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EIITREFGE (TOF) MRAT-$ITREIRE (Q-TOF) Y

BRMRERS, MTHEBHENRME, FARBRERE
WREEBENFE DR (BFXENFRELLEHER

SNERSIFLEER), ERESHERTEENSYOHE.

KON, %L, BTFHA TOF 5 Q-TOF REEEREHER
HIREE (I 2ppm KIREHE, pg KEMHELE (on-column)
RPEMEHUWE), B LsEEXNERZER G, BRET
NEMBSHESERNERURETREENEREN, BE
MEYHEEX, MRESTHNESE, FIIEFMNERLS
WM, SRR, PRSMRNSEREDR.

BRERREHRENETUERRE L —BANERENZS N
BR, FTMRIEE. SWERIWYHEEE. LK
KATRIERE (TOF) SkMUARAF-KITRIEREKBRIE (Q-TOF) #B
AAEH, k2T, RBNEFER, BERRRENES R
HEMTH 8E(MRM) 1 R B TR L SR I EFREIAL1 ]

KR RIEREN AT R MassHunter EESYHEETILER
TERNBYHHENENSIN, BREGET 6700 MEER
BYAFELEYNERREEE., IENEFRXEHAMRHEE
ENHBESE, CAETHE, 2—RAUERE, LEUNTF
R, CAS & Chemspider &5, L &Y EHFNE R FFLL A
EFBKAES (IUPAC) &FR. 1EA MassHunter {41 (PCDL)
M—TINEIRE, RRERTUSYHERREHZIMNERTE
BHRERERNAREEREZNEHLEYHRERE, #—F
MU EWHITHIN. IERTUAHTERREHRENERE
(AMRT), B30, B PRTARIHE 6 P 8 B A TR B m L &4
WML, SANEEXKENHERINAERROEEE. &
PITHEREERT U RE, IS EE&E, EnmfREE, MU
REBEHMHITENMSFHAENRERBNER2). BFRT
IRRAE R 2 0 A R B e (B3 SL B A RO EE

AXBILNMFESWHEIGIFRR T MassHunter ;EEMEZHH
REIAGAESYHETEMNAEENA,

Seib))

AXBTRHERMRMEARIER 6230 KITHERRKAULES
1200SL RIIBHBIEREBEN, RERERERSE-TR
(1312B), ELEZ B SHL(G1379B), B Bhit#38(G1367D), HiBHE
(G1316B)#1EL & MassHunter EEMBZY T EEEIREEH
MassHunter T{Ei5[G6855AAJZER .

HmblE

7B FRRRKA SRS UKARHE 45 5190-0470) %8
M EEELENSN AT TEEHR[G6855AA]), BX 10 uL 1 ug/mL
(1 ppm) FRERR, 1990 pL HRAH FEERHEZ 100 ng/mL
(100 ppb), ZFREEEH AT A ERR L.

150 TR FREREMEWNLR SHREEMES 5190- 0470]
B%, TREREI ZHERREZNSNEEL,

£ 1. GRERAEYNAEEIREp/n 5190- 0470]#45%(1 ug/ml)

ftEn& ¥R REH

34-MRZEEN-ZERI A (MDA) C,oHy5NO, 179.09463
34-WRZEEN-ZEZME (MDEA) C,,H;;NO, 207.12593
ZRZMRE (FERE) Ci7H5CIN, 308.08287
SRHE C,sHioCIN,O;  315.04107
A+E C,;HyNO, 303.14706
A#FE CygHyNO, 299.15214
MEKAE (THC) CyH300, 314.22458
i CigHisCIN,0  284.07164
EEE CyyHp3NO; 369.15762
ZEAHREE CygHyNO, 299.15214
SERE Ci5H;oCLN,0, 32001193
EXT (&) C15HyNO, 24715723
eV C,,H,,NO 309.20926
REERAR CioHysN 149.12045
34-TIRE_FEFEERR (MDMA) CyH;5NO, 19311028
HERE CisHiN;0,  281.08004
S Ci5H;1CIN,0,  286.05091
BEW CygHyNO, 315.14706
FHFE (PCP) CyyHpN 243.1987
ETH CioHysN 149.12045
RERER CyHaiNO, 353.23548
THT (BHAER) CyHyN,0, 33416813
RERE C,gHq3CIN,0,  300.06656
i CigHpCIN;O  371.15129
KhE CyHygN,0,  454.28316



R E R
Burdick & Jackson REHIZEMBFHIEEFK (18.1 MQ) B
ExEE, BhRERSARRTPREAEIA,

NBEENREREREZEH

AR A
=ire 4L Zorbax Eclipse Plus C18, 2.1 mm x 100 mm,
1.8 um [E45 959764-902]
B 60 °C
e A:5 mM BER$%/0.01% FBKRR

B: 0.01% FERHIZIE
TR 0.5 ml/min
HE:
i i8] A B i
Fia 90% 10% 0.5 ml/min
0.5 min 85% 15% 0.5 ml/min
3.0 min 50% 50% 0.5 ml/min
4.0min 5% 95% 0.5 ml/min
6.0min 5% 95% 0.5 ml/min
B 1 pL (TESTEETT 5 FO4PROIESH)
AR E: 6.0 min
JRIETTH ) 2.0 min
B TR E): 8.0 min

6230 %{TEFEIGTIE (TOF) H9SRMH

BFEEH:

BRE (RERBHEFRRERA) :

EBFER

ERSIEEMRE 380°C, 12 L/min
TSR B s 500 V
FRRIBEMRE: 320°C. 8 L/min
EUBEN: 27 psi
ERERE: 3750 V

TR E: 150 V

HIEE (AP-ESI) :

EBFER

FRSBEMRE: 350°C, 12 L/min
EUREEN: 30 psi
ERERE: 2000 V
AiERE: 150 V

FRiERESH:

RSB 121.050873, 922.009798
RE&EHER: MS1

BINRE 50 m/z

BAREH: 1050 m/z

AfRE: 3Hz

RERTHRIESHNETIRARE THRE B KT sERR
BWRIE.

