AB2-146A EPSRC National Facility Swansea IMPBUL-RAC
(DCM)/MeOH + NH40Ac LTQ Orbitrap XL 07/06/2017 19:38:01
C9H18CINO2

IMPBUL_AXAQV_32455 #45-59 RT: 0.72-1.05 AV: 13 SM: 7G NL: 2.73E7
T: FTMS + p NSI Full ms [120.00-1935.00]
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AB2-146A EPSRC National Facility Swansea IMPBUL-RAC
(DCM)/MeOH + NH40Ac LTQ Orbitrap XL 07/06/2017 19:38:01
C9H18CINO2

IMPBUL_AXAQV_32455 #45-59 RT: 0.72-1.05 AV: 13 SM: 7G NL: 2.73E7
T: FTMS + p NSI Full ms [120.00-1935.00]

100 152.0470

95—
90—
85
80—
75—
70
65—
60—
55
50—
45—

Relative Abundance

40 155.0471
35—
30—
25
20—
15—
10—
5— 246.0739  263.1005

230.0920

0 o RN LR A A R R RS R AN RARRN ARRE ""\"‘"\HH\HMHH\H"\"“‘\“"‘\"‘H\HH\HH\“H"\“"‘\""\‘“H‘ww”w””\www EARRRARRNRARRAE

140 160 180 200 220 240 260 280 300
m/z



AB2-146A EPSRC National Facility Swansea IMPBUL-RAC
(DCM)/MeOH + NH40Ac LTQ Orbitrap XL 07/06/2017 19:38:01
C9H18CINO2

IMPBUL_AXA9V_32455 #45-59 RT: 0.72-1.05 AV: 13 SM: 7G NL: 3.01E6
T: FTMS + p NSI Full ms [120.00-1935.00]
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AB2-146A EPSRC National Facility Swansea IMPBUL-RAC
(DCM)/MeOH + NH40Ac LTQ Orbitrap XL 07/06/2017 19:38:01
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| sot ope: Mn. .. Mx.

14 N 0 15

16 O 0....15

12 C 0....60

1H 0....70

23 Na 0....1

35 d 0....2

Tol erance W ndow. +- 5.00 ppm

Db/ Ri ng Equi v: -3.. 100 N Rul e: Do not use

Fits: 300 Char ge: 1

Mass Theoreti cal Delta RDB Conposi tion
Mass [ ppn]

230. 0920 230. 0918 0.7 0.5 CHgC N O, Na
230. 0924 -1.8 8.5 C, H, G N,
230. 0916 1.9 -1.0 C Hy,C d,
230. 0915 2.0 4.5 C,H,N, d,
230. 0913 2.9 5.0 Cp, Hs G Nay
230. 0929 -3.9 4.0 C, H;C N, d
230. 0911 4.1 9.0 C C, N



