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Component name Identification status ¢ Neutral mass (Da) | Observed neutral mass (Da) | Observed m/z Mass eror (mDa)  Mass error (ppm)  Observed RT (min) Detector counts | Response 1+ Adducts @

6-acetamido-N-(5-cyanopentyljhexanamide Identified 267.19468 2671953 2682026 06 22 1843 1797726 1559571 +H

1

2 N-(5-cyanopentyi)-6-hexanamide Identified 32325728 3232568 3232562 05 A5 1992 720441 394674 -

3 Identified 29522598 2952261 2962334 02 06 1902 183245 183245 +H

4 Identified 39435503 3943545 3953618 15 37 2110 492516 177311 +H, +OH =
= - m ~ o

Item name: 100%RG_MSe_01 Component: - do-N-( Summarized by: Response
Channel name: 6-acetamido-N-(5-cyanopentylihexanamide [+H] : (45.5 PPM) 268.2026
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Results (5 found) B -
i Marker Name Elemental Compesition | i-FIT Confidence (35) = Common Name Fragment Matches 1+  Citations PE
1 140.10747_13.928 CBH13NO 100.00 N-Vinylcaprolactam 11 132
Information Cc a
N-Vinylcaprolactam 0%'
£ Synonyms
115.056
1 1-Vinylazepan-2-one 2e6 130.068
w
2 2H-Azepin-2-one, 1-ethenylhexahydro- ‘g’
[+
i =
2 1-Ethenylhexahydro-2H-azepin-2-one i i e
H B \
4 218-787-6 2
L Lé‘ 91056 106.068
5 2235009 = 77081 \ h
6 n-vinyl caprolactam L 0- LA :
" N-Vinviranralactam H 75 100 125
[4] Mass [Da]
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100% RG 182.1541 12.27 4-2-E0YS I 6-NTHSTI-4-A-)L C,H,,NO 21 83 3
100% RG | 1871452 13.54 4-AVTOEN-1-ERSS ) )EeEE C,H,N,0, 7 100 3
100% RG = 140.1075 13.93 N-EZIHTO595 L CgH,;NO n 100 3
100% RG | 158.0959 14.16 1-FIFIAFINTZ CyHuN 1
100% RG | 186.1467 14.55 (2R)-N2-(1-7ZJIFIN)-2,2,4,5(3H)-EUZS>F RS> CeHyN, 5 100 3
100% RG | 166.1586 18.39 10-0>F > =ML CyHeN 5 100 3
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100% RG | 2241760 18.74 4-(1-AF)V-1H-ESY - )L-4-1)L)-4-TORFSERYSD> C,,H,N,0 8 35 2
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Item name 1+ Component name Identification status  : Observed neutral mass (Da) Observed m/z  Mass error (ppm)  Expected RT (min)  Observed RT (min) Detector counts Response = Adducts
1 0%RG_MSe 01
2 O%RG_MSe 02
3 0%RG_MSe 03
4 100%RG_MSe_01  4-{1-Methyl-1H-pyrazol-4-yl)-4-propoxypiperidine  Identified 2231683 2241756 08 1874 18.46 73299 73209 +H
5  100%RG_MSe 02 4-(1-Methyi-1H-pyrazol-4-yi)-4-propoxypiperidine  Identified 223.1680 2241753 23 1874 18.46 62651 62651 +H
6 100%RG_MSe 03  4-(1-Methyi-1H-pyrazol-4-yi)-4-propoxypiperidine  Identified 2231681 2241754 -15 1874 1847 66129 66129 +H
7 Blank cup_qw_01
[E1
m -
Component: 4-(1-Methyl-1H-pyrazol-4-yi)-4-propoxypiperidine Summarized by: Response Item name: 100%RG_MSe_03 Channel name: Low energy : Time 18.4678 +/- 0.0175 minutes

Item description: 100% RG

209.16506 6.53e6
73299

Se6} 22417541

66120
62651
oo b i 208.15163
3 ] | 12600150 15412260 jaqiscce” N
0 ! g ; I B [ ! I .
o 50 75 100 125 150 175 200 225
Item name: 100%RG_MSe_03 Channel name: High energy : Time 18.4678 +/- 0.0175 minutes
T

Item description: 100% RG
21014949 226.1913083e6
AY

Inte... [Counts]

Response

B 2.5e6 182.15425
2 98.09685 154.12265

H

S 9608122 | 11806503 & \

: A / | |

- . . | i ||‘|‘1| I I bowl .l | Il. |||I|‘\|| LL

50 75 100 125 150 175 200 225
Sample Injection Observed mass [m/z]

0%RG_MSe 01
0%RG_MSe 02
0%RG_MSe 03

100%RG_MSe 01

100%RG_MSe_02

100%RG_MSe_ 03

Blank cup_qw_01 1

Blank cup_qw_02

Blank cup_qw_03
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