EMO018 EPSRC National Facility Swansea STATAY
(DCM)/MeOH + NH40Ac LTQ Orbitrap XL 28/06/2017 16:08:32
C29H23NO2S

STATAY_CWES3V_29788 #44-57 RT: 0.74-1.03 AV: 11 SM: 7G NL: 1.50E6
T: FTMS + p NSI Full ms [120.00-1935.00]
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EMO018 EPSRC National Facility Swansea STATAY
(DCM)/MeOH + NH40Ac LTQ Orbitrap XL 28/06/2017 16:08:32
C29H23NO2S

STATAY_CWE3V_29788 #44-57 RT: 0.74-1.03 AV: 11 SM: 7G NL: 1.50E6
T: FTMS + p NSI Full ms [120.00-1935.00]
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EMO018
(DCM)/MeOH + NH40Ac
C29H23NO2S
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EPSRC National Facility Swansea
LTQ Orbitrap XL
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STATAY
28/06/2017 16:08:32

NL:
5.69E5

STATAY_CWE3V_29788#44-
57 RT:0.74-1.03 AV: 11 T:
FTMS + p NSI Full ms
[120.00-1935.00]

NL:
1.61E4

C29 H23 NO > SH:

CooH24N1 0251

p (gss, s /p:40) Chrg 1
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Tol erance W ndow. +- 5.00 ppm

Db/ R ng Equi v:
Fits:

Mass

450. 1521

Theoretica
Mass [ppm
450. 1521 0.0

450. 1521 0
450. 1520 0.
450. 1520 0.
450. 1520 0
450. 1522 -0.3
450. 1523 -0.4
450. 1523 -0.4
450. 1518 0.7
450. 1526 -1.0
450. 1516 1.2
450. 1527 -
450. 1527
450. 1514
450. 1514
450. 1529 1.8
450. 1529 -1.8
450. 1529 -1.9
450. 1512 2
450. 1512 2
450. 1531 -
450. 1509 2.
450. 1509 2
450. 1509 2
450. 1534 -2.8
450. 1534 -2.9
450. 1534 -2.9
450. 1507 3.0
450. 1507 3.1
450. 1507 3.1
450. 1536 -
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Conposi tion
C7 H30 ClO NS SZ
CG H24 C5 N15 SZ
C22 HZG C10

C21 HZO C5 N7
C20 H14 N14

C29 H24 C2 Nl Sl
C14 HZB C2 N9 S3
C15 H34 c7 N2 S3
C14 H36 Cl NS SS
C7 HZZ Cll NlZ
C21 HZB C4 N3 SZ
C14 HZO C3 N13 Sl
C15 HZG CB N6 Sl
C14 H30 C12 NZ Sl
C13 H24 c7 N9 Sl
C22 H24 N7 SZ
C23 H30 C5 SZ
C7 HZS N15 SA
CG H26 C15 NS
C5 H20 ClO N15
C16 H38 C2 N2 SS
C13 H32 CG NS S3
C12 HZG Cl NlZ SS
C27 H22 Cl N4 Sl
C22 H16 Cl Nll
C23 H22 CG N4
C8 H26 CS N12 SZ
C5 H28 CQ Nll SZ
C20 H24 CQ N3
C19 H18 C4 N10
C.H, C,N S
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Mass

Theoretica
Mass
450
450
450
450
450.
450.
450.
450.
450.
450.
450.
450.
450.

1504
1504
1538
1539
1503
1502
1541
1541
1501
1500
1543
1543
1499
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