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FUHIC

RATHRIZY (TOF) H XU MUEERITIEE (Q-TOF) FEDSHE
BEEENHEE. EOXSBEAMH/RICHULTHIANRT MU
F—5ETRCIRADBEENZER DD, EEZHIUBYZED
PHICBVWTRIU—ZV T, R, BE~NORAMELS
FOCWVWET . &HD TOF S&KU Q-TOF #488 (2 ppm KiFDEH
ERE. pg DA VNS LRE. BRUSHEE) L8157 —
YRRV - EHFEDERRE CRREDEENTICK
b, WEBDRI Y-V I LDBEENDERICEITCE.
1 BODFAY v RCREDDITHRYZIVECEL Y, BT
NESYOHSEXT. BISOEYRE. F—EVIRE. &
SERFDEMIRE., BAEYDANEEDFICK > THHREL
SEMEELEDFT,

VVINWRAT—IRBBREENTE (MS) (CKDRAELILBET
SNUE. B/ 74V bEY I ZEVVER CRAETE. &
EEBIUBPZRICBITDEITITEDNTHURYZER LI
FT—INR—REBETEFXT, NlE. TOF KT Q-TOF
LC/MS #ERDEBSTHRIRTEX T, MERMWIC. bUTIL
MEHE MS Z{EFRT 2 LC/MS/MS DiFE(F. REEEDKL)
NIWFUTPIYavEZSUYYT (MRM) T, WRZRE LT
AOU—ZV I BLUHERDOHDHRETT . [1]

AFP7TUT—2 3> /— K Tld. FEEZBIUEYZRICETD
ROU—ZV T EREDHD Agilent MassHunter /\—YF )L
EEZBIUBYRET —IR—F v MCDODWVWTHEHULFE T,
CDF v MCF, EEZBSRUBYZRICHSITSH 6700 HFD5
MNRYICRET DEZEE (AM) DFFElT —FDIEREN TV
T, ZDIVFT VI, HRFOZ L DOEERTTHER & HHE
NR—ZANSPRELIEBHDT, —figRFF. E/ 7MY NEVIE
2. {E%=X. CASFES. Chemspider ID. {EZEER. BKLUS
<DIBE. IUPAC BRBEICKDERNBSENTUVET, HBE

ZCMA T, FHBNERRESRDRDIC. DIRRYSEICT
O~ bJ S LADORFEZENM T DHEEED. MassHunter /\—
VFHIEEYWSTSY (PCDL) ZOTS LA VHTT—RIC
ABSNTVET . CNICKD., BEESFFEFE (AMRT)
F—IRBI—FVERBELTVET, 5. DB,
F—=HIR—2AVF Y ERROFFFERLT. WRZREL
HWRIU—ZVIHAEECT . HDWVE. FHNDERDE
WTF—IR—ZADBIREDNRAY LT —IRX—ZAPWR%E
BT —IR—RAZEMTEF T NRILT—HIN—AT
F. TV RUDERE., &Eill. BERHEIEET. EH5IC. HEDSD
MRBRYBRUOX YV v RICKH T DIFFRHEZFEENICEHT
TEG, [2] DEF. LCFHE CEICELDEFFEZERFU
TEARY LT —IN—R B IFHER TEE T,

AP TV —23> /—KTR. PRIV —Z=050—07
O—DWL K DHDOFIZEUL T, MassHunter /\—Y F)EEZD
KUBYRET—IN—2F v FOHEEIFERFIZBNTUED .

K5%

AKFPTVr— 3> /) — NTHIAT D0MHERE. Agilent 1200
SLYU—XLC Y RT LERHFEDOETE Agilent 6230 FRITRFRIEY
LC/MS ZERLTESNIEHDTY, D LC YRFTAlF, /X
AFUR>Y T (G1312B). EZEFHwH (G1379B). F— TV
> (G1367D). A S LIERE (G1316B). B KU [G6855AA]
MassHunter J/\—Y FILEEZH LUBYET—FIX—IAF v b
#3858 UTc MassHunter J—J X5 — 3 VTR LE U,

B JIViRS

MassHunter /\—Y FILIEEEZEB XUBYET —FX—RXF v
I~ [G6855AA] [CEHED LC/MS BHHEESR [EBmES 5190-
0470] @77 > Z)L%ZRalF. 990 yL D LC/MS L —RDAXY J—
JVZEERUT. 10 uL @ 1 pg/mL (1 ppm) iBRZEE 100 ng/mL
(100 ppb) ICHIRL. XV Y RFTwvIFPI NEDIU—VIEA
IS ERZER LE LT,

& 1IC, EEZ LORKNWEDTNRYZ L < HEFET S LC/MS
SHHRRAR [BmES 5190-0470] DEMZX EHET .

