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LCE%: ACQUITY UPLC I-Class
= ACQUITY UPLCBEH C,,
(100*2.1 mm, 1.7 pm)
Hig: 45°C
RENEA: 0.1% R/ 7k
PBhtHEB: 0.1%FEg/ Z k5
BERINT
B8] i3]
(min) (mL/min)
0 0.4 95 5 1A
0.5 0.4 95 5 6
9 0.4 30 70 6
10 0.4 30 70 6
12 0.4 5 95 6
14 0.4 5 95 6
17 0.4 95 5 1
MSZ ¢
MSZ % Waters Xevo G2-XS QTof
RERR: REYERKESI, MSE
EMERE: 2.5 kV
HEFLHBE: 40V
RiRE: 120 °C
EURIEE: 500 °C
EUSTE: 800 L/h
HEFLSTRIE: 50L/h
RERSEEE: 50-1200
Lock mass: SRR RMMEERK (LE)
400 ng/mL
RS- 02s
filiiEgE=: Low CE 6 eV

High CE 10-45 eV
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Midazolam [Waters TCM Synthetic Adulterants'Library]
Property Value [ia]
"ol | ltemype Compound
Name S "
Item descriptic
1 11-Deoxycorticosterone s i N = N
= L 1UPAC name N\ \
17-Hydroxyprogesterane N
Formula CIBHI3CIFN3
g Acetaminophen
Hill formula C18HI3CIFN3
4 Acetildenafil
A i 325.767.
5 Acetylsalicylic acid e SIET
P X Mongisotopic mass 325.0782
Acipimox a
RE® TR #EAL Anticonvulsant.
T Agomelatine Item tag Sedative, Hyprotic
8 Aildenafil 1s/r1emn aniEmar =
9 Aiclometasone-dipropionate || ‘
10 Aidosterone | T 1
Synonyms Identifiers ‘ Physical properties
11 Afuzosin 1
Tl asraitin ‘ Synonym Identifier Value 4 propeny Value
N R Midazolam L CAS number s9467-64, |
14 Amcinonide bl
15 Amino Tadalafil Somjeny
16 P —— Midazolam maleate sait
17 Amitriptyline YERSED
18 Amiodipine o SREGREE
19 Amobarbital
20 Androstenedione
Priority  Intensity  Formula  Neutral Mass... t ~ Adduct Charge ‘entationtype Expectedm/z  Observed m/z | Expected RT (min)  Obs
Instrument model: Unknown, Instrument serial no:, Manually created, Created by administrator on Nov 25, 2016
=l Detection result: (3 items)
Imported from spreadsheet
<l 3250782 +H +1 326.0855 5.460
3 309.0589 5.460
2 2911166 5480 ]
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X, A, IIREE, THEEMIFASE, HTEEERPIREXER. TRBIIHERLEUEY, 0
B3, @Eidltem tagi¥ RERM U EY, HERARTEEERINNLEY. FRESRTER WA LURELD
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Search criteria Operator Search value
1 itemtag equals {2EE
*
Search in: |waters TCM Synthetic Adulterants Library v | ShOW: | All Results
Name Library name :

1 Zaleplon ‘Waters TCM Synthetic Adulterants Library
2 Pentobarbitone Waters TCM Synthetic Adulterants Library
3 Estazolam Waters TCM Synthetic Adulterants Library
4 Ramelteon Waters TCM Synthetic Adulterants Library
5 Indiplon Waters TCM Synthetic Adulterants Library
6 Nitrazepam Waters TCM Synthetic Adulterants Library
7 Tasimelteon Waters TCM Synthetic Adulterants Library
8 Phenobarbital Waters TCM Synthetic Adulterants Library
9 Midazolam Waters TCM Synthetic Adulterants Library
10 Triazolam Waters TCM Synthetic Adulterants Library
11 Barbital ‘Waters TCM Synthetic Aduiterants Library
12 Amobarbital Waters TCM Synthetic Adulterants Library
13 Zopiclene Waters TCM Synthetic Adulterants Library
14 Secobarbital Waters TCM Synthetic Adulterants Library
15 Melatonine Waters TCM Synthetic Adulterants Library
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KRR RPEFR BIER FUE FHRELR, RIBIS %, BERESSAS T ED, RIBREM
B8], R EL. — R RERESTE, MEAERIEREAR, ERHFENTERRRBATIEER
RSy, SREH, 4ATIERTE, AIRETUZARIRFER & R 4NES, FARBEFETRER REH AR IE
#iE; ABARIIR, ERREMNASEXERMNSFX, MNBWEEF. REIRE. MABETF. WEE,
RSERREMEREAHTEER; ACHSBEFIRINEFRE; ADXMMAESH—R _RREE, RIFE
BT HEBFEFREII, FRREEMM — RFEEE BT BN SR EEREE, KKRBSTHE.

