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(H20)/MeOH + NH40Ac LTQ Orbitrap XL 03/04/2017 16:41:23

C11H13NaO3S

IMPBUL_AYVN7_A #32-38 RT: 0.74-1.02 AV: 6 SM: 7G NL: 3.29E6
T: FTMS + p NSI Full ms [120.00-1935.00]
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IMPBUL_AYVN7_A #32-38 RT: 0.74-1.02 AV: 6 SM: 7G NL: 3.29E6
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rc5-643
(H20)/MeOH + NH40Ac
C11H13Na03Ss

IMPBUL_AYVN7_A #32-38 RT: 0.74-1.02 AV: 6 SM: 7G NL: 1.74E6
T. FTMS + p NSI Full ms [120.00-1935.00]
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(H20)/MeOH + NH40Ac
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Relative Abundance
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NL:
2.14E6

IMPBUL_AYVN7_A#32-38 RT:
0.74-1.02 AV:6 T: FTMS + p
NSI Full ms [120.00-1935.00]

NL:
1.96E4

C11 H1z3 NaO3 SH:
C11H14Na103S1

p (gss, s /p:40) Chrg 1

R: 100000 Res .Pwr . @ FWHM



| sot ope: Mn. .. Mx.

14 N 0 15

16 O 0....15

12 C 0....60

1H 0....70

23 Na 0....5

32 S 0....5

Tol erance W ndow. +- 5.00 ppm

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

Fits: 150 Char ge: 1

Mass Theoreti cal Delta RDB Conposi tion
Mass [ ppn]

249. 0558 249. 0559 -0.2 6.0 C, Ha N Na, s
249. 0557 0.5 -2.5 C, Hy G Na,
249. 0557 0.5 3.0 C, Hy G, N, Na,
249. 0560 -0.6 4.5 C, Hy Ny Na,
249. 0560 -0.6 -1.0 C, Hy, G N, Na,
249. 0560 -0.8 -1.0 CHLC NS,
249. 0556 0.9 4.5 C, H,C NS
249. 0554 1.6 1.5 C, Hy, G Ny Na,
249. 0554 1.6 7.0 C, H, C, N, Na,
249. 0562 -1.7 0.5 C,H,; C, N, Na,
249. 0563 -1.9 0.5 C,H,C NNa S,
249. 0553 2.0 8.5 C, H,C N, S
249. 0552 2.4 -3.0 C,H;C N, Na, S,
249. 0565 -2.7 5.0 C, H G N,
249. 0565 -2.7 -0.5 C,H; Co N,
249. 0551 2.7 0.0 C, H, G N
249. 0551 2.7 5.5 C, HC N,
249. 0566 -3.4 8.0 C,H,GN,; S
249. 0549 3.5 1.0 C,H, N, Na, S,
249. 0549 3.6 14.0 C, Hy N, Nay
249. 0549 3.7 1.0 C, H, C N, Na,
249. 0567 -3.8 6.5 C, Hy C, N,y Na,
249. 0567 -3.8 1.0 C, H, C, N, Na,
249. 0548 3.9 2.5 C, H, N, S,
249. 0568 -4.1 -2.0 C,HgN Na, S,
249. 0547 4.6 -0.5 CHLCGNS,
249. 0546 4.7 12.5 CeH G
249. 0546 4.8 -0.5 C, H, C, N, Na,
249. 0570 -4.9 2.5 C, H, C, N, Na,



