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1 C25H23N205 3991531 5.7 4.3 99 441 5.5
2 C25H25FMNas 3991559 24 T3 99438 12.5
3 C2AHZ3NAS 3991643 -5.5 -138 99435 5.5
4 C2HZ50F25 3991564 -0.6 -1.5 99383 1.5
5 C23H24MN20MaS 3991507 5.1 203 99331 12.5
5] C23H25MN2F2S 3991707 -11.9 -287 99 295 1.5
7 C2THZAFS 3991583 0.5 13 99 238 15.5
3 C23H27045 399 1630 -4.2 =105 99277 0.5
9 C22HZANANES 399 16149 -3 -7 49 99 769 125
10 C23H28025F 399 1548 4.0 101 99 754 05
11 C23HZBFMNaZs 399 1535 53 134 99 209 95
12 CI2HZANZOIFS 399 1543 4.5 114 99 188 115
13 CIPHZENZOSP 399 1660 -T2 -18.0 99 171 05
14 CHHZANAOFS 399 1655 -67 -167 99 103 115
15 C22HZB0F2Mas 399 1570 18 4.5 99 040 25
16 C2HZ8F52 399 1618 -2 8 =71 99 023 05
17 C22H30FMNasP 399 1688 =100 -24.9 99 015 75
18 CHHZENZ0MNa2s 399 1483 105 263 98 960 95
19 CHHZENZF 2Mas 399 1682 -94 e 98 947 85
20 CIPHZTNZOS2 399 1565 23 58 98 931 105
21 C2HZTNAS2 3991677 -8.9 -223 98928 0.5
22 C20HZ3N4035 3991491 a.7 243 98922 1.5
248 C22H29FMNas2 3991562 -04 -1.1 98 808 75
24 C20H25MN4Ma25 3991505 -0.7 -18 98 883 95
25 C2IHZ804Mas 399 16808 -1.8 -4.5 98 874 75
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1 C25HZ3M205 293 15311 -0.0001 0 155
2 CAHT1AMTEOF2PMa | 29915311 -0.0029 -7 25
3 C20HZTMZFP2Ma 299 15312 -0.0108 =27 85
4 CT0HZTNI00S3 29915314 -0.0336 g4 2.5
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Elemental Composition Determination through Accurate Mass:
From Quadrupole to FT ICR MS

Gu Ming, Wang Yong-dong
(Cerno Bioscience, 14 Commerce Drive, Danbury, CT 06810, USA)

Abstract: A more comprehensive calibration involving m/z and peak shape has been developed to attain
the high spectral accuracy necessary to achieve unique elemental composition determination. This

approach can be applied for formula determination at much lower resolution such as single or triple
quadrupole mass spectrometers.
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