
LTQ Orbitrap XL 05/10/2018 10:36:34 AM

IMPBUL-TXHY4-PR-A #25-28 RT: 1.41-1.58 AV: 4 NL: 1.70E8
T: FTMS + p APCI corona Full ms [130.00-800.00]
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259.0752 293.9949145.1220 159.1377 195.1015 217.1800

235.2058177.1273

327.0084 344.0237



LTQ Orbitrap XL 05/10/2018 10:36:34 AM

IMPBUL-TXHY4-PR-A #25-28 RT: 1.41-1.58 AV: 4 NL: 4.43E7
T: FTMS + p APCI corona Full ms [130.00-800.00]
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Observed Data

265.0046

267.0014

266.0080
268.0049 268.9974 273.0905271.2632264.0062 274.0664

Theoretical Isotope Model: [M + H]+

265.0044

267.0013

266.0078
268.0044 268.9973 271.0023 272.0052 274.0041

NL:
1.70E8
IMPBUL-TXHY4-PR-A#25-28  
RT: 1.41-1.58  AV: 4 T: FTMS 
+ p APCI corona Full ms 
[130.00-800.00] 

NL:
1.52E4

C 8 H 9 ClN 2 O 4 SH: 
C 8 H 10 Cl 1 N 2 O 4 S 1
p (gss, s /p:40) Chrg 1
R: 100000 Res .Pwr . @FWHM



Isotope: Min. .. Max.
14 N  0....12
16 O  0....14
12 C  0....60
1 H  0....80
23 Na  0....0
35 Cl  0....2
32 S  0....2
Tolerance Window: +- 5.00 ppm
Db/Ring Equiv: -3.. 100 N-Rule:   Do not use
Fits: 200 Charge:   1

Mass Theoretical Delta RDB Composition
Mass [ppm]

265.0046 265.0046 -0.1 5.0 C
4 
H
7 
O
3 
N
7 
S
2 

265.0046 -0.1 -0.5 C
5 
H
13 
O
8 
S
2 

265.0044 0.6 4.5 C
8 
H
10 
O
4 
N
2 
Cl

1 
S
1 

265.0049 -1.2 0.0 C
5 
H
13 
O
3 
N
3 
Cl

2 
S
1 

265.0042 1.3 1.5 H
6 
O
7 
N
8 
Cl

1 
265.0042 1.4 9.5 C

11 
H
7 
N
4 
Cl

2 
265.0051 -1.8 13.5 C

16 
H
6 
O
2 
Cl

1 
265.0051 -1.9 5.5 C

5 
H
5 
O
9 
N
4 

265.0051 -2.0 0.5 C
1 
H
10 
O
2 
N
8 
Cl

1 
S
2 

265.0039 2.5 9.0 C
11 
H
7 
O
5 
N
1 
S
1 

265.0039 2.5 14.5 C
10 
H
1 
N
8 
S
1 

265.0053 -2.6 14.0 C
12 
H
3 
O
1 
N
5 
S
1 

265.0038 3.1 0.5 C
4 
H
9 
O
13 

265.0038 3.2 6.0 C
3 
H
3 
O
8 
N
7 

265.0037 3.2 14.0 C
14 
H
4 
O
1 
N
3 
Cl

1 
265.0056 -3.7 9.0 C

13 
H
9 
O
1 
N
1 
Cl

2 
265.0056 -3.7 6.5 C

1 
H
2 
O
3 
N
12 
Cl

1 
265.0056 -3.7 1.0 C

2 
H
8 
O
8 
N
5 
Cl

1 
265.0036 3.9 0.5 C

3 
H
11 
O
2 
N
6 
Cl

2 
S
1 

265.0058 -4.4 9.5 C
9 
H
6 
N
6 
Cl

1 
S
1 

265.0033 4.9 0.0 C
3 
H
11 
O
7 
N
3 
S
2 

265.0033 5.0 5.5 C
2 
H
5 
O
2 
N
10 
S
2 