& 1. LC/MS SHHBRESROIVK—2Y b (1 pg/ml)

g=¢7E {EZ BE
34XFUYIFFYTITTHZY (MDA) CyoHi5NO,
179.09463

34AFUYIFFYIYYTTHZY (MDEA) Cy,H;;NO,
207.12593

FIWTSIS I CiHygCIN,  308.08287
o007 €L CygHygCIN,O;  315.04107
JIAAY CiHyNO,  303.14706
354 CigHyNO;  299.15214
097 RSEROAYFE/—IL(THC)  CyHyO, 314.22458
IFEIUL CigHisCIN,O  284.07164
N=ED CpHyNOg  369.15762
EROORY CigHyNO;  299.15214
RERIIVA CysHigCLN,0, 320.01193
ARYIY (RFIV) CisHyNO,  247.15723
X5 Ry CyyHyyNO 309.20926
XIFITIIZY CroHysN 149.12045
XFUYIAFYAZYTTHZ (MDMA) Cy;HysNO,
193.11028

il - 2=7AVN CsHiN;0;  281.08004
PESCETIVA CysHy CIN,0,  286.05091
FFYIRY CigHyNO, 31514706
JIVYHUTY (PCP) CyyHpN 243.1987
JIVFILEY CyoHygN 149.12045
JOFIIIY CuHyNO,  353.23548
PANIES=S CyHpN,0, 33416813
FREIN L CygHsCIN,0,  300.06656
rSYRY CigHpCINGO  371.15129
RS CyHyN,0,  454.28316
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Burdick and Jackson #54MD LC/MS L —RD7E = MUJL
A A K (RERETIER LTz 18.1 MQDBH®D) EHI(CTBENE
ICERULEF U, BERE. SHEOFREFHB7VEZIL
EEARAUCTHEICERBLE U,

HARRES LU MS HIDIABAY Y RINS X—F

LC ¥

HS LA Z0ORBAX Eclipse Plus C18. 2.1 mm x 100 mm.
1.8 um [BB@EES 959764-902)

NI LRE: 60 °C

BEnE A5 mM FE7 VEZDL/0.01 % FEKEE
B: 0.01 % FEZEZL 7 b= MUILBR

me: 0.5 mL/min

J35IITVhIOIS A

ST A B piipt==1

A 90% 10% 0.5 mL/min

054 85% 15% 0.5 mL/min

309 50% 50% 0.5 mL/min

4.0 73 5% 95% 0.5 mL/min

6.0 5 5% 95% 0.5 mL/min

AAE: TuL (75 v Y aR—hT 5 BE=— RIL3EE)

SIAFTRRERS: 6.0 %

RA RS A L 2045

BEtUA )UK 8.0 %D

6230 TOF MS &4
13 ViR

Electrospray AP-ESI (Agilent Jet Stream Technology %Z{H):
MRIT 1 TA T @S

V—ZAAARES LURE: 380 °C. 12 L/min

J X)VEHE: 500 V
HRAXEESRURE: 320 °C. 8 L/min
X TSAHHRES: 27 psi
FrESUERE 3750 V
TSTXV5—EBE: 150 V

Electrospray AP-ESI:

MIT 1 TA T @S

BRAZXEESLURE: 350 °C. 12 L/min
X TSAHHRES: 30 psi
FrESUERE 2000 V
TSIAVG—EE: 150 V

MS ERDiABH XY v RISS XA—5

UJ7LUYRAFVEBE: 121.050873, 922.009798
BDAHE—R: MS1

R/I\EEME: 50 m/z

RAEE(E: 1050 m/z

AF v URE: 3 Hz

T DEDHESRIRIEI (S A —5 (&, Agilent 77— bF 1 —UEkREC ZNIC
H<HEHEFTUIL—YaVOBRERETINTREMELE U,

AR LR

Agilent LC/MS SRS RZAVCRR L B
{ESRRAMA

LC/MS SHHBRESR [BmES 5190-0470] (. MassHunter
IN—=VFIVEEZB LUBYET—IN—AF v b [G6855AA]
[CEWMENTNT., XV Yy RERELEEL, BbAHET—
SETDRAY W RBPEULKERESNTVDH ZERRTEE I,
LC/MS SMHESESRICIE. 25 BEDEEZDODITHRYD S
BRKRWE IV R—RY MHZFENTVET, (R 1 ZSH8), MS
AOYU—=ZJ1%. TOF £/z(d Q-TOF DBBEEDHERICES
ENFET, ZDH. EREFHEOEIVaVICEHEULEELD
[C. BYEYT7LUYRAF V= ERTDE. BROERIFER
MMEoNFET,

X108 Cpd 10: 54 =/ : +ESI ECC Scan Frag=150.0V Tox_Std_SeqA-r028.d
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0.8 Cpd 10: AT ‘ ‘
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KEROEI Y 3V TEHALAEICHL. 100 ng/ml D LC/MS
BHHBRESRE 1.l FATDE. 100 pg DA VAT LIEAE
BTOFET, B1(C. LC/MS BHERBESRICDOVTHFENS
HHEEYMDOYZAoOX NS LDEREETRULET,
MassHunter J/\—Y FIVEEZB XUBEYWET —FIX—F v
RO—ERE LT, TOF 8KV Q-TOF FADIEENEA Y v RHZ
FNTVET, INSZO—RTDE. FEEITRTELLER
EL. PEBERECEED,