ZRIE

ERRECREEEL/ LR ZHNR RS RE
HEMEIHE

FIBEESUNKESREEMES 5190-0470)WREREES
WHETEGMNERPREAFERBIL AL, BRENAEE
EHEEXR, SYNKESIREEES 5190-0470) 85 REN
)25 MEEXMUEWAES (MR 1), RLEHKE TRE
Bk (TOF) ok MIARAT- K 1THS B R EBXRIL (Q-TOF) MIEHLE R .
I, ATRIARERNREN, RNERTEENSILEF (B
SREHDR).

%108 Cpd 10: Codeine: +ESI ECC Scan Frag=150.0V Tox_Std_SeqA-r028.d
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IREBLIRER AR AL, B 1 uLIREA 100 ng/ml RS HASURIEBESHRE

PR A (Y TFSIMEMELEER 100pg). B1E2R =

FREYNLESHRENEIEEME. TOF 3 QTOF MARES A NEEESEESREZE, 21T FTHMEE KiEE,
FRBERER MassHunter ZESWEEETLREGSH, FiEF X BB HIE R MassHunter\database H 3 T &
ABESARRNS. ARETROSADER. REFESE [ onsic.cib, B2 RUHAENEMATAE, BETHET

RER. T T HRELR. BAE7 A RATANAE, ER
REASRENSWAETRENUSEE, NRERSAES  EAXPRAHE 4 (£€), RTETRER EEHREHE
EXMNEARR, AFPESEFHERE, MERKESY, WTLK B (AMRT) M. ARPAMBERE L ANGEERRAE
BRONER, BT, MEMRZE (Single Search), #E®RZE (Batch
Search), #tERERLEREL (Batch Summary), ERELEY

( Edit Compounds),

2 MassHunter Personal Compound Database and Library for Forensics and Toxicology - C:\Data_MassHunter\databases\Forensics.cdb
i File Edt View Database Links Help
b Find Compounds 4 L] = |
Single Search Batch Search B atch Summary Edit Compaunds Spectral Search Browse Spectra Edit Spectra
Masz Molecule: | Structure | MOL Text
O [MeHl+ ) Meutral ) [M-H)- Farmula 5
2 7 =) ‘ o
Mass tolerance: 100 @& ppm O mbDa Name: | amphetarine ’_—\
Notes: Q
Fietention time
JUPAC cHa e
] Requie
RT talerance: 01| min ||
CAS: !
lon search mode: ChemSpider HeM /
Include neutrals
Iricladeiamons Motes: PaychedelicDesignerDiug
Include cations
Single Search Results: 33 hits
-~
Campound Mame Famula Mazz Binion Cation RT [min] CAS ChemSpider IUPAL Marne
M-lsopropylamphetamine C12H19N 177.15175 B O EE470-73-3 185142 N-lzopropyl-1-phenyl-2-propanamine
4 3. A-Methylendiosyamphetaming (MDA)] C10H13NO2 173.09463 [ | [ ] 4764174 1555 1-(1,3-Benzodioxal5-yl}-2-propanamine
4-tethylthivamphetamine CI0H1GNS 181.09252 || O 14116-06-04 133883 1-[4-[Methylsulfaryljphenyl]-2-propanamine
M-Acetyl-N-methylamphetamine C12H17NO 191131 ) O 8249442 459093 M-Methyl-M-[1-phenyl-2-propanyljacetamide
M-[1-methylpropyl]-Amphetamine C13HZIN 191.16740 E O Fa257-24-2 457701 M-[1-Pheryl-2-propanyl)-2-butanamine
M-Butplamphetamine C13HZ2IN 191.16740 F O B7378-219 85320 M-[1-Pheryk-2-propanyl)-1-butanamine
M .N-Diethylamphetamine C13HZIN 19116740 | O 59313-390-5 454776 N M-Diethyl-1-phenyl-2-propanamine
M- ethyl-M-propylamphetamine C13HZIN 19116740 F O 59313-91-6 457703 MN-Methyl-h-[1-phenyl-2-propanyl]-1-propanarine
Methylendioxymethamphetamine [MOMA] C11H15NO02 193.11028 (3] O E9E10-10-2 1556 1-(1.3-Benzodioxal5-ylHN-methyl-2-propanamine
p-Methosyetilamphetamine C12H19N0 193.14686 O O 21476712 1-[4-[1-Methosyethyllpheryl]-2-propanamine
p-Mitromethamphetamine C10H14M202 194.10653 || O 4302-88-3 9E527 M-Methyl-1-(4-nitrophenyl]-2-propanamine
Dimethoxyamphetamine [Dia)] C1MHI7NOZ 195.12693 E O 2801 -68-5 SE52E 1-[2.5-Dimethosyphenyl)-2-propanamine
p-chloro-M-E thylamphetamine C1THIECIM 197.09713 E O 2275-67-4 459094 7-{4-Chlorophenyl)-M-ethyl-2-propanamine
M-Butpl-N-methylarphetamine C14H23N 20518305 F O 59313-92-7 457702 M-MethylM-[1-phenyl-2-propanyl}1-butanamine
3 A-Methplenediosyethamphetamine [MDEA) C12H17ND2 207.12593 al i 14089-52-2 94775 1+{1.3-BenzodioxolS-yl-M-ethyl-2-propanamine 3
< - i >

