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SHIMADZU LCMS-8040
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YcnoBusa onpegenexHus:.

LC Nexera XR (Shimadzu)

Instrument Parameters

B

AutoPurge I Baseline Chedk Parameters | Comment
MS Interface Data Acquisition | LC Time Prog, I Column Oven I Controller Autosampler
100 Max Intensity : 0 9% _ mL/min C
i B.Conc [ -
] -100.0 ~100.0
. L75.0
75 | L
: -75.0 F75.0
] i Il
50 L -50.0
g -50.0 -50.0
25 250 p2s0 (250
| g
0 T T T T T 0.0 -0.0 a
0.0 5.0 10.0 15.0 20.0 250 30.0
Time Maodule Command Value -
1 1.00 Pumps Pump B Cenc. 5 |:
z| 1500 |Pumps Pump B Conc. 95 L
3 20.00 Pumps Pump B Cenc. 85
4 20.01 Pumps Pump B Cenc. 5
5 30.00 Pumps Pump B Cenc. 5
6 30.00 C e Stop
T 0.00
8 0.00
9 0.00
10 0.00
11 0.00
12 0.00
13 0.00
14 0.00 o Load Data... |
4| UL} ( Draw curve ]

[ 3aKpbITE H Cnpaexka ]

#A

5 M HCOONH4
0.17 06.% HCOOH
1 06.% CH3CN

#B
CH3CN



Ycnosuga onpegenennsa: MS 8040 (QgQ, Shimadzu)

Nebulizing Gas Flow L/min
Drying Gas Flow 10 L/min
Pexxum perncrtpaumu:
Auto MS/MS Interface Voltage 4.5 kV
DL Temperature 250 C
SCAN — Product lon Spectra  Heat Block Temperature 400 C
MRM — Product lon Spectra Senversion Dyede 60 K
Detector Voltage 1.76 kV
B Instrument Parameters View [ Nomal |CAdvancedd | End Tirme - 3000 min |
M> Interface | Data Acguisition | LC Time Prog. | Pump | Column Oven | Controller | Autosampler | AutoPurge
@ Positive ) Negative End Time:  17.680 min [IMS Program | Edit Valve and M5 Program... |
| MRM(+) | | Product Ion Sean(+) | |Precurser Ion Sean(4) | | Neutral Loss Scan(+) | | sM(#) || sean(4) |
[VlcDGas | cCIDGas... || Attenuation... | | LoopTime.. | o
Type Events +- | Compound Name miz Time (0.000 min - 17.680 min) ,a

AB-CHMINACA-K (HOOC-

= 50.00:368.00
AB-CHMINACA-M (HOOC-HO-) 374.00=257.00
= 50.00:334.00

- Product lon Scan 123
KB 62
- Product lon Scan 63

4|+ B
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Cnektpbl MC2: meTtabonuntbl AB-P
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CocTaB OmnonmnmoTeku
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06pa3oBaHHbIX OT > 30 CUHTETUYECKUX
KaHHaOMMUMMETUKOB;

e 105 NncMxoaKTUBHbIX BELLECTB

e 70 CHOTBOpPHbIX NpenapaTos



bubnuoTteka; cboplvlaT NIST

£E] MIST M5 Search 20 - [Name seerch]
W Fle Seach Yiew ook Opteens Window
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ABRCHMINACAMHODCHD

AE-PINACA-N [d-HOOC
AB-PIRACA-W HOOC
AE-PINACA-N HOOC] GU
HACA-M MOOC-HD-| momer-1
AE-P INACA-M HOOL-HO-| isomer-2
HACA-M HOOC o)

AL B-CHMIMACA-M [HOOC-HO
AL B-CHMIMACA-N [HOOC-HOH GLU
ADBEPINALA-N ideluom-dHHOOC)
ADBFPINALA-M defiuom-3-HOOC) GU
ADBFPINACA-N idefiugm-HOOC-HOH
ALIBEPIMALCA M idefiuse-HODC HO GLI
ADIBFPIRACA-M HO0C)
ALIBEPINACA-M HOOC] G
AL BFRINALCA-M HOOC-HD-|
ADIBEPINALA-M H:-II-I:IJELI
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MW: 373 C20H27N304 (cann_metab

