
MLO112  MW=582? EPSRC National Facility Swansea
ASAP (SOLID) LTQ Orbitrap XL 30/06/2017 02:29:32 PM

BATJAM_LTN9L_A_OJ #65-79 RT: 4.16-4.93 AV: 15 NL: 3.16E7
T: FTMS + p APCI corona Full ms [130.00-1200.00]
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MLO112  MW=582? EPSRC National Facility Swansea
ASAP (SOLID) LTQ Orbitrap XL 30/06/2017 02:29:32 PM

BATJAM_LTN9L_A_OJ #65-79 RT: 4.16-4.93 AV: 15 NL: 2.74E7
T: FTMS + p APCI corona Full ms [130.00-1200.00]
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MLO112  MW=582? EPSRC National Facility Swansea
ASAP (SOLID) LTQ Orbitrap XL 30/06/2017 02:29:32 PM

BATJAM_LTN9L_A_OJ #65-79 RT: 4.16-4.93 AV: 15 NL: 1.32E7
T: FTMS + p APCI corona Full ms [130.00-1200.00]
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MLO112  MW=582? EPSRC National Facility Swansea
ASAP (SOLID) LTQ Orbitrap XL 30/06/2017 02:29:32 PM

BATJAM_LTN9L_A_OJ #65-79 RT: 4.16-4.93 AV: 15 NL: 3.16E7
T: FTMS + p APCI corona Full ms [130.00-1200.00]
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MLO112  MW=582? EPSRC National Facility Swansea
ASAP (SOLID) LTQ Orbitrap XL 30/06/2017 02:29:32 PM

BATJAM_LTN9L_A_OJ #65-79 RT: 4.16-4.93 AV: 15 NL: 6.16E6
T: FTMS + p APCI corona Full ms [130.00-1200.00]
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MLO112  MW=582? EPSRC National Facility Swansea
ASAP (SOLID) LTQ Orbitrap XL 30/06/2017 02:29:32 PM
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582.3063

584.3171581.3097

Theoretical Isotope Model: [M]+

582.3078

581.3106

583.3106

584.3134580.3140
585.3160

NL:
6.16E6
BATJAM_LTN9L_A_OJ#65-79  
RT: 4.16-4.93  AV: 15 T: FTMS 
+ p APCI corona Full ms 
[130.00-1200.00] 

NL:
1.03E4

C 33 H 40 B 2 N 2 O 6: 
C 33 H 40 B 2 N 2 O 6
p (gss, s /p:40) Chrg 1
R: 100000 Res .Pwr . @FWHM



MLO112  MW=582? EPSRC National Facility Swansea
ASAP (SOLID) LTQ Orbitrap XL 30/06/2017 02:29:32 PM
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Observed Data

580.3132

581.1222

Theoretical Isotope Model: [M]+

580.3140

NL:
1.67E5
BATJAM_LTN9L_A_OJ#65-79  
RT: 4.16-4.93  AV: 15 T: FTMS 
+ p APCI corona Full ms 
[130.00-1200.00] 

NL:
6.34E2

C 33 H 40 B 2 N 2 O 6: 
C 33 H 40 B 2 N 2 O 6
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....70
1 H  0....80
23 Na  0....0
10 B  0....2
Tolerance Window: +- 10.00 ppm
Db/Ring Equiv: -3.. 100 N-Rule:   Do not use
Fits: 100 Charge:   1

Mass Theoretical Delta RDB Composition
Mass [ppm]

