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=-MSMS Library -
£-Paositive ion 1004 s

- MW=45

Bl C2HTM

= Ethylamine

L.ms2;P 46, CEBV

ms2; P 46; CE 10V

ms2; P 46; CE12V

Dimethylamine

ms2; P 45; CE 16V /\N
ms2; P 46; CE 20V 50 /x’
ms2; P 46; CE 24V NH

ms2; P 46; CE 30V 42.00

- M=48
- CH4S
=-Methanethial
L.-ms2; P 48, CET.3eV

2 MW=59
B C3HIN £700
= Isopropylamine N 28.00 40.00 5900 || [0
ms2; P 60; CE 6V T2 25 30 35 0 45 50 55 50 55 70 75 20

ms2, PG0, CE&V {nist_msms) Imidazole
ms2; P 60; CE10V Mame: Imidazole

ms2; P 60; CE12V Formula: C3H4Na
= MVW=61 MW 68 CASH: 288-32-4 NISTH: 1031644 |D&: 6843 DB: nist_msms
: Other DBs: None
=] C_QH?NO Comment: NIST Mass Spectrometry Data Center
=-Ethanolamine Instrumertt type: QgGAriple quadrupole
ms2; P 62 114; CE 35% Soectrum type: ms2
Compound tvpe; M
ms2; P 62.11; CE 35% Precursortype: [M+HJ+
- MW=62 Precursor m/z: 68.9
_ Colision energy: 18V
Bl I'u:IW-BB Instrument: Micromass guattro
- C3H4M2 Sample inlet: direct flow injection

: i lonization: ESI
Erimidazale lon mode: P
Colision gas: Ar
ms2; P 68.9; CE 30V Cone voltage: 30V
ms2 P 63.9: CE 40V AL Condtion: S=MW(1% H+) C.=-5, T=120/150, U=700 p=1.6 Description: msms_2_40-30-p63(100) Origin: Sigma-Aldrich Catalog: 10250

! o 10 largest peaks:
69.00 595.00| 42.00 356.00| 67.00 4300| 66.00 43.00| 65.00 10.00
63.00 5.00| 71.00 500 6400 3200|4000 400]2800 200

Symonyms:
no synanyms.
3HTNOZ
CAH11NO 4 | >
~ mrnn jid | Y Ny
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=-MSME Library A
: €9.00
=-Positive ion 1004
= MW=45
- C2H7N
.. Ethylamine
ms2; P46, CEBV
ms2; P 46; CE 10V
ms2; P 46; CE 12V PN
Dimethylamine 4200 N
ms2; P 46; CE 16V NH {'/
ms2; P 46; CE 20V 50
ms2; P 46; CE 24V
ms2; P 46; CE 30V
= MW=48
[=-CH4S
& Methanethiol 86,00
L.ms2, P48, CET.3eV
= MW=59 28.00
: 71.00
=-C3HIN
- \soprnpylamlne i) | ! | ‘ | | | |
ms2, P 60, CEGV 20 25 30 35 40 45 50 55 50 &5 M 75 20
ms2, PG0, CE&V {nist_msms) Imidazole
ms2; P 60; CE10V MName: Imidazole
ms2; P 60; CE12V Formula: C3H4N2
- MW=51 MW: 68 CASH: 288-32-4 NIST#: 1031650 |D&: 6844 DB: nist_msms
: Other DBs: None
B C_QH?NO Comment: NIST Mass Spectrometry Data Center
= Ethanaolamine Instrument type: GqQAriple quadrupaole
ms2; P 62 114; CF 35% gecumtipe mel
D tvpe:
ms2; P 62.11; CE 35% Precursor type: [M=H]+
- MW=62 Prepgrsor m/z: 68.9
MWw=g8 Colligion energy: 30V
B A Instrument: Micromass guattro
- C3H4M2 Sample inlet: direct flow injection
= mcszol kngaen 6
Colision gas: Ar
Cone voltage: 30V
ms2: P 68.9° GE 40V .‘IREI‘)E( [;n;drggz;S:MWﬂ % H#) C.=-5, T=120/150, U=700 p=16 Description: msms_2_40-30p63(100) Origin: Sigma-Aldrich Catalog: 10250
rgest peaks:
69.00 595.001 42.00 605.00| 68.00 442.00| 66.00 242.00| 67.00 237.00
65.00 142.00] 28.00 117.00] 64.00 111.00] 41.00 93.00] 71.00 83.00
Symonyms:
no synanyms.
3HTNOZ
CAHTIND ] |
~ mrnn jid | Y Ny
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=-MSMS Library
é--F’ositwe ion