B 2 #iEE (PCDL) FENFHRERENE



BEMERFAEMLFES (B2) BREEE, ARATNERER
PH-DE SR TFHRRENNEEE. K254 THERE
(PCDL) BMREEFRERATANKFER. BANKEEELE
AUMAEEM U SYBIREITRE (BIAN “amph” HRTLL
REFMAASRNMFHROUEN).

R EENRHENSTNE, TEEMRRTENTEER
BT, ARBRERTUNEHEEFETBRE.
%2 PCDL 1M ERERIFTE A %I

T RRRER

(BMERETE) &

REH NEREH (m/2)

RERE (%)

AFR RS FR

b4 HENHRE (FEF—HD)
iR &R R

IUPAC IUPAC BT &BE

CAS f— CAS S

ChemSpider e— ChemSpider 5

REA FHIEER (BTHELR)

fERIEERF (PCDL)

BAMEE—REH M MassHunter TEE R W EHFEIM R
iEEFHRENMNCRERTFHRE., B 3ET THAAE
FE(PCDL)AEEMEZRINEER MassHunter M EFEhte R M
REHERNTE,

EXAN R AZEG S, ERWE TOF $HEE MassHunter B2 HTER
HHhERH—MEEYIE, FEEHIRREE, SENUURE
¥R 244205770 m/z, BEHN PCOL FF(TIRE (SIFMFA
BF), 2EEM+H]+, FREEOHER 10ppm.

RBRRENNKREEREXINCIRIE (PCP), REHNEESE
WERMREH 0.85 ppm

XTFEMRRDENEFANERTINSEZRER G6855AA
MassHunter ;= EZ9EREN TG RRERERE[3.4].

ersonal Compound Database and Library for Forensics and Toxicology - C:\Data_MassHunter\databases\Forensics.c: =13

= MassHunter P I Compound Database and Library for F
i File Edt view Database Links Help

P Findcompounds 4 | 1) 5 @

Single Search BalchSeach | Balch Summayy Edit Compounds Spectial Seach Browse Specra

Edil Specta

AT @ MeHp O Newtisl O [MHE Formula

Single Search Results: 1 hit for Mass: 244 205770

Delta
Compound Name Formwia Mass Mass 1.6

»  Phencycidne (PCF) CI7H25N 1.4

bl Molecule: | Stuctize | MOL Test

Notes: Hallucinogen, ansesthetic

n (2.838-2.997 min, 30 scans) Frag=150.0V Tox_Std_1ppm...
244.205770

’I,

0.8+

0.6- ‘

0.4+ ‘ 245.208943

0.2 |

J | 246211774
0 J
2435 244 ! 245 2455 25 2465

< WaRL/ Fertt (m/2)

B 3. WZHFHE LR F ot %



Extract £1C

e — " . Extract Chromatograms. .
= Agilent MassHunter Qualitative Analysis - Screening-DefaultPete_01.m
i Fle Edt Wew Find [dentify Chromatograms Spectra Msthod Actions Iools Help
. ~ =y Subtract Af ct
i8S B S a-FEIE - o[]S AL 2 el B GG e[ R B act Ay Spectrum
e - - B e Add Any Spactrum
= = - Convert Profile to Centroid
+ Chromatogram B | | | 1 =i i % | Minukes -
= Qmw ¢lalaoc [1 & 2 Y [ Convert proile o Centroid and Replace
'+ Spectrum ¥105 Cpd 14: Phencyclidne (PCP) +ES| EIC[122 606626, 244.205876) Scan Frag=150.0v Tox_Std_1ppn_Seqd002
sel 281 Find Spectrum Pesks
=l General 24 Al M5 Spectrum Peak List L
Analysis Report 3 ;i H M5 Spoctrum Peak List 2
Compound Report 284 O M5 Actuals
Commman Reporting Opibarrs e gi st Peak Threshald
File Dpen Actions 22
Estraction D ata Faimat A 24
18] Search Database for Spectrum Peaks
+ Find Compounds 164
144
~ Find Compounds by Formula 124 Generate Formulas From Spectrum Peaks
Find by Formula - Options A ) ;
Find by Formula - Chromatograms 06 Search Library for Spectra
Find by Forrula - Mass Spectia 04
02
Find by Formela - Sample Puity o —P Deconyplute (Resobved Isotope)
CdnntsfComn sunds 02 04 06 08 1 12 14 16 18 2 22 24 26 28 5 32 34 36 38 4 42 Recaibrate
Counts vs. Acquisiton Time [min] 4
[Seach Database Al Resilts [E5% DB Search Resuls |
hAceurate M 5 > Set Ancho
SeerchAccurste Mass Libray : [7] MethodEditor: Search Database x || 111 M5 Spectrum Resuls 3 sex Aachor
Generate Fomulas
i @9 - ()] Method rems - | (3 e ot QEE¢[5E]a <
- tammpoam-Atoratirstes
A Posilive lons Negalive lons Search Results 105 [+ESI Sean (2838:2987 min, 30 scd
+ Worklist Automation A Seach Citeiia A Dalabase Peak Limits 1 244205770 ikl ittt
'+l Export Database selection 1'5_ By
Databass path: = M Clear Spectrum Resuts
C\Data_MassHunterdatabases\Forerios o |A [ ] 14] XK Delete
134 Q
124 Assign Randam Colors
ik &4 choose Defined Color
14
L 23| copy to Clipboard ctrC
044 () Print...
074 Export...
05
054
04 .
034 245 208543
3-2' \ [I
"7 \ I\ 2462117714
0 ™ ]
2435 244 2445 245 2455 246 2465
< > Counts vs. Mass-to-Charge [m/z] v
A\
s P —
B 4a. {EF MassHunter EMAS TR AT REHHITF SR E
~ -
: = Method Editor: Search D atabase x