INSDAY y RIFEGAHCEAT DAY v RDHT. K7 TY
T—23V/— b DOEREDEI Y 3V THIAUKERECK
IWULET, FlOiRREZERT HEEICIE. BUEREZF
ETIIOHENSDXT, AUKIIEHBRMNFSNNEE, VR
TLADEBICHKELTLWS I ENDNDET,

N=YFINEEMT—IR—RABLUS1TSY
(PCDL) YT RO IF DAY FT =R

=

FRINYTED7AIVH5 PCOL 4 V5 T T —RA%ERET
%<&, [open database] ¥4 7OTHRREINEFT, T,
AV A M=)LiEHFHD Forensic.cdb Z MassHunter¥database 7 «
LI RUDSEIRLET, 2 . B—RBRE1—DAVY
TJ1—R%ZRULET. COEMECTIE. [amphetamine] ZI&RER
UEiERD—EBHIRRINTVET, Ea—Ik 7 DHDHFET
W, AP TUS—2 3V /—RTlE. AMRT #EECERFIAT
EDRVD 4 DOE 31— (ERID 4 DDF T) ICDWVTDHEREA
LEI, cNsSDE1—F, 1 ——a02V5 T —XAKWT.
Single Search. Batch Search. Batch Summary. &K/cl& Edit
Compounds DF 7 Z# I Uw I LTHYIDEBEZFT,

"® MassHunter Personal Compound Database and Library for Forensics and Toxicology - C:\Data_MassHunter\databases\forensics.cdb

i Fle Edt View Database LUnks Help
i [ Find Compounds 4 J | e
Single Search Batch Seach Batch Summary Edit Compounds Spechal Seaich Browse Spechia Edit Spectra
Mae Molecude:  Stuchure  MOL Text
[MeHl+ 5 Meutral M4} Formula: =
2 e 0__-—K
Mass toletance: 100 & ppm mla Name:  amphelamine / \
Notes: A (8]
T
3 CcH3 T
[7] Requie IUPAL: P ol
AT tolerance: 01 min
[ ]
" //\ —
axch mode i Ham ~ \/\\//
[#] Include neulsals
[7] Include anions Notes:  PyychedebcDengnedDiug
[¥] Inchide cabons
Single Search Results: 11 hits
Compound Mame Formula Mass Anion Cation RT fmn) CAS Chems pider IUPAL Name
N sopropylamphetamine CI2H19N 17715175 | i O 18514 N\ sopiopyl-1-phengt-2-propanamine:
b 34-Methylendionpamphetamine [MDA] CI0H13ND2 1790463 [ ] 1555 141.3Benzodionnl5-41)-2-propanamine
4 Methyitroamphetamne CIDH1BNS 18109252 [ O 130883 1{4-{Methyisulf arglipheryl]- 2 i
MécatybN-mathylamphetamine CIZHITNO wuan [ 0O 459093 N-Methyhh-{1-phenyl- 2 propanyijacetamids
NA1-methyipropslh&mphetamine CI3HN 19116740 0 O 457701 N-{1-Phenyl-2-propanyd)-2-butanamine
N-Butyiamphet amne. CIH2IN e [ O 85320 N{1-Pheryl 2 propanyl]-1-butanamine
M N -Diethylamphetamine CIHAN 196740 [ O 454776 N N-Diethyh1-pheny-2-propanamine
H-Methyl-N-propylamphetamine CI3HZIN 19116740 [ O 45170 N-MethykN-{1-phenyt-2 propanyl 1-propanammne
e [MOMA] CiiH15M02 19311028 ) 1556 H1.38 ook 5-yl}-H-methyt-2- "
pMethoxpetiamphetamine C12H19M0 19314666 1 O SUATENS 1441 Mett thydipherd]-2
pHiromethamphet smine CI0H14N202 19410553 [ 0O %527 N-Methyl-1 {4 nitrapheryl}-2-
Dimethospamphetamine [DMA) C1IH17NO2 19512593 ki O 358 142 5-Dimethoxyphenyl}-2-propanamne
pchioro-N-E thylamghetamine C1HIBCN wren3 [ O 459094 144-Chiorophenyll-M-ethyl 2. propanamine
N-ButytN-methylamphetamires C14HZIN 2518306 [ O 457702 N-Methyl-N-{1-phenyl-2-propanyl}- 1 butanamine
Fd-Methylenedionyethamphetamine MDEA] C12H17NO2Z anss [ O 775 . 590} -ethyl-2 i -
< - i >

2.PCDLY I MY TP A4V F T T—ADFEHD Single Search Ea1—



FIFANIET —IR—RZFETHERIERYT DICIF. Single Search
Ea— (K2 OLAICHD T« —ILREFERLEFT. K2 I,
PCDL @ Single Search E2—TCHBETEDRERT 1 —ILRZEF
EHFT, BATKRRZILIUXLICKD, ZRIO—ERTHAL
BTEFT (&AW, Tamphl EASTDE. TOXNFIZES
BIRTODT—HIN—RIY NIZERULET ).

