
MAR17 EPSRC National Facility Swansea UEAFIL
(DCM)/MeOH + NH4OAc LTQ Orbitrap XL 16/05/2016 09:03:38
C39H22N6S2
UEAFIL_V174W_53 #34-46 RT: 0.74-1.04 AV: 12 SM: 7G NL: 7.15E6
T: FTMS + p NSI Full ms [120.00-1935.00]
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MAR17 EPSRC National Facility Swansea UEAFIL
(DCM)/MeOH + NH4OAc LTQ Orbitrap XL 16/05/2016 09:03:38
C39H22N6S2
SM: 7G
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Observed Data

639.1415

640.1446

641.1376
642.1408

Theoretical Isotope Model: [M + H]+

639.1420

640.1449

641.1380
642.1411 643.1442 644.1479

NL:
5.37E6
UEAFIL_V174W_53#34-46  
RT: 0.74-1.04  AV: 12 T: FTMS 
+ p NSI Full ms 
[120.00-1935.00] 

NL:
1.36E4

C 39 H 22 N 6 S 2 H: 
C 39 H 23 N 6 S 2
p (gss, s /p:40) Chrg 1
R: 100000 Res .Pwr . @FWHM



Isotope: Min. .. Max.
14 N  0....15
16 O  0....15
12 C  0....80
1 H  0....100
23 Na  0....0
32 S  0....2
Tolerance Window: +- 5.00 ppm
Db/Ring Equiv: -3.. 100 N-Rule:   Do not use
Fits: 700 Charge:   1

Mass Theoretical Delta RDB Composition
Mass [ppm]

639.1415 639.1417 -0.2 20.0 C
24 
H
21 
O
11 
N
11 

639.1413 0.3 35.5 C
46 
H
23 
O
2 
S
1 

639.1412 0.5 8.5 C
25 
H
35 
O
15 
S
2 

639.1412 0.5 14.0 C
24 
H
29 
O
10 
N
7 
S
2 

639.1412 0.5 19.5 C
23 
H
23 
O
5 
N
14 
S
2 

639.1418 -0.5 28.5 C
31 
H
19 
O
3 
N
12 
S
1 

639.1418 -0.5 23.0 C
32 
H
25 
O
8 
N
5 
S
1 

639.1411 0.6 32.5 C
38 
H
19 
O
5 
N
6 

639.1411 0.6 38.0 C
37 
H
13 
N
13 

639.1410 0.8 11.0 C
16 
H
25 
O
13 
N
13 
S
1 

639.1420 -0.8 31.5 C
39 
H
23 
N
6 
S
2 

639.1407 1.3 26.5 C
38 
H
27 
O
4 
N
2 
S
2 

639.1423 -1.3 10.5 C
18 
H
27 
O
14 
N
10 
S
1 

639.1425 -1.5 37.5 C
39 
H
15 
O
1 
N
10 

639.1425 -1.5 32.0 C
40 
H
21 
O
6 
N
3 

639.1405 1.6 18.0 C
31 
H
29 
O
12 
N
1 
S
1 

639.1405 1.6 23.5 C
30 
H
23 
O
7 
N
8 
S
1 

639.1405 1.6 29.0 C
29 
H
17 
O
2 
N
15 
S
1 

639.1425 -1.6 19.0 C
25 
H
25 
O
6 
N
11 
S
2 

639.1425 -1.6 13.5 C
26 
H
31 
O
11 
N
4 
S
2 

639.1403 1.8 2.0 C
8 
H
29 
O
15 
N
15 
S
2 

639.1403 1.9 15.0 C
23 
H
25 
O
15 
N
7 

639.1403 1.9 20.5 C
22 
H
19 
O
10 
N
14 

639.1430 -2.3 25.0 C
25 
H
17 
O
7 
N
15 

639.1430 -2.3 19.5 C
26 
H
23 
O
12 
N
8 

639.1400 2.4 36.0 C
44 
H
21 
O
1 
N
3 
S
1 

639.1398 2.6 9.0 C
23 
H
33 
O
14 
N
3 
S
2 

639.1398 2.6 14.5 C
22 
H
27 
O
9 
N
10 
S
2 

639.1432 -2.6 28.0 C
33 
H
21 
O
4 
N
9 
S
1 

639.1432 -2.6 22.5 C
34 
H
27 
O
9 
N
2 
S
1 

639.1398 2.6 27.5 C
37 
H
23 
O
9 
N
2 



Mass Theoretical Delta RDB Composition
Mass [ppm]
639.1398 2.7 33.0 C

36 
H
17 
O
4 
N
9 

639.1434 -2.9 31.0 C
41 
H
25 
O
1 
N
3 
S
2 

639.1393 3.4 27.0 C
36 
H
25 
O
3 
N
5 
S
2 

639.1437 -3.4 15.5 C
19 
H
23 
O
10 
N
14 
S
1 

639.1437 -3.4 10.0 C
20 
H
29 
O
15 
N
7 
S
1 

639.1438 -3.6 37.0 C
41 
H
17 
O
2 
N
7 

639.1438 -3.6 31.5 C
42 
H
23 
O
7 

639.1392 3.7 18.5 C
29 
H
27 
O
11 
N
4 
S
1 

639.1391 3.7 24.0 C
28 
H
21 
O
6 
N
11 
S
1 

639.1439 -3.7 24.0 C
26 
H
21 
O
2 
N
15 
S
2 

639.1439 -3.7 18.5 C
27 
H
27 
O
7 
N
8 
S
2 

639.1439 -3.7 13.0 C
28 
H
33 
O
12 
N
1 
S
2 

639.1390 4.0 15.5 C
21 
H
23 
O
14 
N
10 

639.1443 -4.4 24.5 C
27 
H
19 
O
8 
N
12 

639.1443 -4.4 19.0 C
28 
H
25 
O
13 
N
5 

639.1386 4.5 36.5 C
42 
H
19 
N
6 
S
1 

639.1444 -4.5 6.0 C
13 
H
29 
O
13 
N
13 
S
2 

639.1385 4.7 9.5 C
21 
H
31 
O
13 
N
6 
S
2 

639.1385 4.7 15.0 C
20 
H
25 
O
8 
N
13 
S
2 

639.1445 -4.7 33.0 C
34 
H
17 
N
13 
S
1 

639.1445 -4.7 27.5 C
35 
H
23 
O
5 
N
6 
S
1 

639.1385 4.8 28.0 C
35 
H
21 
O
8 
N
5 

639.1385 4.8 33.5 C
34 
H
15 
O
3 
N
12 