{£F MassHunter B S TR R TFRRIBERER

A T18iE MassHunter T M2 Wk 52 TR 24 FUS ISR 21
RBEKRE, BERYEENTEEEEIMAERESRT. RS
HERAR B.03.01 HER. B da-4d ERTASMATANSH

RE.

4a REFEF R EILIETMF HIRIURIL EIM MassHunter E 1%
SMBERARRATE, ZNTUER, “EELEY FEERS
ZRF. FEETHRY “BEERE" FiERES[EN. &F
ERESRT, RNEENERREREME (AMRT) HHRER A

'forensic.cdb’,

B 4b. BRTREHEEEONTENKZSH, 60 “mass
only” (URE#) & ' mass with retention time' ([TEHFRE

RFE).

E G

) 4| (prw| Method Trems ~

= 3

<

A Positive lons
A Search Criteria

Megative lons
£ Databass

Walues to match

) Molecular farmula

&) Mass A

() Mass and retention time [retention time optional)

() Mags and retention time [retention time required)

M atch tolerance

Mass R.0O0 ppm v

Retertion tirne minLtEs

Search Fesults
Peak Lirnits

B 4b. FHMFHIRESH




to. BRTATHRERANESHT, NHNET, (55% (5 tawmicamscomomes -
Pl @ o | e Method Ttems + | (2 3

EE;:F& @ Ij‘] iﬁﬁ%% & fﬂ'mﬁﬁi ( 43) ) J‘Z/I\ﬁﬁﬁ gﬂlﬁ ﬁ Search Criteria 4 Database Peak. Lirnits
. _ Fasitive lans egative long earch Results
W, 8 ‘MREEHTHEERE, S MR E e e

Charge cariers Meutral loszes

HETHEERER, B4d B, FULE S K27 AH %R S RIE (e 4 (EE

[#] +H
(PCP), MEESEREMRER 087 ppm, FEEEITFH A o
99.36 (i#4r2100), EMEE T RILIEHRZKEZIRE (PCP). L] w4

SENETSHREWTEITS . FELETSMEETERTS [+] (] ¥
E%Bﬁgﬁﬁi, 'E‘ﬁ]ﬁ%ujj 9961, 9861 *D 9979, )1“_, 4d° Charge states, if not known Aggregates

Charge state range 1-2 [ Dimers &g [2MeH]+

HTREAENER, KHEELRERNZREY, BT aiives  eed R
T 4735 B 160 BE R T S5 4 5 e 1) 2 R S M R B R B 4 S 0 AT 4T
5, BMRHEERNER.

< ¥
B 4c. Foit ERIHME FIET

3 Agilent MassHunter Qualitative Analysis - Screening-DefaultPete_01.m

Ble Edt View Fing [dentify Chromatograms gpectra Method Actions Tooks Help
B E S A VEIE 9 [F] ] B E][ALE] e L A B G S e[R] S B

DB Search Results: + $can (2.838-2.997 mn)

x
Database miz lon Mame: lon Forula
EIMY C'Dats Mas.  244.205765 [M+H}+  Phencycidre [PCF)
Best Mass (DB) AT [DB) Mame Formla Sear Dif [ppm) Mazs Match ~ AbundMatch  SpacingMatch | RT Malch Notes
= I | Phencyclidne (PCF)| C17H2N| 99,38 07| 961 9861| 99.79| Hallucinogen, ancesthetic|
SEEET
B—ERREL
(ppm)
sV N
(Em 2850205  |[{lL M5 Spoctrum Rosuts -
T 2o 3 QBY A0 = 1] )% % ) 5
AS ¥10% |+ESI Scan (2838-2997 min. 30 scans) Frag=15 Tox_Std_1ppm_Seqd-002.d 7
Ses 44 205770
, 1.7 MsH
at AfEEE
(variesin %) vl
1.34
P = 1.24
[« > 1.14
B 287.0171 o
(varies in ppm) 08
e 074
064
2860236 =]
] 245 208943
T T T T T T 0.39
285 2855 286 28BAR 287 287A 0z }\
el &z 5 FR T B (m/2) MD’ L \ 26211774

2434 2435 2438 244 2442 2444 2446 2448 245 2452 2454 2455 2458 246 2462 2464 2456 2468
" "

B 4d. & MassHunter EEP T HF I ELE



BUREARRAMETENSZ—ITEERTF, ME M+1 UK M+2
M REHEREBUMET ppm HBEEHVER], EARINERE
RRESEEREERYMAENREMLER. INNEERTSZE
REWMABNZ N, LRIE 4d.