Workflow =
| Worklor 7‘ §7 YKLMEOHPOST . g WRE ‘ T
e i
T —— 8
I [
| Summary Component name Formula Observed myz ' Expected RT... Observed RT... Adducts Response Mass error (mDa) | Expected Fragments Count Expected Fragments Found
O hipkch Cvendei 1 amE CI3HIEN202 2331284 391 387 +H 82001 00 4 4

Accurate Mass Screening Defau...
© Show All Candidate 4 B

@ Component - Good Match
© Component - Poor Match

© Component - Low Abundance

o Component - No Match High... +*
& Component - No Mateh Medi... Item name: JYKL_MEOH_POS_1 Item name: JYKL MEOH_POS_1 Channel name: Low energy : Time 38702 +...
Channel name: S2583% [+H] : (45.5 PPM) 233.1284 Item description:
© Component - Quantification amE 17209103 5236
© Component - Confirmed Table H Se5-} 387 z | 4D i e
© Component - Confirmed Plot 4C E
@ Binary - Overview Plot 4e5] > 25¢6
O EIfns Diferepcn - 15006489 173.08299)175.09408
- 5 \
O Binary - Common Z 0 : 70.01361 ; I - 216,1DI172—-| i
© Binary - Reference Unique é. L S0 100 150 200 250
© Binary - Unknown Unique z {Iem zame_: JYKLMEOH_POS 1 Channel name: High energy : Time 3.8702...
-1 il tion:
O table for ppt 2 259 em description: ,
= z 13006505 17409072
£ 2e6- il &
4A 3 )
100000 2
>
2 11505411 175.09364
2 1
\ N =
o 2 5 10305442~ | | ‘L ‘\ 19809061 23212018 E4. UNIFIBIZ 58 &
T T e T T — hh +
0 3 K 5 K 50 100 150 200 % | BB TRAIREFE L
Retention time [min] Observed mass [m/z] % 73; .
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R U ANEN LE, BT —£0I1%, MAEULAYTELAERNBELRS, HRNGaHE
£, SEABGEMAATEY, B33 SRR MBS TR, TR AE,

1B T A hificommon fragment searchIf AE AT M NFHEHEREFSRE K 1KUY, MESHTR, 5A5
WEID, MNERF 3111503R REBIREEM; SBARMN, RN SHUHH NN RNRERE; 5C
SHESERA RRETRE. LRKHMERT A LRESERH ELM0ES, I KHEE
El, IEB N AT AR,
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| Parameters =

Fragment Mass: 3111503 Da

Mass Tolerance: 2 mDa 5 A

[ () start

| Resuits ¢4 found) 2
Component Name  RT (min) el

1 Nor-acetildenafil 53984 ‘

2 Homo Sidenafil 50166 5B L

3 Aiidenafil 61485

4 Nomeosildenafil 92889 [=]

| Frier | X

Information & =

2: +311.1503 (0.0020 Da) : TOF MS* (50-800) 10-45eV ESI+
228

5C

g

Int... [count

1086 1344

1500
539 614
u d 177
T T T T
25 5 75 10
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Discovery ‘ Ci it | Cl

| Fragment Match |
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>

Elemental Composition
Minimum i-FIT Confidence:

©® ChemSpider (© Scientific Library

Zomponent Name  myz Elemental Co... i-FIT Confidence (.. Common Name

Fragment Matc... : © Citations Q

10 %  Minimum citations: 0
Number of compositions: 25 Number of hits: 50
(¥) Start ¥ Cancel
Results (50 found) 6B 2

6C

1 Nor-acetiidenafil 4532608 C24H32N603 97.96 5-(2-Ethoxy-5-[(4-me... 1 17

2 Nor-acetildenafil 453.2608 C24H32N603 97.96 5-(2-Ethoxy-5-[(4-eth.. 10 13 7]

) [
¥ Assign

Information =

5-{2-Ethoxy-5-[(4-methyl-1-piperazinyl)acetyl]phenyl}-1-methyl-3-propyl-1,4-dihydro-7H-pyrazolo[4,3-d]pyrimidin-7-one 'I‘

S
il . 453.261
1 7H-Pyrazole[4,3-d]pyrimidin- £
=
2 5-{2-Ethoxy-5-((4-methyl-1-p g 2565
B 12 113107 353,161
3 5-{2-Ethoxy-5-[(4-methyl-1-* 18 & sorq33 27134 TL
4 5-fthoxy-5-[2-(4-méthyll £ e &5
- -5-[2-(4-m - =
) s 1 6. Discovery—# 5 XA K1)
0 100 200 300 400 . y—zZx
4 [»] Mass (Da] U,E,

ETUNIFIF R E R RAORRIDER MU ER D BRTIR

5



[AEE ]

it
A RELZURRERUESERARTERBRISTAG], RRTET
UNIFIE 2R frdE ik iR IR SR I Y BE R AR R 77 585

B RERIETFR B K ARTERE, RAMSTIFSHR KB REERN, £2T
UNIFIRZEE U BIRELEBTS, AEIEERME, BiIRERE, BRRE
. R FERRETEBRESHEHRE, BERTRRAESEE
NIRRT EIRTUNIFISHRT G20 B SR K14 53 45 AR I A R R 7
18, KKIREHE.

"

Woaters

THE SCIENCE OF WHAT'S POSSIBLE.”

WatersFiThe Science of What's Possible 2 &4 /A T893 MR #7-

©2017 K45 /A 5], 20174038

A1, XERAFHERE

AT ERRAT

REF RN (BB BRAR
JE3: 010 - 5209 3866
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F#: 852 - 2964 1800
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