
C15H20O5S
ASAP (SOLID)

Rosie Croft
07-Apr-2017Xevo G2-S

National Mass Spectrometry Facility, Swansearc5-640-A MW=312?

m/z
60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440

%

0

100

 IMPBUL-AYMH9-WR-A 415 (3.850) AM (Cen,4, 80.00, Ar,10000.0,0.00,0.00); Cm (413:434)  1: TOF MS ASAP+ 
 5.83e7133.0677

118.0409

103.053189.0370

77.0365

161.0981

134.0682

135.0773

162.0998

195.0883

163.1024
330.1372

196.0910 313.1107
271.2634

251.2376
445.1679391.2843338.3420

411.3835



C15H20O5S
ASAP (SOLID)

Rosie Croft
07-Apr-2017Xevo G2-S

National Mass Spectrometry Facility, Swansearc5-640-A MW=312?

m/z
50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200

%

0

100

 IMPBUL-AYMH9-WR-A 415 (3.850) AM (Cen,4, 80.00, Ar,10000.0,0.00,0.00); Cm (413:434)  1: TOF MS ASAP+ 
 5.83e7133.0677

118.0409

103.0531
89.0370

77.036574.0127
62.0114

93.0434

121.0643

161.0981

134.0682

135.0773

161.0522
145.0648 149.0831

162.0998

195.0883

163.1024 175.1114 194.0802 196.0910



C15H20O5S
ASAP (SOLID)

Rosie Croft
07-Apr-2017Xevo G2-S

National Mass Spectrometry Facility, Swansearc5-640-A MW=312?

m/z
210 220 230 240 250 260 270 280 290 300 310 320 330 340 350 360 370 380 390 400 410 420 430 440

%

0

100

 IMPBUL-AYMH9-WR-A 415 (3.850) AM (Cen,4, 80.00, Ar,10000.0,0.00,0.00); Cm (413:434)  1: TOF MS ASAP+ 
 6.81e5330.1372

313.1107

271.2634

251.2376

223.2060

217.1076

208.9578

239.2374

237.2218
257.2482

282.2796

284.2950

285.2797

299.2948

329.0055

445.1679

391.2843

338.3420
371.3158

369.3506

339.3462 367.2997
372.3189

392.2877

411.3835 419.3165

425.3931



C15H20O5S
ASAP (SOLID)

Rosie Croft
07-Apr-2017Xevo G2-S

National Mass Spectrometry Facility, Swansearc5-640-A MW=312?

m/z
312 313 314 315 316 317 318

%

0

100

m/z
312 313 314 315 316 317 318

%

0

100
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Single Mass Analysis
Tolerance = 5.0 PPM   /   DBE: min = -150.0, max = 100.0
Element prediction: Off 
Number of isotope peaks used for i-FIT = 5

Monoisotopic Mass, Odd and Even Electron Ions
2596 formula(e) evaluated with 14 results within limits (up to 500 closest results for each mass)
Elements Used:

C: 0-60    H: 0-80    N: 0-10    O: 0-15    S: 0-2    
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 C15H20O5S
 IMPBUL-AYMH9-WR-A 415 (3.850) AM (Cen,4, 80.00, Ar,10000.0,0.00,0.00); Cm (413:434)  1: TOF MS ASAP+ 
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Minimum:                             -150.0

Maximum:               5.0    5.0    100.0

Mass       Calc. Mass  mDa    PPM    DBE    i-FIT   Norm   Conf(%) Formula

313.1107   313.1108    -0.1   -0.3   2.5    1481.0  6.059  0.23    C7 H17 N6 O8 

           313.1110    -0.3   -1.0   5.5    1475.4  0.429  65.09   C15 H21 O5 S 

           313.1110    -0.3   -1.0   11.0   1477.3  2.336  9.67    C14 H15 N7 S 

           313.1103    0.4    1.3    -3.5   1482.4  7.450  0.06    C7 H25 N2 O7 S2 

           313.1103    0.4    1.3    15.0   1480.4  5.440  0.43    C21 H15 N O2 

           313.1103    0.4    1.3    2.0    1481.8  6.881  0.10    C6 H19 N9 O2 S2 

           313.1101    0.6    1.9    -12.0  1483.8  8.878  0.01    H27 N O15 S 

           313.1115    -0.8   -2.6   -7.0   1482.8  7.868  0.04    C H23 N5 O11 S 

           313.1117    -1.0   -3.2   1.5    1481.0  6.032  0.24    C8 H21 N6 O3 S2 

           313.1096    1.1    3.5    6.0    1476.4  1.459  23.24   C13 H19 N3 O4 S 

           313.1094    1.3    4.2    3.0    1481.6  6.594  0.14    C5 H15 N9 O7 

           313.1094    1.3    4.2    -2.5   1481.5  6.528  0.15    C6 H21 N2 O12 

           313.1121    -1.4   -4.5   2.0    1480.6  5.655  0.35    C9 H19 N3 O9 

           313.1121    -1.4   -4.5   7.5    1480.9  5.977  0.25    C8 H13 N10 O4 