EXANMEIFH, AMRT 8iEERIRET PCP X—MERER, B
WEFEWBRERLIEEL (WE 4d FrR), FETRIEESH
EERBES,

%X F MassHunter B SR ER HEER RN EFHARERT
&% MassHunter MM 4RIEE B R E SR (EFE R [5).

WEB. R “SFRHERR" #THIEEZE

BHEE (PCDL) HEHRINGE (ET 2 3) ATFENEELE
HENMRECH FHERNEYE (MFE) BENBERRERTIX
MEEERRNES, SHEZEERA, LHERTERHER
MR E R E ZEEA ST, . FAXHERDS, N3
MassHunter EMDITRGERTHMERRIE—HLA, HERE
KR MRIEII21E5E PCD ML AERI[2].

HIREREE, WO FHERIMFE)REBEHHITRERHN "2
" HERMBERFEHERS, ATNESE ST #IAF
RKAHKSHEMMIMEENLEGYE, EXERTASHBE
RE, BETLRESNERTR "EX ML SMIERIT .
WS, BHMEFH—FEE, SHREAIIHAE.

HEMBEZEEE, W0 find by MS/MS’ (B BERILER)
1 “find by Targeted MS/MS’ (@it BfRBBRFLEERK) R
MassHunter EMATRERER TS, XEEHKRBTHRER
(BRI AR (ERE . “Find by Formula’ (@13 b FRX &) IhEE
WMERFESIANH “REC" B,

ATERSMRRE, ELRLREGFTRNIVTRRSVES
FREE . BEIEXHHN MassHunter DTG, EHEXRE
g “EHRUAY” XIFITH 'Find by Molecular Feature' (@i
SFHEER) FitkiEss.

@’ Method E ditor: Find Compounds by Molecular Feshae x
A L2 I (¥) = | Method Ttems ~ | 0= 34
M ass Filters Mass Defect Results Advanced
Eustraction lon Species Charge State Compaound Filters
Extraction algorithm 5
Target data type Srnall malecules (chromatographic) v
Input data range
[] Restrict retention time ta mifLtes
[] Restrict miz ta mdz
Paak filters
) Use peaks with signal-to-naise =
[Profile spectra only)
%) Use peaks with height »=|500 counts
[Profile and centroid spectra)
-
< »
B 5a. 5 FHAFIRESH
Ef Method E ditor: Find Compounds by Molecular Feabhse x
S B2 I (¥) =] mMethod Items ~ | = 35
b azs Filters Mazs Defect Results Advanced
Estraction lon Species Charge State Compound Filters
Allowed ion species
Positive ions Megative ions Meutral lozzes
w20
[]+Ma +LCl [ H3PO4
[+ ] +Br
[] +MH4 []+HC0O
[]+CH3CO00
[ +CF3coo
< 3

B 5b. B FHHEERP B TR E

AGIRIRE TRIRNSH, EXETHEERDITEE>500 (B
B 5a), FEFEREFEIL 3000 MATREASHIE SN FHEE,
BEREAMESNEAE, BLREENAIEHRNAZE, B
RAERMEEARPRERIAER, EREEH, R TM+H] +Hn
BFHTHER, NREFEGMNZFURSFHES T, K2
H—FEMERNTIEE,



- Spectrum H 51 Method Editor: Search D atahase
- General P e o (B -] Method ttems + | -

Comman Reporting Options S
. ) Malecular formula
File Open Actions
L biass
Estraction Data Format

Analysis Fleport | Megahive lons . | Scong | SearchMode
A Search Criteria ‘ Database |  Peak Limts
Compound Report

() bMass and retention time [rstention time optional]

Retantion time

&

Me

oAicoing | Semchods | Searchfesuks

0.500 minule

‘Which database entigs should be examined when s=.
masses from simple ions?

) Neutral entries

Database 2l . . q
(%) Cation or anion entriss

Spectium peak seaichas

Mawmum number of peales to search
when pesks are not specified graphically.