FE BEPARBHFT—IN—ADRIAVFTIVYERRTBIC
&, BT 1« —IU REFTRTZEIC UIZIREET Single Search 2%
TULEY,

3R 2. PCDL @ Single Search THIATESITRTOREIT 1 —IL R

FIFARIREISRE T « —IL R
(Single Search Ea—) (&

Mass AEUEEE (m/2)

Retention time (Fa)]

Formula =

Name 1EEYD—RRRZFR (FTe(dZD—EB)

Notes {EEMODIESSFA

IUPAC IUPAC F/eld—MRICERH SN TV DILENE
CAS —BD CAS &S

ChemSpider —& D ChemSpider ID

' massHunter Personal C
P Ed Vew Datbme LUnks Heb
i P Fodcompouncs (4 | ] S @

ompound Database and Library for Forensics and Toxicolog

D—-570- A FEICLDR%E (H—DHERR)

PCDL 055 LODfER

B—RREZFH CRITIDICIE. MassHunter EEDHTOY
SLTAEFRRIGFEASNIEANT MVDAICEEZEERER
T4—=)LRICAALET, E 3 [C. MassHunter 4RO
IS LERTEBEEZHRIRT D PCOL DIEEZEFEN CTRITI D0
ZRULET,

ZDBITIE. RIT 4 TE—RD TOF F—HH'5 MassHunter
EMD IO S LTIEEYE—IZHEL. ANT NLZEH
HUET, ZUTEEDHTREZ 10 ppm & UTe [M+H]+ 7
A BAF02Z2Z8) LT, PCOLT—IN—ATHEES
244205770 m/z ZHRRULE T,

BRRERTITDE. TV IUI Y (PCP) &E—HT 2ERE
EBRVAEEET—IR—XA LOERED TN (XTI
SEE) ELT0.85 ppm ZRLFT .

B —iRZRHBEDEEMIE. Agilent G6855AA MassHunter /\—Y 7
WEEEBRUBYET —IN—RF Y NDIA VI RT— K
HARICHDET, [3. 4]

Single Seaich Baich Seach Balch Susmmary Edit Compaurds Spechal Samch Baowie Specta Edht Spectra
Mg = Molecule | Smachas | MOL Tent
MAASTTD. ) MR O Mol O pHE Fomuls
Mats loktance: 00 & ppm O mba M

n (2.838-2.997 min, 30 scans) Frag=150.0V Tox_Std_1ppm...
244205770

)

245.208943

246.211774

2435 244

<

AUV ~EEE/EFL (m/2)

2445 245 2455 246 246.5

3. AIRETNIEHEOFHIRR



2 Agilent MassHunter Qualitative Analysis - Screening DefaultPete_01.m

Estract EIC

Subtract Afyy Spectrum
fkd Any Spectrum
Cormvert Brofie to Centrod

Corvert Brofle bo Centroid and Replace
Eind Spectrum Pasks

Al M Spectrum Pesk List |
T M5 soectrum PeskList 2
(il M5 Actuals

Adiust Peak Threshokd

‘Search Database for Spectrum Peaks

Generate Foemulas from Spectrum Peaks

Search Library for Spectra

1

l/)‘ —— L

Anglysis Fleport 3;.
Compound Report 284
Common Reporing Dptons L] 25
Fils Opan Actions i;
Ewtiaction Diata Fomat A 2
. 184
- Find Compaunds T
144
Tt Gomouns by Foronds, 124
Find by Fomuda - Optiona al o4
Find by Formula - Chromatogiams a5
Find by Fomuda - Mas: Spectra 044
Find by Fomuls - Sample Punly ﬂ;-
Semch Database

02 04 06 08 1 12 14 15 18 2 22 24 26 28 3 32 34 36 38 4 42
Courks ve. a Time jmin}

Semch Accurste Mass Lieary
Gerwsate Fomulas

C\Data_ MassHurter\datsbases\Forensics cdb | & ]

LR AN EIRA TR

4

\.

Deconyokie (Reschved Isotope)
Recalbrate

¢ set dncher

03 [oES| Somn REB29T mn. Wwet
17 244 208770 ?
15 -
154 AU Olear Spactrum Besuls
1.4 ¥ Delete
13
12 ‘Assign Random Colars
"1' & chooss Dsfined Color
nad 44 Copy to Clipboard ik
084 4 pit...
[it2 Export...
6
05
o4} ‘
a3 245 208343
02 |
a1 e
! \ HE2TH
| 235 M4 2445 25 M55 M6 M5
Ll Countz vs. Masr-to-Charge [mz)

4a. MassHunter B2 7055 LEERAUCAIEEEDOFHIRSE

MassHunter BT OIS LZERALETF—IN—D
B—FEiRE

MassHunter DT TOTSLICKD I—LUREARYT ~
IWE—OF—IR—ADE—ERZITIICIF. EEDHAY Y
RIFA I TT—IR—RZEETDUNENSDFT, B
DHDYIT o7 IN\—IaviEk, B.03.01 LUIETT, 4a ~
4d [T, COBITERAUEREZRULED .