580.3132 580.3132 -0.0 20.5 C
39 
H
40 
O
3 
N
1 
10B

1 
580.3131 0.1 3.0 C

17 
H
40 
O
11 
N
10 

10B
2 

580.3130 0.4 13.5 C
31 
H
42 
O
6 
N
5 

580.3130 0.4 19.0 C
30 
H
36 
O
1 
N
12 

580.3135 -0.5 1.0 C
17 
H
44 
O
12 
N
10 

580.3137 -0.9 13.5 C
24 
H
36 
O
4 
N
13 

10B
1 

580.3137 -0.9 8.0 C
25 
H
42 
O
9 
N
6 
10B

1 
580.3126 1.0 15.5 C

31 
H
38 
O
5 
N
5 
10B

2 
580.3126 1.0 21.0 C

30 
H
32 
N
12 

10B
2 

580.3125 1.3 26.0 C
45 
H
40 

580.3140 -1.3 20.5 C
32 
H
34 
O
1 
N
9 
10B

2 
580.3140 -1.3 15.0 C

33 
H
40 
O
6 
N
2 
10B

2 
580.3124 1.4 3.0 C

24 
H
46 
O
13 
N
2 
10B

1 
580.3124 1.4 8.5 C

23 
H
40 
O
8 
N
9 
10B

1 
580.3121 1.9 1.5 C

15 
H
42 
O
11 
N
13 

580.3143 -1.9 18.5 C
32 
H
38 
O
2 
N
9 

580.3143 -1.9 13.0 C
33 
H
44 
O
7 
N
2 

580.3145 -2.2 8.0 C
18 
H
36 
O
7 
N
14 

10B
2 

580.3145 -2.2 2.5 C
19 
H
42 
O
12 
N
7 
10B

2 
580.3119 2.3 21.0 C

37 
H
38 
O
2 
N
4 
10B

1 
580.3118 2.4 -2.0 C

16 
H
44 
O
15 
N
6 
10B

2 
580.3118 2.4 3.5 C

15 
H
38 
O
10 
N
13 

10B
2 

580.3116 2.7 8.5 C
30 
H
46 
O
10 
N
1 

580.3116 2.7 14.0 C
29 
H
40 
O
5 
N
8 

580.3116 2.7 19.5 C
28 
H
34 
N
15 

580.3148 -2.8 6.0 C
18 
H
40 
O
8 
N
14 

580.3148 -2.8 0.5 C
19 
H
46 
O
13 
N
7 

580.3151 -3.2 13.0 C
26 
H
38 
O
5 
N
10 

10B
1 

580.3151 -3.2 7.5 C
27 
H
44 
O
10 
N
3 
10B

1 
580.3113 3.3 10.5 C

30 
H
42 
O
9 
N
1 
10B

2 
580.3113 3.3 16.0 C

29 
H
36 
O
4 
N
8 
10B

2 



Mass Theoretical Delta RDB Composition
Mass [ppm]
580.3153 -3.6 20.0 C

34 
H
36 
O
2 
N
6 
10B

2 
580.3110 3.7 3.5 C

22 
H
44 
O
12 
N
5 
10B

1 
580.3110 3.7 9.0 C

21 
H
38 
O
7 
N
12 

10B
1 

580.3156 -4.1 0.5 C
12 
H
40 
O
11 
N
15 

10B
1 

580.3156 -4.2 18.0 C
34 
H
40 
O
3 
N
6 

580.3158 -4.5 7.5 C
20 
H
38 
O
8 
N
11 

10B
2 

580.3158 -4.5 2.0 C
21 
H
44 
O
13 
N
4 
10B

2 
580.3105 4.6 16.0 C

36 
H
42 
O
6 
10B

1 
580.3105 4.6 21.5 C

35 
H
36 
O
1 
N
7 
10B

1 
580.3159 -4.6 25.0 C

42 
H
38 
N
2 
10B

1 
580.3104 4.7 -1.5 C

14 
H
42 
O
14 
N
9 
10B

2 
580.3103 5.0 9.0 C

28 
H
44 
O
9 
N
4 

580.3103 5.0 14.5 C
27 
H
38 
O
4 
N
11 

580.3161 -5.1 5.5 C
20 
H
42 
O
9 
N
11 

580.3162 -5.1 0.0 C
