05
04-
03
0.2
0,1

0,

TandemQuadrupole + Product lon (372,0 -> **) (15,345 min) JWH-018_metab 15.34 min (ur_JWH-0...

59,0
1

103,1

b

15

p,2

372,3

168,6 199,0

2441 301,1 354,3

50,00

100,00

150,00

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

JWH-018_metab 15.34 min, ID59, CE15

x102 |
0,91

08
07
06
05
04
03
0,2
0,14

O,

TandemQuadrupole + Product lon (358,0 -> **) (15,754 min) JWH-018_metab 15.74 min ( ur_JWH-0...

58,9

89,1

118,2

15

b,1

358,2

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

50,00

100,00

150,00

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

JWH-018_metab 15.74 min, ID56, CE15

x102 |
0,91

08
07
0,6-
05
04
03
0.2
0,14

0,

TandemQuadrupole + Product lon (372,0 -> **) (16,436 min) JWH-018_metab 16.43 min (ur_JWH-0...

59,0

|

89,0

132,9

15

b, 1

3721

178,7 2204 354,2

282,6 315,6

50,00

J.‘lh. I Ly

150,00

100,00

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

0,81
0,71
0,6
0,51
04
0,31

0,2
01 284,0
’ 757 1299 177,2 2527 | 3952  443,0

59,2

2141

0- ! 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...

x102 | 15%,2
0,9
0,8
0,74
0,6
0,5
0,44
0,3
0,2 344,3

0,1 216,1
. 72,0 138 1817 1 2502 LZSi” (3264 | 3631 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+

0,81
0,71
0,61
0,51
04
0,31

0.27 200,1
0,1

0 (849 1129 1437 239,9 2725 2997 3724

344,3

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 3509 3967

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+

08
07
06
05 186,1

04
03
0,2

0,1-
. 850 d 162,6 | | 2940 2297 2558 [303,2 33{3,0+ 377,0
- T

2821 356,3

50,00 100,00 150,00 200,00 250,00 300,00 350,00 400,00
JWH-203 metab 15.86 min, ID40, CE18

TandemQuadrupole + Product lon (356,0 -> **) (16,200 min) JWH-203 metab 16.20 min ( ur_251_0...
x10 2] 125,1
0,9+

08
07
0,6-
05 356,3
04
0,3+ 204,3
0,2

0,1 230,0
81 1551 1894 ] 283,5 3385 | 3823
0- P 1| | Ll

50,00 100,00 150,00 200,00 250,00 300,00 350,00 400,00
JWH-203 metab 16.20 min, ID41, CE18



TandemQuadrupole + Product lon (356,0 -> **) (15,548 min) JWH-203 metab 15.54 min (ur_251_07...
x10 2] 12,2
0,9+

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

0-

186,3

Sink 282,1
: 338,2
71,9 993 1710] | 2299 | 3101 T e 398,6

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 (...
x10 2] 197,3
0,9+

0,8+
0,7+
0,6
0,5+
0,4+
0,3 1371
0,2+

2210 263,33 314,1 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 | 2943
0,91

08
07
0,6-
05
04
03
0,2

o 312,3
" 83,0 214,1
0- W, . el 1732 11 2811 3349 3.1

50,00 100,00 150,00 200,00 250,00 300,00 350,00 400,00
JWH-210 nativ 12.96 min, D38, CE18



TandemQuadrupole + Product lon (368,0 -> **) (14,215 min) JWH-250 metab 14.21 min ( ur_250...
137,2

x102 |
0,9

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

0-

59,2

121,2
85,0 . i||

186,3
368,4

165,0 | 2042 2622 2941 322,0 350,2+
* T

50,00

100,00

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

JWH-250 metab 14.21 min, ID45, CE15
TandemQuadrupole + Product lon (366,0 -> **) (14,594 min) JWH-250 metab 14.93 min (ur_250...
137,2

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

366,3
202,2
1652 | 2539 2874 320,2 348,09

50,00

100,00

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

JWH-250 metab 14.93 min, 1D43, CE15

x10 2|

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

0-

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

12

91,2

h

2

186,3

352,4

50,00

100,00

149,2 20;"4 278.2 334,2+
T 1

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

JWH-250 metab 15.27 min, 1D42, CE15



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

x10 2 | 137.2

0,9-
08-
0,7-
0,6-
0,5
04-
0,3-
0,2-

0.17 85,1
o) 59,1 85,

165,0

366,3
|

202,3

1 2663  320,3

5000 100,00 150,00
JWH-250_metab 14.58 min, ID66, CE15

200,00 25000 300,00 35000 400,00

TandemQuadrupole + Product lon (352,0 -> **) (15,312 min) JWH-250_metab 15....

x10 2 | 12,2

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

0,1-
91,1 149,1
0- 1 | T

186,3

352,4

278,2 334,3*

204,4
-

50,00 100,00 150,00
JWH-250_metab 15.31 min, ID64, CE15

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

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
0,1+

0-

68,8 |
T

350 2
18?’9. 254.8 3153,
— T *

50,00 100,00 150,00
JWH-250_metab 15.74 min, ID61, CE15

200,00 250,00 300,00 35000 400,00



TandemQuadrupole + Product lon (352,0 -> **) (15,935 min) JWH-250_metab 15.93 min ( ur_JWH-250)

x10 2 |
0,94

0,84
0,74
0,6
0,54
0,44
0,34
0,24
0,14

59

,0

91,0

12

n,2

352,4
204,4

T
50,00

T
100,00

1490 1858 | 2301 2811 3342
T

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

JWH-250_metab 15.93 min, ID63, CE15

x10 2 |
0,9

08
07
06
05
04
03
0.2
0,14

0,

x10 2 |
0,91

08
07
06
05
04
03
0.2
0,14

0,

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

58,9

50.00

13

121,2
I

100,00
JWH-250 _metab 16.13 min, ID62, CE15

V.2

352,4
188,3 :
| ,2142 3190 ¢

150,00 20000 250,00 300,00 350,00 400,00

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

50.00

79,1

109,2

100,00

186,3
130,2

1442 170 | 2044 23?’2 2622 5903 336,4
o b 1 7 . 1 1 [ ’ Pl

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

JWH-251 metab 15.60 min, ID33, CE15



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

x10 2
0,94

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

0,1+

0-

59,3

81,4

169,4

141,3

209,8

232,4

374,7

2481 279,3 332,4 € 3917

50,00

100,00
MAM-2201(JWH-122_F) 17.12 min, ID2, CE15

150,00

200,00

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

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

x102 |
0,91

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

0,14

0-

55,0
'

97,3

144,9

i 189,5 217,2

24

3

326,2

258,0 287,1 l 3

x10 2 |
0,94

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
|

105,1

126,3

175,3

149,2

205,3

233,2
i

276,4

50,00

100,00

150,00

MDPV_nativ 12.59 min, ID7, CE15

200,00

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



x102 |
0,9

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

0,1+

TandemQuadrupole + Product lon (248,0 -> **) (12,212 min) Methoxetamine ? 12.21 min ( ur_Methoxet...
175,3 203,3

121,2

67,2

159,1
78,6 \ ll | 23?’2Q 2745 3111 366,0 398,6
I il -

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

Methoxetamine 12.21 min, ID47, CE15

x102 |
0,91

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)
232,4

69,0 144,2 36.6

0-

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

MMB-2201 nativ 15.86 min, ID85, CE15

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

x10 2] 84,2 130,3

0,9+
0,81 117,2

07 80,2

0,6 106,3
0,5+
0,4
0,3

0,2
163,5
703 94,3 1464 163,1 177,3 193,2

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

x102 |
0,9

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

0,1+

144,0
0. 88,8

2141

359,0
*

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

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

TandemQuadrupole + Product lon (232,0 -> **) (15,630 min) PB-22 metab 15.63 min ( ur PB-22 Chelny)

x10 2] 132,3

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

71,2
1

0- A I.]‘ L u

188,3

214,2

382,2 432,0

2321
247,2 2848 3241

5000 100,00 150,00
PB-22 metab 15.63 min, ID103, CE15

200,00 250,00 300,00 350,00 400,00 450,00

TandemQuadrupole + Product lon (232,3 ->**) (14,800 min) PB-22_metab 14.80 min ( ur_Chelny)

x102 |
0,91

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

0,1+

849 1157 161,1

0-

23p,2

212,2 & 256,9 297,2 335,6 362,8 386,9

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)
x102 | 23p,1

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

0,1+

68,9 87,8 143,6 189,2 2576 2853  322,6 g
50,00 100,00 150,00 200,00 250,00 300,00 350,00 400,00
PB-22F nativ 16.42 min, ID101, CE10

0-

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 69,3 232,3

0.1 186,2 250,3

158,1
0. 91.,0 . 2841 333,6 368,0 435,2

5000 10000 15000 20000 250,00 30000 35000 40000 450,00
PB-22F metab 14.82 min, ID104, CE10

x10 2] 3427
0,91
0,8
0,7
0.6+ 206,5

0,51

0,4

0,3

0,2 155,4
232,4

109,1 | 2958
; 360,5
o 590 | L. o 182,1 256,5 281,3 ] 314},4" € 3887

0,1+

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



PB-22F_metab 15.77 min, ID70, CE15

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

x102 |
0,9

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

0,14

0-

16,3 183,1
260,3
74,2
58,2 98,2 157,2 L 3
e 218,2
114(1)'9 | | 2373 2870 3192 3494 395,2
50,00 100,00 150,00 200,00 250,00 300,00 350,00 400,00

Propranolol 13.22 min, 1ID25, 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 (232,0 -> **) (12,375 min) PVP nativ 12.37 min ( hair 3,4 Yakutsk)

91,2

70,2
126,3

55,1 |.|

| 143,2

161,3

189,2

2324

5000 100,00 150,00
PVP nativ 12.37 min, ID8, CE15

200,00 250,00 300,00

350,00

400,00

450,00

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

x102 |
0,91

0,8+
0,7+
0,6+
0,5+
0,4+
0,34
0,2+

0,14

0-

125,

2L

3

144,2 1685  206,1 274,5

232,4

312,3
i

330,6

343,7 367,7 391,7

50,00 100,00

150,00

200,00 250,00

300,00

350,00

400,00



TMCP-2201 nativ, 17.43 min, 1D6, CE20
TandemQuadrupole + Product lon (330,0 -> **) (17,473 min) TMCP-2201_nativ 17.43 min, midl conc. ( sbst.)

x102 |
0,9

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

0,14

0-

126,3
2324
3306
83.2
55,1 97,2 3124
L | 1442 205,1 2563 2836] | 379,8
50,00 100,00 150,00 200,00 250,00 300,00 350,00 400,00

TMCP-2201_nativ 17.43 min, midl conc, ID12, CE15

x102 |
0,9

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

0,2+

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

59,1

2321 346,3

1931 247,9 328,2

50,00

100,00

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

TMCP metab 15.67 min, ID74, CE15

x102 |
0,91

0,8+
0,7+
0,6+
0,5+
0,4+
0,34
0,2+

0,14

0-

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

346,3
125,2
248,1
sgg 830
: 161,1 3283
ad d e N 211.0 ‘, 267,1 s &‘ 37122
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)

x102 |
0,9

08
07
06
05
0,4-
03
0,2-

0,14

0-

55,2
I

83,3
L 1

125,4

342,7

2445

144.2 170,0 200,2 226.4 2864 0
T T

50,00

100,00

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

TMCP-2201 _metab 15.85 min, ID68, CE15

x102 |
0,9

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

0,14

0-

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

2445
3427
1444
552 1013 | 1723 2004 2264 [257,3 3245
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)

x10 2
0,94

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

0,1+

0-

58,2

70,8 87,0

121,9

144.4

)

264
189,9 210,9 239,1 ® 288,4

50,00 75.00

Tramal 11.85 min, ID18, CE30

x102 |
0,91

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

0,1+

0-

ur_matrix 13.93 min, ID58, CE15

100,00 12500 150,00 175,00 200,00 225,00 250,00 27500 300,00

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

358,3
155,1
4
852 113,22

60,1

j 186,7 2449 299,2 340,9 |372,5 399,8

f L T o T it b _— T
50,00 100,00 150,00 200,00 250,00 300,00 350,00 400,00

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

x102 |
0,9

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

0,14

0-

59,1

I

85,0
ul

109,1

155,0

|.l Jlaj.l.h]u

189,9

216,2
e

3443

230,2
326,2 ¢

2911
24‘."9,. i l.] \ 361,3 392,8

50,00

100,00
UR-144 metab 13.36 min, ID55, CE15

150,00

200,00

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



TandemQuadrupole + Product lon (344,0 ->**) (15,688 min) UR-144 metab 15.68 min ( ur_UR144)
3444

x10 2
0,94

0,8
0,7
0,6
0,5
0,4-
031 186,2

0,2+

0.1 99,1
’ 130,1 172,0 | 5042

i P Y P | o

0-

230,2

‘| ] 286,4 32?’2
T T

¢

399,9

590 851 .
50,00 100,00 150,00 200,00
UR-144 metab 15.68 min, ID51, CE10

250,00

300,00

350,00

400,00

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

x102 |

23

0,9
08
07
0,6
0,5
04
03
0,2

144,2

0,14 591 950

123,0
0- ‘ .. “ ‘

J. 156,9

186,2

216,1

cadd

3

2442
.k

3444

3263 ¢

368,3

2911

50,00 100,00 150,00
UR-144 metab 15.68 min, ID52, CE15

200,00

250,00

300,00 350,00 400,00

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

x102 |
0,9

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

0,2+

50,00
UR-144 metab 16.13 min, ID53, CE15

100,00 150,00

200,00

344 4
246,2 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)

x10 2
0,94

0,8
0,7
0,6-
05-
0,4-
0,3-
0.24 97,1

0,14
’ 113,2
85,1 ’
58’91 i || | 157,0

0-

2141

188,1

246,1 270,2

298,0

L

326,3

344,2

T 375,9

50,00 100,00 150,00
UR-144 metab 16.51 min, ID54, CE15

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)

x102 |
0,91

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

0,4+ 59,1

0.37 99,0
0,2
89,1

0,1+
141,0

0- 4 Lo Jd b b

214,2

188,2

L.l

230,3

270,2

310,1

| 2867

328,4

353,4

392,1

50,00 100,00 150,00
UR-144 metab 16.54 min, ID50, CE15

200,00

250,00

300,00

350,00

400,00

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

x10 2]
0,9

0,8
07
0,6
0,5
0,4
0,3
027 59,2
0,11

89,2 125,1
0- PP

2143

188,1

270,0
1

328,2
350,3

390,8

50,‘00 100,00 150,00
UR-144 metab 16.88 min, D48, CE15

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)
x10 2| 230,3 3284

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

214,2
0,4+

0,3+

99,2 ¢

0,2+
188,3

0,1+

. 601 [1131 14:,2 l 2704 3103 Ja113 3788
i a L ‘ N i 5 = "

50,00 10000 150,00 20000 250,00 300,00 350,00 400,00
UR-144 metab 18.22 min, ID49, CE15

TandemQuadrupole + Product lon (328,2 ->**) (15,882 min) UR-144_metab 328(OH) 15.88 min (ur_1_Norils...
x102 | 230,3

0,9+
0,8+
0,7+
0,6+
0,5+
0,4+ 328,4
0,3+
0,2+

0,11
144,0
59,1 83,3 \ 204,1 256,1 310,1

0-

5000 100,00 150,00 200,00 250,00 300,00 350,00 400,00
UR-144 metab 328(OH) 15.88 min, ID71, CE15



Crnextpsl gonoaautensHo 1D105-117

TandemQuadrupole + Product lon (312,0 ->**) (18,839 min) Ur-144 nativ 18.84 min ( subst.)
x102 | 1254

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

0,4
214,4
0,3
312,6
0,2 83,3

55,3
0,14 69,3 294,6

o) 0 I P ) 264 | |

50,00 10000 15000 20000 25000 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 | 9g4

0.9
08
1124
0,7+
06
05
04
03
02

362,3
014 2313 459,5

58} 162,7 191,3 | 2723 3455 410,1 4478,9

50,00 100,00 150,00 20000 250,00 30000 35000 400,00 450,00 500,00

AM-2233 nativ 15.42 min, 1D106, CE20.



x10 2|
0,94

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.)
15%,4

69,2
50,00

127,3

100,00

150,00

200,00

AM-2201 nativ 16.85 min, ID107, CE20.

x102 |
091

0,8-
0,7-
0,6-
0,5-
0,4-
0,3
0.2-

0,1+

232,5

250,00

300,00

360,6

l

350,00

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

57,2 77,0

115,1

144,1
|1

18

B4

2144

249,1

2843

370,6

340,2

400,00

450,00

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



Add?2

x10 2
0,94

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

0-
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[Tpunoxenue 3.