[Thiz choice is not applicable to C5Y databases. |

I x
Charge states. if not known

Chaige state range

(») s~ | (5
| Search Database ) S 1| =t Megativelon: | Sesing | SearchMode \7 SearchResuls |
3 M Search Criteria Datsbase Peak Limits Pazsitive lons
Search Accurate Mass Libiary Search Ciiteria | Dalsbsse | FeaicLimi ‘ J‘
| Negativelons | Scoring ‘ Search Mode Chaige cariers Mautral losses
Generate Fomulas =
= lon szarch mode

L )&

Aggiegates
[] Dimers eg. [2M+H}
[ Trim=is eg. [3M-H}l

Search Cilteria Databass PeskLmits | Paositee lons
| e ——— @ Mass and retention time (1stention the required) -
Find by Auto MS/MS — Dalabase selechion
al ol=iance
Find by Targeted M5 /M5 " - Database pathc
i . ppm [V C:\Data_MassHunter\LibraryhTox_Std_01.cdb
Find by Moleculsi Festue A y ‘ 3t eriLibrarhTow_Std 01 c E

B 6. # FHHT R ER TR SHIRE

A MFE FENSHIZED, SEELAUEY. REHREIR
ERBRELE, RENSEHA 1. P FHERN (MFE) RFE
EHZE, EEENEN/ MREREFERESTIEEEES
AMRT $iEE (B 6), EEME MFE MK K EWH$t31EH#
HEMMNBHITRE, EPREFMFEFBTEER, BA
ZHEBE S MARNEREREREH M BEEXHUEY
BREE RN TR T B AR




TRRTREAE MFE FERERGEEFEENEE
“process” AT FHHEIREURIERRINER.