- MW=45

Bl C2HTM

= Ethylamine

L.ms2;P 46, CEBV

ms2; P 46; CE 10V

ms2; P 46; CE12V

Dimethylamine

ms2; P 46; CE 16V

ms2; P 46; CE 20V

ms2; P 46; CE 24V

ms2; P 46; CE 30V

- =48
B CH4S
=-Methanethial

L.ms2; P48, CET3eV
o MW=59
B C3HIN
5. Isopropylamine
.ms2; PE0;CEGV
ms2; P 60; CE 8V
ms2; P 60; CE 10V
ms2; P 60; CE12V

- MW=61
B C2HTNO
=-Ethanolamine
ms2: P 62.114; CE 35%
ms2; P 62.11; CE 25%

- MW=62
o MW=68
B C3H4NZ
& Imidazole
ms2; P 68.9; CE 18V

100l §9.00
7y
NH—//
50
4200
2300
64,00
61.00

20 25 30 35 40 45 50 55 60 65 70 75 a0
{nist_msms) Imidazole

Name: Imidazole

Formula: CqH4Nz

MW 68 CASH: 288-32-4 NISTH: 1031655 |D&: 6845 DB: nist_msms

Other DBs: None

Comment: NIST Mass Spectrometry Data Center

Instrument type: QqQAriple quadrupole

Spectrum type: ms2

Compound tvpe; M

Precursor type: [M+H]+

Precursor m/z: 68.9

Colision energy: 40V

Instrument: Micromass guattro

Sample inlet: direct flow injection

lonization: ESI

lon mode: P

Colision gas: Ar

Cone voltage: 30V

ALK Condtion: S=MW(1% H+) C =5, T=120,/150, U=700 p=1.6 Description: msms_2_40-30-p63(100) Origin: Sigma-Aldrich Catalog: 10250

10 largest peaks:
69.00 599.00| 68.00 783.00| 67.00 452.00| 42.00 443.00| 70.00
66.00 320.00| 28.00 311.00| 41.00 296.00| 64.00 133.00| 63.00

Symonyms:
no SYNanyms.
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ositive ion 1004
é--Negati\re ion
2 MW=T6
£ C2H403
| & Glycolic acid
L.ms2; P 151.004; CE 35%
msZ; P 151.00; CE 35%
=-C3HBO2
= 2-Propanediol

ms2; P 75.191; CE 35% 0 _/_\
-ms2; P 75.21; CE 35% H
B MW=85

£-NNa03

é..Sodium nitrate
ms2; P 147, CE 28 %
msZ; P 402; CE 19 %
ms2; P 487, CE18 %

59.10

B MW=86
5-C4HB02 | 4320 5710
E-3-Butenoic acid T 50 60 70 80 30 100 110
ms2; P 85.195; CE 35% {nist_msms) cis-2-Penten-1-al
L.ms2; P 85.24; CE 35% Mame: cis-2-Penten-1-ol
- C5H100 Formuls: C5H1p0