Toxtyper 1.1. Library

Compound CAS wg&?iasl(:g;ig Formula Polarity RT [min]
11-Nor-Deltad-THC9-carboxylic |1362113-32-3 520.23 C27H36010 NEGATIVE 6.24
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-nitrobenzophenone |1775-95-7 242.07 C13H10N203 POSITIVE 5.94
2-Benzyltetronicacid 3734-22-3 190.06 C11H1003 POSITIVE 4.40
2C-B 66142-81-2 259.02 C10H14BrN02 POSITIVE 3.74
2C-B-BZP 1094424-37-9 314.06 C13H19BrN202 POSITIVE 3.34
2-Hydroxyethylflurazepam 20971-53-3 332.07 C17H14CIFN202 POSITIVE 5.21
2-Ox0-3-OH-LSD 355.19 C20H25N303 POSITIVE 3.19
3,4-Dimethoxyphenethylamine [120-20-7 181.11 C10H15N02 POSITIVE 2.69
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 24512 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 CIN202 POSITIVE 3.86
4-Methylaminoantipyrine 519-98-2 21712 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 C10H13Cl04S 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
Aminodesmethylflunitrazepam
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 C23H27FN403 POSITIVE 3.85




Monoisotopic

Compound CAS neutral mass 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 C16H22N404S POSITIVE 3.16
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 243
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 C18H13CIFN30 POSITIVE 4.36
Alpha-hydroxytriazolam 37115-45-0 358.04 C17H12CI2N40 POSITIVE 4.92
Alprazolam 28981-97-7 308.08 C17H13CIN4 POSITIVE 5.19
Alprenolol 13655-52-2 249.17 C15H23N0O2 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 C13H18Br2N20 POSITIVE 3.79
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




Monoisotopic

Compound CAS neutral mass Formula Polarity RT [min]
Amiodarone 1951-25-3 645.02 C25H2912NO3 POSITIVE 6.29
Amisulpride 71675-85-9 369.17 C17H27N304S POSITIVE 3.28
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 C17H16CIN30O POSITIVE 4.50
Amphetamine 300-62-9 135.10 C9H13N POSITIVE 2.78
Amrinone 60719-84-8 187.07 C10HIN30O 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 129722-12-9 447 15 C23H27CI2N302 POSITIVE 4.74
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 C33H35FN205 POSITIVE 6.27
Atracurium 64228-79-1 928.51 C53H72N2012 POSITIVE 4.28
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 C6H10CINS 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 C22H24CIN30O POSITIVE 4.76
Azithromycin 83905-01-5 748.51 C38H72N2012 POSITIVE 3.70
Baclofen 1134-47-0 213.06 C10H12CINO2 POSITIVE 3.03
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 CI2N302 POSITIVE 4.31
Bendroflumethiazide 73-48-3 421.04 C15H14F3N304S2 NEGATIVE 5.34
Benodanil 15310-01-7 322.98 C13H10INO POSITIVE 5.85
Benperidol 2062-84-2 381.19 C22H24FN302 POSITIVE 4.10
Benproperine 2156-27-6 309.21 C21H27NO POSITIVE 5.10
Bensultap 17606-31-4 431.04 C17H21 NO4S4 POSITIVE 6.17




Monoisotopic

Compound CAS neutral mass Formula Polarity RT [min]
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
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 C15H14CIN304S3 POSITIVE 5.10
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 C18H14F4N204S POSITIVE 5.89
Biotin 58-85-5 244.09 C10H16N203S POSITIVE 3.24
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 C14H10BrN30 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 C17H20N205S POSITIVE 5.69
Bunitrolol 34915-68-9 248.15 C14H20N202 POSITIVE 3.49
Bupivacaine 2180-92-9 288.22 C18H28N20 POSITIVE 412
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 N30S POSITIVE 5.16
Butizide 2043-38-1 353.03 C11 H16CIN3048S2 POSITIVE 4.90
Butoxycaine 3772-43-8 293.20 C17H27NO3 POSITIVE 4.89
Cafaminol 30924-31-3 267.13 C11H17N503 POSITIVE 3.35




Monoisotopic

Compound CAS neutral mass Formula Polarity RT [min]
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 C9H15N0O3S POSITIVE 3.58
Carazolol 57775-29-8 298.17 C18H22N202 POSITIVE 3.94
Carbachol 51-83-2 146.11 C6H14N202 POSITIVE 0.52
Carbamazepine 298-46-4 236.09 C15H12N20 POSITIVE 4.88
Carbamazepine10,11-epoxide [36507-30-9 252.09 C15H12N202 POSITIVE 4.29
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 343
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 C26H34FNO5 POSITIVE 6.73
Chloramphenicol 56-75-7 322.01 C11 H12CI2N205 NEGATIVE 4.42
Chlorazanil 500-42-5 221.05 C9HBCIN5 POSITIVE 4.26
Chlorbenzoxamine 522-18-9 434.21 C27H31 CIN20 POSITIVE 5.93
Chlordiazepoxide 58-25-3 299.08 C16H14CIN30O POSITIVE 4.02
Chlorfluazuron 71422-67-8 538.96 C20H9CI3F5N303 POSITIVE 8.00
Chloridazon 1698-60-8 221.04 C10H8CIN30 POSITIVE 3.88
Chlormezanone 80-77-3 273.02 C11 H12CINO3S POSITIVE 4.63
Chloroquine 54-05-7 319.18 C18H26CIN3 POSITIVE 2.86
Chlorphenethiazine 2095-24-1 304.08 C16H17N2SClI 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 C14H11CIN204S NEGATIVE 3.98
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 C23H29CIFN304 POSITIVE 4.54
Citalopram 59729-33-8 324.16 C20H21 FN20 POSITIVE 4.39
Clemastine 15686-51-8 343.17 C21 H26CINO POSITIVE 5.38
Clenbuterol 37148-27-9 276.08 C12H18CI2N20 POSITIVE 3.58
Clibucaine 15302-10-0 314.10 C15H20CI2N20 POSITIVE 4.17
Climbazol 38083-17-9 292.10 C15H17CIN202 POSITIVE 5.04




Monoisotopic

Compound CAS neutral mass Formula Polarity RT [min]
Clobazam 22316-47-8 300.07 C16H13CIN202 POSITIVE 5.58
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 C15H10CIN303 POSITIVE 5.21
Clonidine 4205-90-7 229.02 C9H9ICI2N3 POSITIVE 2.82
Clopamide 636-54-4 345.09 C14H20CIN303S POSITIVE 4.29
Clopenthixol 982-24-1 400.14 C22H25CIN20S POSITIVE 5.10
Clopidogrel 113665-84-2 321.06 C16H16CINO2S POSITIVE 7.06
Clotiapine 2058-52-8 343.09 C18H18CN3S POSITIVE 4.74
Clotiazepam 33671-46-4 318.06 C16H15CIN20S POSITIVE 6.02
Clozapine 5786-21-0 326.13 C18H19CIN4 POSITIVE 4.23
Cocaethylene 529-38-4 317.16 C18H23N0O4 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-glucuronide [20736-11-2 475.18 C24H29N0O9 POSITIVE 2.66
Colchicine 64-86-8 399.17 C22H25N06 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 C21H21N POSITIVE 4.75
D3-6-O-Acetylmorphine 330.17 C19H18D3NO4 POSITIVE 297
D3-Atropin 292.19 C17H20D3NO3 POSITIVE 3.28
D3-Benzoylecgonine 115732-68-8 292.15 C16H16D3NO4 POSITIVE 3.35
D3-Chlorpromazine 136765-28-1 321.11 C17H16CID3N2S POSITIVE 5.07
D3-Clomipramine 136765-29-2 317.17 C19H20CIN2D3 POSITIVE 4.97
D3-Cocaethylene 320.18 C18H20D3NO4 POSITIVE 4.09
D3-Cocaine 65266-73-1 306.17 C17H18D3NO4 POSITIVE 3.81
D3-Codeine 70420-71-2 302.17 C18H18D3NO3 POSITIVE 2.79
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 C10H14D3NO3 POSITIVE 0.65




Monoisotopic

Compound CAS neutral mass Formula Polarity RT [min]
D3-EDDP 136765-23-6 280.20 C20H20D3N POSITIVE 4.65
D3-Fenetylline 344.20 C18H20D3N502 POSITIVE 3.61
D3-Hydromorphone 288.16 C17H16D3NO3 POSITIVE 2.48
D3-Imipramine 283.21 C19H21N2D3 POSITIVE 4.61
D3-LSD 136765-38-3 326.22 C20H22D3N30 POSITIVE 3.93
D3-Morphine 67293-88-3 288.16 C17H16D3NO3 POSITIVE 2.19
D3-Morphine-3-beta-D- 464.19 C23H24D3NO9 POSITIVE 1.30
glucuronide
D3-Morphine-6-beta-D- 464.19 C23H24D3NO9 POSITIVE 2.18
glucuronide
D3-Nortilidine 262.18 C16H18D3NO2 POSITIVE 3.83
D3-Oxycodone 318.17 C18H18D3NO4 POSITIVE 3.01
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
D3-Trimipramine 136765-54-3 297.23 C20H23D3N2 POSITIVE 4.97
D4-7-Aminoclonazepam 125070-96-4 289.09 C15H8D4CIN30 POSITIVE 3.52
D4-Clonazepam 170082-15-2 319.07 C15H6D4CIN303 POSITIVE 5.18
D4-Haloperidol 136765-35-0 379.17 C21 H19CID4FNO2 |  POSITIVE 4.56
D4-Lorazepam 324.04 C15H6D4CI2N202 POSITIVE 5.14
D4-Meperidine 53484-73-4 251.18 C15H17D4NO2 POSITIVE 3.81
D4-Midazolam 329.10 C18H9D4CIFN3 POSITIVE 4.31
D4-N-Desmethylflunitrazepam 303.10 C15H6D4FN303 POSITIVE 5.01
D4-Nicotine 166.14 C10H10D4N2 POSITIVE 0.88
D4-Norketamine 227.10 C12H10D4CINO POSITIVE 3.20
D5-Diazepam 65854-76-4 289.10 C16H8CIN20D5 POSITIVE 5.89
Ei;i‘)’)‘(’y”t;%?)-’*g;bome 1413427-47-0 348.19 C23H16D5NO2 POSITIVE 6.15
D5-MBDB 212.16 C12H12D5NO2 POSITIVE 3.43
D5-MDEA 160227-43-0 212.16 C12H12D5NO2 POSITIVE 3.29
D5-MDMA 136765-43-0 198.14 C11H10D5NO2 POSITIVE 3.15
D5-Nordiazepam 65891-80-7 275.09 C15H6CID5N20 POSITIVE 5.38
D5-Oxazepam 291.08 C15H6D5CIN202 POSITIVE 5.04
D5-Temazepam 136765-51-0 305.10 C16H8D5CIN202 POSITIVE 5.50
D6-Dihydrocodeine 307.21 C18H17D6NO3 POSITIVE 2.80
D6-Fluoxetine 315.17 C17H12D6NOF3 POSITIVE 4.89
D6-Zolpidem 313.21 C19H15D6N30 POSITIVE 3.85
D7-7-Aminoflunitrazepam 290.16 C16H7D7FN30 POSITIVE 3.82
D7-Flunitrazepam 1286448-08-5 320.13 C16H5D7FN303 POSITIVE 5.42
D9-Heroin 378.21 C21 H14DINO5 POSITIVE 3.65
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




Monoisotopic

Compound CAS neutral mass Formula Polarity RT [min]
Delorazepam 2894-67-9 304.02 C15H10CI2N20 POSITIVE 5.57
Demeclocycline 127-33-3 464.10 C21 H21 CIN208 POSITIVE 3.52
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 C15H10CIFN20 POSITIVE 5.41
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 CIN202 POSITIVE 5.18
Desmethylclomipramine 303-48-0 300.14 C18H21 CIN2 POSITIVE 5.07
Desmethylclozapine 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
Dexamethasone 50-02-2 392.20 C22H29F0O5 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 CI2NO2 POSITIVE 6.35
Dicycloverine 77-19-0 309.27 C19H35N02 POSITIVE 5.53
Dienogest 65928-58-7 311.19 C20H25N02 POSITIVE 5.11
Diethazine 60-91-3 298.15 C18H22N2S POSITIVE 4.64
Diethylcarbamazine 90-89-1 199.17 C10H21N30 POSITIVE 248
Difenoconazole 119446-68-3 405.06 C19H17CI2N303 POSITIVE 6.92
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 C22H26N204S POSITIVE 4.47
Dimefuron 34205-21-5 338.11 C15H19CIN403 POSITIVE 5.78
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 H22CINO4 POSITIVE 5.89
Dimetindene 5636-83-9 292.19 C20H24N2 POSITIVE 3.82
Dimetotiazine 7456-24-8 391.14 C19H25N30282 POSITIVE 4.53
Dimetridazole 551-92-8 141.05 C5H7N302 POSITIVE 2.95




Monoisotopic

Compound CAS neutral mass Formula Polarity RT [min]
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 C21H29N30 POSITIVE 3.74
Dixyrazine 2470-73-7 427.23 C24H33N302S POSITIVE 4.98
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 C10H16N204S3 POSITIVE 2,53
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
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 C12H12N202S POSITIVE 4.26
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 C23H24N204S POSITIVE 4.10
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 C17H19N303S POSITIVE 3.96
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 417
Ethylglucuronide 17685-04-0 222.07 C8H1407 NEGATIVE 1.00
Etilefrine 709-55-7 181.11 C10H15N0O2 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 C8H15N702S3 POSITIVE 2.46
Fedrilate 23271-74-1 347.21 C20H29NO4 POSITIVE 3.90
Fenarimol 60168-88-9 330.03 C17H12CI2N20 POSITIVE 6.12
Fendiline 13042-18-7 315.20 C23H25N POSITIVE 5.17
Fenethylline 3736-08-1 341.19 C18H23N502 POSITIVE 3.61




Monoisotopic

Compound CAS neutral mass Formula Polarity RT [min]
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 C24H20CI2N20S POSITIVE 6.19
Fexofenadine 83799-24-0 501.29 C32H39NO4 POSITIVE 4.82
Flecainide 54143-55-4 41414 C17H20F6N203 POSITIVE 4.51
Flocoumafen 90035-08-8 54217 C33H25F304 POSITIVE 7.94
Floctafenine 23779-99-9 406.11 C20H17F3N204 POSITIVE 417
Fluanisone 1480-19-9 356.19 C21H25FN202 POSITIVE 4.39
Fluconazol 86386-73-4 306.10 C13H12F2N60 POSITIVE 3.68
Fludrocortisone 514-36-3 380.20 C21H29FO5 POSITIVE 4.54
Flumazenil 78755-81-4 303.10 C15H14FN303 POSITIVE 4.31
Flunitrazepam 1622-62-4 313.09 C16H12FN303 POSITIVE 5.45
Fluoxetine 54910-89-3 309.13 C17H18NOF3 POSITIVE 4.80
Flupentixol 2709-56-0 434.16 C23H25F3N20S POSITIVE 5.37
Fluphenazine 69-23-8 437.17 C22H26F3N30S POSITIVE 5.22
Flupirtine 56995-20-1 304.13 C15H17FN402 POSITIVE 4.02
Flurazepam 17617-23-1 387.15 C21 H23CIFN30 POSITIVE 4.40
Flurochloridone 61213-25-0 311.01 C12H10CI2F3NO POSITIVE 6.59
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 F3N202 POSITIVE 4.80
Fuberidazole 3878-19-1 184.06 C11H8N20 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 C12H11CIN205S NEGATIVE 4.68
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 C19H17CIN204 POSITIVE 3.53
Glibenclamide 10238-21-8 493.14 C23H28CIN305S POSITIVE 6.30
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 H27N504S POSITIVE 5.35
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