da I, WROOIOXY IS LE—T EFETHHURLANR
2 MULZZT MassHunter B4ST T 0TS LDOHBMNIERTR

BlEaRULET, AZU—rTay KOEBIT [dentify

Compounds] XVvy RIORTO—-S4TIavzREHL.
[Search Database] XV v RIF 4 F&ERLTVET ., X
Vv RIF« 5T, HITSD AMRT F—IXR—=&ULT
[forensic.cdb] ZIEELTCWVET,

4b [T, BEDHFEFREY 4V RIUBKU [mass only] Ffe
[& Tmass with retention time] 7&& DBIROTAEIFRRE G %R
ULET,

£ | Method Editor: Search D atabase x
Ey @ e (v MethodItems ~ | (= (34
A Positive lons Megative lons Search_F!esults
& Search Criteria & Database Peak Limits
alues to match
7 Molecular formula
) Mass A
 Mass and retention time [retention time optional)
() Mass and retention time [retention time raquired)
Match tolerance
Mass 5..DD ppm
Retention time miriLtes:
< b4

4h. FENRRFHFDERTE




de [T T—HIXR—ARRICHBIZSINGES KO DA T © =7 MethodE ditor: Search D atabase x
2aVERLE T, AN (b}~ MethodItems ~ [ 1
£ Search Criteria & Database Peak Limits

AR BLVI 4V RDZEFEIUYOTHE, BELE AMRT
F—=HINR—=ADYI—AY MAZ2—DRREINFT (B
da)e TMDAZa1—I(ClF [Search database for spectrum peaks] 7%
EDEFIFLA TV avHEFENTVET, DA T3y
ZERT D&, BENICT—IRN—ABRRHHUEEINET,

4d TlE. AT MNLE—21% PCP EFESN. BEDTFN
Y 0.87 ppm . &im 100 DANT MNUVEGRXO7H 99.36 THD
CEMBH, —BMUTVWBD T ENERTEFT . ]

& Positive lons

Charge cariers

-election

CDRAIAF7HEHE T BDEE. Mass Match, Abundance Match, &
& U Spacing Match @ 3 DDRXA A7 IVK—RY FEEEBULF
I, CDOHITIE. ZNZENDIEIE. 99.61. 98.61. BKU 99.79
TY. INBIEFZENZENKR 4d [CRRENTVET,

Charge states, if not known

Charge state range 12

EFECEDR/RZEDIHIC. BAEE (Mass Match). [EfiI
{KLt (Abund Match). EIiI{ARERE (Spacing Match), BKUF T
2 3 VTIREFEE (RT Match) DFELIEICEDWVWC, VIR
PHTF—IR—2AD—HEDA A7 ZELE T, .

Megative lons

Search Results

Meutral losses

A (DI

(]

Aggregates

[] Dimers eq., [2M+H]+

[ Trimers eg. [3M+H]+
bd

4c. FEVRFEADIEDER

= Agilent MassHunter Qualitative Analysis - Scree
Be EM Yew Fnd Hentfy Chromatograms

25404 EEE 0

Database miz

ming DefauitPete_01.m

Beal Mass [DE) AT D8] MNoles:
L B | azsseer] .
A7 DIEIR
T/ 7A4YRNEYVYIESE
(ppm BB{1])
ms ¥ N\
| om  285.0205 x [ M5 SpectumRerts . *
o, 4 iew3 GEW Y IEA D - L] [%]% % 8 9
A5 0% [+ES5| Scan (28382557 min, 30 scons) Frag=1500Y Tax_Std_ippm_Seé-+002d L
g P44 205770
See 1 17 Mol
@ R [
. 1
(% Ba417) i
13 |
12
: : 11 ‘
R AR 2870171 u;
(ppm E317) as |
— e
2860236 e I
04 | T
T T T T T T az | o e
285 28RAR 286 2BER 2BV 2BrE 024 || |'l
VRRV R EBEE/EREL (m/2) ul’ 4 I\ 621174
234 36 2438 244 2442 244 z«.srzti‘s a_i]s 52 Nﬁ;‘ﬁlﬁs M58 M6 G2 264 MEE M58

4d. MassHunter EEQF T OIS LZERUEFET —IN—AIRROER




BEfARRRE. AP ZERETZ7IVITUVILDHS 1 DOE
BRIVIN—RY FCTYo M EHADS M+1 HXU M+2 @I
BETOEEBRIE. M ppm OBEECTHAETEFTI . BEDD
FHIETNE. TRCOBAGFICEFICHETDDT, DI
R BEMHNINTCHREZRTI A, INZH 4 (TR
LET,

ZDBITIF. BE—D AMRT T—IR—RADFERELTT T VY
I (PCP) HESN, ES5IC. B 4d [TRIKDIC. T
Y a3VTEBERZE— I AN MUICERBELTVET, &
feo UIR—MERIA T2 a VDBIRICKD., BEXZLR— b
[CRRCTEFT,

MassHunter SR T7OT S LDT—FN—AREDFEM
[&. MassHunter ST TOTSLDNILT T 7AIVEF
A—Y—H4 RIZHDFT [5].

