
MLO36 EPSRC National Facility Swansea BATJAM-AS
(DCM)/MeOH + NH4OAc LTQ Orbitrap XL 07/12/2016 13:05:45
C20H15Br2NO2
BATJAM_7KYHM_103 #22-28 RT: 0.75-1.03 AV: 6 SM: 7G NL: 9.57E5
T: FTMS + p NSI Full ms [120.00-1935.00]
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C20H15Br2NO2
SM: 7G
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Observed Data-Mixture!

461.9519

459.9540 463.9498

462.9421

465.1429 467.1015
472.3298

Theoretical Isotope Model: [M + H]+

461.9522

459.9542 463.9502

462.9555

460.9575 464.9536

465.9564

NL:
1.52E5
BATJAM_7KYHM_103#22-28  
RT: 0.75-1.03  AV: 6 T: FTMS 
+ p NSI Full ms 
[120.00-1935.00] 

NL:
9.36E3

C 20 H 15 Br 2 NO 2 H: 
C 20 H 16 Br 2 N 1 O 2
p (gss, s /p:40) Chrg 1
R: 100000 Res .Pwr . @FWHM
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460.2938

459.9542

NL:
6.75E4
BATJAM_7KYHM_103#22-28  
RT: 0.75-1.03  AV: 6 T: FTMS 
+ p NSI Full ms 
[120.00-1935.00] 

NL:
4.81E3

C 20 H 15 Br 2 NO 2 H: 
C 20 H 16 Br 2 N 1 O 2
p (gss, s /p:40) Chrg 1
R: 100000 Res .Pwr . @FWHM



Isotope: Min. .. Max.
14 N  0....10
16 O  0....15
12 C  0....50
1 H  0....50
23 Na  0....0
79 Br  0....4
Tolerance Window: +- 5.00 ppm
Db/Ring Equiv: -3.. 100 N-Rule:   Do not use
Fits: 300 Charge:   1

Mass Theoretical Delta RDB Composition
Mass [ppm]

459.9540 459.9539 0.1 -2.0 C
6 
H
23 
O
1 
N
8 
Br

3 
459.9542 -0.4 2.5 C

4 
H
11 
O
14 
N
7 
Br

1 
459.9542 -0.5 12.5 C

20 
H
16 
O
2 
N
1 
Br

2 
459.9537 0.7 15.0 C

18 
H
9 
O
8 
N
2 
Br

1 
459.9537 0.7 20.5 C

17 
H
3 
O
3 
N
9 
Br

1 
459.9545 -1.0 17.0 C

18 
H
4 
O
15 

459.9534 1.3 0.5 C
4 
H
16 
O
7 
N
9 
Br

2 
459.9547 -1.6 0.0 C

6 
H
18 
O
8 
N
6 
Br

2 
459.9531 1.9 17.5 C

16 
H
2 
O
14 
N
3 

459.9550 -2.2 20.0 C
19 
H
5 
O
4 
N
6 
Br

1 
459.9529 2.4 13.0 C

18 
H
14 
O
1 
N
4 
Br

2 
459.9528 2.5 3.0 C

2 
H
9 
O
13 
N
10 
Br

1 
459.9553 -2.8 -2.5 C

8 
H
25 
O
2 
N
5 
Br

3 
459.9555 -3.3 2.0 C

6 
H
13 
O
15 
N
4 
Br

1 
459.9523 3.6 15.5 C

16 
H
7 
O
7 
N
5 
Br

1 
459.9558 -3.9 22.0 C

19 
O
11 
N
4 

459.9561 -4.5 5.0 C
7 
H
14 
O
4 
N
10 
Br

2 
459.9561 -4.5 -0.5 C

8 
H
20 
O
9 
N
3 
Br

2 
459.9518 4.7 28.0 C

30 
H
5 
O
1 
Br

1 
459.9518 4.8 18.0 C

14 
O
13 
N
6 