Monoisotopic

Compound CAS neutral mass Formula Polarity RT [min]
Halcinonide 3093-35-4 45419 C24H32CIFO5 POSITIVE 6.49
Haloperidol 52-86-8 375.14 C21 H23CIFNO2 POSITIVE 4.58
Haloxyfop ethoxyethyl ester 87237-48-7 433.09 C19H19CIF3NO5 POSITIVE 7.49
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 C5HIN3 POSITIVE 0.44
Histapyrrodine 493-80-1 280.19 C19H24N2 POSITIVE 4.64
Histidine 71-00-1 155.07 C6HION302 POSITIVE 0.45
Homatropine 87-00-3 275.15 C16H21NO3 POSITIVE 2.99
Homofenazine 3833-99-6 451.19 C23H28F3N30S POSITIVE 4.57
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 C7H8CIN3048S2 NEGATIVE 3.00
Hydrocodone 125-29-1 299.15 C18H21NO3 POSITIVE 3.04
Hydrocortisone 50-23-7 362.21 C21H3005 POSITIVE 453
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 C18H26CIN30 POSITIVE 2.81
Hydroxyzine 68-88-2 374.18 C21 H27CIN202 POSITIVE 4.80
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 C16H16CIN303S POSITIVE 5.03
Indinavir 150378-17-9 613.36 C36H47N504 POSITIVE 4.37
Indometacin 53-86-1 357.08 C19H16CINO4 POSITIVE 6.36
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 77-51-0 244 19 C16H24N2 POSITIVE 417
Isoconazole 24168-96-5 413.99 C18H14CI4N20 POSITIVE 5.65
Iso-LSD 323.20 C20H25N30 POSITIVE 412
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-hydroxypentyl) - |1320363-47-0 357.17 C24H23N02 POSITIVE 6.26
metabolite
JWH-019 355.19 C25H25NO POSITIVE 8.30




Monoisotopic

Compound CAS neutral mass Formula Polarity RT [min]
JWH-019-(5-hydroxyindol) 1379604-70-2 371.19 C25H25N02 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)  11320363-48-1 343.16 C23H21NO2 POSITIVE 6.17
metabolite
JWH-081 371.19 C25H25N02 POSITIVE 8.09
JWH-081-N-(5-hydroxypentyl) 11427325-66-3 387.18 C25H25N03 POSITIVE 6.36
metabolite
JWH-122 355.19 C25H25NO POSITIVE 8.24
égs;1§2-5-f'U°fope“tY'- 1354631-24-5 373.18 C25H24FNO POSITIVE 7.48
JWH-122-N-(4-hydroxypentyl) 371.19 C25H25N02 POSITIVE 6.54
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-hydroxypentyl) 11427521-37-6 385.20 C26H27NO2 POSITIVE 6.80
metabolite
JWH-250 335.19 C22H25N02 POSITIVE 7.57
JWH-250- N -(4- hyd roxype  |1427521-38-7 351.18 C22H25N03 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  11379604-69-9 391.13 C24H22CINO2 POSITIVE 6.77
ntyl) metabolite
JWH-412 1364933-59-4 359.17 C24H22FNO POSITIVE 8.09
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 C20H17CIN203 POSITIVE 6.15
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 CYH7CI2N5 POSITIVE 3.52
L-Ascorbicacid 50-81-7 176.03 C6H806 NEGATIVE 0.76
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 C26H29FN202 POSITIVE 4.60
Levomepromazine 60-99-1 328.16 C19H24N20S POSITIVE 4.92
Levopropylhexedrine 6192-97-8 155.17 C10H21N POSITIVE 3.81
Lidocaine 137-58-6 234.17 C14H22N20 POSITIVE 3.28




Monoisotopic

Compound CAS neutral mass Formula Polarity RT [min]
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 C17H13CIN202 POSITIVE 6.50
Loperamide 53179-11-6 476.22 C29H33CIN202 POSITIVE 5.35
Loratadine 79794-75-5 382.14 C22H23CIN202 POSITIVE 5.78
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 C25H35N05 POSITIVE 4.78
Meclofenamic acid 644-62-2 295.02 C14H11 CI2NO2 POSITIVE 6.80
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 24111 C15H15N0O2 POSITIVE 6.78
Mefenorex 17243-57-1 211.11 C12H18CIN POSITIVE 3.77
Mefexamide 1227-61-8 280.18 C15H24N203 POSITIVE 3.34
Mefloguine 53230-10-7 378.12 C17H16F6N20 POSITIVE 5.05
Mefruside 7195-27-9 382.04 C13H19CIN205S2 POSITIVE 5.18
Mianserin 24219-97-4 264.16 C18H20N2 POSITIVE 4.40
Miconazole 22916-47-8 413.99 C18H14CI4N20 POSITIVE 6.01
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 C24H25FN60O POSITIVE 4.20
Moclobemide 71320-77-9 268.10 C13H17CIN202 POSITIVE 3.30
Monolinuron 1746-81-2 214.05 C9H11 CIN202 POSITIVE 5.41
Moperone 1050-79-9 355.19 C22H26FNO2 POSITIVE 4.43
Morphin-3-beta-D-glucuronide |20290-09-9 461.17 C23H27NO9 POSITIVE 1.29
Morphine 57-27-2 285.14 C17H19NO3 POSITIVE 2.20
Morphine-6-beta-D-glucuronide {20290-10-2 461.17 C23H27NO9 POSITIVE 2.18




Monoisotopic

Compound CAS neutral mass Formula Polarity RT [min]
Moxaverine 10539-19-2 307.16 C20H21NO2 POSITIVE 4.52
Moxisylyte 54-32-0 279.18 C16H25N0O3 POSITIVE 4.31
Moxonidine 75438-57-2 241.07 C9H12CIN50 POSITIVE 249
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 C24H33N0O3 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 C20H23N0O4 POSITIVE 3.00
Nandrolone 434-22-0 274.19 C18H2602 POSITIVE 5.42
Nandrolone phenylpropionate |62-90-8 406.25 C27H3403 POSITIVE 8.26
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 C15H10FN303 POSITIVE 5.03
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 C22H25F2NO4 POSITIVE 4.84
Nefazodone 83366-66-9 469.22 C25H32CIN502 POSITIVE 5.05
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 C6H6N20 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 C13H9F3N202 POSITIVE 6.34
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 N303 POSITIVE 5.05
Nizatidin 76963-41-2 331.11 C12H21N502S82 POSITIVE 2.40
Nomifensine 24526-64-5 238.15 C16H18N2 POSITIVE 3.83
Norbuprenorphine 78715-23-8 413.26 C25H35N0O4 POSITIVE 3.87
Norcocaine 18717-72-1 289.13 C16H19NO4 POSITIVE 3.84
Norcodeine 467-15-2 285.14 C17H19NO3 POSITIVE 2.73




Monoisotopic

Compound CAS neutral mass Formula Polarity RT [min]
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 C16H18FN303 POSITIVE 3.24
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 73986-53-5 249.17 C15H23N0O2 POSITIVE 3.01
Ofloxacin 82419-36-1 361.14 C18H20FN304 POSITIVE 3.18
Olanzapine 132539-06-1 312.14 C17H20N4S POSITIVE 2.91
Olsalazine 15772-48-2 302.05 C14H10N206 NEGATIVE 5.02
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 C27H30N40 POSITIVE 4.93
Oxazepam 604-75-1 286.05 C15H11 CIN202 POSITIVE 5.06
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 C18H22N202S POSITIVE 3.97
Oxprenolol 6452-71-7 265.17 C15H23NO3 POSITIVE 3.91
Oxybuprocaine 99-43-4 308.21 C17H28N203 POSITIVE 4.35
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




Monoisotopic

Compound CAS neutral mass Formula Polarity RT [min]
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 C8HINO2 POSITIVE 2.58
Paraoxon 311-45-5 275.06 C10H14NO6P 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 C28H27CIF5NO POSITIVE 5.92
Pentetrazole 54-95-5 138.09 C6H10N4 POSITIVE 3.38
Pentobarbital 76-74-4 226.13 C11H18N203 NEGATIVE 4.77
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 C21 H26CIN30S POSITIVE 5.03
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 NEGATIVE 4.17
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 4.60
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 C28H29F2N30 POSITIVE 5.25
Pindolol 13523-86-9 248.15 C14H20N202 POSITIVE 3.15
Pipamperone 1893-33-0 375.23 C21 H30FN302 POSITIVE 3.23
Piprozolin 17243-64-0 298.14 C14H22N203S POSITIVE 6.23
Pirenzepine 28797-61-7 351.17 C19H21N502 POSITIVE 3.02
Piretanide 55837-27-9 362.09 C17H18N205S POSITIVE 5.41
Piritramide 302-41 -0 430.27 C27H34N40 POSITIVE 4.21
Piroxicam 36322-90-4 331.06 C15H13N304S POSITIVE 5.13
Pizotifen 15574-96-6 295.14 C19H21NS POSITIVE 473




Monoisotopic

Compound CAS neutral mass Formula Polarity RT [min]
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 C13H21N30 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 C15H17CI2N302 POSITIVE 6.73
Propionylpromazine 3568-24-9 340.16 C20H24N20S POSITIVE 4.93
Propipocaine 3670-68-6 275.19 C17H25N0O2 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 C12H17N204P POSITIVE 2.01
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 C17H23N30 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 C21H25N302S POSITIVE 4.37
Quinapril 85441-61-8 438.22 C25H30N205 POSITIVE 5.01




Monoisotopic

Compound CAS neutral mass Formula Polarity RT [min]

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 411
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 45227 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 C24H26CIFN40O POSITIVE 5.22
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 477
Sotalol 959-24-0 272.12 C12H20N203S POSITIVE 2.52
Spirapril 83647-97-6 466.16 C22H30N205S2 POSITIVE 477
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 474
Sulfabenzamide 127-71-9 276.06 C13H12N203S POSITIVE 4.36
Sulfaclomide 4015-18-3 312.04 C12H13CIN402S POSITIVE 3.21
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 C10H12N402S2 POSITIVE 4.03
Sulfaguanidin 57-67-0 214.05 C7H10N402S POSITIVE 1.05




Monoisotopic

Compound CAS neutral mass Formula Polarity RT [min]
Sulfalene 152-47-6 280.06 C11H12N403S POSITIVE 3.79
Sulfamerazine 127-79-7 264.07 C11H12N402S POSITIVE 3.25
Sulfamethizole 144-82-1 270.02 C9H10N402S2 POSITIVE 3.47
Sulfamethoxazole 723-46-6 253.05 C10H11N303S POSITIVE 4.02
Sulfamethoxypyridazine 80-35-3 280.06 C11H12N403S POSITIVE 3.80
Sulfapyridine 144-83-2 249.06 C11H11N302S POSITIVE 3.14
Sulfaquinoxaline 59-40-5 300.07 C14H12N402S POSITIVE 4.47
Sulfasalazine 599-79-1 398.07 C18H14N405S POSITIVE 4.71
Sulfathiazole 72-14-0 255.01 C9HIN302S82 POSITIVE 3.06
Sulfinpyrazon 57-96-5 404.12 C23H20N203Ss POSITIVE 5.61
Sulindac 38194-50-2 356.09 C20H17FO3S POSITIVE 5.18
Sulpiride 15676-16-1 341.14 C15H23N304S POSITIVE 2.71
Sultiame 61-56-3 290.04 C10H14N2048S2 NEGATIVE 3.66
Sumatriptan 103628-46-2 295.14 C14H21N302S POSITIVE 2.81
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 C16H13CIN202 POSITIVE 5.50
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 CI2N503 POSITIVE 4.99
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 C19H25N0O4 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 C20H23N0O4 POSITIVE 3.61
Thebaine 115-37-7 311.15 C19H21NO3 POSITIVE 3.63




Monoisotopic

Compound CAS neutral mass Formula Polarity RT [min]
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 C22H29N38S2 POSITIVE 5.42
Thioguanine 154-42-7 167.03 C5H5N5S POSITIVE 1.26
Thiopropazate 84-06-0 445.16 C23H28CIN302S POSITIVE 5.24
Thioproperazine 316-81-4 446.18 C22H30N40282 POSITIVE 4.72
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 H25CIN204S POSITIVE 4.42
Tiapride 51012-32-9 328.15 C15H24N204S POSITIVE 2.83
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 C13H24N403S POSITIVE 3.46
Tinidazole 19387-91-8 247.06 C8H13N304S POSITIVE 3.33
Tiocarlide 910-86-1 400.22 C23H32N202S POSITIVE 8.04
Tizanidine 51322-75-9 253.02 C9HBCIN5S POSITIVE 2.68
Tolazamide 1156-19-0 311.13 C14H21N303S POSITIVE 5.59
Tolazoline 59-98-3 160.10 C10H12N2 POSITIVE 2.50
Tolbutamide 64-77-7 270.10 C12H18N203S POSITIVE 5.43
Toliprolol 2933-94-0 223.16 C13H21NO2 POSITIVE 3.72
Tolmetin 26171-23-3 257.11 C15H15N0O3 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 C16H20N403S POSITIVE 4.29
Tramadol 27203-92-5 263.19 C16H25N02 POSITIVE 3.55
Tranexamicacid 1197-18-8 157.11 C8H15N0O2 POSITIVE 0.74
Trapidil 155-09-9 205.13 C10H15N5 POSITIVE 3.56
Trazodone 15421-84-8 371.15 C19H22CIN50 POSITIVE 4.07
Triadimefon 43121-43-3 293.09 C14H16CIN302 POSITIVE 6.27
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 C14H16CIN505S 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 C22H23F4NO2 POSITIVE 4.81
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




Compound CAS wglﬂ?iasl?rt\(ﬁg Formula Polarity RT [min]
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
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 C16H14N203S POSITIVE 5.40
Vardenafil 224785-90-4 488.22 C23H32N604S POSITIVE 4.16
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 C15H15CIN204S POSITIVE 5.52
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 CIN4OS POSITIVE 4.31
Zolazepam 31352-82-6 286.12 C15H15FN40 POSITIVE 3.29
Zolpidem 82626-48-0 307.17 C19H21N30 POSITIVE 3.88
Zopiclone 43200-80-2 388.11 C17H17CIN6O3 POSITIVE 3.39
Zuclopenthixol 53772-83-1 400.14 C22H25CIN20S POSITIVE 5.13

DOA Bruker Library

Compound CAS wg&?iasl?rt‘(::g Formula Polarity RT [min]
2-Amino-5-chloropyridine 1072-98-6 128.01 C5H5CN2 POSITIVE 2.05
2-Hydroxyethylflurazepam 20971-53-3 332.07 C17H14CIFN202 POSITIVE 10.11
3-Hydroxybromazepam 13132-73-5 331.00 C14H10BrN302 POSITIVE 6.07
6-O-Acetylmorphine 2784-73-8 327.15 C19H21NO4 POSITIVE 3.56
7-Aminoflunitrazepam 34084-50-9 283.11 C16H14FN30O POSITIVE 5.17
Alpha-hydroxyalprazolam 37115-43-8 324.08 C17H13CN40O POSITIVE 9.48
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