J—4%70— B. [Molecular Feature Extractor]
(MFE) ZERUET—991=05

JXwF PCOL#&3R (2 BB & 3BBEDS J) I&. Agilent Molecular
Feature Extractor (MFE) % EDBEIES NIeTF—51#3R77)LT U
ALICKDIERENSBEEEE—BZFERA LT —FX—21R
RBEKUAEAICEETENTVET . TOLSIBETZILTU XL
(F. HICMRBEYEEDENEY VTV MUy I A58
SNICBHET—FICH LT, BNIEHAZRELEFT. UT
Tl&. MassHunter BT IOTS LA V5T T—IADSF
UH LNy FRRICDODWVWTDHEHRBELE T, PCOL 1V F
TI—ARTON\Y FREDFEITHECDOVTIE. PCD OF7F
U—vay/—hkes8BLTLEEV 2],

MFE FEDT—FRERT7IVIU X L. BHEYVTIL MS
F—=5ty MIOLWCTEBNICRRERRZITV. ERNE
Ny OIS0V ROFHEDSHoLEBENS LWL [H4] DIk
GME—IZHRILE T HIMFOBIEDEZRDEETD
FIILDO—EBEULTIEETEDDT, (LEYDOZIMZERHEL
ESER

ZDfthD [find by MS/MS] &K U [find by Targeted MS/MS]
BEDT—FHER7ILTY X LlE. MassHunter EMERHTTO
IS LYV T RO T D—EE U THFHATNTVDERS A
23avTY, INSOF7IVTYX LG, BIEE—REFERAT D
BEOFEICKEFLE T, (EEWREIL—F > [Find by
Formulal I&. A7 U —>3>v /—bko [D—2 70— CJ
DtEoYavTHELETD,

SHREA_EDEANS. REDOTEI Y 3 VITIRUERMHET LC/MS
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09-F7 FSE ROAYFE/—)L (THC) 5.275 5.292 0017 3142243 3142246 0.94 Cy Ha0 0, 94.83
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3UAFUYIAFIIIVTIHZY 1862 1846 0016  207.1263 207.1259 18 Ci Hyy N O, 97.4
(MDEA)
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RrDXVY RIF A IDEBIRTEET,

BROLUKR— MERICRAT DR EZ I RN TIELLITDCET.

12 THUKBEARREBDRY VZIUwIdDE. [printing
dialogue] D« Y RODKRREINFTT., DU« RIICIF.

BRT—YIT7AIDENEZIEET 2EES T 3 hieHh
F9, A—H—F. BELETV VY ICEREEREETSHS
EBHTEFI L. Excel IERFTcIE POF EX CTHREZREFEIT D
CEBHTEEXET, Frelk. [File] X=a—® [Print Compound
b, BRUKR— hENETE

Report] A7 3 VEBARES
Fx9,

X

M AT

St by D File v AT(DB) AT Dt D8]
# [] Cpd 78 Lovaspem - 354|  oom|

Mas:

Mz fDB] D (DB, pom) Augouithen

Fomula [DB]
CI5H11 N303

Seore [DB) Hie [ |

| A
\
o
T2 04 U6 G8 1 12 14 16 18 2 22 24 26 26 3 42 14 36 38 1 42 44 45 48 5 52 54 56 58 ¢

Counts v Acquisition Time

# [+ Cpd 75 Clonazepam TE21
0

£l

| e ’
s L
20 g

# [ Cpd 86 Alprazolam

@[] - |
:% 0%
&[]

® 1
&[]

# [2)Cpd 92 Tamazepem ix
#[]

B[]

0]

#0

®[]

La=)

&[]

&[]

?

[] Show M5 spectium [200med in on special peaks)
Zoompaddog -| 00| | 100 me
[] Dveday peadicted isotope distribution

Compound

[ S MSMS spsctium

] Show MS/MS pesk tabie

Libvary smanch rasls
[ Shucve bovay spctim

7] Show difererce spactum

Cpd B2 Methadore: +E5| MFE Spectium [3584-1778 min| Frag=150.0v Tax Sk

ETEE L B D
Thompons ve. MasrhoChaige (m'z)