ent MassHunter Qualit. Analysis - Screening-DefaultPet:
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REME  REHEES REH RENER FFK HE
&R {REE (BEE)  (BEE) RER (BiEmE)  (BdERE ppm)  (BiEE) (BiimEE)
KHZE (RHEE) 3574 3577 0.003 4542833 4542832 -0.31 Cy7 Hag N, O, 98.43
Hh AL 2.84 2.824 -0.016 3711516 3711513 -0.81 CigHyy CIN O 59.25
RERE 3.94 3.946 0.006 300.067 300.0666  -1.62 CigHi3CIN, 0, 97.01
THT 1.788 1.769 -0.019 334.1684 3341681  -0.77 Cy Hyy N, 0, 98.67
L 4.116 412 0.005 353.2355 3532355  -0.18 Cp3 Hyy N O, 98.05
T 177 1.75 -0.02 1491199 1491205  3.78 Cyo Hyg N 89.91
FIRCIRE (PCP) 2.931 2.901 -0.03 243.199 2431987 -1.32 Ci7Hye N 72.24
EEW 1.434 1.423 -0.011 315.1475 3151471  -144 CisHy NO, 91.16
FREERE 3524 3528 0.004 286.0511 286.0509  -0.71 CisHyq CIN, 0, 9837
MERTE 3535 3544 0.009 281.0804  281.08 -1.34 CisHiyN;O; 992
34-WRZEEN-ZEZIMSH 1625 1.621 -0.004 1931108 1931103 -2.77 Ci HisN O, 79.54
REERR 1.606 1.593 -0.013 149.1197 1491205 4.82 CigHigN 81.88
ES07i 3638 3638 0 309.2094  309.2093  -0.61 Cyr Hyy N O 99.67
WREE (E9T) 2477 2.456 -0.021 247.1577 2471572 1.7 Cis Hyy N O, 97.91
S 3616 3.621 0.005 320.012 3200119 -0.19 Cis Hyg Cl, N, 0, 9827
ECL 1.575 1.56 -0.015 299.1525  299.1521  -12 Cig Hyy N O, 85.2
EEE 2.322 2.297 -0.025 369.1579 369.1576  -0.63 Cyy Hyg N O 98.97
W (RTE) 4.272 4.275 0.003 284.072 2840716 -1.36 CigHi3CIN, 0 5897
9-MEKAE (THC) 5.275 5.292 0.017 314.2243 3142246 094 C, Hy0 0, 94.83
AE 1.169 1.16 -0.009 299.1524 2991521  -0.72 Cyg Hyy N O 72.49
A+E 244 2418 -0.022 3031475 3031471 -1.29 Ci7 Hy N O, 98.03
SR 3.625 3.638 0.013 3150412 315.0411  -0.42 CisHypCIN; O, 9872
REZURE (MERE) 3.726 3726 0 308.083 308.0829  -0.33 C;7 Hi3 CIN, 96.77
34-TRZEEN-ZEZI M 1862 1.846 -0.016 207.1263  207.1259  -1.8 CpHiy N O, 97.4
SAMRAZEEN-RERI MG 1474 1.473 -0.001 179.095 179.0946  -2.23 CioHizN O, 86.15
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Batch Summary Results: 25 hits (25 total hits. 21 single matches, 25 submitted)
Delta o
e i : R RT Delta :
Compound Mame Formula Mass Submitted Pgs:' Aniah Cation e Submitted AT Cas ChemS pider |LUPALC Mame
b Methamphetamine C1DH1EM 14512045 148.11970 5.03 [ ] ] 1583 1.608 -0.013 537-46-2 10379 (25 -Methyl1 -phenyl-2- prapanamine
Codeine CIBHZIM.. 29315214 239.15240 -0.87 F O 1.160 1.169 -0.009 | FE-57-3 4447447 [Salpha,Galpha)-3-M ethowy-17-methyl-7 8-
Hydrocodone C1BH21M 25915214 299.15250 .20 ] 3| 1.560 1575 -0.015 | 125-23-1 4447623 [Balphal-3-Methauy-17-methyl-4 5-eposym
Phentermine C10H15M 149.12045  149.113930 369 O || 1.780 1.770 -0.020 122.09-8 4607 2-Methyl-1-phenyl-2-propanamine
Clonazepam C15HI0CL. 31504107 315.04120 -0.41 ] .| 3638 3625 0013 | 1622-61-3 | 2700 B-[2-Chlaraphenyl]-7-ritro-1, 3-dibydro-2H-1
delta3-Tetrahydrocannabinol (THC) C21H3002 31422458 314.22430 n.sg F O 6.292 5.275 0.7 |1972-08-3 | 15266 [EaR,10aR}6.6.3-Trimethyl-3-pentyl-Ga,7 £
Oxpcodone C1BH21N 31514706 315.14750 -1.40 ] El 1423 1.434 0.011 | 76-42-6 4447649 [Salpha)-14-Hydroxy-3-methowy-17-methyl-
Lorazepam CABH10CL. 32001193 320.01200 0.2z | | 3621 3E18 (0.005 | 246-43-1 3821 7-Chloro-5-[2-chlorophenyl]-3-hydrosy-1.3-
Strychning C21H22M 33416813 334.16840 -0.81 ] L 1.769 1.788 -0.019 | 57-24-9 389877 Stpchnidine] 0-one
eraparnil C27H3EM... 45428316 454.28330 0.3 F O 3677 3574 (0.003 | 52-53-9 2425 2-(3.4-DimathosyphenyF5-2-3 4-dimethc
Trazodone C19H22CL. 37115129 37115160 -0.84 | O 2824 2840 0.016 | 19794935 | 5332 2-{3{4-{3-Chlaraphenyl]-1-piperazinyljpropy
Heroin C21H23M.. 36916762 369.15790 0.7 ] .| 2.297 2322 -0.025 | BE1-27-3 4575379 [Salpha. Galpha)1 7-Methyl-7. 8-didehydro-4
Proaditen C23HIIN.. 353.23548  353.23550 -0.06 i} O 4121 4116 0.005 | 302-32-0 4741 Z-[Diethylamino]ethyl 2,2-dipherylpentana.
Methadone C21HZPND  309.20926 309.20940 -0.45 E O 3638 3638 (0.000 | 7E-35-3 2953 E-Dimethylaming]-4.4-diphenyl-3-heptanor
Alprazolam C17H13CL..  308.08287  308.08300 -0.42 | E 3726 372 0.000 | 28981-97-7 | 2034 B-Chlore-T-methyl-B-phenyl-4H-1.2 dtrisze
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" Cpd 17: Verapamil %106 |Cpd 22 Temazepam: +E5| EICI301.073832, 303.071395, 318100381, 320.097951 ..) Scan Frag=150.0v Tox_Std_Seqé-027.d
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= Cpd 13: Clonazepam 08
e Cpd 20 Methadone
& 0.6
+ 0.44 3 ESB
L 02
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Qualitative Compound Report
Data File Temd S Sesnyler(050 o Sample Name Tomwe Stel 100y
Sample Type Cample Position Wial 2
Instrument Hame SOKO-9050010F User Name Peti= Sirree
Aoy Method PShowee= Towe Shed 00.m Acguired Time FILTI2009 S41-00 P
IRM Calibration Status Cupoess Dk ethod Seresning-DefaukPebe 01
Comment
Compound Table
HiE |
Compound Labed RT Ml Name DB Formula DB DN {ppm ) (DB}
Cyd 10z Condesires| 1,165 2591524 [Codesine C18 b1 N O3 -0.72 2
Cprd 17 Cropoocdones 1434 3151475 [Chopoodone CIR M1 N 0| =144 1
Cpd 23 34 3.4
Metinlendiosoamphetamine Metfrderdioopamphetamine
(MDA 1404 175, 00 |(MICWA) L0 L3 WO -2.2% 1
Cpd 25 Mhdmooodones)  1.55% 259152 (Fhpdrooodone 18 1 N OO -1.2 2
Cpd 34 Methamphetamine| 16606 149.1197 |Methamphetamine 10 MLS N 402 2
Cpd I3
Peliest T berdiconymesthampeda Metfrderclioormedfamphets
e PO 1.6 1501200 e (PILRLLY C11 MLS N O2 -2 ¥ 1]
Cpd 41: Phemtermine 177 149.1199 |Phertermine 10 MLS N 3.8 2
Cpd 45 Strpchinine 1.8 2141604 | SErychnine 2 HOEE N O .77 1
Cpd S0k 34 1.4
Methrylesnaloomabamphetam Metfrderedioepethampletami
= (MOEAY 1862 2071267 [re (MDEAY C12 M17 W02 -1.8 1
Cped 57 Hesoin 2322 AES1SPS Heroin 21 P2 N OS .53 1
Cpwed 60 Comzsirne 244 001475 [Cowaine CAF 21 N OA =129 1
Oyl 62 Meperidine
(Pettuline)) 2407 2471577 [Meperidine (Pethidine) €15 ML N2 -1.7 1
Cpd 65 Trammdome 284 AFL1516 | Tramdons C19 H22 NS O .81 1
Cpd 65 Phenoydidine (PCF) x5 ) 245199 [Phencychdine {POF) 17 HES N =132 1
Cpxd 73: Cheacreiam 3524 2860511 [Choamsysam C1%H11 M2 02 -0.71] 1]
gl 74: Nitrazegam 3.535 2E1L0E04 | Mitrarepam 15 ML RGOS =134 1
Cpd M6: Vesapamil 3504 454 2000 [Weraparnil 27 WO MO =031 1]
Cpd M8 Lorarepam 3616 320002 |Lowazsam C15 M10 J2 N2 OF -1.19] 1
Cpd 7% Chonacegiam 365 3150402 [Clonassan CisHn N3 03 .42 1]
Cpd 82: Methadon=|  J.618 092005 |Mesthuadione XM NO =061 1
Cyx! B6: Alpwrarolam 3.0 08 0 (Akrazdam C1F 13 N4 013 1]
Cpad B Tesmazegam L] 300067 | Tesnazegeam C16 H1E O N2 02 =162 1
Cped 101 Proadifien| 4116 2532755 [Prosdfen 23 31 N2 -0.18 1
gl 110 Drazepam 4.272 204072 | Dacrepiam ClEHI3 O M2 O =136 1
Cypfl 247 detas- et G- Testratyonocanmatbinal
Tetrafpodmanmabina (THC)) 5,205 1422408 [[ThC) C31 M3 02 0.94 1
Compound Label Name RT Algorithm Mass
Cpd 1k Codeine Codeine 1.16%  Find by Moleculsr Festure 299,1524
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FE(PCOL)RFEEMMMERET (AXMER) REA—MEEN
BiEaAE, WEAREEFERARRIARAERESHIZE
M—E, LB MassHunter EEDTREREFHAET
H¥ES, #F “Save As” #1TRTF, WER—FERSEABRIA
HiERBN, BEHFRTFSENGF LSS,