Monoisotopic

Compound CAS neutral mass Formula Polarity RT [min]
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 22412 C11H16N203 NEGATIVE 7.28
Clobazam 22316-47-8 300.07 C16H13CIN202 POSITIVE 10.78
Clonazepam 1622-61-3 315.04 C15H10CIN303 POSITIVE 9.98
Cocaethylene 529-38-4 317.16 C18H23N0O4 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 C19H20CIN2D3 POSITIVE 10.42
D4-Haloperidol 136765-35-0 379.17 C21H19CID4FNO2 POSITIVE 8.33
D5-Diazepam 65854-76-4 289.10 C16H8CIN20D5 POSITIVE 11.43
Desalkylflurazepam 2886-65-9 288.05 C15H10CIFN20 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 H23CIFN30O POSITIVE 7.73
Heroin 561-27-3 369.16 C21H23NO5 POSITIVE 497
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
Lorazepam 846-49-1 320.01 C15H10CI2N202 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 417
MDMA 42542-10-9 193.11 C11H15NO2 POSITIVE 3.83
Mephedrone 1189805-46-6 177.12 C11H15NO POSITIVE 412
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- glucuronide [20290-09-9 461.17 C23H27NO9 POSITIVE 1.58
Morphine 57-27-2 285.14 C17H19NO3 POSITIVE 2.33
N-Desmethylflunitrazepam 2558-30-7 299.07 C15H10FN303 POSITIVE 9.41




Monoisotopic

Compound CAS neutral mass Formula Polarity RT [min]
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 C15H23N0O2 POSITIVE 4.82
Oxazepam 604-75-1 286.05 C15H11 CIN202 POSITIVE 9.70
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 C12H17N204P POSITIVE 2.08
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 C22H30N202S POSITIVE 9.17
Temazepam 846-50-4 300.07 C16H13CIN202 POSITIVE 10.70
Tetrazepam 10379-14-3 288.10 C16H17CIN20 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
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 C17H17CIN6O3 POSITIVE 4.67

Appendix A — New compounds in the Toxtyper 1.1 Library

Compound CAS 'r\]";’l:‘t‘r’;sl?;‘;g'g Formula Polarity RT [min]
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 83-15-8 245.12 C13H15N302 POSITIVE 3.15
4-Formylaminoantipyrine 1672-58-8 231.10 C12H13N302 POSITIVE 3.14




4-Methylaminoantipyrine 519-98-2 217.12 C12H15N30 POSITIVE 2.68
Agomelatine 138112-76-2 24313 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 77-26-9 224.12 C11H16N203 NEGATIVE 4.46
Butaperazine 653-03-2 409.22 C24H31 N30S POSITIVE 5.16
Chloramphenicol 56-75-7 322.01 C11H12CI2N205 NEGATIVE 4.42
Creatinine 60-27-5 113.06 C4H7N30 POSITIVE 0.53
E;;’(\)’)\(/;'t;%?)-"n‘;sébo“te 1413427-47-0 348.19 C23H16D5NO2 POSITIVE 6.15
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 NEGATIVE 1.00
Etizolam 40054-69-1 342.07 C17H15CIN4S POSITIVE 5.38
Furosemide 54-31-9 330.01 C12H11 CIN205S | NEGATIVE 4.68
Gliclazide 21187-98-4 323.13 C15H21 N303S POSITIVE 5.70
Homofenazine 3833-99-6 451.19 C23H28F3N30S POSITIVE 4.57
JWH-018-N-(4-hydroxypentyl) 11320363-47-0 357.17 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) 11427325.66-3 387.18 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) 11427521-37-6 385.20 C26H27NO2 POSITIVE 6.80
metabolite

JWH-250- N -(4- hyd roxype  11427521-38-7 351.18 C22H25N03 POSITIVE 5.89
ntyl) metabolite

JWH-398- N-(5- hyd roxype  11379604-69-9 391.13 C24H22CINO2 POSITIVE 6.77
ntyl) metabolite

Lofepramine 23047-25-8 420.17 C26H27CINO2 POSITIVE 5.56
Metamizole 50567-35-6 311.09 C13H17N304S NEGATIVE 3.41
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 475
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 NEGATIVE 4.77
Phencyclidine 77-10-1 243.20 C17H25N POSITIVE 4.04
Phenobarbital 50-06-6 232.08 C12H12N203 NEGATIVE 417
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 NEGATIVE 4.99
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
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Cpd 8: PB-22F nativ 16.42 min: +ESI MRM Frag=70.0V CID@8.0 (377.1 -> 232.1) hair_Yakutsk_4_MRM_ok.d
1

16.396

2301

Cpd 9: MAM-2201 nativ 17.12 min: +ESI MRM Frag=70.0V CID@20.0 (374.5 -> 169.4) hair_Yakutsk_4_MRM_ok.d
1

Cpd 20: THJ-2201 nativ 17.27 min: +ESI MRM Frag=70.0V CID@15.0 (361.4 -> 233.3) hair_Yakutsk_4_MRM_ok.d
1

Cpd 21: PB-22 nativ 17.43 min: +ESI MRM Frag=70.0V CID@8.0 (359.0 -> 214.1) hair_Yakutsk_4_MRM_ok.d
1

Cpd 46: JWH-018 nativ 17.89 min: +ES| MRM Frag=70.0V CID@20.0 (342.6 -> 155.3) hair_Yakutsk_4_MRM_ok.d
1

17.890
150.3

Cpd 50: TMCP nativ 17.42 min: +ESI MRM Frag=70.0V CID@20.0 (330.6 -> 232.4) hair_Yakutsk_4_MRM_ok.d
1

17.055
23p 4]

Cpd 57: MDPV nativ 12.59 min: +ESI MRM Frag=70.0V CID@20.0 (276.5 -> 175.5) hair_Yakutsk_4_MRM_ok.d

1 13,409
1785

Cpd 64: PVP nativ 12.37 min: +ESI MRM Frag=70.0V CID@15.0 (232.4 -> 161.3) hair_Yakutsk_4_MRM_ok.d

1 12.999
16).3

11.239
161.3
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Toxtyper Analysis Report

Sample-ID
Submitter
Analysis Name

Sample Description

HAIR_3_spisok_RA2_01 382.d

Station

Method toxtyper_custom

Acquisition Date 4/23/2014 2:46:31 PM

Base Peak Chromatogram
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0 2 4 6 10 Time [min]
Library Search Results
Cmp Name cmp# Purity' RT[min] dRT m/z[Da] dm/z Intensity ID Comment
Climbazol 7 984 498 -0.07 292.99 -0.08 7.2E8 MS2
MDPV_3.65min 5 997 3.61 -0.04 276.03 0.05 59E8 MS2/MS3
PVP_3.62 min 4 990 3.56 -0.06 232.06 -0.01 2.0 E8 tentative
TMCP-2201_ok2_7.57 min 9 965 7.56 -0.01 330.26  -0.05 1.9 E8 tentative
TMCP-2201_nativ_ok_7.57 min 959 7.56 -0.02 330.26  -0.06 1.9 E8 tentative
TMCP-2201_7.58 min 906 7.56 -0.02 330.26 -0.06 19E8 MS2
JWH-122-5-fluoropentyl-derivate 8 971 7.37 -0.11 374.05 0.05 6.4E7 MS2
Nicotine 1 988 0.60 -0.28 162.96  -0.08 48E7 MS2
JWH-018 10 931 7.78 -0.20 342.20 -0.04 39E7 MS2
Reproterol 3 917 281 0.11 390.27 -0.17 5.6 E6 tentative = MS2 unspecific
Thioguanine 2 869 1.40 0.13 168.14 -0.30 1.9 E5 tentative  MS2 unspecific
Salicylic acid 6 960 4.06 -0.01 136.89 0.07 1.8 E5 tentative

Analysis Name:

HAIR_3_spisok_RA2_01_382.d

printed: 6/26/2014

12:31:15PM page 1ofll



Toxtyper Analysis Report

Cmpd 1, AutoMSn(162.96), 0.60 min, Nicotine

Extracted lon Chromatogram

Intens. - = AutoMSn(162.96), Cmpd 1, 0.60 min
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Compound Spectra
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Analysis Name:

HAIR_3_spisok_RA2_01_382.d

printed: 6/26/2014  12:31:15PM page 2of11



Toxtyper Analysis Report

Cmpd 2, AutoMSn(168.14), 1.40 min, Thioguanine

Extracted lon Chromatogram

Intens.J % AutoMSn(168.14), Cmpd 2, 1.40 min
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Compound Spectra
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0_ T T T T T T T T T ’ T T T
80 100 120 140 160 180 m/z
Intens. ] +MS3(168.14->150.92), 1.39min #640
4000+
1 133.88
2000+ n
0 .................M,.,,,,.,.....l.........’..........,,
70 80 90 100 110 120 130 140 150 160 170 m/z
Analysis Name: HAIR_3_spisok_RA2_01_382.d printed: 6/26/2014  12:31:15PM page 3of1ll



Toxtyper Analysis Report

Cmpd 3, AutoMSn(390.27), 2.81 min, Reproterol

Extracted lon Chromatogram

Intens ]
X107
0.757
0.507
0.254
0.00-

Reprotg

AutoMSn(390.27), Cmpd 3, 2.81 min

1.8 20 22

Compound Spectra

24

26 2.8 3.0 3.2

34 36  Time [min]

Intens. |
x1074

342.14

1+
388.21
1+
390.27
* 473.38

+MS, 2.81-2.82min #1322-1329

] 112.88

ol 16|4.90
100

200

226.96  285.04

300

r—— 460 e 560 T

m/z

Toxtyper 1_1 Library_Custom: Reproterol, IT ESI +MSI(P: 7, F: 668, R: 7, M: 1000)

390.10

DYN o
P

S

i on
on

o

700 miz

+MS2(390.27), 2.82min #1326
372.18
2

191.90

22090  247.90

200 " 250 300

+MS3(390.27->372.18), 2.82min #1327

1+ 2+
267.13284.02 309.92

354.26

328101 *

250 300

350 miz

Analysis Name:

HAIR_3_spisok_RA2_01_382.d
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Toxtyper Analysis Report

Cmpd 4, AutoMSn(232.06), 3.56 min, PVP_3.62 min

Extracted lon Chromatogram

Intens.] m’l AutoMSn(232.06), Cmpd 4, 3.56 min
x1083 o
] >
29 Y
1; //\
oL, : R e

26 28 3.0 3.2 34 36 38 4.0 42 44 Time[min]
Compound Spectra

Intens. ] +MS, 3.50-3.62min #1663-1716]
x11058§ " 1+
103 232.06 566.47
e * 1
0.5 +
0.0 l 276.07  340.22 453.35 588.39624.63
' 100 200 300 400 500 600 700 miz
Intenssf Toxtyper 1_1 Library_Custom: PVP_3.62 min, IT ESI +MS (P: 164, F: 706, R: 171, M: 1000)
X100+
] 232.06
0.5 276.09
S AL 162.88 \ 32338 43027 49938 579.38 719.26
v e e .o e v e v s
Intens. +MS2(232.06), 3.51-3.60min #1669-1708
x1073 1+ 1+
E 90.97 160.88
1.0; 1+
0.59 118.92 1+
00] | ) .10‘}'94. "‘. L 1.4%'92 | L . _ 189.99 213.92 > ‘
80 100 120 140 160 180 200 220 240 miz
Intens7.§ Toxtyper 1_1 Library_Custom: PVP_3.62 min, IT ESI +MS2(232.046) (P: 990, F: 991, R: 992, M: 1000)
x1077
E 91.10 160.90
1.03
0.5 10500 11900 435 90142.90
0.0: T T 4 T A T AI 4 T A. T A T T = T T 189'90 T |21400 T l‘ T T
80 100 120 140 160 180 200 220 240 miz
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Toxtyper Analysis Report

Cmpd 5, AutoMSn(276.03), 3.61 min, MDPV_3.65min

Extracted lon Chromatogram

Intens.g
x1093
0.759
0.50
0.259
0.001— : : : : : : : : : , . . . . . . . . . .

26 28 3.0 3.2 3.4 3.6 3.8 4.0 42 44  Time [min]

Compound Spectra

AutoMSn(276.03), Cmpd 5, 3.61 min

MDPV

Intens.g 1+ +MS, 3.56-3.65min #1690-1729
x108] 276.03
PE *

232.03 566.43

100 " 200 300 400 500 600 700 miz

Intens. 1 Toxtyper 1_1 Library_Custom: MDPV_3.65min, IT ESI +MS (P: 975, F: 981, R: 993, M: 1000)

276.07
333.01 401.76  456.88 578.42 622.41 696.50

0l — S . : : : — .
100 200 300 400 500 600

700 miz

Intens. " +MS2(276.03), 3.56-3.64min #1687-1725
x1083 204.87
0.751 1 4
] 174.90
050 -
0.251
000 13489 146,95 .
s 100 125 150 175 200 225 250 275 miz

Intenssg Toxtyper 1_1 Library_Custom: MDPV_3.65min, IT ESI +MS2(276.079) (P: 998, F: 998, R: 998, M: 1000)

x10°3
0.753 204.90
0.501 174.90

0.25 134.90
0+—r—"—F——""7F-t YT
75 100 125 150 175 200 225 250 275 miz

Intens. ] +MS3(276.04->204.87), 3.56-3.65min #1688-1726
x1077 1+
29 174.87

L

-

w

»

[(e]

w
N
N
o
(L]
1N

<
80 100 120 140 160 180 200 220 miz

o

Intens7.§ Toxtyper 1_1 Library_Custom: MDPV_3.65min, IT ESI +MS3(276.069->204.908) (P: 995, F: 995, R: 995, M: 1000)
x1071
2- 174.90

N

I
-
w
o
o
o

o

80 100 120 140 160 180 200 ' 220 miz
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Toxtyper Analysis Report

Cmpd 6, AutoMSn(136.89), 4.06 min, Salicylic acid

Extracted lon Chromatogram

Intens.3 = AutoMSn(136.89), Cmpd 6, 4.06 min
x10°] S
2.0§ %]
15 /\
1.07
3.2 34 36 3.8 4.0 42 44 46 438 Time [min]
Compound Spectra
Intens. | -MS, 4.05-4.09min #1899-1912
x109] 1-
] 669.16
21 1412.136.89 1- 1- - L 1- 1-
1 e 198.85 271.04  327.15 401.20440.20 489.31 533.34 590.36 706.14
0_
100 200 300 400 500 600 700 m/z
|ntenssf Toxtyper 1_1 Library_Custom: Salicylic acid, IT ESI -MS@ 16, Fof13, R: 17, M: 1000)
x10°4
] 137.00
] OH
0.57 ™~
¥ e o e v e 7 "S
Intens4§ 1- -MS2(136.89), 4.07min #1904
X107 92.96
33
23
13
o N e S
70 80 90 100 110 120 130 140 150 m/z
Intens4§ Toxtyper 1_1 Library_Custom: Salicylic acid, IT ESI -MS2(136.962) (P}60, F: 8RO, R: 961, M: 1000)
x1043
37 93.20
2_ ~ OH
13
05................,,,.,,,..........’......o....,.
70 80 90 100 110 120 130 140 150 m/z
Intens. ] -MS3(136.89->92.96), 4.07min #1905
2
E
03 ®
70 75 80 85 90 95 100 105 110 115 m/z

Analysis Name:

printed: 6/26/2014  12:31:15PM page 7 of11

HAIR_3_spisok_RA2_01_382.d



Toxtyper Analysis Report

Cmpd 7, AutoMSn(292.99), 4.98 min, Climbazol

Extracted lon Chromatogram

Vi

Intens.] ®© AutoMSn(292.99), Cmpd 7, 4.98 min
97 2
X109 S
] [S)
057 //\
4.0 42 44 46 48 50 | 52 54 56 58 Time[min]
Compound Spectra
|nten58.§ 1+ +MS, 4.92-5.04min #2285-2345
x103§ 292.99
23
13 1+
o] 442.32
100 200 300 400 500 600 700 miz
Intenség Toxtyper 1_1 Library_Custom: Climbazol, IT ESI +MS (P: 991, F 99\5, R: 993, M: 1000)
x1083 !
33 292.90 “ S
2 )?(
13 ©
0§ 64920 ©
100 200 300 400 500 600 700 miz
Intens ] +MS2(292.99), 4.93-5.01min #2290-2330)
x1083 1+
] 196.86
0.507
F 1+ 1+
0.257 11492  136.93 165.91 “
000 b 22490 —,—
75 100 125 150 175 200 225 250 275 300 mz
|nten58; Toxtyper 1_1 Library_Custom: Climbazol, IT ESI +MS2(292.916) (P: 984, F 98&4, R: 985, M: 1000)
x1083 !
] 196.80 c 4N
0.507
0.25° k ©
25 114.90  137.00
0,00+, .A....,16§'8,0. b 4% 2 e
75 100 125 150 175 200 225 250 275 300 mz