Thans, AB-CHNIRACA N [ROOC-HO

AL Pesention ves: 1473 ran, LC

1831 13576
303 Z4B

13
i3

MName: AB-CHMINACA-M (HOOC-HO-)
Fomula: CapHa7N304
MW 373 Bxact Mass: 373.200157 |D&: 31 DB: cann_metab_lcmsms
Instrument type: QgQ/Arple quadrupole
Spectrum type: ms2
Compound type: M
Precursor type: [M+H]+
Precursar m#z: 374
Collision energy: 20.00V
lonization: ESI
lon mode: P
Collision gas: N2
AL Retention time: 14.73 min, LC method 1
& largest peaks:
2573 999000 1451 13976 3284 3361 2393 7582|
720 371303 2248 2251 12.09]
Svnormms:
PlotText & Flot £

950 41.861




bubnunoteka; dpopmar Shimadzu
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CAEe: 0-00-0 el Vemghe: 373 Serale: U

Compourd Name;  AD-CHMPACEM [HODC-HO-)
Formulac CHOBE0E Ael. Inde: B
Cleas Plag: Mg Clags Flages.

G M Dt ..t WIS Ly .

CAS#H: 0-00-0 Maol. Weight: 373 Serial#: 31

Compound Mame:  AB-CHMIMACA-M (HOOCHO-)
Formula: C20HZT304 Ret, Index:
Class Flag: Drugs

0



CITACHUBO 3A BHUMAHUE
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Hit# Compound Hame

Mol.Wit.

Formula

C24H33N30%

Edit Compound Information

S35

4 AB-PINACA-N (HOOC-) GU 507
5 AB-PINACA-N (HOOC-HO-) isomer-1 34T CIE8HZ5N304
8 AB-PNACA-N (HOOC-HO-) isomer-2 347 CI8HZ5N304 CASE: 0 o o [ ignore in Search Resuts
7 AB-PINACA-N (HOOC-oxo-} 345 C1EH23N304 2 Gy
3 AB-PINACA-M (HOOC-ox0-} GU S21 C24H3IN3010 Ompoundfame: - AB-PINACA-M (HOOC-)
9 AB-PINACAM (d-HOOC-) 31 CIBHZ3NI05 i P il =
10 ADB-FPINACA-W (HOOC-) GU 539 CZSH3FN3DG
11 ADB-FPINACA-M (HOOC-) 33 CIOHZEFN303 Class Flzg: Steroids » | Ret,Index: 0
12 ADB-FRINACA-H (defiuoro-d-HOOC-) WS CIOHZEN05 S'kﬂb'ds M
13 ADB-FPNACA-M (deflioro-giHODC)GU  §51  C2SH33N30N s b
18 ADB-FPINACA-H (defluoro-HODC-HO-) %1 C19HZTNI0S Anin Acids
15 ADB-FPINACA-M (defuoro-HOOC-HO-)GU 537 C25H3SN3010 Metals
15 ADB-FPNACA-M (HOOC-HO-} 379 CI9H26FNI0S Carbohydrates -
17 ADB-FPNACA-W (HOOC-methy-HO-) 3 C1OH2EFN304 Miscellaneous Natural Products
18 ADB-FPINACA-W (HOOC-HO-} GU 555 C25H34FN3010 [ oK ] [ e | [ Help ]
13 AB-FRINACA-M (HOOC-) 349 CIZH24FN303
20 AB-FPINACA-M (HOOC-) GU 525 C24HI2FN309 !
2 AB-FRINACA-M (defluoro-i-HOOC-} 31 CIBHZ3NI05
1 IInten.(x1,DDU]
D'nl I i 1 T I 1 i I 1 i 1
2429980 2429983 242.9985 242,998 2429990 2429992 242.9995 242.9998 243.0000 243.0002 242.0005 242.0008 2430
3:331: ABPINACA-M (HOOC-)
. 1 Inten.(x1,000)
0.0 T T T T T T T T T T T T
2429930 2429983 2429985 242.9988 2429990 2429992 2429995 2429998 243.0000 243.0002 243.0005 243.0008 2430
CAS#: 0-00-0 Mol Weight: 331 Serial#: 3
Compound Name:  AB-PINACA-M (HOOC-)
Formula: C18H25M303 Ret. Index:
Class Flag: Mo Class Flags.
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