12. F&). MFE. FBF [C&D PCDL RFRICH T BHIEEYIL K— FOIERL
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Qualitative Compound Report
Dt File Temd Sead Sesyile-rT050 o Sample Name Tow Skl 100pg
Lample Type Cample Position Wial 2
Instrument Name SOKO-9050010F Uber Name Pet= Sirme
Aog Method Pohowies Towe Shed .m Arguired Time FILTF2008 4200 P
IRM Calibration Statues _mlllelhnd Seressing-DefaukPete H1an
Comment
Compound Table
= |
Compound Labed RT el Name DB Formula DS D&Y {ppm )
Cyudl 10z Codesires| 1,165 2591524 |Codeines C18 b1 N O3S -0.72 2
Cprd 17 Chopoocdones 1434 3151475 [Chopondone CIR M2l NOH =144 1
Cpd 2% 34 1.4
PMetinglemcioncyamphetamine Pt rderclicnoyamphetamine
(MDY 1404 170, 0 | (MDA L1l L3 WO -2.2% 1
Cpd 29 Mhwdooodon=) 1,55 259152 (Fhpdrooodone 18 21 NOS -1.x 2
Cpd 34 Methamphetamine 1606 1491197 |Methamphetamine 0 FLS N 407 2
Cpd 2
et e icenyrmesthampied s Pt derclinoyriefeamnphets
e {PIDELL) 1. 625 150 12008 e (PIRLLY C11 MLS WO -2 1]
Cpd 41 Phemtenmine 177 149.1199 |Phertermine 00 FLS N 3.8 2
Cpd 45 Shrpchimine 1./88 27041504 | Strychwane s 0 R R ] . 17| 1
Cped S0k 3,4 3.4
Methrlenesboosthamphetam PMetfrderedicnopethampledami
= (DAY 1862 200,126 e (rDEAY C12 M17 W02 -1.8 1
Cped 57 Flesoin 2322 IE915S Feroin 1 P23 WO .63 1
Cpsed 60 Comasirne 294 001475 [Coane C1F 2l NOE -1.29] 1
Cpud 62 Plegeridine
(Pethuline)| 2477 2471577 [Meperidine (Pethidine) C15 ML W02 1.7 1
Cpd 65 Tramodomne 254 AFL1516 | Tramsdons C19 M22 O NG O .81 1
Cpdl 65 Pheropdidine (PCF) 2o 247,195 | Fhenoychdine (FOF) C17 S =1.32] 1
Cpd 73: Cheareqiam 3.524 2860511 |Cheareysam C15 11 M2 02 -0.71] 1|
(gl 74: Mirazepam 3.535 2E1L0E04 |Mitrarepam 15 P11 A O =1.34] 1
Cpd M6: Vesapamil 3504 4542807 | eraparnil 27 P08 M2 O =031 1|
Cpd 3 Lorarepam 3616 10,002 |Loraman C15 ML0C3 N2 OF =1.19] 1
Cyd 75 Clonasepiam 3625 31504912 [Clonasspan C15 0 M3 03 0,42 1|
Cpd B3: Methadomns| 3618 00520 |Mesthuadone M NO =0.61 1
Cyud B6: Alprarmdam|  3.736 0. 0 | Sdprarolam C1F M1 1 N4 -0.1% 1
Cpad 51 Tesmazepam .54 00, 067 | Ternazegam C16 M3 O N2 O =162 1
Cyd 101 Prosdifien| 4116 A51 2755 [Prosdfen 23 L O -0.18 1
el 110 [earepam 4.272 204,072 | Clarepiam ClEHIZF O N2 O =134 1
Cpadl 247 dehta- cefta - Tetraf o mocanmatinol
Tetrafyoimanrabina (THC)) 5,205 2422408 [THC) 2 W30 O 0.94 1
Compound Label Name RT Algorithm Mass
Cpd 10k Codsine Codeine 1.16% Find by Moleculsr Festure 99,1524
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79—V hOBENL:

DREBFXEEFAXRLV—FEF. T—IYA1ZVTIL—FVDEHE
ZINTIEULERELRE. PCDL DRRA TV a v EUKR—
MERA 7V ay (A7 TUs—vay /—NIEZHLIEB0)
EBEYIET—YERAYV Y REUTIRETEE T, HBEEDIR
UITS5TF—FBEIC. TDAYV Y REFERATEET, CDHRE
Z{TDICI&. MassHunter EEDHTIOTS LA VT TT—R
@D [Method] ROY FF T AZa—H5 [Save As] 77
2avEERUET, ftidD DA XV v REREXCIEFEHFAF
FLVBRD . MassHunter EMESHITOT S LAZBLEEEIC,
FTIAIVR DA XYY RELTZDXAYV Y RDBEEET,

BORUAIATESA 7Y avaERETDHI 1 DOF=E.
MassHunter D 7OT S LAICAB SN [D—JUZX b
BEft] #EEICHDFE T, T—U U X NEENEDREHZR 14
[CRUEYT, T—F T 71 ILANDREVEDEZBFHMNICITL.