Analysis Name:

HAIR_3_spisok_RA2_01_382.d
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Toxtyper Analysis Report

Cmpd 8, AutoMSn(374.05), 7.37 min, JWH-122-5-fluoropentyl-derivate

Extracted lon Chromatogram

Intens.
x108]

0.5

0.0

AutoMSn(374.05), Cmpd 8, 7.37 min

= JWH-14

8.0

6.4 6.6 6.8 7.0 7.2 74 76 7.8 8.2 Time [min]
Compound Spectra
Intens +MS, 7.35-7.37min #3515-3527]
x1093 1+
0.751 369.37
0.503 1+
0.257 374.05
0,00 27218 32815 o 444.37480.77 532.35 577.26616.26
' 100 200 300 400 500 600 700 m/z
Intens7.' Toxtyper 1_1 Library_Custom: JWH-122-5-fluoropentyl-derivate, IT ESI +MS (P: 3, F: 3, R: 3, M: 1000)
x1071
: 374.10
24 X
0' 279.00 32410 450.20 674.20
100 200 300 400 500 600 700 miz
Intens +MS2(374.05), 7.36min #3522
x107] 1+
] 168.86 1+
0.50 231.95
0.25] 1+ 1+
ool TSRS, L eseot 310132738 35619 @309
100 150 200 250 300 350 miz
Intens7.2 Toxtyper 1_1 Library_Custom: JWH-122-5-fluoropentyl-derivate, IT ESI +MS2(374.095) (P: 971, F: 984, R: 972, M: 1000)
x1073
] 168.80 :
0.501 231.90 ’
0.257 140.90 h i
o00%0—+— N N OO0
100 150 200 250 300 350 miz

Analysis Name:
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Toxtyper Analysis Report

Cmpd 9, AutoMSn(330.26), 7.56 min, TMCP-2201_nativ_ok_7.57 min, TMCP-2201_ok2_7.57

7.58 min

xtr‘act % Ionz(%romatoqram

Intens.3
x108]

2]

14

T TMCP-]

AutoMSn(330.26), Cmpd 9, 7.56 min

8.2

6.6 6.8 7.0 7.2 7.4 76 7.8 8.0 8.4Time [min]
Compound Spectra
Intens. +MS, 7.52-7 57min #3615-3642
x1083 1 1+
1.04 1 330.26 1+ 416.28 1 1+
1 + 372.21 *
057 292.19 T 1 1+ 52646 27046 4, 1+ 7616+54
ool wmm N s T | e s Tees
100 200 300 400 500 600 700 m/z
|nten58§ Toxtyper 1_1 Library_Custom: TMCP-2201_nativ_ok_7.57 min, IT ESI +MS (P: 154, F: 213, R: 171, M: 1000)
x10°4
E 330.20
0.50
0.25]
000 388.20 457 30 51050 _ 570.50 612.60 699.40 775.80
' 100 200 300 400 500 600 700 miz
|nten58§ Toxtyper 1_1 Library_Custom: TMCP-2201_ok2_7.57 min, IT ESI +MS (P: 150, F: 197, R: 170, M: 1000)
x10°4
E 330.20
0.50
0.25] 388.20
0.001 140.90 227.00 | | 470.20 558.50 601.60  665.50 704.50  764.70
' 100 200 300 400 500 600 700 m/z
Intens. +MS2(330.26), 7.54-7.56min #3625-3637|
x11og_ 1+
] 1+ 231.96 1+
0.5 125.03 1+ 1+ 1+ 312.17
3 273.99
oot 1 1138815089 2002 L T ? S
100 150 200 250 300 m/z
Intens7- Toxtyper 1_1 Library_Custom: TMCP-2201_ok2_7.57 min, IT ESI +MS2(330.213) (P: 965, F: 967, R: 967, M: 1000)
x10
1.0 232.00
0.5 124.90 312.10
oot L 14390 S S 21 T N S
100 150 200 250 300 m/z
Intens7: Toxtyper 1_1 Library_Custom: TMCP-2201_nativ_ok_7.57 min, IT ESI +MS2(330.197) (P: 959, F: 964, R: 961, M: 1000)
x10
1.0 232.00
0.57 125.00 312.20
oot— | 14380 I — 27310 20710 .A* .

150

300 m/z

Analysis Name:
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Toxtyper Analysis Report

Cmpd 10, AutoMSn(342.20), 7.78 min, JWH-018

Extracted lon Chromatogram

Intens. | 5. AutoMSn(342.20), Cmpd 10, 7.78 min
x1074 %
4 N
2_ /\
0_ T T T T T T T T T T T T T T T T T T T
6.8 7.0 7.2 74 76 7.8 8.0 8.2 8.4 8.6 Time [min]
Compound Spectra
Intens +MS, 7.77-7.79min #3765-3777|
x1081 1+
41 460.30
4 1+
21 5 380.35 1+ 1+ 1+
ol oeoteddsy’ | 42439 | 80238 4648 50037  esgsy 7026
100 200 300 400 500 600 700 m/z
Intens. ] Toxtyper 1_1 Library_Custom: JWH-018, IT ESI +MS (PZ: 1,F: 131, R: 1, M: 1000)
x107
1 342.20 ‘e
15 %
9 I
o 390.60 g
100 200 300 400 500 600 700 m/z
Intens +MS2(342.20), 7.78-7.79min #3772-3775)
x1067 1+
41 154.86 1+
2] 213.97
oL et L L s wen e
100 150 200 250 300 350 miz
Intensé‘ Toxtyper 1_1 Library_Custom: JWH-018, IT ESI +MS2(342.155) (P: 9312, F: 933, R: 931, M: 1000)
x1097
41 154.90 o)
] 144.90 213.90 %2
o+ Mo K \ S
100 150 200 250 300 350 miz
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Toxtyper Analysis Report

Sample-ID
Submitter
Analysis Name

Sample Description

hair_Yakutsk4_spisok_RD5_01_666.d

Station

Method toxtyper_custom

Acquisition Date 6/26/2014 5:48:34 PM

Base Peak Chromatogram

Intens.3 = £ l\'l BPC 70.00-800.00 +All MS
x1093 2 = Q
] [e) ) x
43 £ = © [e]
E ) £ £ = !
33 5 @ s = kS Q
| . g 5§ 9 5 5 L
3 o Kol =2
E - g 5% 2 E © N S
E 8 > £g a o =z @ 2
0 = 5 aK = "
0 ' ' ' ' 6 ' 8 ' 10 Time [min]
Intens. BPC 70.00-800.00 -All MS
x108 _
1 []
61 2
4 [0
41 s
J £
o
27 S
] 5
0 6 8 10 Time [min]
Library Search Results
Cmp Name cmp# Purity' RT[min] dRT m/z[Da] dm/z Intensity ID Comment
Climbazol 8 985 492 -0.12 293.05 -0.14 6.7E8 MS2
PB-22F nativ 6.80 min 10 994 6.80 0.00 377.18 -0.08 2.8E8 MS2/MS3
MDPV_3.65min 6 992 351 -0.14 276.10 -0.02 19E8 MS2/MS3
TMCP-2201_ok2_7.57 min 12 989 756 -0.01 330.16 0.05 1.2E8 MS2/MS3
TMCP-2201_nativ_ok_7.57 min 988 7.56 -0.02 330.16 0.04 1.2E8 MS2/MS3
TMCP-2201_7.58 min 929 7.56 -0.02 330.16 0.04 1.2E8 MS2
JWH-122-5-fluoropentyl-derivate 11 981 7.37 -0.11 37423 -0.13 58E7 MS2
Nicotine 1 970 0.61 -0.28 163.05 -0.17 48E7 MS2
N,N-Diethyl-m-toluamide 9 884 531 -0.10 191.97 -0.03 14E7 MS2/MS3
PVP_3.62 min 5 963 3.38 -0.24 231.99 0.06 7.3 E6 tentative
Reproterol 4 923 272 0.02 390.23 -0.13 6.3 E6 tentative  MS2 unspecific
Sotalol 3 889 249 -0.03 272.76 0.24 1.5E6 tentative  MS2 unspecific
Oxymorphone 2 915 2.17 -0.22 301.76 0.21 2.2E5 tentative  MS2 unspecific
Chloramphenicol 7 824 416 -0.25 32111 -0.01 12E5 MS2

Analysis Name:

hair_Yakutsk4_spisok_RD5_01_666.d

printed: 6/26/2014

6:05:01 PM

page 1of14



Toxtyper Analysis Report

Cmpd 1, AutoMSn(163.05), 0.61 min, Nicotine

Extracted lon Chromatogram

Intens. -

AutoMSn(163.05), Cmpd 1, 0.61 min
x1077]

Nicoting

0

04 02 0.0 02 04 06 08 10 12 14 Time [min]
Compound Spectra

Intens.3 o4 +MS, 0.59-0.65min #299-331
X1°27 3 163.05
] L 2

1 20503 1+ 387 15 1+
1 96.07 : 266.01  316.16 485.32 573.63

" 100 200 300 400 500 600 700 miz

Intens7.2 Toxtyper 1_1 Library_Custom: Nicotine, IT ESI +MS (P: 669, F: 899, R: 677, M: 1000)

27
] 162.90 N\

rr—_—¥———7— 7T T

100 200 300 400 500 600 700 m/z

Intens.3 +MS2(163.05), 0.60min #304

0.503 106.09 131.93

0.257 84.16 120.02

80 100 120 140 160 180  miz

Intens 2 Toxtyper 1_1 Library_Custom: Nicotine, IT ESI +MS2(162.88) (P: 970, F: 970, R: 970, M: 1000)
0.503 106.00 131.90

0.253 84.10 119.90

80 100 120 140

Analysis Name: hair_Yakutsk4_spisok_RD5 01_666.d printed: 6/26/2014  6:05:01 PM page 2of14



Toxtyper Analysis Report

Cmpd 2, AutoMSn(301.76), 2.17 min, Oxymorphone

Extracted lon Chromatogram

Intens ]
x10%3

AutoMSn(301.76), Cmpd 2, 2.17 min

T—— Oxymo

12 1.4

28

16 18 2.0 22 24 26 3.0 Time [min]
Compound Spectra
Intens. +MS, 2.15-2.17min #1115-1129
x1067 1+ 1+
1 227.06 30(1111 ]
b + +
051 44 1+ 301.76,, ..  391.26 1+
1 162.98 337.13 1+
00: 10006 ‘mlhmm eV wlilh bl lnl499.kgug 541.99“ 642‘0‘1 " 70331374%26‘
' 100 200 300 400 500 600 700 miz
Intenssg Toxtyper 1_1 Library_Custom: Oxymorphone, IT ESI +Mg (P: 2, F: 211, R: 3, M: 1000)
x10°7
0.753 302.00 o N
0.503 340.00
0.259 [ o
oot b—rvbvrn o +—-1+—71r v v i i 0 4
100 200 300 400 500 600 700 miz
|ntenss.§ +MS2(301.76), 2.17min #1126
x10°3 284.11
0.503 ¢
0.25] Uy
e 198.88 227.01 267.04 o 31614
co0f————"+—r—+—7r—-+—+——rrr————tr——
75 100 125 150 175 200 225 250 275 300 miz
Intenssg Toxtyper 1_1 Library_Custom: Oxymorphone, IT ESI +MS2(301.971) (P: 915, F: 923, R: 916, M: 1000)
x10 o
0.50 °
0.253 o
0.00 +———————r—— 11—
75 100 125 150 175 200 225 250 275 300 miz
Intens4: +MS3(301.76->284.11), 2.17min #1127
x10%47
1.07 266.01
] 1+
0.5 132.95 177.12 240.01
o.o:..........hl... hl‘
75 100 125 150 175 200 225 250 275 300m/z
Analysis Name: hair_Yakutsk4_spisok_RD5 01_666.d printed: 6/26/2014  6:05:01 PM page 3of14



Toxtyper Analysis Report

Cmpd 3, AutoMSn(272.76), 2.49 min, Sotalol

Extracted lon Chromatogram

Intens. AutoMSn(272.76), Cmpd 3, 2.49 min

1 s
x108] I
2 8
17
0: T T T T T T T T T T T T T T T T T T T T
1.6 1.8 2.0 2.2 2.4 2.6 2.8 3.0 3.2 Time [min]
Compound Spectra
Intens. | +MS, 2.48-2.50min #1285-1295
x1077 1+
] 226.99
1 1+
3 272.76 1+ 2+ 453 25
o 182.76 * 328.16  384.01 : 547.26583.63 628.13  691.38 738.26
100 200 300 400 500 600 700 miz
Intenség Toxtyper 1_1 Library_Custom: Sotalol, IT ESI +MS (P: 7\ F:&, R: 10, M: 1000)
x10°1 NH
E 273.00 g =
1.03 /Yo N
0.53
3 191.90
oo--— - ..
100 200 300 400 500 600 700 m/z
|ntenss§ +MS2(272.76), 2.49min #1292
x10°3 255.06
0.503 ¢
025 1+ 1+
000 136.93 166.13 203.88 227.88  245.01 §7%6
75 100 125 150 175 200 225 250 275 miz
Intenssé Toxtyper 1_1 Library_Custom: Sotalol, IT ESI +MS2(273) (P: 889, F: 100Q,.R: 889, M: 1000)
X103 NH
E 05254\
0.50 /0 NF
0.251
o0o0¢H41r—— ey
75 100 125 150 175 200 225 250 275 m/z
Intens. +MS3(272.76->255.06), 2.49min #1293
x1043
153 226.97 239.97
1.03
05 156.95 184.81 212,08
0.0: T T T T T T T T T T T T T T T T T T ‘ T T T
80 100 120 140 160 180 200 220 240 260 m/z
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Toxtyper Analysis Report

Cmpd 4, AutoMSn(390.23), 2.72 min, Reproterol

Extracted lon Chromatogram

Intens. ] z AutoMSn(390.23), Cmpd 4, 2.72 min
x1077 s
0.753 o
0507
0.251
18 20 = 22 24 26 28 30 32 34 Time [min]
Compound Spectra
Intens.t +MS, 2.71-2.73min #1414-1425
x107] 1+
1 388.22
4i 1+ 1+
21 227.06 39023 4obiyy
0. 171.02 | 300.13 i >4 518.38  569.01
100 200 300 400 500 600 700 m/z
|nten56§ Toxtyper 1_1 Library_Custom: Reproterol, IT ESI +MSI(P: 3, F: 505, R: 3, M: 1000)
x1097 f
3- 390.10 - N
1§ * OH
e 269.90 o
100 200 300 400 500 600 700 m/z
Intensét +MS2(390.23), 2.72min #1422
x10°] 37217
4_
2_
0' 285.13 331.01 S
100 150 200 250 300 350 400 m/z
|nten56- Toxtyper 1_1 Library_Custom: Reproterol, IT ESI +MS2(390.1) (P: 9|23, F: 975, R: 938, M: 1000)
x109] og
4] /5«4 372.10
2] 220.90 1 1
3 N AT O et L NS S I . S
100 150 200 250 300 350 400 m/z
Intens. | +MS3(390.23->372.17), 2.73min #1423
x104
i 311.13
] 1+ 284.01
2+ ' -
J 145.88 177.91 220.88 328.38
0 T T T T T — I T II| T T T vl' T T T L |‘ T
100 150 200 250 300 350 m/z
Analysis Name: hair_Yakutsk4_spisok_RD5 01_666.d printed: 6/26/2014  6:05:01 PM page 5of14




Toxtyper Analysis Report
Cmpd 5, AutoMSn(231.99), 3.38 min, PVP_3.62 min

Extracted lon Chromatogram

Intens. - m’l AutoMSn(231.99), Cmpd 5, 3.38 min
x1077 X
1.0: o
0.5 /,/\
00: T T T T T T T T T T T T T T T T T T T T T
24 2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 4.2 Time [min]

Compound Spectra

Intens. ] +MS, 3.33-3.40min #1746-1779)
X107 1+
] 453.35 1+
i 11+ 1+
13 2231.99 3410+21 50430 2043°
o > 299.03 7V 41622 | | | 608.46 682.45
100 200 300 400 500 600 700 miz
|nten565 Toxtyper 1_1 Library_Custom: PVP_3.62 min, IT ESI +MS (P: 12, F: 128, R: 20, M: 1000)
x10°93
39 232.06
PE 276.09
(1)5 91.11 162.88 \ 32338 43027 49938 579.38 719.26
T
Intens. +MS2(231.99), 3.36-3.36min #1761-1762
x10°3 2+ 1+
5 91.08 160.97
E 1+ 1+ 1+ 1+
(1)5 105.01 11?'92 . 142.97 171.00 188.91 213.96 o 24004
&0 100 120 140 160 180 200 220 240  miz
Intenssg Toxtyper 1_1 Library_Custom: PVP_3.62 min, IT ESI +MS2(232.046) (P: 963, F: 985, R: 972, M: 1000)
x10°7
] 91.10 160.90
2; »
13 119.00
0 | 1. |105A>.ool L 1.3%'901.4%'90 | | _ 18990 214.00 . |
80 100 120 140 160 180 200 220 240 miz
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Toxtyper Analysis Report

Cmpd 6, AutoMSn(276.10), 3.51 min, MDPV_3.65min

Extracted lon Chromatogram

Intens.]