21 
H
48 
O
14 
N
4 

580.3164 -5.5 18.0 C
27 
H
34 
O
1 
N
14 

10B
1 

580.3164 -5.5 12.5 C
28 
H
40 
O
6 
N
7 
10B

1 
580.3164 -5.5 7.0 C

29 
H
46 
O
11 

10B
1 

580.3099 5.6 11.0 C
28 
H
40 
O
8 
N
4 
10B

2 
580.3099 5.6 16.5 C

27 
H
34 
O
3 
N
11 

10B
2 

580.3166 -5.9 19.5 C
36 
H
38 
O
3 
N
3 
10B

2 
580.3097 6.0 4.0 C

20 
H
42 
O
11 
N
8 
10B

1 
580.3097 6.1 9.5 C

19 
H
36 
O
6 
N
15 

10B
1 

580.3169 -6.4 0.0 C
14 
H
42 
O
12 
N
12 

10B
1 

580.3094 6.5 -3.0 C
12 
H
44 
O
14 
N
12 

580.3170 -6.5 17.5 C
36 
H
42 
O
4 
N
3 

580.3171 -6.8 12.5 C
21 
H
34 
O
4 
N
15 

10B
2 

580.3172 -6.8 7.0 C
22 
H
40 
O
9 
N
8 
10B

2 
580.3172 -6.8 1.5 C

23 
H
46 
O
14 
N
1 
10B

2 
580.3092 6.9 16.5 C

34 
H
40 
O
5 
N
3 
10B

1 
580.3092 6.9 22.0 C

33 
H
34 
N
10 

10B
1 

580.3091 7.1 -1.0 C
12 
H
40 
O
13 
N
12 

10B
2 

580.3089 7.3 4.0 C
27 
H
48 
O
13 

580.3089 7.3 9.5 C
26 
H
42 
O
8 
N
7 

580.3089 7.4 15.0 C
25 
H
36 
O
3 
N
14 

580.3175 -7.4 10.5 C
21 
H
38 
O
5 
N
15 

580.3175 -7.4 5.0 C
22 
H
44 
O
10 
N
8 

580.3175 -7.4 -0.5 C
23 
H
50 
O
15 
N
1 

580.3177 -7.8 17.5 C
29 
H
36 
O
2 
N
11 

10B
1 

580.3177 -7.8 12.0 C
30 
H
42 
O
7 
N
4 
10B

1 
580.3086 7.9 6.0 C

27 
H
44 
O
12 

10B
2 

580.3086 7.9 11.5 C
26 
H
38 
O
7 
N
7 
10B

2 
580.3086 7.9 17.0 C

25 
H
32 
O
2 
N
14 

10B
2 



Mass Theoretical Delta RDB Composition
Mass [ppm]
580.3084 8.2 22.0 C

40 
H
40 
O
2 
N
2 

580.3180 -8.2 19.0 C
38 
H
40 
O
4 
10B

2 
580.3084 8.3 -1.0 C

19 
H
46 
O
15 
N
4 
10B

1 
580.3083 8.4 4.5 C

18 
H
40 
O
10 
N
11 

10B
1 

580.3182 -8.7 -0.5 C
16 
H
44 
O
13 
N
9 
10B

1 
580.3081 8.8 -2.5 C

10 
H
42 
O
13 
N
15 

580.3081 8.8 24.0 C
40 
H
36 
O
1 
N
2 
10B

2 
580.3183 -8.8 22.5 C

37 
H
38 
N
7 

580.3183 -8.8 17.0 C
38 
H
44 
O
5 

580.3185 -9.1 12.0 C
23 
H
36 
O
5 
N
12 

10B
2 

580.3185 -9.1 6.5 C
24 
H
42 
O
10 
N
5 
10B

2 
580.3078 9.2 17.0 C

32 
H
38 
O
4 
N
6 
10B

1 
580.3078 9.4 -0.5 C

10 
H
38 
O
12 
N
15 

10B
2 

580.3076 9.6 4.5 C
25 
H
46 
O
12 
N
3 

580.3076 9.7 10.0 C
24 
H
40 
O
7 
N
10 

580.3188 -9.7 10.0 C
23 
H
40 
O
6 
N
12 

580.3188 -9.7 4.5 C
24 
H
46 
O
11 
N
5 