MFE 8KV PCOL T—HIN—2ARRZFERL. IBELIETUY

CORITIE. FBRTERURFEIEICEST —YERFIROY
APZEZRLTVEY,

BRYIC. YUY TN T—5 T 7AW ZFHHAHF. BIEIOFERH
BOTWLWNIEIRTIUTZULET, RIC. RFFELE DA XV
RODSBFEICHST [Find by MFE] JL—F VU %#ETL. DA X
YV RICEESNTLD PCDL T—IR—RERELTLEY
DRERERULFET., REIC. BREBEEEL. DA XV YR
[CREESNTVDERBHD T +— v NTRIRUK— NEE
BUFET,

ZO5ULEI—JUR MBI —F U ZEY Y TILT—FE]DIA
HFHRICEENICRITIDICIE. E5IC2 DOFIENHETT,

FF. DA XYY R&ET—OUZR REIEIL—F VZHD
RABAYV Y RICFEELTEKHUEDSHDFYT, ZDHITIFE.
[Method] X=a2—® [Save As] # 7Y avaEERALT.
MassHunter BXDIAGR A Y v RZZZEIRULE T, [0K] ZFEIRY

— i o =__ Ny R 3 v RO)—1
SFLRT—5 T 7 A VOBFICHRLK— bEENT IV — O TIRIXY Y FIIRDAG XYy FO—He LT
FUBETTTEAMICHELET, HENEd.

Worklist Run Parameters
" Operstorname: |
i Method Editor: 3 x
;iﬁhgwwﬂm%a d neYRY L
AT 22 putodiene - | 28 Flun Type: | Standard Start
Pint report R —
[&] Print report by
Printer name: <Detaults - M P
S ave report . L"l“m _! R "‘-:::: x _I
[[] Save report as Excel file [ Save report as POF file —
e -f)-'- (_)Im&mdm |2 @ o]
£l Avsiable sctions
EmadDaiudﬂldem -~
- Integrate Chriomatograms
Integrate and Extract Peak Spectra
Smooth Chromatograms
Generate Compound Report
| | Generate Analysis Fleport
Find Compounds by Auto M5/MS
e
+_rind Lompounds by rormuta Bl | [P Compourch by Formte
Conrelate UV Chromatograms with Compounds -
+ Identify Compounds A =
*+ Compound Automation Steps: i o ok [Z]
- Worklist Automation E'e:e#.lﬁwml;ﬁ"em F A
Compounds by Molecular Feature
Reporting Options SBa‘chDdd?m Ompo
[ Workist Actions all ——
Selected Flanges E
+ Enport -
xJ

Select range
(%) Dperate on entire run
() Operate on retention times [in minutes)
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REIC. T—FRDAHRICT—IUR NTF—FETZEHN
[CEfTT B, MassHunter BXDIAHFY T RT T 7D
[Worklist] X=a2—H%S [Worklist Run Parameters] D« >/ K
DZERKHEDNGDFT. R4 FTDI1 Y RODRIU—
FvTFvTHD., BAXRRLTHDHEED. DA JL—F T
[Parts of method to Run] % [Both Acquisition and DA] &E87%E
LTWET.. T—9BRORTATavIick.
[Synchronous] 7zl [Asyncronous| ZERECEET,

=
bi=Hiil

PR RERET DHEERE UEVAEDES T, YT
EEFENICRIY—=JTE? Agilent MassHunter /\—/F
IVEEZBRUBYET —IR—RAF v MEHAELELR. 7
DTF—HIN—R(CIF. BENLIMTHRTH D 6700 FEFED
{LEYMDREESET —IDHZENTHD ., I—Y—FFWITE
BTEEXT,

MassHunter \—Y FIVEEZB XUBYFE T —IN—XF v
MCERIUTORHEN DD FT .
BRI ZRZR < EHICERTEEI,

#1 6700 EOILEMDOIFENT —FX—X (. ROEHE
HREDMRD O TV T,

{EZE@EER. LFR. BRUBEEESE

PUBCHEM B &U ChemSpider DY hMADEEY &
IUPAC %R

MS/MS AT NLS A 75 U 1ERitkRE

I1—-Y—0ORFELEIOX IS TEREICHT DRE
R OEIMCHRD A REE AR IV A X

PCOL VI KRNI IT7A VI TI—ADHS. FFEE
MassHunter B TOT S LD SERZRRTEEI,

Molecular Feature Extractor X2 Find by Formula 7% & D3 777%
BRRY—IVEFERUTRRDT —YRRETDIENTE
3

MassHunter BSOS LB KU MassHunter LD A
FHIT—OUXAREFERUTT—IR—ADERRELIE
ElFZ2(CBEETEE T,

SEH

1.

"Multi-Residue Pesticide Analysis with Dynamic Multiple
Reaction Monitoring and Triple Quadrupole LC/MS/MS"
Agilent application note publication 5990-4253EN.

"Pesticide Personal Compound Database for Screening and
Identification" Agilent technical note publication 5990-
3976EN.

"Agilent Personal Forensics and Toxicology Database Quick
Start Guide." Agilent Technologies Publication G6855-90003.

“Agilent G6855AA MassHunter Personal Forensics and
Toxicology Database Kit Quick Start Guide” Agilent
Technology Publication 5990-4264EN

"Agilent MassHunter Workstation Software Qualitative
Analysis Familiarization Guide" Agilent Technologies
Publication G3335-90060.

www.agilent.com/chem/jp
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