] > AutoMSn(276.10), Cmpd 6, 3.51 min
x1083 &
2] =
17
Y 28 30 | 32 | 34 | 36 38 40 42 ' Time[min]
Compound Spectra
Intens. ] +MS, 3.46-3.57min #1808-1864
x108] 1+ 1+
] 276.10 566.44
b L
05 1s "
00 227.04 351.15 453.32 519.00 652.40
' 100 200 300 400 500 600 700 miz
Intens7.: Toxtyper 1_1 Library_Custom: MDPV_3.65min, IT ESI +MS (P: 299, F: 982, R: 304, M: 1000)
x10
67 276.07
47
2_
o 333.01 40176  456.88 578.42 622.41 696.50
100 200 300 400 500 600 700 miz
Intens7.§ 1+ +MS2(276.10), 3.50-3.50min #1826-1827
x10°3 1+ 204.93
33 174.95 .
23
(1)5 134.96 14802 -
75 100 125 150 175 200 225 250 275 miz
Intens7.§ Toxtyper 1_1 Library_Custom: MDPV_3.65min, IT ESI +MS2(276.079) (P: 987, F: 989, R: 988, M: 1000)
x10773
3] 204.90
53 174.90
(1)5 134.90 146 90 .
75 100 125 150 175 200 225 250 275 miz
|ntens7.g +MS3(276.10->204.93), 3.50min #1828
x1074
1.0 174.88
0.5 13499 o
0.01 . : : : : : : i : : : - , :
80 100 120 140 160 180 200 220 miz
Intens7.§ Toxtyper 1_1 Library_Custom: MDPV_3.65min, IT ESI +MS3(276.069->204.908) (P: 996, F: 996, R: 999, M: 1000)
x1074
10 174.90
0.51 135.00
] 146.90
0.0 . : : : : : : : : : : : - : :
80 100 120 140 160 180 200 220 miz
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Toxtyper Analysis Report

Cmpd 7, AutoMSn(321.11), 4.16 min, Chloramphenicol

Extracted lon Chromatogram

Intens.] E AutoMSn(321.11), Cmpd 7, 4.16 min
x1057 2
] [8)
1.0§
0.5
3.2 34 36 38 40 42 44 46 48 5.0 Time [min]
Compound Spectra
Intens. ] -MS, 4.16-4.19min #2140-2156
x1057 1-
] 271.14
1 1- 4. 2- 1- 1-
] 159.03 2- 321.11 40127 487.43 e
] 112.96 1 | 22512 L L 438.22 . 553.41 994.24 669.09
o J S DA WA PR STV W P II.L sl
100 200 300 400 500 600 700 m/z
Intens4‘ Toxtyper 1_1 Library_Custom: Chloramphenicol, IT ESI -MS (P: 29, F: 281, R: 29, M: 1000)
x10%7 o
1 321.10 S
2] 359.00 :
0. 257.00 ' L 451.00 i
100 200 300 400 500 600 700 miz
Intens.g -MS2(321.11), 4.17-4.18min #2145-2149
x1043
0.50_; 256.97
oo0%H—— - —————— gl e v e
100 150 200 250 300 m/z
Intens4; Toxtyper 1_1 Library_Custom: Chloramphenicol, IT ESI -MS2(321.104) (P: 824, F: 883, R: 916, M: 1000),
x1043 S
0,501 257.00 %
025 194.00 4
497 152.00 176.00 249.10 o
00— i }2048021900 ") &
100 150 200 250 300 m/z
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Toxtyper Analysis Report

Cmpd 8, AutoMSn(293.05), 4.92 min, Climbazol

Extracted lon Chromatogram

Intens.] © AutoMSn(293.05), Cmpd 8, 4.92 min
9 Qo
x109] £
] 3
0.5
0.01— . . . . . ; ; ; ; ; ; ; . . ; . . . . ,
4.0 4.2 44 4.6 4.8 5.0 52 54 5.6 Time [min]
Compound Spectra
Intens. 1+ +MS, 4.85-4.98min #2472-2542
x108; 293.05
2] *
1
OE 44232
100 200 300 400 500 600 700 m/z
|nten58£ Toxtyper 1_1 Library_Custom: Climbazol, IT ESI +MS (P: 994, F 99\6, R: 995, M: 1000)
x10%4 {
5] 292.90 C'\O\ S
13 o)\’?(
o 649.20 ©
100 200 300 400 500 600 700 m/z
Intens. | +MS2(293.05), 4.87-4.88min #2482-2491
x107 1+
4] 196.90
24 1+
N 114.99  137.02 165.93 224.96 27698 o
T e s e s e s e s 3
Intens7.’ Toxtyper 1_1 Library_Custom: Climbazol, IT ESI +MS2(292.916) (P: 985, F 98&7, R: 987, M: 1000)
x107] {
] 196.80 C'\O\ L
] )?(
ek -
75 100 125 150 175 200 225 250 275 300 m/z
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Toxtyper Analysis Report

Cmpd 9, AutoMSn(191.97), 5.31 min, N,N-Diethyl-m-toluamide

Extracted lon Chromatogram

Intens. ]
x107]

N,N-Dig

AutoMSn(191.97), Cmpd 9, 5.31 min

44 46 438 5.0 5.2 54 56 5.8 6.0 Time [min]
Compound Spectra
Intens. ] +MS, 5.30-5.34min #2698-2719
x107] 1+
6] 274.18
44 1+ 1+
] 191.97 1+ 318.95 1+ 1+ 1+ 1+
(2)- 230.15 373.08 421.31456.01 900.35 572.12607 51
100 200 300 400 "s0 600 700  miz
Intens7.§ Toxtyper 1_1 Library_Custom: N,N-Diethyl-m-toluamide, IT ESI +MS (P: 9, F: 469, R: 9, M: 1000)
x1074
0.501 191.90 N
E N~
0.259 I
0.001—— O — U ——_———
100 200 300 400 500 600 700 m/z
|nten56: 1+ +MS2(191.97), 5.32min #2707
x10° ] 118.93
4 L 4
2_
o 91.10 S
80 100 120 140 160 180 200 m/z
|nten56: Toxtyper 1_1 Library_Custom: N,N-Diethyl-m-toluamide, IT ESI +MS2(191.939) (P: 995, F: 997, R: 999, M: 1000)
x100° |
4 118.90 N
b N
5] "
0' 100.10 109.10 132.90 gg
80 100 120 140 160 180 200 m/z
Intens. ] +MS3(191.97->118.93), 5.32min #2708
x10°]
j 91.06 109.00
4]
2_
0_ 7713 131.98
70 80 90 100 110 120 130 140 m/z
Intenss.— Toxtyper 1_1 Library_Custom: N,N-Diethyl-m-toluamide, IT ESI +MS3(191.939->118.989) (P: 772, F: 772, R: 772, M: 1000)
x10°]
. 109.00 N
4] N~
24 91.10
1 (@]
+r——rl
70 80 90 100 110 120 130 140 m/z
Analysis Name: hair_Yakutsk4_spisok_RD5 01_666.d printed: 6/26/2014  6:05:01 PM page 10 of 14



Toxtyper Analysis Report
Cmpd 10, AutoMSn(377.18), 6.80 min, PB-22F nativ 6.80 min

Extracted lon Chromatogram

Intens. | 5 AutoMSn(377.18), Cmpd 10, 6.80 min
x108 | N
m
i o
| /\
0- T T T T T T T T T T T T T T T T T T T T T
58 6.0 6.2 6.4 6.6 6.8 7.0 7.2 7.4 7.6 Time [min]

Compound Spectra

Intens.E
x108] 377.18
1.0 *

0.5; 1+ 1+ 2+
0 OE 232.02269.10 454.32 549.39 618.34 752.78

100 " 200 300 400 500 600 700 miz

+MS, 6.76-6.85min #3460-3513

Intenssg Toxtyper 1_1 Library_Custom: PB-22F nativ 6.80 min, IT ESI +MS (P: 945, F: 979, R: 947, M: 1000)
x10°7
109 377.13

0.51

001 | 435.22 753.25
' 100 200 300 400 500 600 700 miz

Intens. 1 +MS2(377.18), 6.77-6.78min #3468-3472
x107+ 231.97
] PN

2_ k
0 L 2

100 150 200 250 300 C 350 miz

Intens. 1 Toxtyper 1_1 Library_Custom: PB-22F nativ 6.80 min, IT ESI +MS2(377.1) (P: 995, F: 995, R: 995, M: 1000)

231.99

o N N—
350

100 150 200 250 300 miz

intens 3 +MS3(37717->231.97), 6.78-6.78min #3469-3473
x10773 1+
0.759 143.90
0503
0.251 16,00
E .02 129,94 157.93 175.89 211.94 .

000 3 T T T T T T T T T T T T T
80 100 120 140 160 180 200 220 240 m/z

Intens7.§ Toxtyper 1_1 Library_Custom: PB-22F nativ 6.80 min, IT ESI +MS3(377.1->232) (P: 992, F: 992, R: 992, M: 1000)
x1073
0.753 143.87
0.503
0.251

E 116.00 157.88 . 211.93
0.004 ; . . . . A7o.87 L

80 100 120 140 160 180 200 220 240 miz
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Toxtyper Analysis Report

Cmpd 11, AutoMSn(374.23), 7.37 min, JWH-122-5-fluoropentyl-derivate

Extracted lon Chromatogram

Intens - AutoMSn(374.23), Cmpd 11, 7.37 min
x1081 I
0.751 =
0507
0.259
6.4 66 @ 68 70 72 74 76 78 80 8.2 Time [min]
Compound Spectra
Intens. +MS, 7.35-7.38min #3781-3793
x1077 1+
j 355.31+
4+ 1+ 374.23 1 ]
5] 272.14 * + oA+ + 1+
0_ : . : : : : . NI IAJL l."“ nnl‘ N ‘Lu“ - N A'L h das hl bl 4:4:.1:3% lh4A§§A3AlgnumEAI,§3AIA3M7UI‘J - Im tdesny 661?18"697”38 by ;
100 200 300 400 500 600 700 m/z
Intens7.; Toxtyper 1_1 Library_Custom: JWH-122-5-fluoropentyl-derivate, IT ESI +MS (P: 127, F: 345, R: 130, M: 1000)
x10/3
2_ 374.10 )
13 |
0 279.00 324.10 450.20 674.20
100 200 300 400 500 600 700 miz
Intens.] +MS2(374.23), 7.37min #3790
x1073 1+ 1+
0.25° 140.98
0.00] L 283.19 339.32 *
' 100 150 200 250 300 350 m/z
Intens7.; Toxtyper 1_1 Library_Custom: JWH-122-5-fluoropentyl-derivate, IT ESI +MS2(374.095) (P: 981, F: 981, R: 981, M: 1000)
x1073 z
] 168.80 \
0.50 231.90 ’
0.257 140.90 h 1J
0% L oK ——
100 150 200 250 300 350 m/z
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Toxtyper Analysis Report
Cmpd 12, AutoMSn(330.16), 7.56 min, TMCP-2201_ok2_7.57 min, TMCP-2201_nativ_ok_7.57

xtr‘act % Ionzg%ro7rh5a8ton&ir2m

Intens. ] AutoMSn(330.16), Cmpd 12, 7.56 min

o
x1083 o
1.5 B
1.03
0.57
0'0: T T T T T T T T T T T T T T T T T T T T T
6.6 6.8 7.0 7.2 7.4 7.6 7.8 8.0 8.2 8.4 Time [min]
Compound Spectra
Intens. +MS, 7.54-7.60min #3899-3934
x1083 1+
2 416.23
] 1+ 1+
19 330.16 369.39 1+ 2+
0: L 2 526.42 570.46 722. 52 766.58
S e T T T T e T e e
Intens7._ Toxtyper 1_1 Library_Custom: TMCP-2201_ok2_7.57 min, IT ESI +MS (P: 32, F: 34, R: 37, M: 1000)
x107 |
] 330.20
2_
] 388.20
0 140.90 227.00 470.20 558.50 601.60  665.50704.50  764.70
100 200 300 400 500 600 700 miz
Intens7._ Toxtyper 1_1 Library_Custom: TMCP-2201_nativ_ok_7.57 min, IT ESI +MS (P: 27, F: 39, R: 31, M: 1000)
x107 |
] 330.20
2_
ol 388.20 457 30 51050  570.50 612.60 699.40 775.80
100 200 300 400 500 600 700 miz
Intens7.; 1+ +MS2(330.16), 7.54-7.57min #3900-3913)
x103 232.00
] 1+ ¢ 3112+17
053 125.02 1+ 1+ :
0.0] 143.84 183.88  206.01 27405 297.08 *
' 100 150 200 250 300 miz
Intens7.: Toxtyper 1_1 Library_Custom: TMCP-2201_nativ_ok_7.57 min, IT ESI +MS2(330.197) (P: 982, F: 982, R: 983, M: 1000),
x107
] 232.00
0.57 125.00 312.20
0 01 143.80 27410  297.10 *
' 100 150 200 250 300 miz
Intens7.: Toxtyper 1_1 Library_Custom: TMCP-2201_ok2_7.57 min, IT ESI +MS2(330.213) (P: 981, F: 982, R: 983, M: 1000)
x1077
] 232.00
0.57 124.90 312.10
0.0] 143.90 27400 29710 *
' 100 150 200 250 300 m/z
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Toxtyper Analysis Report

Intens.{ +MS3(330.17->232.00), 7.55-7.57min #3902-3914
x106] 1+
] 143 .84
11
0: 115.96 157.81 184.00 211.95 S
80 100 120 140 160 180 200 220 240 miz
Intens. | Toxtyper 1_1 Library_Custom: TMCP-2201_ok2_7.57 min, IT ESI +MS3(330.213->231.998) (P: 996, F: 996, R- 996, M: 1000)
x10°4
] 143.90
11
o] 116.00 157.80 175.80 211.90 .
80 100 120 140 160 180 200 220 240 miz
intens | Toxtyper 1_1 Library_Custom: TMCP-2201_nativ_ok_7.57 min, IT ESI +MS3(330.197->231.99) (P: 993, F: 993, R: 994, M- 1000)
x10°4
] 143.80
11
o 115.90 157.80 175.80 211.90 .
80 100 120 140 160 180 200 220 240 miz
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Toxtyper Analysis Report