RESHEEARNS—MER, EMUATRENEN ‘T
ESIRBHA” MEE. B 14 #ET TIESIRBHS MBS EIL
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TR SR EF IR TIESIR

F— BWEAVMAENIEINREDANATRLABIER
“Method” 38K “Save As” BIFFEE R ZBTHRATRE
EXHRER. —BQE 0K, HESWALEARESEILIE
RERERT,

Worklist Run Parameters

i [ Method Editor: Reporting Options x
P e e o [ ()| Method Tkems ~ | (2L 5

Frint repart
Print repart

Frinter name:

| <Default: v

Fiun Information
e ——

et Poth

Operatar name:

|

Run Type:

Tn:

|Standard Start

j Execulion for
Acouizfion-Da:
Part of method to [ERTRENEINENGNE +| v Stgpworklist on Da error

Synchronous -

Save report

[] Save repart as Encel file [ Save report a5 PDF fil

! 5 Method Editor: Assign Aclions to Run from Worklist
Py e (v Method Ttems ~ | (2 (3§

Avaiable actions

—

= Integrate Chromatograms

| | Smooth Chromatagrams

[+ Find Compounds by Formula 5

Ewtract Defined Chromatograrns
Integrate and Extract Peak Spectra

Generate Compound Repart

| Generate Analysis Feport

Find Cormpaounds by Auto M5 /M5

Find Compaounds by Targeted MS/MS
Find Compounds by Molecular Feature
Find Compounds by Famula

Caornelate U Chromatograms with Compounds

Identify Compounds A

Compound Automation Steps

Actions ta be run

(-]

I~/ Worklist Automation

Fieparting Options
“Worklist Actions A

Selected Ranges

Export

Generate Com

Delete &l Previous Results
Find Compounds by Molecular Feature
Search Database for Compounds

ound B eport

Select range

@ Operate on entire wn

() Operate on retention times [in minutes)
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&fE, EEEHEXETED T TENREEN 247,

HEETITH MassHunter RERBGRE “Worklist” FETH
“Worklist Run Parameters” B0, B 14 RX—FSRINFEFEE,
MEPIZERTUETHRIE. MERR, BEITHLE “Parts
of method to Run - Both Acquisition and DA” (FiEHiE{THIER
ST -REMBEST) . BEIWSHEANEERTIERT

&k

TR MassHunter i ESWEEE LA XH BIRMIEBRL
MW AEHRTT ZHEREHE, SEEEREAEEEMEN
6700 MLAYNBEHRRELNE, BEVHERPBITENERE, #
FER.

MassHunter iZESEEE LRSI AERE.
SXENMEREE S
BE4 6700 MLAYMKITiZHBIRE
LEMEN, 2 FRANBRREN
EIEGEER L S YREMLE, PUBCHEM #1 ChemSpider
EREtFMNALFRESHE (IUPAC)
A AEIL MS/MS &
STERMBENIIEE, ARUEERN/ MR R S #E,
RIZAR&ERE TSR ERE
AL EHZE PCOL BRSPS EHEM MassHunter B 24T
REPHTERNTEREER
MF AR ANRE TR, MoFEERNNSFRE
HITER B ITHIRS R
ATLFI A MassHunter B2 WK 40 R & T 165 R 33 814E
ERZIZUHBIT LML

SE
1. "BBRURFRRRSHSZREEN (DMRM) #HTRAS%E
BRI LR RA XK 5990-4253CHCN

2. "REGYRERTHETRANEHIER" KRR
5990-3976EN

3. "REREZERBFUHEERER" KERUMS 66855-
90003

4. “HHEP G6855AA MassHunter HHEEFEERSWINH
FRERERER ZECHRS 5990-4264EN

5. “ZHEL MassHutner EES RGBSR RECHIR
= (3335-90060
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