B cis-2-Penten-1-ol MW: 86 CASH: 1576-95-0 NISTH: 1034031 |D&: 8370 DB: nist_msms
: K X Other DBs: None

ms2; P 103.288, CE 35% Comment: NIST Mass Spectrometry Data Center

Instrument type: [T/ion trap

Spectrum type: ms2

Compound tvpe; M

Precursor type: [M-H+H20}

MW=88 Precursor m/z: 103.29

Colision energy: resonant relative/nomalized 35%

MW=30 Instrument: Themna Finnigan LTG
- MW=81 lonization: ESI
— lon mode: N
=95 Pressure: 0.008mTorr
MW=98 AU Consensus spectrum; 0.Img/mL in 50% MeOH/0.1% TFA
MW=98 4 |argest peaks:
MW=aa 59.10 999.001 57.10 18.00| 4320 70O0| 4200 3.00
- Synoryms:
MW=100 No Synonyms.
Mw=101
MWw=102
MW=103
Mw=104
-MW=106
MW=109
Mw=110
M=111
= anr_aan =l ProwTest fFREF
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- Positive ion 100 %10
é--Negati\re ion
= MW=76
£ C2H403
. E-Glycolic acid
{.ms2; P 151.004; CE 35%
msZ; P 151.00; CE 35%
=-C3HBO2
= 2-Propanediol R
ms2; P 75.191; CE 35% c0 _/_\
-ms2; P 75.21; CE 35% H
- MW=85
£-NNa03
é..Sodium nitrate 4212
ms2; P 147, CE 28 %
msZ; P 402; CE 19 %
ms2; P 487, CE18 %
B MW=86
B C4HB0Z 33.|1 9 58.I14 . 85.00
E-3-Butenoic acid T @ 0 50 60 70 80 100 110
ms2; P 85.195; CE 35% {nist_msms) cis-2-Penten-1-al
L.ms2; P 85.24; CE 35% Name: cis-2-Perten-1-ol
£-C5H100 Formula: C5H1p0
B C_is—2—F'emen—1 -l %ﬁgéﬁﬁi:ﬂ;ﬁ?&ﬂ&ﬂ NIST#: 1034032 |D&: 8371 DB: nist_msms
ms2; P 103.288; CE 35% Comment: NIST Mass Spectrometry Data Center
P 103.29: CE 35% Instrument type: [T/ion trap
Spectum type: ms2
Compound tvpe: M
Precursor type: [M-H+NH3}
MW=88 Precursor m/z: 102.156
MW=a0 Colligion en.am' resnnar_rt relative /momalized 35%
Instrument: Themo Finnigan LTG
- MW=81 lonization: ESI
=95 B GoanTor
MW=88 AU 0.1mg/mLin 50% MeQH/0.2% ammanium hydroxide
MW=96 6 largest peaks:
. 58.10 999.001 42.12 260.00| 56.14 15.00] 33.13 16.00] 8500 12.00
Mw=0g 6001 800
MW=100 Synoryms:
MW=101 na synanyms.
MWw=102
MW=103
MW=104
- MW=108
MW=109
MwW=110
oo e
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The MIST Mass Spectral Search Program
for the MISTAEPASMIH Mass Spectral Librany
Version 2.0f, build Oct 8 2008

Software by 5. Stein, Y. Mirokhin, 0. Tchekhovskoi, and G. Mallard.
Data Evaluation by A. Mikaia, V. Zaikin, J. Little, Damo Fhu, E. White and D.
Sparkman.

MIST uses its best effort to deliver a high guality copy of the database and to ensure
that the data shown are accurate. However, NIST makes no wamarties to that effect,
and MIST shall not be liable for any damage that may result from emors or omissions in
the database.

Distributed by the Standard Reference Data Program of the Mational Institute of
Standards and Technology. Copyright 2 2008 by the U.5. Secretary of Commerce on
behalf of the United States of Amerca. Al Rights Reserved.

Portions copyright = 1584-1996 FairCom Comporation. "FairCom™ and “c4ree Plus” are
trademarks of Faircom Comporation and are registered in the United States and other
countries. All Rights Reserved.

Seral Number
Mot Applicable
Distributed
Scientific Instrument Services, Inc.
1027 Old York Rd.. Ringoes, MJ 08551

PHONE: (30:8)738-5550; FAX: (303)306-6631
http ./ www sisweb .com./nist