Sample-ID
Submitter
Analysis Name nail_5_clozapine_Gorn_A_RA3_01_503.d

Sample Description

Station
Method toxtyper_custom

Acquisition Date 6/13/2014 8:57:00 PM

Base Peak Chromatogram

Intens._
x109]

BPC 70.00-800.00 +All MS

n
H¢Nicotine

o

1| Clozapine

5 6 7 8 9 Time [min]

BPC 70.00-800.00 -All MS

5 6 7 8 "9 Time [min]

Library Search Results
Cmp Name cmp# Purity' RT[min] d RT [min]

m/z [Da]

d m/z [Da] Intensity Comment

Clozapine 3 928 4.24 -0.18
Nicotine 1 958 0.88 -0.29
Isoniazid 2 730 0.73 -0.12

327.13
162.91
137.80

-0.01 5.2 E6
-0.21 4.3 E6
-0.27 8.8 E5

Analysis Name: nail_5_clozapine_Gorn_A_RA3_01_503.d

printed: 6/14/2014  3:28:13 PM

page 1lof4



Toxtyper Analysis Report

Cmpd 1, AutoMSn(162.91), 0.60 min, Nicotine

Extracted lon Chromatogram

Intens -
x106

0

AutoMSn(162.91), Cmpd 1, 0.60 min

Nicoting

-0.4

0.2

Compound Spectra

0.0

0.2

04 12 14 Time [min]

Intens.-
x1074
4

2_

1+

162.91

1+
188.95

1+
227.02

1+
316.11

+MS, 0.59-0.62min #303-318

1+ 1+ 1+

0 T T

200

ol

300

391.18
L
400

1+
453.36 499.49 599.47

500 600 700

m/z

Intens.3
1500
10004

5007

162.90

Toxtyper Library_custom: Nicotine, IT ESI +MS (P: 6, F: 104, R: 6, M: 1000)

200

300

m/z

700

Intens.]
x1081
1.0

0.54

1+
84.11
A

1+
105.96

+MS2(162.91), 0.60min #308

131.84

1+
119.95
A

0.0

80

120 160 180 miz

Intens.3
15007
10004

5004

84.10
A

Toxtyper Library_custom: Nicotine, IT ESI +MS2(162.88) (P: 958, F: 961, R: 958, M: 1000)

106.00

80

Analysis Name:

nail_5_clozapine_Gorn_A_RA3_01_503.d

printed: 6/14/2014  3:28:13 PM

page 2of4



Toxtyper Analysis Report

Cmpd 2, AutoMSn(137.80), 0.62 min, Isoniazid

Extracted lon Chromatogram

Intens. ]

1 AutoMSn(137.80), Cmpd 2, 0.62 min
x1063

Isoniazi

|
a
f

04 0.2 00 02 04 06 08 10 12 14 Time[min]
Compound Spectra
Intens. | +MS, 0.60-0.63min #307-325
x107 ] 1+ 14
1+
4] o 1889220702 328.15
2 iy oy 1 4513+36 1+ 1+
137.80 284.07 .
0_ R 4 | N T ‘l Lol L.391|.22 . |. 499|51 . 599|.44 641.14 684.51
100 200 300 400 500 600 700 m/z
Intens.3 Toxtyper Library_custom: Isoniazid, IT ESI +MS (ﬁ: 0, F: 39, R: 0, M: 1000)
1500 | N
1000% 138.00 /
5007 NH2
E 223.90 0~ NH
-
100 200 300 400 500 600 700 m/z
Intens. | +MS2(137.80), 0.62min #319
6 1+
x10°7 120.92
4 L 2
21 /\
N I—— ———————————
70 80 90 100 110 120 130 140 150 160 m/z
Intens. ] Toxtyper Library_custom: Isoniazid, IT ESI +MS2(137.991) (P: 999, FNlooo, R: 1000, M: 1000)
15004
1000% 121.00 ‘ P
5007 o
o . e —
70 80 90 100 110 120 130 140 150 160 m/z
Intens. ] +MS3(137.80->120.92), 0.62min #320
x109]
] 93.02
47
2_
o | — — —
70 80 90 100 110 120 130 140 m/z
Intens. ] Toxtyper Library_custom: Isoniazid, IT ESI +MS3(137.991->120.978) (P: 461NE: 461, R: 999, M: 1000)
150073 Ty
1000; 78.20 93.20 ];%
5007 NH2
E 96.20 105.00 * 0~ 'NH
-+l
70 80 90 100 110 120 130 140 m/z
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Toxtyper Analysis Report

Cmpd 3, AutoMSn(327.13), 4.06 min, Clozapine

Extracted lon Chromatogram

Intens. ] AutoMSn(327.13), Cmpd 3, 4.06 min
x107§ @
2] &
i )
12 o
0: T T T T T T T T T T T T T T T T T T T T
3.2 3.4 3.6 3.8 4.0 4.2 44 4.6 4.8 Time [min]

Compound Spectra

Intens. 1 +MS, 4.05-4.09min #2075-2093
x107] 1+
] 391.27
] 1+ 1+ 1+ ;
14 327.13 1+ +
I TR U U * 436.28 474 45 548.32 1+ 1+
oL 1020814088176 84 | ) Tanads a 636.41 724.50
100 200 300 400 500 600 700 m/z
Intens. ] Toxtyper Library_custom: Clozapine, IT ESI +MS (P: 4\2N|f|:/436, R: 42, M: 1000)
15001 cl \/\
] 327.10 N=
1000§ NW
5007 N
r— .
100 200 300 400 500 600 700 m/z
Intens .+ 1+ +MS2(327.13), 4.05min #2076
x1061 269.95
21 1+ 1+
ol , 206.0631107 o
100 150 200 250 300 m/z
Intens. ] Toxtyper Library_custom: Clozapine, IT ESI +MS2(327.098) (P: 962\,’;"“9/71, R: 962, M: 1000)
15003 L TN
] 269.90 N=
1000§ NW
5007 N
OE 296.00 ) »
100 150 200 250 300 m/z
Intens 3 +MS3(327.13->269.95), 4.06min #2077
x11056§ 1+
e 191.89
1.03 1+ 1
0513 226.91 +
R N N — .2%87. —®
75 100 125 150 175 200 225 250 275 m/z
Intens. ] Toxtyper Library_custom: Clozapine, IT ESI +MS3(327.098->270) (P: 893, F: 894, R: 896, M: 1000)
] 191.90 N=
10001 226.80 NW
5007 251.9%\
F S— 2 O N WS N S—
75 100 125 150 175 200 225 250 275 m/z
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Toxtyper Analysis Report

Sample-ID
Submitter
Analysis Name nail_6_pos_Gorn_A_RA2_01_502.d

Sample Description

Station
Method custom_acquisition_positive
Acquisition Date 6/13/2014 8:44:13 PM

Base Peak Chromatogram

Intens. | g BPC 70.00-800.00 +All MS
x109] 3
2
4 £
] 8 z
je) S
24 g 9
I Z
| ——— S U N U NS AN R NP L SESE NS S L.%
0 1 2 3 4 5 6 7 8 9  Time [min]
Library Search Results
Cmp Name cmp# Purity' RT[min] dRT[min] m/z[Da] dm/z[Da] Intensity Comment
N,N-Diethyl-m-toluamide 2 846 541 -0.10 191.99 -0.15 9.9 E6
Haloperidol 1 993 4.58 -0.16 376.08 -0.07 7.5 E6

Analysis Name: nail_6_pos_Gorn_A RA2_01_502.d

printed: 6/14/2014  3:27:12 PM page 1lof3



Toxtyper Analysis Report

Cmpd 1, AutoMSn(376.08), 4.42 min, Haloperidol

Extracted lon Chromatogram

Intens ]
x1073
1.04
0.5]

0.0

AutoMSn(376.08), Cmpd 1, 4.42 min

) > Haloper,

34 36

Compound Spectra

38

4.0 4.2 44 4.6 4.8 5.0 5.2

ITime fmin]

Intens.3
x1 075
1.03
0.5

285.13

+MS, 4.36-4.46min #1096-1121

1+
14376.08 1+ 14
504.28 54833 _ 1+ 1+

0.0

1+ 354.2 1+
|

) ‘.I'j‘ L III Uit

1+
416.24453.33 (77 59234 65549
el L [ n 1

o il DO 13
300 400 500 600 700 m/z

Intens.3
1500
10004

5007

Toxtyper Library_custom: HanperidoI,FlTESI +MS (P: 83, F: 831, R: 83, M: 1000),

OOy
(o] 0\7 Cl

376.10 S

300 400 500 600 700 m/z

1+

164.84

1+

+MS2(376.08), 4.43min #1113

1+
358.08

319.16 | o

12290 | 193.91
100 200

300 400 500

600 700 m/z

Intens.3
15007
10004

5004

164.90

Toxtyper Library_custom: Haloperidol, IT ESI +MS2'§379061) (P: 987, F: 990, R: 987, M: 1000)

358.10 e N —

0] Y \7 Cl

300 400 500 600 700 miz

Intens.3
x10°3
1.0
0.5;
0.0

122.85

+MS3(376.08->164.84), 4.44min #1115

358.13

100 " 200

300 400 500 600 700 miz

Intens.3
15004
10004

5007

122.90

Toxtyper Library_custom: Haloperidol, IT ESI +MS3(376.061-21 64/.&@6) (P: 999, F: 999, R: 999, M: 1000)
™.
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Toxtyper Analysis Report

Cmpd 2, AutoMSn(191.99), 5.32 min, N,N-Diethyl-m-toluamide

Extracted lon Chromatogram

Intens. % AutoMSn(191.99), Cmpd 2, 5.32 min
x107] =
] z
1.03
0.5 /\\
44 4.6 4.8 5.0 52 54 5.6 58 6.0 6.2 Time [min]
Compound Spectra
Intens. ] +MS, 5.28-5.39min #1336-1366
x107 1+ 1+
101 191.99227.02 1+ 1+ 4814 +37 ] 1+
1 L 4 1+ 440.33 - 1+ 1+ * 1+
059 1+ 1+ 285.11 354.28 4118+29 54835 1+ gan5g 686.58 730.66 /74.70
188.65 170.93 | ’ L L ‘ 598.55 |
0.0 —— i b1y by ||||1In- bl il lalt| ol e — L. l‘
100 200 300 400 500 600 700 m/z
Intens. ] Toxtyper Library_custom: N,N-Diethyl-m-toluamide, IT ESI +MS (P: 60, F: 532, R: 60, M: 1000)
1500
10001 191.90 | ™
] N~
5007 I
OE 118.90 382.20 o
100 200 300 400 500 600 700 miz
Intens. 1 +MS2(191.99), 5.32min #1348
6 1+
x10°3 118.91
2
1; 1+
100 200 300 400 500 600 700 m/z
Intens. ] Toxtyper Library_custom: N,N-Diethyl-m-toluamide, IT ESI +MS2(191.939) (P: 994, F: 998, R: 995, M: 1000)
1500
10001 11890 é\ ™
E o~ No -
500 I
0:.‘.....v.......,,,.,............o.....,
100 200 300 400 500 600 700 m/z
Intens 3 +MS3(191.99->118.91), 5.34min #1350
x1053 1+
1 108.95,
23 131.91
17 l
- ————
100 200 300 400 500 600 700 m/z
Intens. ] Toxtyper Library_custom: N,N-Diethyl-m-toluamide, IT ESI +MS3(191.939->118.989) (P: 698, F: 700, R: 698, M: 1000)
150041
10001  109.00 | ™
] N~
5003 91.10 I
N 0
-4t
100 200 300 400 500 600 700 m/z
Analysis Name: nail_6_pos_Gorn_A_RA2_01_502.d printed: 6/14/2014  3:27:12 PM page 3of3



Toxtyper Analysis Report

Sample-ID
Submitter
Analysis Name

Sample Description

nail 2 Rz_RA8_01_431.d

Station
Method toxtyper_custom
Acquisition Date 5/12/2014 8:26:20 PM

Base Peak Chromatogram

Intens.] g BPC 70.00-800.00 +All MS
x1091 E
] 0] c b
1.0 E = _E
] ® o £
1 > © Yol
0.5 5 @ o
1 2 o 0
E o
0.0 ——"——r—— e e B e e e
0 1 2 3 4 5 6 7 8 9  Time [min]
Intens. | BPC 70.00-800.00 -All MS
x107 ]
6_
4_
2_
O = . B e o e e e e e B e
0 1 2 3 4 5 6 7 8 9  Time [min]
Library Search Results
Cmp Name cmp# Purity' RT[min] dRT[min] m/z[Da] dm/z[Da] Intensity Comment
MDPV_3.65min 4 983 3.65 -0.01 276.08 275.07 3.1E7
N,N-Diethyl-m-toluamide 5 923 5.41 -0.10 191.96 -0.18 8.4 E6
PVP_3.62 min 3 987 3.62 -0.04 232.03 231.02 7.1 E6
Phenethylamine 2 972 2.57 -0.07 121.96 -0.14 9.3E5
Cotinine 1 906 1.02 -0.22 174.67 -0.42 9.0 E5
nail_2_Rz_RA8_01_431.d printed: 5/14/2014  4:33:02 PM page 1lof6

Analysis Name:



Toxtyper Analysis Report

Cmpd 1, AutoMSn(174.67), 0.80 min, Cotinine

Extracted lon Chromatogram

Intenssg AutoMSn(174.67), Cmpd 1, 0.80 min
x10°73
1.5
1.03
0.51

0.0, : , , : : : . . ; . . . . . . . : . . .
0.2 0.0 0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 Time [min]

Cotinine

Compound Spectra

Intens. -MS, 0.79-0.81min #394-406
x105] 1-
4

J 1- 1-

5] 174.67 339.05 - 1- 669.16

o] 112.79 * 423.03 489.32 582.13 758.65

100 200 300 400 500 600 700 miz

Intens. | -MS2(174.67), 0.79-0.80min #395-403

146.68

118.76 *
80 100 I 120 140 160 180 m/z

Intens.; +MS, 0.78-0.82min #392-412
x1077 1+
21 227.01
1+
LTS 176.88 30020 1+
1 99.98 V'S 355.19

" 100 " 200 300 400 500 600 700 miz

1+
453.37

Intens.3 Toxtyper Library_custom: Cotinine, IT ESI +MS (P: 2, F: 265, R: 2, M: 1000)
15004
] 176.80 N\
10005 N/ N \o
500 /

*r—t 77— T T

100 200 300 400 500 600 700 m/z

Intens.4 +MS2(176.88), 0.80min #401

1+ 1+

173.10 95.07 118.05 132.88 159.76 .
80 100 ' 120 140 160 ' 180 miz

Intens. ] Toxtyper Library_custom: Cotinine, IT ESI +MS2(176.847)

15007
10003 80.10 98.00 145.80

5007

- 906, F: 934, R: 907, M: 1000)
ST
L
117.90 158.80 »

80 100 120 140 160 180 m/z
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Toxtyper Analysis Report

Cmpd 2, AutoMSn(121.96), 2.51 min, Phenethylamine

Extracted lon Chromatogram

Intens. 3
x1 06;

1.0

AutoMSn(121.96), Cmpd 2, 2.51 min

0.5

OOE T T T T T T T T T T T T
1.6 1.8 2.0 22 24 2.6 2.8 3.0 3.2 Time [min]

Compound Spectra

1 7 Pheneth

Intens.; +MS, 2.50-2.57min #1275-1306
x1073 1+
PE 1+ 344 .21
1; 1+, 227.05 1+ 1+ ]
E 121.96, +
ol |l A4S sads0
100 200 300 400 500 600 700 m/z
Intens. ] Toxtyper Library_custom: Phenethylamine, IT ESI +MS (P: 2, F: 948, R: 2, M: 1000)
15007 =~
10004 122.00 L\\\////\\
5004
] l \/ NH2
-+t - 7T
100 200 300 400 500 600 700 m/z
Intens 3 +MS2(121.96), 2.51min #1279
6 1+
x10 E 104.96
1.0 L 2
053 Aﬁ
o——s—— s e o
70 80 90 100 110 120 130 140 m/z
Intens. ] Toxtyper Library_custom: Phenethylamine, IT ESI +MS2(121.949) (P: 986, F: 999, R: 986, M: 1000)
15001
10004 105.10 L\\\////\\
5007
; /\ * \/ NHZ
-+ 7
70 80 90 100 110 120 130 140 m/z
Intens. +MS3(121.96->104.96), 2.52min #1280
x1053 1+
1.59 79.11
1.03
0.53 > 1+
V3 7713 95.06 102,974
0.0 T T T T ; T T T T T T T T T T T T T T T T T T T T T T T T T
70 80 90 100 110 120 m/z
Intens. ] Toxtyper Library_custom: Phenethylamine, IT ESI +MS3(121.949->105. 079)}P 958, F: 971, R: 958, M: 1000)
150041
10004 79.20 L\\\////\\
5004
o 77.20A 95.10 * /
70 80 90 100 110 miz

Analysis Name: nail_2_Rz_RA8_01_431.d printed: 5/14/2014  4:33:02 PM page 3of6



Toxtyper Analysis Report

Cmpd 3, AutoMSn(232.03), 3.58 min, PVP_3.62 min

Extracted lon Chromatogram

Intens. ] m’l AutoMSn(232.03), Cmpd 3, 3.58 min
x107] o
3 >
o
0.5
00: T T T T T T T T T T T T T T T T T T T
2.6 2.8 3.0 3.2 3.4 3.6 3.8 4.0 42 4.4 Time [min]
Compound Spectra
Intens. 3 +MS, 3.56-3.59min #1857-1871
x1083 1+
103 566.54
] A+
0.5 232.03 1+ 1+ 1+ 1+ 1+ 1+ 1+
00; 24/‘“ 28366 340.31 416.21 460.26 504.35 636.39 680.42
L . T s o e e v i —
Intens. ] Toxtyper Library_custom: PVP_3.62 min, IT ESI +MS (P: 4, F: 201, R: 4, M: 1000)
15004
] 232.06
1000 276.09
5001
ELIAY 162.88 323.38 43027 49938 579.38 719.26
T @ e e T ae T e e
Intens. ] +MS2(232.03), 3.58min #1868
x1063 1+ 1+
91.07 160.92
E T 1190 iy 1+ 1+ 1+
0: 104.88 : 142.90 188.89 215.97 & 241.89
80 100 120 140 160 180 200 220 240 m/z
Intens. ] Toxtyper Library_custom: PVP_3.62 min, IT ESI +MS2(232.046) (P: 987, F: 990, R: 987, M: 1000)
15004
1000; 91.08 160.87
500
o 10497 11898 4370414204 189.88 214.04 .
o 100 120 140 160 180 200 220 240  miz
Analysis Name: nail_2_Rz_RA8_01_431.d printed: 5/14/2014  4:33:02 PM page 4of6



Toxtyper Analysis Report

Cmpd 4, AutoMSn(276.08), 3.64 min, MDPV_3.65min

Extracted lon Chromatogram

Intens.

N AutoMSn(276.08), Cmpd 4, 3.64 min
X107 &
4 s
2_
26 28 30 32 34 36 38 40 42 44  Time[min]
Compound Spectra
Intens7.§ 1+ +MS, 3.60-3.66min #1878-1905
x1013 276.08
25 1+ 1+ 1+ ] 1
E 227.04 + + 1+
E 1+ 371.23 416.25 460.26 504.36 5412;36 1+ 63640 6810 +51 1+
o; 167.93 592.38 ~' 72453
100 200 300 400 500 600 700 miz
Intens. ] Toxtyper Library_custom: MDPV_3.65min, IT ESI +MS (P: 261, F: 988, R: 264, M: 1000)
1500
1000 276.07
5007
o 333.01 401.76  456.88 578.42 622.41 696.50
100 200 300 400 500 600 700 miz
|ntens7.E 1+ +MS2(276.08), 3.64-3.65min #1893-1897]
x1077 204.93
1.04 1+ .
3 " 174.90
0.5 134.87 1+
0 0: 146.96 *
T 75 100 125 150 175 200 225 250 275 miz
Intens. ] Toxtyper Library_custom: MDPV_3.65min, IT ESI +MS2(276.079) (P: 994, F: 995, R: 994, M: 1000)
15007
] 204.91
1000 174.89
5007
o 13493 146 92 *
75 100 125 150 175 200 225 250 275 miz
Intens +MS3(276.08->204.93), 3.64-3.65min #1894-1898
x106] 1+
; 174.89
4_
1 1+
21 1+
o 13491 446.04 .
80 100 120 140 160 180 200 220 miz
Intens.3 Toxtyper Library_custom: MDPV_3.65min, IT ESI +MS3(276.069->204.907) (P: 972, F: 972, R: 972, M: 1000)
15007
1000 174.94
5007 134.98
3 146.95
0 3 T T T T T T T T T T T T T ‘ T T
80 100 120 140 160 180 200 220 miz
Analysis Name: nail_2_Rz_RA8_01_431.d printed: 5/14/2014  4:33:02 PM page 5of6




Toxtyper Analysis Report

Cmpd 5, AutoMSn(191.96), 5.32 min, N,N-Diethyl-m-toluamide

Extracted lon Chromatogram

Intens.]
x1077
1.0
0.5

0.0-

N,N-Dig

AutoMSn(191.96), Cmpd 5, 5.32 min

44 46 48 5.0

Compound Spectra

5.2

5.4

56 5.8 6.0 "Time [min]

Intens. 3
x1083
0.757

1+

0.503
0.257

1+
191.96, 1+
L 2

226.99

14318

290.23

1+
362.35

1+
406.40

1+

+MS, 5.30-5.36min #2673-2705

1+
548.33 628.01

0.001——

" 300

400

1+
460.34 500.41

500

600

700

m/z

Intens.3
15003
10004

5004

191.90

Toxtyper Library_custom: N,N-Diethyl-m-toluamide, IT ESI +MS (P: 5, F: 58, R: 6, M: 1000)

)
ahd
(o]

700

m/z

1+

1+

91.06 100.01

+MS2(191.96), 5.32min #2685

R 2

80

100

160

180

200

m/z

Intens.3
1500
10004

Toxtyper Library_custom: N,N-Diethyl-m-toluamide, IT ESI +MS2(191.939) (P: 993, F: 998, R: 994, M: 1000)

118.90

5007
3 100.10 109.10

()
<

80 100

180 200 miz

Intens. 3

x10673
0.753

0.507
0.253

91.07

+MS3(191.96->118.89), 5.32min #2686

0.00F—————
70

" 140 miz

Intens.3
15004
10004

5007

109.00

Toxtyper Library_custom: N,N-Diethyl-m-toluamide, IT ESI +MS3(191.939->118.989) (P: 853, F: 855, R: 853, M: 1000)

\

W/N\\//

70

Analysis Name:
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Toxtyper Analysis Report

Sample-ID Station
Submitter Method custom_acquisition_positive
Analysis Name Rz2_ur_Norilsk_L114 ur_144_pos_RD2_01_475.d Acquisition Date 5/16/2014 7:34:58 PM

Sample Description

Base Peak Chromatogram

Intens. :'_ E BPC 70.00-800.00 +All MS
x1097 S 3)
1.54 o E
] S
b []
1.0; © IS
S = 3
0.5 ® <
] ) 14
] -}
00— . . . , . . . . . ,
0 2 4 6 8 10 Time [min]
Library Search Results
Cmp Name cmp# Purity' RT[min] dRT m/z[Da] dm/z Intensity ID
TMCP-2201 metab 6.21 min 3 1000 6.21 -0.01 342.17 0.00 1.3E9 MS2/MS3
UR-144 metab_328 6.34 min 4 1000 6.33 -0.02 328.18 -0.00 8.0 E8 MS2/MS3
UR-144 metab_344 5.22 min 2 893 5.17 -0.05 344.16 0.14 1.9E7 MS2/MS3
Creatinine 1 855 0.50 -0.03 113.99 0.11 12E6 MS2

Analysis Name: Rz2_ur_Norilsk_L114 ur_144_pos_RD2_01_475.d printed: 7/17/2014  5:30:26 PM page 1lof5



Toxtyper Analysis Report

Cmpd 1, AutoMSn(113.99), 0.50 min, Creatinine

Extracted lon Chromatogram

Intens. ]

AutoMSn(113.99), Cmpd 1, 0.50 min
x1067

LT
> Creatini

0.4 0.2 0.0 02 04 06 08 10 12 Time[min]
Compound Spectra

Intenség 1+ +MS, 0.48-0.55min #106-121
x10%3 113.99
] 1+
0.5 1+ 227.03 1+
h 377.89
h 443.63 489.02
0.01 bt Al sitkiobigido o il L o — - 6?"?'38' ‘7?8x'5|1 . 76|‘}'2§
100 200 300 400 500 600 700 m/z
Intenss_ Toxtyper 1_1 Library_Custom: Creatinine, IT ESI +MS (P: 216, F: /739, R: 218, M: 1000)
x10°4 NH
4] 227.10 ¥
5 114.10 NH\(
E 0
[0 e e e e e T SO B me e s e e e S e (A S e e e e e e e e B R
100 200 300 400 500 600 700 m/z
Intens4- 1+ +MS2(113.99), 0.51min #112
x10%186.06
4]
2_
ol 168.88  234.88 355.01
100 200 300 400 500 600 700 miz
Intens4- Toxtyper 1_1 Library_Custom: Creatinine, IT ESI +MS2(114.1) (P: 855, F: ;359, R: 934, M: 1000)
x109] NH
] N
4_—86.30 ﬁ/jg
NH
2t X Y
-7 7T
100 200 300 400 500 600 700 m/z
Intens.3 +MS3(113.99->86.06), 0.52min #114
2
13
0
100 200 300 400 500 600 700 m/z

Analysis Name: Rz2_ur_Norilsk_L114 ur_144_pos_RD2_01_475.d printed: 7/17/2014  5:30:26 PM page 2of5



Toxtyper Analysis Report

Cmpd 2, AutoMSn(344.16), 5.17 min, UR-144 metab_344 5.22 min

Extracted lon Chromatogram

Intens.]
x1077

AutoMSn(344.16), Cmpd 2, 5.17 min

42

44 46 438 5.0 5. 54 56 5.8 60 Time [min]

Compound Spectra

Intens. ]
x107]

0.5

0.0

100

+MS, 5.16-5.22min #1363-1383

1+
1+ 344.16

1+

1+
143.39 460.34 504.28 592.38 671.27

725.25762.13

200 300 400 500 600 700 m/z

Intens. ]
x107]

0.5

0.0

Toxtyper 1_1 Library_Custom: UR-144 metab_344 5.22 min, IT ESI +MS (P: 331, F: 370, R: 425, M: 1000)

344.30

2.73;:|2§|“ N 402.32 453.44 50446  565.39 648.13 725.52

200 300 400 500 ' ' ' ' C

600 700 miz

1+ +MS2(344.16), 5.18-5.21min #1370-1380
229.95

1+
. 1+ 326.13

1
w3 18990 |l s st
200 300 400 500 600 700 m/z

Toxtyper 1_1 Library_Custom: UR-144 metab_344 5.22 min, IT ESI +MS2(344.3) (P: 798, F: 815, R: 799, M: 1000)

230.16

144.15 186.19
I |

100

700 miz

200 300 400 500 600

11

+MS3(344.18->229.95), 5.19-5.22min #1372-1382
1+
143.86

5.88 -

100

200 300 400 500 600 700 miz

Toxtyper 1_1 Library_Custom: UR-144 metab_344 5.22 min, IT ESI +MS3(344.3->230.2) (P: 987, F: 988, R: 987, M: 1000)

144.08

Analysis Name:

Rz2_ur_Norilsk_L114 ur_144_pos_RD2_01_475.d printed: 7/17/2014  5:30:26 PM page 3of5



Toxtyper Analysis Report

Cmpd 3, AutoMSn(342.17), 6.21 min, TMCP-2201 metab 6.21 min

Extracted lon Chromatogram

Intens.4

AutoMSn(342.17), Cmpd 3, 6.21 min
x109]

520 54 56 5.8 6.0 6.2 6.4 6.6 6.8 70 Time [min]
Compound Spectra

Intenssj 1+ +MS, 6.17-6.27min #1673-1704
x10° 34217
4_
21 1+ 1+
0! 288.50 400.20 493.26 584.01 705.44
100 200 300 400 500 600 700 m/z
Intens. ] Toxtyper 1_1 Library_Custom: TMCP-2201 metab 6.21 min, IT ESI +MS (P: 1000, F: 1000, R: 1000, M: 1000)
x10°-
4 342.16
2_
0‘ 288.50 I 400.20 493.26 584.01 705.44
100 200 300 400 500 600 700 miz
Intenssg 1+ +MS2(342.17), 6.19-6.26min #1679-1700
x10%y 243.95
23
15
L U T .5 S —
100 200 300 400 500 600 700 m/z
|nten58§ Toxtyper 1_1 Library_Custom: TMCP-2201 metab 6.21 min, IT ESI +MS2(342.171) (P: 1000, F: 1000, R: 1000, M: 1000)
x1097
2] 243.96
o 143.88 324.1%
100 200 300 400 500 600 700 m/z
Intens.3 +MS3(342.18->243.95), 6.20-6.26min #1680-1702
x1083 1+
E 143.85
1.03
0.57
i 101.00
oo — . € O OO OO
100 200 300 400 500 600 700 m/z
Intenss; Toxtyper 1_1 Library_Custom: TMCP-2201 metab 6.21 min, IT ESI +MS3(342.176->243.947) (P: 1000, F: 1000, R: 1000, M: 1000)
x10%3
E 143.85
1.03
0.57
I
100 200 300 400 500 600 700 m/z
Analysis Name: Rz2_ur_Norilsk_L114 ur_144_pos_RD2_01_475.d printed: 7/17/2014  5:30:26 PM page 4of5



Toxtyper Analysis Report

Cmpd 4, AutoMSn(328.18), 6.33 min, UR-144 metab_328 6.34 min

Extracted lon Chromatogram

Intens.3
x109;
1.0

AutoMSn(328.18), Cmpd 4, 6.33 min

0.5

> UR-144

00: T T T T T T T T T T T T T T T T T T T T T
5.4 5.6 5.8 6.0 6.2 6.4 6.6 6.8 7.0 7.2 Time [min]

Compound Spectra

Intens. | 1+ +MS, 6.30-6.40min #1714-1744
x1081 328.18
2_
J 1+ 1+
0 242.99 285.08 386.18 432.01470.35506.25 575.36 678.31
100 200 300 400 500 600 700 m/z
|nten58_ Toxtyper 1_1 Library_Custom: UR-144 metab_328 6.34 min, IT ESI +MS (P: 1000, F: 1000, R: 1000, M: 1000)
x10°7
1 328.18
2_
0_ 242.99 285.08 386.18 432.01470.35506.25 575.36 678.31
100 200 300 400 500 600 700 miz
Intenss.: 1+ +MS2(328.18), 6.32-6.38min #1720-1740
x10%3 229.99
14
e e
100 200 300 400 500 600 700 m/z
Intens.] Toxtyper 1_1 Library_Custom: UR-144 metab_328 6.34 min, IT ESI +MS2(328.185) (P: 1000, F: 1000, R: 1000, M: 1000)
x10°7]
230.00
17
ol e e
100 200 300 400 500 600 700 m/z
Intens.; +MS3(328.20->229.99), 6.33-6.39min #1722-1742
x1083 1+
0.753 143.87
0.503
0.257
oo0t— it .~ OO OO
100 200 300 400 500 600 700 m/z
Intenss.g Toxtyper 1_1 Library_Custom: UR-144 metab_328 6.34 min, IT ESI +MS3(328.202->229.987) (P: 1000, F: 1000, R: 1000, M: 1000)
x10°7
0.753 143.87
0.503
0.257
oo0t— o} € O OO
100 200 300 400 500 600 700 m/z
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